LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD0O80819\
Data File : VD063439.D

Aca On : 8 Aug 2019 15:36

Operator : JC/SY

Sample : K4223-02

Misc : 4.67a0/5ml/MSVOA D/SOIL

ALS Vial : 11 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 1.484 3 6 25 rvB 2637802 7860491 100.00% 31.420%
2 3.266 177 187 203 rBv2 693804 1837539 23.38% 7 .345%
3 3.817 238 243 250 rBV 30410 79360 1.01% 0.317%
4 6.091 468 474 481 rBvV2 25920 81057 1.03% 0.324%
5 6.938 552 560 566 rBV 586314 1605130 20.42% 6.416%

7.056 566 572 587 rVB 823790 2338783 29.75% 9.349%
7.469 606 614 630 rBvV 421299 1144766 14.56% 4_.576%
8.227 684 691 708 rBvV 974142 2521885 32.08% 10.081%
10.423 908 914 920 rBV 1008115 2273843 28.93% 9.089%
12.372 1108 1112 1120 rBV 1263993 2116464 26.93% 8.460%

=
QO ~NO®

11 13.396 1213 1216 1222 rVB 65950 103200 1.31% 0.413%
12 13.563 1229 1233 1237 rVV 996189 1286434 16.37% 5.142%
13 13.947 1270 1272 1275 rBV2 95421 124444 1.58% 0.497%
14 14.459 1319 1324 1326 rBV3 48857 92716 1.18% 0.371%
15 14.528 1326 1331 1334 rVB 817511 1185048 15.08% 4._.737%

16 15.355 1412 1415 1419 rBV 66981 105201 1.34% 0.421%
17 15.896 1467 1470 1473 rVB 65535 83448 1.06% 0.334%
18 16.595 1537 1541 1544 rBV2 134876 177567 2.26% 0.710%

Sum of corrected areas: 25017376
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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\
VD063439.D
8 Aug 2019 15:36
JC/SY
K4223-02
4_.67a/5ml/MSVOA D/SOIL
11 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 : VD063439.D

Aca On : 8 Aug 2019 15:36

Operator : JC/SY

Sample : K4223-02

Misc : 4.67a0/5ml/MSVOA D/SOIL

ALS Vial : 11 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 Cyclohexene, 4-methyl-1-(1-... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.95 5.25 ug/Il 124444 1,4-Dichlorobenzene-d4 14.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene. 4-methvl-1-(1-methy... 138 C10H18 000500-00-5 95
2 Bicvclol4.1.01heptane., 3.7.7-tri... 138 C10H18 018968-23-5 94
3 Cvclohexane. 1l-methvl-4-(l1-methy... 138 C10H18 001124-27-2 93
4 Bicvclol4.1.0lheptane. 3.7.7-tri... 138 C10H18 000554-59-6 87
5 Cyclohexene, 4-methyl-1-(1-methy... 138 C10H18 000619-52-3 76
Abundance Scan 1272 (13.947 min): VD063439.D (-1270) (-) m/z 95.00 100.00%
g5
81
5000 a1 67
55 123 138 i
109 176 13.60 13.80 14.00 14.20
o} m/z 81.00 74 .04%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16985: Cyclohexene, 4-methyl-1-(1-methylethyl)-
81 9
5000 67
41 13.60 13.80 14.00 14.20
27 55 123 138 m/z 41.00 40.79%
o] .:L?lu‘.‘. .‘i“. e .‘l‘. "“I“' I\M I Il?gll I" — "‘I e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
95
81
13.60 13.80 14.00 14.20
5000 41 67 m/z 66.95 37 .36%
55 138
123
27
. 109
S L S S W B L B L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16993: Cyclohexane, 1-methyl-4-(1-methylethylidene)-
81 9 13.60 13.80 14.00 14.20
. m/z 38.95 25.65%
5000 55
41 123 138
0 ...,....,....,....,....,}??.,....,....,....,.
m/z--> 20 40 60 80 100 120 140 160 180 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 : VD063439.D

Aca On : 8 Aug 2019 15:36

Operator : JC/SY

Sample : K4223-02

Misc : 4.67a0/5ml/MSVOA D/SOIL

ALS Vial : 11 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 3 3-Buten-2-one, 4-(2,6,6-tri... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.59 7.49 ug/l 177567 1,4-Dichlorobenzene-d4 14.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Buten-2-one. 4-(2.6.6-trimethv... 192 C13H200 006901-97-9 93
2 .alpha.-lonone 192 C13H200 000127-41-3 70
3 1.3-Butanedione. 1-(4-methoxvphe... 192 C11H1203 004023-80-7 50
4 3-Buten-2-one. 4-(2.2-dimethvl-6... 192 C13H200 000079-76-5 49
5 3-Carene 136 C10H16 013466-78-9 42
Abundance Scan 1541 (16.595 min): VD063439.D (-1537) (-) m/z 93.00 100.00%
5000
16.20 16.40 16.60 16.80 17.00
o} m/z 192.00 86.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #54650: 3-Buten-2-one, 4-(2,6,6-trimethyl-2-cyclohexen-1-yl)-
03 121
43 136
5000 A UL U BN
16.20 16.40 16.60 16.80 17.00
109 192 m/z 40.90 63.59%
‘ ‘ 149 , ., 177
o...,ﬂhﬂ”... M “,NL.L”.U...ﬁqq.M..m e
m/z--> 20 40 60 100 120 140 160 180 200 220 240
Abundance
121
9% 136
43 16.20 16.40 16.60 16.80 17.00
5000 m/z 42.95 62.61%
77 109 192
177
IS P YO YO P S A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #54233: 1,3-Butanedione, 1-(4-methoxyphenyl)-
192 16.20 16.40 16.60 16.80 17.00
177 m/z 121.00 61.20%
69 135
5000 43
109
I \M\ W - ‘ }2}... }??.J...U I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 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 : VD063439.D

Acq On : 8 Aug 2019 15:36

Operator : JC/SY

Sample - K4223-02

Misc : 4.679/5ml/MSVOA_D/SOIL

ALS Vial : 11 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]
Cyclohexene, 4-me... 13.95 5.3 ug/Il 124444 4 14.53 1185050 50.0
3-Buten-2-one, 4-... 16.59 7.5 ug/l 177567 4 14.53 1185050 50.0
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