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I. Certification 

AnalytiKEM, Inc. 
Current Certifications/Regulatory Approvals 

AnalytiKEM 

Tabulated below are the current laboratory certifications that are held by 
each AnalytiKEM Laboratory. Analyses performed at multiple AnalytiKEM 
locations will be noted in the test report. 

Cherry Hill, NJ Rock Hill, SC !Wilmington, Mass. 

State Cert # State Cert # State Cert # 

Arkansas * s. Carolina 46067 Connecticut PH-0543 

Connecticut PH-0715 N. Carolina 316 Maine 12010087 

Florida 880985G New Jersey 79795 Massachusetts MA037 

Massachusetts NJ117 New Hampshire 198950-A 

New Jersey 04012 New Hampshire 198950-C 

New York 10815 New Jersey 59521 

N. Carolina 258 New York 11135 

N. Dakota R-038 S. Carolina 88008 

Pennsylvania 68366 

S. Carolina 94004 

Tennessee 02908 

Vermont * 

Houston Analytical, Tx 

State Cert # 

lN. Dakota R-006 

Oklahoma 8403 

irexas Water 
Commission * 
Louisiana * 
* No certification numbers are issued for these states. 
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II. Definition of Terms AnalytiKEM 

D 

DI 

J 

MS/MSD 

NA 

ND 

NR 

NTU 

RPD 

RSD 

TON 

u 

ppb 

ppm 

ug/1 

ug/kg 

ug/kg dw 

CCC 

SPCC 

PQL 

B 

Definition 

Detected; result must be greater than zero. 

Deionized Water 

Compound was detected at levels below the practical 
quantitation limit. The level reported is approximate. 

Matrix Spike/Matrix Spi.ke Duplicate. 

Analysis not applicable to the sample matrix. 

Not Detected 

Not Requested 

Nephelometric Turbidity Units 

Relative Percent Difference 

Relative Standard Deviation 

Threshold Odor Number 

Compound was analyzed for but not detected. The preceding number 
is the practical quantitation limit for the compound. 

Parts-per-billion; may be converted to ppm by dividing by 1,000. 

Parts-per-million; may be converted to ppb by multiplying by 
1,000. 

Micrograms of constituent per liter of sample; equivalent to 
parts-per-billion. 

Micrograms of coustituent per kilogram of sample; equivalent to 
parts-per-billion. 

Micrograms of constituent per kilogram of sample reported on a 
dry weight basis. 

Calibration Check Compound; used to verify the precision of a 
GC/MS calibration curve. 

System Performance Check Compound; used to verify the correct 
operation of a GC/MS instrument. 

Practical Quantitation Limit; the minimum level at which 
compounds can be dependably quantitated. 

Analyte detected· in associated blank as well as the sample. 
It indicates possible/probable blank contamination. 
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Sample Designations AnalytiKEM 

AnyltiKEM Client Date 
Designation Designation Matrix Sampled 

A81104-1 WC#1 Nonaqueous 4/03/91 
A81104-2 WG#2 Nonaqueous 4/03/91 
A81104-3 WC#3 Nonaqueous 4/03/91 
A81104-4 WC#4 Nonaqueous 4/03/91 
A81104-5 MW#l Aqueous 4/03/91 
A81104-6 MW#2 Aqueous 4/03/91 
A81104-7 MW#3 Aqueous 4/03/91 
A81104-8 MW#4 Aqueous 4/03/91 
A81104-9 MW#S Aqueous 4/03/91 
A81104-10 MW#6 Aqueous 4/03/91 
A81104-11 MW#7 Aqueous 4/03/91 
A81104-12 MW#8 Aqueous 4/03/91 

Note: Samples will be held for 30 days beyond the test report date unless 
otherwise requested. 
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Methodology AnalytiKEM 

All analysis are performe~ in accordance with methodologies found in 
the following publications: 

• 

• 

• 

• 

• 

Federal Register, Vol. 49, No. 209, October 26, 1984. 

Federal Register, Vol. 51, No. 114, June 13, 1986. 

Test Methods for Evaluating Solid Waste, USEPA, SW-846, Second 
Edition, July 1982. 

Test Methods for Evaluating Solid Waste, USEPA, SW-846, Third 
Edition, November 1986. 

Standard Methods for the Examination of Water and Wastewater, 
American Public Health Association, 16th Edition, 1985. 

Methods for Chemical Analysis of Water and Wastes, 
EPA-600/4-79-020, USEP~, March 1983. 

Annual Book of ASTM Standards (1980 and 1983) 

• OI Corporation Model 524C TOC Analyzer Manual, January 1983. 
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Analytical Results AnalytiKEM 

EPA/NIH/NBS Nontargetted Library Search 

No nontargetted compounds were detected in the following samples: 

Volatile Method Blank Semivolatile Method Blank 

AnalytiKEM Designation A81104-5 

Client Designation MW#l 

Estimated 
Scan Concentration 

Cas Number Compound Name Fraction Number (ug/1) 

Unknown Alkane VOA 209 16 

Unknown Compound BNA 332 17 

AnalytiKEM Designation A81104-6 

Client Designation MW#2 

Estimated 
Scan Concentration 

Cas Number Compound Name Fraction Number (ug/1) 

110827 Cyclohexane VOA 360 23" 

Alkylated Cyclohexane Isomer VOA 562 18 

Unknown Compound VOA 617 5.0 

Unknown Compound VOA 653 9.0 

Dimethylcyclohexane Isomer VOA 672 16 

Alkylated Cyclohexane Isomer VOA 695 11 

Unknown Compound VOA 724 6.0 

Trimethyl Cyclohexane Isomer VOA 751 6.0 

Unknown Cyclical Compound VOA 787 13 

Unknown Compound VOA 891 8.0 

Unknown Compound VOA 929 14 



.I 
I 
·I 
I 
.I 

I 
I 
I 
I 
·I 
I 
I 
I 
I 
I 
I 
I 
I 
I 

v. 

!est Report No. Atl!1U4 
Page 6 

Analytical Results (Gont'd) 

EPA/NIH/NBS Nontargetted Library Search 

AnalytiKEM 

AnalytiKEM Designation A81104-6 

Client Designation MW#2 

Estimated 
Scan Concentration 

Gas Number Compound Name Fraction Number (ug/1) 

Unknown Alkylated Benzene BNA 144 24 
Isomer 

Unknown Compound BNA 288 28 

Unknown Alkylated Benzene BNA 319 38 
Isomer 

Unknown Compound BNA 329 13 

Unknown Compound BNA 352 20 

Unknown Alkylated Benzene BNA 381 32 

Unknown Alkylated Benzene BNA 410 12 

Unknown Alkylated Benzene BNA 420 14 

Unknown Alkylated Benzene BNA 424 20 

Unknown Alkylated Benzene BNA 456 18 

Unknown Compound BNA 472 8.0 

Unknown Alkylated Benzene BNA 513 9.0 
Isomer 

Unknown Alkylated Benzene BNA 564 8.0 
Isomer 

90120 1-Methyl Naphthalene BNA 604 11 

Unknown Compound BNA 627 9.0 

Unknown Compound BNA 643 12 

Unknown Compound BNA 840 14 

Unknown Compound BNA 1124 18 

Unknown Compound BNA 1171 27 

Unknown Compound BNA 1349 26 
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Analytical Results (Cont'd) AnalytiKEM 

EPA/NIH/NBS Nontargetted Library Search 

AnalytiKEM Designation A81104-7 

Client Designation MW#3 

Estimated 
Scan Concentration 

Cas Number Compound Name Fraction Number (ug/1) 

Alkylated Cyclohexane Isomer VOA ·562 14 

AnalytiKEM Designation A81104-8 

Client Designation MW#4 

Estimated 
Scan Concentration 

Cas Number Compound Name Fraction Number (ug/1) 

Alkylated Cycloheane Isomer VOA 562 22 

Alkylated Cyclohexane Isomer VOA 672 19 

Alkylated Cyclical Alkane VOA 695 17 

Unknown Hydrocarbon VOA 724 12 

Unknown Substituted VOA 751 7.0 
Cyclohexane 

Unknown Compound VOA 782 7.0 

Unknown Compound VOA 930 12 
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Analytical Results (Cont'd) 

EPA/NIH/NBS Nontargetted Library Search 

AnalytiKEM 

AnalytiKEM Designation A81104-8 

Client Designation MW#4 

Estimated 
Scan Concentration 

Cas Number Compound Name Fraction Number (ug/1) 

Unknown Alkylated Benzene BNA 145 270 
Isomer 

Unknown Compound BNA 206 12 

Unknown Compound BNA 258 10 

Unknown Compound BNA 268 14 

Unknown Alkylated Benzene BNA 288 11 
Isomer 

Unknown Alkylated Benzene BNA 320 16 
Isomer 

Unknown Alkylated Alkane BNA 34i 11 
Isomer 

Unknown Compound BNA 352 15 

Unknown Alkylated Benzene BNA 361 13 
Isomer 

Unknown Alkylated Benzene BNA 382 12 
Isomer 

Unknown Alkylated Benzene BNA 424 12 
Isomer 

Unknown Compound BNA 430 8.0 

Unknown Compound BNA 458 27 

Unknown Alkylated Alkane BNA 462 10 
Isomer 

Unknown Compound BNA 643 26 

Unknown Compound BNA 661 15 

Unknown Compound BNA 840 9.0 

Unknown Compound BNA 1171 31 

Unknown Compound BNA 1347 11 
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Analytical Results (Cont'd) 

EPA/NIH/NBS Nontargetted Library Search 

AnalytiKEM 

AnalytiKEM Designation A81104-9 

Client Designation MW#5 

Estimated 
Scan Concentration 

Cas Number Compound Name Fraction Number (ug/1) 

Alkylated Cyclohexane Isomer VOA 562 13 

Alkylated Alkene VOA 672 10 

Unknown Alkylated Benzene BNA 145 480 
Isomer 

Unknown Alkylated Benzene BNA 252 19 
Isomer 

Unknown Alkylated Benzene BNA 259 21 
Isomer 

Unknown Alkylated Benzene BNA 287 38 
Isomer 

Unknown Alkylated Benzene BNA 319 39 
Isomer 

Unknown Alkylated Benzene BNA 352 13 
Isomer 

Unknown Alkylated Benzene BNA 381 19 
Isomer 

Unknown Compound BNA 412 11 

Unknown Compound BNA 417 11 

Unknown Alkylated Benzene BNA 424 12 
Isomer 

Unknown Compound BNA 449 9.0 

Unknown Compound BNA 457 24 

Unknown Compound BNA 536 9.0 

Unknown Compound BNA 543 9.0 

Unknown Compound BNA 561 11 

90120 Methyl naphthalene isomer BNA 604 22 

Unknown Compound BNA 643 13 

Unknown Alkylated BNA 684 12 
Naphthalene Isomer 
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Analytical Results (Cont'd) AnalytiKEM 

EPA/NIH/NBS Nontargetted Library Search 

AnalytiKEM Designation A81104-9 (Cont'd) 

Client Designation MW#5 

Estimated 
Scan Concentration 

Cas Number Compound Name Fraction Number (ug/1) 

Unknown Alkylated BNA 697 12 
Naphthalene Isomer 

Unknown Compound BNA 759 16 

Unknown Compound BNA 788 8.0 

21409256 Diphenylmethoxy Acetic Acid BNA 1015 10 
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Analytical Results 

EPA/NIH/NBS Nontargetted Library Search 

AnalytiKEM 

AnalytiKEM Designation A81104-ll 

Client Designation MW#7 

Estimated 
Scan Concentration 

Cas Number Compound Name Fraction Number (ug/1) 

Unknown Compound VOA 527 7.0 

Unknown Compound BNA 220 8.0 

Unknown Compound BNA 440 9.0 

Unknown Compound BNA 499 39 

Unknown Compound BNA 665 24 

Unknown Decane Derivative BNA 826 170 

Unknown Compound BNA 846 9.0 

Unknown Compound BNA 962 31 

Unknown Compound BNA 1195 18 

Unknown Compound BNA 1198 54 

Unknown Compound BNA 1202 15 

Unknown Compound BNA 1217 16 

Unknown Compound BNA 1253 27 

Unknown Compound BNA 1272 15 

Unknown Compound BNA 1307 40 

Unknown Compound BNA 1487 150 

Unknown Compound BNA 1688 18 

Unknown Compound BNA 1765 11 
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I 
I . UNKNOWN :fl: 1 1 

AREA .. 67193.00 TENTATIVE CONCENTRATION IS 

I 1. 
2. 

2-Propanol, 1-chloro- t8CI9CI) 
2-Propanol (ACN)(9CI) 

16.00 

.1 4. 
Methane, chloromethoxy- (9CI-) 
Propanenitrile, 3-methoxy- C9CI) 

.~I 3. 
:;; 
:~ 7. Propanoic acid, 2-hydroxy-, methyl ester, (.+-.)- t9 

94 CJH7Cl0 
60 C3H80 
80 C2H7C10 
87 C4H7NO 

104 C4H803 
~ CI> 

, 

-~~ ISamp le file: >89196 Spectrum :(1:: 209 .. 
--~ earch speed: 1 ·ritt1ng opt1on: N No. of 10n ranges searched: 
-· 

Jl Prob. CAS t CON 41= ROOT K OK :O:FLG TILT " CON C_I 

~- 1. 601'f 1271JIJ4 3~,9 !-1854~1< :la 61 1 u ltJO 14 JO -:-·12. 52* 67630 324 NBS43K 32 35 1 0 100 16 20 
·:~ 3. 72* 1 0.7) 02 429 N8S43K :ll 63 1 0 liJO 19 2U 

4. 43* 110678 330 NBS43K 21 50 1 0 100 21 17 
~ 15. 2'.1"' ~n ~~?:~ Otf 1 ~~4 NBS4.?·K LJ ~~ 1 0 lj'j 54 s 
~,~ . . . 

42 

R_ IV 

15 
17 
14 
14 
14 
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I 

le >R7140 
k Rb 8335. 

30 

le NBS43K 
k Rb 9999. 

41 
/ 

40 

811e4-5 RQ 0411 RR 

157 
......... 

60 70 

041291 KAT 500 NL/1.0NL 
SUB 

112 --110 

1-Pentene, 4,4-dimethyl- <8CI9CI> 

57 

126 

Scan 332 
8.35 min. 

Scan 1167 
0.00 Min. 

I 1 41 ' [ lr'~" oo oi.L. .. ~k oo • ,,I,"'~~" .. ~· .. "' ~k.d:: .. 1 ~~ .. ~·, • 1.1: .. "1 oo"" """"I" • q4! 30 40 50 60 70 80 90 100 110 120 130 

I 

I 

I 

I 
I 
I 

le NBS43K 
k Rb 9999. 

57 

Heptane, 1,1'-oxybis-

le NBS43K 
k Rb 9999. 

1-Hexene, 3,5,5-trimethyl- (8Cl9CI> 

57 

1. 
2. 
3. 
4. 
s. 
6. 

UNKNOWN *,1 

77 83 
I ~ 

se 90 

82918.00 TENTATIVE CONCENTRATION IS 

1-Pentene, 4 1 4-dimethyl- (8CI9CI > 
Heptane, 1 1 1'-oxybis-
1~Hexene 1 3,7,7-trimethyl- C8CI9CI) 
Heptane, 2-bromo- (8CI9CI) 
1-Heptene, 3-methyl- C8CI9CI > 
1-0ctene C8CI9CI > 

95 98 I--
180 

Sample file: >A7140 Spectrum 1~: 332 

111 
........ 
110 

17.00 

learch speed: 1 Tilting option: N No. of ion 

.I 
Prob. CAS ~~ CON ~~ ROOT K OK ~WLG 

1. 69* 762629 1169 NBS43K 46 30 0 12. 72 629641 3898 NBS43K 42 48 2 
3. 72* 4316678 3673 NBS43K 26 64 3 
4. 30 1974047 1216 NBS43K 47 39 1 s. 18* 4810097 3799 NBS43K 46 37 0 16. 1?* 111660 . 3793 NBS43K so 38 1 

98 
214 
126 
178 
112 
112 

Scan 19290 
0.00 •in. 

Scan 3832 
0.00 min. 

C7H14 
C14H300 
C9H18 
C7H1S8r 
C8Hl6 
C8H16 

ranges searched: 

TILT " CON c 1 -
0 87 34 26 
0 90 16 20 
0 100 19 20 
0 77 37 10 
0 28 67 s 
0 32 62 3 

42 

R_IV 

66 
12 
13 
16 
60 
41 
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56 

Scan 534 
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. 41 / 84 t 
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32 36 40 44 48 52 56 60 64 68 72 76 80 s4 ee 92 

I 

le HBS43K 
k Rb 9999. 

1 ~e 
e- I I I 0 I 

32 

le NBS43K 
ok Rb 9999 • 

Cyclopenlane, methyl- (BCI9CI> 

~6 

1 42 69 41 ( 

I I .. I I 0 "I I I I I 0 I I I~~ I, (.8

, 0~~ I I I I I ( ;.~ 0 (~I 
36 40 44 48 52 56 60 64 68 72 76 

41 
...... 

Cyclobutane, ethyl- (8CI9CI> 

56 

84 85 , __ 
I I I I I I I 0 I I I 

e0 84 as 

Scan 533 
e.oo min. 

I I I 
92 

Scan 554 
0.00 min. 

I 30 33 39 58 63 65 69 70 74 77 8C 94 
~T~~~,~~~~"~~~~~~-M~r+++++~/~~'~~/~~~~~~~/~~/~T/~~~~~~~~~0 

32 36 60 64 6S 72 76 80 84 

I 
UI-IKHOlJN 4~ 1 1 
92745.00 TENTATIVE CONCENTRATION IS 

I 1. CyclohexanelUOl l8Cl9ClJ 
2. Cyclopentane, methyl- (8CI9Cl) 
3. Cyclobutane, ethyl- l8Cl9ClJ 

I 4. 1H-Tetrazole, ?-methyl- (8CI9CI> 
~. Cyclopentanone l8Cl9C1J 
6. 2-Hexene (8CI9CI) 

I 
Spectrum ~~: :">60 

23.00 

ee 92 

1:::4 Ct.Hl~ 

84 C6H12 
84 C6H12 
84 C2H4N4 
tf4 C?Ht:O 
84 C6H12 

Sample f1le: >8~197 

l;earch speed: 1 Tilting option: N No. of ion renges searched: 

11. 
f-'rcob. CAS ~~ CON ~~ ROOT I( DK ~~1-=LG liLT ~ cur-.1 C_l 

94* 110827 5798 NBS43K 74 18 0 0 83 5 72 

12. 
67* 96377 9?2 N8543K 46 44 0 0 77 27 27 

3. 59* 480661? 958 NBS43K 40 43 0 0 100 39 21 
4. 39* 4076362 948 N8543K 29 55 1 0 100 29 14 
7. 37* 120923 5783 NBS43K 27 57 2 0 163 29 14 16. 3?* 592438 5801 NBS43K 22 66 3 0 136 27 14 

43 

R lU -
92 
?4 
50 
16 
14 
12 



I 
le >89197 S1104-6<RQ)SCRE£H 040991 ~PS <SLOT-02> 5.0HL PURGE Scan 562 
k Rb 5517. . SUB . 22.61 111in. 
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30 40 ~o 60 re sa 90 ; . 100 110 120 
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I 

le N9S4~~: Cyclohexane, 1,i-dl~elhyl- (8CI9CI> Scan 226~ 
k Rb 9999. 0.00 min. 

29 

30 

le HBS431<: 
k Rb 9999. 

le NBS43K 
k Rb 9999. 

41 --
40 50 

Cyclopenlane, 1,1,3-lrimelhyl-

55 
69 83 -- _.., 

69 81 -- --60 70 80 

<SCI9CI) 

95 --90 

97 
/ 

100 

97 
/ 

100 

Cyclohexane, 1-ethyl-2-methyl-, trans- <9CI9CI> 

55 97 

81 83 95 

112 113 

Scan 2289 
e.oo min. 

Scan 3835 
0.00 min. 

~~~~~~~~~~~~~~~~~~~~--~~,~~~~--~~~~~~~~~~~~a· 
se 9e 12C 

Ut-tKNOWN ~~ , 3 
560179.0 TENTATIVE CONCENTRATION IS 18.00 

I 1. 
2. 
3. 

Cyclohexane, 1,1-dlmethyl- l8Cl9Cl) 
Cyclopentane, 1,1,3-trimethyl- (8CI9CI) 
Cyclohexane, 1-ethyl-2-methyl-, trans- l8CI9Cll 
Cyclohexane, 1-methyl-2-propyl- (8CI9CI) 
Cyclohexane, 1-bromo-2-methyl- t8Cl9Cl) 
2-Pentene, 2,3 1 4-trimethyl- (8Cl9Cl) 

112 C8Hl6 
112 C8H16 
126 C9H18 
140 C10H20 
176 C:7Hl ~"Br 
112 C8H16 ,. ~: 

jl 
Spectrum :1):: ?62 ! Sample file: >89197 

t:earch speed: 1 Tilting option: N No. of ion ranges searched: 

11. 
Prob. CAS ~t CON ~~ ROOT K 

93* 590669 8349 NBS43K 71 

DK ~~FLG T!LT " CON c_ 1 

27 0 0 90 5 68 

12. 36* 4?16692 831?i6 N854}K ~2 
3. 32 4923788 8377 NBS43K 4? 
4. 30 429l?Y6 8399 N8S43K 42 

58 2 u t-0 44 12 
43 2 0 82 34 12 
47 2 0 o.;.r:; ?>2 12 

?. 29 6294399 8482 NBS43K 43 

I 6. 27 ?657.l? 8348 NBS43K 41 
48 2 0 100 31 12 
47 2 0 95 40 10 

42 

R _IV 

89 
27 
1? 
13 
12 
13 



I. 
rle >89197 e Rb 9999. 

B1104-6<RO>SCR££N 040991 JPS <SLOT~02) ~.0ML PURGE 
SUB ROD NRM NSP 

1100 

Ieee 

9D£J 

lee 
I r··-

60e. 

lee 

100 

I 
I 
I 

I 

30 

Sample 

I 
No data 

I 
I 
I 
I 
I 

50 

S9 
" 

98 106 11!5 124 
/ / / / 

40 50 60 70 80 90 

UNKNOWN ~~ , 4 
193717.0 TENTATIVE CONCENTRATION IS 7.00 

file: >89197 Spectrum ~~: 61.? 

base entries were retrieved. 

132 

/ 

Scan 617 
24.74 111in. 

110 

100 

90 

80 

70 

50 

40 

30 

20 

141 10 

/ 



:_I 
r le )69197 

I 
k Rb 9999. 

S1104-6CRQ)SCREEN 040991 JPS CSLOT.02) 5.0HL PURGE 
SUB ROD NRM NSP 

1100 

.. 11000 

see 

I see 

17ee· 
60,_ 

1 !500 

1400 

300 

1200 

100 

I 
I 
I 

I 

71 
/" 

UNI<NOWN :fl:, 5 

94 
/ 

135 

336569.0 TENTATIVE CONCENTRATION IS 

Sample file: >89197 Spectrum o: 653 

I 
No data base entries were retrieved. 

-I 
I 
I 
I 
I 

9.00 

Scan 653 
26.13 min. 

110 

100 

90 

se 

70 

50 

20 

10 

.J .. . ~:. 



il 
! 

I 

i le >891-97 
pk Rb 6173. 

81104-6(RQ)SCREEH 040991 JPS <SLOT•02) 5.0NLYURGE 
SUB 

97 

Scan 672 
26.87 111in. 

i!e HBS43K Cyclohexane, 1,4-dimethyl-, trans- <SCI9Cl) Scan 22
1

77 
pk Rb 9999. e.ee tn n. 

J r:..· .. I. :h r2~ ... I ~J c: .... ~s d~ ~· .. ~~!.~ .. I .. ·~(~ ... I .... I. r:· ... ;¥~. L 
30 40 . !50 60 70 80 90 100 110 120 

ile HBS43K Cyclohexane, 1,4-di~nelhyl-, cis- (SCI9Cl) Scan 2265 
pk Rb 9999. 0.00 min. 

55 97 

I J r;:~' I .. ~ i,~. " ' .J c:" "~~ r!.~ I" ';:, ~· .. I .. ~~ c " ' I"" :1." r:~ "~~.L 
30 40 se 60 70 80 90 ~a 1 e i2e 

ile HBS43K 
k Rb 9999. 

Cyclohexane, 1,3-di~nethyl-, trans- <SCI9CI> 

I 

I 

1 1. 
2. 
3. 

I 
4. 
5. 
6. 

I 

55 97 

30 40 50 E.B 70 

UI-IKI-IOWN 4t 1 6 
618377.0 TENTATIVE CONCENTRATION IS 

Cyclohexane 1 
Cyclohexane 1 
Cyclohexane 1 
Cyclohexane 1 
Cyclohexane 1 
Cyclohexane 1 

1 14-dimethyl- 1 trans- (8Cl9Cl) 
1 14-dimethyl- 1 cis- (8CI9CI> 
1 1 3-dlmethyl-, trans- ~8Cl9Cl> 

1 14-dimethyl-
112-dimethyl-1 c1s- (8Cl9Cl> 
1 11-dimethyl- (8Cl9CI> 

--

16.00 

Sample f 1 1 e: >89197 Spectrum ~~: 672 

112 

Scan 2276 
e.ee tnin. 

112 CBH16 
112 C8H16 
112 C8H16 
232 C18H16 
112 C8H16 
112 C8H16 

learch speed: 1 Tilting option: N No. of ion renges searched: 

11. 
Prob. CAS ~~ CON ~~ ROOl K UK ~H;LG lJLT " CUN c_ 1 

95* 2207047 8354 N8543K 89 13 1 0 90 3 72 
2. 84* 6241';13 83~1 1-f8S43K /8 :l4 2 0 92 6 ';>5 

13- 83* 2207036 8353 N8543K 70 29 2 0 71 9 54 
4. 78 589':102 111?2 NBS4.~K 63 49 2 0 95 3 S5 
5. 60* 2207014 10990 NBS43K 43 66 3 0 100 11 30 

16. 5:l* 59 (lf.69 8349 N854~K 40 ?8 2 0 sa :tO 20 

42 

R _IV 

93 
60 
50 
13 
13 
16 



:_I 

lle >B9197 
pk Rb 3707. 

!le NBS43K 
k Rb 9999. 

B1104-6(RQ)SCR££N 048991 ~PS <SLOT.02) 5.0ML PURG£ 

69 
. SUB 

I 

Cyclohexane, 1,1,3-trimethyl- <SCI~CI> 

111 ....... 

Scan 695 
27.76 tnin. 

Scan 3828 
0.00 min. .. '}' [ 

Jr.::~, I" o 31~ 'I~~ o I.(~, o o o~~o I,( o o "I'~~(.~, o jO oo ,(~,d~oo 1" o o Ill o q o o o 01 o o o o ~l~, 1 o o oo 1~ 
38 40 . 50 68 70 e0 90 100 110 120 130 

I 

"le NBS43K 
k Rb 9999. 

Cyclooclane, butyl- (SCI> 
69 

le NBS43K 
k Rb 9999. 

Cyclohexane, 1-ethyl-2,4-ditnethyl- <9CI> 

69 

I 

I UNKNOWN ~~ , 7 
AREA "" 422062.0 TENTATIVE CONCENTRATION IS 11.00 

11. Cyclohexane, 1,1,3-trlmethyl- t8Cl9Cl) 
2. Cyclooctane 1 butyl- (8CI) 
3. Cyclohexane, 1-ethyl-2,4-dtmethyl- t9CI) 

I 4. Cyclooctane, ethyl- (9CI) 
S. Cyclohexane, dJethyl- l8Cl9Cl) 
6. 2C1H)-Pyrimidinone, 4-amino- (9CI) 

I 
>89197 Spectrum ~H 6S'5 

126 
168 
140 
140 
140 
111 

Scan 11265 
0.00 min. 

Scan 5831 
e.ee min. 

C9HH~ 
Cl2H24 
Cl LIH~ 0 
ClOH20 
ClliH20 
C4H5N30 

1
sample file: 
earch speed: 1 Tilting option: -N No. of ion ranges searched: 

I Prob. c~s ~~ CON ~~ R001 K lJK ~fLG llLT " CON c_ 1 

1. 71* 3073663 10806 NBS43K 66 32 3 0 91 11 38 

12. 70 16538935 10862 N854~K 47 48 2 0 95 10 42 
3. 60 61142696 10820 NBS43K 50 40 2 0 96 13 30 
4. 60 13152028 10818 NBS43K ?2 43 2 0 100 13 30 

15. 52 1331437 10815 NBS43K 56 38 2 0 100 16 20 
6. 25* 71~07 1 o;:?s NBS43K 24 62 3 0 91 46 7 

42 

R_ lV 

37 
12 
17 
15 
19 
12 



I 

I 

file >89197 81104-6(RQ)SCR££N S499~1 JPS (SLOT-02) 5.0ML PURG£ 
Bpk Rb 697. \~8 

Scan 724 
28.88 111ln. 

i 
. ___ 111 r 

41 55 • I 84 I 
........... -- !56 6~ I 92 ( 98 I 112 

e I I . '1-- ,.. ~~-· ' ·-~ -e I I I i I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I ' I I I I I i I i i I I i • ' I I I I I I I I I I I I I I I I I I I I I I I I I I I • I:' I 

30 40 50 60 70 eo 90 100 110 1c.O 

f:!.! e He 54 31': 
Bpk Rb 9999. 

Cyanamide, dimethyl- <SCI~CI> 

69 

Scan 294 
e.0e 11ln. 

j J~ ... . ~~ ;!,.~ ..... r~ .. ......... ] ~ ..... :~ ......................................... [. 
30 40 . 5e 60 70 e0 90 100 110 120 

file NBS43K 2-Butene 1 2 1 3-di~r~ethyl- <SCI9CI> Scan 537 
Bp~ Rb 9999. 

41 
0.00 111ln. 

J. }~,I •' ,J 0 ~~ • • I'~~ d~, • • ,~) ;.~, 0 'J:~'' 'r;.,, d~, 0''' 'I'''' I'''' I''' 'I''''!' t 
30 40 50 69 70 e0 90 100 110 1 0 

ile HBS43K 
pk Rb 9999. 

Benzenamine, 3-fluoro-

111 

Scan 2069 
0.00 1111n. 

45 
~~~~~~~~'~~4Trh4T~~HM~~~~~~~~~~~~~~~Tr~+H~~~~~-e 

30 50 

UNKNOWN ~~ 1 8 
209134.0 TENTATIVE CONCENTRATION IS 

1. Cyanamide, dimethyl- t8Cl9CI> 
2. 2-Butene, 2 1 3-dimethyl- (8CI9CI) 
3. Benzenam1ne, 3-fluoro-
4. p-Fluoroaniline 
5. 2-Cyclopenten-1-one, 3-amino-2-methyl-

6.00 

t9CI) 

?0 C3H6N2 
84 C6H12 

111 C6H6FN 
111 C6H6FN 
111 C6H9NO 

~~ Search speed: '·'I 
>89197 
1 

Spectrum ~~: 
Tilting opt1on: N 

724 
No. of 1on ranges searched: 

Prob. CAS 4t CON 4t ROOT K OK ~FLG TILT " CON c_ I 

I 1. 2?* 1467794 3506 NB543K 27 56 2 0 100 47 7 
2. 20* 563791 5800 NB543K 21 58 2 0 175 53 5 

?9 3 (I f·6 58 3 
63 3 0 66 58 3 
71 3 0 215 61 2 I 

3. 1?* 372190 107o2 N854:loK 39 
4. 15* 371404 10781 N8543K 38 
5. 11* 69687c:5o 10787 NBS43K :-l3 

I 

43 

R_IV 

14 
13 
13 
13 
12 



I 
>B9197 B1104-6CRQ)SCR££N 040991 JPS CSLOTf02) 5.0HL PUP.G£ Scan 751 

Rb 1060. ·sue 29.93 min. 

1 41 ~1
5 

(

69 9J7 
111 126 r I 1 51 65 77 B4 98 ~~ £ •I -.... I I ~ ,- -

EY
3
10 I II jli 1 410 !11 ji 1 1 ~·J 1 II Iii ~IO 111 ji 1 1 70' 1 1 jil 1 tNJ I li jt II 910 I I 'iAo llj "'il{; II I II ll~OII 'l"i5'a II I' 0 

NBS"!:r. 
Bpi: Rb 9999. 

-I 
NBS43K 

Rb 9999. 

Cyclohe~ane, 1,2,4-trtmethyl- C8CI~CI> 

55 69 
~ 

Cyclohexane, 1,2,3-trimethyl-, <1.alpha.,2.alpha.,3.beta.)-

41 !55 69 

Scan 3826 
0.00 min. 

Scan 3840 
0.00 min. 

1 J &~,~~·~··~·~·+lf~~~I.~~~~~~~~ .• ~··H'+·[~I~"~·~··~~~.~~~·H'~.h:~-~ .. ~.~~~2~~~~~~~~~~ .. T·"·~~~rt~~.~~.--~ .. ~9~~T··~·~·~·~J~~·~ .. T,""~·~··~·~·~·~~f~~~··~~~·2~.~~.f~0 
30 40 50 60 70 80 90 100 110 120 130 

HBS43K 
~pk Ab 9999. 

Cyclohexane, 1,2,3-trimethyl-, C1.alpha.,2.beta.,3.alpha.)-

I 

I 
.I UNI<NOWN =11:,9 

69 

120 

AREA • 223599.0 TENTATIUE CONCENTRATION IS 6.00 

11. Cyclohexane, 1,2,4-trlmethyl- teC19Cl> 

I 

2. Cyclohexane, 1,2,3-trimethyl-, (l.alpha.,2.alpha.,3. 
beta.>- f..~Cl) 

Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.beta. 1 3.a 
lpha. )- r.';'Cl) 

2-Pentene, 3-ethyl-4,4-dimethyl- (9Cl) 
Cyclopentane, 1,1,3,4-tetramethyl-, trans- l8Cl9Cl) 
2-Hexanone, 5-methyl-3-methylene- (8CI9CI) 

Semple f i l e: >89197 Spectrum ~~: 7?1 

126 
126 

126 

126 
l:l6 
126 

Scan 3818 
0.00 min. 

