LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU101720\
Data File : VU040772.D

Aca On : 17 Oct 2020 19:19

Operator : SY/MD

Sample : L4421-12

Misc : 25.2mL/MSVOA U/WATER

ALS Vial : 7 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA U\METHOD\SOMUTR100820WMA .M
Title - TRACE VOA SOMO1.0
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.607 74 83 98 rBv 51849 61641 9.29% 1.444%
2 1.922 173 181 193 rVB 49195 64630 9.74% 1.514%
3 2.581 373 386 399 rBV 92028 151755 22.86% 3.554%
4 2.671 402 414 424 rBV2 5171 14014 2.11% 0.328%
5 2.806 448 456 468 rvB2 4968 8665 1.31% 0.203%
6 3.208 567 581 593 rVB3 4366 10157 1.53% 0.238%
7 4.665 1014 1034 1072 rBvV 73442 294397 44.35% 6.894%
8 4.832 1076 1086 1101 rVB 11154 27040 4_.07% 0.633%
9 5.083 1148 1164 1185 rBV 95160 211796 31.91% 4 .960%
10 5.742 1348 1369 1388 rBv4 170524 462653 69.70% 10.834%

11 6.263 1516 1531 1553 rBvV 160646 301219 45.38% 7.054%
12 6.703 1652 1668 1686 rBV 120001 232785 35.07% 5.451%

13 7.575 1927 1939 1960 rBV2 54533 94286 14.20% 2.208%
14 7.906 2029 2042 2058 rBvV 180706 306147 46.12% 7.169%
15 8.186 2118 2129 2145 rBV 36781 62182 9.37% 1.456%

16 8.642 2257 2271 2304 rBV 346402 663771 100.00% 15.544%
17 8.790 2308 2317 2326 rVB6 6805 11281 1.70% 0.264%
18 9.420 2497 2513 2547 rBV 236949 399557 60.20% 9.357%
19 10.755 2916 2928 2942 rBV 99790 162548 24.49% 3.807%
20 11.809 3241 3256 3271 rBV 211072 337571 50.86% 7.905%

21 12.060 3323 3334 3352 rBV2 20792 44971 6.78% 1.053%

22 12.189 3363 3374 3391 rVB 214277 339145 51.09% 7.942%

23 12.880 3577 3589 3598 rBV3 5660 8019 1.21% 0.188%
Sum of corrected areas: 4270230
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VYU101720\
Data File : VU040772.D

Aca On 17 Oct 2020 19:19

Operator : SY/MD

Sample : L4421-12

Misc - 25.2mL/MSVOA U/WATER

ALS Vvial :© 7 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100820WMA .M
TRACE VOA SOM01.0

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

Abundance TIC: vU040772.D
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU101720\
Data File : VU040772.D

Aca On 17 Oct 2020 19:19

Operator : SY/MD

Sample : L4421-12

Misc : 25.2mL/MSVOA U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100820WMA .M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 1-Pentanol, 2-ethyl-4-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.06 0.67 ug/L 44971 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentanol. 2-ethvl-4-methvl- 130 C8H180 000106-67-2 64
2 2-Propvl-1-pentanol 130 C8H180 058175-57-8 50
3 Octane. 2.3-dimethvl- 142 C10H22 007146-60-3 50
4 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 50
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 45
Abundance Scan 3334 (12.060 min): VU040772.D (-3323) (-) m/z 57.10 100.00%
57
5000 41
h 70 g3
98 112 11.80 12.00 12.20 12.40
..,....,....,....|,!:..,.-...,....|,:...,.|:..,....-,....,.~...,....,....,...., m/z 41.10 47.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13759: 1-Pentanol, 2-ethyl-4-methyl-
57
5000
43 11.80 12.00 12.20 12.40
- co 83 m/z 55.10 38.49%
18 I.|| ||| ”u | 9.8 1:!'2
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
57
11.80 12.00 12.20 12.40
5000 a1 m/z 43.10 37.79%
- 70
83
15 9% 112
wmmmmmmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19191: Octane, 2,3-dimethyl-
57 11.80 12.00 12.20 12.40
m/z 56.10 28.46%
5000 41 98
29 70
w ol res | 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.80 12.00 12.20 12.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101720\
Data File : VU040772.D

Acq On : 17 Oct 2020 19:19

Operator : SY/MD

Sample - L4421-12

Misc : 25.2mL/MSVOA_U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100820WMA .M
TRACE VOA SOMO01.0

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

| --Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]

1-Pentanol, 2-eth... 12.06 0.7 ug/L 44971 3 11.81 337571 5.0
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