LSC Area Percent Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA N\DATA\VN121918\

Data File : VNO53038.D

Aca On - 20 Dec 2018 4:10

Operator : MD\SY

Sample - J6411-06 10X

Misc - 5.070/5.0mL/100uL/5.00mL/MSVOA_N/MEOH ERLIMVZKIL2 L3P D218
ALS Vial : 45 Sample Multiplier: 28

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\82N121818W.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 7.590 1789 1809 1820 rBV 684373 1715663 3.04% 0.288%
2 7.667 1820 1833 1851 rVB 1576195 3707554 6.57% 0.622%
3 8.027 1926 1945 1966 rBV 788930 1837884 3.26% 0.308%
4 8.587 2100 2119 2146 rBV 2247982 4628286 8.21% 0.777%
5 9.870 2497 2518 2540 rVB2 292435 783254 1.39% 0.131%
6 10.091 2573 2587 2610 rVB 3689366 6869919 12.18% 1.153%
7 10.432 2685 2693 2710 rVB 793407 1491800 2.65% 0.250%
8 10.532 2710 2724 2732 rBV2 408840 888546 1.58% 0.149%
9 10.625 2745 2753 2763 rVB 652125 1034503 1.83% 0.174%
10 10.718 2763 2782 2795 rVB 3116143 5257261 9.32% 0.882%

11 10.821 2796 2814 2827 rBV 1645430 3733028 6.62% 0.627%
12 10.889 2827 2835 2841 rBV2 606026 1016586 1.80% 0.171%
13 11.008 2857 2872 2882 rBV2 5745755 11335437 20.10% 1.903%
14 11.059 2882 2888 2895 rVvVv 996932 1577386 2.80% 0.265%
15 11.124 2896 2908 2916 rVV5 3745717 7185717 12.74% 1.206%

16 11.198 2916 2931 2951 rVB4 5405975 16282153 28.87% 2.733%
17 11.300 2951 2963 2972 rBV 5479978 9328692 16.54% 1.566%
18 11.406 2986 2996 3005 rBV 2985377 5227652 9.27% 0.877%
19 11.493 3016 3023 3030 rBV3 404284 678666 1.20% 0.114%
20 11.542 3030 3038 3045 rvVv 2298602 3643935 6.46% 0.612%

21 11.593 3045 3054 3064 rVV7 3932095 8601961 15.25% 1.444%
22 11.654 3064 3073 3081 rVVv2 8222906 15800087 28.02% 2.652%
23 11.699 3082 3087 3097 rVB2 6355046 9771476 17.33% 1.640%
24 11.760 3097 3106 3113 rBV3 1630596 3019281 5.35% 0.507%
25 11.853 3128 3135 3143 rVB4 2487935 3753174 6.65% 0.630%

26 11.924 3143 3157 3169 rBV5 11005436 27036896 47.94% 4 _.538%
27 12.046 3187 3195 3203 rBV 15616873 21558114 38.22% 3.618%
28 12.120 3210 3218 3223 rBV3 7291425 11885963 21.08% 1.995%
29 12.162 3224 3231 3242 rVB5 14474628 26276281 46.59% 4.410%
30 12.246 3252 3257 3264 rBV3 2857144 3757448 6.66% 0.631%

31 12.297 3267 3273 3280 rVV6 6052367 11277724 20.00% 1.893%
32 12.336 3281 3285 3296 rVB 13264583 19254553 34.14% 3.232%
33 12.403 3296 3306 3316 rBV6 4951634 9993826 17.72% 1.677%
34 12.490 3317 3333 3339 rBV7 3395464 9652215 17.11% 1.620%
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LSC Area Percent Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA N\DATA\VN121918\

Data File : VNO53038.D

Aca On - 20 Dec 2018 4:10

Operator : MD\SY

Sample - J6411-06 10X

Misc - 5.070/5.0mL/100uL/5.00mL/MSVOA_N/MEOH ERLIMVZKIL2 L3P D218
ALS Vial : 45 Sample Multiplier: 28

