LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@32024\
Data File : VN©81499.D

Acqg On : 20 Mar 2024 17:22
Operator : JC\MD

Sample : P1799-01

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 15 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©31824W.M

Title : SW846 8260

Signal : TIC: VN@81499.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.248 214 220 230 rVB5 19087 55996 1.74% 0.105%
2 4.430 412 421 431 rBV 12715 33242 1.04% 0.062%
3 8.171 1047 1057 1061 rBV 368247 901874 28.08% 1.690%
4 8.224 1061 1066 1078 rVB 722308 1604481 49.96% 3.007%
5 8.583 1117 1127 1140 rBV 399293 967925 30.14% 1.814%

6 9.100 1206 1215 1229 rBV 999900 2046641 63.73% 3
7 10.571 1456 1465 1471 rBV 1460109 2753978 85.76% 5
8 10.629 1471 1475 1484 rVB 451711 833422 25.95% 1.562%
9 11.865 1676 1685 1695 rBV 1343884 2359395 73.47% 4
10 11.965 1695 1702 1712 rVB 623084 1058573 32.96% 1

11 12.071 1712 1720 1730 rBV 1681645 3211321 100.00%
12 12.400 1765 1776 1784 rBV 1457198 2438371 75.93%
13 12.694 1820 1826 1833 rVB2 36485 59288 1.85%
14 12.853 1845 1853 1863 rVB 1013259 1769120 55.09%
15 13.e35 1878 1884 1888 rBV 78516 123883 3.86%
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16 13.100 1888 1895 1898 rVV 1275331 2140797 66.66%
17 13.129 1898 1900 19064 rVV 652015 946762 29.48%
18 13.176 1904 1908 1915 rVB 779776 1236439 38.50%
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19 13.335 1928 1935 1943 rBV 735218 1209436 37.66% 266%
20 13.482 1953 1960 1971 rVB 1521217 2420213 75.37% 535%
21 13.617 1974 1983 1987 rBv4 31222 61995 1.93% ©.116%
22 13.676 1987 1993 1998 rBV 144739 240774 7.50%  0.451%
23 13.729 1998 2002 2006 rVB2 62570 82578 2.57% ©.155%
24 13.794 2006 2013 2016 rBV 1342485 2524892 78.62% 4.731%
25 13.882 2024 2028 2034 rVB5 30994 57619 1.79% ©.108%

26 13.953 2034 2040 2041 rBV 195564 259717 8.09%
27 13.994 2041 2047 2050 rBV2 606359 1225270 38.15%
28 14.117 2063 2068 2073 rVB4 91242 151543 4.72%
29 14.182 2073 2079 2084 rBV 248874 405123 12.62%
30 14.247 2084 2090 2092 rBV 334459 524772 16.34%
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31 14.276 2092 2095 2099 rVB 325490 466376 14.52%
32 14.329 2099 2104 2110 rVB 582134 936157 29.15%
33 14.400 2110 2116 2119 rBV2 151026 255779  7.96%
34 14.447 2119 2124 2133 rVB2 470252 819520 25.52%
35 14.523 2133 2137 2140 rVB4 27748 34540 1.08%
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36 14.576 2140 2146 2151 rVB3 218378 348860 10.86%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@32024\
Data File : VN©81499.D

