LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@61121\
Data File : VN@©67290.D

Acqg On : 11 Jun 2021 15:54

Operator : JC/MD

Sample : M2674-06 10X

Misc : 4.91g/5mL/100uL/5.00mL/MSVOA N/MEOH TMR-DS-06-060921

ALS Vvial : 13  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@67290.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 8.021 2226 2249 2260 rBvV2 335587 800848 6.05% 0.560%
2 8.086 2261 2273 2295 rVB2 630834 1430363 10.81% 0.999%
3 8.440 2384 2405 2435 rBV 420106 1014414 7.67% 0.709%
4 8.968 2584 2602 2631 rBV2 909299 1953961 14.77% 1.365%
5 9.271 2702 2715 2736 rVB2 114348 224289 1.69% 0.157%

6 10.443 3131 3152 3164 rBV 1431134 2714607 20.51%
7 10.507 3165 3176 3203 rVB 995783 2017088 15.24%
8 10.625 3210 3220 3237 rVB3 107137 206785 1.56%
9 10.816 3277 3291 3303 rBV 368330 641077  4.84%
10 11.060 3370 3382 3405 rVB6 148861 315997 2.39%
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=
o
I
R

11 11.521 3544 3554 3573 rVB2 149320 255999 1.93%
12 11.747 3623 3638 3660 rVB 1340392 2420834 18.29%
13 11.846 3661 3675 3688 rBV 1287244 2210067 16.70%
14 11.907 3689 3698 3700 rVV2 222414 282626 2.14%
15 11.950 3701 3714 3740 rVB2 3886545 7683612 58.06%

VO RrRLR
%
A
B
xR

16 12.176 3790 3798 3815 rVB 261987 464936 3
17 12.283 3824 3838 3855 rVV 2050104 3617421 27.
18 12.353 3857 3864 3885 rVB4 104695 213285 1.61%
19 12.484 3903 3913 3935 rBV5 269477 560985 4
20 12.578 3938 3948 3959 rVWW2 227729 412106 3

oOCoOoOONOO
=
o
e
R

21 12.634 3962 3969 3983 rVB8 120879 230263
22 12.734 3986 4006 4028 rVB2 1235701 2411200 18.22%
23 12.873 4043 4058 4066 rBV6 308774 678841 5.13%
24 12.921 4066 4076 4088 rBV 909281 1405185 10.62%
25 12.986 4088 4100 4106 rBV 2087068 3508906 26.52%
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R

NOO RO
N
N
N
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26 13.222 4173 4188 4204 rVB 1398498 2602600 19.67%
27 13.369 4231 4243 4254 rVV 3321294 5228294 39.51%
28 13.417 4255 4261 4273 rVB2 420204 629889  4.76%
29 13.592 4317 4326 4345 rVB2 1465526 2844208 21.49%
30 13.678 4346 4358 4361 rBV 1375859 2007959 15.17%

PR OWR
IS
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®
R

31 13.873 4409 4431 4441 rBV6 1949829 4848200 36.64%
32 13.997 4471 4477 4488 rVB3 712807 1003591 7.58%
33 14.058 4489 4500 4516 rVB2 1551574 3012845 22.77%
34 14.133 4518 4528 4532 rBV2 601288 902773 6.82%
35 14.217 4550 4559 4570 rVB2 1025858 1594410 12.05%
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36 14.329 4591 4601 4625 rVB4 1071965 2583190 19.52%  1.805%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@61121\
Data File : VN@©67290.D

Acqg On : 11 Jun 2021 15:54

Operator : JC/MD

Sample : M2674-06 10X

Misc : 4.91g/5mL/100uL/5.00mL/MSVOA N/MEOH TMR-DS-06-060921

ALS Vvial : 13  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 14.442 4632 4643 4658 rVB4 737835 1645804 12.44%  1.150%
38 14.514 4659 4670 4680 rBV 1764478 3125658 23.62% 2.184%
39 14.635 4690 4715 4725 rBV2 5114671 13233477 100.00% 9.247%
40 14.817 4770 4783 4807 rVB7 1992089 5730282 43.30% 4.004%
41 14.933 4809 4826 4840 rVVv4 1693167 4728412 35.73%  3.304%
42 14.997 4841 4850 4869 rVB2 2636574 4660877 35.22% 3.257%
43 15.086 4871 4883 4901 rVB2 2255774 4252283 32.13% 2.971%
44 15.453 4999 5020 5029 rBV 3708921 9599566 72.54% 6.708%
45 15.587 5058 5070 5084 rBV 6528069 11572493 87.45% 8.086%
46 15.673 5094 5102 5112 rBV 1502646 2168992 16.39% 1.516%
47 16.443 5380 5389 5404 rVB2 1248433 2497996 18.88% 1.745%
48 16.520 5407 5418 5432 rVB 1455643 3077326 23.25% 2.150%
49 16.614 5441 5453 5473 rVB2 3856455 9352756 70.67% 6.535%
50 16.759 5496 5507 5518 rBV4 1189626 2533427 19.14% 1.770%

