LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX061618\
Data File : VX002672.D

Aca On 17 Jun 2018 02:29

Operator : JC/MD

Sample : J3469-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 22 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\82X061518W.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 1.075 76 80 93 rBv 575751 741997 44_.47% 7.433%
2 1.270 108 112 119 rBvY 17272 28810 1.73% 0.289%
3 1.490 144 148 160 rBY 1407268 1668489 100.00% 16.714%
4 5.507 796 807 819 rBV 136413 388222 23.27% 3.889%
5 5.666 822 833 850 rVB 209148 595023 35.66% 5.961%
6 6.074 887 900 912 rBV 150022 392480 23.52% 3.932%
7 6.702 995 1003 1014 rBV2 8493 22569 1.35% 0.226%
8 6.867 1020 1030 1048 rBV 302529 709979 42 .55% 7.112%
9 8.720 1327 1334 1340 rBV 751951 1136725 68.13% 11.387%
10 8.787 1340 1345 1357 rVB 186664 289399 17.34% 2.899%
11 10.116 1558 1563 1572 rVB 651818 848073 50.83% 8.496%
12 10.256 1580 1586 1591 rBvV 67854 89867 5.39% 0.900%
13 10.360 1596 1603 1609 rVvv 222801 311272 18.66% 3.118%
14 10.421 1609 1613 1623 rVB 53556 75001 4 _.50% 0.751%
15 10.701 1654 1659 1668 rVB 65159 90637 5.43% 0.908%
16 10.835 1674 1681 1686 rBvV3 13339 22077 1.32% 0.221%
17 11.000 1704 1708 1714 rVB2 39065 57101 3.42% 0.572%
18 11.140 1726 1731 1742 rVB 662730 837041 50.17% 8.385%
19 11.250 1745 1749 1752 rBvV 14422 18167 1.09% 0.182%
20 11.439 1776 1780 1785 rBV 13250 23168 1.39% 0.232%
21 11.536 1791 1796 1801 rVB 94288 122603 7.35% 1.228%
22 11.689 1814 1821 1826 rVB6 7141 17486 1.05% 0.175%
23 11.811 1838 1841 1851 rVB 27330 42304 2.54% 0.424%
24 12.079 1880 1885 1891 rBV 728609 944038 56.58% 9.457%
25 12.164 1895 1899 1905 rVvVv2 70211 98764 5.92% 0.989%
26 12.231 1907 1910 1918 rVB 12458 16751 1.00% 0.168%
27 12.372 1929 1933 1940 rVB4 19052 33499 2.01% 0.336%
28 12.481 1940 1951 1955 rBV 89569 109200 6.54% 1.094%
29 13.024 2037 2040 2046 rVB3 11156 19291 1.16% 0.193%
30 13.323 2084 2089 2092 rBV 25763 35690 2.14% 0.358%
31 13.353 2092 2094 2099 rVB3 18066 21931 1.31% 0.220%
32 13.481 2112 2115 2124 rVBY 12295 24659 1.48% 0.247%
33 13.768 2159 2162 2165 rBV 18340 18914 1.13% 0.189%
34 13.902 2179 2184 2191 rVB7 10724 21547 1.29% 0.216%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX061618\

Data File : VX002672.D

Aca On - 17 Jun 2018 02:29

Operator : JC/MD

Sample - J3469-01

Misc - 5_.0mL/MSVOA X/WATER SURELTAE
ALS Vial : 22 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method - Z:\VOASRV\HPCHEM1\MSVOA X\METHOD\82X061518W.M

Title - SW846 8260

35 14.097 2213 2216 2219 rVB 19346 20165 1.21% 0.202%

36 14.292 2242 2248 2254 rVB6 10362 20453 1.23% 0.205%

37 14.676 2307 2311 2318 rBV6 15109 25129 1.51% 0.252%

38 15.426 2430 2434 2442 rVB2 26597 43770 2.62% 0.438%
Sum of corrected areas: 9982291
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX061618\
VX002672.D

