LSC Area Percent Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX050518\
Data File : VX001433.D

Aca On : 05 May 2018 21:55

Operator : JC/MD

Sample : J2695-07

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 - W:\HPCHEM1\MSVOA X\METHOD\82X050518W.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 1.069 76 79 92 rBY 1234366 1555870 28.14% 6.931%
2 1.489 144 148 153 rBvV 63065 71987 1.30% 0.321%
3 2.123 246 252 262 rBV 182796 284406 5.14% 1.267%
4 2.453 299 306 317 rBV 625909 1056131 19.10% 4 _.705%
5 2.629 329 335 342 rVB 53081 98180 1.78% 0.437%
6 4.105 569 577 589 rVB3 27374 70680 1.28% 0.315%
7 4.721 668 678 687 rBV 147284 424129 7.67% 1.889%
8 5.214 746 759 771 rBV3 24305 78178 1.41% 0.348%
9 5.513 796 808 822 rBV 152577 432255 7.82% 1.926%
10 5.672 822 834 851 rBV 226478 641918 11.61% 2.859%

11 6.080 889 901 912 rBV 164297 437459 7.91% 1.949%
12 6.775 998 1015 1021 rBV 25044 70291 1.27% 0.313%
13 6.867 1021 1030 1048 rVB 315331 746849 13.51% 3.327%
14 7.562 1138 1144 1156 rBV 106996 216283 3.91% 0.963%
15 8.659 1317 1324 1329 rBV 415397 650953 11.77% 2.900%

16 8.720 1329 1334 1342 rVV 759003 1223268 22.12% 5.449%

17 8.793 1342 1346 1353 rVB2 41064 78315 1.42% 0.349%
18 9.506 1457 1463 1471 rBvV 74399 109225 1.98% 0.487%
19 9.592 1471 1477 1490 rVB 61623 99225 1.79% 0.442%

20 10.116 1555 1563 1577 rBV 614413 881532 15.94% 3.927%

21 10.835 1675 1681 1688 rBV 82778 116364 2.10% 0.518%
22 11.140 1726 1731 1739 rVB 635991 819127 14.81% 3.649%
23 11.543 1792 1797 1807 rVB 110620 156414 2.83% 0.697%
24 11.817 1836 1842 1851 rVB2 56761 88410 1.60% 0.394%
25 11.902 1851 1856 1861 rBV 139295 181579 3.28% 0.809%

26 11.988 1867 1870 1875 rVB2 47131 56479 1.02% 0.252%
27 12.085 1880 1886 1892 rVB 760407 970233 17.55% 4.322%
28 12.164 1892 1899 1913 rBV 224336 317335 5.74% 1.414%
29 12.280 1913 1918 1925 rBV 160964 247415 4_.47% 1.102%
30 12.640 1974 1977 1990 rVB 44004 80207 1.45% 0.357%

31 12.920 2019 2023 2030 rVB 91432 118505 2.14% 0.528%
32 13.030 2036 2041 2053 rBvV 281594 442827 8.01% 1.973%
33 13.134 2053 2058 2059 rBvV 412671 490110 8.86% 2.183%
34 13.158 2059 2062 2076 rVB 1071117 1597829 28.89%% 7.118%
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LSC Area Percent Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX050518\
Data File : VX001433.D

Aca On : 05 May 2018 21:55

Operator : JC/MD

Sample : J2695-07

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
Title

W:\HPCHEM1\MSVOA_X\METHOD\82X050518W .M
SW846 8260

35 13.487 2110 2116 2127 rBV 4411445 5529955 100.00% 24.634%

36 13.579 2127 2131 2139 rVV 180603 367422 6.64% 1.637%
37 13.658 2139 2144 2154 rVV 372467 602463 10.89% 2.684%
38 13.768 2158 2162 2171 rVB 126534 167683 3.03% 0.747%
39 14.469 2272 2277 2282 rVB 167171 195342 3.53% 0.870%
40 14.627 2299 2303 2309 rBVY 88072 123173 2.23% 0.549%

41 14.755 2318 2324 2336 rBV2 87511 131248 2.37% 0.585%
42 14.859 2336 2341 2354 rBVY 172166 258153 4.67% 1.150%
43 15.322 2413 2417 2425 rVB2 114777 163267 2.95% 0.727%

Sum of corrected areas: 22448674
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LSC Report - Integrated Chromatogram

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX050518\
Data File : VX001433.D

Aca On : 05 May 2018 21:55

Operator : JC/MD

Sample : J2695-07

Misc - 5.0mL/MSVOA X/WATER

ALS Vial :© 22 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_ X\METHOD\82X050518W .M

