LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081623\
Data File : VX@37052.D

Acqg On : 17 Aug 2023 10:23

Operator : JC/MD

Sample : 03958-04

Misc : 6.55g/5mL/100uL/5.00mL/MSVOA_X/MEOH NEVINS-SB02-246-47

ALS Vvial : 55 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 X\Method\82X072123W.M

Title : SW846 8260

Signal : TIC: VX@37052.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 6.757 920 930 950 rBV 209154 500742 1.03% 0.272%
2 8.647 1234 1240 1249 rVB 436778 673962 1.38% 0.366%
3 10.055 1466 1471 1476 rBV 482224 635873 1.30%  0.345%
4 10.195 1488 1494 1500 rBV 2552722 3350661 6.86% 1.818%
5 10.640 1562 1567 1582 rVB 832001 1102753 2.26% 0.598%
6 10.963 1614 1620 1628 rBV 370828 493508 1.01% 0.268%
7 11.085 1634 1640 1651 rVB 464605 694601 1.42% 0.377%
8 11.396 1684 1691 1696 rBV 874697 1210376 2.48% 0.657%
9 11.451 1696 1700 1703 rBV 593020 731084 1.50% 0.397%
10 11.616 1722 1727 1734 rVB 557751 728894 1.49% 0.395%
11 11.750 1740 1749 1755 rBV 2141541 2844837 5.83% 1.544%
12 11.969 1777 1785 1789 rBV 396465 607951 1.24% 0.330%
13 12.024 1789 1794 1800 rVV2 704020 1172257 2.40% 0.636%
14 12.085 1800 1804 1808 rVV 828025 1043260 2.14% 0.566%
15 12.134 1808 1812 1816 rVB 478943 556443 1.14% 0.302%

16 12.244 1824 1830 1837 rBV 11714452 15072021 30.86% 8.178%

17 12.317 1837 1842 1848 rVV2 2134962 2749771 5.63% 1.492%
18 12.554 1878 1881 1885 rVB 555668 692300 1.42% ©.376%
19 12.615 1885 1891 1894 rBV 1968974 2392380 4.90%  1.298%
20 12.701 1900 1905 1910 rBV 1202092 1814476 3.72% 0.984%
21 12.750 1910 1913 1917 rVB 455725 527315 1.08% ©.286%
22 12.792 1917 1920 1925 rBV 528413 671700 1.38% 0.364%
23 12.963 1944 1948 1953 rBV 996831 1214879 2.49% 0.659%
24 13.048 1959 1962 1967 rVV2 719430 1188100 2.43%  0.645%
25 13.170 1977 1982 1986 rVB 2826352 3338639 6.84% 1.811%
26 13.286 1998 2001 2006 rVV2 1390743 1861092 3.81% 1.010%
27 13.341 2006 2010 2016 rVB 2004564 2318786 4.75%  1.258%
28 13.426 2018 2024 2029 rVB 5146008 6660313 13.64% 3.614%
29 13.499 2034 2036 2040 rVB 480975 523918 1.07% 0.284%
30 13.548 2040 2044 2048 rBV 674713 997753 2.04% 0.541%

31 13.682 2061 2066 2069 rBv2 585113 759532 1.56% ©0.412%
32 13.792 2075 2084 2089 rBV 27078029 48835024 100.00% 26.497%
33 13.871 2089 2097 2101 rVWVW 1476267 2185572  4.48% 1.186%
34 13.926 2101 2106 2111 rVB3 561517 846824 1.73% 0.459%
35 14.097 2131 2134 2137 rVW 853625 1082712 2.22% ©.587%

36 14.127 2137 2139 2148 rVB3 427861 825642 1.69% 0.448%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081623\
Data File : VX037052.D

Acqg On : 17 Aug 2023 10:23

Operator : JC/MD

Sample : 03958-04

Misc : 6.55g/5mL/100uL/5.00mL/MSVOA_X/MEOH NEVINS-SB02-246-47

ALS Vvial : 55 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 X\Method\82X072123W.M
Title : SW846 8260

37 14.219 2149 2154 2158 rBV2 1228531 1972103 4.04% 1.070%
38 14.255 2158 2160 2164 rVV2 479779 566762 1.16% ©.308%
39 14.316 2164 2176 2176 rVV 1157060 1845739 3.78% 1.001%
40 14.524 2200 2204 2211 rVV2 526936 860600 1.76% ©.467%