Acqg On : 20 Mar 2024 17:22
Operator : JC\MD

Sample : P1799-01

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 15 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©31824W.M
Title : SW846 8260
37 14.653 2151 2159 2162 rBV 361988 592117 18.44% 1.110%
38 14.694 2162 2166 2171 rVB 499497 714193 22.24%  1.338%
39 14.735 2171 2173 2177 rVB 116253 133955 4.17% 0.251%
40 14.776 2177 2180 2184 rVB 66801 76954 2.40% 0.144%
41 14.876 2188 2197 2201 rBV3 122875 251047 7.82% 0.470%
42 14.929 2201 2206 2211 rBV 560528 992320 30.90% 1.859%
43 15.053 2218 2227 2233 rBV2 1143328 2625747 81.77% 4.920%
44 15.100 2233 2235 2247 rVB4 93687 198092 6.17% 0.371%
45 15.211 2247 2254 2261 rBV 872584 1555924 48.45%  2.916%
46 15.323 2261 2273 2277 rBV3 336160 908721 28.30% 1.703%
47 15.441 2285 2293 2302 rVB4 350180 927507 28.88% 1.738%
48 15.600 2314 2320 2322 rBV6 47364 94548 2.94% 0.177%
49 15.641 2322 2327 2332 rVV 160581 320149 9.97% 0.600%
50 15.700 2332 2337 2342 rVWW 290787 560920 17.47% 1.051%
51 15.759 2342 2347 2348 rVV4 169719 299811 9.34% 0.562%
52 15.782 2348 2351 2370 rVB5 236423 819533 25.52% 1.536%
53 15.947 2370 2379 2387 rBV2 288736 617442 19.23% 1.157%
54 16.023 2387 2392 2397 rBV7 23975 50833 1.58% 0.095%
55 16.129 2400 2410 2411 rVV3 240052 478683 14.91% 0.897%
56 16.170 2411 2417 2427 rVV2 735095 1684653 52.46% 3.157%
57 16.258 2427 2432 2438 rVV3 87839 196894 6.13% 0.369%
58 16.347 2438 2447 2460 rVB2 200555 651379 20.28% 1.221%
59 16.506 2463 2474 2486 rBV2 468928 1152784 35.90% 2.160%
60 16.717 2498 2510 2515 rBV2 230856 605594 18.86%  1.135%
61 16.782 2515 2521 2522 rBV 216047 290502 9.05% 0.544%

Sum of corrected areas: 53366974
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32024\
Data File : VN@©81499.D

Acqg On : 20 Mar 2024 17:22
Operator : JC\MD

Sample : P1799-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31824W.M
Quant Title : SW846 8260

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

Abundance TIC: VN081499.D\data.ms
1600000

1400000
1200000
1000000
800000
600000
400000

200000
3.248 4.430

0 AN LI LI T L L L L L L L L B L B

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: VN081499.D\data.ms
1600000

10.571
1400000

1200000
1000000 9.100
800000 8.224

600000
10.629

400000 8.1 8.583

200000

0 —— — — —rL — — —
Time->  7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50

Abundance TIC: VN081499.D\data.ms

1600000| 12P71 13.482

12.400

— —
11.00 11.50

1400000865 13.794
13.100

1200000 15.053

1000000
13.994

800000

11.965 14.329  14.69414.92

600000

400000

200000

0 T ‘ T I ‘
Time--> 12.00 12.50

T ‘ T T ‘ T ‘ T T ‘ T T ‘ T T ‘ T
13.00 13.50 14.00 14.50 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32024\
Data File : VN@©81499.D

Acqg On : 20 Mar 2024 17:22
Operator : JC\MD

Sample : P1799-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31824W.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 Benzene, 1l-ethyl-3-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.100 42.39 ug/l 2140800 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 97
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 1895 (13.100 min): VN081499.D\data.ms (-1888) (- | m/z 104.95 100.00%
105.0 ﬂ
5000
510 "0 13.00 13.50
Obr it b ML 43340 2071 s 106,65 31.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000
13.00 13.50
m/z 77.00 12.17%
77.0
39.0
O\1\5\?\‘\\\“\\‘\\“\‘\\\M‘\\‘}\‘M‘\\‘\“[‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
—=h —
13.00 13.50
5000 91.00 11.53%
39.0 77.0
o N N Y Y N ———
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10721: Benzene, 1-ethyl-4-methyl-
105.0 13.00 13.50
m/z 106.00 9.00%
5000 ﬁv\
77.0
o180 e
m/z--> 20 40 60 80 100 120 140 160 180 200 1300 1350
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32024\
Data File : VN@©81499.D

Acqg On : 20 Mar 2024 17:22
Operator : JC\MD

Sample : P1799-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31824W.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-2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.335 23.95 ug/1 1209440 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 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91
Abundance Scan 1935 (13.335 min): VN081499.D\data.ms (-1928) (- | m/z 105.00 100.00%
105.0
5000
— i
390 5o 77.0 J 13.00 13.50
Ok 9O I ) Il 122013971861 /156 65  31.09%
miz--> 20 40 60 80 100 120 140 160
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000
13.00 13.50
m/z 90.95 12.48%
77.0
0 \1\5\.0‘\‘\ \3\9“.(\)\‘\5\9’.9\ T \M‘ T \‘1 T ‘H‘\ T “2\.(\)\ L L
miz--> 20 40 60 80 100 120 140 160
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
13.00 13.50
5000 m/z 76.95 11.88%
79.0
L
N
m/z--> 20 40 60 80 100 120 140 160
Abundance #10694: Mesitylene
105.0 13.00 13.50
m/z 106.10 9.18%
5000
77.0
olaso 0800 e UL
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_N\Data\VN©32024\
Data File : VN@©81499.D

