LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@82423\
Data File : VN©79029.D

Acqg On : 24 Aug 2023 14:17

Operator : JC\MD

Sample : 04093-04

Misc : 7.52g/5.emL/100uL/5.emL/MSVOA_N/MEOH NEVINS-SB04-294-95

ALS vial : 8 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@79029.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.289 51 57 63 rBV3 10066 20786 1.64% 0.170%
2 2.830 136 149 150 rBV8 33124 87092 6.86% 0.710%
3 5.489 593 601 603 rBv4 9235 17616 1.39% 0.144%
4 8.171 1047 1057 1061 rBV 188918 449962 35.46% 3.670%
5 8.224 1061 1066 1076 rVB 293791 658014 51.85% 5.368%

6 8.582 1115 1127 1140 rBV ~ 195809 464971 36.64% 3.793%
7 9.106 1206 1216 1224 rBV 453471 939485 74.03% 7.664%
8 10.571 1455 1465 1472 rBV 685496 1269047 100.00% 10.352%
9 10.635 1472 1476 1482 rVB2 50628 89009 7.01% 0.726%
10 11.870 1678 1686 1697 rBV 648475 1150483 90.66%  9.385%

11 11.965 1697 1702 1711 rVB 51447 91350 7.20% 0.745%
12 12.082 1716 1722 1729 rBV 23579 39290 3.10% 0.321%
13 12.412 1770 1778 1786 rBv4 48311 102154 8.05% ©.833%
14 12.629 1797 1815 1834 rBV3 42178 236943 18.67% 1.933%
15 12.806 1838 1845 1846 rVV7 7710 14924 1.18% 0.122%
16 12.853 1846 1853 1864 rVB 505697 879274 69.29% 7.173%
17 13.188 1904 1910 1913 rBV7 9779 20287 1.60% ©.165%
18 13.317 1914 1932 1933 rBvV2 141931 404711 31.89%  3.301%
19 13.488 1956 1961 1965 rVB3 13341 24140 1.90% 0.197%
20 13.535 1965 1969 1973 rVB4 12825 18092 1.43% 0.148%

21 13.670 1973 1992 2007 rBV5 135692 734363 57.87%
22 13.794 2007 2013 2021 rVB 594309 1004751 79.17%
23 14.012 2035 2050 2060 rBV2 229346 837098 65.96%
24 14.129 2062 2070 2074 rVV4 106755 349423 27.53%

NN OO U
o]
N
[o]
B

25 14.176 2074 2078 2086 rVB 172044 317741 25.04% 592%
26 14.488 2120 2131 2136 rBVS5 34290 107691 8.49% ©0.878%
27 14.559 2138 2143 2153 rVB5 56236 162993 12.84% 1.330%
28 14.847 2184 2192 2193 rBV5 28937 48912 3.85% ©.399%
29 15.082 2219 2232 2233 rBV8 19314 52663 4.15% 0.430%
30 15.123 2237 2239 2247 rVB5 23286 29274  2.31% 0.239%
31 15.206 2247 2253 2260 rBv4 23856 45905 3.62% ©.374%
32 15.317 2265 2272 2281 rVB1@ 11188 31216  2.46%  ©.255%

33 15.529 2289 2308 2320 rBV3 200124 741691 58.44%  6.050%
34 15.647 2320 2328 2337 rVV 339678 718779 56.64% 5.863%
35 15.747 2340 2345 2352 rVB7 11707 29414  2.32%  0.240%
36 16.105 2400 2406 2414 rVB9 8556 25053 1.97% ©.204%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@82423\
Data File : VN©79029.D

Acqg On : 24 Aug 2023 14:17

Operator : JC\MD

Sample : 04093-04

Misc 1 7.52g/5.0mL/100uL/5.emL/MSVOA_N/MEOH NEVINS-SB04-294-95

ALS vial : 8 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 16.276 2433 2435 2446 rVB7 11193 22282 1.76% 0.182%

