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LSC Area Percent Report

¢ Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080724\
: VXe42910.D
: 07 Aug 2024 13:05

JC/MD

. P3462-09

5.07g/10.0mL/100uL/5.0mL/MSVOA_X/MEOH

: 9 Sample Multiplier: 1

Parameters: RTEINT.P

RTE

ON Filtering:
1 Min Area:
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: 0 Peak Location:
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: TIC: VX042910.D\data.ms
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774
865
036
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780
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.475
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3 % of largest Peak

100
TOP

: Z:\voasrv\HPCHEM1\MSVOA X\Method\82X080724W.M
: SW846 8260

max last PK peak corr corr.

scan scan scan TY height area % max

25 29 34 rBV 16102 18633  1.25%

68 84 85 rBV8 13841 44549 2.99%
296 304 315 rBvV2 10103 25257 1.70%
693 705 719 rBV 110694 334091 22.46%
721 731 747 rWV 169467 484153 32.54%
788 798 809 rBvV 121641 329145 22.12%
920 930 952 rBV2 285730 697719 46.90%
1233 1240 1248 rBV 582126 927422 62.34%
1248 1252 1257 rVB2 26218 43769 2.94%
1465 1471 1485 rBvV 601917 847469 56.97%
1503 1511 1518 rBV 49986 76828 5.16%
1562 1567 1581 rBV 39823 61371 4.13%
1634 1640 1648 rBV 452330 640603 43.06%
1683 1689 1695 rBvV2 12147 22623  1.52%
1695 1700 1703 rBV 25468 35047  2.36%
1745 1749 1756 rVB 50324 65828 4.42%
1788 1794 1801 rBV 577400 742123 49.88%
1801 1805 1812 rVB 27493 40135 2.70%
1824 1830 1833 rBV5 8920 16601 1.12%
1837 1842 1850 rVB3 10953 19010 1.28%
1854 1859 1864 rVW2 39099 53938  3.63%
1944 1949 1956 rVB3 13880 24278 1.63%
1991 1998 2000 rBV 17647 25982 1.75%
2000 2001 2007 rVB4 17139 20058  1.35%
2020 2023 2031 rVB8 11488 23686  1.59%
2076 2081 2089 rVV 1252181 1487679 100.00%
2093 2096 2102 rVB 19149 26334  1.77%
2120 2124 2127 rBV 13168 15051 1.01%
2217 2222 2234 rVB 320585 418877 28.16%
2239 2246 2254 rVB 231910 316184 21.25%
2307 2316 2320 rBV 37819 60560 4.07%
2337 2343 2347 rBV 30361 49969 3.36%
2347 2349 2355 rVW5 18899 24940 1.68%
2355 2360 2373 rW 82731 160252 10.77%
2373 2382 2386 rVW 105182 179015 12.03%
2386 2388 2397 rVB 60690 93786 6.30%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080724\
Data File : VX042910.D

Acqg On : 07 Aug 2024 13:05

Operator : JC/MD

Sample : P3462-09

Misc : 5.07g/10.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 9 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\82X080724W.M

Title : SW846 8260

37 15.835 2411 2419 2428 rBV 25941 73486 4.94% 0.847%

38 15.987 2438 2444 2454 rVB3 19116 40814 2.74% 0.471%

39 16.084 2455 2460 2469 rBV4 19889 38733 2.60% 0.447%

40 16.353 2496 2504 2507 rBVS5 9638 24457 1.64% 0.282%

41 16.597 2541 2544 2549 rVB5 13114 21322 1.43% 0.246%

42 16.651 2549 2553 2557 rBvV3 11769 21475 1.44% 0.248%
Sum of corrected areas: 8673252
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method :
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX0e80724\

1 VX042910.D

: 07 Aug 2024 13:05

: JC/MD

: P3462-09

: 5.07g/10.0mL/100uL/5.0mL/MSVOA_X/MEOH
: 9 Sample Multiplier: 1

Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X080724W.M
. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
1200000

1000000

800000

600000

400000

200000

0
Time-->

TIC: VX042910.D\data.ms

5.544

5.385 5.952

1.264  1.599 2.940 M\ /L
ﬁ\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\/\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\

