LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121523\
Data File : VN©80500.D

Acqg On : 15 Dec 2023 14:00
Operator : JC\MD

Sample : 05829-05

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 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\82N121223W.M

Title : SW846 8260

Signal : TIC: VN@80500.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.247 211 220 236 rVB 228183 519781 3.82% 0.463%
2 3.647 277 288 299 rBV3 56975 151776 1.11% 0.135%
3  4.424 408 420 435 rBV3 65019 205831 1.51% 0.184%
4 5.277 552 565 568 rBV2 99933 295445  2.17% 0.263%
5 5.347 5706 577 593 rVB3 163399 665616 4.89% 0.593%
6 5.812 638 656 671 rBV2 299475 1025769 7.53% 0.915%
7 6.653 784 799 811 rBV 108774 321049 2.36% 0.286%
8 6.794 811 823 836 rBv3 78022 251414 1.85% 0.224%
9 7.083 862 872 887 rBV3 94027 289349 2.12% 0.258%
10 7.330 903 914 923 rBvV2 392328 1142149 8.39% 1.018%
11 8.006 1022 1029 1037 rVB 129188 324516  2.38% 0.289%
12 8.165 1047 1056 1061 rBV 181255 452917 3.33% 0.404%
13 8.229 1061 1067 1079 rVV3 405806 1337156 9.82% 1.192%
14  8.329 1079 1084 1094 rVB3 148475 375224 2.76%  0.335%
15 8.447 1096 1104 1111 rBV 119543 274257 2.01%  0.245%
16 8.606 1120 1131 1142 rVB2 511863 1419688 10.42% 1.266%
17 8.724 1142 1151 1156 rVV5 189980 555398 4.08%  0.495%
18 8.788 1156 1162 1168 rVV4 268436 710722 5.22% 0.634%
19 8.859 1168 1174 1182 rVV2 100447 237139 1.74% 0.211%
20 8.941 1182 1188 1200 rVB3 55417 148457 1.09% 0.132%
21 9.100 1206 1215 1222 rBV2 707344 1696572 12.46% 1.513%
22 9.335 1248 1255 1259 rBV2 109861 217264 1.60% 0.194%
23 9.382 1259 1263 1272 rVB 126966 253640 1.86% 0.226%
24  9.565 1283 1294 1295 rBV 181428 279960 2.06% 0.250%
25 9.600 1296 1300 1316 rVB 313206 709997 5.21% 0.633%
26 9.776 1323 1330 1337 rVB 89202 171504 1.26% 0.153%
27 9.941 1351 1358 1360 rBV2 72467 144846 1.06% 0.129%
28 10.012 1366 1370 1378 rVB4 84756 178508 1.31% 0.159%
29 10.100 1378 1385 1390 rBV 307100 594565 4.37% 0.530%
30 10.153 1390 1394 1405 rVB5 140799 302024 2.22% 0.269%
31 10.453 1439 1445 1450 rBV 194318 336054 2.47% 0.300%
32 10.571 1457 1465 1471 rBV 725188 1366428 10.03% 1.218%
33 10.759 1488 1497 1503 rVV4 97269 238946 1.75% 0.213%
34 10.982 1529 1535 1546 rVB3 220858 541548 3.98% 0.483%
35 11.865 1678 1685 1692 rBV 710537 1286881 9.45% 1.147%
36 11.965 1692 1702 1711 rVV 5375473 9033344 66.33% 8.054%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121523\
Data File : VN©80500.D

