LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@32621\
Data File : VN@66356.D

Acqg On : 26 Mar 2021 17:56
Operator : JC/MD

Sample : M1777-04

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 17 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\82N©32521W.M

Title : SW846 8260

Signal : TIC: VN@66356.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.269 205 216 231 rVB 156103 237241 1.52% 0.449%
2 3.213 545 568 628 rBV 6432528 15609079 100.00% 29.568%
3 3.738 746 764 791 rVB 320650 798223 5.11% 1.512%
4 6.750 1867 1887 1906 rBV2 57028 163495 1.05% 0.310%
5 7.507 2148 2169 2183 rBV2 328389 814030 5.22%  1.542%

7.584 2184 2198 2222 rVB2 547932 1292631 8.28%
7.949 2313 2334 2358 rBV 415706 984459  6.31%
8.512 2525 2544 2566 rBV 793624 1635560 10.48%
10.028 3089 3109 3123 rBV 1382767 2595726 16.63%
10 10.092 3123 3133 3163 rVB 298393 555962 3.56%
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11 11.350 3584 3602 3626 rBV 1080848 1881691 12.
12 11.562 3664 3681 3708 rBV 293397 561852 3
13 11.892 3789 3804 3828 rVB 269599 451795 2.89%
14 12.345 3958 3973 4001 rBV 851156 1451309 9
15 12.600 4055 4068 4076 rBV 266834 452954 2
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16 12.677 4088 4097 4112 rVB2 239633 384618 2.46%
17 12.836 4144 4156 4173 rBV 191170 326767  2.09%
18 12.983 4197 4211 4227 rBV 971807 1582022 10.14%
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19 13.289 4311 4325 4331 rBV 811474 1411369 9.04% 674%
20 13.487 4380 4399 4407 rBV 516515 947430 6.07% 795%
21 13.528 4408 4414 4435 rVB3 326334 580642 3.72% 1.100%
22 13.619 4437 4448 4460 rBV 254717 379643 2.43% 0.719%
23 13.683 4464 4472 4483 rVB 127301 194650 1.25% 0.369%
24 13.745 4485 4495 4500 rVV 246450 366656 2.35% ©.695%
25 13.774 4502 4506 4517 rVV 290490 388447 2.49% ©.736%
26 13.833 4517 4528 4539 rVW 403789 618767 3.96% 1.172%
27 13.938 4556 4567 4579 rVB2 358353 574797 3.68% 1.089%
28 14.069 4606 4616 4625 rBv2 183127 327271 2.10% ©.620%
29 14.153 4638 4647 4653 rBV 286997 428335 2.74% 0.811%
30 14.190 4654 4661 4672 rVB 586868 869508 5.57% 1.647%
31 14.238 4672 4679 4687 rBV3 141077 181259 1.16% ©.343%
32 14.418 4737 4746 4756 rBV 480983 729009 4.67% 1.381%
33 14.466 4757 4764 4774 rVB 533306 722762 4.63%  1.369%
34 14.533 4775 4789 4802 rBV3 1303331 2624156 16.81% 4.971%
35 14.587 4804 4809 4824 rVB5 193566 314566 2.02% ©.596%

36 14.684 4833 4845 4864 rVB 866979 1399504 8.97%  2.651%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@32621\
Data File : VN@66356.D

Acqg On : 26 Mar 2021 17:56
Operator : JC/MD

Sample : M1777-04

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 17 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\82N©32521W.M
Title : SW846 8260
37 14.794 4878 4886 4892 rBV5 215189 310361 1.99% 0.588%
38 14.898 4915 4925 4938 rVB3 377649 724483  4.64% 1.372%
39 15.126 5002 5010 5019 rVB 261334 360481 2.31% 0.683%
40 15.188 5023 5033 5044 rBV5 219188 511077 3.27% 0.968%
41 15.266 5054 5062 5078 rVB 507360 795866 5.10% 1.508%
42 15.349 5083 5093 5109 rVB2 320158 632964 4.06% 1.199%
43 15.542 5157 5165 5184 rVB 864667 1544688 9.90% 2.926%
44 15.834 5262 5274 5289 rBV 630121 1217187 7.80% 2.306%
45 16.081 5357 5366 5381 rVv2 352098 651084 4.17% 1.233%
46 16.153 5385 5393 5418 rVB 368383 678764  4.35%  1.286%
47 16.269 5425 5436 5449 rBV6 247907 524686 3.36% 0.994%

