LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX011921\
Data File : VX020672.D

Acqg On : 19 Jan 2021 20:22
Operator : JC/SP

Sample : M1125-08 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 25 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\82X011921W.M

Title : SW846 8260

Signal : TIC: VX@20672.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.464 706 718 732 rBV 152879 440818 1.55% 1.174%
2 5.629 732 745 760 rVB 252581 708088 2.49% 1.885%
3 6.025 797 810 825 rBV 162434 430890 1.52% 1.147%
4 6.830 932 942 958 rVB 399629 948118 3.33%  2.524%
5 8.696 1240 1248 1255 rBV 840519 1302146 4.58%  3.466%
6 10.092 1465 1477 1490 rBV 821519 1133439 3.99% 3.017%
7 11.122 1640 1646 1655 rBV 663210 865053  3.04%  2.303%
8 12.061 1795 1800 1807 rVB 900379 1093888 3.85% 2.912%
9 13.500 2030 2036 2050 rBV 599730 1082110 3.81% 2.881%

7

10 13.792 2079 2084 2123 rBV 23053355 28434053 100.00% 75.695%

11 15.231 2315 2320 2326 rBV 275100 380944 1.34% 1.014%
12 15.292 2326 2330 2348 rVV 404955 744588 2.62%  1.982%

Sum of corrected areas: 37564135
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX011921\
Data File : VX020672.D

Acqg On : 19 Jan 2021 20:22
Operator : JC/SP

Sample : M1125-08 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X011921W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VX020672.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX011921\
Data File : VX020672.D

Acqg On : 19 Jan 2021 20:22
Operator : JC/SP

Sample : M1125-08 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X011921W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 unknown13.499 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.499 49.46 ug/l 1082110 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 47
2 Cyclopropane, 1-methyl-2-(3-meth... 140 C10H20 062238-07-7 46
3 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 38
4 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 30
5 1-Octene, 3,7-dimethyl- 140 C1oH20 004984-01-4 25

Abundance Scan 2036 (13.500 min): VX020672.D\data.ms (-2030) (-  m/z 71.05 100.00%
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX011921\
Data File : VX020672.D

Acqg On : 19 Jan 2021 20:22
Operator : JC/SP

Sample : M1125-08 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X011921W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 1-Heptanol, 2-propyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.792 1299.68 ug/1l 28434100 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptanol, 2-propyl- 158 C10H220 010042-59-8 72
2 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 64
3 Oxalic acid, bis(6-ethyloct-3-yl... 370 C22H4204 1000309-34-6 49
4 1-Tridecene 182 C13H26 002437-56-1 46
5 Octane, 1,1'-oxybis- 242 C16H340 000629-82-3 46

Abundance Scan 2084 (13.792 min): VX020672.D\data.ms (-2079) (- m/z 43.10 100.00%
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX011921\
Data File : VX020672.D

Acqg On : 19 Jan 2021 20:22
Operator : JC/SP

Sample : M1125-08 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X011921W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 Dodecanal Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

15.231 17.41 ug/1 380944 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanal 184 C12H240 000112-54-9 91
2 Cyclodecane 140 C1eH20 000293-96-9 91
3 Tetradecanal 212 C14H280 000124-25-4 91
4 Tridecanal 198 C13H260 010486-19-8 90
5 Pentadecanal- 226 C15H300 002765-11-9 70

Abundance Scan 2320 (15.231 min): VX020672.D\data.ms (-2315) (- m/z 57.10 100.00%
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX011921\
Data File : VX020672.D

Acqg On : 19 Jan 2021 20:22
Operator : JC/SP

Sample : M1125-08 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X011921W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 unknownl5.292 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.292 34.03 ug/l 744588 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 1,1-bis(dodecyloxy)- 595 C40H8202 056554-64-4 46
2 Cyclodecane 140 C1eH20 000293-96-9 38
3 Decane, 1,1'-oxybis- 298 (C20H420 002456-28-2 35
4 2,3,4-Trimethyl-1-pentanol 130 C8H180 006570-88-3 35
5 Hexane, 1-(hexyloxy)-3-methyl- 200 C13H280 074421-18-4 22

Abundance Scan 2330 (15.292 min): VX020672.D\data.ms (-2326) (- m/z 57.10 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX011921\
Data File : VX020672.D

Acqg On : 19 Jan 2021 20:22
Operator : JC/SP

Sample : M1125-08 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 25 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X011921W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11l.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
unknown13.499 13.499 49.5 ug/l 1082110 4 12.061 1093890 50.0
1-Heptanol, 2-p... 13.792 1299.7 ug/l 28434100 4 12.061 1093890 50.0
Dodecanal 15.231 17.4 wug/l 380944 4 12.061 1093890 50.0
unknown15.292 15.292 34.0 ug/l 744588 4 12.061 1093890 50.0
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