LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050123\
Data File : VX035447.D

Acqg On : 01 May 2023 17:51
Operator : JC/MD

Sample : 02522-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 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 X\Method\82X042523W.M
Title : SW846 8260
Signal : TIC: VX@35447.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 5.550 720 732 750 rVB 251505 723348 1.65% 0.376%
2 6.763 921 931 941 rBV 380372 930368 2.12% 0.483%
3 7.379 1019 1032 1046 rBV 219288 494154 1.13% 0.257%
4 8.647 1235 1240 1248 rVB 815458 1271693 2.90% 0.660%
5 10.055 1466 1471 1475 rBV 791977 1071580 2.45% 0.556%
6 10.195 1488 1494 1503 rVB 8400923 10993791 25.11% 5.708%
7 10.305 1503 1512 1517 rVB 627820 928046 2.12% 0.482%
8 10.640 1562 1567 1583 rVB 733382 946259 2.16% 0.491%
9 10.964 1614 1620 1630 rBV 2529680 3327653 7.60% 1.728%
10 11.079 1634 1639 1644 rBV 713116 896714 2.05% 0.466%
11 11.305 1670 1676 1682 rBV 2504533 3001307 6.86% 1.558%
12 11.396 1682 1691 1696 rVV 1530185 2052332 4.69% 1.066%
13 11.451 1696 1700 1708 rVB 1921831 2288719 5.23% 1.188%
14 11.610 1721 1726 1736 rVB 4420544 5621398 12.84% 2.919%

15 11.756 1738 1750 1755 rBV 10632627 13829555 31.59% 7.180%

16 11.969 1779 1785 1789 rBV 668172 860208 1.96% 0.447%
17 12.018 1789 1793 1799 rVB2 1135856 1641198 3.75% ©.852%
18 12.085 1799 1804 1809 rBV 5225845 6542050 14.94%  3.396%
19 12.244 1824 1830 1837 rBV 13982102 18137659 41.43% 9.417%
20 12.317 1837 1842 1847 rVV2 1178149 1615063 3.69% ©.839%

21 12.530 1872 1877 1879 rBV 897550 1096328 2.50% ©.569%
22 12.555 1879 1881 1885 rVB 675310 706385 1.61% 0.367%
23 12.616 1885 1891 1894 rBV 1493897 1959683 4.48% 1.017%
24 12.701 1900 1905 1916 rBV 5526343 7238960 16.53%  3.758%
25 12.847 1925 1929 1934 rVB 577830 693315 1.58% ©.360%
26 12.921 1934 1941 1944 rBV 1041700 1247476 2.85% 0.648%
27 12.963 1944 1948 1954 rVB 2173327 2548720 5.82% 1.323%
28 13.170 1974 1982 1987 rBV 3965073 4730089 10.80% 2.456%
29 13.286 1993 2001 2007 rBV2 4414124 6240732 14.25%  3.240%
30 13.341 2007 2010 2018 rVV 1178562 1449630 3.31% ©.753%
31 13.427 2018 2024 2031 rVB 4038539 5161394 11.79%  2.680%
32 13.500 2031 2036 2040 rBV 426223 557418 1.27% 0.289%
33 13.548 2040 2044 2047 rVV 506700 706377 1.61% ©.367%
34 13.585 2047 2050 2057 rVv2 222283 448889 1.03% 0.233%
35 13.670 2060 2064 2069 rVB2 360666 542775 1.24% ©.282%

36 13.786 2074 2083 2088 rBV 29561022 43782093 100.00% 22.731%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050123\
Data File : VX035447.D

Acqg On : 01 May 2023 17:51
Operator : JC/MD

Sample : 02522-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 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 X\Method\82X042523W.M
Title : SW846 8260

37 14.225 2149 2155 2159 rBV2 314709 593031 1.35% ©.308%
38 14.323 2166 2171 2176 rVB 374082 574114 1.31% ©.298%
39 14.640 2218 2223 2233 rVB 7932262 9890539 22.59% 5.135%
40 14.786 2241 2247 2256 rBV 12681070 16869384 38.53% 8.758%