Acqg On : 20 Mar 2024 17:22
Operator : JC\MD

Sample : P1799-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31824W.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 Indane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.994  24.26 ug/l 1225276  1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 92
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 62
3 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 62
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 58
5 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 53
Abundance Scan 2047 (13.994 min): VN081499.D\data.ms (-2041) (- | m/z 117.00 100.00%
117.0
5000
63.0 ‘ ) 14.00
bt i I 1962 2069 2811 sz 118.00  54.61%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10181: Indane
117.0
5000 T \”Y\f\‘/\
14.00
m/z 114.95  33.20%
O\\\2‘3-\0\“\\“f‘ﬁ‘.?\h’\\‘\\“‘\\\“H\\‘H\\‘\H\’\H\’HH‘HH‘HH‘H\\‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10195: Benzene, cyclopropyl-
117.0
14.00
5000 m/z 105.00 30.46%
1.
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10205: Benzene, 1-ethenyl-2-methyl-
117.0 14.00
m/z 91.00 14.56%
5000
39.0 47
i e — L
m/z--> 20 40 60 80 100120140160180200220240260280 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32024\
Data File : VN@©81499.D

Acqg On : 20 Mar 2024 17:22
Operator : JC\MD

Sample : P1799-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31824W.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-2,4-dimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.329 18.54 ug/1 936157 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 97
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 95
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95
4 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 94
5 o-Cymene 134 C1oH14 000527-84-4 94

Abundance Scan 2104 (14.329 min): VN081499.D\data.ms (-2099) (- m/z 119.00 100.00%

119.0
5000
200 65.0 970 14.00 14.50
Olrrrrprrretosteptbe b ML 11480 2088 ;134 00 29.24%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #17074: Benzene, 1-ethyl-2,4-dimethyl-
110.0
5000

14.00 14.50
m/z 91.00 16.10%

91.0
0 \%?\.9\‘\?\9“‘.(\)\‘\ \6“5\‘.\0\\‘”’\\‘H‘W‘HMH\‘\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0

—
14.00 14.50

5000 m/z 120.05 9.80%
150 390 450 9O
0‘H\““‘H“L"\M\“H\‘H‘u"“H‘\}“H\MH‘\\“HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0 14.00 14.50

m/z 105.05 9.75%

5000
91.0
39.0 65.0 ‘
0 15.0 == ) ‘H | ‘h“ Wl
P e e e e e e e

m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32024\
Data File : VN@©81499.D

Acqg On : 20 Mar 2024 17:22
Operator : JC\MD

Sample : P1799-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31824W.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, 2-ethenyl-1,4-dime... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.929 19.65 ug/l 992320 1,4-Dichlorobenzene-d4 13.794
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-ethenyl-4-ethyl- 132 C10H12 003454-07-7 94
3 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 94
4 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 91
5 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 91

Abundance Scan 2206 (14.929 min): VN081499.D\data.ms (-2201) (- m/z 117.00 100.00%

117.0
5000

91.0
39.0 64.2 ‘ 148.1 15.00
0 H‘_m‘,‘uw!‘m“_u‘umu‘“‘_‘Uuh_;JWHW?‘Q@-?‘ m/z 132.05  37.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
91.0 15.00

m/z 114.95 30.11%

51.0
270" ‘
\\\‘\‘\\\“’H\\‘U\““U\\N‘h‘\\H\“H‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0

5000 T
| \H‘\

o

15.00
5000 m/z 131.00 19.59%
91.0
27.0 S%OH | ‘ I
0ttt e
mlz--> 20 40 60 80 100 120 140 160 180 200
Abundance #16106: 3-Phenylbut-1-ene —
11v.0 15.00
m/z 91.05 13.95%
5000
91.0
39.0 g5 ‘ “
0\\\Mh\w\JM‘WH$LHiww\AM\MH‘H\\M\H‘\H\‘H\\ —
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32024\
Data File : VN@©81499.D

