LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX112719\
Data File : VX013649.D

Aca On 27 Nov 2019 13:50

Operator : JC/SP

Sample = K6002-07

Misc : 5.0mL/MSVOA X/WATER

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\82X112619W.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 43 rBY 4076189 4665253 84.02% 9.060%
2 1.265 58 62 69 rBv 48597 73229 1.32% 0.142%
3 1.594 109 116 119 rvB8 33696 64620 1.16% 0.125%
4 1.783 143 147 154 rVB 151015 202922 3.65% 0.394%
5 2.838 310 320 323 rBV3 56616 138084 2.49% 0.268%
6 2.881 323 327 332 rVV 122695 263328 4.74% 0.511%
7 2.923 332 334 345 rVB3 47150 104712 1.89% 0.203%
8 3.179 365 376 387 rBV3 424698 1092898 19.68% 2.123%
9 3.813 472 480 490 rvB 66812 166088 2.99% 0.323%
10 3.917 490 497 504 rBvV2 35398 89226 1.61% 0.173%

11 4.191 533 542 551 rvB2 556317 149081 2.68% 0.290%
12 4_307 551 561 566 rvv3 22414 65732 1.18% 0.128%
13 4._.393 566 575 588 rvB 164763 478290 8.61% 0.929%
14 5.301 700 724 735 rVB7 47636 232913 4._.19% 0.452%
15 5.490 745 755 763 rBV 383684 1104371 19.89%% 2.145%

16 5.575 763 769 774 rVvVv3 96520 250434 4_.51% 0.486%
17 5.655 774 782 790 rvV 566882 1474420 26.55% 2.863%
18 5.923 817 826 838 rBV5 101211 320953 5.78% 0.623%
19 6.051 838 847 854 rBV 412003 1052120 18.95% 2.043%
20 6.136 854 861 871 rVB 294407 748777 13.49% 1.454%

21 6.258 873 881 883 rBvV3 92376 207106 3.73% 0.402%
22 6.343 891 895 901 rVvB3 98106 207444 3.74% 0.403%
23 6.423 901 908 923 rvB2 331566 1141411 20.56% 2.217%
24 6.691 942 952 966 rVB4 38762 121017 2.18% 0.235%
25 6.849 966 978 988 rBV 1031187 2802968 50.48% 5.444%

26 6.935 989 992 1005 rVvVv3 274824 640757 11.54% 1.244%
27 7.063 1005 1013 1019 rVvv 47855 111257 2.00% 0.216%
28 7.142 1019 1026 1034 rVvVv3 64532 155064 2.79% 0.301%
29 7.252 1034 1044 1052 rVvB2 167214 373270 6.72% 0.725%
30 7.453 1066 1077 1087 rBv4 318373 901257 16.23% 1.750%

31 7.727 1117 1122 1130 rVB 58079 105240 1.90% 0.204%

32 7.849 1136 1142 1148 rVB3 32704 71054 1.28% 0.138%
33 7.953 1148 1159 1166 rBV5 110933 413572 7.45% 0.803%
34 8.026 1166 1171 1172 rVV3 53224 88449 1.59% 0.172%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX112719\
Data File : VX013649.D

Aca On 27 Nov 2019 13:50

Operator : JC/SP

Sample = K6002-07

Misc : 5.0mL/MSVOA X/WATER

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
Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112619W_.M
SW846 8260

35 8.050 1172 1175 1186 rVB3 68793 176628 3.18% 0.343%

36 8.172 1188 1195 1198 rBvV2 129782 258543 4.66% 0.502%
37 8.209 1198 1201 1205 rVVv 96505 153291 2.76% 0.298%
38 8.264 1205 1210 1214 rVV5 49523 110954 2.00% 0.215%
39 8.313 1215 1218 1223 rVV 59410 90839 1.64% 0.176%
40 8.367 1223 1227 1233 rVB2 63582 119134 2.15% 0.231%

41 8.489 1242 1247 1253 rBV2 152619 278303 5.01% 0.540%
42 8.569 1254 1260 1269 rVB4 243783 527714 9.50% 1.025%
43 8.666 1270 1276 1277 rBV 74638 111894 2.02% 0.217%
44 8.709 1277 1283 1292 rVB 2158234 3375049 60.78% 6.555%

