LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD0O80819\
Data File : VD063442.D

Aca On : 8 Aug 2019 16:58

Operator : JC/SY

Sample : K4223-08

Misc : 4.24a/5ml/MSVOA D/SOIL

ALS Vial : 14 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\82D072919S.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

1.480 3 5 27 rVvB 2781831 7379317 100.00% 31.909%
3.262 177 186 203 rBV2 1116535 3085141 41.81% 13.341%
rvv 86336 236740 3.21% 1.024%
6.077 468 472 481 rBV2 31951 96169 1.30% 0.416%
6.934 552 559 566 rBvV 481485 1345860 18.24% 5.820%
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7.052 566 571 585 rvVB 632624 1804205 24.45% 7.802%
7.465 607 613 625 rBvV 423088 1082664 14.67% 4.682%
rBv 832968 2084561 28.25% 9.014%
10.094 872 880 889 rBv2 129999 302455 4._.10% 1.308%
10.418 908 913 920 rBV 853332 1849585 25.06% 7.998%
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11 12.377 1108 1112 1119 rBV 821554 1432413 19.41% 6.194%
12 13.401 1212 1216 1220 rVB 43520 75215 1.02% 0.325%
13 13.559 1229 1232 1237 rBV 664078 937171 12.70% 4._.052%
14 13.953 1269 1272 1281 rVB2 76559 130161 1.76% 0.563%
15 14.524 1325 1330 1334 rVB2 673076 875404 11.86% 3.785%

16 15.350 1411 1414 1417 rBV 96234 124827 1.69% 0.540%
17 15.892 1466 1469 1472 rVB 100015 133538 1.81% 0.577%
18 16.591 1537 1540 1543 rBV2 112056 150419 2.04% 0.650%

Sum of corrected areas: 23125845
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VYD0O80819\
Data File : VD063442.D

Aca On : 8 Aug 2019 16:58

Operator : JC/SY

Sample . K4223-08

Misc : 4.24a/5ml/MSVOA D/SOIL

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ D\METHOD\82D072919S.M
Quant Title : SW846 8260

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

Abundance TIC: VD063442.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD0O80819\
Data File : VD063442.D

Aca On : 8 Aug 2019 16:58

Operator : JC/SY

Sample : K4223-08

Misc : 4.24a/5ml/MSVOA D/SOIL

ALS Vial : 14 Sample Multiplier: 1

Quant Method
Quant Title :

= Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D072919S_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 2 Disulfide, dimethyl Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

10.09 7.25 ug/l 302455 1,4-Difluorobenzene 8.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Disulfide. dimethvl 94 C2H6S2 000624-92-0 87
2 Ethvne. dichloro- 94 C2CI2 007572-29-4 27
3 Dimethvl sulfone 94 C2H602S 000067-71-0 27

021271-88-5 17
058992-18-0 17

4 Ethvl 3-methvl-8-Tp-sulfamvlbenz... 416 C18H20N604S
5 Sulfonium, dimethyl-, cyanonitro... 146 C4H6N202S

Abundance Scan 880 (10.094 min): VD063442.D (-872) (-) m/z 93.90 100.00%
7
45
79
5000
64
W‘ l| 181 9.80 10.00 10.20 10.40
o) BN S U M N — m/z 45.05 74._84%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #2536: Disulfide, dimethyl
45 94
79
5000 LIS L L L L L L L LI
9.80 10.00 10.20 10.40
61 m/z 78.95 62.83%
32 ] H 70 Al \‘
ottt T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
94
T e AT
9.80 10.00 10.20 10.40
5000 m/z 46.00 40.07%
47
59
24
ot T T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #2528: Dimethyl sulfone SRR REmma e A S . —rr
79 9. 80 10. 00 10. 20 10. 40
m/z 46.90 26.62%
94
5000
45 63
0 35| N
e e e e o e R e R
m/z--> 20 40 80 100 120 140 160 180 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD0O80819\
Data File : VD063442.D