C9Hl8 
C9H18 

C9H18 

C9H18 
C9H18 
CBH140 

larch speed: 1 Tilting option: N No. of ion ranges searched: 

Prob. CAS ~~ CON ~~ Roo·r K UK ~H-LG TlLT " CUN c_ I 
I. 43* 2234755 10805 NBS43K 40 77 2 0 57 25 17 
2. 42* 76677?2 13471 NBS4:~K 39 79 3 0 64 27 17 

~~ 42* 1678815 13468 NBS43K 39 80 3 0 63 24 17 
3?* 53907798 a~.a.c.1 NBS43K ~4 tl? 3 0 6? ~7 14 

5. 30* 20309777 10809 NBS43K 30 81 3 0 58 3? 12 
29"'- 118/'877 13.:&':77 NBS4?>K 23 71 3 0 164 34 12 

43 

R_ lU 

14 
13 
13 
12 
13 
12 



I' I i 
~ 
I 

ile >89197 S1104-6<RO>SCREEN 040991 JPS <SLOT~02> 5.0ML PURGE Scan 787 
Rb 722. SUB 31.32 Min. 

55 69" 111 

J.. ....... r.~ ........... c. ..... r.~.c ...... ~) . ..r.~ ....... ~~ .......... .L ..... X .... :r~~.t 
40 50 60 70 SO 90 100 110 lc.O 130 

i!e NBS4~K Cyclohe~ane, 1,3,5-trimethyl-, C1.alpha.,3.alpha.,5.beta.>- Scan 3e2l 
k Rb 9999. e.0e ~nin. 

·1 J. .~7::,, I, ..... ~~. c~ ..... ..rL~ ..... ·~ ... ~~ ..... f.~ .......... I .......... ~r~~.r. 
· 40 e0 60 10 ee 90 100 110 120 130 

I 

ile HBS4~K 
pk Rb 9999, 

i h NBS43K 

Cyclohexane, 1,3,5-trimelhyl-, C1.alpha.,3.alpha.,5.alpha.)-

69 111 

Scan 3922 
o.oe min. 

. pk Rb 9999. 
Cyclohexane, 1,1,3-lrimelhyl- (8CI9Cl) 

111 

Scan 3828 
0.00 min. 

II 1~7::,,.[,., ... ~s. ~~ ....... r(~ ..... ·s. J~ ..... ? ............ .f.. ........... ~r.5 .... .. L 
40 50 60 70 eo S~o 100 110 120 1 0 

I 

I ~REA·· UNKNOWN ~~, 1 0 
488202.0 TENTATIUE CONCENTRATION IS 13.00 

II 1. 

II :: 
i 4. 

I 7. 
6. 

I 

C~•clohexane, 1,3,?-tt'llllethyl-, ll.alpha. ,3.alpha. ,'.?. 
beta.)- (9CI) 
Cyclohexane, 1,3,7-trimethyl-, (1.alpha.,3.alpha.,7. 
aJpba.)- (9Cl) 
Cyclohexane, 1,1,3-trimethyl- C8CI9Cl) 
Cyclohexane, 1,1,4-trtmethyl-, ll.alpha.,2.beta.,4.b 
eta.)- (9Cl) 
Thiophene, 2-(1-methylethyl)- (9Cl) 
lH-Pyrazole, 3-ethyl-4,5-dthydro-1,4-dtmethyl- l9Cl) 

Sample f i 1 e: >89197 Spectrum ~t: 787 

126 C.9H18 

126 C9H18 

126 C9H18 
126 C~Hl8 

126 C7H10S 
1~6 C>'H14N2 

rearch speed: 1 Tilttng option: N No. of ton ranges searched: 

I 
Prob. CAS t CON ~t ROOT K OK 4WLG TILT " CON c_ I 

1. ?2* 17S'?162 108(.12 NBS43K 47 66 3 0 97 18 20 
2. 42* 1795273 10803 NBS43K 36 63 3 0 93 25 17 

I 3. 36* 3073663 10~at6 Nt:!S43K 3:-l 66 3 0 93 27 14 
4. 36* 7667609 10808 NBS43K 32 79 3 0 93 26 14 
5. 27* 4097:!21 10791 H8S4?'K 28 61 3 0 93 49 7 

45 

R_ IU 

13 
13 
13 
13 
13 



'• 

I 
I 

-·rre->89i97 
Epic Rb 9999. 

91104-6(RQ>SCRttN 040991 JPS <SLOT.02) 5.0HL PURGt 
SUB.ROO NRM NSP 

1100 

96 

6!5 

300 

2()0 

:1.00 69 121 127 

/ / / 
60 70 80 90 100 110 1 0 130 

UNKNOWN ~~ , 11 
AREA • 311122.0 TENTATIVE CONCENTRATION IS 8.00 

flle: >89197 Spectrum ~p 891 

data base entries were retrieved. 

134 

/ 

Scan 891 
35.35 tnin. 

110 

100 

9() 

ee 

79 

60 

50 

e 

30 

20 

140 10 

/ 



; 
;~ 

."i'"ie)B9l ~7 81104-6 < RQ) SCRE:E:N 040991 JPS (SLOT"02) 5 .0HL PURGE: Scan 929 
i "pk Rb 990. . SUB 36.82 min. 

i ~ 1 ~~ 69 _91 ~ 

. 
I 

I 
' 

' j 
.1 
' 

- .~ 
41 I -- _ . 97 I 126 ~ 

fY1 I .:~vi I I 1'o'n~~ I I 1'1 .lc~ I I~!..~ I lei I I tl'l I I I I I (I I I I 1 I 1 1 I 1 I I I I I I I I I I I I I I I I I I I I I I I I I I I ~{171 I I 0 

I 

40 60 so 100 120 140 160 180 200 

~~~ NBS4~K Cyclohexane, 1,2,4-trimethyl-, C1.alpha.,2.beta.,4.beta.>- C Scan 3841 
pk Rb 9999. 0.00 min. 

1 ~j, ... ~~1 .·J2~ ... 2~ .. 2~. L~ .. e.~ .. ~~ .................................. t 
40 60 e0 100 120 140 160 1ea 200 

i 1 e NBS43t~ 
pl.: Rb 9999. 

ile NBS43K 
pi< Rb 9999. 

69 --
2-Pyrazoline, 1-isopropyl-5-methyl- <SCI) 

1:1.1 

160 180 

Cyclohexane, 1,3,5-trimethyl-, <1.alpha.,3.alpha.,5.alpha.)-

69 111 

200 

Scan 3723 
0.00 min. 

Scan 3822 
0.00 min. 

1.. 55 ___ c r ~ 126 I I 70 83 97 _!?7 
- .. t I I .,.,..,.- .,.,.,.,.,. -

tYI I I). I I I I I I I I I I I I I ~I I I I I 0 I I I I I I I 0 0 0 I 0 I I I~ I I 1-;:: I I I I I I I I I I I I I I I I I I I I I I I I I I I I I' I I I I' I e 
4C E.O SC 1CO 120 140 160 180 200 

~~A"'EA = 
UNKNOWN ~t , 12 
533284.0 TENTATIVE CONCENTRATION IS 14.00 

I 1. Cyclohex~ne, 1,2,4-trimethyl- 1 t1.alpha.,2.beta. ,4.b 
eta.)- (9CI) 

2. 2-Pyrazoline, 1-isopropyl-5-methyl- (8CI) 

I 5. L~•clohexane, 1,3,?-trtmeth~•l-, ~1.alpha.,3.alpha.,?. 
alpha.)- (9CI) 

I 
I 

4. Cyclohexane, 1,1,3-trimethyl- (8CI9CI) 
S. C!>•clohexane, 1,2,?•-trtrr•eoH•~•l- 1 t1.alpha. ,2.beta. ,3.a 

lpha. )- C9CI) 
6. 1H-Pyrazole 1 3-ethyl-4 1 5-dihydro-1 1 4-dimethyl- (9CI) 

s~mple f 1 1 e: >o'll9? Spectrum ~~= l;.l:lS' 

l:l6 C9Hl8 

126 C7H14N2 
l:l6 C9Hll:l 

126 C9H18 
l:l6 CS'Hlt: 

l:l6 C7H14N2 

rearch speed: 1 Tilting option: N No. of ion ranges searched: 

I 
l-'r·c1b. CAS ~t CUI-! ~~ r:om I( LJK ~~FLG TlLT % CUH t.:_ 1 

1. 37* 7667609 10808 NBS43K 32 79 2 0 84 30 14 
2. 32* 26964~45 10794 l'l8S4jK }U ?7 2 0 91 34 12 

I 3. 29* 1795273 10803 NBS43K 24 75 3 0 79 35 12 
4. 27* 307}663 10806 NoS43K 37 61 3 0 S'l }8 10 
?. 27* 1678815 13468 NBS43K 30 89 3 0 77 36 10 

43 

R lU -
14 
1? 
12 
13 
13 
. . ·-· 



I 
I 
~ile >R7141 91104-6 RQ 0411 RR 041291 KRT 500 HL/1.0HL Scan 144 

pk Rb 11527. SUB 
91 

4.53 min • 

. L ..... ~:s ........... r~ d.~ .... ~ ......... ~;.£ .... ];,,2 

.... ~~. ;r.: .. :!~. L 
30 40 !50 60 70 80 . 90 100 110 

file N9S43K 
pk Rb 9999. 

29 
I 

30 

F"i le NBS43K 

I 
I 

pl.: Rb 9999. 

39 ...._ 
40 

. UNKNOWN :ft:,1 

Benzene, 1,2-dimethyl- C9CI> 

91 --77 ....... 
50 60 ee 

Benzene, 1 ,4-dhlethyl- C9CI> 
91 

rREA = 129698.0 TENTATIVE CONCENTRATION IS 24.00 

1. Benzene, 1 1 2-dimethyl- ( 9CI > 

I 2. Benzene, 1,4-dimethyl- C9CI > 
3. Benzene, 1,3-dimethyl- ( 9C I> 
4. Benzene, ethyl- (8CI9CI) 

I 
5. Cyclopentene, 1-ethenyl-3-methylene-
6. 3 1 5-Heptadiyn-2-one (8CI9CI > 

I Sample file: >A7141 
Search speed: 1 

Spectrum :ft:: 
Tilting option: N 

C9C I) 

144 
No. of ion 

196 , 

106 
106 
106 
106 
106 
106 

Scan 1754 
0.00 11in. 

0 

Scan 1766 
e.ee Min. 

Scan 1757 
e.ee Min. 

C8H10 
C8H10 
C8H10 
C8H10 
C8H10 
C7H60 

ranges searched: 41 

I 
Prob. CAS ~~ CON ~~ ROOT K DK :ft:FLG TILT ~ CON C_I R_IV 

11· 94* 95476 
2. 87* 106423 
3. 87* 108383 

I 4. 63* 100414 
. 7. 49* 61142072 
~~~~~;\·~-~~fo!-.~-0*. -13879715 

.. ~t.-;.f~~·""f"''l .. ·~-~-!";t.· 

10058 
10060 
10061 
10059 
10063 
2197 

NBS43K 
NBS43K 
NBS43K 
NBS43K 
NBS43K 
N8S43K 

79 
71 
70 
49 
51 
37 

13 
22 
22 
35 
39 
63 

1 
0 
0 
1 
2 
3 

0 
0 
0 
0 
0 
0 

79 
57 
59 
80 
49 

100 

6 
32 
32 
20 

. 35 
33 

68 
40 
40 
30 
20 
12 

93 
89 
89 
37 
33 
13 



·I 

tile >R7141 
Bpk Rb 9999. 

loo . 
l eo 

ee 

·lee 
ee 

F"i e NBS43K 
r k Rb 9999. 

lee 
~00 

lee 

I 
I 

39 

/ 

50 

""'-. 

40 

51 
/ 

81104-6 RQ 0411 RR e41291 KRT 500 HL/1.0ML 
SUB ADD NRM NSP 

77 
/ 

105 
/ 

Benzeneacetic acid, .alpha.-oxo-, 111elhyl ester (9CI> 

51 

1e6 

' S'Z 136 
I 

/ 

60 ee 100 140 

UNKNOWN :11:,2 
1?0698.0 TENTATIVE CONCENTRATION IS 28.00 

ester (9CI) 
AlA ... 

Benzeneacetic acid, .alpha.-oxo-, methyl 

I 
Spectrum :Q:: 288 

Scan 288 
7.46 Min. 

Scan 106e9 
0.00 rr~in. 

e 

e 

e 
0 

164 C9H803 

Sample file: >A7141 
S'rch speed: 1 T i 1 t i ng option: N No. of ion ranges searched: 43 

I 
I 
I 
I 

Prob. CAS 0 CON t ROOT 

20 1?206??0 47? NBS43K 

K OK 

~0 36 

~WLG TILT " 
1 0 39 

CON 

53 

C_I R_IU 

? 19 



I 
I 

I 
I 

I 
I 
I 

ile >~7141 
·Pk Rb 17839. 

81104-6 RO 0411 RR 041291 KRT 500 ML/1.0ML Scan 319 
8.10 min. 

20'30~ 

1 
0 I j I I I 

30 

ile HBS43K 
pk Rb 9999. 

SUB 105 --~9 ~1 ~9 ~5 z 3 0 ? . 1 106 
1 ·a • • a r 1 ~ a 1 a 1 1 1 r 1 1 • a r 1 1 1 1 1 1 1 1 a 1 1 1 a 1 .r;:; 1 1 
40 50 60 70 so 90 100 . 110 

Benzene, 1-ethyl-2-methyl- (9CI> 

105 

120 r 
,( 1~ 

it I I I I I I I I I I I I I I 0 
120 130 140 

Scan 3141 
0.00 min. 

39 51 59 65 77 •• ~· l··· 'i" 121 [ 
J i(i iII i ~~ J I 1/i f I~ I I I I ~~·rr: I I 11

1 I I I I a'l r;:; I I I I Jr;=;:;:: I I I I I j J I J J 0 
30 40 50 60 70 80 90 100 110 120 130 140 

ile HBS43K 
pk Rb 9999. 

40 

51 
I' 

50 

UNKNOWN ~~, 3 

Benzene, 1-ethyl-4-methyl- (9CI) 
105 

59 65 
I' 

60 70 

91 106 

I --
90 100 110 

Benzene, 1-ethyl-3-methyl- (9CI) 

195 

120 
I' 121 --120 130 

208173.0 TENTATIVE CONCENTRATION IS 38.00 

1. Benzene, 1-ethyl-2-methyl- (9CI> 
2. Benzene, 1-ethyl-4-methyl- (9CI > 
3. Benzene, 1-ethyl-3-methyl- ( 9C I> 
4. Benzene, 1,2 1 3-trimethyl- (8CI9CI) 
7. Benzene, 1 1 2 1 4-trimethyl- (8CI9Cl > 
6. Benzene, (1-methylethyl )- <9CI> 

Sample f i 1 e: >A7141 Spectrum ~~: 319 

Scan 3143 
e.eo 111n. 

140 

120 
120 
120 
120 
120 
120 

Scan 3142 
e.ee 11ln. 

C9H12 
C9H12 
C9H12 
C9H12 
C9H12 
C9H12 

Se~rch speed: 1 Tilting option: N No. of ion ranges se~rched: 

I 
Prob. CAS ~~ CON ~ ROOT K OK :IJ:FLG TILT " CON c I -

I 1. 89* 611143 12470 NBS43K 70 17 2 0 94 4 66 
2. 89* 622968 12472 NBS43K 70 17 2 0 100 4 66 

I 
3. 89* 620144 12471 NBS43K 70 17 2 0 97 3 66 
4. 88* 726738 12449 NBS43K 71 29 2 0 72 3 67 
7. 81* 97636 12447 NBS43K 62 33 2 0 69 6 73 
6. 66* 98828 12446 NBS43K 61 26 2 0 100 16 31 

41 

R IV -
61 
61 
61 
72 
44 
48 



I 
File >R7141 ··I Rb 2486. 

I 30 40 

43 
I 

81104-6 Rn 0411 RR 041291 KRT 500 HL,1.0HL 
SUB 

60 70 sa 

94 99 

.. --
90 100 

113 116 

Scan 329 
8.30 min. 

ile HBS43K Ethanone, 1-<2,2-dimethylcyclopentyl>- (9CI> Scan 6047 "II Ab ••••• ~3 65 71 •••• i'"· 
I J ...... d .... ~~r .... J .. ~.;. .. J~ .. :s .. £ .. <;~ .... , .• d!.~ .. :~ ... ~ 

30 40 50 6e 70 e0 90 100 110 120 130 140 150 

File NBS43K 
BI·Rb 9999. 

I 
File NBS43K Bl Rb 9999. 

57 

Dodecane, 2,7,10-lri~ethyl- (9CI) 

71 
........... 

Heptane, 4-ethyl-2,2,6,6-tetramethyl- <9CI> 

·57 

77 65 

127 
I 

130 

141 -... 

Scan 19021 
0.00 11in. 

140 150 

Scan 14243 
e.ee min. 

I ~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~e 
3C 40 60 10 ee 90 140 150 

I 

UNKNOWN ~~ 1 4 
71925.00 TENTATIVE CONCENTRATION IS 13.00 

1. Ethanone 1 1-(2 1 2-dimethylcyclopentyl)- (9Cl) 

12. Dodecane 1 2 1 7 1 10-trimethyl- (9Cl) 
3. Heptane, 4-ethyl-2,2,6,6-tetramethyl- (9CI) 
4. Octane, 6-ethyl-2-methyl- <9CI) 

15. Nonane, 2-methyl-5-propyl- (8CI> 
6. Octane, 3-ethyl-2,7-dimethyl- (9CI) 

lample file: >A7141 Spectrum t: 329 

140 C9H160 
212 C15H32 
184 C13H28 
156 C11H24 
184 C13H28 
170 C12H26 

Search speed: 1 Tilting option: N No. of ion ranges seerched: 

I 
Prob. CAS ~t · CON ~~ ROOT K OK ~tFLG TILT " CON c_ I 

~: 30* 3664753 3717 NBS43K 26 77 3 0 96 33 12 
30 7464?980 4088 N8S43K 67 42 2 0 69 40 10 

3. 29 62108310 1141 N8S43K 36 46 2 0 418 33 12 t: 29 62016197 6167 1-t8543K 47 43 2 0 76 40 10 
26 31081171 4056 N8543K 74 49 2 0 69 38 10 

~. ~,c:; 0:· 21 ~: ·.'· ~r. c; ~219 t·l8S431< 42 4~ •") 
L 0 87 46 7 

48 

R_IV 

13 
16 
12 
15 
12 
12 



I 

f" e >R7141 
Bpk Rb 1865. 

81104-6 RQ 0411 RR 041291 KAT 500 NL/1.0NL 
SUB 105 

Scan 352 
8.77 111ln. 

I 
67 --

154 -- 169 

HBS43K Naphthalene, decahydro-, cis- (8CI9CI> Scan 5467 
Ab 9999. 0.00 •in. 

67 I 41 --- 81 138 

Jt . .~.L ... ~~ .. .-~1, ...... J .... ~);,~ .. r ... ~<~ ...... k-; .. -;-;~ ..... L 
40 60 ee 100 120 140 160 

HBS43K Naphthalene, decahydro-, trans- <SCI9CI> Scan 5468 
Ab 9999. 0.00 ~aln. 

• 1 .. r ~· .. .. ... r 
~1. .. ·''"'· ... :~ ... ·~lj,l .. ····~'(. ... )~~ .. ~t .. ~~ ... , ... f2:~ ... , .. 

• 40 60 sa 100 120 140 160 

I . NBS43K 
Bpk Ab 9999. 

Naphthalene, decahydro- <SCI9CI> 

67 138 

Scan 5462 
0.00 111in. 

I 140 
~~~~~~~~~~~~~~~~~~~~~~~~~~~~~-----~~~~~~e 

140 160 

I 
I UNKNOWN *,5 

AREA ., 109374.0 TENTATIVE CONCENTRATION IS 20.00 

I. 
2. 

J: 
5. 

t· 

Naphthalene, decahydro-, cis- (8CI9CI> 
Naphthalene, decahydro- 1 trans- (8CI9CI) 
Naphthalene, decahydro- (8CI9CI) 
Cyclohexene, 3-methyl-6-(1-methylethyl)- 1 trans­
Cyclohexene, 4-methyl-1-<1-methylethyl>- (9CI) 
Bicyclo[2.2.1lheptane 1 1 1 7 1 7-trimethyl- (9CI) 

>A/141 Spectrum t: 352 

<9C 

138 C10H18 
138 C10H18 
138 C10H18 
138 C10H18 
138 C10H18 
138 C10H18 

lmple file: 
5 rch speed: 1 Tilting option: N No. of ion ranges searched: 

I Prob. CAS 4~ CON 4~ ROOT K OK 4WLG TILT % CON C_l 

t: 71* 493016 15565 NBS43K 83 44 2 0 66 27 29 
5i* 493027 15566 NBS43K 64 58 3 0 74 27 24 
40* 91178 15562 NBS43K 62 50 2 0 43 49 12 

4. 36* 1124261 15570 N8543K 34 69 3 0 247 30 14 

1: 36* 500005 15567 NBS43K 35 75 3 0 235 30 14 
36* 464153 15564 NBS43K 30 75 3 0 236 26 14 

44 

R_IV 

65 
31 
40 
13 
13 
13 



I 
I 

i F"ile >R7141 ; Rl Rb 10744. 
81104-6 RQ 0411 RR 041291 KRT 500 HL/1.0ML 

SUB 
119 

I 

Scan 381 
9.36 Min. 

I 
153 

~~~rrrrrr~~~~~,~~~~~rrrrrr~~~~~,~~~hrrrrrr---TTTTTI~'e 

F"ile NBS43K ,i Rb 9999. 

; le NBS43K 
Bp~ Rb 9999. 

40 

40 

60 so 120 

Benzene, 2-ethyl-1,3-dimethyl- C9CI) 

119 
/ 

60 80 

Benzene, 1-ethyl-2,4-dimethyl- C9CI> 

119 

1 0 

Scan 4875 
0.00 min. 

Scan 4867 
0.00 1111n. 

