LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@10423\
Data File : VN@76096.D

Acqg On : 04 Jan 2023 21:07
Operator : JC\MD

Sample : 0l1e11-01

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 25 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\82N121422W.M

Title : SW846 8260

Signal : TIC: VNO76096.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.677 99 106 114 rBV 38649 69976 1.48% 0.117%
2 3.818 288 300 325 rBV 1803479 4743826 100.00% 7.956%
3 4.441 395 406 425 rBV 187440 579753 12.22% 0.972%
4 8.177 1029 1041 1045 rBV 211209 497859 10.49% 0.835%
5 8.229 1045 1050 1063 rVB 401738 904084 19.06% 1.516%

8.588 1095 1111 1120 rBV2 223170 648622 13.67%
8.665 1120 1124 1138 rVV3 16812 70571 1.49%
9.106 1191 1199 1209 rBV 541179 1101448 23.22%
10.570 1440 1448 1454 rBV 806193 1466461 30.91%
10 10.635 1454 1459 1473 rVB 522398 952731 20.08%

PNROR
[or
IS
N
R

11 11.870 1659 1669 1679 rBV 722810 1257904 26.52%
12 11.965 1679 1685 1694 rVV 112434 191017 4.03%
13 12.070 1696 1703 1714 rBV 357396 663487 13.99%
14 12.400 1751 1759 1767 rBV 356101 597857 12.60%
15 12.700 1801 1810 1815 rBV2 28920 51582 1.09%

OrRrOoON
Ay
=
w
R

16 12.853 1829 1836 1845 rVB 583562 971252 20.47%
17 13.041 1861 1868 1872 rBV 108825 174353 3.68%
18 13.100 1872 1878 1882 rVV 757886 1302298 27.45%

RPONO®LBR
=
(o]
S
R

19 13.135 1882 1884 1887 rVV 359567 464672  9.80% 779%
20 13.176 1887 1891 1898 rVB 559712 885240 18.66% 485%
21 13.341 1908 1919 1926 rBV 465488 775017 16.34% 1.300%
22 13.488 1936 1944 1957 rVB 1710133 2811701 59.27% 4.716%
23 13.617 1957 1966 1971 rBV2 47530 100795 2.12% 0.169%
24 13.676 1971 1976 1981 rBV 138289 214127 4.51% ©.359%
25 13.729 1981 1985 1990 rBV 46055 74567 1.57% ©.125%

26 13.800 1990 1997 1998 rBV 780268 1246566 26.28%
27 13.823 1998 2001 2007 rVB 1083548 1655053 34.89%
28 13.876 2007 2010 2017 rVB3 50534 84454  1.78%
29 13.953 2017 2023 2025 rBV 262401 400816  8.45%
30 13.994 2025 2030 2033 rBV2 877983 1614685 34.04%

NOONN
=
i
N
R

31 14.117 2046 2051 2057 rBv4 109059 200663  4.23%
32 14.188 2057 2063 2068 rBV 251748 404742  8.53%
33 14.247 2068 2073 2076 rBV 591591 979258 20.64%
34 14.276 2076 2078 2083 rVB 496929 632065 13.32%
35 14.335 2083 2088 2094 rVB 956378 1469704 30.98%

NRROO®
o)
N
N
B

36 14.400 2094 2099 2102 rBV 212435 341071 7.19% 0.572%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@10423\
Data File : VN@76096.D

