LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080223\
Data File : VX036778.D

Acqg On : 02 Aug 2023 18:17

Operator : JC/MD

Sample : 03815-02 10X

Misc : 5.12g/5mL/100ulL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 19 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@36778.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.385 692 705 717 rBV 81803 238064 1.15% 0.349%
2 5.549 721 732 749 rVB 134444 378686 1.83% 0.556%
3 5.958 788 799 804 rBV 87641 228447 1.10%  0.335%
4 6.037 804 812 832 rVB 362780 969555  4.67% 1.423%
5 6.763 920 931 949 rBV 219680 523837 2.53% 0.769%
6 8.646 1234 1240 1246 rBV 461878 734685 3.54% 1.078%
7 8.720 1246 1252 1266 rVB 615705 951705 4.59% 1.397%
8 10.055 1465 1471 1488 rVB 460748 633087 3.05% ©0.929%
9 10.195 1488 1494 1503 rBV 590986 770099 3.71% 1.130%
10 10.299 1503 1511 1518 rBV 599181 791379 3.82% 1.162%
11 10.640 1562 1567 1582 rVB3 317784 530303 2.56% 0.778%
12 11.079 1634 1639 1652 rVB 388184 499495 2.41% 0.733%
13 11.378 1683 1688 1696 rBV 214728 388862 1.87% 0.571%
14 11.750 1740 1749 1754 rBV 361892 451977 2.18% 0.663%
15 11.804 1754 1758 1762 rBV 197908 239429 1.15% 0.351%

16 12.018 1788 1793 1799 rVB 495562 647162 3.12%
17 12.243 1823 1830 1838 rBV 347084 449949 2.17%
18 12.414 1852 1858 1864 rBV 1916948 2368261 11.42%
19 13.341 2005 2010 2016 rVB 595055 707577 3.41%
20 13.426 2016 2024 2029 rBV 641019 863640 4.16%

P RPWOeO®
N
N
(o))
R

21 13.780 2075 2082 2087 rBV 15897192 20743234 100.00% 30.448%
22 13.865 2091 2096 2104 rVB 617603 795160 3.83% 1.167%
23 14.597 2211 2216 2218 rBV 312128 374009 1.80% ©0.549%
24 14.639 2218 2223 2232 rVV 9403250 11927092 57.50% 17.507%
25 14.725 2232 2237 2241 rVW 256378 333064 1.61% ©.489%

26 14.780 2241 2246 2258 rVB 6503988 8434842 40.66% 12.381%
27 15.206 2307 2316 2321 rBV 1161429 1567943 7.56%  2.302%
28 15.346 2331 2339 2340 rBV 200631 262381 1.26% ©.385%
29 15.371 2340 2343 2347 rVB 323285 439063 2.12% ©0.644%
30 15.475 2354 2360 2364 rBV 1294115 2038269 9.83%  2.992%
31 15.511 2364 2366 2371 rVV 278499 365400 1.76% ©.536%
32 15.578 2371 2377 2378 rVV2 205958 329980 1.59% 0.484%
33 15.615 2378 2383 2386 rVV 1592612 2640401 12.73% 3.876%
34 15.645 2386 2388 2396 rVB 813621 1170595 5.64% 1.718%
35 15.737 2396 2403 2409 rBV2 222812 371816 1.79% ©.546%

36 15.834 2409 2419 2429 rVB 376599 998510  4.81% 1.466%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080223\
Data File : VX036778.D

Acqg On : 02 Aug 2023 18:17

Operator : JC/MD

Sample : 03815-02 10X

Misc : 5.12g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 19 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 15.987 2437 2444 2454 rVB 216797 383084 1.85% ©.562%
38 16.090 2454 2461 2467 rBV 532419 936918 4.52% 1.375%
39 16.322 2484 2499 2507 rBV 299539 648518 3.13% 0.952%

Sum of corrected areas: 68126478
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080223\
Data File : VX@36778.D

Acqg On : 02 Aug 2023 18:17

Operator : JC/MD

Sample : 03815-02 10X

Misc : 5.12g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 19 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

Abundance TIC: VX036778.D\data.ms

1.4e+07
1.2e+07
le+07
8000000
6000000
4000000

2000000

5.385.549 5.65837

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 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 TIC: VX036778.D\data.ms

