LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN011620\
Data File : VN059745.D

Aca On : 16 Jan 2020 20:22

Operator : JC/MD

Sample : L1159-01

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 26 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\82N011320W.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 3.776 605 623 660 rBV 354819 945650 14.12% 3.402%
2 4.008 678 695 724 rBV 65827 188520 2.81% 0.678%
3 4.725 887 918 962 rBVY 1668782 5807883 86.71% 20.891%
4 6.783 1529 1558 1624 rBVvV2 2046887 6697947 100.00% 24.093%
5 7.175 1651 1680 1724 rBV2 682685 2127538 31.76% 7.653%

7.567 1783 1802 1813 rBV 123066 309793 4.63% 1.114%
7.641 1813 1825 1851 rVB 241402 570540 8.52% 2.052%
rBv2 164408 471270 7.04% 1.695%
8.104 1959 1969 1987 rVB 46888 109184 1.63% 0.393%
8.419 2052 2067 2090 rBV 43307 97045 1.45% 0.349%
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11 8.567 2095 2113 2131 rBV 329381 686571 10.25% 2.470%
12 9.021 2242 2254 2275 rVB 57387 122555 1.83% 0.441%
13 9.966 2531 2548 2563 rBV2 62988 132297 1.98% 0.476%
14 10.078 2569 2583 2595 rBV 499350 935287 13.96% 3.364%
15 10.143 2595 2603 2609 rVvVv 46620 85953 1.28% 0.309%

16 10.181 2609 2615 2630 rVB 50568 88249 1.32% 0.317%
17 10.709 2763 2779 2800 rVB 141590 265653 3.97% 0.956%
18 11.400 2981 2994 3012 rVB 461743 827671 12.36% 2.977%
19 11.503 3013 3026 3043 rBv2 110309 217229 3.24% 0.781%
20 11.609 3043 3059 3068 rBvV 110138 212017 3.17% 0.763%

21 11.940 3152 3162 3175 rBV 84449 145732 2.18% 0.524%
22 12.397 3292 3304 3325 rVB 379626 649547 9.70% 2.336%
23 13.033 3491 3502 3517 rVB2 68834 114729 1.71% 0.413%
24 13.159 3528 3541 3552 rBV4 106087 202794 3.03% 0.729%
25 13.339 3586 3597 3610 rVVv2 454062 864933 12.91% 3.111%

26 13.403 3610 3617 3624 rVV3 121932 214718 3.21% 0.772%
27 13.445 3625 3630 3641 rVB 73232 113305 1.69% 0.408%
28 13.538 3651 3659 3669 rBvV 68842 103357 1.54% 0.372%
29 13.811 3728 3744 3757 rVVv4 162234 416164 6.21% 1.497%
30 13.876 3757 3764 3778 rVB 69455 116972 1.75% 0.421%

31 14.216 3857 3870 3887 rBV 889826 1534560 22.91% 5.520%
32 14.477 3943 3951 3962 rBV5 70593 131491 1.96% 0.473%
33 14.570 3972 3980 3993 rBV5 38149 73659 1.10% 0.265%
34 14.641 3994 4002 4013 rBV3 79100 127744 1.91% 0.460%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN011620\
Data File : VN059745.D

Aca On : 16 Jan 2020 20:22

Operator : JC/MD

Sample : L1159-01

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 26 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_N\METHODS\82N011320W.M
SW846 8260

35 14.805 4040 4053 4056 rBV5 116082 225899 3.37% 0.813%

36 14.840 4057 4064 4072 rVvVv 383712 682652 10.19% 2.456%
37 14.888 4072 4079 4094 rVB5 301800 560648 8.37% 2.017%
38 15.030 4116 4123 4138 rVB2 79764 129757 1.94% 0.467%
39 15.126 4145 4153 4166 rVB 178978 307284 4_.59% 1.105%
40 15.461 4249 4257 4271 rVB2 99217 185560 2.77% 0.667%

Sum of corrected areas: 27800357
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO011620\
Data File : VN059745.D