45 8.782 1292 1295 1300 rBV2 29417 57521 1.04% 0.112%
46 8.983 1324 1328 1331 rBV2 47573 82649 1.49% 0.161%
47 9.032 1331 1336 1341 rVv3 64163 131465 2.37% 0.255%
48 9.105 1341 1348 1350 rVvv3 36605 81269 1.46% 0.158%

49 9.160 1353 1357 1362 rVV 81163 140137 2.52% 0.272%
50 9.221 1362 1367 1376 rVvVv2 276320 446858 8.05% 0.868%

51 9.300 1376 1380 1383 rVVv 134190 201309 3.63% 0.391%
52 9.331 1383 1385 1389 rVvVv 87139 102965 1.85% 0.200%
53 9.386 1389 1394 1398 rVB2 35912 58360 1.05% 0.113%
54 9.514 1406 1415 1419 rBv4 208096 495995 8.93% 0.963%
55 9.550 1419 1421 1429 rVB3 109557 188102 3.39% 0.365%

56 9.812 1458 1464 1468 rBV3 73779 127953 2.30% 0.248%
57 10.001 1488 1495 1498 rBV 60681 100585 1.81% 0.195%
58 10.111 1508 1513 1518 rBV 2012447 2672808 48.14% 5.191%
59 10.355 1546 1553 1559 rVB 127115 221043 3.98% 0.429%

60 10.422 1559 1564 1568 rBV2 49371 78170 1.41% 0.152%
61 10.696 1603 1609 1615 rVB 46261 70491 1.27% 0.137%
62 10.837 1623 1632 1640 rBV5 26285 72663 1.31% 0.141%

63 11.013 1656 1661 1666 rBV 98672 132626 2.39% 0.258%
64 11.135 1675 1681 1686 rBV 1646552 2134630 38.44% 4.146%

65 11.355 1713 1717 1724 rVB2 46137 60421 1.09% 0.117%
66 11.666 1763 1768 1776 rVB 356620 457069 8.23% 0.888%
67 11.916 1803 1809 1811 rBV 57979 77306 1.39% 0.150%
68 11.940 1811 1813 1817 rVB 69154 79206 1.43% 0.154%

69 12.074 1830 1835 1840 rBV 2083144 2530990 45.58% 4.915%
70 12.294 1866 1871 1878 rVV 4587855 5552593 100.00% 10.784%

71 12.367 1878 1883 1891 rVV 245479 331321 5.97% 0.643%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX112719\
Data File : VX013649.D

Aca On 27 Nov 2019 13:50

Operator : JC/SP

Sample = K6002-07

Misc : 5.0mL/MSVOA X/WATER

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
Title

= Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112619W.M

: SW846 8260

72 12.458 1894 1898 1902 rVVv2 91173 127682 2.30% 0.248%
73 12.519 1903 1908 1914 rVB2 164842 262974 4.74% 0.511%
74 12.666 1926 1932 1935 rBV 717520 874899 15.76% 1.699%
75 12.696 1935 1937 1941 rVV 282012 301127 5.42% 0.585%

76 12.751 1941 1946 1953 rVV 2083700 2699077 48.61% 5.242%
77 12.891 1965 1969 1974 rVB2 57036 73945 1.33% 0.144%
78 12.970 1978 1982 1987 rVB 604274 724252 13.04% 1.407%
79 13.074 1996 1999 2008 rVB3 89790 146402 2.64% 0.284%
80 13.190 2015 2018 2020 rVvVv 69275 95253 1.72% 0.185%

81 13.220 2020 2023 2031 rVV 719875 871987 15.70% 1.693%
82 13.312 2031 2038 2039 rvv4 34903 58118 1.05% 0.113%
83 13.342 2039 2043 2048 rVV2 986827 1334124 24.03% 2.591%
84 13.397 2048 2052 2054 rVV3 95994 133501 2.40% 0.259%
85 13.421 2054 2056 2061 rvVv 73967 89977 1.62% 0.175%

86 13.476 2061 2065 2072 rVB2 99711 126327 2.28% 0.245%
87 13.556 2074 2078 2081 rVvVv 50637 70668 1.27% 0.137%
88 13.598 2081 2085 2088 rVvVv 246708 347110 6.25% 0.674%
89 13.635 2088 2091 2095 rVV3 131806 190943 3.44% 0.371%
90 13.696 2095 2101 2102 rVVv2 129881 195934 3.53% 0.381%

