LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@61121\
Data File : VN@67288.D

Acqg On : 11 Jun 2021 15:06

Operator : JC/MD

Sample : M2674-04 10X

Misc : 5.27g/5mL/100ul/5.0emL/MSVOA N/MEOH TMR-DS-04-060921

ALS Vvial : 11 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\82N061021W.M

Title : SW846 8260

Signal : TIC: VN@67288.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.856 1051 1069 1092 rVB2 17709 57400 1.91% 0.153%
2 8.021 2229 2249 2260 rBV2 320524 760528 25.26% 2.028%
3 8.086 2261 2273 2298 rVB2 581569 1338305 44.45% 3.569%
4  8.437 2385 2404 2428 rBV2 386917 923682 30.68% 2.463%
5 8.968 2582 2602 2635 rBV 862516 1832823 60.88% 4.887%

6 9.271 2700 2715 2731 rVB3 53426 105632 3.51%
7 10.443 3134 3152 3165 rBV 1366940 2551469 84.75%
8 10.507 3166 3176 3204 rVB 340736 690719 22.94%
9 10.623 3214 3219 3237 rVB7 23625 46191 1.53%
10 10.816 3279 3291 3303 rBV2 108894 186584 6.20%
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11 11.521 3548 3554 3569 rVB2 38135 60729  2.02%
12 11.746 3623 3638 3660 rBV 1271479 2264508 75.22%
13 11.846 3663 3675 3689 rVV 318103 547742 18.19%
14 11.950 3690 3714 3738 rVB2 938153 1952784 64.86%
15 12.283 3825 3838 3855 rVB 491272 881574 29.28%
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16 12.484 3905 3913 3929 rBVS5 54932 104353 3.47%
17 12.733 3991 4006 4027 rVB 1117752 1993900 66.23%
18 12.873 4044 4058 4066 rBV7 66420 140562 4.67%
19 12.921 4066 4076 4088 rBV 199732 323524 10.75%
20 12.986 4089 4100 4107 rBV 447787 789781 26.23%
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21 13.222 4177 4188 4203 rVB 290029 498146 16.55%
22 13.369 4233 4243 4255 rVB 743567 1182350 39.27%
23 13.594 4318 4327 4343 rVB2 302506 561617 18.65%
24 13.675 4345 4357 4379 rBV3 1292113 3010710 100.00%
25 13.873 4425 4431 4441 rVB2 275321 376171 12.49%
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26 13.994 4471 4476 4488 rVB4 179721 250968  8.34%
27 14.061 4489 4501 4516 rVB3 330026 643518 21.37%
28 14.136 4519 4529 4532 rBV3 118211 175176 5.82%
29 14.217 4550 4559 4569 rVB2 226876 365058 12.13%
30 14.326 4592 4600 4625 rVB4 243426 546850 18.16%
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31 14.439 4633 4642 4658 rVB7 150938 346219 11.50%
32 14.514 4659 4670 4680 rBV2 360642 645528 21.44%
33 14.815 4771 4782 4791 rBv4 376179 789464 26.22%
34 14.933 4809 4826 4839 rBv4 352807 956554 31.77%
35 14.997 4841 4850 4869 rVB2 490179 877732 29.15%
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36 15.085 4872 4883 4900 rVB 433215 792120 26.31% 2.112%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@61121\
Data File : VN@67288.D

Acqg On : 11 Jun 2021 15:06

Operator : JC/MD

Sample : M2674-04 10X

Misc : 5.27g/5mL/100ul/5.0emL/MSVOA N/MEOH TMR-DS-04-060921

ALS Vvial : 11 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\82N061021W.M

Title : SW846 8260

37 15.453 4999 5020 5029 rBV 740085 1908794 63.40% 5.090%
38 15.587 5058 5070 5083 rBV 1235141 2215445 73.59% 5.907%
39 15.673 5095 5102 5112 rVB2 278901 372980 12.39% 0.995%
40 16.443 5380 5389 5404 rVB3 269470 564266 18.74%  1.505%
41 16.520 5408 5418 5432 rVB2 289721 585983 19.46% 1.562%
42 16.614 5443 5453 5474 rVB3 754862 1755851 58.32% 4.682%

43 16.759 5496 5507 5518 rBV3 241798 528829 17.56% 1.410%

Sum of corrected areas: 37503119
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61121\
Data File : VN@67288.D

Acqg On : 11 Jun 2021 15:06

Operator : JC/MD

Sample : M2674-04 10X

Misc 1 5.27g/5mL/100uL/5.00mL/MSVOA_N/MEOH TMR-DS-04-060921

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N061021W.M
Quant Title : SW846 8260

