LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@61121\
Data File : VN@67295.D

Acqg On : 11 Jun 2021 17:56

Operator : JC/MD

Sample : M2674-05

Misc : 5.05g/5mL/100uL/5.00mL/MSVOA_N/MEOH [TMR-DS-05-060921

ALS Vvial : 18 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@67295.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.848 1040 1066 1093 rBvV2 154453 487972 4.19% 0.611%
2 8.016 2227 2247 2258 rBV3 288589 694306 5.96% 0.869%
3 8.080 2259 2271 2298 rVB2 544474 1255303 10.78% 1.572%
4  8.434 2385 2403 2427 rBV 371256 857601 7.36% 1.074%
5 8.965 2584 2601 2624 rBV 784956 1669725 14.34% 2.091%

6 10.443 3138 3152 3165 rBV 1222814 2297218 19.72%
7 10.505 3167 3175 3190 rVB 280459 491489  4.22%
8 11.746 3626 3638 3657 rVB 1172365 2133509 18.32%
9 11.846 3666 3675 3687 rBV2 365387 588296 5.05%
10 11.953 3704 3715 3737 rVB4 1360507 2636126 22.63%

woeoNON
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R

11 12.283 3828 3838 3852 rBV 680829 1172805 10.07%
12 12.484 3905 3913 3934 rVB2 371403 617106 5.30%
13 12.733 3996 4006 4027 rVB2 1243744 2229643 19.14%
14 12.985 4091 4100 4116 rBV2 856034 2434008 20.90%
15 13.224 4180 4189 4203 rVB 693428 1113235 9.56%

P WNO PR
N
O
N
R

16 13.369 4234 4243 4256 rVB 1696018 2674058 22.96%
17 13.677 4348 4358 4364 rBV 1262620 2184542 18.76%
18 13.994 4470 4476 4488 rVB 1248113 1788798 15.36%
19 14.216 4552 4559 4570 rVB2 764795 1102778  9.47%
20 14.326 4593 4600 4623 rVB4 830286 1468090 12.61%

R R NN W
N
N
®
R

21 14.514 4661 4670 4687 rBV2 1016987 2057140 17.66%
22 14.820 4773 4784 4789 rBV5 1998388 3519617 30.22%
23 14.935 4810 4827 4839 rBV3 1454557 3909887 33.57%
24 15.085 4874 4883 4899 rVB 1221050 2065846 17.74%
25 15.453 5001 5020 5031 rBV2 3555451 9476172 81.36% 11.

[ R N NG N
0
O
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26 15.587 5059 5070 5092 rBV 6239071 11646586 100.00% 14.582%
27 15.675 5095 5103 5110 rBV 1868297 2775897 23.83%
28 16.445 5380 5390 5404 rVB3 2116261 4521381 38.82%
29 16.523 5407 5419 5433 rBV 2419358 5667868 48.67%
30 16.762 5496 5508 5518 rBV2 2023556 4334128 37.21%

[C BNV, VY
)
O
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Sum of corrected areas: 79871130
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: M2674-05
: 5.05g/5mL/100uL/5.00mL/MSVOA_N/MEOH
. 18

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe61121\

: VNO67295.D
: 11 Jun 2021 17:56

JC/MD

TMR-DS-05-060921

Sample Multiplier: 1

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

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

7000000
6000000
5000000
4000000
3000000
2000000
1000000

0
Time--> 2

TIC: VNO67295.D\data.ms

4.848
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7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: VN067295.D\data.ms

10.443 11.746
8.965

.505

0
Time-->

156

e DN T — —7 —
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7000000
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3000000

2000000
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Time-->

TIC: VNO67295.D\data.ms

16.7¢

13.369
13.677 13.994

14.2%7\2%4.51

1.953
12.733 15 985

12.283 13.224
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61121\
Data File : VN@67295.D

Acqg On : 11 Jun 2021 17:56

Operator : JC/MD

Sample : M2674-05

Misc : 5.05g/5mL/100uL/5.00mL/MSVOA_N/MEOH TMR-DS-05-060921

ALS vial : 18 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 9
R.T. EstConc Area Relative to ISTD R.T.
12.986 55.71 ug/l 2434010 1,4-Dichlorobenzene-d4 13.677
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 94
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91

Abundance Scan 4100 (12.985 min): VN067295.D\data.ms (-4091) (- | m/z 105.00 100.00%

