LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102319\
Data File : VU035428.D

Aca On : 23 Oct 2019 23:47

Operator : JC/SP

Sample = K5488-12

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 33 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\SOMUTR101719WMA_.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

1.507 45 52 72 rVB 160823 195042 6.16% 1.145%
1.620 76 87 97 rBV3 694941 787003 24.86% 4.620%
rvB 81838 107061 3.38% 0.629%
2.015 199 210 231 rBV 2310261 3166357 100.00% 18.588%
2.231 268 277 294 rVB3 47377 100829 3.18% 0.592%
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2.494 350 359 370 rBvV2 26799 42549 1.34% 0.250%
2.597 380 391 421 rvB2 130673 295374 9.33% 1.734%
rBv2 109282 262928 8.30% 1.544%
3.170 557 569 586 rvB 477100 965647 30.50% 5.669%
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1 3.427 626 649 673 rBVY 1182661 2848705 89.97% 16.724%
11 4.134 857 869 884 rvVB5 14758 34893 1.10% 0.205%
12 4.382 931 946 962 rBV3 22197 54932 1.73% 0.322%

13 4.578 989 1007 1019 rBV2 63653 152477 4.82% 0.895%
14 4.658 1019 1032 1037 rVv2 77830 163384 5.16% 0.959%
15 4.703 1038 1046 1074 rVB 156554 402318 12.71% 2.362%

16 5.115 1158 1174 1199 rBV 138186 330989 10.45% 1.943%
17 5.433 1256 1273 1286 rBV3 34544 78464 2.48% 0.461%
18 5.771 1360 1378 1387 rBV3 268878 689882 21.79% 4 _050%
19 5.819 1389 1393 1406 rVB 113104 188774 5.96% 1.108%
20 6.292 1525 1540 1560 rBV 264784 557898 17.62% 3.275%

21 6.597 1619 1635 1656 rVB7 25522 72258 2.28% 0.424%
22 6.735 1664 1678 1707 rBV 187270 383208 12.10% 2.250%
23 7.604 1933 1948 1966 rBV 81899 172561 5.45% 1.013%
24 7.790 1996 2006 2021 rVB4 19643 37545 1.19% 0.220%
25 7.935 2030 2051 2068 rBvV 283859 527127 16.65% 3.095%

26 8.218 2126 2139 2152 rBV2 45987 87043 2.75% 0.511%
27 8.690 2271 2286 2318 rBV 267428 902610 28.51% 5.299%
28 8.832 2319 2330 2364 rVB 278654 565074 17.85% 3.317%
29 9.449 2509 2522 2532 rBV 346941 619926 19.58% 3.639%
30 9.861 2625 2650 2677 rBvV 407419 799082 25.24% 4.691%

31 10.070 2697 2715 2730 rBV9 22648 62305 1.97% 0.366%
32 10.314 2779 2791 2804 rBV2 35915 66586 2.10% 0.391%
33 10.398 2805 2817 2827 rVV6 37335 72382 2.29% 0.425%
34 10.456 2827 2835 2847 rVB3 19030 32888 1.04% 0.193%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102319\
Data File : VU035428.D

Aca On : 23 Oct 2019 23:47

Operator : JC/SP

Sample = K5488-12

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 33 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 - 0 Peak Location: TOP

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

Method
Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .M
TRACE VOA SOMO1.0

35 10.787 2922 2938 2947 rBV2 158824 289471 9.14% 1.699%
36 11.446 3132 3143 3166 rVBS8 23484 48248 1.52% 0.283%

37 11.845 3254 3267 3285 rBV 229597 450595 14.23% 2.645%
38 12.224 3373 3385 3404 rVB 227700 419716 13.26% 2.464%

Sum of corrected areas: 17034131

SOMUTR101719WMA_M Fri Oct 25 17:57:20 2019 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102319\
Data File : VU035428.D

Aca On - 23 Oct 2019 23:47

Operator : JC/SP

Sample . K5488-12

Misc - 25.0mL/MSVOA U/WATER

ALS Vial : 33 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .M
TRACE VOA SOM01.0

