LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@10224\
Data File : VN@80629.D

Acqg On : 02 Jan 2024 16:54

Operator : JC\MD

Sample : 06038-01

Misc : 1.05g/1emL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 14 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\82N122723W.M

Title : SW846 8260

Signal : TIC: VN@80629.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.859 136 154 155 rBv6 31738 94936 1.25% 0.289%
2 8.165 1045 1056 1060 rBV2 236316 542907 7.14% 1.653%
3 8.223 1060 1066 1077 rVB 421097 950413 12.51% 2.893%
4 8.576 1115 1126 1142 rBV2 221825 541119 7.12% 1.647%
5 9.100 1205 1215 1229 rBV 656438 1341470 17.65% 4.084%
6 10.565 1455 1464 1473 rBV 889318 1661459 21.86% 5.058%
7 11.870 1678 1686 1695 rBV 1005057 1829551 24.08% 5.569%
8 11.964 1695 1702 1710 rVV 406425 676661 8.90%  2.060%
9 12.070 1712 1720 1731 rVV 152719 308787 4.06% 0.940%
10 12.400 1766 1776 1786 rBV 105856 195726  2.58% 0.596%
11 12.694 1821 1826 1835 rVB 85053 151468 1.99% 0.461%
12 12.853 1846 1853 1863 rVB 730719 1253509 16.50% 3.816%
13 13.100 1889 1895 1897 rW 112456 171573 2.26% 0.522%
14 13.129 1897 1900 1904 rVV 131572 241555 3.18% 0.735%
15 13.170 1904 1907 1920 rVB2 128667 239186 3.15% 0.728%
16 13.335 1927 1935 1942 rBV 125508 253617 3.34% 0.772%
17 13.482 1950 1960 1966 rBV 412973 704512  9.27%  2.145%
18 13.676 1985 1993 1997 rBV3 68655 146671 1.93% 0.446%
19 13.729 1997 2002 2007 rVV 64170 145210 1.91% 0.442%
20 13.794 2007 2013 2022 rVV2 1143162 2194329 28.88% 6.680%

21 13.858 2022 2024 2032 rVB 73549 100120 1.32%
22 13.953 2033 2040 2042 rBV 138779 216624  2.85%
23 13.994 2042 2047 2060 rVV 1606908 3016558 39.70%
24 14.105 2061 2066 2072 rVV4 67193 122218 1.61%
25 14.276 2092 2095 2099 rVv2 68218 97263 1.28%

OO0V
=
o]
w
B

26 14.329 2099 2104 2111 rVB 197858 298889 3
27 14.447 2118 2124 2134 rBV 197351 391051 5
28 14.658 2151 2160 2163 rVV3 82413 183062 2.41%
29 14.694 2163 2166 2170 rVV 114433 158040 2
30 14.735 2170 2173 2178 rVB2 60919 79483 1

(ORI R N
Ui
vl
~N
R

31 14.800 2179 2184 2188 rBV4 59015 102991 1.36%
32 14.929 2200 2206 2218 rVB 423473 801523 10.55%
33 15.052 2218 2227 2233 rBV3 385693 922487 12.14%
34 15.117 2233 2238 2247 rVB3 161583 326943  4.30%
35 15.205 2247 2253 2261 rBV3 348951 660523 8

NONMNNO
0
[
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B

36 15.317 2261 2272 2279 rBV3 140490 339601 4.47% 1.034%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@10224\
Data File : VN@80629.D

Acqg On : 02 Jan 2024 16:54

Operator : JC\MD

Sample : 06038-01

Misc : 1.05g/1emL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 14 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\82N122723W.M
Title : SW846 8260

37 15.435 2287 2292 2299 rVB6 52179 121052 1.59% ©.369%
38 15.641 2320 2327 2338 rVB 3954194 7598960 100.00% 23.132%

39 15.747 2340 2345 2350 rBV3 70529 134864 1.77% 0.411%
40 15.947 2372 2379 2383 rBV6 37555 100015 1.32% ©.304%
41 16.146 2407 2413 2418 rBV2 74936 163130 2.15% ©.497%
42 16.276 2428 2435 2452 rVB6 89000 379349 4.99%  1.155%
43 16.570 2482 2485 2500 rVB4 38531 121651 1.60% ©.370%
44 16.782 2512 2521 2522 rBV 1799522 2768849 36.44%  8.429%

