LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@10423\
Data File : VN@76098.D

Acqg On : 04 Jan 2023 21:56
Operator : JC\MD

Sample : 01019-02

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 27 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: VNO76098.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 7.442 905 916 928 rBV 41188 114775 2.48% 0.313%
2 8.177 1030 1041 1045 rBV2 230360 540213 11.67% 1.475%
3 8.230 1045 1050 1063 rVB 438228 1000209 21.60% 2.731%
4 8.588 1102 1111 1122 rBV2 230458 610293 13.18% 1.666%
5 9.106 1190 1199 1209 rBV 584744 1194504 25.80% 3.261%
6 10.571 1438 1448 1454 rBV 863679 1613124 34.84% 4.404%
7 10.635 1454 1459 1472 rVB 375790 687708 14.85% 1.877%
8 11.871 1661 1669 1678 rBV 753279 1354528 29.25% 3.698%
9 11.965 1678 1685 1695 rVB 162880 286009 6.18% 0.781%
10 12.071 1695 1703 1713 rBV 704243 1342846 29.00% 3.666%
11 12.400 1751 1759 1766 rBV 519312 889007 19.20% 427%
12 12.512 1766 1778 1779 rBV6 29904 87241 1.88% 238%
13 12.700 1805 1810 1819 rVB 42353 83037 1.79%

14 12.853 1823 1836 1844 rVB 630816 1081951 23.37%
15 13.041 1861 1868 1872 rBV 208987 346863  7.49%
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16 13.100 1872 1878 1882 rVV 1282983 2232834 48.22%
17 13.135 1882 1884 1887 rVV 566559 698369 15.08%
18 13.176 1887 1891 1900 rVB 731897 1162194 25.10%
19 13.341 1912 1919 1930 rVB 618653 1049554 22.67%
20 13.488 1936 1944 1955 rBV 2792809 4630377 100.00% 12.
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21 13.618 1958 1966 1971 rBV3 51579 124750 2.69%
22 13.676 1971 1976 1981 rBV 101201 160376 3.46%
23 13.729 1981 1985 1990 rVB2 35294 58411 1.26%
24 13.794 1990 1996 1998 rBV 792454 1304960 28.18%
25 13.823 1998 2001 2007 rVB 1066421 1610014 34.77%
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26 13.876 2007 2010 2017 rVB2 64047 106974  2.31%
27 13.953 2017 2023 2025 rBV 148388 230634  4.98%
28 13.994 2025 2030 2033 rBV3 641640 1185635 25.61%
29 14.123 2047 2052 2056 rBV3 43450 77043 1.66%
30 14.188 2056 2063 2068 rVB2 173337 310007 6.70%
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31 14.247 2068 2073 2076 rBV 298879 510566 11.03%
32 14.276 2076 2078 2083 rVV 248800 321426  6.94%
33 14.335 2083 2088 2094 rVB 440687 677725 14.64%
34 14.400 2094 2099 2101 rBV2 35863 52434  1.13%
35 14.447 2101 2107 2112 rVB2 170426 301908 6.52%
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36 14.576 2123 2129 2135 rVB 161101 257380 5.56% ©.703%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@10423\
Data File : VN@76098.D

