LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42624\
Data File : VN@©81890.D

Acqg On : 26 Apr 2024 20:06

Operator : JC\MD

Sample : P2264-02

Misc : 5.0mL/MSVOA_N/WATER T11-MW-4-9.0-042324

ALS Vvial : 24 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\82N042524W.M

Title : SW846 8260

Signal : TIC: VN@81890.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.800 640 654 668 rBv 82960 285513  6.47% 1.061%
2 8.171 1047 1057 1061 rBV 168830 417281 9.46% 1.550%
3 8.224 1061 1066 1081 rVB 319080 786081 17.82%  2.921%
4 8.582 1117 1127 1137 rVB 205379 461245 10.46% 1.714%
5 9.100 1206 1215 1227 rBV 503514 1040894 23.60% 3.867%
6 9.353 1249 1258 1266 rBV2 85706 179453 4.07% 0.667%
7 10.571 1456 1465 1477 rBV 759571 1429657 32.41% 5.312%
8 11.865 1677 1685 1697 rBV 698931 1226847 27.82% 4.558%
9 12.694 1820 1826 1835 rVB2 169501 287651 6.52% 1.069%
10 12.847 1845 1852 1861 rVB2 507120 882534 20.01% 3.279%
11 13.035 1878 1884 1890 rVB 35574 59859 1.36% 0.222%
12 13.441 1941 1953 1960 rVB3 52733 121027 2.74% 0.450%
13 13.617 1973 1983 1988 rBV2 144999 314154 7.12% 1.167%
14 13.794 2005 2013 2023 rVB 621081 1054095 23.90% 3.916%
15 13.888 2023 2029 2034 rBV 108520 171691 3.89% 0.638%

16 13.953 2034 2040 2043 rBV 332428 543692 12.33%
17 13.994 2043 2047 2056 rVB 935517 1575431 35.72%
18 14.117 2062 2068 2074 rVB 213722 336575 7.63%
19 14.329 2097 2104 21106 rBV 880515 1387636 31.46%
20 14.400 2110 2116 2119 rVV 304008 562151 12.75%
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R

21 14.447 2119 2124 2130 rVV2 1015874 1809669 41.03%
22 14.511 2130 2135 2140 rVB4 48373 84914 1.93%
23 14.582 2140 2147 2151 rBV 124226 203520 4.61%
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B

24 14.653 2151 2159 2167 rVB 733719 1227606 27.83% 561%
25 14.735 2168 2173 2177 rBV2 44188 67417 1.53% 250%
26 14.806 2181 2185 2190 rVB 62531 91746 2.08% 0.341%
27 14.882 2190 2198 2201 rBv4 84622 199492  4.52% ©.741%
28 14.929 2201 2206 2211 rBV2 289560 448415 10.17% 1.666%

29 15.035 2217 2224 2233 rBV3 1840471 4410720 100.00% 16.387%

30 15.317 2260 2272 2276 rBV2 201128 516334 11.71% 1.918%
31 15.364 2276 2280 2285 rVV 157813 294294 6.67% 1.093%
32 15.435 2285 2292 2299 rVwv4 291851 728097 16.51% 2.705%
33 15.494 2299 2302 2307 rVB3 56795 89018 2.02% 0.331%
34 15.582 2313 2317 2324 rVB2 97560 185895 4.21% ©0.691%
35 15.700 2330 2337 2341 rBV 146237 285873 6.48% 1.062%
36 15.753 2341 2346 2347 rVW2 117571 201102 4.56% 0.747%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42624\
Data File : VN@©81890.D

Acqg On : 26 Apr 2024 20:06

Operator : JC\MD

Sample : P2264-02

Misc : 5.0mL/MSVOA_N/WATER T11-MW-4-9.0-042324

ALS Vvial : 24 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\82N042524W.M
Title : SW846 8260
37 15.782 2348 2351 2368 rVB2 166985 469838 10.65% 1.746%
38 15.947 2371 2379 2386 rBV3 83261 182270 4.13% 0.677%
39 16.029 2386 2393 2400 rBV5 66041 142034  3.22% 0.528%
40 16.129 2400 2410 2412 rVV2 142970 316042 7.17% 1.174%
41 16.170 2412 2417 2425 rVV 318673 666132 15.10% 2.475%
42 16.258 2426 2432 2439 rW 65233 144760  3.28% 0©.538%
43 16.341 2439 2446 2452 rVW4 69225 172900 3.92% 0.642%
44 16.394 2452 2455 2464 rVB6 31347 65112 1.48% 0.242%
45 16.505 2465 2474 2482 rBV2 294556 686987 15.58%  2.552%
46 16.705 2498 2508 2516 rBV8 37978 101733  2.31% 0.378%

