LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX021419\
Data File : VX007525.D

Aca On : 13 Feb 2019 17:24

Operator : JC/SP

Sample : K1461-09

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 16 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\82X020119W.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 1.489 51 55 65 rBv 206921 265900 1.32% 0.285%
2 2.446 205 212 230 rBVY 3858975 6330573 31.38% 6.789%
3 2.617 234 240 252 rVB 180665 335493 1.66% 0.360%
4 3.421 364 372 385 rBV 91364 215743 1.07% 0.231%
5 5.506 703 714 729 rBV 308799 904408 4._.48% 0.970%
6 5.665 729 740 751 rvwVv 510461 1408439 6.98% 1.510%
7 6.067 795 806 817 rBV 309142 795043 3.94% 0.853%
8 6.470 862 872 884 rBV4 87225 231692 1.15% 0.248%
9 6.860 925 936 949 rBV 773169 1793945 8.89% 1.924%
10 7.354 1006 1017 1030 rBvV2 78338 225791 1.12% 0.242%

11 7.665 1059 1068 1081 rBV 1004488 1926056 9.55% 2.066%
12 8.713 1234 1240 1247 rBV 1607371 2480873 12.30% 2.661%
13 8.786 1247 1252 1258 rVB 299134 457287 2.27% 0.490%
14 9.298 1331 1336 1350 rBV 375252 587754 2.91% 0.630%
15 9.585 1376 1383 1389 rBV 7850713 10589499 52.49% 11.357%

16 10.109 1458 1469 1481 rBV 1621459 2265705 11.23% 2.430%
17 10.633 1550 1555 1563 rBV 393342 573723 2.84% 0.615%
18 10.822 1581 1586 1591 rBV 251656 306574 1.52% 0.329%
19 10.908 1596 1600 1612 rVB 463578 615008 3.05% 0.660%
20 11.139 1633 1638 1643 rVB 1404366 1822201 9.03% 1.954%

21 11.194 1643 1647 1649 rVvV 184284 252893 1.25% 0.271%
22 11.225 1649 1652 1659 rVB 967412 1343050 6.66% 1.440%
23 11.670 1722 1725 1728 rBV 204659 244592 1.21% 0.262%
24 11.706 1728 1731 1739 rVB3 437395 554439 2.75% 0.595%
25 11.804 1739 1747 1750 rBV3 534240 1119546 5.55% 1.201%

26 11.920 1763 1766 1768 rBV 255254 278830 1.38% 0.299%
27 11.981 1773 1776 1780 rVB 443914 478684 2.37% 0.513%
28 12.023 1780 1783 1787 rBV2 614425 820987 4_.07% 0.880%
29 12.078 1787 1792 1799 rVB2 1917123 3082212 15.28% 3.306%
30 12.158 1799 1805 1814 rVB 909820 1176848 5.83% 1.262%

31 12.273 1819 1824 1833 rBV2 349312 709299 3.52% 0.761%
32 12.578 1870 1874 1879 rBV 505343 593153 2.94% 0.636%
33 12.639 1879 1884 1893 rVV2 967627 1620885 8.03% 1.738%
34 12.718 1893 1897 1902 rVB 224161 259607 1.29% 0.278%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX021419\
Data File : VX007525.D

Aca On : 13 Feb 2019 17:24

Operator : JC/SP

Sample : K1461-09

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 16 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

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X020119W_.M
SW846 8260

35 12.871 1917 1922 1925 rBV 435808 556434 2.76% 0.597%

36 12.907 1925 1928 1933 rVV2 368942 461924 2.29% 0.495%
37 12.962 1933 1937 1948 rVB 355282 474728 2.35% 0.509%
38 13.224 1969 1980 1986 rBV 5305825 6763097 33.52% 7.253%
39 13.285 1986 1990 1995 rVB 346365 456958 2.26% 0.490%
40 13.438 2009 2015 2019 rBV 768778 1074945 5.33% 1.153%

41 13.529 2026 2030 2033 rBVY 488011 654425 3.24% 0.702%
42 13.572 2033 2037 2041 rVB 808015 1069219 5.30% 1.147%
43 13.639 2041 2048 2052 rBV2 3278745 4786356 23.72% 5.133%
44 13.718 2056 2061 2068 rVV2 5764557 8270706 40.99% 8.870%
45 13.791 2068 2073 2085 rVB 17344148 20176000 100.00% 21.638%