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\82N121818W.M
Title - SW846 8260
35 12.564 3348 3356 3369 rVB3 17633473 33493362 59.39% 5.622%
36 12.648 3370 3382 3390 rBV5 7419037 17040020 30.21% 2.860%
37 12.728 3393 3407 3416 rVV6 19786586 56398259 100.00% 9.466%
38 12.779 3418 3423 3434 rVB3 11338659 18049023 32.00% 3.029%
39 12.869 3444 3451 3458 rBV3 5206017 7186880 12.74% 1.206%
40 12.908 3459 3463 3466 rBV2 2169605 2383220 4.23% 0.400%
41 12.963 3473 3480 3494 rVB3 17793394 31007706 54.98% 5.204%
42 13.043 3496 3505 3513 rBv4 7049738 12508415 22.18% 2.099%
43 13.168 3532 3544 3552 rVB7 7159492 15060021 26.70% 2.528%
44 13.242 3553 3567 3575 rBV2 15682737 32127665 56.97% 5.392%
45 13.596 3669 3677 3688 rBV2 4104884 8669769 15.37% 1.455%
46 13.664 3689 3698 3708 rVvV5 13646689 25907436 45.94% 4.348%
47 13.712 3709 3713 3721 rVB3 3094201 3988921 7.07% 0.670%
48 13.889 3761 3768 3778 rVB 10172545 15873097 28.14% 2.664%
49 13.995 3792 3801 3812 rVB5 5662730 10560006 18.72% 1.772%
50 14.175 3848 3857 3864 rBV4 4773625 9489692 16.83% 1.593%
51 14.249 3874 3880 3888 rVB 5564734 7823315 13.87% 1.313%
52 14.294 3888 3894 3900 rBV3 1726657 2141185 3.80% 0.359%
53 14.332 3900 3906 3913 rVV2 1997114 2454531 4 .35% 0.412%
54 14.480 3944 3952 3960 rBV5 1142465 2718561 4.82% 0.456%
55 14.525 3961 3966 3974 rVB2 2156040 3023757 5.36% 0.508%
56 14.580 3975 3983 3996 rVB2 1594521 2855097 5.06% 0.479%
57 14.648 3997 4004 4015 rVB2 1320463 2188445 3.88% 0.367%
58 14.850 4062 4067 4073 rBv4 477088 577724 1.02% 0.097%
59 14.956 4092 4100 4111 rVB4 900344 1838992 3.26% 0.309%
60 15.239 4181 4188 4210 rVB7 209367 568812 1.01% 0.095%
Sum of corrected areas: 595796832
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN121918\
Data File : VNO0O53038.D

Aca On : 20 Dec 2018 4:10

Operator : MD\SY

Sample : J6411-06 10X

Misc : 5.07a/5.0mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 45 Sample Multiplier: 28

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N121818W .M
> SW846 8260

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VN053038.D
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5000000
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Abundance TIC: VN053038.D
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5000000

10.09 10.72

A S, A | oo || k9B
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Abundance TIC: VN053038.D
12173 12,96 13.24

.16
2e+07 12.08 12.56

13.66

1.5e+07 12.34 np.78

11,990, 13.89

13.
212 B0 13.04
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le+07 12, 12.65

9
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2
5000000

13.99141%725
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T — — T — —T T T T
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN121918\
Data File : VNO0O53038.D