Sum of corrected areas: 52789826
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32621\
Data File : VN@66356.D

Acqg On : 26 Mar 2021 17:56
Operator : JC/MD

Sample : M1777-04

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©32521W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VN066356.D\data.ms
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Abundance TIC: VN066356.D\data.ms
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Abundance TIC: VN066356.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32621\
Data File : VN@66356.D

Acqg On : 26 Mar 2021 17:56
Operator : JC/MD

Sample : M1777-04

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©32521W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Ethanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.213 603.77 ug/l 15609100  Pentafluorobenzene 7.584

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol 46 C2H60 000064-17-5 64
2 Dimethyl ether 46 C2H60 000115-10-6 9

3 Methane, nitroso- 45 CH3NO 000865-40-7 4
4 Formic acid 46 CH202 000064-18-6 4

5 Oxalic acid 90 C2H204 000144-62-7 4
Abundance Scan 568 (3.213 min): VN066356.D\data.ms (-545) (-) m/z 45.00 100.00%

45.0
5000

[T T T T
2.80 3.00 3.20 3.40 3.60

Obrrrprrr b 070, 1049 1334 2069 ./, 46.00 47.01%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #94: Ethano
31.0

5000 e
2.80 3.00 3.20 3.40 3.60

m/z 43.00  25.39%

Ol \‘

\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #98: Dimethyl ether
45.0

2.80 3.00 3.20 3.40 3.60

15.0
5000 m/z 41.95 10.04%
0‘WM\WWW‘”‘\”‘W‘”‘\”‘W‘”‘\”‘W‘”‘\”‘W‘”‘ /\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #92: Methane, nitroso- R R R
30.0 2.80 3.00 3.20 3.40 3.60

m/z 44.00 2.83%

5000 JL
|

ol e e e e e e
miz--> 20 40 60 80 100 120 140 160 180 200 2.80 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32621\
Data File : VN@66356.D

Acqg On : 26 Mar 2021 17:56
Operator : JC/MD

Sample : M1777-04

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©32521W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 1Indane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.487 33.56 ug/l 947430  1,4-Dichlorobenzene-d4 13.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 94
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 93
3 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 92
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 70
5 Deltacyclene 118 C9H10 007785-10-6 70

Abundance Scan 4399 (13.487 min): VN066356.D\data.ms (-4380) (-  m/z 116.95 100.00%

117.0
5000
91.0 \ =
39.0 63.0 ‘ ‘ 13.50
Ol bl L 1909 176.9 2069 /7 105.00  55.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8950: Indane
5000 T T
13.50
m/z 118.00 53.18%
390 g3 910
15.0 | J | W\ T R
O\H\‘\}\\“H{\“‘}H”\“H‘M“H\ (AL SR B R B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8964: Benzene, cyclopropyl-
117.0
13.50
5000 ITI/Z 115.00 34.65%
91.0
51.0 h
27.
Y L T S A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8973: Benzene, 1-ethenyl-2-methyl- \ =
117.0 13.50
m/z 91.00 19.41%
5000
91.0
39.0 650 ‘
) SN N Y Y W | KN S
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32621\
Data File : VN@66356.D

Acqg On : 26 Mar 2021 17:56
Operator : JC/MD

Sample : M1777-04

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©32521W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.190 30.80 ug/l 869508 1,4-Dichlorobenzene-d4 13.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
2 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 95
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 94
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C1eH14 002870-04-4 91
5 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 91

