LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062919\
Data File : VU033090.D

Aca On : 28 Jun 2019 23:08

Operator : JC/SP

Sample : K3597-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 27 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 1.396 88 95 105 rVvB 64665 62164 16.50% 1.629%
2 1.469 112 118 127 rBvV 9699 11156 2.96% 0.292%
3 1.678 175 183 197 rVB 46887 57632 15.30% 1.510%
4 2.010 277 286 295 rBV 8598 14057 3.73% 0.368%
5 2.267 355 366 374 rBV 98187 147574 39.18% 3.867%
6 2.318 374 382 403 rVB 75916 122388 32.49% 3.207%
7 2.444 410 421 444 rvVB 52892 94435 25.07% 2.474%
8 4.186 950 963 982 rBV 54720 146549 38.91% 3.840%
9 4.276 984 991 1011 rVvv2 10876 28854 7.66% 0.756%
10 4.386 1011 1025 1060 rvB 109363 264974 70.35% 6.943%

11 4.640 1088 1104 1126 rVB 69329 162391 43.12% 4._.255%
12 5.331 1298 1319 1344 rBV2 130404 361299 95.93% 9.467%
13 5.881 1476 1490 1507 rBV 108297 210823 55.97% 5.524%
14 6.325 1612 1628 1647 rBV 86718 173134 45.97% 4 _.536%
15 7.225 1895 1908 1929 rBV3 40056 76462 20.30% 2.003%

16 7.559 1999 2012 2031 rBV 160655 285532 75.81% 7.481%
17 7.849 2091 2102 2118 rBV 26205 46289 12.29% 1.213%
18 8.222 2206 2218 2235 rBV 71858 125648 33.36% 3.292%
19 8.312 2235 2246 2283 rVV 183750 376643 100.00% 9.869%
20 8.585 2322 2331 2338 rBV5 2199 3826 1.02% 0.100%

21 9.083 2474 2486 2509 rBvV 163785 282368 74.97% 7.399%
22 10.427 2889 2904 2916 rBV 66267 107644 28.58% 2.820%
23 11.479 3220 3231 3256 rBV 160208 267058 70.90% 6.997%
24 11.749 3304 3315 3336 rBV3 43396 95463 25.35% 2.501%
25 11.855 3337 3348 3368 rVB 172710 292153 77.57% 7.655%

Sum of corrected areas: 3816516
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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\VU062919\
VU033090.D

28 Jun 2019 23:08

JC/SP

K3597-14

25_0mL/MSVOA U/WATER

27 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR062719WMA .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\VU062919\
Data File : VU033090.D

Aca On : 28 Jun 2019 23:08

Operator : JC/SP

Sample : K3597-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR062719WMA _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 2

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

2.44 2.24 ug/L 94435 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopnropvl Alcohol 60 C3H80 000067-63-0 83
2 Isopropnvl Alcohol 60 C3H80 000067-63-0 78
3 Isopropnvl Alcohol 60 C3H80 000067-63-0 64
4 Formic acid. l-methvlethvl ester 88 C4H802 000625-55-8 40
5 Isopropyl Alcohol 60 C3H80 000067-63-0 9

Abundance Scan 420 (2.441 min): VU033090.D (-410) (-) m/z 44.95 100.00%
45
5000 /\
R maa e AR
41 2.20 2.40 2.60 2.80
59
Obeprrrrprrrrrrreprererrr et e S e e || M7z 43.00 22.00%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #294: 1sopropy! Alcohol
45
5000 IR S RN LR A
2.20 2.40 2.60 2.80
27 m/z 40.95 8.83%
15 19 31 41 59
O'V“WH”L“W““H“'W“lfﬁJ“*““P“W“”V“W““P“W““V“w'
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance
45
2.20 2.40 2.60 2.80
5000 m/z 38.95 8.23%
1519 a1 3841 59
s A LS AR N RN LA RN RARAA AN RRALS ARAR SRS RAAAN AARSN RAALS RARLI AN
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #297: Isopropyl Alcohol e R SRS
45 2.20 2.40 2.60 2.80
m/z 42.00 5.91%
5000
0 1519 2731 il 53 59
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 220 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062919\
Data File : VU033090.D