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

Abundance TIC: VU035428.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102319\
Data File : VU035428.D

Aca On : 23 Oct 2019 23:47

Operator : JC/SP

Sample - K5488-12

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 6

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

1.51 1.75 ug/L 195042 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isobutane 58 C4H10 000075-28-5 64
2 Isobutane 58 C4H10 000075-28-5 64
3 Isobutane 58 C4H10 000075-28-5 64
4 Isobutane 58 C4H10 000075-28-5 50
5 3-Butenoic acid, ethyl ester 114 C6H1002 001617-18-1 4

Abundance Scan 53 (1.511 min): VU035428.D (-45) (-) m/z 43.00 100.00%
43
5000
57 207 1.40 1.50 1.60 1.70 1.80 1.90
-+t m/z 41.00 50.67%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #238: Isobutane
43
5000
1.40 1.50 1.60 1.70 1.80 1.90
27 m/z 42.00 36.02%
oL 15 | 1] s8
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
43
1.40 1.50 1.60 1.70 1.80 1.90
5000 m/z 38.95 22 .76%
27
0 1 15 57
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #235: |sobutane
43 1.40 1.50 1.60 1.70 1.80 1.90
m/z 57.10 4._49%
5000
27
15 ‘ 57
-t e e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 1.40 1.50 1.60 1.70 1.80 1.90
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102319\
Data File : VU035428.D

Aca On : 23 Oct 2019 23:47

Operator : JC/SP

Sample - K5488-12

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 1

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

2.02 28.38 ug/L 3166360 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 94
2 Butane. 2-methvl- 72 C5H12 000078-78-4 91
3 Butane. 2-methvl- 72 C5H12 000078-78-4 86
4 Pentane 72 C5H12 000109-66-0 50
5 3-Buten-1-ol 72 C4H80 000627-27-0 47

Abundance Scan 211 (2.019 min): VU035428.D (-199) (-) m/z 43.10 100.00%
57
5000
A | 1k0 1R 200 220 2k
0’ m/z 42.00 86 .55%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #714: Butane, 2-methyl-
43
57
5000 RRSERARSE LRSS R R
1.60 1.80 2.00 2.20 2.40
29 m/z 40.95 84 .96%
0 15 l. AT
L L UL BRI B SR W I L I WL WAL
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance
43
. 160 180 200 220 240
5000 29 m/z 57.10 70.62%
, 185 72
e L UL S I B B WL W B B
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #712: Butane, 2-methyl- T
43 1.60 1.80 2.00 2.20 2.40
m/z 39.00 28.72%
57
5000 21
15 ‘
0 'E"Llﬂ"il““l'iél"“l"“l"“l"""'w"'w"" I SRR RS N R
m/z--> 0O 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\VU102319\
Data File : VU035428.D

Aca On : 23 Oct 2019 23:47

Operator : JC/SP

Sample - K5488-12

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .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 9

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

2.23 0.90 ug/L 100829 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane 72 C5H12 000109-66-0 80
2 Pentane 72 C5H12 000109-66-0 64
3 Pentane 72 C5H12 000109-66-0 64
4 Pentane 72 C5H12 000109-66-0 64
5 Butane, 2-chloro-3-methyl- 106 C5H11ClI 000631-65-2 53

Abundance Scan 277 (2.231 min): VU035428.D (-268) (-) m/z 43.00 100.00%
43
5000
55
| 7 oy || 180 200 220 240 260
ol et M 2T Tn/z 42.05  68.72%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #706: Pentane
43
5000 LI L UL UL
1.80 2.00 2.20 2.40 2.60
27 57, m/z 41.00 57.57%
15 " || 1y
e L UL UL L B B L L L S
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
43
180 200 2.20 240 2.60
5000 27 m/z 54.95 32.28%
57
) 15 72
L U UL L B B L B L S
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #709: Pentane
43 1.80 2.00 2.20 2.40 2.60
m/z 39.00 24 .22%
5000
27 5 72
0 W"}?PU"“"JI”"I”"I'”'I'”'I"” [rrorrrrrrrrT RSN AR R L
m/z--> 0 20 40 60 80 100 120 140 160 180 200 1.80 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102319\
Data File : VU035428.D