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
1200000

1000000

800000

600000

400000

200000

TIC: VX042910.D\data.ms

8.647 10.055

11.085

6.757

.720 10.640
A

0
Time-->

10.299
2 S— - 11807

T
9.50

.50

—T — 1 ‘ =
8.50 9.00 10.00 10 11.00

Abundance
1200000

1000000

800000

600000

400000

200000

Time-->

TIC: VX042910.D\data.ms
13.f74

12.024

14.634

14.780
154455
J 888,036 J 1520t 82%—835-%2%19&@@%1
[ R B T T T T T T T L N R I B T ] T =

11.750
T T‘/\\ T
14.00 14.50 15.00 15.50 16.00 16.50

12.0901 2442 12.969 1B28420
‘ T T T T ‘ T T T ‘ T T T T ‘ T
12.00 12.50 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080724\
Data File : VX042910.D

Acqg On : 07 Aug 2024 13:05

Operator : JC/MD

Sample : P3462-09

Misc : 5.07g/10.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X080724W.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 Naphthalene, 2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.634  28.22 ug/l 418877 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 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
4 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
5 1H-Indene, 1-ethylidene- 142 C11H1e 002471-83-2 64

Abundance Scan 2222 (14.634 min): VX042910.D\data.ms (-2217) (- m/z 142.00 100.00%

142.0
5000

—— ——
63.0 14.50 15.00

113.0 :
O ot it e b 1980281 17 146,95 84.85%
m/z--> 20 40 60 80 100120140160 180200220240260280
Abundance #22143: Naphthalene, 2-methyl-
142.0
5000

T ——
14.50 15.00
m/z 115.00  33.19%

63.0 J
2’\7\.9“\\HH““H“\H\‘\‘\‘H‘1\7'”.‘0\\\\‘i‘\\\\‘\\\\‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140 160180200220240260280
Abundance #22142: Naphthalene, 1-methyl-
142.0

—— —r
14.50 15.00

5000 m/z 139.00 11.11%
27'0\ naﬁ;?u Al 11\\'0 |
T e e e
m/z--> 20 40 60 80 100120140160 180200220240260280
Abundance #22141: Benzocycloheptatriene T ——t
141.0 14.50 15.00
m/z 143.05 10.18%
5000
63.0
Lo
prerrprrre e pe el e e . s
m/z--> 20 40 60 80 100120140160 180200220240260280 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080724\
Data File : VX042910.D

Acqg On : 07 Aug 2024 13:05

Operator : JC/MD

Sample : P3462-09

Misc : 5.07g/10.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X080724W.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, 1-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.780  21.30 ug/l 316184 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 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 94
4 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
5 1H-Indene, 1-ethylidene- 142 C11H1e 002471-83-2 87

Abundance Scan 2246 (14.780 min): VX042910.D\data.ms (-2239) (- m/z 142.00 100.00%
142.0

5000

N
-
[$)]
o

390 630 889

- —
14.50 15.00
I 1633 2071 4z 140.95  93.43%

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 114.95 37.23%

39.0 039 890 i
L 1l V| I L il n
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22143: Naphthalene, 2-methyl-

142.0

—

—— —r
14.50 15.00
5000 m/z 139.00  11.35%
115.0

300 930 890 |

L ik N
e A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro- T —
141.0 14.50 15.00

m/z 143.00 10.70%

—

5000 115.0

>

39.0 630 g9 ‘

\“HH‘”H\w”“w‘““w‘“‘w“‘ww“\‘w‘\“H\“‘

et Py
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\VX080724\
Data File : VX042910.D

Acqg On : 07 Aug 2024 13:05

Operator : JC/MD

Sample : P3462-09

Misc : 5.07g/10.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X080724W.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, 2,6-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.475 10.80 ug/l 160252  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 98
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 98
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96

Abundance Scan 2360 (15.475 min): VX042910.D\data.ms (-2355) (- | m/z 155.95 100.00%
155.9
5000
51 768 127.9 15.50
TTT ‘ TTT \" ‘\ \H\.\““H\ ‘\ ‘\H”“ T \‘ \1\9‘%.\0\ “\ ‘ \“‘\‘\ \‘H\ \L“'“JJ‘ T \1\7\8‘-\9\\ \2‘0\7\.\0\ m/z 141.06 74.6600
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33132: Naphthalene, 2,6-dimethyl-
156.0
5000 T T T \JL/
15.50
o 770 115.0 m/z 155.05 34.11%
\\\‘2\7\\0\’\\\\‘H\‘\HH“\\\\‘\\\‘\‘\“!‘\\“‘\\‘w‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0
LU
15.50
5000 m/z 127.90 16.04%
115.0
51 0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0 1550
m/z 115.00 14.92%
5000
115.0
270 510 780 ‘ ¥
Lt P RSSO N Y |
miz--> 20 40 60 80 100 120 140 160 180 200 15 50

