LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX082923\
Data File : VX@37350.D

Acqg On : 29 Aug 2023 18:30

Operator : JC/MD

Sample : 04110-14

Misc : 4.78g/1emL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 22 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\82X081723W.M

Title : SW846 8260

Signal : TIC: VX@37350.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.258 22 28 34 rBV3 16152 35482 5.02% 0.571%
2 1.624 84 88 97 rBvV 57522 69041 9.77% 1.111%
3 1.709 98 102 109 rVB 10563 13119 1.86% 0.211%
4 1.886 127 131 138 rVB5 5207 11338 1.60% 0.182%
5 2.733 264 270 273 rBV4 5260 10992 1.56% 0.177%
6 2.782 273 278 290 rVB2 12784 31062 4.40% 0.500%
7 2.946 297 305 316 rBV 7348 17710 2.51% 0.285%
8 3.062 316 324 333 rVB3 6683 15494  2.19% 0.249%
9 3.410 374 381 389 rBV2 4148 9804 1.39% 0.158%
106 4.276 513 523 534 rVB 11690 32529 4.60% 0.523%
11 5.385 694 705 714 rBV2 73309 224590 31.79% 3.613%
12 5.544 722 731 751 rVB 146124 429170 60.74% 6.904%
13 5.812 766 775 787 rVB7 3833 11932 1.69% 0.192%
14 5.952 789 798 806 rVWV 82167 216534 30.65%  3.483%
15 6.031 807 811 820 rVWV 10683 26309 3.72% 0.423%
16 6.141 820 829 839 rW5 5126 15553 2.20% 0.250%
17 6.245 839 846 853 rVw3 4611 11847 1.68% 0.191%
18 6.342 853 862 873 rVB3 8953 24695 3.50% 0.397%
19 6.592 898 903 911 rVB4 3413 7881 1.12% 0.127%
20 6.757 920 930 951 rBV 211651 502637 71.14%  8.086%
21  7.373 1021 1031 1040 rVB2 78646 178444 25.26% 2.871%
22 7.653 1071 1077 1083 rBV2 3747 7241 1.02% 0.116%
23 7.769 1090 1096 1103 rVB4 5459 11055 1.56% 0.178%
24 7.952 1120 1126 1135 rBV3 5313 10845 1.53% 0.174%
25 8.269 1174 1178 1182 rBV2 5375 8481 1.20% 0.136%
26 8.598 1226 1232 1234 rBV2 13319 22624 3.20% 0.364%
27  8.647 1234 1240 1245 rVV 437497 706530 100.00% 11.366%
28 8.714 1245 1251 1257 rVV2 90387 229921 32.54% 3.699%
29 8.763 1257 1259 1264 rVB4 5459 8579 1.21% 0.138%
30 8.842 1269 1272 1278 rVV3 5124 8724 1.23% 0.140%
31 8.909 1278 1283 1288 rvVv 9464 13350 1.89% 0.215%
32 8.970 1288 1293 1299 rVB2 13000 21984 3.11% 0.354%
33 9.275 1338 1343 1348 rVB3 5210 8144 1.15% 0.131%
34 9.384 1356 1361 1365 rBv2 6420 10382 1.47% 0.167%
35 9.506 1369 1381 1385 rBV5 4411 8924 1.26% 0.144%
36 9.561 1385 1390 1395 rwV 16207 23549  3.33% 0.379%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX082923\
Data File : VX@37350.D

