LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@82423\
Data File : VN@79037.D

Acqg On : 24 Aug 2023 17:30

Operator : JC\MD

Sample : 04047-04 40X

Misc : 6.72g/5.0emL/100uL/5.emL/MSVOA_N/MEOH NEVINS-SB05-283-84

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\82N©81523W.M

Title : SW846 8260

Signal : TIC: VN@79037.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 rBV 2698004 6475303 4.40% 1.941%
2 10.571 1457 1465 1470 rBV 946486 1763722 1.20% 0.529%
3 10.635 1470 1476 1489 rVB 6844655 12311383 8.37% 3.691%
4 11.870 1678 1686 1695 rBV 886829 1593845 1.08% 0.478%
5 11.970 1695 1703 1711 rVV 9590196 16446943 11.18% 4.930%
6 12.070 1712 1720 1731 rVB 5772091 11018766 7.49% 3.303%
7 12.406 1764 1777 1785 rBV2 3463600 6624760 4.50% 1.986%
8 13.100 1889 1895 1898 rBV 2027646 3428196 2.33% 1.028%
9 13.135 1898 1901 1905 rVV 2005660 3226276 2.19% 0.967%
10 13.176 1905 1908 1914 rVV 1081338 1675308 1.14% 0.502%
11 13.341 1914 1936 1951 rVB4 1410099 6697374  4.55%  2.008%
12 13.488 1951 1961 1965 rBV 3291000 5848947 3.97% 1.753%
13 13.535 1965 1969 1974 rVV 5118240 7751553 5.27% 2.324%
14 13.588 1974 1978 1982 rVV 827597 1488464 1.01% 0.446%
15 13.676 1983 1993 2008 rVV3 969112 4664732 3.17% 1.398%
16 13.800 2008 2014 2015 rVV 976537 1513346 1.03% 0.454%
17 13.823 2015 2018 2022 rVV 1284290 2138128 1.45% 0.641%
18 14.000 2034 2048 2061 rBV3 3587087 11016635 7.49%  3.302%
19 14.117 2061 2068 2072 rVV4 753009 2236468 1.52% 0.670%
20 14.176 2072 2078 2086 rVB 20026073 33937331 23.06% 10.173%
21 14.470 2119 2128 2133 rBV 1981389 3713923  2.52% 1.113%
22 14.794 2178 2183 2188 rBV2 1207399 2011990 1.37% 0.603%
23 15.041 2218 2225 2232 rBV2 903139 2426889 1.65% 0.727%
24 15.123 2232 2239 2247 rVB 5594533 9971488 6.78%  2.989%
25 15.211 2247 2254 2261 rVB 5762489 10606037 7.21% 3.179%

26 15.317 2262 2272 2278 rBV2 875880 1959814 1.33% 0.587%
27 15.523 2288 2307 2320 rBV 1471760 6890834 4.68%  2.066%
28 15.647 2320 2328 2338 rVV2 71022936 147154395 100.00% 44.112%
29 15.747 2339 2345 2353 rVB 1540528 3021910 2.05% 0.906%
30 16.282 2428 2436 2452 rVB2 656044 2367777 1.61% ©0.710%

31 16.576 2480 2486 2502 rVB3 534624 1613362 1.10% ©0.484%

Sum of corrected areas: 333595899
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©82423\
Data File : VN@79037.D

Acqg On : 24 Aug 2023 17:30

Operator : JC\MD

Sample : 04047-04 40X

Misc : 6.72g/5.0mL/100uL/5.emL/MSVOA_N/MEOH NEVINS-SB05-283-84

ALS vial : 17 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

Abundance TIC: VN0O79037.D\data.ms
7e+07

6e+07

5e+07

4e+07

3e+07

2e+07

le+07

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

Time--> 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

Abundance TIC: VN079037.D\data.ms
7e+07

6e+07
5e+07
4e+07
3e+07

2e+07

1e+07 10.635
10571

01— — — — N — — N
Time->  7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50

Abundance TIC: VN0O79037.D\data.ms
7e+07 15.{47

—T —T
11.00 11.50

6e+07

5e+07

4e+07

3e+07

26407 14.176

11.970

2.070 5 1512211
%’ "\ T T I ‘\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50

le+07

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©82423\
Data File : VN@79037.D

Acqg On : 24 Aug 2023 17:30

Operator : JC\MD

Sample : 04047-04 40X

Misc : 6.72g/5.0mL/100uL/5.emL/MSVOA_N/MEOH NEVINS-SB05-283-84

ALS vial : 17 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 10
R.T. EstConc Area Relative to ISTD R.T.

