LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@80422\
Data File : VN@73736.D

Acqg On : 04 Aug 2022 15:05
Operator : JC\MD

Sample : N3887-02

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 11 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_N\methods\82N072822W.M

Title : SW846 8260

Signal : TIC: VN@73736.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.269 48 65 67 rBV2 157047 497411 6.34% 0.797%
2 2.399 82 87 102 rVB 262010 471284 6.01% 0.755%
3 3.087 195 204 222 rVB 880779 2027627 25.84% 3.249%
4 3.451 256 266 284 rVB4 46193 127620 1.63% 0.204%
5 3.928 336 347 362 rBV2 84411 230849 2.94% 0.370%
6 4.187 378 391 408 rBV5 30422 122250 1.56% 0.196%
7 4.998 517 529 536 rVV3 119302 465331 5.93% 0.746%
8 5.104 537 547 567 rVW3 169855 700462 8.93% 1.122%
9 5.534 605 620 634 rBV4 74211 257847 3.29% 0.413%
106 6.410 752 769 780 rBV5 40685 153369 1.95% 0.246%
11 7.063 870 880 890 rVV2 269504 811043 10.34% 1.300%
12 7.139 890 893 905 rvB2 34683 80996 1.03% 0.130%
13 7.775 994 1001 1012 rVB3 32709 82440 1.05% 0.132%
14 7.957 1019 1032 1036 rBV 261106 633002 8.07% 1.014%
15 8.022 1036 1043 1051 rVV2 662303 1595401 20.33% 2.556%
16 8.104 1051 1057 1071 rVB3 89949 236852 3.02% 0.380%
17 8.392 1095 1106 1118 rBV 3278600 7847401 100.00% 12.574%
18 8.639 1143 1148 1157 rVB3 45806 106993 1.36% 0.171%
19 8.904 1183 1193 1205 rBV 661141 1416796 18.05% 2.270%
20 9.363 1261 1271 1273 rBv2 71459 144586 1.84% 0.232%
21  9.392 1273 1276 1283 rVB2 80084 155363 1.98% 0.249%
22 9.822 1344 1349 1357 rVB2 44247 88142 1.12% 0.141%
23 9.910 1357 1364 1368 rBV2 103443 208512 2.66%  0.334%
24  9.951 1368 1371 1381 rVB3 87271 171994 2.19% 0.276%
25 10.139 1395 1403 1411 rBV3 36039 90686 1.16% 0.145%
26 10.263 1418 1424 1429 rBV 62901 120700 1.54% 0.193%
27 10.380 1437 1444 1451 rBV 976395 1754678 22.36% 2.812%
28 10.445 1451 1455 1461 rVB 52524 94894 1.21% 0.152%
29 10.580 1468 1478 1485 rVB3 105163 219778 2.80% 0.352%
30 10.657 1485 1491 1497 rBV2 92643 153536 1.96% 0.246%

31 10.798 1508 1515 1524 rVB3 78662 177965 2.27%
32 11.686 1657 1666 1677 rBV 960728 1707902 21.76%
33 11.786 1677 1683 1693 rVB2 86238 187931 2.39%
34 12.521 1802 1808 1816 rBV 754858 1205439 15.36%
35 12.674 1826 1834 1844 rBV 824671 1381686 17.61%

NERPONO
w
[
=
R

36 12.863 1858 1866 1875 rBV 1925622 2976254 37.93% 4.769%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@80422\
Data File : VN@73736.D

