LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN100622\
Data File : VN@74795.D

Acqg On : 06 Oct 2022 19:53
Operator : JC\MD

Sample : N4968-04

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\82N100522W.M

Title : SW846 8260

Signal : TIC: VN@74795.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.312 38 44 53 rBV 236845 426058 1.05% 0.226%
2 2.836 126 133 143 rVB3 166858 637478 1.57% 0.338%
3  4.453 399 408 431 rBV 480161 1432331 3.53% 0.759%
4 8.183 1031 1042 1046 rBV 334402 820341 2.02% 0.435%
5 8.235 1046 1051 1064 rVB 355381 818135 2.02% 0.434%

6 8.612 1101 1115 1130 rBV2 1830022 4860896 11.98% 2.577%
7 9.1e6 1189 1199 1208 rBV 521218 1089235 2.68% ©.577%
8 10.571 1439 1448 1452 rBV 1527561 2736237 6.74%  1.450%
9 10.635 1452 1459 1483 rVB 22783252 40567986 100.00% 21.503%
10 11.871 1659 1669 1677 rBV 882060 1577568 3.89% 0.836%

11 11.965 1677 1685 1694 rVV 2186036 3749193 9.24%  1.987%
12 12.076 1695 1704 1720 rVV 17450618 34120543 84.11% 18.086%
13 12.400 1750 1759 1774 rBV 12010178 20108586 49.57% 10.659%
14 12.853 1828 1836 1846 rVB 1037567 1813265 4.47% 0.961%
15 13.100 1871 1878 1882 rBV 3858403 6768692 16.68%  3.588%

16 13.135 1882 1884 1887 rVV 1721451 2133284 5.26% 1.131%
17 13.176 1887 1891 1898 rVB 2181672 3494417 8.61% 1.852%
18 13.341 1911 1919 1929 rBV 2459728 4132713 10.19% 2.191%
19 13.482 1933 1943 1950 rBV 7791279 12817360 31.59% 6.794%
20 13.823 1989 2001 2007 rBV2 4507163 9427230 23.24% 4.997%
21 13.959 2017 2024 2025 rVV2 289337 449140 1.11% ©0.238%
22 13.994 2025 2030 2046 rVB3 2930643 7067524 17.42%  3.746%
23 14.182 2056 2062 2067 rBV2 420015 705659 1.74% 0.374%
24 14.247 2067 2073 2075 rVV 722206 1120567 2.76%  ©.594%
25 14.276 2075 2078 2082 rVV 646713 1005841 2.48% ©.533%
26 14.335 2082 2088 2094 rVV 1249069 1984197 4.89% 1.052%
27 14.447 2102 2107 2116 rVB2 772856 1368589 3.37% ©.725%
28 14.576 2123 2129 2135 rVB 457181 740249 1.82% ©.392%
29 14.653 2135 2142 2145 rBV 965970 1569885 3.87% 0.832%
30 14.694 2145 2149 2154 rVB 1639794 2455420 6.05% 1.301%
31 14.929 2183 2189 2194 rBV 992660 1604671 3.96% ©.851%
32 15.053 2200 2210 2216 rBV3 1938196 4416081 10.89% 2.341%
33 15.212 2228 2237 2244 rBV3 385470 730860 1.80% ©.387%
34 15.323 2244 2256 2268 rVV3 367410 1306555 3.22% ©0.693%
35 15.435 2268 2275 2286 rVB5 324958 822882 2.03% 0.436%

36 15.641 2303 2310 2318 rBV 3575918 6818929 16.81% 3.614%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN100622\
Data File : VN@74795.D

Acqg On : 06 Oct 2022 19:53
Operator : JC\MD

Sample : N4968-04

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\82N100522W.M
Title : SW846 8260

37 15.947 2353 2362 2370 rBV 257524 533226 1.31% ©.283%
38 16.347 2423 2430 2443 rVB4 147058 429244 1.06% 0.228%

