LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101120\
Data File : VU040637.D

Aca On : 10 Oct 2020 16:18

Operator : SY/MD

Sample : L4240-11DL 40X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 6 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\SOMUTR100820WMA .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 1.530 41 59 75 rBv 25277 112204 4.11% 0.911%
2 1.604 76 82 96 rvB 71075 90531 3.32% 0.735%
3 1.922 173 181 192 rVB 57991 75128 2.75% 0.610%
4 2.581 372 386 400 rBV 112637 187185 6.86% 1.519%
5 3.099 517 547 567 rBV 275201 622796 22.82% 5.054%

3.378 616 634 659 rBvV 453453 1005800 36.86% 8.162%
3.719 719 740 768 rBV 1230215 2728809 100.00% 22.145%
rBv4 37747 102997 3.77% 0.836%
4.452 952 968 982 rBV3 31346 78274 2.87% 0.635%
4._.552 982 999 1017 rvv2 274937 660095 24.19% 5.357%
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11 4.661 1017 1033 1089 rVB 97971 346839 12.71% 2.815%
12 5.083 1149 1164 1181 rBV2 101974 223167 8.18% 1.811%
13 5.404 1246 1264 1279 rBv4 27859 64170 2.35% 0.521%
14 5.742 1347 1369 1387 rBvV2 203747 526914 19.31% 4._.276%
15 6.263 1513 1531 1547 rBV 178435 329857 12.09% 2.677%

16 6.703 1654 1668 1685 rBvV 130822 252076 9.24% 2.046%
17 7.574 1926 1939 1960 rBV 65314 114053 4.18% 0.926%
18 7.906 2028 2042 2058 rBvV 229238 391835 14.36% 3.180%
19 8.185 2118 2129 2142 rBV2 45197 73128 2.68% 0.593%
20 8.642 2255 2271 2303 rBvV 400047 742904 27.22% 6.029%

21 9.420 2500 2513 2533 rBvV 251690 421369 15.44% 3.419%
22 10.754 2917 2928 2947 rBV 110680 177728 6.51% 1.442%
23 10.902 2961 2974 2987 rBV 64698 100230 3.67% 0.813%
24 10.996 2991 3003 3021 rBV 213389 488514 17.90% 3.964%
25 11.086 3021 3031 3045 rVB 135426 206575 7.57% 1.676%

26 11.288 3082 3094 3110 rVB 71478 111031 4_.07% 0.901%
27 11.465 3136 3149 3170 rVB 366726 557642 20.44% 4 _.525%
28 11.809 3243 3256 3270 rBV 282969 459615 16.84% 3.730%

29 11.889 3270 3281 3293 rVB 59917 91866 3.37% 0.746%
30 12.118 3348 3352 3361 rVvVv 25101 33758 1.24% 0.274%
31 12.188 3361 3374 3389 rVB2 304796 512041 18.76% 4._.155%
32 12.459 3447 3458 3462 rBvV 25423 36745 1.35% 0.298%
33 12.487 3463 3467 3478 rVB2 26179 35742 1.31% 0.290%
34 12.565 3478 3491 3500 rBV2 48974 75036 2.75% 0.609%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101120\
Data File : VU040637.D

Aca On : 10 Oct 2020 16:18

Operator : SY/MD

Sample : L4240-11DL 40X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 6 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 > Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100820WMA .M
Title - TRACE VOA SOMO1.0

35 12.963 3606 3615 3623 rBV2 31486 47240 1.73% 0.383%
36 13.018 3623 3632 3643 rVB 51794 76025 2.79% 0.617%
37 13.442 3755 3764 3783 rVB5 40186 73590 2.70% 0.597%
38 13.828 3873 3884 3898 rVB5 50409 89054 3.26% 0.723%

Sum of corrected areas: 12322563
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LSC Report - Integrated Chromatogram

16:18

Data Path :