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

Abundance TIC: VN067288.D\data.ms
1400000

1200000
1000000
800000
600000
400000

200000

4.856
0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
2

Time--> .00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80
Abundance TIC: VN067288.D\data.ms
1400000 10.443

11.746
1200000

1000000
8.968

800000
600000 8.086
8.437
400000 8.0
200000
9.271
0 e L ——
8.00 8.50

I
Time--> 7.00 7.50

T O —
9.00 9.50 10.00 10.50 11.00 11.50

Abundance TIC: VN067288.D\data.ms
1400000 13.675 15.587

1200000 12.733

1000000/1.950
13.369
800000
600000 12.283 12.986
13.594
400000 13.222
12.9
200000
12.484 2.8

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50

15.4%3 16.614
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61121\
Data File : VN@67288.D

Acqg On : 11 Jun 2021 15:06

Operator : JC/MD

Sample : M2674-04 10X

Misc 1 5.27g/5mL/100uL/5.00mL/MSVOA_N/MEOH TMR-DS-04-060921

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N061021W.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 Benzene, 1-ethyl-2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.986 13.12 ug/l 789781 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 94
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 4100 (12.986 min): VN067288.D\data.ms (-4089) (- | m/z 105.00 100.00%
105.0
T
77.0
39.0 13.00
S N I I A 2401 1730 myz 120.10 29.41%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0
5000 /JMALJ\
13.00
m/z 91.00 13.35%
39.0 77.0
H\’\‘H\“‘\\“i‘\“‘\‘\\M\\‘1\“i‘\\‘\“HH‘HH‘HH’HH
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
105.0
——
13.00
5000 m/z 77.00 12.80%
77.0
18.0 39.0
R B o N M
miz--> 20 40 60 80 100 120 140 160 180
Abundance #9430: Benzene, 1-ethyl-4-methyl- ——
105.0 13.00
m/z 79.00 10.24%
77.0
m/z--> 20 40 60 80 100 120 140 160 180 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61121\
Data File : VN@67288.D

Acqg On : 11 Jun 2021 15:06

Operator : JC/MD

Sample : M2674-04 10X

Misc 1 5.27g/5mL/100uL/5.00mL/MSVOA_N/MEOH TMR-DS-04-060921

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N061021W.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 1Indene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.061 10.69 ug/l 643518 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indene 116 C9H8 000095-13-6 92
2 3-Methylphenylacetylene 116 CO9H8 000766-82-5 87
3 Benzene, 1-propynyl- 116 C9H8 000673-32-5 87
4 2-Methylphenylacetylene 116 C9H8 000766-47-2 83
5 Benzene, 1,2-propadienyl- 116 COH8 002327-99-3 80
Abundance Scan 4501 (14.061 min): VN067288.D\data.ms (-4489) (- | m/z 115.00 100.00%
115.0
- m
63.0 89.0 LN ‘
39.0 ‘ 14.00
C
et by L 145-0170.9  207.0231. /0 196,00 97.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8406: Indene
116.0
5000 P—
14.00
m/z 105.05 52.55%
39.0 6?1.0 89.0
(TR N} L
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
115.0
T
14.00
5000 m/z 63.00 17.34%
63.0 89.0
15.0 39.0
AR o R o s A RARAS
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8409: Benzene, 1-propynyl- —7
115.0 14.00
m/z 89.00 16.85%
5000
39.0 G?T.O 89‘.0 |
Ll g 1
R R R e R R R RN Py
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61121\
Data File : VN@67288.D

Acqg On : 11 Jun 2021 15:06

Operator : JC/MD

Sample : M2674-04 10X

Misc 1 5.27g/5mL/100uL/5.00mL/MSVOA_N/MEOH TMR-DS-04-060921

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N061021W.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 Benzofuran, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.514 10.72 ug/l 645528 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 94
2 Benzofuran, 7-methyl- 132 C9H80 017059-52-8 94
3 2-Propenal, 3-phenyl- 132 C9H80 000104-55-2 93
4 Cinnamaldehyde, (E)- 132 C9H80 014371-10-9 87
5 3-Phenyl-2-propyn-1-ol 132 C9H80 001504-58-1 74
Abundance Scan 4670 (14.514 min): VN067288.D\data.ms (-4659) (- | m/z 131.00 100.00%
131.0
5000
51.0 103.0 iyl
14.50
173.0
“‘_“ﬂ‘Jhﬂhm 2083 m/z 132.00  93.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14527: Benzofuran, 2-methyl-
131.0
5000 — ‘
14.50
m/z 77.00 37.35%
51.0 77‘.0 103.0
il \“ Ll \‘\ |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
132.0
T \
14.50
5000 ITI/Z 51.00 28.94%
51.0
77.0 103.0
27.0
R R e  a  ARmAREE
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14533: 2-Propenal, 3-phenyl- ‘ ‘
131.0 14.50
m/z 102.95  24.95%
5000 . 103.0
51.0 '
18.0 ‘
SN SRR Vel A | S - A
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©61121\
Data File : VN@67288.D