Acqg On : 04 Aug 2022 15:05
Operator : JC\MD

Sample : N3887-02

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 11 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_N\methods\82N072822W.M
Title : SW846 8260
37 13.163 1911 1917 1924 rBV 105148 177069 2.26% 0.284%
38 13.310 1936 1942 1949 rVB 94945 158967 2.03%  0.255%
39 13.427 1954 1962 1970 rBV3 263991 641333 8.17% 1.028%
40 13.616 1987 1994 2005 rBV 1025959 1737851 22.15% 2.785%
41 13.710 2005 2010 2015 rVB 70374 106328 1.35% 0.170%
42 13.780 2015 2022 2024 rBV 1105418 1715807 21.86% 2.749%
43 13.815 2024 2028 2033 rVV 2539854 4157377 52.98% 6.662%
44 13.857 2033 2035 2045 rVB2 495730 1086387 13.84% 1.741%
45 13.945 2045 2050 2056 rVB 339132 522495 6.66% ©0.837%
46 14.068 2066 2071 2079 rBV 83788 151654 1.93% 0.243%
47 14.157 2079 2086 2092 rBV 1981753 2980468 37.98% 4.776%
48 14.215 2092 2096 2099 rBV 225804 351820 4.48% 0.564%
49 14.268 2099 2105 2112 rVB2 1903809 3122281 39.79% 5.003%
50 14.333 2112 2116 2122 rVB 74610 121301 1.55% 0.194%
51 14.404 2122 2128 2132 rBV 96385 144160 1.84% 0.231%
52 14.480 2132 2141 2146 rBV 1963818 3151758 40.16% 5.050%
53 14.557 2151 2154 2158 rVV 196514 274731 3.50% 0.440%
54 14.598 2158 2161 2164 rVB 77900 87760 1.12% 0.141%
55 14.662 2169 2172 2174 rVWV 59224 85173 1.09% 0.136%
56 14.704 2174 2179 2182 rVV 175369 325718 4.15% 0.522%
57 14.751 2182 2187 2192 rVV2 1136071 1963706 25.02% 3.147%
58 14.792 2192 2194 2199 rVvB2 180811 234012 2.98% 0.375%
59 14.868 2199 2207 2212 rBV3 1103218 2294059 29.23% 3.676%
60 14.921 2212 2216 2223 rVB3 254494 498184 6.35% 0.798%
61 15.021 2228 2233 2236 rVV 82752 146537 1.87% 0.235%
62 15.127 2237 2251 2256 rVV3 843568 2021869 25.76% 3.240%
63 15.168 2256 2258 2263 rVV2 236922 413760 5.27% 0.663%
64 15.245 2263 2271 2282 rVB3 660391 1586930 20.22%  2.543%
65 15.392 2291 2296 2299 rBV3 58175 103486 1.32% 0.166%
66 15.433 2299 2303 2308 rVB 91187 160990 2.05% 0.258%
67 15.492 2308 2313 2317 rBV2 55641 88780 1.13% 0.142%
68 15.545 2317 2322 2327 rVV2 160607 332197 4.23% 0.532%
69 15.598 2328 2331 2346 rVB3 105390 232045 2.96% 0.372%
70 15.733 2346 2354 2361 rBV 196928 405691 5.17% 0©.650%
71 15.904 2374 2383 2393 rBV3 92028 320354 4.08% 0.513%
72 16.033 2399 2405 2410 rBV 153341 315166 4.02% 0.505%
73 16.104 2411 2417 2424 rVB6 94681 262680 3.35% 0.421%
74 16.256 2434 2443 2448 rBV4 37488 87333 1.11% 0.140%
75 16.462 2467 2478 2485 rBV3 57194 143002 1.82% 0.229%

76 16.739 2515 2525 2533 rBV 421329 992458 12.65% 1.590%

82N072822W.M Fri Aug 05 13:30:43 2022 Page: 2



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@80422\
Data File : VN@73736.D

Acqg On : 04 Aug 2022 15:05
Operator : JC\MD

Sample : N3887-02

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 11 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_N\methods\82N@72822W.M
Title : SW846 8260

Sum of corrected areas: 62408697
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@80422\
Data File : VN@73736.D

Acqg On : 04 Aug 2022 15:05
Operator : JC\MD

Sample : N3887-02

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©72822W.M
Quant Title : SW846 8260

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

Abundance TIC: VN073736.D\data.ms

3000000
2500000
2000000
1500000
1000000 3.087

500000 2.399

2.269 04
3.451 3.928 4187 495 5534 6.410

O\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘T\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
Time--> 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60
Abundance TIC: VNO73736.D\data.ms