Aca On : 16 Jan 2020 20:22

Operator : JC/MD

Sample : L1159-01

Misc - 5.00mL/MSVOA N/WATER

ALS Vial : 26 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N011320W.M
SW846 8260

Quant Method :
Quant Title :

C:\DATABASE\NIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

Abundance TIC: VN059745.D

2000000

4.72

1500000

1000000

500000
3.78

4.01
T T T T T T T T T T T T T T P T T T T T T T e T T T T T T

80 2.00 2.20 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580 600 620 6.40 6.60
TIC: VN059745.D

04
Time--> 1.
Abundance
2000000

1500000

1000000

500000 10.08 11.40
k\ 8.57
8.00 10.71 1.50.61
/\/7\ 8.10  8.42 9.02 9.97100148 S
ok .4\¢». Ol e A S e T”Aﬁ’# el
Time--> 750 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VN059745.D
2000000
1500000
1000000 14.22
13.34
500000 12.40
11.94 13.08.16
OB e e A IRAL e = —— s f—
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 N\DATA\VN011620\
Data File : VN059745.D

Aca On : 16 Jan 2020 20:22

Operator : JC/MD

Sample : L1159-01

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N011320W .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 2-Pentanone Concentration Rank 10

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

9.02 8.93 ug/Il 122555 1,4-Difluorobenzene 8.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone 86 C5H100 000107-87-9 80
2 2-Butanone. 3-methvl- 86 C5H100 000563-80-4 64
3 2.3-Butanedione 86 C4H602 000431-03-8 52
4 2.3-Pentanedione. 4-methvl- 114 C6H1002 007493-58-5 25
5 Propane, 2-(ethenyloxy)- 86 C5H100 000926-65-8 9

Abundance Scan 2254 (9.021 min): VN059745.D (-2242) (-) 42.95 100.00%
43
5000
86
i 58 71 007 8.60 8.80 9.00 9.20 9.40
b el e e e e e e e || M/z 86.00 22 .59%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1710: 2-Pentanone
43
5000

8.60 8.80 9.00 9.20 9.40

86 m/z 41.00 13.19%
27 58 71
0 | \‘\ |
IR I o o o 8 LN i e e
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance
43
8.60 8.80 9.00 9.20 9.40
5000 m/z 71.00 10.66%
86
27
55 71
O o LA o o o o o 0 LA e o o
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #1661: 2,3-Butanedione A G
43 8.60 8.80 9.00 9.20 9.40
m/z 38.95 10.00%
5000
15 86
ol 28 | 57 69
IR B o o B S L I B S e i
m/z--> 200 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN011620\
Data File : VN059745.D

Aca On : 16 Jan 2020 20:22

Operator : JC/MD

Sample : L1159-01

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N011320W .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 3-Pentanone, 2,4-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.71 16.05 ug/Il 265653 Chlorobenzene-d5 11.40
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 86
3 2.3-Hexanedione 114 C6H1002 003848-24-6 80
4 4-Heptanone 114 C7H140 000123-19-3 59
5 Pyrrolidine 71 C4HON 000123-75-1 42
Abundance Scan 2779 (10.709 min): VN059745.D (-2763) (-) m/z 43.00 100.00%
43
5000 71
114 10.40 10.60 10.80 11.00
Ol 28 L85 208260 s 70.95  43.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #7577: 3-Pentanone, 2,4-dimethyl-
43
5000 71 AUV SRR
10.40 10.60 10.80 11.00
m/z 41.00 25.63%
114
0"w'“'m'ﬁﬁ'm'w'“l“'w'“'w'“ RS DREEE SURAE BRARE AR SN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43
n 10.40 10.60 10.80 11.00
5000 m/z 39.00 14 .26%
27
114
) A .. S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #7174: 2,3-Hexanedione
43 10.40 10.60 10.80 11.00
m/z 114.00 11.05%
5000
71
o || 57 ‘ 94 114
U RN R RN LR BN SRR DR SRR BRREY BRREE BRARE BN B UL A PR B U
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN011620\
Data File : VN059745.D