Aca On : 20 Dec 2018 4:10

Operator : MD\SY

Sample : J6411-06 10X

Misc : 5.07a/5.0mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 45 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N121818W .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.
11.01 108.42 ug/l 11335400 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 94
2 Cvclohexane. l1l-ethvl-2.4-dimethvl- 140 C10H20 061142-69-6 64
3 Cvclohexane. 1.3.5-trimethvl-., (... 126 C9H18 001795-26-2 64
4 Cvclooctane. (1-methvlpropvl)- 168 C12H24 016538-89-9 64
5 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 53
Abundance Scan 2873 (11.011 min): VN053038.D (-2857) (-) m/z 111.05 100.00%
111
69
5000 55
41 83
m | | ||97 126 10.60 10.80 11.00 11.20 11.40
Obrrrprrrrrrrreprreherr e bt prede e bty || M/ 69.05 74.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11584: Cyclohexane, 1,1,3-trimethyl-
69 111
5000 41
10.60 10.80 11.00 11.20 11.40
27 83 m/z 55.05 46.00%
0"'P%?W"Lh'”'hﬂ"PHLW"L!'”'IL"P??W"”I!”'I}?§P"W"”I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18051: Cyclohexane, 1-ethyl-2,4-dimethyl-
69
55 1 10.60 10.80 11.00 11.20 11.40
5000 m/z 41.10 30.16%
41
ﬁg L, l | 8 o |, 125 140
) RS A A R RN AL RARRA RSN LARAS RARS WAAR) SARARRAARS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11638: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.,...
69 111 10.60 10.80 11.00 11.20 11.40
a1 55 m/z 83.10 23.76%
5000
21 126
15 83
0"W'“W'”'P“'P'“P'”I““I”'W“'W'ez'”ﬂ'”'v“'P'“P'”I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10.60 10.80 11.00 11.20 11.40

82N121818W.M Thu Dec 20 16:07:52 2018 Page: 4



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN121918\
Data File : VNO0O53038.D

Aca On : 20 Dec 2018 4:10

Operator : MD\SY

Sample : J6411-06 10X

Misc : 5.07a/5.0mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 45 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N121818W .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 Octane, 4-methyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.20 155.73 ug/Il 16282200 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 4-methvl- 128 C9H20 002216-34-4 83
2 Hexane. 2.3.4-trimethvl- 128 C9H20 000921-47-1 53
3 Heptane. 2.4-dimethvl- 128 C9H20 002213-23-2 43
4 Hexane. 3-ethvl- 114 C8H18 000619-99-8 43
5 Hexane, 2,3,5-trimethyl- 128 C9H20 001069-53-0 41

Abundance Scan 2932 (11.201 min): VN053038.D (-2916) (-) m/z 43.10 100.00%
43
69 111
55
5000 85
126
| || “ J 97 207 10.80 11.00 11.20 11.40 11.60
R L L. m/z 111.10 69.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12670: Octane, 4-methyl-
43
5000 n &
57 10.80 11.00 11.20 11.40 11.60
29 m/z 69.10 68.32%
o 9|8 113 12|8
mzs 0% 0o B 100 1% w0 10 1o 2o
Abundance #12714: Hexane, 2,3,4-trimethyl-
43
10.80 11.00 11.20 11.40 11.60
5000 57 71 85 m/z 55.10 53.47%
29
o 14 | \ I 9o 128
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12697: Heptane, 2,4-dimethyl-
43 10.80 11.00 11.20 11.40 11.60
m/z 41.10 46.28%
5000 g5
57 711
29 ‘ ‘
obr bbb O W3 228
m/z--> 20 40 60 80 100 120 140 160 180 200 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\VN121918\
Data File : VNO0O53038.D

Aca On : 20 Dec 2018 4:10

Operator : MD\SY

Sample : J6411-06 10X

Misc : 5.07a/5.0mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 45 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N121818W .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 Octane, 3-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.30 89.22 ug/1 9328690 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 3-methvl- 128 C9H20 002216-33-3 91
2 Heptane. 2.5-dimethvl- 128 C9H20 002216-30-0 90
3 Heptane. 4-(1-methvlethvl)- 142 C10H22 052896-87-4 64
4 Heptane. 3.5-dimethvl- 128 C9H20 000926-82-9 59
5 Undecane, 6-methyl- 170 C12H26 017302-33-9 59
Abundance Scan 2963 (11.300 min): VN053038.D (-2951) (-) m/z 57.10 100.00%
g7
5000
43
71 %8 11.00 11.20 11.40 11.60
o ool 821 113 128141 156 207 Tnzz 43.10 26.43%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12669: Octane, 3-methyl-
g7
5000
43 11.00 11.20 11.40 11.60
m/z 41.10 25.09%
29 71 98
ol 15 [ 8 | 113 128
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12686: Heptane, 2,5-dimethyl-
57
11.00 11.20 11,40 11.60
5000 43 m/z 56.05 21.15%
29 71 99
0 15 \‘ \‘\ Il ‘\‘ 85 \‘ 113 128
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19222: Heptane, 4-(1-methylethyl)-  E AR e AR
57 11.00 11.20 11.40 11.60
m/z 98.10 17.45%
5000 43
27 98
ol 15 I ‘L L% 85 | 113 127 142
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN121918\
Data File : VNO0O53038.D

