LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060620\
Data File : VU038625.D

Aca On : 06 Jun 2020 18:25

Operator : SY/MD

Sample : L2910-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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 U\METHOD\SOMUTR053120WMA .M
Title - TRACE VOA SOMO1.0

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total
1 1.369 3 9 22 rBv 230942 233010 10.37% 1.013%
2 1.533 45 60 62 rBv 83251 165290 7.36% 0.719%
3 1.613 80 85 97 rvB2 119549 133154 5.93% 0.579%
4 1.932 177 184 198 rVB 86356 110625 4.92% 0.481%
5 2.015 203 210 227 rVB 103740 151127 6.73% 0.657%
6 2.224 269 275 287 rVB3 30481 48006 2.14% 0.209%
7 2.497 348 360 377 rBV 67440 122898 5.47% 0.534%
8 2.594 378 390 405 rVvVv 180229 312971 13.93% 1.361%
9 2.713 407 427 446 rVB2 169410 330433 14.71% 1.437%
10 2.829 452 463 466 rBvV2 13300 22555 1.00% 0.098%
11 2.899 469 485 490 rBvV2 19423 57116 2.54% 0.248%
12 3.169 559 569 588 rVB3 52935 113761 5.06% 0.495%
13 3.263 591 598 615 rVB5 12836 27342 1.22% 0.119%
14 4.012 818 831 846 rVB5 11620 29608 1.32% 0.129%
15 4.214 881 894 907 rBV3 8996 22548 1.00% 0.098%
16 4_.475 957 975 989 rBV4 17385 43498 1.94% 0.189%

17 4.604 989 1015 1026 rVvv3 139278 531830 23.67% 2.313%
18 4.674 1026 1037 1079 rVvVv 200638 620690 27.63% 2.699%
19 4.851 1079 1092 1116 rVB3 21705 56744 2.53% 0.247%
20 5.102 1154 1170 1191 rBV 192390 416767 18.55% 1.812%

21 5.423 1249 1270 1287 rBv2 210087 475244 21.16% 2.067%
22 5.761 1353 1375 1381 rBV2 366794 961909 42.82% 4.183%
23 5.809 1381 1390 1414 rVV 1048232 2160781 96.19% 9.397%
24 5.925 1415 1426 1438 rVB2 57954 116443 5.18% 0.506%
25 5.999 1438 1449 1463 rBV3 65956 129008 5.74% 0.561%

26 6.279 1521 1536 1556 rBV 386681 759478 33.81% 3.303%
27 6.722 1657 1674 1688 rBV 236470 460069 20.48% 2.001%

28 6.883 1711 1724 1740 rBv4 41273 83185 3.70% 0.362%
29 7.031 1757 1770 1787 rVB2 17151 33835 1.51% 0.147%
30 7.420 1879 1891 1901 rBvV4 16287 30149 1.34% 0.131%
31 7.591 1931 1944 1961 rBV 132516 243200 10.83% 1.058%
32 7.780 1994 2003 2010 rBv4 15637 27225 1.21% 0.118%
33 7.922 2032 2047 2061 rBvV 433622 767463 34.16% 3.337%
34 7.989 2062 2068 2078 rVB 22782 38032 1.69% 0.165%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060620\
Data File : VU038625.D

Aca On : 06 Jun 2020 18:25

Operator : SY/MD

Sample : L2910-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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_U\METHOD\SOMUTRO053120WMA .M
Title - TRACE VOA SOMO1.0

35 8.124 2100 2110 2122 rBV3 33694 59497 2.65% 0.259%
36 8.201 2122 2134 2150 rVB2 78716 133112 5.93% 0.579%
37 8.394 2184 2194 2201 rBV2 14638 24834 1.11% 0.108%
38 8.655 2259 2275 2305 rBvV 829217 1489323 66.30% 6.477%
39 9.346 2480 2490 2505 rBv4 24583 50067 2.23% 0.218%

40 9.436 2505 2518 2547 rVB 561009 981154 43.68% 4.267%

41 9.587 2552 2565 2582 rVvV 1389739 2246422 100.00% 9.769%
42 9.674 2582 2592 2596 rVV5 45986 99147 4.41% 0.431%
43 9.713 2597 2604 2623 rVB2 180845 309918 13.80% 1.348%
44 9.883 2640 2657 2670 rVB5 49381 113821 5.07% 0.495%

45 9.963 2670 2682 2692 rBV3 52096 88503 3.94% 0.385%
46 10.028 2692 2702 2709 rVv2 53343 91050 4._05% 0.396%
47 10.070 2710 2715 2721 rVV2 22715 33924 1.51% 0.148%

48 10.115 2721 2729 2748 rVB 92031 154599 6.88% 0.672%
49 10.288 2771 2783 2794 rBV5 62038 117299 5.22% 0.510%

50 10.381 2804 2812 2821 rVB4 31844 50508 2.25% 0.220%
51 10.439 2822 2830 2840 rVVv2 34577 57451 2.56% 0.250%
52 10.497 2841 2848 2857 rVB 38066 58078 2.59% 0.253%
53 10.587 2868 2876 2881 rBV3 17511 26176 1.17% 0.114%

54 10.661 2891 2899 2911 rVB5 76115 132896 5.92% 0.578%
55 10.770 2914 2933 2952 rBV 225441 515906 22.97% 2.244%

56 10.861 2952 2961 2969 rBV2 53802 85797 3.82% 0.373%
57 10.915 2969 2978 2984 rBV2 34153 58773 2.62% 0.256%
58 10.986 2994 3000 3009 rVB2 35173 42306 1.88% 0.184%
59 11.079 3021 3029 3043 rVB2 75525 131094 5.84% 0.570%
60 11.211 3061 3070 3078 rBV2 13519 29087 1.29% 0.126%

61 11.304 3080 3099 3104 rBV 198306 356760 15.88% 1.551%
62 11.410 3121 3132 3144 rVB5 122470 257078 11.44% 1.118%
63 11.478 3144 3153 3162 rBV 93948 139707 6.22% 0.608%

64 11.536 3162 3171 3179 rBV3 45526 70904 3.16% 0.308%
65 11.590 3180 3188 3199 rVB6 33477 65324 2.91% 0.284%
66 11.674 3200 3214 3217 rBVS 48561 92010 4._.10% 0.400%

