LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111424\
Data File : VU@61678.D

Acq On : 14 Nov 2024 17:47
Operator : MD/SY

Sample : P4804-16DL 5X

Misc : 25mL/MSVOA_U/WATER

ALS Vial : 22  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: VUe61678.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 1.599 74 96 114 rBv2 273139 401001 39.98% 6.056%
2 1.911 185 193 208 rBV 70310 116553 11.62% 1.760%
3 2.554 381 393 411 rVB 134651 218602 21.80% 3.301%
4 3.177 576 587 603 rVB 13627 30664 3.06% 0.463%
5 3.354 628 642 657 rBV4 21871 51617 5.15% 0.780%
6 3.685 730 745 767 rBV2 36235 81858 8.16% 1.236%
7 3.859 786 799 819 rVB3 5034 11914 1.19% 0.180%
8 4.650 1022 1045 1086 rBV2 371935 1002944 100.00% 15.146%
9 5.052 1153 1170 1198 rBV 117092 263823 26.30% 3.984%
10 5.714 1357 1376 1414 rBV2 250170 661397 65.95% 9.988%
11 .238 1526 1539 1562 rBV 233803 456713 45.54% 897%

6

6.679 1664 1676 1705 rBV 146423 291372 29.05%
13 7.560 1939 1950 1971 rBV2 64680 121063 12.07%

7.891 2041 2053 2079 rBV 304603 554094 55.25%

8.174 2128 2141 2161 rBV2 36552 66418 6.62%
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16  8.643 2273 2287 2319 rBV 262343 588850 58.71%
17  9.409 2510 2525 2554 rBV 320150 566474 56.48%
18 10.753 2930 2943 2957 rBV 108953 182170 18.16%
19 11.807 3258 3271 3294 rBV 309581 508923 50.74%
20 12.187 3374 3389 3417 rBV = 271667 445297 44.40%
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Sum of corrected areas: 6621747
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU111424\
Data File : VU@61678.D

Acqg On : 14 Nov 2024 17:47
Operator : MD/SY

Sample : P4804-16DL 5X
Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 22 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: VU061678.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU111424\
Data File : VU@61678.D

Acqg On : 14 Nov 2024 17:47
Operator : MD/SY

Sample : P4804-16DL 5X
Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 22 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 1 2-Ethyl-oxetane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.685 0.90 ug/L 81858 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 72
4 n-Hexane 86 C6H14 000110-54-3 72
5 n-Hexane 86 C6H14 000110-54-3 56

Abundance Scan 745 (3.685 min): VU061678.D\data.ms (-730) (-) m/z 57.00 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111424\
Data File : VU@61678.D

Acq On : 14 Nov 2024 17:47
Operator : MD/SY

Sample : P4804-16DL 5X

Misc : 25mL/MSVOA_U/WATER

ALS vial : 22 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 3.685 0.9 ug/L 81858 1 6.238 456713 5.0
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