LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@82423\
Data File : VN@79032.D

Acqg On : 24 Aug 2023 15:29

Operator : JC\MD

Sample : 04075-01 20X

Misc : 6.52g/5.0mL/100uL/5.emL/MSVOA_N/MEOH NEVINS-SB05-2113-114

ALS Vvial : 12 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@79032.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 2.847 139 152 157 rBV7 27289 81972 4.05% 0.423%
2 8.177 1046 1058 1062 rBV 209405 512322 25.34% 2.647%
3  8.229 1062 1067 1079 rVB 350363 757530 37.47%  3.914%
4 8.582 1116 1127 1141 rBV 217970 503705 24.92% 2.602%
5 9.106 1207 1216 1228 rBV 514693 1067871 52.82% 5.517%
6 10.570 1456 1465 1475 rBV 797902 1456841 72.07% 7.526%
7 11.870 1676 1686 1697 rBV 750652 1337482 66.16% 6.910%
8 11.970 1697 1703 1714 rVB 47548 80930 4.00% 0.418%
9 12.070 1714 1720 1726 rBV3 28053 53051 2.62% 0.274%
10 12.406 1771 1777 1785 rBV5 22927 52858 2.61% 0.273%

11 12.629 1795 1815 1816 rBV2 91960 301130 14.90%
12 12.853 1844 1853 1862 rVB 602072 1040568 51.47%
13 13.317 1912 1932 1955 rVB4 302208 1566239 77.48%
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14 13.488 1955 1961 1965 rBv2 38232 63362 3.13% 327%
15 13.535 1965 1969 1974 rVB2 35640 52458  2.59% 271%

16 13.664 1974 1991 2007 rBV3 268804 1495166 73.96%
17 13.794 2007 2013 2022 rVB 668322 1143113 56.55%
18 14.017 2035 2051 2061 rBV3 453656 1624069 80.34%
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19 14.129 2061 2070 2075 rBV3 133413 405098 20.04% 093%

20 14.476 2119 2129 2135 rBVS 78295 245693 12.15% 269%

21 14.564 2137 2144 2153 rVv4 135174 452283 22.37% 2.337%

22 14.647 2153 2158 2164 rVV5 29417 81709 4.04% 0.422%

23 14.700 2164 2167 2172 rVB5 18325 25258 1.25% 0.130%

24 14.794 2178 2183 2185 rBv4 24392 31455 1.56% ©.163%
1.

25 14.853 2186 2193 2203 rVB3 63082 219145 10.84%

26 15.076 2218 2231 2235 rBV9 66161 243790 12.06%
27 15.123 2235 2239 2246 rVB 93534 176655 8.74%
28 15.205 2246 2253 2260 rBV2 96069 190263 9.41%
29 15.317 2262 2272 2279 rBV9 37578 106779 5.28%
30 15.523 2293 2307 2319 rBV3 420189 1588158 78.56%
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31 15.647 2320 2328 2338 rVV 1002859 2021528 100.00% 10.444%

32 15.747 2341 2345 2351 rVB5 31787 70022  3.46% 0.362%
33 15.841 2355 2361 2373 rVB5 18192 50140 2.48% 0.259%
34 15.947 2373 2379 2383 rBV7 8748 22801 1.13% ©0.118%
35 16.017 2383 2391 2392 rBV7 18593 28355 1.40% ©.146%
36 16.252 2419 2431 2432 rBV8 35032 79829  3.95% 0.412%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@82423\
Data File : VN@79032.D

Acqg On : 24 Aug 2023 15:29

Operator : JC\MD

Sample : 04075-01 20X

Misc : 6.52g/5.0mL/100uL/5.0mL/MSVOA_N/MEOH NEVINS-SB05-2113-114

ALS Vvial : 12 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
37 16.582 2479 2487 2503 rvB8 28138 126662 6.27% 0.654%

Sum of corrected areas: 19356290
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©82423\
Data File : VN@©79032.D

Acqg On : 24 Aug 2023 15:29

Operator : JC\MD

Sample : 04075-01 20X

Misc : 6.52g/5.0mL/100uL/5.emL/MSVOA_N/MEOH NEVINS-SB05-2113-114

ALS vial : 12  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: VN079032.D\data.ms
1000000

800000

600000

400000

200000

2.847

0 AN LN TN L L L e L L L L L L B 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: VN079032.D\data.ms
1000000

800000 10.570

600000
9.106

400000 8.229

8.1 8.582
200000

0 =T —— — — — —T — —T —T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VN079032.D\data.ms

