LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081623\
Data File : VX@37049.D

Acqg On : 17 Aug 2023 09:11

Operator : JC/MD

Sample : 03958-02 10X

Misc : 7.65g/5mL/100uL/5.00mL/MSVOA_X/MEOH NEVINS-SB02-793-94

ALS Vvial : 52 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@37049.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 6.038 804 812 829 rVB 664919 1770313 3.84% 0.965%
2 6.763 920 931 945 rBV 240655 586338 1.27% 0.320%
3 8.647 1234 1240 1246 rBV 514552 811567 1.76% 0.442%
4 8.720 1246 1252 1265 rVB 3054884 4743492 10.30%  2.585%
5 10.055 1466 1471 1481 rBV 546059 745617 1.62% 0.406%
6 10.195 1488 1494 1504 rBV 4305746 5670366 12.31% 3.091%
7 10.299 1504 1511 1517 rVV 3194787 4181371 9.08% 2.279%
8 10.640 1562 1567 1575 rVB2 1795636 2652712 5.76% 1.446%
9 11.079 1634 1639 1647 rBV 501866 653084 1.42% 0.356%
10 11.396 1683 1691 1696 rBV 1254933 2421265 5.26% 1.320%
11 11.451 1696 1700 1703 rBV 565796 679736  1.48% 0.370%
12 11.634 1727 1730 1734 rVB 403858 516221 1.12% 0.281%
13 11.750 1740 1749 1754 rBV 2223987 2878204 6.25% 1.569%
14 11.805 1754 1758 1762 rVV 3481071 4191859 9.10% 2.285%
15 12.018 1788 1793 1799 rVB2 668084 909440 1.97%  0.496%
16 12.085 1799 1804 1808 rBV 867555 1087919 2.36% ©0.593%
17 12.128 1808 1811 1816 rVB 512906 579188 1.26% 0.316%
18 12.244 1824 1830 1833 rBV 754927 1025750 2.23% ©.559%
19 12.317 1838 1842 1848 rBV2 347178 495217 1.08% 0.270%
20 12.414 1852 1858 1864 rVV 11760302 15075921 32.74% 8.217%
21 12.750 1907 1913 1917 rVB 1092144 1452068 3.15% 0.791%
22 12.969 1944 1949 1953 rBvV2 737351 1190324 2.58% 0.649%
23 13.055 1959 1963 1967 rBV 853076 1145412 2.49% 0.624%
24 13.286 1991 2001 2006 rVV3 853923 1550268 3.37% 0.845%
25 13.341 2006 2010 2015 rVV 4470971 5343804 11.60%  2.913%

26 13.426 2015 2024 2029 rVV 4571227 6165065 13.39%  3.360%
27 13.500 2033 2036 2041 rVB 561643 672071 1.46% ©.366%
28 13.792 2075 2084 2088 rBV 25717470 46049973 100.00% 25.100%
29 13.871 2088 2097 2101 rVB 1167426 1674295 3.64% 0.913%
30 14.219 2150 2154 2157 rBV2 754245 962634 2.09% 0.525%

31 14.256 2157 2160 2164 rVB 375172 507915 1.10% ©.277%
32 14.317 2164 2170 2177 rBV 811850 1416816 3.08% 0.772%
33 14.487 2191 2198 2200 rBV3 239894 460652 1.00% ©.251%
34 14.524 2200 2204 2211 rVB 584975 788362 1.71% ©.430%
35 14.597 2211 2216 2218 rBV 336915 460751 1.00% ©.251%

36 14.640 2218 2223 2233 rVB 17219303 23739889 51.55% 12.940%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081623\
Data File : VX037049.D

Acqg On : 17 Aug 2023 09:11

Operator : JC/MD

Sample : 03958-02 10X

Misc : 7.65g/5mL/100uL/5.00mL/MSVOA_X/MEOH NEVINS-SB02-793-94

ALS Vvial : 52 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 14.780 2240 2246 2258 rVB 11397245 15532110 33.73%  8.466%
38 15.207 2308 2316 2320 rBV 1487271 2040756  4.43% 1.112%

39 15.371 2331 2343 2347 rBV2 965727 1781683 3.87% 0.971%
40 15.475 2354 2360 2365 rBV 2560316 4016974 8.72%  2.189%
41 15.615 2377 2383 2386 rVV 2887675 4608535 10.01% 2.512%
42 15.652 2386 2389 2395 rVB 1559593 2177676 4.73% 1.187%
43 15.737 2396 2403 2409 rVV 961122 1457537 3.17% 0.794%
44 15.835 2409 2419 2430 rVB 711484 2015022 4.38% 1.098%
45 15.981 2438 2443 2453 rVB 430266 785603 1.71% ©.428%
46 16.084 2453 2460 2468 rBV 1488172 2586294 5.62% 1.410%

