LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060620\
Data File : VU038621.D

Aca On : 06 Jun 2020 16:53

Operator : SY/MD

Sample : L2910-14

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 18 rBv2 45570 44677 3.05% 0.349%
2 1.613 71 85 92 rBv 112209 146481 9.99% 1.145%
3 1.932 176 184 201 rVB 92453 126477 8.63% 0.988%
4 2.594 378 390 403 rBV 183910 305860 20.87% 2.390%
5 2.671 405 414 433 rVB 20535 52464 3.58% 0.410%
6 4.674 1020 1037 1076 rBvV 191341 569777 38.88% 4._.452%
7 4.845 1077 1090 1113 rvB2 71073 165272 11.28% 1.291%
8 5.102 1153 1170 1191 rBV 191482 420898 28.72% 3.289%
9 5.424 1255 1270 1286 rBV3 23058 50903 3.47% 0.398%
10 5.761 1349 1375 1389 rBv2 375772 986706 67.32% 7.709%
11 5.829 1392 1396 1410 rVB3 15979 26169 1.79% 0.204%
12 6.279 1521 1536 1555 rBV 365526 707010 48.24% 5.524%
13 6.597 1616 1635 1651 rBvV2 38737 78397 5.35% 0.613%

14 6.719 1659 1673 1695 rBvV 238064 468641 31.98% 3.662%
15 7.591 1931 1944 1960 rBV 126685 226051 15.42% 1.766%

16 7.922 2030 2047 2064 rBvV 438356 770749 52_.59% 6.022%
17 8.202 2121 2134 2152 rBV 73962 122678 8.37% 0.959%
18 8.439 2196 2208 2217 rBV2 18329 29378 2.00% 0.230%
19 8.655 2259 2275 2314 rBV 799556 1465619 100.00% 11.451%
20 9.436 2504 2518 2551 rBV 541908 923696 63.02% 7.217%

21 9.845 2633 2645 2669 rBV2 141203 250580 17.10% 1.958%

22 10.050 2693 2709 2723 rBV10 16741 35656 2.43% 0.279%
23 10.295 2773 2785 2796 rBV3 43841 74968 5.12% 0.586%
24 10.378 2799 2811 2821 rVV2 50633 91981 6.28% 0.719%
25 10.439 2821 2830 2846 rVB 64582 107227 7.32% 0.838%
26 10.664 2890 2900 2914 rVB2 40246 65796 4._.49% 0.514%
27 10.771 2915 2933 2939 rBV 217140 381775 26.05% 2.983%
28 10.857 2954 2960 2968 rVvv4 12076 16617 1.13% 0.130%
29 10.906 2968 2975 2977 rVvVv4 19041 22511 1.54% 0.176%

30 10.947 2978 2988 3007 rVB4 226482 494572 33.74% 3.864%

31 11.079 3018 3029 3038 rBV3 68095 113754 7.76% 0.889%
32 11.127 3038 3044 3057 rVB6 16067 29074 1.98% 0.227%
33 11.333 3097 3108 3118 rVV3 30579 49777 3.40% 0.389%
34 11.414 3118 3133 3148 rVB7 108501 270142 18.43% 2.111%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060620\
Data File : VU038621.D

Aca On : 06 Jun 2020 16:53

Operator : SY/MD

Sample : L2910-14

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 11.536 3161 3171 3181 rBV3 24985 40106 2.74% 0.313%
36 11.645 3195 3205 3219 rBV9 47737 130534 8.91% 1.020%
37 11.764 3238 3242 3248 rVB6 12901 14689 1.00% 0.115%
38 11.822 3248 3260 3273 rVB 616243 984272 67.16% 7.690%
39 12.025 3314 3323 3330 rBV5 30099 54676 3.73% 0.427%