Sum of corrected areas: 143113003
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe61121\
Data File : VN@67290.D

Acqg On : 11 Jun 2021 15:54

Operator JC/MD

Sample : M2674-06 10X

Misc : 4.91g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

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

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

TMR-DS-06-060921

Abundance TIC: VN067290.D\data.ms
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Abundance TIC: VN067290.D\data.ms
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Abundance TIC: VN067290.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61121\
Data File : VN@67290.D

Acqg On : 11 Jun 2021 15:54

Operator : JC/MD

Sample : M2674-06 10X

Misc 1 4.91g/5mL/100uL/5.00mL/MSVOA_N/MEOH TMR-DS-06-060921

ALS vial : 13  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 10
R.T. EstConc Area Relative to ISTD R.T.
12.986 87.37 ug/l 3508910 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 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 91
Abundance Scan 4100 (12.986 min): VN067290.D\data.ms (-4088) (- | m/z 105.00 100.00%
105.0
e
39.0 77"0 ‘ L 13.00
b et b M F29.0  166.9 19L1 s 106 10 29.41%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0
5000
13.00
m/z 91.00 13.55%
39.0 77.0
\\\‘\‘\\\“\\“i‘\“‘\‘\\\““\\‘1\"\‘\\‘\"HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
105.0
—
13.00
5000 ITI/Z 77 .00 13.52%
77.0
27.0 51.0
R R mm e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #9402: Mesitylene T
105.0 13.00
m/z 79.00 9.94%
5000
39.0 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@67290.D

Acqg On : 11 Jun 2021 15:54

Operator : JC/MD

Sample : M2674-06 10X

Misc 1 4.91g/5mL/100uL/5.00mL/MSVOA_N/MEOH TMR-DS-06-060921

ALS vial : 13  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 Benzene, 2-propenyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.873 120.72 ug/l 4848200 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-propenyl- 118 C9H10 000300-57-2 93
2 Benzene, 1l-ethenyl-4-methyl- 118 C9H10 000622-97-9 89
3 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 86
4 (Z)-1-Phenylpropene 118 C9H1e0 000766-90-5 86
5 Benzene, cyclopropyl- 118 C9H10 000873-49-4 70
Abundance Scan 4431 (13.873 min): VN067290.D\data.ms (-4409) (- | m/z 117.00 100.00%
117.0
5000
91.0 J&¥A
= .
390 630 | 13.50 14.00
| [L15001719 2069 ./, 1p5.00 69.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8961: Benzene, 2-propenyl-
117.0
5000
91.0 13.50 14.00
39.0 65.0 m/z 118.05 54.73%
\\\‘\H\““\\“1\““\‘H‘\H‘\\M\“‘\H L LA B L B B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117.0
- T
13.50 14.00
m/z 115.00  35.02%
5000 91.0
39.0 63.0
15.0
R a E maE e BEA
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8971: Benzene, 1-ethenyl-2-methyl- — I
117.0 13.50 14.00
m/z 91.00  33.58%
5000
91.0
39.0 63.0
\1\5\"0\‘”\“iw\“1\““1‘””1“‘\\“M“‘m‘HH‘HH‘HH‘HH‘HH T —T
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©61121\
Data File : VN@67290.D

Acqg On : 11 Jun 2021 15:54

Operator : JC/MD

Sample : M2674-06 10X

Misc 1 4.91g/5mL/100uL/5.00mL/MSVOA_N/MEOH TMR-DS-06-060921

ALS vial : 13  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 1
R.T. EstConc Area Relative to ISTD R.T.
14.635 329.53 ug/l 13233500 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 3-Phenyl-2-propyn-1-o0l 132 C9H80 001504-58-1 91
3 Cinnamaldehyde, (E)- 132 C9H80 014371-10-9 90
4 Benzonitrile, 2-(methylamino)- 132 C8H8N2 017583-40-3 87
5 4-Aminobenzyl cyanide 132 C8H8N2 003544-25-0 86

