LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062422\
Data File : VX029775.D

Acqg On : 24 Jun 2022 15:09
Operator : JC/MD

Sample : N3366-08

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 17 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA X\Method\82X061822W.M

Title : SW846 8260

Signal : TIC: VX@29775.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.240 21 25 42 rBV 26312 51813 3.10% 0.268%
2 2.782 268 278 283 rBV2 25318 54675 3.27% 0.283%
3  2.959 300 307 318 rBV 70290 156796 9.38% 0.812%
4 3,111 321 332 343 rVB3 47172 121928 7.30% 0.631%
5 4.209 505 512 521 rVvB5 5730 17526 1.05% 0.091%
6 4.306 521 528 536 rVB3 12782 34954 2.09% 0.181%
7 5.166 649 669 684 rVB10O 7507 37637 2.25% 0.195%
8 5.391 693 706 717 rBV3 133860 393435 23.55% 2.037%
9 5.556 723 733 742 rBV 246944 706819 42.30% 3.660%
106 5.842 769 780 789 rBV5S 5828 18883 1.13% ©0.098%
11 5.958 789 799 810 rBV 141469 375100 22.45%  1.942%
12 6.165 826 833 836 rBV2 20160 48105 2.88% 0.249%
13 6.245 837 846 858 rVW3 81026 286088 17.12%  1.481%
14 6.367 858 866 877 rVB3 22173 61935 3.71% 0.321%
15 6.763 921 931 941 rBV 372328 912075 54.59% 4.722%
16 6.854 941 946 957 rVB4 23684 63637 3.81% 0.329%
17 6.976 957 966 975 rBV6 9433 25671 1.54% 0.133%
18 7.178 987 999 1007 rVB2 35082 82009 4.91% 0.425%
19 7.366 1021 1030 1041 rVB3 25627 75125 4.50% 0.389%
20 7.885 1104 1115 1123 rBV5 40237 132748 7.95% 0.687%
21 7.988 1123 1132 1144 rVB 26703 66464 3.98% 0.344%
22 8.110 1144 1152 1155 rBV2 58741 119290 7.14% 0.618%
23 8.147 1156 1158 1163 rVB 36759 45659 2.73% 0.236%
24  8.311 1179 1185 1190 rBV4 12254 26114 1.56% 0.135%
25 8.507 1209 1217 1226 rVB3 59372 115294 6.90% ©.597%
26 8.610 1226 1234 1235 rBV3 17256 31375 1.88% 0.162%
27 8.653 1235 1241 1251 rVB 759069 1191263 71.30% 6.168%
28 8.817 1264 1268 1275 rBV6 9730 26858 1.61% 0.139%
29 8.927 1281 1286 1290 rVV 20153 28022 1.68% 0.145%
30 8.970 1290 1293 1299 rVB3 9510 17303 1.04% 0.090%
31 9.037 1299 1304 1307 rBV4 11172 18606 1.11% 0.096%
32 9.104 1307 1315 1320 rVB3 24244 51454 3.08% 0.266%
33 9.165 1320 1325 1335 rVB 109700 181910 10.89%  0.942%
34 9.433 1364 1369 1371 rBV2 27900 44387 2.66% 0.230%
35 9.500 1377 1380 1387 rVB3 29338 53398 3.20% 0.276%
36 9.604 1394 1397 1402 rVB 17939 25598 1.53% 0.133%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062422\
Data File : VX029775.D