41 15.207 2308 2316 2321 rBV 1333467 1745734 3.99% 0.906%
42 15.377 2334 2344 2347 rBV 363178 600677 1.37% 0.312%
43 15.475 2354 2360 2373 rVW 635460 1082047 2.47% 0.562%
44 15.615 2373 2383 2387 rVV 1218137 1992365 4.55% 1.034%
45 15.835 2409 2419 2431 rVB 321390 932209 2.13% 0.484%
46 15.987 2438 2444 2454 rVB 267356 440421 1.01% 0.229%

47 16.328 2492 2500 2510 rBV 871280 1608135 3.67% ©0.835%

Sum of corrected areas: 192612015
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

¢ 02522-03
: 5.0mL/MSVOA_X/WATER
: 20 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VXe50123\

: VX@35447.D
: 01 May 2023 17:51

JC/MD

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042523W.M

Quant Title

TIC Library

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2.5e+07

2e+07

1.5e+07

1le+07

5000000

0

TIC: VX035447.D\data.ms

5.550

Time-->

1.20 1.40 1.60 1.80 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

Abundance

2.5e+07

2e+07

1.5e+07

1le+07

5000000

TIC: VX035447.D\data.ms

10.195

6.763 7. 379 8.647 10.05510. 305 10.640 f{l.O?Q

0
Time-->

T ST T T T T T T T T T U T [

6.50 7.00 7. 50 8.00 8.50 9.00 9.50 10.00 10.50 11.00

Abundance

2.5e+07

2e+07

1.5e+07

le+07

500000016

O

Time-->

TIC: VX035447.D\data.ms
13.y86

12.244
14.786

11.756

14.640
12.085 12.701

13 1388427
11@&% Liglg Zlgﬁ% 1 3 M 20523 15. 2% . ﬁ% 507 16320
‘w .

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_X\Data\VX050123\
Data File : VX@35447.D

Acqg On : 01 May 2023 17:51
Operator : JC/MD

Sample : 02522-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042523W.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-2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.610 171.26 ug/1 5621400 1,4-Dichlorobenzene-d4 12.024
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 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91

Abundance Scan 1726 (11.610 min): VX035447.D\data.ms (-1721) (| | m/z 105.85 100.00%

105.1
5000
120.1

390 o 77.0 1150 12,00
O P78l 1800 s 106, 65 30.58%
miz--> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl- /\
105.0
5000 AJ\/\ /\
120.0 11.50 12.00

77.00  12.51%

39.0 77.0
ob— ‘ “‘ , “‘ . “‘5‘9‘9\‘ , “\\‘ . “} , ‘\;“ — \‘w‘ e
miz--> 20 40 60 80 100 120 140
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0

11.50 12.00
5000 91.10  12.44%
120.0
79.0
) SR R e N N 1 PO N
miz--> 20 40 60 80 100 120 140
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0 11.50 12.00

m/z 79.05 10.31%

5000
120.0
39.0 A
0 180\ L, \590\ M ‘\ Ll In

m/z--> 20 40 60 100 120 140 1l 50 12 OO
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050123\
Data File : VX@35447.D

