LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN0O90718\
Data File : VNO051055.D

Aca On : 7 Sep 2018 15:50

Operator : MD\SY

Sample : J4693-09 5X

Misc : 5.82a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 16 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA N\METHODS\82N082118W.M
Title - SW846 8260
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 7.593 1787 1810 1821 rBV2 466242 1188310 1.87% 0.168%
2 7.667 1821 1833 1850 rVB 756978 1794915 2.82% 0.253%
3 8.027 1928 1945 1964 rBV 458886 1052800 1.65% 0.148%
4 8.587 2102 2119 2149 rBV 1041447 2158641 3.39% 0.304%
5 9.082 2245 2273 2286 rBV 798856 1862196 2.93% 0.263%
6 10.088 2572 2586 2615 rVB3 3344945 7504950 11.79% 1.058%
7 10.258 2630 2639 2661 rvB4 376029 1012085 1.59% 0.143%
8 10.432 2661 2693 2709 rBVY 1187176 2604818 4_.09% 0.367%
9 10.532 2709 2724 2732 rBV 633310 1317530 2.07% 0.186%
10 10.628 2746 2754 2763 rVB 596542 960835 1.51% 0.135%

11 10.718 2772 2782 2794 rVB 1805843 3039019 4.78% 0.429%
12 10.821 2800 2814 2827 rBV 1465646 3098386 4.87% 0.437%
13 10.889 2827 2835 2842 rVV2 845685 1498563 2.36% 0.211%
14 10.953 2846 2855 2863 rVV 3565054 6195378 9.74% 0.874%
15 11.008 2863 2872 2882 rVV 4835597 8688584 13.65% 1.225%

16 11.059 2882 2888 2896 rVB 931237 1322234 2.08% 0.186%
17 11.123 2896 2908 2916 rBV3 3571110 6476511 10.18% 0.913%
18 11.165 2917 2921 2926 rVvVvV2 905108 1334524 2.10% 0.188%
19 11.213 2927 2936 2951 rVB 4812521 9273381 14.57% 1.308%
20 11.291 2951 2960 2968 rBV 1115003 1806277 2.84% 0.255%

21 11.406 2985 2996 3004 rBV2 1601405 3146171 4.94% 0.444%
22 11.493 3015 3023 3030 rBV3 976414 1635485 2.57% 0.231%
23 11.545 3030 3039 3045 rBV 2951782 4532801 7.12% 0.639%
24 11.596 3045 3055 3063 rBV6 3578018 6951273 10.92% 0.980%
25 11.657 3063 3074 3081 rBV2 14183551 25439680 39.98% 3.588%

26 11.699 3082 3087 3097 rVB2 9582835 15143718 23.80% 2.136%
27 11.760 3097 3106 3112 rBV3 1703877 3047135 4._.79% 0.430%
28 11.815 3113 3123 3128 rBV2 1893315 3424912 5.38% 0.483%
29 11.853 3128 3135 3143 rVB3 4453340 6682708 10.50% 0.942%
30 11.924 3143 3157 3170 rBV6 18263445 45824262 72.01% 6.462%

31 12.046 3188 3195 3203 rBV 15876194 22114521 34.75% 3.119%
32 12.120 3211 3218 3224 rBV3 14409872 22641796 35.58% 3.193%
33 12.168 3225 3233 3250 rVB4 26996147 53096130 83.44% 7.488%
34 12.406 3296 3307 3316 rBV8 5192875 10391647 16.33% 1.465%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN0O90718\
Data File : VNO051055.D

Aca On : 7 Sep 2018 15:50

Operator : MD\SY

Sample : J4693-09 5X

Misc : 5.82a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 16 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON

Sampling :© 1

Start Thrs: 0.2

Stop Thrs - O

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA N\METHODS\82N082118W.M
Title - SW846 8260
35 12.490 3317 3333 3339 rBV6 7149574 20724036 32.57% 2.923%
36 12.564 3349 3356 3372 rVB3 20898159 53048749 83.37% 7.481%
37 12.647 3373 3382 3392 rBV6 8399422 18275699 28.72% 2.577%
38 12.731 3394 3408 3417 rVV5 24035975 63631712 100.00% 8.973%
39 12.783 3418 3424 3434 rVB2 13171535 20702524 32.53% 2.920%
40 12.869 3444 3451 3458 rVvV5 6660456 9353472 14.70% 1.319%
41 12.930 3459 3470 3472 rvv4 5008272 9977463 15.68% 1.407%
42 12.963 3473 3480 3494 rVB3 20999382 37676880 59.21% 5.313%
43 13.168 3533 3544 3552 rVV5 8677465 18398165 28.91% 2.595%
44 13.242 3553 3567 3588 rVB 18192966 42239378 66.38% 5.957%
45 13.512 3647 3651 3669 rVB2 6750880 15292670 24.03% 2.157%
46 13.612 3670 3682 3689 rBV2 5112366 10696636 16.81% 1.508%
47 13.663 3689 3698 3708 rVV3 17549757 32429619 50.96% 4_.573%
48 13.712 3709 3713 3721 rVB2 2865353 3587929 5.64% 0.506%
49 13.889 3761 3768 3777 rVB 11919204 18363460 28.86% 2.590%
50 13.991 3792 3800 3810 rVB5 6042607 10349919 16.27% 1.460%
51 14.110 3832 3837 3840 rBv4 899626 1068259 1.68% 0.151%
52 14.178 3848 3858 3864 rBV6 5035902 10944605 17.20% 1.543%
53 14.294 3886 3894 3899 rBV2 1930419 3051952 4 .80% 0.430%
54 14.332 3900 3906 3913 rVB2 2596806 3674990 5.78% 0.518%
55 14.528 3962 3967 3974 rVB3 690964 875017 1.38% 0.123%
56 14.583 3974 3984 3996 rVV2 5625877 10521492 16.53% 1.484%
57 14.647 3996 4004 4015 rVB3 1805344 3094260 4 .86% 0.436%
58 14.850 4062 4067 4074 rVB3 896517 1107149 1.74% 0.156%
59 14.953 4093 4099 4111 rVvB4 938528 1761810 2.77% 0.248%
Sum of corrected areas: 709110021
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN090718\
VN051055.D

7 Sep 2018 15:50

MD\SY

J4693-09 5X
5.82a/5mL/100uL/5.00mL/MSVOA_N/MEOH

16 Sample Multiplier: 1

= Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N082118W .M
: SW846 8260

= C:\DATABASE\NIST11.L

LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO90718\
Data File : VNO051055.D

Aca On : 7 Sep 2018 15:50

Operator : MD\SY

Sample : J4693-09 5X

Misc : 5.82a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N082118W .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Cyclohexane, 1,1,3-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.01 138.08 ug/l 8688580 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 95
2 Cvclooctane. (1-methvlpropvl)- 168 C12H24 016538-89-9 64
3 Cvclohexane. 1.3.5-trimethvl-., (... 126 C9H18 001795-26-2 64
4 lsocvtosine 111 C4H5N30 000108-53-2 58
5 p-Fluoroaniline 111 C6H6FN 000371-40-4 53
Abundance Scan 2873 (11.011 min): VN051055.D (-2863) (-) m/z 111.10 100.00%
111
69
5000
55
10.60 10.80 11.00 11.20 11.40
o....,....',||...I',.n.'..,'!-...,..!.,1.2.6..,....,....,....,2.97.. m/z 69.10 69.81%
m/z--> 20 40 100 120 140 160 180 200
Abundance #11584. Cyclohexane, 1,1,3-trimethyl-
69 141
5000 41 S
10.60 10.80 11.00 11.20 11.40
97 83 m/z 55.10 34 .35%
0! 15 || I| |. 95 | 126
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36845: Cyclooctane, (1-methylpropyl)-
69
111
10.60 10.80 11.00 11.20 11.40
5000 55 m/z 41.10 24 _.94%
41
29 82
0"”I"”I"”I"”I"ﬁz"”I"”I"”I"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11638: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.,... B R
69 111 10.60 10.80 11.00 11.20 11.40
a1 55 m/z 56.10 19.52%
5000
21 126
15 83
0....“...,..”,....,”.?z...w....,”..,...w....,”.. AL NS Vs
m/z--> 20 40 60 80 100 120 140 160 180 200 10,60 10,80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO90718\
Data File : VNO051055.D