39 51 

~~~~~~~/~~~~~~~~~~~~~~~~~~~~~~~~~~e 

F"lle NBS43K 
Bp~ Rb 9999. 

40 

Benzene, 1-methyl-2-<1-methylethyl>- <9CI) 

119 

60 ee 

Hl3 105 ........._ __ 
100 

UNKNOWN *1 6 TA = 172447.0 TENTATIVE CONCENTRATION IS 

1. Benzene, 

1:. Benzene 1 

Benzene, 
Benzene, 

7. Benzene, .r· Benzene, 

Imp le file: 
Search speed: 

I Prob. 

I 87* 
87* 

3. 83* 

t 83* 
81* 
81!1', 0. 

2-ethyl-1 1 3-dimethyl- (9CI> 
.1-ethyl-2 1 4-dimethyl- C9CI> 
1-methyl-2-(1-methylethyl)-
1-methyl-3-(1-methylethyl)-
2-ethyl-1,4-dimethyl- C9CI> 
1-ethyl-3,7-dimethyl- (9CI) 

>A7141 Spectrum 4~: 
1 Tilting option: '" 

CAS ~~ Cot~ 4~ ROOT K 

2870044 12316 N8543K 67 
874419 12311 t-18543K 66 
727844 12309 N8543K 74 
737773 12310 N8S43K 69 

1778889 12317 NBS43K 63 
'?34747 12313 NBS43K 63 

C9CI > 
C9CI> 

381 
No. 

OK 

22 
22 
18 
20 
31 
:'-2 

32.00 

of ion 

~~FLG 

0 
0 
1 
1 
2 ,... 
L. 

135 

Scan 4864 
e.0e ~ntn. 

134 C10H14 
134 C10H14 
134 C10H14 
134 C10H14 
134 C10H14 
134 C10H14 

ranges searched: 

TlLT " CON c _1 

0 94 11 57 
0 94 11 ~? 
0 91 11 71 
0 90 11 71 
0 87 9 73 
0 81 9 ~-:~ 

41 

R IV -
80 
80 
77 
73 
48 
46 



--I 
I 

File >R7141 
~~ Rb 6692. 

3SI 

I 
I 

40 

F"tle NBS43K '"I Ab 9999. 

27 

40 

1 .• le NBS43K 
Bpi Rb 9999. 

27 41 

40 

f"ile NBS43K 
Bpi Rb 9999. 

91104-6 R~ 0411 RR 041291 KRT 500 HV1.0ML 
SUB 

119 
/ 

91 

60 se 120 

Benzene, 2-ethyl-1,4-di~ethyl- C9CI) 

119-
I 

Benzene, 1-methyl-2-(1-llethylethyl)- <9CI) 

119 

65 66 ----60 

Benzene, methylC1-methylethyl)- (9CI> 

119 
I 

140 

55 65 66· 77 -- ---- ;"' 

91 103 105 
I .._--

134 
133 -- 135 ---40 60 80 100 140 

I 
I 

UNKNOWN :ij: 1 7 
AfA-= 97490.00 TENTATIVE CONCENTRATION IS 12.00 

1. Benzene, 2-ethyl-1 1 4-dimethyl- (9CI) 134 

1: Benzene, 1-methyl-2-(1-methylethyl)- C9C I) 134 
Benzene, methyl(1-methylethyl)- <9CI) 134 
Benzene, 4-ethyl-1 1 2-dimethyl- (9CI) 134 

~- Benzene, 2-ethyl-1,3-dimethyl- <. 9Cl) 134 

t· Benzene, 1-methyl-3-(1-methylethyl)- (9CI) 134 

Imp le file: >A7141 Spectrum ~: 410 
Search speed: 1 Tilting option: N No. of ion ranges 

·I Prob. CAS ~~ CON ~~ ROOT K OK 1tFLG TlLT " 
I 83* 17~8889 1231~ NBS43K 7~ 19 1 0 83 

79* ~27844 12309 NBS43K 74 18 2 0 9~ 
3. 79* 2~1~~1~1 12318 NBS43K 70 20 2 0 97 

f 79* 93480? 12314 NBS43K 68 2? 1 0 9? 
76* 2870044 12316 NBS43K 61 28 1 0 98 
74"~ '33~77~ ·~ ?31 n 1-lRC:.=o"'JV r-.6 33 n 82 

Scan "10 
9.95 111in. 

Scan 4874 
0.00 111n. 

Scan 4864 
e.oo 111in. 

Scan 4877 
e.ee 11in. 

1 a 

C10H14 
C10H14 
C10H14 
C10H14 
C10H14 
C10H14 

searched: 

CON c - I 

12 ~1 
14 43 
14 43 
12 43 
1? 40 
1:1 3Q 

41 

R - IV 

76 
67 
61 
66 
~9 
49 



. 

I 
I 

F'ile >R7141 Bl Rb 8533. 

I 
F"ile NBS43K 
-~ Rb 9999. 

ile NBS43K 
t~ Rb 9999. 

29 ..--

rue HBS43K Bl Rb 9999. 

2~ 

39 
·~ 

40 

40 

38 --40 

39 

81104-6 RG 0411 RR 041291 KRT 500 NL~1.0ML 
SUB 119 

I 

51 65 66 

/ ----

53 

51 

60 

Benzene, 2-ethyl-1,4-dimethyl- <9CI> 

119 
/ 

60 e0 120 

Benzene, 4-ethyl-1,2-diMethyl- <9CI> 

119 

65 91 102 -- ~-

60 eo 100 

Benzene, 1-ethyl-3,5-diMethyl- <9Cl) 

119 

65 66 77 91 105 131 

140 

134 
135 

Scan 420 
10.15 111ln. 

Scan 4874 
0.00 •in. 

0 

Scan 4870 
0.00 111ln. 

Scan 4869 
0.00 Min. 

..-- -- -- ~ --. --40 60 s0 

I 
-I 

UNKNOWN t,8 lEA= 118015.0 TENTATIVE CONCENTRATION IS 

1. Benzene, _
1

2. Benzene, 
3. Benzene, 
4. Benzene, 
5. Benzene, 16. Benzene 1 

2-ethyl-1 1 4-dimethyl- (9CI> 
4-ethyl-1 1 2-dimethyl- (9CI> 
1-ethyl-3 1 5-dimethyl- (9CI> 
1 1 2 1 3 1 5-tetramethyl- (8CI9CI) 
1 1 2 1 3 1 4-tetramethyl- <8Cl9CI) 
1-ethyl-2 1 3-dimethyl- (9CI) 

lample file: >A7141 Spectrum ~~: 420 
earch speed: 1 Tilting option: N No. 

I Prob. CAS ~~ CON ~t ROOT K DK 

1: 96* 1758889 12315 NBS43K 88 6 
94* 93480? 12314 NBS43K 79 14 

3. 88* 934747 12313 NBS43K 71 24 

f: 87* ?27?37 14690 NBS43K 63 30 
87* 488233 14689 NBS43K 63 31 

6. 86* 933982 12312 HBS43K 76 1? 

120 

14.00 

of ion 

tFLG 

1 
1 
2 
2 
2 
2 

140 

134 C10H14 
134 C10H14 
134 C10H14 
134 C10H14 
134 C10H14 
134 C10H14 

ranges searched: 

TILT " CON C_I 

0 90 5 72 
0 90 5 72 
0 99 5 65 
0 71 5 63 
0 76 5 63 
0 99 7 59 

42 

R_IV 

96 
92 
57 
49 
48 
71 



I 
I 

File >R7141 
~~ Rb 18423. 

I 

81104-6 RQ 0411 RR 

119 
I 

134 

041291 KAT 500 NL/1.0HL 
SUB 

280 

Ben%ene, 1,2,3,4-tetramethyl- <SCI9CI> 
119 

File NBS43K 
-~ Rb 9999. 

I 

I J. r, 1" .. ~ ,.I.e~ 0 :;•, I 0 0 ' 0 ' 0 ' 0 ' 0 ' 0 ' 0 ' I ' 
40 80 120 160 200 240 280 320 360 

. ile NBS43K Benzene, 1-e\.hyl-3,6-dime\.hyl- (9CI) 

sl ""j';:~ ,.,"~ l .. ,fc;;:, ~". L' 
I I I I I I I I I I I I I I I ' 

40 80 1 0 160 2 0 240 280 320 360 

Benzene, 1,2,3,5-tetramethyl- <BC19CI> 

40 80 1 0 160 200 
I I ' 
240 ' I ' 280 

I 
··I 

UNKNOWN --U:,9 

rEA= 165837.0 TENTATIVE CONCENTRATION IS 

1. Benzene, 

1
2. Benzene 1 

3. Benzene, 
. 4. Benzene, 

5. Benzene, I 6. Benzene, 

'ample file: 

1 1 2 1 3 1 4-tetramethyl- (8CI9CI) 
1-ethyl-3 1 5-dimethyl- (9CI) 
1,2,3 1 5-tetramethyl- (8CI9Cl) 
1-ethyl-2,3-dimethyl- (9CI> 
2-ethyl-1,4-dimethyl- (9CI> 
4-ethyl-1 1 2-dimethyl- (9Cl) 

>A7141 Spectrum ~~: 424 

' I ' 360 

20.00 

I I I 
400 

I I I 

400 

I j I 

400 

Scan 424 
10.24 min. 

48 

440 480 

Scan 4862 
e.e0 Min. 

I I ' I ' I 1 
440 480 

Scan 4869 
0.00 a~in. 

I I I 

440 
I I I 

480 
1 

Scan 4863 
0.00 min. 

' I ' I 

[ 
440 '4be' 0 

134 ClOH14 
134 ClOH14 
134 C10H14 
134 ClOH14 
134 ClOH14 
134 ClOH14 

Search speed: 1 Tilting option: N No. of ion ranges searched: 

I Prob. CAS ~~ CON ~~ ROOT K OK :ll=FLG TILT " CON c 1 -

11. 87* 488233 14689 NBS43K 64 30 2 0 84 1 63 
2. 87* 934747 12313 N8543K 58 37 2 0 100 3 63 
3. 87* 527537 14690 NBS43K 56 37 2 0 79 1 63 14. 86* 933982 12312 NBS43K 51 40 2 0 100 4 60 s. 86* 1758889 12315 N8543K 51 43 2 0 100 3 60 6. 86* 934805 12314 I-18S43K '50 43 2 0 100 3 60 

41 

R_lV 

49 
40 
40 
33 
31 
31 



-1 
I 
II! le >R7141 
I(' k Rb 13568. 

81104-6 RQ 0411 RR 041291 KRT 500 ML/1.0ML 

I 
1£ !oe NBS43K .-:c Rb 9999. 

I 
Iii, 1 a NBS43K 
.. k Rb 9999. 

I 
1

1 le NBS43K 
pi<: Rb 9999. 

I 
I 
I 

40 

40 

39 

40 

SUB 119 
/ 

Benzene, 1,2,3,5-tetramethyl- (8CI9CI> 

119 _.. 

60 80 100 120 

Benzene, 2-elhyl-1,3-diMethyl- (9CI> 

119 

105 115 
........ 

60 80 100 120 

Benzene, 1-elhyl-2,4-dillelhyl- (9CI> 

119 

UNKNOWN t,11 
JREA = 150629.0 TENTATIVE CONCENTRATION IS 18.00 

I 
1. 
2. 
3. 

I 
I 

4. 
5. 
6. 

Benzene, 1 1 2 1 3,5-tetramethyl- (8CI9CI) 
Benzene, 2-ethyl-1 1 3-dimethyl- (9CI) 
Benzene, 1-ethyl-2 1 4-dimethyl- (9CI) 
Benzene, 1-ethyl-2 1 3-dimethyl- (9CI) 
Benzene, 2-ethyl-1 1 4-dimethyl- (9CI) 
Benzene, 1-ethyl-3 1 5-dimethyl- (9CI) 

Semple f i 1 e: >A7141 Spectrum ~~: 456 
rearch speed: 1 Tilting option: N No. of ion 

Prob. CAS ~~ CON ~t ROOT K OK ~WLG 

I 1. 76* 527537 14690 NBS43K 46 47 2 
2. 76* 2870044 12316 t-IBS43K 43 46 2 

I 3. 76* 874419 12311 NBS43K 42 46 2 
4. 76* 933982 12312 NBS43K 43 48 2 
5. 76* 1758889 12315 NBS43K 44 50 2 
6. 76* 934747 12313 NBS43K 50 45 2 

Scan 456 
10.89 11in. 

Scan 4863 
0.00 min. 

160 

Scan 4876 
0.00 111ln. 

160 

Scan 4867 
0.00 111in. 

160 

134 C10H14 
134 C10H14 
134 Cl0Hl4 
134 C10H14 
134 C10H14 
134 C10H14 

ranges searched: 

TILT " CON C_I 

0 69 8 45 
0 99 8 45 
0 99 8 45 
0 99 8 4? 
0 93 8 45 
0 99 6 45 

41 

R_ IV 

26 
23 
22 
23 
23 
28 



I 
F"~e >A7141 ·_.
1 

Rb 9999. 
81104-6 AQ e411 RR e41~91 KAT 50e ML/1.0ML 

SUB ADD NRM NSP 

. 

1000 

fee 
600 

fee 

200 

I 

43 

40 

·t-ile NBS43K • sl Rb 9999. 

1000 

toe 
600 

too 
Z00 

I 40 

I 
-I 

60 

60 

UNKNOWN :11: 1 12 

1e5 _., 

71 
/ 

ee 1e0 1~0 140 

Sulfur fluoride oxide (SF40) <VAN9CI) 

105 

100 140 

68703.00 TENTATIVE CONCENTRATION IS 

1. Sulfur fluoride oxide <SF40) (VAN9CI> .I 
472 

8.00 

Scan 47~ 
11.21 Min. 

0 

e 

Scan 3566 
0.00 •ln. 

124 F40S 

fample file: >A7141 Spectrum :jl:: 
arch speed: 1 Tilting option: N No. of ion ranges searched: 79 

I Prob. CAS ~~ CON ~~ ROOT K OK IFLG TILT % CON C_l R_IV 

1. 

I 
I 
I 

27* 13709741 6477 NBS43K 21 2 0 100 44 8 13 



I 
F"f >R7141 ._ Rb 2119. 

81104-6 RQ 0411 RR 041291 KRT 500 NL/1.0NL 
SUB 133 ...-

38 45 50 65 
149 

Scan 1513 
12.05 11in. 

I GL~~~~~~~~...-~~~~~~~~~~~~~~~TT~~TTrrrrrrrrrn~~nn~~~~~e 

: :;.e HBS43K 
B .• Rb 9999. 

I 
File HBS43K 81 Rb 9999. 

40 60 

40 

Benzene, 1,4-dimethyl-2-(1-methylethyl>- C9CI) 

133 --
77 89 91 105 115 131 
/ ..._-- I --

60 e0. 100 120 140 

Benzene, 1 1 3-dillethyl-5-(1-llethylethyl>- (9CI) 
133 

. 117 131 

I --

160 

149 
I 149 ----I 120 140 160 

rile HBS43K Bl Rb 9999. 
Benzene, 2,4-dimethyl-1-<1-methylethyl>- <9CI> 

133 

29 41 51 65 

I -- / ...- I 

40 60 eo 

91 105 
I 

117 131 

I --
100 1 0 140 

I 
I 

UNKNOWN =1!:,13 tEA= 72573.00 TENTATIVE CONCENTRATION IS 9.00 

1. 

12. 
3. 
4. 

15. 
6. 

Benzene, 1,4-dimethyl-2-(1-methylethyl)­
Benzene, 1,3-dimethyl-5-(1-methylethyl)­
Benzene, 2,4-dimethyl-1-(1-methylethyl)­
Benzene, 1-(1,1-dimethylethyl)-3-methyl­
Ethanone, 1-(4-ethylphenyl)- (9Cl) 
Benzene, (1,1-dimethylethyl)methyl- (9CI) 

lamp le file: >A7141 Spectrum :U:: 713 

C9CI) 
C9CI) 
(9CI) 
C9CI) 

148 
148 
148 
148 
148 
148 

Scan 7320 
e.e0 •in. 

Scan 7324 
0.00 1111n. 

Scan 7323 
0.00 ~nin. 

C11H16 
C11H16 
C11H16 
C11H16 
C10H120 
C11H16 

Search speed: 1 Tilting option: 

I 
N No. of ion ranges searched: 

Prob. CAS ~~ COH ~~ ROOT K OK #FLG TILT " CON c_ I 

': 49* 4132723 14598 NBS43K 42 52 2 0 100 25 22 
48* 4706905 14601 NBS43K 40 50 2 0 100 25 17 

1: 
46* 4706892 14600 NBS43K 35 77 2 0 100 25 17 
43* 1075383 14597 NBS43K 40 53 3 0 100 25 17 
42* 937304 14594 NBS43K 30 63 3 0 100 27 17 L , ....... _,-,., 7.0., I'> 1.t,,<;nt.~ l·ll:!C:& -•. v ,c,t:; 4t; 3 0 1(10 29 14 

42 

R IV -
21 
19 
17 
14 
13 
19 



I 
I 

F"ile >R7141 rl Rb .1229. 
81104-6 RQ 0411 RR 041291 KRT 500 NL~1.0NL 

SUB 118 
/ 

Scan 564 
13.09 111ln. 

1-

38 

... --I w I 40 

45 
I 

I 

51 
/ 

74 81 
~5 ( ~· 

6
1
0 • • 'so 

99 105 

~. ( I 
128 141 

/ -- 146 162 
( 1j4 -- 0 

160 • 

~ile NBS43K Azetidine, 3-methyl-3-phenyl- <SCI> Scan 7176 wl Rb 9999. e.ee •ln. 
118 

I 

I j I ' o o o I o o o o I o o o o I o o ' • I '~~ I o ' o o ~.~' I r ' I ' ,.,11.1 ' ' ' ' I ' ' o o I o o ~~: ' ' ' 0 I 0 0 ' 0 I l 
40 60 80 100 120 140 160 

, ile HBS43K Benzene, [3-(lftethylsulfinyl>propyll- (9CI> Scan 13721 sl Rb 9999. 91 0.00 111ln. 

I J , .. ··~· .. ·1 ••• ·~·.f.'. I •• .r.'~· ... .C. ·1. ~r~ .. J2:~~· .. ·~· .. ·1· ••• , ••• ·1 L 
40 60 80 100 120 140 160 

F"ile HBS43K Benzene, 1-propenyl- (9CI> Scan 301.0 Bll Rb 9999. 118 0.00 Min. 

I J. ~~...::· .. ,t ... r.: ... . '~ ... ~~~c~ .. r .... J7~~~ .................... l 
40 60 e0 100 120 140 160 

I 

. rEA .., UNKNOWN :0: 1 14 
70180.00 TENTATIVE CONCENTRATION IS 8.00 

1. Azetidine, 3-methyl-3-phenyl- (8CI) 

12. Benzene, [3-(methylsulfinyl>propyll-
3. Benzene, 1-propenyl- C9CI> 
4. Benzene, (1-methylethenyl)- (9Cl) 

1
7. Benzene, (1-methylenebutyl>- (9CI> 
6. Benzene, 1-ethenyl-2-methyl- C9CI> 

C9CI > 
147 C10H13N 
182 C10H140S 
118 C9H10 
118 C9H10 
146 C11H14 
118 C9H10 

lample f i 1 e: >A7141 Spectrum ~t: 764 
Search speed: 1 Tilting option: N No. of ion ranges searched: 

I 
Prob. CAS ~t CON ~t ROOT K DK tFLG TILT " CON C_I 

l: 31* 7961331 12177 N8S43K 40 72 2 0 100 41 8 
29 14198131 12233 NBS43K 49 36 2 0 88 41 8 

3. 26* 637703 12173 NBS43K 37 76 2 0 79 41 8 
14. 26* 98839 12147 NBS43t< 31 79 2 0 70 41 8 

7. 25* 7676324 12177 NBS43K 30 79 3 0 100 41 8 
6. 1?"' 6111?4 12171 t-185431<. 31 62 2 0 73 60 3 

42 

R_lU 

19 
17 
14 
14 
13 
14 



: .. I 
I 

File >R7141 
P~-Ab 10933. 

I 

f .le NBS43K SpiAb 9999. 

39 

40 

51 
/ 

81104-6 Ra 0411 RR 041291 KRT 500 NL/1.0NL 
SUB 

60 80 

89 
/ 

Naphthalene, 2-~elhyl- (8CI9CI> 

94 111 -- --180 

Scan 604 
13.91 11ln. 

142 __.. 

Scan 6231 
0.00 1111n. 

Scan 6232 
8.00 111in. 

142 

File NBS43K 1,4-Methanonaphthalene, 1,4-dlhydro- (8Cl9CI> Scan 6234 
BpiRb 

1
9999. 

115 

[ 141 0.00 rnin. 

39 51 6..:_ 70 75 89 ' . 95 I 139 ~3 
( ( I I /. r- ( ..- I, -. - :::: -~~ 111 11 • 1, 11 fy 11 11 r 111 v~ 111 1 11 111 111 I 1 1,1 1 1 1 1 1 111 11111 1 I 1 I I 11 I 0 
40 60 80 100 120 140 

I 
-I 

UNKNOWN 41: 1 15 TA = 90995.00 TENTATIVE CONCENTRATION IS 11.00 

1. Naphthalene, 1-methyl- (8CI9CI> ·t:· Naphthalene, 2-methyl- (8CI9CI) 
1 1 4-Methanonaphthalene 1 1 1 4-dihydro­
lH-lndene, 1-ethylidene- (9Cl) 

5. Benzeneacetonitrile, 4-cyano- (9CI) 1r· 1H-Indole-5-carbonitrile 

Ja mp 1 e f i 1 e : >A7141 Spectrum ~~: 
arch speed: 1 Tilting option: N 

I Prob. CAS ~~ CON :flo ROOT 

1: 88* 90120 16328 NBS43K 
87* 91576 16329 NBS43K 

3. 78* 4453901 16331 NBS43K 
79* 2471832 16330 t~BS43K 
28* 876313 16390 NBS43K 

K 

70 
64 
33 
?9 
31 1: 27* 17861242 16392 NBS43K 34 

(8CI9Cl) 

604 
No. of ion 

OK :ttFLG 

30 2 
34 2 
69 2 
41 2 
68 2 
60 2 

142 C11H10 
142 C11H10 
142 C11H10 
142 C11H10 
142 C9H6N2 
142 C9H6N2 

ranges searched: 

TILT '-i CON C_l 

0 98 4 65 
0 100 4 63 
0 90 5 77 
0 81 21 27 
0 85 39 10 
0 90 44 8 

41 

R_IV 

50 
44 
14 
36 
14 
15 



.·1 
I 

e >R7141 
Rb 9999. 

81104-6 AQ 0411 RR 041291 KAT 500 NL/1.0ML 

74 
SUB 

Scan 627 
14.38 min. 

I 1 
.. , 99 r 

-- .. 5 85 188 123 135 143 155 .. I . 
• .. '"~J" " .. r;. "'I" ~·' " .. "l~O" "" Ia;,"' I"' i!~'" I .. ~." .. "lbO"' I"·~, •. ~ rl ( I . I .r.l I ! I -- ' 

e NBS43K 
Ab 9999. 

74 

Propanamide, N-cyclohexyl- <9CI> Scan 8810 
0.80 min. 

I 
56 , r 

J. S.2: ,.(. ,., I 'I' "~<~' .. ' X" ' ~!.~'I .. ·r.~"' "' ' "I .. ~~ .. I~~~ .. " " I " "" .~ 4e 60 ee 100 120 148 168 1e0 200 

'

e NBS43K Hexanoic acid, 2-melhyl- (8CI9CI> 
Rb 9999. 

74 

I ] 
41 43 [ 87 
---- 57 1 101 e 11. .,,...... , 1 1 

'

e NBS43K 
Rb 9999. 

L-Glucose, 6-deoxy-3-0-melhyl- <SCI> 
74 

.I 87 100 105 128 133 146 1!59 
I I -.._I 1 I 

40 60 so 100 120 140 160 

I 
I 

UNKNOWN *,16 ~EA 79268.00 TENTATIUE CONCENTRATION IS 

I 
1. Propanamide, N-cyclcihexyl- (9Cl) 
2. Hexanoic acid, 2-methyl- (8Cl9CI) 
3. L-Glucose, 6-deoxy-3-0-methyl- (8CI) 
4. Pentanoic acid, methyl ester (9CI> 

I S. Butanoic acid, 2-methyl- (9Cl> 
6. Ethanone, 1-<3,3-dimethyloxiranyl)- (9Cl) 

I 
Sample f i 1 e: >A7141 Spectrum t: 627 

rarch speed: 1 Tilting option: N No. 

9.00 

of ion 

Scan 4448 
e.oe min. 

r 
11 1 1111 1 ·~ 

200 

Scan 13117 
0.00 min. 

15S C9H17NO 
130 C7H1402 
178 C7H140S 
116 C6H1202 
102 CSH1002 
114 C6H1002 

ranges searched: 43 

I. 
Prob. CAS 4t CON ~t ROOT K OK :fi:FLG TILT " CON C_l R_IV 

2?* 1126S63 4540 NBS43K 21 69 2 0 74 48 7 13 
2. 1S 4S36236 4518 NBS43K 38 49 2 0 100 56 3 12 

J: 15* 18546093 4556 NBS43K 30 62 2 0 100 56 3 14 
15* 624248 4507 N8543K 28 72 3 0 100 56 3 13 

5. 15* 116530 4492 NBS431< 23 70 2 0 82 57 3 13 



~I 

I 

I 

I 

e >R7141 
Rb 5163. 

e HBS43K 
Rb 9999. 

43 

""' 

81104-6 RQ 0411 RR 041291 KRT 500 ML/1.0ML 
SUB 

71 
I 

122 
/ 

129 

Propanoic acid, 2-methyl-, 2,2-dimethyl-1-(2-hydroxy-1-methy 
71 

Scan 643 
14.70 111in. 

Scan 1SI4B5 
0.09 min. 

1 
43 " r 

. 39 I""' 5
,

6 I ~3 98 111 143 173 . 
'--;I_ I '-' I. I ,r I I I 0 

~ ..... , .... , ........ , ............................. , ............... , .... , .... , ......... , 
40 60 ee 100 120 140 160 1eo 200 

~.e NBS43K Butanoic acid, 2-Methylpropyl ester <9CI> 
' Rb 9999. 71 

Scan 6681 
c.oo min. 

1 Jr.!.~. i~ ... r, .... .L .. I~~~ ~~ .. ~~ ,¥,~ .. ?.~.I ~r ..... I . 
40 60 eo 100 120 140 160 

l e HBS43K 
Rb 9999. 

I 
I 
I 

40 60 

UNKNOWN :IJ:,17 

71 

Pentane, 3-bromo- <SCI9CI> 

79 _, 
e0 

95 197 
I / 

1 e 

121 
I 

120 

150 152 -....--
140 160 

103409.0 TENTATIVE CONCENTRATION IS 12.00 

r , • 1 ,,, • 1 ,,, , 1 , , • 14:1 
180 200 

180 

Scan 7706 
0.00 min. 

11. Propanoic acid, 2-methyl-, 2,2-dimethyl-1-(2-hydroxy 
-1-methylethyl)propy 

216 C12H2403 

2. 
3. 

1~: 
Butanoic acid, 2-methylpropyl ester (9CI) 
Pentane, 3-bromo- (8CI9CI) 
Pentane, 2-bromo- (8CI9CI) 
Azetidine, 2-methyl- (8CI9CI> 

6. Butenol, methyl- l9Cl) 

I 
fa mp 1 e f i 1 e : >A7141 Spectrum :IJ:: 643 

arch speed: 1 Tilting option: N No. 

I Prob. CAS ~t CON ~t ROOT K OK 

1. 62 74367332 4093 NBS43K 90 24 

1: 27* 539902 4003 NBS43K 40 61 
25 1809105 4009 N8S43K 34 42 

4. 2?* 107813 4005 NBS43K 36 52 

144 C8H1602 
150 C5H11Br 
150 C5H11Br 

71 C4H9N 
86 C5H100 

of ion ranges searched: 

~tFLG TILT " CON c I -
1 0 78 29 25 
2 0 73 44 8 
1 0 88 50 7 
2 0 100 50 7 

42 

R_IU 

49 
15 
12 
18 



II 

I 
81Hl4-6 RQ 0411. RR 041291. KRT 500 NL/1..0NL Scan 8413 

71 
SUB 18.72 min. 

rrilQ:~·R714"i I Bpk Rb 9999. 

~ ~i~r·~~o~~.,~TO~~,-~~rr7,-r~-r~~~~-r~~~~~~Fr~-r~~~~ 
I 

89 111 159 173 18::! 243 244 
~ I -- ~ 

80 120 160 I 200 240 280 

F! !~ M~S43K 
pk Rb 9999. 

Propanoic acid, 2-methyl-, 1-<1,1-dimethylethyl>-2-methyl-1, 
FLT 

71. 

1 
/ 

169 -- 173 
I 

243 
/ 

0-1 I I I i~ .J. I o ;,·I • ?.' o o • • I I I I I I 

160 
I i I ' I I I I I I I I I I I I 

40 8e 120 200 240 

F"il e NBS43K 
p.:C Rb 9999. 

Butyric acid, ester uith p-hydroxybenzonitrile (SCI> 

43 

J J 
- I I I 

40 

File NBS43K 
pk Rb 9999. 

I 
I 

J ~~. 
40 

71 

!55 f. / 
I I I 

80 

71 

-~~~ .L I 
se 

I 

90 119 130 146 
~ 

189 190 
~ I 

I I I I~ !I I I I I I I I I 

200 
I ' I I I • ' 

160 120 

2,6-0ctadiene-4,5-diol (8Cl9CI> 

95 107 125 142 

/~----I I I I • I I I ' I I I •• I I I I 

120 160 200 

UNKNOWN ~t, 19 rPEA = 120873.0 TENTATIVE CONCENTRATION IS 14.00 

I I 
240 

I I I 

240 

1. Propanoic acid, 2-methyl-, 1-<1,1-dimethylethylJ-2-m 

I 
ethyl-1,3-propanediy 

2. Butyric acid, ester with p-hydroxybenzonitrile C8CI> 
3. 2,6-0ctadiene-4,5-diol (8CI9Cl> 
4. Methylamine, N-(1-methylhexylidene)- (8Cl) 

I 5. Butyric acid, m-nitrophenyl ester C8Cl) 
6. Butanoic acid, 2-propenyl ester C9Cl) 

I 
Sample f i 1 e: >A7141 Spectrum 4t: 840 

Scan 28461 
0.00 11in. 

I i I I 

280 
.l 

286 

189 
142 
127 
209 
128 

Scan 16009 
0.00 min. 

I I 
280 

Scan 6348 
0.00 min. 

I I ' 
280 

C16H3004 

C11H11N02 
C8H1402 
C8Hl7N 
C10H11N04 
C7H1202 

rearch speed: 1 Tilting option: N No. of ion ranges searched: 

Prob. CAS ~t CON ~t ROOT K DK ~tFLG TILT " CON c I 

11. 

-
73 74381401 4107 NBS43K 92 15 1 0 90 21 32 

2. 54* 29052106 4071 NBS43K 44 49 1 0 72 21. 22 
13. 48* 4486593 3996 NBS43K 39 40 2 0 100 21 17 

4. 47* 22058715 3966 NBS43K 36 52 2 0 100 21 17 
5. 47* 14617971 4085 NBS43K 38 55 2 0 70 21 17 

42 

R IV -
61 
26 
19 
18 
18 



·-1 .. 
Fi 1 e >R714l. 
Bp~ Rb 7519. 

:_I 
File NBS43K 

81104-6 Ra 0411 RR 041291 KRT 500 HL/1.0HL 
SUB 

159 
I 

s-Indacen-1C2H>-one, 3,5,6,7-tetrahydro-3,3,4,5,5,9-hexameth 
F"LT 

241 
/ 

Scan 1:1.24 
24.50 min. 

Scan 2!5097 
0.00 111in. Bp~ Ab 1999. 

Ira I I I 

241 
I 

1:· 157 1.. 
195 

1.. 1 ·r.- r 
1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1' 1 1 ·/1 r:-;:=1 1 h 1 .;:;:1 1 1 1 1 1 1 1 1 r 1 1 0 

40 60 90 100 120 140 160 1ee 200 220 240 260 

File NBS43K 
Bp~ Rb 9999. 

.as-Indacene, 1,2,3 1 6 1 7 1 9-hexahydro-1,1,6,6-tetra•ethyl-4-<1- Scan 25100 
rLT 

241 
e.ee min. 

60 

File NBS43K 
Bpi Rb 9999. 

Phenol, 4 1 4'-<1-methylethylidene>bist2-methyl- C9CI> 
F"LT 

113 133 149 197 211 -- -- -- , 
40 60 so. 100 160 1 e 200 2 

I 
I 

UI-IKNOWI~ ~~ 1 2 0 
122162.0 TENTATIVE CONCENTRATION IS 18.00 

225 
I 

0 

TA = 
1. s-lndacen-1(2H)-one, 3 1 ? 1 6,7-tetrahydro-3 1 3 1 4,?,?,8-

hexamethyl- (9CI) 

t . as-lndacene, 1 1 2 1 3,6 1 7 1 8-hexahydro-1,1,6,6-tetrameth 
yl-4-(1-methylethyl> 

3. Phenol, 4 1 4'-(1-methylethylidene)bis[2-methyl- (9CI) 

r. 1H-Benz[delisoquinoline-1 1 3(2H>-dione, ?-methoxy-2-m 
ethyl- C9Cl) 

?. 1H-8enz[delisoquinoline-1 1 3(2H)-dione 1 6-methoxy-2-m 
I, ethyl- (9CI) 
If• 1H-Indole, ?,6,7-trimethyl- (9CI) 

lmple f i 1 e: >A7141 Spectrum ~~: 1124 

Scan 25082 

241 
0.00 min. , 
256 

e 
240 

2?6 Cl8H240 

2?6 C19H28 

2?6 C17H2002 
241 C14HllN03 

241 C14H11N03 

159 C11H13N 

Search speed: 1 Tilting option: N No. of ion ranges ~earched: 

I 
Prob. CAS ~~ COl~ ~~ ROOT K OK =IWLG TlLT -:.u CON c_ 1 

I: 8?* 387?4948 29340 NBS43K 8? 47 0 0 ?3 48 40 
30* 1746?4/'3 29342 NBS43K ?0 81 2 0 74 48 10 

3. 20* 79970 29338 NBS43K 3? 8? 2 0 74 ?3 ? 
1?* ??133829 29324 NBS43K 34 10? 3 0 74 ~9 3 

3 

R 

1: 1?* 32710?4 29323 NBS43K 22 11? 3 0 74 ~9 
2'•:' 

42 

IU -
9? 
23 
14 

6. 11* ?43409Col7 18947 H8S431< 35 74 2 0 107 64 .•. •.1: ~-

! 
i 
I 
I 

.I 
i 
I 
I 



I 
rjie >A7141 B. Rb 6595. 

·I 
F"i le HBS43K Bl Rb 9999. 

81104-6 AQ 0411 RR 041291 KRT ~00 ML/1.0NL 
SUB 

Cyclopent[alindene, 3,8-dlhr.dro-1,2,3,3,8,8-hexamethyl- <SCI 
FLT 

104 
I 
I 

I I I I t I I I i I ~ I I I I I I I I I I I i I I 

C:DS 
193 

,,(, ~ 

223 
I 

Scan 1171 
25.45 min. 

Scan 2276!5 
0.00 11in. 

T .C1 "I 1' I' 40 60 80 100 120 140 160 180 
I I I 

200 220 240 

F"l le NBS43K Bl Rb 9999. 
Benzene, 1,1•-ethylldenebls[3,4-diMethyl- (9CI> 

FLT 

I 
193 208 89 103 117 - 140 160 40 80 

file HBS43K Bl Rb 9999 •. 
Benzene, 1,1'-<1,2-ethanediyl)bist3,4-dimethyl- <9CI> 

FLT 

I 
I 
I 

1. 

12. 
3. 

1
4. 
5. 
6. 

I 

89 103 ....... , 
40 60 sa . 100 

UNKNOWN *1 21 
98864.00 TENTATIVE CONCENTRATION IS 27.00 

Cyclopent[alindene, 3,8-dihydro-1 1 2 1 3 1 3 1 8 1 8-hexameth 
yl- (SCI> 
Benzene, 1,1'-ethylidenebis[3 1 4-dimethyl- (9Cl) 
Benzene, 1,1'-(1 1 2-ethanediyl)bis[3 1 4-dimethyl- (9CI 
9 1 10-Anthracenedione, 2-amino- (9CI) 
Benzene, 1,1'-ethylidenebis[4-ethyl- (9CI) 
4(1H)-Quinazolinone, 2 1 3-dihydro-2-methyl-1-phenyl­
(9CI) 

1171 

223 

220 

223 
I 

238 

238 
238 
223 
238 
238 

Scan 22756 
0.00 11ln. 

238 
/ 

240 

Scan 22766 
0.00 min. 

C18H22 

C18H22 
C18H22 
C14H9N02 
C18H22 
C15H14N20 

l ample file: >A7141 Spectrum*: 
arch speed: 1 Tilting option: N No. of ion ranges searched: 

I Prob. CAS ~~ CON * ROOT K OK tFLG TILT " CON c_I 

f: 33* 17384724 29113 NBS43K 47 112 2 0 77 37 10 
28* 1742149 27764 NBS43K 57 67 2 0 99 54 8 

3. 28* 34101865 27767 NBS431< 57 67 2 0 99 ·54 8 
4. 25* 117793 27739 NBS43K 45 99 3 0 100 49 7 

-~~- 25* 10224916 27766 NBS43K 38 101 2 0 81 49 7 
25*···. j6384017 27762. ·- .. "NBS43K -~:·-31 "100" "3 - -·. 0 100 45 e· 

43 

R IV -
19 
34 
34 
13 
14 
13 



I 
File >R7141 '. 'W Rb 9999. 

ll!eee 

Ieee 
689 

I 
• 'i le NBS43K S. Rb 9999. 

44 
000 

I eee 

600 

1490 

200 

I 
I 

91104-6 Ra 0411 RR 041291 KRT 500 HL/1.0HL 
SUB ROD NRM NSP 

121 
/ 

149 , 

177 
/ 

Pyridot3,2-dlpyrimidin-4<3H>-one, 3-hydroxy-2-•ethyl- <SCI> 

177 

178 

160 280 

UNKNOWN # 1 22 
97040.00 TENTATIVE CONCENTRATION IS 1EA-= 

1. Pyrido[3 1 2-dlpyrimidin-4(JH)-one, 

26.00 

3-hydroxy-2-methyl 

I 
- (8CI) 

.ample file: >A7141 Spectrum~~: 1349 

Scan 1349 
29.08 •ln. 

e 

0 

Scan 12901 
e.ee mln. 

360 

177 C8H7NJ02 

~arch speed: 1 Tilting option: N No. of ion ranges searched: 43 

I 
•• 
I 
I 

Prob. 

27* 

CAS* CON # ROOT. K 

3303239 21673 N8543K 34 

OK :tFLG TILT 

103 3 0 
" 
80 

CON 

40 

C_l R_IV 

10 13 

··. ·:~~} ... "" 
. -:~: 

.. 



ll 
I 
rf"-i"li!! ;..8920-'3 S11C4-7 SCREEN 9499 040991 ~BEl/JPS<SLOT"OS> 5 .o·::M:-L-:P=-:U::-:R:-:G::-:E;-------:S:-c-a-n-=s=E.i 
~~Bpk R~ 720. SUB 22.69 Min. 
,. 55 •• 

. ll o • "1 o o ~~~ 2~ o o 1 o .J c.: • o • o I • r;(~, I • • • • I • • ;,,~ • • 1 • • o o I,[ I • • • • I • • • • I :rl • • • • I> r. 
30 . 40 50 60 70 so 90 100 110 120 

~~~~~A~~;;~~- Cyclohexane, 1,1-di~ethyl- CSCI~CI> :::~ ;i~: 

-

97 
55 , 

41 -- 56 6~ 

~ 01.,-;~1 j I I I J ~2~ 1 1 j I I Ill ( j I I I I j) d~l j 11 ~~ 1 I f4

1 111 I 1~ ill 1 ji 11 I j 1 111 j 11t.~:~l f0 
- 31:'1 49 5e 69 7e e0 99 1ee 110 120 

lfiie N~S4~K ~yclonexane, 1-elhyl-2-•elhyl-, trans- <SCI9CI> Scan 38~5\ 
Bpt ~b 99~3. D.OO min. 

41 

55 --
I 
file NBS43K 
Bpk Ab 9999. 

Cyclohexane, 1-ethyl-2-•ethyl-, cis- <BCI9CI> 

~ 
55 97 

<41 -- / 

I 30 

I 
···I 

....., ...J,3 
1 .. 

UNKNOWN t,l 

69 70 _... B1 93 

.......... --
80 

74791.00 TENTATIUE CONCENTRATION IS IREA = 

1. Cyclohexane, 1,1-dlmethyl- tBC19ClJ 

90 

95 -- 100 

14.00 

I 
2. Cyclohexane, 1-ethyl-2-methyl-, trans- (8CI9CI) 
3. Cyclohexane, 1-ethyl-2-methyl-, c1s- t8Cl~ClJ 
4. 1H-1,2,4-lrlazole, 3-ethyl- (9CI) 
S. 1H-1,2 1 4-Tr!azo!e, 1-ethyl- l~Cl9ClJ I 6. 3-Cyclohexen-1-ol, 3-methyl- t9CI) 

l:err•ple t 11e: ;. ~:O:l Ll.~ Spectrurn :q:: 
_,earch speed: 1 Tilt1ng option: I~ 

I Prob. c~=- ~~ LUN ~t Ruu·l 

&.. ' •• _ .. t:·.:. 

No. of ion 

K UK ~~FLG 

111 .. 

Scan 3834 
e.ee •in. 

110 1 0 

112 C8H16 
126 C9H18 
1~6 (.;9H18 
97 C4H7N3 
97 C4H7N3 

112 C7H120 

ranges searched: 

llL T ~ CUN L - 1 

1: 87* ?90669 8349 N8S43K 72 26 0 0 100 1? S? 
3~ 4 '-} '1. "!· ·.:·8 8 8:·/? r-18S4!•K ~':7 43 2 0 liJ IJ 3~ l:l 

3. 31 4923777 8376 NBS43K 47 4? ... 0 84 32 12 .:. 

~: 
:.-o• /4!1167 8:t 1_!6 ··!8S4::•K :16 ~~·t ~ I) !~4 _?,~ l:l 
27• 16778704 8319 NBS43K 29 67 3 0 lOU 39 10 
:l /• "~ J /~: ·':·-' .• ;..c <:::: .. 0:.';> 1Jtf=,4 .. .,t< .. :.! :-, r;. ·:~ !> (J liJ IJ :~:~ liJ . ./·--·--

43 

R IV -
89 
l? 
14 
1} 

13 
1:. 



I 
I 
rfile >B92e~ 8110~-B SCR££N 0409 040991 RBS/JPS<SLOT«11) 5.0ML PURG£ Scan 562 

.l,li k Ab£~~o·o I ,~J~r:.:,,' oo ,;,(~1' o :~~.2~~1' o~~o ~~ooo I oooo I,[ I o o "I'' o '0'~~~ ~.~:~:, i"" 
30 40 50 60 70 SO 90 100 110 1c.O 

f!!e UBS43K Cyclohexane, 1,1-dimethyl- C8Cl9CI> Scan 22€-3 

l k Rb 9999. 0.00 min. 
97 
/ 

41 69 -- --
I ~hT~~~~~~~~~~~~~n+~~~~~n+~~~~~~~~~Tn~~TM~~e 

30 40 se 60 70 90 1ee 110 120 

File HBS~3K lk Rb 9999. 
Cyclohexane, 1-bromo-2-Methyl- <SC19CI) 

97 
55 / 

Scan 12779 
0.00 min. 