8.392

3000000
2500000
2000000

1500000

1000000 10.380 11.686

8.022 8.904
500000

N8.104 PBR 99 446653,
s \RA0% L sew || BEE oo e
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VN073736.D\data.ms

1.7¢

3000000

13.815
2500000

2000000 12.863 14.157%64.4.480

1500000

13.67680

1000000
12532674
3|857

500000 945 16.73

13.427 8
2 s G S

13.163.31 13.710
T ‘ T T ‘ T T ‘ T ?\ ‘ T T ‘
Time--> 12.00 12.50 13.00 13.50 14.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@80422\
Data File : VN@73736.D

Acqg On : 04 Aug 2022 15:05
Operator : JC\MD

Sample : N3887-02

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©72822W.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 Butane, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
3.087 63.55 ug/l 2027630  Pentafluorobenzene 8.022
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 87
2 3-Buten-1-o0l 72 C4H80 000627-27-0 47
3 Pentane 72 C5H12 000109-66-0 28
4 1-Butanesulfonyl chloride 156 C4H9C102S 002386-60-9 12
5 1-Butene 56 C4H8 000106-98-9 10
Abundance Scan 204 (3.087 min): VN073736.D\data.ms (-195) (-) m/z 43.00 100.00%
43.0
5000 /t

o EAREEEEEEE s

‘ 72.1 2.80 3.00 3.20 3.40
bl 989 2070 u; 42,00  88.47%

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #814: Butane, 2-methyl-

43.0
5000 L L L L L L B L
2.80 3.00 3.20 3.40
m/z 41.00 85.79%
liso) | |70
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
42.0
o EAAEEEEE RS
2.80 3.00 3.20 3.40
5000 m/z 57.10 75.38%
o 15.0 72.0
B o L L B e S R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #809: Pentane R RRREEARES T
43.0 2.80 3.00 3.20 3.40

m/z 39.00  29.16%

5000
72.0
Jiso| | |

m/z--> 20 40 60 80 100 120 140 160 180 200 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@80422\
Data File : VN@73736.D

Acqg On : 04 Aug 2022 15:05
Operator : JC\MD

Sample : N3887-02

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©72822W.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, 1,3-diethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.780 49.37 ug/1l 17158160 1,4-Dichlorobenzene-d4 13.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 97
2 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 97
3 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 96
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 91
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 83
Abundance Scan 2022 (13.780 min): VN073736.D\data.ms (-2015) (- | m/z 119.00 100.00%
119.0
5000 134.1
91.0
51.0 ‘ 13.50 14.00
0 H‘WHH‘HH‘,mHNM,M‘F‘JRHm,mH‘:‘H‘,H‘;‘;Jw_Jw m/z 105.00  99.04%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17028: Benzene, 1,3-diethyl-
119.0
5000 134.0
13.50 14.00
91.0 m/z 134.05 47.69%
39.0 65.0
O \\‘H\.\‘H\‘\“HH"‘\\Hi‘\‘\\\’\‘\‘\\‘\H‘H‘HH"‘\\H‘\H!\’H‘\‘\l\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
119.0
A —
13.50 14.00
5000 134.0 m/z 91.00 26.77%
91.0
41.0 65.0
.0
Ol et e tere et e et
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17032: Benzene, 1,2-diethyl-
119.0 13.50 14.00
m/z 77.00 16.91%
5000 134.0
91.0
39.0 65.0
L TRy N P
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@80422\
Data File : VN@73736.D