Acqg On : 15 Dec 2023 14:00
Operator : JC\MD

Sample : 05829-05

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 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\82N121223W.M
Title : SW846 8260
37 12.076 1711 1721 1734 rVB 6325528 11643938 85.50% 10.382%
38 12.400 1767 1776 1785 rBV 175076 319160 2.34% 0.285%
39 12.694 1817 1826 1833 rVB 538394 877868 6.45% 0.783%
40 12.847 1842 1852 1862 rVB 495618 887873 6.52% 0.792%
41 13.035 1878 1884 1889 rBV 938883 1508525 11.08% 1.345%
42 13.100 1889 1895 1897 rVV 1003664 1641320 12.05% 1.463%
43 13.129 1897 1900 1904 rVV 1772399 2916764 21.42% 2.601%
44 13.176 1904 1908 1916 rVB 2178571 3448256 25.32% 3.074%
45 13.335 1927 1935 1946 rBV 2509904 4142621 30.42% 3.694%
46 13.482 1946 1960 1967 rBV 8301173 13618947 100.00% 12.142%
47 13.612 1974 1982 1988 rVB3 74375 185951 1.37% 0.166%
48 13.676 1988 1993 1997 rBV 87464 137567 1.01% 0.123%
49 13.823 2006 2018 2027 rBV2 2823671 5884483 43.21% 5.247%
50 13.953 2033 2040 2042 rBV 702122 1049617 7.71% 0.936%
51 13.994 2042 2047 2063 rVB2 4374770 8946365 65.69% 7.976%
52 14.117 2063 2068 2073 rBV 148045 223305 1.64% 0.199%
53 14.182 2073 2079 2084 rBV2 456995 762400 5.60% 0.680%
54 14.247 2084 2090 2092 rVV 610186 961410 7.06% ©.857%
55 14.276 2092 2095 2099 rVV 523939 773834 5.68% 0.690%
56 14.329 2099 2104 2110 rVV 1623721 2530817 18.58% 2.256%
57 14.400 2110 2116 2119 rVV 339003 572704 4.21% 0.511%
58 14.447 2119 2124 2133 rVB2 1485276 2494150 18.31% 2.224%
59 14.576 2141 2146 2152 rVB2 303017 486233 3.57% 0.434%
60 14.653 2152 2159 2163 rBV 1046418 1781189 13.08% 1.588%
61 14.694 2163 2166 2171 rVV 1124609 1670211 12.26% 1.489%
62 14.929 2201 2206 2211 rBV 1061194 1677401 12.32% 1.496%
63 15.053 2218 2227 2233 rBV2 1908147 4053638 29.76% 3.614%
64 15.117 2233 2238 2247 rVB3 227640 452734  3.32% 0.404%
65 15.211 2247 2254 2261 rBV3 361632 686866 5.04% 0.612%
66 15.317 2261 2272 2278 rBv4 379381 1006178 7.39% 0.897%
67 15.441 2285 2293 2301 rVB3 321643 810028 5.95% 0.722%
68 15.641 2319 2327 2335 rVB 2119318 4037321 29.64% 3.600%
69 15.747 2339 2345 2351 rVV2 161049 326929 2.40% 0.291%
70 15.805 2351 2355 2367 rVB 92743 203345 1.49% 0.181%
71 15.947 2370 2379 2389 rBV 153629 313399 2.30% 0.279%
72 16.129 2399 2410 2419 rBV3 88600 292057 2.14% 0.260%
73 16.347 2438 2447 2454 rVB5 58612 165550 1.22% 0.148%
74 16.782 2514 2521 2522 rBV 410519 613027 4.50% 0.547%

Sum of corrected areas: 112159715
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121523\
Data File : VN@©80500.D

Acqg On : 15 Dec 2023 14:00
Operator : JC\MD

Sample : 05829-05

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121223W.M
Quant Title : SW846 8260

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

Abundance TIC: VN080500.D\data.ms
8000000

7000000
6000000
5000000
4000000
3000000
2000000
1000000

3.247 3.647 4.424 5.57347 5.812 6.658.794

0 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘/\_\\\\‘\\\\‘\\\\‘\\\\‘/_\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘/\\\\mf

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: VN080500.D\data.ms
8000000

7000000
6000000
5000000
4000000
3000000
2000000

1000000 . 28 2O 9.100 10571
7.083 " 8.008.16%.32047 /\8.3%B041 [\ 983829%88% 77010449983 10.453| 10.75010.982

0 i ] — M* i [ j/@\ < \’—T\gkw ] ?\\/\\/\\ [ D J

Time->  7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50

Abundance TIC: VN080500.D\data.ms
8000000 13.482

7000000
12.076

6000000
11.96

5000000
13.994

4000000

13.823
3000000 13.335

13.176 15.641
2000000 13.129 ‘ . 15.053

7
14489414.92

138

100000086 3.953
12.692.847 14%
0 1240 )] aerrg | [ 1T JARERTA [1agm8 0476 1206 347
T T T T ‘ T T T T ‘ T T T T T T T T T T T ‘ T T T T ‘ T T I T ‘ T T T T ‘

