LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF012319\
Data File : VF061484.D

Aca On : 23 Jan 2019 15:48

Operator : VA/AP

Sample : K1223-02

Misc : 5.37a/5mL/MSVOA-F/SOIL

ALS Vial : 8 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 F\METHODS\82F011519S.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 1.071 40 45 48 rBV2 6601 14620 2.11% 0.352%
2 2.166 153 156 159 rBv2 5741 13114 1.89% 0.315%
3 2.226 159 162 170 rvv2 20480 65128 9.40% 1.567%
4 4.001 338 342 346 rBV3 2985 9384 1.35% 0.226%
5 4.100 346 352 360 rvVv 118565 356839 51.48% 8.583%
6 4.317 367 374 383 rBV 41561 128454 18.53% 3.090%
7 4.849 420 428 440 rBV2 192677 693132 100.00% 16.672%
8 4.988 440 442 444 rVvwV 22453 17113 2.47% 0.412%
9 5.037 445 447 449 rVB 17471 15690 2.26% 0.377%
10 5.589 496 503 518 rBV 205626 572750 82.63% 13.776%
11 6.438 583 589 595 rBV3 4869 17795 2.57% 0.428%
12 6.891 629 635 639 rBV3 4311 11777 1.70% 0.283%
13 7.128 655 659 663 rBvV2 3137 8201 1.18% 0.197%
14 7.542 696 701 712 rBV 263655 628184 90.63% 15.110%
15 9.505 893 900 907 rBV3 2604 8623 1.24% 0.207%
16 9.762 921 926 935 rBV 219033 495048 71.42% 11.907%
17 10.837 1032 1035 1040 rVvB3 17613 34257 4.94% 0.824%
18 11.212 1067 1073 1076 rBv2 4394 11180 1.61% 0.269%
19 11.399 1088 1092 1105 rBvV 188702 352231 50.82% 8.472%
20 11.567 1105 1109 1114 rVvv4 29285 55551 8.01% 1.336%
21 11.656 1114 1118 1122 rVV5 5688 13951 2.01% 0.336%
22 12.198 1170 1173 1178 rVB4 5578 8451 1.22% 0.203%
23 12.277 1178 1181 1189 rVB5 19031 36555 5.27% 0.879%
24 12.455 1194 1199 1202 rBV 20531 34517 4 .98% 0.830%
25 12.544 1204 1208 1217 rVB 217819 346398 49.98% 8.332%
26 13.777 1328 1333 1339 rVvVv 37122 62317 8.99% 1.499%
27 13.875 1339 1343 1345 rVvVv4 4410 9431 1.36% 0.227%
28 14.151 1366 1371 1373 rBV3 2744 7381 1.06% 0.178%
29 14.418 1395 1398 1401 rBV2 32817 65079 9.39% 1.565%
30 14.585 1413 1415 1421 rBV7 3752 10393 1.50% 0.250%
31 15.730 1528 1531 1535 rVvv2 23649 39276 5.67% 0.945%
32 15.868 1542 1545 1551 rVBS8 5501 14655 2.11% 0.352%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF012319\
Data File : VF061484.D

Aca On : 23 Jan 2019 15:48

Operator : VA/AP

Sample : K1223-02

Misc : 5.37a/5mL/MSVOA-F/SOIL

ALS Vial : 8 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_F\METHODS\82F011519S.M
SW846 8260

Sum of corrected areas: 4157475
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF012319\
Data File : VF061484.D

Aca On : 23 Jan 2019 15:48

Operator : VA/AP

Sample : K1223-02

Misc : 5.37a/5mL/MSVOA-F/SOIL

ALS Vvial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F011519S .M
SW846 8260

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

Abundance TIC: VF061484.D
250000

5.59
200000 4.85
150000

100000

50000

o} A A———E AR AR SR RAARR RN L s

Time--> 1.00 1.20 1.40 1.60 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 5.40 5.60 5.80
Abundance TIC: VF061484.D

250000 54

9.76

200000
150000

100000

50000
10.84
6.44 6.89 7.13 9.51 /\

e e e ——
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50
Abundance TIC: VF061484.D
250000
12.54
200000 11.40
150000
100000
50000 13.78 14.42
11.57 | i
12.2812.45 15.73
11.21 1.66 12.2 3.88 14.15 14.59 15.87
O e e e e e e e e e e o
Time--> 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF012319\
Data File : VF061484.D

