LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@61121\
Data File : VN@67294.D

Acqg On : 11 Jun 2021 17:31

Operator : JC/MD

Sample : M2674-04 5X

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

ALS Vvial : 17 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@67294.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.859 1049 1070 1093 rBV 40933 125175 2.84%  0.345%
2 8.021 2236 2249 2260 rBV2 290017 654290 14.85% 1.804%
3 8.086 2261 2273 2293 rVB2 592522 1318466 29.92% 3.635%
4  8.437 2393 2404 2423 rVB2 395024 865091 19.63%  2.385%
5 8.968 2589 2602 2625 rVB 859796 1751255 39.74% 4.828%

6 10.443 3144 3152 3165 rVB 1341228 2354100 53.42%
7 11.747 3629 3638 3653 rVB 1251199 2162976 49.08%
8 11.950 3705 3714 3730 rVB2 1879740 3549880 80.55%
9 12.731 3997 4005 4024 rVB 1199762 2070092 46.97%
10 12.986 4092 4100 4107 rBV 744095 1190430 27.01%
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11 13.222 4182 4188 4203 rVB 567765 939134 21.31%
12 13.369 4234 4243 4255 rVB 1402152 2156054 48.92%
13 13.592 4320 4326 4345 rVB2 699827 1272180 28.87%
14 13.675 4347 4357 4364 rBV 1239138 2190414 49.70%
15 14.217 4551 4559 4569 rVB2 401344 600438 13.62%
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16 14.329 4593 4601 4625 rVB4 397081 794305 18.02%
17 14.514 4660 4670 4688 rBV3 755160 1600776 36.32%
18 14.817 4772 4783 4788 rBV2 743450 1280787 29.06%
19 14.930 4812 4825 4839 rBV4 635835 1692080 38.40%
20 14.997 4843 4850 4870 rVB 1011956 1695651 38.48%
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21 15.086 4873 4883 4899 rBV 893213 1600473 36.32%
22 15.587 5059 5070 5084 rBV 2556805 4406907 100.00% 12.150%
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Sum of corrected areas: 36270954
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

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

LSC Report - Integrated Chromatogram

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

: VNO67294.D
: 11 Jun 2021 17:31

JC/MD

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

Quant Title

TIC Library

. SW846 8260

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
3000000
2500000
2000000
1500000
1000000

500000

0
Time--> 2

TIC: VNO67294.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61121\
Data File : VN@67294.D

Acqg On : 11 Jun 2021 17:31

Operator : JC/MD

Sample : M2674-04 5X

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

ALS vial : 17 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 27.17 ug/l 1190430 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, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 4100 (12.986 min): VN067294.D\data.ms (-4092) (- | m/z 105.05 100.00%
105.1
5000
1
390 70 13.00
S T ““, NS Aol 1381 165.1189.1 2202 ' n/z 120.10  29.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0
5000 1
13.00
m/z 91.00 14.81%
39.0 77.0
H\‘\‘\\\“‘\\“i‘\“‘\‘\H“"H‘M“i‘u‘\“\\H‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
105.0
——
13.00
5000 m/z 77.00 13.67%
39.0 77.0
15.0
T e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9428: Benzene, 1-ethyl-3-methyl- ——
105.0 13.00
m/z 79.00 9.68%
5000
77.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61121\
Data File : VN@67294.D

Acqg On : 11 Jun 2021 17:31

Operator : JC/MD

Sample : M2674-04 5X

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

ALS vial : 17 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, 1,2,3-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.222 21.44 ug/l 939134  1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 C9H12 000108-67-8 90
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 90
3 Benzene, 1,2,3-trimethyl- 120 CO9H12 000526-73-8 90
4 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 87
5 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 86

Abundance Scan 4188 (13.222 min): VN067294.D\data.ms (-4182) (- | m/z 105.10 100.00%

105.1
5000

— ==
39.0 77.0

) L3ll 13.00 1350
bt 8L 74l 22010 100,10 29.37%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9402: Mesitylene
105.0

5000 R ——
13.00 13.50

m/z 77.00 13.84%

0 0l
! T PRI il PR 1 I
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
105.0