Sum of corrected areas: 32849905
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

: 06038-01
: 1.05g/1emL/100ulL/5.00mL/MSVOA_N/MEOH
: 14  Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe10224\

: VN@80629.D
: 02 Jan 2024 16:54

JC\MD

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122723W.M

Quant Title

TIC Library

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©10224\
Data File : VN@80629.D

Acqg On : 02 Jan 2024 16:54

Operator : JC\MD

Sample : 06038-01

Misc : 1.05g/10mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122723W.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 Indane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.994 68.74 ug/l 3016560 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 93
2 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 72
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 72
4 7-Methylenecycloocta-1,3,5-triene 118 C9H10 002570-13-0 59
5 Indan, 1-methyl- 132 C1eH12 000767-58-8 59
Abundance Scan 2047 (13.994 min): VN080629.D\data.ms (-2042) (- | m/z 117.10 100.00%
117.1
5000
Lo A S
39.1 57.9 ‘ 156.2 14.00
ol e Ll et M 1982 /7 118,05 56.44%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10181: Indane
11v.0
5000 —T1
14.00
910 m/z 115.05  33.15%
39.0 6%0 {
0 H\.‘\‘H\“\\”H“‘\‘\H“‘H‘H“‘\H LA INL N T o
miz--> 20 40 60 80 100 120 140 160
Abundance #10190: Benzene, 2-propenyl-
117.0
14.00
5000 m/z 91.05 15.31%
58.0 91.0
39.0 | ‘
ob b e bt M
m/z--> 20 40 60 80 100 120 140 160
Abundance #10195: Benzene, cyclopropyl-
117.0 14.00
m/z 116.05 8.24%
5000
91.0
51.0
027-073-@“‘ AU A
m/z--> 20 40 60 80 100 120 140 160 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©10224\
Data File : VN@80629.D

Acqg On : 02 Jan 2024 16:54

Operator : JC\MD

Sample : 06038-01

Misc : 1.05g/10mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122723W.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 p-Cymene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.329 6.81 ug/1 298889 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cymene 134 C1oH14 000099-87-6 95
2 o-Cymene 134 C10H14 000527-84-4 95
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 94
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 93
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 91
Abundance Scan 2104 (14.329 min): VN080629.D\data.ms (-2099) (- | m/z 119.10 100.00%
119.1
o1 14.00 14,50
39.1 65.0 135.1
o) S vindB PRSI A ‘ kL R AS8T s 134,00 28.83%
miz--> 20 40 60 80 100 120 140 160
Abundance #16995: p-Cymene
110.0 N\
5000
14. 00 14 50
91.0 m/z 91.10 17.34%
O‘\‘\\\“‘\\‘\\“\‘\\\“‘\\\\‘m\\‘\“‘\\\‘\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #16997: o-Cymene
119.0
= =y
14.00 14.50
5000 m/z 117.05 10.35%
91.0
ST R N [ 1
T A T IR
m/z--> 20 40 60 80 100 120 140 160
Abundance #17106: Benzene, 1-methyl-3-(1-methylethyl)- r— : 7/\
119.0 14.00 14.50
m/z 105.10 9.52%
5000
91.0
39.0 65.0 13‘5.0
o ERSRNRE §NEREVESMSNTMESE TSV THRSPARSET 1 s
m/z--> 20 40 60 80 100 120 140 160 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@10224\
Data File : VN@80629.D

Acqg On : 02 Jan 2024 16:54

Operator JC\MD

Sample : 06038-01

Misc : 1.05g/10mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122723W.M

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 1Indan, 1-methyl-

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.447 8.91 ug/1 391051 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 87
2 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 86
3 1-Phenyl-1-butene 132 C1eH12 000824-90-8 83
4 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 80
5 1H-Indene, 2,3-dihydro-2-methyl- 132 C1eH12 000824-63-5 80