Abundance Scan 4661 (14.190 mln) VNO066356.D\data.ms (-4654) (- m/z 119.00 100.00%

19.0
5000
e ]
39.0 65.0 91"0 14.00 14.50
bbb b 41608 1929 2488y 7 134,00 45.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119.0
5000 s —~
14.00 14.50
m/z 91.00 15.89%
91.0
39.0 5.0 |
O \H‘\‘\\\“\\‘\‘\"1‘1H“\\H‘w\\‘\‘l\\\“\‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119.0
e —
14.00 14.50
5000 ITI/Z 120.00 10.08%
91.0
39.0 65.0 ‘
0 ‘Hm‘““m‘;u,‘\“m“‘_‘m‘;‘uwm“"mwmwm‘mwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14867: Benzene, 1,2,3,5-tetramethyl- T e
119.0 14.00 14.50
m/z 77.00 8.10%
5000
39.0 65.0 91.0
0"W‘H‘MWM,L‘W‘AW‘HUL‘M‘H‘W‘H‘_H‘_‘H‘H‘W‘H‘ — —
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32621\
Data File : VN@66356.D

Acqg On : 26 Mar 2021 17:56
Operator : JC/MD

Sample : M1777-04

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©32521W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.418 25.83 ug/l 729009 1,4-Dichlorobenzene-d4 13.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 91
2 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 87
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 87
4 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 86
5 1-Phenyl-1-butene 132 C10H12 000824-90-8 80

Abundance Scan 4746 (14.418 min): VN066356.D\data.ms (-4737) (-  m/z 117.00 100.00%

117.0
5000
510 91‘-0 m ‘1480 14.50
C
O e prrerboe b bt b 41480 177.8 2070231 /7 137 09 39.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
11y.0
5000 A\Aﬁ L
91.0 14.50 .
51.0 ‘ m/z 115.00 27.51%
OJ\-\S\‘O\‘\\\‘\\“U\““U\\h\‘\\‘}\“H\\“\‘”\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
5
14.50
5000 ITI/Z 131.00 23.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl-
117.0 14.50
m/z 91.00 13.83%
5000
39.0 g50 910 ‘
O“‘_LHMHM‘N‘HHH"_‘ﬂ‘ﬂw‘_‘u‘u“_‘u‘u“_‘u‘ —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50

82N©32521W.M Wed Mar 31 ©5:41:07 2021 Page: 7



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32621\
Data File : VN@66356.D

Acqg On : 26 Mar 2021 17:56
Operator : JC/MD

Sample : M1777-04

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©32521W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

14.533  92.96 ug/l 2624160 1,4-Dichlorobenzene-d4 13.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 92
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 91
3 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 76
4 Benzene, 2-butenyl- 132 C1OH12 001560-06-1 76
5 3-Phenylbut-1-ene 132 C10H12 000934-10-1 70

Abundance Scan 4789 (14.533 min): VN066356.D\data.ms (-4775) (- m/z 117.00 100.00%

117.0
5000
910 14.50
51.0 .
148.0
0 ‘n“mw““‘1‘75‘?3“?‘96‘3‘9“294‘( m/z 119.00  40.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
5000 SLEIA ‘
14.50
m/z 132.00 36.41%
39.0 g5 91.0 ‘ ‘
O\\\‘\‘\\\“\\“”\“U\\\‘\\\\‘\\\!‘\‘U‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
—— T
14.50
5000 ITI/Z 115.00 30.37%
91.0
51.0 ‘
SECL TN NP N O
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14096: Benzene, (1-methyl-1-propenyl)-, (E)- 5
117.0 14.50
m/z 91.00 18.61%
5000
91.0
51.0 ‘ ‘
ok 2800 b b d o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32621\
Data File : VN@66356.D

