LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX110819\

Data File : VX013360.D

Aca On - 08 Nov 2019 16:15

Operator : JC/SP

sample - K5777-07

Misc - 5.0mL/MSVOA X/WATER aeleallleleR
ALS Vial : 10 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\82X103119W.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 41 rBY 2654303 3112252 9.35% 2.570%
2 5.484 743 754 767 rBV2 427788 1237313 3.72% 1.022%
3 5.648 770 781 796 rVB 782174 2133959 6.41% 1.762%
4 6.051 836 847 855 rBV 486349 1245174 3.74% 1.028%
5 6.849 968 978 990 rBY 1200054 2805667 8.43% 2.317%

8.709 1276 1283 1290 rBV 2527816 3860989 11.61% 3.189%
10.105 1507 1512 1522 rBV 2411076 3269917 9.83% 2.701%
1530 1535 1541 rBV 5819392 7360592 22.12% 6.079%
10.355 1545 1553 1562 rVB 1557872 2181499 6.56% 1.802%
10.690 1603 1608 1615 rVB 2242149 2939992 8.84% 2.428%

QO ~NO®
=
o
N
N
ol

11 11.013 1656 1661 1670 rVB 716215 873008 2.62% 0.721%
12 11.129 1675 1680 1686 rBV 2000620 2594429 7.80% 2.143%
13 11.428 1724 1729 1737 rBV 1956884 3507644 10.54% 2.897%
14 11.501 1737 1741 1747 rVB 520385 612299 1.84% 0.506%
15 11.660 1760 1767 1776 rBV 709225 932911 2.80% 0.770%

16 11.800 1783 1790 1796 rBV 1922724 2338477 7.03% 1.931%
17 12.074 1830 1835 1840 rVvV 2729233 3340754 10.04% 2.759%
18 12.135 1840 1845 1849 rVvVv 770579 951533 2.86% 0.786%
19 12.178 1849 1852 1858 rVB 456874 549753 1.65% 0.454%
20 12.294 1865 1871 1879 rBV 22846437 27461278 82.54% 22.680%

21 12.367 1879 1883 1888 rVB 350930 429467 1.29% 0.355%
22 12.659 1926 1931 1935 rBV 268906 341520 1.03% 0.282%
23 13.220 2018 2023 2028 rBV 705399 824763 2.48% 0.681%
24 13.342 2037 2043 2047 rBV2 432548 574217 1.73% 0.474%
25 13.391 2047 2051 2058 rVB 709360 888524 2.67% 0.734%

26 13.476 2058 2065 2071 rBV 2322435 2837414 8.53% 2.343%
27 13.830 2117 2123 2129 rBV 26224672 33268440 100.00% 27.476%
28 13.921 2132 2138 2143 rVB 513392 615848 1.85% 0.509%
29 14.690 2260 2264 2274 rVB 2569903 3102219 9.32% 2.562%
30 14.830 2282 2287 2296 rBV 2643469 3460287 10.40% 2.858%

31 15.543 2398 2404 2408 rBV 234266 363003 1.09% 0.300%

32 15.683 2417 2427 2430 rBV 402256 676826 2.03% 0.559%
33 16.409 2537 2546 2553 rBV 203655 390162 1.17% 0.322%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX110819\
Data File : VX013360.D

Aca On - 08 Nov 2019 16:15

Operator : JC/SP

sample - K5777-07

Misc - 5.0mL/MSVOA X/WATER aeleallleleR
ALS Vial : 10 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\82X103119W.M
SW846 8260

Sum of corrected areas: 121082130
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX110819\

Data File : VX013360.D

Aca On : 08 Nov 2019 16:15

Operator : JC/SP

Sample - K&777-07

Misc - 5.0mL/MSVOA X/WATER aeleallleleR
ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X103119W.M
Quant Title : SW846 8260

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

Abundance TIC: VX013360.D
2.5e+07

2e+07

1.5e+07

le+07

5000000
1.07

L i . e

T T T T T 1
Time--> 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50
Abundance TIC: VX013360.D

2.5e+07

2e+07
1.5e+07

le+07

10.25
5000000
8.71 10.11 10.69

6.85 /\ 10.35 j\ 1 (1)1.13 11.43|
) | W | G L .{?ﬂ. ..H%
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX013360.D

2.5e+07 1383

12.29

2e+07
1.5e+07
le+07

5000000

13.48 14.684.83
11.80 ]
11.66 1481237 12.66 13.2233 E.gz 15.515.68 16.41
0 ey e _mud I

