LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091020\
Data File : VX018345.D

Aca On : 10 Sep 2020 17:34

Operator : JC/SP

Sample : L3953-01 20X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 13 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 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\82X082120W.M
Title - SW846 8260
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 2.118 163 169 177 rBvY 196596 288932 1.71% 0.573%
2 5.465 706 718 731 rBV 276143 794400 4_.70% 1.575%
3 5.629 734 745 759 rVB 475110 1327945 7.86% 2.633%
4 6.031 801 811 816 rBV 301682 763113 4_.52% 1.513%
5 6.111 816 824 841 rVB 1659371 4376517 25.90% 8.678%
6 6.830 931 942 953 rBV2 699144 1652977 9.78% 3.278%
7 8.696 1241 1248 1255 rBV 1451169 2218474 13.13% 4 _.399%
8 8.769 1255 1260 1270 rVB 162865 267103 1.58% 0.530%
9 9.604 1392 1397 1419 rBV 279934 586093 3.47% 1.162%
10 10.098 1472 1478 1487 rVB 1487469 2018907 11.95% 4._.003%

11 10.238 1492 1501 1508 rBV 1636512 2122222 12.56% 4.208%
12 10.342 1510 1518 1524 rVV 817374 1120128 6.63% 2.221%
13 10.683 1569 1574 1581 rVB 464975 601709 3.56% 1.193%
14 11.122 1640 1646 1653 rBV 1409871 1731919 10.25% 3.434%
15 11.421 1690 1695 1702 rBV 182062 352093 2.08% 0.698%

16 11.494 1702 1707 1713 rVB 235977 297765 1.76% 0.590%
17 11.652 1728 1733 1743 rBV 236704 303714 1.80% 0.602%
18 11.793 1747 1756 1762 rVV 804276 981295 5.81% 1.946%
19 12.061 1795 1800 1806 rVB 1839972 2218248 13.13% 4._.398%
20 12.128 1806 1811 1815 rBV 416918 505000 2.99% 1.001%

21 12.280 1831 1836 1844 rBV 2451956 3096593 18.32% 6.140%
22 12.738 1906 1911 1920 rBV 195744 265165 1.57% 0.526%
23 13.000 1951 1954 1962 rVB2 159290 210214 1.24% 0.417%
24 13.207 1982 1988 1992 rBV 154550 190672 1.13% 0.378%
25 13.329 2003 2008 2013 rVB2 289442 400961 2.37% 0.795%

26 13.463 2026 2030 2039 rVB 245188 307568 1.82% 0.610%
27 13.817 2082 2088 2096 rBV 13742063 16900177 100.00% 33.510%
28 13.908 2098 2103 2109 rVB 286218 357976 2.12% 0.710%
29 14.676 2225 2229 2240 rVB 1328964 1630331 9.65% 3.233%
30 14.823 2247 2253 2261 rVB 1630383 2073148 12.27% 4.111%

31 15.524 2363 2368 2373 rBvV 118093 192013 1.14% 0.381%
32 15.664 2381 2391 2395 rBV 162272 279775 1.66% 0.555%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091020\
Data File : VX018345.D

Aca On : 10 Sep 2020 17:34

Operator : JC/SP

Sample : L3953-01 20X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 13 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 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\82X082120W.M
SW846 8260

Sum of corrected areas: 50433147
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091020\
VX018345.D

10 Sep 2020 17:34

JC/SP

L3953-01 20X

5.0mL/MSVOA X/WATER

13 Sample Multiplier: 1

= Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082120W .M
: SW846 8260

= C:\DATABASE\NIST11.L

LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091020\
Data File : VX018345.D

Aca On : 10 Sep 2020 17:34

Operator : JC/SP

Sample : L3953-01 20X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082120W .M
SW846 8260

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 unknown2.12 Concentration Rank 6

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

2.12 10.88 ug/Il 288932 Pentafluorobenzene 5.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol 46 C2H60 000064-17-5 43
2 Dimethvl ether 46 C2H60 000115-10-6 9
3 4-Penten-2-ol 86 C5H100 000625-31-0 4
4 Methoxvacetic acid. pentvl ester 160 C8H1603 168920-35-2 4
5 Formic acid 46 CH202 000064-18-6 4

