LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@63021\
Data File : VN@67581.D

Acqg On : 30 Jun 2021 18:55

Operator : JC/MD

Sample : M2896-03 40X

Misc : 8.44g/5mL/100uL/5.00mL/MSVOA_N/MEOH

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\82N062821W.M

Title : SW846 8260

Signal : TIC: VN@67581.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 7.337 1971 1994 2020 rBV3 17513 52379 1.54% 0.119%
2 8.024 2225 2250 2261 rBV 224203 530958 15.63% 1.205%
3 8.086 2261 2273 2300 rVB 407301 915940 26.96% 2.078%
4  8.440 2385 2405 2436 rBV2 281703 704366 20.73%  1.598%
5 8.845 2537 2556 2574 rBV3 41628 92744 2.73% 0.210%
6 8.968 2581 2602 2645 rVB 634339 1309162 38.53% 2.971%
7 9.271 2697 2715 2752 rBV 228263 449505 13.23% 1.020%
8 9.413 2752 2768 2786 rBvV2 55849 110859 3.26% 0.252%
9 9.765 2886 2899 2919 rBV3 26604 50292 1.48% 0.114%
10 10.443 3133 3152 3165 rBV 1117840 2103119 61.90% 4.772%
11 10.507 3165 3176 3206 rVB 735038 1440599 42.40%  3.269%
12 10.647 3216 3228 3241 rVB6 32677 66188 1.95% 0.150%
13 10.819 3275 3292 3316 rBV 227207 396347 11.67% 0.899%
14 10.980 3338 3352 3366 rBvV2 47692 78870  2.32% 0.179%
15 11.063 3369 3383 3407 rVB2 75650 207643 6.11% 0.471%
16 11.312 3465 3476 3498 rVB5 34917 69853  2.06% 0.159%
17 11.521 3543 3554 3570 rVB 36736 65959 1.94% 0.150%
18 11.655 3590 3604 3615 rBV5 17170 34424 1.01% 0.078%
19 11.747 3615 3638 3661 rBV 1049888 1957401 57.61% 4.442%
20 11.846 3662 3675 3690 rVV 405401 710370 20.91% 1.612%
21 11.953 3690 3715 3742 rVB2 1196721 2433934 71.64% 523%
22 12.063 3744 3756 3762 rBV7 20925 37157 1.09% 084%
23 12.103 3763 3771 3780 rVB4 43615 62631 1.84%

24 12.178 3791 3799 3813 rVB 67176 107589  3.17%
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25 12.283 3814 3838 3855 rBV2 623371 1166789 34.34% 648%
26 12.353 3856 3864 3874 rBV 45491 69857 2.06% ©0.159%
27 12.487 3903 3914 3916 rBv4 34532 45500 1.34% 0.103%
28 12.581 3940 3949 3959 rVB2 43361 66815 1.97% ©.152%
29 12.637 3959 3970 3985 rVB3 83054 144580 4.26%  ©0.328%
30 12.734 3986 4006 4026 rBV 960514 1691119 49.78%  3.837%

31 12.876 4043 4059 4067 rBV5 76398 160965
32 12.924 4067 4077 4089 rVB 192670 297321 8.75%
33 12.986 4089 4100 4107 rBV 387667 657122 19.34%
34 13.224 4166 4189 4206 rBV 283545 550445 16.20%
35 13.372 4219 4244 4255 rBV 694844 1238059 36.44%
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36 13.417 4255 4261 4273 rVB4 109679 169402 4.99% 0.384%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@63021\
Data File : VN@67581.D

