LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@22323\
Data File : VNO76791.D

Acqg On : 23 Feb 2023 14:10
Operator : JC\MD

Sample : 01664-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 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©21323W.M

Title : SW846 8260

Signal : TIC: VN@76791.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.837 143 153 163 rVB 24028 75165 2.43% 0.211%
2 3.254 216 224 238 rVB 145530 359044 11.61% 1.006%
3 4.437 411 425 435 rBV6 16223 58942 1.91% 0.165%
4 5.289 556 570 574 rBV3 30538 99358 3.21% 0.278%
5 5.395 576 588 602 rVW4 142600 612599 19.81% 1.716%
6 5.525 602 610 624 rVB3 44758 155195 5.02% 0.435%
7 5.807 642 658 679 rBV 869054 3091889 100.00% 8.660%
8 6.807 817 828 836 rBv4 15299 47594  1.54% 0.133%
9 7.272 892 907 911 rBV2 167963 494962 16.01% 1.386%
10 7.336 911 918 942 rVB 491196 1568933 50.74% 4.394%
11 8.013 1025 1033 1043 rVB3 27827 70048  2.27% 0.196%
12 8.172 1050 1060 1064 rBV 222977 529529 17.13% 1.483%
13  8.230 1064 1070 1083 rVB2 437315 1508542 48.79% 4.225%
14  8.448 1099 1107 1114 rBV3 22833 52086 1.68% 0.146%
15 8.583 1122 1130 1142 rBV2 258862 608467 19.68% 1.704%
16 8.730 1147 1155 1159 rVVe 82432 221934 7.18% 0.622%
17 8.789 1160 1165 1172 rVV4 109709 274853 8.89% 0.770%
18 8.854 1172 1176 1185 rVB3 47405 104332 3.37% 0.292%
19 9.107 1210 1219 1232 rBV 663328 1448801 46.86% 4.058%
20 9.201 1233 1235 1243 rVB3 27722 41641 1.35% 0.117%
21  9.342 1251 1259 1261 rBvV4 34443 67368 2.18% ©0.189%
22 9.389 1261 1267 1275 rVB 100646 211650 6.85% 0.593%
23 9.572 1285 1298 1299 rBV3 118075 227002 7.34% 0.636%
24 9.607 1299 1304 1319 rVB 220930 499375 16.15% 1.399%
25 9.777 1327 1333 1340 rVB3 46367 91376  2.96% 0.256%
26 9.936 1351 1360 1363 rBV6 24469 64990 2.10% 0.182%
27 9.966 1363 1365 1370 rVW4 26790 47282 1.53% 0.132%
28 10.019 1370 1374 1380 rVB3 33156 61754 2.00% 0.173%
29 10.107 1382 1389 1393 rBV 98040 201131 6.51% 0.563%
30 10.148 1393 1396 1409 rVB4 43113 95957 3.10% 0.269%
31 10.454 1441 1448 1460 rVB2 136558 297187 9.61% 0.832%
32 10.566 1460 1467 1478 rBV 980930 1885865 60.99% 5.282%
33 10.760 1492 1500 1508 rvv2 123982 265863 8.60%  0.745%
34 10.830 1508 1512 1520 rVvB2 81073 153540 4.97% 0.430%
35 10.983 1531 1538 1547 rBV4 72680 189314 6.12% 0.530%
36 11.060 1547 1551 1561 rVB2 47102 95601 3.09% 0.268%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@22323\
Data File : VNO76791.D