Abundance Scan 169 (2.118 min): VX018345.D (-163) (-) m/z 44.95 100.00%
45 ﬂ
5000
e Al R s
180 2.00 2.20 2.40
o....,....,I|=...6,°...7?,....1?.1..1.1?...1.?‘.8.,1.‘?.8. (194200 229 251265282296 m/z 45.95  38.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95: Ethanol
1
5000 NN SRS LR LR
1.80 2.00 2.20 2.40
6 m/z 43.00 22 .40%
15
0<
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
45
29
1.80 2.00 2.20 2.40
5000 m/z 41.95 9.32%
14
0<
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1713: 4-Penten-2-ol
45 1.80 2.00 2.20 2.40
m/z 43.95 3.85%
5000
0"”I?7“uk'“l'?}wgg"P'"I“"I“"I'“'I"“I"'W""P"'P"'I“"I' NN SRS SRR AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091020\
Data File : VX018345.D

Aca On : 10 Sep 2020 17:34

Operator : JC/SP

Sample : L3953-01 20X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082120W .M
SW846 8260

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 Propylene Glycol Concentration Rank 4

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

9.60 14.52 ug/Il 586093 Chlorobenzene-d5 10.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propovlene Glvcol 76 C3H802 000057-55-6 90
2 R-(-)-1.2-propanediol 76 C3H802 004254-14-2 78
3 Isopropnvl Alcohol 60 C3H80 000067-63-0 56
4 2-Pentanol. 4-methvl- 102 C6H140 000108-11-2 40
5 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 12

Abundance Scan 1396 (9.598 min): VX018345.D (-1392) (-) m/z 44.95 100.00%
45
5000 ﬁ\\‘
e
61 9.20 9.40 9.60 9.80 10.00
0 ....,....,-'~...,...7.6,...1.?.1...,1.2]‘?.,1.“.7..}?.“3..,.1.9.1.29?. (235253 281297 | "m/z 43.00 20.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #938: Propylene Glycol
45
5000 IR P I N B
920 9.40 9.60 9.80 10.00
m/z 60.95 6.55%
29 61
14 || ) 76
G A R R R LA LA AR LA LA SARAN LARAN NARAN SRS EARAS N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
45
9.20 9.40 9.60 9.80 10.00
5000 m/z 43.95 6.35%
29
ol 14 61 75
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #294: 1sopropy! Alcohol Ol LR Ea s B e
45 9.20 9.40 9.60 9.80 10.00
m/z 42.10 4_45%
5000
0”J"JLM”gg”W'”W””I””P”'P”W”'W””I””P”'P”W”'W” SR R SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 920 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091020\
Data File : VX018345.D

Aca On : 10 Sep 2020 17:34

Operator : JC/SP

Sample : L3953-01 20X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082120W .M
SW846 8260

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 Benzene, l-ethyl-3-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.42 7.94 ug/l 352093 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 97
2 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 94
3 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
4 Mesitvlene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90
Abundance Scan 1695 (11.421 min): VX018345.D (-1690) (-) m/z 105.10 100.00%
105
5000
120
77 91
39 11.20 11.40 11.60 11.80
O oot ol 134 157070 207221 249 281 77150 05 31.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105
5000
120 11.20 11.40 11.60 11.80
m/z 91.05 14.02%
18 39 63 77 91
0'”I”'“”'W'“M'A'M“'P'”P'” S LAY SRS SRR SRS SRS SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
105
11.20 11.40 11.60 11.80
5000 m/z 77.10 13.70%
120
25 39 779

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9430: Benzene, 1-ethyl-4-methyl-

11.20 11.40 11.60 11.80
m/z 103.10 9.56%

5000

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\VX091020\
Data File : VX018345.D

Aca On : 10 Sep 2020 17:34

Operator : JC/SP

Sample : L3953-01 20X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082120W .M
SW846 8260

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 Benzene, 1,2,4-trimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.13 11.38 ug/Il 505000 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
2 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 94
3 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
4 Mesitvlene 120 C9H12 000108-67-8 91
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 1811 (12.128 min): VX018345.D (-1806) (-) m/z 105.05 100.00%
105
5000 120 f\
77 11120 1900 1990 1940
39 11.80 12.00 12.20 12.40
Obrrrprrrdreb SRl b ok 135 154170 101 221 243 281 | “n7n 12010 40.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9420: Benzene, 1,2,4-trimethyl-
105
120 A
5000 UL BN SRS B
11.80 12.00 12.20 12.40
-7 m/z 77.00 13.03%
27 51
0'“lﬂ'WHMHU“h'Jw””j““'w'“v'“v'“l““l“'WH'w'“w'“'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
105
11.80 12.00 12.20 12.40
5000 120 m/z 91.05 10.94%
77
oL.15 ¥ 6
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9426: Benzene, 1-ethyl-3-methyl-
105 11.80 12.00 12.20 12.40
m/z 119.10 10.49%
5000
120
39
0"%'”W'ﬂ?%'i7”“lh”‘“'W”'W'”W'”W'”'P”"”'P'”P'”I
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\VX091020\
Data File : VX018345.D