67 11.822 3245 3260 3271 rBV 680982 1152374 51.30% 5.011%
68 11.905 3277 3286 3295 rVB 199406 317760 14.15% 1.382%
69 11.957 3296 3302 3314 rVB9 25297 38815 1.73% 0.169%
70 12.105 3316 3348 3359 rBV3 163660 400483 17.83% 1.742%

71 12.204 3360 3379 3388 rBV 507843 890569 39.64% 3.873%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060620\
Data File : VU038625.D

Aca On : 06 Jun 2020 18:25

Operator : SY/MD

Sample : L2910-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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_U\METHOD\SOMUTRO053120WMA .M
Title - TRACE VOA SOMO1.0

72 12.323 3408 3416 3428 rBV6 34243 76004 3.38% 0.331%
73 12.385 3430 3435 3442 rVB5 25954 35131 1.56% 0.153%
74 12.430 3443 3449 3455 rBV7 16509 25682 1.14% 0.112%
75 12.471 3455 3462 3468 rBVS 21989 33131 1.47% 0.144%
76 12.542 3476 3484 3492 rBV2 59164 90069 4.01% 0.392%
77 12.587 3493 3498 3505 rVB4 25095 32489 1.45% 0.141%
78 12.664 3516 3522 3524 rVV5 23780 29360 1.31% 0.128%
79 12.693 3527 3531 3549 rVB3 46313 86881 3.87% 0.378%
80 12.899 3587 3595 3604 rVB6 26548 47228 2.10% 0.205%
81 13.002 3618 3627 3635 rBV9 32783 65663 2.92% 0.286%
82 13.423 3748 3758 3765 rBVS 33881 60976 2.71% 0.265%
83 13.475 3766 3774 3787 rVV3 93137 165410 7.36% 0.719%
84 13.542 3790 3795 3806 rVB4 23460 33409 1.49% 0.145%

85 13.648 3817 3828 3844 rBV9 53322 125674 5.59% 0.547%

86 13.815 3871 3880 3890 rBV3 57572 99841 4._.44% 0.434%
87 14.114 3962 3973 3992 rVB 85604 156220 6.95% 0.679%
88 14.237 4001 4011 4021 rVB2 64544 102789 4._.58% 0.447%

89 14.796 4178 4185 4194 rVB 27401 38820 1.73% 0.169%
90 14.912 4216 4221 4234 rVBS8 18945 33825 1.51% 0.147%
91 15.060 4253 4267 4278 rBVS8 22801 48288 2.15% 0.210%
92 15.195 4298 4309 4325 rBV3 78356 150109 6.68% 0.653%
93 15.317 4336 4347 4355 rVB9 16057 35244 1.57% 0.153%
94 15.452 4378 4389 4412 rVB5 91387 200384 8.92% 0.871%
95 15.606 4427 4437 4446 rBV5 18251 33277 1.48% 0.145%
96 15.738 4471 4478 4489 rBV5 12362 22585 1.01% 0.098%
97 15.851 4504 4513 4522 rVB6 15598 29196 1.30% 0.127%

98 17.384 4979 4990 5005 rBvV2 181901 339237 15.10% 1.475%

Sum of corrected areas: 22995442

SOMUTRO53120WMA_.M Tue Jun 16 05:42:10 2020 Page: 3



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060620\
VU038625.D

06 Jun 2020 18:25

SY/MD

L2910-18

25.0mL/MSVOA U/WATER

1 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
TRACE VOA SOM01.0

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060620\
Data File : VU038625.D

Aca On : 06 Jun 2020 18:25

Operator : SY/MD

Sample : L2910-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
TRACE VOA SOM01.0

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 Ethane, 1,1-difluoro- Concentration Rank 5

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

1.37 1.53 ug/L 233010 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethane. 1.1-difluoro- 66 C2H4F2 000075-37-6 91
2 Ethane. 1.1-difluoro- 66 C2H4F2 000075-37-6 90
3 Ethane. 1.1-difluoro- 66 C2H4F2 000075-37-6 90
4 Propane. 2.2-difluoro- 80 C3H6F2 000420-45-1 4
5 Propiolonitrile 51 C3HN 001070-71-9 3

Abundance Scan 9 (1.369 min): VU038625.D (-3) (-) m/z 51.00 100.00%
51.0
65.0
5000
45. U IR IUULA IR R
39.0 | 1.40 1.50 1.60 1.70 1.80
Sy 711 1 S 1 DS m/z 65.00 57.33%
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #364: Ethane, 1,1-difluoro-
51.0
5000 65.0 NS AL RS UL R
1.40 1.50 1.60 1.70 1.80
45 m/z 47.00 23.30%
15.0 27.0 :
2.0 =Y200 | 330 )
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #366: Ethane, 1,1-difluoro-
51.0
650 140 150 1.60 1.70 1.80
5000 ' m/z 45.00 17.30%
45.0
21:0 33.0 400 |, ‘
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #365: Ethane, 1,1-difluoro-
51.0 1.40 1.50 1.60 1.70 1.80
m/z 44.00 10.33%
45.0
ZZO 330 “\‘ 1
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 140 150 1.60 1.70 1.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060620\
Data File : VU038625.D

Aca On : 06 Jun 2020 18:25

Operator : SY/MD

Sample : L2910-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
TRACE VOA SOM01.0

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 Sulfur dioxide Concentration Rank 9

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

1.53 1.09 ug/L 165290 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfur dioxide 64 02S 007446-09-5 83
2 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 74
3 L-Alanine. 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Aminomethanesulfonic acid 111 CH5NO03S 013881-91-9 9
5 Aminomethanesulfonic acid 111 CH5NO03S 013881-91-9 9

Abundance Scan 59 (1.530 min): VU038625.D (-45) (-) m/z 64.00 100.00%

64.0
48.0
5000

1.401.501.601.701.801.90
e — m/z 48.00 52.33%

m/z--> 20 40 60 80 100 120 140 160
Abundance #357: Sulfur dioxide
64.0
5000 48.0

1.401.501.601.701.801.90
m/z 65.90 4.67%

16:.0 32.0
1
—t 1Tt
m/z--> 20 40 60 80 100 120 140 160
Abundance #6177: Aminomethanesulfonic acid
64.0
1.401.501.601.701.801.90
5000 48.0 m/z 49.90 3.32%
17.0
m/z--> 20 40 60 80 100 120 140 160
Abundance #37600: L-Alanine, 3-sulfo-
64.0 1.401.501.601.701.801.90
m/z 65.00 1.17%
5000 48.0
28.0
150 | . . 77.0 93.0106.0119.0 143.0  169.0
e e T T T
m/z--> 20 40 60 80 100 120 140 160 1.401.501.601.701.801.90
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060620\
Data File : VU038625.D