SW846 8260

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

Abundance
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX050518\
Data File : VX001433.D

Aca On : 05 May 2018 21:55

Operator : JC/MD

Sample : J2695-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_X\METHOD\82X050518W_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 Ethanol Concentration Rank 7

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

2.12 22.15 ug/1 284406 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol 46 C2H60 000064-17-5 64
2 Dimethvl ether 46 C2H60 000115-10-6 9
3 Methane. nitroso- 45 CH3NO 000865-40-7 4
4 Formic acid 46 CH202 000064-18-6 4
5 Oxalic acid 90 C2H204 000144-62-7 4

Abundance Scan 251 (2.117 min): VX001433.D (-246) (-) m/z 45.10 100.00%
45
5000
e
1.80 2.00 2.20 2.40
...,....,....,....,..?7,.!|=!.,.$?.,§s4..,...7.?....,?ﬂ..,..l.??.l.lﬁ,.. T A
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #96: Ethanol
31
45
5000 NN SRS LR RN
1.80 2.00 2.20 2.40
m/z 43.00 21.90%
"w%“'w%?l%4M'”'H'“l“'w'“'w'“l“'w'“'w'”l”'w'
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
45
29 S RARAR AR SRR RARRS
15 1.80 2.00 2.20 2.40
5000 m/z 42.00 8.94Y%
'”I“'W"”F%'W'“'P"W'“'P'”I'“'P'“I”'W"“I”'W"
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #92: Methane, nitroso-
30 1.80 2.00 2.20 2.40
45 m/z 44.00 4_.73%
5000
15
'”I“'W'“'P'w‘”'WHH'P'”I”'W'“'P'“I”'W'”'P'”I“ NN SRS SRR AR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX050518\
Data File : VX001433.D

Aca On : 05 May 2018 21:55

Operator : JC/MD

Sample : J2695-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_X\METHOD\82X050518W_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 2-Pentanone Concentration Rank 10

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

7.56 14.48 ug/Il 216283 1,4-Difluorobenzene 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone 86 C5H100 000107-87-9 86
2 2.3-Butanedione 86 C4H602 000431-03-8 64
3 2-Butanone. 3-methvl- 86 C5H100 000563-80-4 59
4 2.3-Hexanedione 114 C6H1002 003848-24-6 9
5 2-Pentanone, 3-ethyl- 114 C7H140 006137-03-7 9

Abundance Scan 1144 (7.562 min): VX001433.D (-1138) (-) m/z 43.10 100.00%
48
5000 J\
86 AL Ean e s
39 58 71 720 740 760 7.80
36 5053 63 67
'W““W“P“W“W““W“P“m!““W““PWP“WMWL“W“P“W“W“W“ m/z 86.10 20.83%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1709: 2-Pentanone
43
5000

7.20 7.40 7.60 7.80

86 m/z 41.05 12.65%
15 27 39 58 71
18 131 Y 4953 | 62 67 |
R RRaaN L e L LA e e R ARt aa s e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
43
7.20 7.40 7.60 7.80
5000 m/z 71.10 8.96%
15 86
18 2528 32 3639 50 57 69
R A N R RN RSN AN AR RN RS REARE RAREA SRR R R RARRE BRRAE MR SRR L
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1764: 2-Butanone, 3-methyl-  EEa s e Rama o
43 7.20 7.40 7.60 7.80
m/z 39.05 8.39%
5000
86
% 31 39 515559 67
T I T R T e e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX050518\
Data File : VX001433.D

Aca On : 05 May 2018 21:55

Operator : JC/MD

Sample : J2695-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

> W:\HPCHEM1\MSVOA_X\METHOD\82X050518W .M
: SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Eucalyptol Concentration Rank 9

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

12.16 16.35 ug/Il 317335 1,4-Dichlorobenzene-d4 12.09

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eucalvptol 154 C10H180 000470-82-6 99
2 Trifluoroacetvl-_alpha.-terpineol 250 C12H17F302 1000058-17-6 38
3 2-Acetonvlcvclohexanone 154 C9H1402 006126-53-0 25
4 Cvclopentanol. 1.2-dimethvl-3-(1... 154 C10H180 004099-07-4 22
5 Sulfurous acid, 2-pentyl propyl 194 C8H1803S 1000309-15-1 22