Aca On : 23 Oct 2019 23:47

Operator : JC/SP

Sample - K5488-12

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 5

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

3.07 2.36 ug/L 262928 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 90
2 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 72
3 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 72
4 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 72
5 Pentane 72 C5H12 000109-66-0 36

Abundance Scan 538 (3.070 min): VU035428.D (-519) (-) m/z 43.00 100.00%
43
5000
39 71
S5 2.80 3.00 3.20 3.40
51 6367, | 77 86
O“M“W“W“W“W“W“W“W“W“+'W“WJ$“W“WLJ“W“W“H“W"W m/z 41.95 87.92%
m/z--> 0 5 10 1520 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1828: Butane, 2,3-dimethyl-
43 S
5000
71 2.80 3.00 3.20 3.40
39 m/z 41.00 45_67%
27 55 86
0 15 | || Il 5:I'| | 63 67 |
HARARREES KELAS AL RAEA RARAA SARAN LA AR ALEA RULA ARAE KAL) LR AREN KAL) KURM RRESN AL AR KA I
m/z--> 0 5 10 1520 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
43
2.80 3.00 3.20 3.40
5000 m/z 71.00 24 _.34%
27
39 71
ol 1 s 34 51 61 67 77 86
AL N LR LAy R SR LAY SN AL ALy RS SALA) LA BN ALY AL AL B! LAY LS L
m/z--> 0 5 10 1520 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 N
Abundance #1832: Butane, 2,3-dimethyl- P e
43 2.80 3.00 3.20 3.40
m/z 38.95 22.10%
5000
71
27
0 15 || 39 . 51°% 62 67 86
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102319\
Data File : VU035428.D

Aca On : 23 Oct 2019 23:47

Operator : JC/SP

Sample - K5488-12

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .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: Cyclic3.17 Concentration Rank 2

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

3.17 8.65 ug/L 965647 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclobutane. methvl- 70 C5H10 000598-61-8 72
2 1-Pentene 70 C5H10 000109-67-1 64
3 Cvclopentane 70 C5H10 000287-92-3 64
4 Cvclopentane 70 C5H10 000287-92-3 50
5 1-Pentene 70 C5H10 000109-67-1 45

Abundance Scan 569 (3.170 min): VU035428.D (-557) (-) m/z 42.05 100.00%
ap
5000 55 70 \
3 51| e165 S— 2.80 3.00 3.20 3.40 3.60
| S ——— ] NS P PR | N S S m/z 55.00 44 _53%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 s
Abundance #572: Cyclobutane, methyl-
ap
5000
55 2.80 3.00 3.20 3.40 3.60
27 0 m/z 41.00 41.19%
0 15 a1 3 5L 6
BARAARALS KAL) RARRE SRRLE RAAAA SRS RARS SRS KRLREKRARN RARAN SRS RARKI RUERI KRR RRLE EERANRRA RARS SALK
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
42
55 2.80 3.00 3.20 3.40 3.60
5000 0 m/z 70.10 39.47%
29
0 15 25 38 51 | 6165
LR KL L) AL A SR KA AR ML Ky LA K LAl Skt KA AL AR M) KAk B
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #556: Cyclopentane
a4 2.80 3.00 3.20 3.40 3.60
m/z 39.00 29.17%
5000
55 70
27
o 1 15 .31 3$“ 51 | 60 65
m/z--> 0 5 10 15 20 2'5 3'0 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\VU102319\
Data File : VU035428.D

Aca On : 23 Oct 2019 23:47

Operator : JC/SP

Sample - K5488-12

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .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 (DEL) Alkane: Cyclic4.58 Concentration Rank 8

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

4.58 1.37 ug/L 152477 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 81
2 Cvclohexane 84 C6H12 000110-82-7 64
3 Cvclohexane 84 C6H12 000110-82-7 64
4 Cvclopentane. methvl- 84 C6H12 000096-37-7 64
5 Cyclohexane 84 C6H12 000110-82-7 59

