LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@82423\
Data File : VN@79036.D

Acqg On : 24 Aug 2023 17:06

Operator : JC\MD

Sample : 04093-02 20X

Misc : 6.51g/5.0emL/100uL/5.emL/MSVOA_N/MEOH NEVINS-SB04-252-53

ALS Vvial : 16 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\82N©81523W.M
Title : SW846 8260

Signal : TIC: VN@79036.D\data.ms

peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total

1 8.612 1118 1132 1145 rBV2 1476609 3799287 2.76% 1.257%
2 10.571 1457 1465 1472 rBV 868870 1649337 1.20% 0.546%
3 11.870 1679 1686 1695 rBV 844209 1514625 1.10% ©0.501%
4 11.970 1695 1703 1712 rVV 11254324 18787245 13.65% 6.218%
5 12.070 1712 1720 1730 rVB 3998603 7864729 5.72%  2.603%

6 12.400 1764 1776 1786 rBV 3206333 5606645 4.07%  1.856%
7 12.700 1821 1827 1835 rVB 979348 1704555 1.24% ©.564%
8 13.100 1889 1895 1898 rBV 2141223 3691738 2.68% 1.222%
9 13.135 1898 1901 1905 rVV 3223566 5048182 3.67% 1.671%
10 13.176 1905 1908 1914 rVB 1291542 2011831 1.46% 0.666%
11 13.341 1920 1936 1951 rVB3 1452379 4046623 2.94%  1.339%
12 13.488 1951 1961 1966 rBV 4198125 7342106 5.34% 2.430%
13 13.676 1975 1993 1999 rBV3 1056942 3350208 2.43% 1.109%
14 13.823 2015 2018 2022 rVV 1367979 2317113 1.68% ©.767%
15 13.953 2034 2040 2042 rBV 1451709 2195479 1.60% ©.727%

16 14.000 2042 2048 2061 rVV 28844985 52351812 38.04% 17.326%
17 14.335 2099 2105 2114 rVB 2015953 3212615 2.33% 1.063%

18 14.453 2114 2125 2133 rBV2 1275741 3560241 2.59% 1.178%
19 14.929 2201 2206 2219 rVB 2604216 4754818 3.46% 1.574%
20 15.047 2219 2226 2233 rBV2 1140770 3200481 2.33% 1.059%
21 15.123 2233 2239 2246 rVB 3078167 5479298 3.98% 1.813%
22 15.211 2246 2254 2262 rVB 6197968 11208348 8.15% 3.709%
23 15.317 2262 2272 2280 rBV2 1241623 2879776 2.09% ©0.953%
24 15.523 2299 2307 2319 rVW 638554 2361330 1.72% ©.781%

25 15.647 2319 2328 2338 rVV2 67441205 137608176 100.00% 45.542%
26 15.753 2339 2346 2358 rVB 1175472 2488716 1.81% 0.824%
27 15.988 2381 2386 2401 rVB2 679078 2119141 1.54% ©.701%

Sum of corrected areas: 302154455
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Data Path
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

: Z:\voasrv\HPCHEM1\MSVOA_ N\Data\VN@82423\
: VN@79036.D
1 24 Aug 2023 17:06

JC\MD
: 04093-02 20X
: 6.51g/5.0mL/100uL/5.0mL/MSVOA_N/MEOH NEVINS-SB04-252-53
: 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©81523W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Time-->

6e+07

5e+07

4e+07

3e+07

2e+07

le+07

Abundance TIC: VN079036.D\data.ms

0 L L L L L L L L L L L B

2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80

Time-->

6e+07

5e+07

4e+07

3e+07

2e+07

le+07

Abundance TIC: VN079036.D\data.ms

8.612 10.571

0 - —— — — —
7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50

— —
11.00 11.50

Time-->

6e+07
5e+07
4e+07
3e+07 14.000
2e+07

le+07

Abundance TIC: VN079036.D\data.ms

15.647

11.970
15.211

o

2.070 13.488
87A N 12'/‘{00 12.700 1%.341 13.6¥8.82895 14.33453 14. %Wjis.sms,sz 15.75315.988
%’ ‘ I T I ‘ T I T T ‘ T T I T ‘ T I T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T ‘ T
12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©82423\
Data File : VN@©79036.D

