LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018758.D

Aca On : 02 Oct 2020 19:29

Operator : JC/SP

Sample : L4239-05

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 23 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 X\METHOD\SOMXTR100220WMA .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 2.825 277 285 287 rBVY 2514186 4639782 1.03% 0.148%

2 2.873 287 293 316 rVB 19042073 40676368 8.99% 1.296%
3 3.160 327 340 367 rVB 35197986 84255783 18.61% 2.685%
4 3.526 386 400 414 rBV3 61504040 157263728 34.74% 5.011%
5 3.672 414 424 431 rBV 3501872 8842775 1.95% 0.282%

6 4.398 529 543 555 rVV2 40427564 126548025 27.96% 4.033%
7 4.574 555 572 607 rVB2 39121971 113796715 25.14% 3.626%
8 5.489 702 722 730 rBV3 43314493 149041457 32.93% 4_.749%
9 5.562 730 734 750 rVB 5526524 13669185 3.02% 0.436%
10 8.824 1253 1269 1274 rBV4 139583485 452642130 100.00% 14.424%
11 10.244 1495 1502 1507 rBV2 44892322 65247286 14.41% 2.079%
12 10.366 1512 1522 1527 rBV3 109847253 200303143 44.25% 6.383%
13 10.695 1569 1576 1581 rBV2 74046536 112846970 24.93% 3.596%
14 11.006 1621 1627 1633 rBVY 21237186 28040795 6.19% 0.894%
15 11.354 1677 1684 1690 rBV2 46017579 69543995 15.36% 2.216%
16 11.445 1690 1699 1705 rVV3 128473573 327084497 72.26% 10.423%
17 11.512 1705 1710 1715 rVB2 89821097 126638987 27.98% 4.035%
18 11.652 1722 1733 1741 rBV6 121663899 365528323 80.75% 11.648%
19 11.829 1752 1762 1766 rBV4 156455587 337861616 74.64% 10.766%
20 11.872 1766 1769 1773 rVB 9223483 10619577 2.35% 0.338%
21 12.146 1807 1814 1818 rBV2 82167494 119993611 26.51% 3.824%
22 12.292 1832 1838 1845 rBV2 45203361 63602430 14.05% 2.027%
23 12.360 1845 1849 1859 rVB3 12728150 22011864 4 .86% 0.701%
24 12.573 1879 1884 1886 rBV 8125605 10104240 2.23% 0.322%
25 12.597 1886 1888 1893 rVB 7492258 7693279 1.70% 0.245%
26 12.652 1893 1897 1901 rBVY 12708660 15837457 3.50% 0.505%
27 12.750 1907 1913 1920 rBV3 2557167 4772905 1.05% 0.152%
28 12.890 1931 1936 1941 rVB 4638863 5557591 1.23% 0.177%
29 12.963 1941 1948 1951 rBV 9445382 11260143 2.49% 0.359%
30 13.006 1951 1955 1960 rVB 14048885 16460699 3.64% 0.525%
31 13.207 1982 1988 1993 rBY 5349464 6935020 1.53% 0.221%
32 13.335 2004 2009 2014 rVB2 12856626 18528086 4_.09% 0.590%
33 13.823 2082 2089 2094 rBVY 30703238 40311007 8.91% 1.285%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018758.D

Aca On : 02 Oct 2020 19:29

Operator : JC/SP

Sample : L4239-05

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 23 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_X\METHOD\SOMXTR100220WMA .M
TRACE VOA SOM01.0

Sum of corrected areas: 3138159469
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018758.D

Aca On : 02 Oct 2020 19:29

Operator : JC/SP

Sample : L4239-05

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
Quant Title : TRACE VOA SOM01.0

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

Abundance TIC: VX018758.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018758.D

Aca On : 02 Oct 2020 19:29

Operator : JC/SP

Sample : L4239-05

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .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 11

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

2.82 1.70 ug/L 4639780 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 86
2 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 86
3 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 78
4 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 52
5 Pentane, 2-methyl- 86 C6H14 000107-83-5 50