47 16.322 2490 2499 2508 rBV2 554476 1209850 2.63% 0.659%

Sum of corrected areas: 183467919
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 03958-02 10X
: 7.65g/5mL/100uL/5.00mL/MSVOA_X/MEOH
: 52

LSC Report - Integrated Chromatogram

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

: VX@37049.D
: 17 Aug 2023 09:11

JC/MD

NEVINS-SB02-793-94

Sample Multiplier: 1

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
2.5e+07
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5000000
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Time-->
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6.038

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: VX037049.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081623\
Data File : VX037049.D

Acqg On : 17 Aug 2023 09:11

Operator : JC/MD

Sample : 03958-02 10X

Misc : 7.65g/5mL/100uL/5.00mL/MSVOA_X/MEOH NEVINS-SB02-793-94

ALS Vvial : 52  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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.396 133.12 ug/1 2421270  1,4-Dichlorobenzene-d4 12.024
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-4-methyl- 120 C9H12 000622-96-8 94
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91

Abundance Scan 1691 (11.396 min): VX037049.D\data.ms (-1683) (- m/z 105.05 100.00%

105.1
5000
‘ JoA

39.0 57 77.0 11.00 11.50
O i L8 3262 1787 s 106,10 29.32%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 \
11.00 11.50

m/z 91.10 11.55%

39.0 77.0
‘\“““\“*“‘5‘9\'%“‘M\H“w‘*“““\“”w‘”w“‘w‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0

1100 1150
5000 m/z 77.00 11.31%
79.0
0 i
ettt
m/z--> 200 40 60 80 100 120 140 160 180
Abundance #10692: Mesitylene
105.0 1100 1150

m/z 106.10 8.95%

5000 A
77.0
51.0
270 77 \u Ll i

m/z--> 20 40 60 100 120 140 160 180 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081623\
Data File : VX037049.D

Acqg On : 17 Aug 2023 09:11

Operator : JC/MD

Sample : 03958-02 10X

Misc : 7.65g/5mL/100uL/5.00mL/MSVOA_X/MEOH NEVINS-SB02-793-94

ALS Vvial : 52  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 2 Benzene, 1l-ethenyl-3-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.805 230.46 ug/l 4191860 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-3-methyl- 118 C9H1e 000100-80-1 96
2 Benzene, 1l-ethenyl-4-methyl- 118 C9H10 000622-97-9 95
3 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 94
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 93
5 Benzene, 1,1'-(1-ethenyl-1,3-pro... 222 C17H18 061141-97-7 91
Abundance Scan 1758 (11.805 min): VX037049.D\data.ms (-1754) (- m/z 117.05 100.00%
117.1
5000
91.0
39.1 63.0 11.50 12.00
Y A M N R R ,“‘ Ml 1887 n/z 118.10  89.68%
miz-> 20 40 60 80 100 120 140
Abundance #10207: Benzene, 1-ethenyl-3-methyl-
11v.0
5000 Caadh AN
91.0 11.50 12.00
m/z 115.05  40.94%
39.0 63'0
\1\5\.()‘ T ‘\ T \“‘ T \“} \“‘H\ \H{“‘ T \“1 T "‘\ T !“ L ‘ T
miz-> 20 40 60 80 100 120 140
Abundance #10209: Benzene, 1-ethenyl-4-methyl-
118.0
11.50 12.00
5000 m/z 91.05 33.31%
91.0
39.0 65.0 ‘ ‘
. P IO OO o | E—
miz--> 20 40 60 80 100 120 140
Abundance #10205: Benzene, 1-ethenyl-2-methyl-
117.0 11.50 12.00
m/z 103.05 13.11%
5000
91.0
39.0 580 ‘
S N 1. R W
m/z--> 20 40 60 80 100 120 140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081623\

Data File : VX@37049.D

Acqg On : 17 Aug 2023 09:11

Operator JC/MD

Sample : 03958-02 10X :
Misc : 7.65g/5mL/100uL/5.00mL/MSVOA_X/MEOH NEVINS-SB02-293-94