1000000 15.647

80000057

13.794

12.853
600000

400000

200000

12.629
1993970 12406 138

16.252 16.582

T ‘ T T ‘ T
16.00 16.50

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T ‘ T T ‘ T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 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@©79032.D

Acqg On : 24 Aug 2023 15:29

Operator : JC\MD

Sample : 04075-01 20X

Misc : 6.52g/5.0mL/100uL/5.emL/MSVOA_N/MEOH NEVINS-SB05-2113-114

ALS vial : 12  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
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Peak Number 1 Naphthalene, 2-ethenyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.629 11.26 ug/l 301130 Chlorobenzene-d5 11.870
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Biphenyl 154 C12H10 000092-52-4 93
2 Naphthalene, 2-ethenyl- 154 C12H1e 000827-54-3 76
3 1-(2,2-Difluoroethenyl)-4-methyl... 154 C9H8F2 1000305-64-2 53
4 Acenaphthene 154 C12H10 000083-32-9 49
5 6-Cyanoquinoline 154 C1OH6N2 023395-72-4 37
Abundance Scan 1815 (12.629 min): VN079032.D\data.ms (-1795) (- | m/z 154.10 100.00%
154.1
5000 j\\
76.1 e o
51.0 ‘ oy 1149 12.50 13.00
o‘_HmH‘WMHHMHMNM‘wqumm‘u_ﬁw‘mufﬁ%QuwLW‘H‘ m/z 153.00  38.77%
m/z--> 30 40 50 60 70 80 90 100110120130140150160
Abundance #31485: Bipheny
154.0
5000 o et
12.50 13.00
m/z 151.95  27.63%
76.0
5%0 M 102.0 ‘ 12§D ‘
O \‘HH‘H\\iHH‘\‘}H’\“H‘HH’HH‘}H\‘HH‘H}‘\‘HH‘HHM H’HH
m/z--> 30 40 50 60 70 80 90 100110120130140150160
Abundance #31493: Naphthalene, 2-ethenyl-
154.0
—f— —
12.50 13.00
5000 m/z 76.10 20.52%
76.0 128.0
m/z--> 30 40 50 60 70 80 90 100110120130140150160
Ly

Abundance #32338: 1-(2,2-Difluoroethenyl)-4-methylbenzene 3l
154.0 12.50 13.00

m/z 155.00 10.64%

5000 133.0

51.0 77.0 104.0

0\‘\H1“HHHM\‘\“\‘M‘\’\}M\‘M\‘HU’H\\H“w‘!\‘\“u‘u‘\u‘\‘H‘H‘HH“\ ‘u,uu

m/z--> 30 40 50 60 70 80 90 100110120130140150160 12.50 13.00

-
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©82423\
Data File : VN@©79032.D

Acqg On : 24 Aug 2023 15:29

Operator : JC\MD

Sample : 04075-01 20X

Misc : 6.52g/5.0mL/100uL/5.emL/MSVOA_N/MEOH NEVINS-SB05-2113-114

ALS vial : 12  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
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Peak Number 2 Naphthalene, 1-ethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.317 68.51 ug/1 1566240 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 96
2 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 94
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 91
4 2-Thiophenecarboxylic acid, 5-et... 156 C7H802S 023229-72-3 64
5 2,4-Difluoromesitylene 156 CSH1eF2 000392-61-0 59
Abundance Scan 1932 (13.317 min): VN079032.D\data.ms (-1912) (- m/z 141.00 100.00%
141.0
5000
115.0 — N
76.0 13.00 13.50
b Ll 08850 s 1ss 05 6. 58%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33122: Naphthalene, 1-ethyl-
141.0
5000 - .
13.00 13.50
115.0 m/z 114.95  25.56%
27.0 63.0 890 ‘ Ll
O\H‘\‘\H\\“\\“\\“M\\Ml“\\‘.H“H\H\“\‘HHHW\“HH
miz--> 20 40 60 80 100 120 140 160
Abundance #33125: Naphthalene, 2-ethyl-
141.0
— ;
13.00 13.50
5000 m/z 127.95 12.14%
115.0
51.0 /60
R P 8 PR SN 1 Y
m/z--> 20 40 60 80 100 120 140 160
Abundance #33141: Naphthalene, 1,3-dimethyl- — e
141.0 13.00 13.50
m/z 142.00 11.27%
5000
60 115.0
76.
o 10 10 L
ot e et Flsssptiocpily A
m/z--> 20 40 60 80 100 120 140 160 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@©79032.D

Acqg On : 24 Aug 2023 15:29

Operator : JC\MD

Sample : 04075-01 20X

Misc : 6.52g/5.0mL/100uL/5.emL/MSVOA_N/MEOH NEVINS-SB05-2113-114

ALS vial : 12  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, 1,7-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.664 65.40 ug/l 1495176  1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 96
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96