Sum of corrected areas: 188661067
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN100622\
Data File : VN@74795.D

Acqg On : 06 Oct 2022 19:53
Operator : JC\MD

Sample : N4968-04

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N100522W.M
Quant Title : SW846 8260

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

Abundance TIC: VNO74795.D\data.ms

2e+07

1.5e+07

1le+07

5000000

2.312 2.836 4.453

OH\‘\\’\\\‘\H\‘HH‘HH‘HH‘\\H‘HH‘\H\‘\H\‘HH‘H\\‘/\\\‘HH‘HH‘\\H’\H\’HH‘H\\‘HH‘HH‘HH‘HH’HH‘HH

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: VNO74795.D\data.ms

10.635
2e+07

1.5e+07

1le+07

5000000

8.612 10.5

84235 9.106 11.8
0— —— —— ¥/ — — —— —

\ \ \ \ \
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VNO74795.D\data.ms

2e+07
12.076

1.5e+07

12.400

1le+07

13.482

5000000

15.641

a0 52
R N o asanos | wsemr ssem

N | |
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\VN100622\
Data File : VN@74795.D

Acqg On : 06 Oct 2022 19:53

Operator : JC\MD

Sample : N4968-04

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N100522W.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 1 Sulfur dioxide Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
2.312 26.04 ug/l 426058  Pentafluorobenzene 8.235
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 90
2 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 64
3 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 7
5 Ethyl Chloride 64 C2H5C1 000075-00-3 3
Abundance  Scan 44 (2.312 min): VN074795.D\data.ms (-38) (-) m/z 63.95 100.00%
64.0
5000 j\»/ﬂ\Kwa»NMNﬂ/
R L mma e
220 240 2.60
o ® 292 m/z 47.95  50.10%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #415: Sulfur dioxide
64.0
5000 L L ) LB B |
220 2.40 2.60
m/z 66.00 5.38%
32.0
O\\\l‘\\‘\\’\\‘\\"\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6976: Aminomethanesulfonic acid
64.0
\\‘A\\\\‘\\\\‘\\\\‘
220 240 2.60
5000 ITI/Z 44.00 5.31%
42.
) N U WL 1
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #44547: L-Alanine, 3-sulfo- A e
64.0 220 240 2.60
m/z 50.00 1.92%
5000
28.0
ol ‘ | 93.0115.0 143.0 169.0
e e e e e LN R e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN100622\
Data File : VN@74795.D

Acqg On : 06 Oct 2022 19:53

Operator JC\MD

Sample : N4968-04

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N100522W.M
: SW846 8260

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 2-Benzimidazolyl methane th... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
2.836 38.96 ug/l 637478  Pentafluorobenzene 8.235
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Benzimidazolyl methane thiosul... 244 C8H8N203S2 1010256-39-2 83
2 Sulfur dioxide 64 02S 007446-09-5 74
3 Dibenzo[cd,g]indazole-3-sulfonic... 300 C14H8N204S 293765-87-4 74
4 N,N'-Nonamethylenebis[-S-3-amino... 466 C15H34N206S4  ©35871-58-0 64
5 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 64

Abundance Scan 133 (2.836 min): VN074795.D\data.ms (-126) (-)
64.0

m/z 64.00 100.00%

5000

-

2.60 2.80 3.00 3.20
m/z 48.00 38.12%

Ol .. 1331 208.0267.6  367.6 4626 533.0
b R R

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #128794: 2-Benzimidazolyl methane thiosulfuric acid
64.0

s

5000 S
2.60 2.80 3.00 3.20

m/z 49.00 7.09%

162.0
0 ol Ly ) 244.0
TTTT ‘ TTT1 ‘ T 1T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500

