LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX051420\
Data File : VX016245.D

Aca On : 14 May 2020 20:33

Operator : JC/SP

Sample : L2644-06 50X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 28 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\82X050420W .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

2.087 159 164 173 rBV 26670 40433 3.13% 0.450%
4.648 575 584 595 rBvV2 6673 22598 1.75% 0.252%
rBv 132695 387013 30.00% 4 _.309%
5.629 734 745 761 rVB 240769 680735 52.77% 7.580%
6.038 801 812 825 rBV 149658 400097 31.01% 4._.455%
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6.830 931 942 954 rBV 378621 903133 70.01% 10.056%
7.275 1008 1015 1025 rBV2 10000 28490 2.21% 0.317%
rBv 11195 20280 1.57% 0.226%
8.696 1241 1248 1257 rBV 805802 1271036 98.52% 14.153%
10.098 1469 1478 1487 rBV 836528 1134602 87.95% 12.633%
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11 11.031 1619 1631 1641 rBV 918061 1290068 100.00% 14.364%
12 11.122 1641 1646 1661 rVB 731641 964554 74.77% 10.740%

13 11.348 1679 1683 1688 rvB2 9931 14224 1.10% 0.158%
14 11.494 1703 1707 1723 rVB5 12069 24548 1.90% 0.273%
15 11.933 1775 1779 1788 rBvV3 11225 20602 1.60% 0.229%
16 12.012 1788 1792 1795 rVvVv 29895 37857 2.93% 0.422%
17 12.061 1795 1800 1810 rVB 943772 1205149 93.42% 13.419%
18 12.262 1828 1833 1839 rBVvV4 9753 23189 1.80% 0.258%
19 12.372 1844 1851 1858 rVB3 19326 35448 2.75% 0.395%
20 12.616 1886 1891 1905 rBV 272778 332372 25.76% 3.701%
21 12.860 1927 1931 1935 rBV 38333 47035 3.65% 0.524%
22 13.628 2051 2057 2066 rVB 15516 20782 1.61% 0.231%
23 13.768 2074 2080 2084 rBV3 20191 28020 2.17% 0.312%
24 13.817 2084 2088 2092 rVB 11833 15147 1.17% 0.169%
25 14.006 2114 2119 2127 rVB2 12245 17986 1.39% 0.200%
26 16.334 2496 2501 2507 rVB2 9319 15549 1.21% 0.173%
Sum of corrected areas: 8980947
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX051420\
Data File : VX016245.D

Aca On : 14 May 2020 20:33

Operator : JC/SP

Sample : L2644-06 50X

Misc - 5.0mL/MSVOA X/WATER

ALS Vial : 28 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X050420W .M
SW846 8260

Quant Method :
Quant Title :
TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VX016245.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX051420\
Data File : VX016245.D

Aca On : 14 May 2020 20:33

Operator : JC/SP

Sample : L2644-06 50X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X050420W .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 Ethanol, 2-butoxy- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.03 56.85 ug/1 1290070 Chlorobenzene-d5 10.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-butoxv- 118 C6H1402 000111-76-2 91
2 Formic acid. 3.3-dimethvlbut-2-v... 130 C7H1402 1000368-20-5 45
3 n-Butvl ether 130 C8H180 000142-96-1 43
4 Ethvlene alvcol monoisobutvl ether 118 C6H1402 004439-24-1 43
5 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 40
Abundance Scan 1631 (11.031 min): VX016245.D (-1619) (-) m/z 57.10 100.00%
57
5000 k
4
v '~ 10.80 11.00 11.20 11.40
ol 101 118133 191 207 281 n/Zz 45 00 36 59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8821: Ethanol, 2-butoxy-
57
5000 LN B B UL B
10.80 11.00 11.20 11.40
4 87 m/z 41.00 31.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
'~ 10.80 11.00 11.20 11.40
5000 m/z 87.10 21.99%
41 87
o 27 71 115
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13643: n-Butyl ether e  EEar Bh s L n S S
57 10.80 11.00 11.20 11.40
m/z 56.10 9.44%
5000
41
87
ol 2 ‘ | 73 | 100 130
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260 280 10,80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX051420\
Data File : VX016245.D

Aca On : 14 May 2020 20:33

Operator : JC/SP

Sample : L2644-06 50X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X050420W .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.
12.62 13.79 ug/Il 332372 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Octen-2-0l. 2.6-dimethvl- 156 C10H200 018479-58-8 80
2 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 64
3 2-Octanol. 2-methvl-6-methvlene- 156 C10H200 018479-59-9 53
4 3-Heptanol. 4-methvl- 130 C8H180 014979-39-6 50
5 1-Cyclohexyl-2-methyl-2-propanol 156 C10H200 005531-30-6 50
Abundance Scan 1892 (12.622 min): VX016245.D (-1886) (-) m/z 59.10 100.00%
99
5000 /L
43 82 123 1940 1260 12.80 13 00
12.40 12.60 12.80 13.00
109
0,....',||...|!- MAMM m/z 55.05 23.17%
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28295: 7-Octen-2-ol, 2,6-dimethyl-
59
5000 ot b L
12.40 12.60 12.80 13.00
41 m/z 43.00 19.50%
0 z\ﬂ \H ‘m Il 8\”2 9\5 109123 141
miz-> 20 40 60 80 100 150 140 160 180 200 220 240 260 280
Abundance
59

12.40 12 60 12. 80 13.00
5000 m/z 41.00 16.18%

43
0 83 98 123 141 159
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28323: 2-Octanol, 2-methyl-6-methylene-

12.40 12.60 12.80 13.00

m/z 67.10 15.63%

|,

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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\VX051420\
Data File : VX016245.D

Acq On : 14 May 2020 20:33

Operator : JC/SP

Sample : L2644-06 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 28 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X050420W .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]
Ethanol, 2-butoxy- 11.03 56.9 ug/1 1290070 3 10.10 1134600 50.0
7-Octen-2-ol, 2,6... 12.62 13.8 ug/I1 332372 4 12.06 1205150 50.0
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