Abundance Scan 284 (2.819 min): VX018758.D (-277) (-) m/z 43.10 100.00%

5000

240 2.60 2.80 3.00 3.20

0 m/z 42.05 81.14%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1832: Butane, 2,3-dimethyl-
43
5000 | BSLILENLEN LN L L L L L B
240 2.60 2.80 3.00 3.20
27 71 m/z 41.10 42 .62%
0 ‘\ il 8\6
T e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
RS e L
240 2.60 2.80 3.00 3.20
5000 m/z 71.05 26.04%
27
71
86
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1830: Butane, 2,3-dimethyl- e
42 240 2.60 2.80 3.00 3.20
m/z 39.00 20.28%
5000
71
27
‘ 86
0.P”.PLWhJq””,””P”.P”q.”wnulnup.upnq.”q”.q”. R o NREEEE
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 240 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018758.D

Aca On : 02 Oct 2020 19:29

Operator : JC/SP

Sample : L4239-05

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .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.

2.87 14 .88 ug/L 40676400 1,4-Difluorobenzene 6.83
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 52
4 Pentane 72 C5H12 000109-66-0 46
5 1-Butanol, 2,3-dimethyl- 102 C6H140 019550-30-2 45

Abundance Scan 292 (2.867 min): VX018758.D (-287) (-) m/z 43.10 100.00%
43
5000 71
2.60 2.80 3.00 3.20
86
| NSNS | MOV S il 40 N -3 V2] S—L« . m/z 42.10 47.34%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1825: Pentane, 2-methyl-
43
5000 R L UL R LR
27 71 2.60 2.80 3.00 3.20
m/z 71.10 44 _30%
0'%”'P“"”'P”'ﬁ?'P”W'”W'“W'”W'”W”'W”'W”'W”'W”
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
260 280 300 320
5000 m/z 41.10 43 .30%
27 71
o 12 86
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1828: Butane, 2,3-dimethyl- R i B
43 2.60 2.80 3.00 3.20
m/z 39.00 21.59%
5000
71
27 ‘ 86
O'VH'VL'*“M”'WH“|““v'“w“'VHW'“W“'W““l““V'“V' RSN S R S R
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018758.D

Aca On : 02 Oct 2020 19:29

Operator : JC/SP

Sample : L4239-05

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .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 1

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

3.53 57.52 ug/L 157264000 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexane 86 C6H14 000110-54-3 70
2 n-Hexane 86 C6H14 000110-54-3 50
3 n-Hexane 86 C6H14 000110-54-3 47
4 Hvdroperoxide. hexvl 118 C6H1402 004312-76-9 45
5 Furan, tetrahydro-3-methyl- 86 C5H100 013423-15-9 43

Abundance Scan 401 (3.532 min): VX018758.D (-386) (-) m/z 41.05 100.00%
57
5000
86
320 340 3.60 3.80
o 103 126 144 178 209 237 269 m/z 57.10 100.00%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1821: n-Hexane
57
41
5000 SRS R SRR
3.20 3.40 3.60 3.80
86 m/z 43.10 98.33%
O'P”'E#W'”I“'W””I””P'”P“'P”W'”W”'W””I””P'”P'
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
41 SSRGS SR SRR
3.20 3.40 3.60 3.80
5000 m/z 56.05 81.97%
86
15
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 )/\
Abundance #1822: n-Hexane I a e
57 3.20 3.40 3.60 3.80
41 m/z 42.10 52.60%
5000
15 ‘ 86
0'P”'H“'U”H'AWL'W””I“”I””P'”P”'P”'P“W'”W”'W” A\'”'I”"P"W"”I
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018758.D

Aca On : 02 Oct 2020 19:29

Operator : JC/SP

Sample : L4239-05

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .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 2

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

4.40 46.29 ug/L 126548000 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 90
2 Cvclohexane 84 C6H12 000110-82-7 87
3 Cvclopentane. methvl- 84 C6H12 000096-37-7 86
4 Cvclohexane 84 C6H12 000110-82-7 80
5 Cyclohexane 84 C6H12 000110-82-7 78

