LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030623\
Data File : VX@34344.D

Acqg On : 06 Mar 2023 13:00

Operator : JC/MD

Sample : 01758-02 20X

Misc : 1.02g/10mL/100uL/5.00mL/MSVOA_X/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 X\Method\82X021723W.M
Title : SW846 8260
Signal : TIC: VX@34344.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 1.569 70 79 80 rBV3 10029 21678 1.33% 0.219%
2 2.379 206 212 222 rVB 22105 38247 2.35% 0.386%
3 5.385 694 705 716 rBvV2 154020 463239 28.47% 4.677%
4 5.550 717 732 762 rVB 272980 936147 57.52%  9.452%
5 5.824 762 777 789 rBV2 52322 152783 9.39% 1.543%
6 5.958 789 799 814 rVB 176024 470342 28.90% 4.749%
7 6.178 825 835 843 rBV6 5820 21876 1.34% 0.221%
8 6.610 893 906 919 rBv2 35747 90982 5.59% 0.919%
9 6.763 919 931 946 rBV 427341 1036694 63.70% 10.467%
10 7.379 1024 1032 1041 rVB2 25300 58093 3.57% 0.587%

11 8.647 1233 1240 1246 rBV 909775 1429407 87.83% 14.432%
12 8.720 1246 1252 1267 rVB 1038644 1627383 100.00% 16.431%
13 10.055 1465 1471 1484 rVB 861953 1188064 73.00% 11.995%

14 10.299 1502 1511 1518 rBV 17717 32940 2.02% ©.333%
15 10.360 1518 1521 1531 rVB 12321 17444 1.07% 0.176%
16 11.079 1634 1639 1651 rBV 677624 901234 55.38% 9.099%
17 11.384 1684 1689 1694 rBV 18024 33625 2.07% ©.339%
18 11.475 1702 1704 1711 rVB 19778 23196  1.43% 0.234%
19 11.750 1745 1749 1759 rVB 38836 57642 3.54% 0.582%

20 12.024 1788 1794 1800 rBV 807415 1048407 64.42% 10.585%

21 12.085 1800 1804 1812 rVB 12279 22767 1.40% 0.230%
22 12.317 1838 1842 1849 rVB4 15195 27990 1.72% 0.283%
23 12.420 1855 1859 1863 rBV 22009 26090 1.60% 0.263%
24 12.963 1944 1948 1956 rVB2 16423 31185 1.92% 0.315%
25 13.292 1999 2002 2008 rVB3 19281 27882 1.71% 0.282%
26 13.420 2019 2023 2033 rVB10 7097 16651 1.02% 0.168%
27 14.438 2186 2190 2194 rBV 31760 36559 2.25% 0.369%
28 15.188 2307 2313 2321 rBVie 8544 20941 1.29% 0.211%
29 15.560 2368 2374 2379 rVV2 27721 45147 2.77% 0.456%
Sum of corrected areas: 9904635
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030623\
Data File : VX@34344.D

Acqg On : 06 Mar 2023 13:00

Operator : JC/MD

Sample : 01758-02 20X

Misc : 1.02g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X021723W.M
Quant Title : SW846 8260

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

Abundance TIC: VX034344.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030623\
Data File : VX@34344.D

Acqg On : 06 Mar 2023 13:00

Operator : JC/MD

Sample : 01758-02 20X

Misc : 1.02g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X021723W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Hexane, 3-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.824 8.16 ug/1 152783  Pentafluorobenzene 5.550

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 91
2 Heptane 100 C7H16 000142-82-5 80
3 Heptane, 3,4-dimethyl- 128 C9H20 000922-28-1 59
4 Heptane, 4-methyl- 114 C8H18 000589-53-7 59
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 53
Abundance Scan 777 (5.824 min): VX034344.D\data.ms (-762) (-) m/z 43.10 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030623\
Data File : VX@34344.D

Acqg On : 06 Mar 2023 13:00

Operator : JC/MD

Sample : 01758-02 20X

Misc : 1.02g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X021723W.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|

Hexane, 3-methyl- 5.824 8.2 wug/l 152783 1 5.550 936147 50.0
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