=

Abundance #415: Sulfur dioxide
64.0
2.60 2.80 3.00 3.20
5000 ITI/Z 63.20 4.,25%
0 “H‘u‘“‘H‘m"mw"Wm“m‘mwmwm_m‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #198934: Dibenzo[cd,glindazole-3-sulfonic acid, 2,6-dihy
64.0 2.60 2.80 3.00 3.20
m/z 65.95 3.67%
5000 MM
m/z--> 0 50 100 150 200 250 300 350 400 450 500 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN100622\
Data File : VN@74795.D

Acqg On : 06 Oct 2022 19:53
Operator : JC\MD

Sample : N4968-04

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N100522W.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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.100  35.90 ug/l 6768690 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 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
Abundance Scan 1878 (13.100 min): VN074795.D\data.ms (-1871) (- | m/z 105.05 100.00%
105.1
5000 M j\
—5 T
39.0 77.0 13.00 13.50
Oberepereeb bbbl b M 2071 7 1%0.10 31.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 ‘ M A ‘
13.00 13.50
m/z 91.10 12.06%
77.0
0 ;\5\.(‘)\‘\\\?’\9“.9\‘\\“\‘H\M‘\\‘M‘H‘\\‘\H“\\H‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
— —
13.00 13.50
5000 m/z 77.05 11.95%
77.0
39.0
olt80 e Wb
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10695: Mesitylene
105.0 13.00 13.50
m/z 106.10 9.54%
5000
39.0 77.0 /\
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_N\Data\VN100622\
Data File : VN@74795.D

Acqg On : 06 Oct 2022 19:53
Operator : JC\MD

Sample : N4968-04

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N100522W.M
Quant Title : SW846 8260

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

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

Peak Number 4 Benzene, 1l-ethyl-4-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.341  21.92 ug/1 4132710 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 93
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 90
4 Mesitylene 120 C9H12 000108-67-8 90
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90

Abundance Scan 1919 (13.341 min): VN074795.D\data.ms (-1911) (-~ | m/z 105.05 100.00%

105.1
5000

391 771 13.00 13.50
Ol oot lh b 12882 1880 o106 10 28.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000
13.00 13.50

m/z 91.05 11.64%

77.0
O\]-\5\‘0\\\3\9“\()\‘\\“\‘\\\H‘\\‘\\‘H‘\\‘\H“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10726: Benzene, 1-ethyl-4-methyl-
105.0

13.00 13.50
5000 m/z 77.10 11.13%

o

77.0

zro 50 T
*H\*H*M*m‘MUHJ\H**\m*ww***w***w**w*‘*w***

m/z--> 20 40 60 80 100 120 140 160 180 200 K
Abundance #10720: Benzene, 1-ethyl-3-methyl-

105.0 13. 00 13. 50

m/z 106.10 8.92%

5000 A
77.0
39.0
0150 Lo ol M ‘\ h‘ /\
LA WS L

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_N\Data\VN100622\
Data File : VN@74795.D

Acqg On : 06 Oct 2022 19:53
Operator : JC\MD

Sample : N4968-04

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N100522W.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 1Indane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.994  37.48 ug/l 7067520 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 93
2 Benzene, 1l-ethenyl-2-methyl- 118 C9H10 000611-15-4 74
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 68
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 64
5 (Z)-1-Phenylpropene 118 C9H1e0 000766-90-5 59
Abundance Scan 2030 (13.994 min): VN074795.D\data.ms (-2025) (- | m/z 117.10 100.00%
117.1
5000
91.0 o | W\A
39.1 63.0 ‘ 14.00
bbbl el M 2071 7 118,05 56.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10181: Indane
117.0
5000 —T1
14.00
m/z 115.10 34.08%
390 630 %0
O-\1\5\.(‘)\‘\H“.HHH““\‘.\H“‘H“H“‘H\ (B B L B R R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10206: Benzene, 1-ethenyl-2-methyl-
117.0 k
gy
14.00
5000 m/z 91.05 16.37%
91.0
39.0 ]
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10195: Benzene, cyclopropyl-
117.0 14.00
m/z 39.10 9.77%
5000
91.0
51.0 ‘
027'0LN
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\VN100622\
Data File : VN@74795.D