T T oh-a—rr———rr— 7
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX110819\
Data File : VX013360.D

Aca On - 08 Nov 2019 16:15

Operator : JC/SP

sample - K5777-07

Misc - 5.0mL/MSVOA X/WATER aeleallleleR
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X103119W.M
Quant Title : 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 Benzene, l-ethyl-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.43 52.50 ug/1 3507640 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
2 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 95
3 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
4 Mesitvlene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 1729 (11.428 min): VX013360.D (-1724) (-) m/z 105.10 100.00%
105
5000
120
77
39 63 11.20 11.40 11.60 11.80
Obrrrprrrrhr ot b i 247 167181 204 224 249 275290 | 77 120.10  31.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105
5000
120 11.20 11.40 11.60 11.80
m/z 77.05 11.86%
39 77
L 6:? il L
G A B A LA LA AR LRSS SARAN LARAS RARAN AR RARANRRRY
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 91.10 11.85%
120
s 39 g3 77
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9418: Benzene, 1,2,3-trimethyl-
105 11.20 11.40 11.60 11.80
m/z 106.10 8.89%
120
5000
39 7
0}ﬁ“'W“hfﬁ“W“Lﬁ'“M“'w“w'HWH'WH“l““P'“V“'V“w
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\HPCHEMI\MSVOA X\DATA\VX110819\

Data File : VX013360.D

Aca On - 08 Nov 2019 16:15

Operator : JC/SP

sample - K5777-07

Misc - 5.0mL/MSVOA X/WATER aeleallleleR
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X103119W.M
Quant Title : 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, 1,2,3-trimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.14 14.24 ug/I1 951533 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 95
2 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
3 Mesitvlene 120 C9H12 000108-67-8 91
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 87
Abundance Scan 1846 d§12.141 min): VX013360.D (-1840) (-) m/z 105.05 100.00%
105
5000 120 A
L e e e
77
9 11.80 12.00 12.20 12.40
Obrrrprre ket bl plh 149 167 188 207224241 264278 297 | Tr77 120.10 44 .58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000 j\ AU AARRARARAR S
11.80 12.00 12.20 12.40
m/z 77.10 11.84%
39 7
RN T Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
105
11.80 12.00 12.20 12.40
5000 m/z 119.10 10.54%
120
18 39 59 '

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #9401: Mesitylene

11.80 12.00 12.20 12.40
m/z 91.10 9.17%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX110819\

Data File : VX013360.D

Aca On - 08 Nov 2019 16:15

Operator : JC/SP

sample - K5777-07

Misc - 5.0mL/MSVOA X/WATER aeleallleleR
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X103119W.M
Quant Title : 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.
12.29 411.00 ug/Il 27461300 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. l-ethenvl-2-methvl- 118 C9H10 000611-15-4 81
3 Benzene. l-ethenvl-3-methvl- 118 C9H10 000100-80-1 80
4 Benzene. 2-propenvl- 118 C9H10 000300-57-2 74
5 Benzene, cyclopropyl- 118 C9H10 000873-49-4 64
Abundance Scan 1870 (12.288 min): VX013360.D (-1865) (-) m/z 117.10 100.00%
117
5000
91 SRR BRI BN B
39 63 134 007 12.00 12.20 12.40 12.60
o 149 174189 223240 258272 292 m/z 118.10 57 51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #8951: Indane
117
5000 LN SN BN BRI R
12.00 12.20 12.40 12.60
o1 m/z 115.10 34.16%
39 63
oL15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
117
112,00 12.20 12,40 12.60
5000 m/z 91.05 16.41%
91
39
. 58_75
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #8975: Benzene, 1-ethenyl-3-methyl- e
117 12.00 12.20 12.40 12.60
m/z 63.10 8.68%
5000
91
oL15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1200 12.20 12.40 1560
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX110819\

Data File : VX013360.D

Aca On - 08 Nov 2019 16:15

Operator : JC/SP

sample - K5777-07

Misc - 5.0mL/MSVOA X/WATER aeleallleleR
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X103119W.M
Quant Title : 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 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.22 12.34 ug/Il 824763 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 95
2 Benzene. l1l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 94
3 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 91
4 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 83
5 1H-Indene, 2,3-dihydro-2-methyl- 132 C10H12 000824-63-5 83
Abundance Scan 2023 (13.220 min): VX013360.D (-2018) (-) m/z 117.05 100.00%
117
5000 132
91
39 64 13.00 13.20 13.40 13.60
ol 148163 181 207 233 263 282298 m/z 132.10 36 _.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl-
117
5000
132 13.00 13.20 13.40 13.60
39 o1 m/z 115.10 25.72%
0 ...|....||..'|I'.|I!I...|....|...| o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
117
N VAR RN BRI R
13.00 13.20 13.40 13.60
5000 132 m/z 131.10 21.50%
91
ol 27 Sl 74
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl-
117 13.00 13.20 13.40 13.60
m/z 91.10 12.38%
5000 132
39 91
0'”%'”LJ”AM”P”'P”M'“W'”W'”W”'W”'W””I”“I””P'”'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX110819\