Aca On : 16 Jan 2020 20:22

Operator : JC/MD

Sample : L1159-01

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N011320W .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 7-Oxabicyclo[2.2.1]heptane,... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.16 11.72 ug/Il 202794 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Oxabicvclol2.2.1Theptane. 1-me... 154 C10H180 000470-67-7 94
2 Terpinen-4-ol 154 C10H180 000562-74-3 43
3 4a(2H)-Naphthalenol. octahvdro-.... 154 C10H180 001654-87-1 38
4 cis-1-Hvdroxvbicvclol4.4._01decane 154 C10H180 003574-58-1 38
5 2(5H)-Furanone, 3,5,5-trimethyl- 126 C7H1002 050598-50-0 30

Abundance Scan 3541 (13.159 min): VN059745.D (-3528) (-) m/z 43.00 100.00%

a3 111

5000

12.80 13.00 13.20 13.40
m/z 111.00 95.11%

o

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

Abundance #26947: 7-Oxabicyclo[2.2.1]heptane, 1-methyl-4-(1-methylet...
43
111
71
5000 L B o
2 12.80 13.00 13.20 13.40
27 125 154 m/z 71.00 70.52%
NE A
0 TR T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
71
43 12.80 13.00 13.20 13.40
5000 93 111 m/z 55.00 48.73%
27 154
. 136
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #26835: 4a(2H)-Naphthalenol, octahydro-, trans- L B e e
111 12.80 13.00 13.20 13.40
m/z 41.00 41.82%
5000 55
41 154
83 9
9
0 125
1 IIIIIIIIIIIIIIIIIIIIIII
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 : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN011620\
Data File : VN059745.D

Aca On : 16 Jan 2020 20:22

Operator : JC/MD

Sample : L1159-01

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N011320W .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 7-Octen-2-ol, 2,6-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.81 24 .06 ug/1 416164 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Octen-2-o0l. 2.6-dimethvl- 156 C10H200 018479-58-8 52
2 3-Heptanol. 4-methvl- 130 C8H180 014979-39-6 43
3 p-Mentha-1.5-dien-8-ol 152 C10H160 001686-20-0 40
4 2-Octanol. 2-methvl-6-methvlene- 156 C10H200 018479-59-9 40
5 2-(3,4-Dibromo-4-methylcyclohexy... 312 C10H18Br20 110202-13-6 40
Abundance Scan 3744 (13.811 min): VN059745.D (-3728) (-) m/z 59.00 100.00%
99
5000
43
Poa o
137150 13.40 13.60 13.80 14.00 14.20
ol 109 177191207 232 260 281 n/7z 43.00  30.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28300: 7-Octen-2-ol, 2,6-dimethyl-
59
5000 AL SR SR R I
1340 13.60 13.80 14.00 14.20
83 123 m/z 55.00 24 .45%
0 15 2\? \“ ‘\u\ 8 141
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59
13.40 13.60 13.80 14.00 14.20
5000 m/z 40.95 22 .30%
41 83
27 101 120
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25125: p-Mentha-1,5-dien-8-ol
59 13.40 13.60 13.80 14.00 14.20
94 m/z 79.00 21.21%
79
5000
0 43 || 119134
m/z--> 20 Jo 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN011620\
Data File : VN059745.D