13.100 113.27 ug/1 3428200 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 94
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 94
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Mesitylene 120 CS9H12 000108-67-8 91

Abundance Scan 1895 (13.100 min): VN079037.D\data.ms (-1889) (- | m/z 105.10 100.00%

105.1
5000

39.0 7.0 L 13.00 13.50
Ob e 208 W L 1) 4280 15801782 7 16,19  31.32%
m/z--> 20 40 60 80 100 120 140 160 180 A
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000

13.00 13.50
m/z 77.00 12.17%

39.0 77.0
ok | \‘H\“‘\ ‘\‘;\5‘?"\9”“\\‘ . “} . “1‘\\‘\“‘\ R R R
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10723: Benzene, 1-ethyl-3-methyl-
105.0

—
13.00 13.50

5000 m/z 91.00 11.97%
39.0 77.0
04 - “ — “\ : ‘\‘15‘?"8‘ ; “\\‘ — ‘} — \}“ ; “‘\‘\ i \/\WM/J\/
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10727: Benzene, 1-ethyl-4-methyl- —— <
105.0 13.00 13.50

m/z 106.05 9.13%

5000
79.0
39.0 Ll ‘
0t el M

|
m/z--> 200 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@79037.D

Acqg On : 24 Aug 2023 17:30

Operator : JC\MD

Sample : 04047-04 40X

Misc : 6.72g/5.0mL/100uL/5.emL/MSVOA_N/MEOH NEVINS-SB05-283-84

ALS vial : 17 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 Naphthalene, 1-ethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.341 221.28 ug/l 6697370  1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 91
2 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 91
3 3',4'-Difluoroacetophenone 156 C8H6F20 000369-33-5 43
4 2,5-Dimethoxyfluorobenzene 156 C8H9F02 082830-49-7 38
5 2-Thiophenecarboxylic acid, 5-et... 156 C7H802S 023229-72-3 38
Abundance Scan 1936 (13.341 min): VN079037.D\data.ms (-1914) (- | m/z 141.05 100.00%
141.1
105.1
5000
51.0 o — ~—
L m | | 13.00 13.50
O bbb Ml ulh AL 48651 1900 1y, qp5 @5 78.52%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33127: Naphthalene, 1-ethyl-
141.0
5000 — A - ﬁ
13.00 13.50
115.0 m/z 156.10  47.12%
15.0 39.0 63\'0 .. 89.0 ‘\ il \‘ L
\\\’\\\\‘\\\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33125: Naphthalene, 2-ethyl-
141.0
— ~—
13.00 13.50
5000 m/z 115.00 34.57%
115.0
510 /6.0
P 1R AW S 1 Y S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33653: 3',4'-Difluoroacetophenone
141.0 13.00 13.50
m/z 118.10  28.06%
113.0
5000
43,0 630
o180 o |
A L o 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@79037.D

Acqg On : 24 Aug 2023 17:30

Operator : JC\MD

Sample : 04047-04 40X

Misc : 6.72g/5.0mL/100uL/5.emL/MSVOA_N/MEOH NEVINS-SB05-283-84

ALS vial : 17 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 Naphthalene, 1,6-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.676 154.12 ug/1 4664730 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 95
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 95
3 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 94
4 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 93
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 93

Abundance Scan 1993 (13.676 min): VN079037.D\data.ms (-1983) (- | m/z 156.10 100.00%

156.1
5000 1191
39.1 77.0 ‘ ‘ 13.50 14.00
o‘““H‘MuwamwwMMMggﬁnnw;MLLMMuMLWM‘?§5? m/z 141.00  72.49%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33164: Naphthalene, 1,6-dimethyl-
156.0
5000 — <
13.50 14.00
m/z 119.10 47.37%
115.0
28.0 49.0 69.0
O \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\‘\“1‘\\““\\‘w‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33134: Naphthalene, 1,7-dimethyl-
156.0
13.50 14.00
5000 ITI/Z 155.10 31.49%
115.0
77.0
270 10 yay
Ol e et bl
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33153: Naphthalene, 2,6-dimethyl- Py =
156.0 13.50 14.00
m/z 115.00 17.97%
5000
115.0
27.0 517'0 " 71.0 (" m
e T e B T — ——
m/z--> 20 40 60 80 100 120 140 160 180 13.50 14.00
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe82423\
VN@79037.D