Acqg On : 24 Jun 2022 15:09
Operator : JC/MD

Sample : N3366-08

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 17 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA X\Method\82X061822W.M
Title : SW846 8260
37 9.665 1402 1407 1414 rVB 9916 16730 1.00% ©0.087%
38 9.762 1416 1423 1431 rBV2 30203 51204 3.06% 0.265%
39 10.055 1466 1471 1476 rVV 731707 945792 56.61% 4.897%
40 10.104 1476 1479 1482 rBv2 17886 23632 1.41% 0.122%
41 10.195 1490 1494 1499 rVB 464494 570264 34.13% 2.953%
42 10.305 1508 1512 1517 rVB 50449 71300 4.27% 0.369%
43 10.585 1549 1558 1565 rBV3 10741 24116 1.44% 0.125%
44 10.963 1615 1620 1626 rBV 1065581 1316712 78.81% 6.817%
45 11.085 1635 1640 1645 rBV 546565 706375 42.28% 3.657%
46 11.305 1672 1676 1686 rVB 220792 278410 16.66% 1.441%
47 11.402 1686 1692 1695 rBvV2 22009 34390 2.06% 0.178%
48 11.451 1695 1700 1708 rVB 34503 55639 3.33% 0.288%
49 11.616 1720 1727 1735 rBV 243925 302518 18.11% 1.566%
50 11.713 1735 1743 1747 rBV 26945 42618 2.55% 0.221%
51 11.756 1747 1750 1755 rVB 15271 19513 1.17% 0.101%
52 11.866 1763 1768 1770 rBV 27556 35979 2.15% 0.186%
53 11.896 1770 1773 1778 rVB 45651 59407 3.56% ©0.308%
54 11.975 1778 1786 1789 rBV 41862 58869 3.52% 0.305%
55 12.024 1789 1794 1799 rVV 707716 896042 53.63% 4.639%
56 12.091 1801 1805 1809 rVB 55607 65507  3.92% 0.339%
57 12.177 1815 1819 1825 rVB 35379 45102 2.70% ©0.234%
58 12.250 1825 1831 1837 rBV2 856755 1128588 67.55% 5.843%
59 12.317 1837 1842 1849 rVV2 127364 186502 11.16% 0.966%
60 12.414 1852 1858 1863 rBvV2 105022 146360 8.76% 0.758%
61 12.469 1863 1867 1872 rVB3 27546 40866  2.45% 0.212%
62 12.530 1872 1877 1883 rBV 27122 37370 2.24% 0.193%
63 12.616 1883 1891 1893 rBV 94855 116514 6.97% 0.603%
64 12.646 1893 1896 1900 rVV 166297 195753 11.72% 1.014%
65 12.701 1900 1905 1912 rVV 1306713 1670787 100.00%  8.651%
66 12.841 1923 1928 1934 rVB 36078 47112 2.82% 0.244%
67 12.920 1934 1941 1945 rBV 50839 76089  4.55% 0.394%
68 12.963 1945 1948 1954 rVB6 14055 21118 1.26% 0.109%
69 13.030 1954 1959 1966 rVB3 45702 75089 4.49% 0.389%
70 13.134 1966 1976 1978 rBV2 51130 92826 5.56% 0.481%
71 13.170 1978 1982 1990 rVB 580466 720350 43.11% 3.730%
72 13.237 1990 1993 1996 rBV3 14662 19104 1.14% 0.099%
73 13.292 1997 2002 2007 rVV 1138906 1425016 85.29% 7.378%
74 13.347 2007 2011 2015 rVB2 89872 111700 6.69% 0.578%
75 13.426 2020 2024 2031 rVB 134567 171178 10.25% ©.886%
76 13.506 2032 2037 2040 rBV2 44009 61869 3.70% ©.320%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062422\
Data File : VX029775.D

Acqg On : 24 Jun 2022 15:09
Operator : JC/MD

Sample : N3366-08

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 17 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA X\Method\82X061822W.M

Title : SW846 8260

77 13.542 2040 2043 2047 rVVW 160111 218494 13.08% 1.131%
78 13.585 2047 2050 2054 rVV 77148 104610 6.26% 0.542%
79 13.640 2054 2059 2061 rVVv2 89232 151214 9.05% 0.783%
80 13.664 2061 2063 2071 rVB 159158 181654 10.87%  0.941%
81 13.774 2074 2081 2090 rVB 173270 245679 14.70%  1.272%
82 13.865 2090 2096 2101 rBV2 33795 58425 3.50% 0.302%
83 13.926 2101 2106 2110 rBV2 47044 59693 3.57% 0.309%
84 13.969 2110 2113 2118 rVB 45086 53876 3.22% 0.279%
85 14.079 2126 2131 2135 rBV 77952 99062 5.93% 0.513%
86 14.219 2148 2154 2159 rBV2 28956 48851 2.92% 0.253%
87 14.323 2167 2171 2176 rBV 29272 40434  2.42% 0.209%
88 14.371 2176 2179 2185 rVB 45293 59800 3.58% 0.310%
89 14.481 2192 2197 2202 rBV3 21624 32840 1.97% 0.170%
990 14.603 2211 2217 2220 rBV 28340 41291 2.47% 0.214%
91 14.780 2241 2246 2254 rBV 176365 232119 13.89% 1.202%
92 15.615 2377 2383 2388 rBV 12601 21981 1.32% 0.114%

