LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12721\
Data File : VN@65625.D

Acqg On : 27 Jan 2021 13:21
Operator : JC/MD

Sample : M1190-04

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 8 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©12521W.M

Title : SW846 8260

Signal : TIC: VN@65625.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.296 163 173 188 rBV 124145 207480 1.83% 0.222%
2 3.274 456 477 508 rBvV 238474 804738 7.10% 0.859%
3 3.785 621 636 654 rBV 72879 182680 1.61% 0.195%
4 7.550 1788 1807 1818 rBV 133803 341610 3.01% 0.365%
5 7.624 1818 1830 1848 rVB2 276020 663039 5.85% 0.708%

6 7.997 1925 1946 1973 rBV3 565378 1441868 12.72% 1
7 8.550 2100 2118 2136 rBV = 410223 863405 7.62% @
8 10.058 2572 2587 2595 rBV 660589 1202255 10.61% 1.284%
9 10.122 2595 2607 2635 rVB 5705017 10561620 93.20% 11.
10 11.376 2983 2997 3015 rBV 550491 973407 8.59% 1

11 11.479 3016 3029 3048 rVV 1733582 2922983 25.79%
12 11.588 3048 3063 3096 rVB 5914004 11331873 100.00% 12.
13 11.916 3144 3165 3201 rBV 3903317 6636858 58.57%
14 12.219 3248 3259 3271 rVB 199060 322783 2.85%
15 12.370 3290 3306 3326 rBV 402102 692150  6.11%
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16 12.559 3352 3365 3375 rBV 643726 1033464 9.12%
17 12.624 3375 3385 3392 rBV 2936932 4849497 42.80%
18 12.704 3402 3410 3428 rVB 1481114 2378170 20.99%
19 12.862 3445 3459 3474 rBV 1353752 2196478 19.38%
20 13.010 3490 3505 3530 rVB 5787369 9250923 81.64%
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21 13.138 3530 3545 3556 rBV3 74552 175583 1.55%
22 13.203 3556 3565 3575 rVB 160650 245401 2.17%
23 13.344 3589 3609 3624 rVV2 1960725 3941293 34.78%
24 13.511 3641 3661 3668 rBV 1894206 3540248 31.24%
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25 13.553 3668 3674 3693 rVB2 994901 1886863 16.65% 015%
26 13.643 3693 3702 3711 rVB 90656 134400 1.19% 0.144%
27 13.707 3711 3722 3732 rBV 291503 473721 4.18% 0.506%
28 13.772 3732 3742 3747 rBV 666596 1079779  9.53%  1.153%
29 13.801 3748 3751 3760 rVV 603122 763588 6.74%  0.815%
30 13.858 3760 3769 3779 rVV 1049551 1573744 13.89% 1.680%

31 13.916 3779 3787 3793 rVV 218797 330388  2.92%
32 13.965 3793 3802 3813 rVB2 774226 1246539 11.00%
33 14.096 3833 3843 3853 rVB 356976 551708  4.87%
34 14.177 3854 3868 3874 rBV 680249 1100267 9.71%
35 14.215 3874 3880 3889 rVB 1001642 1511610 13.34%
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36 14.264 3889 3895 3902 rVB2 123495 152412 1.34% 0.163%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12721\
Data File : VN@65625.D