Abundance Scan 2124 (14.447 min): VN080629.D\data.ms (-2118) (- | m/z 117.10 100.00%
117.1
5000
|
91.1
14.50
39.0 63.0 M
)l TR L sl 2410 1879 1 7 115,10 30.17%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16104: Indan, 1-methyl-
117.0
5000
14.50
00 50 91.0 m/z 132.05  28.30%
O \\\‘\‘\\\“.\ \“\‘\“H‘.\ T \“ T \“\ T ‘ T \m‘ \:\L\\r\’.‘o\ L ‘ L
miz--> 20 40 60 80 100 120 140 160
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
e SUSILY
14.50
5000 m/z 91.10 13.89%
91.0
51.0
m/z--> 20 40 60 80 100 120 140 160
Abundance #16107: 1-Phenyl-1-butene T
117.0 14.50
m/z 116.05 9.22%
5000
91.0
51.0 ‘
YL L. Lﬂ ) S
m/z--> 20 40 60 80 100 120 140 160 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©10224\
Data File : VN@80629.D

Acqg On : 02 Jan 2024 16:54

Operator : JC\MD

Sample : 06038-01

Misc : 1.05g/10mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122723W.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 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.929  18.26 ug/l 801523 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 94
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 92
3 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 91
4 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 90
5 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 90

Abundance Scan 2206 (14.929 min): VN080629.D\data.ms (-2200) (- | m/z 117.05 100.00%

117.1
5000

39.0 650 L. ‘ ‘
oH‘_m,"Mw‘W‘H_"U‘n!‘wl‘f‘?"‘l‘““_“‘2‘9?;9 m/z 132.05  37.61%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
5000

m/z 115.05 26.51%
\H‘\

39.0 650 91.0
“w‘hHh‘w“\mHJ\‘H‘\H‘M\H”‘M“‘M“w“‘w“H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0

5000 m/z 131.05 21.95%
91.0
51.0
27 0

| Ll
H‘_‘H,H‘W‘H‘_““H‘_‘H‘H‘W‘H‘_‘H‘H“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16106: 3-Phenylbut-1-ene

o

117.0 15.00
m/z 91.10 13.73%

5000
91.0
90 w0 g

- ‘
miz--> 20 40 60 80 100 120 140 160 180 200 15.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©10224\
Data File : VN@80629.D

Acqg On : 02 Jan 2024 16:54

Operator : JC\MD

Sample : 06038-01

Misc : 1.05g/10mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122723W.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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.053 21.02 ug/l 922487 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 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 91
4 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 91
5 Benzene, 2-ethenyl-1,3-dimethyl- 132 C1eH12 002039-90-9 90
Abundance Scan 2227 (15.052 min): VN080629.D\data.ms (-2218) (- | m/z 117.05 100.00%
117.1
15.00 |
390 77.0 ) -
o I W N P ““” 1680 2069 2810 /7 132.05  34.57%
miz-> 50 100 150 200 250
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
11v.0
5000
15.00
51.0 ‘ m/z 115.10 30.08%
0150‘ ‘ “HHM M \h““ ‘Hr‘\ T
miz--> 50 100 150 200 250
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
T T
15.00
5000 m/z 131.00 18.87%
390 7. 0‘
) S I A I Y —
miz--> 50 100 150 200 250
Abundance #16129: Benzene, 1-ethenyl-3-ethyl- — ‘
117.0 15.00
m/z 91.05 15.22%
5000
ob—— ;‘u”“w “”““‘u‘h_ P —r—
m/z--> 50 100 150 200 250 15.00

82N122723W.M Wed Jan 03 14:16:38 2024 Page: 8



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©10224\
Data File : VN@80629.D

Acqg On : 02 Jan 2024 16:54

Operator : JC\MD

Sample : 06038-01

Misc : 1.05g/10mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122723W.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 Benzene, (1-methyl-2-cyclop... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.117 7.45 ug/1 326943 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 96
2 2-Methylindene 130 C10H10 002177-47-1 95
3 1H-Indene, 1-methyl- 130 C10H10 000767-59-9 93
4 Benzene, 1-butynyl- 130 C10H1e 000622-76-4 91
5 Tetracyclo[5.3.0.0<2,6>.0<3,10>]... 130 C10H10 034324-40-8 90

Abundance Scan 2238 (15.117 min): VN080629.D\data.ms (-2233) (- | m/z 115.05 100.00%
115.1

