LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX101818\
Data File : VX005431.D

Aca On : 18 Oct 2018 15:43

Operator : JC/MD

Sample - J5588-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 15 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: 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\82X101218W.M
Title - SW846 8260
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.282 17 21 25 rBv2 29503 30114 2.21% 0.379%
2 1.623 67 77 84 rvVB6 7399 20255 1.49% 0.255%
3 2.190 165 170 176 rvVB 15682 23783 1.75% 0.299%
4 2.446 207 212 217 rBV 12869 21371 1.57% 0.269%
5 2.617 234 240 251 rVB 73280 127885 9.39% 1.608%
6 4.769 585 593 602 rVB 6525 20359 1.49% 0.256%
7 5.500 701 713 729 rBV3 166468 473093 34.74% 5.947%
8 5.665 729 740 758 rBV2 287413 841850 61.81% 10.583%
9 6.067 795 806 827 rBV2 191319 493161 36.21% 6.199%
10 6.860 925 936 971 rBV 409539 1019498 74.85% 12.816%

11 8.713 1233 1240 1265 rBV 782612 1361966 100.00% 17.121%
12 10.115 1461 1470 1489 rBV 798579 1142476 83.88% 14.362%

13 10.359 1504 1510 1519 rBvV 21996 32042 2.35% 0.403%
14 11.140 1632 1638 1650 rBvV 703595 882765 64.82% 11.097%
15 11.859 1751 1756 1762 rVB2 16811 25376 1.86% 0.319%
16 12.078 1786 1792 1799 rBvV 917926 1105788 81.19% 13.901%
17 12.158 1799 1805 1810 rVvVB4 11112 21848 1.60% 0.275%
18 12.274 1819 1824 1838 rBv2 13908 25690 1.89% 0.323%
19 12.633 1878 1883 1892 rBvV 104424 128172 9.41% 1.611%
20 12.828 1907 1915 1919 rBV 52415 68350 5.02% 0.859%
21 12.877 1919 1923 1927 rVV2 18809 23148 1.70% 0.291%
22 13.645 2044 2049 2058 rBV 45029 65996 4 .85% 0.830%
Sum of corrected areas: 7954986
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX101818\
VX005431.D

18 Oct 2018 15:43

JC/MD

J5588-01

5.0mL/MSVOA X/WATER

15 Sample Multiplier: 1

> Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X101218W.M
- SW846 8260

: C:\DATABASE\NIST11.L

LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX101818\
Data File : VX005431.D

Aca On : 18 Oct 2018 15:43

Operator : JC/MD

Sample - J5588-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X101218W_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 1

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

2.62 7.60 ug/l 127885 Pentafluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopnropvl Alcohol 60 C3H80 000067-63-0 78
2 4-Penten-2-ol 86 C5H100 000625-31-0 9
3 Hvdrazine. ethvl- 60 C2H8N2 000624-80-6 9
4 Formamide 45 CH3NO 000075-12-7 5
5 L-Lactic acid 90 C3H603 000079-33-4 4

Abundance Scan 241 (2.623 min): VX005431.D (-234) (-) m/z 45.05 100.00%
45 h
5000
59 220 240 2.60 2.80 3.00
...,....',"L...',....7,9..?‘.‘,....,....,....,....,....,?97.. m/z 43.10 20.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #294: |sopropy! Alcohol
45
5000
220 240 2.60 2.80 3.00
27 m/z 41.05 8.14%
15
'Ah'“tWJ"gi"'|“"|'”'|"”|"'w""w"'|“"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1719: 4-Penten-2-ol
45
—rv—v—v—n—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—ﬁ
220 240 2.60 2.80 3.00
5000 m/z 39.05 6.29%
27
'“|'b"N“'Qz'7}w""|“"|"'w""|'“'|"'w""
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #275: Hydrazine, ethyl- T P T T R
45 220 240 2.60 2.80 3.00
m/z 59.10 5.36%
5000 60
31
RIS FURELILS SRR SRR UL UL L L UL S
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\VX101818\
Data File : VX005431.D

Aca On : 18 Oct 2018 15:43

Operator : JC/MD

Sample - J5588-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X101218W_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 7-Octen-2-ol, 2,6-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.63 5.80 ug/Il 128172 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Octen-2-o0l. 2.6-dimethvl- 156 C10H200 018479-58-8 64
2 Cvclopentanemethanol. .alpha...a... 128 C8H160 001462-06-2 64
3 1-Cvclohexvl-2-methvl-2-propanol 156 C10H200 005531-30-6 50
4 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 43
5 3-Heptanol, 4-methyl- 130 C8H180 014979-39-6 43
Abundance Scan 1882 (12.627 min): VX005431.D (-1878) (-) m/z 59.10 100.00%
59
5000
82 95 RIS BN SUMLN SRR B
0 109 123 12.40 12.60 12.80 13.00
S .H“. .-'-‘-'i ' 138 207 m/z 55.10  35.42%
m/z--> 20 60 80 100 120 140 160 180 200
Abundance #28299: 7-Octen-2-ol, 2,6-dimethyl-
59
5000
12.40 12.60 12.80 13.00
43 m/z 41.10 30.70%
ol P a0 B s
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12650: Cyclopentanemethanol, .alpha.,.alpha.-dimethyl-
59
12.40 12.60 12.80 13.00
5000 m/z 67.10 29.42%
95
I
miz--> "'z'o"""'"e'o'"'s'o"'ic')d"iéd"iid"iéd"iéd"'zc')d'"
Abundance #28321: 1-Cyclohexyl-2-methyl-2-propanol
59 12.40 12.60 12.80 13.00

m/z 43.05 24 .09%

5000

‘\ o 95 100123 141

m/z--> 20 60 80 100 120 140 160 180 200 12.40 12.60 12.80 13.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX101818\
Data File : VX005431.D

Acq On : 18 Oct 2018 15:43

Operator : JC/MD

Sample - J5588-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 15 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X101218W_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 2.62 7.6 ug/l 127885 1 5.66 841850 50.0
7-Octen-2-ol, 2,6... 12.63 5.8 ug/Il 128172 4 12.08 1105790 50.0
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