LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX083023\
Data File : VX@37382.D

Acqg On : 30 Aug 2023 12:26

Operator : JC/MD

Sample : 04110-14

Misc : 4.28g/1emL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 8 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@37382.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.623 84 88 97 rBV 56238 67865 10.15% 1.188%
2 1.709 99 102 107 rVB3 5880 7633 1.14% 0.134%
3 1.879 127 130 143 rVB8 4412 13551 2.03% 0.237%
4 2.733 262 270 273 rBvV2 5115 10378 1.55% 0.182%
5 2.782 273 278 291 rVvB4 8280 21787 3.26% 0.381%
6 2.946 299 305 314 rBvV2 4006 9557 1.43% 0.167%
7 3.062 317 324 335 rVB3 4520 9928 1.49% 0.174%
8 4.275 513 523 533 rBV2 7333 20302 3.04% 0.355%
9 5.391 693 706 722 rBV2 70005 234764 35.12% 4.109%
10 5.543 722 731 750 rVB 140624 409287 61.22% 7.164%
11 5.806 767 774 785 rVB6 2711 8220 1.23% 0.144%
12 5.958 789 799 807 rVwV 78343 208829 31.24% 3.655%
13 6.025 807 810 821 rVv3 9479 23611 3.53% 0.413%
14 6.141 821 829 838 rVV5 3235 9809 1.47% 0.172%
15 6.238 838 845 853 rVWV5 2970 8100 1.21% 0.142%
16 6.342 853 862 873 rVB4 6032 16528 2.47% 0.289%
17 6.757 921 930 944 rBV 200860 478280 71.54% 8.371%
18 7.372 1022 1031 1041 rBV 56817 127601 19.09%  2.233%
19 7.769 1088 1096 1103 rBV2 3795 7902 1.18% 0.138%
20 7.951 1118 1126 1135 rBvV4 4092 8228 1.23% 0.144%
21 8.268 1173 1178 1183 rBV3 4072 6991 1.05% ©.122%
22 8.598 1225 1232 1234 rBV2 10667 17705 2.65% 0.310%
23 8.646 1234 1240 1245 rW 411046 668549 100.00% 11.702%
24  8.714 1245 1251 1257 rVV2 85283 236633 35.40% 4.142%
25 8.768 1257 1260 1264 rVB4 5271 7373  1.10% 0.129%
26 8.848 1269 1273 1278 rVV5 4076 6753 1.01% 0.118%
27 8.909 1278 1283 1288 rVV2 7459 11039 1.65% 0.193%
28 8.976 1288 1294 1300 rVB2 10588 17559 2.63% 0.307%
29 9.274 1338 1343 1348 rBV3 5202 8057 1.21% 0.141%
30 9.384 1355 1361 1370 rBV 5770 8710 1.30% ©0.152%
31 9.512 1375 1382 1385 rvvs 3399 6951 1.04% 0.122%
32 9.561 1385 1390 1394 rVV2 11952 17509 2.62% 0.306%
33 9.616 1394 1399 1403 rwV 7939 12690 1.90% 0.222%
34 9.817 1426 1432 1442 rBV4 6566 12541 1.88% 0.220%
35 10.006 1457 1463 1466 rBvV3 4214 6731 1.01% ©0.118%

36 10.055 1466 1471 1479 rVV 385209 521777 78.05%  9.133%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX083023\
Data File : VX@37382.D