Acqg On : 23 Feb 2023 14:10
Operator : JC\MD

Sample : 01664-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 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©21323W.M
Title : SW846 8260
37 11.171 1561 1570 1578 rBV2 37921 86491 2.80% 0.242%
38 11.242 1578 1582 1588 rBV5 19977 40001 1.29% ©0.112%
39 11.577 1633 1639 1647 rVB5 17093 32811 1.06% 0.092%
40 11.866 1680 1688 1695 rBV 867779 1547832 50.06% 4.335%
41 11.966 1695 1705 1711 rVB 189108 350429 11.33% 0.981%
42 12.077 1718 1724 1735 rVB 351246 593706 19.20% 1.663%
43 12.401 1768 1779 1788 rBV 133791 246313 7.97% 0.690%
44 12.695 1825 1829 1835 rVB2 29765 46904 1.52% 0.131%
45 12.848 1847 1855 1864 rBV 645909 1133354 36.66% 3.174%
46 13.036 1883 1887 1894 rBV2 26764 44496 1.44% 0.125%
47 13.130 1894 1903 1915 rVB 124475 245308 7.93% 0.687%
48 13.336 1930 1938 1948 rBV 1811175 2998494 96.98%  8.398%
49 13.483 1957 1963 1969 rBV 638926 1022211 33.06% 2.863%
50 13.536 1969 1972 1978 rVB2 53403 83096 2.69% 0.233%
51 13.671 1990 1995 2000 rBV3 25502 36464 1.18% 0.102%
52 13.730 2000 2005 2008 rBV3 28126 46048 1.49% 0.129%
53 13.795 2008 2016 2018 rBV 870376 1473078 47.64% 4.126%
54 13.889 2028 2032 2037 rVB4 28754 47624 1.54% 0.133%
55 13.954 2037 2043 2045 rBV2 297056 461950 14.94%  1.294%
56 13.995 2045 2050 2055 rVV 895409 1654990 53.53% 4.635%
57 14.036 2055 2057 2064 rVB 170673 217753 7.04% 0.610%
58 14.118 2064 2071 2076 rBV 94681 161685 5.23% 0.453%
59 14.183 2076 2082 2088 rBV2 183482 327761 10.60% 0.918%
60 14.248 2088 2093 2095 rVV2 79430 136527 4.42%  0.382%
61 14.277 2095 2098 2102 rVV 140911 206320 6.67% ©.578%
62 14.330 2102 2107 2113 rVB 686667 1088104 35.19% 3.048%
63 14.395 2113 2118 2121 rBV2 90096 142556 4.61% 0.399%
64 14.448 2121 2127 2136 rVV2 401614 704282 22.78% 1.973%
65 14.571 2144 2148 2155 rVB2 105855 182465 5.90% 0.511%
66 14.654 2155 2162 2166 rBV 428994 737405 23.85% 2.065%
67 14.695 2166 2169 2174 rVV 349080 540288 17.47% 1.513%
68 14.736 2174 2176 2180 rVB2 48641 59587 1.93% 0.167%
69 14.877 2192 2200 2204 rBV4 47411 94132 3.04% 0.264%
70 14.930 2204 2209 2213 rVV3 99823 189993 6.14% 0.532%
71 14.971 2213 2216 2220 rVV 43769 65677 2.12% ©.184%
72 15.054 2220 2230 2236 rVV2 497902 1157948 37.45% 3.243%
73 15.118 2236 2241 2247 rVB6 67523 150036 4.85% 0.420%
74 15.207 2252 2256 2261 rVB3 44025 75835  2.45% 0.212%
75 15.324 2270 2276 2289 rBV3 153785 442147 14.30% 1.238%

76 15.436 2289 2295 2303 rVB3 145537 362330 11.72%  1.015%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@22323\
Data File : VN@76791.D

Acqg On : 23 Feb 2023 14:10
Operator : JC\MD

Sample : 01664-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 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©21323W.M

Title : SW846 8260

77 15.642 2325 2330 2338 rVB2 68457 131575 4.26% 0.369%
78 15.748 2338 2348 2354 rVVv2 71481 150686 4.87% 0.422%
79 15.806 2354 2358 2371 rvv8 30696 78720 2.55% ©0.220%
80 15.948 2375 2382 2388 rVB3 26869 54372 1.76% ©.152%
81 16.130 2404 2413 2421 rVV2 34610 100959 3.27% 0.283%
82 16.201 2421 2425 2430 rVVe6 17547 34360 1.11% 0.096%
83 16.265 2430 2436 2440 rVB5 20421 39518 1.28% 0.111%

Sum of corrected areas: 35703790
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@22323\
Data File : VN@76791.D

Acqg On : 23 Feb 2023 14:10

Operator JC\MD

Sample : 01664-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@©21323W.M
: SW846 8260

TIC Library : C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: VNO76791.D\data.ms
1500000
1000000
5.807
500000
3.254 5.395
| 2.837 4.437 5.289\5.525 6.807
O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\T\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\m
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 6.80
Abundance TIC: VNO76791.D\data.ms
1500000
1000000 10.566
9.107
500000 7.336 8.230
9.380. 10.454| 10,760,
854 8P-3124 4 4 330,98
oL ool Lese ange [\ oyaEns |\ N A uen
Time--> 750 800 8.50 9.00 9.50 10,00 10.50 11.00 11.50
Abundance TIC: VNO76791.D\data.ms
13.836
1500000
1000000 - 13.7933.995
12.848 13.483 14.330
15.054
500000 4.4484 554
12.077 13,034
1.96 034
12.401 13.130 30545 :
| 12,695 13 03 1 5?@3 889\ i 7§$ ‘8931880 15. ‘qu{\ 94861&5&255
O T ‘ T T T ‘ T \”\\ T T T ‘ T T ‘ T T T T ‘ T
Time--> 12.00 12.50 13.00 1350 14.00 14.50 15.00 1550 16.00 16,50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©22323\
Data File : VN@76791.D