Aca On : 8 Aug 2019 16:58

Operator : JC/SY

Sample : K4223-08

Misc : 4.24a/5ml/MSVOA D/SOIL

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D072919S_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 3 Cyclohexene, 4-methyl-1-(1-... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.95 7.43 ug/l 130161 1,4-Dichlorobenzene-d4 14 .52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene. 4-methvl-1-(1-methy... 138 C10H18 000500-00-5 93
2 Cyclohexane. 1-methyvl-4-(l-methy... 138 C10H18 001124-27-2 90
3 Cvclohexene.l1-(2-methvipropvl)- 138 C10H18 003983-03-7 80
4 Cyclohexene. 4-methvl-1-(1-methv... 138 C10H18 000619-52-3 76
5 Bicyclo[4.1.0]heptane, 3,7,7-tri... 138 C10H18 018968-23-5 72
Abundance Scan 1272 (13.953 min): VD063442.D (-1269) (-) m/z 95.00 100.00%
81 9%
5000 67 138
41 123 N
55 R B L e e
|‘ Ll ||| ||| 109 153 13.60 13.80 14.00 14.20
Ol gttt L L L 2 Tm/z 81.00  85.22%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #16986: Cyclohexene, 4-methyl-1-(1-methylethyl)-
95
81
5000
o7 138 13.60 13.80 14.00 14.20
41 55 123 m/z 138.05 44 .16%
%7 \‘ N h\ \ | 109
Ol e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
81 95
VAR RAARE &
67 13.60 13.80 14.00 14.20
5000 55 m/z 66.95  43.09%
41 103 138
109
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #16922: Cyclohexene,1-(2-methylpropyl)-
81 9 13.60 13.80 14.00 14.20
67 m/z 40.95 28.26%
41
5000
55 138
27
123
0|||||||||||||||||||||||||||||||||||||||||||||EI-|()|9||||||||||||||||||||||||||
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD0O80819\
Data File : VD063442.D

Aca On : 8 Aug 2019 16:58

Operator : JC/SY

Sample : K4223-08

Misc : 4.24a/5ml/MSVOA D/SOIL

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D072919S_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 4 Bicyclo[2.2.1]heptan-2-one,... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.35 7.13 ug/l 124827 1,4-Dichlorobenzene-d4 14 .52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2.11Theptan-2-one. 1.3.... 152 C10H160 001195-79-5 91
2 2-Cvclopentene-1-carboxvlic acid... 140 C8H1202 068317-73-7 53
3 2-Cvclopentene-1-carboxvlic acid... 126 C7H1002 068317-77-1 50
4 Cvclohexane. 1.3-dichloro-. cis- 152 C6H10CI2 024955-63-3 45
5 Cyclohexene,3-(2-propenyl)- 122 C9H14 015232-95-8 40
Abundance Scan 1414 (15.350 min): VD063442.D (-1411) (-) m/z 81.00 100.00%
g1
5000 a1 69
o1 109 119 152 15.00 15.20 15.40 15.60
Ol el bt el et || M7z 69.05  45.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #25249: Bicyclo[2.2.1]heptan-2-one, 1,3,3-trimethy!-
81
69
5000
15.00 15.20 15.40 15.60
4 150 m/z 41.05 40.46%
o5 2 S o1 109 453 1g7
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
81
15.00 15.20 15.40 15.60
5000 m/z 39.00 12.40%
o 27 M % g5 73 93101100 125 140
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #11210: 2-Cyclopentene-1-carboxylic acid, 1-methyl-
81 15.00 15.20 15.40 15.60
m/z 66.85 11.79%
5000
41 53
o2 T T 6573| g3 1 1%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD0O80819\
Data File : VD063442.D

Aca On : 8 Aug 2019 16:58

Operator : JC/SY

Sample : K4223-08

Misc : 4.24a/5ml/MSVOA D/SOIL

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D072919S_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 Bicyclo[2.2.1]heptan-2-one,... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
15.89 7.63 ug/l 133538 1,4-Dichlorobenzene-d4 14 .52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2_11heptan-2-one., 1.7.... 152 C10H160 000464-48-2 95
2 (+)-2-Bornanone 152 C10H160 000464-49-3 94
3 Camphor 152 C10H160 000076-22-2 83
4 1-Adamantanol 152 C10H160 000768-95-6 47
5 Diisopropylaminoacrylonitryl 152 C9H16N2 038691-28-0 47