Abundance Scan 1898 (12.158 min): VX001433.D (-1892) (-) m/z 43.00 100.00%
il
5000
11.80 12.00 12.20 12.40
rrprrrprerpreeee e m/z 81.10 53.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #26615: Eucalyptol
43
8l 108
5000 _—_—
93 139 154 11.80 12.00 12.20 12.40
m/z 108.10 41 .45%
G A
.q}apﬂhnnﬂn.M”mﬁquﬂmmqwh.”Uh”ﬁﬂ.nhp”qm”“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
43
T e
69 11.80 12.00 12.20 12.40
81 0
5000 o 108 154 m/z 71.05 40.01%
29 96 139
119
Wmmmmﬁmmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27631: 2-Acetonylcyclohexanone
43 11.80 12.00 12.20 12.40
m/z 41.10 38.37%
97
5000 55
11 154
..,....,..2.‘7,....‘,‘%..,.‘..1,...‘l‘i‘....‘,.‘... T el A ) )
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11. 80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX050518\
Data File : VX001433.D

Aca On : 05 May 2018 21:55

Operator : JC/MD

Sample : J2695-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_X\METHOD\82X050518W_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 5 1-Octanol, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.03 22.82 ug/1 442827 1,4-Dichlorobenzene-d4 12.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octanol. 2-methvl- 144 C9H200 000818-81-5 78
2 Acetic acid. octvl ester 172 C10H2002 000112-14-1 43
3 1-Nonene 126 C9H18 000124-11-8 38
4 Cvclopentane. 1-methvl-2-propvl- 126 C9H18 003728-57-2 38
5 1-Dodecene 168 C12H24 000112-41-4 38
Abundance Scan 2041 (13.030 min): VX001433.D (-2036) (-) m/z 57.10 100.00%
57
43 71
5000
84 o
112 126 12.80 13.00 13.20 13.40
.,~”-'...|'i...'.,.'...1‘,‘9...,....,....,210.7.. m/z 71.10 70.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21129: 1-Octanol, 2-methyl-
43 57
71
5000
12.80 13.00 13.20 13.40
29 ‘ 8 m/z 43.10 70.19%
126
T |‘|‘i‘| ||||||||||||||:|I-:!-2|| |‘|||14;3||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
AR A RN AR DA
12.80 13.00 13.20 13.40
5000 56 0 ga m/z 41.10 67.98%
s L 129 57 a7
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11502: 1-Nonene A REEEECa S
3 55 12.80 13.00 13.20 13.40
m/z 55.10 55.19%
69
5000 29 & o
m/z--> 20 40 60 80 100 120 140 160 180 200 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX050518\
Data File : VX001433.D

Aca On : 05 May 2018 21:55

Operator : JC/MD

Sample : J2695-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_X\METHOD\82X050518W_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 6 Octane, 1,1"-oxybis- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.13 25.26 ug/1 490110 1,4-Dichlorobenzene-d4 12.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 1.1"-oxvbis- 242 C16H340 000629-82-3 50
2 Butane. 2.2-dimethvl- 86 C6H14 000075-83-2 38
3 Heptane. 3-ethvl-5-methvl- 142 C10H22 052896-90-9 38
4 Cvclopropane. 1-(2-methvlbutvl)-... 168 C12H24 064723-36-0 35
5 Cyclodecane 140 C10H20 000293-96-9 35

Abundance Scan 2057 (13.128 min): VX001433.D (-2053) (-) m/z 57.05 100.00%

57

43 71

5000

-

12.80 13.00 13.20 13.40

112126, 44

168

0 m/z 43.05 77 .34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95996: Octane, 1,1'-oxybis-
57 71
5000 43
12.80 13.00 13.20 13.40
29 112 m/z 71.05 74 .40%
15 | ‘h . S 127143157 185199 224
RRERRERR Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
71
12.80 13.00 13.20 13.40
5000 m/z 41.05 69 .45%
29
15 85
mmmwwwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19218: Heptane, 3-ethyl-5-methyl-
43 57 12.80 13.00 13.20 13.40
n m/z 55.05 60.69%
5000
29
113
S~
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX050518\
Data File : VX001433.D

Aca On : 05 May 2018 21:55

Operator : JC/MD

Sample : J2695-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

W:\HPCHEM1\MSVOA_X\METHOD\82X050518W_M

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 8 1-Nonanol

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
13.49 284.98 ug/Il 5529960 1,4-Dichlorobenzene-d4 12.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonanol 144 C9H200 000143-08-8 91
2 Cvclopropane. 1l-methvl-2-octvl- 168 C12H24 037617-26-8 86
3 Cvcloheptane 98 C7H14 000291-64-5 74
4 Cvclopropane. l-ethvl-2-heptvl- 168 C12H24 074663-86-8 72
5 1-Heptene 98 C7H14 000592-76-7 62

