LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX071620\

Data File : VX017392.D

Aca On - 16 Jul 2020 15:43

Operator : JC/SP

sample - 13321-01 :
Misc - 5.0mL/MSVOA X/WATER AU R R0
ALS Vial : 12 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\82X071320W.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 1.276 28 31 42 rVB 266950 287114 2.72% 0.697%
2 1.605 83 85 109 rvB2 84207 161272 1.53% 0.391%
3 2.416 212 218 235 rVB 561525 1026190 9.74% 2.491%
4 2.575 235 244 257 rBV 227770 419402 3.98% 1.018%
5 3.014 305 316 333 rBVY 2823593 6255530 59.35% 15.183%
6 4.660 564 586 599 rBV2 2924890 10539275 100.00% 25.579%
7 5.086 644 656 675 rBV2 1227249 3714674 35.25% 9.016%
8 5.471 708 719 731 rVB 182556 519825 4_.93% 1.262%
9 5.629 733 745 759 rVB 295029 826172 7.84% 2.005%
10 6.031 800 811 819 rBV 188992 494385 4.69% 1.200%

11 6.306 851 856 866 rvVB 51510 136716 1.30% 0.332%
12 6.830 931 942 955 rBV 462191 1108957 10.52% 2.691%
13 7.269 1007 1014 1025 rBV 127693 288982 2.74% 0.701%
14 8.696 1241 1248 1254 rBV 1019478 1584624 15.04% 3.846%
15 8.763 1254 1259 1266 rvv2 110857 188045 1.78% 0.456%

16 8.848 1268 1273 1278 rVB 75358 112190 1.06% 0.272%
17 9.275 1338 1343 1350 rBV2 99756 179034 1.70% 0.435%
18 9.421 1358 1367 1373 rVB 235052 358353 3.40% 0.870%
19 10.098 1467 1478 1489 rBV 1144538 1685714 15.99% 4.091%
20 10.238 1496 1501 1511 rBV2 157371 254146 2.41% 0.617%

21 10.342 1512 1518 1524 rVV 220024 305966 2.90% 0.743%
22 10.616 1559 1563 1570 rBV 213422 301148 2.86% 0.731%
23 10.683 1570 1574 1586 rVB 142834 212229 2.01% 0.515%
24 11.122 1640 1646 1651 rBV 1039622 1305161 12.38% 3.168%
25 11.927 1771 1778 1785 rVB2 95644 135416 1.28% 0.329%

26 12.061 1794 1800 1808 rBV 1491926 1934997 18.36% 4.696%
27 12.140 1808 1813 1817 rBV3 140788 212359 2.01% 0.515%
28 12.616 1888 1891 1895 rVB 112553 129932 1.23% 0.315%
29 12.805 1913 1922 1926 rBV2 103589 169528 1.61% 0.411%
30 12.945 1938 1945 1950 rBV 1139340 1405554 13.34% 3.411%

31 13.000 1950 1954 1959 rVB3 97468 146593 1.39% 0.356%
32 13.372 2011 2015 2021 rBV 138761 199661 1.89% 0.485%
33 13.512 2034 2038 2040 rBV2 188268 251941 2.39% 0.611%
34 13.548 2040 2044 2052 rVB 1710306 2222018 21.08% 5.393%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX071620\
Data File : VX017392.D

Aca On : 16 Jul 2020 15:43

Operator : JC/SP

Sample : L3321-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 12 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
Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071320W.M
SW846 8260

35 13.628 2052 2057 2066 rBV2 567505 791937 7.51% 1.922%
36 13.768 2076 2080 2084 rBV2 133235 167104 1.59% 0.406%
37 13.817 2084 2088 2094 rVB 588994 704523 6.68% 1.710%

38 13.975 2107 2114 2119 rBV5 50225 119097 1.13% 0.289%
39 14.134 2134 2140 2152 rBV 241682 346456 3.29% 0.841%

Sum of corrected areas: 41202220
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX071620\

Data File : VX017392.D

Aca On - 16 Jul 2020 15:43

Operator : JC/SP

sample - 13321-01 :
Misc - 5_0mL/MSVOA X/WATER AU R R0
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071320W_M
> SW846 8260

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VX017392.D

2500000

2000000

1500000

1000000

500000

04
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
Abundance TIC: VX017392.D