Acqg On : 27 Jan 2021 13:21
Operator : JC/MD

Sample : M1190-04

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 8 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©12521W.M
Title : SW846 8260
37 14.302 3902 3907 3922 rVB3 86380 142653 1.26% 0.152%
38 14.402 3922 3938 3942 rBV3 125431 213781 1.89% 0.228%
39 14.444 3942 3951 3961 rBV 940564 1421426 12.54% 1.518%
40 14.492 3962 3966 3974 rVB 164422 212997 1.88% 0.227%
41 14.563 3974 3988 3999 rBV3 1834278 3580663 31.60% 3.823%
42 14.620 3999 4006 4018 rVB4 127041 217160 1.92% 0.232%
43 14.707 4022 4033 4048 rBV 782071 1294315 11.42% 1.382%
44 14.820 4049 4068 4074 rBV3 366324 884027 7.80%  0.944%
45 14.926 4089 4101 4116 rVB3 381777 836680 7.38% 0.893%
46 15.096 4134 4154 4165 rBV 1077749 1949036 17.20% 2.081%
47 15.154 4165 4172 4180 rVB 147830 213884 1.89% 0.228%
48 15.212 4180 4190 4199 rBV5 163832 396341 3.50% 0.423%
49 15.379 4230 4242 4255 rBV 244305 444900 3.93% 0.475%
50 15.540 4274 4292 4294 rBV3 189237 328417 2.90% 0.351%
51 15.575 4296 4303 4319 rVV 456471 851257 7.51% 0.909%
52 15.659 4320 4329 4338 rVvV 79449 154673 1.36% 0.165%
53 15.730 4339 4351 4374 rVB2 149015 366383  3.23% 0.391%
54 15.871 4380 4395 4415 rBV 287698 598839 5.28% 0.639%
55 16.058 4434 4453 4460 rBV4 126674 288821 2.55% 0.308%
56 16.116 4460 4471 4511 rVB 458596 1028173 9.07% 1.098%
57 16.305 4514 4530 4543 rBV 239829 551669 4.87% 0.589%
58 16.440 4561 4572 4588 rVB5 46006 114999 1.01% 0.123%

Sum of corrected areas: 93655919
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12721\
Data File : VN@65625.D

Acqg On : 27 Jan 2021 13:21
Operator : JC/MD

Sample : M1190-04

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.M
Quant Title : SW846 8260

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

Abundance TIC: VN065625.D\data.ms

5000000
4000000
3000000
2000000

1000000

2.296 3.274 3.785
0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60
Abundance TIC: VN065625.D\data.ms

10.122 11.F88

5000000
4000000
3000000

2000000 11.479

1000000

7.997 10.0 & 11.37
8.550
A
. A N A

\ T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VN065625.D\data.ms

5000000
4000000111.916

3000000 12.624

13.344 511 14.563

2000000
(1862 15.096
13.858  14.21514.44
1000000 13053 @75 965 4 17 14.707
370 4.820926 16.116
12. 21% :‘i]@ %4 M 1 5%@ 31% 87}6 0 816.3 g
%@5@6 440
0 /\ /‘/\QL\ ﬁ\ﬁ\ —

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\VN@12721\
Data File : VN@65625.D

Acqg On : 27 Jan 2021 13:21
Operator : JC/MD

Sample : M1190-04

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.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 2
R.T. EstConc Area Relative to ISTD R.T.
3.274 60.69 ug/l 804738  Pentafluorobenzene 7.627

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol 46 C2H60 000064-17-5 78
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 477 (3.274 min): VN065625.D\data.ms (-456) (-) m/z 44.95 100.00%
45.0
5000 /\\
A RAR R Rma
3.00 3.20 3.40 3.60
ol 99 2900 sz 46,00 39.35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #95: Ethano
31.0
5000 LN L B B LR
3.00 3.20 3.40 3.60
m/z 43.00 19.00%
O\\\“\“\Mu\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #98: Dimethyl ether
43.0
R RRRENEEEEN R
15.0 3.00 3.20 3.40 3.60
5000 m/z 41.95 7.45%
0‘m“u‘1“”“H“HH‘HH“H“HHWHWHWHWH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #92: Methane, nitroso- T T e
30.0 3.00 3.20 3.40 3.60
m/z 44.00 2.63%
5000 M/\/\AM/\M\W/
0 T T T T e S
m/z--> 20 40 60 80 100 120 140 160 180 200 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@12721\
Data File : VN@65625.D

Acqg On : 27 Jan 2021 13:21
Operator : JC/MD

Sample : M1190-04

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.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 Benzene, 1-ethyl-3-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.624 61.52 ug/l 4849500 1,4-Dichlorobenzene-d4 13.312
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90
Abundance Scan 3385 (12.624 min): VN065625.D\data.ms (-3375) (-  m/z 105.05 100.00%
105.1
5000 j\
—— e
390 77.0 12.50 13.00
Okt b Ak 1860 2070y 129,10 31.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9426: Benzene, 1-ethyl-3-methyl-
105.0
5000 ‘ MA -