Acqg On : 04 Jan 2023 21:56
Operator : JC\MD

Sample : 01019-02

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 27 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 14.659 2135 2143 2146 rVV 315208 541395 11.69% 1.478%
38 14.694 2146 2149 2154 rVV 501886 774808 16.73%  2.115%
39 14.741 2154 2157 2160 rVvV 62889 83117 1.80% 0.227%
40 14.776 2160 2163 2167 rVV 36320 55838 1.21% 0.152%
41 14.882 2171 2181 2184 rBv4 41792 83712 1.81% 0.229%
42 14.929 2184 2189 2194 rVwV 299870 522657 11.29% 1.427%
43 14.970 2194 2196 2201 rVB 74958 96921 2.09% 0.265%
44 15.053 2201 2210 2216 rBV3 565477 1394311 30.11% 3.807%
45 15.106 2216 2219 2228 rVV3 58139 130399 2.82% 0.356%
46 15.212 2230 2237 2245 rBV 318937 586330 12.66% 1.601%
47 15.323 2245 2256 2268 rVV3 157935 539432 11.65% 1.473%
48 15.441 2268 2276 2285 rVB4 137025 356251 7.69% 0.973%
49 15.641 2304 2310 2316 rBV 231540 441639 9.54% 1.206%
50 15.700 2316 2320 2325 rVVW2 83410 143699 3.10% 0.392%
51 15.759 2325 2330 2332 rVW4 55197 108150 2.34%  0.295%
52 15.788 2332 2335 2353 rVBS 85804 301337 6.51% 0.823%
53 15.947 2353 2362 2370 rBV2 113677 243013 5.25% 0.663%
54 16.129 2384 2393 2394 rBV5 93211 157021 3.39% 0.429%
55 16.170 2395 2400 2410 rVB2 274991 601252 12.98% 1.641%
56 16.259 2410 2415 2422 rBV3 37913 82324 1.78% 0.225%
57 16.347 2422 2430 2445 rVB3 85053 288198 6.22% 0.787%
58 16.506 2445 2457 2470 rBV 209586 531968 11.49% 1.452%
59 16.717 2482 2493 2499 rBvV2 102204 269946 5.83% 0.737%

Sum of corrected areas: 36629597
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©10423\
Data File : VN@76098.D

Acqg On : 04 Jan 2023 21:56
Operator : JC\MD

Sample : 01019-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 27 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

Abundance TIC: VN076098.D\data.ms
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1000000
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Abundance TIC: VN076098.D\data.ms

2500000
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1500000
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Abundance TIC: VN076098.D\data.ms
13.488

o

2500000
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1500000
13.100
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1000000 1o basoar
12,071 P
12.853 & 341
500000 12:400 3 51 14 604 15053
A M 9 14.929|15.212 16.170
1.96 g 12 41447 5 5. 38ual 9476 %6711
25122700 33474887614, 400 )\ &M lﬁw }@%912@ 47 A
OFA‘ P ‘ A/i

T
Time--> 12.00 12. 50 13 00 13.50 14.00 14 50 15 00 15. 50 16. OO 16. 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©10423\
Data File : VN@76098.D

Acqg On : 04 Jan 2023 21:56
Operator : JC\MD

Sample : 01019-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 27 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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.100  85.55 ug/l 2232830 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 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 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 1878 (13.100 min): VN076098.D\data.ms (-1872) (- | m/z 105.05 100.00%
105.1
5000
77.1 13.00 13.50
Ot 043021742 hs 100,10 30.96%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 : M A ‘
13.00 13.50
m/z 77.10 10.58%
O \1\5\?\\\3\9“0\\\5\8‘()\\\\H‘\\‘\\"“\\‘\H"\\\\‘\\\\‘\\\\ 1
miz--> 20 40 60 80 100 120 140 160
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
—Ah— —
13.00 13.50
5000 m/z 91.10 10.51%
oaso BO0mmo "0 L
m/z--> 20 40 60 80 100 120 140 160
Abundance #10721: Benzene, 1-ethyl-4-methyl- —— —
105.0 13.00 13.50
m/z 106.10 8.61%
5000
77.0
ol150 390580 7 MA
R I e R
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©10423\
Data File : VN@76098.D

Acqg On : 04 Jan 2023 21:56
Operator : JC\MD

Sample : 01019-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 27 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, 1l-ethyl-3-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.341 40.21 ug/l 1049550 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Mesitylene 120 C9H12 000108-67-8 90
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 90
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 90
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 90
Abundance Scan 1919 (13.341 min): VN076098.D\data.ms (-1912) (- | m/z 105.10 100.00%
105.1
5000 J\\/\ /\
39.0 57 77.0 13.00 13.50
O L8y 1811 1711 0 100,10 30.65%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000
13.00 13.50
m/z 91.05 11.98%
77.0
0 \1\5\.(‘)\‘\ \3\9“.(\)\‘\5\8.‘(‘)\‘\\\M‘\\‘M’H‘H‘\H"\H\‘HH‘HH 1
miz--> 20 40 60 80 100 120 140 160
Abundance #10695: Mesitylene
105.0
13.00 13.50
5000 m/z 77.05 11.77%
39.0 77.0
I el N Y
m/z--> 20 40 60 80 100 120 140 160
Abundance #10723: Benzene, 1-ethyl-3-methyl-
105.0 13.00 13.50
m/z 106.10 8.82%
5000 /\
39.0 77.0 /\\/\ /\
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©10423\
Data File : VN@76098.D

