LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY062220\
Data File : VY002969.D

Aca On : 22 Jun 2020 13:23

Operator : SY/MD

Sample : L3046-01

Misc : 7.94G/5ML/MSVOA Y/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 Y\METHODS\82Y061920S.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

4.724 479 490 504 rBV2 31821 98280 7.16% 1.288%
7.724 970 982 988 rBV 155966 374771 27 .29% 4.912%
rvB 270401 606649 44.18% 7.951%
8.150 1042 1052 1063 rBV 145944 320940 23.37% 4._.207%
8.693 1133 1141 1150 rBV 398949 793145 57.77% 10.396%
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10.181 1378 1385 1393 rBV 670680 1134601 82.63% 14.871%
11.491 1594 1600 1620 rVB 694948 1373043 100.00% 17.997%
rvB 538446 847713 61.74% 11.111%
13.089 1855 1862 1882 rVB4 191437 823736 59.99% 10.797%
13.424 1912 1917 1922 rBV 663598 1037954 75.60% 13.605%
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rvB3 68724 218575 15.92% 2.865%
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Sum of corrected areas: 7629407
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY062220\
Data File : VY002969.D

Aca On : 22 Jun 2020 13:23

Operator : SY/MD

Sample : L3046-01

Misc : 7.94G/5ML/MSVOA Y/SOIL

ALS Vvial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y061920S .M
SW846 8260

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

Abundance TIC: VY002969.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY062220\
Data File : VY002969.D

Aca On : 22 Jun 2020 13:23

Operator : SY/MD

Sample : L3046-01

Misc : 7.94G/5ML/MSVOA Y/SOIL

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y061920S .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 Decahydro-4,4,8,9,10-pentam... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.09 39.68 ug/1 823736 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 93
2 1-(p-Fluorophenvl)-4-piperidone 193 C11H12FNO 1000238-56-7 43
3 Borinic acid. diethvl-, 3.3.5-tr... 208 C13H25B0 057387-76-5 37
4 2.6-Pvridinedicarboxvlic acid. 4... 361 C19H20CINO4 1000369-13-9 25
5 4H-1,3,2-Dioxaborin, 4-ethenyl-2... 208 C12H21B02 074630-04-9 23
Abundance Scan 1862 (13.089 min): VY002969.D (-1855) (-) m/z 193.20 100.00%
193

:

208 24 081 12.80 13.00 13.20 13.40
ol | 1224 8L nz 97.10 48.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193
123

12!80 13.I00 13.I20 13.I40
m/z 69.10 48.29%

5000

208
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
193
R R AR
123 12.80 13.00 13.20 13.40
5000 m/z 95.05 42 _.39%
150
95
oL 27 4257 75 | 109 164178
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #67806: Borinic acid, diethyl-, 3,3,5-trimethyl-1-cyclohex... AR EREEE RS
123 193 12.80 13.00 13.20 13.40

m/z 123.10 39.82%

5000

208

:

7
151165179

L e EMLELELE mu e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY062220\
Data File : VY002969.D

Aca On : 22 Jun 2020 13:23

Operator : SY/MD

Sample : L3046-01

Misc : 7.94G/5ML/MSVOA Y/SOIL

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

SW846 8260

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

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y061920S .M

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 2,11-Dioxabicyclo[4.4.1]Jund... Concentration Rank 2

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

15.31 10.53 ug/I 218575 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.11-Dioxabicvclol4.4_.1Tundeca-3... 222 C13H1803 070412-52-1 58
2 4-Fluorobenzoic acid. l1-cvclopen... 236 C14H17F02 1000279-05-8 47
3 2-Fluorobenzoic acid. 1-cvclopen... 236 C14H17F02 1000278-98-2 47
4 4-Fluorobenzoic acid. 3-methvlbu... 208 C12H13F02 1000299-15-1 47
5 2-Pyrimidinamine, 4,6-dimethyl- 123 C6HON3 000767-15-7 47
Abundance Scan 2226 (15.308 min): VY002969.D (-2220) (-) m/z 123.10 100.00%
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4]_5569 95109 137 207222 R ot
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o 157 167 184 282 | “m/z 109.00  32.43%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance
123

43

5000 109 179
222

‘ 151165

21 60 % 207

#79089: 2,11-Dioxabicyclo[4.4.1]Jundeca-3,5-dien-10-one, 1,...

0 H”.L.M,m.wu”.“.“,u.w.”.u.” e A A AR

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
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123
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m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #90569: 2-Fluorobenzoic acid, 1-cyclopentylethyl ester R
123 15.00 15.20 15.40 15.60
m/z 95.05 26.44%
5000 96
41 67
27 ‘ 141
o}l ”‘H I | 166 R R o

15.00 15 20 15. 40 15.60

m/z 207.15 27 .83%

15.00 15.20 15.40 15.60

m/z 69.05 26 .98%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_Y\DATA\VY062220\
Data File : VY002969.D

Acq On : 22 Jun 2020 13:23

Operator : SY/MD

Sample - L3046-01

Misc : 7.94G/5ML/MSVOA_Y/SOIL

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y061920S .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]
Decahydro-4,4,8,9... 13.09 39.7 ug/Il 823736 4 13.42 1037950 50.0
2,11-Dioxabicyclo... 15.31 10.5 ug/I1 218575 4 13.42 1037950 50.0
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