Sum of corrected areas: 26915387
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: 26 Apr 2024 20:06

: P2264-02
: 5.0mL/MSVOA_N/WATER
. 24

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe42624\
VN@e81890.D

JC\MD

T11-MW-4-9.0-042324

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@42524W.M
: SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VN081890.D\data.ms
1500000
1000000
500000
5.800
0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\
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: VN081890.D\data.ms
1500000
1000000
10.571
500000 9.100
8.224
8.1 8.582
9.353
0—— ‘ — — — — — T T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VN081890.D\data.ms
15.035
1500000
14.447
1000000 13.994
865 14.653
13.794
500000 12.847
13. 16.170 16505
12.694 13.617 16.
13.035  13.441 3ﬁ g 518102 4b4| 16.705
0 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 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\VN042624\
Data File : VN©81890.D

Acqg On : 26 Apr 2024 20:06

Operator : JC\MD

Sample : P2264-02

Misc : 5.0mL/MSVOA_N/WATER T11-MW-4-9.0-042324

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42524W.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, 1,2-diethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.953  25.79 ug/1 543692 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C1oH14 000135-01-3 96
2 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 95
3 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 94
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C1eH14 000934-74-7 91
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 87
Abundance Scan 2040 (13.953 min): VN081890.D\data.ms (-2034) (- | m/z 105.05 100.00%
105.1
5000 134.0
77.0
‘ ‘ 14.00
0 "w"Muw‘w‘u‘”‘Huwu“”‘:‘,“““““1“?‘7‘1‘_“‘2‘9‘7‘9 m/z 119.10  86.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17032: Benzene, 1,2-diethyl-
119.0
91.0 .
m/z 134.00 41.98%
O \]-\5\‘0\‘\\\‘\\\\‘\\\\“\\‘”\‘\\\‘{“"\\!‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17031: Benzene, 1,4-diethyl-
110.0 AA
A alLA
14.00
5000 m/z 90.95 24.88%
91.0
2.8 Ll
O et e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17028: Benzene, 1,3-diethyl-
119.0 14 OO
m/z 76.95 16.83%
5000
91.0
39.0
oo 3080 L
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN042624\
Data File : VN©81890.D

Acqg On : 26 Apr 2024 20:06

Operator : JC\MD

Sample : P2264-02

Misc : 5.0mL/MSVOA_N/WATER T11-MW-4-9.0-042324

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42524W.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 Indane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.994 74.73 ug/1 1575430  1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 81
2 (Z)-1-Phenylpropene 118 C9H1e 000766-90-5 74
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 64
4 Benzene, l-ethenyl-3-methyl- 118 C9H10 000100-80-1 64
5 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 59
Abundance Scan 2047 (13.994 min): VN081890.D\data.ms (-2043) (- | m/z 117.10 100.00%
117.1
<
39.0 63.0 g:T 0 14.00
Obrrrrrreeb bt A 19820700 )7 118,10 59.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10181: Indane
117.0
5000 T “J\
14.00
m/z 115.05  33.82%
390 630 %0
O\1\5\(‘)\\\\“\\H\\““\‘\\\‘\\“\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10185: (Z2)-1-Phenylpropene
117.0
14.00
5000 m/z 91.05 16.01%
91.0
51.0
0 "“2‘7‘(‘0“‘_“‘:JM‘M”M‘:‘p“HJ_m_m_ww_m
m/z--> 20 40 60 80 100 120 140 160 180 200 /\
Abundance #10198: Benzene, cyclopropyl- —— e
117.0 14.00
m/z 39.00 9.47%
5000 910
39.0 65.0
0“w“H‘HM‘N‘HM‘H‘ﬂ“ R EARmmas P
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe42624\

Data File : VN©81890.D

Acqg On : 26 Apr 2024 20:06

Operator JC\MD

Sample : P2264-02 g
Misc : 5.8mL/MSVOA_N/WATER T11-MW-4-9.0-042324

ALS Vvial : 24 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@42524W.M
: 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 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.329 65.82 ug/l 1387640 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 95
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 95
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95
4 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94