: 24 Aug 2023 17:30

JC\MD

. 04047-04 40X
: 6.72g/5.0mL/100uL/5.0mL/MSVOA_N/MEOH
: 17  Sample Multiplier: 1

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

NEVINS-SB05-783-84

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©81523W.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 4 Indane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.000 363.98 ug/l 11016600 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 90
2 Benzene, 1l-ethenyl-2-methyl- 118 C9H10 000611-15-4 64
3 Benzene, 1-(chloromethyl)-3-ethe... 152 C9H9C1l 039833-65-3 55
4 Deltacyclene 118 C9H1e 007785-10-6 50
5 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 50
Abundance Scan 2048 (14.000 min): VN079037.D\data.ms (-2034) (- | m/z 117.05 100.00%
117.1
5000
156.1
391 630 940 14.00
O M‘w“ gtttk 3783 sz 118,05 55.04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10180: Indane
11v.0
5000 /\f\
14.00
m/z 115.00  39.70%
39.0 63.0 9]‘..0
O\\l\s\(‘)\“\\\“‘\\“}\““‘\‘\\\‘\\‘\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10206: Benzene, 1-ethenyl-2-methyl-
117.0
——
14.00
5000 m/z 156.10 34.50%
91.0
39‘-0 65.0 |
0“H“H“HNMM‘HH‘M“H‘ S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30365: Benzene, 1-(chloromethyl)-3-ethenyl-
117.0 1400
m/z 141.00  29.68%
5000
152.0
39.0 630 91.0 ‘ /‘
bbbt e M :
m/z--> 20 40 60 80 100 120 140 160 180 200 1400

82N081523W.M Fri Aug 25 18:11:30 2023
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©82423\
Data File : VN@79037.D

Acqg On : 24 Aug 2023 17:30

Operator : JC\MD

Sample : 04047-04 40X

Misc : 6.72g/5.0mL/100uL/5.emL/MSVOA_N/MEOH NEVINS-SB05-283-84

ALS vial : 17 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 Indene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.176 1121.27 ug/1 33937300 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indene 116 C9H8 000095-13-6 96
2 3-Methylphenylacetylene 116 CO9H8 000766-82-5 91
3 Benzene, 1-propynyl- 116 C9H8 000673-32-5 91
4 Benzene, 1,2-propadienyl- 116 C9H8 002327-99-3 91
5 1-Propyne, 3-phenyl- 116 CSH8 010147-11-2 91
Abundance Scan 2078 (14.176 min): VN079037.D\data.ms (-2072) (- | m/z 115.05 100.00%
11b.1
5000 /j\
S
390 63‘0 89.0 14.00 14.50
b Mwwmw‘HH‘,‘H‘_H‘l‘??r?w?ﬂ?:q m/z 116.05  95.47%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9543: Indene
116.0
5000 T A
14.00 14.50
m/z 63.00 16.37%
390 630 890
O \\\‘\\\\“\\H\\“‘\\\\‘\\‘\\‘\\\“’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9550: 3-Methylphenylacetylene
115.0
== =
14.00 14.50
5000 m/z 89.00 13.96%
63.0 89.0
39.0
Y O N N —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9546: Benzene, 1-propynyl- e T
115.0 14.00 14.50
m/z 117.05 9.26%
5000
63.0 890
39
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe82423\

: VN@79037.D
: 24 Aug 2023 17:30

JC\MD

. 04047-04 40X
: 6.72g/5.0mL/100uL/5.0mL/MSVOA_N/MEOH
: 17  Sample Multiplier: 1

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

NEVINS-SB05-783-84

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©81523W.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 6 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.470 122.71 ug/1 3713920 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 95
2 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 95
3 Benzene, 4-ethenyl-1,2-dimethyl- 132 C1eH12 027831-13-6 95
4 Benzene, (2-methyl-1-propenyl)- 132 C1OH12 000768-49-0 94
5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 94