Aca On : 7 Sep 2018 15:50

Operator : MD\SY

Sample : J4693-09 5X

Misc : 5.82a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N082118W .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 Cyclohexane, 1,3,5-trimethy... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.21 147.38 ug/Il 9273380 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.3.5-trimethvl-., (... 126 C9H18 001795-26-2 91
2 Cvclohexane. 1.3.5-trimethvl-. (... 126 C9H18 001795-27-3 91
3 Cvclohexane. 1.3.5-trimethvl- 126 C9H18 001839-63-0 90
4 Cvclohexane. 1.2.4-trimethvl-., (... 126 C9H18 007667-60-9 87
5 2-Pyrazoline, 1-isopropyl-5-methyl- 126 C7H14N2 026964-54-5 80
Abundance Scan 2935 (11.210 min): VN051055.D (-2927) (-) m/z 111.10 100.00%
69 111
5000 55
a1 126
83 97 10.80 11.00 11.20 11.40 11.60
0 ...,....,....,....',|.'...,.'.I.F."‘..':I.?.G.,....,...'.,1.9‘.‘.,.'...,...~.,... m/z 69.10 87.84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11638: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.,...
60 111
55
41
5000
27 126 10.80 11.00 11.20 11.40 11.60
m/z 55.10 50.61%
15
ol | ||48|||62.|76 | 90 97 104
IIII""I""I""IIIII [TrrrpreTT T IIIII""I""IIII
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11641: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.,...
69 111
10.80 11.00 11.20 11.40 11.60
5000 55 m/z 126.10 27 .66%
41 126
28
0 “'I'%?'P"wl“"hh'“I"l'ﬁ%”hl"“Iﬁ?'ﬂ'??'P"'I"”I"“'P"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11597: Cyclohexane, 1,3,5-trimethyl- e
69 111 10.80 11.00 11.20 11.40 11.60
m/z 41.10 22 .69%
5000 =°
41 126
0 “'I'%?'P'?il“"IH'“I'“"ﬁ%"l"“Iéf"P'??l"”I""P"'I'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 10.80 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO90718\
Data File : VNO051055.D

Aca On : 7 Sep 2018 15:50

Operator : MD\SY

Sample : J4693-09 5X

Misc : 5.82a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N082118W .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 2,3-Dimethyl-3-heptene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.60 110.47 ug/Il 6951270 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.3-DimethvI-3-heptene 126 C9H18 1000113-49-3 52
2 Cvclohexane. 1.2.4-trimethvl- 126 C9H18 002234-75-5 47
3 2.2-Dimethvl-3-heptene trans 126 C9H18 019550-75-5 30
4 Cvclopentane. l1-ethvl-1-methvl- 112 C8H16 016747-50-5 30
5 3-Hexene, 2-methyl-, (E)- 98 C7H14 000692-24-0 27
Abundance Scan 3056 (11.599 min): VN051055.D (-3045) (-) m/z 69.10 100.00%
s O 83 125
5000 41
o1 111
11.20 11.40 11.60 11.80 12.00
S | ) ..:|',..|..,.|...1‘,“?...,....,....,210.7.. m/z 83.10  86.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11543: 2,3-Dimethyl-3-heptene
55
69 83
5000
41 11.20 11.40 11.60 11.80 12.00
- ; 126 m/z 125.10 81.49%
0 ||1|5|||I||||i'|||'||'||'||||"|'|!|||||]|-:!-|1||||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11592: Cyclohexane, 1,2,4-trimethyl-
55 69
111
41 11.20 11.40 11.60 11.80 12.00
5000 m/z 55.10 79.87%
21 126
‘ 84 97
0 s L R a2 e B A B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11576: 2,2-Dimethyl-3-heptene trans
69 11.20 11.40 11.60 11.80 12.00
m/z 41.10 46.19%
55 83
5000 41
29 97 111 126
0.}?“U..MHJN,JLsy..”u..hw....“...,”..,.”.,..”
m/z--> 20 40 60 80 100 120 140 160 180 200 11.20 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO90718\
Data File : VNO051055.D