ALS Vvial : 52  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

: C:\Database\NIST20.L

LSCINT.P

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

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 Indene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.414 828.86 ug/l 15075900 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indene 116 C9H8 000095-13-6 97
2 Benzene, 1-propynyl- 116 C9H8 000673-32-5 95
3 3-Methylphenylacetylene 116 CO9H8 000766-82-5 91
4 Benzene, l-ethynyl-4-methyl- 116 CO9H8 000766-97-2 91
5 Benzene, 1,2-propadienyl- 116 CSH8 002327-99-3 91
Abundance Scan 1858 (12.414 min): VX037049.D\data.ms (-1852) (- m/z 116.10 100.00%
116.1
5000 A
390 63‘0 89"0 12:50
O bl 13811562 1820 o 995 19 99.88%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #9543: Indene
116.0
5000
1250
m/z 89.00 15.69%
oL
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #9547: Benzene, 11nopynyh
115.
1250
5000 m/z 63.00 13.64%
300 630 890
\\\‘\\\\“\\‘\\“\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #9550: 3-Methylphenylacetylene
115.0 1250
m/z 117.10 11.15%
5000
390 6?0 8%0
[ l
o
m/z--> 20 40 60 80 100 120 140 160 180 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081623\
Data File : VX037049.D

Acqg On : 17 Aug 2023 09:11

Operator : JC/MD

Sample : 03958-02 10X

Misc : 7.65g/5mL/100uL/5.00mL/MSVOA_X/MEOH NEVINS-SB02-793-94

ALS Vvial : 52  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 1,4-Dihydronaphthalene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.341 293.80 ug/l 5343800 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methylindene 130 C1oH1e 002177-47-1 95
2 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 95
3 1,4-Dihydronaphthalene 130 C10H10 000612-17-9 95
4 1H-Indene, 1-methyl- 130 C10H10 000767-59-9 94
5 Cycloprop[a]lindene, 1,1a,6,6a-te... 130 C10H10 015677-15-3 93
Abundance Scan 2010 (13.341 min): VX037049.D\data.ms (-2006) (- m/z 130.05 100.00%
130.1
30.1 102.0 13. 00 13 50
R — “‘m ‘HM B4 LIl 1801 m/z 115.05  95.69%
miz--> 20 40 80 100 120 140 160
Abundance #15022:2-Methyﬁndene
130.0
5000 —ael A
13.00 13.50
m/z 129.05 78.74%
290 "1 70 1020
il I I | n I
\\\‘\\\\’\\\\‘\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\
miz-> 20 40 80 100 120 140 160
Abundance  #15058: Benzene, (1-methyl-2-cyclopropen-1-yl)-
130.0 M
— e
13.00 13.50
5000 m/z 128.05 40.63%
51.0
OV ool W
m/iz--> 20 40 60 80 100 120 140 160
Abundance #15034: 1,4-Dihydronaphthalene I A
130.0 13.00 13.50
m/z 127.10  19.16%
5000
5.0 770 1020
m/z--> 20 80 100 120 140 160 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081623\

Data File : VX@37049.D

Acqg On : 17 Aug 2023 09:11

Operator JC/MD

Sample : 03958-02 10X :
Misc : 7.65g/5mL/100uL/5.00mL/MSVOA_X/MEOH NEVINS-SB02-293-94
ALS Vvial : 52  Sample Multiplier: 1

Quant Method
Quant Title

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Benzene, (1-methyl-2-cyclop... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.426 338.95 ug/l 6165070 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methylindene 130 C1oH1e 002177-47-1 95
2 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 95
3 Benzene,1-methyl-1,2-propadienyl- 130 C1eH1e 022433-39-2 94
4 1H-Indene, 1-methyl- 130 C10H10 000767-59-9 94
5 Benzene, 1-butynyl- 130 C1oH1e 000622-76-4 94

Abundance Scan 2024 (13.426 min): VX037049.D\data.ms (-2015) (- | m/z 130.05 100.00%
130.1
o
391 , 8390 102.0 13.50
b 833l L 16221802 s 915 10 94.99%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15022: 2-Methylindene
130.0
5000 R
13.50
m/z 129.05 78.08%
20 | | 770 1020
‘\‘}\\‘\\\\‘\\HH‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160 180
Abundance  #15058: Benzene, (1-methyl-2-cyclopropen-1-yl)-
% I
A
13.50
5000 ITI/Z 128.00 39.13%
51.0
mo 0 o w0 |
m/z--> 20 60 80 100 120 140 160 180
Abundance #15050: Benzene,1-methyl-1,2-propadienyl- o
115.0 13.50
m/z 127.05 18.79%
5000
51.0
27.0 7.0
_m_w\ Jogeo | an
m/z--> 20 60 80 100 120 140 160 180 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081623\
Data File : VX037049.D

