LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY061820\
Data File : VY002928.D

Aca On 18 Jun 2020 18:47

Operator : SY/MD

Sample : L3034-07

Misc : 6.22G/5ML/MSVOA Y/SOIL

ALS Vial : 17 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\82Y052720S_.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

3.962 356 365 376 rBv2 9188 26325 2.23% 0.364%
4._.206 396 405 415 rBV 7312 20550 1.74% 0.284%
rBv2 18064 54039 4._.57% 0.748%
7.724 972 982 988 rBV 164271 396362 33.52% 5.486%
7.797 988 994 1012 rVB 285706 632237 53.47% 8.751%
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6 8.151 1043 1052 1065 rBvV 148480 336281 28.44% 4.654%
7 8.693 1131 1141 1152 rBV 431918 834312 70.56% 11.547%
8 10.181 1377 1385 1393 rBV 697215 1182491 100.00% 16.366%
9 10.589 1444 1452 1457 rBV3 5642 15040 1.27% 0.208%
10 11.394 1568 1584 1585 rBV2 31059 87716 7.42% 1.214%

11 11.492 1594 1600 1614 rVB 655652 1148788 97.15% 15.900%
12 12.479 1756 1762 1769 rBV 533014 850815 71.95% 11.776%
13 13.095 1857 1863 1878 rVB3 95590 345272 29.20% 4._.779%
14 13.424 1911 1917 1923 rBV 675838 1044931 88.37% 14.463%
15 15.308 2219 2226 2237 rVB5 72244 249932 21.14% 3.459%

Sum of corrected areas: 7225091
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY061820\
Data File : VY002928.D

Aca On : 18 Jun 2020 18:47

Operator : SY/MD

Sample : L3034-07

Misc : 6.22G/5ML/MSVOA Y/SOIL

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

- Z:\VOASRV\HPCHEM1\MSVOA_ Y\METHODS\82Y052720S.M
> SW846 8260

TIC Library : C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VY002928.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY061820\
Data File : VY002928.D

Aca On : 18 Jun 2020 18:47

Operator : SY/MD

Sample : L3034-07

Misc : 6.22G/5ML/MSVOA Y/SOIL

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y052720S .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 2-Pentanone, 4-cyclohexylid... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.10 16.52 ug/Il 345272 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-cvclohexvlidene-3... 222 C15H260 313253-65-5 59
2 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 43
3 2-Anthracenamine 193 C14H11IN 000613-13-8 43
4 Silane. chlorodiethvlhexvloxv- 222 C10H23CIO0Si 1000363-74-4 32
5 3-Ethoxyphenylacetone hydroxyoxime 193 C11H15NO2 319914-15-3 30
Abundance Scan 1864 (13.101 min): VY002928.D (-1857) (-) m/z 193.20 100.00%
193
5000 M 69 97 109 ,“,Mr”ﬂ\\m////\\\Aﬂ,H\”/”\M~
T ] e 17185 15150 550 1o
173 208 : . . .
0 222 20 1 Thzz 69.10 36.95%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #79434: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
193
5000 S5 SR PR UL A B
4 69 - 109 12:80 13.00 13.20 13.40
T ‘ m/z 109.05 35.72%
2
N = XY T
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
193
123 12:80 13.00 13.20 13.40
5000 69 95 109 m/z 41.00 34.85%
55 137
82
. 151 165 179 208
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #55484: 2-Anthracenamine A REEEEEas
193 12.80 13.00 13.20 13.40
m/z 81.00 34.31%
5000 165
97
. 51 708 | 115 139157 | 180
miz-> 20 40 eb 80 100 150 150 160 180 200 220 240 260 12:80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY061820\
Data File : VY002928.D

Aca On : 18 Jun 2020 18:47

Operator : SY/MD

Sample : L3034-07

Misc : 6.22G/5ML/MSVOA Y/SOIL

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y052720S .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 4-(3-Hydroxy-2,6,6-trimethy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.31 11.96 ug/Il 249932 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
4-(3-Hvdroxv-2.6.6-trimethvlcvcl... 222 C14H2202 097306-57-5 59
2 1H-Pvrazole. l-ethvl-4-(4.4.5.5-_.. 222 C11H19BN202 1000319-69-6 59
3 2.11-Dioxabicvclol4.4.1Tlundeca-3... 222 C13H1803 070412-52-1 53
4 1-Trimethvisilylpent-1-en-4-vne 138 C8H14Si 079516-25-9 49
5 4-Fluorobenzoic acid, 3-tridecyl... 322 C20H31FO02 1000280-67-9 47
Abundance Scan 2226 (15.308 min): VY002928.D (-2219) (-) m/z 123.10 100.00%
123
5000
55 69 81 207
T 9| “|’9 137 i 15153 1520 1540 1560
151 184 : : : :
0 M- (N R O W - .:..,L.???. m/z 207.20 27.91%
miz-> 20 40 60 100 120 140 160 180 200 220 240
Abundance #79248: 4-(3- Hydroxy 2,6,6-trimethylcyclohex-1-enyl)pent-3...
4 123
137
5000 LN S B UL I
151 15.00 15.20 15.40 15.60
109 207 222 m/z 55.05 27 .73%
‘ 77 91 ‘ 65
0 II‘IH ‘.“M \H\\HM mﬂ ‘H‘\M‘\Hh ‘MH H ‘\ EI-.7|7..‘. H...l‘....lu
miz-> 20 80 100 120 140 160 180 200 220 240
Abundance
123 207
222 R N DU SURE B
15.00 15.20 15.40 15.60
5000 m/z 69.00 26.91%
136
43 94 179
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #79089: 2,11-Dioxabicyclo[4.4.1Jundeca-3,5-dien-10-one, 1,... A mE R
123 15.00 15.20 15.40 15.60
m/z 81.05 26.44%
43
5000 109 179
222
oL % e s || N assl® | g 207 |
miz-> 20 40 60 80 160 120 140 160 180 200 220 240 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\VY061820\
Data File : VY002928.D

Acq On 18 Jun 2020 18:47

Operator : SY/MD

Sample - L3034-07

Misc : 6.22G/5ML/MSVOA_Y/SOIL

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y052720S .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]
2-Pentanone, 4-cy... 13.10 16.5 ug/I1 345272 4 13.42 1044930 50.0
4-(3-Hydroxy-2,6,... 15.31 12.0 ug/I1 249932 4 13.42 1044930 50.0
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