Aca On : 7 Sep 2018 15:50

Operator : MD\SY

Sample : J4693-09 5X

Misc : 5.82a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N082118W .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 1-Ethyl-4-methylcyclohexane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.66 404.30 ug/l 25439700 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Ethvl-4-methvilcvclohexane 126 C9H18 003728-56-1 94
2 cis-1-Ethvl-3-methvl-cvclohexane 126 C9H18 019489-10-2 91
3 1-Ethvl-3-methvlcvclohexane (c.t) 126 C9H18 003728-55-0 91
4 3.5-Dimethv1-3-heptene 126 C9H18 059643-68-4 87
5 Cyclohexane, l-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 86
Abundance Scan 3075 (11.660 min): VN051055.D (-3063) (-) m/z 97.10 100.00%
g7
55
5000
" 6 10 11.40 11.60 11.80 12.00
81 111 . . . .
0 ..'..,.|...1,4?...,....,....,2197.. m/z 55.10 72.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11575: 1-Ethyl-4-methylcyclohexane
55 o7
5000
11.40 11.60 11.80 12.00
41 69 126 m/z 41.10 19.91%
81
0 |||||||I|||||II|||"!||I||||I|||I||]|-1|1||||||||||||||||||||||||||
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #11610. cis-1-Ethyl-3-methyl-cyclohexane
55 o7
11.40 11.60 11.80 12.00
5000 m/z 126.10 18.62%
126
0 ‘M 1 \ o | wm ‘
"'P"'I"”I""I”"I"'W""I”"I"'W""I'”'
m/z--> 20 80 100 120 140 160 180 200
Abundance #11612. 1-Ethyl-3-methylcyclohexane (c,t)
55 o7 11.40 11.60 11.80 12.00
m/z 69.10 18.57%
5000
69 126
81
0 '}?I"' JN"Jll'“' '|"'h|'%%l'|w"'|"' S SR SR
m/z--> 20 60 80 100 120 140 160 180 200 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO90718\
Data File : VNO051055.D

Aca On : 7 Sep 2018 15:50

Operator : MD\SY

Sample : J4693-09 5X

Misc : 5.82a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N082118W .M

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Cyclohexane, l-ethyl-4-meth... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.70 240.67 ug/Il 15143700 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Ethvl-4-methvilcvclohexane 126 C9H18 003728-56-1 87
2 Cvclohexane. 1-ethvl-4-methvl-. ... 126 C9H18 006236-88-0 72
3 3.5-Dimethvl-3-heptene 126 C9H18 059643-68-4 72
4 Cvclohexane. l1l-ethvl-1-methvl- 126 C9H18 004926-90-3 72
5 Cyclohexane, 1l-bromo-4-methyl- 176 C7H13Br 006294-40-2 64
Abundance Scan 3087 (11.699 min): VN051055.D (-3082) (-) m/z 97.10 100.00%
g7
55
5000
41 81 126 11.40 11.60 11.80 12.00
67 - - - -
Obrrprrrerrrerprrehe A8 il e 74 L 89 !,...125’....,...'.,..1.??.... m/z 55.10 75.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11575: 1-Ethyl-4-methylcyclohexane
55 g7
5000
11.40 11.60 11.80 12.00
41 69 126 m/z 96.10 27.25%
o %ﬂ 34 d| 48 . 62 |, %1 90 ||| 104111118
m/z--> 0 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11625: Cyclohexane, 1-ethyl-4-methyl-, trans-
56 97
11.40 11.60 11.80 12.00
5000 a1 m/z 126.10 17.96%
21 69 126
0"|“"|'“'|"“|"§ﬁ""F%"|“"?}“'|"'w"'}ﬁ%"w"'v'"w'"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11547: 3,5-Dimethyl-3-heptene
55 97 11.40 11.60 11.80 12.00
m/z 41.10 13.36%
5000
69
4 126 /Jvajb\ﬁ/J\/\Aj\]J\
0 15 2\9 \‘\ N 62 1 8\1 | 111
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 1140 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO90718\
Data File : VNO051055.D

Aca On : 7 Sep 2018 15:50

Operator : MD\SY

Sample : J4693-09 5X

Misc : 5.82a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N082118W .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 4,4-Dimethyl octane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.85 106.20 ug/Il 6682710 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.4-Dimethvl octane 142 C10H22 015869-95-1 64
2 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 59
3 Undecane. 3.7-dimethvl- 184 C13H28 017301-29-0 50
4 Hexane. 1.1"-oxvbis- 186 C12H260 000112-58-3 50
5 Hexane, 2,3,3-trimethyl- 128 C9H20 016747-28-7 50
Abundance Scan 3134 (11.850 min): VN051055.D (-3128) (-) m/z 57.10 100.00%
43 g7
85
5000
Tl e "T1'80 1180 12,00 1220
o ,.."..,I-...",..l.l?,l.%? M X7 m/z 43.10 90.29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19177: 4,4-Dimethyl octane
43 97
85
5000
11.60 11.80 12.00 12.20
29 | 71 99 m/z 85.10 66.03%
0 15 || AR |L' I|| || I| 1?7
USRI UL SURLEL UL LI SRR S UL BRI UL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7642: Hexane, 2,4-dimethyl-
43 57
85 11,60 11.80 12.00 12.20
5000 m/z 56.10 33.63%
29 71
0||1|5||‘|‘||‘|‘=||‘|‘|||“‘|||l‘|||9|9||1|1|4|||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48858: Undecane, 3,7-dimethyl-
43 57 11.60 11.80 12.00 12.20
m/z 41.10 32.96%
5000 71 85
29
o m‘ L |9 113187 155 169 184
m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO90718\
Data File : VNO051055.D