Acqg On : 23 Feb 2023 14:10
Operator : JC\MD

Sample : 01664-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21323W.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 Cyclopentane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.395 20.30 ug/l 612599  Pentafluorobenzene 8.230

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane 70 C5H10 000287-92-3 72
2 1-Pentene 70 C5H10 000109-67-1 64
3 Cyclopropane, ethyl- 70 C5H1e 001191-96-4 45
4 Isobutyronitrile 69 C4H7N 000078-82-0 9
5 Cyclobutane, methyl- 70 C5H10 000598-61-8 9

Abundance Scan 588 (5.395 min): VN076791.D\data.ms (-576) (-) m/z 42.00 100.00%

42.0
5000 55.0 70.0
e AR RRRE S
5.00 5.20 5.40 5.60 5.80
ol e e e il 8407 55,00 43.53%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #635: Cyclopentane
42.0
5000 B RN N
550 700 5./00 558 50.4;0 5.63?95.;3:0
27.0 m/z . . 0
0 1.0 15\'0 \‘H \“ L .
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #629: 1-Pentene
42.0
R R EEEE
55.0 5.00 5.20 5.40 5.60 5.80
m/z 41.00 32.38%
5000 0.0 /
29.0
so | L
Ot e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #653: Cyclopropane, ethyl- RRRREE RS A N RERLEE
42.0 5.00 5.20 5.40 5.60 5.80
m/z 39.00  26.33%
5000 55.0
27.0 70.0
15.0 ‘
) S S PRt N—— R REARAaSRLEE SRR
m/z--> 0 10 20 30 40 50 60 70 80 90 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©22323\
Data File : VN@76791.D

Acqg On : 23 Feb 2023 14:10
Operator : JC\MD

Sample : 01664-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21323W.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 Propane, 2-ethoxy-2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.272  16.41 ug/1l 494962  Pentafluorobenzene 8.230

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 16
3 3-Pentanol 88 C5H120 000584-02-1 9
4 4-Hydroxy-3-hexanone 116 C6H1202 004984-85-4 9
5 Propanoic acid, 2-hydroxy-2-methyl- 104 C4H803 000594-61-6 9

Abundance Scan 907 (7.272 min): VN076791.D\data.ms (-892) (-) m/z 59.00 100.00%

59.0
5000 87.1 /\
41.0 SRS I S
M 7.00 7.20 7.40 7.60
0 ““M““““ e m/z 87.10 39.68%
miz--> 20 60 80 100 120 140
Abundance #5058. Propane, 2-ethoxy-2-methyl-
59.0
5000 UL L B I B AL LR
87.0 7.00 7.20 7.40 7.60
41.0 m/z 57.00  35.47%
15.0 ‘
O\\\‘\‘\}\\"\\\‘1i\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 20 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
R AAEmEES NS
7.00 7.20 7.40 7.60
5000 2410 m/z 41.00 23.52%
0 \H\‘ \‘ if ‘ 12§0 142.0
e
miz--> 20 40 60 80 100 120 140
Abundance #2356: 3-Pentano
59.0 7.00 7.20 7.40 7.60
m/z 43.00 16.68%
5000 31.0 /\/L
ob 280 Ul il 87.0

m/z--> 20 40 60 80 100 120 140 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@22323\
Data File : VN@76791.D

