LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD081820\
Data File : VD066304.D

Aca On 19 Aug 2020 05:23

Operator : VA/SY

Sample : L3689-07

Misc : 5.03G/5.00mI/MSVOA D/SOIL

ALS Vial : 40 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\82D080520S.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

4.962 508 517 531 rVB3 18498 58351 6.15% 1.377%
7.191 887 896 910 rBV 19371 55042 5.80% 1.299%
rBv 154638 378872 39.93% 8.943%
7.973 1024 1029 1041 rVB 271174 601459 63.39% 14.197%
8.326 1073 1089 1099 rVB3 128426 315364 33.23% 7.444%
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6 8.861 1172 1180 1191 rBV 244673 502496 52.96% 11.861%
7 10.338 1425 1431 1440 rBV 51295 94812 9.99% 2.238%
8 10.720 1489 1496 1501 rBV 26819 49049 5.17% 1.158%
9 11.085 1552 1558 1563 rBV 32752 59675 6.29% 1.409%
10 11.455 1616 1621 1627 rVB7 10311 22171 2.34% 0.523%

11 11.644 1646 1653 1660 rBV 118237 214686 22.62% 5.067%
12 12.632 1813 1821 1829 rBV 460479 765244 80.65% 18.063%
13 12.785 1836 1847 1861 rVV 24687 115881 12.21% 2.735%
14 13.414 1951 1954 1964 rVB 11678 32983 3.48% 0.779%
15 13.579 1975 1982 1989 rBV 574562 948892 100.00% 22.398%

16 14.108 2067 2072 2075 rBV5 14488 21562 2.27% 0.509%

Sum of corrected areas: 4236539
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VYD081820\
Data File : VD066304.D

Aca On : 19 Aug 2020 05:23

Operator : VA/SY

Sample : L3689-07

Misc : 5.03G/5.00mI/MSVOA D/SOIL

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ D\METHOD\82D080520S.M
Quant Title : SW846 8260

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

Abundance TIC: VD066304.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD081820\
Data File : VD066304.D

Aca On 19 Aug 2020 05:23

Operator : VA/SY

Sample : L3689-07

Misc : 5.03G/5.00mI/MSVOA D/SOIL

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D080520S.M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 unknownl11.08 Concentration Rank 1

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

11.08 13.90 ug/Il 59675 Chlorobenzene-d5 11.64

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 m-Tolvl isothiocvanate 149 C8H7NS 000621-30-7 27
2 4-Ethvlbenzoic acid. ethvl ester 178 C11H1402 036207-13-3 25
3 4-(Methvlthio)benzonitrile 149 C8H7NS 021382-98-9 17
4 Benzolblthiophene-3-methanol. 2.... 180 C10H120S 039891-65-1 17
5 7-Methylthieno[3,2-b]pyridine 149 C8H7NS 013362-83-9 17

Abundance Scan 1557 (11.079 min): VD066304.D (-1552) (-) m/z 149.10 100.00%
133 119
5000
7 115 10.80 11.00 1120 11.40
47 59 | | 89 103 207 : : : .
O I B o o B BB e e e m/z 133.00 82.48%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23555: m-Tolyl isothiocyanate
149
5000 9a
10.80 11.00 11.20 11.40
65 m/z 150.00 15.76%
39
0 27 5} ' 77 iy 1Q4 1]\-7 133 I
L B o o o B B LA o o o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
133
T T
10.80 11.00 11.20 11.40
5000 m/z 75.10 14.41%
105 150 178
0 27 39 51 63 ' 89 118 163
L B o e o o B L o o o o R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23563: 4-(Methylthio)benzonitrile
149 10.80 11.00 11.20 11.40
m/z 133.90 13.63%
5000 16
45 3 75 90 104
b 2wl e L b b
m/z--> 20 40 60 80 100 120 140 160 180 200 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD081820\
Data File : VD066304.D