1.4e+07
1.2e+07

le+07
8000000
6000000
4000000
2000000
6.763 8.§\4/1\320 10.0145/3{9/5\99 10.640  11.079 11378

Ol — e M e — A AN A :
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00

Abundance TIC: VX036778.D\data.ms
13.780

1.4e+07
1.2e+07

le+07 14.639

8000000
14.780
6000000

4000000

2000000 12.414
A 13134426 %ﬁes 15.206 1 433 0
0‘1%¥§@%2R1&2243 AA ' 14 390725 Agﬁgg é— $§5@§2‘&6322

Time--> 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\VX080223\
Data File : VX@36778.D

Acqg On : 02 Aug 2023 18:17

Operator : JC/MD

Sample : 03815-02 10X

Misc : 5.12g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 19 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 1Indene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.414 182.97 ug/1 2368260 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-ethynyl-4-methyl- 116 CSH8 000766-97-2 91
3 Benzene, 1-propynyl- 116 C9H8 000673-32-5 91
4 3-Methylphenylacetylene 116 CO9H8 000766-82-5 91
5 2-Methylphenylacetylene 116 CSH8 000766-47-2 90
Abundance Scan 1858 (12.414 min): VX036778.D\data.ms (-1852) (- m/z 115.10 100.00%
1151
5000
/\\ T ‘ T
63.0 89.0
Ottt e b e e e e e e m/z 116.10  96.21%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #9541: Indene
116.0
5000 1

12.50

m/z 89.00 13.31%
390 6%.0 89.0 |
TN

‘HH‘H\\’\\H“\H\"‘\\H‘\H\‘HH‘H\‘\‘HH’HH‘H RARRRRRRR RN

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140

Abundance #9552: Benzene, 1-ethynyl-4-methyl-
115.0
\A\ T ‘ T
12.50
5000 m/z 62.95 12.73%
63.0 89.0 |
‘ L.
[ A e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #9544: Benzene, 1-propynyl- A ——
115.0 12.50

m/z 117.10 8.88%

5000

63.0 89.0
180 390 L | |

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080223\
Data File : VX@36778.D

Acqg On : 02 Aug 2023 18:17

Operator : JC/MD

Sample : 03815-02 10X

Misc : 5.12g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 19 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 Azulene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.780 1602.63 ug/1 20743200 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Azulene 128 C10H8 000275-51-4 91
3 1H-Indene, 1-methylene- 128 C10H8 002471-84-3 91
4 [4.2.2]Propella-2,4,7,9-tetraene 128 C10H8 088090-34-0 72
5 4a,8a-(Methaniminomethano)naphth... 275 C18H13NO2 069915-10-2 59
Abundance Scan 2082 (13.780 min): VX036778.D\data.ms (-2075) (- m/z 128.05 100.00%
128.1
5000
— —
51.0 74.0 10‘2'1 H 13.50 14.00
Ol el 1480 1781 40107 05 19.46%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13684: Naphthalene
128.0
5000 — ——
13.50 14.00
2.0 m/z 129.05 16.83%
51.0 740 102
\\\\‘2\8\.\()\"\\“\\“H\\HU“\‘\\\“‘\\\\‘\“‘\\‘\\\\’\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13681: Azulene
128.0
ap. L
13.50 14.00
5000 m/z 102.10 14.54%
51.0 102.0
B JON O I I
miz--> 20 40 60 80 100 120 140 160 180
Abundance #13688: 1H-Indene, 1-methylene- P —
128.0 13.50 14.00
m/z 126.10  11.42%
5000
51.0
‘ 75.0 102.0 ‘
\\\\‘\\\\‘,\\‘m“H\\M‘\\\\“‘\\H‘\HH‘HH,HH,HH — ——
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_X\Data\VX080223\
Data File : VX@36778.D

Acqg On : 02 Aug 2023 18:17

Operator : JC/MD

Sample : 03815-02 10X

Misc : 5.12g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 19 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 1,4-Methanonaphthalene, 1,4... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

14.639 921.49 ug/l 11927100 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 94
4 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 91

Abundance Scan 2223 (14.639 min): VX036778.D\data.ms (-2218) (- m/z 142.05 100.00%
14p.1