Acqg On : 04 Aug 2022 15:05
Operator : JC\MD

Sample : N3887-02

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©72822W.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 Benzene, 1,1'-(1,5-hexadien... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.816 119.61 ug/l 4157380 1,4-Dichlorobenzene-d4 13.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,1'-(1,5-hexadiene-1,6... 234 C18H18 004439-45-6 53
2 Indole 117 C8H7N 000120-72-9 46
3 trans-Cinnamyl bromide 196 CO9H9Br 026146-77-0 42
4 Indolizine 117 C8H7N 000274-40-8 37
5 Benzaldehyde, 4-(1-phenyl-2-prop... 238 C16H1402 1000277-56-1 36
Abundance Scan 2028 (13.815 min): VN073736.D\data.ms (-2024) (- | m/z 117.00 100.00%
117.0
— ——
ago 630 210 13.50 14.00
0br B0 b 280 m/z 118.00  56.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #116417: Benzene, 1,1'-(1,5-hexadiene-1,6-diyl)bis-
117.0
5000
13.50 14.00
m/z 115.00 33.68%
91.0
0 39.0 65.0 “\ 143.0 178.0203.0 234.0
\\\‘H\\‘\H\‘\H\‘\H\‘\H\‘\\H‘\\H‘\\H‘\\H‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
117.0
— A
13.50 14.00
5000 90.0 ITI z 91.00 11.63%
63.0
0 38.0
R AR R R e R aEAREEaY
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #72301: trans-Cinnamyl bromide
117.0 1350 1400
m/z 116.00 7.79%
5000
91.0
o 290880 || aesesso o L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@80422\
Data File : VN@73736.D

Acqg On : 04 Aug 2022 15:05
Operator : JC\MD

Sample : N3887-02

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©72822W.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 4 Benzene, 1l-ethyl-2,4-dimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.157 85.75 ug/1 2980470 1,4-Dichlorobenzene-d4 13.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 97
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 96
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 96
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 95

Abundance Scan 2086 (14.157 min): VN073736.D\data.ms (-2079) (- | m/z 119.00 100.00%

119.0
5000

3 77.(1 14.00 14.50
! ‘h“‘m 1

et A 2069 2809  3%6. /7 134.05 30.03%

m/z--> 50 100 150 200 250 300 350
Abundance #17074: Benzene, 1-ethyl-2,4-dimethyl-
119.0
5000

14.00 14.50
m/z 90.95 15.74%

39.0 77.
O\\‘\‘\‘ﬂ\‘\“\\‘“‘\“ \‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance
119.0

T
14.00 14.50

o

5000 m/z 120.10 9.86%
77.0
39.0
L
m/z--> 50 100 150 200 250 300 350 J\‘/\
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl- Y Vit
119.0 14.00 14.50

m/z 104.95 9.41%

5000

711 ‘
0 ““&$\MHWWM ‘

39‘.0
“‘\\\\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 50 100 150 200 250 300 350 14.00 14.50

3
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@80422\
Data File : VN@73736.D

Acqg On : 04 Aug 2022 15:05
Operator : JC\MD

Sample : N3887-02

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©72822W.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 5 1Indan, 1-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.268 89.83 ug/l 3122280 1,4-Dichlorobenzene-d4 13.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 87
2 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 86
3 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 80
4 Benzene, (2-methyl-1-propenyl)- 132 C1OH12 000768-49-0 72
5 1-Phenyl-1-butene 132 C1eH12 000824-90-8 72
Abundance Scan 2105 (14.268 min): VN073736.D\data.ms (-2099) (- | m/z 117.00 100.00%
117.0
91.0 —— A
510 749 | i 144'1 14.00 14.50
ot e e A m/z 115.00 32.62%
m/z--> 20 40 60 80 100 120 140
Abundance #16104: Indan, 1-methyl-
117.0
5000
14.00 14.50
200 910 m/z 132.05 26.94%
0 50 | | 133.0
O\\\‘\‘\\\‘\\‘\\"u\\\“\\‘\\‘\\\\‘\V\‘\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance
117.0
—— =y
14.00 14.50
5000 m/z 91.00 14.26%
91.0
0 270 Y0 740 133.0
T T e
miz--> 20 40 60 80 100 120 140
Abundance #16134: 1-Methyl-2-phenylcyclopropane S ~
117.0 14.00 14.50
m/z 119.00 11.48%
5000
91.0
51.0
ol 2801 Loytap oyl GPO
m/z--> 20 40 60 80 100 120 140 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@80422\
Data File : VN@73736.D