Acqg On : 30 Jun 2021 18:55

Operator : JC/MD

Sample : M2896-03 40X

Misc : 8.44g/5mL/100uL/5.00mL/MSVOA_N/MEOH

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\82N062821W.M
Title : SW846 8260
37 13.535 4292 4305 4314 rBV4 101618 206435 6.08% 0.468%
38 13.594 4316 4327 4343 rVB 536761 976114 28.73%  2.215%
39 13.678 4344 4358 4379 rBV3 1315459 3397501 100.00% 7.709%
40 13.876 4412 4432 4442 rBv4 461410 990614 29.16% 2.248%
41 13.999 4472 4478 4488 rVB4 63903 88576 2.61% 0.201%
42 14.061 4489 4501 4516 rVB2 416775 770575 22.68% 1.749%
43 14.133 4518 4528 4532 rBV 98927 143107 4.21% 0.325%
44 14.163 4534 4539 4548 rVB 116876 152460 4.49%  0.346%
45 14.217 4549 4559 4570 rVB2 207368 340229 10.01% 0.772%
46 14.278 4574 4582 4590 rBV 56985 82362 2.42% 0.187%
47 14.329 4591 4601 4627 rVBS5 209866 492384 14.49% 1.117%
48 14.439 4628 4642 4658 rVBS 269201 616167 18.14%  1.398%
49 14.517 4659 4671 4680 rBV3 447622 771516 22.71% 1.751%
50 14.635 4691 4715 4727 rBV2 1311114 3322071 97.78% 7.538%
51 14.815 4771 4782 4808 rVB5 309357 805615 23.71% 1.828%
52 14.933 4810 4826 4840 rBV5 351955 936757 27.57% 2.126%
53 15.000 4842 4851 4870 rVB 571960 980558 28.86%  2.225%
54 15.086 4871 4883 4901 rBV 513393 977662 28.78%  2.218%
55 15.161 4904 4911 4913 rVW4 56287 68597 2.02% 0.156%

56 15.198 4916 4925 4949 rVB1O 172029 519579 15.29% 1.179%

57 15.456 5000 5021 5030 rBV2 726957 1812512 53.35% 4.113%
58 15.590 5059 5071 5084 rBV 1237540 2217698 65.27% 5.032%
59 15.676 5095 5103 5113 rVB 270055 401594 11.82% 0.911%
60 15.804 5139 5151 5170 rBVS 88900 241900 7.12%  0.549%
61 16.443 5380 5389 5404 rVB2 195067 419121 12.34% 0.951%
62 16.520 5408 5418 5433 rVB 200486 415458 12.23% 0.943%
63 16.617 5444 5454 5472 rVB2 565909 1297391 38.19%  2.944%
64 16.765 5496 5509 5517 rBV3 179133 378571 11.14% ©.859%

Sum of corrected areas: 44069387
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Data Path :
Data File
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Operator
Sample
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ALS vial

Quant Method
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TIC Library
TIC Integration Parameters:
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LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe63021\

: VNO67581.D
: 30 Jun 2021 18:55

JC/MD

: M2896-03 40X
: 8.44g/5mL/100uL/5.00mL/MSVOA_N/MEOH
. 13

Sample Multiplier: 1

. SW846 8260

¢ C:\DATABASE\NIST11.L
LSCINT.P

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62821W.M

TIC: VNO67581.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©63021\
Data File : VN@67581.D

Acqg On : 30 Jun 2021 18:55

Operator : JC/MD

Sample : M2896-03 40X

Misc : 8.44g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62821W.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 Furan, 2,5-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.271 17.17 ug/1 449505 1,4-Difluorobenzene 8.971

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Furan, 2,5-dimethyl- 96 C6H80 000625-86-5 91
2 2,4-Dimethylfuran 96 C6H80 003710-43-8 72
3 2-Cyclopenten-1-one, 3-methyl- 96 C6H80 002758-18-1 53
4 1H-Imidazole, 4,5-dimethyl- 96 C5H8N2 002302-39-8 43
5 1H-Pyrazole, 1,3-dimethyl- 96 C5H8N2 000694-48-4 38

Abundance Scan 2715 (9.271 min): VN067581.D\data.ms (-2697) (-) m/z 96.00 100.00%