Sum of corrected areas: 19314287
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062422\
Data File : VX@29775.D

Acqg On : 24 Jun 2022 15:09

Operator JC/MD

Sample : N3366-08

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.M
. SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VX029775.D\data.ms
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Abundance TIC: VX029775.D\data.ms
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Abundance TIC: VX029775.D\data.ms

12.y01

1200000 13.292
1000000
12.250

800000
12.024

400000

200000

14.780

15.615

T
13.00

S it |

13.50 14.00 14.50

12.00 12.50

15.00

T
15.50

T ‘ T
16.00 16.50

82X061822W.M Tue Jun 28 11:58:32 2022

Page: 4




Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062422\
Data File : VX029775.D

Acqg On : 24 Jun 2022 15:09
Operator : JC/MD

Sample : N3366-08

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Amylene hydrate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.245 15.68 ug/l 286088 1,4-Difluorobenzene 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Amylene hydrate 88 C5H120 000075-85-4 59
2 Formic acid, 1,1-dimethylethyl e... 102 C5H1002 000762-75-4 45
3 2,3-Epoxyhexanol 116 C6H1202 090528-63-5 10
4 1-Butanol, 2-nitro- 119 C4H9NO3 000609-31-4 9

5 tert-Butyl carbamate 117 C5H11NO2 004248-19-5 9
Abundance Scan 846 (6.245 min): VX029775.D\data.ms (-837) (-) m/z 59.05 100.00%

59.0
73.0
5000

R N RERRE
‘ ] 83.1 991 6.00 6.20 6.40 6.60

m/z 57.10  72.69%

m/z--> 20 30 60 70 80 90 100
Abundance #2360: Amylene hydrate
59.0
73.0

5000 A e euE
310 430 6.00 6.20 6.40 6.60

m/z 55.10 60.50%

m/z--> 20 30 40 50 60 70 80 90 100
Abundance
59.0

o

o

41.0 R ARRAEERREREE AN
6.00 6.20 6.40 6.60
m/z 73.05 60.50%
5000 20.0
87.0
69.0
Y SEURRSINR RSP U MOOROOL 1IN 4 A

m/z--> 20 30 40 50 60 70 80 90 100

Abundance #9155: 2,3-Epoxyhexanol e

55.0 6.00 6.20 6.40 6.60
m/z 43.00 36.05%

43.0
5000
0 ‘\ H\‘ ‘ 830 980 A

m/z--> 20 50 70 80 90 100 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062422\
Data File : VX029775.D

Acqg On : 24 Jun 2022 15:09
Operator : JC/MD

Sample : N3366-08

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Benzene, 1l-ethyl-4-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.616  16.88 ug/l 302518 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 94
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 91
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 91
Abundance Scan 1727 (11.616 min): VX029775.D\data.ms (-1720) (| m/z 105.10 100.00%
105.1
5000
1202 et L))
77.1 91.1
39.1 631 '] | | 11.50 12.0CL
O 'rrprrrrprrrr e e e e e m/z 120.20 29.53%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
5000 T J\\j\‘ T \’J\\ T f A
11.50 12.00
120.0 %
79.0 m/z 91.10 11.33%
39.0 65.0 H
OH‘\H\‘H\‘\‘HH“‘\H\“H\\‘\‘\‘\\‘\H}‘HH“\H\‘\‘{1\‘\\‘\‘\“\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
105.0
P M
11.50 12.00
5000 m/z 77.10 11.29%
120.0
39.0 63.0 77.0 91.0
(O e R e o o e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0 11.50 12.00
m/z 79.05 8.59%
120.0
5000
39.0 77.0 91.0 AM
- O OO IO OUUN OO UUUOO S0 1 0 A 7970, 1
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062422\
Data File : VX029775.D

Acqg On : 24 Jun 2022 15:09
Operator : JC/MD

Sample : N3366-08

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 (Z)-1-Phenylpropene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.250 62.98 ug/l 1128590 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (Z)-1-Phenylpropene 118 C9H10 000766-90-5 60
2 Benzene, 1,4-diethyl- 134 C1oH14 000105-05-5 60
3 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 55
4 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 55
5 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 46