Acqg On : 04 Aug 2022 15:05
Operator : JC\MD

Sample : N3887-02

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©72822W.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, 1,2,4,5-tetramethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.480 90.68 ug/l 3151760 1,4-Dichlorobenzene-d4 13.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1oH14 000095-93-2 97
2 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 97
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 97
4 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 91
Abundance Scan 2141 (14.480 min): VN073736.D\data.ms (-2132) (- m/z 119.05 100.00%
119.1
5000
39.0 7. 0‘ , 14.50
Ol e A U [1482  207.0 2810y, 934,05  48.45%
miz-> 50 100 150 200 250
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000
14.50
m/z 91.00 15.79%
39.0 77.0
(O ‘\‘ i“\h“\“‘\ T ‘M\H! \“\ L B e B B B
miz-> 50 100 150 200 250
Abundance
119.0
N
14.50
5000 m/z 120.10 10.24%
390 770
o ‘55‘ ‘160‘ ‘1éo‘ ‘260‘ ‘ZéO“
m/z-->
Abundance #17064: Benzene, 1,2,3,4-tetramethyl- A — ‘A‘N\'
119.0 14.50
m/z 133.05 9.71%
5000
41.0 770‘ J\/\/\
Y e Y R — BIVAWRY
m/z--> 50 100 150 200 250 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@80422\
Data File : VN@73736.D

Acqg On : 04 Aug 2022 15:05
Operator : JC\MD

Sample : N3887-02

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©72822W.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 Benzene, 1l-ethenyl-4-ethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.751 56.50 ug/l 1963710 1,4-Dichlorobenzene-d4 13.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 94
2 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 94
3 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 93
4 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 93
5 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 90
Abundance Scan 2187 (14.751 min): VNO73736.D\data.ms (-2182) (- | m/z 117.00 100.00%
11v.0
1450 1500
390 770 ‘ , : :
o) S B | ol 2471 2000 0 28LL .5 933 05  40.03%
miz-> 50 100 150 200 250
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
5000
14.50 15.00
m/z 115.00  28.91%

390 770
O T T T ‘\ i‘ \H T “\ ‘\‘ ‘H‘ T H\ ‘\H T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance
117.0

e
14.50 15.00

5000 m/z 131.05 26.19%
39.0 77.0
ob—p b o b
m/z--> 50 100 150 200 250
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0 14.50 15.00

m/z 91.00 13.93%

5000
51.0
1‘5"0\‘ “V }‘H “\\H ‘@7“.‘0 i “

ol SaA o
miz--> 50 100 150 200 250 14.50 15.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@80422\
Data File : VN@73736.D

Acqg On : 04 Aug 2022 15:05
Operator : JC\MD

Sample : N3887-02

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©72822W.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 8 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.868 66.00 ug/l 2294060 1,4-Dichlorobenzene-d4 13.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 96
2 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 90
3 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 90
4 1-Phenyl-1-butene 132 C1eH12 000824-90-8 87
5 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 87
Abundance Scan 2207 (14.868 min): VN073736.D\data.ms (-2199) (- | m/z 116.95 100.00%
117.0
e
39.0 770 .
ol | uu”“ m‘\ﬂf‘?-? 2070 28L0 n/7 132.05  36.96%
miz--> 50 100 150 200 250
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000
14.50 15.00
510 ‘ m/z 115.00  29.50%
01\5\0‘\ “\‘ }‘\\\‘\H“\ﬁ?\;p‘\h““‘ ‘H\‘\ | — | — | —
miz--> 50 100 150 200 250
Abundance
117.0
5 —
14.50 15.00
5000 m/z 131.00 18.90%
51.0
0 87.0
e — —
miz--> 50 100 150 200 250
Abundance #16106: 3-Phenylbut-1-ene
117.0 14.50 15.00
m/z 119.10 18.14%
5000
39.0 77.0‘ ‘
oL—4 “ }‘u AL “h‘ ! “M‘ “ w“\ ‘
m/z--> 50 100 150 200 250 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@80422\
Data File : VN@73736.D