38 16.594 2479 2489 2496 rBvV8 6303 22036 1.74% 0.180%
Sum of corrected areas: 12258915
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©82423\
Data File : VN©79029.D

Acqg On : 24 Aug 2023 14:17

Operator : JC\MD

Sample : 04093-04

Misc : 7.52g/5.0mL/100uL/5.emL/MSVOA_N/MEOH NEVINS-SB04-294-95

ALS vial : 8 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: VN079029.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ N\Data\VN@82423\

Data File : VN©79829.D

Acqg On : 24 Aug 2023 14:17

Operator JC\MD

Sample : 04093-04 :
Misc : 7.52g/5.0mL/100uL/5.emL/MSVOA_N/MEOH NEVINS-SB04-294-95

ALS vial : 8 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 1 unknown2.830 Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
2.830 6.62 ug/1l 87092  Pentafluorobenzene 8.224
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanenitrile, 3-chloro- 89 C3H4CIN 000542-76-7 17
2 Carbonochloridic acid, 4-nitroph... 201 C7H4C1NO4 007693-46-1 9
3 2-Chloroethyl vinyl sulfone 154 C4H7C102S 007327-58-4 9
4 Ethene, (2-chloroethoxy)- 106 C4H7C10 000110-75-8 9
5 1-Ethanol, 2-[(3,5-dinitrophenyl... 244 C8H8N205S 1000337-27-1 9
Abundance Scan 149 (2.830 min): VN079029.D\data.ms (-136) (-) m/z 49.10 100.00%
49.1
5000 /AMWM\
R R R R RRRRE
Y 14?_2 218.9 361.4 519, 2.60 2.80 3.00 3.20
0 bbby o m/z 45.10 62.56%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #2410: Propanenitrile, 3-chloro-
49.0
5000 \\\\‘\\\\‘\\\\‘\\\\’\\\
2.60 2.80 3.00 3.20
" m/z 63.05 59.42%
O‘\“\‘Wm}‘1‘!\1“\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance  #77081: Carbonochloridic acid, 4-nitrophenyl ester
63.0
2.60 2.80 3.00 3.20
5000 m/z 35.10 50.70%
122.0 9010
o‘HwMuWAL‘H,H‘whu‘_‘u‘u‘w‘u‘_‘u,u‘w‘u
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #31550: 2-Chloroethyl vinyl sulfone R e AR
63.0 2.60 2.80 3.00 3.20
m/z 47.10 46.16%
5000
o_m_“u‘“_\u?“?uwmwmWHWHHWH,HH‘m RS SR E
m/z--> 0 50 100 150 200 250 300 350 400 450 500 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©82423\
Data File : VN©79029.D

Acqg On : 24 Aug 2023 14:17

Operator : JC\MD

Sample : 04093-04

Misc : 7.52g/5.0mL/100uL/5.emL/MSVOA_N/MEOH NEVINS-SB04-294-95

ALS vial : 8 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, 2-ethenyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.629 10.30 ug/l 236943  Chlorobenzene-d5 11.871
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Biphenyl 154 C12H10 000092-52-4 87
2 Naphthalene, 2-ethenyl- 154 C12H1e 000827-54-3 81
3 1-(2,2-Difluoroethenyl)-4-methyl... 154 C9H8F2 1000305-64-2 53
4 Propanedinitrile, 2,4,6-cyclohep... 154 C1OH6N2 002860-54-0 50
5 Acenaphthene 154 C12H1e 000083-32-9 50

Abundance Scan 1815 (12.629 min): VN079029.D\data.ms (-1797) (- m/z 154.05 100.00%
154.1