Aca On : 20 Dec 2018 4:10

Operator : MD\SY

Sample : J6411-06 10X

Misc : 5.07a/5.0mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 45 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N121818W .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 6
R.T. EstConc Area Relative to ISTD R.T.
11.65 151.12 ug/Il 15800100 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Ethvl-4-methvilcvclohexane 126 C9H18 003728-56-1 95
2 cis-1-Ethvl-3-methvl-cvclohexane 126 C9H18 019489-10-2 87
3 3.5-Dimethvl-3-heptene 126 C9H18 059643-68-4 87
4 Cvclohexane. 1-ethvl-4-methvl-., ... 126 C9H18 004926-78-7 78
5 4-0Octen-3-one 126 C8H140 014129-48-7 72
Abundance Scan 3072 (11.651 min): VN053038.D (-3064) (-) m/z 97.10 100.00%
97
55
5000
it 69 81 126 11.40 11.60 11.80 12.00
111 : : : :
o..,....,....,....',|.-'..4F',.-.-!-.,6."‘..':|i....,'...5??...'!,....,-....,..].,..1.3.?... m/z 55.10 74.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11575: 1-Ethyl-4-methylcyclohexane
55 o7
5000
11.40 11.60 11.80 12.00
41 69 126 m/z 41.10 19.94%
o zﬂ 34 |[ 48 || 62 | 8} 90 ||| 104111118 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11610: cis-1-Ethyl-3-methyl-cyclohexane
55 97
11.40 11.60 11.80 12.00
5000 m/z 126.10 17.98%
4l 69 126
0 o WH 1l \w‘ o | 1
LA R NI LI I LSS NN LRI LSS SRS BARAS BURS BN SR
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 69.10 15.28%
5000
69
41 126
0 15 \29 | min 62 1 8\1 | 1:!'1
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\VN121918\
Data File : VNO0O53038.D

Aca On : 20 Dec 2018 4:10

Operator : MD\SY

Sample : J6411-06 10X

Misc : 5.07a/5.0mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 45 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N121818W .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 Cyclohexane, l-ethyl-2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
11.92 258.60 ug/Il 27036900 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. l1l-ethvl-2-methvl- 126 C9H18 003728-54-9 58
2 Cvclohexane. 1-ethvl-2-methvl-. ... 126 C9H18 004923-77-7 53
3 Cvclohexane. 1.3-dimethvl-. cis- 112 C8H16 000638-04-0 53
4 2-Hexene. 3.4.4-trimethvl- 126 C9H18 053941-19-8 52
5 Cyclohexane, l-ethyl-2-methyl-, ... 126 C9H18 004923-78-8 52

Abundance Scan 3156 (11.921 min): VN053038.D (-3143) (-) m/z 97.10 100.00%
55 o7
5000
85 126 11.60 11.80 12.00 12.20
111 - - - -
0 ,..'..,.'|...1,4?.?“?6....,....,2?0.7.. m/z 55.10 81.96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11603: Cyclohexane, 1-ethyl-2-methyl-
5000
a1 11.60 11.80 12.00 12.20
‘ 69 m/z 57.10 40.66%
29 ¢ 81 111 126
0""I'I'I"li""'lll' III“:"II""I""I""I""I""IIIII
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11620: Cyclohexane, 1-ethyl-2-methyl-, cis-
56 o7
11.60 11.80 12.00 12.20
5000 41 m/z 41.10 35.72%
69
H ‘ 8 | 111 126
0"”I"”i'“m”'w”fu'”“"”l”'”l"”l"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6809: Cyclohexane, 1,3-dimethyl-, cis- i e
55 o7 11.60 11.80 12.00 12.20
m/z 43.10 34 .90%
5000
4 112
27 69
0...]-.Slu‘l‘..‘ih..‘.‘.‘lu‘.“..ﬁ?...‘l...‘.|....|....|....|....|....
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\VN121918\
Data File : VNO0O53038.D