5000 115.1
—— —
63.0 890 14.50 15.00
39.0 .
B R N P sl S - 1159 m/z 141.05 87.15%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22150: Naphthalene, 2-methyl-
142.0
5000 —— e
115.0 14.50 15.00

m/z 115.05  38.94%

51.0 ‘71‘.0 8?.0 ‘ ‘
‘\\\\‘\\‘1\"\\‘\”\‘\‘\\\‘\\\‘}‘\\\\i\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22142: Naphthalene, 1-methyl-
142.0

T T
14.50 15.00

m/z 143.05 12.93%
5000 115.0
S P Y SN W
miz--> 20 40 60 80 100 120 140 160 180
Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro- —— ——
141.0 14.50 15.00
m/z 139.05 12.40%
5000 115.0

39.0 630 ggp

w“‘HHW‘HM”“\‘“‘w““lww“w‘w‘\“ww‘ T

T
m/z--> 200 40 60 80 100 120 140 160 180 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080223\
Data File : VX@36778.D

Acqg On : 02 Aug 2023 18:17

Operator : JC/MD

Sample : 03815-02 10X

Misc : 5.12g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 19 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 Benzocycloheptatriene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.780 651.68 ug/l 8434840 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 94
4 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 91
Abundance Scan 2246 (14.780 min): VX036778.D\data.ms (-2241) (- m/z 142.05 100.00%
142.1
5000
— —
63.0 113.0 ) 14.50 15.00
Obprreribbi et d 1740 2811 7 141,05 88.98%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22143: Naphthalene, 2-methyl-
142.0
5000 r— ——
14.50 15.00
m/z 115.10  39.93%
’\\.\\“\\HI?‘S“\.?H\‘\‘\‘H‘]-\]\.\‘HC\)H\iHH‘H\\‘HH‘\H\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22142: Naphthalene, 1-methyl-
142.0
14.50 15.00
5000 m/z 139.05 12.22%
27'0\ MG\?’\;?H | ll“.O

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro- — ——
141.0 14.50 15.00

m/z 143.00  12.19%

5000

27'0\ I \‘\ T 113.0 ”‘

m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080223\
Data File : VX@36778.D

Acqg On : 02 Aug 2023 18:17

Operator JC/MD

Sample : 03815-02 10X

Misc : 5.12g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 19 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 Naphthalene, 2-ethenyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
15.206 121.14 ug/l 1567940 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Biphenyl 154 C12H1e 000092-52-4 95
2 Naphthalene, 2-ethenyl- 154 C12H1e 000827-54-3 87
3 1-(2,2-Difluoroethenyl)-4-methyl... 154 C9H8F2 1000305-64-2 53
4 3-Quinolinecarbonitrile 154 C1OH6N2 034846-64-5 47
5 6-Cyanoquinoline 154 C1OH6N2 023395-72-4 47

Abundance Scan 2316 (15.206 min): VX036778.D\data.ms (-2307) (-
154.1

5000
ol R0 M 2070
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31485: Bipheny
154.0
5000
76.0
S%OM ‘ 1020‘12§0 M
‘\\\\‘\\\\‘\\\H\‘\\\\“\\\\‘\H\\\‘\\‘ \’\\\\’\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31490: Naphthalene, 2-ethenyl-
154.0
5000
128.0

76.0
27.0 510 | 1020

m/z--> 20 40 60

Abundance

5000

80 100 120 140 160 180 200
#32338: 1-(2,2-Difluoroethenyl)-4-methylbenzene
154.0

133.0

510 77.0 104‘1.0
| \“ | \‘m \M‘\ I ‘ |

ww*w*vw**w*w

m/z--> 20 40 60

82X072123W.M Thu Aug 10 02:49:24 2023

80 100 120 140 160 180 200

m/z 154.10 100.00%

—

— =
15.00 15.50
m/z 153.05 38.62%

-

15.00 15.50
m/z 152.05 26.93%

=

15.00 15.50
m/z 75.95 14.07%

=

— R
15.00 15.50
m/z 155.10  12.92%

=

15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080223\
Data File : VX@36778.D

Acqg On : 02 Aug 2023 18:17

Operator : JC/MD

Sample : 03815-02 10X

Misc : 5.12g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 19 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, 2,7-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.475 157.48 ug/1 2038270 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, 1,6-dimethyl- 156 C12H12 000575-43-9 97
3 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97