Abundance Scan 1008 (4.581 min): VU035428.D (-989) (-) m/z 56.10 100.00%
56
41
5000 69
37|.|| 51 | 6s|| 70 8|4 420 440 4.60 4.80 5.00
Otrrrrrraprrrererrprerprrr e e m/z 41.00 53.51%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1494: Cyclopentane, methyl-
56
41
5000 69
420 4.40 4.60 4.80 5.00
o8 o m/z 69.10 44 .21%
i s 1wl sl e
SRLLRAR) LRLA LN LARS) RARSS SULS ARSI SAA ELLASULE) RALAI SALA ARSI AAALY MR NALAL SARSI SALS AL LR
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
56
41 84
420 4.40 4.60 4.80 5.00
5000 . m/z 55.10 27 .49%
69
o 2 5 51 ' 6165 77
SRR Ly LA L) LAl Kkt KA AN ALY ML) Kk RAR) LAY LA A ) Kkt W AL B
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1458: Cyclohexane
56 420 4.40 4.60 4.80 5.00
84 m/z 39.00 27.32%
5000 a1
69
0 15 \ 37 51 65, 77 |
m/z--> 0 5 10 15 20 25 3'0 35 4'0 45 50 55 60 6|5 70 75 80 85 90 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102319\
Data File : VU035428.D

Aca On : 23 Oct 2019 23:47

Operator : JC/SP

Sample - K5488-12

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .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 (DEL) Alkane: Cyclic6.60 Concentration Rank 10

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

6.60 0.65 ug/L 72258 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. 2.3-dimethvl- 98 C7H14 010574-37-5 41
2 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 38
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 38
4 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 38
5 Cyclohexane, methyl- 98 C7H14 000108-87-2 38

Abundance Scan 1636 (6.600 min): VU035428.D (-1619) (-) m/z 55.00 100.00%

5000

6.20 6.40 6.60 6.80 7.00

0! m/z 83.00 95.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3351: 2-Pentene, 2,3-dimethyl-
41
5000
98 6.20 6.40 6.60 6.80 7.00
27 69 m/z 81.00 61.97%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55 83
6.20 6.40 6.60 6.80 7.00
5000 41 m/z 41.00 57 .42%
98
27
69
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3404: 2-Pentene, 3,4-dimethyl-, (E)-
5 83 6.20 6.40 6.60 6.80 7.00
m/z 98.10 42 .51%
41
5000 27 o8
69
okt
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102319\
Data File : VU035428.D

Aca On : 23 Oct 2019 23:47

Operator : JC/SP

Sample - K5488-12

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .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 Thiophene, tetrahydro- Concentration Rank 4

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

8.83 4_.56 ug/L 565074 Chlorobenzene-d5 9.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene. tetrahvdro- 88 C4H8S 000110-01-0 95
2 Thiophene. tetrahvdro- 88 C4H8S 000110-01-0 93
3 Thiophene. tetrahvdro- 88 C4H8S 000110-01-0 64
4 1.2-Hvdrazinedicarboxaldehvde 88 C2H4N202 000628-36-4 50
5 Thietane, 2-methyl- 88 C4H8S 017837-41-1 49

Abundance Scan 2329 (8.829 min): VU035428.D (-2319) (-) m/z 60.00 100.00%
60
88
5000
45
3|9| “| 5|‘|‘ || 7 g | 8.40 8.60 8.80 9.00 9.20
O R e et o LB B B L m/z 88.00 69.42%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #2081: Thiophene, tetrahydro-
60
88
5000
45 8.40 8.60 8.80 9.00 9.20
‘ m/z 45.00 30.60%
o 1 1.5 I||. 33 ||| | ||| |||| 7|3 81 |
m/z--> 0 10 20 30 40 60 70 80 95 100
Abundance
60
8.40 8.60 8.80 9.00 9.20
5000 45 88 m/z 59.00 23.59%
27
39 54
1 15 33 73 g1
e ) I I I UL UL S I I SIS
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #2083: Thiophene, tetrahydro-
60 8.40 8.60 8.80 9.00 9.20
m/z 46.00 22 .52%
5000 88
45
39
m/z--> 0 10 20 30 40 60 70 8 90 100 840 8.60 880 9.00 9.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102319\
Data File : VU035428.D