Acqg On : 01 May 2023 17:51
Operator : JC/MD

Sample : 02522-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042523W.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 2
R.T. EstConc Area Relative to ISTD R.T.
12.244 552.57 ug/1 18137700  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 87
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 81
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 81
4 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 68
5 Benzene, 1l-ethenyl-4-methyl- 118 C9H1e 000622-97-9 53
Abundance Scan 1830 (12.244 min): VX035447.D\data.ms (-1824) (- | m/z 117.05 100.00%
117.1
5000 J
91.0 e — e
39.0 63.0 ‘ 12.00 12.50
Obrr b L Ly 1850 1650 o195 65 61.14%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10179: Indane
117.0
5000 —— R
12.00 12.50
390 550 91.0 m/z 115.10 36.85%
O\]\-\S\O‘\‘l\\“l\\\"‘\‘\\\‘\\“\\‘\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 100 120 140 160
Abundance #10192.Benzene,24nopenyh
117.0
/\ T ‘ T T ‘ T T
12.00 12.50
m/z 91.05 20.42%
5000 910 /
39.0 65.0
0\\\“\\\“\Wlﬂﬁwu\‘\\M\‘«\\ DR
m/z--> 20 40 60 80 100 120 140 160
Abundance #10197: Benzene, cyclopropyl-
117.0 12.00 12.50
m/z 119.10 12.64%
5000 91.0
51.0
m/z--> 20 40 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050123\
Data File : VX@35447.D

Acqg On : 01 May 2023 17:51
Operator : JC/MD

Sample : 02522-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042523W.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-3-ethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.701 220.54 ug/l 7238960 1,4-Dichlorobenzene-d4 12.024
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, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 90
4 1-Methyl-2-phenylcyclopropane 132 C10H12 003145-76-4 87
5 1-Phenyl-1-butene 132 C1eH12 000824-90-8 87
Abundance Scan 1905 (12.701 min): VX035447.D\data.ms (-1900) (- m/z 117.10 100.00%
117.1
5000 J A
91.0 — e
39.0 65.0 “ é 12.50 13.00
o) SEREREEE A R | ol HB49 1651 sz 115,10  32.93%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
5000 i /“A AT
12.50 13.00
91.0 m/z 132.05 28.97%
51.0
0\H‘2\7‘\‘0\\“\\“1‘\“‘1‘\7%.‘9‘\\“\\‘ ‘\M\‘\‘\H\‘\H
miz--> 20 40 60 80 100 120 140 160
Abundance #16104: Indan, 1-methyl-
117.0
—e —
12.50 13.00
5000 m/z 91.05 14.61%
39.0 65.0 910 {L
) SN S MOVRRN | M- -2t BN
m/z--> 20 40 60 80 100 120 140 160
Abundance #16143: Benzene, (2-methyl-1-propenyl)-
117.0 12.50 13.00
m/z 118.05 10.31%
5000
91.0
39.0 65.0 ‘
YR R R Y N M SRV | ) — — ——
m/z--> 20 40 60 80 100 120 140 160 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050123\
Data File : VX@35447.D

Acqg On : 01 May 2023 17:51
Operator : JC/MD

Sample : 02522-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042523W.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 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.171 144.10 ug/1 4730090 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 95
2 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 94
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 93
4 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 92
5 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 90
Abundance Scan 1982 (13.170 min): VX035447.D\data.ms (-1974) (- m/z 117.10 100.00%
117.1
5000 f
391 650 ‘ ‘ 13.00 13.50
om‘H‘m‘H‘H_H‘_Hw‘HU‘ulm‘lf‘?r?_‘l‘??nl‘”_ m/z 132.05  38.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
11v.0
5000 T Kj\ ‘
13.00 13.50
m/z 115.05 26.78%
390 450 910 ‘ ‘
O\\\‘\‘\\\“\\“”\“‘U\\\“\\\\‘\\\!‘\‘“\‘\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
13.00 13.50
5000 m/z 131.05 22.38%
91.0
A P Y S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0 13.00 13.50
m/z 91.10 13.42%
5000
390 g50 910 ‘ ‘
S N N ) Pl A
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050123\
Data File : VX@35447.D

