LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VDO072120\
Data File : VD065990.D

Aca On 21 Jul 2020 19:51

Operator : VA/SY

Sample : L3323-02

Misc : 5.09G/5.00mI/MSVOA D/SOIL

ALS Vial : 23 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 D\METHOD\82D072120S.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 4.408 413 423 433 rBvV2 46614 134179 1.40% 0.564%
2 4.961 507 517 528 rBV3 53526 178289 1.86% 0.750%
3 5.191 544 556 571 rBV3 56973 283226 2.96% 1.191%
4 7.202 882 898 919 rBY 3385744 9559945 100.00% 40.197%
5 7.914 1010 1019 1025 rBV 238610 591363 6.19% 2.487%
6 7.979 1025 1030 1042 rVB 361551 818902 8.57% 3.443%
7 8.337 1075 1091 1101 rBv2 202832 608420 6.36% 2.558%
8 8.867 1173 1181 1191 rBV 620855 1260872 13.19% 5.302%
9 9.684 1313 1320 1330 rBvV2 71120 168647 1.76% 0.709%
10 10.343 1425 1432 1440 rVB 973699 1744227 18.25% 7.334%

11 10.796 1504 1509 1513 rvv2 63799 119435 1.25% 0.502%
12 10.849 1513 1518 1525 rVB 203528 383313 4.01% 1.612%
13 11.490 1622 1627 1633 rBV 124193 241945 2.53% 1.017%
14 11.649 1648 1654 1663 rVB 975035 1657944 17 .34% 6.971%
15 12.090 1724 1729 1735 rBV 116169 194248 2.03% 0.817%

16 12.390 1775 1780 1786 rVB2 89374 159824 1.67% 0.672%
17 12.637 1816 1822 1830 rVB 824674 1400401 14.65% 5.888%
18 12.808 1842 1851 1852 rBV6 158214 367910 3.85% 1.547%
19 12.961 1873 1877 1881 rVB3 75218 108995 1.14% 0.458%
20 13.249 1922 1926 1932 rVB 103094 167375 1.75% 0.704%

21 13.473 1959 1964 1972 rVB2 241783 441747 4.62% 1.857%
22 13.578 1975 1982 1989 rBV 978341 1693330 17.71% 7.120%
23 13.649 1989 1994 1996 rBV5 99915 169432 1.77% 0.712%
24 13.861 2023 2030 2048 rVB3 324044 1122282 11.74% 4_.719%
25 14.031 2053 2059 2063 rBv4 93483 206501 2.16% 0.868%

Sum of corrected areas: 23782752
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD072120\
Data File : VD065990.D

Aca On > 21 Jul 2020 19:51

Operator : VA/SY

Sample : L3323-02

Misc : 5.09G/5.00mI/MSVOA D/SOIL

ALS Vial :© 23 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\VOASRV\HPCHEM1\MSVOA D\METHOD\82D072120S.M
> SW846 8260

TIC Library : C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VD065990.D
3000000
2500000
2000000
1500000
1000000

500000
4.41 4,96 5.19

s S T ——————

Time--> 2.00 2.20 2.40 2.60 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580 600 620 6.40 6.60 6.80
Abundance TIC: VD065990.D
7120

3000000
2500000
2000000

1500000

11.65
1000000 10.34

500000 7.98
}'\Q/BL 84 9.68 1050 11,49
. .

o T

T T T T T T T T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VD065990.D

3000000

2500000

2000000

1500000

13.58
1000000

500000

.81
12.09 12.39 12.96 13.25

—T — T — T — T —T —T —T T T T
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 D\DATA\VDO072120\
Data File : VD065990.D

Aca On = 21 Jul 2020 19:51

Operator : VA/SY

Sample : L3323-02

Misc : 5.09G/5.00mI/MSVOA D/SOIL

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D072120S_.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 unknown9.68 Concentration Rank 7

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

9.68 6.69 ug/l 168647 1,4-Difluorobenzene 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butanone. 3.3-dimethvl- 100 C6H120 000075-97-8 47
2 3-Pentanone. 2-methvl- 100 C6H120 000565-69-5 47
3 3-Hexanone 100 C6H120 000589-38-8 47
4 trans-1-Ethoxv-1-butene 100 C6H120 1000139-43-9 28
5 Methyl methacrylate 100 C5H802 000080-62-6 16