Aca On : 28 Jun 2019 23:08

Operator : JC/SP

Sample : K3597-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR062719WMA _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 Ethyl Acetate Concentration Rank 1

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

4_.39 6.28 ug/L 264974 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl Acetate 88 C4H802 000141-78-6 86
2 Ethvl Acetate 88 C4H802 000141-78-6 86
3 Ethvl Acetate 88 C4H802 000141-78-6 64
4 Ethvl Acetate 88 C4H802 000141-78-6 64
5 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 53

Abundance Scan 1026 (4.389 min): VU033090.D (-1011) (-) m/z 43.00 100.00%
a3
5000 /\\/\\‘_
w0l oo o 400 420 440 4.60 4.80
O'W“P“WMW““W“P“W"WJH“"vmv“w“W““L“W“W““w“v“W“ m/z 45.00 14.10%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2017: Ethyl Acetate
43
5000
4.00 420 4.40 4.60 4.80
29 m/z 61.00 13.73%
15 61 70
R ARRAA RARSNARAA RARSS ALAA RAAS NALLS SULS ARL) SAMSS SARS! SAM ARSI SAAM LARS SAAA BARSASAMM ML
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
43
4.00 420 4.40 4.60 4.80
5000 m/z 70.00 9.20%
29 61 70
o 1519 26 33 58 74 88
L LY KA LARAN RAAA LAKY RELL) NALLY RARL) LRSS ALY RARR) MRS ARA) LAA ALAA SLAAY LAARNRLAS! LA
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2019: Ethyl Acetate R e e i AREm s
43 4.00 420 4.40 4.60 4.80
m/z 42.00 7.30%
5000
29 61 4o
o 1518 24 | ‘ 57 | ‘'7a 8388
m/z--> 5 10 1% 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 4.00 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062919\
Data File : VU033090.D

Aca On : 28 Jun 2019 23:08

Operator : JC/SP

Sample : K3597-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR062719WMA _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 4 1-Hexanol, 2-ethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.75 1.79 ug/L 95463 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 86
2 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 78
3 1-Pentanol. 2-ethvl-4-methvl- 130 C8H180 000106-67-2 53
4 2-Propvl-1-pentanol 130 C8H180 058175-57-8 53
5 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 50
Abundance Scan 3315 (11.749 min): VU033090.D (-3304) (-) m/z 57.10 100.00%
57
5000 4l
70 83
98 112 11.40 11.60 11.80 12.00
o .~,'-|!...",...-.,....,....,....,....,?0.7.. m/z 41.05 50.60%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13669: 1-Hexanol, 2-ethyl-
57
5000 41
0 11.40 11.60 11.80 12.00
29 83 m/z 55.00 39.11%
98
0...1.5|.m ey ....|....|.:.L:!-2.|....|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
11.40 11.60 11.80 12.00
5000 a1 m/z 43.00 36.18%
29
70 83
15 98 112
G S L UL UL B WL B WL WL WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13758: 1-Pentanol, 2-ethyl-4-methyl-
57 11.40 11.60 11.80 12.00
a1 m/z 56.00 29.77%
5000
69 83
0 15 \“ \HH\ Il Il I 9\7 112
m/z--> 20 40 60 80 100 120 140 160 180 200 11.40 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 : VU033090.D

Acq On : 28 Jun 2019 23:08

Operator : JC/SP

Sample - K3597-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 27 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR062719WMA _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 2.44 2.2 ug/L 94435 1 5.88 210823 5.0
Ethyl Acetate 4.39 6.3 ug/L 264974 1 5.88 210823 5.0
1-Hexanol, 2-ethyl- 11.75 1.8 ug/L 95463 3 11.48 267058 5.0
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