Aca On : 7 Sep 2018 15:50

Operator : MD\SY

Sample : J4693-09 5X

Misc : 5.82a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N082118W .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Sulfurous acid, cyclohexylm... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.92 728.25 ug/Il 45824300 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. cvclohexvimethvl... 402 C23H4603S 1000309-22-4 59
2 Cvclohexane. l1l-ethvl-2-methvl- 126 C9H18 003728-54-9 58
3 Cvclohexane. 1-ethvl-2-methvl-. ... 126 C9H18 004923-78-8 52
4 Cvclohexane. 1-ethvl-4-methvl-., ... 126 C9H18 006236-88-0 52
5 Cyclohexane, 1,3-dimethyl- 112 C8H16 000591-21-9 50
Abundance Scan 3156 (11.921 min): VN051055.D (-3143) (-) m/z 97.10 100.00%
55 97
5000
41 69
126
85 11 | 142 11.60 11.80 12.00 12.20
0 A e e m/z 55.10 79.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #212990: Sulfurous acid, cyclohexylmethyl hexadecy! ester
97
5000 %5
11.60 11.80 12.00 12.20
71 83 m/z 57.10 34.23%
o ” ,J Al J| Ji 1 127 141 155 225
m/z--> 20 40 100 120 140 160 180 200 220
Abundance #11603. Cyclohexane, 1-ethyl-2-methyl-
11.60 11.80 12.00 12.20
5000 m/z 41.10 32.47%
126
0...,”..,”..,”..,”..,f%%,.”. e
m/z--> 40 100 120 140 160 180 200 220
Abundance #11624. Cyclohexane, 1-ethyl-2-methyl-, trans-
55 97 11.60 11.80 12.00 12.20
m/z 69.10 31.65%
5000
41
29 69 61 126
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11,60 11.80 12.00 12.20

82N082118W.M Mon Sep 10 12:07:31 2018 Page: 10



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO90718\
Data File : VNO051055.D

Aca On : 7 Sep 2018 15:50

Operator : MD\SY

Sample : J4693-09 5X

Misc : 5.82a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N082118W.M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Octane, 3,6-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.05 351.45 ug/Il 22114500 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 91
2 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 91
3 Nonane. 3-methvl- 142 C10H22 005911-04-6 90
4 Undecane. 6.6-dimethvl- 184 C13H28 017312-76-4 64
5 Sulfurous acid, 2-ethylhexyl hex... 418 C24H5003S 1000309-19-9 64
Abundance Scan 3196 (12.049 min): VN051055.D (-3188) (-) m/z 57.10 100.00%
57
71
5000 43
85 13 11.80 12.00 12.20 12.40
o...,....,....,.?.6.',.'...,..-..-,....i:...,..'..,...??....,!'...,..1?27,....1,‘.‘.2..,. m/z 71.10 69.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19198: Octane, 3,6-dimethyl-
57
71
5000
43 11.80 12.00 12.20 12.40
29 113 m/z 43.10 48.12%
0 | Ll | AN §|5 99 || 127 14..2
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19197: Octane, 2,6-dimethyl-
57
71
a1 11.80 12.00 12.20 12.40
5000 m/z 56.10 32.02%
29 g5 113
MG S B AN = 7 2
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19170: Nonane, 3-methyl- s B e S
57 11.80 12.00 12.20 12.40
43 m/z 41.10 31.78%
71
5000 29
113
0 ]75 ‘\ “ ‘ . L ‘ | \‘ I %5 98 ‘ 127 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 1180 12.00 12,20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO90718\
Data File : VNO051055.D