105.0
5000
e
39.0 770 | 13.00
b I J1831 1591 1892y 120,10 30.69%
miz—> 20 40 60 80 100 120 140 160 180 200
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0
5000 U
13.00
m/z 77.00  14.80%

39.0 77.0
\‘\‘\\\“‘\\“V\“‘\‘\\\““\\‘{\‘H‘\\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105.0

13.00
5000 m/z 91.00 14.78%
39.0 77.0
T e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9402: Mesitylene 1
105.0 13.00

m/z 79.00 10.61%

5000
39.0 77.0

m/z--> 20 40 60 80 100 120 140 160 180 200 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61121\
Data File : VN@67295.D

Acqg On : 11 Jun 2021 17:56

Operator : JC/MD

Sample : M2674-05

Misc : 5.05g/5mL/100uL/5.00mL/MSVOA_N/MEOH TMR-DS-05-060921

ALS vial : 18 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 1-Dodecene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.820 80.56 ug/l 3519620 1,4-Dichlorobenzene-d4 13.677
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Dodecene 168 C12H24 000112-41-4 50
2 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 47
3 3-Tetradecene, (Z)- 196 C14H28 041446-67-7 42
4 4-Dodecene, (E)- 168 C12H24 007206-15-7 38
5 6-Tridecene, (Z)- 182 C13H26 006508-77-6 38
Abundance Scan 4784 (14.820 min): VN067295.D\data.ms (-4773) (- | m/z 91.00 100.00%
91.0
41.0 117.1
5000
148.1 — —r
14.50 15.00
0- 1881 2222 /7 41.00 70.72%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #36731: 1-Dodecene
41,0
5000 — ——
14.50 15.00
m/z 117.05 67.66%
| 1260 1680
|
\‘\\\\’\\\ \\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
117.0
— — ==
14.50 15.00
5000 m/z 55.00 53.51%
91.0
27.0 51.0
T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #58282: 3-Tetradecene, (2)- “ —
41,0 69.0 14.50 15.00
' m/z 92.00 51.04%
5000
97.0
| o aeeo %00 o Jla
m/z--> 20 40 60 80 100 120 140 160 180 200 220 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@67295.D

Acqg On : 11 Jun 2021 17:56

Operator : JC/MD

Sample : M2674-05

Misc : 5.05g/5mL/100uL/5.00mL/MSVOA_N/MEOH TMR-DS-05-060921

ALS vial : 18 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 1-Phenyl-1-butene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.935 89.49 ug/l 3909890 1,4-Dichlorobenzene-d4 13.677
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenyl-1-butene 132 C10H12 000824-90-8 95
2 2,4-Dimethylstyrene 132 C10H12 002234-20-0 92
3 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 91
4 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1OH12 002039-89-6 91
5 Benzene, 1-methyl-4-(2-propenyl)- 132 C10H12 003333-13-9 90
Abundance Scan 4827 (14.935 min): VN067295.D\data.ms (-4810) (- | m/z 117.10 100.00%
117.1
- wwwtgu
91.0 AN
51.0 148.1 15.00
0’ | wl““h b2 2070 0 m/z 105.05  39.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14034: 1-Phenyl-1-butene
117.0
5000 T
15.00
910 m/z 132.05  33.76%
27.0 510 ‘ ‘
\\\‘\‘\\\“\\“i”\‘h\‘\\\h‘\\”\‘W‘\\U‘\U\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
117.0
15.00
5000 m/z 115.00  29.60%
91.0
39.0
63.0
15.0
e T e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14042: Benzene, 2-butenyl- T
117.0 15.00
m/z 91.00 24.97%
5000 91.0
39.0 65.0
%ﬁ?ﬂ‘“‘muw‘whm:WNHM_ML‘H‘W‘H‘M‘H‘H‘W‘H —r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00

82N061021W.M Mon Jun 14 08:42:50 2021 Page: 5



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61121\
Data File : VN@67295.D

Acqg On : 11 Jun 2021 17:56

Operator : JC/MD

Sample : M2674-05

Misc : 5.05g/5mL/100uL/5.00mL/MSVOA_N/MEOH TMR-DS-05-060921

ALS vial : 18 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 1H-Indene, 1-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.085 47.28 ug/l 2065850 1,4-Dichlorobenzene-d4 13.677
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 1-methyl- 130 C10H10 000767-59-9 96
2 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 96
3 2-Methylindene 130 C10H10 002177-47-1 95
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): VN067295.D\data.ms (-4874) (- | m/z 130.05 100.00%
130.1