Abundance Scan 1831 (12.250 min): VX029775.D\data.ms (-1825) (- m/z 117.05 100.00%

11p.1
5000
91.1 134.2 IL

39.0 65.1 ‘ 12.00 12.50
b e el L 3518 g 105,10 94.54%
miz--> 20 40 60 80 100 120 140
Abundance #10185: (Z)-1-Phenylpropene
117.0
5000
91.0 12.00 12.50

m/z 119.10  92.95%

51.0
0 ""2‘7\‘0‘“‘H“‘\‘\‘\HHM‘HM‘\“H‘\‘HH‘HH
m/z--> 20 40 80 100 120 140
Abundance
105.0

12.00 12.50
5000 134.0 m/z 118.10 51.39%
77.0
51.0
27.0
Ol Wl
miz--> 20 40 60 80 100 120 140
Abundance #17032: Benzene, 1,2-diethyl- — —
119.0 12.00 12.50
m/z 134.20 42.16%
5000
91.0
39.0 65 0 135.0
ol 159 o i T i
m/z--> 20 60 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062422\
Data File : VX029775.D

Acqg On : 24 Jun 2022 15:09
Operator : JC/MD

Sample : N3366-08

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 (E)-1-Phenyl-1-butene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.646 10.92 ug/l 195753  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-1-Phenyl-1-butene 132 C10H12 001005-64-7 95
2 1-Phenyl-1-butene 132 C10H12 000824-90-8 94
3 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 91
4 Benzene, 1-methyl-2-(2-propenyl)- 132 C1OH12 001587-04-8 91
5 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 91
Abundance Scan 1896 (12.646 min): VX029775.D\data.ms (-1893) (- m/z 117.10 100.00%
11y.1
5000 132.2
91.1
39.1 65.0 ‘ 12.50 13.00
Obreprerrrrrprtreefersi e bbbl | m/z 132,15 45.59%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16123: (E)-1-Phenyl-1-butene
117.0
5000 e ——
91.0 132.0 12.50 13.00
51.0 m/z 115.1@  33.25%
i T N |
0 H‘\\\\‘\H‘l‘i\H‘\\\\}M\i‘}}H‘\M\‘H\\’M\\‘MH’HH‘\H‘M\‘\H‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
117.0 ﬂéj\
—r —
12.50 13.00
5000 132.0 m/z 91.10 17.70%
91.0
27.0 510 76.0
O rrprrrrprrbiprrr el el e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16134: 1-Methyl-2-phenylcyclopropan
117.0 12.50 13.00
m/z 131.20 15.63%
5000 132.0
91.0
51.0
0 H‘H‘W‘H“HH“‘H{‘Mm“‘1‘”‘?F‘TH?"H,H"H‘lm,‘H“mw‘“uw
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062422\
Data File : VX@29775.D

Acqg On : 24 Jun 2022 15:09

Operator JC/MD

Sample : N3366-08

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.M
. SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 1Indan, 1-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
12.701 93.23 ug/l 1670790 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 93
2 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 91
3 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 90
4 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 90
5 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 90

Abundance Scan 1905 (12.701 min): VX029775.D\data.ms (-1900) (- m/z 117.10 100.00%
117.1
5000 h
91.0
39.1 65.0 ‘ I 1%32 12.50 13.00 )
ot e e m/z 115.05 30.96%
m/z--> 20 40 80 100 120 140
Abundance #16104: Indan, 1-methyl-
117.0
5000 AL”QA 7 T ‘JX
12.50 13.00
910 m/z 132.20 28.16%
39.0  65.0 | ‘ 133.0
O\\\‘\‘\\\“\\“\\“u‘\\\“\\‘\\‘\\\H‘\V\‘\.‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance
117.0
— —
12.50 13.00
5000 m/z 91.05 13.62%
91.0
0 270 20 40 133.0
N B e e
m/iz--> 20 40 6 80 100 120 140
Abundance #16137: 1-Methyl-2-phenylcyclopropane
117.0 12.50 13.00
m/z 118.05 9.78%
5000
91.0
ol 200 200 e R0
m/z--> 20 40 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062422\
Data File : VX029775.D