Data File : VU040637.D

Aca On - 10 Oct 2020

Operator : SY/MD

Sample - L4240-11DL 40X

Misc - 25.0mL/MSVOA U/WATER
ALS Vial :

Quant Method
Quant Title

6 Sample Multiplier: 1

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

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101120\

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100820WMA .M
TRACE VOA SOM01.0
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101120\
Data File : VU040637.D

Aca On : 10 Oct 2020 16:18

Operator : SY/MD

Sample : L4240-11DL 40X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100820WMA .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 Sulfur dioxide Concentration Rank 9

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

1.53 1.70 ug/L 112204 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfur dioxide 64 02S 007446-09-5 90
2 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 74
3 Sulfur dioxide 64 02S 007446-09-5 74
4 Aminomethanesulfonic acid 111 CH5NO03S 013881-91-9 9
5 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 4

Abundance Scan 59 (1.530 min): VU040637.D (-41) (-) m/z 64.00 100.00%
64
48
5000

1.401.501.601.701.801.90

36

o m/z 48.00 56.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #357: Sulfur dioxide
64
5000 48

1.401.501.601.70 1.801.90
m/z 50.00 4.23%

16 ﬁz
O e T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
64
48
1.401.501.601.701.801.90
5000 m/z 66.00 4.17%
42
58 75 81 96 111
O T T T T T T T T T e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #358: Sulfur dioxide
48 64 1.401.501.601.701.801.90
m/z 65.00 1.32%
5000
32
0.,..”,..”,l.”,..”i..”,. b
m/z--> 10 20 30 40 50 60 70 80 90 100 110 1.401.501.601.701.801.90
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101120\
Data File : VU040637.D

Aca On : 10 Oct 2020 16:18

Operator : SY/MD

Sample : L4240-11DL 40X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100820WMA .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 4

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

3.10 9.44 ug/L 622796 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2-methvl- 86 C6H14 000107-83-5 91
2 Pentane. 2-methvl- 86 C6H14 000107-83-5 90
3 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 64
4 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 58
5 1-Butanol, 2,3-dimethyl- 102 C6H140 019550-30-2 42

Abundance Scan 547 (3.099 min): VU040637.D (-517) (-) m/z 43.10 100.00%
43
5000 7
% 57 280 300 320 340
4953)| 6367 77 86 : ; ' '
0““mvmvmvmvmvmvmvmvMP”vMPW“LPNPMLNPMPNNMPNP' m/z 42.10 53.96%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1823: Pentane, 2-methyl-
43
5000 R RS RN RS AN
- 2.80 3.00 3.20 3.40
27 a9 m/z 41.10 42 _.33%
57
oL 2 15 32 | 53 | 86
LARARRES SERRY LAELA KUY RAASA BAASA ARSA SRS MALLA AU KRS RURAL LALAA AL RARAE ARA RARAA AR LA MRS
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
43
280 300 320 340
5000 m/z 71.10 36.49%
27 71
15 ® 57
0 2 31 53| 6367 86
AL L Ly S LAy LA AL AR KA ALY LA LARE) LAAANRARE) RALA RARA) NALSNARS) ML AR 1A
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1828: Butane, 2,3-dimethyl- R R A Ry
43 2.80 3.00 3.20 3.40
m/z 39.10 19.62%
5000
71
27 39 55 86
0 15 ‘ All, 51 ] 6367
miz--> 0 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 280 300 320 3.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101120\
Data File : VU040637.D

Aca On : 10 Oct 2020 16:18

Operator : SY/MD

Sample : L4240-11DL 40X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100820WMA .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 2

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

3.38 15.25 ug/L 1005800 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methvl- 86 C6H14 000096-14-0 91
2 Pentane. 3-methvl- 86 C6H14 000096-14-0 91
3 Pentane. 3-methvl- 86 C6H14 000096-14-0 90
4 Propane. 2-cvclopropvl- 84 C6H12 003638-35-5 59
5 Oxirane, (1-methylethyl)- 86 C5H100 001438-14-8 59