5000

—

51.0
77.0 102.0 15.00

0211891 2321 m/z 115.00  94.80%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #13092: 1H-Indene, 1-methyl-
130.0

5000 e :
15.00

m/z 129.05 84.88%

o L1770

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance

130.0

=

15.00
5000 m/z 128.00  38.46%

0
77.0 102.0
T T T T T T T T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

-

Abundance #13084: 2-Methylindene
130.0 15.00
m/z 127.00  19.55%
5000
0102.0
%Ow\ww\\ AU
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61121\
Data File : VN@67295.D

Acqg On : 11 Jun 2021 17:56

Operator : JC/MD

Sample : M2674-05

Misc : 5.05g/5mL/100uL/5.00mL/MSVOA_N/MEOH TMR-DS-05-060921

ALS vial : 18 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 1-Naphthalenol, 5,8-dihydro- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.453 216.89 ug/l 9476170  1,4-Dichlorobenzene-d4 13.677
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Naphthalenol, 5,8-dihydro- 146 C10H100 027673-48-9 76
2 1H-Benzimidazole, 5,6-dimethyl- 146 COH1ON2 000582-60-5 72
3 Cinnoline, 1,2-dihydro-2-methyl- 146 C9H1ON2 054063-10-4 64
4 2-Propenal, 2-methyl-3-phenyl- 146 C10OH100 000101-39-3 59
5 1H-Indazole, 5,7-dimethyl- 146 C9H10N2 043067-41-0 50
Abundance Scan 5020 (15.453 min): VN067295.D\data.ms (-5001) (- | m/z 145.05 100.00%
1451
5000
115.0
——
51.0 77.0 ‘ ‘ 15.50
ojfﬁfﬁ+hJL%ﬂ4@W¢HNH‘W‘N‘_MH‘E7Q4H‘?992‘H“ m/z 146.05 97.88%
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 57.56%
\\\‘\\\\‘\\‘\\"‘\\‘\\"8\9\\0\‘\\\‘\‘\‘\‘\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
146.0
——
15.50
5000 m/z 115.00 30.77%
91.0
14.0 39.0 65.0 118.0
A A e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22224: Cinnoline, 1,2-dihydro-2-methyl- ——
146.0 15.50
m/z 91.00 19.61%
5000 118.
630 ‘
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@67295.D

Acqg On : 11 Jun 2021 17:56

Operator JC/MD

Sample : M2674-05 g
Misc : 5.85g/5mL/100uL/5.00mL/MSVOA_N/MEOH TMR-DS-05-060921

ALS vial : 18 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 1H-Benzimidazole, 2-ethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
15.587 266.57 ug/1l 11646600 1,4-Dichlorobenzene-d4 13.677
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Benzimidazole, 2-ethyl- 146 C9H10N2 001848-84-6 72
2 Benzonitrile, 4-(dimethylamino)- 146 CSH1ON2 001197-19-9 53
3 1H-Pyrazole, 4,5-dihydro-3-phenyl- 146 C9H1@N2 000936-48-1 50
4 1H-Indazole, 5,7-dimethyl- 146 C9H1ON2 043067-41-0 50
5 1H-Benzimidazole, 5,6-dimethyl- 146 C9H10N2 000582-60-5 47

Abundance Scan 5070 (15.587 min): VN067295.D\data.ms (-5059) (- | m/z 145.05 100.00%

145.1
5000
115.0 L — T
51.0  91.0 ‘ ‘ 15.50
ST “J‘!Hw“_ﬁ‘wmMm““““1‘7“1:}””2‘9?-‘3_‘ m/z 146.05  78.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22211: 1H-Benzimidazole, 2-ethyl-
145.0
5000
15.50
m/z 115.00 22.60%
280 63.0 92‘0 118.0 |
| I | Il l
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
145.0
T
15.50
5000 ITI/Z 131.00 21.85%
102.0
150 420 750
R A e R ma R L
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22232: 1H-Pyrazole, 4,5-dihydro-3-phenyl- —— ‘
146.0 15.50
m/z 91.00 13.79%
5000 77.0
118.0
51.0
‘H‘mHw‘um‘uMHM‘Hum‘“_m_‘WWW_W S
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@67295.D