Acqg On : 04 Jan 2023 21:07
Operator : JC\MD

Sample : 0l1e11-01

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 25 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\82N121422W.M
Title : SW846 8260
37 14.447 2102 2107 2116 rVB2 802022 1385522 29.21% 2.324%
38 14.576 2123 2129 2135 rBV2 351156 578851 12.20% 0.971%
39 14.658 2135 2143 2146 rBV 686580 1179843 24.87% 1.979%
40 14.694 2146 2149 2154 rVB 943439 1327779 27.99% 2.227%
41 14.741 2154 2157 2160 rVB 208045 251437 5.30% 0.422%
42 14.776 2160 2163 2171 rVB2 150704 257232 5.42% 0.431%
43 14.882 2171 2181 2184 rBv2 215995 384133 8.10% 0.644%
44 14.929 2184 2189 2194 rBV 1026592 1785083 37.63%  2.994%
45 15.058 2201 2211 2216 rBV2 1909880 4304792 90.75% 7.220%
46 15.211 2230 2237 2245 rBV 1390857 2542487 53.60% 4.264%
47 15.323 2245 2256 2261 rBV3 631863 1766179 37.23% 2.962%
48 15.447 2268 2277 2285 rVB4 612392 1606951 33.87% 2.695%
49 15.594 2296 2302 2306 rBv4 100388 211517 4.46% 0.355%
50 15.641 2306 2310 2315 rVWW 266257 506377 10.67%  ©0.849%
51 15.705 2315 2321 2325 rVV 408323 793545 16.73% 1.331%
52 15.752 2325 2329 2331 rVV3 280125 477807 10.07% 0.801%
53 15.788 2332 2335 2354 rVB5 372608 1368917 28.86% 2.296%
54 15.952 2354 2363 2370 rBV 439422 948315 19.99%  1.591%
55 16.023 2372 2375 2381 rVV5 32662 68402 1.44% 0.115%
56 16.170 2384 2400 2409 rVV 1175048 3229968 68.09% 5.417%
57 16.258 2410 2415 2421 rVW 129509 288750 6.09% 0.484%
58 16.347 2421 2430 2445 rVB2 303818 990522 20.88% 1.661%
59 16.511 2447 2458 2470 rBV 738022 1826520 38.50% 3.063%
60 16.717 2482 2493 2499 rBV2 365032 941824 19.85% 1.580%

Sum of corrected areas: 59623030
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Data Path
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 0l0l1-01
: 5.0mL/MSVOA_N/WATER
. 25

LSC Report - Integrated Chromatogram

¢ Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN010423\
: VNO76096.D
: 04 Jan 2023 21:07

JC\MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.M
. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VN0O76096.D\data.ms
3.818
1500000
1000000
500000
4.441
2.677
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\F’"\\\T’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\
Time--> 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: VNO76096.D\data.ms
1500000
1000000
10.570
11.8
9.106 .635
500000 8.229
8.1 8.588
665
ol — ) E———t — — — e —
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VN076096.D\data.ms
15.058
13.488
1500000 15.211
16.170
13.828.994 14.69414.929
1000000 14.335
14.447
13.800
13.100
14.24] i > ¥t
12.853 14,276
500000 15,7 .952
12.070  12.400 4.576 15 32@85
3.95314.188)4 400 7%8 :
13.67 iTEh; 15.5
1.96 13.0 14.1
A 12.700 3887729876 (
0 ‘ | A R A'__Y‘ I T T ‘ T T T T ‘ T T T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©10423\
Data File : VN@76096.D

Acqg On : 04 Jan 2023 21:07
Operator : JC\MD

Sample : 0l1011-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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 Ethanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.818 262.36 ug/l 4743830  Pentafluorobenzene 8.235

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol 46 C2H60 000064-17-5 74
2 Dimethyl ether 46 C2H60 000115-10-6 9
3 Methane, nitroso- 45 CH3NO 000865-40-7 4
4 Formic acid 46 CH202 000064-18-6 4
5 Oxalic acid 90 C2H204 000144-62-7 4

Abundance Scan 300 (3.818 min): VN076096.D\data.ms (-288) (-) m/z 45.10 100.00%

45.1
5000 A
R R
3.40 3.60 3.80 4.00 4.20
Ol e e M/Z 46,18 42.13%
mlz--> 0O 5 10 15 20 25 30 35 40 45 50 55
Abundance #107: Ethano
31.0
45.0
5000 BEEEEEREE AR R
3.40 3.60 3.80 4.00 4.20
m/z 43.00 21.86%
0 2.0 15\0\ 25'\&’\‘\ \‘ ‘
\HHH‘HH‘HH‘\H\‘HH‘HH‘HH‘ H\‘HH‘HH HH‘HH‘H
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55
Abundance #109: Dimethyl ether
453.0
R AR
3.40 3.60 3.80 4.00 4.20
m/z 42.00 8.71%
5000 29.0
15.0
O e
miz--> 0 5 10 15 20 25 30 35 40 45 50 55
Abundance #103: Methane, nitroso- el
30.0 3.40 3.60 3.80 4.00 4.20
45.0 ITI/Z 44.05 3.01%
5000
15.0
o‘HmwHH‘WNM:MWHM: ST 11— I
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 3.40 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©10423\
Data File : VN@76096.D