Acqg On : 06 Oct 2022 19:53
Operator : JC\MD

Sample : N4968-04

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N100522W.M
Quant Title : SW846 8260

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 6 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.335 10.52 ug/l 1984200 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 94
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 93
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 93
4 o-Cymene 134 C10H14 000527-84-4 93
5 p-Cymene 134 C1oH14 000099-87-6 93

Abundance Scan 2088 (14.335 min): VN074795.D\data.ms (-2082) (- | m/z 119.10 100.00%
119.1
5000 J
390 771 , 14.00 14.50
bbb b 2091 26007 134,05 28.58%
m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000
14.00 14.50
m/z 91.05 17.92%
77.0
39.0 ‘ ||
0 \‘HH‘\‘\H“‘H“\‘\“i‘\\\H‘H‘f‘\““‘\\}l\\\‘\‘HH‘HH‘HH’HH‘HH‘HH’H
m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance #17070: Benzene, 2-ethyl-1,3-dimethyl-
119.0
14.00 14.50
5000 m/z 117.10 9.60%
39.0 77.0
0 ‘2"9‘\_‘m“‘u‘mw‘m“”_“‘w‘:‘u‘:“lmww‘m‘WH,WWHWH,H
m/z--> 0 20 40 60 80 100120140160180200220240260 NV&AA¥
Abundance #17106: Benzene, 1-methyl-3-(1-methylethyl)- Al
119.0 14.00 14.50
m/z 105.10 9.43%
5000
39.0 770
m/z--> 0 20 40 60 80 100120140160180200220240260 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN100622\
Data File : VN@74795.D

Acqg On : 06 Oct 2022 19:53
Operator : JC\MD

Sample : N4968-04

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N100522W.M
Quant Title : SW846 8260

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 7 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.653 8.33 ug/1 1569890 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 95
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 95
4 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 Cl0H14 076089-59-3 93
5 o-Cymene 134 C1oH14 000527-84-4 93

Abundance Scan 2142 (14.653 min): VN074795.D\data.ms (-2135) (' | m/z 119.10 100.00%
A

119
5000

39.0 771 14.50 15.00
ol b b WP b 2000 283 /5 134,00  40.68%
miz--> 50 100 150 200 250
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0

»

5000 L
14.50 15.00

m/z 91.05 16.25%

41.0 77.0
0 ‘\ \‘ i“ phicy ‘“\ \‘ ‘M\“‘ \M\ L B B B B s
m/z--> 50 100 150 200 250
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0

.
14.50 15.00

5000 m/z 133.05 9.03%
41.0 77.0‘
)
mlz--> 50 100 150 200 250
Abundance #17061: Benzene, 1,2,4,5-tetramethyl- — ——
119.0 14.50 15.00
m/z 39.05 8.56%
5000
39.0 77.0
m/z--> 50 100 150 200 250 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN100622\
Data File : VN@74795.D

Acqg On : 06 Oct 2022 19:53
Operator : JC\MD

Sample : N4968-04

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N100522W.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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.694 13.02 ug/l 2455420 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-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 91
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 91
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 91
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 91
Abundance Scan 2149 (14.694 min): VNO74795.D\data.ms (-2145) (- | m/z 119.10 100.00%
119.1
5000 V
39.1 651 91"1 14.50 15.00
Ol L U 11469 1748 209.1 /s 134,05  40.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17069: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 T j JL
14.50 15.00
m/z 91.10 13.75%
620, Qﬁo 0
0 \H‘\H\‘\\‘\‘\ﬂ“\\\“HH“\‘HH“\H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17075: Benzene, 1-ethyl-3,5-dimethyl-
119.0
—r —
14.50 15.00
5000 m/z 117.10 9.18%
91.0
0180 30 B0 b
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17063: Benzene, 1,2,3,4-tetramethyl-
119.0 14.50 15.00
m/z 120.10 8.54%
5000
39.0 5.0 91.0
0 ‘HM‘““‘“1““1“"““‘H‘m“1‘m‘1“l‘H““HH‘HHWHWH
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\VN100622\
Data File : VN@74795.D