Abundance Scan 2360 (15.475 min): VX036778.D\data.ms (-2354) (- m/z 156.10 100.00%

156.1
5000
11‘5'0‘ M ) 15.50
ol 2% ﬂ oy e il 2080 28L. /7 141.05  69.88%
miz--> 50 100 150 200 250
Abundance #33145: Naphthalene, 2,7-dimethyl-
156.0
5000 L
15.50
270 m/z 155.10 33.76%
115.0
T T \39\ 0‘ T T H‘\ T ‘ T ‘ T ‘h\ U ‘H“\ T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0
15.50
5000 ITI/Z 115.00 15.81%
770 115.0
39.0 '
- i‘ ‘\‘\ “MH\‘ dp ““ \“\‘ U ‘M‘ P C
miz--> 50 100 150 200 250
Abundance #33132: Naphthalene, 2,6-dimethyl- M
156.0 15.50
m/z 128.00 15.39%
5000
77.0 1150
H\‘ \‘mhu\”\\ ““\“\‘ UM —— e
miz--> 50 100 150 200 250 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080223\
Data File : VX@36778.D

Acqg On : 02 Aug 2023 18:17

Operator : JC/MD

Sample : 03815-02 10X

Misc : 5.12g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 19 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 4
R.T. EstConc Area Relative to ISTD R.T.
15.615 204.00 ug/l 2640400 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, 1,3-dimethyl- 156 C12H12 000575-41-7 97
5 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 97

Abundance Scan 2383 (15.615 min): VX036778.D\data.ms (-2378) (- m/z 156.10 100.00%
156.1

5000
1151
76.1 ‘ 15.50 16.00
51.0
o"w‘Hu_um“‘wl“_uuw‘;‘u‘!‘”‘i“w‘wl‘??;‘l_m m/z 141.05  89.03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000 Mo L
15.50 16.00
115.0 m/z 155.10 27.53%
510 760 ‘
\\\‘2\7‘\.\0\“\\“\\“‘h‘\‘\“!h‘\‘\‘\\“\\\}‘\“!‘\\“‘\\M‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33137: Naphthalene, 1,6-dimethyl-
156.0
15.50 16.00
5000 ITI/Z 115.10 20.40%
77.0 115.0
22 oo O SN R ) S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33156: Naphthalene, 1,7-dimethyl-
156.0 15.50 16.00
m/z 128.05 16.08%
5000
28.0 5%0\\710 11?0W |
\\\‘\\\\‘\\‘\\‘\\\‘\“\\‘\\‘\\\\‘\\\\‘\\‘\ ‘\\\\‘\\\\‘\\\\

m/z--> 20 40 60 80 100 120 140 160 180 200 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080223\
Data File : VX@36778.D

Acqg On : 02 Aug 2023 18:17

Operator JC/MD

Sample : 03815-02 10X

Misc : 5.12g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.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 8 Naphthalene, 1,6-dimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.645 90.44 ug/l 1170600 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 98
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
3 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96

Abundance Scan 2388 (15.645 min): VX036778.D\data.ms (-2386) (- m/z 156.10 100.00%

156.1
5000
1151
390 10 ‘ ‘ ' 15.50 16.00
obr ok Ll 1881 2810 ) 141 65 68.51%
miz--> 50 100 150 200 250
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0
5000 VNS L
15.50 16.00
115.0 m/z 155.10  35.89%
T T ‘\39\ 0“ \‘h \HH‘\ H\ ‘ \“\ ““\ U M\ T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #33156: Naphthalene, 1,7-dimethyl-
156.0
15.50 16.00
5000 m/z 115.10  16.58%
115.0
39.0 \71'0 Lyl
s B — —
miz--> 50 100 150 200 250
Abundance #33144: Naphthalene, 2,7-dimethyl-
156.0 15.50 16.00
m/z 128.05 16.36%
5000
39.0 77.0
o Jﬂhwh‘ “‘dhh M — S—
miz--> 50 100 150 200 250 15.50 16.00

82X072123W.M Thu Aug 10 02:49:25 2023
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080223\
Data File : VX@36778.D

Acqg On : 02 Aug 2023 18:17

Operator : JC/MD

Sample : 03815-02 10X

Misc : 5.12g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 19 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, 1,2-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.834  77.15 ug/1 998510 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, 1,2-dimethyl- 156 C12H12 000573-98-8 97
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
5 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 96