96.0
43.0
5000
81.0
R EaaEe
H 67.0 9.00 9.20 9.40 9.60
Obrerrrerrreperblhelll el dl 238 sz 9s.e  84.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2804: Furan, 2,5-dimethyl-
43.0 96.0
5000 \\\‘\\\\‘\\\\’\\\\‘\\\\
81.0 9.00 9.20 9.40 9.60
27.0 m/z 43.00 59.52%
O”\\”
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2795: 2,4-Dimethylfuran
67.0 96.0
53.0 9.00 9.20 9.40 9.60
5000 3900 m/z 53.00 49.30%
81.0
oberrrrerr 280l el e
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2821 2-Cyclopenten-1-one, 3-methyl- R
96.0 9.00 9.20 9.40 9.60
m/z 81.00 35.70%
5000 67.0
53.0 81.0
39.0
0 H‘\ T ‘\ “

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©63021\
Data File : VN@67581.D

Acqg On : 30 Jun 2021 18:55

Operator : JC/MD

Sample : M2896-03 40X

Misc : 8.44g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62821W.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, cyclopropyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.876 14.58 ug/l 990614  1,4-Dichlorobenzene-d4 13.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, cyclopropyl- 118 C9H10 000873-49-4 92
2 Indane 118 C9H10 000496-11-7 64
3 Benzene, 1-propenyl- 118 C9H10 000637-50-3 58
4 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 52
5 Benzene, 1-ethenyl-2-methyl- 118 C9H10 000611-15-4 52
Abundance Scan 4432 (13.876 min): VN067581.D\data.ms (-4412) (-  m/z 117.00 100.00%
117.0
5000
91.0 JLTA‘ e
39.0 63.0 ‘ 134.0 13.50 14.00
0b e bl M 1499 7 118, 00 54.48%
m/z--> 20 40 60 80 100 120 140
Abundance #8964: Benzene, cyclopropyl-
11y7.0
5000 PSS
13.50 14.00
91.0 -
m/z 115.00  34.25%
O ‘2\7\.0\\" \5\:,-‘\0\““\‘\7\4\9‘ T T “‘\ T T T T T T
miz--> 20 40 60 80 100 120 140
Abundance #8951: Indane
117.0
— =
13.50 14.00
5000 m/z 105.00 33.90%
91.0
oo B0
mfz--> 20 40 60 80 100 120 140
Abundance #8963: Benzene, 1-propenyl- P P
117.0 13.50 14.00
m/z 91.00 22.90%
5000
390 589
! ‘ L TAp \ ‘
o"wHH‘,u”wm_m_”_m_m a s
m/z--> 20 40 60 100 120 140 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©63021\
Data File : VN@67581.D

Acqg On : 30 Jun 2021 18:55

Operator : JC/MD

Sample : M2896-03 40X

Misc : 8.44g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62821W.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 48.89 ug/l 3322070 1,4-Dichlorobenzene-d4 13.678
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 83
3 Cinnamaldehyde, (E)- 132 C9H80 014371-10-9 80
4 4-Aminobenzyl cyanide 132 C8H8N2 003544-25-0 80
5 Benzofuran, 7-methyl- 132 C9H80 017059-52-8 68

Abundance Scan 4715 (14.635 min): VN067581.D\data.ms (-4691) (-  m/z 131.00 100.00%

131.0 ' '
5000
—rh o
s1.0 770 10‘3-0 14.50 15.00
ol e 1480 13500 71.04%
m/z--> 20 40 60 80 100 120 140
Abundance #14527: Benzofuran, 2-methyl-
131.0
5000 R A
14.50 15.00
m/z 77.00 15.00%
51.0 77.0 103.0
O\\\‘2\7\(\)\‘!\“\‘\‘\\\“’\\\\“‘\\\\‘\\\‘\’\\\\
miz-> 20 40 60 80 100 120 140
Abundance #14535: 3-Phenyl-2-propyn-1-0
131.0
—— —
77.0 103.0 14.50 15.00
5000 m/z 103.00 14 .49%
51.0
RN VY
oLl 1~ el w“,
miz--> 20 40 100 120 140
Abundance #14526.Cnnnanuﬂdehyde,(E} = 4
131.0 14.50 15.00
m/z 51.00 12.20%
103.0
5000
77.0
51.0
mo L L
0 0., | I \ ‘

m/z--> 20 40 80 100 120 140 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©63021\
Data File : VN@67581.D