Abundance Scan 634 (3.378 min): VU040637.D (-616) (-) m/z 57.10 100.00%
57
41
5000
P e e
37 1053 636771 79 86 3.00 3.20 3.40 3.60 3.80
o........,....,....,....,....,....,....,....,....|i..'l.,....,...-.l..-.,....,...:,!...,....,....,.-...,....,.. m/z 56.10 86.68%
m/z--> 0 5 10 1520 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1826: Pentane, 3-methyl-
57
29 41
5000 A R S R R
300 320 340 3.60 3.80
m/z 41.05 68.25%
0 1 15 25/ | 3337 | 454953 61 671 77 86
miz--> DT 5 15 5 25 % %5 4 45 0 o £ B 7o T B0 B O
Abundance
57
29 41 3.00 3.20 3.40 3.60 3.80
5000 m/z 43.05 24 .56%
0 2 15 53 71 86
LR A L) LA A LA ALY SRLS) RALL) LA AR AN LALARARA) LA AAAR) LA AR AN LA I
m/z--> 0 5 10 1520 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1824: Pentane, 3-methyl-
57 3.00 3.20 3.40 3.60 3.80
m/z 39.10 19.32%
41
5000 29
0 15 |37 ‘ 53| 6367 " 86
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 3.00 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101120\
Data File : VU040637.D

Aca On : 10 Oct 2020 16:18

Operator : SY/MD

Sample : L4240-11DL 40X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100820WMA .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 1

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

3.72 41_.36 ug/L 2728810 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexane 86 C6H14 000110-54-3 94
2 n-Hexane 86 C6H14 000110-54-3 91
3 n-Hexane 86 C6H14 000110-54-3 91
4 1-Pentene. 4-methvl- 84 C6H12 000691-37-2 38
5 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 38

Abundance Scan 740 (3.719 min): VU040637.D (-719) (-) m/z 57.10 100.00%
57
41
5000
| 8 340 360 380 4.00
37|l 4953)||, 636771 77 oS00SS &
0““mvmvmPMPMPMPMPNPMFNPMPWLLPNPMHNPMPNJMPNP' m/z 41.10 77.09%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1821: n-Hexane
57
41
5000 AR R AR
3.40 3.60 3.80 4.00
29 86 m/z 43.05 67 .53%
o 15 | 37 4953 6165 't 77
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
57
43 AR SRR AR
29 3.40 3.60 3.80 4.00
5000 m/z 56.05 51.31%
39
86
o 2 B 53 1
AL L Ly S LAy AR A LRI AL LARLY LA LARL) LAAANRARE) RALANRARA) NALSNARS) LA RS 1A
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1820: n-Hexane LA L L B L N B |
43 57 3.40 3.60 3.80 4.00
m/z 42.10 34 .96%
29
5000
39 86
2 15 53 71
e ) kLA AA) LS AR LAY L) ALY AR AALLA LA AL AR AL ML AL AR AR A SRR AR
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101120\
Data File : VU040637.D

Aca On : 10 Oct 2020 16:18

Operator : SY/MD

Sample : L4240-11DL 40X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100820WMA .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 10

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

4_.31 1.56 ug/L 102997 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 3-methvl- 114 C8H18 000589-81-1 78
2 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 78
3 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 78
4 Butane. 2.2.3-trimethvl- 100 C7H16 000464-06-2 78
5 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 78