Acqg On : 11 Jun 2021 15:06

Operator : JC/MD

Sample : M2674-04 10X

Misc 1 5.27g/5mL/100uL/5.00mL/MSVOA_N/MEOH TMR-DS-04-060921

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N061021W.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 1-Phenyl-1-butene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.815 13.11 ug/1 789464  1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenyl-1-butene 132 C10H12 000824-90-8 94
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 92
3 2,4-Dimethylstyrene 132 C10H12 002234-20-0 91
4 Benzene, 1-methyl-4-(2-propenyl)- 132 C10H12 003333-13-9 91
5 3-Phenylbut-1-ene 132 C10H12 000934-10-1 90
Abundance Scan 4782 (14.815 min): VN067288.D\data.ms (-4771) (- | m/z 117.00 100.00%
117.0
o T MNL
41.0 == P
69.0
m H | | | ‘ 1481 1878 P =
el L g T 1878 s o160 42.27%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14034: 1-Phenyl-1-butene
117.0
5000 — ——
14.50 15.00
910 m/z 132.05  33.65%
27.0 51.0 ‘ ‘
\\\‘\‘\\\“\\“i”\‘u‘\\\h’\\”\‘w‘\\U‘\”\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117.0
- =
14.50 15.00
5000 m/z 115.00 29.03%
91.0
51.0
27.0
B R W i R ma e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14041: 2,4-Dimethylstyrene ™ —
117.0 14.50 15.00
m/z 41.00 25.53%
- ﬂvﬁyvﬂAmdjf\AMAwpmAvf
| A
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\VN©61121\
Data File : VN@67288.D

Acqg On : 11 Jun 2021 15:06

Operator : JC/MD

Sample : M2674-04 10X

Misc 1 5.27g/5mL/100uL/5.00mL/MSVOA_N/MEOH TMR-DS-04-060921

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N061021W.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 2,4-Dimethylstyrene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.933 15.89 ug/l 956554  1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenyl-1-butene 132 C10H12 000824-90-8 96
2 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 95
3 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 95
4 Benzene, 2-ethenyl-1,3-dimethyl- 132 C1OH12 002039-90-9 93
5 Benzene, 1-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 90
Abundance Scan 4826 (14.933 min): VN067288.D\data.ms (-4809) (- | m/z 116.95 100.00%
117.0
o w/\j\L
91.0 M e
51.0 ‘ ‘ 15.00
148.0
o N T R ml“““‘ S ir30 2079 ;132,05 35.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14034: 1-Phenyl-1-butene
117.0
5000 T
15.00
910 m/z 114.95  30.86%
27.0 510 ‘
\\\‘\‘\\\"\\“i”\‘u‘\\\h‘\\”\“w‘\\U‘\”\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117.0
—
15.00
5000 m/z 91.00 22.47%
91.0
39.0
63.0
15.0
R A R A  ARAMERE
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl- ——
117.0 15.00
m/z 105.00  19.59%
5000
91.0
51.0
270~ ‘ ‘
VU g O Y Y I | s
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ N\Data\VN@61121\

Data File : VN©67288.D

Acqg On : 11 Jun 2021 15:06

Operator JC/MD

Sample : M2674-04 10X :
Misc 1 5.27g/5mL/100uL/5.00mL/MSVOA_N/MEOH TMR-DS-04-060921

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@61021W.M
: SW846 8260

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST11.L
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 2-Methylindene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.997 14.58 ug/l 877732 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methylindene 130 C10H10 002177-47-1 97
2 1H-Indene, 1-methyl- 130 C1oH1e 000767-59-9 96
3 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 95
4 1,4-Dihydronaphthalene 130 C1eH1e 000612-17-9 93
5 Cycloprop[a]indene, 1,1a,6,6a-te... 130 C10OH10 015677-15-3 92

