LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD0O80819\
Data File : VD063443.D

Aca On : 8 Aug 2019 17:25

Operator : JC/SY

Sample : K4223-10

Misc : 4.59a0/5mlI/MSVOA D/SOIL

ALS Vial : 15 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

3.265 179 187 203 rVB2 394425 1128491 100.00% 21.038%

1

2 3.472 203 208 210 rBV2 16641 41349 3.66% 0.771%
3 3.817 237 243 248 rBV 31682 86122 7.63% 1.606%
4 6.081 467 473 478 rBvV 19691 56438 5.00% 1.052%
5 6.475 504 513 517 rBV2 10208 33182 2.94% 0.619%

6.927 554 559 566 rBvV 163640 421002 37.31% 7.849%
7.055 566 572 577 rVB 167864 448134 39.71% 8.355%
7.459 606 613 623 rBvV 167223 432856 38.36% 8.070%
8.227 683 691 701 rBV 239146 596742 52.88% 11.125%
10.087 875 880 888 rvB2 42772 93129 8.25% 1.736%

=
QO ~NO®

11 10.422 907 914 920 rBV 239602 566747 50.22% 10.566%
12 12.371 1108 1112 1117 rBV 326443 511765 45.35% 9.541%
13 13.563 1229 1233 1241 rVB 275059 367577 32.57% 6.853%
14 14.517 1326 1330 1334 rBV 235381 349401 30.96% 6.514%

15 15.344 1412 1414 1421 rVB 52741 75802 6.72% 1.413%

16 15.896 1467 1470 1473 rBVY 85236 98268 8.71% 1.832%

17 16.595 1538 1541 1546 rBV2 44043 56942 5.05% 1.062%
Sum of corrected areas: 5363947
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD080819\
VD063443.D
8 Aug 2019 17:25
JC/SY
K4223-10
4_.59a/5ml/MSVOA D/SOIL
15 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D072919S.M
SW846 8260

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD0O80819\
Data File : VD063443.D

Aca On : 8 Aug 2019 17:25

Operator : JC/SY

Sample : K4223-10

Misc : 4.59a0/5ml/MSVOA D/SOIL

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D072919S_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 Disulfide, dimethyl Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.09 7.80 ug/l 93129 1,4-Difluorobenzene 8.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Disulfide. dimethvl 94 C2H6S2 000624-92-0 94
2 Dimethvl sulfone 94 C2H602S 000067-71-0 53
3 1.2-Ethanedithiol 94 C2H6S2 000540-63-6 25
4 dI-Cvystathionine 222 CT7H14N204S 000535-34-2 17
5 Ethyne, dichloro- 94 C2CI2 007572-29-4 16
Abundance Scan 880 (10.087 min): VD063443.D (-875) (-) m/z 93.90 100.00%
45 W
79
5000
64 207 "'9.80 10.00 10.20 10.40
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2536: Disulfide, dimethyl
45 94
79
5000 L LN BRI I B
9.80 10.00 10.20 10.40
m/z 78.95 53.87%
0 \‘
"“|"“|"“|"“|"“|"“|"“|"“|"“|"“|"“
m/z--> 100 120 140 160 180 200
Abundance
79
o "'9.80 10.00 10.20 10.40
5000 m/z 45.95 36.29%
45 63
G N L L S L B B B B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2532: 1,2-Ethanedithiol A e
47 94 9.80 10.00 10.20 10.40
60 m/z 46.80 22.90%
5000 27
ol 15 L 76 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 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 : VD063443.D

Aca On : 8 Aug 2019 17:25

Operator : JC/SY

Sample : K4223-10

Misc : 4.59a0/5ml/MSVOA D/SOIL

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D072919S_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 Bicyclo[2.2.1]heptan-2-one,... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

15.34 10.85 ug/Il 75802 1,4-Dichlorobenzene-d4 14.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2_11heptan-2-one. 1.3.... 152 C10H160 001195-79-5 78
2 D-Fenchone 152 C10H160 004695-62-9 72
3 L-Fenchone 152 C10H160 007787-20-4 72
4 2-Cvclopentene-1-carboxvlic acid... 140 C8H1202 068317-73-7 45
5 1,4-Pentadiene, 3,3-dimethyl- 96 C7H12 001112-35-2 45
Abundance Scan 1414 (15.344 min): VD063443.D (-1412) (-) m/z 81.00 100.00%

il
5000 69
41 I A N W
53 91 109 137 152 15.00 15.20 15.40 15.60

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #25249: Bicyclo[2.2.1]heptan-2-one, 1,3,3-trimethy!-
81
69
5000
a1 15.00 15.20 15.40 15.60
m/z 40.95 29.94%
27 53 109 152
A S o A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
81
69 15.00 15.20 15.40 15.60
5000 m/z 39.10 16.63%
41
27 152
o 53 61 91 101109 193 137
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25073: L-Fenchone
81 15.00 15.20 15.40 15.60
m/z 78.95 15.19%
69
5000
41
152
P T e T e e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 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 : VD063443.D