Abundance Scan 924 (4.311 min): VU040637.D (-908) (-) m/z 57.10 100.00%
g7
43
5000 85
AN NARAS RARSE RS A RRRY
51 69 4.00 4.20 4.40 4.60
o 1 N m/z 43.10 56.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7628: Heptane, 3-methyl-
43
57
85
5000
4.00 420 4.40 4.60
29 m/z 41.10 49.18%
oL 15 \‘ 51 65t | 99 114
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
57
43 4.00 420 4.40 4.60
5000 g5 m/z 56.05 42 _.76%
29
15 37 51 69
o R RS RN RS AN RS IS AR RARRS RS RS R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3996: Pentane, 2,2-dimethyl-
57 4.00 4.20 4.40 4.60
m/z 85.20 39.41%
43
5000 85
29 /\
o 37 51 ||, 6369 77 | 100 A
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 400 420 440 460
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101120\
Data File : VU040637.D

Aca On : 10 Oct 2020 16:18

Operator : SY/MD

Sample : L4240-11DL 40X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100820WMA .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: Straight-Chai... Concentration Rank 12

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

4.45 1.19 ug/L 78274 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 74
2 Butane. 2.2.3-trimethvl- 100 C7H16 000464-06-2 64
3 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 64
4 1-Pentene. 4-methvl- 84 C6H12 000691-37-2 53
5 1-Pentene, 4-methyl- 84 C6H12 000691-37-2 53

Abundance Scan 967 (4.449 min): VU040637.D (-952) (-) m/z 43.05 100.00%
43 57
8 R I I I I
69 420 4.40 4.60 4.80
0..,....,....,...3.%.!..5,0.'.'.:,...'.-,....,....,....,...., m/z 57.05 84.71%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3988: Pentane, 2,4-dimethyl-
43 57
5000 RREE AR AR N A
8 420 4.40 460 4.80
29 m/z 41.10 61.08%
0 15 \‘ 3$‘ 51, 6369 77 | 100
mz> 10 20 30 40 50 60 70 8 90 100
Abundance
57
43
85 420 4.40 4.60 4.80
5000 m/z 56.10 60.70%
29
0 15 38 51 63 69 77 99
mz> 10 20 30 40 50 60 70 8 90 100
Abundance #3989: Pentane, 2,4-dimethyl- e L A B
43 420 4.40 4.60 4.80
57 m/z 42.05 28.98%
5000
0 15 || 3 51 ||, 63 69 100
mz> 10 20 30 40 50 60 70 8 90 100 420 440 460 4.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101120\
Data File : VU040637.D

Aca On : 10 Oct 2020 16:18

Operator : SY/MD

Sample : L4240-11DL 40X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100820WMA .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: Cyclic4.55 Concentration Rank 3

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

4_.55 10.01 ug/L 660095 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 91
2 Cvclopentane. methvl- 84 C6H12 000096-37-7 91
3 Cvclohexane 84 C6H12 000110-82-7 86
4 Cvclohexane 84 C6H12 000110-82-7 78
5 Cyclopentane, methyl- 84 C6H12 000096-37-7 72

Abundance Scan 998 (4.549 min): VU040637.D (-982) (-) m/z 56.10 100.00%
56
41
5000 69
84 420 4.40 4.60 4.80
37| 51| 6165/, | 74 79
0........,....,....,....,....,....,....,....,..:.,'.l.'.,....i:.!:,:..,....,-.!.'.,....,....,....',....,...., m/z 41.10 56.64%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1493: Cyclopentane, methyl-
56
41
5000
69 420 4.40 4.60 4.80
27 84 m/z 69.05 41_.21%
o 1 15 113337, | SIH“ 6165 77
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
56
" 420 4.40 460 480
5000 69 m/z 55.10 26.96%
28
84
0 15 37 51 65 77
LR L) L L) L) AN AR AR L) KLY A M) LA AR R A AL L L
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1457: Cyclohexane
56 420 4.40 4.60 4.80
41 84 m/z 39.05 26 .06%
5000 7
69
0 2 1\5 | ‘ | ?\1\\ l 6165\ ‘ 77 1
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 420 440 460 4.80

SOMUTR100820WMA .M Mon Oct 12 12:06:39 2020

Page: 10



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101120\
Data File : VU040637.D

