LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU091819\
Data File : VU034636.D

Aca On : 18 Sep 2019 00:07

Operator : JC/SP

Sample - K4865-16

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 21 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\SOMUTR091819WMA .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 1.389 83 93 100 rBV 70689 102239 26.49% 3.249%
2 1.672 175 181 199 rVvB 47414 67817 17.57% 2.155%
3 2.260 355 364 377 rBV 84072 129785 33.63% 4.124%
4 2.498 421 438 464 rBvV2 23275 98962 25.64% 3.145%
5 4.183 949 962 1000 rBV2 47142 171992 44.57% 5.466%
6 4.624 1083 1099 1122 rBvV2 59632 144609 37.47% 4 .595%
7 5.315 1292 1314 1337 rBv3 128146 354531 91.87% 11.266%
8 5.865 1468 1485 1503 rBv2 111248 222887 57.76% 7.083%
9 6.309 1610 1623 1646 rBvV2 83043 173625 44.99% 5.517%
10 7.209 1891 1903 1923 rBV 41565 81047 21.00% 2.576%
11 7.382 1945 1957 1968 rBv4 6736 12736 3.30% 0.405%
12 7.543 1995 2007 2026 rBV 159426 290338 75.24% 9.226%
13 7.836 2086 2098 2113 rBV3 24209 46986 12.18% 1.493%

14 8.299 2229 2242 2278 rBV 184480 385908 100.00% 12.263%
15 9.067 2468 2481 2506 rBV 162902 284440 73.71% 9.039%

16 10.411 2888 2899 2922 rVB 59632 99349 25.74% 3.157%
17 11.463 3214 3226 3248 rBV 147094 254244 65.88% 8.079%
18 11.839 3331 3343 3362 rBvV 130980 225320 58.39% 7.160%

Sum of corrected areas: 3146815
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU091819\
VU034636.D

18 Sep 2019 00:07

JC/SP

K4865-16

25_0mL/MSVOA U/WATER

21 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O91819WMA .M
TRACE VOA SOM01.0

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU091819\
Data File : VU034636.D

Aca On : 18 Sep 2019 00:07

Operator : JC/SP

Sample : K4865-16

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR091819WMA .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 1 Isopropyl Alcohol Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

2.50 2.22 ug/L 98962 1,4-Difluorobenzene 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopnropvl Alcohol 60 C3H80 000067-63-0 56
2 (2R.4R)-(-)-Pentanediol 104 C5H1202 042075-32-1 40
3 Butane. 1.4-dimethoxyv- 118 C6H1402 013179-96-9 40
4 2.4-Pentanediol 104 C5H1202 000625-69-4 9
5 Isopropyl Alcohol 60 C3H80 000067-63-0 9

Abundance Scan 438 (2.498 min): VU034636.D (-421) (-) m/z 44.95 100.00%
48.0
5000 ~_)/\\\
R EEEEa e S
220 240 260 2.80
59.0
..,....,....,..3?'.9,'!|::.,....-,..6.7-.0,..7?'.8,....9,1'.0...,1.0.4.'?,.. m/z 43.00 18.77%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #297: |sopropy! Alcohol
48.0
5000 RSN U R R R
220 2.40 2.60 2.80
m/z 40.90 7.24%
150 %70 36, 59.0
mz-> 10 20 '3'0' 40 50 60 70 80 90 100 110
Abundance #4780: (2R 4R)-(-)-Pentanediol
48.0
220 240 260 280
5000 m/z 38.95 6.79%
71.0
15.0 ”Q3ww 630 | 890 1030
mz> 10 % 3 40 € 60 7o 80 o 10 110
Abundance #8838: Butane, l,4—dimethoxy— LI L B L LB B
430 58.0 220 2.40 2.60 2.80
m/z 41.95 6.07%
5000
71‘ .0 86‘ 0 103.0
Ll (TR |
m/z--> 10 20 30 40 50 60 70 8 90 100 110 220 240 2.60 2.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU091819\
Data File : VU034636.D

Acq On : 18 Sep 2019 00:07

Operator : JC/SP

Sample - K4865-16

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 21 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR091819WMA .M
TRACE VOA SOMO01.0

Quant Method
Quant Title

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

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

Isopropyl Alcohol 2.50 2.2 ug/L 98962 1 5.86 222887 5.0

SOMUTRO91819WMA_M Wed Sep 18 18:24:28 2019 Page: 4