T
13.00 13.50

5000 m/z 91.00 12.99%
39.0 77.0
T e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9418: Benzene, 1,2,3-trimethyl- — —
105.0 13.00 13.50

m/z 79.00 10.81%

39.0 77.0

150 7 [

—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61121\
Data File : VN@67294.D

Acqg On : 11 Jun 2021 17:31

Operator : JC/MD

Sample : M2674-04 5X

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

ALS vial : 17 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 o0-Cymene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.217 13.71 ug/1 600438 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C10H14 000527-84-4 94
2 p-Cymene 134 C1oH14 000099-87-6 93
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 93
4 Benzene, l-ethyl-2,4-dimethyl- 134 C1eH14 000874-41-9 93
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 91

Abundance Scan 4559 (14.217 min): VN067294.D\data.ms (-4551) (- | m/z 119.05 100.00%

119.1
5000
91.0

ANy P
39.0 65.0 ‘ 14.00 14.50
e b Ll 1148.0 18092060 /s 134,05 26.43%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14810: 0-Cymene
119.0

5000 ‘ ‘ ‘
14.00 14.50

m/z 91.00  21.23%

91.0
15\'0\39\\0 65\'0\ ‘ I ‘
) " Wl 1
\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
119.0

— —T
14.00 14.50

5000 m/z 77.00 10.30%
91.0
41.0 65.0
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)- — ——
119.0 14.00 14.50

m/z 120.05 9.74%

5000
91.0 ‘
41.0 65.0
150 410650 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61121\
Data File : VN@67294.D

Acqg On : 11 Jun 2021 17:31

Operator : JC/MD

Sample : M2674-04 5X

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

ALS vial : 17 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 Indan, 1-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.329 18.13 ug/l 794305 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C10H12 000767-58-8 81
2 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 81
3 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 81
4 3-Phenylbut-1-ene 132 C10H12 000934-10-1 76
5 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 74
Abundance Scan 4601 (14.329 min): VN067294.D\data.ms (-4593) (- | m/z 117.05 100.00%
117.1
o jk,WAJAA/J\AAﬁJVVMKﬁ
91.0 A el
39.0 63.0 ‘ 1481 14.00 14.50
e bt 2902 1891 2821 /7 115 00 35.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14031: Indan, 1-methyl-
117.0
5000 — =
14.00 14.50
91.0 m/z 132.05 28.90%
moss0 I 4
| Lol | | | min
\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
117.0
— —r4
14.00 14.50
5000 m/z 91.00 20.36%
91.0
27.0 510
T T T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14069: Benzene, (2-methyl-1-propenyl)- — ——
117.0 14.00 14.50
m/z 119.10 19.57%
5000
91.0
39.0 65.0 ‘
%ﬁguHhuhuﬂuNMJM‘W‘N‘MV_‘H‘H‘W“H‘H‘W‘H“ e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.50
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Library Search Compound Report

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

Data File : VN@67294.D

Acqg On : 11 Jun 2021 17:31

Operator : JC/MD

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

ALS vial : 17 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 5 Benzofuran, 7-methyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.514 36.54 ug/l 1600780 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzofuran, 7-methyl- 132 C9H80 017059-52-8 94
2 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 93
3 Cinnamaldehyde, (E)- 132 C9H80 014371-10-9 91
4 2-Propenal, 3-phenyl- 132 C9H80 000104-55-2 91
5 3-Phenyl-2-propyn-1-ol 132 C9H80 001504-58-1 91

Abundance Scan 4670 (14.514 min): VN067294.D\data.ms (-4660) (- | m/z 131.00 100.00%
131.0
51.0 103.0 iy ‘
H | 751 14.50
C
o ALl 1731 207.9231C 0y 932,00 90.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14530: Benzofuran, 7-methyl-
132.0
5000 — ‘
51.0 14.50
77.0 103.0 m/z 77.00 35.58%
27.0 H |
| !
‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
131.0
T \
14.50
5000 m/z 51.00 31.20%
51.0 77.0 103.0
27.0
T T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14525: Cinnamaldehyde, (E)- =
131.0 14.50
51.0 m/z 103.00  25.97%
77.0 103.0
5000
27,0
‘HNWMHMM‘M‘H‘W‘H‘_‘H‘H‘W‘H“ ‘ ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61121\
Data File : VN@67294.D