Aca On : 10 Oct 2020 16:18

Operator : SY/MD

Sample : L4240-11DL 40X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100820WMA .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 Benzene, propyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.90 1.09 ug/L 100230 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. propvl- 120 C9H12 000103-65-1 81
2 Benzene. proovl- 120 C9H12 000103-65-1 74
3 Benzene. proovl- 120 C9H12 000103-65-1 70
4 1.2-Ethanediamine. N-(phenvImeth... 150 C9H14N2 004152-09-4 64
5 Phenethylamine, N-benzyl-p-chloro- 245 C15H16CIN 013622-43-0 59
Abundance Scan 2973 (10.899 min): VU040637.D (-2961) (-) m/z 91.10 100.00%
g1
5000
65 120
39 51g 78 105 | 10.60 10.80 11.00 11.20
0.w.“.“.”,”.h.”.ﬁ.”,m.w.nﬂp.”ﬁL.w.m.“nm,”.w m/z 120.20 20.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9408: Benzene, propyl-
91
5000 UL SRR BN
10.60 10.80 11.00 11.20
120 m/z 65.10 13.24%
27 39 5 6 7 105
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
91
10.60 10.80 11.00 11.20
5000 m/z 92.10 12.57%
120
ol 15 27 39 5155 65 78 105
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 \
Abundance #9407: Benzene, propyl- B
il 10.60 10.80 11.00 11.20
m/z 39.00 6.24%
5000
65 120
s 27 39 51 78 | 105
R IR SUR N SRR UL UL UL IR I SRS S B SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.60 10.80 11.00 11.20

SOMUTR100820WMA .M Mon Oct 12 12:06:40 2020 Page: 11



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101120\
Data File : VU040637.D

Aca On : 10 Oct 2020 16:18

Operator : SY/MD

Sample : L4240-11DL 40X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100820WMA .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 Benzene, l-ethyl-3-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.00 5.31 ug/L 488514 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 95
2 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 94
3 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
5 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 91
Abundance Scan 3004 (10.999 min): VU040637.D (-2991) (-) m/z 105.10 100.00%
105
5000
120
39 51 g 65 " a5 9|1 10.60 10.80 11.00 11.20 11.40
Ol i et Bl Tm/z 120,200 29.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105
5000
120 10.60 10.80 11.00 11.20 11.40
o1 m/z 91.10 14 .05%
i 2 W e s
O T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
10.60 10.80 11.00 11.20 11.40
5000 m/z 77.10 12.43%
120
27 3 Blgges 7T, Ny, 113
O R T o S s = LIS
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9426: Benzene, 1-ethyl-3-methyl-
105 10.60 10.80 11.00 11.20 11.40

m/z 103.10 8.92%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.60 10.80 11.00 11.20 11.40

SOMUTR100820WMA .M Mon Oct 12 12:06:41 2020 Page: 12



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101120\
Data File : VU040637.D

Aca On : 10 Oct 2020 16:18

Operator : SY/MD

Sample : L4240-11DL 40X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100820WMA .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 Benzene, 1,2,3-trimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.09 2.25 ug/L 206575 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
2 Benzene., 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
3 Mesitvlene 120 C9H12 000108-67-8 94
4 Mesitvlene 120 C9H12 000108-67-8 94
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
Abundance Scan 3032 (11.089 min):VUO40637.D(—3021)d)(—) m/z 105.20 100.00%
105
5000 120
2 Slgges | % 110.80 11,00 11.20 11,40
P P A SO TN NN VI m/z 120.15  48.49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000
10.80 11.00 11.20 11.40
77 m/z 77.05 13.41%
0 15 27 3\9\ 5\1‘ 58 §\5 L1 i 98 || il
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
10.80 11.00 11.20 11.40
5000 120 m/z 119.20 12.12%
77
o 15 % 39 51 g 65 8 o8 | 113
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 A
Abundance #9400: Mesitylene R R

10.80 11.00 11.20 11.40
m/z 91.10 11.04%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.80 11.00 11.20 11.40