Acqg On : 04 Jan 2023 21:56
Operator : JC\MD

Sample : 01019-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 27 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 3 Indane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.994  45.43 ug/1 1185640 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 76
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 68
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 68
4 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 53
5 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 50
Abundance Scan 2030 (13.994 min): VN076098.D\data.ms (-2025) (- | m/z 117.05 100.00%
11y.1
5000
911 ‘ 14.00
39.0 63.0 :
o] J“meH“mm!‘H?*f“lcpu‘1‘7”1:3‘””2‘97:1‘ m/z 118.05  56.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10179: Indane
117.0
5000 T
14.00
39.0 91.0 m/z 115.05 33.49%
{ ?&0 {
O\:I\-3\.\0‘\“\\\“\\“}\“‘i‘\\\“‘\\‘\\“\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10195: Benzene, cyclopropyl-
117.0
e
14.00
5000 m/z 105.10 27.75%
91.0
oszLm
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10192: Benzene, 2-propenyl- w/yk
117.0 14.00
m/z 91.10 16.89%
5000 91.0
39.0 65.0
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\VN@10423\
Data File : VN@76098.D

Acqg On : 04 Jan 2023 21:56

Operator JC\MD

Sample : 01019-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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 4 Benzene, 2-ethyl-1,3-dimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.335 25.97 ug/1 677725 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 95
2 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 95
3 o-Cymene 134 C1leH14 000527-84-4 95
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 95

Abundance Scan 2088 (14.335 min): VN076098.D\data.ms (-2083) (- | m/z 119.10 100.00%
119.1
5000 U
500 650 91"0 14.00 14.50
Ob e b el il 1452 1742 g; 134 05 28, 74%
m/z--> 20 60 80 100 120 140 160 180
Abundance #17079: Benzene, 2-ethyl-1,3-dimethyl-
119.0
5000 _ A
14.00 14.50
m/z 91.05 15.50%
39.0 65.0 91‘.0
O\‘\‘\\\“‘\\“w\’w“\\\‘H‘\\\\’w‘\\‘\‘l\\\‘\’\\\\‘\\\\’\\\
m/z--> 20 60 80 100 120 140 160 180
Abundance #17088: Benzene, 1-ethyl-2,4-dimethyl-
119.0
— —F
14.00 14.50
5000 m/z 120.05 10.77%
39.0 650 91.0
0\‘JH\M\ww\ﬂﬁ\Jw\\H,N\\Wlu\u,\\\w\\\\,\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16997: 0-Cymene
119.0 14.00 14.50
m/z 117.10 9.03%
5000
91.0
41.0 65.0 ‘
0\‘\M\J“\\Hqﬂ\\$W\\M,Wh\ww\\w\w\\\‘\\\\,\\
m/z--> 20 40 60 80 100 120 140 160 180 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@76098.D

Acqg On : 04 Jan 2023 21:56
Operator : JC\MD

Sample : 01019-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 27 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 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.659 20.74 ug/l 541395 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 C10H14 000095-93-2 97
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 97
4 o-Cymene 134 C1eH14 000527-84-4 93
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 91

Abundance Scan 2143 (14.659 min): VN076098.D\data.ms (-2135) (- | m/z 119.10 100.00%
1

119.
5000
91.1

1450 1500
300 650
0 m_w”uu,w‘m‘qH‘muu“;“l”“hl,“‘sc‘lwle??:l‘ m/z 134.05 47.56%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
5000

14.50 15.00
m/z 91.10 15.51%

91.0
0 \1\5\.(‘)\‘\ \4\"]“"\0\‘\‘ \6’?‘.\0\ \““ T \‘\ T “U\ \‘\“l T \M\ UL L B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0

—T
14.50 15.00

5000 m/z 133.00 9.84%
290 91.0
: 65.0
mlz--> 20 40 60 80 100 120 140 160 180
Abundance #17062: Benzene, 1,2,3,5-tetramethyl- T 7
119.0 14.50 15.00

m/z 117.05 9.77%

5000
39.0 .
Ll 6%0 L, 9]‘-0‘\ ul
L0 e L L e B e e

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©10423\
Data File : VN@76098.D