2500000
2000000
1500000

8

10.10
70
1000000
500000 6.83
9
7.27 085 9.27
| SRR A W A — ——— “r—j\—A

11.12

42
P i
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX017392.D

2500000

2000000
13.55

1500000 12.06

12.94
1000000

13.6313.82
500000

14.13

11.93312 12.6212.8018.00  13.38

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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Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX071620\
Data File : VX017392.D

Aca On 16 Jul 2020 15:43

Operator : JC/SP

Sample : L3321-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :
TIC Integration Parameters:

Library Search Compound Report

SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071320W_.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

2 Methylamine, N,N-dimethyl-

Concentration Rank 8

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

1.61 9.76 ug/l 161272 Pentafluorobenzene 5.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvlamine. N.N-dimethvl- 59 C3HON 000075-50-3 90
2 Methanaminium, 1-carboxvy-N.N.N-t... 117 C5H11NO2 000107-43-7 40
3 Oxirane. 2.3-diethvl- 100 C6H120 004468-66-0 9
4 2-Propanone. 1-(dimethvlamino)- 101 C5H11NO 015364-56-4 9
5 2-Methyl-1,2-propanediamine 88 C4H12N2 000811-93-8 9

Abundance Scan 86 (1.611 min): VX017392.D (-83) (-) m/z 58.00 100.00%
58
5000 42 \\\\‘
T
1.20 1.40 1.60 1.80 2.00
ol 85 116 144 191208 233 256 281 mn/z 59.00 45 11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #255: Methylamine, N,N-dimethyl- k
58
5000 [T 1T "T{""I""I"
42 1.20 1.40 1.60 1.80 2.00
m/z 41.95 39.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
58
1.20 1.40 1.60 1.80 2.00
5000 44 m/z 57.00 9.05%
30
2 116
0 86 100
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3850: Oxirane, 2,3-diethyl-
58 1.20 1.40 1.60 1.80 2.00
m/z 42.90 7.21%
41
5000
2
85
0"WJ]'J“'P'”P'E99"'”"”"'“ LB SRS SR SRR SRS S [Tr T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1.20 1.40 1.60 1.80 2.00

82X071320W.M Fri

Jul 17 12:56:51 2020
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Page: 4



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX071620\

Data File : VX017392.D

Aca On - 16 Jul 2020 15:43

Operator : JC/SP

sample - 13321-01 :
Misc - 5_0mL/MSVOA X/WATER AU R R0
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071320W_.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 Isopropyl Alcohol Concentration Rank 3

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

2.57 25.38 ug/1 419402 Pentafluorobenzene 5.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopnropvl Alcohol 60 C3H80 000067-63-0 86
2 Hvdrazine. ethvl- 60 C2H8N2 000624-80-6 9
3 Hvdrazine. 1.2-dimethvl- 60 C2H8N2 000540-73-8 9
4 Formamide 45 CH3NO 000075-12-7 5
5 2-Butanol 74 C4H100 000078-92-2 4

Abundance Scan 243 (2.569 min): VX017392.D (-235) (-) m/z 45.00 100.00%
45
5000

220 2.40 2.60 2.80 3.00

59
o 76 96 142 179194208 281 m/z 42.95 21.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #297: Isopropy! Alcohol
45
5000

220 2.40 2.60 2.80 3.00
m/z 41.00 8.60%

27

59
Ot e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
45
AR RmaEs
220 2.40 2.60 2.80 3.00
5000 60 m/z 38.95 7.36%
31
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #278: Hydrazine, 1,2-dimethyl- R B e
45 60 220 2.40 2.60 2.80 3.00
m/z 42.00 5.01%
30
5000
15
o T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 220 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX071620\

Data File : VX017392.D

Aca On - 16 Jul 2020 15:43

Operator : JC/SP

sample - 13321-01 :
Misc - 5_0mL/MSVOA X/WATER AU R R0
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071320W_.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 1-Butanol Concentration Rank 6

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

7.27 13.03 ug/Il 288982 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butanol 74 C4H100 000071-36-3 80
2 Cvanic acid. propvl ester 85 C4H7NO 001768-36-1 50
3 Butane. l1-chloro- 92 C4H9cCl 000109-69-3 45
4 Oxirane. (l-methvlethvl)- 86 C5H100 001438-14-8 42
5 Hexyl chloroformate 164 C7H13Cl102 006092-54-2 40