Abundance Scan 1469 (15.892 min): VD063442.D (-1466) (-) m/z 95.05 100.00%
95
41 81
55
5000
67 109 152
137 15.60 15.80 16.00 16.20
o m/z 41.05 71.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25327: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S)-
95
81
41
5000 %69 108 15.60 15.80 16.00 16.20
152 m/z 81.00 71.32%
21 ‘ ‘ 137
0"v%?w"hn'“'ﬁm' “ "J“i'“kw“"hk'w"“l'“'}%%'v"w"“l'“"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
95
81
15.60 15.80 16.00 16.20
5000 a 108 m/z 55.00 52.72%
55 69 152
o 15 7 123 137
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25060: Camphor
95 15.60 15.80 16.00 16.20
81 m/z 39.00 32 .84%
41 108
5000
69 152
0"v"w"“|'“'|“"" |"“|'“'|“""'w"“l'“'}%%'v}ﬁz'“'l“"v
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD0O80819\
Data File : VD063442.D

Aca On : 8 Aug 2019 16:58

Operator : JC/SY

Sample : K4223-08

Misc : 4.24a/5ml/MSVOA D/SOIL

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D072919S_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 6 unknownl1l6.59 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.59 8.59 ug/Il 150419 1,4-Dichlorobenzene-d4 14 .52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .alpha.-lonone 192 C13H200 000127-41-3 42
2 Cyclohexene. 5-methyl-3-(l-methy... 136 C10H16 056816-08-1 38
3 trans-Furfurvlideneacetone 136 C8H802 041438-24-8 38
4 3-Buten-2-one. 4-(2-furanvl)- 136 C8H802 000623-15-4 38
5 Bicyclo[2.2.1]heptane, 7,7-dimet... 136 C10H16 000471-84-1 38
Abundance Scan 1540 (16.591 min): VD063442.D (-1537) (-) m/z 93.00 100.00%
121 192
5000 55 65 77 136 177
149 163 16.20 16.40 16.60 16.80 17.00
01 m/z 40.90 64 .64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54593: .alpha.-lonone
121
93
43 136
5000
16.20 16.40 16.60 16.80 17.00
109 192 m/z 121.00 55.16%
\sssu |
O...l.‘l‘ ‘\I\HI\H L) l“.l.“...‘...‘.‘l:l.'4.'7..|....‘|....|....
m/z--> 20 100 120 140 160 180 200
Abundance
79 %® 136 A
121 IR N SRR SO B
16.20 16.40 16.60 16.80 17.00
5000 107 m/z 90.95 53.98%
41
27 55 67
15
G L UL S S B UL B W B B
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #16308: trans-Furfurylideneacetone
121 16.20 16.40 16.60 16.80 17.00
65 m/z 42.95 53.25%
136
43
5000 94
15 27 | 54 ‘\ ?\9‘ ‘\ 1(\)7 | il
s 35 b e 80 e o 140 1% 180 Ao | | 162 1640 1660 1580 17,00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_D\DATA\VD0O80819\
Data File : VD063442.D

Acq On : 8 Aug 2019 16:58

Operator : JC/SY

Sample - K4223-08

Misc : 4.249/5ml/MSVOA_D/SOIL

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D072919S_.M
Quant Title : 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]
Disulfide, dimethyl 10.09 7.3 ug/l 302455 2 8.23 2084560 50.0
Cyclohexene, 4-me... 13.95 7.4 ug/l 130161 4 14.52 875404 50.0
Bicyclo[2.2.1]hep... 15.35 7.1 ug/l 124827 4 14.52 875404 50.0
Bicyclo[2.2.1]hep... 15.89 7.6 ug/l 133538 4 14.52 875404 50.0
unknownl16 .59 16.59 8.6 ug/Il 150419 4 14.52 875404 50.0
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