LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN100618\
Data File : VNO0O51701.D

Aca On : 5 0Oct 2018 21:35

Operator : MD\SY

Sample : J5084-13

Misc : 5.76a/5.00mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 31 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\82N100418W_.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 2.198 109 132 135 rBv8 23428 69362 2.08% 0.251%
2 2.429 196 204 205 rBvV 33888 41773 1.26% 0.151%
3 6.510 1451 1473 1492 rBV3 14034 45628 1.37% 0.165%
4 7.590 1787 1809 1820 rBVvV2 432963 1099744 33.04% 3.978%
5 7.664 1821 1832 1848 rVV 680019 1606108 48.25% 5.810%
6 7.738 1849 1855 1873 rVB4 48862 116550 3.50% 0.422%
7 8.027 1927 1945 1966 rBV 438444 1016651 30.54% 3.678%
8 8.207 1971 2001 2019 rBv2 152970 429032 12.89% 1.552%
9 8.587 2101 2119 2143 rBV 916458 1926079 57.87% 6.968%
10 9.088 2270 2275 2282 rVvVv3 32884 53442 1.61% 0.193%
11 9.140 2283 2291 2305 rVB3 42620 84777 2.55% 0.307%
12 9.365 2340 2361 2380 rVB8 25914 75324 2.26% 0.272%

13 9.519 2388 2409 2425 rBV3 146838 311246 9.35% 1.126%
14 9.654 2434 2451 2466 rBV3 137952 321739 9.67% 1.164%

15 9.760 2478 2484 2496 rVB5 34277 62789 1.89% 0.227%
16 9.866 2496 2517 2542 rVB10 57379 203309 6.11% 0.735%
17 10.024 2551 2566 2573 rBv4 47311 96795 2.91% 0.350%
18 10.091 2573 2587 2616 rVB 1768426 3328379 100.00% 12.041%
19 10.432 2686 2693 2708 rVB5 46235 83178 2.50% 0.301%
20 10.529 2708 2723 2734 rBV9 55665 139671 4._.20% 0.505%
21 10.625 2745 2753 2764 rVB4 35019 61550 1.85% 0.223%
22 10.718 2764 2782 2792 rBV2 65122 124500 3.74% 0.450%
23 10.818 2804 2813 2827 rBV2 53693 99952 3.00% 0.362%
24 10.950 2849 2854 2861 rVB2 30590 40070 1.20% 0.145%

25 11.005 2862 2871 2882 rVB2 120391 209796 6.30% 0.759%

26 11.059 2882 2888 2896 rVBS8 25217 33885 1.02% 0.123%
27 11.120 2896 2907 2915 rBvV4 59172 103649 3.11% 0.375%
28 11.197 2915 2931 2952 rVB6 145918 444912 13.37% 1.609%
29 11.300 2952 2963 2982 rBV 147686 307251 9.23% 1.112%
30 11.406 2983 2996 3013 rBV 1335912 2396463 72.00% 8.669%

31 11.484 3014 3020 3028 rVB2 47407 70921 2.13% 0.257%
32 11.587 3045 3052 3063 rVB5 57453 104003 3.12% 0.376%
33 11.660 3064 3075 3083 rBV6 120988 247545 7.44% 0.896%
34 11.754 3097 3104 3112 rBV10 16665 33985 1.02% 0.123%

82N100418W.M Mon Oct 08 12:17:25 2018 Page: 1



LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN100618\
Data File : VNO0O51701.D

Aca On : 5 0Oct 2018 21:35

Operator : MD\SY

Sample : J5084-13

Misc : 5.76a/5.00mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 31 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\82N100418W.M

Title : SW846 8260

35 11.812 3113 3122 3128 rBV6 29519 55169 1.66% 0.200%
36 11.857 3129 3136 3144 rVV6 60181 93089 2.80% 0.337%

37 11.924 3145 3157 3169 rVV6 126057 291358 8.75% 1.054%
38 12.043 3187 3194 3202 rVB2 145022 219012 6.58% 0.792%
39 12.120 3209 3218 3223 rBV3 116087 194938 5.86% 0.705%
40 12.300 3262 3274 3278 rBV6 81484 171833 5.16% 0.622%