41 14.597 2211 2216 2218 rVV 365611 517867 1.06% ©.281%
42 14.639 2218 2223 2233 rVV 17577570 25006369 51.21% 13.568%
43 14.780 2240 2246 2256 rVV 12811283 17865778 36.58% 9.694%
44 15.206 2308 2316 2320 rBV 1429034 2034243 4.17% 1.104%

45 15.371 2331 2343 2347 rBV 3167911 4878511 9.99% 2.647%
46 15.475 2354 2360 2365 rBV 2539436 3865013 7.91% 2.097%
47 15.615 2377 2383 2386 rBV 2685501 4294078 8.79%  2.330%
48 15.652 2386 2389 2394 rVB 1367591 1928359  3.95% 1.046%
49 15.834 2409 2419 2424 rBV 645756 1761177 3.61% ©0.956%
50 15.987 2438 2444 2453 rVB 407124 712531 1.46% 0.387%

51 16.322 2491 2499 2512 rBV2 1641690 3290001 6.74% 1.785%

Sum of corrected areas: 184305082
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

: 03958-04
: 6.55g/5mL/100uL/5.00mL/MSVOA_X/MEOH NEVINS-SB02-246-47
: 55  Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VXe81623\

: VX@37052.D
: 17 Aug 2023 10:23

JC/MD

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.M

Quant Title

TIC Library

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2.5e+07

2e+07

1.5e+07

1le+07

5000000

0
Time-->

TIC: VX037052.D\data.ms

1.20 1.40 1.60 1.80 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

Abundance

2.5e+07

2e+07

1.5e+07

le+07

5000000

TIC: VX037052.D\data.ms

6.757 8.647 10.055}\ 10-240 10.963085 13.L-AB.9,@1

0
Time-->

T [ B | T T T T L — T T T T T ‘/\v*\ T LI R [ —— T

I I I
6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00

Abundance

2.5e+07

2e+07

1.5e+07

1e+07

5000000

Time-->

11.750 615
616 112 12 E 9%&2 %64 amﬁ 53264%%%? 415%&7 15. ZOBﬁ 15,652, 53400 16. 322
0™ m A m" R e e UL

TIC: VX037052.D\data.ms
13. (92
14.639

14.780
12.244

13.426
13. 1

12.00 12. 50 13 00 13 50 14.00 14.50 15.00 15. 50 16 00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081623\
Data File : VX@37052.D

Acqg On : 17 Aug 2023 10:23

Operator : JC/MD

Sample : 03958-04

Misc : 6.55g/5mL/100uL/5.00mL/MSVOA_X/MEOH NEVINS-SB02-246-47

ALS Vvial : 55 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.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 3
R.T. EstConc Area Relative to ISTD R.T.
12.244 642.86 ug/l 15072000 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 81
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 81
3 Benzene, 1-propenyl- 118 C9H10 000637-50-3 74
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 72
5 Benzene, 1l-ethenyl-4-methyl- 118 C9H1e 000622-97-9 49
Abundance Scan 1830 (12.244 min): VX037052.D\data.ms (-1824) (- m/z 117.05 100.00%
117.1
5000
91.0
39.0 63.0 12.00 12.50
ol Ll L 235 1651 7 118,10 62.16%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10181: Indane
117.0
5000 —r— —
12.00 12.50
m/z 115.05 37.32%
390 630 10
\1\5\.(‘)\‘\ T \“.\ \H\ \““\‘\ T \M‘ T \“\ T “‘\ T ‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #10192: Benzene, 2-propenyl-
117.0
12.00 12.50
m/z 91.05 20.73%
5000 910 /
39.0 65.0
SN W ' VI SV IR
m/z--> 20 40 60 80 100 120 140 160
Abundance #10194: Benzene, 1-propenyl-
117.0 12.00 12.50
m/z 119.05 12.73%
5000
91.0
390 580
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081623\
Data File : VX@37052.D

Acqg On : 17 Aug 2023 10:23

Operator : JC/MD

Sample : 03958-04

Misc : 6.55g/5mL/100uL/5.00mL/MSVOA_X/MEOH NEVINS-SB02-246-47

ALS Vvial : 55 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.M
Quant Title : SW846 8260

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 2 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.616 102.04 ug/l 2392380 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 96
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95
3 o-Cymene 134 C10H14 000527-84-4 95
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 95
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 95

Abundance Scan 1891 (12.615 min): VX037052.D\data.ms (-1885) (- m/z 119.10 100.00%

