LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX020420\

Data File : VX014806.D

Aca On - 04 Feb 2020 14:02

Operator : JC/SP

sample - 11388-01

Misc - 5.0mL/MSVOA X/WATER HERAL
ALS Vial : 8 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\82X012220W.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 1.070 26 30 44 rBV 552913 733227 1.87% 0.937%
2 5.490 742 755 765 rBV 237766 691989 1.77% 0.884%
3 5.654 771 782 794 rVB 413294 1148963 2.93% 1.468%
4 6.051 838 847 858 rBV 268054 678957 1.73% 0.867%
5 6.849 968 978 990 rBV 658129 1571331 4_.01% 2.007%

8.709 1277 1283 1290 rBV 1387320 2090471 5.34% 2.670%
10.105 1507 1512 1522 rVB 1340653 1830561 4.67% 2.338%
11.135 1675 1681 1687 rBV 1097704 1433868 3.66% 1.831%
12.074 1830 1835 1842 rVB 1569818 1903617 4._86% 2.431%
12.263 1861 1866 1869 rBY 3130682 3838136 9.80% 4.902%

=
QO ~NO®

11 12.294 1869 1871 1879 rVB 1735228 1904323 4._86% 2.432%
12 12.464 1892 1899 1904 rBV 1106316 1356566 3.46% 1.733%
13 13.830 2118 2123 2129 rVB 29393454 39161922 100.00% 50.021%
14 13.921 2134 2138 2143 rBV 1194695 1382662 3.53% 1.766%
15 14.689 2260 2264 2274 rVB 6078648 7153856 18.27% 9.138%

16 14.836 2282 2288 2297 rVB 3194164 4047750 10.34% 5.170%
17 15.263 2350 2358 2364 rBV 890183 1229080 3.14% 1.570%
18 15.543 2397 2404 2409 rBV 331168 519473 1.33% 0.664%
19 15.683 2418 2427 2430 rBV 372832 630778 1.61% 0.806%
20 16.409 2537 2546 2555 rBV 2486475 4312276 11.01% 5.508%

21 16.774 2597 2606 2608 rBV 372811 671341 1.71% 0.857%

Sum of corrected areas: 78291147
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX020420\
VX014806.D

04 Feb 2020 14:02

JC/SP

L1388-01

5.0mL/MSVOA X/WATER

8 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012220W .M
SW846 8260

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX020420\
Data File : VX014806.D

Aca On : 04 Feb 2020 14:02

Operator : JC/SP

Sample - L1388-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012220W .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 1-Hexanol, 2-ethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.26 100.81 ug/Il 3838140 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 78
2 1-Isobutoxv-2-ethvlhexane 186 C12H260 1000139-90-3 56
3 2-Ethvl-1-hexanol. methvl ether 144 C9H200 1000365-10-2 47
4 2-Propvl-1-pentanol 130 C8H180 058175-57-8 47
5 Heptane, 1,1"-oxybis- 214 C14H300 000629-64-1 42
Abundance Scan 1865 (12.257 min): VX014806.D (-1861) (-) m/z 57.10 100.00%
57
5000 41
o 1200 12.20 12.40 12,60
98 .
ol 113128 156 174189205220 246260275290 n/z 41.10 41.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13670: 1-Hexanol, 2-ethyl-
57
5000 LI UL SULRULN BN IR
4 12.00 12.20 12.40 12.60
[ m/z 43.05 33.77%
98
O'E?W”“'”'ﬂ”ﬁ”'P{ﬁ'”W'”W'”W'”W”'W”'W””I””I””P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
42 1200 12.20 12,40 12.60
5000 m/z 55.10 29.12%
27
0 8 112128143
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21168: 2-Ethyl-1-hexanol, methy! ether R m e  RRR
57 12,00 12.20 12.40 12.60
m/z 56.05 22.87%
5000 4
8 11 /L
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\VX020420\
Data File : VX014806.D

Aca On : 04 Feb 2020 14:02

Operator : JC/SP

Sample - L1388-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012220W .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 Indane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.29 50.02 ug/1 1904320 1,4-Dichlorobenzene-d4 12.07
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 83
3 Tetracvclol3.3.1.0(2.8).0(4.6)1-... 118 C9H10 1000191-13-7 80
4 Deltacvclene 118 C9H10 007785-10-6 80
5 Benzene, l-propenyl- 118 C9H10 000637-50-3 72
Abundance Scan 1870 (12.287 min): VX014806.D (-1869) (-) m/z 117.10 100.00%
117
5000
A i
63 L 12,00 12.20 12.40 12.60
39 : : : :
ol 134 154 180 201216 242 270 289 m/z 118.10 55 _63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #8951: Indane
117
5000 SRR BRI BN B
12.00 12.20 12.40 12.60
o1 m/z 115.10 33.88%
39 63
oL15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
117
12,00 12.20 12.40 12.60
5000 m/z 91.10 15.74%
91
ol 27 Sl 74
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #8982: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
117 12.00 12.20 12.40 12.60
m/z 116.10 7.93%
5000 91
39
0! e o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX020420\
Data File : VX014806.D