L
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50

16.7
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121523\
Data File : VN@©80500.D

Acqg On : 15 Dec 2023 14:00
Operator : JC\MD

Sample : 05829-05

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121223W.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 unknown5.347 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.347 24.89 ug/1 665616  Pentafluorobenzene 8.224

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 1-chloro-3-methyl- 106 C5H11C1 000107-84-6 47
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 40
3 Pentane, 2-bromo- 150 C5H11Br 000107-81-3 36
4 Ethanedioic acid, bis(3-methylbu... 230 C12H2204 002051-00-5 33
5 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 33
Abundance Scan 577 (5.347 min): VN080500.D\data.ms (-570) (-) m/z 43.10 100.00%

43.1
71.1
5000

5.00 5.20 5.40 5.60

HH‘ 87.2

ot el lle A 8C2 m/z 71.1e  71.40%
m/z--> 20 40 60 80 100 120 140
Abundance #5670: Butane, 1-chloro-3-methyl-
43.0
5000 700 \‘HH‘HH‘HH’HH‘\

270 5.00 5.20 5.40 5.60
H m/z 41.10 54.14%

\m‘ (- 9101080
\\\‘\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140
Abundance #2047: Pentane, 2-methyl-
43.0

5.00 5.20 5.40 5.60

o

m/z 42.10 41.72%
5000 71.0
27.0
Lol sro
o7ttt
miz--> 20 40 60 80 100 120 140
Abundance #27881: Pentane, 2-bromo- W“H“‘H“H‘,H“_
43.0 5.00 5.20 5.40 5.60

m/z 70.05 33.62%

27.0
5000
71.0
I ”M \ 107.0123.0  150.0

- ‘\\\\‘\\\\‘\\\\‘\\\\‘\ T \‘\\\\‘\\\\‘\V\\’\\\\‘\

m/z--> 20 40 80 100 120 140 5.00 5.20 5.40 5.60

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121523\
Data File : VN@©80500.D

Acqg On : 15 Dec 2023 14:00
Operator : JC\MD

Sample : 05829-05

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121223W.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 Pentane, 3-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.812 38.36 ug/l 10257760  Pentafluorobenzene 8.224

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 90
2 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 78
3 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 78
4 1-Butanol, 2-methyl- 88 C5H120 000137-32-6 40
5 Sulphuric acid dibutyl ester 210 C8H1804S 000625-22-9 40
Abundance Scan 656 (5.812 min): VN080500.D\data.ms (-638) (-) m/z 57.10 100.00%
57.1
41.1
5000
R
‘ ‘ 711 gg2 5.40 5.60 5.80 6.00 6.20
Obrrrrererrrpererprrtletll ol TS m/z s6.10 84.97%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #2050: Pentane, 3-methyl-
57.0
41.0
5000 I L L B
2700 5.40 5.60 5.80 6.00 6.20
m/z 41.10 60.03%
O 12.071.086.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #14583: Hexane, 2,2,3-trimethyl-
57.0
e
5.40 5.60 5.80 6.00 6.20
5000 41.0 m/z 43.10 19.79%
71.0
0 27P | \‘ I ‘ | \“ 85.0 113'0
e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4489: Butane, 2,2,3-trimethyl- Rmmas R
57.0 5.40 5.60 5.80 6.00 6.20
43.0 m/z 39.10 16.67%
5000
15.0
o100 710 | 1000 AN
e e e e e e e R R S
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 5.40 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121523\
Data File : VN@©80500.D

Acqg On : 15 Dec 2023 14:00
Operator : JC\MD

Sample : 05829-05

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121223W.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 Cyclopentane, methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.330  42.71 ug/l 1142156  Pentafluorobenzene 8.224

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 94
2 Cyclobutane, ethyl- 84 C6H12 004806-61-5 86
3 1H-Tetrazole, 5-methyl- 84 C2H4AN4 004076-36-2 72
4 Cyclobutanecarbonitrile, 3,3-dim... 109 C7H11N 053783-86-1 59
5 Cyclohexane 84 C6H12 000110-82-7 52
Abundance Scan 914 (7.330 min): VN080500.D\data.ms (-903) (-) m/z 56.10 100.00%
56.1
5000 41.1 69.1
‘ ‘ 84.1 7.00 7.20 7.40 7.60
0m_m"m‘uu‘mw‘miu‘dM‘m‘“guwu‘uw m/z 69.10 47.70%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 LB L L B B R