5000

e A=
1470 15.00 15.50

89.1
39.0
_MHMH‘H Sl T 18422068 135 00 99.61%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15058: Benzene, (1-methyl-2-cyclopropen-1-yl)-
130.0

o

5000 A o
15.00 15.50
m/z 129.05 82.86%
27.0 ‘ | 77.0 102.0
O‘\\\\“\\‘\\“\‘\\H}‘\\‘\\"\\\l‘\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15022: 2-Methylindene
130.0
o ==
15.00 15.50
5000 ITI/Z 128.05 41.03%
51.
28.0 ‘ 77.0 102.0
0 ‘mu“H‘H“H‘ww“_JH,‘ml_ S M.
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15030: 1H-Indene, 1-methyl- et ——
130.0 15.00 15.50
m/z 127.00 17.75%
5000
St 77 0
102 0
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©10224\
Data File : VN@80629.D

Acqg On : 02 Jan 2024 16:54

Operator : JC\MD

Sample : 06038-01

Misc : 1.05g/10mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122723W.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 Tetracyclo[5.3.0.0<2,6>.0<3... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.205 15.05 ug/1l 660523  1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracyclo[5.3.0.0<2,6>.0<3,10>]... 130 C10H10 034324-40-8 96
2 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 96
3 2-Methylindene 130 C10H10 002177-47-1 95
4 1H-Indene, 3-methyl- 130 C10H10 000767-60-2 95
5 Benzene, 1-butynyl- 130 C1oH1e 000622-76-4 95

Abundance Scan 2253 (15.205 min): VN080629.D\data.ms (-2247) (-~ | m/z 115.10 100.00%

1151
5000
AWAL SN
6]1 | MP462 ’ 1500 1550
o,u‘wummhwpﬁuﬂu$_ oS 2% m/z 130.05  97.81%

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #15064: Tetracyclo[5.3.0.0<2,6>.0<3,10>]deca-4,8-diene
129.0

-

5000 = —
15.00 15.50

m/z 129.05 81.86%

51.
‘ ‘\ \\H m‘\ M
’ T \ TT ‘ T f ‘ T ‘ TTTT ‘ \ T \ ‘ \ \ T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TT

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #15058: Benzene, (1-methyl-2-cyclopropen-1-yl)-

130.0 AAJJ\/\J\;
L

15.00 15.50
5000 m/z 128.00  38.15%

o

4>

L

| |y 2o2g
Oyt dbpebreretp b e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #15022: 2-Methylindene —7 T
130.0 15.00 15.50
m/z 104.10  19.46%
5000
| ), o2
Oty re b
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©10224\
Data File : VN@80629.D

Acqg On : 02 Jan 2024 16:54

Operator : JC\MD

Sample : 06038-01

Misc : 1.05g/10mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122723W.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, 2-ethenyl-1,3,5-tr... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.317 7.74 ug/1 339601 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 64
2 Benzene, 1-methyl-4-(1-methyl-2-... 146 C11H14 097664-18-1 60
3 Benzene, 1-methyl-2-(1-methyl-2-... 146 C1l1H14 097664-19-2 53
4 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 53
5 Benzene, 1,3-bis(1-buten-3-yl-)- 186 C14H18 158117-62-5 50
Abundance Scan 2272 (15.317 min): VN080629.D\data.ms (-2261) (- | m/z 131.00 100.00%
131.0
91.0 rT L
51.0 | 168.1 281.( 15.00 15.50
0! Ll T m/z 129.05 37.41%
miz--> 50 100 150 200 250
Abundance #25023: Benzene, 2-ethenyl-1,3,5-trimethyl-
131.0
5000 91.0
15.00 15.50
39.0 m/z 128.00  35.46%
O' \“\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #25060: Benzene, 1-methyl-4-(1-methyl-2-propenyl)-
131.0
— ——
15.00 15.50
5000 m/z 115.10 34.98%
91.0
39.0 ‘
0L— \‘ “\ i“ ‘N‘ ‘\‘ il ‘H‘HM‘ \M ‘M‘ . P P
m/iz--> 50 100 150 200 250
Abundance #25059: Benzene, 1-methyl-2-(1-methyl-2-propenyl)- — =
131.0 15.00 15.50
m/z 133.05 33.86%
39.0
ob— \“ i“ A ‘h\‘H‘M‘ \M P — — - L
m/z--> 50 100 150 200 250 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©10224\
Data File : VN@80629.D