119.1
5000
91.0

12.50 13.00
39.1 65.0
0 w“‘w“Hw‘mh‘wwﬂw‘w‘uW‘WL‘uﬁ499“w??4P m/z 134.05  29.40%
m/z--> 0O 20 40 60 80 100 120 140 160 180
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000
12.50 13.00
91.0 m/z 91.85 17.46%
65.0 ‘
\‘H:L?\.(‘)\‘\:\g\g“;(\)\“h “i‘\ T \‘H‘ T “H“\ \‘M L B B R B B
m/z--> 0O 20 40 60 80 100 120 140 160 180
Abundance #17070: Benzene, 2-ethyl-1,3-dimethyl-
119.0
12.50 13.00
5000 ITI/Z 120.05 10.09%

39.0 650 91.0

=

‘“}ﬁ?ﬂu‘wuw‘ph‘NW‘LWN‘NM“HW“H“‘H“H
m/z--> 0O 20 40 60 80 100 120 140 160 180
Abundance #16998: 0o-Cymene
119.0 12.50 13.00
m/z 117.10 9.30%
5000
91.0
41.0 65.0
w\;ﬁ?ﬁ\NM\HHW\HH\“H“M\“L\“W\H\‘H\\M\\ — v ‘
m/z--> 0O 20 40 60 80 100 120 140 160 180 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081623\
Data File : VX@37052.D

Acqg On : 17 Aug 2023 10:23

Operator : JC/MD

Sample : 03958-04

Misc : 6.55g/5mL/100uL/5.00mL/MSVOA_X/MEOH NEVINS-SB02-246-47

ALS Vvial : 55 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.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 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.170 142.40 ug/l 3338640 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 95
2 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 94
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 93
4 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 92
5 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 90
Abundance Scan 1982 (13.170 min): VX037052.D\data.ms (-1977) (| m/z 117.85 100.00%
117.1
5000 ﬂ/w
911 L o
390 65.0 ‘ ‘ 13.00 13.50
] Sl R n‘u‘”cm“‘ Al 14811691 m/z 132.00  37.94%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
5000
13.00 13.50
m/z 115.05 26.29%
390 g5 910 ‘ ‘
\\\‘\“\ T \“|‘\ \“”\ |“U\ \”\“‘ T \“\ T ‘”\‘\ T U‘ \‘“\‘\ (L L i
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
13.00 13.50
5000 m/z 131.05 20.02%
91.0
\\\‘2\7\'9\‘, ?i.c\),‘;‘u\“‘ \ N‘H‘”;‘HH‘ e R EERE S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl- =T —
117.0 13.00 13.50
m/z 91.10 13.69%
5000
390 g50 910 ‘ ‘
SN OO P SV PO ) SN AT
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_X\Data\VX081623\
Data File : VX@37052.D

Acqg On : 17 Aug 2023 10:23

Operator : JC/MD

Sample : 03958-04

Misc : 6.55g/5mL/100uL/5.00mL/MSVOA_X/MEOH NEVINS-SB02-246-47

ALS Vvial : 55 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.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 Benzene, (1-methyl-2-cyclop... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.426 284.08 ug/l 6660310 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 95
2 2-Methylindene 130 C10H10 002177-47-1 94
3 1H-Indene, 1-methyl- 130 C10H10 000767-59-9 94
4 Benzene, 1-butynyl- 130 C10H1e 000622-76-4 94
5 Cycloprop[a]lindene, 1,1a,6,6a-te... 130 C10H10 015677-15-3 93

Abundance Scan 2024 (13.426 min): VX037052.D\data.ms (-2018) (- m/z 130.00 100.00%

130.0
5000
e

2 630 1021 13.50
[ T T 162.2 2070 /7 115.05  93.28%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15058: Benzene, (1-methyl-2-cyclopropen-1-yl)-
130.0
5000

o

13.50
m/z 129.05 77 .27%
270 " 710 1020 |
H\ L
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15022: 2-Methylindene
130.0 _/L}\A
13 50
5000 ITI/Z 128.05 38.57%
28.0 51‘- 77.0 102.0
_1H‘W‘H“H‘ww“‘HMw‘mMMWm,mwm_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15031: 1H-Indene, 1-methyl-
130.0 13 50

m/z 127.10  18.27%

5000
°1.0 770
1020
220 L b o

m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081623\
Data File : VX@37052.D