SOMUTR100820WMA .M Mon Oct 12 12:06:42 2020 Page: 13



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101120\
Data File : VU040637.D

Aca On : 10 Oct 2020 16:18

Operator : SY/MD

Sample : L4240-11DL 40X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100820WMA .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 Benzene, l-ethyl-2-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.29 1.21 ug/L 111031 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 94
2 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
3 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 3095 (11.291 min): VU040637.D (-3082) (-) m/z 105.10 100.00%
105
5000
120
39 51 55 65 7|7 9|1 11.00 11.20 11.40 11.60
. M 1 PR 1 S N m/z 120.20 29.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105
5000
120 11.00 11.20 11.40 11.60
m/z 77.10 14 .44%
sz ®m s T
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
120 11.00 11.20 11.40 11.60
5000 m/z 91.10 14 _.40%
15 27 % sl g 65 o1
s R A A R RS AN A RS RN AN ALY SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105 11.00 11.20 11.40 11.60

m/z 106.10 9.63%

5000

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

SOMUTR100820WMA .M Mon Oct 12 12:06:43 2020 Page: 14



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101120\
Data File : VU040637.D

Aca On : 10 Oct 2020 16:18

Operator : SY/MD

Sample : L4240-11DL 40X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100820WMA .M
TRACE VOA SOM01.0

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

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

Peak Number 13 Mesitylene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.47 6.07 ug/L 557642 1,4-Dichlorobenzene-d4 11.81
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 95
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
4 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 94
5 Mesitylene 120 C9H12 000108-67-8 94
Abundance Scan 3151 (11.471 min):vu040637.D(-3&)136) () m/z 105.10 100.00%
105
5000 120
I 91
39 &1 65 11.20 11.40 11.60 11.80
Ol e i 20t et ek 8 elh 333 Tn777120.20  44.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9402: Mesitylene
105
120
5000
11.20 11.40 11.60 11.80
m/z 77.10 12 _.89%
27 % Sleges 1 9 \ |
) S —— ”..H”.“uu‘hh..nﬂ..” ”II”hII“M\HIII”II
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
120 11.20 11.40 11.60 11.80
5000 m/z 119.20 12 _.49%

77
15 27 39 51 58 65 o1 98

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9421: Benzene, 1,2,4-trimethyl-
105 11.20 11.40 11.60 11.80
0
120 m/z 91.10 11.49%
5000
77
ol 15 27 39 Slsges 'fesog,| |
A B L B L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.20 11.40 11.60 11.80

SOMUTR100820WMA .M Mon Oct 12 12:06:44 2020 Page: 15



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101120\
Data File : VU040637.D

Aca On : 10 Oct 2020 16:18

Operator : SY/MD

Sample : L4240-11DL 40X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100820WMA .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 Benzene, 1,2,4-trimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.89 1.00 ug/L 91866 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
2 Mesitvlene 120 C9H12 000108-67-8 91
3 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 3281 (11.889 min): VU040637.D (-3270) (-) m/z 105.10 100.00%
105 P
5000 120
39 51 g3 7( 9ﬁ 11.60 11.80 12.00 12.20
o WS Ui SO 1 SN NS S0 | A m/z 120.20  40.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9412: Benzene, 1,2,3-trimethyl-
105
A
5000 L BURLILE BN SUULN SR
120 1160 11.80 12.00 12.20
o 17 o m/z 77.10 13.63%
oo 15 21 7 Slsg 85 |8 T e | 113
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
120
11.60 11.80 12.00 12.20
5000 m/z 91.10 12.88%

77
15 27 39 51 58 65 N og

o NN MM N VRO MBI NS A1 A M

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9414: Benzene, 1,2,3-trimethyl-

3

11.60 11.80 12.00 12.20
m/z 106.10  10.46%

5000

]