Aca On : 7 Sep 2018 15:50

Operator : MD\SY

Sample : J4693-09 5X

Misc : 5.82a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N082118W .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 1-Tridecyne Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.12 359.83 ug/Il 22641800 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tridecvne 180 C13H24 026186-02-7 59
2 1H-Indene. octahvdro-. trans- 124 C9H16 003296-50-2 58
3 Cvclohexane. methvlene- 96 C7H12 001192-37-6 52
4 Cvclopentane. 1.3-dimethvl-2-(1-... 138 C10H18 061142-31-2 43
5 Cyclohexene, 1l-methyl- 96 C7H12 000591-49-1 38

Abundance Scan 3218 (12.120 min): VN051055.D (-3211) (-) m/z 81.10 100.00%
7 g1
5000 a1 96
> 124
109 11.80 12.00 12.20 12.40
ol 27 Th/z 67.00  96.30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45713: 1-Tridecyne
gl
55 67
5000 29 95
11.80 12.00 12.20 12.40
109 m/z 57.10 63.69%
ol 15 , || || 123 137 151 165 179
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10694: 1H-Indene, octahydro-, trans-
67
81 11.80 12.00 12.20 12.40
5000 96 m/z 82.10 55.65%
124
41
o Lol bl e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2883: Cyclohexane, methylene-
81 11.80 12.00 12.20 12.40
67 m/z 96.10 43.55%
5000 54 96
39
27
0 ”]'ISII‘I\ .‘l“..“l‘l|.“.‘..“l‘...‘.‘luuu.|....|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO90718\
Data File : VNO051055.D

Aca On : 7 Sep 2018 15:50

Operator : MD\SY

Sample : J4693-09 5X

Misc : 5.82a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N082118W .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 Cyclohexane, propyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.17 843.82 ug/Il 53096100 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. propvl- 126 C9H18 001678-92-8 78
2 Cvclohexane. ethvl- 112 C8H16 001678-91-7 59
3 Ethanone. 1-(l-methvlcvclopentvl)- 126 C8H140 013388-93-7 59
4 Oxalic acid. cvclohexvl undecvl ... 326 C19H3404 1000309-31-3 53
5 Cyclopentane, 1l-ethyl-1-methyl- 112 C8H16 016747-50-5 53
Abundance Scan 3234 (12.172 min): VN051055.D (-3225) (-) m/z 83.10 100.00%
83
55
5000
41 126
67 5 o1 115 11.80 12.00 12.20 12.40
Obrprerr e el b 2 9L 202 AL L 18T ) Tm/z 55.10 62.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11539: Cyclohexane, propyl-
a3
55
5000
a1 11.80 12.00 12.20 12.40
. o7 126 m/z 82.10 52.71%
0”|}?|“lh“'hm'w”!WH'M“'w"w'ga'“w'“w'“w'“w'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #6668: Cyclohexane, ethyl-
83
55 11.80 12.00 12.20 12.40
5000 m/z 41.10 21.58%
41
27 6 1
0"|""|"'M“""“M'"|'”l'|"'ii'?§'|'l"?%"'l}p?w""l""l'"'l'"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11470: Ethanone, 1-(1-methylcyclopentyl)- e AR REEEE RS
83 11.80 12.00 12.20 12.40
55 m/z 126.10 21.56%
5000
41
67 126
0 2 || J o3 1
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.80 12.00 12.20 12.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VNO90718\
Data File : VNO051055.D

Acq On : 7 Sep 2018 15:50

Operator : MD\SY

Sample - J4693-09 5X

Misc : 5.829/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N082118W .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Cyclohexane, 1,1,... 11.01 138.1 ug/l 8688580 3 11.41 3146170 50.0
Cyclohexane, 1,3,... 11.21 147 .4 ug/1 9273380 3 11.41 3146170 50.0
2,3-Dimethyl-3-he... 11.60 110.5 ug/l 6951270 3 11.41 3146170 50.0
1-Ethyl-4-methylc... 11.66 404.3 ug/l1 25439700 3 11.41 3146170 50.0
Cyclohexane, 1-et... 11.70 240.7 ug/l 15143700 3 11.41 3146170 50.0
4,4-Dimethyl octane 11.85 106.2 ug/l 6682710 3 11.41 3146170 50.0
Sulfurous acid, c... 11.92 728.3 ug/l 45824300 3 11.41 3146170 50.0
Octane, 3,6-dimet... 12.05 351.4 ug/l 22114500 3 11.41 3146170 50.0
1-Tridecyne 12.12 359.8 ug/l 22641800 3 11.41 3146170 50.0
Cyclohexane, propyl- 12.17 843.8 ug/l 53096100 3 11.41 3146170 50.0
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