LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082520\
Data File : VU039963.D

Aca On : 25 Aug 2020 13:20

Operator : SY/MD

Sample : L3789-09

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 8 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\SOMUTRO81920WMA .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 1.527 53 58 68 rvB 4260 4757 1.42% 0.178%
2 1.607 75 83 93 rvB 39779 45016 13.43% 1.689%
3 1.922 172 181 195 rVvB 34433 44778 13.36% 1.680%
4 2.465 342 350 360 rvB4 3202 5447 1.63% 0.204%
5 2.581 372 386 399 rBV 67155 111386 33.24% 4_.179%
6 2.658 399 410 428 rVB 8513 19470 5.81% 0.730%
7 2.842 445 467 472 rBV2 7848 24800 7.40% 0.930%
8 4.652 1016 1030 1052 rBvV2 50185 135701 40.50% 5.091%
9 5.083 1148 1164 1182 rBV 63563 139411 41.60% 5.230%
10 5.742 1349 1369 1391 rBv3 121692 316066 94.32% 11.857%

11 6.263 1516 1531 1547 rBV 89294 163002 48.64% 6.115%
12 6.703 1652 1668 1686 rBV 80688 154203 46.02% 5.785%

13 7.574 1927 1939 1956 rVB2 40390 69108 20.62% 2.593%
14 7.722 1977 1985 1995 rVB3 2706 4577 1.37% 0.172%
15 7.906 2028 2042 2056 rBV 143257 245271 73.19% 9.202%
16 7.980 2056 2065 2072 rvVB2 2017 3380 1.01% 0.127%
17 8.185 2116 2129 2139 rBvV2 26663 44105 13.16% 1.655%
18 8.639 2255 2270 2300 rBV 191704 335095 100.00% 12.571%
19 8.796 2309 2319 2325 rBV5 3733 6243 1.86% 0.234%
20 9.420 2500 2513 2528 rBVY 136155 220136 65.69% 8.259%
21 10.237 2758 2767 2776 rBV3 3209 5028 1.50% 0.189%
22 10.758 2916 2929 2942 rBV 55462 88744 26.48% 3.329%
23 10.886 2959 2969 2979 rBV5 2619 4294 1.28% 0.161%
24 11.809 3244 3256 3272 rBV 134399 208115 62.11% 7.808%
25 12.053 3323 3332 3344 rBV 17850 29642 8.85% 1.112%
26 12.188 3362 3374 3387 rVB 145524 229518 68.49% 8.611%
27 12.764 3543 3553 3562 rBV 2885 4182 1.25% 0.157%
28 12.883 3576 3590 3597 rBv4 3182 4062 1.21% 0.152%
Sum of corrected areas: 2665537
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082520\
VU039963.D

25 Aug 2020 13:20

SY/MD

L3789-09

25.0mL/MSVOA U/WATER

8 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR081920WMA .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\VU082520\
Data File : VU039963.D

Aca On : 25 Aug 2020 13:20

Operator : SY/MD

Sample : L3789-09

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O81920WMA .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.

2.84 0.76 ug/L 24800 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropvl Alcohol 60 C3H80 000067-63-0 64
2 4-Penten-2-ol 86 C5H100 000625-31-0 9
3 Formamide 45 CH3NO 000075-12-7 4
4 Isopropvl Alcohol 60 C3H80 000067-63-0 4
5 Isopropyl Alcohol 60 C3H80 000067-63-0 4

Abundance Scan 467 (2.842 min): VU039963.D (-445) (-) m/z 45.00 100.00%
45
5000
3§4|1, 59 2.60 2.80 3.00 3.20
G R R LA NRRE AL RN RS ARLS ARLA RS RARSE RN RARRAN m/z 42.95 22.59%
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #294: 1sopropy! Alcohol
45
5000
2.60 2.80 3.00 3.20
27 m/z 41.00 9.56%
15 1‘9 ‘31 3 4‘1‘ 59
S R R AL AR RARAS RS RRAAN LARES RARAS RAARA RAL) RAREA KRR RARRAN
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
45
2.60 2.80 3.00 3.20
5000 m/z 38.90 7.48%
27 3942
o 3134 5053 57 63 67 71
Twwwmmwmwwmm
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #91: Formamide
45 2.60 2.80 3.00 3.20
m/z 41.80 6.51%
5000 29
o 26| 32 3942||
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082520\
Data File : VU039963.D

Aca On : 25 Aug 2020 13:20

Operator : SY/MD

Sample : L3789-09

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O81920WMA .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 3 1-Hexanol, 2-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.05 0.71 ug/L 29642 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 78
2 1-1sobutoxv-2-ethvlhexane 186 C12H260 1000139-90-3 64
3 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 64
4 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 64
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
Abundance Scan 3331 (12.050 min): VU039963.D (-3323) (-) m/z 57.00 100.00%
57
5000 41
70 83
| | || | 98 112 11.80 12.00 12.20 12.40
Ol prrrrprrrr e ettt bbb || M/ 41.00 46.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13669: 1-Hexanol, 2-ethyl-
57
5000 41
0 11.80 12.00 12.20 12.40
29 83 m/z 55.00 34.71%
98
0"w'%?w"'w""v"'v"'|“"|“"|“"|'“'|"“%%?'w"'w""v"'v
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
57
42 11.80 12.00 12.20 12.40
5000 m/z 43.00 32.95%
29
71
o 8 98 M2 pp 143
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13661: 1-Hexanol, 2-ethyl-
57 11.80 12.00 12.20 12.40
m/z 56.10 22 .52%
5000 41
29
70 83
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\VU082520\
Data File : VU039963.D

Acq On : 25 Aug 2020 13:20

Operator : SY/MD

Sample - L3789-09

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O81920WMA .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]
Isopropyl Alcohol 2.84 0.8 ug/L 24800 1 6.26 163002 5.0
1-Hexanol, 2-ethyl- 12.05 0.7 ug/L 29642 3 11.81 208115 5.0
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