I 
83 _... 43 

~~~~~~~~~~~~~~~~~~~~~~~~~~~rH+h~~TM~~~~~~e 
ee 

I 
I 

UNKNOWN ~~ , 1 
rEA= 317344.0 TENTATIVE CONCEI~TRAT I ON IS 22.00 

1. Cyclohexane, 1,1-dtmethyl- (8CI9Cl > 112 C8Hl6 12. Cyclopentane, 1,1,3-trimethyl- (8CI9CI) 112 C8H16 
3. Cyclohexane, 1-bromo-2-methyl- ( 8C 19C 1 ) 1/6 C7HL~Br 
4. Cyclohexane, 1-ethyl-2-methyl- 1 trans- (8Cl9CI) 126 C9H18 
lj. 1-Hexene 1 3-methyl- (8Cl9Cl) 98 l.:/Hl4 16. 1H-1 1 2 1 4-Triazole, 1-ethyl- (8CI9CI> 97 C4H7N3 

lample f i 1 e: >89204 Spectrum ~n lj62 
Search speed: 1 Tilting option: N No. of ion ranges searched: 

I Prob. CAS ~~ CON ~t ROOT K OK ~~FLG TILT " CUI-f c_ 1 

I: 94* 590669 8349 NBS43K 76 22 0 0 91 10 68 
37* 4516692 83'=-6 NBS43K 53 57 2 0 64 41 12 

3. 29 6294399 8482 NBS43K 43 48 2 0 99 35 12 

1: 29 4923788 8377 N8543K 45 43 2 0 97 )6 10 
28* 3404613 3563 NBS431< 55 52 2 0 58 54 8 

6. 27* 16778704 8319 NBS4~K 33 63 3 0 95 !·7 10 

42 

R_ IV 

93 
28 
12 
15 
32 
13 



I 
I 
l ile >B92l'l4 I pk Rb 3669. 

I 30 

81104-8 SCREEN 0409 040991 RBB~JPS<SLOT~11) 5.0ML PURGE 
SUB 

97 

40 50 60 70 90 100 

112 

110 

Scan 672 
26.88 min. 

jile N9S1~Y. C)•clohexane, .1,4-dit~ethyl-, trans- <SCI~CI> Scan 2277 llpk nb 9999. e.eo min. 

1 5~ ~7 [ 

.~ 41 I 
1 

112 

I ~ 21

9

11 I 11 ~ 2.~1 11 I I 1l1r;:::1 11 ~~S r!.:~ ji 1 ~~~!.~~ 11 119~11 11111 I 1111 ji ~~ 1 1:;~10 
30 <Co 50 60 7o 80 99 100 110 120 

I 

I 
I 

UNKNOWI~ ~~ , 3 
426462.0 TENTATIVE CONCENTRATION IS 19.00 

1. Cyclohexane, 1,4-dimethyl-, trans- t8Cl9Cl> 
2. Cyclohexane; 1,4-dimethyl-, cis- (8CI9CI> 
3. Cyclohexane, 1,3-dlmethyl-, cis- t8Cl9Cl> 
4. Cyclohexane, 1,3-dimethyl-, trans- (8CI9CI) 
~- lH-PyrazoJe, 4 1 S-dihydro-3,4,5-trlmethyl- t9ClJ 
6. Cyclohexane, 1,2-dimethyl-, cis- (8CI9CI) 

I Sample f i 1 e: >89204 Spectrum ~t: 672 

112 l:HH16 
112 CBH16 
112 Cf:!Hl6 
112 CBH16 
112 t6Hl2H:!' 
112 CBH16 

Search speed: 1 Tilting option: 

.. I 
N No. of ion ranges searched: 

Pr·ob. C:AS ~t CON ~t ROOT K OK ~WLG llLT % CON c 1 -
I 1. 84* 2207047 83?4 NBS43K 69 33 1 0 71 7 '3'3 

2. 83-- 624293 s:~s1 NBS43K 71 31 2 0 82 7 54 

I 
3. 79* 638040 83?2 NBS43K 52 42 1 0 81 10 48 
4. ·79* 2207036 8353 NBS43K ~0 49 1 0 60 7 48 
5. 67* 22591953 8330 t~8543K 47 50 2 0 63 1? 34 
f,. ~- r•"' ??07016 1(1990 N8Su31<. L.8 t-1 3 0 100 12 ?>0 

42 

R lV -
67 
52 
36 
32 
23 
13 



.. I 
I 
rill e ")"892'0 4 

k Rb 1794. 

200 

I 

81104-S SCRttN 0409 040991 RBB/JPS<SLOT.11) 5.0HL PURGE 
69 . SUB 111 

/ / 

Scan 695 
27.77 min. 

l le H8S4:?K Cyclopentane, 1,1,3,4-tetra.r.:ethyl-, trans- <eCI~CI> Scan 38'14 
k Rb 9999. 0.00 min. 

69 83 

1 1 .. ~~~ ... ,,L .. ~~ . .I~ .... ~.;,;..[ .. I .. ~s [ .. I .. .. r~ ... I .... 1 ... I ............ ·~.~ ...... I L 
3e 40 .5e 60 10 ee 9e 100 110 120 130 

111 l le HBS43K 
• J; Rb 9999. 

Cyclohexane, 1,1,3-trimethyl- (8Ci9Cl) 

69 
55 ;' 

I 
l le NBS43K 

k Rb 9999. 
Cyclopentane, 1,1,3 1 4-tetramethyl-, cis- <9CI) 

!. 
I 
I 

69 S3 --

UNKNOWN ~~ , 4 
366543.0 TENTATIVE CONCENTRATION IS 17.00 

I 
1. Cyclopentane, 1,1,3,4-tetramethyl-, trans- (8Cl9CI> 
2. Cyclohexane, 1 1 1 1 3-trimethyl- (8CI9Cl) 
3 •. C~'c 1 open t ene, 1, l, :-s, 4- t e t rame t h~d-, c 1 s- ( ~C 1 > 
4. 1-Hexene, 3,3,5-trimethyl- (9Cl) 

I 5. 4tlHJ-Pyrtmtdinone, 2-am1no- t~CIJ 
6. 2(1H)-Pyrimidinone 1 4-amino- (9Cl) 

Is 1 amp e f i 1 e: >892U4 Spectrum ~~: 6~5 

12C 

126 
I 

Sc .an 3928 
0.00 llfn • 

Scan 3652 
e.ee min. 

l:l6 C9Hl8 
126 C9H18 
126 C9H18 
126 C9H18 
111 C4H71-f30 
111 C4H7NJO 

Search 

I 
speed: 1 Tilting option: H No. of ion ranges searched: 

Prob. CAS ~~ CON ~~ ~:oor K OK ~tFLG "flLT % CON c_ 1 

11. 52* 20309777 10809 N8543K 46 65 3 0 89 16 20 
2. 42* 3073663 10806 NBS43K 41 57 3 0 1(10 :l2 17 

I'· 27* 53907601 10810 NBS43K 29 79 3 0 73 36 10 
4. 25* 13427435 3654 N8S4:~K 40 53 3 0 97 46 7 
5. 24* 108532 10776 NBS4JK 23 83 3 0 99 42 8 
6. 20* 71307 10775 I.J8S43K' '14 62 3 0 ]flfl ~1 5 

43 

R_ IV 

13 
13 
13 
14 
12 
12 



60 

SCREEN 0409 040991 RBB/JPSCSLOT~11> 5.0HL PURGE 
SUB 

so 100 120 140 

Scan 724 
28.89 lllin. 

f
!e tH~S4:r. Heptane, 2-~r.ethyl- CSCl~CI> Sc en 25?8 

I k Rb 9999. .0.00 min. 
43 

1 J ~~[ .... C~ .. v.:.~ •. ;,~ . ·;.~~ .. ~t:~ ........ i~ ....... ·m· ..... ·m ...... "'"" .... t 
tile NBS43K . Hexane, 2,5-dimethyl- <SCI9CI> Scan c5~7 

I '= Rb 9999. o.eo 1111r.. 
43 57 

I ] 4!_,---. c 71 •• ]! 114 t 
I I !j_ I · 1C ,- f ' Ee 

~~···~0'''i'' 160''''a1~ ''l'''l.1e'''l''·:i.Ea·· ~···1.40···~···160 ''I'' iba ''l'''2t0 ''I''' 

File HBS43K 

42 l k Rb 9999. 
55 

Cyclobutanone, 2,2,3-trimethyl- (8CI9CI> 

. 70 -
I 4C 

94 517 112 -- -- ,.... 
140 60 sa 100 160 

I 
I 
lf.:£A .. 

UHKNOI.!JN ~~ 1 ? 
2?9964.0 TENTATIVE CONCENTRATIOH IS 12.00 

1. Heptane, 2-methyl- t8Cl9CIJ 

I 2. Hexa~e, 2,?-dimethyl- (8CI9CI> 
3. Cyclobutanone, ~,2,3-trimethyl- t8Cl9CIJ 
4. Azetidine, 1 1 1 1 -methylenebis- (9CI) 

I 
5. Cyclopropane, butyl- t~CI> 
6. Acetaldehyde, ethylidenehydrazone (9CI) 

lsample f 1 1 e: >1::19204 Spectrum ~H 724 

114 
114 
112 
126 
98 
84 

Scan 220'5 
0.00 111in. 

C8H18 
C8H18 
C7H1~0 

C7H14N2 
C7H14 
C4H8N2 

Search speed: 1 Tilting option: N No. of ion ranges searched: 

I 
Prob. CAS 4~ CON ~~ ROOT K DK ~~FLG llLT " COH c_ 1 

t: 27* ?92278 8887 NBS43K 33 60 2 0 80 44 8 
27* ?92132 8886 N8S43K 29 61 3 u 107 38 10 

3. 27* 1449496 3788 NBS43K 20 30 2 0 38 44 8 

t: 2?* 384??242 3641 NBS431< 23 41 2 u 38 46 7 
2?* 930?74 3777 NBS43K 28 80 3 0 70 48 7 

6. 2ll .. ?92?63 ?776 Nt:H:;4~K 27 43 1 0 31 ~,7 " ';/ 

4? 

R lV -
17 
13 
13 
13 
1:} 
1? 



I 
J""Fffe>B92£14 81104-8 SCREEN 0409 040991 RBB/JPS <SL0Tfl!11 > 5. 0HL PURGE: Scan 751 

, II ~ k Rb ]27!5 • [55 SUB 91,' 111 12:• • 94 ; In • 

51 65 69 . / I ~ II <Po o o oo o o ',/[' o '6'0' o .{, oo ~ ooo o o o ~0' ooo o o o ~,;oooolo 11~0' ooo o ooHlloo 1 oo 'HQ' oo ,), 'HQ' oo 1 o 6 

N8S43K 2-Pentene 3-ethyl-4,4-dimethyl- <~CI> Scan 3e~l 
Rb 9999. ' e .ee tnin • 

.L.~ ... :~.k~ .... ~s.C' ..... ~~.~~ .... ~~.( ... ~~r ........... ~r:.d:~.r. 
50 6e 70 ee 99 100 110 120 130 

File NBS43K Cyclohexane, 1-ethyl-4-methyl-, trans- (9CI9CI> · Scan 3S3B 

1
:; Rb 9999. 0.00 min. 

55 97 

.1::~ o o o ~~·I ( o o• ~so 2~ •o • ,~-\, • c.~. • •o :~~ [, • o o 'I o • oo ~1.~, I • • • • 1 • '' 11(~~1 f. 
50 60 70 ea 90 100 110 120 130 

j File HBS43K Ilk Rb 9999. 

I 

Cyclohexane, 1-ethyl-4-melhyl-, cis- (8CI9CI> Scan 3836 
0.00 min. 

53 67 111 

&+~~~~"~+h~~~"~~~~~~~~~~~~~~~~~~~~~~~~~~~~~e 
50 60 110 

I 

UNKNOWN ~~ 1 6 
IR~A c 155107.0 TENTATIVE CONCENTRATION IS 

1. ~-Pentene, )-ethyl-4 1 4-dlmethyl- t9C1) 

7.00 

2. Cyclohexane, 1-ethyl-4-methyl-, trans- C8Cl9CI) 

13. Lyclc.ol•t:->~ane 1 l-ethyl-4-I'Tieth~•l- 1 c1s- U:lC19t::l) 
4. Cyclohexane, 1-ethyl-2-methyl-, cis- C8CI9Cl) 
~. 2-Hexene, 3 1 4 1 4-trlmethyl- t9Cl> I 6. 3-Hepten-2-one, 3-methyl- (9CI) 

>89~04 Spectrum ~~ : /?1 

1:26 t:9Hl8 
126 C9H18 
1~6 C9Hl8 
126 C9H18 
1:!6 CIIH1!:J 
126 C8H140 

ISallq::.• J e f 1 l e: 
earch speed: 1 Tilting option: N No. of ion ranges searched: 

I Prob. CA~; ~~ CON ~~ RUU"f K (lK. ~tFLG TILT '~ COI-f c_ I 

11. 42* 53907598 8381 N8S43K 32 77 3 0 96 24 17 
2. 3 0* 6236880 8380 NHS4~·K 27 67 3 (I 1:::!2 34 l:l 
3. 30* 4926787 8378 NBS43K 27 69 3 0 82 34 12 

'·I;: 2/'* 4923777 8376 N8S431<. :.o 62 3 0 84 39 10 
26* ?3941198 8382 l.f8S43K 22 71 3 0 100 39 10 

6. 2?* 39c:990!:::6 1:~466 N8S43K. 27 /'0 3 (J ?8 44 8 

55 

f.! IV -
13 
13 
13 
13 
12 
13 



. .-I 

I 

II 
I 

76 

.. ~ ' 

81104-8 SCR££H 0409 040991 RBS/JPS<SLOTii1) 5.CML PURGE 
SUB.RDD NRH HSP 

-- 207 

99 

140 156 172 1e8 220 

Scan 782 
31.14 Min. 

100 

so 

60 

40 

20 

II ~~~~--~~~~~~~~~~~~~~/~~~~~~~~~~~~~0 
100 

rile HBS43K 
;~ rl: Rb 9999. 

75 
1000 

~oc 

140 160 180 200 

Phorat.e <RCH) 
rLT 

156 172 

~ ~ 
14C 160 18C 2CC 

. UNKNOWN 1,7 
rREA = 159501.0 TENTATIVE CONCENTRATIOH IS 7.00 

1. Phorate (AC:N> 

I 
782 

220 

Scan 256S6 
o.oo lllin. 

100 

260 C7Hl7U2PS3 

· Sample file: >89204 
tea rch ~.peed: 1 

Spectrum ~~: 

"lilttng opt1on: N No. of 1on ranges searched: ~8 

il! 
{ 

:! 
~ I 
I 
I 

\I 

1. 

Prob. CAS ~~ CON I 

11 29~022 4690 

ROOT K OK ~WLG TILT 

N8S43K 67 67 2 0 

., .... 

77 

CON C_l R_IV 

63 14 



~
-le >89204 
·~ Rb 9999. 

81104-B SCRE£H 0409 040991 RBB/JPSCSLOT-11) 5.0ML PURGE 
SUB.ADD NRM NSP 

::.oooo] 
II sccj 
1 6a61 'I 40(1( 

eee 

I 
ri 1 e NoS4:;K 

1.:: Rb :999. 

1000l 

. '• ···. . I 1 5ee. 

60 

I 'I 40C~ 
20C~ 58 

I 
I 

63 
I' 

70 80 

97 --

90 100 110 

1,3-Dioxane (9CI> 

87 

• UNKNOWN 0,8 
IREA = 270455.0 TENTATIVE CONCENTRATION IS 

1. 1 1 3-Dioxane t9Cl) 

I 
930 

12.00 

Scan 930 
36.87 ll'lin. 

140 

140 

100 

t)0 

40 

Scan 76G 
O.OB nlin. 

100 

80 

88 C4H802 

Sample file: >89204 lea rch speed: 1 
Spectrum ~~: 

l1It1ng opt1oni N No. of ion ranges searched: 67 

I Prob. CAS ~ CON ~~ ROOT K OK OFLG TILT % CUN C_I R_IV 

I 
I 
I 

1. 668(1 21 61 0 90 1? 



I , ... 
file >R713B 81104-B RO. 0411 RR 041291 KRT 500 HL,.1.0HL Scan 145 

·I Bpk Rb 144006. SUB 4.55 111in. 
91 

J 
I 

•r[ I 106 39 51 77 --!I I ( I 

I (. .~ 
130 

I' I ,., / 
I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I 0 

40 e0 120 160 200 240 280 

file NBS43K Benzene, 1,2-dimethyl- C9CI> Scan 17~.4 

I 
Bpk Rb 9999. 0.00 min. 

91 

J. 
I 

1 l 106 39 51 77 -- 107 

Ill 
/ I / ·I'-I ~ I flo I I 'I I •· I I :;::; I I I I j I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I 

40 ea 120 160 200 240 2813 

file NBS43K Benzene, 1 1 4-dhlethyl- (9Cl) Scan 1756 

I 
Bpk Rb 9999. 

91. 
o.oo min. 

J [ 106 .t --39 51 77 I ES 

II I~ I 

I / 
I'" I I 'I I IL'i I I I ,.I .. =: t 1:;-. I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I 

40 sa 1 0 . 160 200 240 280 

file NBS43K Benzene, ethyl- <BCI9CI> Scan 1755 

II 1Bpk Rb 9999. 
91 

0.00 min. 

J [ 106 .L 39 51 77 . .-- 107 

II I~ I 

I I 

··' • I I---:=. II I I I I a I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I ' I I I I 
40 so 120 160 200 240 280 

I 
I 
I AREA c 

UNKNOWN :tt,1 
1656611. TENTATIUE CONCENTRATION IS 270.00 

1. Benzene, 1,2-dimethyl- C9CI) 106 C8H10 

I 2. Benzene, 1,4-dimethyl- ( 9C I) 106 C8H10 
3. Benzene, ethyl- (8CI9CI) 106 C8H10 
4. Benzene, 1,3-dimethyl- (9CI) 106 C8H10 

I 
5. c~~c 1 open t ene, 1-ethenyl-3-methylene- C9C I) 106 C8H10 
6. 3,5-Heptadiyn-2-one C8CI9CI> 106 C7H60 

I Sample f i 1 e: >A7138 Spectrum i~: 145 
Search speed: 1 Tilting option: N No. of ion ranges searched: 40 

I 
Prob. CAS ~~ CON ~~ ROOT K OK ~WLG TILT " CON c_ I R_ IU 

I 1. 94* 95476 10058 NBS43K 79 13 1 0 89 6 68 93 
2. 87* 106423 10060 NBS43K 70 23 0 0 59 31 40 89 
3. 84* 100414 10059 NBS43K 58 26 1 0 90 7 55 60 

,I 4. 76* 108383 10061 NBS43K 64 28 0 0 61 31 32 77 
5. 47* 61142072 10063 NBS43K 50 40 2 0 49 33 20 31 -.... ~ .. "T~-,.-.- .. ,- ......... - ""7'' ...,,., ..,. n .., "''"' ""7..,. 't .-, 1 '7 



I 
I 

1 
~ •• i 

30 

30 

9999. 

F'ile NBS43K 
Bpk Rb 9999. 

30 

81104-S RQ 0411 RR 041291 KRT 500 HV1.0HL 

72 
SUB 

<44 
56 I 
I 

. '(~ " ,I.. 
84 112 

/ 

I··'" I 
99 38 

I e0 / --199 
I I (I ·~ 

I I. I I I (II I I I I i I I I I I 

40 50 60 70 eo 90 100 110 

2-Buten-1-ol (SCJ9CI> 

i I I I I I I I I 
40 5e 60 7e ee 90 100 110 

40 

.DELTR.2-Tetrazaboroline, 1,4-diethyl- (SCI> 

50 

52 
/ 

60 

1,2,4-Benzenetriol 

70 80 

84 
/ 

90 

97 -.... 
100 

109 
/ 

110 

I AREA a 

UNKNOWN ~~ , 2 
77829.00 TENTATIVE CONCENTRATION IS 12.00 

I
I 1. 

2. 
3. 

2-Buten-1-ol C8CI9CI> 
.DELTA.2-Tetrazaboroline, 1 1 4-diethyl- (8CI) 
1,2,4-Benzenetriol 

I 
4. 1 1 3-Butadiene, 2-fluoro- C8CI9CI) 

206 
No. of I Sample file: >A7138 Spectrum.t: 

Search speed: 1 Tilting option: N ion 

I I I I 
120 

I I i I 
120 

126 

[r;;:~L 
130 

Scan 
0.00 min • 

.. ".L 139 

Scan 3623 

126 
o.oo 111in. 

Scan 3672 

126 
0.ee Min. 

72 C4H80 
126 C4H11BN4 
126 C6H603 

72 C4H7F 

ranges searched: 

I Prob. CAS I CON I ROOT K OK tFLG TILT " CON c_I 

I 
1. 
2. 
3 0 

4. 

15* 
17* 
11* 
11* 

6117915 
19278823 

733733 
381613 

4133 
13378 
13407 

4118 

NBS43K 
NBS43K 
NBS43K 
NBS43K 

30 
33 
28 
30 

60 3 
87 3 
83 3 
87 3 

0 323 76 3 
0 80 79 3 
0 93 62 2 
0 100 63 2 

40 

R_IV 

13 
13 
13 
13 



-·I 

I 

I 
I 

F"i 1e >R7138 
Bpk Rb '9999. 

81104-8 RQ 0411 RR 041291 KRT ~00 ML/1.0ML 

71 
SUB --

Scan 258 
6.86 111ln. 

84 
~nM~~~~TT~~rrr¥~~~"~~TTTTrr~~~~~4T~~~~~Mn~~TT~~~e 

f!le NBS43Y. 
Bpk Rb 9999. 

60 so 

furan, tetrahydro-2-<methoxymathyl>-

71 

169 

Scan 2754 
0.00 nin. 

j I ' ' ' ' 13:, o I '~~ I ' 'Jr!.~ I o •~5o I ' o '~?I o ' ' o I o o ~~ o ;{{~ o o o I o o o o I o ' ' o I ' o ' ' I o o ' [. 

file NBS43K 
Rb 9999. 

40 60 ee 100 120 140 169 

Elhana111ine, N-pentylidene- (9CI> 
56 

Scan 2370 
e.oe min. 

( 71 J. • " • 12: • 1 ' I' ' 1 ")r;-;~ I ' tl • • .rl • • ~';?:., • T • " I • • • • I • • • • I • ' • ' I ' • ' • I • ' 1 
49 60 80 100 1 0 140 160 

F"ile NBS43K 
Rb 9999. 

71 

Rzetidine, 2-methyl- <SCI9Cl) Scan 241 
0.00 min. 

1 42 J [ 30 / 56 

Er hI I 1 j,l I I 1 I I (.I I I I !.~ 1 I I I I 1 I I I I 1 I I I I 1 I I I I 1 I 1 I I 1 I I I I 1 1 I I I 1 I I I I 1 I I I I 1 1 I ~e 
40 60 00 100 120 140 160 

UNKNOWN ~~, 3 
IAREA = 64364.00 TENTATIVE CONCENTRATION IS 10.00 

1. Furan, tetrahydro-2-(methoxymethyl)-

1 
2. Ethanamine, N-pentyl idene- c'9CI) 
3. Azetidine, 2-methyl- (8CI9CI) 
4. Ethane, isocyanato- (9CI) 
5. Cyanic acid, ethyl esler (8CI9CI) 

I 6. Furan, 2,5-dihydro-2,5-dimethoxy- (8CI9CI) 

I Samp 1 e f i 1 e: >A7138 Spectrum *: 258 
Search speed: 1 Tilting option: N No. 

I Prob. CAS ~~ CON ~~ ROOT K DK 

I 1. 52* 19354279 3963 N8S43K 22 58 
2. 52* 1059976? 3955 N8S43K 25 65 
3. 42* 19812498 3924 N8S43K 22 40 

II 
4. 42* 109900 3921 NBS43K 21 52 
5. 42* 627485 3922 N8S43K 21 53 
"' 6?* 332774 R9?1 NBS43K 20 70 

of ion 

~tFLG 

3 
2 
2 
2 
2 
2 

116 C6H1202 
113 C7H15N 

71 C4H9N 
71 C3H5NO 
71 C3H5NO 

130 C6H1003 

ranges searched: 

TILT " COl-I C_l 

0 100 20 20 
0 129 20 20 
0 100 24 17 
0 129 24 17 
0 211 24 17 
0 178 24 17 

42 

R_IU 

12 
14 
13 
13 
13 
13 



81104-9 RQ 9411 RR 041291 KRT 599 HL/1.0HL 
SUB 

2-Butenoic acid, 1-methylethyl ester <9CI> 
69 ---

can 268 
7.06 Min. 

169 180 

rile NBS43K Acetamide, H,H-dimethyl- (8CI9CI> Scan 687 
Rb 9999. 

44 
9.00 Min. 

1 (" .. :J '1 .. ~~".c.~.' ~' •;_f.~. 1' ' '{~0" '1' "{~~~' ' 1 ' "{h" 'I " '1£0 ' '1" '2&0 " 1 " '.J 
rile HBS43K Thiocyanic acid, ethyl ester <SCI9CI> Scan 682 

Rb 999t~ 0.00 Min. 

j[ ~· .(~'"' f:. "' ;::. ',(~'it'"' 'i~··''" "ai.'' ., '"ik0" ''" 'i~jj' "" '21!ii "' " .• J 

UNKNOt..JN ~t, 4 
ARSA a 83443.00 TENTATIVE CONCENTRATION IS 

1. 2-Butenoic acid, 1-methylethyl ester C9CI> 
2. Acetamide, N,N-dimethyl- (8CI9CI) 
3. Thiocyanic acid, ethyl ester (8CI9Cl) 
4. Acetamide, N-ethyl- (8Cl9CI) 
?. Ethane, isothiocyanato- <9Cl> 
6. 2-Propanone, 0-methyloxime (9CI) 

Sample f i 1 e: >A7138 Spectrum ~t: 

Search speed: 1 Tilting option: N 
268 

No. 

OK 

14.00 

of ion 

128 C7H1202 
87 C4H9NO 
87 C3H?NS 
87 C4H9NO 
87 C3H?NS 
87 C4H9NO 

ranges searched: 

TILT " c I Prob. CAS ~~ CON ~~ ROOT K ~WLG CON -
1. 42* 18060770 6741 NBS43K 34 63 3 0 220 22 17 
2. 33* 127197 6672 NBS43K 43 48 3 0 147 34 12 
3. 27* 742907 6669 NBS43K 21 80 2 0 206 38 10 
4. 2?* 627703 6674 N8S43K 36 ?7 2 0 129 48 7 
t; 2t:;* '?42878 6668 NBS43K 22 81 3 0 62 50 7 

40 

R_llJ 

13 
16 
13 
17 
12 
1 /, 



81104-8 RQ 0411 RR 041291 KRT 500 ML/1.0ML 
SUB 

F !!e N9S43Y. Benzene, 1-ethyl-2-~ethyl- (9CI> 
Bpk Rb 9999. 

39 51 65 91 

30 49 50 60 70 80 90 

file HBS43K Benzene, 1-ethyl-3-Methyl- (9CI> 
Bpi: Rb 9999. 

28 39 51 63 65 91 

I 
I 

...-
I 

30 

Benzene, 1-ethyl-4-methyl- (9CI> 

91 
/ 

90 

UNKNOWN ~~, ? 
IAREA c 67833.00 TENTATIVE CONCENTRATION IS 

1. Benzene, 1-ethyl-2-methyl- ( 9C I) 

I 

2. Benzene, 
3. Benzene, 
4. Benzene, 
?. Benzene, I 6. Benzene, 

I Sa mp 1 e f i 1 e : 
Search speed: 

I Prob. 

I 1. 84* 
2. 83* 
3. 79* ,. 4. 67* 
5. 41* 
6. 28* 

1-ethyl-3-methyl- (9CI) 
1-ethyl-4-methyl- ( 9C I> 
(1-methylethyl)- <9CI > 
1,2,4-trimethyl- C8CI9CI) 
1,3,?-trimethyl- C9C I> 

>A7138 Spectrum :fl:: 288 
1 Tilting option: N No. 

CAS i~ CON i~ ROOT K UK 

611143 124?0 NBS43K 63 22 
620144 124?1 NBS43K ?8 29 
622968 12452 NBS43K 49 36 

98828 12446 NBS43K 45 42 
95636 12445 NBS43K 48 47 

108678 12448 NBS43K 25 63 

100 

105 
/ 

105 
I 

105 

105 
I 

11.00 

of ion 

:fl:FLG 

1 
1 
1 
1 
1 
2 

110 

120 

120 
120 
120 
120 
120 
120 

Scan 288 
7.46 111in. 

Sc.an 3141 
e.eo 111ln. 

Scan 3142 
0.00 111ln. 

Scan 3143 
e.eemin. 

C9H12 
C9H12 
C9H12 
C9H12 
C9H12 
C9H12 

ranges searched: 

TILT " CON c I -
0 81 9 77 
0 81 9 54 
0 81 9 48 
0 81 14 34 
0 53 41 14 
0 ?6 40 10 

41 

R_IV 

69 
57 
37 
27 
31 
14 



:I 
I 
··I rile >R7138 81104-8 RQ 13411 RR 041291 KRT 500 ML1'1.0ML 

Bpk Rb 5776. SUB 
105 --

I 38 63 77 106 
I / 

30 40 riO 

·-1 r:!! ~ N9543K Benzene, C1-ma thyle thyl>- C9CI> 
Bpk Rb 9999. 

105 --
I 
I F"i 1 e NBS43K Benzene, 1,2,3-lrimelhyl- <SCI9CI> 

Bpi: Rb 9999. 
105 

I 
40 59 60 79 89 190 110 

I rile NBS43K Benzene, 1-ethyl-2-methyl- C9CI> 
Bpk Rb 9999. 

105 
I 
I 

I 39 77 91 29 51 53 65 196 _... I /' / / -- ---39 40 59 60 79 80 110 

I 
I 
I AREA a:: 

UNKNOWN ~~ , 6 
100538.0 TENTATIVE CONCENTRATION IS 16.00 

I 
1. Benzene, (1-methylethyl)- C9CI> 
2. Benzene, 1 1 2 1 3-trimethyl- (8Cl9CI> 
3. Benzene, 1-ethyl-2-methyl- (9Cl) 
4. Benzene, 1-ethyl-3-methyl- (9Cl) 
5. Benzene, 1-ethyl-4-methyl- C9CI> 
6. Ethanone, 1-phenyl- (9Cl) 

Sample f i 1 e: >A7138 Spectrum t: 320 
Search speed: 1 Tilting option: N No. of ion 

Prob. CAS ~t CON ~t ROOT K OK ~WLG 

1. 86* 98828 12446 NBS43K 50 37 2 
2. 83* 526738 12449 NBS43K 52 48 2 
3. 81* 611143 12450 NBS43K 58 27 2 
4. 81* 620144 124?1 NBS43K ?8 29 2 
1?. 7Q* 622968 124?2 NBS43K ?3 32 2 

Scan 320 
8.'11 min. 

12C 
.......... 

e 

Scan 3137 
0.ee 111ln. 

0 

Scan 3140 
0.00 111in. 

120 

a 
129 139 

Scan 3141 
0.00 min. 

120 
121 ---120 130 

120 C9H12 
120 C9H12 
120 C9H12 
120 C9H12 
120 C9H12 
120 C8H80 

ranges searched: 

TILT " CON c_ I 

0 91 s 60 
0 69 s 57 
0 100 7 53 
0 100 7 ?3 
0 100 7 48 

,.., ·'• 

42 

R_ IV 

31 
27 
44 
44 
36 
1/o 



I 
41 

40 

81104-8 RQ 0411 RR 

~7 

-- 71 

60 80 

041291 KRT 500 ML/1.0ML 
SUB 

112 118 127 
I / _., 

120 

Undecane, 4,6-dimethyl- <SCI> 

57 

Scan 341 
8.54 111ln. 

Scan 14228 
0.00 1111n. 

l 43 -- 71 [ 
29 ,, 56 1 ,, 85 86 98 113 141 155 

r '- ~- ._ ~-- / ~ / ~ EY, 1 , , , , 1 1 , , , 111'-1 • 1 , , , , I • , , , 1 , 1 , , 1 , , , "' , , , , , • , , , 1 , , , , 1 , , , , a • • ' • a • • "lra .e 
40 60 80 100 120 140 160 

rile HBS43K 1-Decene, 4-melhyl- (8CI9CI> Scan 8506 
Ab 9999. 

57 71 
o.oe •ln. 

1~ • • I .1·. • ~::-,[ • • ,,J. ' • • :~., ' I • • '~~ • • • l~t • I ' • ?.;~ • ' • I • ' '~~ ' ' I ' l 
. 40 60 80 100 120 140 160 

rile NBS43K 
Rb 9999. 

43 

Heptane, 2,4-dimethyl- (8CI9CI> Scan 4209 
0.09 mln. 

J~·.' .• 1).' ~~~7.' .X.' .;)r!.~. '::.' '~;;. 'HO' :rl··' ··~··.'I' .. m l 
I 
I 

UNKNOWN ~~, 7 
IAREA = 67835.00 TENTATIVE CONCENTRATION IS 

1. Undecane, 4,6-dimethyl- <SCI) 

I 
2. 1-Decene, 4~methyl- C8CI9CI) 
3. Heptane, 2,4-dimethyl- (8CI9CI) 
4. Oecane, 3-methyl- (8Cl9CI) 

I 

5. Nonane, 3,7-dimethyl- (8CI9CI) 
6. Octane, 2,3,6-trimethyl- (9CI) 

I Sample file: >A7138 Spectrum ~~: 
Search 5peed: 1 Tilting option: 

I 
Prob. CAS ~~ CON ~~ ROOT 

.I 1. 60 17312822 4055 NBS43K 
2. 52* 13151296 110?5 NBS43K 
3. ?2* 2213232 6097 NBS43K 

I 
4. 52 13151343 13690 NBS43K 
5. ?2 17302328 6163 NBS43K 
6. 43 6201633? 4023 NBS43K 

341 
N No. 

K DK 

59 39 
45 ?7 
31 56 
?6 38 
52 3? 
47 4? 

11.00 

of ion 

~FLG 

2 
3 
3 
3 
2 
2 

184 C13H28 
154 C11H22 
128 C9H20 
156 C11H24 
156 C11H24 
156 C11H24 

ranges 5earched: 

TILT " CON C_I 

0 100 11 30 
0 66 20 20 
0 296 19 20 
0 79 19 20 
0 92 16 20 
0 73 22 17 

45 

R_IU 

19 
13 
13 
13 
18 
14 



',< 

I 
I 

I 
I 

file :>R7136 
Bpk Rb 1548. 

81104-e RQ 0411 RR 941291 KRT 509 NL/1.9HL 

67 
/ 

SUB 
Scan 352 

e.77 min. 

file H9S43K tlaphthalene, decahydro- <SCI~CI> Scan 5462 
Bpk Rb 9999. 9.09 min. 

J~: .. J· .. . "~(.~ .. x .. ~~.( .. ~j·~· .. ~~~ .... ~ ....... r~~.r. 
ao 40 50 60 79 eo 99 100 110 120 139 140 

File HBS43K 
Bpk Rb 9999. 

file NBS43K 
Bpk Rb 9999. 

Cyclohexane, Methylene- (8CI9CI) 
81 

1,1'-Bicyclopentyl (9CI> 

68 

Scan 993 
0.00 ~lin. 

140 

Scan 5478 
0.00 111in. 

123 1;e 13~ 
~~~~~~~~~~~~~~~~~~~~~~~~~~~~'--~~~~~~----~~~e 

120 130 149 

I AREA = 
UNKNOWN ~t , 8 
94897.00 TENTATIUE CONCENTRATION IS 15.00 

1. Naphthalene, decahydro- (8CI9Cl) 

I 2. Cyclohexane, methylene- C8CI9CI) 
3. 1 1 1'-Bicyclopentyl (9Cl) 
4. Bicyclo[4.2.1lnonan~9-one (8CI9CI) 
5. Bicyclo[3.3.1lnonan-9-one (8CI9CI> 
6. Naphth~lene, decahydro-, trans- (8CI9CI) I 

I Sample f i 1 e: >A7138 Spectrum ~t: 352 
Search speed: 1 Tilting option: N No. of ion 

138 C10H18 
96 C7H12 

138 C10H18 
138 C9H140 
138 C9H140 
138 ClOH18 

ranges se~rched: 

I 
Prob. CAS ~~ CON ~~ ROOT K OK ~FLG TILT " CON c_ I 

I 1. 30* 91178 15562 NBS43K 46 81 3 0 62 32 12 
2. 25* 1192376 8201 NBS43K 37 67 3 0 129 5{1 7 
3. 25* 1636391 3361 NBS43K 40 78 3 0 77 47 7 

I 4. 20* 14252110 15646 NBS43K 40 66 3 0 92 53 5 
5. 20* 17931554 15650 NBS43K 37 78 3 0 90 54 5 
, ... , .... .'i0~11?7 1??.:-..:; NBS43K 38 84 3 0 54 52 5 

42 

R_ IV 

13 
13 
13 
13 
13 
13 



I 
I 

File >A713B 
pk Rb 3302. 

91104-B AQ 0411 RR 041291 KRT 500 ML/1.8ML 
SUB 119 

43 / 

. UNKNOWN 1,9 
IAREA = 78837.00 TENTATIVE CONCENTRATION IS 

1. Benzene, 1-ethyl-2,4-dimethyl- (9CI) 

I 2. Benzene, 2-ethyl-1,3-dimethyl- (9CI> 
3. Benzene, 2-ethyl-1,4-dimethyl- (9CI) 
4. Benzene, 4-ethyl-1,2-dimethyl- (9CI) 

I 
5. Benzene, 1-methyl-3-(1-methylethyl)- (9CI) 
6. Benzene, 1-ethyl-3 1 5-dimethyl- (9CI) 

I Sample file: >A7138 Spectrum :11:: 361 
Search speed: 1 Tilting opt ion: N No. 