12.50 13.00
m/z 77.00 12.25%

39.0 77.0
\‘\‘u\‘ﬂu“i‘\”“\‘u\““H‘M“}‘u‘\““uu‘uu‘uu‘uu‘uu
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9425: Benzene, 1-ethyl-2-methyl- Aﬁv\
105.0
— —

o

12.50 13.00
5000 m/z 91.00 11.46%
39.0 77.0
S N FOTRN N) P W——
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9402: Mesitylene
105.0 12.50 13.00
m/z 79.00 8.75%
5000
39.0 77.0
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12721\
Data File : VN@65625.D

Acqg On : 27 Jan 2021 13:21
Operator : JC/MD

Sample : M1190-04

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.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-ethyl-2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.862 27.86 ug/l 2196480 1,4-Dichlorobenzene-d4 13.312
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 91
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 3459 (12.862 min): VN065625.D\data.ms (-3445) (-  m/z 105.05 100.00%
105.1
5000 A j\
— i :
390 77.0 12.50 13.00
Obrrrhdi b Il L d289 2070 7 120,10 36.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105.0
5000 J\\/\ it - A
12.50 13.00
m/z 77.0 12.23%
77.0
O\1\5\‘0\\\3\9“\0\‘\\“\‘\\\“‘\\‘\\‘H‘\\‘\H“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9426: Benzene, 1-ethyl-3-methyl-
105.0 j\
T \
12.50 13.00
5000 m/z 91.00 11.28%
39.0 77.0
R P T Y Y ——
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9399: Mesitylene
105.0 12.50 13.00
m/z 79.00 9.50%
5000
)
0 15.0 | M Ly ‘\\ Ll ‘\

m/z--> 20 40 60 80 100 120 140 160 180 200 12. 50 13 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12721\
Data File : VN@65625.D

Acqg On : 27 Jan 2021 13:21
Operator : JC/MD

Sample : M1190-04

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.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, cyclopropyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.511 44.91 ug/1 3540250 1,4-Dichlorobenzene-d4 13.312
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, cyclopropyl- 118 C9H10 000873-49-4 94
2 Benzene, 1l-ethenyl-2-methyl- 118 C9H10 000611-15-4 93
3 Indane 118 C9H10 000496-11-7 76
4 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 76
5 Benzene, 2-propenyl- 118 C9H10 000300-57-2 76
Abundance Scan 3661 (13.511 min): VN065625.D\data.ms (-3641) (-  m/z 117.10 100.00%
117.1
5000
91.0
39.0 63.0 ‘ | 13.50
Ol el L2070 py7 105,85 55.28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8964: Benzene, cyclopropyl-
117.0
5000 A s
91.0 13.50
' m/z 118.10 54.37%
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8973: Benzene, 1-ethenyl-2-methyl-
117.0
U T
13.50
5000 m/z 115.00 32.45%
91.0
39.0 5.0 ‘
Y Y ) | —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8949: Indane
117.0 13.50
m/z 91.00 20.47%
5000
39.0 730 970
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@12721\
Data File : VN@65625.D

Acqg On : 27 Jan 2021 13:21
Operator : JC/MD

Sample : M1190-04

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.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 o0-Cymene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

13.858 19.96 ug/l 1573740 1,4-Dichlorobenzene-d4 13.312
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C10H14 000527-84-4 97
2 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 97
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C1eH14 002870-04-4 95
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C1eH14 000934-80-5 95
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95

Abundance Scan 3769 (13.858 min): VN065625.D\data.ms (-3760) (-  m/z 119.10 100.00%

119.1
5000
91.0 1350 14.00
300,80, L uw 207.0
O T L N R R m/z 134.05 28.43%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14812: 0-Cymene
119.0
5000
13.50 14.00
91.0 m/z 91.00 15.73%
0 \1\5\.(‘)\‘\ \Af:‘l‘r\c\)‘\ i [TT T T[T T[T TrTT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14877: Benzene, 1-ethyl-2,4-dimethyl-
119.0
— —r
13.50 14.00
5000 m/z 120.05 9.76%
91.0
15.0 . 39\0 I 650 m ‘ 1l \\‘ I
R AARAERRS
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14882: Benzene, 2-ethyl-1,3-dimethyl-
119.0 13.50 14.00
m/z 105.05 8.79%
5000
39.0 65.0 9]1.0
0 \\\‘\‘H\“‘\w‘;‘\“;“u\‘”‘\\\w‘%‘ﬁl\m‘\m‘\m‘\m‘\m
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12721\
Data File : VN@65625.D