Acqg On : 01 May 2023 17:51
Operator : JC/MD

Sample : 02522-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042523W.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 o-Cymene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.286 190.13 ug/l 6240730 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 70
2 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 70
3 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 70
4 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 70
5 Benzene, 1,2,3,4-tetramethyl- 134 C1oH14 000488-23-3 70
Abundance Scan 2001 (13.286 min): VX035447.D\data.ms (-1993) (- m/z 119.10 100.00%
119.1
5000 Jd\j\
91.0 —
39.1 65.0 13. 00 13.50
0b et b b Wl 149.00683 y s 134 05 41.48%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16998: 0-Cymene
110.0 /Jk
5000 J\‘ T U
13.00 13. 50
91.0 m/z 117.05 9.10%
41.0 65.0
O\1\5\(‘)\\\\“‘\\‘\\“\‘\\\“\\f\‘w\\‘\w‘\f‘\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
13 00 13 50
5000 m/z 91.05 %
91.0
39.0 65.0
T N T e N RSN N
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17062: Benzene, 1,2,3,5-tetramethyl-
119.0 13 00 13 50
m/z 115.10 %
5000
39.0 65.0 91.0
0 H“JH‘M‘ﬂh‘ﬁuﬂ“w“H‘UlHJM‘H“‘H“‘H‘
m/z--> 20 40 60 80 100 120 140 160 180 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050123\
Data File : VX@35447.D

Acqg On : 01 May 2023 17:51
Operator : JC/MD

Sample : 02522-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042523W.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 2-Methylindene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.427 157.25 ug/1 5161390 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methylindene 130 C1oH1e 002177-47-1 96
2 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 96
3 1H-Indene, 1-methyl- 130 C10H10 000767-59-9 95
4 Benzene,1-methyl-1,2-propadienyl- 130 C10H10 022433-39-2 94
5 1H-Indene, 3-methyl- 130 C1oH1e 000767-60-2 94

Abundance Scan 2024 (13.427 min): VX035447.D\data.ms (-2018) (- m/z 130.00 100.00%

130.0
5000
104.1

63.0 ‘
39.0 13.50
ot bl L 1621 2068 1o 11565 96.96%
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #15022: 2-Methylindene
130.0
5000
13.50
m/z 129.05  79.59%

28.0 5‘ 77.0 102.0
O‘\\\\“\\‘\\“H‘\\H}“\\‘\\“\\\1’\“‘“‘\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #15058: Benzene, (1-methyl-2-cyclopropen-1-yl)-
130.0
13.50
5000 m/z 128.00 40.27%
51.0
27.0 ‘ ‘ 77.0 102.0
0 “H‘H‘J“NM‘W“M“M“‘W‘““‘H“““H“““
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15031: 1H-Indene, 1-methyl- P
130.0 13.50

m/z 104.05  22.98%

5000
270‘ “. “\770 1020‘ m
Y
R o e a RAmE R AR

m/z--> 20 40 60 80 100 120 140 160 180 200 13.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050123\
Data File : VX@35447.D

Acqg On : 01 May 2023 17:51
Operator : JC/MD

Sample : 02522-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042523W.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 Azulene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.786 1333.85 ug/1 43782100 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 90
2 Azulene 128 C10H8 000275-51-4 81
3 4-Phenylbut-3-ene-1-yne 128 C10H8 1000222-12-0 76
4 1H-Indene, 1-methylene- 128 C10H8 002471-84-3 74
5 [4.2.2]Propella-2,4,7,9-tetraene 128 C10H8 088090-34-0 52
Abundance Scan 2083 (13.786 min): VX035447.D\data.ms (-2074) (- m/z 128.00 100.00%
128.0
5000
51.1 102.1 - S
“ | 7m.1 ‘ | ) 13.50 14.00
0L \“! Al M £92:2177.0202.1 228.0252.5 /7 127,10 28.33%
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #13686: Naphthalene
128.0
5000 A —
13.50 14.00
m/z 129.00  25.09%
510 750 1020 |
O \\\‘\\‘\\‘w\\w“\\\\“\\\\‘\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #13680: Azulene
128.0
\/\\ ‘ T T T ‘ T
13.50 14.00
5000 m/z 102.10 22.80%
51.0 102.0
‘ ‘ 77.0 ‘
SN RO RO AN R
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #13687: 4-Phenylbut-3-ene-1-yne P —
128.0 13.50 14.00
m/z 126.05 16.84%
5000
510 102.0
77.0 ‘ |
o' uw‘um_“‘_‘H‘www”wwH‘ S e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050123\
Data File : VX@35447.D