Acqg On : 24 Aug 2023 17:06

Operator : JC\MD

Sample : 04093-02 20X

Misc : 6.51g/5.0mL/100uL/5.0mL/MSVOA_N/MEOH NEVINS-SB04-252-53

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©81523W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Benzene, 1l-ethyl-2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.100 79.66 ug/l 3691740 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 95
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Mesitylene 120 CS9H12 000108-67-8 91

Abundance Scan 1895 (13.100 min): VN079036.D\data.ms (-1889) (- | m/z 105.10 100.00%

105.1
5000

390 77.0 13.00 13.50
Oberrrr LS L I 1410 1799 100,16 31.61%
miz--> 20 40 60 80 100 120 140 160 180
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000
13.00 13.50

m/z 77.00 12.75%

77.0
O;_\5\‘?\‘\\3\9“.(\)\\5\8i9\\\M‘\\‘1\’H‘\\‘\H“HH’HH‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0 J\

——1"
13.00 13.50

5000 m/z 91.00 11.53%
77.0
39.0
oL 180 289 A o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10721: Benzene, 1-ethyl-4-methyl- J\‘ e =
105.0 13.00 13.50

m/z 106.10 9.45%

5000
77.0
ol1s0 39080 10
150 R8O b

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©82423\
Data File : VN@©79036.D

Acqg On : 24 Aug 2023 17:06

Operator : JC\MD

Sample : 04093-02 20X

Misc : 6.51g/5.0mL/100uL/5.0mL/MSVOA_N/MEOH NEVINS-SB04-252-53

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©81523W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Benzene, 1l-ethyl-4-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.341 87.32 ug/l 4046620 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 91
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 83
3 Benzene, 1,2,3-trimethyl- 120 CO9H12 000526-73-8 64
4 Mesitylene 120 C9H12 000108-67-8 64
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 64
Abundance Scan 1936 (13.341 min): VN079036.D\data.ms (-1920) (- | m/z 105.10 100.00%
105.1
5000 fqm }
141.0 — /\ —
390 77.0 ‘ 13.00 13.50
0 H““H\unhuﬁh‘ﬁhwﬂ“wwkq‘;‘wu“1&?94‘H‘ m/z 120.05  30.09%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000
13.00 13.50
m/z 141.00 22.13%
39.0 77.0
0 \\\‘\‘\\\“‘\ \“;‘\H“\‘\\\““ T \‘1\[H‘H‘\‘[‘\H\‘HH‘HH‘\H
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
— 4
13.00 13.50
5000 m/z 91.00 13.19%
79.0
mo %
S NI N | Y SN —
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0 13.00 13.50
m/z 77.00 12.68%
5000
39.0 77.0
Y R VN N PAOTION 'S ) Y A
m/z--> 20 40 60 80 100 120 140 160 180 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©82423\
Data File : VN@©79036.D

Acqg On : 24 Aug 2023 17:06

Operator : JC\MD

Sample : 04093-02 20X

Misc : 6.51g/5.0mL/100uL/5.0mL/MSVOA_N/MEOH NEVINS-SB04-252-53

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©81523W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 p-Cymene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.676  72.29 ug/l 3350210 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cymene 134 C1oH14 000099-87-6 89
2 o-Cymene 134 C10H14 000527-84-4 89
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 87
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 70
5 1,3,5-Cycloheptatriene, 3,7,7-tr... 134 C10H14 003479-89-8 55

Abundance Scan 1993 (13.676 min): VN079036.D\data.ms (-1975) (- | m/z 119.05 100.00%

119.1
5000 156.1
91.0

39.1 630 ‘ ‘ ‘ 13.50 14.00
""H‘““‘u‘u““‘w‘“wMn‘*‘JM‘H"h‘uu“h‘J““”‘l‘zg‘q‘z‘?f“‘l m/z 156.10  47.72%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16993: p-Cymene
119.0
5000

