LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU091819\
Data File : VU034640.D

Aca On : 18 Sep 2019 01:44

Operator : JC/SP

Sample - K4865-20

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 25 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 1.395 88 95 106 rBvV 58784 68203 18.48% 2.239%
2 1.675 175 182 193 rVB 46628 58879 15.96% 1.933%
3 2.260 354 364 374 rBV 89565 136140 36.89% 4_.470%
4 2.431 409 417 431 rVB 16734 30116 8.16% 0.989%
5 2.820 531 538 553 rVB3 13565 28761 7.79% 0.944%
6 4.167 940 957 978 rBV 50719 143525 38.90% 4.712%
7 4.624 1082 1099 1116 rBvV 61467 144700 39.21% 4_.751%
8 5.315 1292 1314 1348 rBv2 131630 368994 100.00% 12.114%
9 5.865 1473 1485 1509 rBV 108815 220644 59.80% 7.244%
10 6.308 1609 1623 1640 rBV3 83899 175670 47 .61% 5.767%
11 7.209 1889 1903 1926 rBV 42165 84339 22.86% 2.769%
12 7.543 1995 2007 2025 rBV 169665 305852 82.89% 10.041%
13 7.832 2087 2097 2115 rBvV2 23639 44581 12.08% 1.464%

14 8.299 2231 2242 2275 rBV 165629 368558 99.88% 12.100%
15 9.067 2469 2481 2505 rBvV 157665 284267 77.04% 9.333%

16 10.411 2886 2899 2915 rBV 59143 101037 27.38% 3.317%
17 11.463 3214 3226 3249 rBV2 140659 250376 67.85% 8.220%
18 11.839 3332 3343 3363 rBvV 133875 231332 62.69% 7.595%

Sum of corrected areas: 3045974

SOMUTRO91819WMA_M Wed Sep 18 18:24:40 2019 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VYU091819\
Data File : VU034640.D

Aca On : 18 Sep 2019 01:44

Operator : JC/SP

Sample . K4865-20

Misc - 25.0mL/MSVOA U/WATER

ALS Vial :© 25 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

Abundance TIC: VU034640.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU091819\
Data File : VU034640.D

Aca On : 18 Sep 2019 01:44

Operator : JC/SP

Sample = K4865-20

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 25 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 unknown-01 Concentration Rank 2

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

2.43 0.68 ug/L 30116 1,4-Difluorobenzene 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropvl Alcohol 60 C3H80 000067-63-0 40
2 Propane. 2-ethoxv- 88 C5H120 000625-54-7 40
3 Isopropvl Alcohol 60 C3H80 000067-63-0 40
4 2-Hexanol. 3-methvl- 116 C7H160 002313-65-7 9
5 (R)-(-)-2-Pentanol 88 C5H120 031087-44-2 9

Abundance Scan 417 (2.431 min): VU034640.D (-409) (-) m/z 44.95 100.00%
45.0
5000
2.00 2.20 2.40 2.60 2.80
59.0
..,....,....,..3.7'=‘i’,".|.=.,....,....,...5.‘?‘.’...9?.7..., m/z 43.00 18.80%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #294: |sopropy! Alcohol
458.0
5000 LRI LS LA IR A
2.00 220 2.40 2.60 2.80
270 m/z 40.95 8.30%
190 | 50.0
"|'J'h"'Lw'?72“"'|'”'ﬂ""w"'|"”|'"'
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2113: Propane, 2-ethoxy-
45.0
2.00 220 240 260 2.80
5000 m/z 39.00 7.90%
73.0
27.0
T "J*““ ?ZP“*" '|"'5?P""|"' ?}P,???,,,,
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #297: Isopropyl Alcohol A BAREE R
45.0 2.00 2.20 2.40 2.60 2.80
m/z 41.95 5.62%
5000
27.0
"|"'1?F"J'W“ ?79N'M' '|"'5?F""|' A FU L I IR SRR R
m/z--> 10 20 30 40 50 60 70 80 90 2.00 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU091819\
Data File : VU034640.D

Aca On : 18 Sep 2019 01:44

Operator : JC/SP

Sample = K4865-20

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 25 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 2 3-Pentanol Concentration Rank 3

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

2.82 0.65 ug/L 28761 1,4-Difluorobenzene 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Pentanol 88 C5H120 000584-02-1 59
2 3-Pentanol 88 C5H120 000584-02-1 59
3 2-Propanol. 2-methvl- 74 C4H100 000075-65-0 45
4 3-Pentanol 88 C5H120 000584-02-1 42
5 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 39

Abundance Scan 538 (2.820 min): VU034640.D (-531) (-) m/z 59.00 100.00%
54.0
5000
T\
41|0 89|'0 207 3 240 2.60 2.80 3.00 3.20
it PR | A PSS S — m/z 89.00 16.89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2098: 3-Pentanol
54.0
5000 R UL UL N R
31.0 240 2.60 2.80 3.00 3.20
m/z 41.00 15.41%
ul Ly . 87.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2090: 3-Pentanol
59.0
240 2.60 2.80 3.00 3.20
5000 31.0 m/z 57.00 11.55%
15.0 || ‘ Al 87.0
m/z--> 20 45 60 80 100 120 140 160 180 200
Abundance #859: 2-Propanol, 2-methyl-
59.0 240 2.60 2.80 3.00 3.20
m/z 42.95 9.25%
5000
31.0
150 ‘ Il
m/z--> 2'0 ' 60 80 100 120 140 160 180 200 240 2.60 2.80 3.00 3.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU091819\
Data File : VU034640.D

Acq On : 18 Sep 2019 01:44

Operator : JC/SP

Sample - K4865-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 25 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]
unknown-01 2.43 0.7 ug/L 30116 1 5.86 220644 5.0
3-Pentanol 2.82 0.7 ug/L 28761 1 5.86 220644 5.0
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