40 12.079 3330 3340 3358 rVvs 72093 182081 12.42% 1.423%

41 12.205 3361 3379 3398 rVB 519296 952660 65.00% 7.443%

42 12.330 3409 3418 3421 rBV9 10120 14933 1.02% 0.117%
43 12.388 3429 3436 3440 rBV6 14656 21904 1.49% 0.171%
44 12.430 3442 3449 3456 rVV5 35855 60366 4.12% 0.472%
45 12.475 3458 3463 3478 rVB9 19269 35491 2.42% 0.277%
46 12.629 3499 3511 3518 rBV9 5991 15082 1.03% 0.118%
47 12.706 3519 3535 3549 rVB6 19188 56596 3.86% 0.442%
48 13.166 3673 3678 3690 rVBS8 14443 25643 1.75% 0.200%
49 13.246 3694 3703 3712 rBV9 15046 25857 1.76% 0.202%
50 13.404 3744 3752 3767 rVB9 10321 22367 1.53% 0.175%
51 13.510 3776 3785 3790 rBV9 9176 15463 1.06% 0.121%
52 14.468 4071 4083 4091 rBV9 19316 40439 2.76% 0.316%
53 15.069 4259 4270 4282 rVBS8 17491 31399 2.14% 0.245%
54 15.352 4349 4358 4370 rVB5 33533 58488 3.99% 0.457%
55 15.436 4376 4384 4389 rBV7 16392 25574 1.74% 0.200%
56 15.478 4390 4397 4410 rVB4 37781 67713 4.62% 0.529%
57 15.603 4426 4436 4445 rBvV4 26288 46053 3.14% 0.360%
58 16.143 4595 4604 4619 rVB4 11162 24443 1.67% 0.191%
59 16.449 4690 4699 4709 rBV6 15185 26106 1.78% 0.204%

60 17.384 4979 4990 5004 rBV2 71605 133396 9.10% 1.042%

Sum of corrected areas: 12798664
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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\
VU038621.D

06 Jun 2020 16:53

SY/MD

L2910-14

25.0mL/MSVOA U/WATER

1 Sample Multiplier: 1

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

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
Abum%bcg TIC: VU038621.D
600000
400000 5.76 6.28
6.7,
200000 2.59 4.67 5.10
1.61 1.93
4.84
.37
IANA\ 2.67 5.42 83 6.6
e B S A A e e e e e SR ,/\.
Time--> 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50
Abl e TIC: VU038621.D
YSESS olos
11.82
600000
9.44 12
7.92
400000
10.720.95
200000 0.84
7.59 ' 11.41
8.20 11. ﬁ 12.0
8.44 \ 1005 #3311 115K 1202
O e e e e e =
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10. oo 10 50 11 oo 11 50 12.00
Abué}?oadb e TIC: VU038621.D
600000
400000
200000
17.38
15,:35,48 60
71 feik:17) 14.47 ) 443, :
0 % . ,Z. age % ; .i%ﬂ?s% e e 15?7. /k”ﬂ“4‘ﬁ = rigifﬁ‘£i45. S e
Time-- 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17. 50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060620\
Data File : VU038621.D

Aca On : 06 Jun 2020 16:53

Operator : SY/MD

Sample : L2910-14

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 Ethyl Acetate Concentration Rank 5

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

4.84 1.17 ug/L 165272 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl Acetate 88 C4H802 000141-78-6 90
2 Ethvl Acetate 88 C4H802 000141-78-6 90
3 Ethvl Acetate 88 C4H802 000141-78-6 90
4 Ethvl Acetate 88 C4H802 000141-78-6 83
5 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 40

Abundance Scan 1089 (4.842 min): VU038621.D (-1077) (-) m/z 42.95 100.00%
43
5000 4$
0] T TM g8 460 4.80 500 5.20
Ofrrrrr e T T T T m/z 61.00 14.92%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2017: Ethyl Acetate
43
5000 R L L L
4.60 4.80 5.00 5.20
29 m/z 45.00 13.98%
0

15 61 70
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
43

4.60 4.80 5.00 5.20

5000 m/z 70.10 12 .54%
29 61 70
o 1519 26 33 58 74 88
£ RN R AR AUAAA RRLA MY NSRS SARLA RARL SRL) ARSI SALLI SARL SERAY RSN SARAY AL NN LA
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2019: Ethyl Acetate e AR JAN—
43 460 480 500 5.20

m/z 42.00 7.27%

5000
29 61
70
1518 26| i 57| 74 838

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 4.60 4.80 500 5.20

o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060620\
Data File : VU038621.D

Aca On : 06 Jun 2020 16:53

Operator : SY/MD

Sample : L2910-14

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 Diethyl sulfide Concentration Rank 11