5
5000

76.1
\‘

{— T
12.50 13.00

51.0 101.9 1280 |
Ol bl gl el m/z 153.00  36.25%
m/z--> 20 40 60 80 100 120 140 160
Abundance #31485: Biphenyl
154.0
5000 S T
12.50 13.00

m/z 152.00  28.12%

76.0
51‘.0 | 102.0 12§.O ‘ ‘
O‘\\\\‘\\‘\\"1\\”\‘\\\\“\\\\‘\H\\\‘\\‘\\‘\
miz—> 20 40 60 80 100 120 140 160
Abundance #31490: Naphthalene, 2-ethenyl-
154.0
n A

i —f—
12.50 13.00

5000 ITI/Z 76.10 16.45%
128.0
0 27.0 5]\.0 Iy \‘\ 1020 I i . \‘ ‘
T e o B
m/z--> 20 40 60 80 100 120 140 160
Abundance  #32338: 1-(2,2-Difluoroethenyl)-4-methylbenzene (\ R L
154.0 12.50 13.00

m/z 154.90 10.71%

5000 133.0

51.0 77.0 104.0
m/z--> 20 40 60 80 100 120 140 160 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©79029.D

Acqg On : 24 Aug 2023 14:17

Operator : JC\MD

Sample : 04093-04

Misc : 7.52g/5.0mL/100uL/5.emL/MSVOA_N/MEOH NEVINS-SB04-294-95

ALS vial : 8 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-ethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.318 20.14 ug/l 404711 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 97
2 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 96
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 87
4 2-Thiophenecarboxylic acid, 5-et... 156 C7H802S 023229-72-3 59
5 2,4-Difluoromesitylene 156 CSH1eF2 000392-61-0 59
Abundance Scan 1932 (13.317 min): VN079029.D\data.ms (-1914) (- m/z 141.00 100.00%
141.0
/\/\
115.0 — P
51.0 76.0 13.00 13.50
Ol bbbl e bl ATAL e 155 95 44, 52%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33122: Naphthalene, 1-ethyl-
141.0 f\\
5000 = N £,
13.00 13.50
115.0 m/z 115.00  20.46%
27.0 63.0 89.0 ‘ ‘ ‘
O\\\‘\‘\H\\“\\“\\“‘}\\Ml“\\‘\\[‘\\\i‘\“!‘\\‘i\\‘““\“\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33125: Naphthalene, 2-ethyl-
141.0 J/\
e
13.00 13.50
5000 m/z 142.00 10.32%
115.0
510 /6.0
ol 220 2 g b b Al
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33140: Naphthalene, 1,7-dimethyl- A by rb ol
141.0 13.00 13.50
m/z 128.05 9.58%
5000 76.0
51.0 115.0
0 ANMﬁ : R
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©79029.D

Acqg On : 24 Aug 2023 14:17

Operator : JC\MD

Sample : 04093-04

Misc : 7.52g/5.0mL/100uL/5.emL/MSVOA_N/MEOH NEVINS-SB04-294-95

ALS vial : 8 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, 1,6-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.670  36.54 ug/l 734363 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, 1,5-dimethyl- 156 C12H12 000571-61-9 96
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 96
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 95

Abundance Scan 1992 (13.670 min): VN079029.D\data.ms (-1973) (- | m/z 156.10 100.00%
156.1

N

128.1
51.0 M 13.50 14.00
P

2.0
) S T M wlh i ‘w : ‘ “‘ ‘ ““m m/z 141.05  70.14%

1

m/z--> 20 40 60 80 100 120 140 160
Abundance #33163: Naphthalene, 1,6-dimethyl-

156.0

—U

miz--> 20 40 60 80 100 120 140

5000 T f T T T T T T
13.50 14.00
115.0 ITI/Z 155.10 34.98%
51.0 77.0
27.0
O\\\‘\\\\‘\\“\\“\\HH“\\\\‘\\\‘\‘\“‘ﬂ-\\zpL“ﬂd‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #33134: Naphthalene, 1,7-dimethyl-
156.0 j/\\m
v
13.50 14.00
5000 ITI/Z 128.05 18.94%
510 770 115.0
27.0 s
) AT RO T PR .0 | W
m/z--> 20 40 60 80 100 120 140 160
Abundance #33166: Naphthalene, 1,5-dimethyl- Py AR
156.0 13.50 14.00
m/z 153.00 16.27%
5000
76.0 115.0 A
51.0
27.0 M
0 T ﬂ‘ww““‘y‘wﬂ L. N Mo
160