Abundance Scan 2128 (14.470 min): VN079037.D\data.ms (-2119) (-

0,

117.0
5000
91.0
39.1 630 ‘ 141.0
o b b Il ] heraagoo
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16162: Benzene, 2-ethenyl-1,4-dimethyl-
11v.0
5000
91.0
51.0
O \\\‘\\\\i‘\\“”\ “M\ \H}““\‘M\‘M\\!“ \‘U‘\‘\‘\\\\‘\\\\‘\\\\’\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16113: 2,4-Dimethylstyrene
117.0
5000

m/z 117.00 100.00%

3

14.50

m/z 132.00  89.48%

=

.
14.50

m/z 115.00  53.36%

T
14.50

m/z 91.00  26.85%

3

——
14.50

m/z 131.05  23.29%

=

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16153: Benzene, 4-ethenyl-1,2-dimethyl-
132.0
5000
91.0 ‘
0\\\‘\H\‘\H\‘\\HW\WM‘W\\N\w‘\\\\\M\\\M\\\,H
m/z--> 20 40 60 80 100 120 140 160 180 200

.
14.50

82N081523W.M
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©82423\
Data File : VN@79037.D

Acqg On : 24 Aug 2023 17:30

Operator : JC\MD

Sample : 04047-04 40X

Misc : 6.72g/5.0mL/100uL/5.emL/MSVOA_N/MEOH NEVINS-SB05-283-84

ALS vial : 17 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 2-Methylindene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.123 329.45 ug/1 9971490 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methylindene 130 C1oH1e 002177-47-1 97
2 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 97
3 1H-Indene, 1-methyl- 130 C10H10 000767-59-9 96
4 Benzene,1-methyl-1,2-propadienyl- 130 C10H10 022433-39-2 93
5 Cycloprop[a]lindene, 1,1a,6,6a-te... 130 C10H10 015677-15-3 93

Abundance Scan 2239 (15.123 min): VN079037.D\data.ms (-2232) (- m/z 130.00 100.00%

130.0
5000

‘ 77.0 1020 15.00 15.50
0 ‘H““ﬁ“m‘whuww“‘ﬂ,‘ 20221862 m/z 115.00  96.51%
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #15022: 2-Methylindene
130.0
5000
15.00 15.50
m/z 129.00  80.37%

51.0
28.0 ‘ H 77.0 102.0 um
O‘\\\\“\\‘\\“\‘\\H}“\\‘\\“\\\l’\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #15058: Benzene, (1-methyl-2-cyclopropen-1-yl)-
130.0
——
15.00 15.50
5000 m/z 128.00 41.11%
51.
27.0 ‘ ‘ 77.0 102.0 M
0 ‘MH‘H‘J“JL‘WW‘J“ﬂ“l,M T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15030: 1H-Indene, 1-methyl- —— ——
130.0 15.00 15.50

m/z 127.00  18.53%

5000
51.
270 | J j 0 20 W
m I
E

o o R
m/z--> 20 40 60 80 100 120 140 160 180 200 15 00 15 50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©82423\
Data File : VN@79037.D

Acqg On : 24 Aug 2023 17:30

Operator : JC\MD

Sample : 04047-04 40X

Misc : 6.72g/5.0mL/100uL/5.emL/MSVOA_N/MEOH NEVINS-SB05-283-84

ALS vial : 17 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 1H-Indene, 1-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.211 350.42 ug/1 10606000 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 2-Methylindene 130 C10H10 002177-47-1 96
3 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 96
4 Benzene,1-methyl-1,2-propadienyl- 130 C10H10 022433-39-2 95
5 Benzene, 1-butynyl- 130 C1oH1e 000622-76-4 95

Abundance Scan 2254 (15.211 min): VNO79037.D\data.ms (-2247) (- | m/z 130.85 100.00%

130.1
5000
—— ‘

51. ‘
‘ “ 102.0 m ) 15.00 15.50
Okl e LA 1822 2820 n/7 115.00  96.88%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #15031: 1H-Indene, 1-methyl-
130.0
5000
1500 1550
0 m/z 129.00 79.06%
a2 ]
O’\H\‘H}\“!‘HH}“‘HH“\Hl‘\‘H‘H\\‘HH‘HH‘HH‘HH‘HH‘HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #15022: 2-Methylindene
130.0 N
—
15.00 15.50
5000 m/z 128.00 38.82%
51.0
il ‘ \H\ m‘ \0\2\ M
0,\m‘mmm“\m‘mm RN R R ERARA R ARARARARANENS

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #15058: Benzene, (1-methyl-2-cyclopropen-1-yl)- - — ——
130.0 15.00 15.50
m/z 127.05 19.08%

5000

0,‘HW‘WWWHM‘M‘ﬁhl_y‘wu‘_H‘_H‘_H‘_H‘_H‘_H‘_H - —
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@79037.D