Acqg On : 17 Aug 2023 09:11

Operator : JC/MD

Sample : 03958-02 10X

Misc : 7.65g/5mL/100uL/5.00mL/MSVOA_X/MEOH NEVINS-SB02-793-94

ALS Vvial : 52  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 Naphthalene, 1-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.640 1305.19 ug/1 23739900 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 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 93
4 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 Cl1lH1e 002443-46-1 91
5 Benzocycloheptatriene 142 C11H1e 000264-09-5 90
Abundance Scan 2223 (14.640 min): VX037049.D\data.ms (-2218) (- m/z 142.05 100.00%
142.1
5000 115.1 ﬂ
63.0 89.0 14 50 15 00
39.1
Oty “1 - 762 2069 n/z 141.05  89.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22150: Naphthalene, 2-methyl-
142.0
5000
115.0 14 50 15 00
m/z 115.05 44.03%
‘\\\\‘\5\0\\“‘\7\]‘.‘\(\)‘\9\2\\‘\\\\‘\\\\“‘\\\\‘\\\\’\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-
142.0
14 50 15 00
143.05 15.40%
5000 115.0
39.0 999 890 I
I il ol |
R e A e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro-
141.0 14.50 15.00
m/z 139.05 14.56%
5000 115.0
39.0 630 ggp ‘
SRR P S E—
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 : VX037049.D

Acqg On : 17 Aug 2023 09:11

Operator : JC/MD

Sample : 03958-02 10X

Misc : 7.65g/5mL/100uL/5.00mL/MSVOA_X/MEOH NEVINS-SB02-793-94

ALS Vvial : 52  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 1,4-Methanonaphthalene, 1,4... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.780 853.94 ug/l 15532100 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 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 93
4 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 Cl1H1e 002443-46-1 91
5 Benzocycloheptatriene 142 C11H1e 000264-09-5 90
Abundance Scan 2246 (14.780 min): VX037049.D\data.ms (-2240) (-] | m/z 142.00 100.00%
142.0
5000 115.1 A;
63.0 89.0 14 50 15 00
39.1
Ob et udy ot M 374D 2042 0w 141,05 90.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22150: Naphthalene, 2-methyl-
142.0
5000
115.0 14 50 15 00
m/z 115.05 1.66%
‘\\\\‘\5\0\\"‘\7\]“.\\0‘\9\2\\’\\\\‘\\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-
142.0
14 50 15 OO
m/z 143.05 %
5000 115.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro-
141.0 14.50 15. OO
m/z 139.00 .97%
5000 115.0
390 630 ggp ‘
SN NSO Y U BN | S
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 : VX037049.D

Acqg On : 17 Aug 2023 09:11

Operator : JC/MD

Sample : 03958-02 10X

Misc : 7.65g/5mL/100uL/5.00mL/MSVOA_X/MEOH NEVINS-SB02-793-94

ALS Vvial : 52  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, 1,5-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.475 220.85 ug/1 4016970 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 97
2 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
Abundance Scan 2360 (15.475 min): VX037049.D\data.ms (-2354) (- m/z 156.10 100.00%
156.1
o JUM
T ‘ T T j
51.0 77.0 11‘5'1‘ 15.50
o‘“_“q‘AH‘MmNuwu‘w“H‘MHMMmM‘H¥7%¥‘%97% m/z 141.00  70.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33138: Naphthalene, 1,5-dimethyl-
156.0
5000 UL
15.50
m/z 155.10  34.62%
115.0
\\\‘2\7\.\0\“\5\]‘.\.(\)“} \7?“‘()\\\\‘\\\‘\‘\‘1‘\ \‘i‘\ \‘”‘“\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33132: Naphthalene, 2,6-dimethyl-
156.0
=
15.50
5000 m/z 115.05 15.34%
77.0 115.0
210 "0y b
\\\‘\‘\\\“\\‘\\“‘\\‘\H\“\‘\‘\\“\\\\‘\‘\‘\\‘\\‘ ‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33156: Naphthalene, 1,7-dimethyl- “
156.0 15.50
m/z 128.05 14.88%
5000
115.0
BT e 'S 1 Y
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_X\Data\VX081623\
Data File : VX037049.D