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

6.60 0.55 ug/L 78397 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethvl sulfide 90 C4H10S 000352-93-2 91
2 Diethvl sulfide 90 C4H10S 000352-93-2 91
3 Diethvl sulfide 90 C4H10S 000352-93-2 91
4 Diethvl sulfide 90 C4H10S 000352-93-2 91
5 Propane, 2-(methylthio)- 90 C4H10S 001551-21-9 38

Abundance Scan 1636 (6.600 min): VU038621.D (-1616) (-) m/z 75.10 100.00%
75 90
47 61
5000
41 || ||| 96 6.20 6.40 6.60 6.80 7.00
N || .‘L?'.,...., NN T A m/z 90.10  96.03%
m/z--> 0 10 20 30 40 50 80 90 100
Abundance #2333: Diethyl sulﬁde
47 s
27 90
61
5000 R I L R
620 640 6.60 6.80 7.00
35 m/z 47.00 65.08%
A S [ "
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance
47 ® . " [\
27 61 620 640 6.60 6.80 7.00
5000 m/z 61.00 62.24%
35
15 4l 55 69
e L I UL S UL I UL I UL SIS
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #2334: Diethyl suffide LS ——
47 75 % 6.20 6.40 6.60 6.80 7.00
m/z 62.00 53.03%
5000
35 41
m/z--> 0 10 20 30 40 50 60 70 8 90 100 620 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060620\
Data File : VU038621.D

Aca On : 06 Jun 2020 16:53

Operator : SY/MD

Sample : L2910-14

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 Thiophene, tetrahydro-3-met... Concentration Rank 4

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

9.84 1.36 ug/L 250580 Chlorobenzene-d5 9.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene. tetrahvdro-3-methvl- 102 C5H10S 004740-00-5 96
2 2-Thiazolamine. 4.5-dihvdro- 102 C3H6N2S 001779-81-3 49
3 Thietane. 2.4-dimethvl- 102 C5H10S 043044-24-2 43
4 2-Thiazolamine. 4.5-dihvdro- 102 C3H6N2S 001779-81-3 43
5 2-Thiazolamine, 4,5-dihydro- 102 C3H6N2S 001779-81-3 43

Abundance Scan 2644 (9.841 min): VU038621.D (-2633) (-) m/z 102.10 100.00%
74
87
5000 4l
sl 1| "3k 3k 1000 1070
0 E—r1 1P A1 |'.'..,'-.~..,..~.:~,...'.':'.':..,.. m/z 60.00 82.96%
m/z--> 10 20 30 40 50 60 80 90 100 110
Abundance #4365: Thiophene, tetr ahydro 3-methyl-
60 102
41
5000 - " g7
9.60 9.80 10.00 10.20
6 m/z 74.00 60.82%
0 ...“..¥§...lh.?§‘ :.. ”‘:.J.,w...??...,....HJ:..,.
m/z--> 10 20 30 60 70 80 90 100 110
Abundance
102
60 RS R U BN B
9.60 9.80 10.00 10.20
5000 m/z 87.10 52.78%
43
28
ol 1218 34 53 68 4 84 91
miz--> 10 20 30 40 50 60 70 8 90 100 110 I A
Abundance #4354: Thietane, 2,4-dimethyl- A R L e R
60 9.60 9.80 10.00 10.20
m/z 41.00 49.84%
5000
102
. 4 53 69 87
m/z--> 10 20 30 40 50 60 70 8 9 100 110 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060620\
Data File : VU038621.D