Acqg On : 11 Jun 2021 17:31

Operator : JC/MD

Sample : M2674-04 5X

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

ALS vial : 17 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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.817 29.24 ug/l 1280790 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 Benzene, 1-methyl-4-(2-propenyl)- 132 C1@H12 003333-13-9 93
3 1-Phenyl-1-butene 132 C10H12 000824-90-8 92
4 1H-Indene, 2,3-dihydro-4-methyl- 132 C1OH12 000824-22-6 91
5 3-Phenylbut-1-ene 132 C10H12 000934-10-1 76
Abundance Scan 4783 (14.817 min): VN067294.D\data.ms (-4772) (- | m/z 117.00 100.00%
117.0
91.0
5000
41.0
= —=
eo. 148.1 1450 15.00
o 1860 2222 n/z 91.00  58.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 — ——
91.0 14.50 15.00 :
51.0 m/z 132.05 37.80%
27.0 ‘
\\\‘\‘\\\“\\“\‘\““U\\”Jh’\\H\‘M\\ “\‘U\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
117.0
- =
14.50 15.00
5000 ITI/Z 41.00 37.47%
91.0
51.0
27.0
T T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14034: 1-Phenyl-1-butene — T
117.0 14.50 15.00
m/z 115.00 30.56%
5000
91.0
27.0 510 ‘
Sk ok T R SR — SYGSANARTE
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@67294.D

Acqg On : 11 Jun 2021 17:31

Operator : JC/MD

Sample : M2674-04 5X

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

ALS vial : 17 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 2,4-Dimethylstyrene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.930 38.62 ug/l 1692080 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Dimethylstyrene 132 C10H12 002234-20-0 96
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 96
3 Benzene, 1-methyl-4-(2-propenyl)- 132 C1eH12 003333-13-9 92
4 1-Phenyl-1-butene 132 C1eH12 000824-90-8 90
5 1H-Indene, 2,3-dihydro-2-methyl- 132 C10H12 000824-63-5 90

Abundance Scan 4825 (14.930 min): VN067294.D\data.ms (-4812) (- | m/z 117.05 100.00%

11v.1
5000
91.0

51.0 ‘
Il

148.1
14811730 204.2 232.C /7 135 00 34.75%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14041: 2,4-Dimethylstyrene
117.0

5000

m/z 115.00  29.45%

’ 1
‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
117.0

15.00
5000 m/z 91.00 20.78%
91.0
51.0
T T e

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14090: Benzene, 1-methyl-4-(2-propenyl)- e
117.0 15.00

m/z 131.00  15.92%

h j\/LW\//
91.0
51.0
27\0“ \‘H \M ”1‘” Ll \h‘ “ \H“

A
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@67294.D

Acqg On : 11 Jun 2021 17:31

Operator : JC/MD

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

ALS vial : 17 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 8 1H-Indene, 1-methyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
14.997 38.71 ug/l 1695650 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 1-methyl- 130 C1eH1l1e 000767-59-9 96
2 2-Methylindene 130 C10H1e 002177-47-1 95
3 Benzene, 1-butynyl- 130 C1eH1e 000622-76-4 95

4 Benzene,l-methyl-1,2-propadienyl- 130 C1eH1e
5 Cycloprop[a]indene, 1,1a,6,6a-te... 130 C10OH10

022433-39-2 93
015677-15-3 93

Abundance Scan 4850 (14.997 min): VN067294.D\data.ms (-4843) (- | m/z 115.00 100.00%

115.0
5000
a
67 0 89.0 15.00
o‘u‘u‘wu‘wﬂuwwm‘w‘ﬂ“H%§9ﬁ}7ﬁ9u?ﬁ5§ﬁ3%f m/z 130.05  98.41%

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

5000 ey = \
15.00

m/z 129.05

82.72%

\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
130.0
R
15.00
5000 m/z 128.00 41.12%
51.0
27.0 77.0 102.0
R R e A S R R R R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13088: Benzene, 1-butynyl- =
115.0 15.00
m/z 127.00 20.04%
: Mw/mvﬂj\j\JN«/\J”J
63.0
89.0
150 90 bk M AU
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00