Aca On : 10 Sep 2020 17:34

Operator : JC/SP

Sample : L3953-01 20X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082120W .M
SW846 8260

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 Indane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.28 69.80 ug/1 3096590 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 93
2 Benzene. cvclopropvl- 118 C9H10 000873-49-4 81
3 Benzene. l-ethenvl-2-methvl- 118 C9H10 000611-15-4 74
4 Benzene. 2-propenvl- 118 C9H10 000300-57-2 74
5 Tetracyclo[3.3.1.0(2,8).0(4,6)]----. 118 C9H10 1000191-13-7 64
Abundance Scan 1836 (12.280 min): VX018345.D (-1831) (-) m/z 117.10 100.00%
117
5000
N JAN
39 63 OF 112,00 12.20 1240 12.60
ol 134150164 182 200 220 257 281 m/z 118.10 56_90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8951: Indane
117
5000 SR PARR SUNRILR BN B
12.00 12.20 12.40 12.60
m/z 115.00 34 .30%
91
39 63
oL15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
117
AR N AR AR
12.00 12.20 12.40 12.60
5000 o1 m/z 90.95 16.45%
51
o 27 74
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8974: Benzene, 1-ethenyl-2-methyl-
117 12.00 12.20 12.40 12.60
m/z 62.95 9.03%
5000
91
39
) 58 ;
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\VX091020\
Data File : VX018345.D

Aca On : 10 Sep 2020 17:34

Operator : JC/SP

Sample : L3953-01 20X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082120W .M
SW846 8260

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 2,4-Dimethylstyrene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.33 9.04 ug/l 400961 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4-Dimethvistvrene 132 C10H12 002234-20-0 95
2 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 95
3 Benzene. 1l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 91
4 Benzene. 2-butenvl- 132 C10H12 001560-06-1 70
5 Benzene, l-methyl-4-(2-propenyl)- 132 C10H12 003333-13-9 70

Abundance Scan 2008 (13.329 min): VX018345.D (-2003) (-) m/z 117.10 100.00%

5000

13.00 13.20 13.40 13.60
m/z 119.10 56.48%

o 151 168 185 207 242

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14041: 2,4-Dimethylstyrene

5000
13.00 13.20 13.40 13.60

m/z 132.10 35.77%

04
miz--> 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 115.00  35.27%

91

51 g5

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-

13.00 13.20 13.40 13.60
m/z 134.10 26.18%

5000

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\VX091020\
Data File : VX018345.D

Aca On : 10 Sep 2020 17:34

Operator : JC/SP

Sample : L3953-01 20X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082120W .M
SW846 8260

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 Cycloprop[a]indene, 1,1a,6,... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.46 6.93 ug/Il 307568 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloproplalindene. 1.la.6.6a-te... 130 C10H10 015677-15-3 97
2 1H-Indene. l-methvl- 130 C10H10 000767-59-9 96
3 2-Methvlindene 130 C10H10 002177-47-1 95
4 Benzene. (1-methvl-2-cvclopropen... 130 C10H10 065051-83-4 94
5 Tetracyclo[5.3.0.0<2,6>.0<3,10>]... 130 C10H10 034324-40-8 93
Abundance Scan 2029 (13.457 min): VX018345.D (-2026) (-) m/z 115.00 100.00%
115130
5000
39 O n
13.20 13.40 13.60 13.80
0 176 | Aosay m/z 130.10 91.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #13121: Cycloprop[alindene, 1,1a,6,6a-tetrahydro-
1

5000
13.20 13.40 13.60 13.80

m/z 129.00 81.18%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
115 130 R
R e RAREEEEE
13.20 13.40 13.60 13.80
5000 m/z 104.00 40.74%
51
27 T 101

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #13084: 2-Methylindene

13.20 13.40 13.60 13.80
m/z 128.10  37.19%

5000

13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091020\
Data File : VX018345.D

Aca On : 10 Sep 2020 17:34

Operator : JC/SP

Sample : L3953-01 20X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082120W .M
SW846 8260