Aca On : 20 Dec 2018 4:10

Operator : MD\SY

Sample : J6411-06 10X

Misc : 5.07a/5.0mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 45 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N121818W .M
SW846 8260

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 7 Octane, 2,6-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.05 206.19 ug/Il 21558100 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 91
2 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 91
3 Nonane. 3-methvl- 142 C10H22 005911-04-6 91
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 (12.050 min): VN053038.D (-3187) (-) m/z 57.10 100.00%
57
71
5000 43
85 13 11.80 12.00 12.20 12.40
o...,....,....,.?.6.',!...,..'..',....i:...,..'..,...?,9....,!|...,..1.2.7,....1,‘.‘?..,.. m/z 71.10 67.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19197: Octane, 2,6-dimethyl-
57
71
41
5000
11.80 12.00 12.20 12.40
29 ‘ g5 113 m/z 43.10 48.81%
SIS N -
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
11.80 12.00 12.20 12.40
5000 43 m/z 41.10 32.18%
29 113
0"%"“I'“'I“"P"W"“I'“'I“"P§?W"2?“"P"W'}%Z"“%%%'I“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19170: Nonane, 3-methyl- IR R B e
57 11.80 12.00 12.20 12.40
43 m/z 56.10 31.44%
71
5000 29
113
0 ]75 ‘\ “ ‘ : ! ‘ ! \‘ ! ?\5 98 ‘ 127 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 11,80 12.00 12,20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN121918\
Data File : VNO0O53038.D

Aca On : 20 Dec 2018 4:10

Operator : MD\SY

Sample : J6411-06 10X

Misc : 5.07a/5.0mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 45 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N121818W .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 8 Pentalene, octahydro-2-methyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.12 113.68 ug/l 11886000 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentalene. octahvdro-2-methvl- 124 C9H16 003868-64-2 60
2 2.4-Octadienal. (E.E)- 124 C8H120 030361-28-5 25
3 Octane. 3.5-dimethvl- 142 C10H22 015869-93-9 20
4 1H-Indene. octahvdro-. trans- 124 C9H16 003296-50-2 18
5 Cyclopentane, ethylidene- 96 C7H12 002146-37-4 18

Abundance Scan 3218 (12.120 min): VN053038.D (-3210) (-) m/z 57.10 100.00%
57
81
67
5000 43
96
113 125 11.80 12.00 12.20 12.40
140
0 .,....,..3.6.|i!...5,‘-’.|!”-,..-! .”.7.4.'.'- ”89 .|.||'1°3 e e e mM/z 81.10  74.66%
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 150
Abundance #10701: Pentalene, octahydro-2-methyl-
g1
67
5000 4l 96
11.80 12.00 12.20 12.40
55 m/z 67.00 60.47%
109 124
0 '|""|"':I!|"48|'|||" . .|| 74|I|I|”§|9”|”|””I .].'].'(.Sl....l....l....l.
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #10499: 2,4-Octadienal, (E,E)-
81
11.80 12.00 12.20 12.40
5000 m/z 71.10 45 _53%
H 95 124
0'I”'W'”'P'““MMW'MMP'“HL'W'M'P'“I“'W"”I“'W'”'P
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19195: Octane, 3,5-dimethyl-
57 11.80 12.00 12.20 12.40
m/z 43.10 44 _67%
43 71
5000
29
8 99 113
0'I”'W'”'P'“I'”'P'”I“'W'”'P'”I“'W'”'P'”I“'ﬁ%a'P
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN121918\
Data File : VNO0O53038.D