Acqg On : 06 Oct 2022 19:53
Operator : JC\MD

Sample : N4968-04

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N100522W.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 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.929 8.51 ug/1 1604670 1,4-Dichlorobenzene-d4 13.794
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-methyl-1-propenyl)-,... 132 C1@H12 000767-99-7 90
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 90
4 Indan, 1-methyl- 132 C1eH12 000767-58-8 87
5 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 87
Abundance Scan 2189 (14.929 min): VN074795.D\data.ms (-2183) (- | m/z 117.05 100.00%
117.1
5000
39.1 | ‘ _ 15.00
obrrbpd b A 2091 2810 390, /7 132.05  38.60%
miz--> 50 100 150 200 250 300 350
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
5000 /\\ T T T T J\\\
15.00
m/z 115.05 27.43%
39.0 ‘
0 \“\“\‘ }‘“\‘H‘\““\ ‘r‘ ‘“‘\‘\‘“\‘\ L B
miz--> 50 100 150 200 250 300 350
Abundance #16171: Benzene, (1-methyl-1-propenyl)-, (2)-
117.0
15.00
5000 m/z 131.05 21.57%
51.0
m/z--> 50 100 150 200 250 300 350 AA
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl- : —r—
117.0 15.00
m/z 91.05 14.14%
5000
39.0 ‘ ‘
o b A
m/z--> 50 100 150 200 250 300 350 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN100622\
Data File : VN@74795.D

Acqg On : 06 Oct 2022 19:53
Operator : JC\MD

Sample : N4968-04

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N100522W.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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.053  23.42 ug/1 4416080 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 96
2 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 94
3 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 91
4 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 90
5 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 90
Abundance Scan 2210 (15.053 min): VN074795.D\data.ms (-2200) (- | m/z 117.05 100.00%
117.1
T \
51.1 7l0 ‘ ‘ 15.00
ol d ek 870, Il 42483 1030 2319 2806 /5 133 05  36.74%
miz-> 50 100 150 200 250
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 ey e :
15.00
510 ‘ m/z 115.05  29.90%
01\5\0‘\ “\“ }‘H‘\“H\mﬁ\?\p“mw‘\ ‘H\‘\ L S B s B
miz--> 50 100 150 200 250
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
15.00
5000 m/z 131.00 15.41%
39.0 77-0‘
ottt o A
miz--> 50 100 150 200 250
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0 15.00
m/z 91.00 15.33%
5000
39.0 770
) T W N Y — A
m/z--> 50 100 150 200 250 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN100622\
Data File : VN@74795.D

Acqg On : 06 Oct 2022 19:53
Operator : JC\MD

Sample : N4968-04

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N100522W.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|
Sulfur dioxide 2.312 26.0 ug/l 426058 1 8.235 818135 50.0
2-Benzimidazoly... 2.836 39.0 wug/l 637478 1 8.235 818135 50.0
Benzene, 1l-ethy... 13.100 35.9 ug/l 6768690 4 13.794 9427230 50.0
Benzene, 1l-ethy... 13.341 21.9 ug/l 4132710 4 13.794 9427230 50.0
Indane 13.994 37.5 ug/l 7067520 4 13.794 9427230 50.0
Benzene, 4-ethy... 14.335 10.5 wug/l 1984200 4 13.794 9427230 50.0
Benzene, 1,2,3,... 14.653 8.3 ug/l 1569890 4 13.794 9427230 50.0
Benzene, 1,2,4,... 14.694  13.0 ug/l 2455420 4 13.794 9427230 50.0
1H-Indene, 2,3-... 14.929 8.5 ug/l 1604670 4 13.794 9427230 50.0
Benzene, 2-ethe... 15.053 23.4 ug/l 4416080 4 13.794 9427230 50.0
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