LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091019\
Data File : VX012258.D

Aca On : 10 Sep 2019 16:27

Operator : SY/SP

Sample : K4624-04

Misc : 5.03a/5.0mL/MSVOA X/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 X\METHOD\82X091019S.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

1.064 25 29 43 rBV 1398471 1448328 100.00% 21.635%

1.393 76 83 87 rBvV 30101 35453 2.45% 0.530%
rvB 18827 40500 2.80% 0.605%
3.161 366 373 382 rVB4 6429 16043 1.11% 0.240%
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5.484 740 754 766 rBV 103337 300350 20.74% 4._487%

6 5.648 769 781 793 rvV 192426 541852 37.41% 8.094%
7 6.051 834 847 859 rBv2 113368 299610 20.69% 4_475%
8 6.849 967 978 991 rBV 301819 710214 49.04% 10.609%
9 8.709 1276 1283 1291 rBV 572598 897100 61.94% 13.401%
10 10.111 1506 1513 1524 rBV 520544 752390 51.95% 11.239%
11 11.135 1675 1681 1692 rBV 408161 528582 36.50% 7.896%
12 11.361 1711 1718 1723 rVB2 11555 16940 1.17% 0.253%
13 12.074 1829 1835 1842 rBV 431951 536572 37.05% 8.015%
14 12.812 1951 1956 1961 rBV 16886 23992 1.66% 0.358%
15 13.318 2030 2039 2046 rBV2 12817 21466 1.48% 0.321%
16 14.183 2176 2181 2184 rBV 62144 81976 5.66% 1.225%
17 14.622 2246 2253 2257 rBvV4 16719 27698 1.91% 0.414%
18 14.848 2287 2290 2298 rVB5 13139 28216 1.95% 0.421%
19 14.964 2302 2309 2312 rBvV4 24640 52836 3.65% 0.789%
20 15.031 2316 2320 2326 rVB2 27612 49483 3.42% 0.739%
21 15.116 2327 2334 2338 rBV3 41755 105207 7.26% 1.572%
22 15.262 2354 2358 2360 rBV3 20599 30535 2.11% 0.456%
23 15.330 2366 2369 2374 rBV6 20836 37313 2.58% 0.557%

24 15.647 2417 2421 2426 rVB3 63514 111845 7.72% 1.671%

Sum of corrected areas: 6694501
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091019\
Data File : VX012258.D

Aca On : 10 Sep 2019 16:27

Operator : SY/SP

Sample : K4624-04

Misc : 5.03a/5.0mL/MSVOA X/SOIL

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\VOASRV\HPCHEM1\MSVOA X\METHOD\82X091019S.M
> SW846 8260

TIC Library : C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance : .
14000001 1|06 TIC: VX012258.D

1200000
1000000
800000
600000
400000
200000

5.48 6.05
o l \ 1}-}39 284 316 \

I : ! T T T T 1
Time--> 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00
Abundance : .
1400000 TIC: VX012258.D

1200000
1000000
800000
600000 871 10.11

400000 1114

200000
11.36
0 , - —r— ——r et _—

LT 1 LN I I
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00

Abundance : .
1400000 TIC: VX012258.D

1200000
1000000
800000
600000
12.07

400000

200000 15.65

3
12.81 13.32 1‘}'&8 14.62 14.84.568125.36
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o1
Time--> 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091019\
Data File : VX012258.D

Aca On : 10 Sep 2019 16:27

Operator : SY/SP

Sample : K4624-04

Misc : 5.03a/5.0mL/MSVOA X/SOIL

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091019S_.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 wunknownl4.18 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.18 7.64 ug/l 81976 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Oxa-6-thia-2.7-disilaoctane. 2... 222 C8H220SSi2 078921-31-0 43
2 2-Phenvl-2-trimethvisilvloxvprop... 310 C15H2603Si2 082326-12-3 40
3 Silane. trimethvill-phenvl-2-I2-... 304 C17H280Si2 097778-19-3 38
4 Benzenepropanoic acid. .alpha.-T... 310 C15H2603Si2 027750-45-4 38
5 Silane, [[3,3-dimethyl-4-methyle... 282 C15H300Si2 095798-07-5 28
Abundance Scan 2180 (14.177 min): VX012258.D (-2176) (-) m/z 73.00 100.00%
73
5000
45 95 117 1T7163 191207223 251267 295 1380 14.00 14.20 14.40
Obrrrrrrp e e e 2 e e P e R e e e m/z 147.00 13.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #79721: 3-Oxa-6-thia-2,7-disilaoctane, 2,2,7,7-tetramethyl-
73
147
5000 AU S SR B B
13.80 14.00 14.20 14.40
45 107116 207 m/z 74.10 8.42%
S A S0 . N S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
73
103 13.80 14.00 14.20 14.40
5000 147 m/z 44.95 5.01%
45
220
ol.18 Ol 115131 | 163178 251267 295
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #147934: Silane, trimethyl[1-phenyl-2-[2-(trimethylsilyl)-...
73 13.80 14.00 14.20 14.40
m/z 59.00 4_.11%
5000 179
147
45
ol 28 | , 89105 131, 163 | 199214231 289304
m/z--> 20 40 60 80 100 120 150 160 180 200 220 240 260 280 300 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091019\
Data File : VX012258.D