Aca On : 20 Dec 2018 4:10

Operator : MD\SY

Sample : J6411-06 10X

Misc : 5.07a/5.0mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 45 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N121818W .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 Cyclohexane, propyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.16 251.32 ug/Il 26276300 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. propvl- 126 C9H18 001678-92-8 62
2 Cvclohexane. methvl- 98 C7H14 000108-87-2 58
3 Cvcloheptanone. 4-methvl-. (R)- 126 C8H140 013609-59-1 46
4 2-Pentene. 4.4-dimethvl-. (2)- 98 C7H14 000762-63-0 46
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 43
Abundance Scan 3230 (12.159 min): VN053038.D (-3224) (-) m/z 57.10 100.00%
7 83
41
5000 98
69
e 11.80 12.00 12.20 12.40
0 ...-,..1.1?,.|...1,4.2...,....,....,210.7.. m/z 83.10 90.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11539: Cyclohexane, propyl-
83
55
5000
a1 11.80 12.00 12.20 12.40
. o7 126 m/z 55.10 69.71%
0.}?“U..Unﬂdljﬁ.,!”%z..”,....“...,”..,.”.,..”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3338: Cyclohexane, methyl-
83
55 LN LA BRI U
11.80 12.00 12.20 12.40
m/z 41.10 56.50%
5000 41 98 0
69
i
0'}?PM"M”JHI”L'IM'”W"'W""P"'I”"I'”'I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11438: Cycloheptanone, 4-methyl-, (R)- AR EEE RS L
55 11.80 12.00 12.20 12.40
41 m/z 98.10 43.90%
5000 10 82
‘ 126
0"'|"'4"JN|J”'|l'”Nw%{%|""w"'|"“|""|'“'
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\VN121918\
Data File : VNO0O53038.D

Aca On : 20 Dec 2018 4:10

Operator : MD\SY

Sample : J6411-06 10X

Misc : 5.07a/5.0mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 45 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N121818W .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 Nonane, 4-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.34 184.16 ug/Il 19254600 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 4-methvl- 142 C10H22 017301-94-9 72
2 Heptane. 2.3.4-trimethvl- 142 C10H22 052896-95-4 59
3 Pentane. 2.2.3.3-tetramethvl- 128 C9H20 007154-79-2 53
4 Octane. 3.5-dimethvl- 142 C10H22 015869-93-9 43
5 Decane, 2,5,9-trimethyl- 184 C13H28 062108-22-9 38
Abundance Scan 3286 (12.339 min): VN053038.D (-3281) (-) m/z 57.10 100.00%
57
5000 43 71
98
81 123 12.00 12.20 12.40 12.60
110
o....,....,....',|!...,.~.'..-,...-.-,....,':..5?,9..|=.|,....,-....,.'...,....1,‘.‘.2..,.1.“??,.. m/z 71.10 43.89%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #19172: Nonane, 4-methyl-
43 9
5000
12.00 12.20 12.40 12.60
29 m/z 43.10 42 _.33%
Ofrrrrprrrt e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #19208: Heptane, 2,3,4-trimethyl-
43 57
12.00 12.20 12.40 12,60
5000 71 m/z 70.10 38.70%
29
99
0”'3{'W””I””I””I””I””Iﬁﬁl””I””I””I””I””I””I””I”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #12739: Pentane, 2,2,3,3-tetramethyl- e e
57 12.00 12.20 12.40 12.60
43 m/z 98.10 25 _.59%
5000 71
29
0 W \y Il ‘ 85 9? 113 128
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12.00 12.20 12.40 12.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN121918\
Data File : VNO0O53038.D

Acq On = 20 Dec 2018 4:10

Operator : MD\SY

Sample : J6411-06 10X

Misc : 5.079/5.0mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 45 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N121818W .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,... 11.01 108.4 ug/l1 11335400 3 11.41 5227650 50.0
Octane, 4-methyl- 11.20 155.7 ug/l1 16282200 3 11.41 5227650 50.0
Octane, 3-methyl- 11.30 89.2 ug/1 9328690 3 11.41 5227650 50.0
1-Ethyl-4-methylc... 11.65 151.1 ug/1 15800100 3 11.41 5227650 50.0
Cyclohexane, 1-et... 11.92 258.6 ug/l 27036900 3 11.41 5227650 50.0
Octane, 2,6-dimet... 12.05 206.2 ug/l 21558100 3 11.41 5227650 50.0
Pentalene, octahy... 12.12 113.7 ug/1 11886000 3 11.41 5227650 50.0
Cyclohexane, propyl- 12.16 251.3 ug/l 26276300 3 11.41 5227650 50.0
Nonane, 4-methyl- 12.34 184.2 ug/l 19254600 3 11.41 5227650 50.0
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