Acqg On : 04 Jan 2023 21:07
Operator : JC\MD

Sample : 0l1011-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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, cyclopropyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.994 64.77 ug/1 1614690 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 76
2 Indane 118 C9H10 000496-11-7 76
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 76
4 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 68
5 Deltacyclene 118 C9H1e 007785-10-6 64
Abundance Scan 2030 (13.994 min): VN076096.D\data.ms (-2025) (- | m/z 117.10 100.00%
11y.1
5000
91.1
39.0 63.0 ‘ 134.1 14.00
0 e bbbl e m/z 118010 56.87%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10197: Benzene, cyclopropyl-
117.0
5000 = \”\A’T/\
91.0 14.00
51.0 m/z 105.10  39.25%
OH‘HH‘%Z}.?\\}“H\\H}\\1“EH\\Tﬁ"}ﬁ\‘\\i‘\‘}}H\M‘H\‘HH“HH‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10181: Indane
117.0
14.00
5000 m/z 115.10 34.19%
390 630 o0
0‘wuh‘um_Hﬂwuqh‘MWM‘Hmwuﬂwuwuuwuuuuuw‘uwu
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10190: Benzene, 2-propenyl-
117.0 14.00
m/z 91.10 17.06%
5000
58.0 91.0
39.0 ‘
0\wu\wum‘uHMuuwuwﬂﬁw?ﬁﬁuuwhuﬁh\wwﬁ\uwuu‘u\ T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 14.00
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe10423\

: VNO@76096.D
: 04 Jan 2023 21:07

JC\MD

: 0leli-e1
: 5.0mL/MSVOA_N/WATER
: 25  Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.M

. SW846 8260

: 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 o-Cymene

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.335 58.95 ug/l 1469700 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 95
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 95
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 94
4 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 94
5 p-Cymene 134 C1oH14 000099-87-6 93

Abundance Scan 2088 (14.335 min): VN076096.D\data.ms (-2083) (- | m/z 119.10 100.00%
119.1
5000 T |
39.0 65.0 971 14.00 14.50
Ol el et AL 13621541 0 134 95 29.28%
miz--> 20 40 60 80 100 120 140
Abundance #16998: o-Cymene
119.0
5000
14.00 14.50
91.0 m/z 91.10  15.85%
O \.‘ T \‘\1‘:‘]-‘.\0\ by \”‘6?‘.\0\ \‘”‘ T ‘W\ \‘\w T llﬁo T
miz--> 20 40 60 80 100 120 140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
— —F
14.00 14.50
5000 m/z 120.10 9.73%
91.0
39.0 650 ‘
e T A A
m/iz--> 20 40 60 80 100 120 140
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0 14.00 14.50
m/z 105.05 9.20%
5000
39.0 91.0 J
15.0 65.0
ol b b RP L L) 1360
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©10423\
Data File : VN@76096.D

Acqg On : 04 Jan 2023 21:07
Operator : JC\MD

Sample : 0l1011-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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-ethenyl-4-ethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.929 71.60 ug/l 1785080 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 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 92
3 Indan, 1-methyl- 132 C1eH12 000767-58-8 91
4 Benzene, 1-methyl-2-(2-propenyl)- 132 C1OH12 001587-04-8 91
5 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 90

Abundance Scan 2189 (14.929 min): VN076096.D\data.ms (-2184) (- | m/z 117.10 100.00%

11v.1
5000

390 771 ‘ 15.00
ot L ‘”;“1‘4?'1‘ e 28LC myz 132,05 39.82%
mi/z--> 50 100 150 200 250
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
5000 /\ T

m/z 115.10 26.99%
[ I

390 770
0 i \‘\“\ g ‘H“ ‘\ yl L L B B B By B B B
Mjze> 50 100 150 200 250
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0

15.00
5000 m/z 131.05 18.44%
51.0 ‘
0 1‘5"0\‘ ‘L‘ }‘H \‘\H‘ ‘mﬁ‘z:p‘\h\ . “‘ \H“ — — —
m/z--> 50 100 150 200 250
Abundance #16104: Indan, 1-methyl-
117.0 15.00

m/z 91.10 13.18%

5000
50 0
0 T P P I

AV
miz--> 50 100 150 200 250 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©10423\
Data File : VN@76096.D

