Data Path
Data File
Acqg On
Operator
Sample
Misc

ALS Vvial

Integration
Integrator:
Smoothing :
Sampling
Start Thrs:
Stop Thrs

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separa

Method
Title

Signal

: 16

LSC Area Percent Report

: Z:\voasrv\HPCHEM1\MSVOA_X\Data\VXe71524\
1 VX042329.D
: 15 Jul 2024 16:37

JC/MD

. P3224-09

5.07g/1emL/100ulL/5.00mL/MSVOA_X/MEOH

Sample Multiplier: 1
Parameters: RTEINT.P
RTE
ON Filtering:
1 Min Area:
0.2 Max Peaks:
: 0 Peak Location:

tion: 5

: TIC: VX042329.D\data.ms
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.763
.647
.726
055
201

305
360
646
085
384

.451
.476
616
756
024

085
317
.420
555
963

268
.426
774
871
036

219
640
780
213
377

5

3 % of largest Peak

100
TOP

: Z:\voasrv\HPCHEM1\MSVOA X\Method\82X061824W.M
: SW846 8260

max last PK peak corr corr.

scan scan scan TY height area % max

26 29 37 rvB 18466 20459  3.10%

69 84 85 rBV6 6841 18584 2.82%
695 706 720 rBvV2 81222 255321 38.75%
722 732 754 rVB 122893 356354 54.08%
789 799 813 rBV 87742 241180 36.60%
922 931 952 rBV 188290 461855 70.09%
1234 1240 1249 rBV 400090 658936 100.00%
1249 1253 1257 rWW 5957 11533  1.75%
1466 1471 1481 rBV 372318 519980 78.91%
1489 1495 1500 rVB 5705 8391 1.27%
1506 1512 1517 rBV 32533 49140  7.46%
1517 1521 1531 rVB2 12658 17766 2.70%
1563 1568 1578 rBV 17362 27982 4.25%
1634 1640 1649 rBV 349796 482114 73.17%
1684 1689 1696 rBV 11045 20223  3.07%
1696 1700 1702 rVwV 12963 18664 2.83%
1702 1704 1710 rVB 21421 26201  3.98%
1717 1727 1733 rBV3 4356 9298 1.41%
1746 1750 1758 rVB 24695 32989 5.01%
1788 1794 1801 rBV 398295 501479 76.10%
1801 1804 1812 rVB 13344 22101  3.35%
1837 1842 1849 rVB4 6433 11474 1.74%
1853 1859 1864 rBvV2 28186 39155  5.94%
1874 1881 1888 rBV6 3767 9695  1.47%
1945 1948 1957 rVB3 7933 13779  2.09%
1993 1998 2000 rBV 12261 15779 2.39%
2019 2024 2034 rVB10O 5900 14309  2.17%
2076 2081 2089 rBV 471353 603546 91.59%
2094 2097 2101 rVB 6993 8278 1.26%
2120 2124 2127 rBvV3 8261 9563 1.45%
2150 2154 2159 rVB3 6866 8827  1.34%
2215 2223 2232 rBV 84650 116372 17.66%
2239 2246 2253 rVB 61094 90033 13.66%
2308 2317 2321 rBV 15595 25958  3.94%
2339 2344 2347 rBV4 6921 le462  1.59%
2347 2350 2355 rVwv5 4491 7487 1.14%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX071524\
Data File : VX042329.D

Acqg On : 15 Jul 2024 16:37

Operator : JC/MD

Sample : P3224-09

Misc : 5.07g/1emL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 16 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\82X061824W.M
Title : SW846 8260
37 15.481 2355 2361 2369 rvv2 24990 47111 7.15% 0.954%
38 15.615 2378 2383 2386 rBv2 25293 39405 5.98% 0.798%
39 15.652 2386 2389 2398 rVB 16180 26251 3.98% 0.532%
49 15.835 2411 2419 2424 rBV3 7004 17017 2.58% 0.345%
41 15.993 2440 2445 2449 rVB4 5235 8892 1.35% 0.180%
42 16.091 2455 2461 2468 rBVS 8733 18396 2.79% 0.372%
43 16.371 2500 2507 2513 rVB4 9592 18875 2.86% 0.382%
44 16.603 2540 2545 2549 rVB6 5347 9395 1.43% 0.190%
45 16.658 2549 2554 2557 rBV2 5241 8017 1.22% 0.162%
Sum of corrected areas: 4938626
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