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©79029.D

Acqg On : 24 Aug 2023 14:17

Operator : JC\MD

Sample : 04093-04

Misc : 7.52g/5.0mL/100uL/5.emL/MSVOA_N/MEOH NEVINS-SB04-294-95

ALS vial : 8 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, 2,3-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.012 41.66 ug/l 837098 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, 1,4-dimethyl- 156 C12H12 000571-58-4 96
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96

Abundance Scan 2050 (14.012 min): VN079029.D\data.ms (-2035) (- | m/z 156.10 100.00%
156.1
5000 /\
115.0 A ‘
5.0 710 g9, ‘ 1390 14.00
ol el 229 m/z 141.05 76.00%
miz--> 20 40 60 80 100 120 140 160
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000 /\ 1
l4 00
115.0 m/z 155.10 26.82%
51.0 76.0
200 ) ,980 =X
O\\\\‘\\\\‘\\‘\\"‘“‘\‘\‘\\"\\\}‘\‘\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #33158: Naphthalene, 1,3-dimethyl-
156.0 /,,f\/
e .
14.00
5000 ITI/Z 115.00 20.80%
115.0
270 510 760 1390
o 0 T s o
m/z--> 20 40 60 80 100 120 140 160
Abundance #33156: Naphthalene, 1,7-dimethyl- =
156.0 14.00
m/z 127.95 17.53%
5000
115.0
5.0 77.0 139.0
PO S . ¥ s ¥ | SRR
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©82423\
Data File : VN©79029.D

Acqg On : 24 Aug 2023 14:17

Operator : JC\MD

Sample : 04093-04

Misc : 7.52g/5.0mL/100uL/5.emL/MSVOA_N/MEOH NEVINS-SB04-294-95

ALS vial : 8 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, 2,7-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.129 17.39 ug/1l 349423 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 94
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 93
3 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 93
4 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 91
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 91

Abundance Scan 2070 (14.129 min): VN079029.D\data.ms (-2062) (- | m/z 156.10 100.00%

L

76.2 .
39 0 ‘ 115.0 33 14.00 14.50
ol Wlu”“”“‘ s ML h/z 141,00 61.63%
m/z--> 20 40 80 100 120 140 160
Abundance #33147. Naphthalene, 2,7-dimethyl-
156.0
5000 /\ T T T T \)/‘\/\\
14.00 14.50

m/z 155.00  33.17%

77.0 128.0
41.0
102.0
0 \\\‘\‘\\\“‘\ ey ‘H}\““\\\\‘\\\‘\‘\“‘\ \‘i‘\ \‘w’\\\

m/z--> 20 40 60 80 100 120 140 160
Abundance #33164: Naphthalene, 1,6-dimethyl-

156.0

L

14.00 14.50
5000 m/z 76.20 18.92%
115.0
ol 280 490 690 970 | 1380
N R | e

m/z--> 20 40 60 80 100 120 140 160 J/\‘V/\m
Abundance #33132: Naphthalene, 2,6-dimethyl- po
156.0 14 00 14. 50

m/z 139.20  18.23%

5000 M
77.0 115.0 W)V(\
510
oL 270 2P o I PRk

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©82423\
Data File : VN©79029.D