5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94

Abundance Scan 2104 (14.329 min): VN081890.D\data.ms (-2097) (- | m/z 119.10 100.00%
119.1
5000
390 771 14.00 14.50
ol b 2800 7 134,05 29.23%
miz--> 0 50 100 150 200 250
Abundance #17089: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
14.00 14.50
m/z 91.10 18.14%
39.0 77.0
O 2’.0\ ‘\ ‘\ ‘\‘ ““ \““\ ‘H\ \‘ ‘h“\ M‘l \“\ ‘ T T T T ‘ T T T T ‘ T T T 1
miz--> 0 50 100 150 200 250
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
. co
14.00 14.50
5000 ITI/Z 105.05 9.63%
77.
90 L
miz--> 0 50 100 150 200 250
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0 14.00 14.50
m/z 120.10 9.45%
5000
s00 77.0‘ J\
([ ‘u'i‘u‘““”‘ 0 M&(\‘ Ak
m/z--> 0 50 100 150 200 250 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN042624\
Data File : VN©81890.D

Acqg On : 26 Apr 2024 20:06

Operator : JC\MD

Sample : P2264-02

Misc : 5.0mL/MSVOA_N/WATER T11-MW-4-9.0-042324

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42524W.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 (E)-1-Phenyl-1-butene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.400 26.67 ug/l 562151 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-1-Phenyl-1-butene 132 C10H12 001005-64-7 96
2 1H-Indene, 2,3-dihydro-2-methyl- 132 C1eH12 000824-63-5 95
3 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 95
4 Benzene, 2-butenyl- 132 C10H12 001560-06-1 94
5 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 94
Abundance Scan 2116 (14.400 min): VN081890.D\data.ms (-2110) (- | m/z 117.05 100.00%
1171
91.0
390 650 ‘ 1331 14.00 14:50
Y AN PN VS TR T H, Al m/z 132.00  49.51%
miz--> 20 40 60 80 100 120 140
Abundance #16123: (E)-1-Phenyl-1-butene
117.0
5000
91.0 14. 00 14 50
10 m/z 115.05 35.38%
28.0 '
O\\\‘\“\\“\\‘\\“H +P\\‘}\’Hl\\!"\]‘-}‘\:‘g\.?\\\\
miz--> 20 40 60 80 100 120 140
Abundance #16161: 1H-Indene, 2,3-dihydro-2-methyl-
117.0
14.00 14.50
5000 m/z 91.05 23.16%
39.0 N
- 65.0 ‘ ‘ 133.0
| ‘ PR O Y TN [
0l il WMLl
m/iz--> 20 40 60 80 100 120 140
Abundance #16144: Benzene, (2-methyl-1-propenyl)-
117.0 14. 00 14 50
m/z 131.05 14.67%
5000 91.0
39.0 65.0 M
133.0
0 ‘1‘5(?“:”““‘“uummmw”‘,‘M‘,wm!‘,ulh“‘HH — U
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\VNe42624\

Data File : VN©81890.D

Acqg On : 26 Apr 2024 20:06

Operator JC\MD

Sample : P2264-02 g
Misc : 5.8mL/MSVOA_N/WATER T11-MW-4-9.0-042324

ALS Vvial : 24 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@42524W.M
: 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 1Indan, 1-methyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
14.447 85.84 ug/l 1809670 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 81
2 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 80
3 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 80
4 1-Methyl-2-phenylcyclopropane 132 C10H12 003145-76-4 74
5 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 64

Abundance Scan 2124 (14.447 min): VN081890.D\data.ms (-2119) (- | m/z 117.10 100.00%
11y.1
th )
—r—
57.5 91"0 u L 14.50
bbbl M RAL0 2069 /7 115,18 30.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16104: Indan, 1-methyl-
117.0
5000
14.50
m/z 132.05 25.79%
39.0 65.0 91"0 ‘
O\\\‘\‘\\\“\\“\‘\“u‘\\\“\\‘\\‘\\\H‘\M\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
—4 :
14.50
5000 m/z 119.10 19.99%
91.0
27.0 SLOH | ‘ Il
B L .
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0 14.50
m/z 91.05 15.76%
5000
91.0
270 0L
ot e e C
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50

82N©42524W.M Mon Apr 29 15:09:53 2024
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN042624\
Data File : VN©81890.D

Acqg On : 26 Apr 2024 20:06

Operator : JC\MD

Sample : P2264-02

Misc : 5.0mL/MSVOA_N/WATER T11-MW-4-9.0-042324

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42524W.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, 1,2,3,4-tetramethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.653  58.23 ug/l 1227610 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 97
2 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 96
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 96
4 o-Cymene 134 C1eH14 000527-84-4 95
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 94