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

SOMUTR100820WMA .M Mon Oct 12 12:06:45 2020 Page: 16



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101120\
Data File : VU040637.D

Aca On : 10 Oct 2020 16:18

Operator : SY/MD

Sample : L4240-11DL 40X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100820WMA .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 o-Cymene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.56 0.82 ug/L 75036 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 95
2 o-Cvmene 134 C10H14 000527-84-4 95
3 Benzene. 1-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 94
4 Benzene. l-methvl-3-(1l-methvleth... 134 C10H14 000535-77-3 94
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 93
Abundance Scan 3490 (12.561 min): VU040637.D (-3478) (- m/z 119.20 100.00%
119
5000
134
91
39 51 565 77 | 105 12.20 12.40 12.60 12.80
Obrrrprrrrprrrr e et e e m/z 134.20 31.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14810: o-Cymene

5000
12.20 12.40 12.60 12.80

m/z 91.10 16.96%

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance

119
12.20 12.40 12.60 12.80
5000 m/z 120.10 10.37%
134
91
27 41 515865 77 103 127

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14877: Benzene, 1-ethyl-2,4-dimethyl-

119 12.20 12.40 12.60 12.80
m/z 77.00 9.68%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.20 12.40 12.60 12.80

SOMUTR100820WMA .M Mon Oct 12 12:06:46 2020 Page: 17



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101120\
Data File : VU040637.D

Aca On : 10 Oct 2020 16:18

Operator : SY/MD

Sample : L4240-11DL 40X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100820WMA .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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.96 0.51 ug/L 47240 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 97
2 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 94
3 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 94
4 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 93
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 93
Abundance Scan 3614 (12.960 min): VU040637.D (-3606) (-) m/z 119.15 100.00%
119
5000 134
91
3 51565 77 | 103 | 12.60 12.80 13.00 13.20
o R L N TN RN 1 S | m/z 134.20  47.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119
5000 134
12.60 12.80 13.00 13.20
91 m/z 91.05 18.99%
o 15 21 % Sleg6s 77 103 ) 107 |,
mz> 10 % 30 4 50 8 7o 8 % 100 110 130 130 140
Abundance
119
12.60 12.80 13.00 13.20
5000 134 m/z 120.10 13.54%
39 77 91
ol 15 27 51 gg 65 98 105 127
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14866: Benzene, 1,2,4,5-tetramethyl-
119 12.60 12.80 13.00 13.20
m/z 133.20 11.42%
134
5000
39 51 65 77 91
0 'w'%?'w'??l”"m'“'|“'?ﬁ'”'w"ﬂ“l“"m"gﬁ}gﬁl'”M"}%z'b'w"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.60 12.80 13.00 13.20

SOMUTR100820WMA .M Mon Oct 12 12:06:47 2020 Page: 18



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101120\
Data File : VU040637.D

Aca On : 10 Oct 2020 16:18

Operator : SY/MD

Sample : L4240-11DL 40X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100820WMA .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 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.02  0.83 ug/L 76025  1,4-Dichlorobenzene-d4  11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethyl- 134 C10H14 000095-93-2 96

000488-23-3 95
076089-59-3 95

2 Benzene. 1.2.3.4-tetramethvl- 134 C10H14
3 1.3-Cvclopentadiene. 1.2.3.4-tet... 134 C10H14

4 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 94
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 94
Abundance Scan 3633 (13.021 min): VU040637.D (-3623) (-) m/z 119.15 100.00%
119
5000 134
91
39 51 65 77 105 12.80 13.00 13.20 13.40
Obrrrrrrrrrrrr e e et et el | mZz 134.200 43.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119
5000 134
12.80 13.00 13.20 13.40
91 m/z 91.05 17.85%
39
L1527 T Slgg 5 1 108 ) 107 |,
T T e T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
12.80 13.00 13.20 13.40
5000 134 m/z 120.20 11.48%
39 51 77 91
oL 15 27 58 65 98 105 127
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14939: 1,3-Cyclopentadiene, 1,2,3,4-tetramethyl-5-methylene-
119 12.80 13.00 13.20 13.40
m/z 115.10 10.29%
5000 134
41 o
i
0 ..,....,..2.‘7,....‘,‘....?ﬁ..sﬁ.?.s.,...‘a‘,....,.‘...,.1‘9.5.,..‘a‘al..1.2.7,.‘.‘..,...
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.80 13.00 13.20 13.40