Aca On : 16 Jan 2020 20:22

Operator : JC/MD

Sample : L1159-01

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N011320W .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 L-Fenchone Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.22 88.71 ug/1 1534560 1,4-Dichlorobenzene-d4 13.34
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 45
5 2-Cyclopentene-1l-carboxylic acid... 140 C8H1202 068317-73-7 42
Abundance Scan 3871 (14.220 min): VN059745.D (-3857) (-) m/z 81.00 100.00%
g1
5000
41 e
d 6 109 1371T2 177165207 261 14.00 14.20 14.40 14.60
| SN R T NN -0 W Y-S R 23N 2 m/z 69.00 47.48%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25072: L-Fenchone
81
5000 R S SR B
a1 14.00 14.20 14.40 14.60
m/z 41.00 23.42%
152
0 15 bl 6 Ll 1(\)9 137 ‘
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
81
" 14.00 14.20 14.40 14.60
5000 m/z 152.10 13.75%
41
152
oL 15 65 109 137
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25071: D-Fenchone R maa
81 14.00 14.20 14.40 14.60
m/z 39.00 13.10%
5000
41
152
0 2@ t 7 I, 1(\)9 137
m/z--> 0 20 Jo 60 80 100 120 140 160 180 200 220 240 260 280 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN011620\
Data File : VN059745.D

Aca On : 16 Jan 2020 20:22

Operator : JC/MD

Sample : L1159-01

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N011320W .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 7 3-Cyclohexen-1-ol, 4-methyl... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.80 13.06 ug/Il 225899 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Cvclohexen-1-ol. 4-methvl-1-(1... 154 C10H180 020126-76-5 43
2 Ketone. methvl 2.2.3-trimethvlcv... 154 C10H180 017983-22-1 38
3 Propanamide. N-tetrahvdrofurfurv... 191 C8H14CINO2 1000307-48-2 35
4 1.3-Diacetvl-cvclopentane 154 C9H1402 1000143-37-1 35
5 1-Propene, 3-methoxy-2-methyl- 86 C5H100 022418-49-1 30
Abundance Scan 4051 (14.798 min): VN059745.D (-4040) (-) m/z 71.00 100.00%
!
43

5000

14.40 14.60 14.80 15.00 15.20
m/z 43.00 72.69%

o 177 194207 233 251265 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #26917: 3-Cyclohexen-1-ol, 4-methyl-1-(1-methylethyl)-, (R)-
71
111
5000 43 93 R e EEamm
14. 40 14. 60 14. 80 15. 00 15. 20
154 m/z 69.00 63.58%
| | ‘ 136
3?4..E8w:”tﬂw.ﬂmph.h.”......”...” e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
69
84 14.40 14.60 14.80 15.00 15.20
5000 m/z 41.00 60.20%
111
136 154
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #53959: Propanamide, N-tetrahydrofurfuryl-2-chloro- O B e e B
71 14.40 14.60 14.80 15.00 15.20
m/z 96.00 39.44%
5000
‘ 7 ?6 oo 121 6
0,.W”J..ﬁ OO S 1 A - S — N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14. 40 14. 60 14. 80 15. 00 15. 20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN011620\
Data File : VN059745.D

Aca On : 16 Jan 2020 20:22

Operator : JC/MD

Sample : L1159-01

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N011320W .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 2
R.T. EstConc Area Relative to ISTD R.T.
14.84 39.46 ug/1 682652 1,4-Dichlorobenzene-d4 13.34
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 95
4 2-Butanone. 4-(5-methvl-2-furanvl)- 152 C9H1202 013679-56-6 46
5 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 38
Abundance Scan 4064 (14.840 min): VN059745.D (-4057) (-) m/z 95.10 100.00%
95
81
5000 41
55 109 152
137 14.60 14.80 15.00 15.20
o 123 177 193207221 249 265 281 m/z 81.00 65 . 350%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25051: Camphor
95
41 81
5000
27 | 55 109 150 14.60 14.80 15.00 15.20
m/z 41.00 42 .54%
o 123137
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
95
14.60 14.80 15.00 15.20
5000 m/z 108.00 38.48%
4 g 109 152
o 27 123137
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 A
Abundance #25327: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S)- P TP TPt
95 14.60 14.80 15.00 15.20
81 m/z 109.10 30.79%
5000 al 55
109 152
o 27 123137
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN011620\
Data File : VN059745.D