Abundance Scan 4715 (14.635 min): VN067290.D\data.ms (-4690) (- | m/z 131.00 100.00%
131.0

%

5000
51.0 77.0 103.0 L L
‘ . 14.50 15.00
0 el 2L 1891 23LE T m/z 132,00 70.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14531: Benzofuran, 2-methyl-
131.0
5000
14.50 15.00
51.0 m/z 77.00 18.91%
77.0
o " 100
I [

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

=

Abundance
131.0
—— —
77.0 103.0 14.50 15.00
5000 m/z 51.00 17.68%
51.0
27.0
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14526: Cinnamaldehyde, (E)- = —
131.0 14.50 15.00
m/z 103.00 17.11%
103.0
5000
77.0
51.0
o U
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@67290.D

Acqg On : 11 Jun 2021 15:54

Operator : JC/MD

Sample : M2674-06 10X

Misc 1 4.91g/5mL/100uL/5.00mL/MSVOA_N/MEOH TMR-DS-06-060921

ALS vial : 13  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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.817 142.69 ug/l 5730280 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 95
2 1-Phenyl-1-butene 132 C10H12 000824-90-8 93
3 Benzene, 1l-methyl-2-(2-propenyl)- 132 C1eH12 001587-04-8 83
4 3-Phenylbut-1-ene 132 C10H12 000934-10-1 70
5 Indan, 1-methyl- 132 C10H12 000767-58-8 70
Abundance Scan 4783 (14.817 min): VN067290.D\data.ms (-4770) (- | m/z 117.00 100.00%
117.0
91.0
5000
41.0
o= ——
‘ ‘ 148.1 14.50 15.00
0 w;“wh Miwm lh 11929 2395 L. 9160 54.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 — —
91.0 14.50 15.00 ;
510 ‘ m/z 132.05 37.07%
]\_:5\.‘()\‘\\\“\\“U\““UH”JM‘H”\‘MH “\‘U\‘\‘HH‘HH‘\\H’\H\’\H\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
117.0
— e
14.50 15.00
5000 m/z 41.00 33.62%
91.0
51.0
26.0
R R R AA A o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14091: Benzene, 1-methyl-2-(2-propenyl)- — —
117.0 14.50 15.00
m/z 115.00  28.91%
5000
91.0
39.0 65.0 ‘ ‘ ‘
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©61121\
Data File : VN@67290.D

Acqg On : 11 Jun 2021 15:54

Operator : JC/MD

Sample : M2674-06 10X

Misc 1 4.91g/5mL/100uL/5.00mL/MSVOA_N/MEOH TMR-DS-06-060921

ALS vial : 13  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 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.933 117.74 ug/1l 4728410 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 96
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 94
3 1-Phenyl-1-butene 132 C10H12 000824-90-8 94
4 1H-Indene, 2,3-dihydro-4-methyl- 132 C1OH12 000824-22-6 93
5 2,4-Dimethylstyrene 132 C10H12 002234-20-0 92
Abundance Scan 4826 (14.933 min): VN067290.D\data.ms (-4809) (- | m/z 117.00 100.00%
117.0
- WJULU
91.0 e
51.0 15.00
148.0
o 1801731 2060031/ 13 0s 33,824
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 T
91.0 15.00 .
51.0 ‘ m/z 115.00  29.76%
]\_\E)\‘(J\‘\\\‘\\‘L\‘\““U\\\‘\\\\‘\\\!“\‘U\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
117.0
—
15.00
5000 m/z 91.00 23.33%
39.0 g5 910
R R o o  Rama RS Se
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14034: 1-Phenyl-1-butene T
117.0 15.00
m/z 105.00 18.79%
5000
91.0
51.0 ‘
2801 b b e S
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@67290.D

Acqg On : 11 Jun 2021 15:54

Operator : JC/MD

Sample : M2674-06 10X

Misc 1 4.91g/5mL/100uL/5.00mL/MSVOA_N/MEOH TMR-DS-06-060921

ALS vial : 13  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 6 2-Methylindene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.997 116.06 ug/l 4660880 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 Cycloprop[a]indene, 1,1a,6,6a-te... 130 C1lOH10 015677-15-3 93
5 1H-Indene, 3-methyl- 130 C10H10 000767-60-2 91