Acqg On : 29 Aug 2023 18:30

Operator : JC/MD

Sample : 04110-14

Misc : 4.78g/1emL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 22 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\82X081723W.M
Title : SW846 8260
37 9.616 1395 1399 1403 rvV 10181 16427 2.33% 0.264%
38 9.817 1427 1432 1442 rBV3 7946 14930 2.11% 0.240%
39 10.006 1458 1463 1466 rBv3 4177 7742 1.10% 0.125%
40 10.055 1466 1471 1478 rW 410717 556720 78.80%  8.956%
41 10.122 1478 1482 1487 rVWV 4891 8678 1.23% 0.140%
42 10.195 1487 1494 1501 rVvV 14857 20822 2.95% 0.335%
43 10.299 1501 1511 1517 rVV 82132 123806 17.52% 1.992%
44 10.360 1517 1521 1532 rVB3 15798 23774 3.36% 0.382%
45 10.585 1548 1558 1562 rBV6 5172 10600 1.50% 0.171%
46 10.640 1562 1567 1576 rVB 55798 77065 10.91%  1.240%
47 10.756 1581 1586 1587 rBV 6746 9041 1.28% 0.145%
48 10.780 1587 1590 1595 rVB2 15085 18960 2.68% 0.305%
49 10.854 1595 1602 1606 rBv4 11919 19440 2.75% 0.313%
50 10.896 1606 1609 1615 rVB 7667 10392 1.47% 0.167%
51 10.963 1615 1620 1624 rBV 10900 14190 2.01% 0.228%
52 11.085 1634 1640 1652 rVB 314352 429658 60.81% 6.912%
53 11.219 1659 1662 1671 rVB4 5456 8709 1.23% 0.140%
54 11.305 1671 1676 1679 rBV 10084 14151 2.00% 0.228%
55 11.384 1684 1689 1695 rvV 21229 37420 5.30% 0.602%
56 11.451 1695 1700 1702 rVV 14970 22617 3.20% 0.364%
57 11.475 1702 1704 1710 rVB 19992 22345 3.16% 0.359%
58 11.616 1722 1727 1734 rBV 16834 22750  3.22% 0.366%
59 11.713 1740 1743 1746 rBV 13097 15186 2.15% 0.244%
60 11.750 1746 1749 1760 rVB 54710 76916 10.89% 1.237%
61 11.866 1760 1768 1769 rBV4 3714 7338 1.04% 0.118%
62 11.890 1769 1772 1776 rVV 8456 11276 1.60% 0.181%
63 11.945 1776 1781 1783 rVWV4 6426 10143 1.44% 0.163%
64 11.969 1783 1785 1789 rVVv2 9066 11036 1.56% 0.178%
65 12.024 1789 1794 1800 rVV 426220 535049 75.73% 8.607%
66 12.091 1800 1805 1813 rVV 23288 37811 5.35% 0.608%
67 12.170 1813 1818 1826 rVBS8 3382 7517 1.06% 0.121%
68 12.244 1826 1830 1832 rBV2 6123 8370 1.18% 0.135%
69 12.323 1837 1843 1851 rVB4 12091 26524 3.75% 0.427%
70 12.420 1851 1859 1864 rBV 22271 32152 4.55% 0.517%
71 12.463 1864 1866 1872 rVB 6234 8706 1.23% 0.140%
72 12.530 1872 1877 1879 rBV 9793 13082 1.85% 0.210%
73 12.555 1879 1881 1888 rVv2 8295 11919 1.69% 0.192%
74 12.719 1899 1908 1913 rBV5S 6556 15969 2.26% 0.257%
75 12.920 1939 1941 1945 rVVv2 6736 8386 1.19% ©.135%
76 12.969 1945 1949 1955 rVB2 9490 14917 2.11% 0.240%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX082923\
Data File : VX@37350.D

Acqg On : 29 Aug 2023 18:30

Operator : JC/MD

Sample : 04110-14

Misc : 4.78g/1emL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 22 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\82X081723W.M

Title : SW846 8260

77 13.030 1955 1959 1964 rBvV4 3874 7811 1.11% 0.126%
78 13.268 1992 1998 2000 rBV 18305 23673 3.35% ©0.381%
79 13.292 2000 2002 2007 rVB2 11195 12941 1.83% 0.208%
80 13.426 2020 2024 2032 rVB7 3932 9411 1.33% 0.151%
81 13.579 2045 2049 2054 rBV3 10178 16330 2.31% 0.263%
82 13.774 2076 2081 2088 rVB 154216 198591 28.11% 3.195%
83 13.841 2088 2092 2096 rBV2 7275 9722 1.38% 0.156%
84 14.036 2120 2124 2128 rBV2 13739 16618 2.35% 0.267%
85 14.505 2194 2201 2206 rVB7 4411 11843 1.68% 0.191%
86 14.640 2215 2223 2227 rBV 117538 160157 22.67% 2.576%
87 14.780 2239 2246 2253 rVWV 95566 136250 19.28% 2.192%
88 15.206 2313 2316 2320 rvVv2 11206 15289 2.16% 0.246%
89 15.377 2331 2344 2347 rBV3 15335 26931 3.81% 0.433%
990 15.408 2347 2349 2354 rVvV2 6391 7990 1.13% 0.129%
91 15.481 2354 2361 2369 rVB3 25661 45926 6.50% ©.739%
92 15.615 2377 2383 2386 rBV 39636 61800 8.75% 0.994%
93 15.652 2386 2389 2397 rVB 26954 39707 5.62% ©0.639%
94 15.834 2408 2419 2429 rVB2 14357 38233 5.41% 0.615%
95 15.987 2439 2444 2451 rVB3 5388 9400 1.33% 0.151%
96 16.322 2492 2499 2508 rVB2 14532 28454 4.03% 0.458%

Sum of corrected areas: 6216107
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 04110-14
: 4.78g/1emL/100uL/5.00mL/MSVOA_X/MEOH
. 22

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX082923\

: VXe37350.D
: 29 Aug 2023 18:30

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081723W.M
. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX082923\
Data File : VX@37350.D

Acqg On : 29 Aug 2023 18:30

Operator : JC/MD

Sample : 04110-14

Misc : 4.78g/1emL/100ul/5.00mL/MSVOA_X/MEOH

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081723W.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 Benzocycloheptatriene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.640 14.97 ug/l 160157 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 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
4 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 78