I 
Prob. CAS ~t CON :tJ: ROOT K DK 

I 1. 59* 874419 12311 NBS43K 63 25 
2. 58* 2870044 12316 NBS43K 62 27 
3. 58* 1758889 12315 NBS43K 64 30 

I 4. 50* 934805 12314 NBS43K 57 36 
'3. 40* 535773 12310 NBS43K 47 42 
6. 40* 934747 12313 NBS43K 49 46 

13.00 

of ion 

~tFLG 

2 
2 
2 
2 
2 
2 

Scan 361 
8.95 min. 

160 

Scan 4867 
e.ee min. 

Scan 4976 
e.oe 111in. 

160 

Scan 4874 
e.ee •in. 

160 

134 C10H14 
134 C10H14 
134 C10H14 
134 C10H14 
134 C10Hl4 
134 C10H14 

ranges searched: 

TILT " CON c_I 

0 96 39 21 
0 93 39 19 
0 78 39 19 
0 89 39 19 
0 72 39 14 
0 73 39 14 

42 

R_IV 

50 
49 
49 
41 
27 
27 



··I 
il• >R713B 
pic Rb 4120. 

39 51 ,.,.,. / 

40 

ile NBS43K 
pk Ab 9999. 

I 51 
/ 

40 

B11e4-8 RQ e411 RR 041291 KRT !500 ML/l.eML 
sue 

119 
/ 

65 
134 

-.... 
60 

Benzene, 1-methyl-3-<1-methylethyl>- (9CI> 

119 
I 

65 75 77 91 193 115 -.... ---- / I 

60 90 100 120 

Scan 382 
9.38 min. 

Scan 4865 
0.00 111in. 

ile NBS43K Benzene, 2-elhyl-1,3 imethyl- (9CI> Scan 4876 
k Rb 9999. . "tr~ e.0o lllin. 

I J.;.~' .J.~' 'x. ''~;,'~~_f. ' '1<

1

.' •

1

(;, ~~ ••• t'' '~~-!.;'~' ''I ' '' 'I ' l 40 60 80 100 120 140 160 

. le NBS43K 
1-: Rb 9999. 

39 

Benzene, 1-ethyl-2,4-dimethyl- (9CI> 

119 

134 

Scan 4967 
0.00 min. 

I 61 . 65 76 77 91 106 116 -- 135 
~~~~~~~/~~~-....~~~---~~~~~"~~~~~~~---~~~~~~---~~~~~~~~e 

40 60 so 100 14C 160 

I 
UI-IKNOWN :11: 1 1 0 
72747.00 TENTATIVE CONCENTRATION IS" 12.00 

I 1. Benzene, 1-methyl-3-(1-methylethyl)- C9CI) 134 C10H14 
2. Benzene, 2-ethyl-1 1 3-dimethyl- C9CI) 134 C10H14 
3. Benzene, 1-ethyl-2 1 4-dimethyl- C9Cl) 134 C10H14 

I 
4. Benzene, 4-ethyl-1,2-dimethyl- (9CI) 134 C10H14 
5. Benzene, 2-ethyl-1,4-dimethyl- (9C I> 134 C10H14 
6. Benzene, 1-methyl-2-(1-methylethyl)- C9CI > 134 C10H14 

I 
Sample file: >A7138 Spectrum ~~: 382 

rarch speed: 1 Tilting option: N No. of ion ranges searched: 

l. Prob. CAS ~~ CON ~~ ROOT K OK ~~FLG TILT " COI-4 C_l 

86* 535773 12310 N8S43K 68 21 0 0 86 17 50 
2. 81* 2870044 12316 NBS43K 62 27 0 0 95 17 45 

I: 81* 874419 12311 NBS43K 61 27 0 0 98 17 45 
81* 934805 12314 NBS43K 62 31 0 0 67 17 45 

5. 75* 1758889 12315 N8S43K 62 32 1 0 70 17 35 

.r·_ 66* ?27844 12309 NE!S43K 58 34 2 0 100 17 31 

41 

R_IV 

83 
74 
73 
74 
60 
44 



I 

Bpk Rb 5239. 

I 
F e N9S43K 
Bpk Rb 9999. 

81104-8 RQ 0411 RR 041291 KRT ~00 HL/1.0NL 
SUB 

119 
/ 

Benzene, 1,2,3,5-lutramethyl- (8CI9CI) 

119 

Scan 424 
10.24 1nin. 

Scan 4863 
0.00 min. 

I 1-£ .. 2· .. ~~~.I •• ~~I •• .r. .. ~~ .. ~:?..~~ .. J ... ~s.~~ .. I •••• I •••• I •••• L 
40 60 80 100 120 140 160 190 

F e HBS43K 
• . JI: Rb 9999. 

I 
Benzene, 2-elhyl-1,3-di~elhyl- (9CI) 

119 

Scan 4875 
0.00 Min • 

~~~~~~~~~~~~~~nn~~~~~~~~~~~~~~~~~nn~~~~e 

I NBS43K 
Bpk Rb 9999. 

Benzene, 1,2,3,4-lelra~elhyl- <8CI9CI> 

119 

I 

I 
.I UNKNOWN :U=,12 
AREA = 98841.00 TENTATIVE CONCENTRATION IS 

I. 
2. 

~: 
6. 

I 

Benzene, 1 1 2 1 3 1 7-tetramethyl- (8CI9CI) 
Benzene, 2-ethyl-1 1 3-dimethyl- (9CI) 
Benzene, 1,2,3 1 4-tetramethyl- (8CI9Cl) 
Benzene, 1,2,4,7-tetr~methyl- (8CI9CI) 
Ethanone, 1-(4-methylphenyl)- (9Cl) 
Ethanone, 1-(3-methylphenyl>- (9Cl) 

Imp le file: >A7138 Spectrum :jl:: 424 
S rch speed: 1 Tilting option: N No. 

I Prob. CAS 1~ CON ~~ ROOT K OK 

1. 70* 727737 14690 NBS43K 69 24 

I 66* 2870044 12316 NBS43K 79 30 
63* 488233 14689 NBS43K 63 31 

4. 63* 97932 14683 NBS43K 77 47 

I 60* 122009 12323 NBS43K 30 73 
60* ?8?740 12324 N8S43K 31 76 

12.00 

of ion 

~tFLG 

2 
2 
3 
2 
3 
3 

190 

Scan 4862 
0.aa min. 

134 C10H14 
134 ClOH14 
134 C10H14 
134 C10H14 
134 C9H100 
134 C9H100 

ranges searched: 

TILT " CON C_I 

0 77 17 32 
0 100 17 31 
0 82 17 30 
0 76 17 30 
0 100 14 30 
0 100 17 3U 

41 

R_llJ 

?7 
47 
39 
32 
13 
13 



I 
f e >R7138 
Bpk Rb 261~3 

/ 

S1104-8 RQ 0411 RR 041291 KAT 500 ML/1.0ML 
SUB 

Scan 430 
10.36 11ln. 

32!5 150. 
~~~~~~~~~~~~~~~/rT~~~~~~~~~-rrT~~~TT~~~~~e 

• F e NBS43K I Bp Rb 999l3 
- I 71 

160 

Octane, 6-ethyl-2-methyl- C9CI> 

I J. J. J.J .t' I :t.•, /.', "~~· .. ' 
40 80 120 160 I I I 2~0 I I I I I 2~0 I I I I I 2b0 I I I I I 

Octane, 2,3,6-trimethyl- C9CI> 
57 

e NBS43K 1-Hexene, 3,4,5-trimethyl- <9CI> 
Rb 999~~ 

I 1 r 
7l .3 ~· ••• 

e ~;~I ~-~I I .,.,810( I •'• I I Hll 'I I I ita I I I I I 2be I I I I I 2~0 I I I I I 2h0 I I I' I 

I 
I UNKNOWN 41: 1 13 
AREA -= 69533.00 TENTATIVE CONCENTRATION IS 8.00 

11. Octane, 6-ethyl-2-methyl- C9CI > 156 
2. Octane, 2,3,6-trimethyl- (9CI > 176 

·13. 1-Hexene, 3,4,5-trimethyl- (9CI) 126 
4. 1-Hexene, 4,7-dimethyl- C8CI9CI) 112 
5. Ethanamine, I-t-pent y 1 i dene- (9CI) 113 
6. Pentane, 3-bromo- (8CI9CI) 170 

.I 
>A7138 Spectrum 4!:: 430 

Scan 8921 
e.00 •ln. 

·~" l 3 0 

Scan 8923 
0.09 min. 

Scan 3856 
e.e0 •in. 

·~" l 3 0 

C11H24 
C11H24 
C9H18 
C8H16 
C7H17N 
C7H11Br 

femple file: 
arch speed: 1 Tilting option: N No. of ion ranges searched: 

I Prob. CAS ~~ CON :fl: ROOT K OK ~WLG TILT " CON c I -
1. 39 62016197 6167 NBS43K 48 42 2 0 78 30 14 

1: 30 62016337 4023 NBS43K 46 46 2 0 63 37 12 
27* 76728100 3967 NBS43K 30 77 3 0 100 so 7 

4. 25* 16106797 3954 NBS43K 23 64 3 0 100 47 7 

-: 
24* 10799767 3977 NBS43K 23 67 3 0 91 42 8 
20* 180910? 4009 NBS43K 24 ?2 3 0 7? 75 7 

47 

R_IV 

16 
13 
13 
12 
12 
12 



.. _1 

fi e >R7138 81104-8 AQ 0411 RR 041291 KAT 500 ML/1•0HL 
Bpk Rb 13016. SUB 

··I 56 
/ 

122 144 
......... ...._ 

40 60 80 1C:0 140 

HBS43K -1,3-Pentanediol, 2,2,4-trimethyl- CSCI9CI) 
Ab 9999. 

Scan 458 
10.93 111in. 

168 

Scan 7099 
0.00 1111n. 

I . ~ t 
J.~~"oll.r.: 'I' ,J,J,II '~~~~.r.~ o I',(,", o "(~,?,;, "0 I' 0 0 ~f~, 0 'I"" I" 0 0 I'" 0 I'" t. 

40 60 80 100 120 140 160 

n NBS43K 
f...-k Rb 9999. !5G 

Oxirane, (1-Methylethyl>- (9CI> 

I 
41 

1 28 ( [ 71 85 86 
EF~I I ·'I 'I I I I I 1

1 
I I I I I I lc I I I~~~~ I I I I I I I I I I I I I I I I I I I I I I 

F~ NBS43K 
Bpk Ab 9999. 

40 60 80 100 120 140 

1-Hexene, 3,4-dlmelhyl- <8Cl9CI> 

56 

Scan 661 
0.00 1111n. 

01""1 0001 .. l 
160 

Scan 2308 
0.00. 111tn. 

I 1 41 I [ 29 84 
,, 7.!_ 71 97 112 

I I I .-- I I --troCo o o 1( o o o 1 o ,,, o o o o o I o o o o 0 o (o o 0 o o o , 0 o o o o 0 o o o o 0 o o o o 0 o o o , 0 o o o o 0 o o o o 0 o o o o 0 o o o -0 
40 60 ee 100 120 140 160 

I 
I UNKNOWN ~~, 14 

AREA ... 228973.0 TENTATIVE CONCENTRATION IS 

I. 
.2. 

1: 
~-,. 

1 1 3-Pentanediol 1 2 1 2 1 4-trimethyl­
Oxirane, (1-methylethyl)- (9CI) 
1-Hexene 1 3 1 4-dimethyl- (8CI9CI) 
~-Hexene 1 5-methyl- (8CI9CI) 
Cyanic acid, propyl ester (8CI9CI) 
2-Propen-1-amine (9CI) 

Imp le file: >A7138 Spectrum *: 
S rch speed: 1 Tilting option: N 

(8CI9CI > 

458 
No. 

27.00 

146 CBH1802 
86 C5H1oo· 

112 C8Hl6 
98 C7H14 
85 C4H7NO 
57 C3H7N 

of ion ranges searched: 

I Prob. CAS ~~ CON ~~ ROOT K OK ~WLG TILT " CON c_I 

I 31 144194 1092 NBS43K 53 44 1 0 61 38 10 
2'3* 1438148 963 NBS43K 27 49 1 0 68 49 7 
2~* 1674~941 1027 NBS43K 32 58 3 0 74 47 7 

4. 2~* 3~24730 983 NBS43K 33 66 3 0 69 50 7 

I 25* 1768361 960 NBS43K 33 72 3 0 74 44 8 
25* 107119 942 N8S43K 21 63 2 0 125 50 7 

41 

R_ItJ 

17 
1'3 
13 
13 
13 
13 



I 

----1 ·-

F" e >R7138 
Bpl: Rb 9999. 

--I 

f" e N~S43K 
Bpk Rb 9999. 

43 

57 --
57 --

81104-B RQ 0411 RR 041291 KAT 500 ML~1.0ML 
SUB 

Tridecane, 2,5-dimelhyl- C9CI> 

Scan 462 
11.01 111ln. 

Scan 1~020 
0.00 •ln. 

183 197 212 
~~~~rn~~~~~~~Trl~nT~TnTnMT~ThTn~~rn~~~r~~rn~1~Tn~/n+0 

40 60 e0 100 120 140 160 180 200 

I
f" e NBS43K Octane, 4-elhyl- <BCI9CI> Scan 6218 

"'plk Rb l99~t 5]7 0.00 [
111

tn. 

I 
.I 

I 71 112 
-- 84 85 98 _.., 142 

~I I I.)~. I I I ~0 I I 1.,1, I I i;'4 I 1~1 I II I ·1~01 I I I I I 11~~1 I I I I I 11},01 I I I I I 11~01 I I I I I 12t01 I I I I I 10 

Tridecane, 4,8-dlmethyl- (9CI> Scan 19019 
0.90 min. 

113 127 141 183 197 212 
&4~~~~~~~~~~~~~~~,-~~~~~~~~~~~~~~/~~~'~~~'~e 

e0 100 120 140 180 200 

UNKNOWN t,15 
81932.00 TENTATIVE CONCENTRATION IS 

Tridecane, 2,5-dimethyl- (9CI) 
Octane, 4-ethyl- (8CI9CI) 
Tridecane, 4,8-dimethyl- (9CI> 
Hexane, 4-ethyl-2-methyl- (8CI9CI) 

10.00 

C8CI> 
6. 

Propene, 3-tert-butoxy-2-(isopropoxymethyl)­
Undecane, 2,6-dimethyl- (8CI9CI> 

212 C15H32 
142 C10H22 
212 C15H32 
128 C9H20 
186 C11H2202 
184 C13H28 

I 
st mp 1 e f i 1 e : >A7138 Spectrum ~~: 462 

rch speed: 1 Tilting option: N No. of ion ranges searched: 

I Prob. CAS ~~ CON ~~ ROOT K OK ~~FLG TILT " CON c _I 

1. 52* 56292661 9079 NBS43K 34 72 2 0 68 17 20 

1: 52* 17869860 11034 NBS43K 26 67 3 0 100 17 20 
52* 57030621 16277 NBS43K 27 96 3 0 100 17 20 

4. 42* 3074777 8915 NBS43K 32 57 3 0 100 21 17 

1: 42* 23230888 6907 NBS43K 21 79 2 0 100 23 17 
....... 41* 17301234 8781 NBS43K 56 46 2 0 52 45 14 

r . .,. ~-..., 

112 

R_IV 

14 
13 
13 
13 
13 
33 

....... - ... 



I 
I 

I 
I 

I 
II 
I 

file >R7138 
Bplc Rb 21102. 

fi!e N~S43K 
Bpk Rb 9999. 

43 
I 

81104-8 RQ e411 RR 041291 KRT 500 NL/1.0ML 
SUB 

71 
/ 

Propanoic acid, 2-methyl-, 2,2-dimethyl-1-(2-hydroxy-1-methy 
71 

Scan 643 
14.70 rnin. 

Scan 19485 
0.00 111ln. 

J ~~s~l 010 ..rl 0 0 0 0.,(,0 00 lr o11o 0 0 r:o 0 0 0~.:~0 0 I 0 0 0 010 00 0 I 0~~0 oo 0 I 0 0 0 0 1T010 0 0 010 0 0 0 I 0 l 
40 60 80 100 120 140 160 180 200 

file NBS43K 
Bpk Rb 9999. 

71 

Rzelidine, 2-rnelhyl- (8CI9CI) Scan 241. 
0.00 min. 

30 __ .... 56 1 •. ( [ 
(Fir.: ''1,11 ' 1 1 1 ,{,I ••••I d~ 'I' 11 'I'' 11 1111 'I' ''I 111 '1·~:',·, I''' '1 11 1 'I'' 11 1' 111 11111 1 o0 

40 60 8e 100 120 140 160 1e0 200 

file HBS43K 
Bpk Rb 9999. 

Butyric acid, ester with p-hydroxybenzonitrile <SCI> 

27 ,._,--
J. 

40 

43 
I 

55 
/ 

60 

UNKNOWN :fl:,17 

71 
I 

90 --s0 

102 103 119 

---- .f 
100 120 

130 146 -- / 140 1613 

252640.0 TENTATIVE CONCENTRATION IS 26.00 

1. Propanoic acid, 2-methyl-, 2 1 2-dimethyl-1-(2-hydroxy 
-1-methylethyl>propy · 

2. Azetidine, 2-methyl- (8CI9CI) 
3. Butyric acid, ester with p-hydroxybenzonitrile (SCI) 
4. Butane, 2-bromo-2-methyl- C8CI9CI) 
5. Pentane, 3-bromo- (8CI9CI) 

Scan 15008 
0.00 111in. 

189 1913 ......._ ___ ... 
180 200 v 

216 C12H2403 

71 C4H9N 
189 C11H11N02 
150 C5H11Br 
150 C5H11Br 

Sample file: ll Search ~peed: 
>A7138 
1 

Spectrum :jJ:: 
Tilting option: N 

643 
No. of ion ranges searched: 

Prob. CAS ~~ CON ~~ ROOT K DK 1WLG TILT " CON C_I 

I 1. 71 74367332 4093 NBS43K 80 34 1 0 69 14 38 
2. 30* 19812498 3924 NBS43K 21 41 2 0 82 33 12 

63 2 0 83 44 8 
43 2 0 83 44 8 
42 1 0 68 44 8 

NBS43K 30 
N8S43K 35 
NBS43K 34 II 

3. 26* 29052106 4071 
4. 24 507368 4007 
5. 24 1809105 4009 

41 

R_IV 

31 
13 
14 
12 
12 



I 

1 e >R7138 
Bpk Rb 9999. 

I 
81104-S RQ 0411 RR 

43 71 
...- 56 ----

041291 KAT 500 ML/1.0ML 
SUB 

Scan 661 
15.07 min. 

f e NBS43K Propanoic acid, 2-methyl-, 2-methylpropyl ester <9CI> Scan 661 6~ Bpk Rb 9999. 0.00 M n. 
43 71 

I J.~: •If.' '(~' [I " I' '~~~. "~I~ I '~' 'I 'k:. 'I' "' I" "I " "I ' " '" " '" " ' I" "ll 40 60 e0 100 120 140 160 1e0 2ee 220 

e NBS43K 
Rb 9999. 

Methylamine, N-<1-melhylhexylidene>- (SCI> 

56 71 

Scan 395£1 
0.00 min. 

I 
J.l" "I'C.~,[ "[I ,I ,~;;1'~~ "~~~~'"'I'" 'I'"' I" "I "I"' 'I" ''I''" I" "ll 40 60 eo 100 120 140 160 1se 200 220 

e NBS43K Propanoic acid, 2-methyl-, 2-ethyl-3-hydroxyhexyl ester <9CI 
Bpi< Rb 9999. 

71 99 

I I. 

100 121 143 155 174 195 -- / 
....._ 

/ -- I 

40 60 80 1 0 120 140 160 180 200 

I UNKNOWN ~~, 18 
1?2200.0 TENTATIVE CONCENTRATION IS 1?.00 AREA"" 

l. 
2. 

Propanoic acid, 2-methyl- 1 2-methylpropyl ester (9CI 
Methylamine, N-(1-methylhexylidene)- (8Cl) 

Scan 19483 
0.00 min. 

220 

144 C8H1602 
127 C8H17N 

r· Propanoic acid, 2-methyl- 1 2-ethyl-3-hydroxyhexyl es 
ter (9CI) 

216 C12H2403 

4. Azetidine, !-methyl- (8CI9CI) 71 C4H9N 

f: Butanoic acid, 2-methylpropyl ester (9CI) 
Propanoic acid, 2-methyl-, 1-methylbutyl ester (9CI> 

144 C8H1602 
1?8 C9H1802 

lmple f i 1 e: >A7138 Spectrum ~~: 661 
Search speed: 1 Tilting option: N No. of ton ranges searched: 

I 
Prob. CAS ~t CON ~~ ROOT K OK ~WLG TILT " CON c I -

I ?2* 97858 7436 NBS43K 34 62 3 0 100 20 20 
38* 22058715 3966 NBS43K 31 ?7 2 0 80 30 14 

3. 36 74367310 7549 NBS43K 74 53 3 0 77 27 14 

I 25* 4923799 3923 I~BS43K 29 72 2 0 158 47 7 
20* ?39902 4003 NBS43K 24 77 2 0 83 51 ? 

1-. ., C" ... c: /: 7. .. ~ (l•::t .,_ 1 ,., (17. .... • . u.:· -=· /. "'1. ',. ..... _ .!' ,, , .. ~ .. ' .. 

40 

R IV -
13 
15 
13 
14 
14 



·-I 
F le >R7138 
Bpk Ab 9999. 

·I 43 
I 

40 

e NBS43K 
Rb 9999. I 43 

55 

81104-8 RO. 0411 RR 041291 KRT !500 HL/1.0HL 

71 
SUB 

/ 

89 111 127 1t'i9 173 182 .,- / .,- -.... / 

80 120 160 

Butyric acid, ester with p-hydroxybenzonitrile (SCI> 

71 

Scan 8"10 
18.73 Min. 

280 

Sc.!ln 15eee 
0.00 •ln. 

J.J ~ I I I 

r _;.· 
I I I I I I I 

e0 

119130 

I ' 
i .• I I I 

146 _.. 
I I I I • I I I 

189 190 
"---I I I I I I I I i I I I i I I I 

240 

[ 
I I I I I 0 

40 

j f:" e NBS43K 
-Pk Rb 9999. 

I J. .. 
40 

e NBS43K 

120 160 200 

Propanoic acid, 2-methyl-, 1-<1,1-dimethylethyl>-2-Methyl-1, 

56 
/ 
,. I I 

71 

[ •• 111 
I,.,- ( 

FLT 

159 -.... 
I I I I 

160 

173 
I I I I I 

200 
I I 

Butanoic acid, 2-propenyl ester (9Cl) 

243 
I 

I 
240 

Bpk Rb 9999~3 ?l 

280 

Scan 28461 
0.00 min. 

[ 
1 1 I 1 e 
280 

Scan 4034 
0.00 ~nin. 

l• .0-'11--r-f"i~ . .......,.r"'"T""I ....... r.....-yl .--~ -.-!.,.....,1 ~ • .-.-.-1~';;,-~3y-o. ~,...;;;;~"'"T""2~~8'T""'. -;::;-.2-........ 
2~~..,..-....... I ~..........-.-r-ro.......-,"""'""'"T"".,.....,I .r-r . ........-.-y-.--r ....... ..,..-, ........ ~ ._._l 

40 sc 120 160 
1

2ae 240 2so 

I 

2. 

'I. 
4. 

f: 

UNKNOWI-1 :ft: 1 2 0 
87733.00 TENTATIVE CONCENTRATION IS 9.00 

Butyric acid, ester with p-hydroxybenzonitrile (8Cl> 
Propanoic acid, 2-methyl- 1 1-(1 1 1-dimethylethyl>-2-m 
ethyl-1 1 3-propanediy 
Butanoic acid, 2-propenyl ester (9CI) 
Butenol 1 methyl- (9Cl) 
Propanoic acid, 2-methyl-, 1-methylbutyl ester (9CI) 
Methylamine, N-(1-methylhexylidene)- (8Cl) 

lmple f i 1 e: >A7138 Spectrum t: 840 

189 
286 

128 
86 

1?8 
127 

Search speed: 1 Tilting option: N No. of ion ranges 

I 
Prob. CAS :ft: CON :ft: ROOT K OK ~WLG TILT " 

J. ?2* 29052106 4071 NBS43K 45 48 2 0 82 
48 74381401 4107 NBS43K 69 38 2 0 100 

3. 46* 2051787 3967 NBS43K 3? 51 2 0 72 

I 44* 60766009 3928 NBS43K 3? 60 2 0 79 
44• 54340931 4033 NBS43K 30 ?? 2 0 92 

~. /,/Iiiii ')··~ ,-,c;o?, ~ '":'; •:t ~ .!.. IIC•C.·,·~I/ '7, ., ~-, ") n , .-, n 

C11H11N02 
C16H3004 

C7H1202 
C?H100 
C9H1802 
C8H17N 

searched: 

COH c I -
21 22 
21 17 
21 17 
21 17 
21 17 
_...... •! 1..., 

43 

R_ IU 

24 
19 
17 
1? 
1? 
1 c:: 



l. I' 
40 

F'i 1 e NBS43K 
Bpk Ab 9999. 

I I I 

60 

104 
/ 

041291 KAT 500 HL/1.0ML 
SUB 

152 

I I I I I I ·, I I I I I i I I I I I I I I I I I I 
80 100 120 140 160 180 200 

9,10-Anlhracenedione, 2-amino- <9CI> 

167 

220 240 

223 

Scan 20628 
0.00 min. 

