LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11224\
Data File : VN@80701.D

Acqg On : 12 Jan 2024 19:41

Operator : JC\MD

Sample : P1111-07

Misc : 2.45g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 20 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@80701.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.889 149 159 160 rBv8 24925 61622 5.01% ©.922%
2 6.294 728 738 748 rVB6 8428 25906 2.11% 0.387%
3 8.165 1044 1056 1060 rBV2 135792 326951 26.59%  4.890%
4 8.218 1060 1065 1076 rVB 244086 554572 45.10%  8.295%
5 8.577 1117 1126 1138 rBV2 149059 351248 28.56% 5.254%

6 9.100 1207 1215 1224 rBV 452795 925842 75.29% 13.848%
7 10.565 1455 1464 1474 rBV 590021 1120938 91.15% 16.766%
8 11.282 1579 1586 1591 rBV3 8260 15076  1.23% 0.225%
9 11.865 1677 1685 1694 rBV 677323 1229770 100.00% 18.394%
10 12.853 1846 1853 1861 rVB 438101 774082 62.95% 11.578%

11 13.794 2005 2013 2020 rBV 650310 1102664 89.66% 16.493%

12 13.870 2023 2026 2032 rVB4 10962 18513 1.51% 0.277%
13 14.958 2207 2211 2215 rBvV4 11054 15392 1.25% 0.230%
14 15.041 2221 2225 2230 rBV6 7653 12500 1.02% 0.187%
15 15.435 2290 2292 2299 rVB6 7674 12678 1.03% 0.190%
16 15.582 2313 2317 2322 rBV6 7863 15201 1.24% 0.227%
17 15.835 2355 2360 2368 rVB3 23002 41522 3.38% 0.621%
18 16.170 2413 2417 2423 rVB7 9425 15388 1.25% 0.230%
19 16.476 2462 2469 2476 rBV 29678 65929 5.36% 0.986%
Sum of corrected areas: 6685794

82N011024W.M Mon Jan 15 14:56:22 2024 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11224\
Data File : VN@80701.D

Acqg On : 12 Jan 2024 19:41

Operator : JC\MD

Sample : P1111-07

Misc : 2.45g/10mL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 20 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: VN080701.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11224\
Data File : VN@80701.D

Acqg On : 12 Jan 2024 19:41

Operator : JC\MD

Sample : P1111-07

Misc : 2.45g/10mL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 20 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 unknown2.889 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.889 5.56 ug/l 61622  Pentafluorobenzene 8.218

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethane, 1,2-bis(2-chloroethoxy)- 186 C6H12C1202 000112-26-5 27
2 n-Propyl chloroformate 122 C4H7C102 000109-61-5 22
3 Azetidine, 1-chloro- 91 C3H6CIN 032115-53-0 16

4 3,3,5-Trichloro-2,4-dithiahexane... 288 C4H7C1304S2 068483-82-9 16

5 2-Pyrrol2-[2-(2-chloro-ethoxy)-e... 260 C12H17C104 1000317-43-5 12

Abundance Scan 159 (2.889 min): VN080701.D\data.ms (-149) (-) m/z 47.10 100.00%

47.1
5000 /M\\
128.9 \\\‘\\\\‘\\\\‘\\\\‘\\\\
2274 4026  498. 2.60 2.80 3.00 3.20
0 WL wiz 42.90  94.96%

miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #61265: Ethane, 1,2-bis(2-chloroethoxy)-
63.0

5000 L -
2.60 2.80 3.00 3.20

m/z 42.20  78.55%

‘ 1“1370
0\\“‘\\\\‘l\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #11071: n-Propyl chloroformate

43.0

2.60 2.80 3.00 3.20

5000 m/z 35.10  72.80%
95.0
O—JMMQL‘?‘H“““w‘““H“““w“““u““‘w‘
m/z--> 50 100 150 200 250 300 350 400 450 500 M
Abundance #2675: Azetidine, 1-chloro- SRR/ N B—
8.0 2.60 2.80 3.00 3.20
m/z 63.10 57.64%
5000
91.0
0 ‘ﬂWWM‘L‘H“““w‘““‘H“““_“““H““‘_ LSEVIN N NN W VY .
m/z--> 50 100 150 200 250 300 350 400 450 500 2.60 2.80 3.00 3.20

82N011024W.M Mon Jan 15 14:56:25 2024 Page: 3



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11224\
Data File : VN@80701.D

Acqg On : 12 Jan 2024 19:41

Operator : JC\MD

Sample . P1111-07

Misc : 2.45g/10mL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 20 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|

unknown2.889 2.889 5.6 ug/l 61622 1 8.218 554572 50.0
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