Aca On : 10 Sep 2019 16:27

Operator : SY/SP

Sample : K4624-04

Misc : 5.03a/5.0mL/MSVOA X/SOIL

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091019S_.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 _beta.-iso-Methyl ionone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.12 9.80 ug/l 105207 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 59
2 p-Cvanophenvl p-(2-methvlbutoxy)... 309 C19H19NO3 067951-45-5 47
3 2-Imino-6-mercapto-4.4-dimethvl-._.. 206 C9H10N4S 1000276-00-7 46
4 2-Fluoro-3-trifluoromethvlbenzoi... 376 C20H28F402 1000338-51-2 43
5 5-Fluoro-2-trifluoromethylbenzoi... 418 C23H34F402 1000338-56-0 43
Abundance Scan 2335 (15.122 min): VX012258.D (-2327) (-) m/z 191.20 100.00%
191
5000 121
39 5|5 | | 1 K 14.80 15.00 15.20 15.40
Obrrrrrrrst eyl e b A 204 e M/Z 121.10  43.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #66096: .beta.-iso-Methyl ionone
191
5000{ 28 U DU UM SO I
14.80 15.00 15.20 15.40
43 o o5 13 16 m/z 107.10 26.84%
0...“..w..”,.L.,nxkpb}ﬁ%.w,”h.k..:...zﬂg.“.....”,.”....w..”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
121 191
14:80 15.00 15.20 15.40
5000 m/z 135.10 23.26%
o2 43 65 93 161 210 252 280 309
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #66482: 2-Imino-6-mercapto-4,4-dimethyl-1,2,3,4-tetrahydro... LR L |
191 14.80 15.00 15.20 15.40
m/z 192.25 15.60%
5000

39 60 45 105 132 157174 | 206

Olrrrprrreprrrr e e A e b e e e e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091019\
Data File : VX012258.D

Aca On : 10 Sep 2019 16:27

Operator : SY/SP

Sample : K4624-04

Misc : 5.03a/5.0mL/MSVOA X/SOIL

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091019S_.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 unknownl5.65 Concentration Rank 2

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

15.65 10.42 ug/Il 111845 1,4-Dichlorobenzene-d4 12.07

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4a.8.8-Tetramethvldecahvdrocvc... 206 C15H26 074022-04-1 41
2 2.3.3-Trimethvl-2-(3-methvl-buta... 206 C14H220 1000193-60-6 38
3 Caparratriene 206 C15H26 1000374-08-7 38
4 2H-3.9a-Methano-1-benzoxepin. oc... 222 C15H260 005956-09-2 30
5 Cyclohexanone, 2,3,3-trimethyl-2... 206 C14H220 069296-90-8 25
Abundance Scan 2422 (15.653 min): VX012258.D (-2417) (-) m/z 121.10 100.00%

17
55
41 81 191
5000

15.40 15.60 15.80 16.00
m/z 55.00 69.26%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66222: 2,4a,8,8-Tetramethyldecahydrocyclopropa[d]naphthalene
3

15.40 15.I60 15!80 16.I00
m/z 109.10  66.16%

5000

163177

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

95 123
R N L SRS B
41 101 15.40 15.60 15.80 16.00
5000 55 69 m/z 41.05 63.51%
109 | 137 206
27 163
177

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

Abundance #66196: Caparratriene  EAREEEEES L
15.40 15.60 15.80 16.00

m/z 81.10 60.32%

5000

T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX091019\
Data File : VX012258.D

Acq On : 10 Sep 2019 16:27

Operator : SY/SP

Sample - K4624-04

Misc : 5.039/5.0mL/MSVOA_X/SOIL

ALS Vial : 16 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091019S_.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]

unknownl14 .18 14.18 7.6 ug/l 81976 4 12.07 536572 50.0
-beta.-iso-Methyl... 15.12 9.8 ug/Il 105207 4 12.07 536572 50.0
unknownl15.65 15.65 10.4 ug/I1 111845 4 12.07 536572 50.0
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