Acqg On : 17 Aug 2023 09:11

Operator : JC/MD

Sample : 03958-02 10X

Misc : 7.65g/5mL/100uL/5.00mL/MSVOA_X/MEOH NEVINS-SB02-793-94

ALS Vvial : 52  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 9 Naphthalene, 2,3-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.615 253.37 ug/1 4608540 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
4 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 97
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96

Abundance Scan 2383 (15.615 min): VX037049.D\data.ms (-2377) (- m/z 156.10 100.00%
156.1
5000 b
1151
77.0 ‘ 15.50 16.00
Olrerrear bbb trpeesh u‘l“ AL 182 281014105 89.47%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000 WA L
15.50 16.00
m/z 155.10 28.14%
76.0
\\\‘\‘\3\\9“.\0\“\ \"‘h‘\‘\“!h’\‘\‘\\]‘-‘%O\[‘O\“!‘\\“‘HM‘\H\’\H\’\\H‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33162: Naphthalene, 1,6-dimethyl-
156.0
15.50 16.00
5000 ITI/Z 115.05 20.25%
77.0 115.0
39.0
R TR RN E TR ERNEER TRy
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33156: Naphthalene, 1,7-dimethyl- : : —
156.0 15.50 16.00
m/z 128.05 16.06%
5000
77.0 115.0
S N W T | S — v UUN A
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081623\
Data File : VX037049.D

Acqg On : 17 Aug 2023 09:11

Operator : JC/MD

Sample : 03958-02 10X

Misc : 7.65g/5mL/100uL/5.00mL/MSVOA_X/MEOH NEVINS-SB02-793-94

ALS Vvial : 52  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 1-acenaphthenol, trifluoroa... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.084 142.19 ug/l 2586290 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Biphenylene 152 C12H8 000259-79-0 95
2 Acenaphthylene 152 C12H8 000208-96-8 95
3 1-acenaphthenol, trifluoroacetat... 266 C14H9F302 1000376-45-2 72
4 5,6-Dihydro-4-methylthieno(2,3-d... 152 C7H8N2S 092204-06-3 53
5 Benzaldehyde, 2-hydroxy-3-methoxy- 152 C8H803 000148-53-8 45
Abundance Scan 2460 (16.084 min): VX037049.D\data.ms (-2453) (- m/z 152.00 100.00%
152.0
5000
30.0 76.0 1950 M‘ 16.00
0320, 4l 1250 | pe22  n/z151.00  19.31%
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260
Abundance #29520: Biphenylene
152.0
5000
16.00
m/z 153.05 14.66%
76.0 ‘
‘\\3\\9“.9”\\“‘\\\H!‘\‘\H“\\\]\-‘2\\.\0\‘\\”\‘HH‘HH‘HH‘HH‘HH‘\H
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260
Abundance #29524: Acenaphthylene
152.0
16.00
5000 m/z 150.05 13.72%
76.0
30 | 1250 |
T e e e e e
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260
Abundance #155291: 1-acenaphthenol, trifluoroacetate ester W\‘A‘ = ‘
152.0 16.00
m/z 76.00 11.89%
5000
28.0
76.0
‘\ L] \\‘\ 250 ‘H\ 266.(
e e e e e e e e ‘ ‘
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081623\
Data File : VX037049.D

Acqg On : 17 Aug 2023 09:11

Operator : JC/MD

Sample : 03958-02 10X

Misc : 7.65g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 52  Sample Multiplier: 1

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

Standard--- |
Resp Conc|

909440
909440
909440
909440
909440
909440
909440
909440
909440

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

NEVINS-SB02-793-94

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
| --Internal
TIC Top Hit name RT EstConc Units Response |# RT
Benzene, 1l-ethy... 11.396 133.1 wug/l 2421276 4 12.024
Benzene, 1l-ethe... 11.805 230.5 ug/l 4191860 4 12.024
Indene 12.414 828.9 ug/l 15075900 4 12.024
1,4-Dihydronaph... 13.341 293.8 wug/l 5343800 4 12.024
Benzene, (1-met... 13.426 338.9 wug/l 6165070 4 12.024
Naphthalene, 1-... 14.640 1305.2 wug/l 23739900 4 12.024
1,4-Methanonaph... 14.780 853.9 ug/l 15532100 4 12.024
Naphthalene, 1,... 15.475 220.8 ug/l 4016970 4 12.024
Naphthalene, 2,... 15.615 253.4 wug/l 4608540 4 12.024
1-acenaphthenol... 16.084 142.2 wug/l 2586290 4 12.024
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