41 12.400 3291 3305 3315 rVB2 1200240 2139914 64.29% 7.741%
42 12.558 3344 3354 3371 rVB9 118572 314091 9.44% 1.136%
43 12.731 3395 3408 3420 rBV9 102176 331287 9.95% 1.198%
44 12.927 3464 3469 3473 rBV4 51459 60520 1.82% 0.219%
45 12.963 3474 3480 3494 rVvB4 157855 281050 8.44% 1.017%

46 13.091 3513 3520 3529 rVB2 90095 138136 4._.15% 0.500%
47 13.146 3531 3537 3549 rBVS 71117 178515 5.36% 0.646%
48 13.284 3574 3580 3585 rBV 111311 148197 4.45% 0.536%
49 13.345 3586 3599 3609 rVB 1380169 2352361 70.68% 8.510%
50 13.397 3610 3615 3617 rBV2 62950 67190 2.02% 0.243%

51 13.512 3645 3651 3659 rVB 90470 129369 3.89% 0.468%
52 13.593 3671 3676 3689 rVB4 83053 168299 5.06% 0.609%
53 13.667 3692 3699 3707 rVVv7 79343 131670 3.96% 0.476%
54 13.815 3740 3745 3757 rVB4 122518 222568 6.69% 0.805%
55 13.889 3760 3768 3777 rBV3 183306 312700 9.39%% 1.131%

56 13.995 3792 3801 3811 rVB5 132518 223382 6.71% 0.808%
57 14.066 3815 3823 3833 rVV6 124402 223463 6.71% 0.808%
58 14.159 3843 3852 3856 rBV3 124958 221054 6.64% 0.800%
59 14.294 3885 3894 3911 rBV3 353418 636714 19.13% 2.303%
60 14.477 3943 3951 3960 rBV7 100326 220059 6.61% 0.796%

61 14.525 3961 3966 3974 rVB3 122592 160656 4.83% 0.581%
62 14.593 3976 3987 3997 rBV8 145534 420834 12.64% 1.522%
63 14.647 3997 4004 4015 rVB2 288396 498041 14.96% 1.802%
64 14.853 4061 4068 4075 rVB2 232314 328027 9.86% 1.187%
65 14.956 4092 4100 4111 rVB5 177781 310041 9.32% 1.122%

66 15.111 4140 4148 4166 rVB8 141697 319492 9.60% 1.156%
67 15.239 4180 4188 4196 rBv4 87492 146256 4_.39% 0.529%

68 15.287 4197 4203 4210 rBv4 60594 87968 2.64% 0.318%
69 15.422 4235 4245 4257 rBV3 99287 251137 7.55% 0.909%
70 15.551 4277 4285 4286 rBvV4 49432 64538 1.94% 0.233%

71 15.763 4342 4351 4362 rBV3 69125 139911 4._.20% 0.506%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN100618\
Data File : VNO0O51701.D

Aca On : 5 0Oct 2018 21:35

Operator : MD\SY

Sample : J5084-13

Misc : 5.76a/5.00mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 31 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 - 0 Peak Location: TOP

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

Method
Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N100418W.M
SW846 8260

Sum of corrected areas: 27642897

82N100418W.M Mon Oct 08 12:17:25 2018 Page: 3



LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN100618\
Data File : VNO0O51701.D

Aca On : 5 Oct 2018 21:35

Operator : MD\SY

Sample : J5084-13

Misc : 5.76a/5.00mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 31 Sample Multiplier: 28

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N100418W .M
SW846 8260

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

Abundance TIC: VN051701.D

1500000

1000000

500000

2.4
2.20 6.51

Time--> 1.80 2.00 220 240 260 280 300 320 340 360 380 400 420 4.40 4.60 4.80 5.00 5.20 5.40 5.60 580 600 620 6.40 6.60
Abundance TIC: VN051701.D

10,09

1500000
11.41

1000000 8.59

o+

500000 7.5 8.03
8.21 9.52.65 1100112030} 11,66
w WA o904 oo | |70 10T %

T T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10 50 11 OO 11 50
Abundance TIC: VN051701.D
13.35
1500000
12.40
1000000

500000

—T — — T — —T — — T — T — —T T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN100618\
Data File : VNO0O51701.D

Aca On : 5 Oct 2018 21:35

Operator : MD\SY

Sample : J5084-13

Misc : 5.76a/5.00mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 31 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N100418W .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 Butane, 2,2,3,3-tetramethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

