LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@31221\
Data File : VN@66191.D

Acqg On : 12 Mar 2021 18:58

Operator : JC/MD

Sample : M1647-19

Misc : 5.00mL/MSVOA_N/WATER COMP2-41732:34

ALS Vvial : 18 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_N\methods\82N©31221W.M
Title : SW846 8260
Signal : TIC: VN@66191.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 2.266 200 215 276 rBV 12061651 24444893 100.00% 65.332%
2 3.208 550 566 585 rBv2 135763 314048 1.28% 0.839%
3 7.509 2149 2170 2184 rBV3 308382 761979 3.12% 2.036%
4 7.587 2184 2199 2221 rVB 582651 1379756 5.64% 3.688%
5 7.952 2313 2335 2358 rBV2 417925 988205 4.04%  2.641%
6 8.515 2523 2545 2574 rBV 888687 1836986 7.51% 4.910%
7 10.028 3091 3109 3124 rBV 1377008 2497830 10.22% 6.676%
8 11.350 3584 3602 3632 rBV 1183510 2168020 8.87% 5.794%
9 12.345 3958 3973 3997 rBV2 782079 1358682 5.56% 3.631%
10 13.286 4309 4324 4350 rBV 791282 1386973 5.67% 3.707%

11 13.402 4356 4367 4380 rBV3 136961 279199 1.14% ©.746%

Sum of corrected areas: 37416571
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: M1647-19
: 5.00mL/MSVOA_N/WATER
. 18

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@©31221\

: VNO66191.D
: 12 Mar 2021 18:58

JC/MD

COMP2-41732:34

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@©31221W.M
: SW846 8260

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©31221\
Data File : VN@66191.D

Acqg On : 12 Mar 2021 18:58

Operator : JC/MD

Sample : M1647-19

Misc : 5.00mL/MSVOA_N/WATER COMP2-41732:34

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31221W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Ethanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.208 11.38 ug/l 314048 Pentafluorobenzene 7.587

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol 46 C2H60 000064-17-5 86
2 Dimethyl ether 46 C2H60 000115-10-6 9

3 Methane, nitroso- 45 CH3NO 000865-40-7 4
4 Formic acid 46 CH202 000064-18-6 4

5 Propanedioic acid, dihydroxy- 136 C3H406 000560-27-0 4
Abundance Scan 566 (3.208 min): VN066191.D\data.ms (-550) (-) m/z 45.00 100.00%
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©31221\
Data File : VN@66191.D

Acqg On : 12 Mar 2021 18:58

Operator : JC/MD

Sample : M1647-19

Misc : 5.00mL/MSVOA_N/WATER COMP2-41732:34

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31221W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 1-Isobutoxy-2-ethylhexane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

13.402 10.07 ug/l 279199 1,4-Dichlorobenzene-d4 13.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Isobutoxy-2-ethylhexane 186 C12H260 1000139-90-3 64
2 1-Decene, 3,4-dimethyl- 168 C12H24 050871-03-9 64
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 59
4 2-Propyl-1-pentanol 130 C8H180 058175-57-8 59
5 Oxalic acid, 2-ethylhexyl isobut... 258 C14H2604 1000309-38-5 53

Abundance Scan 4367 (13.402 min): VN066191.D\data.ms (-4356) (- m/z 57.10 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@31221\
Data File : VN@66191.D

Acqg On : 12 Mar 2021 18:58

Operator : JC/MD

Sample : M1647-19

Misc : 5.00mL/MSVOA_N/WATER COMP2-41732:34

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31221W.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|
Ethanol 3.208 11.4 ug/l 314048 1 7.587 1379760 50.0
1-Isobutoxy-2-e... 13.402 10.1 ug/l 279199 4 13.286 1386970 50.0
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