Acqg On : 30 Jun 2021 18:55

Operator : JC/MD

Sample : M2896-03 40X

Misc : 8.44g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62821W.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 10
R.T. EstConc Area Relative to ISTD R.T.
14.815 11.86 ug/l 805615 1,4-Dichlorobenzene-d4 13.678
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-4-methyl- 132 C10H12 000824-22-6 94
3 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 91
4 Benzene, (1l-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 90
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 90

Abundance Scan 4782 (14.815 min): VN067581.D\data.ms (-4771) (- m/z 117.00 100.00%

11y7.0 '
5000
91.0
=5 e
41.0 650 ‘ ‘ 14.50 15.00
148.0
O o bbb e L 298020690 135 00 40.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 A A
91.0 14.50 15.00 .
51.0 m/z 115.00 28.65%
2707 ‘
O \\\‘\\\\‘\\‘U\““U\\h\‘\\‘f‘\“‘}\\\‘\‘”\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
= i
14.50 15.00
5000 m/z 91.00 26.29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14033: 3-Phenylbut-1-ene — T
117.0 14.50 15.00
m/z 131.00 21.82%
5000
91.0
390 g5o ‘ M
0 H“ﬂ‘wwHMWJ‘ﬂH‘L‘NV‘M“H“H“H“_“W“H
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@63021\
Data File : VN@67581.D

Acqg On : 30 Jun 2021 18:55

Operator : JC/MD

Sample : M2896-03 40X

Misc : 8.44g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@©62821W.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 5 Benzene, 1-ethenyl-4-ethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.933 13.79 ug/l 936757 1,4-Dichlorobenzene-d4 13.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 94
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 91
3 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 90
4 3-Phenylbut-1-ene 132 C10H12 000934-10-1 90
5 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 87

Abundance Scan 4826 (14.933 min): VN067581.D\data.ms (-4810) (-  m/z 117.00 100.00%
117.0
5000
91.0 igod”fJx‘/
39.0 649 134.0 .
0 m‘mJ_uhuﬂk‘m‘u_w‘wu“” 820z 131,95 35.72%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14055: Benzene, 1-ethenyl-4-ethyl-
11y7.0
5000 *“\ i
15.00
o 810 m/z 114.95 30.19%
O \\\‘2\7‘\-0\\“\\“\.\“1‘\7\4..\8\”‘\\‘”“\\ ‘\JF\A\..‘O\\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
—
15.00
5000 m/z 131.00 18.15%
91.0
270 51.0
obr i b e 740w a0
miz--> 20 40 60 80 100 120 140 160
Abundance #14048: Benzene, 2-butenyl-
117.0 15.00
m/z 91.00 18.14%
5000 91.0
39.0 65.0
Y P P O N | . N S
m/z--> 20 40 60 80 100 120 140 160 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©63021\
Data File : VN@67581.D

Acqg On : 30 Jun 2021 18:55

Operator : JC/MD

Sample : M2896-03 40X

Misc : 8.44g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62821W.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 Cycloprop[alindene, 1,1a,6,... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

15.000 14.43 ug/l 980558 1,4-Dichlorobenzene-d4 13.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cycloprop[a]indene, 1,1a,6,6a-te... 130 C10H10 015677-15-3 93
2 1H-Indene, 1-methyl- 130 C1oH1e 000767-59-9 93
3 Benzene, 1-butynyl- 130 C1eH1e 000622-76-4 93
4 1H-Indene, 3-methyl- 130 C10H10 000767-60-2 91
5 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 91

Abundance Scan 4851 (15.000 min): VN067581.D\data.ms (-4842) (-  m/z 130.00 100.00%