Acqg On : 26 Mar 2021 17:56
Operator : JC/MD

Sample : M1777-04

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©32521W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.684 49.58 ug/l 1399500 1,4-Dichlorobenzene-d4 13.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 96
2 Indan, epoxide 132 C9H80 000768-22-9 58
3 2H-Inden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 53
4 2-Methylbenzyl cyanide 131 CY9HSN 022364-68-7 46
5 Isoquinoline, 1,2,3,4-tetrahydro- 133 C9H11N 000091-21-4 43

Abundance Scan 4845 (14.684 min): VN066356.D\data.ms (-4833) (- m/z 104.00 100.00%

104.0
5000 132.0

510 780 T —T—

T . 14.50 15.00
e AL ) L 1661 207.0 248€ /) 135 95 47.93%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14084: Naphthalene, 1,2,3,4-tetrahydro-
104.0
132.0

5000 \
14 50 15 00

m/z 91.00 42.77%

51.0 78.0
:!-\5\"0\‘\\\“\\“\‘\“‘”\HH‘\H\‘H\\h“\‘l“\‘\‘\\\\‘\\H‘HH‘\\H‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14522: Indan, epoxide
104.0

o

o

1450 1500
5000 m/z 115.00 16.87%
51.0 780 132.0
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14546: 2H-Inden-2-one, 1,3-dihydro-
104.0 1450 1500

m/z 117.00  13.83%

5000 132.0
51.0 78.0
0 “‘ m‘ ‘ |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14 50 15 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32621\
Data File : VN@66356.D

Acqg On : 26 Mar 2021 17:56
Operator : JC/MD

Sample : M1777-04

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©32521W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.898 25.67 ug/l 724483  1,4-Dichlorobenzene-d4 13.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 86
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 70
3 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 70
4 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 70
5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 70

Abundance Scan 4925 (14.898 min): VN066356.D\data.ms (-4915) (-  m/z 131.00 100.00%

131.0 ' '
5000
91.0 _ At
N “162 o 2070 . 1450 15.00
0 mwH‘,“wa bbbl 1620 2070 246¢ 0 133 00 42.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #21672: Naphthalene, 1,2,3,4-tetrahydro-1-methyl-
131.0
5000 . -
14.50 15.00
91.0 m/z 146.00 23.14%
39.0 45 ‘ |
O\]-\3\:‘0\‘\\\"‘\\“”\“m\\\“\\\\“‘L‘\\m‘\‘U‘!\‘\H\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #21654: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
~ P
14.50 15.00
5000 m/z 91.00 17.18%
39.0 65.0 91‘0 o |
0 e e b el e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #21647: 1H-Indene, 2,3-dihydro-1,3-dimethyl- — .
131.0 14.50 15.00
m/z 115.00 15.90%
5000
91.0
39.0 ‘ ‘
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32621\
Data File : VN@66356.D

Acqg On : 26 Mar 2021 17:56
Operator : JC/MD

Sample : M1777-04

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©32521W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Tridecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.266  28.19 ug/l 795866 1,4-Dichlorobenzene-d4 13.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Hexadecane 226 C1l6H34 000544-76-3 87
3 Tetradecane 198 C14H30 000629-59-4 86
4 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 80
5 Hexadecane, 7,9-dimethyl- 254 C18H38 021164-95-4 72

Abundance Scan 5062 (15.266 min): VN066356.D\data.ms (-5054) (-  m/z 57.00 100.00%
57.0

> 8.0 MJLL\_N
—— —
119.0 15.00 15.50
184.1
o‘H_wmh_“‘u‘p!muH‘mwmH“1‘5“7"9”‘_m_?‘lﬁ“?ﬁf‘?f m/z 43.00 80.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48835: Tridecane
57.0
5000 — —
85.0 15.00 15.50
290 m/z 71.00 58.61%
\“\ ||, 11801410 1840
O\H‘\\HHH\‘\1‘1\“HH“\H‘\‘\‘\H‘\H\‘HH‘HH‘HH‘\\H‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83027: Hexadecane
57.0
— —
15.00 15.50
5000 85.0 ITI/Z 41.00 48.30%
29.0
b L M30141016901070 2260
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59881: Tetradecane T —
57.0 15.00 15.50
m/z 85.00 37.72%
5000
85.0
29.0
Ot o 213014101600 1980 P S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32621\
Data File : VN@66356.D