Abundance Scan 2116 (13.487 min): VX001433.D (-2110) (-) m/z 56.10 100.00%
41 56
70
5000
13.20 13.40 13.60 13.80
112126 143 172 m/z 55.10 94.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21105: 1-Nonanol
56
41
70
5000
97 13.20 13.40 13.60 13.80
9 m/z 41.10 89.27%
111126
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41 56
70 13.20 13.40 13.60 13.80
5000 m/z 70.05 77.23%
84
27
98112126140 168
wﬁwmwwwwwwwmﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3301: Cycloheptane R EEERERR
6 70 13.20 13.40 13.60 13.80
41 o5 m/z 43.10 74.79%
5000
27
4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX050518\
Data File : VX001433.D

Aca On : 05 May 2018 21:55

Operator : JC/MD

Sample : J2695-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_X\METHOD\82X050518W_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 9 (+)-2-Bornanone Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.58 18.93 ug/Il 367422 1,4-Dichlorobenzene-d4 12.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (+)-2-Bornanone 152 C10H160 000464-49-3 98
2 Camphor 152 C10H160 000076-22-2 95
3 Bicvclol2.2_.1Theptan-2-one. 1.7.... 152 C10H160 000464-48-2 94
4 Spirobicvclol2.2.1Theptane-2.2"-... 236 C14H2003 1000155-15-2 59
5 1,4-Cyclohexanedimethanol, trans- 144 C8H1602 003236-48-4 50
Abundance Scan 2131 (13.579 min): VX001433.D (-2127) (-) m/z 95.05 100.00%
g5
81
5000
41
5 109 152 o JUUN
137 13.20 13.40 13.60 13.80
o 12 282 m/z 81.10 65.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25105: (+)-2-Bornanone
95
81
5000 M
55 109 152 13.20 13.40 13.60 13.80
m/z 108.05 40.63%
27 123137
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41 95
81 13.20 13.40 13.60 13.80
5000 m/z 41.10 36.97%
= 109 152
27
123137
Wﬁﬁm‘mﬁwﬁwﬂwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25327: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S)-
95 13.20 13.40 13.60 13.80
81 m/z 109.10 30.29%
5000 4 55
109 152
i 123137
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX050518\
Data File : VX001433.D

Aca On : 05 May 2018 21:55

Operator : JC/MD

Sample : J2695-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_X\METHOD\82X050518W_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 10 Cyclohexanol, 5-methyl-2-(1... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.66 31.05 ug/1 602463 1,4-Dichlorobenzene-d4 12.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanol. 5-methvl-2-(1l-meth... 156 C10H200 001490-04-6 91
2 Cvclohexane. 1l-methvl-4-(l1-methy... 138 C10H18 001879-07-8 86
3 Levomenthol 156 C10H200 002216-51-5 86
4 Cvclohexanol. 5-methvl-2-(1-meth... 156 C10H200 015356-70-4 74
5 L-Menthyl chloroformate 218 C11H19CIl02 014602-86-9 68

Abundance Scan 2144 (13.658 min): VX001433.D (-2139) (-) m/z 81.10 100.00%

9

5000

—

13.40 13.60 13.80 14.00
m/z 95.10 98.72%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28342: Cyclohexanol, 5-methyl-2-(1-methylethyl)-

-

13.I4O 13!60 13.I80 14.I00
m/z 71.00 74.87%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
81 95
67 13.40 13.60 13.80 14.00
5000 41 m/z 41.05 60.21%
138
109123

Wmmwwmwmﬁ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28229: Levomenthol
M 1 95 13.40 13.60 13.80 14.00

m/z 55.10 52 .64%

-

5000

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : W:\HPCHEM1\MSVOA_X\DATA\VX050518\
Data File : VX001433.D

Acq On : 05 May 2018 21:55

Operator : JC/MD

Sample - J2695-07

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_X\METHOD\82X050518W_M
SW846 8260

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 2.12 22.1 ug/I1 284406 1 5.67 641918 50.0
2-Pentanone 7.56 14.5 ug/I1 216283 2 6.87 746849 50.0
Eucalyptol 12.16 16.4 ug/I 317335 4 12.09 970233 50.0
1-Octanol, 2-methyl- 13.03 22.8 ug/I1 442827 4 12.09 970233 50.0
Octane, 1,1"-oxybis- 13.13 25.3 ug/I1 490110 4 12.09 970233 50.0
1-Nonanol 13.49 285.0 ug/l 5529960 4 12.09 970233 50.0
(+)-2-Bornanone 13.58 18.9 ug/I1 367422 4 12.09 970233 50.0

4

Cyclohexanol, 5-m... 13.66 31.1 ug/Il 602463 12.09 970233 50.0

82X050518W.M Tue May 08 07:33:32 2018 Page: 12