130.0
5000

39.0 63.0 102.0 15 00
Ol ottt L1529 2089 ;115 00 95.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #13120: Cycloprop[a]indene, 1,1a,6,6a-tetrahydro-
129.0
5000
15 00

m/z 129.00  86.88%

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

o

1500
5000 m/z 128.00 43.14%
51.0
270 ‘ 770 102.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13088: Benzene, 1-butynyl- ‘AA‘-/‘\/F‘ |
115.0 15.00
m/z 127.00 20.80%
5000
63.0 ggp
olts0 B0 4w A\
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©63021\
Data File : VN@67581.D

Acqg On : 30 Jun 2021 18:55

Operator : JC/MD

Sample : M2896-03 40X

Misc : 8.44g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62821W.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-Methylindene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.086 14.39 ug/l 977662  1,4-Dichlorobenzene-d4 13.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methylindene 130 C10H10 002177-47-1 95
2 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 95
3 1,4-Dihydronaphthalene 130 C1eH1e 000612-17-9 95
4 1H-Indene, 1-methyl- 130 C1eH1e 000767-59-9 94
5 Cycloprop[a]indene, 1,1a,6,6a-te... 130 C10OH10 015677-15-3 93

Abundance Scan 4883 (15.086 min): VN067581.D\data.ms (-4871) (- m/z 130.00 100.00%

130.0 [
5000
T \
390 930 1020 15.00
Obrrre g A Ml 1619 2069 115 00 92.89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13084: 2-Methylindene
130.0
5000 ‘15\00‘ \
m/z 129.00 82.60%
28.0 ‘ | 77.0 102.0 LHH
O \\\‘\\\\“\\‘\\“‘\‘\\H}“\f‘\\H\\\\‘\ \\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #13118: Benzene, (1-methyl-2-cyclopropen-1-yl)-
130.0
T \
15.00
5000 m/z 127.95 41.80%
70 5‘ 770 1020
0““m“\HM‘NMHWMJ‘WM“W“‘w“u“‘u“‘u“u‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13094: 1,4-Dihydronaphthalene : ‘A/‘\/N‘ ‘
130.0 15.00
m/z 127.00 18.84%
5000
510 770 1020
ok 20 b b ATE
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©63021\
Data File : VN@67581.D

Acqg On : 30 Jun 2021 18:55

Operator : JC/MD

Sample : M2896-03 40X

Misc : 8.44g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62821W.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 Cinnoline, 1,2-dihydro-2-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.456  26.67 ug/l 1812510 1,4-Dichlorobenzene-d4 13.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cinnoline, 1,2-dihydro-2-methyl- 146 C9H1ON2 054063-10-4 87
2 Benzofuran, 4,7-dimethyl- 146 C10H100 028715-26-6 72
3 1H-Pyrazole, 4,5-dihydro-3-phenyl- 146 C9H1@N2 000936-48-1 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 58

Abundance Scan 5021 (15.456 min): VN067581.D\data.ms (-5000) (-  m/z 145.00 100.00%

145.0 '
5000
115.0
——
39.0 63.0 91‘0 ‘ 15.50
Ol gl 1759 2069y 146,00 94.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22224: Cinnoline, 1,2-dihydro-2-methyl-
146.0

;

5000
15.50

m/z 130.95 50.65%

|
O' T T T T rrrrprrot
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21554: Benzofuran, 4,7-dimethyl-
146.0
L —

15.50
5000 m/z 115.00 27.05%
39.0 91.0 117.0
‘ 63.0 H
owm,m“w“ l‘w“_uw HwHH_‘m_m_m_m

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 15.30%

5000 77.0
118.0
51.0
27.
| I \‘ dp ol \‘ \H “ \‘ ‘

owmwH_Hwm_Hwwwwwww”

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©63021\
Data File : VN@67581.D

Acqg On : 30 Jun 2021 18:55

Operator : JC/MD

Sample : M2896-03 40X

Misc : 8.44g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62821W.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 2
R.T. EstConc Area Relative to ISTD R.T.