Abundance Scan 1991 (13.664 min): VN079032.D\data.ms (-1974) (- | m/z 156.10 100.00%

156.1
5000
128.0

51.0 13.50 14.00
o“““H‘“‘wﬂ‘uWu‘w39¥9ﬂ‘_ﬂh‘H e 27192 07 141,00 62.20%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33156: Naphthalene, 1,7-dimethyl-

156.0

-

5000 A L
13.50 14.00

m/z 155.05 34.93%

115.0
510 7.0
0 \\\‘2\81'\0\“ T \“\ T ‘H T \‘U“ T \‘\ T \“1‘\ \‘i‘\ \‘H‘ R
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33147: Naphthalene, 2,7-dimethyl-
156.0
T

13.50 14.00
5000 m/z 128.00 14 .89%
77.0 128.0
otk 29200
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33137: Naphthalene, 1,6-dimethyl- ;e Ce
156.0 13.50 14.00

m/z 115.00 13.68%

B ANJ\JV
77.0 115.0
1.
o270 510 ] 1870 || - Y

m/z--> 20 40 60 80 100 120 140 160 180 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@©79032.D

Acqg On : 24 Aug 2023 15:29

Operator : JC\MD

Sample : 04075-01 20X

Misc : 6.52g/5.0mL/100uL/5.emL/MSVOA_N/MEOH NEVINS-SB05-2113-114

ALS vial : 12  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 Naphthalene, 2,3-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.017 71.04 ug/l 1624070 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
5 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 96
Abundance Scan 2051 (14.017 min): VN079032.D\data.ms (-2035) (- m/z 156.10 100.00%
156.1
5000 J\N
115.1 e |
76.
51.1 ‘ 14.00
Obrrrprrrehrrh up‘w“u mm‘u‘w_‘!hW‘H“MWH_WZ‘Q?@ m/z 141.00  84.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000 ‘/\\
14.00
115.0 m/z 154.95 28.65%
51.0 ‘
27.0
O\\\\‘\\\\‘\\\\‘h\‘\“!h‘\\‘\\‘\\\\‘\“!‘\\“\\M‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33159: Naphthalene, 1,3-dimethyl-
156.0
S <
14.00
5000 m/z 115.10 21.20%
115.0
270 51.0 76.0 ‘ ‘
) R A RPN W W E—
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33134: Naphthalene, 1,7-dimethyl- "
156.0 14.00
m/z 128.00 17.74%
5000
115.0
51.0
27.0
o‘H‘_Hw‘H“MU“Hm_‘“‘_“!M“““Mwwwm S
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@©79032.D

Acqg On : 24 Aug 2023 15:29

Operator : JC\MD

Sample : 04075-01 20X

Misc : 6.52g/5.0mL/100uL/5.emL/MSVOA_N/MEOH NEVINS-SB05-2113-114

ALS vial : 12  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 Naphthalene, 1,4-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.129 17.72 ug/1 405098 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96
2 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 94
3 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 94
4 Naphthalene, 1,8-dimethyl- 156 C12H12 000569-41-5 93
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 93

Abundance Scan 2070 (14.129 min): VN079032.D\data.ms (-2061) (- | m/z 156.10 100.00%
156.1
5000 /J\
115.0 DA XA
51.0 76‘ 1 m 14.00 14.50
0br et el 29887 141 00 62.77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000 o /\‘/\
14.00 14.50
115.0 m/z 155.10 26.01%
51.0 ‘
27.0
O \\\‘\\\\‘\\\\‘M\‘\HU“\f‘\\‘\\\f‘\“!‘\\“\\M‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33161: Naphthalene, 1,4-dimethyl-
156.0 A
—
14.00 14.50
5000 ITI/Z 115.00 19.95%
115.0
oLzoso T T
e B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33138: Naphthalene, 1,5-dimethyl- e "
156.0 14.00 14.50
m/z 153.00 17.76%
5000
115.0
02050 0 LAV A
m/z--> 20 40 60 80 100 120 140 160 180 200 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@©79032.D

Acqg On : 24 Aug 2023 15:29

Operator : JC\MD

Sample : 04075-01 20X

Misc : 6.52g/5.0mL/100uL/5.emL/MSVOA_N/MEOH NEVINS-SB05-2113-114

ALS vial : 12  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 Naphthalene, 1,6-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.476  10.75 ug/l 245693 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 96
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 95
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 95

Abundance Scan 2129 (14.476 min): VNO79032.D\data.ms (-2119) (- | m/z 141.85 100.00%
al.