Abundance Scan 543 (4.398 min): VX018758.D (-529) (-) m/z 56.10 100.00%

56
41

5000

4.00 420 4.40 4.60 4.80

100117132

o m/z 41.10 77.41%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1488: 1-Pentene, 2-methyl-
56
41
5000 [rrr i rrrrrrrrprT
84 4.00 4.20 4.40 4.60 4.80
m/z 69.10 66.17%
04
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
%6 g
RS R e s R
400 4.20 4.40 4.60 4.80
5000 41 m/z 55.10 39.16%
o 26
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1493: Cyclopentane, methyl- P
5 400 4.20 4.40 4.60 4.80
a m/z 39.00 37.79%
5000
84
15
0 i e
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 400 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018758.D

Aca On : 02 Oct 2020 19:29

Operator : JC/SP

Sample : L4239-05

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .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 Benzeneacetaldehyde Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.35 2.90 ug/L 69544000 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneacetaldehvde 120 C8H80 000122-78-1 90
2 Benzene. propvl- 120 C9H12 000103-65-1 90
3 Benzeneacetaldehvde 120 C8H80 000122-78-1 87
4 Benzeneacetaldehvde 120 C8H80 000122-78-1 83
5 Benzeneacetaldehyde 120 C8H80 000122-78-1 80
Abundance Scan 1683 (11.348 min): VX018758.D (-1677) (-) m/z 91.10 100.00%
Ji
120
5000
65
3f | | 105 11.00 11.20 11.40 11.60
Obprrretdbrglor ol Ml 139103207221 281 | h/7 120.05  58.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9373: Benzeneacetaldehyde
g1
5000 11.00 11.20 11.40 11.60
39 120 m/z 64.95  32.46%
0 I"""‘I"""'I“"" ..”. ....l....l.... S AR a e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
91
11.00 11.20 11.40 11.60
5000 m/z 92.10 30.20%
120
3 6 105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 /W
Abundance #9372: Benzeneacetaldehyde Pty .... .
g1 11. oo 11. 20 11. 40 11. 60
m/z 78.00 18.32%
5000
120
65
39
0 ””\”\” N ”\ L
m/z--> ﬁo 45 éo 80 100 150 110 160 180 200 220 240 2é0 2éo 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018758.D

Aca On : 02 Oct 2020 19:29

Operator : JC/SP

Sample : L4239-05

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .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 unknown-01 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.45 13.63 ug/L 327084000 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 47
2 Benzaldehvde. 3-methvl- 120 C8H80 000620-23-5 46
3 2.4.6-Cycloheptatrien-1-one. 4-m... 120 C8H80 1000327-34-9 43
4 1.3-Cvclopentadiene. 5-(1-methvl... 106 C8H10 002175-91-9 43
5 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 43

Abundance Scan 1700 (11.451 min): VX018758.D (-1690) (-) m/z 77.10 100.00%

0

5000

-

11.20 11.40 11.60 11.80
m/z 105.15  99.95%

ol 134 153167 190 207 267282

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9418: Benzene, 1,2,3-trimethyl-

%

5000
11.20 11.40 11.60 11.80

m/z 120.15 99.90%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
91
119
11.20 11.40 11.60 11.80
5000 m/z 91.05 99.58%
39 65
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9396: 2,4,6-Cycloheptatrien-1-one, 4-methyl-
91 11.20 11.40 11.60 11.80
m/z 79.05 80.74%
5000
39 120
65
3 SN 0 N ”‘}9§¢.”...” N ———
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018758.D

Aca On : 02 Oct 2020 19:29

Operator : JC/SP

Sample : L4239-05

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .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 Mesitylene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.51 5.28 ug/L 126639000 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mesitvlene 120 C9H12 000108-67-8 81
2 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 64
3 Benzene. (l-methvlethvI)- 120 C9H12 000098-82-8 52
4 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 52
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 49
Abundance Scan 1710 (11.512 mm) VX018758.D (-1705) (-) m/z 120.15 100.00%
77
91
5000 39
63
141 167 182 11.20 11.40 11.60 11.80
0 At A8 A8 20 22, 'm/z 105.10 _ 83.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #9402: Mesitylene
105
120
5000
11.20 11.40 11.60 11.80
. m/z 77.05 70.87%
39 91
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
105
11.20 11.40 11.60 11.80
5000 m/z 119.10 64 .04%
77 91 120
oL 2 51 64
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #9415: Benzene, (1-methylethyl)-
105 11.20 11.40 11.60 11.80
m/z 91.10 59.14%
5000
120
G 51 \T Sl
) N — ”” - ”\” \”” S — SN V A VA S
m/z--> 20 40 éo 80 100 150 140 160 180 200 220 240 1120 11.40 11,60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018758.D