Abundance Scan 1014 (7.269 min): VX017392.D (-1007) (-) m/z 55.95 100.00%
56
41
5000
7.00 7.20 7.40 7.60
o 7387 114 150 207221 281 n/z 41.00  72.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #839: 1-Butanol
31 56
5000 HRR RN LS IR S
7.00 7.20 7.40 7.60
m/z 43.00 51.59%
0.}ﬁn.w.”,.Z?“.”,””,”.w.”..”...” e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
56
27 41 U RS LS IR
7.00 7.20 7.40 7.60
5000 m/z 42.00 30.73%
84
70
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #2434: Butane, 1-chloro-
56 7.00 7.20 7.40 7.60
a1 m/z 39.00 22.46%
so00] %/
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX071620\

Data File : VX017392.D

Aca On - 16 Jul 2020 15:43

Operator : JC/SP

sample - 13321-01 :
Misc - 5_0mL/MSVOA X/WATER AU R R0
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071320W_.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 3-Pentanone, 2,4-dimethyl- Concentration Rank 7

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

9.42 10.63 ug/Il 358353 Chlorobenzene-d5 10.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Pentanone. 2.4-dimethvl- 114 C7H140 000565-80-0 86
2 3-Hexanone., 2-methvl- 114 C7H140 007379-12-6 80
3 2.3-Hexanedione 114 C6H1002 003848-24-6 64
4 4-Heptanone 114 C7H140 000123-19-3 53
5 Pyrrolidine 71 C4HON 000123-75-1 42

Abundance Scan 1367 (9.421 min): VX017392.D (-1358) (-) m/z 43.00 100.00%
43
5000 71 /\ﬂJ/\
R
114 9.00 9.20 9.40 9.60 9.80
o...w...AL.??“.t.??.??”.L,”..ﬂ??.,”..,.”.,?ﬁ. m/z 71.00 39.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7576: 3-Pentanone, 2,4-dimethyl-
43
5000
7 9.00 9.20 9.40 9.60 9.80
27 m/z 41.00 21.11%
J 15 | 55 | g5 g9 14
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
n 9.00 9.20 9.40 9.60 9.80
5000 m/z 38.95 10.02%
27
114
0 55 85 99
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7174: 2,3-Hexanedione
43 9.00 9.20 9.40 9.60 9.80
m/z 114.10 9.91%
5000
71
o |, =5 ‘ 82 o4 114 N
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.0 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX071620\

Data File : VX017392.D

Aca On - 16 Jul 2020 15:43

Operator : JC/SP

sample - 13321-01 :
Misc - 5_0mL/MSVOA X/WATER AU R R0
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071320W_.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 1-Hexanol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.62 8.93 ug/Il 301148 Chlorobenzene-d5 10.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol 102 C6H140 000111-27-3 86
2 2-Ethvlthiolane. S.S-dioxide 148 C6H1202S 010178-59-3 83
3 Formic acid. hexvl ester 130 C7H1402 000629-33-4 78
4 Hexvl chloroformate 164 C7H13CIl02 006092-54-2 64
5 1-Pentanol, 4-methyl- 102 C6H140 000626-89-1 64
Abundance Scan 1564 (10.622 min): VX017392.D (-1559) (-) m/z 55.95 100.00%
56
43
5000
69 S
84 10.40 10.60 10.80 11.00
0 il b 202 121 136 207 "m/z 43.00 53.69%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4412: 1-Hexanol
56
43
5000
69 10.40 10.60 10.80 11.00
31 ‘ a4 m/z 54.95 52.62%
0"}ﬁﬂM'“N”JI'“”Il"W""P"'I”"I'”'I'”'I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
56
83 10.40 10.60 10.80 11.00
5000 m/z 41.00 47 .40%
69
121 148
e S S S UL B B B L L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13437: Formic acid, hexyl ester
56 10.40 10.60 10.80 11.00
m/z 42.00 40.80%
43
5000
29 69
‘ 84
0 15 “H “ mn ‘ |, L 101 116 128
m/z--> 2'0 4'0 6|0 8|O 1(')0 12'0 14'10 1('30 1&'30 2(')0 10.40 10.60 10.80 11.00
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82X071320W.M Fri

Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX071620\
Data File : VX017392.D

Aca On 16 Jul 2020 15:43

Operator : JC/SP

Sample : L3321-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071320W_.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 7 L-Fenchone Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.94 36.32 ug/1 1405550 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 L-Fenchone 152 C10H160 007787-20-4 95
2 Bicvclol2.2.1Theptan-2-one. 1.3.... 152 C10H160 001195-79-5 95
3 D-Fenchone 152 C10H160 004695-62-9 94
4 Ethanone. 1-(2-methvl-2-cvclopen... 124 C8H120 001767-84-6 42
5 1-[4-(4-tert-Butyl-spirocyclohex... 371 C20H28F3NO2 1000301-43-3 40

Abundance Scan 1944 (12.939 min): VX017392.D (-1938) (-) m/z 80.95 100.00%
il
5000
41 I | U
6 109 152 12.60 12.80 13.00 13.20
Ol eyt el 2 B L0254 215 Thyz 69.00  50.04%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #25072: L-Fenchone
81
5000 AR AR SRR
a1 12.60 12.80 13.00 13.20
m/z 41.00 26.31%
6 152
m/z--> 0 25 Jo 60 85 100 120 140 160 180 200 220 240 260
Abundance
81
12.60 12.80 13.00 13.20
5000 m/z 80.00 13.54%
41
152
oL 15 67 | 95109 137
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #25071: D-Fenchone T
8 12.60 12.80 13.00 13.20
m/z 39.00 12.07%
5000
41
152
0 2@ ‘ 1l 6\\\ \‘ 95 109 137
m/z--> 0 20 Jo 60 80 100 120 140 160 180 200 220 240 260 12.60 12.80 13.00 13.20

Jul 17 12:56:57 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX071620\
Data File : VX017392.D

Aca On 16 Jul 2020 15:43

Operator : JC/SP

Sample : L3321-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071320W_.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

82X071320W.M Fri

Peak Number 8 Camphor Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.55 57.42 ug/1 2222020 1,4-Dichlorobenzene-d4 12.06
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 98
3 Bicvclol2.2.1Theptan-2-one. 1.7.... 152 C10H160 000464-48-2 98
4 2-Butanone. 4-(5-methvl-2-furanvl)- 152 C9H1202 013679-56-6 47
5 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 38
Abundance Scan 2044 (13.548 min): VX017392.D (-2040) (-) m/z 95.05 100.00%
95
81
5000 41
55 69 108 150
137 13.20 13.40 13.60 13.80
o 123 166 208 m/z 81.00 70.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25059: Camphor
41 95
81
5000 55 69 108 13.20 13.40 13.60 13.80
97 152 m/z 41.00 45_51%
ol -.-‘-‘--‘i“- e ‘ Al e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
95
81
13.20 13.40 13.60 13.80
5000 a1 108 m/z 108.05 38.15%
55 69 152
oL 15 27 123 137
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #25327: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S)- R RRE RS s
95 13.20 13.40 13.60 13.80
81 m/z 69.00 33.72%
5000 55 69 108
152
27
ol 12 N R ORY R Y N }?T-- SN
m/z--> 20 40 60 80 100 120 140 160 180 200 13.20 13.40 13.60 13.80

Jul 17 12:56:58 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX071620\
Data File : VX017392.D

Aca On 16 Jul 2020 15:43

Operator : JC/SP

Sample : L3321-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071320W_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 9 Cyclohexanol, 5-methyl-2-(1... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.63 20.46 ug/1 791937 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanol. 5-methvl-2-(1-meth... 156 C10H200 002216-52-6 91
2 dIl-Menthol 156 C10H200 000089-78-1 91
3 Cvclohexanol. 5-methvl-2-(1-meth... 156 C10H200 001490-04-6 86
4 Cvclohexanol. 5-methvl-2-(1-meth... 156 C10H200 015356-70-4 83
5 Levomenthol 156 C10H200 002216-51-5 83