46 13.926 2091 2095 2100 rBV3 362484 519552 2.58% 0.557%
47 13.980 2100 2104 2110 rVB 345318 430551 2.13% 0.462%
48 14.255 2144 2149 2154 rBV2 149136 240959 1.19% 0.258%
49 14.316 2155 2159 2163 rVV2 176706 217611 1.08% 0.233%
50 14.456 2177 2182 2191 rBV 294171 423625 2.10% 0.454%

Sum of corrected areas: 93243822
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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\VX021419\

VX007525.D

13 Feb 2019 17:24

JC/SP

K1461-09

5.0mL/MSVOA X/WATER

16 Sample Multiplier: 1

SW846 8260

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X020119W .M

Abundance

1.5e+07

1e+07

5000000

TIC: VX007525.D

2.45

1.49 2.62

3.42
Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20

5.515.66

6.07

Abundance TIC: VX007525.D
1.5e+07
1le+07
9.58
5000000
8.71 10.11 11.14.
6.86 7.66 EWY)
oloar N1y fers s 10630891 fus
T T A — —
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX007525.D
13.79
1.5e+07
1le+07
p
5000000
12.08
Lgﬁm&@l. 112.27 12, 7322006 13388 1495046
(O e L .’F—r~TJE e T e e o e e e e T A s o e e e e e T L e e e e e B
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX021419\
Data File : VX007525.D

Aca On : 13 Feb 2019 17:24

Operator : JC/SP

Sample - K1461-09

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X020119W .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 Pentanal Concentration Rank 5

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

7.66 53.68 ug/1 1926060 1,4-Difluorobenzene 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanal 86 C5H100 000110-62-3 91
2 Butanal. 3-methvl- 86 C5H100 000590-86-3 45
3 Glvcidol 74 C3H602 000556-52-5 33
4 Cvclopropvl carbinol 72 C4HB80 002516-33-8 28
5 Butane, 2-nitro- 103 C4H9NO2 000600-24-8 9

Abundance Scan 1067 (7.658 min): VX007525.D (-1059) (-) m/z 43.95 100.00%
5000
7.40 7.60 7.80 8.00
ol 72 86 112126 147 177192 217 234 n/z 41.10 44 54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1705: Pentanal
29
58
5000
7.40 7.60 7.80 8.00
m/z 57.95 40.91%
o 86
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1743: Butanal, 3-methyl-
58 740 7.60 7.80 8.00
5000 m/z 56.95 30.90%
29
) , 86
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #805: Glycidol R e na
44 7.40 7.60 7.80 8.00
m/z 43.05 25.39%
2
5000
0 U 5973
m/z--> 25 Jo 60 80 160 150 150 1éo 180 200 220 240 2éo 2§o ! 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX021419\
Data File : VX007525.D

Aca On : 13 Feb 2019 17:24

Operator : JC/SP

Sample - K1461-09

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X020119W .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 Hexanal Concentration Rank 1

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

9.58 233.69 ug/l 10589500 Chlorobenzene-d5 10.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanal 100 C6H120 000066-25-1 93
2 Glutaraldehvde 100 C5H802 000111-30-8 38
3 2.2-Dimethvl-3-hvdroxvpropionald... 102 C5H1002 000597-31-9 37
4 Butanal. 3-methvl- 86 C5H100 000590-86-3 32
5 Butanal 72 C4H80 000123-72-8 25

Abundance Scan 1382 (9.579 min): VX007525.D (-1376) (-) m/z 44.00 100.00%
5000
i e
9.20 9.40 9.60 9.80
ol 100 119134 151 172 207 250 270 289 m/z 56.05 91.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3767: Hexanal
5000 ISR SR SR
27 9.20 9.40 9.60 9.80
72 m/z 41.10 85.81%
ol I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3668: Glutaraldehyde
44
920 940 9.60 9.80
5000 m/z 57.00 64 .19%
29
72
oL.15 ‘ ‘\ | | 100
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4342: 2,2-Dimethyl-3-hydroxypropionaldehyde T T
56 9.20 9.40 9.60 9.80
41 m/z 43.10 62.45%
5000
72
0 2 !
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 920 940 9.60 9.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX021419\
Data File : VX007525.D