82X080724W.M Thu Aug 08 03:27:43 2024 Page: 6



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080724\
Data File : VX042910.D

Acqg On : 07 Aug 2024 13:05

Operator : JC/MD

Sample : P3462-09

Misc : 5.07g/10.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X080724W.M
Quant Title : SW846 8260

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

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

Peak Number 4 Naphthalene, 2,3-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.609 12.06 ug/l 179015 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 97
2 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 97
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
4 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96

Abundance Scan 2382 (15.609 min): VX042910.D\data.ms (-2373) (- | m/z 156.05 100.00%
156.1
5000
115.0
75.9 “ 15.50 16.00
m_?Tﬁ'?nh«,“«mHU‘NuHMN‘JH‘;“u‘w,w_‘?‘9‘7:‘1_‘Hw,‘%ﬁo‘a‘ m/z 141.00  91.80%
miz--> 20 40 60 80 100120140160180200220240260280
Abundance #33150: Naphthalene, 2,3-dimethyl-
156.0
5000 [ \M
15.50 16.00
m/z 155.00  31.78%
115.0
3 76.0 ‘ ‘
\\\‘\H\“-\\‘\\’w\‘\‘U“\\H‘\H\‘\‘l‘\\“‘\\‘”"\\H‘\\H‘HH‘HH‘HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33151: Naphthalene, 1,2-dimethyl-
156.0
/L/m : /\M :
15.50 16.00
5000 m/z 115.00  19.29%
76.0 115.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33141: Naphthalene, 1,3-dimethyl- T -
141.0 15.50 16.00
m/z 128.00  18.15%
) MMW
76.0
o ST O T W — VARV WA
miz--> 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\VX080724\
Data File : VX042910.D

Acqg On : 07 Aug 2024 13:05

Operator : JC/MD

Sample : P3462-09

Misc : 5.07g/10.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X080724W.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, 1,6-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.646 6.32 ug/1 93786 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 93
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 87
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 87
4 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 81
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 81

Abundance Scan 2388 (15.646 min): VX042910.D\data.ms (-2386) (- m/z 156.00 100.00%
156.0
5000
115.0
63.0
15.50 16.00
188.1 283. -
L LA B B e m/Z 141.00 88.18%
m/z--> 50 100 150 200 250
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0
5000
15.50 16.00
115.0 m/z 155.05 57.11%
T T \39\ 0“ \“‘ \HH‘\ H\ ‘ T “\ ““\ U M\ T T T ‘ T T T T ‘ T T T T
miz—-> 50 100 200 250
Abundance #33147: Naphthalene, 2,7-dimethyl-
156.0
15.50 16.00
5000 m/z 128.00 27.70%
41.0 77.0 115.0
‘\‘H‘M\Hd‘““‘H‘UM“ e
miz--> 50 100 150 200 250
Abundance #33158: Naphthalene, 1,3-dimethyl- N P
156.0 15.50 16.00
m/z 115.00  27.34%
5000
115.0
390 76.0 ‘
‘\‘\‘\‘\‘ \‘\\\H\\““‘\‘\‘\‘\\H\‘H A Eih Sa
mlz--> 50 100 150 200 250 15.50 16.00

82X080724W.M Thu Aug 08 03:27:45 2024 Page: 8



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080724\
Data File : VX042910.D

Acqg On : 07 Aug 2024 13:05

Operator : JC/MD

Sample : P3462-09

Misc : 5.07g/10.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X080724W.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|
Naphthalene, 2-... 14.634 28.2 ug/l 418877 4 12.024 742123 50.0
Naphthalene, 1-... 14.780 21.3 ug/l 316184 4 12.024 742123 50.0
Naphthalene, 2,... 15.475 10.8 wug/l 160252 4 12.024 742123 50.0
Naphthalene, 2,... 15.609 12.1 ug/l 179015 4 12.024 742123 50.0
Naphthalene, 1,... 15.646 6.3 ug/l 93786 4 12.024 742123 50.0

82X080724W.M Thu Aug 08 03:27:45 2024 Page: 9
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