LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU103023\
Data File : VU@55998.D

Acqg On : 30 Oct 2023 15:36
Operator : MD/SY

Sample : 05113-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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\SFAMUTR102423WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@55998.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 87 96 109 rBV 129628 153345 11.55% 1.366%
2 1.914 185 194 215 rVB 112304 153252 11.54% 1.365%
3 2.566 385 397 411 rBV 223614 367469 27.68%  3.272%
4 2.792 453 467 477 rBV2 10201 21294 1.60%  0.190%
5 3.193 574 592 617 rBvV4 23560 92356 6.96% ©0.822%
6 4.627 1019 1038 1084 rBV 158525 498331 37.54% 4.438%
7 5.058 1156 1172 1196 rBV 222388 502156 37.82% 4.472%
8 5.724 1358 1379 1404 rBV2 437318 1144429 86.20% 10.191%
9 6.248 1527 1542 1572 rBV 409053 814794 61.37% 7.256%
10 6.688 1664 1679 1702 rBV 266874 537342 40.48% 4.785%
11  7.563 1936 1951 1974 rBV 121856 230737 17.38%  2.055%
12 7.897 2036 2055 2075 rBV 506531 929741 70.03% 8.279%
13 8.177 2132 2142 2159 rBV 73428 132564 9.99% 1.180%
14  8.550 2244 2258 2273 rBV 781295 1327584 100.00% 11.822%
15 8.634 2273 2284 2325 rVB3 511855 1158447 87.26% 10.316%

16  9.415 2514 2527 2555 rBV 584919 1036775 78.09%
17 10.753 2929 2943 2961 rBV 199749 329048 24.79%
18 10.888 2975 2985 2996 rBV2 11828 20540 1.55%
19 11.810 3259 3272 3293 rBV 577317 961307 72.41%
20 12.190 3371 3390 3407 rBV 481833 818278 61.64%
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Sum of corrected areas: 11229789
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU103023\

: VU@55998.D

: 30 Oct 2023 15:36

: MD/SY

: 05113-14

: 25.0mL/MSVOA_U/WATER

: 14  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102423WMA.M

Quant Title

TIC Library

: TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU103023\
Data File : VU@55998.D

Acqg On : 30 Oct 2023 15:36
Operator : MD/SY

Sample : 05113-14

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102423WMA.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 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.193 0.57 ug/L 92356  1,4-Difluorobenzene 6.248

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 HEX-5-EN-3-0OL 100 C6H120 000688-99-3 40
2 2-Propanol, 2-methyl- 74 C4H100 000075-65-0 40
3 3-Pentanol 88 C5H120 000584-02-1 40
4 L-Threonine, O-methyl-, methyl e... 147 C6H13NO3 1000452-62-7 40
5 3-Pentanol 88 C5H120 000584-02-1 33

Abundance Scan 592 (3.193 min): VU055998.D\data.ms (-574) (-) m/z 59.00 100.00%

59.0
5000 89.0
41.0 R RRA
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N N YL RN m/z 89.00  43.47%
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Abundance #4279: HEX-5-EN-3-OL
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Abundance #991: 2-Propanol, 2-methyl-
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Abundance #2357: 3-Pentanol R A T W
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m/z 57.00 11.17%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU103023\
Data File : VU@55998.D

Acqg On : 30 Oct 2023 15:36
Operator : MD/SY

Sample : 05113-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102423WMA.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|

unknown-01 3.193 0.6 ug/L 92356 1 6.248 814794 5.0
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