Abundance Scan 2223 (14.640 min): VX037350.D\data.ms (-2215) (- m/z 142.05 100.00%

142.1
5000
T

—
63.0 14.50 15.00
113.0
Ol et it 0 ML 17632072 28LU o 941 05 86.18%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22142: Naphthalene, 1-methyl-
142.0
5000 —— ——
14.50 15.00
m/z 115.05 34.42%
O2’\7\.\(\)“\\“\?‘3“\:3”\‘\‘\‘H‘]-\]\.\‘\.‘(\)\H‘i‘\\\\‘\\H‘HH‘\H\‘HH‘\\H‘HH‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22150: Naphthalene, 2-methyl-
142.0
—— —
14.50 15.00
5000 ITI/Z 139.05 11.15%

0 39‘0‘ ]]\HO Al 11‘\'0 |
prrrpree et e e e e
mlz--> 20 40 60 80 100120140160180200220240260280
Abundance #22140: Benzocycloheptatriene T —
141.0 14.50 15.00
m/z 143.05 10.34%
5000
63.0
02,\7‘\'9“‘”””“‘\‘w”\‘v‘?‘%'ﬂ\u‘l‘u‘u‘{‘;m‘\m‘mwm‘\m‘\m‘\m‘u —t— A
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\VX082923\
Data File : VX@37350.D

Acqg On : 29 Aug 2023 18:30

Operator : JC/MD

Sample : 04110-14

Misc : 4.78g/1emL/100ul/5.00mL/MSVOA_X/MEOH

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081723W.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.
14.780 12.73 ug/1 136250 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 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 91

Abundance Scan 2246 (14.780 min): VX037350.D\data.ms (-2239) (- m/z 142.05 100.00%

142.1
5000
1450 1500
63.0 : :
113.1 :
Oyt it I 17622068 2810 ;141 00 90.05%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22143: Naphthalene, 2-methyl-
142.0
5000 — —
14.50 15.00
m/z 115.05 36.52%
O2’\\.\\“\\“I?i‘g‘\:\ﬁ\)”\‘\‘\‘H‘HM‘O\H\iHH‘H\\‘HH‘\H\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22142: Naphthalene, 1-methyl-
142.0
—T —
14.50 15.00
5000 ITI/Z 139.05 11.86%
mlz--> 20 40 60 80 100120140160180200220240260280
Abundance #22140: Benzocycloheptatriene T —
141.0 14.50 15.00
m/z 143.05 11.24%
5000
63.0
02,\7‘\'9“‘\\”\\“‘\‘\“‘\‘1“9‘%'3\u‘l‘m\Mm‘mWm‘mWm‘mwmwu —t— w0
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\VX082923\
Data File : VX@37350.D

Acqg On : 29 Aug 2023 18:30

Operator : JC/MD

Sample : 04110-14

Misc : 4.78g/1emL/100ul/5.00mL/MSVOA_X/MEOH

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081723W.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 4
R.T. EstConc Area Relative to ISTD R.T.
15.615 5.78 ug/1 61800 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, 2,7-dimethyl- 156 C12H12 000582-16-1 97
3 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
4 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 97
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97

Abundance Scan 2383 (15.615 min): VX037350.D\data.ms (-2377) (- m/z 156.10 100.00%
156.1
5000 /\/\\ A
115.1 oL\ e
390 76 ‘ ‘ ) 15.50 16.00
0 m_m_m,‘hwl“_mpme_“w“‘ww%“??ﬁ‘?m_HWW%‘?};' m/z 141.05 88.72%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000
15.50 16.00
m/z 155.10 30.00%
76.0
O \H‘H3H9“\0\“\\"‘h\‘\“!h‘\\‘\\‘HH‘\“!‘\\“\\M‘\H\’\\H‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33145: Naphthalene, 2,7-dimethyl-
156.0 M
A n IV [
15.50 16.00
5000 ITI/Z 115.05 18.70%
77.0
115.0
ORI U ' N
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33132: Naphthalene, 2,6-dimethyl-
156.0 15 50 16 OO
m/z 128.00 14.68%
5000
770 115.0 Jk\ /\\A
39.0
0! . Am AL ey /‘\W
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX082923\
Data File : VX@37350.D

Acqg On : 29 Aug 2023 18:30

Operator : JC/MD

Sample : 04110-14

Misc : 4.78g/1emL/100ul/5.00mL/MSVOA_X/MEOH

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081723W.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|
Benzocyclohepta... 14.640 15.0 ug/l 160157 4 12.024 535049 50.0
1,4-Methanonaph... 14.780 12.7 ug/l 136250 4 12.024 535049 50.0
Naphthalene, 2,... 15.615 5.8 ug/l 61800 4 12.024 535049 50.0
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