Aca On : 06 Jun 2020 16:53

Operator : SY/MD

Sample : L2910-14

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 trans-2,3-Dimethylthiophane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.44 0.58 ug/L 107227 Chlorobenzene-d5 9.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-2.3-DimethvIthiophane 116 C6H12S 005161-78-4 96
2 cis-2.3-DimethvIthiophane 116 C6H12S 005161-77-3 93
3 2H-Thiopvran. tetrahvdro-2-methvl- 116 C6H12S 005161-16-0 74
4 Thiazole. 4.5-dihvdro-4-methvl-2... 116 C4H8N2S 010416-81-6 58
5 Thiophene, tetrahydro-2,5-dimeth... 116 C6H12S 005161-14-8 53
Abundance Scan 2830 (10.439 min): VU038621.D (-2821) d()—) m/z 101.10 100.00%
101
5000 116
67 74
|| | ]1| hl | | g1 88 10.20 10.40 10.60 10.80
bt il L Tm/z 116.10  51.37%
m/z--> 0 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #8235: trans-2,3-Dimethylthiophane
101
5000 41 116
10.20 10.40 10.60 10.80
‘ m/z 59.00 30.75%
0 "'I""I""I""I""Il'l‘I :!T"HM"""I""'8I:!-""I'"'Il""l""'l""
m/z--> 0 10 20 30 40 50 60 70 8 90 100 110 120
Abundance
101
41 10.20 10.40 10.60 10.80
5000 116 m/z 41.00 27.26%
59 74
67
o 51 g1 B8
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8245: 2H-Thiopyran, tetrahydro-2-methyl-
101 10.20 10.40 10.60 10.80
m/z 67.00 22 .66%
116
5000 7 41 o0 67
0||||1||||||:!-|5|||||||?ﬂ|||||| H‘ \ H‘ e ""|l""|""|""
m/z--> 0 10 20 30 40 50 60 70 8 90 100 110 120 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060620\
Data File : VU038621.D

Aca On : 06 Jun 2020 16:53

Operator : SY/MD

Sample : L2910-14

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 2H-Thiopyran, tetrahydro-3-... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.95 2.51 ug/L 494572 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Thiopvran. tetrahvdro-3-methvl- 116 C6H12S 005258-50-4 94
2 2H-Thiopvran. tetrahvdro-4-methvl- 116 C6H12S 005161-17-1 94
3 trans-2.3-Dimethvithiophane 116 C6H12S 005161-78-4 64
4 Thiazole. 4.5-dihvdro-4-methvl-2_... 116 C4H8N2S 010416-81-6 50
5 Allylthiourea 116 C4H8N2S 000109-57-9 47
Abundance Scan 2989 (10.951 min): VU038621.D (-2978) (-) m/z 101.05 100.00%
101
116
67
5000 41
55
‘ | “‘F8 ‘ | |‘ 74 8| o 10.60 10.80 11.00 11.20
o N 1 1112 TN P, o TR m/z 116.10 80.14%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8244: 2H-Thiopyran, tetrahydro-3-methyl-
41 101
116
5000 69
27 61 10.60 10.80 11.00 11.20
8 m/z 67.10 58.40%
5 bl e, T
0 "'Il""l""'l"ll‘l34 1], \\“77\‘ ‘ |....|l‘...|..‘.‘l|....
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
41 101 116
27 55 87
10.60 10.80 11.00 11.20
5000 - m/z 41.00 46.77%
74
o1 15 34 || 48 89
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8235: trans-2,3-Dimethylthiophane
101 10.60 10.80 11.00 11.20
m/z 69.05 41.36%
5000 41 116
0 ”'P'”I”'W'”'P'“I”"$”'"”I”'ﬁ}”'P'”I”'W'“'P'”
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060620\
Data File : VU038621.D

Aca On : 06 Jun 2020 16:53

Operator : SY/MD

Sample : L2910-14

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 cis-2,4-Dimethylthiane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
11.08 0.58 ug/L 113754 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-2.4-Dimethvithiane 130 C7H14S 061568-43-2 90
2 trans-2.4-Dimethvithiane 130 C7H14S 061568-42-1 83
3 Cis-2.5-dimethvlthiane 130 C7H14S 1000215-06-6 72
4 Cis-2.3-dimethvlthiane 130 C7H14S 1000215-06-5 40
5 1H-Phosphole, 2,3-dihydro-1,4-di... 130 C6H110P 015450-68-7 38