Aca On : 23 Jan 2019 15:48

Operator : VA/AP

Sample : K1223-02

Misc : 5.37a/5mL/MSVOA-F/SOIL

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F011519S .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 Cyclohexene, 4-methyl-1-(1-... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.57 8.02 ug/l 55551 1,4-Dichlorobenzene-d4 12.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene. 4-methvl-1-(1-methy... 138 C10H18 000500-00-5 94
2 Cvclohexane. 1l-methvl-4-(l1-methy... 138 C10H18 001124-27-2 94
3 Bicvclol4.1.01heptane., 3.7.7-tri... 138 C10H18 000554-59-6 76
4 Cvclohexene. 4-methvl-1-(1-methy... 138 C10H18 000619-52-3 76
5 Cyclohexane, 1l-methyl-4-(1-methy... 138 C10H18 001879-07-8 64

Abundance Scan 1109 (11.567 min): VF061484.D (-1105) (-) m/z 95.05 100.00%

-

5000
123138
11.20 11.40 11.60 11.80
191 212 249
01 m/z 81.10 85.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #16985: Cyclohexene, 4-methyl-1-(1-methylethyl)-
81 95
5000 67 .,....,....,....,....'\f.
41 11.20 11.40 11.60 11.80
123138 m/z 67.20 43.97%
e
O.m,u.‘ A e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
81 95
67 11.20 11.40 11.60 11.80
5000 m/z 79.05 28.44%
53
103138
109
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #16972: Bicyclo[4.1.0]heptane, 3,7,7-trimethyl-
95 11.20 11.40 11.60 11.80
81 m/z 55.20 26.78%
67
5000 41
123
138
27 109
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF012319\
Data File : VF061484.D

Aca On : 23 Jan 2019 15:48

Operator : VA/AP

Sample : K1223-02

Misc : 5.37a/5mL/MSVOA-F/SOIL

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F011519S .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 D-Limonene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.28 5.28 ug/Il 36555 1,4-Dichlorobenzene-d4 12.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 D-Limonene 136 C10H16 005989-27-5 94
2 Limonene 136 C10H16 000138-86-3 81
3 Cvclohexanol. 1-methvl-4-(1l-meth... 196 C12H2002 010198-23-9 72
4 Cyclohexene. 1-methvl-5-(1-methv... 136 C10H16 013898-73-2 53
5 Cyclohexene, 4-ethenyl-1,4-dimet... 136 C10H16 001743-61-9 52
Abundance Scan 1181 (12.277 min): VF061484.D (-1178) (-) m/z 68.10 100.00%
68
93
5000 a1 53
79
107 121 456
|| 12.00 12.20 12.40 12.60
o} R e L S O m/z 67.10 84.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15682: D-Limonene
68
93
5000 79
o7 121 136 12.00 12.20 12.40 12.60
41 53 ‘ 1 m/z 93.15 75.93%
0 | J i LH H\ \L w ‘ 207
P"'I”"I LSRRI WAL UL BRI DU SRR DU
m/z--> 20 80 100 120 140 160 180 200
Abundance
68
12.00 12.20 12.40 12.60
5000 93 m/z 41.10 41 .36%
79
27 4l 53 107 121 136
R L S S L UL B B L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58062: Cyclohexanol, 1-methyl-4-(1-methylethenyl)-, acetate
68 12.00 12.20 12.40 12.60
93 m/z 94.10 36.60%
5000 a1
27 53 121 136
‘ 107
0,.U..“MJM,WMJN..A,Jh.up...,”..,..”,....“...
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF012319\
Data File : VF061484.D

Aca On : 23 Jan 2019 15:48

Operator : VA/AP

Sample : K1223-02

Misc : 5.37a/5mL/MSVOA-F/SOIL

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F011519S .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 Bicyclo[2.2.1]heptan-2-one,... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.78 9.00 ug/l 62317 1,4-Dichlorobenzene-d4 12.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2_.1Theptan-2-one. 1.3.... 152 C10H160 001195-79-5 94
2 L-Fenchone 152 C10H160 007787-20-4 46
3 2.4-Nonadienal. (E.E)- 138 C9H140 005910-87-2 38
4 Formic acid. trans-4-methvlcvclo... 142 C8H1402 1000368-24-5 36
5 Formic acid, cis-4-methylcyclohe... 142 C8H1402 1000368-24-7 36

Abundance Scan 1333 (13.777 min): VF061484.D (-1328) (-) m/z 81.10 100.00%
il
5000 69 k
41 e e
53 o5 109 137 182 1340 13.60 13.80 14.00
o} m/z 69.05 38.19%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25264: Bicyclo[2.2.1]heptan-2-one, 1,3,3-trimethy!-
81
69
5000
a1 13.40 13.60 13.80 14.00
152 m/z 41.05 21.27%
o 15 2 8 e 199 123 137
m/z--> 0 10 20 30 45 50 60 fo éo 90 100 110 120 130 140 150 160
Abundance
81
13.40 13.60 13.80 14.00
5000 69 m/z 80.10 11.44%
41
152
oL 4 15 27 53 91 109 133 137
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #17536: 2,4-Nonadienal, (E,E)- .
il 13.40 13.60 13.80 14.00
m/z 39.10 9.58%
5000
41
27 54 95 138
0 ”I”"P%?W"MI'”'UA"'Wh '”hP"“J'”I'A'I“%P?“'}%?'"”I'”'I“"P
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF012319\
Data File : VF061484.D