Aca On : 06 Jun 2020 18:25

Operator : SY/MD

Sample : L2910-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
TRACE VOA SOM01.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 10

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

2.02 0.99 ug/L 151127 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 91
2 Butane. 2-methvl- 72 C5H12 000078-78-4 91
3 Butane. 2-methvl- 72 C5H12 000078-78-4 80
4 3-Buten-1-ol 72 C4H80 000627-27-0 47
5 Pentane 72 C5H12 000109-66-0 33

Abundance Scan 211 (2.018 min): VU038625.D (-203) (-) m/z 43.10 100.00%
441
5000
72.0 041 1.60 1.80 2.00 2.20 2.40
; 207.2 m/z 41.05 93.05%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #714: Butane, 2-methyl-
43.0
5000
1.60 1.80 2.00 2.20 2.40
m/z 42.00 89.32%
2 .|.”$ 7%0
m/z--> : 20 40 60 80 100 120 140 160 180 200
Abundance #713: Butane, 2-methyl-
43.0
1.60 1.80 2.00 2.20 2.40
5000 m/z 57.10 79.89%
15.0 72.0
Al i 1 |
mz-> 0 20 40 60 80 100 120 140 160 180 200
Abundance #712: Butane, 2-methyl- e
43.0 1.60 1.80 2.00 2.20 2.40
m/z 38.95 31.58%
5000
15.0
1l \ 2.0
f JUIL N |
m/z--> ' 20 40 60 80 100 120 140 160 180 200 1.60 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060620\
Data File : VU038625.D

Aca On : 06 Jun 2020 18:25

Operator : SY/MD

Sample : L2910-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
TRACE VOA SOM01.0

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 Ethanethiol Concentration Rank 13

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

2.50 0.81 ug/L 122898 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanethiol 62 C2H6S 000075-08-1 91
2 Ethanethiol 62 C2H6S 000075-08-1 91
3 Ethanethiol 62 C2H6S 000075-08-1 91
4 Ethanethiol 62 C2H6S 000075-08-1 91
5 Ethanethiol 62 C2H6S 000075-08-1 91

Abundance Scan 361 (2.501 min): VU038625.D (-348) (-) m/z 62.00 100.00%
64.0
47.0
5000
55.0 2.20 2.40 2.60 2.80
70.1
..,....,....,....,....,....,...?ﬁ.?f‘,l..(?.!!..:,....,'.!!!,! e S e | m/z 47.00  59.23%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #335: Ethanethiol
29.0 470 64.0
5000
2.20 2.40 2.60 2.80
340 m/z 44.90 20.34Y%
: 57.
”P“W””P”Wzﬁél'”W””P”W““P“WJ“JIh”“P”W””P”W“
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #334: Ethanethiol
29.0 47.0 64.0
2.20 2.40 2.60 2.80
5000 m/z 61.00 15.52%
34.0
"v'“l“}ﬁg'w'?ﬁﬁ"|JIL'“'P'“l“'w'“'?Fﬁ|"H“'w'“'v'“v'“l“
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #333: Ethanethiol
29.0 62.0 2.20 2.40 2.60 2.80
470 m/z 46.00 11.56%
5000
34.0
'W””P“W““P”"”I”dhfﬂe”H”W””iTS'll”“P”W””P”W“
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060620\
Data File : VU038625.D

Aca On : 06 Jun 2020 18:25

Operator : SY/MD

Sample : L2910-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
TRACE VOA SOM01.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 15

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

3.17 0.75 ug/L 113761 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene 70 C5H10 000109-67-1 86
2 Cvclobutane. methvl- 70 C5H10 000598-61-8 80
3 Cvclobutane. methvl- 70 C5H10 000598-61-8 80
4 Cvclopentane 70 C5H10 000287-92-3 78
5 1-Pentene 70 C5H10 000109-67-1 72

Abundance Scan 569 (3.169 min): VU038625.D (-559) (-) m/z 42.00 100.00%
42.0
5000 550 70.0 ﬁ
280 3.00 3.0 3.40 3.60
36. 50.0 61.9 84.1
I”“P”W””P“W””P”W“hL'W“”P”Wh”P“”JﬂP“W“”P”W”“P“' m/z 55.05 50.39%
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #551: 1-Pentene
42.0
55.0
5000 RS SRS SRR AR,
700 280 3.00 3.0 340 3.60
29.0 m/z 70.05 43.29%
15.0 1ill, 49.0,| 620
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #575: Cyclobutane, methyl-
42.0
280 3.00 320 3.40 3.60
5000 m/z 41.00 39.51%
27.0 220 70.0
I 3s0lll. 490 \ 620 |
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #572: Cyclobutane, methyl-
42.0 2.80 3.00 3.20 3.40 3.60
m/z 39.00 28 .50%
5000
55.0
27.0 70.0
150 | “\ 00 | 20
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 2.80 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060620\
Data File : VU038625.D

Aca On : 06 Jun 2020 18:25

Operator : SY/MD

Sample : L2910-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
TRACE VOA SOM01.0

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 Ethane, (methylthio)- Concentration Rank 1

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

4.60 3.50 ug/L 531830 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethane. (methvlithio)- 76 C3H8S 000624-89-5 95
2 Ethane. (methvlthio)- 76 C3H8S 000624-89-5 91
3 Ethane. (methvlthio)- 76 C3H8S 000624-89-5 91
4 Trimethvlphosphine 76 C3H9P 000594-09-2 64
5 p-Dithiane-2,5-diol 152 C4H802S2 040018-26-6 35