Acqg On : 24 Jun 2022 15:09
Operator : JC/MD

Sample : N3366-08

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.170  40.20 ug/l 720350 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 94
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 91
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 90
4 Benzene, 1-methyl-2-(2-propenyl)- 132 C1OH12 001587-04-8 90
5 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 87

Abundance Scan 1982 (13.170 min): VX029775.D\data.ms (-1978) (- m/z 117.10 100.00%

11v.1
5000 1322

650 L1 13.00 13.50

39.1
0H‘m"HH‘mH‘HHi‘m‘“‘UH“H‘c‘mw“‘m‘mw‘H‘m“”i“‘mw m/z 132.15 37.54%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16104: Indan, 1-methyl-
117.0
5000 1300 13.50
132.0 - :

m/z 115.05  25.21%
\

91.0
39.0 65.0 | “
O\\‘H\\‘H\‘\‘H\\“H\\i‘\\\H\‘HH‘\H‘\‘\H\“\H\‘\\H‘Hl\‘\\\u\‘\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
117.0
132.0

13.00 13.50
5000 m/z 131.15 15.56%
91.0
51.0
. 21.0 74.0
T e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-

117.0 13.00 13.50

m/z 91.10 12.67%

5000 132.0

390 50 910 ‘
H dulh

0 H‘H"‘m“‘H‘1“‘”"}‘1“"‘1‘“"“m‘u‘Hw“‘m‘1“‘”‘””‘””‘””“‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.00 13.50

=
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062422\
Data File : VX029775.D

Acqg On : 24 Jun 2022 15:09
Operator : JC/MD

Sample : N3366-08

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.292  79.52 ug/1 1425020 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 95
2 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 94
3 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 92
4 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 91
5 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 91
Abundance Scan 2002 (13.292 min): VX029775.D\data.ms (-1997) (- m/z 117.10 100.00%
117.1
5000
91.1 a0 i aEn
39.0 65.0 Lm 144.2 13.00 13.50
) St P B i el HHE2 1621 ho 13000 35.16%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
5000 e A~
13.00 13.50
m/z 115.05 25.72%
390 g5 910
0 \\\‘\‘\\\““\\“”\“‘U\\\“‘\\“\\‘H\\\ ‘\\\\.‘\\\\’\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance
117.0
— Ao
13.00 13.50
5000 m/z 131.05 17.81%
91.0
ol 270 510 749
B o e
m/z--> 20 40 60 80 100 120 140 160
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0 13.00 13.50
m/z 91.10 13.97%
5000
91.0
27.0 >0 ‘
0 \H‘\‘\.\ w‘iw \“U\““H\?ﬁ‘ﬁ i “‘\‘H ‘\‘U\‘\ T
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062422\
Data File : VX@29775.D

Acqg On : 24 Jun 2022 15:09

Operator : JC/MD

Sample : N3366-08

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.M
. SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.542  12.19 ug/1 218494  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1H-Indene, 2,3-dihydro-1,6-dimet... 146
2 Benzene, (3-methyl-2-butenyl)- 146
3 Benzene, (1,2-dimethyl-1-propenyl)- 146
4 1H-Indene, 2,3-dihydro-1,3-dimet... 146

C11H14
C1l1H14
C11H14
C11H14

017059-48-2 94
004489-84-3 94
000769-57-3 94
004175-53-5 91

5 Bicyclo[4.2.0]octa-1,3,5-triene,... 146 C11H14 027087-54-3 91
Abundance Scan 2043 (13.542 min): VX029775.D\data.ms (-2040) (| | m/z 131.20 100.00%
131.2
5000
91.0
13.50
39.1 64.7
I B AT “‘1‘14‘?“”‘1 83 m/z 146.15  24.22%
miz--> 20 40 60 80 100 120 140 160
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
5000 \j\/\ AT M
13.50
m/z 129.05 15.61%
39.0 g4 910
O T T ‘ \‘\ T \“ T \“\‘\ ‘W.\‘\ \“ T \‘\ T ‘ \']-\1\31.(’)\‘“‘! T ‘]-\ \g\.o\‘ T
miz--> 20 40 60 80 100 120 140 160
Abundance
131.0
T T
910 13.50 ;
5000 ITI/Z 115.10 15.48%
39.0
65.0
0 15.0 113.0
B e R e e
m/z--> 20 40 60 80 100 120 140 160
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)- : qJV%“‘
131.0 13.50
m/z 91.05 13.17%
5000 91.0
39.0 65.0 ‘
0““‘H“w‘HM‘HM‘Jm‘ul‘ﬂw‘h,‘ﬂu“h““‘ ‘ fNVN
m/z--> 20 40 60 80 100 120 140 160 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062422\
Data File : VX029775.D