Abundance Scan 2057 (13.628 min): VX017392.D (-2052) (-) m/z 81.00 100.00%
1
55
5000
123
112 138 L L
154 anmnmmm
o 8019 T Thz7 T 71.00  96.53%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28385: Cyclohexanol, 5-methyl-2-(1-methylethyl)-, [1S-(1....
71 81
95
41
5000 55
123 13.40 13.60 13.80 14.00
29 138 m/z 95.05 83.01%
‘ ‘ 109 ‘
0 ‘\ “‘m ‘\‘\ H\ \\‘ Lh ol ‘M ‘\
LR UL SR SR FULELLAS UL DAL SARLELELA UL UARL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
71
G
41 e 13.40 13.60 13.80 14.00
5000 m/z 41.00 77.01%
27 123 138
109
e L S SO L W L B B S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28342: Cyclohexanol, 5-methyl-2-(1-methylethyl)-
7181 95 13.40 13.60 13.80 14.00
m/z 55.00 66 .95%
5000 55
41 123 138
el b ls ] ]
0 : |EI-8||U‘| I‘IH : |“l‘| Ml |‘Hl“| Iw\l\\l : |hi - - "l : |1|5|4| T
m/z--> 20 40 6 80 100 120 140 160 180 13.40 13.60 13.80 14.00

82X071320W.M Fri Jul 17 12:56:59 2020

200715084-02-VOA

Page: 11



82X071320W.M Fri

Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX071620\
Data File : VX017392.D

Aca On 16 Jul 2020 15:43

Operator : JC/SP

Sample : L3321-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071320W_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 10 Bicyclo[3.1.1]heptan-3-one,... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.13 8.95 ug/Il 346456 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.1.1Theptan-3-one. 2.6.... 152 C10H160 000547-60-4 76
2 Bicvclol3.1.1Theptan-3-one. 2.6.... 152 C10H160 015358-88-0 58
3 1l.4-Hexadiene. 2.3-dimethvl- 110 C8H14 018669-52-8 38
4 2-Cvclohexen-1-one. 4-ethvl-3.4-_... 152 C10H160 017622-46-7 38
5 5-Cyano-1,2,3-thiadiazole 111 C3HN3S 057352-02-0 35

Abundance Scan 2139 (14.128 min): VX017392.D (-2134) (-) m/z 83.00 100.00%
83
55 95
5000
4l 67 109
124 17 152 191 208 13.80 14.00 14.20 14.40
01 R B m/z 94.95 60.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25370: Bicyclo[3.1.1]heptan-3-one, 2,6,6-trimethyl-, (1.a...
55 69 83
41
5000 95
13.80 14.00 14.20 14.40
27 110 150 m/z 55.00 60.34%
0 |....|....|....|...|....]|-2.3. .1.3|7..l.|....|....|....
m/z--> 20 40 80 100 120 140 160 180 200
Abundance
55
41 69 83
13.80 14.00 14.20 14.40
5000 m/z 41.00 39.02%
95
110 152
134
L L L S L WL LI SIS B WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5993: 1,4-Hexadiene, 2,3-dimethyl-
95 13.80 14.00 14.20 14.40
a1 m/z 67.10 37.16%
67
5000
27 110
Olu‘l“u ‘h “\‘\ Ilw H‘ |‘|‘l||||||||||||||||||||||||||||||
m/z--> 20 100 120 140 160 180 200 13.80 14.00 14.20 14.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX071620\
Data File : VX017392.D

Acq On : 16 Jul 2020 15:43

Operator : JC/SP

Sample - L3321-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071320W .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]
Methylamine, N,N-_.. 1.61 9.8 ug/Il 161272 1 5.63 826172 50.0
Isopropyl Alcohol 2.57 25.4 ug/I1 419402 1 5.63 826172 50.0
1-Butanol 7.27 13.0 ug/I1 288982 2 6.83 1108960 50.0
3-Pentanone, 2,4-_.. 9.42 10.6 ug/I1 358353 3 10.10 1685710 50.0
1-Hexanol 10.62 8.9 ug/Il 301148 3 10.10 1685710 50.0
L-Fenchone 12.94 36.3 ug/1 1405550 4 12.06 1935000 50.0
Camphor 13.55 57.4 ug/1 2222020 4 12.06 1935000 50.0
Cyclohexanol, 5-m... 13.63 20.5 ug/I1 791937 4 12.06 1935000 50.0
Bicyclo[3.1.1]hep... 14.13 8.9 ug/Il 346456 4 12.06 1935000 50.0
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