Acqg On : 11 Jun 2021 17:56

Operator : JC/MD

Sample : M2674-05

Misc : 5.05g/5mL/100uL/5.00mL/MSVOA_N/MEOH TMR-DS-05-060921

ALS vial : 18 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 2-Propenal, 3-(4-methylphen... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.676  63.53 ug/1l 2775900 1,4-Dichlorobenzene-d4 13.677
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propenal, 3-(4-methylphenyl)- 146 C10H100 001504-75-2 52
2 4-Methyl-2H-benzopyrane 146 C10OH100 021776-94-3 52
3 1H-Inden-1-one, 2,3-dihydro-3-me... 146 C10H100 006072-57-7 49
4 3-Buten-2-one, 4-phenyl- 146 C10OH100 000122-57-6 46
5 1H-Benzimidazole, 5,6-dimethyl- 146 CO9H1ON2 000582-60-5 46

Abundance Scan 5103 (15.675 min): VN067295.D\data.ms (-5095) (- | m/z 131.00 100.00%
131.0

5000 43.0

69.0
97.1

T ‘ T
15.50 16.00
162.1 207.9232.2 m/z 146.05 64.41%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #21567: 2-Propenal, 3-(4-methylphenyl)-
131.0

5000 AR ey
91.0 15.50 16.00

39.0 65.0 m/z 43.00  46.29%
|

H\\‘\‘\\\’\H\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance

131.0

—T 7
15.50 16.00

5000 m/z 145.05 45 .46%

77.0
510 105.0
T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #21578: 1H-Inden-1-one, 2,3-dihydro-3-methyl-

7
131.0 15.50 16.00
m/z 41.00 42.89%

5000 51.0 77.0 1030 Aﬂkﬂﬂ\wﬁjq\af¥wMJ\
15.0
‘h\ H\‘ H‘

— —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61121\
Data File : VN@67295.D

Acqg On : 11 Jun 2021 17:56

Operator : JC/MD

Sample : M2674-05

Misc : 5.05g/5mL/100uL/5.00mL/MSVOA_N/MEOH TMR-DS-05-060921

ALS vial : 18 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 2,5,6-Trimethylbenzimidazole Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.445 103.49 ug/l 4521380 1,4-Dichlorobenzene-d4 13.677
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,5,6-Trimethylbenzimidazole 160 C10H12N2 003363-56-2 72
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021693-54-9 49
3 Benzene, 1-(1-methylethenyl)-3-(... 160 C12H16 001129-29-9 43
4 Thiophene, 3-phenyl- 160 C1OH8S 002404-87-7 38
5 Benzene, 1-(1-methylethenyl)-4-(... 160 C12H16 002388-14-9 38
Abundance Scan 5390 (16.445 min): VN067295.D\data.ms (-5380) (- | m/z 160.10 100.00%
160.1
5000
115.0
91-0 \\\\‘\\\\‘\\\\’\\\\‘
39.0 63.0 ‘ 16.2016.4016.60
Ol eabtbi iy e LML 288121898 159 10 88 56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #30706: 2,5,6-Trimethylbenzimidazole
160.0
5000 LB L L L B BB |
16.2016.4016.60
m/z 145.05 61.96%
91.0
39.0 65.0 118.0
q‘\s\.‘o\\\\“M\\u\“\‘\\\‘H‘\\M\\‘\\\M“\\\\‘\‘\\\“\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
145.0
S e
16.2016.4016.60
5000 m/z 115.00  29.43%
117.0
e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #30954: Benzene, 1-(1-methylethenyl)-3-(1-methylethyl)- R e R R
145.0 16.2016.4016.60
m/z 91.00 17.09%
5000
410 o 105.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.2016.4016.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61121\
Data File : VN@67295.D