Aca On : 13 Feb 2019 17:24

Operator : JC/SP

Sample - K1461-09

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X020119W .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 Camphene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.22 21.79 ug/1 1343050 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Camphene 136 C10H16 000079-92-5 96
2 Bicvclol2.2.1Theptane., 2.2-dimet... 136 C10H16 005794-04-7 93
3 Cvclohexene. 1l-methvl-3-(l1-methy... 136 C10H16 000499-03-6 90
4 (+)-4-Carene 136 C10H16 029050-33-7 74
5 2-Carene 136 C10H16 000554-61-0 74
Abundance Scan 1651 (11.219 min): VX007525.D (-1649) (-) m/z 93.00 100.00%
9B
121
5000
e T
136 11.00 11.20 11.40 11.60
ol 153167 193207 258 280 n/z 121.05 66 74%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15665: Camphene
9B
121
5000 79 LI I S L B
39 11.00 11.20 11.40 11.60
53 071 L m/z 79.00 35.72%
0‘
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15905: Bicyclo[2.2.1]heptane, 2,2-dimethyl-3-methylene-, ...
9B
121
11.00 11.20 11.40 11.60
5000 a1 29 m/z 91.10 33.05%
107
5 ‘ ‘ 136
] .ﬂwﬂt.ﬁ.”“.”,”” e
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15894: Cyclohexene, 1-methyl-3-(1-methylethenyl)-, (.+/-.)-
93 121136 11.00 11.20 11.40 11.60
m/z 67.05 32.31%
5000 79
41 107
97 55
o} i
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.00 11.20 1140 11.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX021419\
Data File : VX007525.D

Aca On : 13 Feb 2019 17:24

Operator : JC/SP

Sample - K1461-09

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X020119W .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 Eucalyptol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.16 19.09 ug/Il 1176850 1,4-Dichlorobenzene-d4 12.08
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 37
3 2-Acetvlcvclopentanone 126 C7H1002 001670-46-8 35
4 5-Hepten-2-one. 6-methvl- 126 C8H140 000110-93-0 32
5 Ketone, methyl 2,2,3-trimethylcy... 154 C10H180 017983-22-1 25
Abundance Scan 1805 (12.158 min): VX007525.D (-1799) (-) m/z 43.00 100.00%
43
81
5000
11.80 12.00 12.20 12.40
0 168183 207 225 m/z 81.00 59.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #26615: Eucalyptol
43
81
108
5000
139154 11.80 12.00 12.20 12.40
m/z 108.10 47 .64%
27
Obrrr et
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #101946: Trifluoroacetyl-.alpha.-terpineol
43
69 11.80 12.00 12.20 12.40
5000 4 108 154 m/z 84.05 42 .96%
139
UL )
o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11153: 2-Acetylcyclopentanone
43 11.80 12.00 12.20 12.40
m/z 71.00 42 _.50%
111
5000 83 126
27
6
ol L 97
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX021419\
Data File : VX007525.D

Aca On : 13 Feb 2019 17:24

Operator : JC/SP

Sample - K1461-09

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X020119W .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 E-11,13-Tetradecadien-1-ol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.64 26.29 ug/1 1620890 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-11.13-Tetradecadien-1-ol 210 C14H260 1000131-00-3 83
2 Octvl chloroformate 192 C9H17CI02 007452-59-7 72
3 1-Octvl trifluoroacetate 226 C10H17F302 002561-21-9 72
4 1-Octanol 130 C8H180 000111-87-5 64
5 Cyclooctane 112 C8H16 000292-64-8 59
Abundance Scan 1884 (12.639 min): VX007525.D (-1879) (-) m/z 41.10 100.00%
4 5p
70

5000

12.40 12.60 12.80 13.00

8 117132 152 175 196211225

(o} m/z 55.00 98.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #69507: E-11,13-Tetradecadien-1-ol
41 56
69
5000
12.40 12.60 12.80 13.00
m/z 56.05 81.69%
111126
o 154167181195209
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #55019: Octyl chloroformate
41 b7
12.40 12.60 12.80 13.00
5000 m/z 70.10 74.07%
2
0....,.h.w;l.. 188 11
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #82210: 1-Octyl trifluoroacetate
4N g 69 12.40 12.60 12.80 13.00
m/z 69.10 65.50%
5000 2
NV 113127141 157 189 208
REESREERE REL
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX021419\
Data File : VX007525.D