Acqg On : 24 Aug 2023 17:30

Operator : JC\MD

Sample : 04047-04 40X

Misc : 6.72g/5.0mL/100uL/5.emL/MSVOA_N/MEOH NEVINS-SB05-283-84

ALS vial : 17 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 1,4-Ethenonaphthalene, 1,4-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.523 227.67 ug/1 6890830 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acenaphthene 154 C12H1e 000083-32-9 89
2 1,4-Ethenonaphthalene, 1,4-dihydro- 154 C12H10 007322-47-6 64
3 Hexa-2,4-diyn-1-ylbenzene 154 C12H1e 000520-74-1 59
4 3-Fluoro-para-anisaldehyde 154 C8H7F02 000351-54-2 50
5 Naphthalene, 2-ethenyl- 154 C12H1e 000827-54-3 43

Abundance Scan 2307 (15.523 min): VN079037.D\data.ms (-2288) (- | m/z 153.05 100.00%

158.1
5000
76.0

39.0 ‘ ) 15 50
ol 139, m 2072 281 /7 154.05  89.22%
miz--> 50 100 150 200 250
Abundance #31486: Acenaphthene
158.0
5000
76.0 15 50

m/z 152.00  48.34%

T T \39\ 0‘ “‘ H\ ‘ T .\ ‘\ T m T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #31495: 1,4-Ethenonaphthalene, 1,4-dihydro-
1538.0

o

15 50

5000 ITI/Z 76.05 25.11%
76.0
390 | “\ 1159 i
ol ‘ — —
m/z--> 50 100 150 200 250

Abundance #31494: Hexa-2,4-diyn-1-ylbenzene ‘

153.0 15 50

m/z 151.05 18.17%

5000
76.0 115.0
309 | . . il M

miz--> 50 100 150 200 250 15.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©82423\
Data File : VN@79037.D

Acqg On : 24 Aug 2023 17:30

Operator : JC\MD

Sample : 04047-04 40X

Misc : 6.72g/5.0mL/100uL/5.emL/MSVOA_N/MEOH NEVINS-SB05-283-84

ALS vial : 17 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 10 Azulene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.647 4861.89 ug/l 147154000 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 C1OH8 000275-51-4 95
3 1H-Indene, 1-methylene- 128 C10H8 002471-84-3 74
4 4-Phenylbut-3-ene-1-yne 128 C10H8 1000222-12-0 58
5 Phenol, 2-chloro- 128 C6H5C10 000095-57-8 27
Abundance Scan 2328 (15.647 min): VN079037.D\data.ms (-2320) (- | m/z 128.00 100.00%
128.0
51.0
5000
—— —
7.0 15.50 16.00
0 et 102 2022 2810 ny7 127.05  65.38%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #13686: Naphthalene
128.0
5000 —— ——
15.50 16.00
m/z 129.00 56.22%
51.0 T
O\’HH‘H“H‘WHH!‘“\H\‘HH‘\H‘HH‘HH‘HH‘H\\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #13679: Azulene
128.0
L —
15.50 16.00
5000 m/z 51.05 51.86%
51.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #13688: 1H-Indene, 1-methylene- —— ——
128.0 15.50 16.00
m/z 102.10 51.70%
5000
51.0
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN082423
Data File : VN@79037.D

Acqg On : 24 Aug 2023 17:30

Operator : JC\MD

Sample : 04047-04 40X

Misc : 6.72g/5.0mL/100uL/5.0mL/MSVOA_N/MEOH

ALS Vvial : 17 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

1513350
1513350
1513350
1513350
1513350
1513350
1513350
1513350
1513350

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

[OIOROE R GE R GICRE ]

NEVINS-SB05-783-84

TIC Top Hit name RT EstConc Units Response |#
Benzene, 1l-ethy... 13.100 113.3 ug/l 3428200 4
Naphthalene, 1-... 13.341 221.3 ug/l 6697370 4
Naphthalene, 1,... 13.676 154.1 ug/l 4664730 4
Indane 14.000 364.0 ug/l 11016600 4
Indene 14.176 1121.3 ug/l 33937300 4
Benzene, 2-ethe... 14.470 122.7 wug/l 3713920 4
2-Methylindene 15.123  329.4 ug/l 99714% 4
1H-Indene, 1-me... 15.211 350.4 ug/l 10606000 4
1,4-Ethenonapht... 15.523 227.7 wug/l 6890830 4
Azulene 15.647 4861.9 ug/l 147154000
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4 13.794 1513350 50.0
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