Abundance Scan 4850 (14.997 min): VN067288.D\data.ms (-4841) (- | m/z 115.00 100.00%
115.0
o VﬁAA\J\NfJ\/\/\Vw,/\
—
51‘ 0 ¥ 77.0 1460 . 15.00
Ot L (114601691 208.9231.¢ /7 130 00 90.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13084: 2-Methylindene
130.0
5000 - =T i
15.00
m/z 129.00 76.65%
280 " 770 1020
‘\\\\‘\\‘\\’\\\H}‘\\‘\\‘\\\\‘\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
130.0
e
15.00
5000 m/z 128.05 39.54%
51.0
270 77.0 102.0
e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13118: Benzene, (1-methyl-2-cyclopropen-1-yl)- e
130.0 15.00
m/z 127.00 17.80%
5000
mo | yToxR0 | Nl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61121\
Data File : VN@67288.D

Acqg On : 11 Jun 2021 15:06

Operator : JC/MD

Sample : M2674-04 10X

Misc 1 5.27g/5mL/100uL/5.00mL/MSVOA_N/MEOH TMR-DS-04-060921

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N061021W.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-methyl-2-cyclop... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.086  13.15 ug/l 792120 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 96
2 2-Methylindene 130 C10H10 002177-47-1 96
3 1H-Indene, 1-methyl- 130 C10H10 000767-59-9 96
4 Benzene,l-methyl-1,2-propadienyl- 130 C1eH1e 022433-39-2 94
5 1H-Indene, 3-methyl- 130 C10H10 000767-60-2 93

Abundance Scan 4883 (15.085 min): VN067288.D\data.ms (-4872) (- | m/z 130.00 100.00%

130.0
5000
= T \
‘ H 77.0 1020 M 15.00
0 bl L 1889 2069 o 15 00 99.47%

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #13118: Benzene, (1-methyl-2-cyclopropen-1-yl)-
130.0

%

5000
15.00

m/z 129.05 80.91%

51.
2o~ 710 1020 I

| ) | |
\\‘\\\\‘\\\\‘\\\\’\\\\

m/z--> 20 40 60 80 100 120 140 160 180 200

—

Abundance
130.0
15.00
5000 ITI/Z 128.00 38.95%
51.0
28.0 77.0 1020
[ T T T T T T T e T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13092: 1H-Indene, 1-methyl- ‘A4L4v4k‘ ‘
130.0 15.00
m/z 127.00 18.83%
5000
51.0
210, | 020 |
Al
R R I e e N R o
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61121\
Data File : VN@67288.D

Acqg On : 11 Jun 2021 15:06

Operator : JC/MD

Sample : M2674-04 10X

Misc 1 5.27g/5mL/100uL/5.00mL/MSVOA_N/MEOH TMR-DS-04-060921

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N061021W.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 1-Naphthalenol, 5,8-dihydro- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.453 31.70 ug/l 1908790 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Naphthalenol, 5,8-dihydro- 146 C10H100 027673-48-9 87
2 1H-Benzimidazole, 5,6-dimethyl- 146 CO9H1ON2 000582-60-5 83
3 2-Propenal, 2-methyl-3-phenyl- 146 C1@H1e0 000101-39-3 64
4 Cinnoline, 1,2-dihydro-2-methyl- 146 C9H1ON2 054063-10-4 64
5 3-Buten-2-one, 4-phenyl-, (E)- 146 C10H100 001896-62-4 53
Abundance Scan 5020 (15.453 min): VN067288.D\data.ms (-4999) (- | m/z 146.00 100.00%
146.0
5000
115.0
——
51‘ 0‘ 77.0 ‘ 15.50
0 H“‘Hpuwwﬂww‘JHJM‘Mww‘phu‘ﬁ799u?9?953%§ m/z 145.00  99.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #21558: 1-Naphthalenol, 5,8-dihydro-
146.0
115.0
——
5000 15.50
63.0 m/Z 131.00 59.28%
\\\‘\\\\‘\\‘\\“‘\\\\‘8\9\\(\)‘\\\\‘\!‘\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
146.0
——
15.50
5000 m/z 115.00 30.80%
91.0
14.0 39.0 65.0 118.0
A e B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #21560: 2-Propenal, 2-methyl-3-phenyl- —
145.0 15.50
117.0 m/z 91.00 20.36%
5000 91.0
51.0
Hwm"“‘m‘“w“"‘wH‘!_“"_‘Hwwwwww —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61121\
Data File : VN@67288.D