Acqg On : 27 Jan 2021 13:21
Operator : JC/MD

Sample : M1190-04

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.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 Indan, 1-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.965 15.81 ug/l 1246540 1,4-Dichlorobenzene-d4 13.312
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C10H12 000767-58-8 94
2 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 81
3 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 81
4 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 76
5 Benzene, 1-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 76

Abundance Scan 3802 (13.965 min): VN065625.D\data.ms (-3793) (-  m/z 117.00 100.00%

117.0
5000
940 m ‘ 14.00
39.0 65.0 1481 :
0 m‘H‘J“uhuu“:‘m“‘m‘wm‘m 22070 myz 115,00 30.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14031: Indan, 1-methyl-
117.0
5000
14.00
91.0 m/z 132.05 26.05%
39.0 65.0 " ‘
O\\\‘\‘\\\“\\“\‘\“u‘\\\“\\‘\\‘\\\H’\M\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14064: Benzene, (2-methyl-2-propenyl)-
117.0
——
14.00
5000 ITI/Z 119.05 24.54%
91.0
39.0 65.0
TN AT A S T S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
117.0 14.00
m/z 91.00 17.65%
5000
0 91.0
51.
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@12721\
Data File : VN@65625.D

Acqg On : 27 Jan 2021 13:21
Operator : JC/MD

Sample : M1190-04

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

14.215 19.18 ug/l 1511610 1,4-Dichlorobenzene-d4 13.312
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 95
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 95
3 o-Cymene 134 CleH14 000527-84-4 95
4 p-Cymene 134 C10H14 000099-87-6 95
5 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 94

Abundance Scan 3880 (14.215 min): VN065625.D\data.ms (-3874) (-  m/z 119.10 100.00%

119.1
5000 134.1
200 650 OO 14.00 14.50
Obrerrrrpermrprebree ey et e m/z 134,05 41.68%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 134.0
14.00 14.50
91.0 m/z 91.00 14.50%
39.0 65.0
0 \\‘1\?)\.\()‘\H‘\‘H\\"‘HHi‘i‘\\\’\‘m\‘\HM“H\\"i\\\‘\WH’\\M\l\\\\‘\‘\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14869: Benzene, 1,2,3,4-tetramethyl-
119.0
— —
14.00 14.50
5000 134.0 m/z 120.10  9.93%
41.0 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14811: o-Cymene ‘/\ ‘ =
119.0 14.00 14.50
m/z 77.00 8.13%
5000
134.0
91.0
41.0 65.0 ‘
O\\‘u\\‘\\\‘\‘u\\‘,‘\\u“\u‘},m‘\\‘\u‘i“u\\,mu‘NH\,u‘;‘;l\m‘u‘u‘u —r ——
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12721\
Data File : VN@65625.D

Acqg On : 27 Jan 2021 13:21

Operator JC/MD

Sample : M1190-04

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@12521W.M
: 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 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.444 18.03 ug/l 1421430 1,4-Dichlorobenzene-d4 13.312
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 95
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 94
3 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 83
4 Benzene, 1l-ethenyl-4-ethyl- 132 C1OH12 003454-07-7 81
5 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000767-99-7 80

Abundance Scan 3951 (14.444 min): VN065625.D\data.ms (-3942) (-  m/z 117.05 100.00%
117.1

5000 1321
300 640 91.0 ‘ ‘ . 14.50
Ol el il 1480 m/z 132.05  38.28%
miz--> 20 40 80 100 120 140
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl-
11y.0
5000 132.0 | 1450
m/z 115.00 25.47%
390  g5g 910 ‘ ‘
04 T \“\ T \““\ \“U\ “‘U\ \”\“‘ T T ‘”\‘\ T U’ \‘“ e (A
miz--> 20 40 60 80 100 120 140
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
P
14.50
5000 132.0 m/z 131.05 21.96%
390 g509 910 ‘ ‘
Y 2 N O O L | T
miz--> 20 40 60 80 100 120 140
Abundance #14048: Benzene, 2-butenyl- AfJK ‘ s
117.0 14.50
m/z 91.00 13.06%
132.0
5000
91.0
39.0 65.0 ‘
(I “‘u A, ‘H“ ol L el s —L
m/z--> 20 40 60 80 100 120 140 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12721\
Data File : VN@65625.D

