LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD081418\
Data File : VD059777.D

Aca On : 14 Aug 2018 20:08

Operator : VA/AP

Sample : J4447-36

Misc : 5.73a/5ml/MSVOA D/SOIL

ALS Vial : 16 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\82D081018S.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 1.232 94 102 117 rBV 76291 397099 100.00% 72.318%
2 5.541 536 540 544 rBB 4708 9576 2.41% 1.744%
3 5.639 545 550 554 rBB 3630 8024 2.02% 1.461%
4 6.013 584 588 593 rBB 4726 10669 2.69% 1.943%
5 6.692 653 657 660 rBB2 5033 10889 2.74% 1.983%
6 8.708 858 862 865 rBB 9068 18070 4 .55% 3.291%
7 9.476 935 940 945 rBV 8074 20948 5.28% 3.815%
8 9.702 961 963 969 rVB 1658 4140 1.04% 0.754%
9 10.686 1060 1063 1067 rBB 15831 22512 5.67% 4_.100%
10 11.925 1187 1189 1192 rBB 12476 16628 4_.19% 3.028%
11 12.102 1203 1207 1211 rBB 4592 9456 2.38% 1.722%
12 12.909 1286 1289 1291 rBB 16330 21087 5.31% 3.840%
Sum of corrected areas: 549098
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD081418\
Data File : VD059777.D

Aca On : 14 Aug 2018 20:08

Operator : VA/AP

Sample : J4447-36

Misc : 5.73a/5m1/MSVOA D/SOIL

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\VOASRV\HPCHEM1\MSVOA D\METHOD\82D081018S.M
> SW846 8260

TIC Library : C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VD059777.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD081418\
Data File : VD059777.D

Aca On : 14 Aug 2018 20:08

Operator : VA/AP

Sample : J4447-36

Misc : 5.73a/5ml/MSVOA D/SOIL

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D081018S_.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 Cyclotrisiloxane, hexamethyl- Concentration Rank 2

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

9.48 46.53 ug/1 20948 Chlorobenzene-d5 10.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotrisiloxane. hexamethvl- 222 C6H1803Si3 000541-05-9 83
2 Arsenous acid. tris(trimethvlsil._. 342 C9H27As03Si13 055429-29-3 43
3 1H-Indole. 5-methvIl-2-phenvl- 207 C15H13N 013228-36-9 9
4 5-Methvl-2-phenvlindolizine 207 C15H13N 036944-99-7 9
5 Benzo[h]quinoline, 2,4-dimethyl- 207 C15H13N 000605-67-4 9

Abundance Scan 940 (9.476 min): VDOSQZI)??.D (-935) (-) m/z 206.95 100.00%
207
5000
% 920 940 960 980
e e S e et e e e || M7z 207.95  19.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #79619: Cyclotrisiloxane, szexamethyl
207
5000 A S SR U

9.20 9.40 9.60 9.80
m/z 208.95 13.14%

96
28 45 75 | 1151?3 163 1?1 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #178799: Arsenous acid, tris(trimethylsilyl) ester
207
e
9.20 9.40 9.60 9.80
5000 m/z 95.90 12.40%
73 105 133 191
27 ™ ] {‘149165 L h 239 327
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #67008: 1H-Indole, 5-methyl-2-phenyl- EaE EEmmaREE R D
7 9.20 9.40 9.60 9.80

m/z 190.90 8.49%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD081418\
Data File : VD059777.D

Aca On : 14 Aug 2018 20:08

Operator : VA/AP

Sample : J4447-36

Misc : 5.73a/5ml/MSVOA D/SOIL

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D081018S_.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 Cyclotetrasiloxane, octamet... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.10 22.42 ug/1 9456 1,4-Dichlorobenzene-d4 12.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetrasiloxane. octamethvl- 296 C8H2404Si4 000556-67-2 64
2 Propenone. 3-(2-benzoxazolvlthio... 281 C16H11NO2S 299461-72-6 9
3 Thiazolidin-4-one. 5-(2.3-dimeth._.. 281 C12H11N03S2 127378-16-9 9
4 Phenol. 2-T4-(2-hvdroxvethvlamin... 281 C16H15N302 298217-41-1 9
5 6,7-Benzo-phenothiazine-5,5-dioxide 281 C16H11NO2S 001225-11-2 9
Abundance Scan 1207 (12.102 min): VD059777.D (-1203) (-) m/z 281.10 100.00%
281
5000
o | 11:80 12.00 12.20 12.40
S £ S m/z 281.90 23.97%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #141482: Cyclotetrasiloxane, octamethyl-
281
5000 LU SRR BN U

11.80 12.00 12.20 12.40
m/z 282.90 15.18%

133 265
28 4559 '3 103119 | 147 1631771932?7 235219
R R e LR RARANEEEEEEE RS L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128273: Propenone, 3-(2-benzoxazolylthio)-1-pheny!-
163
R ma
281 11.80 12.00 12.20 12.40
5000 m/z 192.85 10.42%
77
51 105 927
| r | 182 147 |7 204 22 |
B R A o e AR Ra
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127924: Thiazolidin-4-one, 5-(2,3-dimethoxybenzylidene)-2... R e
194 281 11.80 12.00 12.20 12.40
179
5000 59 136
108
‘ 161 250
45
Ll \mh HH\‘ HH‘ ?2 ‘h A ‘\ 221235 “ 264 h

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_D\DATA\VD081418\
Data File : VD059777.D

Acq On : 14 Aug 2018 20:08

Operator : VA/AP

Sample : J4447-36

Misc : 5.739/5ml/MSVOA_D/SOIL

ALS Vial : 16 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D081018S_.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]
Cyclotrisiloxane, ... 9.48 46.5 ug”/1 20948 3 10.69 22512 50.0
Cyclotetrasiloxan... 12.10 22.4 ug/l 9456 4 12.91 21087 50.0
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