Acqg On : 20 Mar 2024 17:22
Operator : JC\MD

Sample : P1799-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31824W.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, 1l-ethenyl-4-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.053 52.00 ug/l 2625750 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 91
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 91
3 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 90
4 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 90
5 1H-Indene, 2,3-dihydro-2-methyl- 132 C1eH12 000824-63-5 87
Abundance Scan 2227 (15.053 min): VN081499.D\data.ms (-2218) (- | m/z 116.95 100.00%
11v.0
5000
91.0
I it ol n!“ml“‘?‘l‘ 1818 2080 /7 132,05  36.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
11v.0
5000 L :
15.00
o 910 m/z 115.00  28.53%
O \\\‘2\7\(\)\"\\“\\“\‘\\\“\\‘\\‘\\\H‘\‘\“\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
T T
15.00
5000 m/z 131.00 18.82%
91.0
51.0
2707 ‘ ‘
0 H““HW‘JUMM‘NW‘Jl‘W"J_M“_““H“‘H““H‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16106: 3-Phenylbut-1-ene
117.0 15.00
m/z 91.00 15.06%
5000
91.0
390 g5p ‘ ”
0 H"ﬂ"huw‘wﬁ‘M_N‘WU“M“H“‘H“H‘“H“H“ —
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00

82NO©31824W.M Thu Mar 21 14:02:27 2024 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32024\
Data File : VN@©81499.D

Acqg On : 20 Mar 2024 17:22
Operator : JC\MD

Sample : P1799-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31824W.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.211  30.81 ug/l 1555920 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 96
2 Indan, epoxide 132 C9H80 000768-22-9 58
3 2-Methylbenzyl cyanide 131 CO9H9N 022364-68-7 49
4 Acetic acid, 2-phenylethyl ester 164 C10H1202 000103-45-7 38
5 Styrene 104 C8H8 000100-42-5 38
Abundance Scan 2254 (15.211 min): VN081499.D\data.ms (-2247) (- | m/z 104.00 100.00%
104.0
5000 132.0 ‘A
— =
51.0 780 ‘ “ 15.00 15.50
Ol bl bl Ml 1629 2089 ;935 60 45.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16158: Naphthalene, 1,2,3,4-tetrahydro-
104.0
5000 132.0 o
15 00 15.50
m/z 91.00 40.27%
51.0 78.0
O \\\‘2\7\\0\“\\“\\““\\\H‘\\\\“\\M‘\‘M\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16653: Indan, epoxide
104.0
—— —
15.00 15.50
5000 m/z 115.00 17.99%
27,0 M |
0 ‘H_wwwmwww S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16068: 2-Methylbenzyl cyanide —y— =
104.0 15.00 15.50
m/z 116.95 13.57%
5000 131.0
77.0
ol 220 %0
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32024\
Data File : VN@©81499.D

Acqg On : 20 Mar 2024 17:22
Operator : JC\MD

Sample : P1799-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31824W.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 8 Benzene, (2-methyl-1-butenyl)- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.441  18.37 ug/1 927507 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 87
2 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 87
3 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 87
4 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 87
5 1,3-Cyclopentadiene, 5-(trans-2-... 146 C11H14 079209-36-2 81

Abundance Scan 2293 (15.441 min): VN081499.D\data.ms (-2285) (- | m/z 131.00 100.00%

131.0
5000
91.0

39.0 ‘ 15.50
. («
0! pRe2l 2071 280¢  m/z 146.00  25.34%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #25013: Benzene, (2-methyl-1-butenyl)-
131.0
5000 91.0 =
15.50
m/z 133.05 23.38%
530 L
O\‘HH‘\H‘\‘MH“‘\H\‘w\\\“\‘l\\‘\H\H‘HH‘HH‘HH‘HH’HH’HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
—
15.50
5000 ITI/Z 115.00 20.72%
39.0 91.0
o N R O 5 S
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro- —
131.0 15.50
m/z 91.00 17.33%
5000
91.0
51.0 ‘ |
0‘_Hw‘NWWHMuMNHMNHWMH_H‘_HWHH‘HHMHW‘HWH A
m/z--> 20 40 60 80 100120140160180200220240260280 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32024\
Data File : VN@©81499.D