Abundance Scan 2419 (15.834 min): VX036778.D\data.ms (-2409) (- m/z 156.10 100.00%

156.1
5000
115.0
01 760 ‘ N m 1550 16.00
0 m‘mm‘wh‘,“:ml“,m‘uue‘u‘hw‘m 2Ol L 281 m/z 141.05  91.78%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0|
5000 - L
15.50 16.00
m/z 155.10 26.03%
390 76.0 ‘
\H‘H\\“H“\\"‘h\‘\“U"H‘H‘HH‘\‘UH“HM‘\H\‘\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33139: Naphthalene, 1,2-dimethyl-
141.0
— ——
15.50 16.00
5000 51.0 m/Z 115.00 23.71%
m/z--> 20 40 60 80 lOO120140160180200220240260280
Abundance #33137: Naphthalene, 1,6-dimethyl-
156.0 15.50 16.00
m/z 128.00 17.56%
5000
77.0 1150
390 Ll
S T EENUR A Y N M AV SVAN
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00

82X072123W.M Thu Aug 10 02:49:25 2023 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080223\
Data File : VX@36778.D

Acqg On : 02 Aug 2023 18:17

Operator JC/MD

Sample : 03815-02 10X

Misc : 5.12g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 19 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 10 unknownl6.090 Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
16090 72.39 ug/l 936918 1,a-Dichlorobenzene-dd  12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acenaphthylene 152 cis 060208-96-8 92
2 Biphenylene 152 C12H8 000259-79-0 89

3 (6Balpha,7beta,11lalpha,llaalpha)... 334 C25H180
4 Benzaldehyde, 2-hydroxy-3-methoxy- 152 C8H803
5 Benzaldehyde, 2-hydroxy-5-methoxy- 152 C8H803

1000241-69-8 59
000148-53-8 42
000672-13-9 40

Abundance Scan 2461 (16.090 min): VX036778.D\data.ms (-2454) (- m/z 152.00 100.00%

152.0
5000
T
301 | 1° 115 \‘ \‘ 1600
ol 39 L. M50 Il hees 2811 4/ 168.16  24.75%
m/z--> 50 100 150 200 250 300
Abundance #29524: Acenaphthylene
152.0
5000 \ ‘ —
16.00
6.0 m/z 151.05 19.86%
\3\9\.9\“\“‘\\1‘1\1"\Q\\“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300
Abundance #29520: Biphenylene
152.0
16.00
5000 ITI/Z 153.00 16.67%
76.0
oo
m/z--> 50 100 150 200 250 300
Abundance #242201: (6Balpha,7beta,11alpha,11aalpha)-11-phenyl-€
152.0 16.00
m/z 167.10  14.93%
5000
76.0
P8O | | 1150 \H 1202.0239.0 289.0 334.
A e e e L e LI A S —
m/z--> 50 100 150 200 250 300 16.00

82X072123W.M Thu Aug 10 02:49:26 2023
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080223\
Data File : VX036778.D

Acqg On : 02 Aug 2023 18:17

Operator : JC/MD

Sample : 03815-02 10X

Misc : 5.12g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 19 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|
Indene 12.414 183.0 ug/l 2368260 4 12.024 647162 50.0
Azulene 13.780 1602.6 ug/l 20743200 4 12.024 647162 50.0
1,4-Methanonaph... 14.639 921.5 wug/l 11927100 4 12.024 647162 50.0
Benzocyclohepta... 14.780 651.7 wug/l 8434840 4 12.024 647162 50.0
Naphthalene, 2-... 15.206 121.1 ug/l 1567940 4 12.024 647162 50.0
Naphthalene, 2,... 15.475 157.5 ug/l 2038270 4 12.024 647162 50.0
Naphthalene, 2,... 15.615 204.0 ug/l 2640400 4 12.024 647162 50.0
Naphthalene, 1,... 15.645 90.4 ug/l 1170600 4 12.024 647162 50.0
Naphthalene, 1,... 15.834 77.2 ug/l 998510 4 12.024 647162 50.0
unknownl6.090 16.090 72.4 ug/l 936918 4 12.024 647162 50.0

82X072123W.M Thu Aug 10 ©2:49:26 2023 Page: 14