Acqg On : 30 Aug 2023 12:26

Operator : JC/MD

Sample : 04110-14

Misc : 4.28g/1emL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 8 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 10.195 1487 1494 1501 rwV 14080 19091 2.86% ©0.334%
38 10.299 1501 1511 1517 rVWV 71984 110682 16.56% 1.937%
39 10.360 1517 1521 1529 rVB4 12829 19409 2.90% 0.340%
40 10.585 1550 1558 1563 rBV5 4052 8058 1.21% 0.141%
41 10.640 1563 1567 1577 rVB 51355 71935 10.76% 1.259%
42 10.756 1581 1586 1587 rBv2 5116 6944 1.04% 0.122%
43 10.780 1587 1590 1594 rVB2 12958 16378 2.45% 0.287%
44 10.853 1594 1602 1606 rBvV2 10287 16217 2.43% 0.284%
45 10.896 1606 1609 1614 rVB2 7191 10027 1.50% 0.176%
46 10.963 1614 1620 1624 rBV 10917 14335 2.14% 0.251%
47 11.085 1634 1640 1651 rVB 298235 395319 59.13% 6.919%
48 11.305 1671 1676 1680 rBV 10867 15131 2.26% 0.265%
49 11.384 1683 1689 1695 rVv2 19727 35544 5.32% 0.622%
50 11.451 1695 1700 1702 rVV2 16780 25030 3.74% 0.438%
51 11.475 1702 1704 1710 rVB 19231 22538 3.37% 0.394%
52 11.615 1722 1727 1734 rBV 15047 20527 3.07% 0.359%
53 11.713 1740 1743 1746 rBV 14654 17604 2.63% 0.308%
54 11.756 1746 1750 1759 rVB 54858 75003 11.22% 1.313%
55 11.890 1769 1772 1777 rVB 9310 11727 1.75% 0.205%
56 11.939 1777 1780 1783 rBV4 5054 7427 1.11% 0.130%
57 11.975 1783 1786 1789 rvVB2 9707 11585 1.73% 0.203%
58 12.024 1789 1794 1801 rBV 395355 490286 73.34% 8.581%
59 12.091 1801 1805 1813 rVB 23452 36297 5.43% 0.635%
60 12.176 1813 1819 1826 rVB7 3629 6846 1.02% 0.120%
61 12.243 1826 1830 1832 rBV2 5891 7637 1.14% 0.134%
62 12.329 1838 1844 1851 rVB5 13465 28936 4.33% 0.506%
63 12.426 1851 1860 1864 rBV 21320 31481 4.71% 0.551%
64 12.463 1864 1866 1873 rVB2 5550 7670 1.15% 0.134%
65 12.536 1873 1878 1880 rBV 10686 15819 2.37% 0.277%
66 12.713 1899 1907 1913 rBV7 6180 15233 2.28% 0.267%
67 12.920 1938 1941 1945 rVv2 6591 8782 1.31% 0.154%
68 12.969 1945 1949 1955 rVB3 8661 15238 2.28% 0.267%
69 13.036 1955 1960 1964 rBVS5 3865 7047 1.05% 0.123%
70 13.268 1992 1998 2000 rBV 17884 25120 3.76% 0.440%
71 13.383 2013 2017 2020 rBV3 4851 6687 1.00% 0.117%
72 13.426 2020 2024 2031 rVB7 4436 9920 1.48% 0.174%
73 13.585 2045 2050 2054 rBv4 12159 19933 2.98% 0.349%
74 13.774 2076 2081 2088 rVB 155139 207651 31.06%  3.634%
75 13.841 2088 2092 2095 rBV2 6023 7298 1.09% 0.128%
76 14.036 2120 2124 2127 rBV2 10956 12310 1.84% 0.215%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX083023\
Data File : VX@37382.D

Acqg On : 30 Aug 2023 12:26

Operator : JC/MD

Sample : 04110-14

Misc : 4.28g/1emL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 8 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 14.633 2216 2222 2227 rBV 114694 157570 23.57% 2.758%
78 14.780 2239 2246 2253 rVB 100932 133852 20.02% 2.343%
79 15.206 2313 2316 2322 rVB3 9356 12645 1.89% 0.221%
80 15.377 2338 2344 2347 rBV2 13515 20371 3.05% ©.357%
81 15.407 2347 2349 2353 rVV 6378 7788 1.16% 0.136%
82 15.475 2353 2360 2370 rVwV 23322 42139 6.30% 0.738%
83 15.615 2376 2383 2386 rBV 38190 60748 9.09% 1.063%
84 15.651 2386 2389 2396 rVB 25857 38554 5.77% ©.675%
85 15.834 2409 2419 2431 rBV 15175 40328 6.03% 0.706%
86 15.987 2439 2444 2453 rVB2 5240 9546 1.43% 0.167%
87 16.328 2493 2500 2512 rVB5 11869 29371 4.39% ©.514%
Sum of corrected areas: 5713342
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