17 Jun 2018 02:29

JC/MD

J3469-01

5.0mL/MSVOA X/WATER

22 Sample Multiplier: 1

OILY-WATER

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061518W_M
SW846 8260

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX061618\

Data File : VX002672.D

Aca On - 17 Jun 2018 02:29

Operator : JC/MD

Sample - J3469-01

Misc - 5_.0mL/MSVOA X/WATER SURELTAE
ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061518W_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 3 Eucalyptol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.16 5.23 ug/Il 98764 1,4-Dichlorobenzene-d4 12.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eucalvptol 154 C10H180 000470-82-6 95
2 p-Menth-8-en-1-ol. stereoisomer 154 C10H180 007299-40-3 38
3 2-Oxabicvclol2.2.2loctan-6-ol. 1... 212 C12H2003 057709-95-2 37
4 7-Oxabicvclol2.2.11Theptane. 1-me... 154 C10H180 000470-67-7 35
5 exo-2-Hydroxycineole 170 C10H1802 092999-78-5 32
Abundance Scan 1898 (12.158 min): VX002672.D (-1895) (-) m/z 43.00 100.00%
43
5000 81
55 93 108
139 154
121 207 11.80 12.00 12.20 12.40
(O e B m/z 41.00 41.28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26615: Eucalyptol
43
81
108
5000 139 154 11/80 12.00 12.20 12.40
m/z 81.00 40.71%
27
0..1.5|.U..‘i‘. H \H H l.”‘.l‘..‘.l B R et
m/z--> 20 40 100 120 140 160 180 200
Abundance
43
11.80 12.00 12.20 12.40
5000 & m/z 71.00 40.24%
55 B 11
82 125 139 154
e L L S S WL W B SR R RS
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #70906: 2-Oxabicyclo[2.2.2]octan-6-0l, 1,3,3-trimethyl-, a...
43 11.80 12.00 12.20 12.40
m/z 68.95 31.47%
5000
v 82 93 108
126
b2 e il b T o mz el
m/z--> 20 40 60 80 100 120 140 160 180 200 11,80 12.00 12,20 12.40
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

Library Search Compound Report

Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX061618\
VX002672.D

17 Jun 2018 02:29

JC/MD

J3469-01

5.0mL/MSVOA X/WATER

22 Sample Multiplier: 1

OILY-WATER

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061518W_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 4 Undecane Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.48 5.78 ug/l 109200 1,4-Dichlorobenzene-d4 12.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane 156 C11H24 001120-21-4 93
2 Decane 142 C10H22 000124-18-5 72
3 Hexadecane 226 C16H34 000544-76-3 72
4 Tridecane 184 C13H28 000629-50-5 72
5 1-lodo-2-methylnonane 268 C10H211 1000101-47-9 72

Abundance Scan 1951 (12.481 min): VX002672.D (-1940) (-) m/z 57.05 100.00%
g7
5000
12.20 12.40 12.60 12.80
01 m/z 43.00 96.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28423: Undecane
43 57
5000 71 g
12.20 12.40 12.60 12.80
29 m/z 41.00 55.84%
olis | L% g gy 10
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance
43 57
1220 12.40 12.60 12.80
5000 m/z 71.05 49_17%
71
29 85
oL 15 99 113 142
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance #83024: Hexadecane
3 57 12.20 12.40 12.60 12.80
- m/z 85.10 31.60%
5000 a5
29
. \‘ I g | % 113 127 141 155 160 183 226
m/z--> 20 Jo 60 80 100 120 140 160 180 200 220 12.20 12.40 12.60 12.80
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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_X\DATA\VX061618\

VX002672.D

17 Jun 2018 02:29
JC/MD

J3469-01
5.0mL/MSVOA_X/WATER

22

OILY-WATER

Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061518W_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]
Eucalyptol 12.16 5.2 ug/Il 98764 4 12.09 944038 50.0
Undecane 12.48 5.8 ug/Il 109200 4 12.09 944038 50.0
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