LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062919\
Data File : VU033087.D

Aca On : 28 Jun 2019 21:56

Operator : JC/SP

Sample : K3597-11

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 24 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\SOMUTRO62719WMA .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 1.180 22 28 35 rBv2 6383 6949 1.58% 0.185%
2 1.395 84 95 105 rBvV 62625 66718 15.19% 1.776%
3 1.678 175 183 198 rVB 46648 56847 12.94% 1.513%
4 2.010 279 286 300 rBV3 3117 4611 1.05% 0.123%
5 2.270 355 367 375 rBV 98753 148589 33.83% 3.955%
2.321 375 383 397 rVB 34382 55714 12.69% 1.483%
2.444 411 421 439 rVB 24302 43075 9.81% 1.147%

4.186 952 963 985 rBV 57588 159363 36.28% 4.242%
4.386 1011 1025 1067 rBV 184135 439200 100.00% 11.691%
4.640 1089 1104 1123 rVB2 66011 155715 35.45% 4.145%

=
QO ~NO®

11 5.331 1295 1319 1338 rBVvV2 131555 361557 82.32% 9.624%
12 5.881 1475 1490 1517 rBV 106284 212836 48.46% 5.666%

13 6.180 1572 1583 1602 rVB2 29494 59114 13.46% 1.574%
14 6.324 1615 1628 1649 rBvV2 85980 172551 39.29% 4 _.593%
15 7.221 1894 1907 1928 rBV 42001 77828 17.72% 2.072%
16 7.559 1999 2012 2029 rBV 162486 285811 65.08% 7.608%
17 7.848 2091 2102 2116 rBV 25888 45480 10.36% 1.211%
18 8.221 2209 2218 2229 rVB2 15347 25429 5.79% 0.677%

19 8.312 2234 2246 2278 rBV 182332 373845 85.12% 9.952%
20 9.083 2475 2486 2511 rBV 163479 280651 63.90% 7.471%

21 10.427 2893 2904 2918 rBV 65889 106545 24.26% 2.836%
22 11.479 3219 3231 3262 rBV 160588 270212 61.52% 7.193%

23 11.749 3301 3315 3337 rBV2 27790 63267 14.41% 1.684%
24 11.855 3337 3348 3365 rVvVv 169824 284734 64.83% 7.579%

Sum of corrected areas: 3756641
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062919\
VU033087.D

28 Jun 2019 21:56

JC/SP

K3597-11

25_0mL/MSVOA U/WATER

24 Sample Multiplier: 1

> Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO062719WMA .M
- TRACE VOA SOM01.0

C:\DATABASE\NIST11.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062919\
Data File : VU033087.D

Aca On 28 Jun 2019 21:56

Operator : JC/SP

Sample : K3597-11

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO062719WMA_M
Quant Title : 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 4

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

2.44 1.01 ug/L 43075 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropvl Alcohol 60 C3H80 000067-63-0 74
2 Isopropvl Alcohol 60 C3H80 000067-63-0 9
3 Isopropvl Alcohol 60 C3H80 000067-63-0 9
4 Ethvlamine 45 C2H7N 000075-04-7 5
5 Formamide 45 CH3NO 000075-12-7 4

Abundance Scan 420 (2.440 min): VU033087.D (-411) (-) m/z 45.00 100.00%
45
5000
3l 5 220 240 260 280
O e e e e m/z 43.00 23.87%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #294: 1sopropy! Alcohol
45
5000 RSN RS AR RN A
220 240 2.60 2.80
27 m/z 41.00 8.64%
15 19 31 41 59
0'”P'”P'”P'JP”'U”EH”'P%'“hI'”'P”W'”“'“W'”W'”W'”
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance
45
220 240 260 2.80
5000 m/z 39.00 7.73%
. 1519 231 gg4l 53 59
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #296: Isopropyl Alcohol R B RREmE R
45 220 2.40 2.60 2.80
m/z 42.00 6.41%
5000
27
15 19
. | | % e 59 69
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 220 240 2.60 2.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062919\
Data File : VU033087.D

Aca On 28 Jun 2019 21:56

Operator : JC/SP

Sample : K3597-11

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO062719WMA_M
Quant Title : 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 Ethyl Acetate Concentration Rank 1

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

4_.39 10.32 ug/L 439200 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl Acetate 88 C4H802 000141-78-6 90
2 Ethvl Acetate 88 C4H802 000141-78-6 90
3 Ethvl Acetate 88 C4H802 000141-78-6 86
4 Ethvl Acetate 88 C4H802 000141-78-6 86
5 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 42

Abundance Scan 1026 (4.389 min): VU033087.D (-1011) (-) 43.00 100.00%
a8
5000 !F
| s 6|1 70 g8 400 420 440 4.60 4.80
2 m/z 45.00 13.91%

m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2019: Ethyl Acetate
43

5000 i L .
4.00 4.20 4.40 4.60 4.80

m/z 61.00 13.75%

29 61
70
1\5 \“ \‘ 55 ‘ ‘\ 8388
O T T T e e e T
m/z--> 10 20 30 40 50 60 70 80 20
Abundance
43
AN

4.00 4.20 4.40 4.60 4.80

5000 m/z 70.00 9.90%
29 61 70
15 55 75 88
e
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2018: Ethyl Acetate R e
43 400 420 440 460 4.80

m/z 42.00 7.99%

5000
29 61
0 L | N 1 I
LA L L L L L I L L B

m/z--> 10 20 30 40 50 60 70 80 90 4.00 420 440 4.60 4.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062919\
Data File : VU033087.D

Aca On 28 Jun 2019 21:56

Operator : JC/SP

Sample : K3597-11

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO062719WMA_M
Quant Title : 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 4 1-Hexanol, 2-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.75 1.17 ug/L 63267 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 78
2 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 72
3 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 64
4 1-Pentanol. 2-ethvl-4-methvl- 130 C8H180 000106-67-2 59
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 59
Abundance Scan 3315 (11.749 min): VU033087.D (-3301) (-) m/z 57.10 100.00%
57
5000 41
70 83
98 112 11.40 11.60 11.80 12.00
o...,....,....,....|;!...‘?].1:1',...l.'!n!...,.'!..,...!....,....,. m/z 41.00 49.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13670: 1-Hexanol, 2-ethyl-
57
5000 AT T T
43 11,40 11.60 11.80 12.00
29 70 83 m/z 43.00 37.31%
0 18 “\ \‘ 51‘ | 63 “ " ‘\ 9\8 112
miz--> b % % 4 S0 8 7 8 90 100 110 120
Abundance
57
11.40 11.60 11.80 12.00
5000 a1 m/z 55.00 35.11%
29
70 83
o 15 51 | 63 77 98 112
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13669: 1-Hexanol, 2-ethyl-
57 11.40 11.60 11.80 12.00
m/z 56.00 24 _.87%
5000 41
70 83
ol 15 M\ M‘ 51“ 63 \‘ 77 ‘\ % 1w
m/z--> 10 20 30 40 50 60 75 éo 9 100 1io 120 11140 11.60 11.80 12.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU062919\
Data File : VU033087.D

Acq On : 28 Jun 2019 21:56

Operator : JC/SP

Sample - K3597-11

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO062719WMA_M
Quant Title : TRACE VOA SOM01.0

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

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

Isopropyl Alcohol 2.44 1.0 ug/L 43075 1 5.88 212836 5.0
Ethyl Acetate 4.39 10.3 ug/L 439200 1 5.88 212836 5.0
1-Hexanol, 2-ethyl- 11.75 1.2 ug/L 63267 3 11.48 270212 5.0
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