Aca On : 13 Feb 2019 17:24

Operator : JC/SP

Sample - K1461-09

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X020119W .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 Bicyclo[2.2_.1]heptan-2-0l, ... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.22 109.71 ug/Il 6763100 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2_.1Theptan-2-ol. 1.3.3... 154 C10H180 002217-02-9 96
2 Bicvclol2.2_.1Theptan-2-ol. 1.3.3... 154 C10H180 001632-73-1 96
3 Fenchol. exo- 154 C10H180 022627-95-8 95
4 Bi-2-cvclohexen-1-vl 162 C12H18 001541-20-4 35
5 Cyclopentanecarboxylic acid, 3-m... 140 C8H1202 037575-80-7 35

Abundance Scan 1979 (13.218 min): VX007525.D (-1969) (-) m/z 81.10 100.00%

il

5000

. 107121 13.00 13.20 13.40 13.60

m/z 80.00 60.11%

136 154 180 207 222

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #26950: Bicyclo[2.2.1]heptan-2-ol, 1,3,3-trimethyl-, (1R-e...

43

5000

13.00 13.20 13.40 13.60
m/z 41.05  34.02%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #26872: Bicyclo[2.2.1]heptan-2-ol, 1,3,3-trimethy!l-
81
13.00 13.20 13.40 13.60
5000 m/z 43.00 30.85%
In 6 111
o 28 5 17123 139152
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #26656: Fenchol, exo-
81 13.00 13.20 13.40 13.60
43 m/z 69.10 27.01%
5000
111
0 123 139 154
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX021419\
Data File : VX007525.D

Aca On : 13 Feb 2019 17:24

Operator : JC/SP

Sample - K1461-09

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X020119W.M
Quant Title : 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 7 unknownl3.44 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.44 17.44 ug/I1 1074950 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracvclol3.3.1.1(1.8).0(2.4)1d... 134 C10H14 1000185-58-7 47
2 Bicvclol3.1.1Theptan-3-o0l. 6.6-d... 152 C10H160 000547-61-5 38
3 Bicvclol4.2.0loct-1-ene. 7-exo-e... 134 C10H14 1000142-18-2 38
4 (6.6-Dimethvlbicvclol3.1.1Thept-... 224 C13H2003 1000373-80-4 35
5 Tricyclo[3.2.1.0(2,4)]Joctane, 3-... 120 C9H12 1000150-04-5 30
Abundance Scan 2015 (13.438 min): VX007525.D (-2009) (-) m/z 91.00 100.00%
91
5000 41 119
55 77
ot 152168 184 207 223 240 260 298 13.20 13.40 13.60 13.80
o} m/z 92.00 59.14%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14912: Tetracyclo[3.3.1.1(1,8).0(2,4)]decane
91
119134
5000
39 7 13.20 13.40 13.60 13.80
53 m/z 119.00 40.61%
0‘
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #25382: Bicyclo[3.1.1]heptan-3-ol, 6,6-dimethyl-2-methylen...
R
41 85 70 13.20 13.40 13.60 13.80
5000 119134 m/z 41.05 37.78%
0 152
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14916: Bicyclo[4.2.0]oct-1-ene, 7-exo-ethenyl-
91 13.20 13.40 13.60 13.80
m/z 39.00 28.40%
5000
77
39 119
L2 LY
B T S
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX021419\
Data File : VX007525.D

Aca On : 13 Feb 2019 17:24

Operator : JC/SP

Sample - K1461-09

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X020119W .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 8 Camphor Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.57 17.35 ug/Il 1069220 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Camphor 152 C10H160 000076-22-2 98
2 (+)-2-Bornanone 152 C10H160 000464-49-3 97
3 Bicvclol2.2.1Theptan-2-one. 1.7.... 152 C10H160 000464-48-2 87
4 2-Butanone. 4-(5-methvl-2-furanvl)- 152 C9H1202 013679-56-6 46
5 1-(1-Propynyl)cyclohexanol 138 C9H140 000697-37-0 46
Abundance Scan 2037 (13.572 min): VX007525.D (-2033) (-) m/z 95.10 100.00%
g5
81
5000 41
55 108 152
123137 13.20 13.40 13.60 13.80
ol 174 193207 222 249 n/z 81.10 67_.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #25051: Camphor
95
41 81
5000
27 | 55 108 152 13.20 13.40 13.60 13.80
m/z 41.10 41.02%
0 124137
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #25100: (+)-2-Bornanone
95
81
13.20 13.40 13.60 13.80
5000 41 108 m/z 108.05 38.58%
55 152
ANNg NN
okda b b L | e |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
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 83.10 36.69%
41
5000 55 108
152
0 27 123137
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX021419\
Data File : VX007525.D

