LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072722\
Data File : VX030239.D

Acqg On : 27 Jul 2022 18:12
Operator : JC/MD

Sample : N3898-06 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 21  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\82X072522W.M
Title : SW846 8260
Signal : TIC: VX@30239.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 2.300 192 199 209 rBV 13848885 25973533 100.00% 72.841%
2 2.386 209 213 226 rVB 328443 560790 2.16% 1.573%
3 3.879 444 458 476 rBV 1339060 3529479 13.59% 9.898%
4 5.391 695 706 720 rBV3 121812 357351  1.38% 1.002%
5 5.556 720 733 746 rBV2 147384 421166 1.62% 1.181%
6 5.964 789 800 814 rBV 147972 399559 1.54% 1.121%
7 6.769 920 932 946 rBV2 236768 576122  2.22% 1.616%
8 8.653 1232 1241 1250 rBV 695086 1082092 4.17% 3.035%
9 9.000 1291 1298 1308 rBV 181380 261923 1.01% 0.735%
10 10.055 1464 1471 1484 rBV2 556015 1005839 3.87% 2.821%
11 11.085 1634 1640 1647 rBV 525434 664795 2.56% 1.864%

12 12.024 1789 1794 1802 rVB 693082 825251 3.18%  2.314%

Sum of corrected areas: 35657900
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072722\
Data File : VX030239.D

Acqg On : 27 Jul 2022 18:12
Operator : JC/MD

Sample : N3898-06 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072522W.M
Quant Title : SW846 8260

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

Abundance TIC: VX030239.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072722\
Data File : VX030239.D

Acqg On : 27 Jul 2022 18:12
Operator : JC/MD

Sample : N3898-06 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072522W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 1-Propanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.879 419.01 ug/1 3529480  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propanol 60 C3H80 000071-23-8 59
2 Allyl fluoride 60 C3H5F 000818-92-8 38
3 2-Fluoropropene 60 C3H5F 001184-60-7 27
4 Cyclopropane 42 C3He 000075-19-4 25
5 Propene 42 C3H6 000115-07-1 9
Abundance Scan 458 (3.879 min): VX030239.D\data.ms (-444) (-) m/z 59.10 100.00%
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072722\
Data File : VX@30239.D

Acqg On : 27 Jul 2022 18:12

Operator : JC/MD

Sample : N3898-06 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072522W.M
. SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 1,3-Dioxolane, 2-ethyl-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.000 13.02 ug/l 261923  Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dioxolane, 2-ethyl-4-methyl- 116 C6H1202 004359-46-0 95
2 Oxazolidin-2-one 87 C3H5NO2 000497-25-6 64
3 1,3-Dioxolane, 4-methyl-2-propyl- 130 C7H1402 004352-99-2 59
4 Thiocyanic acid, ethyl ester 87 C3H5NS 000542-90-5 56
5 1,3-Dioxolane, 2-butyl-4-methyl- 144 C8H1602 074094-60-3 56
Abundance Scan 1298 (9.000 min): VX030239.D\data.ms (-1291) (-) m/z 87.10 100.00%
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Abundance #9293: 1,3-Dioxolane, 2-ethyl-4-methyl-
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Abundance #15507: 1,3-Dioxolane, 4-methyl-2-propyl-
87.0 8.60 8.80 9.00 9.20 9.40
m/z 72.10 16.14%
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m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.60 8.80 9.00 9.20 9.40
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072722\
Data File : VX@30239.D

Acqg On : 27 Jul 2022 18:12
Operator : JC/MD

Sample : N3898-06 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072522W.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|
1-Propanol 3.879 419.0 wug/l 3529480 1 5.556 421166 50.0
1,3-Dioxolane, ... 9.000 13.0 ug/l 261923 3 10.055 1005840 50.0
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