Acqg On : 23 Feb 2023 14:10

Operator JC\MD

Sample : 01664-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@©21323W.M
: 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 3 Cyclopentane, methyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
7.336 52.00 ug/l 1568930  Pentafluorobenzene 8.230
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
2 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 80
3 Cyclohexane 84 C6H12 000110-82-7 78
4 Cyclobutane, ethyl- 84 C6H12 004806-61-5 72
5 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 64
Abundance Scan 918 (7.336 min): VN076791.D\data.ms (-911) (-) m/z 56.00 100.00%
56.0
41.0
5000 69.0
‘ ‘ ‘ 84.1 7.00 7.20 7.40 7.60
b el m/z 41.00 52.93%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 69.0
7.00 7.20 7.40 7.60
m/z 69.00 39.57%
28.0 84.0
150 | |
O\\‘\\‘\\‘\\}\“\\\}“\‘\\\i‘\u‘\‘\\\‘1i\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1676: 1-Pentene, 2-methyl-
56.0
A RRAREREE
41.0 7.00 7.20 7.40 7.60
5000 m/z 39.00 27.33%
69.0 84.0
29.0 “
0““““‘H1M““}ﬂ“quh TRSSNRIBI ARSI .
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1646: Cyclohexane R A RRARRERE
56.0 7.00 7.20 7.40 7.60
84.0 m/z 55.00 26.27%
5000 41.0
69.0
27.0 H
o 180 Wl
m/z--> 10 20 30 40 50 60 70 80 90 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©22323\
Data File : VN@76791.D

Acqg On : 23 Feb 2023 14:10
Operator : JC\MD

Sample : 01664-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21323W.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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.336 101.78 ug/1l 2998490 1,4-Dichlorobenzene-d4 13.795
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 94
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91

Abundance Scan 1938 (13.336 min): VN076791.D\data.ms (-1930) (- | m/z 104.95 100.00%

105.0
5000
120.1
3 5

39.0 63.0 77.0 91.0 13. 00
0‘w””\Hw‘”“w‘”i‘mw“‘”\”““w”w‘”‘w“‘!w”“‘“\‘mw m/z 120.10 29.72%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10722: Benzene, 1-ethyl-2-methyl- /\
105.0
5000 J\
120.0 13. 00 13. 50

m/z 91.00 12.44%

39.0 77.0 91.0
\\‘\\\\‘\2\6\‘\‘\\\\“\\\\i‘\\\\6‘:\3‘\‘9‘\\\‘\“\\\\“\\\\‘\‘\1\‘\\‘\\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0

o

13.00 13.50
5000 ITI z 77.00 12.42%
120.0
79.0
39.0 65.0 92.0 ‘
o"""""m""m""u""m""‘H,"‘ﬁm,“;!‘,m,mW
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10691: Mesitylene 1 — ‘
105.0 1300 135
120.0 ITI/Z 103.00 9.24%
5000
39.0 770 91.0 A\ )
Q280 0 L 830 L T N AW
m/z--> 10 20 30 40 50 60 70 80 90 100110120 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©22323\
Data File : VN@76791.D

Acqg On : 23 Feb 2023 14:10
Operator : JC\MD

Sample : 01664-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21323W.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 5 Benzene, (2-bromocyclopropyl)- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.995 56.17 ug/1 1654990 1,4-Dichlorobenzene-d4 13.795
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-bromocyclopropyl)- 196 C9H9Br 036617-02-4 59
2 Deltacyclene 118 C9H10 007785-10-6 53
3 Benzene, (isocyanomethyl)- 117 C8H7N 010340-91-7 47
4 m-Aminophenylacetylene 117 C8H7N 054060-30-9 43
5 Benzene, 1,1'-(1,5-hexadiene-1,6... 234 C18H18 004439-45-6 40

Abundance Scan 2050 (13.995 min): VN076791.D\data.ms (-2045) (- | m/z 116.95 100.00%
117.0
J\ |
. ;
39.0 63.0 91"0 14.00
Ot bl M m/z 118.00  58.35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #72304: Benzene, (2-bromocyclopropyl)-
117.0
5000 — T
14.00
91.0 m/z 114.95 33.73%
39.0
63.0
N I N O R 152.0173.0 196.0
\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10182: Deltacyclene
117.0
14.00
5000 m/z 91.00 14.72%
91.0
39.0
65.0
0"Nm‘W‘WMUU"M‘Jw‘ﬂ“lq‘u““u““‘_““‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9763: Benzene, (isocyanomethyl)- e
117.0 14.00
m/z 39.00 9.59%
90.0
5000
51.0
0‘_“¢Nﬂmﬂmwﬂ,mlw“‘M‘H“H“_‘H“H“H S
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00

82N©21323W.M Fri Feb 24 14:02:55 2023 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©22323\
Data File : VN@76791.D

Acqg On : 23 Feb 2023 14:10
Operator : JC\MD

Sample : 01664-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21323W.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, 4-ethyl-1,2-dimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.330  36.93 ug/l 1088100 1,4-Dichlorobenzene-d4 13.795
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 95
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 94
3 o-Cymene 134 C1leH14 000527-84-4 94
4 p-Cymene 134 CleH14 000099-87-6 94
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 94