91 13.720 2102 2105 2111 rVB2 143979 229226 4._.13% 0.445%

92 13.830 2116 2123 2131 rVB3 38649 89932 1.62% 0.175%
93 13.976 2143 2147 2151 rBV2 59663 78174 1.41% 0.152%
94 14.129 2168 2172 2176 rBV 74594 87351 1.57% 0.170%
95 14.275 2191 2196 2200 rBvV4 42631 80364 1.45% 0.156%
96 14.373 2206 2212 2217 rBV2 34786 62736 1.13% 0.122%
97 14.427 2217 2221 2225 rVB 60652 80409 1.45% 0.156%
98 14.836 2284 2288 2294 rBV2 67201 92188 1.66% 0.179%
Sum of corrected areas: 51490851
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX112719\
Data File : VX013649.D

Aca On : 27 Nov 2019 13:50

Operator : JC/SP

Sample : K6002-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X112619W.M
Quant Title : SW846 8260

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

Abundance TIC: VX013649.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX112719\
Data File : VX013649.D

Aca On : 27 Nov 2019 13:50

Operator : JC/SP

Sample : K6002-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X112619W.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 Cyclopentane, methyl- Concentration Rank 7

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

4_.39 16.22 ug/Il 478290 Pentafluorobenzene 5.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 87
2 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 64
3 Cvclohexane 84 C6H12 000110-82-7 45
4 Hexvl trifluoroacetate 198 C8H13F302 000400-61-3 39
5 1-Heptene, 2-methyl- 112 C8H16 015870-10-7 38

Abundance Scan 575 (4.393 min): VX013649.D (-566) (-) m/z 56.10 100.00%
56
5000 4l
8 107 127 144159 182 209 226 243 264 280296 4.00 4.20 4.40 4.60 4.80
(0} m/z 41.10 49_.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #1494: Cyclopentane, methyl-
56
41
5000
4.00 4.20 4.40 4.60 4.80
m/z 69.10 42 _.84%
84
2
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
27
4.00 4.20 4.40 4.60 4.80
5000 m/z 55.05 26.04%
84
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #1458: Cyclohexane
56 4.00 4.20 4.40 4.60 4.80
84 m/z 42.10 22 _.57%
5000 4l
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX112719\
Data File : VX013649.D

Aca On : 27 Nov 2019 13:50

Operator : JC/SP

Sample : K6002-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X112619W.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 3 Hexane, 3-methyl- Concentration Rank 10

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

5.92 10.88 ug/Il 320953 Pentafluorobenzene 5.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 3-methvl- 100 C7H16 000589-34-4 87
2 3.3-Dimethvl-2-pentanol 116 C7H160 019781-24-9 47
3 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 46
4 Heptane. 4-methvl- 114 C8H18 000589-53-7 46
5 Heptane 100 C7H16 000142-82-5 46

Abundance Scan 826 (5.923 min): VX013649.D (-817) (-) m/z 43.10 100.00%
i}

71

5000

5.60 5.80 6.00 6.20

100 122 139154171188 213230 258 279 297

0 m/z 57.10 64 .35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #3974 Hexane, 3-methyl-
43
71
5000

5.60 5.80 6.00 6.20
m/z 41.05 61.01%

2
100
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43 70

5.60 5.80 6.00 6.20

5000 m/z 71.10 60.70%
27 87
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #7660: Pentane, 2,3,4-trimethyl-
43 5.60 5.80 6.00 6.20
m/z 70.10 59.50%
71
5000
27
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX112719\
Data File : VX013649.D

Aca On : 27 Nov 2019 13:50

Operator : JC/SP

Sample : K6002-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X112619W.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 1,3-Pentadiene, 2,4-dimethyl- Concentration Rank 9

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

6.93 11.43 ug/Il 640757 1,4-Difluorobenzene 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Pentadiene. 2.4-dimethvl- 96 C7H12 001000-86-8 64
2 1.3-Pentadiene. 2.3-dimethvl- 96 C7H12 001113-56-0 64
3 2.4-Hexadiene. 2-methvl- 96 C7H12 028823-41-8 64
4 2.3-Hexadiene. 2-methvl- 96 C7H12 029212-09-7 50
5 1,4-Hexadiene, 5-methyl- 96 C7H12 000763-88-2 49