Abundance Scan 1014 (4.600 min): VU038625.D (-989) (-) m/z 61.00 100.00%

61.0
5000
45

420 440 460 480 500

78.0
206.9 m/z 76.00 73.88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #959: Ethane, (methylthio)-
61.0
5000
27.0 45 420 4.40 4.60 4.80 5.00
m/z 48.00 43.12%
771.0
.II.IIIIIIIII"|IIII|IIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #957: Ethane, (methylthio)-
61.0
B e e e e
420 4.40 4.60 4.80 5.00
5000 m/z 46.95 32.66%
27.0 45
O X
IIIIIIIIIIIIIIIIIIIHIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 60 80 100 120 140 160 180 200
Abundance #958: Ethane, (methylthio)-
61.0 420 4.40 4.60 4.80 5.00

m/z 45.00 25.60%

5000 27.0
45
L o .

m/z--> 20 40 60 80 100 120 140 160 180 200 4.20 440 460 4.80 5.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060620\
Data File : VU038625.D

Aca On : 06 Jun 2020 18:25

Operator : SY/MD

Sample : L2910-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
TRACE VOA SOM01.0

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 Cyclobutane, ethenyl- Concentration Rank 14

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

5.93 0.77 ug/L 116443 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene 82 C6H10 000110-83-8 90
2 Cvclobutane. ethenvl- 82 C6H10 002597-49-1 87
3 Ethvlidenecvclobutane 82 C6H10 001528-21-8 83
4 Cvclohexene 82 C6H10 000110-83-8 83
5 Cyclohexene 82 C6H10 000110-83-8 80

Abundance Scan 1428 (5.931 min): VU038625.D (-1415) (-) m/z 67.05 100.00%
67.0
54.0
5000 82.1
39.0
| 740, | | 5.60 5.80 6.00 6.20
|““v“W““v“W““P“W““P“W““J“W““P“JE“v“ﬁ”“h“WH“v“ m/z  54.00 62.88%
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1190: Cyclohexene
67.0
54.0
5000 39.0
82.0 5.60 5.80 6.00 6.20
27.0 m/z 82.10 43.26%
P“W}mq“PmPLW“W“LPmP“'hh““PmL'W]ﬂ%JJmP“W“
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1218: Cyclobutane, ethenyl-
67.0
54.0 NSRS VRS AR
5.60 5.80 6.00 6.20
5000 m/z 39.00 26.31%
41.0 82.0
27.0 ‘
I””P”W”“P“WJ”PEQPW””P“dhtb”Wh“hlﬁjﬂﬁhhh”P”W”'
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1219: Ethylidenecyclobutane
o 67.0 5.60 5.80 6.00 6.20
54 m/z 41.00 24_.57%
82.0
5000
41.0
P“WH“P“W““P“W““P“WJ“P“WL“P“W“““l'““v“wL“v“w'
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060620\
Data File : VU038625.D

Aca On : 06 Jun 2020 18:25

Operator : SY/MD

Sample : L2910-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
TRACE VOA SOM01.0

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 Propane, 2-(methylthio)- Concentration Rank 12

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

6.00 0.85 ug/L 129008 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2-(methvithio)- 90 C4H10S 001551-21-9 94
2 Propane. 2-(methvithio)- 90 C4H10S 001551-21-9 94
3 Propane. 2-(methvithio)- 90 C4H10S 001551-21-9 91
4 1-Propanethiol. 2-methvl- 90 C4H10S 000513-44-0 52
5 3-Thietanol 90 C3H60S 010304-16-2 47

Abundance Scan 1449 (5.999 min): VU038625.D (-1438) (-) m/z 90.05 100.00%
75.0 9d.0
41.0
5000
‘ ] Lo 530 560 580 6.00 6.20 6.40
— ] ] IR N (TE— m/z 75.00 93.02%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #2341: Propane, 2-(methylthio)-
75.0 9d.0
41.0
5000
270 5.60 580 6.00 6.20 6.40
' L m/z 41.00 77 .58%
59.0
.”,..”,??9,.”:w.”=hlm.{9”=w.”.,.wu,”..'u..“
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #2335: Propane, 2-(methylthio)-
41.0 75.0 90.0
270 5.60 580 6.00 6.20 6.40
5000 ' m/z 43.10 58.02%
15.0 50.0
.”%?.”,.:”,.J:q.”l}.w.{?”lw.”.,.wu,”..‘h..“
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #2337: Propane, 2-(methylthio)-
41.0 75.0 90.0 5.60 580 6.00 6.20 6.40
m/z 48.00 50.97%
27.0
5000
15.0
L 00
"w"“l'“'l“l“w'“l“*lﬁp'ﬁb'“'l““'w"'”'“l' RS NARSS UARAS AR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 5.60 580 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060620\
Data File : VU038625.D

Aca On : 06 Jun 2020 18:25

Operator : SY/MD

Sample : L2910-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
TRACE VOA SOM01.0

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 Propane, 1-(methylthio)- Concentration Rank 24

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

6.88 0.55 ug/L 83185 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1-(methvlthio)- 90 C4H10S 003877-15-4 91
2 Propane. 1-(methvlthio)- 90 C4H10S 003877-15-4 91
3 Propane. 1-(methvlthio)- 90 C4H10S 003877-15-4 90
4 Propane. 1l-(methvlithio)- 90 C4H10S 003877-15-4 50
5 Propanenitrile, 3-(methylthio)- 101 C4H7NS 054974-63-9 50

Abundance Scan 1723 (6.880 min): VU038625.D (-1711) (-) m/z 61.00 100.00%
61.0
90.1
5000 410
75.0 PSRRI AR RARS RS
6.60 6.80 7.00 7.20
...,....,....,....,....,.“l'L,..'. i 128 w7z 90.10  61.94%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #2336: Propane, 1-(methylthio)-
61.0
5000 90.0 T e B
27.0 48.0 6.60 6.80 7.00 7.20
39. m/z 41.00 36.47%
filll
'”ﬁp”'l”L'P"W'J”I!J'I”'“Hh'W"”I'”'f”"P"W'
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #2339: Propane, 1-(methylthio)-
61.0
6.60 6.80 7.00 7.20
5000 48.0 90.0 m/z 48.00 32.40%
27.0 '
s | S
mz-> 0 10 2 % 4 % 60 7 8 o 100 10
Abundance #2338: Propane 1- (methylthlo) TTT T T T |‘r} TT T T
61.0 6.60 6.80 7.00 7.20
m/z 43.10 23.24%
90.0
5000 48.0
21.0 ? | 75.0
'”I”'W}?qﬁ'”l”tMJLJP'”IM'W'L'P'”I”'W'”'P
m/z--> 0 10 20 30 60 70 80 90 100 110 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060620\
Data File : VU038625.D

