LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062222\
Data File : VX029702.D

Acqg On : 22 Jun 2022 16:24
Operator : JC/MD

Sample : N3293-09

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 19 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\82X061822W.M

Title : SW846 8260

Signal : TIC: VX@29702.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.288 25 33 41 rBV2 8733 26107 1.93% 0.325%
2 2.380 205 212 229 rBV 75706 131975 9.76% 1.641%
3 2.556 233 241 253 rBvV2 7518 21252 1.57% 0.264%
4 2.971 292 309 319 rBV 54770 147655 10.92%  1.835%
5 4.562 561 570 585 rBV 28358 81557 6.03% 1.014%

6 5.391 691 706 721 rBV 153311 449114 33.21% 5.583%
7 5.556 721 733 747 rVB 288023 808193 59.75% 10.047%
8 5.958 789 799 811 rBV 163518 435110 32.17% 5.409%
9 6.763 922 931 948 rBV 428962 1032107 76.31% 12.830%

8.653 1234 1241 1250 rBV 860744 1352520 100.00% 16.813%

11  9.567 1383 1391 1412 rBV 51846 207670 15.35%  2.582%
12 10.055 1465 1471 1485 rVB 900640 1186570 87.73% 14.750%
13 11.085 1634 1640 1654 rBV 660274 863163 63.82% 10.730%
14 11.634 1725 1730 1746 rBV 66253 125031 9.24% 1.554%
15 12.024 1788 1794 1803 rBV 893224 1087815 80.43% 13.523%

16 12.219 1821 1826 1841 rBV 52569 88613 6.55% 1.102%

Sum of corrected areas: 8044452
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062222\
Data File : VX029702.D

Acqg On : 22 Jun 2022 16:24
Operator : JC/MD

Sample : N3293-09

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.M
Quant Title : SW846 8260

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

Abundance TIC: VX029702.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062222\
Data File : VX029702.D

Acqg On : 22 Jun 2022 16:24
Operator : JC/MD

Sample : N3293-09

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Propylene Glycol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.567 8.75 ug/1 207670  Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 90
2 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 78
3 Isopropyl Alcohol 60 C3H80 000067-63-0 64
4 2-Heptanol 116 C7H160 000543-49-7 40
5 2-Pentanol 88 C5H120 006032-29-7 40

Abundance Scan 1391 (9.567 min): VX029702.D\data.ms (-1383) (-) m/z 45.10 100.00%
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062222\
Data File : VX029702.D

Acqg On : 22 Jun 2022 16:24
Operator : JC/MD

Sample : N3293-09

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 (R)-(-)-2-Methyl-2,4-pentan... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.634 5.75 ug/1 125031 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (R)-(-)-2-Methyl-2,4-pentanediol 118 C6H1402 099210-90-9 83
2 Hexylene glycol 118 C6H1402 000107-41-5 83
3 3-Hexanol, 5-methyl- 116 C7H160 000623-55-2 50
4 Oxetane, 2,2,4-trimethyl- 100 C6H120 023120-44-7 45
5 dl-Erythro-0-methylthreonine 133 C5H11NO3 1000214-70-7 45

Abundance Scan 1730 (11.634 min): VX029702.D\data.ms (-1725) (- m/z 59.05 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062222\
Data File : VX029702.D

Acqg On : 22 Jun 2022 16:24
Operator : JC/MD

Sample : N3293-09

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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|
Propylene Glycol 9.567 8.8 ug/l 207670 3 10.055 1186570 50.0
(R)-(-)-2-Methy... 11.634 5.8 ug/l 125031 4 12.024 1087820 50.0
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