Abundance Scan 1319 (9.679 min): VD065990.D (-1313) (-) m/z 57.10 100.00%
q7
41
5000
9.40 9.60 9.80 10.00
ol 120135150 177191 208 m/z 41.05 61.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3909: 2-Butanone, 3,3-dimethyl-
57
5000 41 L I LI RULILLN IR
940 9.60 9.80 10.00
100 m/z 43.10 43.22%
0 IIII"""l""‘l""I8'5"'I""IIIII IR SR S SR DA D B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 RN TR AN IR
9.40 9.60 9.80 10.00
5000 29 m/z 100.10 27.07%
71 100
o 85
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3783: 3-Hexanone B
43 57 9.40 9.60 9.80 10.00
m/z 39.10 18.77%
71
5000 100
29
0 15 ‘ ‘\ Ll | 85
m/z--> 20 46 eb 86 160 120 140 160 180 200 220 240 260 280 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VDO072120\
Data File : VD065990.D

Aca On = 21 Jul 2020 19:51

Operator : VA/SY

Sample : L3323-02

Misc : 5.09G/5.00mI/MSVOA D/SOIL

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D072120S_.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, 4,4-dimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
10.85 11.56 ug/Il 383313 Chlorobenzene-d5 11.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4.4-dimethvl- 114 C7H140 000590-50-1 90
2 1-Butoxv-2-propanol acetate 174 C9H1803 085409-76-3 53
3 2-Hexanone. 4-methvl- 114 C7H140 000105-42-0 45
4 2-Heptanone 114 C7H140 000110-43-0 36
5 Pentanal, 2-methyl- 100 C6H120 000123-15-9 28

Abundance Scan 1518 (10.849 min): VD065990.D (-1513) (-) m/z 43.10 100.00%
43
5000
10.60 10.80 11.00 11.20
ol 136 74191208 m/z 57.10 47.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #7562: 2-Pentanone, 4,4-dimethyl-
43
5000
10.60 10.80 11.00 11.20
m/z 58.10 39.03%
15 | 114
s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43
AN AR RS AR RS
10.60 10.80 11.00 11.20
5000 m/z 41.05 20.02%
87
114
ol 4 Bt 131 159
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #7511: 2-Hexanone, 4-methyl- R EREEREES B S
43 10.60 10.80 11.00 11.20
m/z 39.05 11.10%
5000
85
. s 114
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VDO072120\
Data File : VD065990.D

Aca On = 21 Jul 2020 19:51

Operator : VA/SY

Sample : L3323-02

Misc : 5.09G/5.00mI/MSVOA D/SOIL

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D072120S_.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 3,4-Dimethyl-2-pentanone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.49 7.30 ug/l 241945 Chlorobenzene-d5 11.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.4-Dimethvl-2-pentanone 114 C7H140 1000202-23-1 58
2 3-Pentanone. 2.4-dimethvl- 114 C7H140 000565-80-0 46
3 2.3-Hexanedione 114 C6H1002 003848-24-6 43
4 Butanal. 2-ethvl- 100 C6H120 000097-96-1 42
5 2-Hexanone, 3-methyl- 114 C7H140 002550-21-2 38
Abundance Scan 1627 (11.490 min): VD065990.D (-1622) (-) m/z 43.10 100.00%
43
5000
72
55 11.20 11.40 11.60 11.80
99 114
Ot 88 P %126 145 162173 189 208 | /075 05 34.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7550: 3,4-Dimethyl-2-pentanone
43
5000 UL SRR ML B SUMRE
72 11.20 11.40 11.60 11.80
5 2 - m/z 71.10 24 .24%
0% "MW R I IO ??" ??"1}%|"' L S L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
11.20 11.40 11.60 11.80
5000 m/z 41.10 14.61%
27 71
ol 15 55 g5 g9 114
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7174 2,3—Hexanedione L L L L LB LN
43 11.20 11.40 11.60 11.80
m/z 55.10 9.65%
5000
71
o IS ‘ g2 o4 M4
m/z--> 20 40 60 80 100 120 140 160 180 200 1120 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VDO072120\
Data File : VD065990.D