91.0 13.50 14.00
m/z 140.95 34.22%

390 650 ‘
O\]-\E)\(‘)\\\\“‘\\“\\“‘\‘\\\‘\\w‘\‘\\\‘\H\\\‘\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16991: o-Cymene
119.0

o

13.50 14.00
m/z 134.05 26.14%
5000 910 /
39.0 65.0 ‘
0 ‘15?””“‘»‘»“““"“,‘MuMau“‘lmww_m,uuw
m/z--> 20 40 60 80 100 120 140 160 180 200 ij\7
Abundance #17104: Benzene, 1-methyl-3-(1-methylethyl)- e
119.0 13.50 14.00

m/z 91.05 23.63%

5000
91.0
39.0 650 ‘
o150 T L
H"H"_“w“H“H“H“_“w“u“u“u“_“

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©82423\
Data File : VN@©79036.D

Acqg On : 24 Aug 2023 17:06

Operator : JC\MD

Sample : 04093-02 20X

Misc : 6.51g/5.0mL/100uL/5.0mL/MSVOA_N/MEOH NEVINS-SB04-252-53

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©81523W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Indane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.000 1129.68 ug/1 52351800 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 94
2 Benzene, 1-propenyl- 118 C9H10 000637-50-3 59
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 58
4 Benzene, 1-(chloromethyl)-3-ethe... 152 C9H9C1l 039833-65-3 53
5 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 49
Abundance Scan 2048 (14.000 min): VN079036.D\data.ms (-2042) (- | m/z 117.10 100.00%
1171
5000 Jk
91.0
39.0 63.0 ‘ 1400
Ol b Ll M 19611787 2070 ;918,10 58.35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10181: Indane
117.0
5000
14 OO
m/z 115.05  35.55%
390 630 %0
0\1\5\(‘)\\\\“\\H\\““\‘\\\‘\\“\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10193: Benzene, 1-propenyl-
117.0
—1—
14.00
5000 m/z 91.05 17.90%
91.0
0 Z”’Lw
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10195: Benzene, cyclopropyl-
117.0 14 00
m/z 63.00 11.11%
5000
91.0
51.0 ‘
0 27°Lm
m/z--> 20 40 60 80 100 120 140 160 180 200 14 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©82423\
Data File : VN@©79036.D

Acqg On : 24 Aug 2023 17:06

Operator : JC\MD

Sample : 04093-02 20X

Misc : 6.51g/5.0mL/100uL/5.0mL/MSVOA_N/MEOH NEVINS-SB04-252-53

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©81523W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 o-Cymene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.335 69.32 ug/l1 3212620 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 95
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 95
3 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1leH14 000933-98-2 95
4 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 94
Abundance Scan 2105 (14.335 min): VN079036.D\data.ms (-2099) (- | m/z 119.10 100.00%
119.1
5000
910 ‘ 14.00 14.50
39.0 65.0 : :
Ol bbby el Al 1930 1842 1y 134 00 28.29%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16996: o-Cymene
119.0
5000
14.00 14.50
m/z 91.00 17.44%
91.0
150 390 450 | ‘
O\\\‘\‘\‘\\\“‘\\“\\“‘\‘\\\“\\\\‘W\\‘\w\\\‘\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
= S
14.00 14.50
5000 m/z 117.05 9.90%
91.0
39.0 650 ‘
Pt Y
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0 14. 00 14 50
m/z 120.10 9.75%
5000
91.0
39.0 65.0 ‘ ‘
ol 280 0 b i LWV
m/z--> 20 40 60 80 100 120 140 160 180 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©82423\
Data File : VN@©79036.D

Acqg On : 24 Aug 2023 17:06

Operator : JC\MD

Sample : 04093-02 20X

Misc : 6.51g/5.0mL/100uL/5.0mL/MSVOA_N/MEOH NEVINS-SB04-252-53

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©81523W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Indan, 1-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.453 76.82 ug/1 3560240 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 91
2 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 91
3 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 91
4 Benzene, 2-butenyl- 132 C10H12 001560-06-1 91
5 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 91
Abundance Scan 2125 (14.453 min): VN079036.D\data.ms (-2114) (- | m/z 117.00 100.00%
117.0
5000
S
51.0 911 NL41 0 14.50
Ol bl b T 1652 2081 /7 115,05 34.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16104: Indan, 1-methyl-
117.0
5000 T
14.50
m/z 132.05 31.49%
39.0 65.0 91"0 ‘
O\\\‘\‘\\\“\\“\‘\“u‘\\\“\\‘\\‘\\\H‘\M\‘\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
T
14.50
5000 m/z 91.10 15.42%
91.0
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16143: Benzene, (2-methyl-1-propenyl)- =y
117.0 14.50
m/z 118.05 10.05%
5000
91.0
39.0 65.0
o280, bbb W —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50