SOMUTR100820WMA .M Mon Oct 12 12:06:48 2020

Page: 19



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101120\
Data File : VU040637.D

Aca On : 10 Oct 2020 16:18

Operator : SY/MD

Sample : L4240-11DL 40X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100820WMA .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 (E)-1-Phenyl-1-butene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.44 0.80 ug/L 73590 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-1-Phenvl-1-butene 132 C10H12 001005-64-7 64
2 Benzene. 1-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 64
3 Benzene. 1-methvl-4-(2-propenvl)- 132 C10H12 003333-13-9 64
4 Benzene. 2-butenvl- 132 C10H12 001560-06-1 50
5 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 50
Abundance Scan 3763 (13.439 min): VU040637.D (-3755) (- m/z 119.15 100.00%
119
5000 134
91
39 ﬁl 65 17 ‘ 103 ‘ 1 ‘ 13.20 13.40 13.60 13.80
Obrrprrrr e el it et L Tz 117.15 77.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14051: (E)-1-Phenyl-1-butene

o\

13.20 13.40 13.60 13.80
m/z 134.15  40.81%

5000

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117
13.20 13.40 13.60 13.80
5000 m/z 115.05  32.42%
132
91
39 51 65 /7 105
oL 15 27 58 08
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14090: Benzene, 1-methyl-4-(2-propenyl)-
117 13.20 13.40 13.60 13.80

m/z 91.05 28.42%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU101120\
Data File : VU040637.D

Acq On : 10 Oct 2020 16:18

Operator : SY/MD

Sample : L4240-11DL 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100820WMA .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]
Sulfur dioxide 1.53 1.7 ug/L 112204 1 6.26 329857 5.0
(DEL) Alkane: Str... 3.10 9.4 ug/L 622796 1 6.26 329857 5.0
(DEL) Alkane: Str... 3.38 15.3 ug/L 1005800 1 6.26 329857 5.0
(DEL) Alkane: Str... 3.72 41.4 ug/L 2728810 1 6.26 329857 5.0
(DEL) Alkane: Str... 4.31 1.6 ug/L 102997 1 6.26 329857 5.0
(DEL) Alkane: Str... 4.45 1.2 ug/L 78274 1 6.26 329857 5.0
(DEL) Alkane: Cyc... 4.55 10.0 ug/L 660095 1 6.26 329857 5.0
Benzene, propyl- 10.90 1.1 ug/L 100230 3 11.81 459615 5.0
Benzene, l-ethyl-_.. 11.00 5.3 ug/L 488514 3 11.81 459615 5.0
Benzene, 1,2,3-tr... 11.09 2.3 ug/L 206575 3 11.81 459615 5.0
Benzene, l-ethyl-_.. 11.29 1.2 ug/L 111031 3 11.81 459615 5.0
Mesitylene 11.47 6.1 ug/L 557642 3 11.81 459615 5.0
Benzene, 1,2,4-tr... 11.89 1.0 ug/L 91866 3 11.81 459615 5.0
o-Cymene 12.56 0.8 ug/L 75036 3 11.81 459615 5.0
Benzene, 1,2,4,5-... 12.96 0.5 ug/L 47240 3 11.81 459615 5.0
Benzene, 1,2,3,4-_... 13.02 0.8 ug/L 76025 3 11.81 459615 5.0
(BE)-1-Phenyl-1-bu... 13.44 0.8 ug/L 73590 3 11.81 459615 5.0
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