LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN061022\
Data File : VN@72771.D

Acqg On : 10 Jun 2022 17:48
Operator : JC\MD

Sample : N3293-10

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 16 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\82N060822W.M
Title : SW846 8260
Signal : TIC: VN@72771.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 2.234 35 42 51 rBV2 13371 39238 1.10% ©0.309%
2 4.281 380 390 404 rBV 52213 162910 4.58% 1.283%
3 4.575 430 440 453 rBV2 27190 88050 2.47% 0.693%
4 5.363 561 574 591 rBV2 71393 262902 7.39% 2.070%
5 7.334 899 909 926 rBV 31733 87177 2.45% 0.686%
6 8.016 1015 1025 1031 rBV 251631 607367 17.06% 4.782%
7 8.081 1031 1036 1047 rVB 253580 563122 15.82% 4.434%
8 8.434 1087 1096 1110 rBV 301627 666110 18.71% 5.245%
9 8.963 1177 1186 1197 rBV 383124 790993 22.22% 6.228%
10 10.328 1411 1418 1428 rBV 149953 277918 7.81% 2.188%

11 10.439 1428 1437 1442 rVV 886371 1625959 45.68% 12.803%
12 10.504 1442 1448 1464 rVB 1951012 3559468 100.00% 28.027%

13 11.145 1552 1557 1562 rBV 33508 54611 1.53% 0.430%
14 11.739 1651 1658 1670 rBV 544432 994575 27.94%  7.831%
15 11.845 1670 1676 1685 rVWV 58003 105550 2.97% ©0.831%

16 11.945 1685 1693 1706 rVB 183110 355211 9.98%
17 12.274 1740 1749 1758 rBV 85425 150356  4.22%
18 12.727 1819 1826 1838 rVB 675927 1156906 32.50%
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19 13.157 1892 1899 1906 rBV4 21158 42046 1.18% 331%
20 13.674 1977 1987 1999 rBV 481735 925950 26.01% 291%
21 13.768 1999 2003 2020 rVB5 33060 120697 3.39% ©.950%
22 16.615 2480 2487 2494 rVB3 27446 63182 1.78% 0.497%

Sum of corrected areas: 12700298
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN061022\
Data File : VN@72771.D

Acqg On : 10 Jun 2022 17:48
Operator : JC\MD

Sample : N3293-10

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060822W.M
Quant Title : SW846 8260

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

Abundance TIC: VNO72771.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN061022\
Data File : VN@72771.D

Acqg On : 10 Jun 2022 17:48
Operator : JC\MD

Sample : N3293-10

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060822W.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 1Isopropyl Alcohol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.575 7.82 ug/1 88050  Pentafluorobenzene 8.081

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 74
2 Ethylamine 45 C2H7N 000075-04-7 5
3 1-Butene, 4-methoxy 86 C5H100 004696-30-4 4
4 2-Propanone, 1l-methoxy- 88 C4H802 005878-19-3 4
5 4-Penten-2-0l 86 C5H100 000625-31-0 4

Abundance Scan 440 (4.575 min): VNO72771.D\data.ms (-430) (-) m/z 45.00 100.00%

45.0
5000 /k
R ARAREE AR
m 4.20 4.40 4.60 4.80
bl e 297 myz 43,05 23.03%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #342: Isopropyl Alcohol
45.0
5000

4.20 4.40 4.60 4.80
(M\ H\‘

m/z 38.90 10.45%

OHH R LA L e
m/z--> Zb 40 65 Sb 160 1&0 1&0 1é0 150 260
Abundance
30.0
“Q‘H‘M‘JH“Hﬂw“w‘
4.20 4.40 4.60 4.80
5000 m/z 41.00 9.46%

O T T T T T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1967: 1-Butene, 4-methoxy

45.0 4.20 4.40 4.60 4.80
m/z 42.00 7.72%

5000 j\
ob Ll 830 1 m

m/z--> 20 40 60 80 100 120 140 160 180 200 4.20 4.40 4.60 4.80

82NO60822W.M Mon Jun 13 12:13:24 2022 Page: 3



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN061022\
Data File : VN@72771.D

Acqg On : 10 Jun 2022 17:48
Operator : JC\MD

Sample : N3293-10

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060822W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 1-Hexanol, 2-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.769 6.52 ug/1 120697 1,4-Dichlorobenzene-d4 13.674
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 53
2 2-Propyl-1-Pentanol, trifluorocac... 226 C10H17F302 1000365-19-7 50
3 Carbonic acid, heptyl vinyl ester 186 C10H1803 1010383-25-4 47
4 Heptyl isobutyl carbonate 216 C12H2403 959068-08-7 43
5 1-Decene, 2,4-dimethyl- 168 C12H24 055170-80-4 43

Abundance Scan 2003 (13.768 min): VN072771.D\data.ms (-1999) (- | m/z 57.00 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN061022\
Data File : VN@72771.D

Acqg On : 10 Jun 2022 17:48
Operator : JC\MD

Sample : N3293-10

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060822W.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|
Isopropyl Alcohol 4.575 7.8 ug/l 88050 1 8.081 563122 50.0
1-Hexanol, 2-et... 13.769 6.5 ug/l 120697 4 13.674 925950 50.0
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