82N081523W.M Fri Aug 25 18:10:56 2023 Page: 8



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©82423\
Data File : VN@©79036.D

Acqg On : 24 Aug 2023 17:06

Operator : JC\MD

Sample : 04093-02 20X

Misc : 6.51g/5.0mL/100uL/5.0mL/MSVOA_N/MEOH NEVINS-SB04-252-53

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©81523W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.929 102.60 ug/l 4754820 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 96
2 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 94
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 94
4 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 94
5 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 91

Abundance Scan 2206 (14.929 min): VN079036.D\data.ms (-2201) (-~ | m/z 117.05 100.00%

117.1
5000

51.1 ‘ ‘ 15.00
(— mewﬁnbwuu‘ﬂﬂﬁﬁ4 1823 28l m/z 132.@5 37.75%
m/z--> 50 100 150 200 250
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000

m/z 115.05 26.84%

51.0 ‘
1‘5"0“ “i‘ }‘\\\‘\““nﬁ?\;p‘\h\ “‘ \Hr“ T
miz--> 50 100 150 200 250
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0

o

15.00
5000 m/z 131.05 21.16%
39.0 77.0
v IV P Y NN
miz--> 50 100 150 200 250
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl- —
117.0 15.00

m/z 91.00 14.82%

5000
390 770 ‘ ‘
\i Wﬂ\\ ‘ w

ob—bapdb g W b .
miz--> 50 100 150 200 250 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©82423\
Data File : VN@©79036.D

Acqg On : 24 Aug 2023 17:06

Operator : JC\MD

Sample : 04093-02 20X

Misc : 6.51g/5.0mL/100uL/5.0mL/MSVOA_N/MEOH NEVINS-SB04-252-53

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©81523W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Benzene, (1-methyl-2-cyclop... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.123 118.24 ug/1 5479300 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 97
2 2-Methylindene 130 C10H10 002177-47-1 97
3 1H-Indene, 1-methyl- 130 C10H10 000767-59-9 96
4 Cycloprop[a]indene, 1,1a,6,6a-te... 130 C1l0H10 015677-15-3 93
5 1,4-Dihydronaphthalene 130 C1oH1e 000612-17-9 93

Abundance Scan 2239 (15.123 min): VN079036.D\data.ms (-2233) (- | m/z 130.05 100.00%

130.1
5000

51.1

‘ H 102.0 m 619 15 OO 15 50
bk bt AL 8L 28LU n7 115,00 96.94%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #15058: Benzene, (1-methyl-2-cyclopropen-1-yl)-
130.0
5000

—
15 OO 15.50
m/z 129.05 81.89%

’HH‘HL\“‘!‘HHHHH‘HH‘\"H‘HH‘\\H‘HH‘\\H‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #15022: 2-Methylindene
130.0
A=t ‘

15.00 15.50

o

5000 m/z 128.00 41.77%
51.0
il ‘ \H\ m‘ \0\2 I ‘
0 ,mwm‘mw‘mwuw‘ T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #15030: 1H-Indene, 1-methyl- —— ——
130.0 15.00 15.50

m/z 126.95  18.46%

5000
51.0
102.
0! AN

m/z--> 20 40 60 80 100120140160180200220240260280 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©82423\
Data File : VN@©79036.D

Acqg On : 24 Aug 2023 17:06

Operator : JC\MD

Sample : 04093-02 20X

Misc : 6.51g/5.0mL/100uL/5.0mL/MSVOA_N/MEOH NEVINS-SB04-252-53

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©81523W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 1H-Indene, 1-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

15.211 241.86 ug/1l 11208300 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 1-methyl- 130 C1oH1e 000767-59-9 96
2 Benzene, 1-butynyl- 130 Cl1eH1e 000622-76-4 95
3 2-Methylindene 130 C10H10 002177-47-1 95
4 Benzene,1-methyl-1,2-propadienyl- 130 C10H10 022433-39-2 94
5 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 94