Abundance Scan 4850 (14.997 min): VN067290.D\data.ms (-4841) (- | m/z 130.05 100.00%

130.1
5000

63.0

39.0 ‘ ' 102.0 15 OO
0 _H“‘W‘H,M‘”(ﬁ,‘m,‘ml_ 1900 1802 n/z 115.00  99.89%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13084: 2-Methylindene
130.0
5000

15 OO
m/z 129.05 83.57%

28.0 ‘ 77.0 102.0
‘\‘}\\“\\‘\\"!‘\\H}"\\‘\\’\\\1‘\ \\‘\\\\‘\\\\‘\\\\
m/z--> 20 60 80 100 120 140 160 180
Abundance
130.0

15 00
5000 ITI/Z 128.00 41.41%
51.0
270 770 102.0
L I A R
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13118: Benzene, (1-methyl-2-cyclopropen-1-yl)- ‘AJN/\JQA‘
130.0 15.00
m/z 127.00 19.43%
5000
51.0
270 | TI0 020
I I 1y | |
A L
m/z--> 20 40 60 80 100 120 140 160 180 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61121\
Data File : VN@67290.D

Acqg On : 11 Jun 2021 15:54

Operator : JC/MD

Sample : M2674-06 10X

Misc 1 4.91g/5mL/100uL/5.00mL/MSVOA_N/MEOH TMR-DS-06-060921

ALS vial : 13  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 1H-Indene, 1-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.086 105.89 ug/l 4252280 1,4-Dichlorobenzene-d4 13.675
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 96
4 Benzene,l-methyl-1,2-propadienyl- 130 C1eH1e 022433-39-2 95
5 Cycloprop[a]indene, 1,1a,6,6a-te... 130 C10OH10 015677-15-3 93

Abundance Scan 4883 (15.086 min): VN067290.D\data.ms (-4871) (- | m/z 130.05 100.00%

130.1
5000
63.0 L ‘
39.0 102.0 15.00
C
0 10211882  28LE /7 115.00  97.35%

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

130.0

-

5000 \

—
15.00
m/z 129,05  82.44%

miz--> 20 40 60 80 100 120 140 160 180 200 220

-

Abundance
130.0
T \
15.00
5000 m/z 128.00 39.89%
51.0
27.0 77.0 102.0
[ T T T T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13084: 2-Methylindene ‘ /‘U‘\JF ‘ ‘
130.0 15.00

m/z 127.00  19.37%

5000

-

51.0
I

28'0 ‘ “w H\‘\ | w‘ ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00

77.0 102.0 w
‘H‘\H\‘\\\\‘\\H‘\H\‘\\\\‘
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61121\
Data File : VN@67290.D

Acqg On : 11 Jun 2021 15:54

Operator : JC/MD

Sample : M2674-06 10X

Misc 1 4.91g/5mL/100uL/5.00mL/MSVOA_N/MEOH TMR-DS-06-060921

ALS vial : 13  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 3
R.T. EstConc Area Relative to ISTD R.T.
15.453 239.04 ug/l 9599570 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 2-Propenal, 2-methyl-3-phenyl- 146 C10H1e0 000101-39-3 76
3 1H-Indazole, 5,7-dimethyl- 146 C9H1ON2 043067-41-0 58
4 Benzofuran, 4,7-dimethyl- 146 C10OH100 028715-26-6 53
5 3-Buten-2-one, 4-phenyl-, (E)- 146 C10H100 001896-62-4 53
Abundance Scan 5020 (15.453 min): VN067290.D\data.ms (-4999) (- | m/z 145.00 100.00%
145.0
5000
115.0
91.0 17
51.0 ‘ ‘ 15.50
0 bl 178 2321 o 146,05 96.53%
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
m/z 131.00 57.73%
63"0 91.0
\\\‘\\\\‘\\“\\"\\1\“\\“\\“\\\1‘\!‘\\‘}‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
145.0
115.0 ——
15.50
5000 91.0 m/z 115.00 30.15%
29.0 63.0
A e L e A R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22213: 1H-Indazole, 5,7-dimethyl- ——
146.0 15.50
m/z 91.00 18.44%
5000
39.0 65.0 91.0 119.0
e b [
e e e e e e e
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@67290.D