. 04110-14
: 4.28g/1emL/100uL/5.00mL/MSVOA_X/MEOH
: 8 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX083023\

: VXe37382.D
: 30 Aug 2023 12:26

JC/MD

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081723W.M

Quant Title

TIC Library

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
400000

350000
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250000

200000

150000

100000

50000

o

TIC: VX037382.D\data.ms
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Time-->
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400000
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Time-->
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Time-->

82X081723W.M
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX083023\
Data File : VX@37382.D

Acqg On : 30 Aug 2023 12:26

Operator : JC/MD

Sample : 04110-14

Misc : 4.28g/1emL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 8 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 Azulene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.774  21.18 ug/1 207651 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Azulene 128 C10H8 000275-51-4 95
2 Naphthalene 128 C10H8 000091-20-3 95
3 m-Fluorothiophenol 128 C6H5FS 002557-77-9 50
4 [4.2.2]Propella-2,4,7,9-tetraene 128 C10H8 088090-34-0 50
5 1H-Indene, 1-methylene- 128 C10H8 002471-84-3 50
Abundance Scan 2081 (13.774 min): VX037382.D\data.ms (-2076) (- m/z 128.00 100.00%
128.0
5000
1350 1400
51.0 751 102.0 . .
O i L3491 2070 197,10 12.22%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13678: Azulene
128.0
5000 — ——
13.50 14.00
m/z 129.05 10.76%
102.0
O\‘2\8\\()\‘\5\]J\(\)‘\\\H}H‘\\\\“\\\\‘\‘H\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13686: Naphthalene
128.0
—= —
13.50 14.00
5000 m/z 102.00 9.15%
510 750 1OP0 |
0 e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13900: m-Fluorothiophenol —— —
128.0 13.50 14.00
m/z 126.10 6.85%
5000
84.0
57.0 H
o 30 Lo f L
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX083023\
Data File : VX@37382.D

Acqg On : 30 Aug 2023 12:26

Operator : JC/MD

Sample : 04110-14

Misc : 4.28g/1emL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 8 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 5 Naphthalene, 2,3-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.615 6.20 ug/1 60748 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, 1,3-dimethyl- 156 C12H12 000575-41-7 97
4 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96

Abundance Scan 2383 (15.615 min): VX037382.D\data.ms (-2376) (- m/z 156.10 100.00%

156.1
5000
115.0 ‘
51.1 77.0 ‘ m 15.50 16.00
SRS O N u‘l“ Ml 29T 7 141,05 83.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000 T T T T /\ /‘\ T
15.50 16.00
115.0 m/z 155.10  26.42%
51.0
0 \\\\‘2\7\\0\“\\“\ \“‘h M
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33137: Naphthalene, 1,6-dimethyl-
156.0 M
SV
15.50 16.00
5000 ITI/Z 115.00 19.52%
77.0 115.0
51.0
ol 20 >l
m/z--> 20 40 60 80 100 120 140 160 180 200 M
Abundance #33158: Naphthalene, 1,3-dimethyl- /V\"M A ol
156.0 15.50 16.00
m/z 128.05 16.03%
5000
115.0
0 T T Mr)}m‘

m/z--> 20 40 60 80 100 120 140 160 180 200 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX083023\
Data File : VX@37382.D

Acqg On : 30 Aug 2023 12:26

Operator : JC/MD

Sample : 04110-14

Misc : 4.28g/10mL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 8 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|
Azulene 13.774 21.2 ug/l 207651 4 12.024 490286 50.0
Naphthalene, 2,... 15.615 6.2 ug/l 60748 4 12.024 490286 50.0
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