Aca On : 23 Jan 2019 15:48

Operator : VA/AP

Sample : K1223-02

Misc : 5.37a/5mL/MSVOA-F/SOIL

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F011519S .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 Bicyclo[2.2.1]heptan-2-one,... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.42 9.39 ug/Il 65079 1,4-Dichlorobenzene-d4 12.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2.11Theptan-2-one. 1.7.... 152 C10H160 000464-48-2 97
2 (+)-2-Bornanone 152 C10H160 000464-49-3 94
3 Camphor 152 C10H160 000076-22-2 87
4 2.4-Decadienal. (E.E)- 152 C10H160 025152-84-5 30
5 5-Hepten-2-ol, 6-methyl- 128 C8H160 001569-60-4 27
Abundance Scan 1398 (14.418 min): VF061484.D (-1395) (-) m/z 95.10 100.00%
9%
81
41

5000

A
LN B I e e

14.20 14.40 14.60 14.80

01 m/z 81.05 77.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25332: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S)-
41 ®
81
5000 55 69 108
14.20 14.40 14.60 14.80
- ‘ 152 m/z 41.05  67.54%
0 ..,.1..5.,...‘a‘,....ﬁl‘...,‘:‘l:.,..‘a.‘...‘.‘l.a.. ‘.‘ll‘.,....l....,l.z.:?.,..1.:‘3.7,....,.‘...,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
95
NN R Ana s
81 14.20 14.40 14.60 14.80
5000 " 69 108 m/z 69.05 46.79%
55 152
27
ol 15 123 137
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25059: Camphor
41 95 14.20 14.40 14.60 14.80
m/z 108.20 45_20%
81
5000 55 69 108
152
27 ‘ ‘
0 ..,....,...‘.‘,....‘il‘...,‘.a..,..‘..‘...‘.‘Ha..,‘..l‘.,....,....llz.l...,..1.:‘3.7,....,.‘...,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF012319\
Data File : VF061484.D

Aca On : 23 Jan 2019 15:48

Operator : VA/AP

Sample : K1223-02

Misc : 5.37a/5mL/MSVOA-F/SOIL

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F011519S .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 1H-3a,7-Methanoazulene, 2,3... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.73 5.67 ug/Il 39276 1,4-Dichlorobenzene-d4 12.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-3a.7-Methanoazulene. 2.3.4.7.... 204 C15H24 000469-61-4 96
2 Tricvclol5.4.0.0(2.8)1undec-9-en... 204 C15H24 005989-08-2 78
3 .beta.-curcumene 204 C15H24 1000374-17-4 74
4 Bicvclol3.1.1Theptane. 6-methvl-... 204 C15H24 055123-21-2 64
5 Copaene 204 C15H24 003856-25-5 60
Abundance Scan 1531 (15.730 min): VF061484.D (-1528) (-) m/z 119.15 100.00%
119
5000 a1 93 105
%5 7 161 |'/\“||m,\|
133 147 180 % a3 15.40 15.60 15.80 16.00
0 m/z 105.10 42 _47%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64556: 1H-3a,7-Methanoazulene, 2,3,4,7,8,8a-hexahydro-3,6...

5000
15.40 15.60 15.80 16.00
161 204 m/z 93.15 42 _37%
133 147
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
119
15.40 15.60 15.80 16.00
5000 105 m/z 41.10 40.12%
93 133
41 55 204
69
80 147 10 - 189
o RSN RNONT SRVTH SR RN WAL P S A . L P L S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64308: .beta.-curcumene e

15.40 15.60 15.80 16.00
m/z 91.05  27.82%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_F\DATA\VF012319\
Data File : VF061484.D

Acq On : 23 Jan 2019 15:48

Operator : VA/AP

Sample - K1223-02

Misc : 5.379/5mL/MSVOA-F/SOIL

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F011519S .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]
Cyclohexene, 4-me... 11.57 8.0 ug/Il 55551 4 12.54 346398 50.0
D-Limonene 12.28 5.3 ug/Il 36555 4 12.54 346398 50.0
Bicyclo[2.2.1]hep... 13.78 9.0 ug/Il 62317 4 12.54 346398 50.0
Bicyclo[2.2.1]hep... 14.42 9.4 ug/Il 65079 4 12.54 346398 50.0
1H-3a,7-Methanoaz... 15.73 5.7 ug/Il 39276 4 12.54 346398 50.0
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