LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@52324\
Data File : VN@82317.D

Acqg On : 23 May 2024 13:29

Operator : JC\MD

Sample : P2556-01 20X

Misc : 5.01g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 10 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\82N051524W.M
Title : SW846 8260
Signal : TIC: VN@82317.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 2.377 65 72 74 rBV6 5819 13236 1.22% 0.206%
2 2.824 139 148 156 rVB6 20025 64323 5.94% 1.003%
3 8.171 1047 1057 1061 rBV 134269 318382 29.40% 4.965%
4 8.224 1061 1066 1077 rVB 230073 521631 48.17% 8.135%
5 8.583 1117 1127 1136 rBV 166369 369365 34.11% 5.760%
6 8.683 1136 1144 1145 rBv4 7619 15628 1.44% 0.244%
7 9.106 1207 1216 1228 rBV 354138 740160 68.36% 11.543%
8 10.018 1362 1371 1372 rBV6 5401 11703 1.08% 0.183%
9 10.571 1457 1465 1473 rVV 581172 1082811 100.00% 16.887%
10 10.629 1473 1475 1482 rVB3 15300 25142 2.32% 0.392%

11 11.865 1677 1685 1695 rBV 520694 948682 87.61% 14.795%

12 12.770 1830 1839 1840 rBV5 10471 19752 1.82% ©0.308%
13 12.853 1846 1853 1861 rVB 418836 734253 67.81% 11.451%
14 13.170 1904 1907 1914 rVB6 7241 11738 1.08% ©.183%
15 13.423 1939 1950 1951 rBV8 11551 24583 2.27% ©.383%
16 13.482 1958 1960 1966 rVB4 13177 15993 1.48% 0.249%
17 13.706 1994 1998 2003 rVB7 9836 15829 1.46% ©.247%
18 13.794 2003 2013 2023 rBV 504500 897013 82.84% 13.989%
19 14.117 2062 2068 2074 rBV7 13497 29311 2.71% 0.457%
20 14.435 2119 2122 2126 rBV5 6958 11053 1.02% 0.172%
21 14.506 2130 2134 2140 rBV9 5681 12043 1.11% ©.188%
22 14.629 2151 2155 2159 rBV7 16006 29591 2.73% 0.461%
23 14.900 2198 2201 2207 rVBS8 8631 15845 1.46% 0.247%
24 15.064 2220 2229 2233 rBVie 22976 59466 5.49%  ©.927%
25 15.212 2249 2254 2259 rBV5 21217 38944 3.60% 0.607%
26 15.264 2261 2263 2268 rVB6 9648 16095 1.49% 0.251%
27 15.435 2288 2292 2298 rVB8 12204 25617 2.37% ©0.400%
28 15.700 2333 2337 2343 rBV5 18576 36253 3.35% ©.565%
29 15.788 2348 2352 2362 rVB5 18798 44592  4.12% 0.695%
30 16.017 2385 2391 2398 rBV5 39309 87375 8.07% 1.363%
31 16.170 2412 2417 2422 rBV6 33692 64719 5.98% 1.009%

32 16.711 2503 2509 2515 rBv4 49361 111089 10.26% 1.732%

Sum of corrected areas: 6412217
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52324\
Data File : VN@82317.D

Acqg On : 23 May 2024 13:29

Operator : JC\MD

Sample : P2556-01 20X

Misc : 5.01g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51524W.M
Quant Title : SW846 8260

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

Abundance TIC: VN082317.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52324\
Data File : VN@82317.D

Acqg On : 23 May 2024 13:29

Operator : JC\MD

Sample : P2556-01 20X

Misc : 5.01g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51524W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 unknown2.824 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.824 6.17 ug/1 64323  Pentafluorobenzene 8.230

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonochloridic acid, chloromet... 128 C2H2C1202 022128-62-7 36
2 bis(chloromethyl) carbonate 158 C3H4C1203 1000404-37-0 17
3 2-(0Oxan-3-yl)ethanamine 129 C7H15NO 1000411-07-5 10

4 Silane, methyl- 46 CH6Si 000992-94-9 9
5 Phosgene 98 CCl20 000075-44-5 9

Abundance Scan 148 (2.824 min): VN082317.D\data.ms (-139) (-) m/z 48.90 100.00%
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52324\
Data File : VN@82317.D

Acqg On : 23 May 2024 13:29

Operator : JC\MD

Sample : P2556-01 20X

Misc : 5.01g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51524W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.711 6.19 ug/l 111089 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 97
2 Benzene, 1-(1-methylethenyl)-2-(... 160 C12H16 005557-93-7 90
3 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16 002613-76-5 89
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 013065-07-1 87
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 001076-61-5 78

Abundance Scan 2509 (16.711 min): VN082317.D\data.ms (-2503) (- | m/z 117.95 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@52324\
Data File : VN@82317.D

Acqg On : 23 May 2024 13:29

Operator : JC\MD

Sample : P2556-01 20X

Misc : 5.01g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51524W.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|
unknown2.824 2.824 6.2 ug/l 64323 1 8.230 521631 50.0
Naphthalene, 1,... 16.711 6.2 ug/l 111089 4 13.794 897013 50.0
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