LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111424\
Data File : VU061690.D

Acq On : 14 Nov 2024 23:29
Operator : MD/SY

Sample : P4803-12DL 2X

Misc : 25mL/MSVOA_U/WATER

ALS Vial : 36  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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_U\Method\SFAMUTR111324WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VUe61690.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 1.374 18 26 32 rBV 11280 15481 2.68% 0.326%
2 1.592 86 94 108 rBvV 59477 74061 12.81% 1.558%
3 1.724 127 135 148 rVB 144491 178298 30.84% 3.750%
4 1.907 183 192 212 rVB 48273 74923 12.96% 1.576%
5 2.550 381 392 412 rVB 115671 189878 32.84% 3.993%
6 2.782 456 464 476 rVB2 4451 7163 1.24% 0.151%
7 3.036 534 543 553 rBV6 3311 6075 1.05% 0.128%
8 3.177 568 587 600 rBV2 16526 40800 7.06% 0.858%
9 3.682 730 744 767 rVB2 29089 67610 11.69% 1.422%
10 4.663 1027 1049 1093 rBV 44909 207602 35.91% 4.366%
11 5.052 1155 1170 1199 rVB 100969 231921 40.11% 4.877%
12 5.714 1354 1376 1408 rBv2 210553 546012 94.43% 11.483%
13 6.238 1520 1539 1573 rBvV 192521 379924 65.71% 7.990%
14 6.682 1664 1677 1709 rVB 125834 255215 44.14% 5.367%
15 7.560 1937 1950 1972 rBV 55540 102074 17.65% 2.147%
16 7.891 2040 2053 2073 rBV 214622 390555 67.55% 8.214%
17 8.174 2131 2141 2164 rBvV2 30771 57940 10.02% 1.219%
18 8.650 2272 2289 2327 rBV3 197241 578191 100.00% 12.160%
19 9.409 2514 2525 2550 rBvV 255486 457515 79.13% 9.622%
20 10.753 2931 2943 2962 rBV 98424 169698 29.35% 3.569%

21 11.807 3259 3271 3292 rBV 240111 398029 68.84% 8.371%
22 12.187 3377 3389 3411 rBV 192639 326024 56.39% 6.856%

Sum of corrected areas: 4754989
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU111424\
Data File : VU@61690.D

Acqg On : 14 Nov 2024 23:29
Operator : MD/SY

Sample : P4803-12DL 2X
Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 36 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111324WMA.M
Quant Title : TRACE VOA SFAM1.0

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

Abundance TIC: VU061690.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU111424\
Data File : VU@61690.D

Acqg On : 14 Nov 2024 23:29
Operator : MD/SY

Sample : P4803-12DL 2X
Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 36 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111324WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 2-Ethyl-oxetane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.682 0.89 ug/L 67610 1,4-Difluorobenzene 6.238

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Ethyl-oxetane 86 C5H100 1010386-40-2 90
2 n-Hexane 86 C6H14 000110-54-3 90
3 n-Hexane 86 C6H14 000110-54-3 78
4 n-Hexane 86 C6H14 000110-54-3 72
5 n-Hexane 86 C6H14 000110-54-3 64

Abundance Scan 744 (3.682 min): VU061690.D\data.ms (-730) (-) m/z 57.00 100.00%

57.0
41.0
5000
86'0 \\\‘\\\\‘\\\\‘\\\\‘\\\\
70.9 3.40 3.60 3.80 4.00
o"_"w"H"H‘_m_w‘_m“mwmwm m/z 41.00 64.75%
m/z--> 10 20 60 70 80 90
Abundance #1948: 2-Ethy|—o><etane
57.0
41.0
5000 \\\‘\\\\‘\\\\‘\\\\‘\\\\
3.40 3.60 3.80 4.00
29.0 86.0 m/z 43.08 57.39%
71.0
o 159
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
57.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\
43.0 3.40 3.60 3.80 4.00
5000 m z 56.00 51.00%

T T 1T TT 1T ‘ T 1T ‘ TT 1T ‘ TTTT ‘ T 1T TT 1T TTTT TTT
m/z--> /\
Abundance #2039: n-Hexane
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111424\
Data File : VU061690.D

Acq On : 14 Nov 2024 23:29
Operator : MD/SY

Sample : P4803-12DL 2X

Misc : 25mL/MSVOA_U/WATER

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111324WMA.M
Quant Title : TRACE VOA SFAM1.0

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

| --Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|

2-Ethyl-oxetane 3.682 0.9 ug/L 67610 1 6.238 379924 5.0
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