Acqg On : 02 Jan 2024 16:54

Operator : JC\MD

Sample : 06038-01

Misc : 1.05g/10mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122723W.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, 1,3-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.276 8.64 ug/l 379349 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 1,3-dimethyl- 144 C11H12 002177-48-2 95
2 1H-Indene, 4,7-dimethyl- 144 C11H12 006974-97-6 93
3 1H-Cyclopropa[b]naphthalene, 1a,... 144 C11H12 006571-72-8 91
4 Naphthalene, 1,2-dihydro-4-methyl- 144 C11H12 004373-13-1 90
5 1H-Indene, 1-ethenyl-2,3-dihydro- 144 C11H12 051783-46-1 90
Abundance Scan 2435 (16.276 min): VN080629.D\data.ms (-2428) (- | m/z 129.05 100.00%
129.1
5000
—— 4
390, 709 1020 | | 1680 2068 16.00 1650
0- o e e e Stk ST m/z 144,850 67.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23557: 1H-Indene, 1,3-dimethyl-
129.0
5000 ot T Ju
16.00 16.50
m/z 128.05 50.11%
390 630 1020 M
O\H\‘\‘\H‘i\\“\\“‘H\‘\"H‘H“HM‘\‘ H“H\‘H\‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23554: 1H-Indene, 4,7-dimethyl-
129.0
—— —
16.00 16.50
5000 m/z 115.10 20.05%
39.0 63.0 88.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23578: 1H-Cyclopropa[b]naphthalene, 1a,2,7,7a-tetrah . —
129.0 16.00 16.50
m/z 143.05 14.45%
5000
50 39.0 63.0 .
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©10224\
Data File : VN@80629.D

Acqg On : 02 Jan 2024 16:54

Operator : JC\MD

Sample : 06038-01

Misc : 1.05g/10mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122723W.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 10 Naphthalene, 2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.782 63.09 ug/l 2768850 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
4 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 90
5 1H-Indene, 1-ethylidene- 142 C11H1e 002471-83-2 59

Abundance Scan 2521 (16.782 min): VN080629.D\data.ms (-2512) (- m/z 142.00 100.00%

142.0
5000
1640 1660
63.0 . .
113.0
Ol prrosctiobay O Ml 1702 2068 280 y/2 141 00 85.32%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22143: Naphthalene, 2-methyl-
142.0
5000 LI L B B B B T
16.40 16.60
m/z 115.05 34.95%
O2’\\.\\“HHI?\;‘B‘\:S\)H\‘\‘\‘H‘HM‘O\H\iHH‘\H\‘HH‘H\\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22142: Naphthalene, 1-methyl-
142.0
— T
16.40 16.60
5000 ITI/Z 143.05 11.46%
0270\ \\6\%:(\\)\\ ) 11\\'0 I
et et e e e
mlz--> 20 40 60 80 100120140160180200220240260280
Abundance #22140: Benzocycloheptatriene —
141.0 16.40 16.60
m/z 139.05 10.70%
5000

—

63.0
02,\7‘\'9“‘\\”\\“‘\‘\“‘\‘1“9‘%'3\u‘l‘m\Mm‘mWm‘mWm‘mwmwu —
m/z--> 20 40 60 80 100120140160180200220240260280 16.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@10224\
Data File : VN@80629.D

Acqg On : 02 Jan 2024 16:54

Operator : JC\MD

Sample : 06038-01

Misc : 1.05g/10mL/100uL/5.00emL/MSVOA_N/MEOH

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122723W.M
Quant Title : SW846 8260

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Indane 13.994 68.7 ug/l 3016560 4 13.794 2194330 50.0
p-Cymene 14.329 6.8 ug/l 298889 4 13.794 2194330 50.0
Indan, 1-methyl- 14.447 8.9 ug/l 391051 4 13.794 2194330 50.0
1H-Indene, 2,3-... 14.929  18.3 ug/l 801523 4 13.794 2194330 50.0
Benzene, 2-ethe... 15.053 21.0 ug/l 922487 4 13.794 2194330 50.0
Benzene, (1-met... 15.117 7.5 ug/l 326943 4 13.794 2194330 50.0
Tetracyclo[5.3.... 15.205 15.1 wug/l 660523 4 13.794 2194330 50.0
Benzene, 2-ethe... 15.317 7.7 ug/l 339601 4 13.794 2194330 50.0
1H-Indene, 1,3-... 16.276 8.6 ug/l 379349 4 13.794 2194330 50.0

1 4 0

Naphthalene, 2-... 16.782 63. ug/l 2768850 13.794 2194330 50.
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