8.21 11.14 ug/Il 429032 1,4-Difluorobenzene 8.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 78
2 Pentane. 2.2.4-trimethvl- 114 C8H18 000540-84-1 78
3 Hexane. 2.2-dimethvl- 114 C8H18 000590-73-8 72
4 Hexane. 2.2.4-trimethvl- 128 C9H20 016747-26-5 59
5 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 53

Abundance Scan 2002 (8.210 min): VN051701.D (-1971) (-) m/z 57.00 100.00%
57.0
5000
41.0
99.1 7.80 8.00 8.20 8.40 8.60
0 ...,....,....,....,....',:|.-..,...:,..‘?9,‘9...?.3:9.,....',....,....,. m/z 56.00 34.44%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7672: Butane, 2,2,3,3-tetramethyl-
57.0
5000
41.0 7.80 8.00 8.20 8.40 8.60
90,0 m/z 41.00 32.34%
0 180 ] Y 90 sao %O
miz--> 0 o 20 3 40 50 60 70 80 90 100 110 130
Abundance #7663: Pentane, 2,2,4-trimethyl-
57.0
7.80 8.00 8.20 8.40 8.60
5000 m/z 43.05 23.05%
41.0
29.0
oL 20 150 ] ‘ I, 700 830 990 1140
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 /\\,\
Abundance #7649: Hexane, 2,2-dimethyl- R R B RR
57.0 7.80 8.00 8.20 8.40 8.60
m/z 39.00 12.76%
5000
29 o 410
oL 20 150 ‘\ Il 69.0 79.0 9.0 1140
m/z--> 0 10 20 3'0 4'0 50 60 70 80 90 1(')0 110 120 780 8.00 8.20 840 8.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN100618\
Data File : VNO0O51701.D

Aca On : 5 Oct 2018 21:35

Operator : MD\SY

Sample : J5084-13

Misc : 5.76a/5.00mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 31 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N100418W .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 2,4,4-Trimethyl-1-hexene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.

9.52 8.08 ug/Il 311246 1,4-Difluorobenzene 8.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.4-Trimethvl-1-hexene 126 C9H18 051174-12-0 78
2 Heptane. 4-methvl- 114 C8H18 000589-53-7 78
3 Hexane. 3.3.4-trimethvl- 128 C9H20 016747-31-2 74
4 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 72
5 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 64

Abundance Scan 2409 (9.519 min): VN051701.D (-2388) (-) m/z 43.05 100.00%
3.0 71.0
5000
55.0
9.20 9.40 9.60 9.80
o..,....,....,....|i!:..,.':!|.,...'.',:...,8.‘?'.0.,..9.7:?....1,1.2:1..,....,... m/z 71.00 88.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11556: 2,4,4-Trimethyl-1-hexene
43.0 71.0
5000
55.0 9.20 9.40 9.60 9.80
29.0 m/z 70.00 70.85%
- 97.0
ol_15.0 |,, o |l 8Lo | 1110 126.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7631: Heptane, 4-methyl-
43.0
710 9.20 9.40 9.60 9.80
5000 m/z 41.00 46.90%
29.0 57.0
o150 U [l 850 990 1140
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12715: Hexane, 3,3,4—trimethy|— L L LB N N N N |
430 570 71.0 9.20 9.40 9.60 9.80
m/z 54.95 32.62%
5000
29.0
99.0
‘ | “ ‘ 83.0 | 113.0 128.0
e R RS AR AR AN AR LA RN ARSI SRS RSN RARN SR ISR SRR SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 9.20 9.40 9.60 9.80

82N100418W.M Mon Oct 08 12:17:28 2018 Page: 6



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN100618\
Data File : VNO0O51701.D

Aca On : 5 Oct 2018 21:35

Operator : MD\SY

Sample : J5084-13

Misc : 5.76a/5.00mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 31 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N100418W .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 Pentane, 2,3,3-trimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.