Aca On = 21 Jul 2020 19:51

Operator : VA/SY

Sample : L3323-02

Misc : 5.09G/5.00mI/MSVOA D/SOIL

ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D072120S.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 5 2-Heptanone, 3-methyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.09 5.86 ug/Il 194248 Chlorobenzene-d5 11.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Heptanone. 3-methvl- 128 C8H160 002371-19-9 80
2 2-Hexanone. 3.4-dimethvl- 128 C8H160 019550-10-8 59
3 Hexanal. 2-ethvl- 128 C8H160 000123-05-7 47
4 2-Pentanone. 3-methvl- 100 C6H120 000565-61-7 42
5 D-2-Aminobutyric acid, N-methyl-._.. 131 C6H13NO2 1000332-99-1 35

Abundance Scan 1729 (12.090 min): VD065990.D (-1724) (-) m/z 43.10 100.00%
43
5000 57 £
85 111,80 12,00 12.20 12,40
113
S .',|~ el 97 P 125 137149161 175 192 207 | hz7 7205 51.58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12508: 2-Heptanone, 3-methyl-
43
5000 72
11.80 12.00 12.20 12.40
27 m/z 57.10 42 .04%
15 57 85
0...&,.U..Jw..hﬂ..‘..,...??.???,???.,...., —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
111,80 12,00 12.20 12,40
5000 72 m/z 41.10 23.42%
27 57
o 85 99 113 128
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12457: Hexanal, Z-Ethyl- L L L L LB LN
57 12 11.80 12.00 12.20 12.40
m/z 85.10 11.12%
5000 43
29
0 15 “ Ll i 1l 85 100 128
m/z--> 20 40 60 80 100 120 140 160 180 200 11,80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VDO072120\
Data File : VD065990.D

Aca On = 21 Jul 2020 19:51

Operator : VA/SY

Sample : L3323-02

Misc : 5.09G/5.00mI/MSVOA D/SOIL

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D072120S_.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 Decahydro-4,4,8,9,10-pentam... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.81 10.86 ug/Il 367910 1,4-Dichlorobenzene-d4 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 62
2 1H-Indene. octahvdro-2.2.4.4.7.7... 208 C15H28 054832-83-6 50
3 3-Phenvlindole 193 C14H11N 001504-16-1 38
4 9-Phenanthrenamine 193 C14H11IN 000947-73-9 38
5 Iminostilbene 193 C14H11IN 000256-96-2 35
Abundance Scan 1851 (12.808 min): VD065990.D (-1842) (-) m/z 193.20 100.00%
193
69
5000

208 12.40 12.60 12.80 13.00 13.20

151 163174

0 m/z 69.10 58.27%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193
123
5000 69 95 109 T
55 83 137 12.40 12.60 12.80 13.00 13.20
151 208 m/z 55.10 42 _52%
‘H\ l ‘\ ‘ “ ‘ ‘ | 165 179 ‘ |
| NSNS MR [} BNV | MR ARL S| NN Ak A MM N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
193
69
83 123137 | BN BN L L LB B
41 109 12.40 12.60 12.80 13.00 13.20
5000 55 95 m/z 41.10 42 _36%
29
0 152 165 179 208
A B e I B B B o o e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55478: 3-Phenylindole AR BT
193 12.40 12.60 12.80 13.00 13.20
m/z 83.10 36.98%
5000
165
ol 28 39 51 63 83 96 115106 139 152 J‘ w77
I T B e LS B manan e o o e A BT
m/z--> 20 40 60 80 100 120 140 160 180 200 12.40 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VDO072120\
Data File : VD065990.D