Acqg On : 04 Jan 2023 21:07
Operator : JC\MD

Sample : 0l1011-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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 3-Phenylbut-1-ene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.058 172.67 ug/1 4304790 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 3-Phenylbut-1-ene 132 C10H12 000934-10-1 94
3 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 92
4 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 91
5 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 90
Abundance Scan 2211 (15.058 min): VN076096.D\data.ms (-2201) (- | m/z 117.05 100.00%
117.1
5000
91.0
390 65.0 Lm 15.00
ot ‘u!“‘m 14821681  1/7 132.05  36.98%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
5000 P
15.00
o 910 m/z 115.05  28.36%
0 \\\‘2\7‘\.0\\" T \“\.\ “1‘\7?.\0‘ T \“\ T ‘Hi‘\\ ‘\M‘\ [T T T T T
m/z--> 20 40 60 80 100 120 140 160
Abundance #16106: 3-Phenylbut-1-ene
117.0
T \
15.00
5000 m/z 131.00 18.89%
91.0
390 450 ‘ M
0 \H‘\‘H\‘,\\“1‘\“1‘”1““”‘1\“‘1‘” e
m/z--> 20 40 60 80 100 120 140 160
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0 15.00
m/z 91.05 13.68%
5000
91.0
270 0 ‘
O 78 Wl !
m/z--> 20 40 60 80 100 120 140 160 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©10423\
Data File : VN@76096.D

Acqg On : 04 Jan 2023 21:07
Operator : JC\MD

Sample : 0l1011-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.211 101.98 ug/1 2542490 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 62
3 2H-Inden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 62
4 2-Methylbenzyl cyanide 131 C9HON 022364-68-7 46
5 Styrene 104 C8H8 000100-42-5 38
Abundance Scan 2237 (15.211 min): VN076096.D\data.ms (-2230) (- | m/z 104.05 100.00%
104.1
5000 1321 ‘J\
51.0 780 H 15.00 15.50
Ob bt L a8t 130 65 48.13%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16160: Naphthalene, 1,2,3,4-tetrahydro-
104.0
132.0
5000
15.00 15.50
m/z 91.10 41.18%
39.0 65.0 H
0 ‘\\\\“‘\ \“1‘\”““\ \‘iH“ T \‘}\“H\\l‘\‘!“\‘\ (LI
miz--> 20 40 60 80 100 120 140 160
Abundance #16653: Indan, epoxide
104.0
—— —
15.00 15.50
5000 m/z 115.10 17.94%
51.0 78.0 132.0
27.0 ‘
0 ‘m:‘m“;“!w“mw“‘uwuﬂm‘mu_”wm
m/z--> 20 40 60 80 100 120 140 160
Abundance #16681: 2H-Inden-2-one, 1,3-dihydro- —y— =
104.0 15.00 15.50
m/z 117.10 14.73%
5000 132.0
510 /80
0 H‘H\uu
m/z--> 20 40 60 80 100 120 140 160 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©10423\
Data File : VN@76096.D

Acqg On : 04 Jan 2023 21:07
Operator : JC\MD

Sample : 0l1011-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.M
Quant Title : SW846 8260

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

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

Peak Number 7 1H-Indene, 2,3-dihydro-1,2-... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.323 70.84 ug/l 1766180 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 91
2 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 83
3 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 83
4 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 78
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 64
Abundance Scan 2256 (15.323 min): VN076096.D\data.ms (-2245) (- | m/z 131.05 100.00%
131.1
5000
91.1 8.2
290 650 ‘ M ‘ 15.00 15.50
Ol 14 Bl U 1662 s 133,05 64.46%
m/z--> 20 40 60 80 100 120 140 160
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
5000
15. 00 15 50
39,0 91.0 m/z 146.15 23.93%
0 630 ‘
04 T \‘V\ \“‘\ \“1‘\‘“”\ T \“ -t “\‘\ \*’\‘\“M T \‘\8\0\ T
miz--> 20 40 60 80 100 120 140 160
Abundance #25013: Benzene, (2-methyl-1-butenyl)-
131.0 /\/\
— —res
15.00 15.50
5000 91.0 m/z 115.85  23.30%
o 0RO b ues
m/z--> 20 40 60 80 100 120 140 160
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)- — M
131.0 1500 1550
m/z 148.20 21.23%
5000 91.0
39.0
65.
bl b T o || e AL g A
m/z--> 20 40 60 80 100 120 140 160 15.00 15.50

82N121422W.M Thu Jan 05 13:50:52 2023 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©10423\
Data File : VN@76096.D