Abundance Scan 3029 (11.079 min): VU038621.D (-3018) (-) m/z 115.10 100.00%
115
130
5000 81
a 60 101
ezl
53 |
7 10.80 11.00 11.20 11.40
b 35 1 L I.|| |||||||||| i ....|.| .??.',!'...,.'..".,...!',':...,. m/z 130.20 57.72%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13586: cis-2,4-Dimethylthiane
115
55 81 130
5000 101
10.80 11.00 11.20 11.40
T m/z 81.05 46.55%
\ &7
0..,....,....,“‘ . ‘\H ”..‘:,..l‘.,.‘...,..l‘.,....,....,.
m/z--> 30 40 50 60 80 90 100 110 120 130 140
Abundance
115
55 81 130 10.80 11.00 11.20 11.40
5000 m/z 101.05 42 .74%
101
61 69 ¢
87
e s I R UL R S LS RS LA LN SRR
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13585: Cis-2,5-dimethylthiane
41 115 10.80 11.00 11.20 11.40
55 m/z 60.00 34.71%
130
5000 101
Tl 69
o.w... r, A .,h....h,.”um..w.
m/z--> 30 100 110 120 130 140 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060620\
Data File : VU038621.D

Aca On : 06 Jun 2020 16:53

Operator : SY/MD

Sample : L2910-14

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 Cis-2,5-dimethylthiane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

11.41 1.37 ug/L 270142 1,4-Dichlorobenzene-d4 11.82

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cis-2.5-dimethvlthiane 130 C7H14S 1000215-06-6 76
2 cis-2.4-Dimethvlthiane 130 C7H14S 061568-43-2 70
3 Trans-2.3-dimethvithiane 130 C7H14S 1000215-06-9 64
4 trans-2.4-Dimethvlthiane 130 C7H14S 061568-42-1 58
5 Trans-2,5-dimethylthiane 130 C7H14S 1000215-06-8 58
Abundance Scan 3132 (11.410 min): VU038621.D (-3118) (-) m/z 115.10 100.00%

115
41 53 130
5000 81 101
69
207 11.00 11.20 11.40 11.60 11.80
o} I I e m/z 55.05 60.63%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13585: Cis-2,5-dimethylthiane
41 115
55
130
5000
101 11.00 11.20 11.40 11.60 11.80

m/z 41.00 57.41%

0 .l‘,..“a.,....,....,....,....
m/z--> 120 140 160 180 200
Abundance
115
55 81 130 11.00 11.20 11.40 11.60 11.80
5000 101 m/z 130.10 53.61%
69
O T T T T T T T T
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13590: Trans-2,3-dimethylthiane
41 11.00 11.20 11.40 11.60 11.80
55 115 m/z 81.10 48 .53%
101 130
5000 81
m/z--> 40 120 140 160 180 200 11.00 11.20 11.40 11.60 11.80

SOMUTRO53120WMA .M Mon Jun 08 15:36:56 2020 Page: 10



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060620\
Data File : VU038621.D

Aca On : 06 Jun 2020 16:53

Operator : SY/MD

Sample : L2910-14

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 unknown-01 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.65 0.66 ug/L 130534 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 42
2 Sulfide. butvl propenvl 130 C7H14S 024298-51-9 42
3 cis-2.4-Dimethvlthiane 130 C7H14S 061568-43-2 38
4 1.3.2-Oxathiaborinane. 2-ethvl- 130 C5H11BOS 1000162-06-0 35
5 1,3,4-Thiadiazol-2-amine, 5-methyl- 115 C3H5N3S 000108-33-8 22
Abundance Scan 3207 (11.652 min): VU038621.D (-3195) (-):k m/z 130.10 100.00%
7 130
4 55 115
83
5000 6
105
|‘" | H‘| ||| “ 95 | ‘ 144 11.40 11.60 11.80 12.00
Obrrrrrerree AL S AL L b b M YT gz 74,00 94.39%

REsRER
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13594: trans-2,4-Dimethylthiane

5000

11.40 11.60 11.80 12.00
m/z 40.95 77 .55%

01
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
74
11.40 11.60 11.80 12.00
m/z 55.00 74.64%
5000 a 130
29 87
57 101
o 48 67 115
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13586: cis-2,4-Dimethylthiane S
115 11.40 11.60 11.80 12.00

m/z 115.10 72 .37%
55 81

5000

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060620\
Data File : VU038621.D