207 225 
~~~~~~~~~~~~~~~T-~~~~~--~T-~--~~~~/~~~--~~~----~0 

40 60 80 100 120 140 160 180 200 220 240 

F'ile NBS43K 
Rb 9999. 

4<1H>-Oulnazolinone, 2,3-dlhydro-2-methyl-1-phenyl- <9CI> 
F'LT 

1. .. .1' .. 
77 

fi 
' I I 

40 60 se 
d 

I I I . 

100 

139 140 ----1 , I 

140 

167 
I 
rl 

I ' I 
160 

195 

i 4 L. 
180 200 I ' 220 

Scan 22697 
e.ee tnin. 

240 

,. 
'• I AREA 

UNKNOWN 4~ , 21 
330810.0 TENTATIVE CONCENTRATION IS 31.00 

I 
I 
I 
I 

1. Cyclopent[alindene, 3 1 8-dihydro-1,2,3,3,8,8-hexameth 
yl- (8CI) 

2. 9 1 10-Anthracenedione, 2-amino- (9CI) 
3. 4(1H)-Quinazolinone, 2,3-dihydro-2-methyl-1-phenyl-

(9CI) 
4. Benzene, 1,1'-ethylidenebis[4-ethyl- (9CI) 
?. Benzene, 2-chloro-1,3,?-tris(1-methylethyl>- (9CI) 
6. Benzeneacetic acid, 2-methoxy-, trimethylsilyl ester 

( 9C I) 

>A7138 Spectrum :IJ:: 1171 

238 C18H22 

223 C14H9N02 
238 C1?H14N20 

238 C18H22 
238 C1?H23Cl 
238 C12H1803Si 

I Samp 1 e f i 1 e: 
Search speed: 1 Tilting option: N No. of ion range~ ~earched: 

'• Prob. CAS ~~ CON ~~ ROOT K OK ~WLG TILT " CON c_ I 

1. 33* 17384724 29113 NBS43K 47 112 2 0 70 39 10 

I 2. 28* 117793 27739 NBS43K ?3 91 3 0 100 43 8 
3. 26* 36384017 27762 I-18543K 22 109 3 0 100 39 10 
4. 2?* 10224916 27766 N8S43K 40 99 3 0 100 4? 8 

I 
?. 24* ??538620 27763 t-IBS43K 23 110 3 0 100 4? 8 
6. 20* ?5?90711 290?2 NBS43K 26 104 3 0 265 52 ? 

43 

R_ IV 

19 
16 
12 
13 

-· "12". 
13 



i >R7138 
8 Rb 3057. 

~ i 
Bp 

I 
tiBS43K 

Rb 9999. 

81104-8 RQ 0411 RR 941291 KRT 500 ML/1.0ML 

1W 
161 / 

I 

Benzenamine, 2,3-dichloro- (9CI> 

161 

Scan 1347 
29.07 Min. 

Scan 9900 
0.00 min. 

I 1 "!_ 63 ~· •• ]Y6 ~_y· [ 
~r. I I IiI.~ I I I I' I~ I I,., J I I I I I I IiI I I I I I' I' I, I I I I I I j j I I I I I I I I I I I I IiI i 0 

40 00 120 160 200 240 200 320 

F"i NBS43K 
Bp Rb 9999. 

Benzenamine, 3,5-dichloro- <9CI> 

161 

Scan 9982 
9.00 mln. 

•• •• 126 ~ 165 

• 1 • ( 1 0 1 1 1r-:'1 1 1 1 • rr=;:::; 1 1 1 1 1 1 1 1 • 1 1 1 • 1 1 1 1 

[ 
• 1 1. 1 1 •• e 

I 1 "!_ 63 
eo 1 1 1 1. 1 ~ 1 I. I I ' ' I I. 

40 80 120 168 200 240 280 320 

F"i tiBS43K 
Bp Rb 9999. 

Phenol, 2,2'-methylenebis[6-<1,1-dimethylethyl>-4-melhyl- <9 Scan 33444 
[fl 9.00 min. 

IJ G~.~~~~~·~·~·~~~·~·~·sr~~·~·~~Ti+~~~~1~.~~~~~~~~~;~~~4~~~~Ir,~~~·~·TI~•~•~•~•~~~~~~~~~~~~~~~~~~(r~~~~~·~r::~2~8~:~.~·3~~•~~~~·~·~1~4~~~.[~0 
40 ., 120 160 200 240 280 3c0 

UNKNOWN ~~ 1 22 
113901.0 TENTATIVE CONCENTRATION IS 11.00 

Benzenamine, 2,3-dichloro- (9CI) 
8enzenemine 1 3 1 ?-dichloro- (9CI> 
Phenol, 2,2'-methylenebis[6-(1 1 1-dimethylethyl)-4-me 
thyl- (9CI) 

161 C6H?C 121-t 
161 C6H?Cl2N 
340 C23H3202 

Benzenemine 1 2 1 4-dichloro- (9CI) 
Benzenamine, 3 1 4-dichloro- (9CI) 

Sample file: >A7138 Spectrum t: 51 rch speed: 1 Tilting option: 

J. 
Prob. CAS t CON ~~ ROOT· 

1?* 608275 19262 NBS43K 
2. 1?* 626437 19264 NBS43K 

I 15* 119471 37040 NBS43K 
1?* ??4007 19261 NBS43K 

?. 1?* 9?761 19259 NBS43K 

I 
I 

N 
1347 

No. of ion 

K OK t:FLG 

31 74 3 
24 72 3 
44 99 0 
31 88 3 
2? 93 3 

161 C6H?Cl2N 
161 C6H?Cl2N 

ranges searched: 

TILT " CON C_I 

0 75 ?7 3 
0 7? ?7 3 
0 39 64 3 
0 7? ?7 3 
0 77 77 3 

43 

R_IV 

13 
12 
49 
13 
13 



~. 

~ 
I 99 190 

ile HBS43K 
pic Ab 9999. 

Cyclohexane, 1-ethyl-1-•ethyl- <9Cl9CI> 

I ,. 
I 

UNKNOWN 4 1 1 

155 
~ 

69 70 Sl 

--.~ -
70 sc 

193084.0 TENTATIVE CONCENTRATION IS 

1. Cyclohexene, 1,1-dimethyJ- t~C19ClJ I 
I 

2. Cyclohexane 1 1-methyl-2-propyl- (8Cl9CI> 
3. Cyclohexane 1 1-ethyl-1-methyl- t~C19C1J 
4. 1H-1 1 2 1 4-Triazole 1 1-ethyl- (8CI9Cl) 
?. 1-Hexene 1 J-met~yl- t8Cl~C1J 

6. Cyclohexane, 1-bromo-3-methyl- t8CI9CI> 

I 
~Sample f1le: ;-!:,·7~U';> bpec t.r•.Jm ~= 

....... 
• ';>"' 

e.~ rch speed: 1 Tllttng option: N No. 

.. I Prob. C~:> ~ LLIN ~~ ~'-';_:,. r K Llt<. 

1. 9?* 590669 8349 NBS43K 8j 15 12. ~·2 A2':11/76 8)'t9 Ntib4jK , ., 
4:.! '4/ 

3. ·43 4926903 8379 N8S43K 47 44 
4. 4~* 16 ·'"' ;;B :,~1..14 l:L~l9 No·::.~.'·K "L•t .. , 

':'•/ 15. 40* 3404613 3?63 H8S43K 63 44 
6. .">6 1..,';11.1';>4~: 1 jj4t!4 I·Jj::'::o4 .'•I \. :·'-I .::..~ 

97 

13.00 

ot ion 

.u.r- u; 

0 
:l 
2 
•I 

~· 
2 
'I ... 

112 
140 
1:l6 

97 
.,8 

l/6 

Scan 3937 
o.ee •ln. 

cgH16 
ClOH20 
C9H18 
C4H7N} 
C1Hl4 
C7H138r 

ranges searched: 43 

IlL I " L:IJI~ !_ - k'_ lV 

t.i 8d 0 72 95 
u ;;:l;!. 1./ :l(l 16 
0 lljlj 24 17 14 
IJ lj~· 2'5 ::.7 i:" 
I) 6':• 4/' 12 41 
IJ ! :jt_i ~:o J.4 L~ 

' .8111111 •. 1 .. 111 ..._ &' 



51 --40 ~c 

e;s 
/ 
I 

I ?8 7? 
I. I 

;"0 80 

84 
/ 

?0 

97 
........ 

I 
100 

Cj"~lohe:~:a:'le, 1,3-dimeth)·l-, cis- <BCIS'C!) 

110 120 

S-:an 
26..88 111in. 

130 

0.ee •in. 

; . I I . ~ y r 
41 ~q .. .. ' 112 1 ~e ( 5-=- I. 6_'3 /. e~ ~., :1~ I 1~-t! r _:_H 

e a.; 1, 1,,, 11 1111 1,1 1, 1 •• ,, II 1 , 11 1, T:j, 1 , It 11, 11,, .:a;, i 111,1,1,, 1 '71 111, 1,, • , , 1 • i'Y1 1 l1 l"f1i"i71 1 1 • 11 • 1 • 1 1 • 1 I e 
30 49 59 69 79 89 99 199 119 129 130 

-J f"i le HBS<C3K 
~ Rb 9999. 

I 

'· II 

4l 

. r 51 --5C 

UNKNOWN :1:,2 

2-Peniene 1 3 1 -4 1 ~-tri•eihyl- (8CI9CI> 
97 

1-Pentene 1 2 1 4 1 4-trl•ethyl- (8CI9CI> 

57 
/ 

Ill 65 . -..... 
sc 

: 

! IAR~A - 137217.0 TENTATIOE CONCENTRATION IS 10.00 

• 1. Cyclonexane, 1,J-dlmethyl-, C!S- l~C1YL1J 
2. 2-Pentene, 3 1 4 1 4-trimethyl- l8CI9CI) 

11~ 

112 
112 

Scan 226-4 
0.00 •ln. 

Scan 22~7 
e.ee •ln. 

CE;Hl6 
CSH16 
t.:8H16 I J. 1-Pentene, ~,4,4-trtmethyl- l~ClYClJ 

4. 1H-1 1 3-0iazepine, 4 1 ~ 1 6,7-tetrahydro-2-methyt- (8t: I J 112 C6H12N2 
5. 1H-~yr~zole 1 4,5-dl~ydro-3 1 4 1 ~-trlmethyl- (~CIJ I 6. Oxazole 1 2,4-dtmethyl- (8CI9Cl) 

I Sample f1Je: ~ 8'"~ (I~ ~pectrum ... 6 /:l "'I!"" 

Search SJ:'eed: 1 T1lt1ng opt ion: N No. ... ion 0. 

I ........ c-t:i. c.us ~~ CUN ~~ ~·uu' K UK ~1-LG 

I 1. 6U .. 638040 83~2 N8S43K 28 66 3 
2. '!:·'..'* &.;YH'"' • ..., t\.'\~~ 0 Nt~~.:. ... ~.;. :l6 69 -~ •. - t:' 
3. :.:;;~~ 10?391 10'>'83 N8S43K 2} 6~ 3 

I 
4. :: .. ._ lt::.:' _') ·.·'t-t't: 1(1U4} N!:.{S ... -;t-:_ :.:t; 43 .'• 
'5. 2'::'• 22~91Q~~ 8330 N8S43K 22 7? 3 
C·. ._. :-- ... , • ._ .• _.:::;:.:~·· 1 :.;: .~ :l'".! l.l!:fO:: ..... ~ 1·. .'t· t;-! :' 

ll:l (6Hl2N2 
97 C~H7NO 

ranges searched: 

I iL r ,_ ('UN c I -
0 84 11 30 
(I lllll 13 )U 
0 203 30 14 
ll .=·'1 4(1 liJ 

0 1 tlll }6 10 
J..i .i. !Jl.i .:.1:; 

., 
' 

4} 

R_ 1 tJ 

13 
lJ 
12 
1.' 
12 
!.~ 



I 
I 

r i l'!t >R7143 81104-9 RO. 0411 RR B41e91 KRT 500 ML/1.0ML 

I 

r• 

Bpk Rb e12590. 

30 

fil~ NBS4:;tK 
Bpk Rb 9999. 

27 

30 

File Ni3S43K 
Spk Rb 9999. 

e7 

30 

File NBS43K 
Bpk Rb 9999. 

30 

39 
41 -- I 

40 

41 
/ 

40 50 

39 

40 !50 

39 51 

40 50 

SUB 

65 66 77 79 
I--

so 

Benzene, 1,2-dimethyl- (9CI> 

77 79 
I--

ee 

Benzene, 1,4-dimethyl- <9CI> 

65 77 79 
I--

60 70 80 

Benzene, 1,3-dimethyl- <9CI> 

53 65 66 77 79 -- ---- I--

60 e 80 

I AREA 
UNKNOWN ~~, 1 
2574821. TENTATIVE CONCENTRATION IS 

1. 

I 2. 
3. 
4. 

Benzene, 1,2-dimethyl- (9CI) 
Benzene, 1,4-dimethyi- (9CI) 
Benzene, 1 7 3-dimethyl- (9CI) 
Benzene, ethyl- (8CI9CI) 

91 --
92 --90 

91 --
92 --90 

91 

90 

91 

480.00 

Scan 145 
4.5!5 min. 

106 
103/ 108 

I ------ e 
100 110 

Scan 1754 
e.0e min. 

0 
100 110 

Scan 1756 
o.oo Rli n. 

e 
100 

Scan 1757 
0.00 min. 

107 

e 
110 

I 
5. 
6. 

Cyclopentene, 1-ethenyl-3-methylene- (9CI> 
1,3-Cyclopentadiene, 5-(1-methylethylidene)- (9CI> 

106 
106 
106 
106 
106 
106 

C8H10 
C8H10 
C8H10 
C8H10 
C8H10 
C8H10 

I Sample f i 1 e: >A7143 Spectrum *: 145 
Search ~peed: 1 Tilting option: N No. of ion rl!lnges searched: 

I 
Prob. CAS ~~ CON ~~ ROOT K DK *FLG TILT " CON c I -

I 1. 94* 9?476 10058 NBS43K 79 13 1 0 81 6 68 
2. 87* 106423 10060 NBS43K 70 23 0 0 60 31 40 
3. 84* 108383 10061 NBS43K 69 23 0 0 63 31 40 

I 4. 83* 100414 10059 NBS43K 63 21 2 0 100 7 54 
?. 52* 61142072 10063 NBS43K 59 46 2 0 50 33 20 
6. 43* 2175919 10062 t-18S43K 46 42 2 0 39 34 16 

40 

R IV -
93 
89 
86 
?0 
36 
26 



I 
I 

81104-9 Rn 9411 RR 041291 KAT 500 HL/1.9HL 
SUB 105 

/ 

110 

file NBS43K Benzene, 1-ethyl-2-methyl- <9CI) 
Bpk Rb 9999. 

105 
I 

39 51 65 77 80 91 

---30 40 50 70 80 90 100 110 

Benzene, 1-ethyl-3-~ethyl- <9CI> 

105 

100 ..._ 
70 90 100 

Benzene, 1-ethyl-4-methyl- (9CI) 

105 

29 39 51 63 65 91 
120 

100 
I ........... -- ...._ 
30 40 50 60 70 90 100 

I 
I 

UNKNOWN :11:,2 I AREA = 102887.0 TENTATIVE CONCENTRATION IS 19.00 

Benzene, 1-ethyl-2-methyl- (9Cl) 120 1. 

I 
2. Benzene, 1-ethyl-3~methyl- (9C I) 120 
3. Benzene, 1-ethyl-4-methyl- C9CI) 120 
4. Benzene, (1-methylethyl>- (9CI > 120 
7. Benzene, 1 1 1 1 -(1-methyl-1,2-ethanediyl>bis- C9Cl) 196 

I 6. Benzene, 1,3,7-trimethyl- C9CI > 120 

I Samp 1 e f i 1 e: >A7143 Spectrum ~~: 272 
Search speed: 1 Tilting option: N No. of ion ranges 

I Prob. CAS :D: CON :1J: ROOT K OK :U:FLG TILT " 
I 1. 94* 611143 12470 NBS43K 73 12 1 0 83 

2. 89* 620144 12471 NBS43K 64 23 1 0 76 
3. 89* 622968 12472 NBS43K 62 23 1 0 86 

I 
4. 86* 98828 12446 NBS43K 66 21 1 0 89 
7. 78 7814877 10010 NBS43K 71 28 2 0 100 

I 

6. 72 108678 12448 NBS43K 49 39 3 0 100 

Scan 252 
6.73 r~tn. 

Scan 3141 
0.ee ~ain. 

Scan 3142 
0.00 min. 

Scan 3143 
e.ee min. 

C9H12 
C9H12 
C9H12 
C9H12 
C17H16 
C9H12 

searched: 

CON c_ I 

3 72 
3 66 
7 66 

10 79 
19 27 
17 20 

41 

R_IV 

92 
67 
67 
72 
26 
12 



1.1 

I 
file >R7143 
Bpk Rb 10217. 

file NBS43K 
Rb 9999. 

81104-9 RQ 0411 RR 041291 KAT ~00 ML/1.0ML 
SUB 

Benzene, 1,3,5-tri=ethyl- (9CI> 

105 
/ 

105 

Scan 259 
6.89 11ln. 

Scan 313~ 
0.00 111n. 

1 · I 129 [ 

h ""'".I .. """' .J.~.' ... ~~.r!.:~ .. ' ... .f.',J;~ ..... ,t .~.~ ... I .. ".~;;.' .. ~~.~ 
30 40 50 60 70 90 90 100 110 120 130 

Fila HBS43K 
Bpk Rb 9999. 

file HBS43K 
Bpk Rb 9999. 

I 
I 

UNKNOWN ~~, 3 

Benzene, 1-ethyl-3-~ethyl- (9CI> 

Benzene, 1-ethyl-2-methyl- (9CI> 

63 65 -....--
60 70 

77 sa 
, --

80 

91 100 / ...._ 
90 100 

105 

115 -.... 
110 

r~·EA = 1136?2.0 TENTATIVE CONCENTRATION IS 21.00 

1. Benzene, 1,3 1 5-trimethyl- (9CI> 

I 
2. Benzene, 1-ethyl-3-methyl- (9CI> 
3. Benzene, 1-ethyl-2-methyl- (9CI> 
4. Benzene, 1-ethyl-4-methyl- (9CI) 
?. 1 1 3-Cyclopentadiene, 5-(1-methylpropylidene)-1 6. Benzene, 1,2,4-trimethyl- (8CI9CI> 

2?9 

C9C I> 

120 

Scan 3142 
0.00 11in. 

Scan 3141 
0.00 min. 

120 C9H12 
120 C9H12 
120 C9H12 
120 C9H12 
120 C9H12 
120 C9H12 

I Sample file: >A7143 Spectrum#: 
Search speed: 1 Tilting option: N No. of ion ranges searched: 41 

I 
11. 

2. 
3. 

14. 
?. 
6. 

Prob. 

84* 
84* 
79* 
76* 
70* 
69* 

CAS # 

108678 
620144 
611143 
622968 

3141024 
95636 

CON ~~ 

12448 
12451 
12450 
12452 
12454 
12445 

ROOT 

NBS43K 
NBS43K 
NBS43K 
NBS43K 
NBS43K 
NBS43K 

K 

72 
70 
70 
64 
40 
67 

DK 

16 
17 
1? 
21 
64 
28 

~tFLG TILT 

2 0 
2 0 
2 0 
1 0 
3 0 
1 0 

" 
68 

100 
100 
86 
71 
65 

CON 

6 
9 

11 
23 

6 
31 

C_I R_IV 

55 66 
55 61 
43 61 
41 72 
42 13 
26 66 



lle >R7143 
pk Rb 22753. 

81104-9 RQ 0411 RR 

~1 63 ...- -... 
60 

041291 KRT 
SUB 

77 

~00 HL/1.0HL 

10~ 
I 

91 101 ......_ 
90 100 

1 !e NBS43K 
pk Rb 9999. 

Banzane, 1,2,4-trimethyl- CSCI9CI> 

I 

I AREA 
UNKNOWN ~~ , 4 
205931.0 TENTATIVE CONCENTRATION IS 

I 1. Benzene, 1,2,4-trimethyl- <8CI9C1) 
2. Benzene, 1-ethyl-3-methyl- (9C 1) 
3. Benzene, 1-ethyl-4-methyl- C9C1 > 

I 4. Benzene, 1-ethyl-2-methyl- (9C1 > 
5. Benzene, 1,2,3-trimethyl- C8CI9C1) 
6. Benzene, (1-methylethyl )- ( 9C 1) 

I 
Semple file: >A7143 Spectrum ~~: 287 

105 
I 

38.00 

110 

120 
120 
120 
120 
120 
120 

I Search epeed: 1 Tilting option: N No. of ion rangee 

I Prob. CAS ~~ CON t ROOT K OK #FLG TILT " 
1. 89* 95636 12445 NBS43K 80 15 1 0 69 

I 
2. 94* 620144 12471 NBS43K 70 17 2 0 100 
3. 83* 622968 12452 NBS43K 67 18 1 0 97 
4. 79* 611143 12470 NBS43K 70 15 2 0 100 
7. 71* 526738 12449 NBS43K 74 26 1 0 60 

1.~ . 
6. 68* 98828 12446 NBS43K 57 30 1 0 85 

Scan 287 
7.45 •in. 

Scan 3136 
0.00 min. 

C9H12 
C9H12 
C9H12 
C9H12 
C9H12 
C9H12 

searched: 

CON C_l 

6 62 
10 r;r; 
12 51 
12 43 
31 32 
25 30 

41 

R_ IV 

89 
61 
77 
61 
72 
57 



I 
·I 

i le >R7143 
pk Rb 17813. 

2999 

81104-9 RG 0411 RR 

151 59 63 77 

941291 KRT ~00 ML/1.9ML 
SUB 

89 91 

105 --
Scan 319 

8.19 min. 

134 139 
I I ,- ,_- / 

~~rrrT~~rr~~~~~~~~~~~~~rr~~~--~~----~~~~~----~--~0 
30 

ile NBS43K 
pk Rb 9999. 

30 

ile HBS43K 
pk Rb 9999. 

30 

ile NBS43K 
pk Rb 9999. 

40 50 

51 
/ 

40 50 

60 70 so 90 100 110 

Benzene, 1-ethyl-3-mathyl- C9CI> 

105 --
59 65 
/ l 

60 70 

Benzene, 1-ethyl-2-methyl- (9CI> 

105 

120 130 140 

Scan 3142 
0.00 1111n. 

Scan 3141 
0.00 11ln. 

.. r .... It .. ~· ... ~.·. I ... z~· .. ~·t .. .J~~ .. .'{d.~ .... I ... .l 
40 69 69 79 80 99 109 119 120 139 140 

39 51 

40 59 

Benzene, 1-ethyl-4-methyl- (9CI> 

105 

77 91 59 65 106 
I I ,_-

69 79 110 

120 

Scan 3143 
0.00 Min. 

e 
149 

'REA.,. 
UNKNOWN :ft: 1 7 
210763.0 TENTATIVE CONCENTRATION IS 39.00 

I 
1. Benzene, 1-ethyl-3-methyl- ( 9C 1 >. . . 120 C9H12 
2. Benzene, 1-ethyl-2-methyl- ( 9C I) 120 C9H12 
3. Benzene, 1-ethyl-4-methyl- ( 9C I) 120 C9H12 
4. Benzene, 1 1 2 1 4-trimethyl- C8CI9CI) 120 C9H12 

I 7. Benzene, 1 1 2,3-trimethyl- (8CI9CI) 120 C9H12 
6. Benzene, (1-methylethyl)- C9Cl > 120 C9H12 

I 
Sample file: >A7143 Spectrum :ft:: 319 

tearch speed: 1 Tilting option: N No. of ion ranges searched: 

Prob. CAS ~~ CON # ROOT K DK #FLG TILT " CON c - I 

11. 88* 620144 12471 NBS43K 64" 23 2 0 92 4 67 
2. 83* 611143 12470 NBS43K 63 22 2 0 91 6 74 

13. 83* 622968 12472 NBS43K 63 22 2 0 100 6 74 
4. 83* 97636 12447 NBS43K 67 28 2 0 69 7 74 
5. 74* 526738 12449 NBS43K 74 26 1 0 60 27 37 
6. 68* 98828 12446 NBS43K 57 30 1 0 84 21 30 

41 

R_IV 

73 
70 
70 
70 
72 
55 



1.1 
I 

ile >R7143 
pk Rb 3592. 

81104-9 RQ 0411 RR 041291 KRT 500 HL~1.0HL 

400 

30 40 

il~ NBS43K 
pk Rb 9999 •. 

39 

40 

ila HBS43K 
pi: Rb 9999. 

29 41 -- , 
30 40 

ile NBS43K 
pk Rb 9999. 

I 
I 

!51 !54 67 
I-- I" 

!50 60 70 

Benzene, 

61 

50 70 

Benzene, 

51. !55 65 
I -- I 

50 60 70 

SUB 105 

91 
I 

--
90 100 . 110 

1-methyl-3-propyl- C9CI> 

105 --
77 80 91 
/ 

80 90 100 110 

<1-•elhylpropyl)- C9CI> 

77 80 
/---

80 

91 
/ 

10!5 

106 --110 

Benzene, 1-~nelhyl-4-propyl- C9Cl) 

105 

120 

120 

AREA • 68013.00 TENTATIVE CONCENTRATION IS I 
UNKNOWN *,6 

13.00 

I 
1. Benzene, 1-methyl-3-propyl- (9CI) 
2. Benzene, (1-methylpropyl)- (9CI) 
3. Benzene, 1-methyl-4-propyl- (9Cl) 
4. Benzene, 1-methyl-2-propyl- (9CI) 

I 5. Benzene, ( 1-methyl-3-butenyl )- (9CI) 
6. 2,4-Heptadien~6-ynal, (E 1 E)- (8Cl9Cl> 

I Sample file: >A7143 Spectrum :1):: 
Search speed: 1 Tilting option: N 

I 
Prob. CAS * CON ~~ ROOT K 

I • 
1. 81* 1074437 14693 NBS43K 66 
2. 63* 135988 14687 NBS43K 53 

il 3. 58* 1074551 14694 NBS43K 39 
4. 58* 1074175 14692 NBS43K 42 
5. 40 10340495 9993 NBS43K 49 
6. 31* 7200046 10057 NBS43K 25 

352 
No. of ion 

OK ~~FLG 

21 1 
30 2 
44 1 
41 1 
31 2 
63 2 

Scan 352 
9.77 Min. 

140 

Scan 4872 
e.ee 11in. 

Scan 4860 
0.00 ain. 

Scan 4873 
0.00 •in. 

134 C10Hl4 
134 C10H14 
134 C10H14 
134 C10H14 
146 C11H14 
106 C7H60 

renges seerched: 

TILT " CON C_l 

0 100 17 45 
0 100 17 30 
0 100 19 25 
0 100 19 25 
0 100 30 14 
0 69 33 12 

42 

R_lV 

72 
36 
22 
24 
17 
14 



I 
I 

flle >R7143 
Bpk Rb 7806. 

39 

file HBS43K 
Bpk Rb 9999. 

30 

F"i le HBS43K 
Bpk Rb 9999. 

30 

Fih NBS43K 
Bpk Rb 9999. 

27 

41 

40 

40 

39 

81104-9 Ra 0411 RR 041291 KAT e00 ML/1.0ML 
SUB 

119 ....... 

119 

Ben%ene, 1-methyl-3-Cl-methylathyl>- C9CI> 

119 
I 

51 58 65 77 78 91 103 105 -- / ---- ----50 60 70 e0 90 190 119 120 

Benzene, 1-aethyl-2-Cl-aethylethyl)- (9Cl) 

119 

50 60 70 80 90 100 110 120 

Benzene, 2-ethyl-1,3-dimethyl- (9Cl) 

119 

51 53 65 77 91 
134 

Scan 381 
9.36 11in. 

Scan 4865 
9.90 Min. 

Scan 4864 
0.00 min. 

Scan 4875 
0.00 ain. 

/ 135 -- / I 
~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~rr~~~~~rLe 

I 
I 

30 40 50 60 70 80 90 100 

. UNKNOWN ~,7 
IAREA a 105190.0 TENTATIVE CONCENTRATION IS 

1. Benzene, 1-methyl-3-(1-methylethyl)- (9Cl> 

I 

2~ Benzene, 1-methyl-2-(1-methylethyl)- (9CI) 
3. Benzene, 2-ethyl-1,3-dimethyl- (9CI) 
4. Benzene, methylC1-methylethyl)- (9CI) 

I 

5. Benzene, 1-ethyl-2,4-dimethyl- C9CI> 
6. Benzene, 2-ethyl-1 1 4-dimethyl- (9CI) 

I Sample file: >A7143 Spectrum *: 
Search ~peed: 1 Tilting option: N 

I 
Prob. CAS 4~ CON ~ ROOT K 

I 1. 95* 535773 12310 NBS43K 79 
2. 84* 527844 12309 NBS43K 74 
3. 84* 2870044 12316 NBS43K 72 

I 4. 84* 25155151 12318 NBS43K 63 
5. 83* 874419 12311 NBS43K 66 
6. 81* 1758889 12315 NBS43K 63 

381 
No. 

OK 

10 
18 
17 
27 
22 
31 

110 

19.00 

of ion 

4WLG 

1 
2 
2 
1 
2 
2 

149 

134 C10H14 
134 C10H14 
134 C10H14 
134 C10H14 
134 C10H14 
134 C10H14 

renge~ ~eerched: 

TILT " CON C_I 

0 90 7 68 
0 100 7 55 
0 100 7 55 
0 77 9 55 
0 100 7 54 
0 85 7 53 

40 

R_IU 

95 
67 
66 
60 
56 
48 



~I I I I I 1
4

10 I I I I I I I 6'9 I I I I I 'so' I I I I I I ibo I 1'1 I l~Of I I I I I I 1~01 I I I I I I it0 I I I I I I I i~0 i I I I 0 

file NBS43K Cyclohexanol, 3,5-dimethyl- <SCI9CI> Scan 4144 
Pk Rb 9999. 0 00 i 

71 
• rn n. 

1 I 95 

l. 29 
41 ~· II 83 I 189 y• 127 148 [ 

~lrr::i I I 1,1 I I I IIIII I I I 1'l I I I I 1~1 I I I I I I I I 1AI I I I I I I I I~ I I I I I I I I I (I I I I I I I I I I 1 I I I I I I I I I I 0 
40 60 80 1ee 1~e 140 160 180 

rile NBS43K 
pk Rb 9999. 

Bicyclo[2.2.1lheptane, 2-ethyl- (9CI> 
95 

Scan 3606 
0.00 min. 

J. ;.: ... ,;,~.I •• (~ ... I .... I r .. J . 11·~~ .... I ~r:. I~~~ ••• I .................. ..l 
40 60 80 1ee 120 140 · 160 180 

rl le NBS43K 
pk Rb 9999. 

Bicyclo[2.2.1lheptane, 2-<phenylmethyl>- <9CI) 

95 

Scan 14602 
e.ee min. 

29 41 55 67 77 104 117 129 141 
~~~~~~~~~~/~~~~~/~~~~~~~~~~~~~~/~~~~~~~~~~~~~~~0 

166 

40 60 s0 100 120 140 160 180 

I 
I 

UNKNOWN :{1: 1 8 
IAREA = 88096.00 TENTATIVE CONCENTRATION IS 11.00 

I 
I 
I 

1. Cyclohexano1 1 3 1 7-dimethyl- (8Cl9Cl> 
2. Bicyclo[2.2.1lheptane 1 2-ethyl- C9CI) 
3. 8icyclo[2.2.1lheptane 1 2-Cphenylmethyl)- (9CI) 
4. Ether, methyl 1-octadecenyl C8CI) 
7. Bicyclo[2.2.1lheptane 1 2-(1 1 1-dimethyl-2-propenyl)­

C9C I) 
6. Bicyclo[2.2.1lheptane, 2-(1-methylpropyl)- C9CI) 

Sample file: >A7143 Spectrum i: 412 

128 C8H160 
124 C9H16 
186 C14H18 
282 C19H380 
164 C12H20 

172 C11H20 

~Search ~peed: 1 Tilting option: N No. of ion range~ ~earched: 

I 

Prob. CAS ~~ CON ~~ ROOT K DK ~FLG TILT " CON C_I 

1. 30* 5441521 3972 NBS43K 37 65 3 0 160 31 12 
2. 25* 2146410 8107 NBS43K 23 67 3 0 100 49 7 

·I 3. 15 37794915 8167 NBS43K 46 49 1 0 82 59 3 
4. 15 26537064 4104 NBS43K 57 61 1 0 43 78 3 
7. 15* 69219085 8151 NBS43K 32 50 2 0 84 59 3 

-.9 76 3 

41 

R_IU 

13 
12 
14 
15 
16 
15 



I 
I 

I 
I 

I 
I 
I 

ile >R7143 
pk Rb 4231. 

41 

81104-9 RQ 0411 RR 

155 

--- 69 

041291 KRT 500 ML/1.0ML 
SUB 

125 --130 

Scan 417 
10.09 min. 

ile NBS43K Cyclopentane, 1-ethyl-2-methyl-, cis- CSCI9CI> Scan 2271 
pk Rb 9999. 0.00 min. 

1 ~· I" 70 ~· r ,3
9 

1
1 

53! ~ 77 1 9~ 1;2 113 
I I I I •• I I --~~· ••• ,, •• ~~·~···· ••• ~''··~··. ~~····~'··· ~····~···· 1• ••• I 0 30 40 60 60 70 80 90 100 110 120 130 140 160 

ile NBS43K 
pk Rb 9999. 

41 

Cyclooctane C8CI9CI) Scan 2261 
o.oe min. 

J~~ . .11~1. 
56 

_, 70 

5~·JI. :Jl. .. ... r 77 I . 97 1 113 

IIIII,IJIIII~ 1 1 111 '1J~, 1 ''i''''l''''ie 'I I I I I I I I I 

30 40 60 60 70 80 90 100 110 120 130 140 160 

ile NBS43K 
pk Rb 9999. 

UNKNOWN :11:,9 

3-0ctene, (E)- (8CI9CI> 

89132.00 TENTATIVE CONCENTRATION IS 11.00 

1. Cyclopentane, 1-ethyl-2-methyl-, cis- C8Cl9CI) 
2. Cyclooctane C8CI9Cl) 
3. 3-0ctene, CE>- C8Cl9CI) 
4. Cyclopentane, 1,1,3,4-tetramethyl-, cis- (9CI) 
?. 1,3-Cyclohexanedione, 4,4-dimethyl- C8CI9CI) 
6. Cyclohexanone, 3,3,?-trimethyl- C8CI9CI) 

Sample file: >A7143 Spectrum :j1:: 417 

112 
112 
112 
126 
140 
140 

Scan 2303 
0.00 111in. 

C8H16 
C8H16 
C8H16 
C9H18 
C8H1202 
C9H160 

1 
Search speed: 1 Tilting option: N No. of ion ranges searched: 

Prob. CAS * CON 4~ ROOT K OK *FLG TILT " CON c_I 

I • 
1. 26* 930892 ?678 N8543K ?1 64 3 0 70 42 8 
2. 20* 292648 1098? N8543K 37 ?7 2 0 48 ?3 ? 

I 3. 20* 14919018 10998 NBS43K 34 6? 3 0 87 ?3 ? 
4. 20* ?3907601 10810 N8543K 27 81 3 0 60 ?4 ? 
5. 20* 562469 160?6 NBS43K 23 79 2 0 34 ?1 ? 

.·." .. 6 ~ 20* 873949 ?707 NBS43K 23 79 1 0 59 ?4 ? 

43 

R_IU 

14 
17 
13 
13 
13 
14 



I 
>R7143 

Rb 10493. 

I 
30 40 

1 NBS43K 
nk Rb 9999. 

I 
40 

NBS43K 
Rb 9999. 

I 39 

40 

_1 NBS43K 
pk Rb 9999. 

I 39 

40 

I 

. ; 

.,,,I 
'·. ,I 

1·-

81104-9 RQ 0411 RR 041291 KRT 500 MV1~0ML 
SUB 

119 
I 

!51 62 65 77 83 , -- -- .I / 

!50 60 70 80 

Ben%ene, 1,2,3,4-tetramethyl- (8CI9CI> 

119 
.I 

89 91 105 -- / .......... 
50 60 70 80 90 100 

Benzene, 1,2,3,5-tetramethyl- <8CI9CI) 

119 

51 63 65 77 105 
--/ .......... 

50 60 70 80 90 100 

Benzene, 2-ethyl-1,3-dimethyl- <9Cl) 

119 

51 63 65 77 8<,;1 91 H15 115 
--/ " -- / .......... --50 60 70 80 90 100 110 120 

I UNKNOl..JN :If: 1 1 0 
AREA = 94058.00 TENTATIVE CONCENTRATION IS 

I. 
2. 

1: 
5. 

~· 

Benzene, 
Benzene, 
Benzene, 
Benzene, 
Benzene, 
Benzene, 

Jmple file: 
S rch speed: 

-I Prob. 

i 87* 
86* 
83* 

4. 79* 

I 78* 
78* 

1,2,3,4-tetramethyl- (8CI9CI) 
1,2,3,5-tetramethyl- (8CI9Cl) 
2-ethyl-1,3-dimethyl- (9CI) 
1,2,4 1 5-tetremethyl- (8CI9CI) 
1-ethyl-2,3-dimethyl- (9CI) 
2-ethyl-1 1 4-dimethyl- (9CI> 

>A7143 Spectrum ~~: 424 
1 Tilting option: N No. 

CAS ~~ CON ~~ ROOT K OK 

488233 14689 N8543K 67 29 
527537 14690 NBS43K 57 36 

2870044 12316 NBS43K 48 41 
9?932 14683 NBS431< ?6 46 

933982 12312 NBS43K 47 46 
1778889 12317 NBS43K 41 73 

12.00 

of ion 

:IJ:FLG 

3 
3 
2 
2 
3 
3 

Scan 424 
10.24 111in. 

Scan 4862 
0.00 111tn. 

0 
150 

Scan 4863 
0.00 min. 

Scan 4875 
e.ee 111tn. 

134 C10H14 
134 C10H14 
134 C10H14 
134 C10H14 
134 C10H14 
134 C10H14 

renges searched: 

TILT " CON C_I 

0 80 1 63 
0 75 1 60 
0 97 3 77 
0 74 6 48 
0 100 3 77 
0 100 3 ?7 

42 

R_IV 

42 
30 
28 
33 
18 
14 



i 

::. :' j" ) ' 
, I l ~ t • 

I 

ile >R7143 
Bpk Rb 1706. 

il!! NBS43K 
Bpk Rb 9999. 

32 
I 

ile NBS43K 
Bpk flb 9999. 

29 --

43 , 
40 

41 
I 

40 

39 

40 

81104-9 RQ 0411 RR 041291 KAT ~00 ML~1.0HL 
SUB 133 --

Ethanone, 1-(4-ethylphenyl>- (9CI) 

133 --
51 79 105 

63 74 119 
........ I / 

60 80 100 120 

Benzene, 1,4-dimethyl-2-<1-methylethyl)- (9CI> 

133 

~1 65 77 91 105 115 
I _, 

60 80 100 129 

Benzene, 1-ethyl-2,4,5-trimethyl- (8Cl> 

133 

51 65 72 77 
I -. / --60 80 

I 
I 

UNKNOWN ~~ , 11 
IAREA a 72304.00 TENTATIVE CONCENTRATION IS 

1. Ethanone, 1-(4-ethylphenyl)- (9CI) 

9.00 

2. Benzene, 1,4-dimethy1-2-C1-methy1ethy1)- C9CI) 

I 
I 

3. Benzene, 1-ethyl-2,4,7-trimethy1- (8Cl) 
4. Benzene, 1-ethy1-3-(1-methy1ethyl)- (9Cl) 
7. Benzene, 1-ethy1-4-C1-methylethyl>- C9Cl) 
6. Benzene, ethyl-1,2,4-trimethyl- (9CI) 

I Samp 1 e f i 1 e: >A7143 Spectrum *: 449 
Search speed: 1 Tilting option: N No. 

I Prob. CAS t CON * ROOT K OK 

I 1. '1* 937304 14594 NBS43K 37 56 
2. 29* 4132723 14798 NBS43K 37 77 
3. 28* 17871273 14603 NBS43K 33 66 

of ion 

tFLG 

2 
2 
2 

I 

4. 28* 4920994 14602 NBS43K 32 22 2 
7. 27* 4218488 14799 NBS43K 40 78 3 
6. 27* 74120626 14607 NBS43K 31 79 2 

134 --140 

140 

148 
148 
148 
148 
148 
148 

ranges 

TILT " 
0 84 
0 100 
0 70 
0 87 
0 100 
0 87 

Scan 449 
10.7~ min. 

Scan 7279 
0.00 min. 

Scan 7329 
0.00 min. 

e 
160 

Scan 7328 
0.00 min. 

C10H120 
C11Hl6 
C11Hl6 
C11H16 
C11Hl6 
Cl1H16 

searched: 

CON c - I 

39 10 
43 8 
39 10 
44 8 
39 10 
44 8 

42 

R_IV 

17 
17 
14 
16 
13 
17 



I 
I 

43 
/ 

81104-9 RQ 0411 RR 

!56 _, 
041291 KRT 500 HL/1.0HL 
SUB 

,1.1, 5~ IlL 
73 93 95 
l:i ~r 

98 103 
I~ 

119 122 
........... ...-

40 . I I • 810 I 

134 148 

Scan 4157 
10.91 11ln. 

f --'140 I 

ile NBS43K 1,3-Pentanediol, 2,2,4-trimethyl- (8CI9CI> . Scan 7099 

l b 9999. 0.00 •in. 
56 --

1 J.~· ... .,~.r. .·!=;!~ .. ~ ... ~~ .. ~~.r.:~ ... r~ . .::.·~ .:-:~I.~~~ .... I .... I ... L 
40 60 ee 100 120 140 

le NBS43K 2,3-Pentanediol, 2,4-dimethyl- <9CI> Scan 4760 

p!"i~·:. ·~!I .J( ... ~~ .. ~~/~ ... r~/~-"~ .. .• ~:.~~.·.~· ... ::~~ C 
ile NBS43K Cyclopentanamine <9CI> Scan 579 plb 9999. 