Acqg On : 11 Jun 2021 15:54

Operator : JC/MD

Sample : M2674-06 10X

Misc 1 4.91g/5mL/100uL/5.00mL/MSVOA_N/MEOH TMR-DS-06-060921

ALS vial : 13  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 7-Azaindole-3-carboxaldehyde Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.587 288.17 ug/1l 11572500 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Azaindole-3-carboxaldehyde 146 C8H6N20 004649-09-6 59
2 Benzonitrile, 4-(dimethylamino)- 146 CSH1ON2 001197-19-9 53
3 1H-Pyrazole, 4,5-dihydro-3-phenyl- 146 C9H1@N2 000936-48-1 52
4 Benzofuran, 4,7-dimethyl- 146 C10OH100 028715-26-6 52
5 Cinnoline, 1,2-dihydro-2-methyl- 146 C9H1ON2 054063-10-4 50
Abundance Scan 5070 (15.587 min): VN067290.D\data.ms (-5058) (- | m/z 145.05 100.00%
145.1
5000
115.0 LA :
51.0 91.0 ‘ ‘ 15.50
O bbb ok o A 7812020 s 146,05 78.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22201: 7-Azaindole-3-carboxaldehyde
145.0
63.0
5000
90.0 117.0 15.50
m/z 115.00  22.37%
\\\‘\\\4\.]‘-\0\““\“ \\\‘\\‘\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
145.0
N
15.50
5000 m/z 131.00 21.70%
102.0
15.0 42.0 75.0
B A B e R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22232: 1H-Pyrazole, 4,5-dihydro-3-phenyl- —— ‘
146.0 15.50
m/z 91.00 13.74%
5000 77.0
118.0
51.0
70, |l |
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@67290.D

Acqg On : 11 Jun 2021 15:54

Operator : JC/MD

Sample : M2674-06 10X g
Misc : 4.91g/5mL/100uL/5.00mL/MSVOA_N/MEOH TMR-DS-06-060921

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@61021W.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 10 Naphthalene, 1-methyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
16.614 232.89 ug/l 9352760 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H1e0 000090-12-0 96
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 94
4 Benzocycloheptatriene 142 C11H1e0 000264-09-5 90

5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 86

Abundance Scan 5453 (16.614 min): VN067290.D\data.ms (-5441) (- | m/z 142.05 100.00%

14p.1
5000 115.0
e
3.0 &% 0 16.20 16.40 16.60
ol 380 L i b 1901 2490 7941 00 86.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #19232: Naphthalene, 1-methyl-
142.0
5000 I L ]
115.0 16.20 16.40 16.60

m/z 115.00  37.69%

%54, 820 I
il I dy il ol il I
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\H\‘\\\\‘\H\‘\\H‘H\\‘\\H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
142.0
A anan e et
16.20 16.40 16.60
5000 m/z 143.05 11.81%
115.0

39.0 71.0

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

=

Abundance #19242: 1,4-Methanonaphthalene, 1,4-dihydro- A et
141.0 16.20 16.40 16.60
m/z 139.00 11.00%
5000 115.0 k/\g
63.0
89.0
L P M | N — SRS A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16.20 16.40 16.60

82N061021NW.

M Mon Jun 14 08:41:41 2021

Page: 13



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@61121\
Data File : VN@©67290.D

Acqg On : 11 Jun 2021 15:54

Operator : JC/MD

Sample : M2674-06 10X

Misc : 4.91g/5mL/100uL/5.00mL/MSVOA_N/MEOH TMR-DS-06-060921

ALS Vvial : 13  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 87.4 wug/l 3508910 4 13.675 2007960 50.0
Benzene, 2-prop... 13.873 120.7 ug/l 4848200 4 13.675 2007960 50.0
Benzofuran, 2-m... 14.635 329.5 ug/1l 13233500 4 13.675 2007960 50.0
Benzene, 2-ethe... 14.817 142.7 ug/l 5730280 4 13.675 2007960 50.0
1H-Indene, 2,3-... 14.933 117.7 ug/l 4728410 4 13.675 2007960 50.0
2-Methylindene 14.997 116.1 ug/l 4660880 4 13.675 2007960 50.0
1H-Indene, 1-me... 15.086 105.9 ug/l 4252280 4 13.675 2007960 50.0
1-Naphthalenol,... 15.453 239.0 ug/l 9599570 4 13.675 2007960 50.0
7-Azaindole-3-c... 15.587 288.2 wug/l 11572500 4 13.675 2007960 50.0

9 4 0

Naphthalene, 1-... 16.614  232. ug/l 9352760 13.675 2007960 50.
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