LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11224\
Data File : VN@80696.D

Acqg On : 12 Jan 2024 17:42

Operator : JC\MD

Sample : P1111-02

Misc : 2.95g/10emL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 15 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_N\methods\82N011024W.M

Title : SW846 8260

Signal : TIC: VN@80696.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.859 139 154 155 rBv8 28970 95319 8.73% 1.462%
2 6.300 725 739 751 rBV3 72192 212031 19.43% 3.251%
3 8.165 1048 1056 1060 rBV 121982 283587 25.99%  4.349%
4 8.224 1060 1066 1081 rVB 224781 516727 47.35% 7.924%
5 8.576 1118 1126 1137 rBV 133406 302182 27.69% 4.634%

6 9.100 1206 1215 1223 rBV 416994 842513 77.21% 12.920%
7 9.382 1257 1263 1270 rVB4 5136 11050 1.01% ©.169%
8 10.565 1456 1464 1472 rBV 528708 972141 89.08% 14.907%
9 11.865 1677 1685 1694 rBV 593351 1091261 100.00% 16.734%
10 12.853 1844 1853 1863 rVB 392781 668987 61.30% 10.259%

11 13.335 1930 1935 1941 rBV2 11552 19657 1.80% 0.301%
12 13.535 1963 1969 1976 rVB8 6437 14471 1.33% 0.222%
13 13.794 2005 2013 2021 rBV 573327 959332 87.91% 14.711%
14 13.870 2023 2026 2033 rVB5 11145 18526 1.70% 0.284%
15 14.958 2206 2211 2218 rVB2 18265 26290 2.41% 0.403%
16 15.047 2218 2226 2229 rBv4 12182 22714 2.08% 0.348%
17 15.082 2229 2232 2239 rVB6 5887 13658 1.25% 0.209%
18 15.341 2269 2276 2282 rBvV8 8994 20336 1.86% 0.312%
19 15.441 2288 2293 2298 rBV3 23779 40020 3.67% 0.614%
20 15.594 2313 2319 2325 rBV5 18251 35737 3.27% 0.548%
21 15.658 2325 2330 2337 rVBS8 8908 18118 1.66% 0.278%
22 15.835 2354 2360 2365 rBV2 57133 92749 8.50% 1.422%
23 15.947 2376 2379 2386 rVV7 6779 12560 1.15% 0.193%
24 16.017 2386 2391 2397 rVB8 7750 15498 1.42% 0.238%
25 16.170 2413 2417 2422 rBvV8 6472 11289 1.03% 0.173%
26 16.311 2432 2441 2451 rVB5 28418 71587 6.56% 1.098%
27 16.405 2451 2457 2462 rBV5 13668 26795 2.46% 0.411%
28 16.458 2462 2466 2468 rBV4 12490 18209 1.67% 0.279%
29 16.552 2475 2482 2487 rVB6 16980 34861 3.19% 0.535%
30 16.617 2487 2493 2504 rBV5 25132 53041 4.86% 0.813%
Sum of corrected areas: 6521246
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11224\
Data File : VN@80696.D

Acqg On : 12 Jan 2024 17:42

Operator : JC\MD

Sample : P1111-02

Misc : 2.95g/10mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©11024W.M
Quant Title : SW846 8260

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

Abundance TIC: VN080696.D\data.ms

500000

400000

300000

200000

100000 6.300
2

0 L L L L L L L L L B L B B B

Time--> 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 6.40 6.60 6.80
Abundance TIC: VN080696.D\data.ms

10.565
500000

9.100
400000

300000

8.224
200000

8.1 8.576
100000

9.382
o — — —

I E e B L T L T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50

Abundance TIC: VN080696.D\data.ms
65 13.794

500000

400000 12.853

300000

200000

100000 15.835

16
13.3353.535 870 14§§§9§215%341- %58 /15184718.170 dogSe7
T T T T T T T ‘ T T T T T T T T T

T ‘ T T ‘ T T ‘ T T ‘ ‘ T ‘ T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50

82N011024W.M Mon Jan 15 14:54:34 2024 Page: 2



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11224\
Data File : VN@80696.D

Acqg On : 12 Jan 2024 17:42

Operator : JC\MD

Sample : P1111-02

Misc : 2.95g/10mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©11024W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 unknown2.859 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.859 9.22 ug/l 95319  Pentafluorobenzene 8.224
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phosgene 98 CC120 000075-44-5 47
2 Ethene, (2-chloroethoxy)- 106 C4H7C10 000110-75-8 17
3 Ethane, 1,1-dichloro- 98 C2H4C12 000075-34-3 12

4 Ethane, 1-bromo-2-chloro- 142 C2H4BrCl 000107-04-0 12
5 5-Methoxybenzofurazan, 1-oxide 166 C7H6N203 007791-49-3 12

Abundance Scan 154 (2.859 min): VN080696.D\data.ms (-139) (-) m/z 63.00 100.00%
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11224\
Data File : VN@80696.D

Acqg On : 12 Jan 2024 17:42

Operator : JC\MD

Sample : P1111-02

Misc : 2.95g/10mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©11024W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 2-Ethyl-oxetane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.300 20.52 ug/l 212031 Pentafluorobenzene 8.224

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Ethyl-oxetane 86 C5H100 1010386-40-2 91
2 n-Hexane 86 C6H14 000110-54-3 87
3 Furan, tetrahydro-3-methyl- 86 C5H100 013423-15-9 50
4 Pentane, 3-methyl- 86 C6H14 000096-14-0 40
5 Propanal, 2,2-dimethyl- 86 C5H100 000630-19-3 35

Abundance Scan 739 (6.300 min): VN080696.D\data.ms (-725) (-) m/z 57.10 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11224\
Data File : VN@80696.D

Acqg On : 12 Jan 2024 17:42

Operator : JC\MD

Sample : P1111-02

Misc : 2.95g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N011024W.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|
unknown2.859 2.859 9.2 ug/l 95319 1 8.224 516727 50.0
2-Ethyl-oxetane 6.300 20.5 wug/l 212031 1 8.224 516727 50.0
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