Aca On : 8 Aug 2019 17:25

Operator : JC/SY

Sample : K4223-10

Misc : 4.59a0/5ml/MSVOA D/SOIL

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D072919S_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

o

Peak Number 3 Camphor Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.90 14.06 ug/Il 98268 1,4-Dichlorobenzene-d4 14.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Camphor 152 C10H160 000076-22-2 96
2 (+)-2-Bornanone 152 C10H160 000464-49-3 95
3 Bicvclol2.2_.1Theptan-2-one. 1.7.... 152 C10H160 000464-48-2 93
4 1-Adamantanol 152 C10H160 000768-95-6 25
5 L-Fenchone 152 C10H160 007787-20-4 22
Abundance Scan 1470 (15.896 min): VD063443.D (-1467) (-) m/z 95.00 100.00%
81 9
41 55
5000 109
69 152
| ‘ ‘| ||A | | 138 15.60 15.80 16.00 16.20
SRR S 1 S | e s m/z 81.00 88.64%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25051: Camphor
95
41 81
5000

27 55 69 108 15.60 15.80 16.00 16.20

152 m/z 41.05 58.30%
‘ il \‘ \“ ol Ll “ 124 137 ‘
o /M NN N
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 41 108 m/z 55.00 55.59%
55 69 152
27
ol 15 124 137
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 95 15.60 15.80 16.00 16.20
81 m/z 39.05 49 _.57%
5000 55 69 108
152
7 ‘
0 ..,.1..5.,...‘a‘,....ﬁl‘...,‘:‘l:.,..‘a.i...‘.‘l.a.. ‘..l‘.,....l....,l.z.:?.,..1.3.7,....,....,.
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

82D072919S.M Fri Aug 09 12:32:38 2019 Page: 5



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD0O80819\
Data File : VD063443.D

Aca On : 8 Aug 2019 17:25

Operator : JC/SY

Sample : K4223-10

Misc : 4.59a0/5ml/MSVOA D/SOIL

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D072919S_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 unknownl6.59 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.59 8.15 ug/Il 56942 1,4-Dichlorobenzene-d4 14.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .alpha.-lonone 192 C13H200 000127-41-3 49
2 Cvclohexene. 5-methvl-3-(1-methyv... 136 C10H16 056816-08-1 42
3 1.5.5-Trimethvl-6-methvlene-cvcl... 136 C10H16 000514-95-4 38
4 5,6-Dimethoxv-1-indanone 192 C11H1203 002107-69-9 38
5 Cyclohexene, l-methyl-4-(l1-methy... 136 C10H16 000586-62-9 30
Abundance Scan 1541 (16.595 min): VD063443.D (-1538) (-) m/z 93.00 100.00%
136 177 192
43
5000 79 || 107 ¢
55 149
69 207 AIA"A [rro Ty
163 16.20 16.40 16.60 16.80 17.00
o} m/z 135.95 77 .69%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54589: .alpha.-lonone
121
% 136
43
5000 LN SR IR B
16.20 16.40 16.60 16.80 17.00
77 109 192 m/z 177.00 77 .09%
0..1.5| \\I‘ Qﬁ \H M\I\\ |‘l||“|‘|||‘|||||||‘||||||||||
m/z--> 20 80 100 120 140 160 180 200
Abundance
79 s 136
121 LN LR IR B
16.20 16.40 16.60 16.80 17.00
5000 107 m/z 192.00 74 .02%
41
27 55 67
15
G S S UL S UL I L L I WAL WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15814: 1,5,5-Trimethyl-6-methylene-cyclohexene A
121 16.20 16.40 16.60 16.80 17.00
m/z 90.95 58.66%
93
5000 136
‘ 55 67 ‘ ‘
oL ‘\ \H \\n H\,l ‘\ 0 A | I
m/z--> 120 140 160 180 200 16.20 16.40 16.60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_D\DATA\VD0O80819\
Data File : VD063443.D

Acq On : 8 Aug 2019 17:25

Operator : JC/SY

Sample - K4223-10

Misc : 4.599/5ml/MSVOA_D/SOIL

ALS Vial : 15 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D072919S_M
SW846 8260

Quant Method
Quant Title

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 7.8 ug/l 93129 2 8.23 596742 50.0
Bicyclo[2.2_.1]hep... 15.34 10.9 ug/I1 75802 4 14.53 349401 50.0
Camphor 15.90 14.1 ug/I1 98268 4 14.53 349401 50.0
unknownl16 .59 16.59 8.2 ug/Il 56942 4 14.53 349401 50.0
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