9.65 8.35 ug/Il 321739 1,4-Difluorobenzene 8.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.3-trimethvl- 114 C8H18 000560-21-4 83
2 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 72
3 Heptane. 4-methvl- 114 C8H18 000589-53-7 72
4 Heptane. 3.3.4-trimethvl- 142 C10H22 020278-87-9 64
5 Hexane, 3-methyl- 100 C7H16 000589-34-4 64

Abundance Scan 2450 (9.651 min): VN051701.D (-2434) (-) m/z 43.10 100.00%
431
71.0
5000

9.40 9.60 9.80 10.00

98.9 206.9

o e e e e || M/Z 71.05 0 67.27%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #7653: Pentane, 2,3,3-trimethyl-
43.0
5000 71.0

9.40 9.60 9.80 10.00
m/z 70.00 63.45%

o ||

99.0
,,,,,,,, R R
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #7659: Pentane, 2,3,4-trimethyl-
43.0 71.0
9.40 9.60 9.80 10.00
5000 m/z 40.95 45 _.87%
0 26,0 \‘ \\ . 97.0114.0
,,,,,, R EEREEEEma
m/z--> 0 20 40 80 100 120 140 160 180 200
Abundance #7630: Heptane, 4-methyl- e BARERamEEE SRS
43.0 9.40 9.60 9.80 10.00
m/z 57.00 43.16%
71.0
5000
150 | \‘\‘ I  97.0114.0
AL B o o e o I E e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN100618\
Data File : VNO0O51701.D

Aca On : 5 Oct 2018 21:35

Operator : MD\SY

Sample : J5084-13

Misc : 5.76a/5.00mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 31 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N100418W .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 Octane, 4-methyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.20 9.28 ug/l 444912 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 4-methvl- 128 C9H20 002216-34-4 64
2 Octane. 2-methvl- 128 C9H20 003221-61-2 59
3 Hexane. 2.3.4-trimethvl- 128 C9H20 000921-47-1 58
4 Hexane. 3-ethvl- 114 C8H18 000619-99-8 43
5 Hexane, 2,3,5-trimethyl- 128 C9H20 001069-53-0 43

Abundance Scan 2932 (11.201 min): VN051701.D (-2915) (-) m/z 43.05 100.00%
43.0
5000 710 1111
128.2 10.80 11.00 11.20 11.40 11.60
0...,....;:.:-‘!,.': L0 L M 288 s 41.00  57.28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12667: Octane, 4-methyl-
43.0
5000 AL SR SR BRI BN
85.0 10.80 11.00 11.20 11.40 11.60
27.0 ' m/z 71.00 47 .60%
0 . ||. ||| 69.“0 |‘ . 112.0128.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12665: Octane, 2-methyl-
43.0
10.80 11.00 11.20 11.40 11.60
5000 m/z 111.10 41.33%
270 71.0
H | - ‘ \ 1130
0 IIII'l''Ia'"I'"''I""I""'I""I""I""I""IIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 I
Abundance #12714: Hexane, 2,3,4-trimethyl- A
43.0 10.80 11.00 11.20 11.40 11.60
m/z 57.00 40.27%
5000 710
0 LUl | es0 1m0
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\VN100618\
Data File : VNO0O51701.D

Aca On : 5 Oct 2018 21:35

Operator : MD\SY

Sample : J5084-13

Misc : 5.76a/5.00mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 31 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N100418W .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 5 Sulfurous acid, cyclohexylm... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.73 7.04 ug/l 331287 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. cvclohexvimethvl... 388 C22H4403S 1000309-22-3 53
2 Sulfurous acid. cvclohexvimethvl... 374 C21H4203S 1000309-22-2 53
3 Sulfurous acid. cvclohexvimethvl.._.. 360 C20H4003S 1000309-22-1 53
4 Cvclohexane. 1.1-dimethvl- 112 C8H16 000590-66-9 49
5 Cyclohexene, 1-(1,1-dimethyletho... 168 C11H200 040648-24-6 47
Abundance Scan 3408 (12.731 min): VN051701.D (-3395) (-) m/z 97.05 100.00%
55.0 97.0
5000 210
39 140.1 AR A SRR
125.0 175.9 206.8 12.40 12.60 12.80 13.00
0 SRR U S MRt M S4B m/z 55.00 83.94%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #206604: Sulfurous acid, cyclohexylmethyl pentadecyl ester
97.0
5000 B DR B RN UL
55.0 1240 12.60 12.80 13.00
m/z 41.05 51.76%
71.0
ol 230 Jl L1130 1410 211.0
mz-> 20 40 60 80 100 120 140 160 180 200 '
Abundance #199332: Sulfurous acid, cyclohexylmethyl tetradecy! ester
97.0
12.40 12.60 12.80 13.00
5000 m/z 43.00 45_.98%
55.0
71.0
oL 20 0l || U | 4 1130 1410 1680  197.0
mz-> 20 40 60 80 100 120 140 160 180 200 '
Abundance #190625: Sulfurous acid, cyclohexylmethyl tridecy! ester R BB EEREEEmE s
97.0 12.40 12.60 12.80 13.00
m/z 69.00 37.05%
5000 550
71.0
oL 20l ] |y 1130 1410 183.0
mz-> 20 40 60 80 160 120 140 160 180 200 ' 1240 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN100618\
Data File : VNO0O51701.D