141.1
A

51.0 76.9 14.50

bl M m/z 156.00  83.30%

corp e e i,
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33163: Naphthalene, 1,6-dimeth

156.0

o

5000
14.50
115.0 m/z 115.10 38.31%
510 /7.0
27.0
0 \\\‘\‘\ T \“ T \“\ T “M \‘\HU" T "\ T \‘i T \“!‘\ \“‘\ \M‘ T T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33157: Naphthalene, 1,7-dimethyl-
156.0
=
14.50
5000 m/z 117.10 37.19%
77.0 115.0
o 220 e A A0
miz--> 20 40 60 80 100 120 140 160 180 WM
Abundance #33129: Naphthalene, 2,3-dimethyl- e Y
141.0 14.50

m/z 155.10  29.79%

5000
115.0
76.0 ‘ f/v\
51.0
0 27.0 I \‘\\H\H\ | \“‘ “ \M‘HH‘HH L ‘//\K‘

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©82423\
Data File : VN@©79032.D

Acqg On : 24 Aug 2023 15:29

Operator : JC\MD

Sample : 04075-01 20X

Misc : 6.52g/5.0mL/100uL/5.emL/MSVOA_N/MEOH NEVINS-SB05-2113-114

ALS vial : 12  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 Naphthalene, 1,3-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.564 19.78 ug/1 452283  1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 95
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 95
4 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 94
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 93
Abundance Scan 2144 (14.564 min): VN079032.D\data.ms (-2137) (- | m/z 156.10 100.00%
156.1
5000
128.0
511 761 ‘ 14,50
] P Y B ‘1‘9‘2{9»“ Al nyz 141,00 83.21%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33158: Naphthalene, 1,3-dimethyl-
156.0
5000 e ‘
14.50
6.0 115.0 m/z 155.00  23.61%
270 510 :
O T \‘i T \“ T \“\ T “U‘\ \‘LUJ‘ T “\ T \‘1 T \“ll?\lip\‘ T
miz--> 20 40 60 80 100 120 140 160
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0 A
L ety
14.50
5000 m/z 128.00 21.64%
115.0
76.0 ‘
51.0
27.0
m/z--> 20 40 60 80 100 120 140 160
Abundance #33162: Naphthalene, 1,6-dimethyl- —— :
156.0 14.50
m/z 115.00  17.46%
- M\
77.0 115.0
51.0
b 200 2y L asTo Wil
m/z--> 20 40 60 80 100 120 140 160 14.50

82N081523W.M Fri Aug 25 18:08:20 2023 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©82423\
Data File : VN@©79032.D

Acqg On : 24 Aug 2023 15:29

Operator : JC\MD

Sample : 04075-01 20X

Misc : 6.52g/5.0mL/100uL/5.emL/MSVOA_N/MEOH NEVINS-SB05-2113-114

ALS vial : 12  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 1,1'-Biphenyl, 4-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.076 10.66 ug/l 243790 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1'-Biphenyl, 4-methyl- 168 C13H12 000644-08-6 95
2 1,1'-Biphenyl, 2-methyl- 168 C13H12 000643-58-3 93
3 1,1'-Biphenyl, 3-methyl- 168 C13H12 000643-93-6 91
4 Diphenylmethane 168 C13H12 000101-81-5 49
5 Fluorene, 2,4a-dihydro- 168 C13H12 059247-36-8 46
Abundance Scan 2231 (15.076 min): VN079032.D\data.ms (-2218) (- m/z 168.10 100.00%
168.1
5000
D A J/\ o
51.0 82.5 115.1
206.9 281 15.00
0! o m/z 167.00 59.59%
miz--> 0 50 100 150 200 250
Abundance #43638: 1,1'-Biphenyl, 4-methyl-
168.0
5000 M AN palfo
15.00
m/z 151.95 43.33%
83.0
0 | \5‘1‘7.9“ \“\H‘ ‘\‘ ‘1]\-‘5\.9\ it “h \”“‘\ L B Bt
miz--> 0 50 100 150 200 250
Abundance #43633: 1,1'-Biphenyl, 2-methyl-
168.0
T \
15.00
5000 m/z 165.00 28.42%
390 8301150 H
0 - ‘\“ }L ‘\“\ VHM“‘MM . “‘u\‘ U ‘H‘HH‘ I
miz--> 0 50 100 150 200 250 M/\W
Abundance #43635: 1,1-Biphenyl, 3-methyl- W\wm A
168.0 15.00
m/z 153.00 20.11%
5000
39.0 8301150 ‘ ‘
m/z--> 0 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@©79032.D