Abundance Scan 2254 (15.211 min): VN079036.D\data.ms (-2246) (- | m/z 130.00 100.00%

130.0
5000
——t ‘

63.1

39.0 102.0 15.00 15.50
0 b 2870 2068 n s 115,00 98.87%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15031: 1H-Indene, 1-methyl-
130.0
5000 T
15 00 15.50
m/z 129.05 79.35%

o

270 \‘ H\W\O 1029} M
| nn | 1
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15027: Benzene, 1-butynyl-
115.0

15.00 15.50
5000 ITI/Z 128.00 39.62%
63.0
39.0 89.0
o b A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15022: 2-Methylindene —— —
130.0 15.00 15.50
m/z 127.10  19.04%
5000
51.
28.0 ‘ 77.0 102.0
0"‘_:‘ﬂ‘Jupwuw‘HM‘ﬂ“h‘mu“u“u“_‘u“u‘ —— ——
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@82423\

Data File : VN@79036.D

Acqg On : 24 Aug 2023 17:06

Operator JC\MD

Sample : 04093-02 20X :
Misc : 6.51g/5.0mL/100uL/5.0mL/MSVOA_N/MEOH NEVINS-SB04-252-53

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©81523W.M
: SW846 8260

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Azulene Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
15.647 2969.39 ug/1 137608000 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Azulene 128 C10H8 000275-51-4 95
3 4-Phenylbut-3-ene-1-yne 128 C10HS8 1000222-12-0 74
4 1H-Indene, 1-methylene- 128 C10H8 002471-84-3 68
5 [4.2.2]Propella-2,4,7,9-tetraene 128 C10H8 088090-34-0 35

Abundance Scan 2328 (15.647 min): VN079036.D\data.ms (-2319) (- | m/z 128.00 100.00%
128.0
5000 511
‘ ‘ } 1550 1600
oh, ‘w‘_MWu“m‘wwwuw‘H‘1‘7‘9:‘1“2‘92‘:?‘_m_m‘%?9-; m/z 127.05 60.61%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #13686: Naphthalene
128.0
5000
1550 1600
129.05 52.57%
O\’\H\‘F\’i‘-\2“\\“!‘?\7\9“\\\\‘\‘“\\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #13679: Azulene
128.0
15.50 16.00
5000 m/z 102.10 48.58%
51.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #13687: 4-Phenylbut-3-ene-1-yne
128.0 1550 1600
m/z 51.10 47.80%
5000
51.0
by
m/z--> 20 40 60 80 100120140160180200220240260280 1550 1600

82N081523W.M Fri Aug 25 18:11:01 2023
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN082423
Data File : VN@79036.D

Acqg On : 24 Aug 2023 17:06

Operator : JC\MD

Sample : 04093-02 20X

Misc : 6.51g/5.0mL/100uL/5.0mL/MSVOA_N/MEOH

ALS Vvial : 16 Sample Multiplier: 1

\

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@81523W.M

Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|
Resp Conc|

RT

13.794

2317110
2317110
2317110
2317110
2317110
2317110
2317110
2317110
2317110

50.
50.
50.
50.
50.
50.
50.
50.
50.

OO0

NEVINS-SB04-752-53

TIC Top Hit name RT EstConc Units Response |#
Benzene, 1l-ethy... 13.100 79.7 ug/l 3691740 4
Benzene, 1l-ethy... 13.341 87.3 ug/l 4046620 4
p-Cymene 13.676 72.3 ug/l 3350210 4
Indane 14.000 1129.7 wug/l 52351800 4
o-Cymene 14.335 69.3 ug/l 3212620 4
Indan, 1-methyl- 14.453 76.8 ug/l 3560240 4
Benzene, 2-ethe... 14.929 102.6 ug/l 4754820 4
Benzene, (1-met... 15.123 118.2 ug/l 5479300 4
1H-Indene, 1-me... 15.211 241.9 wug/l 11208300 4
Azulene 15.647 2969.4 ug/l 137608000

82N@81523W.M Fri Aug 25 18:11:01 2023

4 13.794 2317110 50.0
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