Acqg On : 24 Aug 2023 14:17

Operator : JC\MD

Sample : 04093-04

Misc : 7.52g/5.0mL/100uL/5.emL/MSVOA_N/MEOH NEVINS-SB04-294-95

ALS vial : 8 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 Indene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.176  15.81 ug/1 317741 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indene 116 C9H8 000095-13-6 94
2 3-Methylphenylacetylene 116 CO9H8 000766-82-5 91
3 Benzene, 1-propynyl- 116 C9H8 000673-32-5 91
4 Benzene, l-ethynyl-4-methyl- 116 CO9H8 000766-97-2 90
5 1-Phenyl-1-pentyn-4-o0l 160 C11H120 016330-23-7 78
Abundance Scan 2078 (14.176 min): VN079029.D\data.ms (-2074) (-~ | m/z 115.95 100.00%
116.0
5000 J\
e —
390 0930 890 14.00 14.50
Ot eyl 1393 1611 0915 09 93.05%
m/z--> 20 40 60 80 100 120 140 160
Abundance #9541: Indene
116.0
5000 - S
14.00 14.50
m/z 63.00 11.75%
3909 630 89.0
0\\\‘\\\\“\\H\\H“‘\‘\\\‘\‘\‘\\‘\\\H“\\\\’\\\\’\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #9550: 3-Methylphenylacetylene
115.0
14.00 14.50
5000 m/z 89.00 11.69%
39.0 63.0 89.0
o280
m/z--> 20 40 60 80 100 120 140 160
Abundance #9544: Benzene, 1-propynyl-
115.0 14.00 14.50
m/z 57.75 8.64%
5000
63.0 89.0
oo X0
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©82423\
Data File : VN©79029.D

Acqg On : 24 Aug 2023 14:17

Operator : JC\MD

Sample : 04093-04

Misc : 7.52g/5.0mL/100uL/5.emL/MSVOA_N/MEOH NEVINS-SB04-294-95

ALS vial : 8 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 Naphthalene, 1,3-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.559 8.11 ug/1 162993 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 91
2 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 90
3 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 90
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 90
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 90

Abundance Scan 2143 (14.559 min): VN079029.D\data.ms (-2138) (- | m/z 156.10 100.00%
156.1
5000 //\A
76.0 115.0 13d.0 e /\ |
892 s ‘ o8 ‘ | ' 14.50
“ %wf \h‘ L M‘m | \'H‘ Ay H H | 9
0 et L m/z 141.60  68.76%
miz--> 20 40 0 80 100 120 140 160
Abundance #33159: Naphthalene, 1,3-dimethyl-
156.0 /\/\\
5000 o A
76.0 115.0 m/Z 114.95 24 .32%
27.0 510 : 139.0
O\\\”\‘\h\\\“‘\\“\\"H‘\\‘Lu"‘\”\“\9\8.‘(‘)\\1“1‘\“!‘\\“"\\‘
miz--> 20 40 60 80 100 120 140 160
Abundance #33168: Naphthalene, 1,2-dimethyl-
156.0
=T
14.50
5000 ITI/Z 75.95 23.06%
0 270 510 770 11\5'0 1390 |
T S L S SRS (|
m/z--> 20 40 60 80 100 120 140 160 A’H
Abundance #33144: Naphthalene, 2,7-dimethyl- ‘NJ o e “m
156.0 14.50
m/z 157.10 18.28%
5000
77.0 128.0
270 510 '
PN O oY L 1 N B WP WP
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©82423\
Data File : VN©79029.D