Aca On : 13 Feb 2019 17:24

Operator : JC/SP

Sample - K1461-09

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X020119W .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 _gamma.-Terpinene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.64 77.64 ug/l 4786360 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .agamma.-Terpinene 136 C10H16 000099-85-4 91
2 4-Carene. (1S.3R.6R)-(-)- 136 C10H16 005208-49-1 60
3 (+)-3-Carene 136 C10H16 000498-15-7 60
4 Cvclohexene. 4-methvlene-1-(1l-me... 136 C10H16 000099-84-3 55
5 _alpha.-Phellandrene 136 C10H16 000099-83-2 49

Abundance Scan 2048 (13.639 min): VX007525.D (-2041) (-) m/z 93.05 100.00%

5000

154 13.40 13.60 13.80 14.00

m/z 70.95 66 .85%

ol 168182 207221 247 267

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15711: .gamma.-Terpinene

5000
13.40 13.60 13.80 14.00

m/z 91.00 51.89%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15741: 4-Carene, (1S,3R,6R)-(-)-
93

13.40 13.60 13.80 14.00
5000 43 m/z 121.10 43.52%

79
121136
ek kel ]
SRR T ' M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15686: (+)-3-Carene
98

13.40 13.60 13.80 14.00
m/z 136.10 36.39%

5000
77 121136
‘ H 107

.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00

o

o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX021419\
Data File : VX007525.D

Aca On : 13 Feb 2019 17:24

Operator : JC/SP

Sample - K1461-09

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X020119W .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 Isoborneol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.72 134.17 ug/Il 8270710 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isoborneol 154 C10H180 000124-76-5 62
2 (+)-Borneol 154 C10H180 1000150-76-3 58
3 Bicvclol2.2.1Theptan-2-ol. 1.7.7... 154 C10H180 000464-45-9 58
4 endo-Borneol 154 C10H180 000507-70-0 53
5 Cyclopentene, 1,2,3-trimethyl- 110 C8H14 000473-91-6 49

Abundance Scan 2061 (13.718 min): VX007525.D (-2056) (-) m/z 95.10 100.00%

95

+

5000
41 110 148
| 55 7|7 ] | || 162176 2 o 13.40 13.60 13.80 14.00
ob el sl b M by 73| d62176 21 amv 284t TiaeT 6T 51 B3y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #26628: Isoborneol
95
5000 LI L L L L L LB L |
a1 13.40 13.60 13.80 14.00
7 55 oo 110 o6 m/z 110.05 18.43%
ol 154
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #26633: (+)-Borneol
95
13.40 13.60 13.80 14.00
5000 m/z 121.05 17.88%
at 110
27 |, 95 69
N O o S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #26956: Bicyclo[2.2.1]heptan-2-ol, 1,7,7-trimethyl-, (1S-e...
95 13.40 13.60 13.80 14.00

m/z 41.05 16.90%

5000
41

27 110
55
69 139
M‘ H \‘\ L Ay \“ A || 154

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00

%

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX021419\
Data File : VX007525.D

Acq On : 13 Feb 2019 17:24

Operator : JC/SP

Sample - K1461-09

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X020119W .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]
Pentanal 7.66 53.7 ug/1 1926060 2 6.86 1793950 50.0
Hexanal 9.58 233.7 ug/l 10589500 3 10.12 2265710 50.0
Camphene 11.22 21.8 ug/1 1343050 4 12.08 3082210 50.0
Eucalyptol 12.16 19.1 ug/1 1176850 4 12.08 3082210 50.0
E-11,13-Tetradeca... 12.64 26.3 ug/1 1620890 4 12.08 3082210 50.0
Bicyclo[2.2.1]hep... 13.22 109.7 ug/l 6763100 4 12.08 3082210 50.0
unknownl13.44 13.44 17.4 ug/1 1074950 4 12.08 3082210 50.0
Camphor 13.57 17.4 ug/1 1069220 4 12.08 3082210 50.0
-gamma.-Terpinene 13.64 77.6 ug/l 4786360 4 12.08 3082210 50.0

4

Isoborneol 13.72 134.2 ug/1 8270710 12.08 3082210 50.0
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