Acqg On : 04 Jan 2023 21:56
Operator : JC\MD

Sample : 01019-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 27 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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.694  29.69 ug/l 774808 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 C10H14 000095-93-2 97
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 97
4 o-Cymene 134 C1eH14 000527-84-4 96
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95

Abundance Scan 2149 (14.694 min): VN076098.D\data.ms (-2146) (- | m/z 119.10 100.00%

119.1
5000
91.1

14.50 15.00
39.0 65.0
0 ‘H_"mwuwumMHLwwu‘;“,“““‘,“157‘-‘1”“““2‘9‘7:1‘ m/z 134.15  43.83%

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 14.21%

91.0
\]-\5‘\"0\‘\\3\9““\0\“”\6‘?.19\‘H‘\\‘\\‘w‘\m‘"\\\M\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0

I T
14.50 15.00

o

5000 m/z 120.10 10.74%
390 91.0
Y 65.0
mlz--> 20 40 60 80 100 120 140 160 180 200
Abundance #17062: Benzene, 1,2,3,5-tetramethyl- ‘A‘ ‘ I
119.0 14.50 15.00

m/z 77.05 8.17%

5000
39.0 .
L 6\5;\'0\ 9]‘-0 el

‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©10423\
Data File : VN@76098.D

Acqg On : 04 Jan 2023 21:56
Operator : JC\MD

Sample : 01019-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 27 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 Benzene, 1l-ethenyl-4-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.053  53.42 ug/1l 1394310 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 91
3 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 90
4 Indan, 1-methyl- 132 C10H12 000767-58-8 81
5 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 81
Abundance Scan 2210 (15.053 min): VN076098.D\data.ms (-2201) (- | m/z 117.05 100.00%
117.1
5000
91.0
390 651 148.2168.0 1509
O Frrr vl et m/z 132.00  35.74%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
5000 Pt :
15.00
o 910 m/z 115.05  28.47%
270 ‘ !
0 \H‘\‘\H‘\\‘\\H\H‘[\\‘r\‘”f‘\\ ‘\M\‘HH‘HH‘\H
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16106: 3-Phenylbut-1-ene
117.0
R T
15.00
5000 m/z 119.05 22.51%
91.0
390 450 ‘ ‘
0 \H‘\‘\\\“\\“1‘\“1‘\mh“u‘m“‘e‘u R e AR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl- e ‘
117.0 15.00
m/z 131.05 18.07%
5000
91.0
51.0
27.0 ‘
0 H“JH‘M‘NHpmHJM‘M‘pWH A -
m/z--> 20 40 60 80 100 120 140 160 180 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©10423\
Data File : VN@76098.D

Acqg On : 04 Jan 2023 21:56
Operator : JC\MD

Sample : 01019-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 27 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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.212  22.47 ug/1 586330 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 95
2 Indan, epoxide 132 C9H80 000768-22-9 53
3 2H-Inden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 49
4 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 43
5 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H8N2 034760-58-2 35

Abundance Scan 2237 (15.212 min): VN076098.D\data.ms (-2230) (- | m/z 104.10 100.00%

104.1
132.1
5000 j
— ——
510 780 M 15.00 15.50
Ob el LML 16511841 35 05 53,20
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16160: Naphthalene, 1,2,3,4-tetrahydro-
104.0
132.0
5000

15.00 15.50
m/z 91.10 42.43%

3909 650
O‘\H\"‘\\“1‘\”““\\‘1”"\M\“HHM‘\‘!“‘\‘\‘HH‘HH‘\H
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16653: Indan, epoxide
104.0

T
15.00 15.50

5000 m/z 115.10 21.01%
27.0 ‘
0 ‘mm‘,;“!‘““mw‘,‘m‘Uﬂ‘m‘mu_m_m_”
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16681: 2H-Inden-2-one, 1,3-dihydro- —— —
104.0 15.00 15.50

m/z 117.10  14.15%

5000 132.0
51.0 78.0

m/z--> 200 40 60 80 100 120 140 160 180 15.00 15.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©10423\
Data File : VN@76098.D