Aca On : 06 Jun 2020 16:53

Operator : SY/MD

Sample : L2910-14

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 10 1-Hexanol, 2-ethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.08 0.92 ug/L 182081 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 52
2 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 50
3 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 50
4 1-Butoxv-2-ethvlhexane 186 C12H260 062625-25-6 47
5 2-Propyl-1-Pentanol, trifluoroac... 226 C10H17F302 1000365-19-7 43
Abundance Scan 3340 (12.079 min): VU038621.D (-3330) (-) m/z 57.10 100.00%
57
5000 41
70 83 115
| | || | 98 G 1T4 11.80 12.00 12.20 12.40
Ol prrrrrrrrrprr e bl il bt bl Tm/Zz 41.00 49.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13669: 1-Hexanol, 2-ethyl-
57
5000 41 R AN SUNILR SR SRR
0 11.80 12.00 12.20 12.40
29 83 m/z 55.00 35.89%
98
0"'P%?W"'W"'W"”I"”I'”'I'”'I”"P"W"”%%?”I"”I'”'I'”'I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
57
11,80 12.00 12,20 12.40
5000 m/z 43.00 32.84%
- 4 70 83
98
i 112 120
mﬁmﬁmﬁm@
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13661: 1-Hexanol, Z-Ethyl- LI L L N LB B
57 11.80 12.00 12.20 12.40
m/z 56.00 22.17%
5000 41
29
‘ 70 83
0"'P%?W"J“L"Ml'”I“'JI'”'w'”'Ih"v'?ﬁ"”%%?”l"”l'”'I'“'I”
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 : VU038621.D

Aca On : 06 Jun 2020 16:53

Operator : SY/MD

Sample : L2910-14

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 Phenol, 2,6-bis(1,1-dimethy... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.38 0.68 ug/L 133396 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 91
2 3.5-di-tert-Butvl-4-hvdroxvbenza... 234 C15H2202 001620-98-0 90
3 Phenol. 2.6-bis(1l.1-dimethvlethv... 234 C16H260 004130-42-1 83
4 Phenol. 2.6-bis(l.1-dimethvlethyv... 234 C16H260 004130-42-1 83
5 4-tert-Butyl-2,6-diisopropylphenol 234 C16H260 057354-65-1 83
Abundance Scan 4989 (17.381 min): VU038621.D (-4979) (-) m/z 219.25 100.00%
219
5000 /\
a % e s 2 1700 17.20 1740
131145159 175 191205
o...,....,|...'.|,...k.--,..-'..,-.-..'.",.J."..,...:l,....,....,....,...l.,....,...??.l.. m/z 57.10 18.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89227: Phenol, 2,6-bis(1,1-dimethylethyl)-4-ethyl-
219
5000 A VRS LSS S
17.00 17.20 17.40
57 234 m/z 234.30 18.22%
159 191
oL 26 a | 74 %?102 }}9%35 175 ‘ 205 \ ‘
m/z--> 20 4b eb 85 100 120 140 160 180 200 220 240 260 280
Abundance
219
1700 17.20 17.40
5000 m/z 220.30 17.18%
" 57 101 234
o2 77 91 115131145159175 | 505
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89225: Phenol, 2,6-bis(1,1-dimethylethyl)-4-ethyl- A
219 17.00 17.20 17.40
m/z 40.95 12.66%
5000
234
Lol nee moiss 150y |
m/z--> 25 4b eb 85 160 120 140 160 180 200 220 240 260 280 17.00 17.20 17.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU060620\
Data File : VU038621.D

Acq On : 06 Jun 2020 16:53

Operator : SY/MD

Sample : L2910-14

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]
Ethyl Acetate 4.84 1.2 ug/L 165272 1 6.28 707010 5.0
Diethyl sulfide 6.60 0.6 ug/L 78397 1 6.28 707010 5.0
Thiophene, tetrah... 9.84 1.4 ug/L 250580 2 9.44 923696 5.0
trans-2,3-Dimethy... 10.44 0.6 ug/L 107227 2 9.44 923696 5.0
2H-Thiopyran, tet... 10.95 2.5 ug/L 494572 3 11.82 984272 5.0
cis-2,4-Dimethylt._.. 11.08 0.6 ug/L 113754 3 11.82 984272 5.0
Cis-2,5-dimethylt._.. 11.41 1.4 ug/L 270142 3 11.82 984272 5.0
unknown-01 11.65 0.7 ug/L 130534 3 11.82 984272 5.0
1-Hexanol, 2-ethyl- 12.08 0.9 ug/L 182081 3 11.82 984272 5.0
Phenol, 2,6-bis(1... 17.38 0.7 ug/L 133396 3 11.82 984272 5.0
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