Aca On 19 Aug 2020 05:23

Operator : VA/SY

Sample : L3689-07

Misc : 5.03G/5.00mI/MSVOA D/SOIL

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D080520S.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 unknownll.46 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.46 5.16 ug/Il 22171 Chlorobenzene-d5 11.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Amino-4.6-dimethvlthienol2.3-b... 221 C10H11N30S 067795-42-0 47
2 3.4-Bis-(methvlthio)-auinoline 221 C11H11NS2 074579-34-3 47
3 1H-Indole. l1l-ethvl-2-phenvl- 221 C16H15N 013228-39-2 43
4 Trisiloxane. octamethyl- 236 C8H2402Si3 000107-51-7 38
5 4-Quinolinol, 2-phenyl- 221 C15H11NO 001144-20-3 32

Abundance Scan 1622 (11.461 min): VD066304.D (-1616) (-) m/z 221.10 100.00%

73
5000

11.20 11.40 11.60 11.80

89 104116

o m/z 72.90 60.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #77940: 3-Amino-4,6-dimethylthieno[2,3-b]pyridine-2-carbox...
204 221
5000
132 11.20 11.40 11.60 11.80
" . 149 176 m/z 133.10 32.58%
65 /" 89 10411 161
ol 33 192 L
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
221
11.20 11.40 11.60 11.80
5000 206 m/z 222.00 30.63%
149 173
132 160 188
o) RISy (i P S R ST
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #78374: 1H-Indole, 1-ethyl-2-phenyl- L R
206 221 11.20 11.40 11.60 11.80
m/z 151.00 18.79%
5000
165 178
27 39 51 63 77 89 110 128139152 | | 191 | ‘
e R L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.20 11.40 11.60 11.80
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title :

TIC Library :

TIC Integ

Library Search Compound Report

: Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD081820\
: VD066304.D

: 19 Aug 2020 05:23

: VA/SY

: L3689-07

: 5.03G/5.00mI/MSVOA D/SOIL

: 40 Sample Multiplier: 1

SW846 8260

C:\DATABASENNIST11.L

ration Parameters: LSCINT.P

= Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D080520S .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 4 Decahydro-4,4,8,9,10-pentam... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.78 6.11 ug/Il 115881 1,4-Dichlorobenzene-d4 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 53
2 1H-Indene. octahvdro-2.2.4.4.7.7... 208 C15H28 054832-83-6 40
3 4-Pvrimidinamine. 2-methoxv-6-(t... 193 C6H6F3N30 054824-10-1 38
4 T1.2.41Triazololl.5-alpvrimidin-... 193 C8H11N50 1000351-50-1 35
5 2-Anthracenamine 193 C14H11IN 000613-13-8 30

Abundance Scan 1846 (12.779 min): VD066304.D (-1836) (-) m/z 193.20 100.00%
193
41 69
95
5000 83
55 109 123 135
208
149 164 177 12.40 12.60 12.80 13.00
o] m/z 41.05 68.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193
123
5000 69 95109 | BBLLLELE LU LB LB LN B
83 137 12.40 12.60 12.80 13.00
151 08 m/z 69.00 63.50%
0 ||||||||||||‘||| ‘::“l‘luu‘ll|‘|“|||‘l|||‘|||‘=||1|6?|]|-7|9|||‘||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
193
69
83 123 137 AR AR
a1 100 12.40 12.60 12.80 13.00
5000 55 95 m/z 95.00 49 .64%
29
0 152 165 179 208
m/z--> 2|O 4|0 6|0 8IO l(I)O léO 14|10 1(|30 180 2(I)O
Abundance #55535: 4-Pyrimidinamine, 2-methoxy-6-(trifluoromethyl)- T T T
163 193 12.40 12.60 12.80 13.00
94 m/z 83.05 44 .66%
5000
67
43 174
0 ]\-5 2\9\ H‘H‘ H\ ‘ \ “ \ 199 124 36 1 7 ‘ ‘
A A N ' 0 k0 140 1k 1% 2o 12.40 12.60 12,80 13.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_D\DATA\VD081820\
Data File : VD066304.D

Acq On 19 Aug 2020 05:23

Operator : VA/SY

Sample : L3689-07

Misc : 5.03G/5.00mI/MSVOA_D/SOIL

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D080520S.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]
unknownl11.08 11.08 13.9 ug/I1 59675 3 11.64 214686 50.0
unknownll.46 11.46 5.2 ug/Il 22171 3 11.64 214686 50.0
Decahydro-4,4,8,9... 12.78 6.1 ug/Il 115881 4 13.58 948892 50.0
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