Acqg On : 17 Aug 2023 10:23

Operator : JC/MD

Sample : 03958-04

Misc : 6.55g/5mL/100uL/5.00mL/MSVOA_X/MEOH NEVINS-SB02-246-47

ALS Vvial : 55 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.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-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.640 1066.59 ug/1 25006400 1,4-Dichlorobenzene-d4 12.024
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 1H-Indene, 1-ethylidene- 142 C11H10 002471-83-2 94
4 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 93
5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 91
Abundance Scan 2223 (14.639 min): VX037052.D\data.ms (-2218) (| | m/z 142.05 100.00%
142.1
5000 A
63.0 113.1 H 1450 1500
bl s M 17622071 28L0 /7 141.05  88.39%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22143: Naphthalene, 2-methyl-
142.0
5000
14 50 15 00
m/z 115.05 43.30%
’\\\\‘\\“f?‘g“\ﬁ“\‘\\‘\\%]\.\\‘(\)\H‘HH‘\\H‘HH‘\\H‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220 240260280
Abundance #22142: Naphthalene, 1-methyl-
142.0
14 50 15 00
5000 143.05 15.04%
63.0 l
RN . A N ——
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22152: 1H-Indene, 1-ethylidene-
141.0 14.50 15.00
m/z 139.05 14.03%
5000 ﬂ
63.0
m/z--> 20 40 60 80 100120140160180200220240260280 14 50 15 00

82X072123W.M Fri Aug 18 11:05:48 2023 Page: 8



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081623\
Data File : VX@37052.D

Acqg On : 17 Aug 2023 10:23

Operator : JC/MD

Sample : 03958-04

Misc : 6.55g/5mL/100uL/5.00mL/MSVOA_X/MEOH NEVINS-SB02-246-47

ALS Vvial : 55 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.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 1H-Indene, 1l-ethylidene- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.780 762.02 ug/l 17865800 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
3 1H-Indene, 1-ethylidene- 142 C11H1e 002471-83-2 94
4 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 93
5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 91
Abundance Scan 2246 (14.780 min): VX037052 D\data.ms (-2240) (- m/z 142.05 100.00%
2.1
5000 115.1 A
63.0 89.0 14 50 15 00
39 0
o N RS PSR ‘H 21221932 n/z 141.05  90.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-
142.0
5000 — —
115.0 14.50 15.00
m/z 115.05  42.25%
39.0 029 890 I
i) Il 1 L
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22150: Naphthalene, 2-methyl-
142.0
—
14 50 15 OO
5000 m/z 143.05 %
115.0
00 Ne0 L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22152: 1H-Indene, 1-ethylidene-
141.0 14.50 15. 00
m/z 139.05 .34%
5000 115.0
90 90 w0
\ |
ettt —— —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081623\
Data File : VX@37052.D

Acqg On : 17 Aug 2023 10:23

Operator : JC/MD

Sample : 03958-04

Misc : 6.55g/5mL/100uL/5.00mL/MSVOA_X/MEOH NEVINS-SB02-246-47

ALS Vvial : 55 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.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, 2,3-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.371 208.08 ug/l 4878510 1,4-Dichlorobenzene-d4 12.024
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 96
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 58
4 5-Acetyl-2-amino-4-methylthiazole 156 C6H8N20S 030748-47-1 53
5 Naphthalene, 1-propyl- 170 C13H14 002765-18-6 53
Abundance Scan 2343 (15.371 min): VX037052.D\data.ms (-2331) (- m/z 141.05 100.00%
141.1
w M
115.1 — \VAW/
15.00 15.50
510 761
Obrerre Qb W 1743 2020 56 10 45.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33127: Naphthalene, 1-ethyl-
141.0
5000 — N -
15.00 15.50
115.0 m/z 115.05 24.56%
150 390 630 89.0 “du‘\ I
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33125: Naphthalene, 2-ethyl-
141.0
== =
15.00 15.50
5000 m/z 142.05 12.42%
115.0
76.0
290 e bl
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33129: Naphthalene, 2,3-dimethyl- == e
141.0 15.00 15.50
m/z 128.05 10.85%
5000
115.0
76.0
270 °10) 4
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_X\Data\VX081623\
Data File : VX@37052.D