Aca On : 06 Jun 2020 18:25

Operator : SY/MD

Sample : L2910-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
TRACE VOA SOM01.0

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 11 Thiophene, 2,4-dimethyl- Concentration Rank 21

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

9.88 0.58 ug/L 113821 Chlorobenzene-d5 9.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene. 2.4-dimethvl- 112 C6HS8S 000638-00-6 62
2 Thiophene. 3.4-dimethvl- 112 C6HS8S 000632-15-5 53
3 Thiophene. 2.3-dimethvl- 112 C6HS8S 000632-16-6 52
4 Thiophene. 2.4-dimethvl- 112 C6HS8S 000638-00-6 50
5 Thiophene, 2,4-dimethyl- 112 C6HS8S 000638-00-6 47

Abundance Scan 2656 (9.880 min): VU038625.D (-2640) (-) m/z 101.00 100.00%
10L.093p 1
5000
450 589 69.0
1.0 9.60 9.80 10.00 10.20
...,....,....,...:|;|. .‘!-.:'.':':'!‘, :'.l:‘:‘,'.':'.ﬁ,': poedtly L1321 T 10 98,770
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6446: Thiophene, 2,4-dimethyl-
111.0
97.0
5000
450 77.0 9.60 9.80 10.00 10.20
‘ 59.0 m/z 97.10 86 .00%
Rt T P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6449: Thiophene, 3,4-dimethyl-
111.0
9.60 9.80 10.00 10.20
5000 97.0 m/z 112.10 82.91%
45.0
77.0
"W'“'P???”'W'”'P'”I”'&'”'P'”I“'W'”'P'”I“'W'“'P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6440: Thiophene, 2,3-dimethyl-
97.0 1120 9.60 9.80 10.00 10.20
m/z 116.10 36.62%
5000
45.0
21.0 590 770
"W%?QP'“I”'W'”'P'”I”'W'”'P'”I“'W'”'P'”I“'W'“'P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 9.60 9.80 10.00 10.20

SOMUTRO53120WMA .M Tue Jun 16 05:42:16 2020 Page: 14



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060620\
Data File : VU038625.D

Aca On : 06 Jun 2020 18:25

Operator : SY/MD

Sample : L2910-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
TRACE VOA SOM01.0

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 12 unknown-01 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.29 0.60 ug/L 117299 Chlorobenzene-d5 9.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiazole. 4.5-dihvdro-4-methyl-2... 116 C4H8N2S 010416-81-6 41
2 4-Methoxvcarbonvlbutvl-3-methoxv... 232 C11H2005 017361-53-4 40
3 Thiophene. tetrahvdro-2.5-dimeth... 116 C6H12S 005161-13-7 38
4 trans-2.3-Dimethvlthiophane 116 C6H12S 005161-78-4 35
5 Thiophene, tetrahydro-2,5-dimeth... 116 C6H12S 005161-14-8 35
Abundance Scan 2784 (10.291 min): VU038625.D (-2771) (-) m/z 115.10 100.00%
11b.1
41.0
5000 59.0 741
130.1
9910 10.00 10.20 10.40 10.60

e m/z 101.10 95.84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7986: Thiazole, 4,5-dihydro-4-methyl-2-amino-

101.0

5000 30 116.0
43. 10.00 10.20 10.40 10.60

74.0 m/z 116.05 55.54%

59.0

T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #87188: 4-Methoxycarbonylbutyl-3-methoxycarbonylpropyl ether
115

5.0
59.0 10.00 10.20 10.40 10.60
5000 ' m/z 41.00 53.22%
41.0 ‘ 7T° 99,0 131.0
N1 G T 11 -
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8250: Thiophene, tetrahydro-2,5-dimethyl-, cis- B B B
101.0 10.00 10.20 10.40 10.60

m/z 59.00 50.62%

5000 50.0

410 116.0

74.0
\

60 80 100 120 140 160 180 200 10.00 10.20 10.40 10.60

| 29\19, L
m/z--> 2|0 4|0
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060620\
Data File : VU038625.D

Aca On : 06 Jun 2020 18:25

Operator : SY/MD

Sample : L2910-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
TRACE VOA SOM01.0

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 13 2H-Thiopyran, tetrahydro-2-... Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.
10.66 0.58 ug/L 132896 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Thiopvran. tetrahvdro-2-methvl- 116 C6H12S 005161-16-0 90
2 cis-2.3-DimethvIthiophane 116 C6H12S 005161-77-3 43
3 Cvclopentanone. 2.2.4-trimethvl- 126 C8H140 028056-54-4 38
4 trans-2.3-Dimethvlthiophane 116 C6H12S 005161-78-4 35
5 Thiazole, 4,5-dihydro-4-methyl-2_... 116 C4H8N2S 010416-81-6 30

Abundance Scan 2899 (10.661 min): VU038625.D (-2891) (-) m/z 101.05 100.00%
56.0 101.1
41.0
5000 161
69.0 oo
1321 10.40 10.60 10.80 11.00
...,....,....,....,...-.:.||=|!'.il.'!‘.l:'!'.-.':.'!':':'.-.~,I'!-.L',-.'..-.',ﬂ. : :-,.:..,..l.,:. -n | m/z 56.00 78.83%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8245: 2H-Thiopyran, tetrahydro-2-methyl-
101.0
116.0
5000 41.0
27.0 67.0 87.0 10.40 10.60 10.80 11.00
551‘ m/z 41.00 62.69%
...1,-9...,1.?:9,..=!|,....,!.!|.,-.I!|:!,|...=',-.I!|..,-!n..:,....,!n...,..-.-.,....,....,.
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8233: cis-2,3-Dimethylthiophane
101.0
410 10,40 10.60 10,80 11.00
5000 116.0 m/z 116.10 53.34%
59.0 74.0
| T
”W“'WH“l“”v'“H“hU”hh“h“'ﬁhw|““H““V““V“w'”w'
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11453: Cyclopentanone, 2,2,4-trimethyl-
56.0 10.40 10.60 10.80 11.00
m/z 69.00 39.11%
41.0
5000
69.0 111.0 126.0
27.0 83.0
...,....,1.?.'(.),...‘l‘,....;.‘...,.‘.‘ T - (O N S B VP VA A A
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 10.40 10.60 10.80 11.00