7.00 7.20 7.40 7.60
m/z 41.10 43.03%
““ \H‘

28.0 84.0
\\\‘\\\\‘]\-\5\0\‘\\\H“\\\\‘\\\\‘\\ \‘\\\‘1i\\\\‘\!\\‘\\
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1659: Cyclobutane, ethyl-
56.0

o

41.0 7.00 7.20 7.40 7.60
5000 ITI z 55.05 23.16%
27.0
69.0
SENE Y-S L I W
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1502: 1H-Tetrazole, 5-methyl-
56.0 7.00 7.20 7.40 7.60
27.0 m/z 39.85 21.85%
5000
42.0
‘ 84.0
Y | N7 A N R e e e
m/z--> 0O 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\VN121523\
Data File : VN@©80500.D

Acqg On : 15 Dec 2023 14:00
Operator : JC\MD

Sample : 05829-05

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121223W.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 1,4-Pentadiene, 2,3,3-trime... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.982 21.04 ug/l 541548 Chlorobenzene-d5 11.865
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 81
2 Cyclopentene, 1,2,3-trimethyl- 110 C8H14 000473-91-6 76
3 Bicyclo[3.1.0]hexane, 1,5-dimethyl- 110 C8H14 1010142-17-5 74
4 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 72
5 5,5-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 64
Abundance Scan 1535 (10.982 min): VN080500.D\data.ms (-1529) (- | m/z 95.10 100.00%
95.1
5000
67.1
110.1 < JM
39.1 55‘-0 81.1 11.00
O e bbb MLl L sz 67,10 27.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6792: 1,4-Pentadiene, 2,3,3-trimethyl-
95.0
67.0
41.0
5000 T
55.0 11.00
27.0 110.10 20.10%
‘ o 110.0 m/z
O \\‘]\_\5\(\)‘\\\H‘\\\}}“\\\H\‘}}\‘\\‘\U‘\\\‘\‘“\\\\“\‘\1\‘\\\\1\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6774: Cyclopentene, 1,2,3-trimethyl-
95.0 M
B VA VA VA
11.00
5000 67.0 m/z 55.05 13.56%
110.0
39.0 550
27.0 79.0
£ YOS e oYY T W
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6801: Bicyclo[3.1.0]hexane, 1,5-dimethyl- —
95.0 11.00
m/z 81.10 10.74%
67.0
5000
55.0
410 82.0 110.0
o‘WHWWWHM“mwml_HU‘“MMMlwwm_ | v
m/z--> 10 20 30 40 50 60 70 80 90 100 110 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121523\
Data File : VN@©80500.D

Acqg On : 15 Dec 2023 14:00
Operator : JC\MD

Sample : 05829-05

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121223W.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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.335 35.20 ug/l 4142620 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Mesitylene 120 C9H12 000108-67-8 91
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91

Abundance Scan 1935 (13.335 min): VN080500.D\data.ms (-1927) (- | m/z 105.05 100.00%

105.1
5000
1201 ML

511 77.1 911 13,00 1350
o‘ww_m‘?7:‘9mfhHwwHHWH“w_“!wwww m/z 120.10  29.09%
m/fz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
o )
120.0 13.00 13.50

m/z 91.10 13.02%

39.0 77.0 91.0
\\‘\H\‘2\\5\‘\()‘\H\“\\Hi‘\H\6‘%\‘9‘\H‘H‘\\\\“\H\‘\‘\1\‘\\‘\\“‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10692: Mesitylene
105.0

o

13.00 13.50
5000 120.0 m/z 77.10  12.45%
77.0 1
0‘wHH\%ze‘H%‘?ﬁ?“ww‘wwww‘?w?‘ﬁww‘mhh‘ww
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 M J\
Abundance #10721: Benzene, 1-ethyl-4-methyl- P e
105.0 13.00 13.50

m/z 79.10 10.21%

5000
120.0
77.0 91.0 AM j\
o150 390 &30 T

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 13. OO 13 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121523\
Data File : VN@©80500.D

