LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX103018\
Data File : VX005698.D

Acq On : 30 Oct 2018 18:07

Operator : JC/MD

Sample : J5714-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 17 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 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_X\METHOD\82X102418W_M
Title : SW846 8260
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 1.385 35 38 47 rVB3 11619 15102 1.07% 0.192%
2 2.440 204 211 226 rBVY 833293 1409303 100.00% 17.961%
3 2.611 233 239 247 rVB 38202 69662 4._94% 0.888%
4 3.013 300 305 311 rBvV 6759 16961 1.20% 0.216%
5 4_751 585 590 604 rVvB3 5986 19783 1.40% 0.252%
6 5.501 702 713 728 rBv2 128990 376244 26.70%  4.795%
7 5.659 728 739 760 rBv2 237331 643759 45.68% 8.204%
8 6.068 794 806 829 rBvV 143775 393813 27.94% 5.019%
9 6.854 926 935 951 rBV3 321605 786672 55.82% 10.026%
10 7.183 977 989 997 rBV3 7558 21193 1.50% 0.270%

11 8.646 1222 1229 1235 rBV 178723 282879 20.07% 3.605%
12 8.713 1235 1240 1261 rVB 668155 1076494 76.38% 13.719%
13 10.116 1463 1470 1483 rBV 617518 876022 62.16% 11.164%
14 10.433 1515 1522 1530 rBV 9219 14781 1.05% 0.188%
15 11.140 1631 1638 1644 rBV 531145 681119 48.33% 8.680%

16 11.414 1677 1683 1688 rBV 12039 15664 1.11% 0.200%
17 11.896 1757 1762 1767 rBV 19359 26004 1.85% 0.331%
18 12.079 1786 1792 1803 rBV 710018 873446 61.98% 11.132%
19 12.268 1819 1823 1836 rBV 143200 212485 15.08% 2.708%
20 14.243 2140 2147 2153 rBV 23034 35220 2.50% 0.449%

Sum of corrected areas: 7846606
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX103018\
VX005698.D

30 Oct 2018 18:07

JC/MD

J5714-01

5.0mL/MSVOA_X/WATER

17 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X102418W.M
SW846 8260

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX103018\
Data File : VX005698.D

Acq On : 30 Oct 2018 18:07

Operator : JC/MD

Sample : J5714-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X102418W_M
SW846 8260

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.

2.61 5.41 ug/l 69662 Pentafluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 80
2 Propane, 2-ethoxy- 88 C5H120 000625-54-7 64
3 Formic acid, l1l-methylethyl ester 88 C4H802 000625-55-8 40
4 2-Heptanol, 3-methyl- 130 C8H180 031367-46-1 9
5 Hydrazine, ethyl- 60 C2H8N2 000624-80-6 9

Abundance Scan 239 (2.611 min): VX005698.D (-233) (-) m/z 45.05 100.00%
45
5000
59 220 240 2.60 2.80 3.00
ot il B e m/z 43.00 21.59%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #297: Isopropy! Alcohol
45
5000 I AR LN LU
220 240 2.60 2.80 3.00
m/z 41.05 7.97%
15\ 2‘7\\ \‘ 59
0"'I'”'H"”I""P"'I”"I'”'I"'W""P"'I”"
m/z--> 20 60 80 100 120 140 160 180 200
Abundance
45
220 240 260 280 3.00
5000 m/z 39.05 7.58%
73
27 59 88
e L U S L L W L L B WL B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2069: Formic acid, 1-methylethyl ester
45 220 240 2.60 2.80 3.00
m/z 59.00 5.27%
5000
27 73
0"'I'”'I"'??"'Ipﬁ'I""P"'I'”'I""P"'I"'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX103018\
Data File : VX005698.D

Acq On : 30 Oct 2018 18:07

Operator : JC/MD

Sample : J5714-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X102418W_M
SW846 8260

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 1-Hexanol, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.27 12.16 ug/Il 212485 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 Heptane, 1,1"-oxybis- 214 C14H300 000629-64-1 53
3 2-Ethyl-1-hexanol, trifluoroacetate 226 C10H17F302 1000365-19-6 43
4 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 42
5 2-Ethyl-1-hexanol, pentafluoropr... 276 C11H17F502 1000365-51-1 42
Abundance Scan 1823 (12.268 min): VX005698.D (-1819) (-) m/z 57.05 100.00%
5
5000 41
70 g3 R
98 112 12.00 12.20 12.40 12.60
o! .,~|!...',..:.,.1?5%.,....,....,... m/z 41.05 45_54%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13670: 1-Hexanol, 2-ethyl-
57
5000 %’WL’”W
43 12.00 12.20 12.40 12.60
29 ‘ 70 g3 m/z 55.10 33.21%
98
O..:.L8|.‘.“..‘|‘...‘.‘|..“‘..|....‘|.fl]l-2.|....|....|....|...
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57
12.00 12.20 12.40 12.60
5000 m/z 43.05 31.87%
70
0 45 g3 ¥ 117 129 171
miz--> 20 40 60 80 100 120 140 160 180
Abundance #82213: 2-Ethyl-1-hexanol, trifluoroacetate
57 12.00 12.20 12.40 12.60
m/z 70.10 24 _37%
5000 a1 70
29 ‘ 83
oL 35 1| il ‘M W\ 99 112 105 140 157 169 183
m/z--> 20 40 60 80 100 120 140 160 180 12.00 12.20 12.40 12.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX103018\
Data File : VX005698.D

Acq On : 30 Oct 2018 18:07

Operator : JC/MD

Sample : J5714-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 17 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X102418W_M
SW846 8260

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 2.61 5.4 ug/Il 69662 1 5.66 643759 50.0
1-Hexanol, 2-ethyl- 12.27 12.2 ug/I1 212485 4 12.08 873446 50.0
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