Data File : VX013360.D

Aca On - 08 Nov 2019 16:15

Operator : JC/SP

sample - K5777-07

Misc - 5.0mL/MSVOA X/WATER aeleallleleR
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X103119W.M
Quant Title : 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 2-Methylindene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.39 13.30 ug/Il 888524 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methvlindene 130 C10H10 002177-47-1 97
2 1H-Indene. l1-methvl- 130 C10H10 000767-59-9 96
3 Benzene. (l-methvl-2-cvclopropen... 130 C10H10 065051-83-4 96
4 Cvcloproplalindene. 1.la.6.6a-te... 130 C10H10 015677-15-3 93
5 1H-Indene, 3-methyl- 130 C10H10 000767-60-2 93
Abundance Scan 2051 (13.391 min): VX013360.D (-2047) (-) m/z 130.05 100.00%
5000
13.00 13.20 13.40 13.60 13.80
ol 101 144 169 189 215230245 262 281295 n/z 115.05 90_.93%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #13084: 2-Methylindene
5000 BB BARSUNABBUNN
13.00 13.20 13.40 13.60 13.80
m/z 129.10 79.31%
o 28
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
115130 .
13.00 13.20 13.40 13.60 13.80
5000 m/z 128.10 40.98%
51
oLZ [AAETo
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #13118: Benzene, (1-methyl-2-cyclopropen-1-yl)- R EEEE T e
0 13.00 13.20 13.40 13.60 13.80
m/z 127.10 19.37%
5000
o 27
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.00 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX110819\

Data File : VX013360.D

Aca On - 08 Nov 2019 16:15

Operator : JC/SP

sample - K5777-07

Misc - 5.0mL/MSVOA X/WATER aeleallleleR
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X103119W.M
Quant Title : 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 5
R.T. EstConc Area Relative to ISTD R.T.
14.69 46.43 ug/1 3102220 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 96
2 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
3 Benzocvcloheptatriene 142 C11H10 000264-09-5 91
4 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 91
5 1H-Indene, l-ethylidene- 142 C11H10 002471-83-2 64
Abundance Scan 2264 (14.690 min): VX013360.D (-2260) (-) m/z 142.10 100.00%
142
5000
115
39 63 89 14.40 14.60 14.80 15.00
Otk O 4188 208 232246261 281 m/z 141.05 89.55%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19232: Naphthalene, 1-methyl-
142
5000 LA UL LR B UG
115 14.40 14.60 14.80 15.00
m/z 115.05 32.20%
39 |6I3| 89
0 T II|II ||'|'| IIIII “” T AT T T T T T T T T T
mz-> 20 45 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
142
14.40 14.60 14.80 15.00
5000 m/z 143.10 12.06%
115
39 63 89
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19231: Benzocycloheptatriene e A REREE LS
141 14.40 14.60 14.80 15.00
115 m/z 139.05 10.94%
5000
63 g
0 |||||||||‘|‘|Hl‘ |H|‘|||||‘l||||“|||||||||||||||||||||||||||||||| NERUORUNSUSSIIED i (WY S S ——
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX110819\

Data File : VX013360.D

Acq On : 08 Nov 2019 16:15

Operator : JC/SP

Sample : K5777-07 AOC-7-MIDDLE
Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X103119W.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]
Benzene, l-ethyl-_.. 11.43 52.5 ug/1 3507640 4 12.07 3340750 50.0
Benzene, 1,2,3-tr... 12.14 14.2 ug/I1 951533 4 12.07 3340750 50.0
Indane 12.29 411.0 ug/l1 27461300 4 12.07 3340750 50.0
1H-Indene, 2,3-di... 13.22 12.3 ug/I1 824763 4 12.07 3340750 50.0
2-Methylindene 13.39 13.3 ug/I1 888524 4 12.07 3340750 50.0

4

Naphthalene, 1-me... 14.69 46.4 ug/l 3102220 12.07 3340750 50.0
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