Abundance Scan 991 (6.929 min): VX013649.D (-989) (-) m/z 69.10 100.00%
69
5000 41 98

6.60 6.80 7.00 7.20

. 120 146161176 108214229244 262 285

obrrrrercilithall ul Jl 120 146161176 198214220244 262 285 | T BB 10 45.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #2916: 1,3-Pentadiene, 2,4-dimethyl-
1 96
5000
41 6.60 6.80 7.00 7.20
6 m/z 98.10 44 .32%
0! 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
81
6.60 6.80 7.00 7.20
5000 96 m/z 41.10 42 .29%
41
56
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #2902: 2,4-Hexadiene, 2-methyl-
81 6.60 6.80 7.00 7.20
m/z 39.10 35.35%
5000 41 96
0 2 °
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX112719\
Data File : VX013649.D

Aca On : 27 Nov 2019 13:50

Operator : JC/SP

Sample : K6002-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X112619W.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 2
R.T. EstConc Area Relative to ISTD R.T.
12.29 109.69 ug/Il 5552590 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 76
2 Benzene. cvclopropvl- 118 C9H10 000873-49-4 76
3 Benzene. l1-propenvl- 118 C9H10 000637-50-3 68
4 Benzene. 2-propenvl- 118 C9H10 000300-57-2 58
5 Deltacyclene 118 C9H10 007785-10-6 58
Abundance Scan 1870 (12.288 min): VX013649.D (-1866) (-) m/z 117.10 100.00%
117
5000
134 12.00 12.20 12.40 12.60
o 149 178196 217 240 266 286 m/z 118.05 55390
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #8949: Indane
117
5000 A RRRA AR AR AL
12.00 12.20 12.40 12.60
39 g 91 m/z 115.05 34.18%
ol 13 74
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
117
112,00 12.20 1240 12.60
5000 o1 m/z 91.05 17.81%
51
o 27 74
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #8963: Benzene, 1-propenyl-
117 12.00 12.20 12.40 12.60
m/z 119.10 13.49%
5000
91
39
58
oh2 7 A
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\VX112719\
Data File : VX013649.D

Aca On : 27 Nov 2019 13:50

Operator : JC/SP

Sample : K6002-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X112619W.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 o0-Cymene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.67 17.28 ug/Il 874899 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 97
2 Benzene. 1l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 97
3 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 96
4 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 95
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95
Abundance Scan 1933 (12.672 min): VX013649.D (-1926) (-) m/z 119.10 100.00%
119
5000
134
91
39 65 12.40 12.60 12.80 13.00
Obrrrrrrroe bt e el ok 151165 186 207 234252268 299 | o= 13A 15 30260
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14812: o-Cymene
119
5000
134 12.40 12.60 12.80 13.00
01 m/z 91.10 14.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
119
12.40 12.60 12.80 13.00
5000 m/z 120.10 9.09%
134
oL15 9 e O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-
119 12.40 12.60 12.80 13.00
m/z 105.05 8.64%
5000
91 134
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX112719\
Data File : VX013649.D

Aca On : 27 Nov 2019 13:50

Operator : JC/SP

Sample : K6002-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X112619W.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 Benzene, l-ethenyl-3-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.75 53.32 ug/1 2699080 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 91
2 Benzene. (2-methvl-1-propenvl)- 132 C10H12 000768-49-0 90
3 Indan. 1-methvl- 132 C10H12 000767-58-8 90
4 Benzene. l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 90
5 Benzene, (2-methylcyclopropyl)- 132 C10H12 1000327-39-0 90
Abundance Scan 1946 (12.751 min): VX013649.D (-1941) (-) m/z 117.05 100.00%
147
5000
132
91
51 12.40 12.60 12.80 13.00
O 38ttt 153, 170104 216 246 272 204 | o115 10 32.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
147
5000 132
12.40 12.60 12.80 13.00
01 m/z 132.10 28.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
LY
12.40 12.60 12.80 13.00
5000 o m/z 91.10 13.39%
39 65
oL15
WWWWWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14031: Indan, 1-methyl-
147 12.40 12.60 12.80 13.00
m/z 118.05 10.10%
5000
132
9 e F
o} e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX112719\
Data File : VX013649.D