Aca On = 21 Jul 2020 19:51

Operator : VA/SY

Sample : L3323-02

Misc : 5.09G/5.00mI/MSVOA D/SOIL

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D072120S_.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 unknownl3.47 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.47 13.04 ug/Il 441747 1,4-Dichlorobenzene-d4 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.3-Dimethvl-2.4-pentane dione 128 C7H1202 003142-58-3 43
2 Decane. 2.4-dimethvl- 170 C12H26 002801-84-5 38
3 1-lodo-2-methvIlnonane 268 C10H211 1000101-47-9 38
4 Octane. 2.3.3-trimethvl- 156 Cl11H24 062016-30-2 37
5 Undecane, 5,7-dimethyl- 184 C13H28 017312-83-3 37
Abundance Scan 1964 (13.473 min): VD065990.D (-1959) (-) m/z 43.10 100.00%
48
57
5000 71 g6
SR UL SUNRILR UGN SR
109 127 13.20 13.40 13.60 13.80
Ol 142 163179193 m/z 57.10 70.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12258: 3,3-Dimethyl-2,4-pentane dione
86
5000 L UL UL UL UL
13 20 13. 40 13. 60 13 80
m/z 71.10 44 .24%
0 2\\7 ‘\ 5\7 | Il 114128
m/z--> ﬁo 45 eb éo 160 120 150 160 180 200 220 240 2éo 2éo
Abundance
43
57 USRS BUNN UGN BN
13.20 13.40 13.60 13.80
5000 = m/z 86.05 39.09%
85
29

99112127 155

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #116708: 1-lodo-2-methylnonane

a3 13.20 13.40 13.60 13.80

57 m/z 41.10 33.33%
5000 &
85
29
o | ‘ || 99 127141155169 211 268

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 : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VDO072120\
Data File : VD065990.D

Aca On = 21 Jul 2020 19:51

Operator : VA/SY

Sample : L3323-02

Misc : 5.09G/5.00mI/MSVOA D/SOIL

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D072120S_.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 photocitral B Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.65 5.00 ug/1l 169432 1,4-Dichlorobenzene-d4 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 photocitral B 152 C10H160 006040-45-5 64
2 Eucalvptol 154 C10H180 000470-82-6 46
3 Cvclohexene. 4-methvl- 96 C7H12 000591-47-9 15
4 1-Decvne 138 C10H18 000764-93-2 14
5 1-Undecyne 152 C11H20 002243-98-3 14
Abundance Scan 1994 (13.649 min): VD065990.D (-1989) (-) m/z 81.05 100.00%
5000
207 IR AR SR SO U
13.40 13.60 13.80 14.00
165
ol 18 m/z 69.10 68.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25079: photocitral B
69 &1 123
4 109 | 17
5000 55 95 LRI BRI BN B B
1340 13.60 13.80 14.00
m/z 43.10 64 .09%
152
G A L S L B A B S S SRR S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43
81 LR AR SR DU SUR
108 13.40 13.60 13.80 14.00
5000 55 69 93 130 154 m/z 55.10 60.92%
oL 15 27 125
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #2878: Cyclohexene, 4-methyl- B Al EREEEEETS S
g1 13.40 13.60 13.80 14.00
m/z 41.10 60.77%
54
5000 39 67 9%
27 ‘
0.%ﬂ.hu¢uﬂwrw.ﬁﬁ.wq..”,.”. e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13140 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VDO072120\
Data File : VD065990.D