SOMUTRO53120WMA .M Tue Jun 16 05:42:17 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060620\
Data File : VU038625.D

Aca On : 06 Jun 2020 18:25

Operator : SY/MD

Sample : L2910-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
TRACE VOA SOM01.0

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 14 trans-2,4-Dimethylthiane Concentration Rank 23

R.T. EstConc Area Relative to ISTD R.T.
11.08 0.57 ug/L 131094 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-2.4-Dimethvithiane 130 C7H14S 061568-42-1 93
2 cis-2.4-Dimethvlthiane 130 C7H14S 061568-43-2 64
3 Cis-2.3-dimethvlthiane 130 C7H14S 1000215-06-5 62
4 Allvloxvtrimethvlsilane 130 C6H140Si 018146-00-4 49
5 Benzene, 1l-butynyl- 130 C10H10 000622-76-4 45

Abundance Scan 3029 (11.079 min): VU038625.D (-3021) (-) m/z 115.10 100.00%
115.1
130.1
5000 a0 550 81.0 101.0
H‘ 67.0 10.80 11.00 11.20 11.40
,.”.,m:.p”!h..“hul 'nhh ety Tm/z 130.10  49.92%
m/z--> 30 9 100 110 120 130 140
Abundance #13594. trans 2,4-Dimethylthiane
115.0
55.0 81.0 130.0
5000
101.0 10.80 11.00 11.20 11.40
69.0 m/z 101.00 44.21%
IIIIIIIIIIIIIII|!|II |I|| ||| !'..I.|..!'.|!...|..!'.|....|'....|.
m/z-> 30 40 90 100 110 120 130 140
Abundance #13586. cis- 2,4—Dimethy|thiane
115.0
55.0 81.0 130.0 10.80 11.00 11.20 11.40
5000 101.0 m/z 81.05 43 .73%
69.0
S]] “ H‘..|l‘..‘.,..l‘.,.‘...,..l‘.|.... M
mz-> 30 40 50 60 90 100 110 120 130 140
Abundance #13587. CIS 2,3-dimethylthiane e B A 8
41.0 101.0 115.0 10.80 11.00 11.20 11.40
60.0 130.0 m/z 55.00 36.39%
75.0
5000
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 10.80 11.00 11.20 11.40

SOMUTRO53120WMA .M Tue Jun 16 05:42:18 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060620\
Data File : VU038625.D

Aca On : 06 Jun 2020 18:25

Operator : SY/MD

Sample : L2910-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
TRACE VOA SOM01.0

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 15 Benzene, l-ethyl-2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.30 1.55 ug/L 356760 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
2 Benzene. 1l-ethvl-4-methvl- 120 C9H12 000622-96-8 93
3 Benzene. 1-ethvl-4-methvl- 120 C9H12 000622-96-8 91
4 Mesitvlene 120 C9H12 000108-67-8 91
5 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 91
Abundance Scan 3098 (11.301 min): VU038625.D (-3080) (-) m/z 105.10 100.00%
106.1
5000
120.2
390 510 650 'O 911 1302 11.00 11.20 11.40 11.60
e e et bl e 392 L Tmzz 120.20  29.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 11.00 11.20 11.40 11.60
010 m/z 76.95 12.73%

150 27.0 390 510 650 77.0 .
B A A L B e e L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9429: Benzene, 1-ethyl-4-methyl-
105.0

11.00 11.20 11.40 11.60
5000 m/z 91.10 12 .64%

120.0

77.0 91.0
39.0 51.0 650
150 271.0 = \ L N ‘ L]

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130

Abundance #9424: Benzene, 1-ethyl-4-methyl-

105.0 11.00 11.20 11.40 11.60

m/z 106.10 8.96%
5000
120.0
150 270 390 510 eso 710 MO |
LA B e o e o o R A A L R R e e  RARRE R

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060620\
Data File : VU038625.D

Aca On : 06 Jun 2020 18:25

Operator : SY/MD

Sample : L2910-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
TRACE VOA SOM01.0

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 16 3-Ethylthiane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.41 1.12 ug/L 257078 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Ethvlthiane 130 C7H14S 061568-48-7 64
2 cis-2-Ethvl-3-methvithiophane 130 C7H14S 061568-37-4 50
3 trans-2-EthvI-3-methvilthiophane 130 C7H14S 061568-36-3 50
4 trans-2.3-Dimethvlthiophane 116 C6H12S 005161-78-4 49
5 Thiophene, tetrahydro-2,5-dimeth... 116 C6H12S 005161-14-8 47
Abundance Scan 3132 (11.410 min): VU038625.D (-3121) (-) m/z 101.10 100.00%
101.1
115.1  130.1
5000 55.0
41.0 671 8LO
|| Ll “h‘ 010 | 11.00 11.20 11.40 11.60 11.80
SRR IO VT R T O T SCFPI | R | AT m/z 115.10 58.82%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13579: 3-Ethylthiane
101.0
41.0 550
5000 67.0 87.0 130.0
11.00 11.20 11.40 11.60 11.80
m/z 130.10 57 .64%
Il e
.Jd!.“”!J“.w“”“n.ﬂ.nvp.:.ﬂh..“...“...“...“
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13597: cis-2-Ethyl-3-methylthiophane
101.0
11.00 11.20 1140 11.60 11.80
5000 m/z 55.00 44 _79%
41.0
590 130.0
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13598: trans-2-Ethyl-3-methylthiophane R e L
101.0 11.00 11.20 11.40 11.60 11.80
m/z 41.05 36.87%
5000
41.0 56.0 o 130.0
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 11,00 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060620\
Data File : VU038625.D

Aca On : 06 Jun 2020 18:25

Operator : SY/MD

Sample : L2910-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
TRACE VOA SOM01.0

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 17 Mesitylene Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.48 0.61 ug/L 139707 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mesitvlene 120 C9H12 000108-67-8 97
2 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
3 Benzene. 1-ethvl-4-methvl- 120 C9H12 000622-96-8 91
4 Mesitvlene 120 C9H12 000108-67-8 91
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
Abundance Scan 3154 (11.481 min): VU038625.D (-3144) (-) m/z 105.05 100.00%
106.
5000 120.1
300 510 es0 /O 91|.o | | 11.20 11.40 11.60 11.80
D SR USSR 1SN PN} SN | NS m/z 120.10 47.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9402: Mesitylene
105.0
120.0
5000