Acqg On : 04 Jan 2023 21:07
Operator : JC\MD

Sample : 0l1011-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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 1H-Indene, 2,3-dihydro-1,3-... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.447 64.46 ug/l 1606950 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 90
2 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 90
3 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 90
4 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 90
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 87
Abundance Scan 2277 (15.447 min): VNO76096.D\data.ms (-2268) (- | m/z 131.05 100.00%
131.1
5000 [
15.50
39.0 ‘ .
0 wwmwwwmuhwl““ JR6221010 | 28L1 /5 146.15  23.95%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131.0
5000 - e
15.50
91.0 m/z 133.05 17.82%
39.0 ‘
O\‘\‘\H“‘H“\‘\“\HH\“HH‘H\h“\‘”!\““\\\‘HH‘\\H‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
— P
15.50
5000 m/z 115.10 16.94%
91.0
39 0 ‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro- — W
131.0 15.50
m/z 91.05 13.37%
5000
91.0
0 bl
Ol bt e e e e e
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©10423\
Data File : VN@76096.D

Acqg On : 04 Jan 2023 21:07
Operator : JC\MD

Sample : 0l1011-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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.
16.170 129.56 ug/1 3229970 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 96
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 95
3 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 78
4 1H-Inden-1-one, 2,3-dihydro-2-me... 146 C10H100 017496-14-9 58
5 2,3,4,5,6,7-Hexahydro-1H-cyclope... 146 C11H14 1010189-31-0 58
Abundance Scan 2400 (16.170 min): VN076096.D\data.ms (-2384) (- | m/z 131.05 100.00%
131.1
5000
91.0
‘ Jm ‘601 ‘ 16.00 16.50
ol ¢ M‘ h‘h ol 8L 2810 nyz 118.05  80.06%
m/z--> 100 150 200 250
Abundance #25048. Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
5000 —— A
16.00 16.50
390 9O m/z 146.15  64.95%
ok ‘\‘ “ “H ‘\m‘m‘h‘ \‘u ‘ hj‘ ““‘ T
miz--> 50 100 150 200 250
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
16.00 16.50
5000 m/z 117.10 42 .36%
39.0 91.0
0 “ H‘ “H\\M hm‘h \ \“ ‘\H“ “‘\‘ : e e
m/iz--> 50 100 150 200 250
Abundance #25023: Benzene, 2-ethenyl-1,3,5-trimethyl- e ==
131.0 16.00 16.50
m/z 115.05 29.96%
5000 91.0
39.0
0 e — AR S
miz--> 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©10423\
Data File : VN@76096.D

Acqg On : 04 Jan 2023 21:07
Operator : JC\MD

Sample : 0l1011-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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 5
R.T. EstConc Area Relative to ISTD R.T.
16.511 73.26 ug/1 1826520 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 95
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 95
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 76
4 1H-Inden-1-one, 2,3-dihydro-2-me... 146 C10H100 017496-14-9 70
5 Benzene, (1,2-dimethyl-1- pr‘openyl)- 146 C11H14 000769-57-3 70
Abundance Scan 2458 (16.511 min): VN076096.D\data.ms (-2447) (- | m/z 131.05 100.00%
131.1
5000
91.0
39.0 ‘ M ‘ 601 ( 16.20 16.40 16.60
Obrrrrrdeiady ot A AL AEOD2 298 2811 s 118,05 65.34%
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 146.15  63.94%
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 35.34%
39.0 91.0
o,,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #25034: 1H-Indene, 2,3-dihydro-4,7-dimethyl- L S e
131.0 16.20 16.40 16.60
m/z 105.05 30.63%
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@10423\
Data File : VNO76096.D

Acqg On : 04 Jan 2023 21:07
Operator : JC\MD

Sample : 0le11-e01

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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|
Ethanol 3.818 262.4 ug/l 4743830 1 8.235 904084 50.0
Benzene, cyclop... 13.994 64.8 ug/l 1614690 4 13.794 1246570 50.0
o-Cymene 14.335 59.0 ug/l 1469700 4 13.794 1246570 50.0
Benzene, 1l-ethe... 14.929 71.6 ug/l 1785080 4 13.794 1246570 50.0
3-Phenylbut-1-ene 15.058 172.7 ug/l 4304790 4 13.794 1246570 50.0
Naphthalene, 1,... 15.211 102.0 ug/l 2542490 4 13.794 1246570 50.0
1H-Indene, 2,3-... 15.323 70.8 ug/l 1766180 4 13.794 1246570 50.0
1H-Indene, 2,3-... 15.447 64.5 ug/l 1606950 4 13.794 1246570 50.0
Naphthalene, 1,... 16.170 129.6 ug/l 3229970 4 13.794 1246570 50.0
Naphthalene, 1,... 16.511 73.3 ug/l 1826520 4 13.794 1246570 50.0
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