Acqg On : 15 Dec 2023 14:00
Operator : JC\MD

Sample : 05829-05

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121223W.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 Indane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.994 76.02 ug/l 8946370 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 87
2 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 72
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 64
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 59
5 Benzene, 1,1'-(1,5-hexadiene-1,6... 234 C18H18 004439-45-6 59

Abundance Scan 2047 (13.994 min): VN080500.D\data.ms (-2042) (- | m/z 117.10 100.00%

117.1
5000
T

91.1

391 63.0 771 14.00
bl i m/z 1180100 57.13%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10179: Indane
11v.0
5000 ‘ ‘
14.00

‘ m/z 115.10  33.47%
|

39.0 ggg 91.0
”%%QW‘mﬁ”m””W‘”meZ??”W‘”W””W”M””W”‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10205: Benzene, 1-ethenyl-2-methyl-
117.0
e

o

1400
5000 ITI z 91.10 16.60%
91.0
10 580 770 |
Obrerprrrrrrsrprrrrrer et et el e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10195: Benzene, cyclopropyl-
117.0 14.00

m/z 63.00 8.25%

5000
91.0
51.0 65.0 ‘ ‘ /A\
0 270 el

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 1400
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121523\
Data File : VN@©80500.D

Acqg On : 15 Dec 2023 14:00
Operator : JC\MD

Sample : 05829-05

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121223W.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 7 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.329 21.50 ug/l 2530820 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 96
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 95
3 o-Cymene 134 C1eH14 000527-84-4 95
4 p-Cymene 134 C1eH14 000099-87-6 95
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 95

Abundance Scan 2104 (14.329 min): VN080500.D\data.ms (-2099) (- | m/z 119.10 100.00%
119.1
5000 ? h
o 14.00 14.50
39.0 65.0 - : :
Ol e ‘ el e 222 m/z 134,05 27.07%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
14.00 14.50
91.0 m/z 91.10 18.52%
somo |
0 \‘\H\‘\‘\\\“‘\\“”\“MH?H‘\H‘\“H‘H“M\H‘\’HH‘HH‘HH’HH‘H
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #17072: Benzene, 4-ethyl-1,2-dimethyl-
119.0
14.00 14.50
5000 m/z 120.10 9.58%
39.0 g50 210
0 \2"\0\\\‘\‘\\\“‘\\‘1‘\“1“\\\‘”‘\\‘\\“1“\\‘M\\M,HHWHWH,HHW
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #16998: 0-Cymene
119.0 14.00 14.50
m/z 117.05 9.43%
5000
A
41.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121523\
Data File : VN@80500.D

Acqg On : 15 Dec 2023 14:00

Operator JC\MD

Sample : 05829-05

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121223W.M
: SW846 8260

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 8 Benzene, 1l-ethenyl-3-ethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.447  21.19 ug/l 2494150 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 91
2 Indan, 1-methyl- 132 C10H12 000767-58-8 91
3 Benzene, 1l-methyl-2-(2-propenyl)- 132 C1eH12 001587-04-8 83
4 Benzene, (2-methyl-1-propenyl)- 132 C1OH12 000768-49-0 83
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 80

Abundance Scan 2124 (14.447 min): VN080500.D\data.ms (-2119) (- | m/z 117.05 100.00%
11y.1
A A
14550 A
390 77.0 ‘ :
om_m_m,hm_“H_H“‘_w‘mlﬁ??ul,w_‘?97‘-%””,””,‘%?91‘ m/z 115.10  33.79%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
11v.0
5000
14.50
m/z 132.05 26.12%
39.0 770
O\H‘\H\‘HM"‘\‘\H“‘H‘H‘WH1‘\M‘\‘\H\’HH‘HH‘HH‘HH’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16104: Indan, 1-methyl-
117.0
—r—=
14.50
5000 m/z 91.10 15.94%
390 770 ‘
O bbbyt b prrer e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16167: Benzene, 1-methyl-2-(2-propenyl)-
117.0 14.50
m/z 118.10 9.82%
5000
27.0 6?0\ \‘\
Ol ek e b e e e
m/z--> 20 40 60 80 100120140160180200220240260280 1450
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121523\
Data File : VN@80500.D