Abundance Scan 2107 (14.330 min): VN0O76791.D\data.ms (-2102) (- | m/z 119.05 100.00%
119.1
5000
134.0
39.0 65.0 9]‘"0 14.00 14.50
bbb el L sz 13400 30.41%
miz-> 20 40 60 80 100 120 140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000 0 0
010 134.0 14. 14.5
: m/z 90.95 15.79%
65.0
04 \1\5\.0‘ T \3\9“.‘0\ \“\‘\ “f‘\ T \‘H‘ T "H“\ \Ml T T
miz-> 20 40 60 80 100 120 140
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
— —F
14.00 14.50
5000 m/z 76.95 10.31%
134.0
91.0
150 390 450 |
O O i W RO M S R
m/iz--> 20 40 60 80 100 120 140
Abundance #16997: o-Cymene = —7
119.0 14.00 14.50
m/z 120.05 10.04%
5000
134.0
410 91.0 ‘
. 65.0
0\\\\‘\‘\\\w\\‘\H“H‘\\MH‘;‘\,‘}‘H‘M\HH,\ ’J\j\/\\
m/z--> 20 40 60 80 100 120 140 14.00 14.50

82N©21323W.M Fri Feb 24 14:02:56 2023 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@22323\
Data File : VN@76791.D

Acqg On : 23 Feb 2023 14:10

Operator JC\MD

Sample : 01664-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@©21323W.M
: SW846 8260

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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, (2-methyl-1-propen... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.448 23.91 ug/l 704282 1,4-Dichlorobenzene-d4 13.795
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 83
2 Indan, 1-methyl- 132 C10H12 000767-58-8 76
3 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 74
4 3-Phenylbut-1-ene 132 C10H12 000934-10-1 72
5 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 72

Abundance Scan 2127 (14.448 min): VNO76791.D\data.ms (-2121) (- | m/z 117.00 100.00%
11v.0
- M/\_M
91.0
10 map 10 || o Loso
) NS WAL Y AP s S 115.00  31.97%
m/z--> 20 80 100 120 140
Abundance #16143: Benzene, (2-methyl-1-propenyl)-
11v.0
5000
91.0 14.50
m/z 132.05 24.59%
39.0 65.0 1%3.0
O\]-\5\9\‘\\\"\\“\‘\“h‘\\\H‘\\“}\‘w\\“‘\“\‘\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #16104: Indan, 1-methyl-
117.0
1450
5000 m/z 119.10 20.07%
300 50 OO ‘ 133.0
) Il i N | . -
miz-> 20 80 100 120 140 XA
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)- ‘
117.0 1450
90.95 14.02%
5000
91.0
51.0 ‘ 1%3.0
0“‘,%FQ‘H"MM‘“M?ge“w“ﬁ“w“‘HWJ““‘
miz--> 20 60 80 100 120 140 14.50

82N©21323W.M Fri Feb 24 14:02:57 2023
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@©22323\

: VNO76791.D
: 23 Feb 2023 14:10

JC\MD

: 01664-01
: 5.0mL/MSVOA_N/WATER
: 9 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21323W.M

. SW846 8260

: C:\Database\NIST20.L
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, 1,2,3,5-tetramethyl-

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.654  25.03 ug/l 737405 1,4-Dichlorobenzene-d4 13.795
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C1oH14 000527-53-7 97
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
3 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 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 94

Abundance Scan 2162 (14.654 min): VN076791.D\data.ms (-2155) (- | m/z 119.00 100.00%
119.0
91.0 LI RN
39.0 65.0 ‘ 1 5 1 14.50 15.00
OF et 820 7 134 05 48.11%
miz--> 20 60 80 100 120 140
Abundance #17062: Benzene, 1,2,3,5-tetramethyl-
119.0
5000
14.50 15.00
300 m/z 91.00 15.96%
‘ 65.0 gﬁﬂ 135.0
O\\\‘\‘\\\“\\““\“‘\\\“\\\\“\‘\\‘\‘l\\\‘\‘\\\\
miz-> 20 60 80 100 120 140
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
—F Y
14.50 15.00
5000 m/z 133.05 10.36%
91.0
39.0 65 0 135.0
T M N PO e o
miz--> 20 40 60 80 100 120 140 M
Abundance #17059: Benzene, 1,2,3,4-tetramethyl- R —
119.0 14.50 15.00
m/z 115.00  10.05%
5000
91.0
15.0 39‘0 65.0 | 1350
R e A
m/z--> 20 60 80 100 120 140 14.50 15.00