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 Benzo[c]thiophene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.91 8.07 ug/l 357976 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolclthiophene 134 C8H6S 000270-82-6 95
2 Cvclopentalclthiapvran 134 C8H6S 000270-63-3 94
3 Benzolblthiopnhene 134 C8H6S 000095-15-8 94
4 I11Benzothienol2".3":3.41cvclobu... 246 C13H1003S 034002-19-2 40
5 Carbonic acid, 7-benzofuryl 2-ox... 234 C12H1005 109613-86-7 39
Abundance Scan 2103 (13.908 min): VX018345.D (-2098) (-) m/z 134.00 100.00%
134
5000
89 1360 13.80 14.00 14.20
45 63 108 13.60 13.80 14.00 14.20
Obprrrripioer bt e ke b 2OORGSLT7 197 217232 252 269283 | sz 89.10  11.51%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15269: Benzo[c]thiophene
134
5000 T -/L- L RARRE
13.60 13.80 14.00 14.20
m/z 135.00 9.70%
N A i
miz> 20 40 60 80 100 120 130 180 150 200 250 240 260 280
Abundance
134
1550 1980 1400 1420
5000 m/z 90.10 8.51%
45 63 89 108
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15270: Benzo[b]thiophene
134 13.60 13.80 14.00 14.20
m/z 63.00 7.11%
5000
89
Jl2s 48 O T8 |
U S S D S S S DR D N AU AR
miz-> 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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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091020\
Data File : VX018345.D

Aca On : 10 Sep 2020 17:34

Operator : JC/SP

Sample : L3953-01 20X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082120W .M
SW846 8260

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 Naphthalene, 1-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.68 36.75 ug/l1 1630330 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
2 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 96
3 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 94
4 Benzocvcloheptatriene 142 C11H10 000264-09-5 91
5 3,4-Difluorobenzaldehyde 142 C7H4F20 034036-07-2 64
Abundance Scan 2230 (14.682 min): VX018345.D (-2225) (-) m/z 142.10 100.00%
142
5000 115
3g 63 g9 14.40 14.60 14.80 15.00
Ob ekt b b OO 7193208 246 261296 | nz77141.10  93.39%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #19233: Naphthalene, 2-methyl-
142
5000 A DAL AL DAL S
115 14.40 14.60 14.80 15.00
m/z 115.00 37.51%
30 83 89 |
O L e o B S o
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
142
14.40 14.60 14.80 15.00
5000 115 m/z 143.05 12.86%
39 63 89
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #19242: 1,4-Methanonaphthalene, 1,4-dihydro- R AR EAE e
141 14.40 14.60 14.80 15.00
m/z 139.00 12.19%
5000 115
39 63 g9
of R A e & S
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14,40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091020\
Data File : VX018345.D

Aca On : 10 Sep 2020 17:34

Operator : JC/SP

Sample : L3953-01 20X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082120W .M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 1,4-Methanonaphthalene, 1,4... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14 .82 46.73 ug/1 2073150 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
2 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 96
3 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 91
4 Benzocvcloheptatriene 142 C11H10 000264-09-5 90
5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 59
Abundance Scan 2253 (14.823 min): VX018345.D (-2247) (-) m/z 142.10 100.00%
142
5000
115
39 63 89 14.60 14.80 15.00 15.20
Ob vt e e 20 A0 192207222 253269 | "m/z 141.05  86.34%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19239: Naphthalene, 2-methyl-
142
5000 LRI I B UL S
115 14.60 14.80 15.00 15.20
m/z 115.10 36.16%
39 58 71 89 | 128
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
142
' 14:60 14.80 15.00 15.20
5000 m/z 143.10 11.57%
115
ol 39 63 89 128
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19242: 1,4-Methanonaphthalene, 1,4-dihydro- L L L L B B
141 14.60 14.80 15.00 15.20
m/z 139.05 10.83%
5000 115
39 63 g
o} A B B
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX091020\
Data File : VX018345.D

Acq On : 10 Sep 2020 17:34

Operator : JC/SP

Sample : L3953-01 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082120W.M
Quant Title : SW846 8260

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown2 .12 2.12 10.9 ug/I1 288932 1 5.63 1327950 50.0
Propylene Glycol 9.60 14.5 ug/I1 586093 3 10.10 2018910 50.0
Benzene, l-ethyl-_.. 11.42 7.9 ug/l 352093 4 12.06 2218250 50.0
Benzene, 1,2,4-tr... 12.13 11.4 ug/I1 505000 4 12.06 2218250 50.0
Indane 12.28 69.8 ug/1 3096590 4 12.06 2218250 50.0
2,4-Dimethylstyrene 13.33 9.0 ug/Il 400961 4 12.06 2218250 50.0
Cycloprop[a]linden... 13.46 6.9 ug/Il 307568 4 12.06 2218250 50.0
Benzo[c]thiophene 13.91 8.1 ug/Il 357976 4 12.06 2218250 50.0
Naphthalene, 1-me... 14.68 36.8 ug/1 1630330 4 12.06 2218250 50.0
1,4-Methanonaphth... 14.82 46.7 ug/l 2073150 4 12.06 2218250 50.0
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