15.590 32.64 ug/l 2217700  1,4-Dichlorobenzene-d4 13.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Benzimidazole, 2-ethyl- 146 CO9H1ON2 001848-84-6 72
2 Benzonitrile, 4-(dimethylamino)- 146 CSH1ON2 001197-19-9 59
3 1H-Indazole, 3,6-dimethyl- 146 C9H1ON2 007746-28-3 56
4 1H-Benzimidazole, 5,6-dimethyl- 146 C9H1ON2 000582-60-5 50
5 2-Propenal, 2-methyl-3-phenyl- 146 C10H100 000101-39-3 50

Abundance Scan 5071 (15.590 min): VN067581.D\data.ms (-5059) (-  m/z 145.00 100.00%

145.0
5000
115.0 A :
51.0 91.0 ‘ ‘ 15.50
bbbt b e A L1759 2069y 46 00 77.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22211: 1H-Benzimidazole, 2-ethyl-
145.0
5000
15.50
m/z 131.00 20.48%
280 630 920 1180
O\\\‘\}\\“\\w\‘m\}\“‘\\H\\‘}\\\“‘\\\\“f\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22223: Benzonitrile, 4-(dimethylamino)-
145.0
T T
15.50
5000 ITI/Z 115.00 19.68%
102.0
150 420 750 L
(O e e L IR Ea e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22212: 1H-Indazole, 3,6-dimethyl- —— :
146.0 15.50
m/z 91.00 10.41%
5000 51.0
77.0 104.0 ‘
om‘mwH‘!“u‘wu:‘M‘:"”MHMWW‘J“H_m‘””_m —
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@63021\
Data File : VN@67581.D

Acqg On : 30 Jun 2021 18:55

Operator JC/MD

Sample : M2896-03 40X

Misc : 8.44g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@©62821W.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 10 Naphthalene, 1-methyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
16.617 19.09 ug/l 1297390 1,4-Dichlorobenzene-d4 13.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H1e0 000090-12-0 97
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 90
4 1H-Indene, 1l-ethylidene- 142 C11H1e0 002471-83-2 86
5 Benzocycloheptatriene 142 C11H1e 000264-09-5 78

Abundance Scan 5454 (16.617 min): VN067581 D\data.ms (-5444) (- m/z 142.00 100.00%

2.0
5000
115.0
e R oo
50,0 710 16.20 16.40 16.60
ol 00 930 L 1628 1900 /7 141,00  87.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19232: Naphthalene, 1-methyl-
142.0
5000 [Tt
115.0 16.20 16.40 16.60
m/z 115.00 29.60%
ol 300 530, 890 |
‘\\\\‘\\\\‘\\\1‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19239: Naphthalene, 2-methyl-
142.0
R R A
16.20 16.40 16.60
5000 ITI/Z 138.95 11.31%
115.0
ol 500 10 999 |
P pren e S e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19243: 1,4-Methanonaphthalene, 1,4-dihydro- P
141.0 16.20 16.40 16.60
m/z 143.00 10.94%
5000
115.0
390 63.0
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@63021\
Data File : VN@67581.D

Acqg On : 30 Jun 2021 18:55

Operator : JC/MD

Sample : M2896-03 40X

Misc : 8.44g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62821W.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|
Furan, 2,5-dime... 9.271 17.2 ug/l 449505 2 8.971 1309160 50.0
Benzene, cyclop... 13.876 14.6 wug/l 990614 4 13.678 3397500 50.0
Benzofuran, 2-m... 14.635 48.9 ug/l 3322070 4 13.678 3397500 50.0
Benzene, 2-ethe... 14.815 11.9 ug/l 805615 4 13.678 3397500 50.0
Benzene, 1l-ethe... 14.933 13.8 ug/l 936757 4 13.678 3397500 50.0
Cycloprop[a]ind... 15.000 14.4 wug/l 980558 4 13.678 3397500 50.0
2-Methylindene 15.086 14.4 ug/l 977662 4 13.678 3397500 50.0
Cinnoline, 1,2-... 15.456 26.7 ug/l 1812510 4 13.678 3397500 50.0
1H-Benzimidazol... 15.590 32.6 ug/l 2217700 4 13.678 3397500 50.0
Naphthalene, 1-... 16.617 19.1 wug/l 1297390 4 13.678 3397500 50.0
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