Aca On : 5 Oct 2018 21:35

Operator : MD\SY

Sample : J5084-13

Misc : 5.76a/5.00mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 31 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N100418W .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 Benzene, 1l-methyl-4-(1-meth... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.29 13.53 ug/I 636714 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-4-(1l-methvlpro... 148 Cl11H16 001595-16-0 76
2 o-Cvmene 134 C10H14 000527-84-4 55
3 Benzene. (l1l.1-dimethvipropvI)- 148 C11H16 002049-95-8 53
4 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 50
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 49
Abundance Scan 3893 (14.291 min): VN051701.D (-3885) (-) m/z 119.00 100.00%
119.0
5000
570 410 147.9
14.00 14.20 14.40 14.60
0....,....,|-..-.'!,.-.'| "-||..,"|.." brprbeoSd 2068 2809 Tm/z 57.00 33.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #22819: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0
5000 LI B SUMLL I B
14.00 14.20 14.40 14.60
910 148.0 m/z 147 .95 27 .99%
41.0 65.0 |
O”” ”” S——— I|III T IIIII S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14810: o-Cymene
119.0
14.00 14.20 14.40 14.60
5000 m/z 90.95 24 .37%
1&)%0 650 9o ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #22805: Benzene, (1,1-dimethylpropyl)- B B
119.0 14.00 14.20 14.40 14.60
m/z 41.00 18.49%
91.0
5000
41.0 148.0
0 150\ \‘ \\650 |
m/z--> 20 40 60 85 160 150 140 160 180 200 220 240 260 280 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN100618\
Data File : VNO0O51701.D

Aca On : 5 Oct 2018 21:35

Operator : MD\SY

Sample : J5084-13

Misc : 5.76a/5.00mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 31 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N100418W .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 Benzene, l-methyl-4-(2-prop... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.59 8.94 ug/l 420834 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-methvl-4-(2-propenvl)- 132 C10H12 003333-13-9 89
2 1-Phenvl-1-butene 132 C10H12 000824-90-8 86
3 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 80
4 Benzene. l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 50
5 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 50
Abundance Scan 3986 (14.590 min): VN051701.D (-3976) (-) m/z 116.95 100.00%
11¥.0
133.0
5000
14.20 14.40 14.60 14.80 15.00
148.0 168. .
ol Qe8| 2009 | /7 133.00 73.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14090: Benzene, 1-methyl-4-(2-propenyl)-
.0
5000
14.20 14.40 14.60 14.80 15.00
m/z 119.00 54 _.54%
27.0 .0
0 T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14034: 1-Phenyl-1-butene
117.0
14.20 14.40 14.60 14.80 15.00
5000 m/z 131.95 34 .85%
91.0
04 .,2.7‘.'9.‘, .5.1..(?,..7?'.9,....,...., .12‘.‘:(),....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14086: Benzene, 2-ethenyl-1,4-dimethyl-
117.0 14.20 14.40 14.60 14.80 15.00
m/z 115.00 33.31%
5000
91.0
51.0 1o
0...,....,....,..7?'.P,....,....,.ﬁ..‘,....,....,....,.... P
m/z--> 20 40 60 80 100 120 140 160 180 200 14.20 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN100618\
Data File : VNO0O51701.D