Aca On = 21 Jul 2020 19:51

Operator : VA/SY

Sample : L3323-02

Misc : 5.09G/5.00mI/MSVOA D/SOIL

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D072120S_.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 unknownl3.86 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.86 33.14 ug/1 1122280 1,4-Dichlorobenzene-d4 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 83
2 Cvclopropanol. 1-(3.7-dimethvl-1... 196 C13H240 065147-72-0 35
3 diallvl(2.2.4a.7.7-pentamethvl-1... 384 C19H33N204P 1000187-42-4 22
4 Bicvclol3.1.1Theptane-2-carboxal... 152 C10H160 004764-14-1 22
5 3,7-Dimethyl-6-nonen-1-ol acetate 212 C13H2402 1000131-34-9 14
Abundance Scan 2030 (13.861 min): VD065990.D (-2023) (-) m/z 193.20 100.00%
83 193
5000
208 032 13.60 13.80 14.00 14.20
0! m/z 83.10 83.96%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193
123
5000 69 95109 LA L L L L L L
137 Bmmmmmmm
m/z 41.10 59.15%
151 208
o i \ LR N
m/z--> 20 40 100 120 140 160 180 200 220
Abundance
83
a S5 ' 13.60 13.80 14.00 14.20
5000 123 m/z 69.10 57.38%
69
o5 112
140 196
O T e i I e e e o S e e R
m/z--> 25 Jo 65 85 160 150 1&0 160 180 200 250 '
Abundance #204272: diallyl(2,2,4a,7,7-pentamethyl-1,2,3,4,4a,5,6,7-0... L  BREEEEE S
4 57 193 13.60 13.80 14.00 14.20
m/z 43.10 57.36%
5000 137 180
165
75 99 125 ‘ 208
0 ‘\ HH \HHHMBG m‘lﬂlo h‘..”l :!.522I .‘...“...‘.luu‘..luuuul N R L et e
m/z--> 20 0 80 100 120 140 160 180 200 220 13 60 13. 80 14. 00 14. 20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VDO072120\
Data File : VD065990.D

Aca On = 21 Jul 2020 19:51

Operator : VA/SY

Sample : L3323-02

Misc : 5.09G/5.00mI/MSVOA D/SOIL

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D072120S_.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 2,2,6,6-Tetramethyl-3-(2-cy... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.03 6.10 ug/Il 206501 1,4-Dichlorobenzene-d4 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2.6.6-Tetramethvl-3-(2-cvanoet... 208 C12H20N20 111335-32-1 50
2 Cvclohexane. methvl- 98 C7H14 000108-87-2 43
3 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 43
4 1.2.4-Triazole. 5-cvclohexanecar... 194 C9H14N40 021051-17-2 30
5 1,1"-Bicyclohexyl, 2-(2-methylpr... 222 C16H30 055012-77-6 30

Abundance Scan 2059 (14.031 min): VD065990.D (-2053) (-) m/z 83.10 100.00%

5000

13.80 14.00 14.20 14.40

0 m/z 98.10 72.55%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #67630: 2,2,6,6-Tetramethyl-3-(2-cyanoethyl)piperid-4-one
83
5000 LA L L L L L L L LB
55 176 193 13.80 14.00 14.20 14.40
208 m/z 43.10 63.53%
‘ il 67 108 137 1511@% |
N | S PN s 6 | S
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance
55 83
R mEEEE RS S
41 13.80 14.00 14.20 14.40
5000 98 m/z 41.10 58.01%
27 69
1 15
ottt e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #3231: 3-Penten-2-one, 4-methyl- R mEEEE RS S
55 83 13.80 14.00 14.20 14.40
m/z 57.05 53.15%
98
5000 43
29
0 15 “ i 67 |
w..”,.”.,”..“..w..”,.”.,”..“..w..” AR ma R mEEEE RS S
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 13 80 14. 00 14. 20 14. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_D\DATA\VDO072120\
Data File : VD065990.D

Acq On 21 Jul 2020 19:51

Operator : VA/SY

Sample - L3323-02

Misc : 5.09G/5.00mI/MSVOA_D/SOIL

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D072120S_.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]
unknown9 .68 9.68 6.7 ug/l 168647 2 8.87 1260870 50.0
2-Pentanone, 4,4-_... 10.85 11.6 ug/Il 383313 3 11.65 1657940 50.0
3,4-Dimethyl-2-pe... 11.49 7.3 ug/l 241945 3 11.65 1657940 50.0
2-Heptanone, 3-me... 12.09 5.9 ug/Il 194248 3 11.65 1657940 50.0
Decahydro-4,4,8,9... 12.81 10.9 ug/I1 367910 4 13.58 1693330 50.0
unknownl13.47 13.47 13.0 ug/I1 441747 4 13.58 1693330 50.0
photocitral B 13.65 5.0 ug/Il 169432 4 13.58 1693330 50.0
unknownl13.86 13.86 33.1 ug/1 1122280 4 13.58 1693330 50.0
2,2,6,6-Tetrameth... 14.03 6.1 ug/Il 206501 4 13.58 1693330 50.0
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