Aca On : 23 Oct 2019 23:47

Operator : JC/SP

Sample - K5488-12

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .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 Thiophene, tetrahydro-3-met... Concentration Rank 3

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

9.86 6.44 ug/L 799082 Chlorobenzene-d5 9.45
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 1-Butene. 1-(methvlthio)-. (E)- 102 C5H10S 017414-27-6 46
4 Thietane. 2.4-dimethvl- 102 C5H10S 043044-24-2 43
5 2-Thiazolamine, 4,5-dihydro- 102 C3H6N2S 001779-81-3 43

Abundance Scan 2650 (9.861 min): VU035428.D (-2625) (-) m/z 102.00 100.00%
60 102
74 87
5000 a1
ke N
9.60 9.80 10.00 10.20
S -'-...'-“ I -.'.|Ii'.'.~:.??.=:~,..9.5:'l":..,.. m/z 60.00 80.50%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4365: Thiophene, tetrahydro-3-methyl-
60 102
41
5000 27 [ 87 L UL LRI SN B
9.60 9.80 10.00 10.20
r ‘”‘ T m/z 87.00 53.74%
5
o...“.fﬁ.”“,ﬁél:.LVJL”:.Jw..”,”..“..wJu.,”
m/z--> 10 20 30 40 50 80 90 100 110
Abundance
102
60
9.60 9.80 10.00 10.20
5000 m/z 74.00 52.97%
43
28
ol 1218 34 53 68 4 84 91
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4368: 1-Butene, 1-(methylthio)-, (E)-
87 102 9.60 9.80 10.00 10.20
45 m/z 41.00 50.62%
5000 55
27 39 ‘
61 71
0"'P"'P"W??'Lt'liw'whh'”Ww”'?%mll'”'I”“'I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102319\
Data File : VU035428.D

Aca On : 23 Oct 2019 23:47

Operator : JC/SP

Sample - K5488-12

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .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 2H-Thiopyran, tetrahydro- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.07 0.50 ug/L 62305 Chlorobenzene-d5 9.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Thiopvran. tetrahvdro- 102 C5H10S 001613-51-0 64
2 2H-Thiopvran. tetrahvdro- 102 C5H10S 001613-51-0 64
3 2H-Thiopvran. tetrahvdro- 102 C5H10S 001613-51-0 55
4 Thiophene. tetrahvdro-2-methvl- 102 C5H10S 001795-09-1 38
5 1-Butene, 1-(methylthio)-, (2)- 102 C5H10S 017414-15-2 35
Abundance Scan 2715 (10.070 min): VU035428.D (-2697) (-) m/z 87.00 100.00%
8 102
67
39
112
5000 45 55 61
74
L | I|II| | ||” I 81 | [l 283 D0 f020 o4
o} — A1 VAN 1811 8 S 1 R | E_— m/z 102.00 80.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4363: 2H-Thiopyran, tetrahydro-
41 68 87 102
97 61
55
5000 7 U R SR SN B
9.80 10.00 10.20 10.40
‘ 4 m/z 96.90 66.86%
NN -1 A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
87 102
61 o8 9.80 10.00 10.20 10.40
5000 41 m/z 67.00 61.34%
o7 55
47 74
35
G R S UL RS I R RS IS RS WS RERRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4361: 2H-Thiopyran, tetrahydro-
87 2 9.80 10.00 10.20 10.40
68 m/z 68.00 55.82%
61
5000
0‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102319\
Data File : VU035428.D

Aca On : 23 Oct 2019 23:47

Operator : JC/SP

Sample - K5488-12

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .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 trans-2,3-Dimethylthiophane Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
10.31  0.54 ug/L 66586  Chlorobenzene-ds 9.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 trans-2.3-Dimethvithiophane 116 C6H12S 005161-78-4 93
2 cis-2.3-DimethvIthiophane 116 C6H12S 005161-77-3 91

005161-14-8 72
005161-13-7 59
010416-81-6 59

3 Thiophene. tetrahvdro-2.5-dimeth... 116 C6H12S
4 Thiophene. tetrahvdro-2.5-dimeth... 116 C6H12S
5 Thiazole, 4,5-dihydro-4-methyl-2... 116 C4H8N2S