Aca On : 02 Oct 2020 19:29

Operator : JC/SP

Sample : L4239-05

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .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 4-Heptanone, 2,6-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.65 15.23 ug/L 365528000 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Heptanone. 2.6-dimethvl- 142 C9H180 000108-83-8 58
2 4-Piperidinol. 2.2.6.6-tetramethvl- 157 C9H19NO 002403-88-5 47
3 2.4.6-Heptanetrione 142 C7H1003 000626-53-9 43
4 5-Nonanone 142 C9H180 000502-56-7 43
5 5-Nonanone 142 C9H180 000502-56-7 35
Abundance Scan 1733 (11.652 min): VX018758.D (-1722) (-) m/z 58.05 100.00%
98 & 1045
5000
11.40 11.60 11.80 12.00
o 157 190205 225 253 281 n/z 41.10 99 _99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #20011: 4-Heptanone, 2,6-dimethyl-
57
85
5000
41 11.40 11.60 11.80 12.00
m/z 85.05 99 .98%
142
0 2\( ‘\‘ 71 I 100 127 ‘
m/z--> 20 40 éo 80 160 120 140 160 180 200 220 240 260 280
Abundance
58 142
4o e oo 180 1250
5000 m/z 57.05 99 .96%
86 124
. 27 72 107 157
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19489: 2,4,6—Heptanetrione L e e
43 11/40 11,60 11.80 12.00
m/z 105.10 99 .80%
5000 85
142
o8 69 100 127 ‘
0'“|J“ﬂ““'wj“l““l“'w'“'w'“w'“ ALY SRS SRR SRR SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018758.D

Aca On : 02 Oct 2020 19:29

Operator : JC/SP

Sample : L4239-05

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .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 Benzaldehyde, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.83 14.08 ug/L 337862000 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzaldehvde. 2-methvl- 120 C8H80 000529-20-4 70
2 Benzaldehvde. 3-methvl- 120 C8H80 000620-23-5 70
3 Benzaldehvde. 4-methvl- 120 C8H80 000104-87-0 55
4 1-Hexen-4-vne. 3-ethvlidene-2-me... 120 C9H12 076003-39-9 46
5 1,3-Cyclopentadiene, 5-(1-methyl... 106 C8H10 002175-91-9 43
Abundance Scan 1762 (11.829 min): VX018758.D (-1752) (-) m/z 77.10 100.00%
77 9 105 140
51
5000
3 133 156160182 11.60 11.80 12.00 12.20
0 23 0160182196200 228 26L m/z 120.15  99.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #9386: Benzaldehyde, 2-methyl-
A 120
5000 LI SULRILE BN SRR I
o5 11.60 11.80 12.00 12.20
39 m/z 105.15 99.90%
oL 26 | 82 “\“ 78 || 105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
91
119
11.60 11.80 12.00 12.20
5000 m/z 91.10 99.89%
39 65
52
e s R SR A B LS RS LA RAS SRR RAARE RARRN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #9382: Benzaldehyde, 4-methyl-
91 119 11.60 11.80 12.00 12.20
m/z 119.10 99.84%
5000 s 65
O.H,H.M.u.w.” ” T T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018758.D