Abundance Scan 2159 (14.653 min): VN081890.D\data.ms (-2151) (- | m/z 119.10 100.00%
1

19.1
5000
91.1

39.0 @50 14.50 15.00
Obrrr bt ey W R442 2069 p/; 134,05 48.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
5000
14.50 15.00

m/z 91.10 17.39%

91.0
\]-\5‘\"0\‘\\3\9““\0\“”\6‘?.\0\\‘”‘\\‘\\‘W\\m‘l\\!“\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0

—
14.50 15.00

o

5000 m/z 77.00 9.36%
91.0
39.0 65.0
mlz--> 20 40 60 80 100 120 140 160 180 200
Abundance #17066: Benzene, 1,2,3,5-tetramethyl- = T
119.0 14.50 15.00

m/z 120.05 9.12%

5000

o 91.0 J\
0 l ‘ \\\63\‘"0 | ‘ m M ‘\ /\

m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe42624\
Data File : VN@81890.D

Acqg On : 26 Apr 2024 20:06

Operator JC\MD

Sample : P2264-02

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 24 Sample Multiplier: 1

T11-MW-4-9.0-042324

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N042524W.M

. SW846 8260

: C:\Database\NIST20.L

LSCINT.P

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

Peak Number

7 Benzene, 1,2,4,5-tetramethyl-

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
15.035 209.22 ug/l 4410720 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 94
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 93
3 o-Cymene 134 C1eH14 000527-84-4 91
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 90
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 90

Abundance Scan 2224 (15.035 min): VN081890.D\data.ms (-2217) (- m/z 119.05 100.00%
119.1
- JL J\
A4
390 770 15.00
ol bl ] a0 2071 2810 ;934,96 38.99%
miz-> 50 100 150 200 250
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 — = :
15.00
m/z 117.10 20.43%
39.0 77.0
0 T T ‘\ ‘\‘ “‘ \“ T L‘\ \ M T M! \“ T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
T
1500
5000 91.10 18.93%
39.0 77.0
fo] L “\ ‘M b ‘u “ ‘M‘M‘! “\‘ — — ——
miz--> 50 100 150 200 250
Abundance #16997: 0-Cymene
119.0 1500
115.10 11.53%
5000
41.0 77.0 ‘
ol bl b
m/z--> 50 100 150 200 250 15.00

82N©42524W.M Mon Apr 29 15:09:56 2024
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe42624\

Data File : VN©81890.D

Acqg On 26 Apr 2024 20:06

Operator : JC\MD

Sample : P2264-02 g
Misc : 5.8mL/MSVOA_N/WATER T11-MW-4-9.0-042324

ALS Vvial : 24 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@42524W.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 8 Benzene, 1-methyl-3-(1-meth... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.435 34.54 ug/1 728097 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-(1-methyl-2-... 146 C11H14 052161-57-6 93
2 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 91
3 Benzene, 1-methyl-2-(1-methyl-2-... 146 C1l1H14 097664-19-2 87

004175-53-5 87
004912-92-9 87

4 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14
5 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14

Abundance Scan 2292 (15.435 min): VN081890.D\data.ms (-2285) (- | m/z 131.05 100.00%

L

91.0
J‘ 15.50
|

51.0 ,
N ‘ o 2840 m/z 133.05

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #25058: Benzene, 1-methyl-3-(1-methyl-2-propenyl)-

I

26.23%

o

5000
91.0 1550
m/z 146.0 23.04%
39.0 H
O\‘\‘\\\“‘\\“\‘\‘m\\\‘”‘\\‘1\“‘\‘H\“‘\‘1“\‘\‘\H‘\\\\’H\\‘\\\\’\\\\‘\\H‘\\\\‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0 )
Lad A
1550
5000 m/z 91.05 18.66%
39.0 91.0
S S Y
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #25059: Benzene, 1-methyl-2-(1-methyl-2-propenyl)- -
131.0 1550
m/z 115.0 14.82%
5000 91.0
39.0 H
O bbbt e e e e
m/z--> 20 40 60 80 100120140160180200220240260280 15.50

82N042524W.M Mon Apr 29 15:09:57 2024
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN042624\
Data File : VN©81890.D