82N061021W.M Mon Jun 14 ©8:42:39 2021
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Library Search Compound Report

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

Data File : VN@67294.D

Acqg On : 11 Jun 2021 17:31

Operator JC/MD

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

ALS vial : 17 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 9 2-Methylindene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.086 36.53 ug/l 1600470 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methylindene 130 C10H10 002177-47-1 96
2 1H-Indene, 1-methyl- 130 C1oH1e 000767-59-9 96
3 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 96
4 Benzene, 1-butynyl- 130 C1eH1e 000622-76-4 96
5 Benzene,1-methyl-1,2-propadienyl- 130 C10H1e 022433-39-2 94

Abundance Scan 4883 (15.086 min): VN067294.D\data.ms (-4873) (- | m/z 130.00 100.00%
130.0
- JUL
63.0 Lo I — o=
39.0 104.1 15.00
0 b2l 2082 m/z 115.e0  98.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13084: 2-Methylindene
130.0
5000 — ‘
15.00
m/z 129.05 83.22%
5L 77.0
280 * 710 1020 |
‘\\\\‘\\‘\\‘\\\H}‘\\‘\\’\\\\’\ \\’\\\\’\\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
130.0
T \
15.00
5000 m/z 128.00 40.22%
51.0
270 77.0 102.0
R B o
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13118: Benzene, (1-methyl-2-cyclopropen-1-yl)- = ‘
130.0 15.00
m/z 127.00 19.48%
5000
51 77.0
mo TR0 U
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00

82N061021W.M Mon Jun 14 ©8:42:40 2021
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Library Search Compound Report

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

Data File : VN@67294.D

Acqg On : 11 Jun 2021 17:31

Operator JC/MD

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

ALS vial : 17 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 10 1H-Benzimidazole, 2-ethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
15.587 100.60 ug/l 4406910 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 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 Cinnoline, 1,2-dihydro-2-methyl- 146 C9H1ON2 054063-10-4 50
5 1H-Benzimidazole, 5,6-dimethyl- 146 C9H10N2 000582-60-5 47

Abundance Scan 5070 (15.587 min): VNO67294 D\data.ms (-5059) (- m/z 145.00 100.00%

45.0
5000
115.0 ALaN :
51.0 91.0 ‘ ‘ 15.50
0o bbbl el 1782 2070 g 65 78, 00
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22214: 1H-Benzimidazole, 2-ethyl-
145.0
5000
15.50
20.0 m/z 115.00  22.15%
\\\‘\H‘\\““\\“1\6‘3‘“\0\\‘\9\%1\()‘\\].\]-\ﬁ\c?\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
145.0
T
15.50
5000 ITI/Z 131.00 21.91%
102.0
150 420 750
e e e e
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.e0 13.18%
5000 77.0
118.0
51.0
""‘u"mJ“‘“huM‘w“‘ul“‘M“HH_MW_MW_ —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@61121\
Data File : VN@67294.D

Acqg On : 11 Jun 2021 17:31

Operator : JC/MD

Sample : M2674-04 5X

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

ALS Vvial : 17 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 27.2 ug/l 1190430 4 13.675 2190410 50.0
Benzene, 1,2,3-... 13.222 21.4 ug/l 939134 4 13.675 2190410 50.0
o-Cymene 14.217 13.7 ug/l 600438 4 13.675 2190410 50.0
Indan, 1-methyl- 14.329 18.1 ug/l 794305 4 13.675 2190410 50.0
Benzofuran, 7-m... 14.514 36.5 ug/l 1600780 4 13.675 2190410 50.0
Benzene, 2-ethe... 14.817 29.2 wug/l 1280790 4 13.675 2190410 50.0
2,4-Dimethylsty... 14.930 38.6 ug/l 1692080 4 13.675 2190410 50.0
1H-Indene, 1-me... 14.997 38.7 ug/l 1695650 4 13.675 2190410 50.0
2-Methylindene 15.086 36.5 ug/l 1600470 4 13.675 2190410 50.0
1H-Benzimidazol... 15.587 100.6 wug/l 4406910 4 13.675 2190410 50.0
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