LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO61819\
Data File : VN056366.D

Aca On 18 Jun 2019 15:19

Operator : JC/SP

Sample : K3433-01

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 18 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 N\METHODS\82N061719W_.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 1.809 3 11 29 rvB3 25137 37549 1.54% 0.286%
2 2.471 198 217 230 rBv6 11516 33577 1.38% 0.255%
3 3.821 617 637 657 rBV 35207 91211 3.75% 0.694%
4 4.088 709 720 747 rVB2 15224 43756 1.80% 0.333%
5 4.738 903 922 942 rBV2 7769 26062 1.07% 0.198%
6 6.850 1563 1579 1601 rBV3 11849 35996 1.48% 0.274%
7 7.371 1716 1741 1774 rBV 936809 2431376 100.00% 18.499%
8 7.590 1791 1809 1820 rBvV2 222565 549044 22.58% 4_.177%
9 7.664 1820 1832 1860 rVB 365436 881983 36.28% 6.711%
10 8.027 1926 1945 1979 rBV 230877 546185 22.46% 4.156%
11 8.583 2104 2118 2144 rBV 579004 1216521 50.03% 9.256%
12 8.799 2174 2185 2203 rBvV2 24898 58617 2.41% 0.446%
13 9.985 2544 2554 2571 rBv4 13628 33750 1.39% 0.257%

14 10.091 2571 2587 2599 rVvVv 922930 1755976 72.22% 13.360%
15 10.152 2599 2606 2632 rVB 101983 226099 9.30% 1.720%

16 11.406 2982 2996 3022 rBV 913511 1612256 66.31% 12.267%
17 12.242 3242 3256 3281 rBV2 54791 141947 5.84% 1.080%
18 12.400 3292 3305 3332 rVB 693303 1205680 49.59% 9.173%
19 13.342 3585 3598 3617 rBV 728185 1202912 49.47% 9.152%
20 13.448 3621 3631 3647 rBV2 85619 147590 6.07% 1.123%

21 14.702 4009 4021 4035 rBVS 18332 39483 1.62% 0.300%
22 14.892 4066 4080 4094 rBVZ2 54763 101312 4_.17% 0.771%
23 15.001 4101 4114 4145 rBV 373869 724414 29.79% 5.512%

Sum of corrected areas: 13143296
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO61819\

Data File : VN056366.D

Aca On : 18 Jun 2019 15:19

Operator : JC/SP >
Sample . K3433-01

Misc - 5.00mL/MSVOA N/WATER SURELTAE
ALS Vial : 18 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N061719W .M
SW846 8260

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

Abundance TIC: VN056366.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO61819\

Data File : VN056366.D

Aca On - 18 Jun 2019 15:19

Operator : JC/SP

Sample - K3433-01

Misc - 5_.00mL/MSVOA N/WATER SURELTAE
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N061719W_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 1-Hexanol, 2-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.45 6.13 ug/Il 147590 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 64
2 Octane. 2.3-dimethvl- 142 C10H22 007146-60-3 50
3 Heptane. 1.17-oxvbis- 214 C14H300 000629-64-1 50
4 2-Propvl-1-pentanol 130 C8H180 058175-57-8 47
5 1-Isobutoxy-2-ethylhexane 186 C12H260 1000139-90-3 45
Abundance Scan 3632 (13.451 min): VN056366.D (-3621) (-) m/z 57.05 100.00%
g7
5000 41 /kyj\_\
70 g3 RS UM BN BN
98 112 007 13.20 13.40 13.60 13.80
R e = o = SN L m/z 41.05 42 .49%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13670: 1-Hexanol, 2-ethyl-
57
5000 A SRR BN NN I
43 13.20 13.40 13.60 13.80
29 ‘ 70 83 m/z 43.10 34.47%
98
..:.I'Elg.‘.“..‘,‘...‘.‘,..“‘..|‘l...‘,.:H-z.l....,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
" 13.20 13.40 13.60 13.80
5000 41 98 m/z 55.05 32.83%
29 70
14 85 142
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #72873: Heptane, 1,1'-oxybis-
57 13.20 13.40 13.60 13.80
m/z 70.10 23.05%
5000
70
97
S - A 7 S
m/z--> 20 40 60 80 100 120 140 160 180 200 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO61819\

Data File : VN056366.D

Aca On - 18 Jun 2019 15:19

Operator : JC/SP

Sample - K3433-01

Misc - 5_.00mL/MSVOA N/WATER SURELTAE
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N061719W_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-Heptanol, 2-propyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.00 30.11 ug/1 724414 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptanol. 2-propvl- 158 C10H220 010042-59-8 52
2 Oxirane. 2-ethvl-2-methvl- 86 C5H100 030095-63-7 50
3 Pentafluoropropionic acid. decvl... 304 C13H21F502 959000-65-8 46
4 Cvclodecane 140 C10H20 000293-96-9 38
5 Ethanone, 1-(2,2-dimethylcyclope... 140 C9H160 003664-75-3 38

Abundance Scan 4114 (15.001 min): VN056366.D (-4101) (-) m/z 43.10 100.00%
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5000

-

14.60 14.80 15.00 15.20 15.40
m/z 57.10 97.01%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #29632: 1-Heptanol, 2-propyl-
43

f::::===

5000 29 85 | BN BNLEL L LI LN LB LA
14.60 14.80 15.00 15.20 15.40
m/z 55.05 71.53%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance
41
PO e R
5 71 86 14.60 14.80 15.00 15.20 15.40
5000 S m/z 41.05 70.92%
27

Wﬁwﬁwﬁwﬁmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #147457: Pentafluoropropionic acid, decyl ester

4

14.60 14.80 15.00 15.20 15.40
m/z 71.10 68.37%

5000

167 185 205 243
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.60 14.80 15.00 15.20 15.40

-
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VNO61819\

VNO56366.D

18

JC/SP
K3433-01
5.00mL/MSVOA_N/WATER

18

Jun 2019 15:19

OILY-WATER

Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N061719W_M
SW846 8260

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
1-Hexanol, 2-ethyl- 13.45 6.1 ug/Il 147590 4 13.34 1202910 50.0
1-Heptanol, 2-pro... 15.00 30.1 ug/Il 724414 4 13.34 1202910 50.0
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