Acqg On : 24 Jun 2022 15:09
Operator : JC/MD

Sample : N3366-08

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 9 Benzene, (2-methyl-1-butenyl)- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.664 10.14 ug/l 181654 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 94
2 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 91
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14 001559-81-5 91
4 2,2-Dimethylindene, 2,3-dihydro- 146 C1l1H14 020836-11-7 91
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 87

Abundance Scan 2063 (13.664 min): VX029775.D\data.ms (-2061) (- m/z 131.05 100.00%
131.1
5000 h
91.1
13.50 14.00
64.8
Ol 220 L 1 ““\1‘1#«?»!\“\“ 83 m/z 146.20  29.55%
miz--> 20 40 60 80 100 120 140 160
Abundance #25013: Benzene, (2-methyl-1-butenyl)-
131.0
5000 91.0 /\ \/\\ T M T
13.50 14.00
m/z 115.10 18.14%
65.0 4
Ot T \‘\‘\3\9“"9\‘\‘\ T M T \“‘ -t ‘Wlwlw u‘?HM ™ \H\ T
miz--> 20 40 60 80 100 120 140 160
Abundance
131.0
VY2 VDN
13.50 14.00
5000 m/z 91.10 14.21%
39.0 91.0
0 64.0 113.0 | 149.0
L I A T
m/z--> 20 40 60 80 100 120 140 160
Abundance  #25052: Naphthalene, 1,2,3,4-tetrahydro-1-methyl-
131.0 13.50 14.00
m/z 128.05 11.05%
5000
91.0
39.0 3.0 ‘
m/z--> 20 40 60 80 100 120 140 160 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062422\
Data File : VX029775.D

Acqg On : 24 Jun 2022 15:09
Operator : JC/MD

Sample : N3366-08

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Naphthalene, 1-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.780  12.95 ug/l 232119 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 97
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
4 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
5 1H-Indene, 1-ethylidene- 142 C11H1e 002471-83-2 64

Abundance Scan 2246 (14.780 min): VX029775.D\data.ms (-2241) (- m/z 142.20 100.00%

142.2
5000

14.50 15. oo
39.0 709 1131
byl ML L2070 28107 141.05  86.24%
miz--> 20 40 60 80 100120140160180 200220240 260280
Abundance #22143: Naphthalene, 2-methyl-
142.0
5000
14.50 15.00

m/z 115.10  36.70%

20 %30 11l0 I
’HH‘HH‘HH‘HH‘HH‘HH‘HH‘\\H‘HH‘\\H‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
142.0

o

14 50 15 OO
5000 ITI/Z 143.05 2.31%
0270 63.0 113.0
T T T T e e T e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro-
141.0 14 50 15 00
m/z 139.05 12.04%
5000
NN I I S _—
m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062422\
Data File : VX029775.D

Acqg On : 24 Jun 2022 15:09
Operator : JC/MD

Sample : N3366-08

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Amylene hydrate 6.245 15.7 ug/l 286088 2 6.769 912075 50.0
Benzene, 1l-ethy... 11.616 16.9 ug/l 302518 4 12.024 896042 50.0
(Z)-1-Phenylpro... 12.250 63.0 wug/l 1128590 4 12.024 896042 50.0
(E)-1-Phenyl-1-... 12.646  10.9 ug/l 195753 4 12.024 896042 50.0
Indan, 1-methyl- 12.701 93.2 ug/l 1670790 4 12.024 896042 50.0
Benzene, 2-ethe... 13.170 40.2 ug/l 720350 4 12.024 896042 50.0
1H-Indene, 2,3-... 13.292 79.5 wug/l 1425020 4 12.024 896042 50.0
1H-Indene, 2,3-... 13.542 12.2 ug/l 218494 4 12.024 896042 50.0
Benzene, (2-met... 13.664 10.1 ug/l 181654 4 12.024 896042 50.0
Naphthalene, 1-... 14.780 12.9 ug/l 232119 4 12.024 896042 50.0
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