. P3224-09
: 5.07g/1emL/100uL/5.00mL/MSVOA_X/MEOH
: 16 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX071524\

: VX042329.D
: 15 Jul 2024 16:37

JC/MD

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061824W.M

Quant Title

TIC Library

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VX042329.D\data.ms
400000
300000
200000
5.550
100000 5391 5.958
. 1264 4 599
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\T\\‘\\\\‘\\\\‘\
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: VX042329.D\data.ms
8.647
400000 10.055
11.085
300000
200000 6.763
100000
10.305
726 0.28@.360 10.646 J 111%1
01— T T T — e ‘ ‘ P ¢~ﬁL\ L ‘ s
Time-> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX042329.D\data.ms
13.574
400000 12.024
300000
200000
100000 14.640
14.780
11.756 12.420 15.2 é%% 16.371
616 08512 31712 555 12.963 13. 2§a§ 426 81110 219 &%531 835.%991 63 1&@638
T T T T ‘ T T T T ‘ T T T ‘
Time--> 12.00 12.50 13.00 1350 14'00 14'50 15/00 1550 16.00 1650
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX071524\
Data File : VX042329.D

Acqg On : 15 Jul 2024 16:37

Operator : JC/MD

Sample : P3224-09

Misc : 5.07g/10mL/100ulL/5.00mL/MSVOA_X/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061824W.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.
14.640 11.60 ug/l 116372 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 C11H10 000090-12-0 94
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 87

Abundance Scan 2223 (14.640 min): VX042329.D\data.ms (-2215) (- m/z 142.05 100.00%

142.1
5000

7 -
14.50 15.00

39.1 70.9 . .
3oL ma M3 1961 28LD 014105  86.27%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22143: Naphthalene, 2-methyl-
142.0
5000 Ce —
14.50 15.00

m/z 115.00  29.38%

63.0 l
2’\7\.9“HHH““\\“\H\‘\‘\‘H‘]-\]\.\‘}.‘(\)H\‘i‘\\\\‘\\\\‘HH‘\H\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22144: Naphthalene, 1-methyl-
142.0

T~ —
14.50 15.00

5000 m/z 143.05 12.26%
71.0
39\'0“ o, 1130 ||
e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22140: Benzocycloheptatriene e A4
141.0 14.50 15.00

m/z 139.00 10.75%

5000

63.0
R N S N S — _

e
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\VX071524\
Data File : VX042329.D

Acqg On : 15 Jul 2024 16:37

Operator : JC/MD

Sample : P3224-09

Misc : 5.07g/10mL/100ulL/5.00mL/MSVOA_X/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061824W.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 8.98 ug/1 90033  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 97
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 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 2246 (14.780 min): VX042329.D\data.ms (-2239) (- m/z 142.00 100.00%
142.0

S

5000
115.0
—— —
39.0 70.8 919 14.50 15.00
290 Ao L W 1633 2072 . 141.08  90.52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-
142.0
5000 Cee —r
115.0 14.50 15.00

m/z 114.95 33.23%

39.0 630 890 I
1l VI T 1 1

m/z--> 20 40 60 80 100 120 140 160 180 200

—

Abundance #22150: Naphthalene, 2-methyl-
142.0
= T
14.50 15.00
5000 ITI/Z 143.00 11.37%
115.0
500 "9 920 | ||
R R e e B R A R
mlz--> 20 40 60 80 100 120 140 160 180 200
Abundance #22141: Benzocycloheptatriene T I —
141.0 14.50 15.00
115.0 m/z 139.00  11.33%
5000
630 89.0
‘H“_“‘ﬂWﬂwwwuw“Jw“‘qk‘u“‘u“‘u,‘u‘ e P
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX071524\
Data File : VX042329.D

Acqg On : 15 Jul 2024 16:37

Operator : JC/MD

Sample : P3224-09

Misc : 5.07g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061824W.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-... 14.640 11.6 ug/l 116372 4 12.024 501479 50.0
Naphthalene, 1-... 14.780 9.0 ug/l 90033 4 12.024 501479 50.0
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