Acqg On : 11 Jun 2021 15:06

Operator : JC/MD

Sample : M2674-04 10X

Misc : 5.27g/5mL/100uL/5.00mL/MSVOA_N/MEOH TMR-DS-04-060921

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N061021W.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 1H-Benzimidazole, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.587 36.79 ug/l 2215450 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Benzimidazole, 2-ethyl- 146 C9H10N2 001848-84-6 72
2 2-Propenal, 2-methyl-3-phenyl- 146 C10H1e0 000101-39-3 72
3 Benzonitrile, 4-(dimethylamino)- 146 C9H1ON2 001197-19-9 53
4 1H-Benzimidazole, 2,5-dimethyl- 146 C9H1ON2 001792-41-2 47
5 1H-Pyrazole, 4,5-dihydro-3-phenyl- 146 C9H1ON2 000936-48-1 46
Abundance Scan 5070 (15.587 min): VN067288.D\data.ms (-5058) (- | m/z 145.00 100.00%
145.0
5000
115.0 [ ‘
51.0 91.0 ‘ ‘ 15.50
Ob bbb Ll 1750 2086 o 146 00 76.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22214: 1H-Benzimidazole, 2-ethyl-
145.0
5000
15.50
m/z 115.00  21.84%
39.0 63.0 g2 1180
\\\‘\H‘\\“‘i‘\\“l\“”‘\\i“’\\”l\‘}\\\“\\{\“N\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
145.0
117.0
T T
15.50
m/z 131.00 21.75%
5000 91.0
51.0
29.0
A B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22223: Benzonitrile, 4-(dimethylamino)- ——
145.0 15.50
m/z 91.00 12.95%
- WM
102.0
150 420 750 " L
| 1l i il m 1 | L
T T R e
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61121\
Data File : VN@67288.D

Acqg On : 11 Jun 2021 15:06

Operator : JC/MD

Sample : M2674-04 10X

Misc 1 5.27g/5mL/100uL/5.00mL/MSVOA_N/MEOH TMR-DS-04-060921

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N061021W.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-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.614 29.16 ug/l 1755850 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e0 000091-57-6 97
2 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 94
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
4 Benzocycloheptatriene 142 C11H1e0 000264-09-5 91
5 3,4-Difluorobenzaldehyde 142 C7H4F20 034036-07-2 64
Abundance Scan 5453 (16.614 min): VN067288.D\data.ms (-5443) (- | m/z 142.05 100.00%
142.1
5000
115.0 /\—/
B e DS
63.0 89.0 16.20 16.40 16.60
39.0
Ot i e M 3782079y a1 05 87.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19239: Naphthalene, 2-methyl-
142.0
5000 L ]
115.0 16.20 16.40 16.60
m/z 115.00  35.80%
‘\\\\‘\5(\)\.(\)“‘\7}\"(\)‘\9\2\'\0‘\\\‘}‘\\\\‘i‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
142.0
e S
16.20 16.40 16.60
m/z 139.00  11.35%
5000 115.0
39.0 830 890
e B A EEEmEEEE A
m/z--> 20 40 60 80 100 120 140 160 180 200 M,j
Abundance #19242: 1,4-Methanonaphthalene, 1,4-dihydro- T T
141.0 16.20 16.40 16.60
m/z 143.05 11.18%
5000 115.0
39.0 630 ggg ‘
SR YV I SN | EE— TS %
m/z--> 20 40 60 80 100 120 140 160 180 200 16.20 16.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@61121\
Data File : VN0©67288.D

Acqg On : 11 Jun 2021 15:06

Operator : JC/MD

Sample : M2674-04 10X

Misc : 5.27g/5mL/100uL/5.eemL/MSVOA N/MEOH TMR-DS-04-060921

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N061021W.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|
Benzene, 1l-ethy... 12.986 13.1 ug/l 789781 4 13.675 3010710 50.0
Indene 14.061 10.7 ug/l 643518 4 13.675 3010710 50.0
Benzofuran, 2-m... 14.514 10.7 ug/l 645528 4 13.675 3010710 50.0
1-Phenyl-1-butene 14.815 13.1 ug/l 789464 4 13.675 3010710 50.0
2,4-Dimethylsty... 14.933 15.9 ug/l 956554 4 13.675 3010710 50.0
2-Methylindene 14.997 14.6 ug/l 877732 4 13.675 3010710 50.0
Benzene, (1-met... 15.086 13.2 ug/l 792120 4 13.675 3010710 50.0
1-Naphthalenol,... 15.453 31.7 ug/l 1908790 4 13.675 3010710 50.0
1H-Benzimidazol... 15.587 36.8 ug/l 2215450 4 13.675 3010710 50.0
Naphthalene, 1-... 16.614 29.2 wug/l 1755850 4 13.675 3010710 50.0
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