Acqg On : 24 Aug 2023 14:17

Operator : JC\MD

Sample : 04093-04

Misc : 7.52g/5.0mL/100uL/5.emL/MSVOA_N/MEOH NEVINS-SB04-294-95

ALS vial : 8 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 Hexa-2,4-diyn-1-ylbenzene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.529  36.91 ug/1 741691 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acenaphthene 154 C12H1e 000083-32-9 95
2 Hexa-2,4-diyn-1-ylbenzene 154 C12H10 000520-74-1 64
3 Naphthalene, 2-ethenyl- 154 C12H10 000827-54-3 62
4 1,4-Ethenonaphthalene, 1,4-dihydro- 154 C12H10 007322-47-6 42
5 .beta.-(1-Naphthyl)acrylic acid 198 C13H1002 013026-12-5 40
Abundance Scan 2308 (15.529 min): VN079029.D\data.ms (-2289) (- | m/z 153.00 100.00%
153.0
5000
76.0
N \
ol 59 m 2071 2810 n; 154.16 96.69%
miz-> 50 100 150 200 250
Abundance #31486: Acenaphthene
1538.0
5000 \ \
76.0 15.50
m/z 152.05 63.36%
oo | | _ysa |
O T T T \ H T \ H\ ‘ T T ‘\ T T T T T ‘ T T T T ‘ T T T T
m/z--> 5 100 150 200 250
Abundance #31494: Hexa-2,4-diyn-1-ylbenzene
153.0
RN T
15.50
5000 m/z 76.00 28.28%
76.0 115.0
o0L— 7?)9\()“‘\ ‘\h\ ‘““\‘ \H‘ h‘\\ H“‘ L J‘m — —
miz--> 50 100 150 200 250
Abundance #31491: Naphthalene, 2-ethenyl- oo e ‘
153.0 15.50
m/z 151.05 20.67%
5000
76.0
L - I | PR . W
m/z--> 50 100 150 200 250 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©82423\
Data File : VN©79029.D

Acqg On : 24 Aug 2023 14:17

Operator : JC\MD

Sample : 04093-04

Misc : 7.52g/5.0mL/100uL/5.emL/MSVOA_N/MEOH NEVINS-SB04-294-95

ALS vial : 8 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 4
R.T. EstConc Area Relative to ISTD R.T.
15.647 35.77 ug/1 718779 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 64
4 1,3-Dicyanobenzene 128 C8H4N2 000626-17-5 59
5 m-Fluorothiophenol 128 C6H5FS 002557-77-9 56
Abundance Scan 2328 (15.647 min): VN079029.D\data.ms (-2320) (- | m/z 127.95 100.00%
128.0
5000 /\
1550  16.00
51.0 . .
87.1
Obrrrprrdd BT AT00 2070 s 10665 13.30%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #13686: Naphthalene
128.0
5000 RN —
15.50 16.00
m/z 128.95 11.26%
51.0 ‘
OHH‘HH‘\\“\\‘WHHMH.H“‘HH‘\‘H‘H\\’HH‘HH‘HH‘HH‘HH’HH‘\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #13681: Azulene
128.0 /A
e o
15.50 16.00
5000 m/z 102.00 8.13%
51.0
ST I
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #167407: 4a,8a-(Methaniminomethano)naphthalene-9,11 = ——
128.0 15.50 16.00
m/z 51.00 7.85%
5000
0 51.0 910 | 1570 206.0 246.0275.C )
T e e e e e e P AR
m/z--> 20 40 60 80 100120140160180200220240260 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©79029.D

Acqg On : 24 Aug 2023 14:17

Operator : JC\MD

Sample : 04093-04

Misc 1 7.52g/5.0mL/100uL/5.emL/MSVOA_N/MEOH NEVINS-SB04-294-95

ALS vial : 8 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---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
unknown2.830 2.830 6.6 ug/l 87092 1 8.224 658014 50.0
Naphthalene, 2-... 12.629 10.3 ug/l 236943 3 11.871 1150480 50.0
Naphthalene, 1-... 13.318 20.1 wug/l 404711 4 13.794 1004750 50.0
Naphthalene, 1,... 13.670 36.5 ug/l 734363 4 13.794 1004750 50.0
Naphthalene, 2,... 14.012 41.7 ug/l 837098 4 13.794 1004750 50.0
Naphthalene, 2,... 14.129 17.4 ug/l 349423 4 13.794 1004750 50.0
Indene 14.176 15.8 ug/l 317741 4 13.794 1004750 50.0
Naphthalene, 1,... 14.559 8.1 ug/l 162993 4 13.794 1004750 50.0
Hexa-2,4-diyn-1... 15.529 36.9 ug/l 741691 4 13.794 1004750 50.0
Azulene 15.647 35.8 wug/l 718779 4 13.794 1004750 50.0
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