Acqg On : 11 Jun 2021 17:56

Operator : JC/MD

Sample : M2674-05

Misc : 5.05g/5mL/100uL/5.00mL/MSVOA_N/MEOH TMR-DS-05-060921

ALS vial : 18 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-Inden-1-one, 2,3-dihydro... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.523 129.73 ug/l 5667870 1,4-Dichlorobenzene-d4 13.677
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Inden-1-one, 2,3-dihydro-3,3-... 160 C11H120 026465-81-6 90
2 Ethanone, 1-(2,3-dihydro-1H-inde... 160 C11H120 004228-10-8 87
3 Benzene, 1-(1-methylethenyl)-3-(... 160 C12H16 001129-29-9 86
4 1H-Indene, 2,3-dihydro-1,1,5-tri... 160 C12H16 040650-41-7 80
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 80
Abundance Scan 5419 (16.523 min): VN067295.D\data.ms (-5407) (- | m/z 145.05 100.00%
145.1
5000
115.0 R I e
51.0 77.0 ‘ 16.20 16.40 16.60
Ol b LA76.1 206.9234C 1o 160 16 41.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #30845: 1H-Inden-1-one, 2,3-dihydro-3,3-dimethyl-
145.0
5000 LN AL HL L L L B
16.20 16.40 16.60
117.0 m/z 115.00 19.14%
39.0 91.0 H /
\\\‘\‘\\\“‘\\“\‘\“\\\”’\\H‘\\‘\\\\“\‘M\\"H\\“\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
145.0
LA s
16.20 16.40 16.60
m/z 91.00 12.77%
5000 115.0
43.0
15'0 89.0
AR a e o R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #30953: Benzene, 1-(1-methylethenyl)-3-(1-methylethyl)- R B R e
145.0 16.20 16.40 16.60
m/z 146.05 10.77%
5000
117.0
91.0
41.0 ‘ ‘
50, | jesol L VL
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61121\
Data File : VN@67295.D

Acqg On : 11 Jun 2021 17:56

Operator : JC/MD

Sample : M2674-05

Misc : 5.05g/5mL/100uL/5.00mL/MSVOA_N/MEOH TMR-DS-05-060921

ALS vial : 18 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 1H-Benzimidazole, 2-(1-meth... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.762  99.20 ug/l 4334130 1,4-Dichlorobenzene-d4 13.677
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,5,6-Trimethylbenzimidazole 160 C10H12N2 003363-56-2 90
2 1H-Benzimidazole, 2-(1-methyleth... 160 C10H12N2 005851-43-4 64
3 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 60
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021693-54-9 60
5 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 60
Abundance Scan 5508 (16.762 min): VN067295 D\data.ms (-5496) (- m/z 145.05 100.00%
145.
91.0
5000
115.0
43.0 T T ‘ T T T T ‘ T T T T ‘
. 16.40 16.60
0 : el L2070z 160,10 99.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #30706: 2,5,6-Trimethylbenzimidazole
160.0
5000 LN L L B B B |
16.40 16.60
m/z 159.10 87.69%
91.0
39.0 65.0 118.0
J\-\S\‘O\\\\“‘\\‘}\‘\‘\\\Mi\\‘}\‘\\\M‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
145.0
T
16.40 16.60
5000 m/z 91.00 66.25%
92.0
28.0 65.0 119.0
T T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #30890: Benzene, 1-(2-butenyl)-2,3-dimethyl- T
145.0 16.40 16.60
m/z 92.00 48.23%
5000
91.0115.0
39.0 ‘
%ﬁguﬂpmﬁu‘wuuHWNkW‘NHWH‘WHH‘HH_H“ .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 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 : VN@67295.D

Acqg On : 11 Jun 2021 17:56

Operator : JC/MD

Sample : M2674-05

Misc : 5.05g/5mL/100uL/5.00mL/MSVOA_N/MEOH [TMR-DS-05-060921

ALS Vvial : 18 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 55.7 ug/l 2434010 4 13.677 2184540 50.0
1-Dodecene 14.820 80.6 wug/l 3519620 4 13.677 2184540 50.0
1-Phenyl-1-butene 14.935 89.5 wug/l 3909890 4 13.677 2184540 50.0
1H-Indene, 1-me... 15.085 47.3 ug/l 2065850 4 13.677 2184540 50.0
1-Naphthalenol,... 15.453 216.9 ug/l 9476170 4 13.677 2184540 50.0
1H-Benzimidazol... 15.587 266.6 ug/l 11646600 4 13.677 2184540 50.0
2-Propenal, 3-(... 15.676 63.5 wug/l 2775900 4 13.677 2184540 50.0
2,5,6-Trimethyl... 16.445 103.5 wug/l 4521380 4 13.677 2184540 50.0
1H-Inden-1-one,... 16.523 129.7 ug/l 5667870 4 13.677 2184540 50.0
1H-Benzimidazol... 16.762 99.2 ug/l 4334130 4 13.677 2184540 50.0
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