Acqg On : 04 Jan 2023 21:56
Operator : JC\MD

Sample : 01019-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 27 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 Benzene, (1,2-dimethyl-1-pr... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.323  20.67 ug/1 539432  1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 90
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 83
3 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 56
4 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 50
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 50
Abundance Scan 2256 (15.323 min): VN076098.D\data.ms (-2245) (- | m/z 133.00 100.00%
133.0
5000
91.1 i AFSA
39.0 64.9 15.00 15.50
o 1682 2090 /7 131.00  83.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)-
131.0
5000 91.0 T U
15.00 15.50
39.0 ‘ m/z 148.20 30.18%
O\\\‘\\\\‘H\\‘\\‘HM}\\’\\‘}\“H\\!“\M\‘\M\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0 J\
RYVAVEYARNINVAY
15.00 15.50
5000 m/z 119.05 29.42%
3%0 63.0 91.0 ‘
oHw“m_“ww,‘HwHMM‘mwww_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25003: Benzene, (1-methyl-1-butenyl)- — I
131.0 15.00 15.50
m/z 91.10 23.30%
91.0
5000
51.0
27.0 ‘ “
oHw‘m‘“"H“p‘:“uw,‘MwHH‘_‘Hl‘_‘mwwww /o AN
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©10423\
Data File : VN@76098.D

Acqg On : 04 Jan 2023 21:56
Operator : JC\MD

Sample : 01019-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 27 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 unknownl6.170 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.170  23.04 ug/l 601252 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-(1-Methyl-2-nitro-ethyl)-3,4-d... 233 C13H15NO3 1000190-31-3 43
2 2(1H)-Quinazolinone 146 C8H6N20 007471-58-1 43
3 5H-Benzocycloheptene,6,7,8,9-tet... 146 C11H14 001075-16-7 43
4 .alpha.-Methylstyrene 118 C9H10 000098-83-9 35
5 3-Chloropropionic acid, 3-phenyl... 226 C12H15C102 078987-69-6 35
Abundance Scan 2400 (16.170 min): VN076098.D\data.ms (-2395) (- | m/z 118.10 100.00%
118.1
146.2
5000
390 770 ‘ ‘ 16.00 16.50
Obrmmibopbtdoab e L 1882 2811 4615 63.74%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #114811: 2-(1-Methyl-2-nitro-ethyl)-3,4-dihydro-2H-napht
118.0146.0
5000 90.0 /\/\ - whe
16.00 16.50
o 186.0 m/z 117.05 49.18%
O ’HH“MH“\‘!‘U‘H\‘\\‘\\“}\\‘\“‘\‘1”“\”“‘\}\H‘H‘\\‘\“‘\\\‘\\\\‘2\\3\\?7‘(\)\\\‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #25649: 2(1H)-Quinazolinone
146.0
118.0 e el
16.00 16.50
5000 m/z 131.05 48.51%
64.0
0 ,‘m_m,‘!mlm‘:‘,M\mmeWm_uWm_www
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #25037: 5H-Benzocycloheptene,6,7,8,9-tetrahydro- —r=4 e
146.0 16.00 16.50
104.0 m/z 105.16  31.50%
5000
o,“ ZAVEE o
m/z--> 20 40 60 80 100120140160180200220240260280 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@10423\
Data File : VNO@76098.D

Acqg On : 04 Jan 2023 21:56
Operator : JC\MD

Sample : 01019-02

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 27 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|
Benzene, 1l-ethy... 13.100 85.5 wug/l 2232830 4 13.794 1304960 50.0
Benzene, 1l-ethy... 13.341 40.2 ug/l 1049550 4 13.794 1304960 50.0
Indane 13.994 45.4 ug/l 1185640 4 13.794 1304960 50.0
Benzene, 2-ethy... 14.335 26.0 ug/l 677725 4 13.794 1304960 50.0
Benzene, 1,2,3,... 14.659 20.7 ug/l 541395 4 13.794 1304960 50.0
Benzene, 1,2,4,... 14.694 29.7 ug/l 774808 4 13.794 1304960 50.0
Benzene, 1l-ethe... 15.053 53.4 ug/l 1394310 4 13.794 1304960 50.0
Naphthalene, 1,... 15.212 22.5 ug/l 586330 4 13.794 1304960 50.0
Benzene, (1,2-d... 15.323 20.7 ug/l 539432 4 13.794 1304960 50.0
unknownl6.170 16.170 23.0 ug/l 601252 4 13.794 1304960 50.0
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