Acqg On : 17 Aug 2023 10:23

Operator : JC/MD

Sample : 03958-04

Misc : 6.55g/5mL/100uL/5.00mL/MSVOA_X/MEOH NEVINS-SB02-246-47

ALS Vvial : 55 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.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, 2,7-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.475 164.85 ug/1 3865010 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
2 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 97
3 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97
Abundance Scan 2360 (15.475 min): VX037052.D\data.ms (-2354) (- m/z 156.10 100.00%
156.1
r—h
39.1 ' MTl‘ M , 15.50
ol BN dy LU 1871 2820 45 941 05 70.77%
miz--> 50 100 150 200 250
Abundance #33146: Naphthalene, 2,7-dimethyl-
156.0
5000 UL
15.50
m/z 155.10  35.39%
77.0
T T \4\5 P \‘ T “‘\ T ‘11\-\‘15\.0“‘\ ‘\‘ ‘m\ T T T ‘ T T T T ‘ T T T T
miz-> 50 100 150 200 250
Abundance #33138: Naphthalene, 1,5-dimethyl-
156.0
e
15.50
5000 m/z 115.10 15.85%
770 1150
TS N R | —
miz--> 50 100 150 200 250
Abundance #33132: Naphthalene, 2,6-dimethyl- =
156.0 15.50
m/z 128.05 14.68%
5000
77.0 1150
H\‘ \‘mh\ﬂ”\\ ““\“\‘ UM — e
m/z--> 50 100 150 200 250 15.50

82X072123W.M Fri Aug 18 11:05:52 2023 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081623\
Data File : VX@37052.D

Acqg On : 17 Aug 2023 10:23

Operator : JC/MD

Sample : 03958-04

Misc : 6.55g/5mL/100uL/5.00mL/MSVOA_X/MEOH NEVINS-SB02-246-47

ALS Vvial : 55 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.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 Hexa-2,4-diyn-1-ylbenzene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.322 140.33 ug/l 3290000 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acenaphthene 154 C12H1e 000083-32-9 94
2 Naphthalene, 2-ethenyl- 154 C12H1e 000827-54-3 59
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 1,4-Ethenonaphthalene, 1,4-dihydro- 154 C12H10 007322-47-6 45
Abundance Scan 2499 (16.322 min): VX037052.D\data.ms (-2491) (| m/z 153.05 100.00%
153.1
5000
76.1 O ERARERREEE
39.1 " ' 16.0016.2016.4016.60
Otrrrort 29 M A98L o 2BLL sz 154.10 93.29%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #31489: Acenaphthene
154.0
5000 T T T T T[T T T T T T[T
16.0016.2016.4016.60
76.0 m/z 152.00 46.78%
390 | | 1150 |
H‘H\\‘HH‘HH‘HH‘HH‘HH’H \‘\\H‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #31491: Naphthalene, 2-ethenyl-
153.0
16.0016.2016.4016.60
5000 ITI/Z 76.10 22.28%
76.0
39.0 115.
A A RaR
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #31494: Hexa-2,4-diyn-1-ylbenzene
153.0 16.0016.2016.4016.60
m/z 151.00 17.41%
5000
76.0 115.0
39.0
Tﬁfﬁﬁflfﬂwmﬁ%+%fipme4m
m/z--> 20 40 60 80 100120140160180200220240260280 16.0016.2016.4016.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081623\
Data File : VX@037052.D

Acqg On : 17 Aug 2023 10:23

Operator : JC/MD

Sample : 03958-04

Misc : 6.55g/5mL/100uL/5.00mL/MSVOA_X/MEOH NEVINS-SB02-246-47

ALS Vvial : 55 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.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 12.244 642.9 ug/l 15072000 4 12.024 1172260 50.0
Benzene, 4-ethy... 12.616 102.0 ug/l 2392380 4 12.024 1172260 50.0
1H-Indene, 2,3-... 13.170 142.4 ug/l 3338640 4 12.024 1172260 50.0
Benzene, (1-met... 13.426 284.1 ug/l 6660310 4 12.024 1172260 50.0
Naphthalene, 1-... 14.640 1066.6 ug/l 25006400 4 12.024 1172260 50.0
1H-Indene, 1-et... 14.780 762.0 ug/l 17865800 4 12.024 1172260 50.0
Naphthalene, 2,... 15.371 208.1 ug/l 4878510 4 12.024 1172260 50.0
Naphthalene, 2,... 15.475 164.8 ug/l 3865010 4 12.024 1172260 50.0
Hexa-2,4-diyn-1... 16.322 140.3 ug/l 3290000 4 12.024 1172260 50.0
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