56 
0.00 min. 

i 28 ~2 54 [ 72 82 85 87 t 
I .~f4: I'" -- . ..._ ...._ ~ t . ~ I I 1

4
1
0 

I I I I I I 601 I I I 1 I I I leal I I I I I 100 I I I I I I I 120 I I I I I I I 1~0 I I I I I I ~e 

I 
I 

. UNKNOWN :fl: 1 12 
A1A-= 189992.0 TENTATIVE CONCENTRATION IS 24.00 

1. 1,3-Pentanediol, 2,2,4-trimethyl-· (8CI9CI) 

':

• 2,3-Pentanediol, 2 1 4-dimethyl- (9CI) 
Cyclopentanamine (9CI) 
Cyanic acid, propyl ester (8CI9Cl) 

i ·. 1-Hexene, 2 1 7-dimethyl- (8CI9Cl) 
1-Pentene, 2,4-dimethyl- (8CI9CI) 

~mple file: >A7143 Spectrum ~~: · 477 

146 C8H1802 
132 C7H1602 

87 C7H11N 
87 C4H7NO 

112 C8Hl6 
98 C7H14 

Search ~peed: 1 Tilting option: N No. of ion r~mges ~earched: 

I Prob. CAS :fl: CON :ft: ROOT K DK :ft:FLG TILT " CON C_l 

t 67 144194 1092 NBS43K 62 37 1 0 76 11 34 
39 66227734 1068 NBS43K 71 46 1 0 46 30 14 

3. 27* 1003038 961 NBS43K 20 61 1 0 77 47 7 

1 27* 1768361 960 NBS43K 27 80 2 0 77 70 7 
20 6975924 1027 NBS43K 39 45 2 0 69 54 7 

6. 20 2213323 982 NBS43K 38 48 2 0 96 74 7 

41 

R_IV 

27 
16 
14 
14 
13 
12 



I 
I 

lle >R7143 lb 9999. 

I 
le HBS43K prb 9999. 

81104-9 RQ 0411 RR 

74 
/ 

041291 KAT 500 HL,1.0HL 
SUB 

0-ribo-Hexose, 2,6-dideoxy-3-0-methyl- <SCI9CI> 

74 
/ 

Scan !536 
12.!52 111tn. 

Scan 10169 
e.e0 1111n. 

I 
145 162 

~~TT~~~~~~~~~~~~~TM~rMnTrMMTrn~~rnMTrnri~Tr~Tr~Tr~TrnMTr.0 

86 
/ 163 

40 80 100 140 160 

F"1le PRIPOL Hethanamine, H-methyl-N-nitroso- Scan 16 
Bp'b 9999. 74 0.00 111tn. 

I J r!~ ~.(~ · · · ~: · · · I· ( i:~ 1 • • • 1~;; .. 1 • • • ao· .. 1 ••• 1~0 .. I ••• 1~;,· .. 1 ••• 1~0 ... 1 ••• 2~0. L 
File NBS43K BpiRb 9999. 

29 --
40 

41 57 
l 

60 

UNKNOWN ~~, 13 

Butanoic acid, 2-methyl- <9CI> 

74 

eo 140 

7017?.00 TENTATIVE CONCENTRATION IS 

160 

9.00 

1. 0-ribo-Hexose, 2,6-dideoxy-3-0-methyl- (8CI9CI) 
~.· Methan~mine, N-methyi-N-nitroso-
~ Butanoic acid, 2-methyl- (9CI) 

lample f i 1 e: >A7143 Spectrum :ft:: ?36 
Search speed: 

I 
1 Tilting option: N No. of 1on 

Scan 1486 
0.00 min. 

162 C7Hl404 
74 C2H6N20 

102 C?Hl002 

ranges searched: 

Prob. CAS * CON ~t ROOT K OK tFLG TILT " CON C_l 

I. 1?* 13089764 4?47 NBS43K 23 86 3 0 100 ?6 3 
2. 11* 16 79 PRIPOL 20 ?7 2 0 100 61 2 ,. 11* 116530 4492 NBS43K 21 72 2 0 100 61 2 

I 

42 

R_IV 

12 
13 
13 

I 
h 

i! 
I 

l 
I 



I 

rile >R7143 81104-9 RQ 0411 RR 041291 KRT ~90 ML/1~0NL Scan e43 
pk Rb 9999. \~~ 12.66 min. I 69 / 

J. :~¢~ .0.r.:;; ·o·o.( · \Ia · .~~ · .(:~•· ·· ..l. ·it I ~rm:~~ · · :ill~ .. I .. • m· .. I • • • 2&.1 
ile NBS43K 2<1H>-Pyri~idinona, 4-amino- C9CI> Scan 2056 

k Rb 9999. 0.00 min. 
111 

I j I :~c.~' '' ~~~.c:.' I.~~' I'.~~ I'''' fd.~. I'''' I'''' I'''' I'''' I'''' I'' ''I'''' I'' L 40 69 80 100 120 140 160 180 200 

·1 NBS43K Cyclopenlane, bromo- (8CI9CI) Scan 7363 

""f x_:~r.~ '00 o 6~ • ,1( i~ o • • 1 • o • 1&0° o • 1° • ·aoo o o1o o 0 1~0 _'r~~. •1o o 'ib0o o '' 0 0 ~~::. r 
11 NBS43K Ethane, chlorotrifluoro- <BCI9Cl) 
pk Rb 9999. 

I 65 ......._ 
40 60 

I 
I 

UNKNOWN :fl: 1 14 

69 

8El 

83 98 118 120 
/ I ~ ---

100 120 140 

AlA .... 68670.00 TENTATIVE CONCENTRATION IS 

2(1H>-Pyrimidinone 1 4-amino- (9CI) 
2. Cyclopentane 1 bromo- (8CI9Cl) 

1·. Ethane, chlorotrifluoro- (8CI9CI) 
1 1 5-Heptadiene, 3 1 3-dimethyl- 1 CE>- (9CI) 

5~ 2,6-0ctadiene, 4,5-dimethyl- (8CI9CI) 1· 2-Butenoic acid, 2-propenyl ester C9Cl) 

t;ple file: >A7143 Spectrum ~~: 543 
S ch t;peed: 1 Tilting option: N No. 

160 

9.00 

of ion 

1 0 

Scan 2887 
0.00 min. 

290 

111 C4H5N30 
148 C5H98r 
118 C2H2ClF3 
124 C9H16 
138 ClOH18 
126 C7H1002 

ranges searched: 

I Prob. CAS ~~ CON ~~ ROOT K DK tFLG TILT " CON c_I 

J. 25* 71307 10775 NBS43K 29 S7 3 0 100 46 7 
15* 137439 3474 NBS43K 28 32 2 0 87 59 3 
15* 1330456 3456 NBS43K 31 47 1 0 63 59 3 

4. 15* 67682477 3458 NBS43K 27 50 3 0 92 59 3 

J 15* 18476578 3465 NBS43K 25 48 3 0 92 59 3 
15* 20474935 3461 NBS43K 24 51 2 0 92 56 3 

42 

R_IV 

13 
14 
17 
13 
13 
14 



I 
I 

Fi 1a >R7143 R1 Rb 1010. 
81104-9 RQ 0411 RR 041291 KRT 500 HL/1.0HL 

SUB 

I 
f"il e NBS43K 
"IRb 9999. 

37 41 -- / I 30 40 

51 

·' 
50 

73 -... 

1H-Indene, 

63 71 
........ I 

60 70 

2,3-dihydro-1,2-dimethyl- (9CI> 

77 91 
101 103 ........ 

/ ...__-
80 90 100 110 120 

I .le HBS43K 
Bp~Rb 9999. 

Benzene, (3-•ethyl-2-butenyl>- (9CI> 

I 39 40 50 60 70 

91 

89 90 

103 _, 
190 110 

f"ile HBS43K 
Bp~Rb 9999. 

1H-Indene, 2,3-dihydro-4,7-dimethyl- <9CI> 

I 
I 
I 

37 38 51 63 ---- / ........ 
30 40 50 60 

UNKNOWN ~~, 15 

71 77 91 
I / -.._ 

70 80 90 

AlA .. 87407.00 TENTATIUE CONCENTRATION IS 

1. 1H-Indene, 2,3-dihydro-1,2-dimethyl- (9CI> 

1:
. Benzene, (3-methyl-2-butenyl)- (9CI) 

1H-Indene, 2,3-dihydro-4,7-dimethyl- C9CI> 
1H-Indene, 2,3-dihydro-1,6-dimethyl- (9CI) 
1H-Indene, 2 1 3-dihydro-1,3-dimethyl- (9CI) 5. 

11.00 

131 .,-

131 _., 

130 

131 

131 

140 

Scan ~61 
13.03 Jilin. 

Scan 6964 
0.00 •tn. 

Scan 6956 
0.00 Min. 

e 

Scan 6959 
0.00 min. 

147 -- e 
150 

I· Naphthalene, 1,2,3,4-tetrahydro-1-methyl- C8Cl9Cl) 

146 C11H14 
146 C11H14 
146 C11H14 
146 C11H14 
146 C11H14 
146 C11H14 

~mp le file: >A7143 Spectrum ~~: 561 
Search speed: 1 Tilting option: N No. of ion ranges searched: 

I Prob. CAS # CON ~t ROOT. K OK t:FLG TILT " CON C_l 

t 65* 17057828 14303 NBS43K 73 31 2 0 97 31 24 
54* 4489843 16892 NBS43K 66 40 2 0 72 36 19 

3. 52* 6682719 16893 NBS43K 64 40 2 0 75 38 19 

1 50* 17059482 14304 N8S43K 63 36 2 0 100 36 19 
44* 4175535 14301 N8S43K 56 45 2 0 100 36 17 

6. 40* 1559815 14299 NBS43K 58 46 3 0 100 31 16 

42 

R_lU 

55 
45 
43 
41 
33 
23 



.. ·, 

I 

11• >R7143 81104-9 RQ 0411 RR 041291 KRT !500 MV1~0ML 
pk Rb 23960. SUB 

I 
39 50 63 71 75 99 
I I "' I -- , 
40 60 so 

ile N9S"f3Y. Naphthalene~, 1-mathyl- CSCI9CI> 
lc Rb 9999. 

I 
39 51 
I , 
40 80 

le NBS43K Naphthalene, 2-~nethyl- (8CI9CI> 
pl.: Rb 9999. 

I 

ile NBS43K 
p!( Rb 9999. 

1,4-Methanonaphlhalene, 1,4-dihydro- <BCI9CI) 

I 39 51 63 

40 60 

I 

UNKNOWN ~ 1 16 
I 

AT- 173237.0 TENTATIVE CONCENTRATION IS 22.00 

Naphthalene, 1-methyl- (8CI9CJ) 
2. Naphthalene, 2-methyl- (8CI9CJ) 

1·. 1 14-Methanonaphthalene, 1,4-dihydro-
1H-Indene1 1-ethylidene- (9CI) 

~- 1H-Indole-~-carbonitrlle 1· Benzeneacetonitrile, 4-cyano- (9CI) 

Lple file: >A7143 Spectrum ~H 

(8CI9CI) 

604 

141 

Scan 604 

142
13.91 Min. 

_, 

142 

142 

Scan 6231 
0.00 111ln. 

Scan 6232 
0.00 min. 

Scan 6234 
0.00 111in. 

143 

142 C11H10 
142 C11H10 
142 C11H10 
142 C11H10 
142 C9H6N2 
142 C9H6N2 

S~~ch speed: 1 Tilting option: N No. of ion ranges ~earched: 41 

I 
~ 
3. 

} 
6. 

Prob. 

86* 
78* 
78* 
49* 
30* 
28* 

CAS ~t 

90120 
91776 

44~3901 

2471832 
1~861242 

876313 

COI-l ~t 

16328 
16329 
16331 
16330 
16392 
16390 

ROOT 

NBS43K 
NBS43K 
NBS43K 
NBS43K 
NBS43K 
NBS431< 

K 

~6 
43 
39 
~4 

39 
31 

OK 

44 
~7 

63 
46 
~~ 
68' 

:fl:FLG TILT 

2 0 
3 0 
2 0 
1 0 
2 0 
2 0 

" 
91 

100 
88 
~2 

92 
86 

CON 

4 
4 
2 

40 
43 
37 

C_I R_IV 

60 33 
~~ 13 
~7 14 
19 40 

8 18 
10 14 



·I 
I 

I 

81104-9 RQ 0411 RR 041291 KRT 800 ML/1.0ML 
SUB 

106 

Scan 643 
14.70 Min. 

190 --
~tle N8S43K Benzoic acid, 2,4-dlmethyl- <SCI9CI> Scan 7803 
; ~~Rb 9999. e.ee ~nin. 

132 1!50 ,.. , r 
39 61 77 

I J ,.::;J,., .~ .... ~-) •• , . :J2~ .. ,C.~',(" . ~~ ~ .. J .... ' " ]~~ ... ' " .. " " " " " " . 
40 60 e0 100 120 140 160 1e0 200 

C .le NBS43K 
Bp~flb 9999. 

38 

1-Butaneboronic acid, cyclic nethylene-o-phenylene ester (SC 
133 

78 -- 175 
........ 

189 ...._ 
Scan 16134 
0.00 11ln. 

I ~a 180 

file NBS43K p-b 9999. 
1,4-Naphthalenedione, 5,8-dihydroxy- (9CI> Scan 15099 

0.00 min. 
190 

77 78 108 161 

I -- 134 
I 

191 --~~Tr~~~~~~~~~~~~~~~~~~~~~~~~~~/~~~~~~~Tr~0 
40 60 140 160 180 2 0 

I 
I 

UNKNOWN *,17 A1A ... 114513.0 TENTATIVE CONCENTRATION IS 13.00 

1. Benzoic acid,·2,4-dimethyl- (8CI9CI> 170 C9H1002 
., •. 1-Butaneboronic acid, cyclic methylene-o-phenylene e 

ster (8CI) 
190 C11H17B02 

1,4-Naphthalenedione, 5,8-dihydroxy- (9CI) 
4. 4H-1-Benzopyran-4-one, 7-hydroxy-2,5-dimethyl- (9CI) 

1 .. Benzoic acid, 2,3-dimethyl- C8CI9CI) 
2-Furancarboxaldehyde, 7-[(5-methyl-2-furanyl)methyl 
l- (9CI) 

I 
>A7143 Spectrum ~~: 643 

190 
190 
170 
190 

~mple file: 
S rch speed: 1 Tilting option: N No. of ion ranges 

I Prob. CAS ~~ CON ~~ ROOT K DK ~tFLG TILT " 1. 40* 611018 17582 NBS43K 84 22 1 0 47 
1~ 29* 18885819 23322 NBS43K 24 122 3 0 109 .·. .20* 475387 23290 NBS43K 40 77 ~· :·' -:·_.·, :··2o* 3 0 100 
~~;;~- . 1f:'l• 

38412474 23309 NBS43K 34 77 3 0 100 ,t;O"li:"?O? 1""?r::-on t..l[""''ot:" /. '7 ,_, ~ ... 

C10H604 
C11H1003 
C9H1002 
C11H1003 

searched: 

CON c_ I 

58 18 
33 12 
53 7 
?? ? 

41 

R IV -
80 
12 
13 
13 



-·I 
I 

File >R7143 El ... ,b 5523. 
91104-9 RQ 0411 RR 041291 KRT ~00 NL/1.0HL 

SUB 

I 
F'!e NBS43K 
&,.,,b 9999. 

27 

I 
F'.le NBS43K prb 9999. 

28 

I --
File NBS43K 
Bprb 9999. 

28 

·-I --
I 
I 

51 

60 

39 51 
~ I 

40 60 

39 
~ 

40 60 

64 77 89 101 102 
I "" ----80 100 

Naphthalene, 1,7-dhethyl-

63 101 102 
I ----80 100 

Naphthalene, 2 ,3-dilnethyl-

63 89 

"" 80 

UNKNOWN t,18 
A1A = 108985.0 TENTATIVE CONCENTRATION 

.1. Naphthalene, 1,6-dimethyl- C8Cl9Cl) 

l Naphthalene, 1 1 7-dimethyl- (8CI9CI) 
Naphthalene, 2,3-dimethyl- (8Cl9CI) 
Naphthalene, 1,8-dimethyl- <8Cl9CI) 

j: Naphthalene, 1 1 4-dimethyl- <8CI9CI> 
Naphthalene, 1 1 2-dimethyl- (8Cl9CI) 

lmple file: >A7143 Spectrum t: · 
Search speed: 1 Tilting option: N 

115 1~8 
/ I 

120 

(8CI9CI> 

<8CI9CI> 

141 
/ 

141 

IS 12.00 

684 
No. of ion 

Scan 684 
1~.t54 111n. 

1~6 --
156 
~ 

Scan 8935 
0.00 Min. 

Scan 8933 
0.00 11in. 156 

Scan 8936 

156 
0.00 min. 

e 

156 C12H12 
156 C12H12 
156 C12H12 
156 C12H12 
156 C12H12 
156 C12H12 

ranges searched: 

I Prob. CAS :fl: CON 1~ ROOT K DK tFLG TILT " CON c_I 

I 97* 575439 18520 NBS43K 99 9 0 0 86 9 68 
96* 575371 18518 NBS43K 100 8 1 0 92 7 68 

3. 96* 581408 18521 NBS43K 90 16 0 0 84 9 68 

I 95* 569415 18514 NBS43K 93 17 0 0 75 12 64 
95* 571584 18515 NBS43K 91 17 0 0 82 14 64 

6. 95* 573988 18517 NBS43K 93 20 0 0 74 14 64 

41 

R_IV 

97 
96 
96 
96 
96 
96 



,_. • .. \ I ~j • ·. ·::,. d: 

I 
ri 1• >R7143 
~p~Rb 5607. 

81104-9 RQ 0411 RR 041291 KRT 500 HL'1e0ML 

I 
file NBS43K 
P_..,~Rb 9999. 

39 --40 

f,le NBS43K Bp.Ab 9999. 

I 
·-I 

351 --40 

UNKNOWN *,19 

SUB 

115 128 

Naphthalene, 1,8-dimethyl- (8CI9CI> 

80 

Naphthalene, 1,4-dimethyl- (8CI9CI) 

Naphthalene, 1,2-dtmethyl- (8CI9CI> 

63 115 128 1"""" I ~:.o 

141 --
141 
~ 

141 
~ 

A-A. -= 
111536.0 TENTATIVE CONCENTRATION IS 12.00 

1111!. Naphthalene, 

.:

• Naphthalene, 
Naphthalene, 
Naphthalene, 

5. Naphthalene, 1· Naphthalene, 

1 18-dimethyl-
114-dimethyl-
1 12-dimethyl-
213-dimethyl-
1,5-dimethyl-
117-dimethyl-

(8Cl9CI) 
(8CI9CI) 
C8Cl9CI) 
(8CI9CI) 
C8CI9CI) 
C8CI9Cl) 

Imp I e file: >A7143 Spectrum *: 
Search :speed: 1 Tilting option: N 

.I Prob. CAS ~t CON ~t ROOT 

I 97* 569415 18514 NBS43K 
96* 571584 18515 NBS43K 

3. 95* 573988 18517 NBS43K .. 92* ?81408 18521 NBS43K 
92* 571619 18516 NBS43K 
92* 57?371 18518 NBS43K 

697 
No. of ion 

K OK :ttFLG 

96 14 0 
79 29 0 
81 32 0 
76 30 0 
77 32 0 
76 32 0 

156 

156 
I 

160 

156 

156 
I 

Scan 697 
15.81 111in. 

Scan 8925' 
e.ee 1111n. 

0 
180 

Scan 8930 
o.oo 1111n. 

Scan 8932 
e.ee 1111n. 

156 C12H12 
156 C12H12 
156 C12H12 
156 Cl2H12 
156 C12H12 
156 C12H12 

ranges :searched: 

TILT " CON C_I 

0 93 s 72 
0 98 5 72 
0 89 9 68 
0 83 23 53 
0 88 21 53 
0 98 21 53 

.; 

42 

R_IV 

97 
94 
94 
93 
93 
93 



I 
F1 >R7143 
Bp Rb 9999. 

Fi tiEIS43K 
Bp Rb 9999. 

81104-9 RQ 0411 RR 

71 --
71 

041291 KRT ~00 HL/1.0ML 
SUB 

Scan 759 
17.07 min. 

Scan 16268 
0.00 •ln. 

I J .. ~~2~ ..... J ..... t .... x ... ~;~ ......................... ~c .......... :;L ;;:;~ ........ .l 
40 60 80 100 120 140 160 180 200 220 

F"i NBS43K Butyric acid, ester with p-hydroxybenzonitrile <SCI) 
71 

Bp Rb 9999. 

I 75 90 103 119 
........ ,..., --

40 60 90 100 

Fi tiBS43K 
p.., Rb 9999. 

Propanoic acid, 2-methyl-, 1-methylbutyl ester (9CI) 

71 

I 

I 

43 --
60 

UNKNOWN ~~, 2 0 

87 89 115 __ ,_, .._ 143 158 
I I 

140 160 

138518.0 TENTATIVE CONCENTRATION IS 

180 

16.00 

Borane, diethyl[1-ethyl-2-(methoxymethyl)-1-butenyll 
-, CZ>- C9CI) 
Butyric acid, ester with p-hydroxybenzonitrile CSCI) 
Propanoic acid, 2-methyl-, 1-methylbutyl ester (9Cl> 
Borinic acid, diethyl-, methyl ester (8CI9CI) 
Hexane, 3 1 3 1 4 1 4-tetramethyl- C8CI9CI) 
Heptane, 3 1 3,5-trimethyl- C8CI9CI> 

>A7143 Spectrum :fl:: . 779 

196 

189 
158 
100 
142 
142 

Scan 15008 
0.00 111in. 

Scan 9458 
e.ee min. 

C12H2580 

C11H11N02 
C9H1802 
C5H1380 
C10H22 
C10H22 

Imp le file: 
S rch speed: 1 Tilting option: N No. of ion range~ ~earched: 

I Prob. CAS :fl: CON :fl: ROOT K OK :fi:FLG TILT " CON c_I 

I ?1* ?3670487 4072 NBS43K 43 ?0 2 0 90 24 22 
47* 29052106 4071 NBS43K 54 39 2 0 90 39 17 
44* 54340931 4033 NBS43K 31 54 2 0 100 22 17 

4. 44* 7397468 3936 NBS43K 31 58 2 0 93 24 17 I 43 5171846 3989 NBS43K 43 44 2 0 79 24 17 
. . ...... --~3. 7154805 3991 NBS43K 41 43 2 0 90 22 17 .. 

41 

R_IV 

23 
36 
15 
15 
14 
14 

j 
'I 
i 
I 



I 
I 

'"tl >R7143 bp Rb 2620. 

I 

81104-9 RQ 0411 RR 041291 KRT 500 ML/1.0ML 
SUB 149 

/ 

Scan 788 
17.67 •ln. 

1 il NBS43K 1,3,2-Dioxarsenane, 2-ethyl- (9CI> Scan 13081 
Bp Rb 9999. 

149 
0.00 •in. 

/ . 

I J o •• • • o •• • • o • • .~~ • • • • o • • • • o • • •• ""'• ,,,'(,~ o ~Sic.:,, • • • o• • • l •• • • o •• • • ~~ o • • • • l 
40 60 e0 100 120 140 160 1ee 

Bp Rb 9999. ril HBS43K 

I 
Bp Rb 9999. 
F"il NBS43K 

·I 
I 
I 

43 52 --40 60 

43 

UNKNOWN ~,21 

Acetamide, N-<2-methylphenyl>- (9Cl) 
107 

Acetamide, N-<4-methylphenyl>- (9CI> 

107 

91 
I 

73619.00 TENTATIVE CONCENTRATION IS 

1 1 3,2-Dioxarsenane, 2-ethyl- (9CI) 
Acetamide, N-(2-methylphenyl)- (9CI) 
Acetamide, N-(4-methylphenyl)- (9CI) 

8.00 

4. 

r· 
Acetamide, N-(3-methylphenyl)- (9CI) 
1-Piperidinecarboxaldehyde, 2-(1H-pyrrol-2-yl)-

lample file: >A7143 Spectrum :fl::· 788 

(9CI 

178 
149 
149 
149 
178 

Search speed: 1 Tilting option: N No. of ion ranges 

I Prob. CAS ~ CON ~ ROOT K OK :U=FLG TILT " 
1: 27* 42741311 17428 NBS43K 20 84 2 0 100 

24* 120661 10217 NBS43K 23 69 3 0 200 
3. 24* 103899 10216 NBS43K 22 70 3 0 228 

1: 20* ?37928 10218 NBS43K 22 67 3 0 229 
17* 74966097 217?0 NBS43K 24 84 3 0 47 

Scan 7642 
0.00 min. 

Scan 7541 
0.00 ~nin. 

C7H11As02 
C9H11NO 
C9H11NO 
C9H11NO 
C10H14N20 

searched: 

CON C_l 

44 8 
47 8 
43 8 
?7 7 
60 3 

42 

R_IV 

13 
12 
12 
12 
12 



·I 
I 

81104-9 RQ 0411 RR 041291 KAT ~00 ML/1.0HL 
SUB 167 

I 

Scan 1015 
22.30 Min. 

152 129 
~TMMTMT~~TM~MT~~~~nT~~TM~nT~~~Tn~MT~~Tn~~~TM~~~~~0 

120 

Fi !e N~S43K DIPHENYLHETHOXV ACETIC ACID Scan 23230 
P'k Rb 9999. FLT 0.00 Min • . I . 1f7 

J I • o o o I • '~~" ' ' I •~~ o 00 o ,(~ .;.::, o oo I o o oo I o ~(,"1 o oo1(,~ o o ,?,~ o I~~ o ,It, oo ~o~ I o oo o I oo o o 00 o o r. 
40 60 e0 100 120 140 160 1s0 200 

r'le NBS43K Benzeneacelaldehyde, .alpha.-phenyl- (9CI> Scan 16301 
~pk Ab 9999. 167 0.00 min. 

I J. 1 ···-.~~ .. ·I .. ·.,~···,.·· il~ ·"I· .. ,,~ ... I· .. ,~ ... • l"'a;,· · · ~C::e·1.(, · ":i.LO" ·I· ~~~1 
Fa e NBS43K 
Bpk Ab 9999. 

2-Propanone, 1,1-diphenyl- <SCI9CI> 
167 

Scan 18644 
0.00 •in. 

I 
77 6~ 115 126 139 210 

~TM~~~~~~~~,~~~~~~~~'~~~/~~~~~~~~TM~~~~~~rl/~~9 
60 140 

I 
·I 

UNKNOWN :11: 1 22 
944,4.00 TENTATIVE CONCENTRATION IS AlA. = 

DIPHENYLMETHOXY ACETIC ACID 
· 2. Benzeneacetaldehyde 1 .alpha.-phenyl- (9CI) 
. 1·. 2-Propanone 1 1,1-diphenyl- <BCI9CI) 

Benzene, 1 1 1'-(bromomethylene)bis- (9CI) 
,. 9H-Carbazole (9CI) 11· 2-Mercaptobenzothiazole <ACN) 

Imp le file: >A7143 Spectrum ~~: · 101, 
5 rch speed: 1 Tilting option: N No. 

I Prob. CAS :ft: CON '* ROOT K OK 

' 
84 21409256 20353 NBS43K 89 21 
70 947911 20306 NBS43K 53 23 
49 781351 20325 NBS43K 81 31 

• 41 776749 20356 NBS43K 77 42 
40* 86748 20261 NBS43K 34 ,, 
26* 149304 20272 NBS43K 22 84 

10.00 

of ion 

tFLG 

0 
2 
1 
1 
2 
3 

242 C1,H1403 
196 C14H120 
210 C1,H140 
246 C13H11Br 
167 C12H9N 
167 C7H,NS2 

ranges searched: 

TILT " CON C_I 

0 91 7 ss 
0 74 7 42 
0 64 33 20 
0 64 38 17 
0 72 30 14 
0 100 36 10 

41 

R_IU 

66 
18 
33 
30 
17 
12 



:~ •. ,J I 

I 

I 
I 

UNKNOWN *,1 .fi:.A = 35386.00 TENTATIVE CONCENTRATION IS 

llample file: >89207 Spectrum ~~= 

I 
I 
I 
I 
I 

data base entries were retrieved. 

527 

7.00 

Sc-an--527] 
21.25 Min.J 

-1!01 
lE!eJ 

0 



I 

file >R7103 81104-11 RQ 0410 041091 JPS 500 HL/1.0HL Scan 220 

I
Bpk Rb 9999. 43 SUB 6.04 min. 

/ 39 

J I • o o ,!,1,1.1, o 1 ~~1. o o o ,2~~ o 1 ~;, I o o o o 1 o o o o ~~~ I o o o o 1 o o o o I o o o o I o o o o I o o o l 
40 60 so 100 120 140 160 

file H9S42K 2-Bulanol, 1-melhoxy- C9CI> Scan 1654 

ik Rb 1••::· 45 58 139 0.00 [ll'lln. 

II f/ --... ~5 87 89 104 105 
0 !_ I I _ I ·1- I ...__ -- /---1 I I I I I I I I I I I I i I I I' I I'', j j j j I I, I I I I I I I I I I I IiI I I I I I IiI I I I I IiI I I I I I I I I ;0 

' 40 60 80 100 120 140 160 

tile t1BS43K Ethanedioic acid, dimethyl ester (9CI> Scan 2905 
ipk Rb 9999. 59 0.00 11 tn. 

J~.·, ' I ' .r I~~ .c 0 
' I ' 0 0 

' I ' ' ' ' I ' ' ' ' I 0 
' ' 

0 l~s o • • • • 1 ' ' ' ' I' ' ' ' I ' ' ' 0 I ' 0 
' l 40 60 · sa 100 120 140 160 

F'i 1 e NBS43K 
Bpk Rb 9999. 

59 

Pentane, 2-methoxy- (9CI> Scan 1555 
0.00 111in. 

1.3· 45 
•• r 73 .7 97 102 

liP','• I I I ,.,.,(I I I.~ I I I I I I I.< I I I .":?I I 1"':"":--1 I! I I I I I I I I I I I I I I I I I I I I I I I I 
40 60 so 100 120 140 

I 
I 

UNKNOWN ~~, 1 
IAREA = 

1. 2-Butanol, 1-methoxy- (9CI> 

30803.00 TENTATIVE CONCENTRATION IS 

I 
2. Ethanedioic acid, dimethyl ester (9CI) 
3. Pentane, 2-methoxy- (9CI> 
4. 2-Propanol, 1-methoxy-2-methyl- <8CI9Cl) 
5. Formamide, N-formyl-N-methyl- (9CI) I 6. Butane, 2-methoxy-3-methyl- (9CI> 

>A/103 Spectrum t: 220 

8.00 

"'l".l 160 

104 C5H1202 
118 C4H604 
102 C6Hl40 
104 C5H1202 
87 C3H5N02 

102 C6Hl40 

I Sa mp 1 e . f i 1 e : 
Search ~peed: 1 Tilting option: N No. of ion range~ ~earched: 

I Prob. CAS ~~ COt~ it ROOT K LJK ~WLG TILT " CON c_ I 

I 1. 52* 53778737 1657 NBS43K 28 68 2 0 91 20 20 
2. 36* 773902 1686 HBS43K 32 51 0 0 62 45 12 
3 I 26* 6797886 1647 NBS43K 23 58 1 0 73 44 8 ,. 4. 2'7• 3787642 1653 N8S43K .., ' 55 1 0 68 47 =' - b 

?. 27* 18197276 1599 NBS43K 20 49 2 0 111 43 8 
6. 25* 6201649:~ 1646 t~BS43K 22 ?2 0 0 61 50 -, .. 

42 

R_ IV 

14 
27 
14 
19 
13 
16 



IJI 

llrF~1.l~-~>~R~7~10~3~--------~~~~~~~~=---~~~~~:~~~~~~--------------~--~~ 
= 91104-11 RQ 0410 041091 JPS 500 HL/1.0H~ Scan 440 

I 
Bpk Rb 1808. SUB 10 51 i 73 • "' n • 

2CCJu 41 --- BS t 
_ ....... r.. .... ~~.,r .... . r.·.l. ..... . l ...... ~~·. :~ .......... ~~ ..... L ll 30 49 50 60 70 80 90 100 110 120 130 140 150 

F !l e rH~S43K 

I 
Bpk Rb 9999. 

Hydra:ine, 17methyl-1-(1-mathylethyl>-

73. 

1 45 56 

ll ~~;.~I 1 1j~2~ I' I I 
30 40 60 60 

rile ~IBS43K If·' .. ..... .. 
ll J310 ' ' ... J. '~~.r;;,·. ' 

40 60 60 

File NBS43K 

56 _., 

__., 

. . zl..' '''. ~:.'' ''.''' 70 80 90 100 110 

1,3-Dioxolane (8Cl9CI> 

73 

C9CI> 

I I I I I 

120 

, , ·~a· .. 'sC.-:-P .... 
70 ee 9c 

• I I I u 

100 110' ' 1&0 

If"' Ab i~;.- ·~ 

ll ~t~, I I I I I"~~~ 
30 40 50 

II 

II 
II AREA 

1. 

II 
2. 
3. 
4. 

II 

UNKt-IOWN ~~, 2 
43351.00 TENTATIVE CONCENTRATION IS 9.00 

Hydraztne, 1-methyl-1-t1-methylethyl)- t9CI) 
Hexane, 3-methoxy- (9CI) 
1,3-Dioxolane (8Cl9CI> 
1 1 3-Dioxol~ne, 2-Cl-methylethyl>- C9CI) 

Sample file: Spectrum :fl:: 440 

Scan 734 
0.00 a~in. 

',, '.'' ,, .... J . 
130 140 160 

~8 

116 
74 

116 

Scan 2842 
0.00 111111. 

Scan 312 
0.00 a~in. 

[ 
1 • I • 0 

150 

C4H12N2 
C7H160 
C3H602 
C6Hl202 

II Search 5peed: 
>A/1.03 
1 Tilting option: N No. of ion ranges searched: 

I 
Prob. CAS ~~ CON ~~ RUOT K OK ~~FLG TILT " CON c_ I 

1. 42* 33668541 7064 NBS43K 26 79 3 0 100 22 17 
2. 26* 74651;:1014 6720 NI:IS43K 32 53 ~ 0 101 42 8 

55 2 0 69 46 7 
62 2 0 100 50 7 II 3. 25* 646060 4437 NBS43K 24 

4. 25* 8228~3 44~2 NBS4~K 20 

II 

42 

R_ IV 

13 
14 
14 
13 



I 
I 

-~le >R71t.}3 --81104-11 RQ 0410 041091 JPS 501il ML,'1.0ML 
k Rb 32213. sue 

60 
: ....-

41 
55 

73 

!I I,,, ;5 ( ( 83 8!5 ~7 pl 115 116 
.... I -- _,., -----~ 30 .;'o 5

1

0 60 i"O so 9
1

0 100 113 1zo I lle U8S4?!': Hexanoic acid <DOTH8CI9CI > 
k Rb 9999. 

60 ....-
29 r 45 

73 

I If 55 
(_ 83 87 99 101 115 116 I I.- / -- / -- ,-' ----30 40 50 60 70 80 90 100 110 12'.! 