Acqg On : 26 Mar 2021 17:56
Operator : JC/MD

Sample : M1777-04

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©32521W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.542 54.72 ug/1l 1544690 1,4-Dichlorobenzene-d4 13.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 95
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 92
3 Benzene, (1-methylenebutyl)- 146 C1l1H14 005676-32-4 83
4 Benzene, (l-ethyl-2-propenyl)- 146 C1l1H14 019947-22-9 74
5 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 49

Abundance Scan 5165 (15.542 min): VN066356.D\data.ms (-5157) (-  m/z 118.00 100.00%
11

8.0
146.0
5000
91.0 ] 1
51.0 15.50
207.
0 ol 179:9207.02328 7 131,00 69.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #21671: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
5000 105.0 ‘15.‘50‘ |
m/z 146.00 64.09%
39.0 77.0
O' \‘M\M\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #21673: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
15.50
5000 ITI/Z 117.00 47 .50%
105.0
51.0 77.0 M
o} e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #21613: Benzene, (1-methylenebutyl)- T ‘
118.0 15.50
m/z 105.00 35.75%
5000
91.0
510 146.0
O 15'0 \HH \‘w
i A ~—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32621\
Data File : VN@66356.D

Acqg On : 26 Mar 2021 17:56
Operator : JC/MD

Sample : M1777-04

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©32521W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

15.834 43.12 ug/1 1217190 1,4-Dichlorobenzene-d4 13.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 95
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 94
3 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 83
4 1H-1,3,2-Benzodiazaborole, 2-eth... 146 C8H11BN2 074663-81-3 81
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 70

Abundance Scan 5274 (15.834 min): VN066356.D\data.ms (-5262) (-  m/z 131.00 100.00%

131.0
5000
105.0
— v
39.0 77.0 160 1 15.50 16.00
b Btk b L 207.9  247.0 9
0 bbbl W IE 0 290E 248D m/z 118.08  65.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #21668: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
5000
105.0 15.50 16.00
39.0 770‘ m/z 146.00 63.03%
O \\\’\\\\"‘\\“U\"m\\H‘\‘h’\\M\\‘H‘\\!“\“‘!\“\“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #21670: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
— —
15.50 16.00
5000 m/z 117.00 37.00%
39.0 91.0
0 ‘ ,T m“m“_Hlwu“‘ww_ww_ww
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #21643: Benzene, 2-ethenyl-1,3,5-trimethyl- . ~
131.0 15.50 16.00
m/z 115.00 31.28%
5000 91.0
39.0
65.0
o L — — =
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@32621\
Data File : VN@66356.D

Acqg On : 26 Mar 2021 17:56
Operator : JC/MD

Sample : M1777-04

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©32521W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Ethanol 3.213 603.8 ug/l 15609100 1 7.584 1292630 50.0
Indane 13.487 33.6 ug/l 947430 4 13.286 1411370 50.0
Benzene, 1,2,3,... 14.190 30.8 ug/l 869508 4 13.286 1411370 50.0
Benzene, 2-ethe... 14.418 25.8 ug/l 729009 4 13.286 1411370 50.0
1H-Indene, 2,3-... 14.533 93.0 ug/l 2624160 4 13.286 1411370 50.0
Naphthalene, 1,... 14.684 49.6 ug/l 1399500 4 13.286 1411370 50.0
Naphthalene, 1,... 14.898 25.7 ug/l 724483 4 13.286 1411370 50.0
Tridecane 15.266 28.2 ug/l 795866 4 13.286 1411370 50.0
Naphthalene, 1,... 15.542 54.7 ug/l 1544690 4 13.286 1411370 50.0
Naphthalene, 1,... 15.834 43.1 ug/l 1217190 4 13.286 1411370 50.0
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