Acqg On : 01 May 2023 17:51
Operator : JC/MD

Sample : 02522-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042523W.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 1,4-Methanonaphthalene, 1,4... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.640 301.32 ug/l 9890540 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 90
4 Benzocycloheptatriene 142 C11H1e 000264-09-5 90
5 1H-Indene, 1-ethylidene- 142 C11H1e 002471-83-2 64
Abundance Scan 2223 (14.640 min): VX035447.D\data.ms (-2218) (- | m/z 142.05 100.00%
142.1
5000
1450 1500
63.0 : :
113.1 .
Orperrepriin L Il 1833 2811014165 87.68%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22142: Naphthalene, 1-methyl-
142.0
5000 — —
14.50 15.00
m/z 115.05  37.40%
O2’\7\.9“\\“\?‘S‘L:ﬁ”\‘\‘\‘H‘]-\]\.\‘\.‘(\)\H‘i‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22150: Naphthalene, 2-methyl-
142.0
—— —
14.50 15.00
5000 m/z 143.05 12.36%
0 39‘0‘ ]]J.HO ul 11‘\'0 H
et e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro- — —
141.0 14.50 15.00
m/z 139.05 11.73%
5000
63.0
0 27'0\ L, 113.0 M

—
m/z--> 20 40 60 80 100120140160 180200220240260280 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050123\
Data File : VX@35447.D

Acqg On : 01 May 2023 17:51
Operator : JC/MD

Sample : 02522-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042523W.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@ Bicyclo[4.4.1]undeca-1,3,5,... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.786 513.93 ug/l 16869400 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 93
4 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 Cl1lH1e 002443-46-1 91
5 Benzocycloheptatriene 142 C11H1e 000264-09-5 90
Abundance Scan 2247 (14.786 min): VX035447.D\data.ms (-2241) (- m/z 142.05 100.00%
142.1
5000
—— —
63.0 11 0 ) 14.50 15.00
Ot O Il 1722 2070 2810 141 05 go.70%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22150: Naphthalene, 2-methyl-
142.0 )\
5000

14 50 15 00
m/z 115.10 40.57%

39.0 710 11l0 I
’\\\\‘\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22142: Naphthalene, 1-methyl-
142.0

14 50 15 00
5000 m/z 143.05 2.79%

63.0
AT A —
m/z--> 20 40 60 80 100120140160180200220240260280

o

0
Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro-
141.0 14 50 15 00
m/z 139.05 2.72%
5000
63.0
LA PR |
m/z--> 20 40 60 80 100120140160180200220240260280 14 50 15 00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050123\
Data File : VX035447.D

Acqg On : 01 May 2023 17:51
Operator : JC/MD

Sample : 02522-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042523W.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... 11.610 171.3 ug/l 5621400 4 12.024 1641200 50.0
Indane 12.244 552.6 ug/l 18137700 4 12.024 1641200 50.0
Benzene, 1l-ethe... 12.701 220.5 ug/l 7238960 4 12.024 1641200 50.0
1H-Indene, 2,3-... 13.171 144.1 ug/l 4730090 4 12.024 1641200 50.0
o-Cymene 13.286 190.1 ug/l 6240730 4 12.024 1641200 50.0
2-Methylindene 13.427 157.3 ug/l 5161390 4 12.024 1641200 50.0
Azulene 13.786 1333.8 wug/l 43782100 4 12.024 1641200 50.0
1,4-Methanonaph... 14.640 301.3 ug/l 9890540 4 12.024 1641200 50.0
Bicyclo[4.4.1]u... 14.786 513.9 ug/l 16869400 4 12.024 1641200 50.0
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