Aca On : 27 Nov 2019 13:50

Operator : JC/SP

Sample : K6002-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X112619W.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 8 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.97 14.31 ug/Il 724252 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. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 97
3 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 94
4 Benzene. l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 94
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 91
Abundance Scan 1982 (12.970 min): VX013649.D (-1978) (-) m/z 119.05 100.00%
119
5000 134
39 65 o 12.60 12.80 13.00 13.20
Ot b il 4 148 170 194 219 238 263278204 | S T034 10 48.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14866: Benzene, 1,2,4,5-tetramethyl-
119
134
5000
12.60 12.80 13.00 13.20
o1 m/z 91.10 15.36%
39 65
0'}ﬁ”'ﬁ”“ﬂm'h'”ﬂ'”g'”h'”"“'P'”P'”P'”P'”P'”P'”P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
119
134 12.60 12.80 13.00 13.20
5000 m/z 120.05 9.51%
39 g 9l
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14868: Benzene, 1,2,3,4-tetramethyl-
119 12.60 12.80 13.00 13.20
m/z 133.10 8.99%
134
5000
3\? | 6\5 Ly 9‘1 ul
Ot .‘... S PN PR AR W ...‘. e ——
m/z--> 25 45 eb 85 160 150 150 1é0 1éo 260 250 250 2é0 2éo ' 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX112719\
Data File : VX013649.D

Aca On : 27 Nov 2019 13:50

Operator : JC/SP

Sample : K6002-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X112619W.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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.22 17.23 ug/Il 871987 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 96
2 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 95
3 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 92
4 Benzene. l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 87
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 80
Abundance Scan 2023 (13.220 min): VX013649.D (-2020) (-) m/z 117.10 100.00%
117
5000 132
91 TTal00 1290 12040 1260
1 13.00 13.20 13.40 13.60
Obrrrprr 38 el B .!'l.,l.f‘?.l‘?.“. 484200217233 26 278 299 | "m/z 132.10 39.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117
132
5000 R UM LN BN SUR
o1 13.00 13.20 13.40 13.60
51 m/z 115.10 27 .46%
27 7
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
117
13.00 13.20 13.40 13.60
5000 13 m/z 131.10 21.25%
39 g5 91
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 91.05 12.58%
5000 132
39 g5 91
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\HPCHEM1\MSVOA X\DATA\VX112719\
Data File : VX013649.D

Aca On : 27 Nov 2019 13:50

Operator : JC/SP

Sample : K6002-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X112619W.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 10 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.34 26.36 ug/1 1334120 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 93
2 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 87
3 Indan. l-methvl- 132 C10H12 000767-58-8 87
4 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 87
5 Benzene, l-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 83
Abundance Scan 2043 (13.342 min): VX013649.D (-2039) (-) m/z 117.10 100.00%
117
5000 199
51 77 ¢ 13.00 13.20 13.40 13.60
o3 147162 179 206220 237 255 276 292 n/z 132.05 37 26%
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl-
147
5000
132 13.00 13.20 13.40 13.60
0,
9 g O m/z 115.05 27 .44%
0‘
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
117
13.00 13.20 13.40 13.60
5000 132 m/z 119.10 21.18%
39 g 91
ol.25
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14031: Indan, 1-methyl-
117 13.00 13.20 13.40 13.60
m/z 131.05 17.89%
5000
132
» & 1
Ot v i e e e e e
miz-> 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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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX112719\
Data File : VX013649.D

Acq On 27 Nov 2019 13:50

Operator : JC/SP

Sample - K6002-07

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112619W_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]
Cyclopentane, met... 4_.39 16.2 ug/1 478290 1 5.65 1474420 50.0
Hexane, 3-methyl- 5.92 10.9 ug/I1 320953 1 5.65 1474420 50.0
1,3-Pentadiene, 2... 6.93 11.4 ug/I1 640757 2 6.85 2802970 50.0
Indane 12.29 109.7 ug/l 5552590 4 12.07 2530990 50.0
o-Cymene 12.67 17.3 ug/I1 874899 4 12.07 2530990 50.0
Benzene, l-etheny... 12.75 53.3 ug/1 2699080 4 12.07 2530990 50.0
Benzene, 1,2,4,5-... 12.97 14.3 ug/I1 724252 4 12.07 2530990 50.0
Benzene, 2-etheny... 13.22 17.2 ug/I1 871987 4 12.07 2530990 50.0
1H-Indene, 2,3-di... 13.34 26.4 ug/1 1334120 4 12.07 2530990 50.0
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