Aca On : 5 Oct 2018 21:35

Operator : MD\SY

Sample : J5084-13

Misc : 5.76a/5.00mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 31 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N100418W .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 Benzene, pentamethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.85 6.97 ug/l 328027 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. pentamethvl- 148 C11H16 000700-12-9 83
2 3.4-Dimethvlcumene 148 C11H16 1000370-34-1 83
3 4-tert-Butvltoluene 148 C11H16 000098-51-1 81
4 2-tert-Butvltoluene 148 C11H16 001074-92-6 81
5 Benzene, 1-(1,1-dimethylethyl)-3... 148 C11H16 001075-38-3 81
Abundance Scan 4067 (14.850 min): VN051701.D (-4061) (-) m/z 133.00 100.00%
138.0
5000
91.0 14.60 14.80 15.00 15.20
39.0 : : : :
o‘wﬁﬁw'o 12 1509 2089 2809 177 148.00  26.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #22772: Benzene, pentamethyl-
138.0
5000

14.60 14.80 15.00 15.20
m/z 131.00 20.88%

410 g5 910
e

O . e S e W A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #22764: 3,4-Dimethylcumene
133.0
14.60 14.80 15.00 15.20
5000 m/z 91.00 16.16%
105.0
41.0 77.0
LTI APN  OY  —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #22769: 4-tert-Butyltoluene e B B R R
133.0 14.60 14.80 15.00 15.20
m/z 115.00 11.48%
5000 105.0
41.0
770
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.60 14.80 15.00 15.20

82N100418W.M Mon Oct 08 12:17:32 2018 Page: 12



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN100618\
Data File : VNO0O51701.D

Aca On : 5 Oct 2018 21:35

Operator : MD\SY

Sample : J5084-13

Misc : 5.76a/5.00mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 31 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N100418W .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 unknownl15.11 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.11 6.79 ug/l 319492 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalan 120 C8H80 000496-14-0 20
2 Hexadecane. 7-methvl- 240 C17H36 026730-20-1 18
3 Benzene. 1.4-dimethvl-2-(2-methv... 162 C12H18 055669-88-0 18
4 1.5-Dimethvl-2-pvrrolecarbonitrile 120 C7H8N2 056341-36-7 18
5 1H-Pyrrole-2-acetonitrile, 1-met... 120 C7H8N2 024437-41-0 18
Abundance Scan 4148 (15.111 min): VN051701.D (-4140) (-) m/z 57.00 100.00%
57.0
119.0
5000 91.0 144.9
14.80 15.00 15.20 15.40
o |II Ly || |I| | |I.|| |I| |||| A 182.0 207.9 281.0 m/z 119.00 71.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9362: Phthalan
120.0
91.0
5000
14.80 15.00 15.20 15.40
65.0 m/z 71.00 59.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94353: Hexadecane, 7-methyl-
57.0
14.80 15.00 15.20 15.40
5000 m/z 120.00 55.91%
85.0
120 154.0
SN S I N O - Y. B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #32315: Benzene, 1,4-dimethyl-2-(2-methylpropyl)-
119.0 14.80 15.00 15.20 15.40
m/z 41.10 52.93%
5000
162.0
o150, 40 650 %10 | 1419
m/z--> 25 45 éo éo 160 120 150 1éo 180 200 220 240 2éo 2éo 1480 1500 1520 1§4o '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN100618\
Data File : VNO0O51701.D

Acq On : 5 0Oct 2018 21:35

Operator : MD\SY

Sample - J5084-13

Misc : 5.769/5.00mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 31 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N100418W .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]
Butane, 2,2,3,3-t... 8.21 11.1 ug/Il 429032 2 8.59 1926080 50.0
2,4,4-Trimethyl-1._. 9.52 8.1 ug/Il 311246 2 8.59 1926080 50.0
Pentane, 2,3,3-tr... 9.65 8.3 ug/I 321739 2 8.59 1926080 50.0
Octane, 4-methyl- 11.20 9.3 ug/Il 444912 3 11.41 2396460 50.0
Sulfurous acid, c... 12.73 7.0 ug/Il 331287 4 13.35 2352360 50.0
Benzene, 1-methyl... 14.29 13.5 ug/I 636714 4 13.35 2352360 50.0
Benzene, 1-methyl... 14.59 8.9 ug/I 420834 4 13.35 2352360 50.0
Benzene, pentamet... 14.85 7.0 ug/l 328027 4 13.35 2352360 50.0
unknownl15.11 15.11 6.8 ug”/Il 319492 4 13.35 2352360 50.0
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