Aca On : 16 Jan 2020 20:22

Operator : JC/MD

Sample : L1159-01

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N011320W .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 dIl-Menthol Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
14.89 32.41 ug/1 560648 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 dI-Menthol 156 C10H200 000089-78-1 72
2 Cvclohexanol. 5-methvl-2-(1-meth... 156 C10H200 002216-52-6 72
3 Cvclohexanol. 1-methvl-4-(1-meth... 156 C10H200 021129-27-1 64
4 Cvclohexanol. 5-methyl-2-(1-meth... 156 C10H200 023283-97-8 59
5 Cyclohexene,1-(2-methylpropyl)- 138 C10H18 003983-03-7 46
Abundance Scan 4079 (14.888 min): VN059745.D (-4072) (-) m/z 71.00 100.00%

7
41
5000
m54 14.60 14.80 15.00 15.20
207 : : : :
0 179 232 262 283 m/z 81.00 65.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28221: dl-Menthol
71
95
41 ¢
5000

14.60 14.80 15.00 15.20
m/z 41.00 60.68%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
71
95 L L L B L L BN B
M 14.60 14.80 15.00 15.20
5000 55 m/z 95.00 51.47%
123
109 138

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28341: Cyclohexanol, 1-methyl-4-(1-methylethyl)-

14.60 14.80 15.00 15.20
m/z 55.00 50.86%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN011620\
Data File : VN059745.D

Aca On : 16 Jan 2020 20:22

Operator : JC/MD

Sample : L1159-01

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N011320W .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 Bicyclo[3.1.1]heptan-2-one,... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.46 10.73 ug/Il 185560 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.1.11Theptan-2-one. 3.6.... 152 C10H160 016022-08-5 64
2 Bicvclol3.1.1Theptan-3-one. 2.6.... 152 C10H160 015358-88-0 64
3 Bicvclol3.1.1Theptan-3-one. 2.6.... 152 C10H160 000547-60-4 52
4 Cvclohexane. 2-propenvl- 124 C9H16 002114-42-3 43
5 1,4-Hexadiene, 2,3-dimethyl- 110 C8H14 018669-52-8 38
Abundance Scan 4257 (15.461 min): VN059745.D (-4249) (-) m/z 83.00 100.00%
83
55
5000

137152
123 177191 207 247 265 261 15.20 15.40 15.60 15.80

(o} m/z 95.00 60.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25251: Bicyclo[3.1.1]heptan-2-one, 3,6,6-trimethy!-
83
5000 55
M 100 15.20 15.40 15.60 15.80
27 152 m/z 55.00 53.75%
Lt
0,,,“,,,,, N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41 55 69
83 15.20 15.40 15.60 15.80
5000 m/z 41.00 36.11%
27
97 )
o 111 1371°
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25370: Bicyclo[3.1.1]heptan-3-one, 2,6,6-trimethyl-, (1.a... R B e e
a1 55 69 8 15.20 15.40 15.60 15.80
m/z 67.00 34 .34%
5000
7
27 ‘ ‘ ‘ " 152
O.H,M.qkﬁu.M.W.J,nﬁw.}??.h,””,”...”..”...”,”.w.”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.20 15.40 15.60 15.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN011620\
Data File : VN059745.D

Acq On : 16 Jan 2020 20:22

Operator : JC/MD

Sample : L1159-01

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N011320W .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]
2-Pentanone 9.02 8.9 ug/Il 122555 2 8.57 686571 50.0
3-Pentanone, 2,4-... 10.71 16.1 ug/I 265653 3 11.40 827671 50.0
7-Oxabicyclo[2.2.... 13.16 11.7 ug/I1 202794 4 13.34 864933 50.0
7-Octen-2-ol, 2,6... 13.81 241 ug/I1 416164 4 13.34 864933 50.0
L-Fenchone 14.22 88.7 ug/1l 1534560 4 13.34 864933 50.0
3-Cyclohexen-1-ol... 14.80 13.1 ug/I1 225899 4 13.34 864933 50.0
Camphor 14.84 39.5 ug/I1 682652 4 13.34 864933 50.0
dl-Menthol 14.89 32.4 ug/I1 560648 4 13.34 864933 50.0
Bicyclo[3.1.1]hep... 15.46 10.7 ug/I1 185560 4 13.34 864933 50.0
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