Aca On : 04 Feb 2020 14:02

Operator : JC/SP

Sample - L1388-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012220W .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 Indene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.46 35.63 ug/1 1356570 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indene 116 C9H8 000095-13-6 97
2 Benzene. l1-propvnvl- 116 C9OH8 000673-32-5 94
3 3-Methvlphenvlacetvlene 116 CO9H8 000766-82-5 91
4 2-Methvlphenvlacetvlene 116 C9H8 000766-47-2 91
5 Benzene, l-ethynyl-4-methyl- 116 C9HS8 000766-97-2 90
Abundance Scan 1898 (12.458 min): VX014806.D (-1892) (-) m/z 115.10 100.00%
115
5000 A
63 89 T
39 12.20 12.40 12.60 12.80
Ol s et 2ia (162 178 195210226 243 264 2% | 'm/z 116.10  95.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8406: Indene
116
5000 "'I'A"I""I""I"'
12.20 12.40 12.60 12.80
m/z 63.10 14 .14%
3g 63 89
0'”P”'P”WM”W”M'”'I””P'”P”'P”W'”W”'W””I””P'”P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
115
12.20 12.40 12.60 12.80
5000 m/z 89.10 12.94%
39 63 89
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8415: 3-Methylphenylacetylene
115 12.20 12.40 12.60 12.80
m/z 117.05 9.61%
5000
63 89
Ojﬁ'“%ﬁ“ﬁtWWHh'“"““v'“v“'VHw'HWH'WH“V'“V“'v A AR BARAN SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX020420\
Data File : VX014806.D

Aca On : 04 Feb 2020 14:02

Operator : JC/SP

Sample - L1388-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012220W .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 Benzo[c]thiophene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.92 36.32 ug/1 1382660 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolclthiophene 134 C8H6S 000270-82-6 97
2 Benzolblthiophene 134 C8H6S 000095-15-8 94
3 Cvclopentalclthiapvran 134 C8H6S 000270-63-3 94
4 I11Benzothienol2".3":3.41cvclobu... 246 C13H1003S 034002-19-2 64
5 Thiazolidin-4-one, 5-benzylideno... 287 C13H9N30S2 351062-07-2 45
Abundance Scan 2138 (13.921 min): VX014806.D (-2134) (-) m/z 134.00 100.00%
134
5000
89 1360 13.80 14.00 1420
45 63 108 13.60 13.80 14.00 14.20
Obrrrreiire b i b Oa s 204205 225 253268283298 | Tr/z 89.05  11.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #15269: Benzo[c]thiophene
134
5000 AU AL AR
13.60 13.80 14.00 14.20
9 m/z 135.00 9.69%
45 6‘3‘ 108
O T e e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
134
13,60 13.80 14.00 14.20
5000 m/z 90.05 8.45%
ol-27 45 67 89 108
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #15272: Cyclopenta[c]thiapyran R AR E s R
134 13.60 13.80 14.00 14.20
m/z 63.10 6.46%
5000

45 63 89 108
0 il [ il
||l|||||||||||||||||||||||||||||||||||||||||| T T T T T I T T T T LI e I e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX020420\
Data File : VX014806.D

Aca On : 04 Feb 2020 14:02

Operator : JC/SP

Sample - L1388-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012220W .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 Naphthalene, 1-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.84 106.32 ug/Il 4047750 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1l-methvl- 142 C11H10 000090-12-0 96
2 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
3 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 91
4 Benzocvcloheptatriene 142 C11H10 000264-09-5 91
5 1H-Indene, l-ethylidene- 142 C11H10 002471-83-2 59
Abundance Scan 2289 (14.842 min): VX014806.D (-2282) (-) m/z 142.05 100.00%
142
5000
115
63 g9 14.60 14.80 15.00 15.20
O ettt ety L59173 192 208 225242 265281299 | 75141 10 88.89%
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #19232: Naphthalene, 1-methyl-
142
5000 LI BRI B UM B
115 14,60 14.80 15.00 15.20
m/z 115.05 30.28%
3 %3 8 |
R AR A R AR AR LA LR LAY LR RARAN RARS) SRR SRRSO
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
142
1460 14.:80 15.00 15.20
5000 m/z 143.05 11.15%
115
0 51 71 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- B e
141 14.60 14.80 15.00 15.20
m/z 139.05 10.98%
5000 115
39 63 g9
o} R R e ma R
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 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\VX020420\
Data File : VX014806.D

Acq On : 04 Feb 2020 14:02

Operator : JC/SP

Sample - L1388-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012220W .M
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]
1-Hexanol, 2-ethyl- 12.26 100.8 ug/l1 3838140 4 12.07 1903620 50.0
Indane 12.29 50.0 ug/1 1904320 4 12.07 1903620 50.0
Indene 12.46 35.6 ug/1 1356570 4 12.07 1903620 50.0
Benzo[c]thiophene 13.92 36.3 ug/1 1382660 4 12.07 1903620 50.0
Naphthalene, 1-me... 14.84 106.3 ug/l 4047750 4 12.07 1903620 50.0
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