Acqg On : 20 Mar 2024 17:22
Operator : JC\MD

Sample : P1799-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31824W.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 9 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.170  33.36 ug/l 1684650 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 64
2 1H-Indol-4-ylmethylamine 146 CSH1ON2 003468-18-6 52
3 2,3,4,5,6,7-Hexahydro-1H-cyclope... 146 Cl11H14 1010189-31-0 46
4 1(2H)-Naphthalenone, 3,4-dihydro- 146 C10H1e0 000529-34-0 46
5 5H-Benzocycloheptene,6,7,8,9-tet... 146 C11H14 001075-16-7 43
Abundance Scan 2417 (16.170 min): VN081499.D\data.ms (-2411) (- m/z 118.00 100.00%
118.0
5000 J\\
77.0 ‘ 1600 1650
39.0 : . .
ol u“ i | “““‘6‘0"1 1929 2808 n/7 146.05  58.79%
miz-> 50 100 150 200 250
Abundance  #25047: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
118.0
39.0
5000
770 16.00 16.50
m/z 131.00 49.93%
0 LJMB-O
N T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #25684: 1H-Indol-4-ylmethylamine
146.0
16.00 16.50
5000 m/z 117.00 49,65%
89.0
519, | |, |
0 e ih “\L\‘\HL‘ B ‘u l \“\ ll e e
miz--> 50 100 150 200 250
Abundance #25065: 2,3,4,5,6,7-Hexahydro-1H-cyclopentala]pentaler . =
146.0 16.00 16.50
m/z 105.00 37.47%
5000
91.0
39.0
0 - \‘\ ‘h Al M}\ “‘\ ‘H“h\‘ \”U ey — — e o e
m/z--> 50 100 150 200 250 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32024\
Data File : VN@©81499.D

Acqg On : 20 Mar 2024 17:22
Operator : JC\MD

Sample : P1799-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31824W.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, 1,2,3,4-tetrah... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.506  22.83 ug/l 1152780 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 94
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 93
3 1H-1,3,2-Benzodiazaborole, 2-eth... 146 C8H11BN2 074663-81-3 81
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 64
5 2-Propyn-1-o0l, 3-(4- methylphenyl)- 146 C10H100 016017-24-6 64
Abundance Scan 2474 (16.506 min): VN081499.D\data.ms (-2463) (1 m/z 130.95 100.00%
130.9
5000
91.0
39.0 ‘ ‘ L“W ‘600 2067 16.20 16.40 16.60
Orrerrdboditd e Al ML 002067 2810118 60 64.97%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
39.0 91.0 16.20 16.40 16.60
m/z 146.05 58.16%
0 ’ ‘\“U!\“\“H\’HH’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #25048: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
16.20 16.40 16.60
5000 m/z 117.05 38.08%
39.0 91.0
0 ww‘m‘w b \‘“‘w“u‘,‘M,W_WH_WW,H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #25518: 1H-1,3,2-Benzodiazaborole, 2-ethyl-2,3-dihydro- LA A A R e e O
146.0 16.20 16.40 16.60
m/z 115.00 34.54%
5000
117.
m/z--> 20 40 60 80 100120140160180200220240260280 16.20 16.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@32024\
Data File : VN©81499.D

Acqg On : 20 Mar 2024 17:22
Operator : JC\MD

Sample : P1799-01

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31824W.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|
Benzene, 1l-ethy... 13.100 42.4 ug/l 2140800 4 13.794 2524890 50.0
Benzene, 1l-ethy... 13.335 23.9 wug/l 1209440 4 13.794 2524890 50.0
Indane 13.994 24.3 ug/l 1225270 4 13.794 2524890 50.0
Benzene, 1l-ethy... 14.329 18.5 ug/l 936157 4 13.794 2524890 50.0
Benzene, 2-ethe... 14.929 19.6 ug/l 992320 4 13.794 2524890 50.0
Benzene, 1-ethe... 15.053 52.0 ug/l 2625750 4 13.794 2524890 50.0
Naphthalene, 1,... 15.211 30.8 ug/l 1555920 4 13.794 2524890 50.0
Benzene, (2-met... 15.441 18.4 ug/l 927507 4 13.794 2524890 50.0
Naphthalene, 1,... 16.170 33.4 ug/l 1684650 4 13.794 2524890 50.0
Naphthalene, 1,... 16.506 22.8 wug/l 1152780 4 13.794 2524890 50.0
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