Aca On : 02 Oct 2020 19:29

Operator : JC/SP

Sample : L4239-05

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .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, (1-methylethyl)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.15 5.00 ug/L 119994000 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mesitvlene 120 C9H12 000108-67-8 87
2 Benzene. (l-methvlethvI)- 120 C9H12 000098-82-8 64
3 Benzene. (l-methvlethvI)- 120 C9H12 000098-82-8 59
4 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 58
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 58
Abundance Scan 1815 (12.152 min): VX018758.D (-1807) (-) m/z 120.10 100.00%
105 120
5000
77 g1
51 AR AR SRR BARRA R
3 11.80 12.00 12.20 12.40
o 134 153167181 207 265 281 m/z 105.05 99_.93%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9402: Mesitylene
105
120
5000

11.80 12.00 12.20 12.40
m/z 77.10 38.28%

39 g3 /791

0 Hnﬂp.h,h.ﬂ.ﬂ.p.nwn.w.”...” R R R AR S LR R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
105
R o e R AN
11.80 12.00 12.20 12.40
5000 m/z 91.05 33.37%
120
27 51 77 91
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9417: Benzene, (1-methylethyl)-
105 11.80 12.00 12.20 12.40
m/z 119.10 31.23%
5000
120
77
27 b .
O e e e e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018758.D

Aca On : 02 Oct 2020 19:29

Operator : JC/SP

Sample : L4239-05

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .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 Indane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.29 2.65 ug/L 63602400 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 94
2 Benzene. l-ethenvl-2-methvl- 118 C9H10 000611-15-4 93
3 Indane 118 C9H10 000496-11-7 76
4 Indane 118 C9H10 000496-11-7 76
5 Benzene, cyclopropyl- 118 C9H10 000873-49-4 70

Abundance Scan 1838 (12.292 min): VX018758.D (-1832) (-) m/z 117.10 100.00%

5000

I

VAN
LI B

12.00 12.20 12.40 12.60

134 159 179 202

230 269

0! m/z 118.05 93.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8950: Indane
117
5000 /\|||||||||||||||||||||||
12.00 12.20 12.40 12.60
39 g O m/z 115.10 58.12%
7
ol 15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
117
12.00 12.20 12.40 12.60
5000 m/z 91.10 32.75%
91
39 g 77
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8949: Indane
117 12.00 12.20 12.40 12.60

m/z 119.10 18.19%

5000
39 g5 91
77
ol 13

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018758.D

Aca On : 02 Oct 2020 19:29

Operator : JC/SP

Sample : L4239-05

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .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, 2-ethyl-1,4-dimethyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
12.65 0.66 ug/L 15837500 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 96
2 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 96
3 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 95
4 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 95
5 o-Cymene 134 C10H14 000527-84-4 95
Abundance Scan 1897 (12.652 min): VX018758.D (-1893) (-) m/z 119.10 100.00%

5000

12.40 12.60 12.80 13.00
m/z 134.10 29.31%

0!
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-

5000
12.40 12.60 12.80 13.00

m/z 91.10 18.46%

04
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
119
12.40 12.60 12.80 13.00
5000 m/z 120.10 10.64%
91 134

o 15 39 65
g
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #14892: Benzene, 2-ethyl-1,4-dimethyl- R e RRAaE ma
12.40 12.60 12.80 13.00

m/z 105.10 9.62%

5000

VAN
LI I

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018758.D

Aca On : 02 Oct 2020 19:29

Operator : JC/SP

Sample : L4239-05

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.01 0.69 ug/L 16460700 1,4-Dichlorobenzene-d4 12.07
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 97
3 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 95
4 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 95
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95
Abundance Scan 1956 (13.012 min): VX018758.D (-1951) (-) m/z 119.10 100.00%
119
5000 134
77 o1 12.60 12.80 13.00 13.20 13.40
39 63 105 : : : : :
b 3 LAy § 18 a7 101207 2s1 281 m/z 134.10 44_12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119
5000 134
12.60 12.80 13.00 13.20 13.40
a0 91 m/z 91.05 15.38%
77
I 2 !
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
119
12.60 12.80 13.00 13.20 13.40
5000 134 m/z 120.10 9.26%
91

15 39 6377 105

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14870: Benzene, 1,2,3,5-tetramethyl-
119 12.60 12.80 13.00 13.20 13.40
m/z 133.10 9.23%
5000 134
91
ez 77 05 |
O.HPL.LJHH”WP”.P”U.HM.”w.”..”..”..”..”q.”q”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.60 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018758.D