~le H8S43K Butanoic acid <9CI> 
:c: J:tb 9999. 

60 

1 •• 42 45 55 [ 73 

.......... -- I 88 89 I ~r: I 
I Ill I / I /--I I I I I I I I I 

. 
I I I I I I I I I I I I I I i I I I I I I I I I I I I I I 

30 40 50 60 70 80 90 100 110 120 lle tiBS43K Pentanoic acid <9Cl) 
k Rb 9999. 

60 

1_3· 41 45 .r[ 73 

I,,G, r:- I 

I 83 87 1!3! 1C2 

Ll --~ ... I -- / 
I J ...p:-:-:;=, I I I I I I • I I I I I I I I I I I I I I ' I I I 

40 50 60 70 se 90 100 110 120 

I 
I 
I~EA .. Ut~KNOWN ~~ , 3 

195356.0 TENTATIVE CONCENTRATION IS 39.00 

I 
1. Hexanotc ac1d (D0TJt8Cl~Cl) 

2. Butanoic acid (9CI) 
3. Pentanoic acid (9CIJ 
4. Octanoic acid (8Cl9Cl) 

I 
Spectrum ~~: 499 

I 

I 

Scan 499 
11.71 min. 

129 
/ -., 

130 

Scan 2719 
0.00 min. 

e 
130 

Scan 742 
0.00 min. 

I I I I I 

[ 
I I 0 

130 

Scan 1483 
0.00 min. 

I I I I 

[ 
I I I 0 

130 

116 C6H1~02 
88 C4H802 

102 C5H1002 
144 C8H1602 

I Sarnp le f 1 le: 
>;\arch speed: 

>A/103 
1 Tilting option: N No. of ion ranges searched: 

I Prob. CAS ~~ CON 4~ ROOT K UK ~WLG TILT " CON c_ I 

1. 46 142621 1892 NBS43K 55 40 2 0 95 21 17 
61 1 0 72 32 12 
48 1 0 100 32 12 

I·) 33* 107926 1863 NBS43K 29 -. 
3. 31 109524 1875 NBS43K 40 
4. ~~ 1 124072 1926 N8S43K 63 41 2 u 62 40 10 

I 

42 

R _IV 

17 
16 
14 
17 



I 
I 

f; il e -)R7103 81104-11 RQ 0410 041091 ..IPS 500 NL/1.0HL Scan 665 
Bpk ~b 22B5. SUB 15.08 ~in. 

1 
41 ~

0 

~3 r . / 551 I 12q II (I ~3 87 1j1 115. /. 143 155 
e 1

1
_,_ 1 _ I r I ,J _

1 
" ~ I ~ I "'-"; -.._ _0 I I I I i I I I I I i I I I I I I I I I I I. I iII I I I I I.. iII I I I I I I I I I I I I I IiI I I I I I 

file NBS<I3K 
B_uk ~b 9999. 

40 60 eo 100 120 140 160 

Heplanoic acid (8CI9CI> 

60 

Sc!!.n 4411 
e.e0 rdn. 

1 , 73 . r 
&-;!,~o 0°1J,to o I o ,(,", 1°o o o o'i'o( o o 1 o r~C.7o o o ~t~ o o 1 ~~~ o 1 o o o o ~-:~ o o 1 o o o o 1 o o o o 1 o o 0 

F"i le HBS43K 
~::. 9999. 

40 60 ee 100 120 149 169 

Glycine, N-~elhyl-N-(1-oxododecyl>- <9CI> 
73 F"LT 

Scan 26819 
0.00 Min. 

I F"i le NBS43K 
pk ~b 9999. 

60 

Bulyraldehyde, semicarbazone (SCI> Scan 4243 
e.ee ndn. 

J 0 0 0 0 0 011~.0 • I ~)I ~0 • 0 ol ... 0·~ <.7 
•• 0 ~r .. ~'-!. .. 0 0 0 0 ~t.d..·. 0 • I •••• 0 • .t 

40 60 80 100 120 140 160 

I 
I 

UHKNOWN i~ 1 4 
I~WEA = 132234.0 TENTATIVE CONCENTRATION IS 24.00 

1. Heptanoic ac1d t8C19CIJ 130 C7H1402 

I 2. Glycine, N-methyl-N-(1-oxododecyl>­
~. 8utyraldehyde 1 sem1carbazone t8ClJ 

C 9C I) 271 C15H29N03 

4. Octanoic acid C8CI9Cl) 
5. Hexano1c ac1d (00TJ(8Cl9CI) 

I 6. Butanoic acid (9CI> 

I Sample file: >A?103 Spectrum ~~: 

Search speed: 1 Tilting option: 

I 
Prob. CAS ~~ CON i~ ROOT 

I 
1. 43* 111148 1909 NBS43K 
2. 42 9778Y :lOll N8543K 
3 . ~-·* 13183216 1904 NBS431< ~/ 

I 4. IJ. * 124072 1926 NBS4:"~K _r;, 

? . 25 142621 1892 NBS43K 
L .. ,,, ... ., t•··~o···,.t. ·•o.:.-r.: t.IOC .. '. 7.V 

N 

K 

44 
6~ 

33 
}7 
38 
.-, 1 

129 C5HllN.'·O 
144 C8H1602 
116 C6H1202 

88 C4H802 

665 
No. of ion ranges searched: 

UK ~WLG TlLT " CUN c_ I 

53 1 0 73 32 16 
B8 2 u 91 25 1? 
82 2 0 6? 28 14 
67 2 0 100 47 8 
57 0 0 98 46 7 
.J,.,(,j n ... '";I.J,., {,.:,lj .;:; 

42 

R I tJ -
26 
13 
14 
14 
18 
11:; 



II 
I 
fl:· fle""">R7ie-=-3-------91_1_9-4--1-1--::R-::0-::-04-:-1::-:0~--0-:-41991 JPS 501J -:-:M::-L~/-:-1-.0::-:N~L---------=s-c_.a_n~9~2~6::-~ 

pk Rb 15877. SUB 18.36 min. 
41 43 60 73 

---- l I 

40 60 30 100 120 200 

F!le HBS43K Dodecanamide, N,N-bisC2-hydroxyelhyl)- <SCl9Cl) Sea~ 28580 
?k Rb 9999. FLT 0.00 min. 

1 
~0 ~3 

I I 85 
101 1;s 1T~ 143 1~ 171 f 

0 I 1 ' ., 1 (, I I r . ' r · , ~ a • • • • a • • • • a •,,, , , , , 1 • •, 1,1 , , •,. 11,,,, 1,.,. 1,,,, 1,,,, 1,,,, 1,,,, 1 , ,, , , , 1 ,,,, 1,,,, 1,,,, 1 0 
40 60 80 100 120 140 160 180 200 

Fi 1 e tiBS43K 
i>k Rb 9999. 

Glycine, N-melhyl-N-<1-oxododecyl)- (9CI> 

73 rLT 
60 
I 

171 -...... 
160 

File NBS43K 
Rb 9999. 

Dodecanoic acid (9Cl) 

I 
I 
r~EA 

l. 

!;. 

40 

UNKNOl~JN ~~ , ? 
9?7494.0 TENTATIVE CONCENTRATION IS 170.00 

Dodecanam1de, N,N-bis(2-hydroxyethylJ- l8Cl?CIJ 
Glycine, N-methyl-N-(1-oxododecyl)- (9CI) 
Dodecanotc actd ~9ClJ 

180 

.I 2. 

4. Thiosulfuric acid CH2S203), 5-(2-aminoethyl) ester ( 
9C I) 

I 
I 

?. Octanoic acid (8CI9CI) 
6. Nonano1c ac1d t~ClYClJ 

Spectrum :ft:: 

Scan 26819 
0.03 min. 

200 

287 
271 
~uo 

1?7 

144 
1~13 

Scan 16923 
0.00 min. 

200 

C16H33ND3 
C1?H29N03 
C12H2402 
C2H7N03S2 

C8H1602 
C9Hlt!O:l 

s.'3mp le file: 
rearch speed: 

>A7103 
1 Tilt1ng opt1on: N 

826 
No. of 1on ranges searched: 43 

Prob. CAS ~~ CON ~~ ROOT K OK. *fLG TILT " CON C_l R_IV 

I i. ·~a;; l~U401 :2016 N8S4)K 1?0 3 0 0 79 2 72 9? 
2. 93 9778? 2011 NBS43k 11? 3? 0 0 90 4 68 80 

I 
!, • :=: 6 14}0~:·7 1988 t-mS4:!-K 101 37 2 0 73 2 60 3? 
4. 72,>t 2937733 1942 NBS431< 27 111 3 0 117 20 20 13 
- ·····- . ... ........ ... ,.., 



:I 
B11C4-11 RQ 0410 

71 
I 

041091 JPS~e-·~H-L/-1-.~0~H~L--------------~S~can 846 
SUB 18.77 mln. 

85 
I' 

99 127 155 15~ 243 
~~~~r4~~~~~~~~~~~~~~~~~~--~~--~~~~-r~~~~~~~-r~~~e 

40 60 so 100 120 140 160 200 220 240 

f e NBS43K 
Bpi: Rb 9999. 

43 

55 
/ 

71 
I 

• 
Hexane, 3 1 3,4,4-tetr methyl- <SCI9Cl) 

S5 113 127 
I ~ I J.] ,. 

I 
,I 

I r~ I I I j9 I I I I I I I I I I I I I I I I I I 
40 60 80 100 120 140 160 180 200 

F' e HBS43K 
Rb 9999. 

56 

Helhylamine 1 H-<1-melhylhexylidene)- (SCI> 
71 

I 4~ S4 112 126 127 , ,. ..,::::. . 
40 60 80 120 140 160 180 

e tlBS43K 1-Hexene, 3 1 4,5-lrimelhyl- <9CI> 
Rb 99~3· 

I J .J. 
71 

55 I 

/ 

Ill. 
83 98 !11 126 

.h { / -- --I:YI I I I I I :1 I I I I I I I I I I I 
40 60 s0 100 1~0 140 160 180 

I 
I UNKNOWN ~~ 1 6 
AREA = 4?351.00 TENTATIVE CONCENTRATION IS 

11. 
2. 

Hexane, 3,3,4,4-tetramethyl- t8CI9Cl) 
Methylamine, N-(1-methylhexylidene)- <SCI) 
1-Hexene, 3,4,5-trimethyl- t9CI) 

I 

200 

I I 
2CC 

9.00 

I 

I I I i 
220 

220 

Scan 6~e9 
0.00 min. 

[ 
I I I 0 

240 

Scan 395t; 
o.oo 11\ifi. 

• e 
240 

Scan 3856 
0.00 min. 

I I ' j I I .L 
220 240 

142 C10H22 
127 C8H1?N 
l:l6 C9Hl8 _13. 

4. Propanoic acid, 2-methyl-, 1-(1 1 1-dimethylethyl)-2-m 
ethyl-1 1 3-propanediy 

286 C16H3004 

Oodecane 1 1-iodo- (8CI9CI> 296 C12H2?1 
Tetradecane, 1-iodo- tSCI~ClJ 324 Cl4H~91 

Jample file: >A7103 Spectrum *: 846 
arch speed: 1 Tilting option: "' l"o. of ion ranges searched: 

I Prob. CAS * COI-l * ROOT K OK ~~fLG TILT " CON c I -

I: ~·2 7171846 3989 N8S431( 40 47 2 (I 97 17 20 
72* 2207871? 3966 N8S43K 32 56 2 0 100 20 20 

3. 42* ?6728100 396? N8S4~·V. :!'• (I ?7 3 0 97 24 17 

': 27 ?4381401 410? N8S43K 54 73 1 0 62 46 7 
11 4292197 63?4 HBS43K '}6 72 0 0 27 64 2 
11 19218941 6367 N8S43K 54 52 1 0 46 64 2 

43 

R IV -
13 
16 
13 
13 
1? 
14 



I 
r·i~. R710_3 ______ 8_1_:1._0_4 ___ :1._:1._R_0.-0-4_:1._0 ___ 0_4_10-'='-.1-J-PS-50-0--M-L-/i·-.-0-M-L--------=sc_a_n---:9::-::6=2 

ep Rb 5715. SUB 21.13 min. 
41 -... 

fi 
Bp 

I 
HBS43~: 

Rb 9999. 
73 

Deccnoic acid, silver<:!.+) salt <~CI> 
F"LT 

Scan 27654 
0.00 min. 

I J"" I"'""' 1] 'J~ .. ,}1~ .. ~~'I ... I" ~~d I." .. ·r.~. "'" "" ""' "" "" ""' "t 40 60 e0 :1.00 120 140 160, 1e0 200 220 

F"i HBS43K 
Bp Rb 9999. 

I J. .. 'I' 
40 

f"il NBS43K 
Bp Rb 9999. 

I 
I 
I 

Dodecanamide, H,H-bis(2-hydroxyelhyl)- <SCI9CI) 
73 F"LT 

Scan 28580 
0.00 adn. 

57 

1

l 95 _ 12q _ r 
-- ........_ 101 :1.1o /- 143 15, :1.71 

1., II t11 -;-:, 'J I f { 
I I I I I. I I I I I I I I I I I I rn I I I I 'I . I I I I I I' I' I I Vj I I I I I· I I I I I I I( I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I 11! 

60 se 100 120 140 160 1so 200 220 

Glycine, N-melhyl-H-<:1.-oxododecyl)- <9CI> Scan 26819 

73 
F"LT 0.00 min. 

143 15(' 17.!. 
I I e 

60 80 100 :1.20 :1.40 160 :!.SO 200 220 

UNKNOWN ~~I 8 
199018.0 TENTATIVE CONCENTRATION IS 31.00 

Decanoic ac1d 1 silver(l+) salt ~9CIJ 

Dodecanamide, N,N-bis(2-hydroxyethyl)- (8CI9CI> 
Glycine, N-methyl-N-t1-oxododecyll- l9ClJ 
Heptanoic acid (8CI9Cl) 

2.79 C1LIH2i_•02.Ag 
287 C16H33N03 
271 Cl?H29N03 
130 C7Hl402 

Butyraldehyde, semicarbazone l8Cll 
1,3,4-Thiadiazol-2-amine, ?-ethyl- (9Cl) 

Sampie f11e: > A/'1 o:-s Spect r·um ~p 962 
Slrch speed: 1 Tilting option: N No. 

Prob. CAS ~~ L:ON ~t ROOT K UK 

of ion 

~~FLG 

129 C?H11N30 
129 C4H7N3S 

ranges searched: 

TILT " CUH c I R 

42 

IV 

I_ - -
43 13126677 2012 NBS43K 78 81 3 0 92 21 17 14 

2. 3? 120401 2016 NBS43K 89 64 2 0 69 43 12 26 

I 34 97789 2011 N8S43K 68 82 1 0 84 4? 12 2':7 
30* 111148 191J9 N8S431<. 39 58 1 0 .:7~ 46 10 22 

?. 27* 13183216 1904 NBS43K 22 93 3 0 93 46 7 12 

I 2?* 1406~:'532 19(.13 r·U~S43K 26 ~8 3 u :~·4 41 8 13 



I 
file >R7103 Bl Rb 9999. 

81104-11 RQ 0410 041091 JPS ~0e HL/1.0HL 

1lH3 IC: 

10: Ieee 

900 g. 

a: Ieee 
700 . a: 

l6ee 
1500 

400 

1300 

200 

1100 

I 
I 
I 

~ 

0: 

e: 

0: 

{} 

0: 

"' ~ 

61 

114 

" 87 

J 
116 

I ( / 
I so 120 

UNKNOWI~ :tJ: 1 12 

SUB ROO HRM HSP 

239 

158 
.......... 

220 

' 183 

164 

II 
II 
'I 

I 

160 200 240 

84510.00 TENTATIVE CONCENTRATION IS 

. 'ample file: >A7103 Spectrum ~t: 

J 
I 
I 
I 
I 

data base entries were retrieved. 

1195 

280 
245 

II -·· 
I 

18.00 

291 

J 310 

/ 
320 

Scan 1195 
25.88 min. 

110 

r-100 

90 

ee 

r-79 

60 

50 

30 

331 10 

/ 



I 

file >R7103 
Bpk Rb 9999. I ~1 

40 

fi e NE<S4:.'1K 
Bpk Rb 9999. 

I 

55 

80 

81 
67 I 

81104-11 RO 0410 041091 JPS 500 HL/1.0HL 
SUB 

220 235 264 ..._ 
I 

..._ 
120 160 ~00 240 

Cyclohexane, methylene- C8CI9CI> 

282 
/ 

280 

Scan 1198 
2!'i.94 min. 

0 
320 

Scan 993 
0.00 111in. 

l 39 f I •• ~7 
cro I~ I I~ I I I 1 1(1 I' I I ;:;1 I I I I I I I I I I I I I I I I I I I I I I I I I I i i i I I I I I 

288 
r 

I I I I I I 0 
40 80 120 160 200 240 

f1 e NEiS43K 
pk Rb 9999. 

55 

I JJ.fJt 
40 

82 
I 

~ 
I I ' 
80 

1,13-Tetradecadiene (8CI9CI> 

194 195 
t--

1 I • I I • I I • I I 
200 240 

1 NBS43K Cyclohexane, cyclopropyl- CBCI> 
Bpk Rb 9999. 

55 41 81 

I I I I I I I I I 
280 

320 

Scan 15859 
0.00 min. 

... I 
320 

Scan 3526 
0.00 min. 

1 JJ.f1.J .. c· .... ~\··············· 40 se 12e 1 e 2ec 24e 
' I I •• I 

r 
I I I I I I 9 ' I' c 

I 
I 

UNKNOI,Jt~ ~ 1 13 
AREA = 

I. 
249118.0 TENTATIUE CONCENTRATION IS 

2. 

1: 
5. ,. 

Cyclohexane 1 methylene- (8CI9CI> 
1 1 13-Tetradecadiene (8CI9CI> 
Cyclohexane 1 cyclopropyl- (SCI) 
8-Nonenoic acid (8CI9CI) 
Cyclohexene, 1-methyl- t8CI9CI) 
Cycloheptene (8Cl9Cl) 

Imp le file: >A7103 Spectrum 4t: 
S rch speed: 1 Tilting option: 

Prob. CAS ~t CON 1t ROOT 

1198 
N No. 

K DK 

280 320 

54.00 

96 C7Hl2 
1?4 C14H26 
124 C9H16 
156 C9H1602 

96 C7H12 
96 C7H12 

of ion ranges searched: 

1tFLG TILT " C(lt-t c I I -

I 25* 1192376 8201 NBS43K 43 61 2 0 84 47 7 
2'3* 21964498 8287 NBS43K 39 89 3 0 88 46 7 
20* 32669866 8226 NBS43K 41 80 3 0 64 '34 '3 4. 2U* 31642678 1941 NBS43K 31 86 3 0 88 '31 '3 

I 1'3* '391491 8196 NBS43K 3? 70 2 0 77 60 3 1'3* 628922 736 H8S43K 23 79 3 0 48 ?6 3 
--·· 

47 

R J t) -

15 
13 
13 
13 
14 
12 



I 
I 

cole >R7103 81104-11 RO. 0410 041091 JPS 1500 HL/1.0ML 
. d Rb 9999. SUB ROD NRM NSP 

1 1100 

tee 
900 

lee 
fee 

6ee 

lee 
eta a 

lee 
rea 

1ee 

I 
I 

I 
Sample 

I 
. ;o data 

I 
I 
I 
I 

56 
\ 

' ' 

I 

73 

40 80 1213 16C 200 

UNKNOWN 41:,14 
69160.00 TENTATIVE CONCENTRATION IS 

file: >A7103 Spectrum :11:: 1202 

base entries were retrieved. 

257 
/ 

240 

1?.00 

Scan 1ee2 
26.03 min • 

119 

1e0 

9e 

e 

7e 

60 

50 

0 

3e 

20 

306 10 

/ 
e 

3 0 



·I 
I 

F~e >R7103 
-. Ab 9999. 

81104-11 RQ 0410 041091 JPS 500 ML/1.0ML 

ee 

I 
I 

38 
/ 

40 

52 

B7 
/ 

98 

/ 

UNKNOWN :ft: 1 16 

130 
/ 

SUB ROD NRN NSP 

211 

200 

227 
I' 

7?08J.OO TENTATIVE CONCENTRATION IS 

I 
Sample file: >A7103 Spectrum ~t: 

~rllata base entries were retrieved. 

I 
I 
I 
I 

1217 

247 
I 

282 

' 

2 0 

16.00 

303 

307 

/ 
320 

Scan H~17 
26.33 Min. 

110 

100 

90 

e 



.I 
I 

c:- e >R7H!3 81104-11 RQ 0410 041091 .JPS 500 HL-'1.0HL 
0 Rb 9999. 

tee 
91HI 

lee 

fee 

lee 

i00 

00 

100 
100 

I 
I 
·I 

40 
I 

59 

102 

/ 
40 80 120 

UNKNOWN #,17 

SUB ROD NRH NSP 

196 

239 

21e 
I 

17e 

' 
160 200 240 

126112.0 TENTATIVE CONCENTRATION IS 

Sample file: >A7103 

I 
Spectrum ~t: 

I.J data bese entries were retrieved. 

I 
I 
I 
I 

1273 

289 

' 249 
/ 

27.00 

Scan 1253 
27.07 rntn. 

11e 

100 

90 

8e 

70 

0 

309 e / 

30 

20 

318 342 

/ / 
320 360 



I 
le >R7103 
k Rb 999.f5 

/ 

I 
e NBS43K 

Rb 9999. 
45 

81104-11 Ra 0410 041091 ~PS 500 NL/1.0HL 
SUB 

200 

Diisopropyl ether <DOT) 

Scan 1272 
27.46 min. 

Scan 1532 
0.ee •in. 

I 11f 3· ~7 103 r 
e. 'I I I' I I i I .•. I ,..--:-:-I I I I I I I I I I I' I' i I I I I I I I I I I I I I I i I I I i I I I I I I I I I I I I I ;43 

40 ee 120 160 2ee 240 2e0 32B 

f e HBS43K 
e Rb 9999. 

. 87 

Butanoic acid, 3-chloro- <9CI> Scan 3245 
0.00 min. 

I 1 r .. [ !!" 137 1J9 [ 
e.·~nl I 1 '~ 1" 1 ~~ I 1 • ·I I 1 I I I ' 1 I I 1 1 I I I 1 I I I 1 I I 1 1 I I I 1 • I 1 1 I I I 1 I o 1 1 o I 1 1 o 1 1 I 1 I a 

4B eo 120 160 20e 240 2ea 320 

HBS43K Ether, sec-butyl isopropyl <SCI> Scan 2839 
Rb 999j~ 0.00 tnin. 

I j J .~r.:· .. )~' I ' '?~: ' ' . ' ' ·~· ' ' I ' • ·~· ••••• ·~· •• I ' • 2LB •. I •• ·~· ••• ' .1 

I 
UNKNotoJN ~~ 1 18 
68245.00 TENTATIVE CONCENTRATION IS 15.00 

1: Di isopropyl ether (DOT> 102 C6H140 
Butanoic acid, 3-chloro- (9CI > 122 C4H7Cl02 

3. Ether, sec-butyl isopropyl (SCI> 116 C7H160 

': Acetic acid, methoxy- 1 ethyl ester C8CI9CI > 118 C5H1003 
Pentane, 1-bromo-5-methoxy- (9C 1) 180 C6H13Br0 
1,3-Butanediol (8CI9CI) 90 C4H1002 

I 
Sample f i 1 e: >A7103 Spectrum ~t: 1272 

Slrch spe.ed: 1 Tilting option: N No. of ion ranges searched: 

Prob. CAS ~~ CON ~~ ROOT K DK iJ:FLG TILT " CON c - I 

J. 31* 108203 6691 NBS43K 31 51 1 0 71 40 10 

100 

R_IV 

17 

I 29* 1951128 6732 NBS43K 22 82 3 0 270 34 12 ' 12 
28* 18641811 6718 NBS43K 24 57 2 0 68 40 10 14 
27* 3938963 7095 NBS43K 23 62 2 0 100 38 10 13 

5. 26 14155863 361 NBS43K 37 40 1 0 90 41 8 14 

1 26* 107880 337 NBS43K 25 50 1 0 77 41 8 14 



:··· ' .. 

I 
e >R7103 

Bpk Ab 9999. 
81104-11 AQ 9419 941091 JPS 500 ML/1.0ML 

19: 1100 
1900 te: 

1909 tO: 

I 
·.1 

re: 

16: 

r& 

le: 

19: 

6: 

0: 

0: 

59 

/ 

39 
/ 

114 

79 ·r / 
40 s0 120 

UNKNOWN *,19 

SUB ADD NRM NSP 

236 
/ 

160 , 

149 
I 

206 

/ 

179 

/ 
160 

I 

290 
I 

240 

AREA ... 185286.0 TENTATIVE CONCENTRATION IS 

I 
·~mple file: >A/103 Spectrum ~: 1307 

~ d~t~ b~~e entries were retrieved. 

I 
I 

281 

275 

I 

I 

2 0 

40.00 

328 

323 

" 

320 

Scan 1307 
28.18 tnln. 

110 

1 00 

9 e 

8 0 

7 9 

~ 9 

5 9 

4 a 

3 0 

2 0 

354 1 0 

/ 
360 



I 
I 

File >R7103 ql Ab 9999. 

51 
A " I ., :?o I 80 

81194-11 RQ 9410 

119 148 177 203 -- -- --- .....__ 
I :i2o I 

160 26o 

04:1.091 .JPS 599 HU'1.0HL Scan 1487 
SUB . 31.88 In in. 

339 
I 

219 251 281 309 367 3Be 385 
/ I I I I ~ 0 I 

240 I • 2SO 'I a2o a6o 400 

~ile NBS43K Phenol, 4 1 4 1 -butylidenebis[2-<1 1 1-dimethylethyl>-5-methyl- C Scan 36102 Jl Rb 9999. rLT 0.00 Min. 
339 

/ 

I J . ~;; .............. ~~ .. ~s. ~::;. .. . "(.· ............... ~r.· .... I .... ~~~ ,;n~ .. ~~. L 
40 e0 1ee 160 200 240 2ae 3e0 360 400 

ile NBS43K 
BlAb 9999. 

] 
SpiroCe 1 5-cyclohexadiene-1 1 7 1 <1'H>-cyclopenl[ijlisoquinolinJ 

rLT 339 
Scan 333e4 
0.00 rain. 

2
·- ... k r . 254 ~( ...,., 341 

, 1 , , , 1 , , , 1 , , , 1 , , , 1 , , , 1 , , , 1 , , , 1 , , , 1 , , , 1 , , { 1 ,a, , I', , ~ , , , 1 , , , , , 1 , , , 1 , , , 1 , , •13 
80 :1.20 160 200 240 280 320 360 400 

F"ile NBS43K Bl Rb 9999. 
Phosphine, 1 1 2-ethanediylbis[dicyclohexyl- <9CI> 

f"LT 
339 _, 

Scan 38133 
0.00 ~nin. 

55 83 115 146 175 197 225 257 422 
&L~~'~~~~~TT"~~~"~~~~~~~~'~~~~~rM"~J~-~~~rM~~~~~~~~~~r'~e 
..... 4'e a0 12e 160 2eo 240 2ae 32e 36e · 4eo I 

I 
I 
. UNKNOWN :fl:,20 
,EA = 519372.0 TENTATIVE CONCENTRATION IS 150.00 

382 C26H3802 1. Phenol, 4 1 4 1 -butylidenebis[2-(1,1-dimethylethyl>-5-m 
ethyl- (9CI) 
Spiro[2 1 5-cyclohexadiene-1,7 1 (1 1 H)-cyclopent[ijlisoq 
uinolinl-4-one, 1 1 -a t- 339 C20H21N04 

3. 

·I 
Phosphine, 1 1 2-ethanediylbis[dicyclohexyl- (9CI> 422 C26H48P2 

~ample file: >A7103 Spectrum :11::. 1487 
arch speed: 1 Tilting option: N No. of ion ranges searched: 

I Prob. CAS ~~ CON ~~ ROOT ~( OK ~tFLG TILT " CON c 1 -
1. 98* 8?609 36960 NBS43K 126 12 1 0 84 12 64 

1: ?2* 488 08:79 36946 NBS43K 2? 13? 3 0 100 18 2U 
15* 23743262 36967 N8543K 26 85 1 0 43 58 3 

I 

49 

R_IV 

99 
13 
14 



I 
I 

File >R7103 el Rb 568. 
81104-11 RQ 0410 841091 JPS ~00 ML/1.8ML 

f~Y , 
Scan 1688 

35.99 min. 

I 
24"' 257 . /.:> .,.-98 298 367 

~--~~~~~~~~~~~~~~~rrrr~Tr~~~TTT+TTTT~~~TT~,,~/~13 

c-11e NBS43Y. 2-Dibenzof'uranamine (8CI9CI > 

360 

Scan 1413131 
e.00 111in. ~II Rb 9999. 183 

1 1~ 1~y· ... r 185 r 
~~ I i I I i j I i i i i I I I I I I i 14 1 I i i I r;:;:; I I i r;:, I ,:;:; j i I I i I i I j i i I i I I I I I I I I I I I I I I i I I I i 0 I 40 80 120 160 200 240 280 320 360 

lr. ile NBS43K Benzothiazole, 6-chloro-2-~ethyl- (8CI9CI> Scan 141337 I •• Ab ••••• 183 •••• "'"· 

! I J ' I{~ ' ~<~ ' I ' ·~21 .c:;. ' '~?,~ ~~' I[ I ':1!~' ' ' I ' ' ' I ' ' ' I ' ' ' I ' ' ' I ' • ' I ' ' ' I ' ' .t 
40 80 120 160 200 240 280 320 360 

F"ile UBS43K Bl Rb 9999. 

31 69 

Benzenamine, 2,3,4,5,6-pentafluoro- (9CI> 

183 

184 

Scan 14018 
0.00 min. 

I ~~~~~~~~~~~~~~~~~~~~rr~~~~~~~~~~~~~~~~~~e 
40 

I 
I 

80 

UNKNOWN :tf:,21 AfA = 60603.00 TENTATIVE CONCENTRATION IS 

1. 2-Dibenzofuranamine (8CI9CI) 
· l:" Benzothiazole, 5-chloro-2-methyl- (8CI9CI) 

Benzenamine, 2,3,4 1 5 1 6-pentafluoro- (9Cl) 
4-Dibenzofuranamine (9CI) 

I 
Sample f i 1 e: >A7103 Spectrum 11:: 1688 

srrch speed: 1 Tilting option: N No. 

Prob. CAS ~t CON 1t ROOT K OK 

280 

18.00 

of ion 

tFLG 

320 360 

183 C12H9NO 
183 C8H6ClNS 
183 C6H2F5N 
183 C12H9NO 

ranges searched: 

TILT " COH c_ I 

J. 15* 3693229 22454 NBS43K 27 71 3 0 100 56 3 
2. 15* 1006991 22476 NBS43K 29 82 3 0 100 56 3 

I 15* 771608 22468 NBS43K 26 80 3 0 100 56 3 
15* 50548431 22461 NBS43K 23 81 3 0 100 56 3 

I 

42 

R_IV 

13 
13 
13 
12 



•,' 

.·I 
Fl >R7103 81104-11 RQ 0410 

127 

041091 ~PS 500 NL/1.0HL 
SUB 

Scan 1765 
37.66 111in. Bpk Ab 99~~· 

Ut 

I 
I 

HBS43K Benzene, 1,1'-<1,1,2,2-tetrafluoro-1,2-ethanediyl>bis- C9CI> Scan 24719 
Ab 9999. FLT 0.00 ~ln. 

127 

1 61 ~7 107 1' 165 103 254 c .~ I 1 I _ I I I ~ Eri I I 11 1 I I Ira I I I I IiI I I I I IiI I I I I I I I I I I I I I I I IiI I I. I I I I I I I I I I I I I I I I I I I I I'·' I I I I I I I I I I I I e 
40 e0 120 160 200 240 2e0 320 360 400 

Fi HBS43K 
Rp .. Ab 9999. 

1H-1Midazole, 1-Methyl-2-nitro- C9CI> 
127 

Scan 3867 
0.00 lllflo 

I 1 r ~1 ~7 L 120 . r 
fr ·~; .'(II l t IJe I 1

1
1 I I 1~0 1 I I iia I I 1 I I 2Le I I 1 I I 2~ 0 I I I I I 2~0 I I 1 I I 3~0 I I 1 I I 3~0 I I 1 I I 4bO I I 1 t I;! 

Fi NBS43K 2<1H>-Pyridinethione, 3-hydroxy- CBCI9CI> Scan 3872 
~P~ Ab 9999. 

127 
0.00 ~nin. 

I J,J;. '' '~~ '.? 'iJ~-1::. ',, '2b0' ,, '' 2%0'.'. ··~··. '. ··~··.'. '3AO'.' .. 4b0'.' •• t 
I 
.I 
AREA = 

UNKNOWN t,22 
37351.00 TENTATIVE CONCENTRATION IS 11.00 

I­
I: 

Benzene, 1,1'-(1,1,2,2-tetrafluoro-1,2-ethanediyl)bi 
s- C9CI) 

254 C14H10F4 

7. 

r· 

1H-Imidazole, 1-methyl-2-nitro- C9CI) 
2C1H)-Pyridinethione 1 3-hydroxy- (8CI9CJ). 
2 1 5-Pyrrolidinedione, 3-ethyl-1 1 3-dimethyl- (9CJ) 
3,5-Heptanedione, 2,2,6,6-tetramethyl- (8Cl9CI) 
2H-Azepin-2-one 1 hexahydro-1-methyl- C8CI9CJ) 

Imp le file: >A7103 Spectrum ~t: 1765-
Search speed: 1 Tilting option: N No. of ion 

I Prob. CAS ~t CON ~t RUOT K OK tFLG 

I 15 427321 13797 NBS43K 42 48 1 
1?* 167182? 13626 1-IBS43K 33 65 3 

3. 1?* 23003227 13630 NBS43K 27 62 2 

• 15* 13861999 13686 NBS43K 25 65 2 
15* 1118714 13728 NBS43K 31 75 2 
15* 2556732 13655 NBS4:-sK 26 73 3 

127 C4H5N302 
127 C5H7NOS 
155 C8H13N02 
184 C11H2002 
127 C7H13NO 

ranges searched: 

TILT " CON c_ I 

0 69 56 3 
0 100 77 3 
0 100 57 3 
0 100 57 3 
0 100 57 3 
0 231 57 3 

45 

R_IV 

1? 
13 
14 
14 
14 
13 