Acqg On : 04 Aug 2022 15:05
Operator : JC\MD

Sample : N3887-02

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©72822W.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, (1-methyl-1-butenyl)- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
15.127  58.17 ug/1 2021870  1,4-Dichlorobenzene-d4 13.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 90
2 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 86
3 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 86
4 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 64
5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 64

Abundance Scan 2251 (15.127 min): VN073736.D\data.ms (-2237) (- | m/z 131.00 100.00%
131.0
5000
91.0
39.0 ‘ “ ‘L 15.00 15.50
ol m‘“‘w 41621 2079 2810 4 7 133.05  87.28%
miz--> 50 100 150 200 250
Abundance #25003: Benzene, (1-methyl-1-butenyl)-
131.0
91.0
5000
15.00 15.50
51.0 m/z 146.00  25.46%
01‘5"‘0“‘ ‘L\ }‘\\ ‘\M“m‘h‘ I \‘M “\‘ N
miz--> 50 100 150 200 250
Abundance
Do IV
SULN N Ve L
15.00 15.50
5000 m/z 148.05 25.34%
39.0 91.0
I I
m/iz--> 50 100 150 200 250
Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl- A CO —
131.0 15.00 15.50
m/z 115.00 24.54%
5000
91.0
39.0 ‘
oLt M$‘W‘M“pum‘w‘h“ ———— R —
m/z--> 50 100 150 200 250 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@80422\
Data File : VN@73736.D

Acqg On : 04 Aug 2022 15:05
Operator : JC\MD

Sample : N3887-02

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©72822W.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 Benzene, 1-methyl-4-(1-meth... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.245 45.66 ug/l 1586930 1,4-Dichlorobenzene-d4 13.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(1-methyl-2-... 146 C11H14 097664-18-1 86
2 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 70
3 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 70
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 70
5 Benzene, 1-methyl-3-(1-methyl-2-... 146 C11H14 052161-57-6 70

Abundance Scan 2271 (15.245 min): VN073736.D\data.ms (-2263) (- | m/z 131.05 100.00%

131.1
5000
91

15.00 15.50
642
390\ Il R h\ I 206.9 m/z 133.00 47.51%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25060: Benzene, 1-methyl-4-(1-methyl-2-propenyl)-
131.0
5000

oo 15.00 15.50
L m/z 146.00  24.59%

%0 g0
“‘\H"H\‘\“h‘\‘”\‘”}“\‘\H‘H“\M\!w‘MH“HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131.0 [\M J\/\\
e ‘

o

o

15.00 15.50
5000 m/z 115.00 17.01%
91.0
27.0 510
o} i PN RN M SMABERS | SN

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl- —r s
131.0 15.00 15.50

m/z 91.10 16.01%

5000
39.0 g4 0 91.0 ‘
0 l ‘ Ly ‘ ‘ \H\‘ i !

m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@80422\
Data File : VN@73736.D

Acqg On : 04 Aug 2022 15:05
Operator : JC\MD

Sample : N3887-02

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©72822W.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|
Butane, 2-methyl- 3.087 63.5 ug/l 2027630 1 8.022 1595400 50.0
Benzene, 1,3-di... 13.780 49.4 ug/l 1715810 4 13.616 1737850 50.0
Benzene, 1,1'-(... 13.816 119.6 ug/l 4157380 4 13.616 1737850 50.0
Benzene, 1-ethy... 14.157 85.8 wug/l 2980470 4 13.616 1737850 50.0
Indan, 1-methyl- 14.268 89.8 wug/l 3122280 4 13.616 1737850 50.0
Benzene, 1,2,4,... 14.480 90.7 ug/l 3151760 4 13.616 1737850 50.0
Benzene, 1l-ethe... 14.751 56.5 ug/l 1963710 4 13.616 1737850 50.0
Benzene, 2-ethe... 14.868 66.0 ug/l 2294060 4 13.616 1737850 50.0
Benzene, (1-met... 15.127 58.2 ug/l 2021870 4 13.616 1737850 50.0
Benzene, 1-meth... 15.245 45.7 ug/l 1586930 4 13.616 1737850 50.0
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