Acqg On : 27 Jan 2021 13:21
Operator : JC/MD

Sample : M1190-04

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.563 45.42 ug/l 3580660 1,4-Dichlorobenzene-d4 13.312
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 93
2 Indan, 1-methyl- 132 C1eH12 000767-58-8 93
3 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 91
4 Benzene, (2-methyl-1-propenyl)- 132 C1OH12 000768-49-0 83
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 83

Abundance Scan 3988 (14.563 min): VN065625.D\data.ms (-3974) (-  m/z 117.05 100.00%

1171
5000
91.0
39.0 65.0 ‘ m ‘ 148.1 14.50
b prrr bl e Al 2282 2070 sz 132,05 36.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
5000 WA :
14.50
m/z 115.00 26.86%
390 g5o 910 ‘ ‘
O \\\‘\‘\\\“\\“”\“‘U\\\“\\\\‘\\\U’\‘U\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14031: Indan, 1-methyl-
117.0
14.50
5000 m/z 119.10 19.41%
300 650 0 ‘
0 H“HH‘H‘ﬂHHW“‘H"_“wah‘_“W“‘W“u“‘u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl- =y ‘
117.0 14.50
m/z 131.00 18.32%
5000
91.0
51.0
270 ‘
0 ‘H"H“‘NHﬁmuw‘H"NM‘JWMJ‘_“‘_“W“‘W“H
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12721\
Data File : VN@65625.D

Acqg On : 27 Jan 2021 13:21
Operator : JC/MD

Sample : M1190-04

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.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 9
R.T. EstConc Area Relative to ISTD R.T.
14.707 16.42 ug/l 1294320 1,4-Dichlorobenzene-d4 13.312
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 96
2 2H-Inden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 50
3 Benzene, 1,1'-(1,2-cyclobutanedi... 208 C16H16 020071-09-4 38
4 Acetic acid, 2-phenylethyl ester 164 C1OH1202 000103-45-7 38
5 Benzoic acid, 2-phenylethyl ester 226 C15H1402 000094-47-3 38
Abundance Scan 4033 (14.707 min): VN065625.D\data.ms (-4022) (-  m/z 104.00 100.00%
104.0
5000 132.0
51.0 780 H 14.50 15.00
Ol b gl 2070 4y 135 00 47.05%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14084: Naphthalene, 1,2,3,4-tetrahydro-
104.0
132.0
5000 JA A
14.50 15.00
m/z 91.00 44.62%
270 510 0L 1L
O \\\‘\‘\\\‘\\w\“w\\\‘\\‘}\“ \\1‘\‘\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14546: 2H-Inden-2-one, 1,3-dihydro-
104.0
—— —
14.50 15.00
5000 132.0 m/z 115.00 16.76%
51.0 78.0
;
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #68022: Benzene, 1,1'-(1,2-cyclobutanediyl)bis-, trans-
104.0 14.50 15.00
m/z 117.05 14.05%
5000
ol 270 51.0 7?'0‘ | 128.0152.0 178.0 208.0
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12721\
Data File : VN@65625.D

Acqg On : 27 Jan 2021 13:21
Operator : JC/MD

Sample : M1190-04

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.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 3.274 60.7 ug/l 804738 1 7.627 663039 50.0
Benzene, 1l-ethy... 12.624 61.5 wug/l 4849500 4 13.312 3941290 50.0
Benzene, 1l-ethy... 12.862 27.9 ug/l 2196480 4 13.312 3941290 50.0
Benzene, cyclop... 13.511 44.9 ug/l 3540250 4 13.312 3941290 50.0
o-Cymene 13.858 20.0 ug/l 1573740 4 13.312 3941290 50.0
Indan, 1-methyl- 13.965 15.8 wug/l 1246540 4 13.312 3941290 50.0
Benzene, 1,2,4,... 14.215 19.2 wug/l 1511610 4 13.312 3941290 50.0
1H-Indene, 2,3-... 14.444 18.0 wug/l 1421430 4 13.312 3941290 50.0
Benzene, 2-ethe... 14.563 45.4 ug/l 3580660 4 13.312 3941290 50.0
Naphthalene, 1,... 14.707 16.4 ug/l 1294320 4 13.312 3941290 50.0
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