LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122821\
Data File : VN@70333.D

Acqg On : 28 Dec 2021 18:45

Operator : JC/MD

Sample : M5224-04

Misc : 4.99g/1eM1/100Ul/5.00M1/MSVOA_N/MEOH

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\82N122721W.M

Title : SW846 8260

Signal : TIC: VN@70333.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.127 780 797 821 rBvV2 58314 172408 2.19% 0.460%
2 4.304 838 863 890 rBV3 36559 139388 1.77% 0.372%
3  6.667 1715 1744 1774 rBV5 80858 312693 3.97% 0.834%
4 7.353 1981 2000 2024 rBV 38923 131936 1.68% 0.352%
5 8.019 2225 2248 2259 rBV 1018249 2481424 31.51% 6.621%
6 8.080 2260 2271 2298 rVB2 1264766 2883048 36.61% 7.693%
7 8.434 2379 2403 2431 rBV 1294128 3016230 38.30% 8.048%
8 8.652 2472 2484 2507 rVB6 50331 122290 1.55% 0.326%
9 8.963 2580 2600 2628 rBV 1892134 4025731 51.12% 10.742%

10 10.440 3130 3151 3170 rBV 4172553 7874524 100.00% 21.012%

11 11.108 3382 3400 3417 rBV 1349118 3740787 47.50%  9.982%
12 11.747 3617 3638 3658 rBV 2404189 4401703 55.90% 11.745%
13 12.734 3986 4006 4026 rBV 2611977 4526801 57.49% 12.079%
14 13.675 4342 4357 4379 rVB 2035796 3561201 45.22%  9.503%
15 15.507 5029 5040 5057 rVB2 43451 86197 1.09% ©.230%

Sum of corrected areas: 37476361
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LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122821\

: VNO@70333.D
: 28 Dec 2021 18:45

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
. SW846 8260

: C:\Database\NIST20.L
LSCINT.P

TIC: VNO70333.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122821\
Data File : VN@70333.D

Acqg On : 28 Dec 2021 18:45

Operator : JC/MD

Sample : M5224-04

Misc : 4.99g/1eM1/100Ul/5.00M1/MSVOA_N/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 unknown6.667 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.667 5.42 ug/1 312693  Pentafluorobenzene 8.080

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Fluoropropene 60 C3H5F 001184-60-7 49
2 1-Propanol 60 C3H80 000071-23-8 46
3 Allyl fluoride 60 C3H5F 000818-92-8 35
4 Propene 42 C3H6 000115-07-1 27
5 Cyclopropane 42 C3H6 000075-19-4 16

Abundance Scan 1744 (6.667 min): VN070333.D\data.ms (-1715) (-)  m/z 58.95 100.00%
5C
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122821\
Data File : VN@70333.D

Acqg On : 28 Dec 2021 18:45

Operator : JC/MD

Sample : M5224-04

Misc : 4.99g/1eM1/100Ul/5.00M1/MSVOA_N/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Propylene Glycol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.168 42.49 ug/l 374679 Chlorobenzene-ds 11.746
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 propylene Glycol 76 B2 000057-55-6 90
2 Isopropyl Alcohol 60 C3H80 P00067-63-0 56

3 Propanoic acid, 2-hydroxy-, meth... 104 C4H803

4 R-(-)-1,2-propanediol

5 (S)-(+)-2-Pentanol

76 C3H802
88 C5H120

000547-64-8 40
004254-14-2 40
026184-62-3 9

Abundance Scan 3400 (11.108 min): VN070333.D\data.ms (-3382) (- m/z 45.00 100.00%
4!:
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Abundance #342: Isopropyl Alcoho
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— —
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27.0
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Abundance #5320: Propanoic acid, 2-hydroxy-, methyl ester, (.+/-.)- P —r—
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m/z 42.00 4.91%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122821\
Data File : VN@70333.D

Acqg On : 28 Dec 2021 18:45

Operator : JC/MD

Sample : M5224-04

Misc : 4.99g/1eM1/100eUl/5.00M1/MSVOA_N/MEOH

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.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|
unknown6.667 6.667 5.4 ug/l 312693 1 8.080 2883050 50.0
Propylene Glycol 11.108 42.5 ug/l 3740790 3 11.746 4401700 50.0
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