LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11121\
Data File : VN@65467.D

Acqg On : 11 Jan 2021 14:51
Operator : JC/MD

Sample : M1040-05 50X

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 11 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\82N122220W.M

Title : SW846 8260

Signal : TIC: VN@65467.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.366 165 176 187 rBV 23982 39994 1.14% 0.251%
2 3.669 580 600 622 rBV 1367684 3496899 100.00% 21.965%
3  3.792 623 638 675 rVB 437228 1168108 33.40% 7.337%
4 6.023 1314 1332 1368 rBV 105074 339302 9.70%  2.131%
5 7.553 1789 1808 1820 rBV = 142471 359696 10.29%  2.259%

7.631 1820 1832 1863 rVB 239785 573478 16.40% 3
7.991 1927 1944 1968 rBV 138973 324541 9.28% 2
8.553 2102 2119 2150 rVB 374130 794165 22.71%  4.988%
10.061 2572 2588 2597 rBV 622747 1137531 32.53% 7
10 10.126 2597 2608 2637 rVB 1800776 3252964 93.02% 20.433%

11 10.827 2805 2826 2851 rBvV2 78025 339750  9.72% 2
12 11.380 2980 2998 3018 rBV 632824 1115685 31.90% 7
13 11.483 3019 3030 3049 rVB 94599 165060 4.72% 1.037%
14 11.592 3049 3064 3086 rBV 354793 697619 19.95% 4
15 11.920 3148 3166 3182 rBV 155721 282500 8.08% 1

16 12.376 3294 3308 3336 rVB 522260 892458 25.52% 5.606%
17 13.318 3588 3601 3626 rBV 543054 940353 26.89% 5.907%

Sum of corrected areas: 15920103
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: M1040-05 50X
: 5.00mL/MSVOA_N/WATER
11

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe11121\

: VNO65467.D
: 11 Jan 2021 14:51

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122220W.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@11121\
Data File : VN@65467.D

Acqg On : 11 Jan 2021 14:51
Operator : JC/MD

Sample : M1e40-05 50X

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122220W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Propanal Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.669 304.88 ug/l 3496900  Pentafluorobenzene 7.631

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanal 58 C3H60 000123-38-6 78
2 Trimethylene oxide 58 C3H60 000503-30-0 64
3 Quinolin-2(1H)-one, 3,4,5,6,7,8-... 208 C12H20N20 1000259-95-6 9
4 Propylene oxide 58 C3H60 000075-56-9 7
5 Oxirane, methyl-, (S)- 58 C3H60 016088-62-3 4

Abundance Scan 600 (3.669 min): VN065467.D\data.ms (-580) (-) m/z 58.05 100.00%
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11121\
Data File : VN@65467.D

Acqg On : 11 Jan 2021 14:51

Operator JC/MD

Sample : M1e40-05 50X

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122220W.M
: SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 1-Propanol Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
6.023  29.58 ug/l 339302  Pentafluorobenzene 7.631
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propanol 60 C3H80 000071-23-8 59
2 2-Fluoropropene 60 C3HSF 001184-60-7 58
3 Allyl fluoride 60 C3H5F 000818-92-8 38
4 Methanamine, N-hydroxy-N-methyl- 61 C2H7NO 005725-96-2 9

5 Propene 42 C3H6 000115-07-1 9

Abundance Scan 1332 (6.023 min): VN065467.D\data.ms (-1314) (-) m/z 59.10 100.00%
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11121\
Data File : VN@65467.D

Acqg On : 11 Jan 2021 14:51
Operator : JC/MD

Sample : M1e40-05 50X

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122220W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 2-Heptanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.827 15.23 ug/l 339750  Chlorobenzene-d5 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptanol 116 C7H160 000543-49-7 64
2 Propylene Glycol 76 C3H802 000057-55-6 59
3 2-Butanol 74 C4H1e0 000078-92-2 50
4 2-Heptanol, 3-methyl- 130 C8H180 031367-46-1 50
5 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 50

Abundance Scan 2826 (10.827 min): VN065467.D\data.ms (-2805) (-  m/z 45.05 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11121\
Data File : VN@65467.D

Acqg On : 11 Jan 2021 14:51
Operator : JC/MD

Sample : M1040-05 50X

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122220W.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|
Propanal 3.669 304.9 ug/l 3496900 1 7.631 573478 50.0
1-Propanol 6.023 29.6 ug/l 339302 1 7.631 573478 50.0
2-Heptanol 10.827 15.2 wug/l 339750 3 11.380 1115690 50.0
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