11.20 11.40 11.60 11.80
m/z 119.10 13.38%

270 390 510 650 77.0 910 |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9418: Benzene, 1,2,3-trimethyl-
105.0
120.0 11.20 11.40 11.60 11.80
5000 m/z 77.05  12_45%

39.0 510 77.0 910
15.0 27\'0 Ly \ 65\'0 Ll \ LA| ‘ \

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9424: Benzene, 1-ethyl-4-methyl-

105.0 11.20 11.40 11.60 11.80

m/z 91.05 11.79%
5000
120.0
150 270 390 510 es0 7O MO |
A B R o o o o o o e R e SRR R

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060620\
Data File : VU038625.D

Aca On : 06 Jun 2020 18:25

Operator : SY/MD

Sample : L2910-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
TRACE VOA SOM01.0

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 18 Benzene, 1,2,4-trimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.91 1.38 ug/L 317760 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mesitvlene 120 C9H12 000108-67-8 93
2 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
3 Mesitvlene 120 C9H12 000108-67-8 91
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
5 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 91
Abundance Scan 3287 (11.909 min): VU038625.D (-3277) (-) m/z 105.10 100.00%
106.1
5000 120.1
390 510 51 770 9L1 11,60 11.80 12,00 12.20
e et e el | M/ 120.10 0 42.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9402: Mesitylene
105.0
120.0
5000 U DN SN BRI IUR

11.60 11.80 12.00 12.20
m/z 77.05 11.75%

270 390 510 650 77.0 910 |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9419: Benzene, 1,2,4-trimethyl-
105.0
e LI BEERE ey
120.0 11.60 11.80 12.00 12.20
5000 m/z 91.10 10.44%
150 27.0 39‘-0 510 g5 70 910
N L L 1IN 1l L Ml LAl
LN b o N R R s )
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9399: Mesitylene e RS T
105.0 11.60 11.80 12.00 12.20
120.0 m/z 119.10 9.67%
5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 11.60 11.80 12.00 12.20

39.0 77.0  91.0
15.0 2?.0 51.0 65.0 “
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060620\
Data File : VU038625.D

Aca On : 06 Jun 2020 18:25

Operator : SY/MD

Sample : L2910-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
TRACE VOA SOM01.0

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 19 Indane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.10 1.74 ug/L 400483 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 94
2 Indane 118 C9H10 000496-11-7 93
3 Indane 118 C9H10 000496-11-7 91
4 Benzene. 2-propenvl- 118 C9H10 000300-57-2 74
5 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 74
Abundance Scan 3347 (12.102 min): VU038625.D (-3316) (-) m/z 117.10 100.00%
1171
5000
91.0 UL BN SUNRN B
39.0 571 774 [ 1051 134.1 11.80 12.00 12.20 12.40
rerprrreprrrrprreeeriel e i ety ot e || M/Z 118.10  58.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8951: Indane
117.0
5000 ALSRUNSUVESUNARS
11.80 12.00 12.20 12.40
910 m/z 115.05 36.65%

150 27.0 390 51.0 630 779

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8948: Indane
117.0
11.80 12.00 12.20 12.40
5000 m/z 91.05 15.60%

58.0 91.0
7090 %0 70 Mumo |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8949: Indane AR R BRI S S
117.0 11.80 12.00 12.20 12.40
m/z 116.10 11.65%
5000
39.0 91.0
58.0
27.0
.”}%Qw..m,”.Jp..4ﬂ.ﬂ,ﬂh.P?h?.”J,”.}ﬂﬁﬁ,.JJP..W..”,.”.,”
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 U\DATA\VU060620\
Data File : VU038625.D

Aca On : 06 Jun 2020 18:25

Operator : SY/MD

Sample : L2910-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
TRACE VOA SOM01.0

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 20 Benzene, 1l-methyl-2-(2-prop... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.47 0.72 ug/L 165410 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 70
2 Benzene. l1l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 64
3 1-Phenvl-1-butene 132 C10H12 000824-90-8 64
4 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 64
5 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 64
Abundance Scan 3773 (13.471 min): VU038625.D (-3766) (-) m/z 117.05 100.00%
1171
5000
134.2
so o) R T
e 20 Tn/z 119.10  61.62%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14091: Benzene, 1-methyl-2-(2-propenyl)-
117.0
5000
13.20 13.40 13.60 13.80
91.0 m/z 132.05 32.11%
39.0 650 1In
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
117.0
13.20 13.40 13.60 13.80
5000 m/z 115.05 31.27%
91.0
27.0 l 51.9 Ll 74'p L fm | 1\3\ 0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14034: 1-Phenyl-1-butene e EEREa REE e S e
117.0 13.20 13.40 13.60 13.80
m/z 134.20 29.33%
5000
T 4 1
51.0
TR T R P | i
m/z--> 20 40 60 80 100 120 140 160 180 200 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060620\
Data File : VU038625.D

Aca On : 06 Jun 2020 18:25

Operator : SY/MD

Sample : L2910-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
TRACE VOA SOM01.0

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 23 1H-Indene, 1,1,3-trimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.19 0.65 ug/L 150109 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 1.1.3-trimethvl- 158 C12H14 002177-45-9 94
2 1.2.3-Trimethvlindene 158 C12H14 004773-83-5 94
3 1.2.3-Trimethvlindene 158 C12H14 004773-83-5 81
4 Benzene. 1.4-bis(l-methvlethenvl)- 158 C12H14 001605-18-1 76
5 Benzene, 1,4-bis(l-methylethenyl)- 158 C12H14 001605-18-1 68

Abundance Scan 4308 (15.192 min): VU038625.D (-4298) (-) m/z 143.15 100.00%

148.2

5000

14.80 15.00 15.20 15.40 15.60
m/z 128.10  74.73%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #29716: 1H-Indene, 1,1,3-trimethyl-
143.0

5000
14.80 15.00 15.20 15.40 15.60

m/z 158.20 59.26%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #29702: 1,2,3-Trimethylindene
143.0