Acqg On : 24 Aug 2023 15:29

Operator : JC\MD

Sample : 04075-01 20X

Misc : 6.52g/5.0mL/100uL/5.emL/MSVOA_N/MEOH NEVINS-SB05-2113-114

ALS vial : 12  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 3
R.T. EstConc Area Relative to ISTD R.T.
15.523  69.47 ug/1 1588160 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acenaphthene 154 C12H1e 000083-32-9 93
2 1,4-Ethenonaphthalene, 1,4-dihydro- 154 C12H10 007322-47-6 64
3 Naphthalene, 2-ethenyl- 154 C12H1e 000827-54-3 59
4 Hexa-2,4-diyn-1-ylbenzene 154 C12H10 000520-74-1 58
5 3-Fluoro-para-anisaldehyde 154 C8H7F02 000351-54-2 53
Abundance Scan 2307 (15.523 min): VN079032.D\data.ms (-2293) (- | m/z 153.00 100.00%
153.0
5000
76.1 R\ ‘
15.50
51.0 98.0 126.0 M
Ob el w25 TS L1750 2069y 154,00 89.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31486: Acenaphthene
153.0
5000 0 :
76.0 15.50
m/z 151.95 48.91%
0 27.0 Nk \‘\ 980 1260 m
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ !‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31495: 1,4-Ethenonaphthalene, 1,4-dihydro-
158.0
T T
15.50
5000 m/z 76.10 24 .86%
76.0 128.0
390 | “‘ 102.0 “
O .
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31491: Naphthalene, 2-ethenyl- R ‘
153.0 15.50
m/z 151.05 16.44%
5000
76.0
510 126.0
ol 20, %0 | wmoreo | . )
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©82423\
Data File : VN@©79032.D

Acqg On : 24 Aug 2023 15:29

Operator : JC\MD

Sample : 04075-01 20X

Misc : 6.52g/5.0mL/100uL/5.emL/MSVOA_N/MEOH NEVINS-SB05-2113-114

ALS vial : 12  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  88.42 ug/l 2021530 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 94
2 Azulene 128 C10H8 000275-51-4 90
3 4a,8a-(Methaniminomethano)naphth... 275 C18H13NO2 069915-10-2 78
4 1H-Indene, 1-methylene- 128 C10H8 002471-84-3 64
5 [4.2.2]Propella-2,4,7,9-tetraene 128 C10H8 088090-34-0 50
Abundance Scan 2328 (15.647 min): VN079032.D\data.ms (-2320) (- | m/z 128.00 100.00%
128.0
5000
—— —
51.1 7.0 1701 ) 15.50 16.00
O e Z0L L ATOL 28LL 5 127.60  12.36%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #13686: Naphthalene
128.0
5000 —— —
15.50 16.00
m/z 129.05 10.62%
51.0
O\’\\\\‘H“H‘WHH}M‘H-\O\“‘HH‘\‘HH‘H\\‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #13679: Azulene
128.0 k
P ]
15.50 16.00
5000 m/z 102.00 8.45%
51.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #167407: 4a,8a-(Methaniminomethano)naphthalene-9,11 — —
128.0 15.50 16.00
m/z 51.10 7.94%
5000
0 51.0 ‘9%0‘ | 156.0 206.0 246.0275.0
e e e e e e e e — P
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\VN@82423\
Data File : VN@79032.D

Acqg On : 24 Aug 2023 15:29

Operator : JC\MD

Sample : 04075-01 20X

Misc : 6.52g/5.0mL/100uL/5.0mL/MSVOA_N/MEOH

ALS Vvial : 12  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

1337480
1143110
1143110
1143110
1143110
1143110
1143110
1143110
1143110

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

NEVINS-SB05-2113-114

TIC Top Hit name RT EstConc Units Response |#
Naphthalene, 2-... 12.629 11.3 ug/l 301130 3
Naphthalene, 1-... 13.317 68.5 ug/l 1566240 4
Naphthalene, 1,... 13.664 65.4 wug/l 1495170 4
Naphthalene, 2,... 14.017 71.0 ug/l 1624070 4
Naphthalene, 1,... 14.129 17.7 ug/l 405098 4
Naphthalene, 1,... 14.476 10.8 ug/l 245693 4
Naphthalene, 1,... 14.564 19.8 wug/l 452283 4
1,1'-Biphenyl, ... 15.076 10.7 wug/l 243790 4
1,4-Ethenonapht... 15.523 69.5 ug/l 1588160 4
Azulene 15.647 88.4 wug/l 2021530 4
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