Acqg On : 15 Dec 2023 14:00

Operator JC\MD

Sample : 05829-05

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121223W.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 9 Benzene, 1l-ethenyl-4-ethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.053  34.44 ug/1l 4053640 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 94
2 1-Phenyl-1-butene 132 C10H12 000824-90-8 91
3 Indan, 1-methyl- 132 C1eH12 000767-58-8 90

001587-04-8 90
000768-00-3 90

4 Benzene, 1-methyl-2-(2-propenyl)- 132 C10H12
5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12

Abundance Scan 2227 (15.053 min): VN080500.D\data.ms (-2218) (- | m/z 117.10 100.00%
117.1
5000
N \
391 77.0 ‘ 15.00
Obrerrdbeploh bt b b148L 2211 280% o935 o5 34.17%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
11v.0
5000 - |
15.00
m/z 115.05  29.47%
39.0 770
0\H‘\‘H\"\\“\\’W\H“‘H‘H‘H“HH‘\M‘\’\\H‘HH‘H\\‘HH’HH’HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16107: 1-Phenyl-1-butene
117.0
15.00
5000 ITI/Z 131.05 18.23%
39.0 77-0‘
Olrrerebrrbrobrbeal bbbt e e rerepeeeepereeres
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16104: Indan, 1-methyl- e
117.0 15.00
m/z 91.05 15.02%
5000
39.0 77.0‘ ‘
m/z--> 20 40 60 80 100120140160180200220240260280 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121523\
Data File : VN@©80500.D

Acqg On : 15 Dec 2023 14:00
Operator : JC\MD

Sample : 05829-05

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121223W.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 Azulene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

15.641 34.30 ug/l 4037320 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 97
2 Azulene 128 C10H8 000275-51-4 94
3 4a,8a-(Methaniminomethano)naphth... 275 C18H13NO2 069915-10-2 83
4 4-Phenylbut-3-ene-1-yne 128 C10H8 1000222-12-0 64
5 1,3-Dicyanobenzene 128 C8H4N2 000626-17-5 59

Abundance Scan 2327 (15.641 min): VN080500.D\data.ms (-2319) (- | m/z 128.05 100.00%

128.1
5000

631 ggp | ‘ 15,50 16.00
Olprrrrbee S80Il 1621 2069 2821 n;137.e5  13.31%
m/z--> 20 40 60 80 100120140 160180200220 240260280
Abundance #13684: Naphthalene
128.0
5000
15.50 16.00

129.05 11.00%

51.0 ‘
’\\H‘H“H“HHHEHH“HH‘\HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #13678: Azulene
128.0

o

15.50 16.00
5000 ITI z 102.10 10.53%
51.0
0v*HW*HW*HW*HWLHWNMW*Hw*Hw*Hw*Hw*Hw*Hw*Hw*H J\J\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #167407: 4a,8a-(Methaniminomethano)naphthalene-9,11
128.0 1550 1600

m/z 126.10 7.28%

5000
0 51.0 910‘ | 156.0 206.0 246.0275.0

m/z--> 20 40 60 80 100120140160180200220240260280 1550 1600
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121523\
Data File : VN©80500.D

Acqg On : 15 Dec 2023 14:00
Operator : JC\MD

Sample : 05829-05

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121223W.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|
unknown5. 347 5.347 24.9 ug/l 665616 1 8.224 1337160 50.0
Pentane, 3-methyl- 5.812 38.4 ug/l 1025770 1 8.224 1337160 50.0
Cyclopentane, m... 7.330 42.7 ug/l 1142150 1 8.224 1337160 50.0
1,4-Pentadiene,... 10.982 21.0 wug/l 541548 3 11.865 1286880 50.0
Benzene, 1l-ethy... 13.335 35.2 ug/l 4142620 4 13.794 5884480 50.0
Indane 13.994 76.0 ug/l 8946370 4 13.794 5884480 50.0
Benzene, 2-ethy... 14.329 21.5 wug/l 2530820 4 13.794 5884480 50.0
Benzene, 1l-ethe... 14.447 21.2 ug/l 2494150 4 13.794 5884480 50.0
Benzene, 1l-ethe... 15.053 34.4 ug/l 4053640 4 13.794 5884480 50.0
Azulene 15.641 34.3 ug/l 4037320 4 13.794 5884480 50.0
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