Abundance Scan 2790 (10.311 min): VU035428.D (-2779) (-) m/z 101.00 100.00%
101
5000 41 116
59 74
‘ | | 10.00 10.20 10.40 10.60
Ol e "-” -' -"---'--. bbb e m/z 41.00 52.45Y%
m/z--> 20 30 40 70 9 100 110 120
Abundance #8235. trans 2,3- Dlmethylthlophane
101
5000 41 116
59 10.00 10.20 10.40 10.60
‘ [l m/z 116.00 52.13%
7 88
ol [ N
m/z--> 20 70 80 90 100 110 120
Abundance
101
41 10.00 10.20 10.40 10.60
5000 116 m/z 74.00 38.01%
59 74
67
47 53 gy 88
ot
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #8251: Thiophene, tetrahydro-2,5-dimethyl-, trans-
101 10.00 10.20 10.40 10.60
m/z 58.90 32.17%
0% 41 =9 74 116
27 67
b sl L we
R e L e R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102319\
Data File : VU035428.D

Aca On : 23 Oct 2019 23:47

Operator : JC/SP

Sample - K5488-12

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .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 3-Ethylthiolane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.45 0.54 ug/L 48248 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Ethvithiolane 116 C6H12S 062184-67-2 78
2 4-1Imidazolidinone. 2-thioxo- 116 C3H4N20S 000503-87-7 46
3 2H-Thiopvran. tetrahvdro-2-methvl- 116 C6H12S 005161-16-0 43
4 trans-2.3-Dimethvlthiophane 116 C6H12S 005161-78-4 42
5 Thiazole, 4,5-dihydro-4-methyl-2_... 116 C4H8N2S 010416-81-6 41
Abundance Scan 3144 (11.449 min): VU035428.D (-3132) (- m/z 116.00 100.00%
116
101
41 60 85
5000 69 ”k
5 TT 1 T[T T T T [T T T T[T T T T[T 1T
o 134 11.20 11.40 11.60 11.80
0 m/z 101.00 66.67%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8226: 3-Ethylthiolane
44 116
60
101
87
5000 69
11.20 11.40 11.60 11.80
m/z 59.90 53.92%
0‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
116
11.20 11.40 11.60 11.80
5000 m/z 41.05 53.16%

46 ¢ 88
72

04

miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #8245: 2H-Thiopyran, tetrahydro-2-methyl-

11.20 11.40 11.60 11.80
m/z 85.00 52.34%

5000

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.20 11.40 11.60 11.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU102319\
Data File : VU035428.D

Acq On : 23 Oct 2019 23:47

Operator : JC/SP

Sample - K5488-12

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA _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]
(DEL) Alkane: Str... 1.51 1.8 ug/L 195042 1 6.29 557898 5.0
(DEL) Alkane: Str... 2.02 28.4 ug/L 3166360 1 6.29 557898 5.0
(DEL) Alkane: Str... 2.23 0.9 ug/L 100829 1 6.29 557898 5.0
(DEL) Alkane: Str... 3.07 2.4 ug/L 262928 1 6.29 557898 5.0
(DEL) Alkane: Cyc... 3.17 8.7 ug/L 965647 1 6.29 557898 5.0
(DEL) Alkane: Cyc... 4.58 1.4 ug/L 152477 1 6.29 557898 5.0
(DEL) Alkane: Cyc... 6.60 0.7 ug/L 72258 1 6.29 557898 5.0
Thiophene, tetrah... 8.83 4.6 ug/L 565074 2 9.45 619926 5.0
Thiophene, tetrah... 9.86 6.4 ug/L 799082 2 9.45 619926 5.0
2H-Thiopyran, tet... 10.07 0.5 ug/L 62305 2 9.45 619926 5.0
trans-2,3-Dimethy... 10.31 0.5 ug/L 66586 2 9.45 619926 5.0
3-Ethylthiolane 11.45 0.5 ug/L 48248 3 11.84 450595 5.0
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