14.80 15.00 15.20 15.40 15.60
5000 m/z 141.05 30.33%

115.0

Boso o |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #29703: 1,2,3-Trimethylindene M AT s
143.0 14.80 15.00 15.20 15.40 15.60
m/z 115.05 30.25%

5000

115.0

270\51\0\770 ‘ | “ |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.80 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060620\
Data File : VU038625.D

Aca On : 06 Jun 2020 18:25

Operator : SY/MD

Sample : L2910-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
TRACE VOA SOM01.0

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 24 Naphthalene, 1-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.45 0.87 ug/L 200384 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Napnhthalene. 2-methvl- 142 C11H10 000091-57-6 96
2 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 95
3 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 95
4 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 94
5 Benzocycloheptatriene 142 C11H10 000264-09-5 93
Abundance Scan 4388 (15.449 min): VU038625.D (-4378) (-) m/z 142.20 100.00%
142.2
5000
115.1
50.0 630 750 89.0 129.0 15.20 15.40 15.60 15.80
S0t e Wl ..|!,.1.“??‘,%1.?f’.%., m/z 141.10 86.39%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #19239: Naphthalene, 2-methyl-
14p.0
5000
115.0 15.20 15.40 15.60 15.80

m/z 115.05 35.45%
390 580 710 801020 | 1270

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

Abundance #19232: Naphthalene, 1-methyl-
142.0
15.20 15.40 15.60 15.80
m/z 147.10 19.11%
5000 115.0
270 510630750 8901500 | 1270 ||
I e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #19233: Naphthalene, 2-methyl-
142.0 15.20 15.40 15.60 15.80
m/z 148.10 14.11%
5000
115.0
270 510630750 8901500 | 1270 ||
I T R e e T e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060620\
Data File : VU038625.D

Aca On : 06 Jun 2020 18:25

Operator : SY/MD

Sample : L2910-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
TRACE VOA SOM01.0

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 25 Phenol, 2,6-bis(1,1-dimethy... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.38 1.47 ug/L 339237 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.6-bis(1l.1-dimethvlethv... 234 C16H260 004130-42-1 96
2 Phenol. 2.6-bis(1.1-dimethvlethv... 234 C16H260 004130-42-1 94
3 3.5-di-tert-Butvl-4-hvdroxvbenza... 234 C15H2202 001620-98-0 93
4 Phenol. 2.6-bis(l.1-dimethvlethyv... 234 C16H260 004130-42-1 91
5 4-tert-Butyl-2,6-diisopropylphenol 234 C16H260 057354-65-1 83
Abundance Scan 4989 (17.381 min): VU038625.D (-4979) (-) m/z 219.25 100.00%
21h.3
5000 /\
57.0 UL SR BN
| | 91.1 1291 159.2 191.2 | 0823 17.00 17.20 17.40
S MY VAR TS PSPPI A W S22 m/z 57.05 19.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89226: Phenol, 2,6-bis(1,1-dimethylethyl)-4-ethyl-
219.0
5000 L UL FURLELILE BN B
1700 17.20 17.40
57.0 m/z 234.30 18.18%
290 | 80 1100 1590 1910 .
IR 0 A P A et s g ey
Abundance #89225: Phenol, 2,6-bis(1,1-dimethylethyl)-4-ethyl-
219.0
1700 1720 17.40
5000 m/z 220.25 17 .53%
57.0
29
| m‘ Mt “11“?0;3601590 1910
m/z--> 20 45 eb 80 100 120 140 160 180 260 220 250 260 280
Abundance #89103: 3,5-di-tert-Butyl-4-hydroxybenzaldehyde N B e o e R
219.0 17.00 17.20 17.40
m/z 41.05 13.17%
5000
51.0 191.0
1§0 | 91‘0 131.0 1590 |
| | L L I A
m/z--> 20 45 60 80 100 150 150 160 180 200 220 240 260 280 1700 17.20 17.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU060620\
Data File : VU038625.D

Acq On : 06 Jun 2020 18:25

Operator : SY/MD

Sample : L2910-18

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
TRACE VOA SOMO1.0

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Ethane, 1,1-diflu... 1.37 1.5 ug/L 233010 1 6.28 759478 5.0
Sulfur dioxide 1.53 1.1 ug/L 165290 1 6.28 759478 5.0
(DEL) Alkane: Str... 2.02 1.0 ug/L 151127 1 6.28 759478 5.0
Ethanethiol 2.50 0.8 ug/L 122898 1 6.28 759478 5.0
(DEL) Alkane: Str... 3.17 0.8 ug/L 113761 1 6.28 759478 5.0
Ethane, (methylth... 4.60 3.5 ug/L 531830 1 6.28 759478 5.0
Cyclobutane, ethe... 5.93 0.8 ug/L 116443 1 6.28 759478 5.0
Propane, 2-(methy... 6.00 0.8 ug/L 129008 1 6.28 759478 5.0
Propane, 1-(methy... 6.88 0.6 ug/L 83185 1 6.28 759478 5.0
Thiophene, 2,4-di... 9.88 0.6 ug/L 113821 2 9.44 981154 5.0
unknown-01 10.29 0.6 ug/L 117299 2 9.44 981154 5.0
2H-Thiopyran, tet... 10.66 0.6 ug/L 132896 3 11.82 1152370 5.0
trans-2,4-Dimethy... 11.08 0.6 ug/L 131094 3 11.82 1152370 5.0
Benzene, l-ethyl-_.. 11.30 1.6 ug/L 356760 3 11.82 1152370 5.0
3-Ethylthiane 11.41 1.1 ug/L 257078 3 11.82 1152370 5.0
Mesitylene 11.48 0.6 ug/L 139707 3 11.82 1152370 5.0
Benzene, 1,2,4-tr... 11.91 1.4 ug/L 317760 3 11.82 1152370 5.0
Indane 12.10 1.7 ug/L 400483 3 11.82 1152370 5.0
Benzene, l-methyl... 13.47 0.7 ug/L 165410 3 11.82 1152370 5.0
1H-Indene, 1,1,3-... 15.19 0.7 ug/L 150109 3 11.82 1152370 5.0
Naphthalene, 1-me... 15.45 0.9 ug/L 200384 3 11.82 1152370 5.0
Phenol, 2,6-bis(1... 17.38 1.5 ug/L 339237 3 11.82 1152370 5.0
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