82N©21323W.M Fri Feb 24 14:02:58 2023
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@22323\
Data File : VN@76791.D

Acqg On : 23 Feb 2023 14:10

Operator JC\MD

Sample : 01664-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@©21323W.M
: SW846 8260

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 9 Benzene, 1l-ethyl-2,3-dimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.695 18.34 ug/l 540288 1,4-Dichlorobenzene-d4 13.795
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 93
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 91
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 91
4 1,3,8-p-Menthatriene 134 C10H14 018368-95-1 91
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 91

Abundance Scan 2169 (14.695 min): VN076791.D\data.ms (-2166) (- | m/z 119.10 100.00%
119.1
91.0 ot o
39.0 65.0 ‘ 14.50 15.00
O bbb A 1539 o134 00 52.15%
miz--> 20 40 60 80 100 120 140
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
5000
14.50 15.00
91.0 m/z 91.00  16.68%
39.0 65.0 ‘
04 \1\5\.(‘)\‘\ T \“‘\ \“V\ |‘w\ T i‘H‘ T “H“\ \Hl T T
miz--> 20 40 60 80 100 120 140
Abundance #17103: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
cor -
14.50 15.00
5000 m/z 120.10 11.05%
91.0
olaso 40 %20 | . 130
miz--> 200 40 60 80 100 120 140 /\m
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl- ‘Aq ‘ O
119.0 14.50 15.00
m/z 77.00 8.97%
5000
39.0 91.0 J
15.0 65.0
A v PR T X JN b
m/z--> 20 40 60 80 100 120 140 14.50 15.00

82N©21323W.M Fri Feb 24 14:02:59 2023
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©22323\
Data File : VN@76791.D

Acqg On : 23 Feb 2023 14:10
Operator : JC\MD

Sample : 01664-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21323W.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, 2-ethenyl-1,4-dime... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.054 39.30 ug/l 1157950 1,4-Dichlorobenzene-d4 13.795
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 96
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 95
3 3-Phenylbut-1-ene 132 C10H12 000934-10-1 90
4 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 90
5 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 90

Abundance Scan 2230 (15.054 min): VN076791.D\data.ms (-2220) (- | m/z 117.00 100.00%

117.0
5000

T
390 770 ‘ ‘ 15 oo
Obrrpeomahoblcd oty JA48 2070 25840 g35 65 35.74%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 ; J\‘ ‘ :
15.00

m/z 115.00  33.33%

51.0 ‘
]\-ﬁ‘o\‘\\\‘\\“U\““U\\\“\\H\“H\\“\‘U\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0

o

1500
5000 m/z 131.05 18.08%
39.0 | ‘
0‘H‘ﬂuwJwNH‘_Hq‘HWNNWHH‘HH_‘H_H‘_HW‘HWH
m/z--> 20 40 60 80 100120 140160 180200 220 240 260 AJNﬁKﬂA\
Abundance #16106: 3-Phenylbut-1-ene el
117.0 15.00

m/z 90.95 15.18%

5000
20 700
| b d

m/z--> 20 40 60 80 100120140160 180 200 220 240 260 15.00

o

82N©21323W.M Fri Feb 24 14:03:00 2023 Page: 14



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@22323\
Data File : VN@76791.D

Acqg On : 23 Feb 2023 14:10
Operator : JC\MD

Sample : 01664-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21323W.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|
Cyclopentane 5.395 20.3 ug/l 612599 1 8.230 1508540 50.0
Propane, 2-etho... 7.272 16.4 ug/l 494962 1 8.230 1508540 50.0
Cyclopentane, m... 7.336 52.0 ug/l 1568930 1 8.230 1508540 50.0
Benzene, 1l-ethy... 13.336 101.8 ug/l 2998490 4 13.795 1473080 50.0
Benzene, (2-bro... 13.995 56.2 ug/l 1654990 4 13.795 1473080 50.0
Benzene, 4-ethy... 14.330 36.9 ug/l 1088100 4 13.795 1473080 50.0
Benzene, (2-met... 14.448 23.9 wug/l 704282 4 13.795 1473080 50.0
Benzene, 1,2,3,... 14.654  25.0 ug/l 737405 4 13.795 1473080 50.0
Benzene, 1l-ethy... 14.695 18.3 ug/l 540288 4 13.795 1473080 50.0
Benzene, 2-ethe... 15.054 39.3 ug/l 1157950 4 13.795 1473080 50.0
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