Acqg On : 26 Apr 2024 20:06

Operator : JC\MD

Sample : P2264-02

Misc : 5.0mL/MSVOA_N/WATER T11-MW-4-9.0-042324

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42524W.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 2(1H)-Quinazolinone Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.170  31.60 ug/1l 666132 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2(1H)-Quinazolinone 146 C8HEN20 007471-58-1 55
2 Myosmine 146 CSH10N2 001125-96-8 47
3 5H-Benzocycloheptene,6,7,8,9-tet... 146 C11H14 001075-16-7 46
4 1(2H)-Naphthalenone, 3,4-dihydro- 146 C10H100 000529-34-0 43
5 7-Methylindan-1-one 146 C10H1e0 039627-61-7 43
Abundance Scan 2417 (16.170 min): VN081890.D\data.ms (-2412) (- | m/z 118.10 100.00%
118.1
146.1
5000
91.1 M n WA
39.0 63.9 ‘ 16.00 16.50
0 2091 14605 s5.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25649: 2(1H)-Quinazolinone
146.0
118.0 /\/\
5000 N LA
16.00 16.50
64.0 91.0 ITI/Z 117.10 45,95%
O‘\\\\‘\\\\“!\\‘1“\\“\\“W\\\“\\\\’\Hi\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25681: Myosmine
118.0
o : :
146.0 16.00 16.50
5000 m/z 131.05 36.05%
78.0
51.0
0200 L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25037: 5H-Benzocycloheptene,6,7,8,9-tetrahydro- : :
146.0 16.00 16 50
104.0 m/z 105.05  34.35%
5000 A\
0 A Al
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00 16 50

82N©42524W.M Mon Apr 29 15:09:58 2024 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN042624\
Data File : VN©81890.D

Acqg On : 26 Apr 2024 20:06

Operator : JC\MD

Sample : P2264-02

Misc : 5.0mL/MSVOA_N/WATER T11-MW-4-9.0-042324

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42524W.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.

16.505 32.59 ug/l 686987 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 93
3 1H-1,3,2-Benzodiazaborole, 2-eth... 146 C8H11BN2 074663-81-3 86
4 2-Propyn-1-o0l, 3-(4-methylphenyl)- 146 C10H100 016017-24-6 83
5 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 76
Abundance Scan 2474 (16.505 min): VN081890.D\data.ms (-2465) (- | m/z 131.00 100.00%

131.0
5000
91.0

B0 ‘ MW ‘599 ‘ 16.20 16.40 16.60

Ot o e DAL D99 2086 28LI Ty 11810 67.01%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #25048: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0 /\

5000 RAUBAANABUNBAR
16.20 16.40 16.60
300 910 m/z 146.85 57.26%
0 ’ “‘“\!“““H“HH’MWM‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
16.20 16.40 16.60
5000 ITI/Z 104.95 36.05%
39.0 91.0
0 \“ ‘\‘H!W“u\‘m\,mmm‘uu‘mwm‘u
m/z--> 20 40 60 80 100120 140160180200220240260280
Abundance #25518: 1H-1,3,2-Benzodiazaborole, 2-ethyl-2,3-dihydro- T T wf‘\#j’
146.0 16.20 16.40 16.60

m/z 117.05 35.26%

5000
117.
520 sgo) | | |
0 \\

m/z--> 20 40 60 80 100120140160180200220240260280 16.20 16.40 16.60

82N042524W.M Mon Apr 29 15:10:00 2024 Page: 13



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42624\
Data File : VN©81890.D

Acqg On : 26 Apr 2024 20:06

Operator : JC\MD

Sample : P2264-02

Misc : 5.0mL/MSVOA_N/WATER T11-MW-4-9.0-042324

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42524W.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, 1,2-di... 13.953 25.8 ug/l 543692 4 13.794 1054100 50.0
Indane 13.994 74.7 ug/l 1575430 4 13.794 1054100 50.0
Benzene, 2-ethy... 14.329 65.8 wug/l 1387640 4 13.794 1054100 50.0
(E)-1-Phenyl-1-... 14.400  26.7 ug/l 562151 4 13.794 1054100 50.0
Indan, 1-methyl- 14.447 85.8 ug/l 1809670 4 13.794 1054100 50.0
Benzene, 1,2,3,... 14.653 58.2 ug/l 1227610 4 13.794 1054100 50.0
Benzene, 1,2,4,... 15.035 209.2 ug/l 4410720 4 13.794 1054100 50.0
Benzene, 1-meth... 15.435 34.5 ug/l 728097 4 13.794 1054100 50.0
2(1H)-Quinazoli... 16.170 31.6 ug/l 666132 4 13.794 1054100 50.0

6 4 0

Naphthalene, 1,... 16.505 32. ug/l 686987 13.794 1054100 50.

82N042524W.M Mon Apr 29 15:10:00 2024 Page: 14