Aca On : 02 Oct 2020 19:29

Operator : JC/SP

Sample : L4239-05

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .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 1-Phenyl-1-butene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.34 0.77 ug/L 18528100 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Phenvl-1-butene 132 C10H12 000824-90-8 96
2 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 95
3 Benzene. l1l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 92
4 Benzene. (l1-methvl-1-propenvl)-.... 132 C10H12 000768-00-3 86
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 70
Abundance Scan 2010 (13.341 min): VX018758.D (-2004) (-) m/z 117.10 100.00%
117
5000 130
51 77 o 13.00 13.20 13.40 13.60
ol 3 148162 191207 282 m/z 132.10 35 950
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14034: 1-Phenyl-1-butene
117
5000 132 AUV RS ARRS B
o1 13.00 13.20 13.40 13.60
m/z 115.10 28.21%
51 77
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
117
132 13.00 13.20 13.40 13.60
5000 m/z 119.10 26.01%
91
o7 °L65
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
117 13.00 13.20 13.40 13.60
m/z 131.10 18.12%
5000 132
51 77 st
b 2ttt e o M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100220\
Data File : VX018758.D

Aca On : 02 Oct 2020 19:29

Operator : JC/SP

Sample : L4239-05

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .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 Azulene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.82 1.68 ug/L 40311000 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene 128 C10H8 000091-20-3 90
2 Naphthalene 128 C10H8 000091-20-3 87
3 Azulene 128 C10H8 000275-51-4 81
4 Azulene 128 C10H8 000275-51-4 81
5 Azulene 128 C10H8 000275-51-4 81
Abundance Scan 2089 (13.823 min): VX018758.D (-2082) (-) m/z 128.05 100.00%
148
5000
102 U RN SUNIUE B SR
51 s 13.60 13.80 14.00 14.20
ol 164178 202 m/z 127.05 26.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11940: Naphthalene
128
5000 U RN SUNILE BRI SR
13.60 13.80 14.00 14.20
m/z 129.10 23.03%
51 7 102
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
128
A A e
13.60 13.80 14.00 14.20
5000 m/z 102.05 20.01%

51 75 102

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11938: Azulene s M e
128 13.60 13.80 14.00 14.20
m/z 126.05 15.05%
5000
51 102
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX100220\
Data File : VX018758.D

Acq On : 02 Oct 2020 19:29

Operator : JC/SP

Sample - L4239-05

Misc : 25.0mL/MSVOA_X/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .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... 2.82 1.7 ug/L 4639780 1 6.83 13669200 5.0
(DEL) Alkane: Str... 2.87 14.9 ug/L 40676400 1 6.83 13669200 5.0
(DEL) Alkane: Str... 3.53 57.5 ug/L 157264000 1 6.83 13669200 5.0
(DEL) Alkane: Str... 4.40 46.3 ug/L 126548000 1 6.83 13669200 5.0
Benzeneacetaldehyde 11.35 2.9 ug/L 69544000 3 12.07 119994000 5.0
unknown-01 11.45 13.6 ug/L 327084000 3 12.07 119994000 5.0
Mesitylene 11.51 5.3 ug/L 126639000 3 12.07 119994000 5.0
4-Heptanone, 2,6-... 11.65 15.2 ug/L 365528000 3 12.07 119994000 5.0
Benzaldehyde, 2-m... 11.83 14.1 ug/L 337862000 3 12.07 119994000 5.0
Benzene, (1-methy... 12.15 5.0 ug/L 119994000 3 12.07 119994000 5.0
Indane 12.29 2.6 ug/L 63602400 3 12.07 119994000 5.0
Benzene, 2-ethyl-_.. 12.65 0.7 ug/L 15837500 3 12.07 119994000 5.0
Benzene, 1,2,4,5-... 13.01 0.7 ug/L 16460700 3 12.07 119994000 5.0
1-Phenyl-1-butene 13.34 0.8 ug/L 18528100 3 12.07 119994000 5.0
Azulene 13.82 1.7 ug/L 40311000 3 12.07 119994000 5.0
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