LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA W\Data\VW042120\
Data File : VW015277.D

Aca On : 21 Apr 2020 22:34

Operator : SY/VA

Sample > VW0421SBL0O2

Misc : 5.00G/5ML/MSVOA W/SOIL

ALS Vial : 32 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_ W\METHOD\82W042020S.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

4.922 482 495 508 rVB2 7408 23266 2.48% 0.358%
7.141 848 859 870 rBV 16259 45276 4.83% 0.696%
rBv 121203 288050 30.76% 4._.429%
7.951 986 992 1002 rVB 262231 586921 62.67% 9.025%
8.305 1034 1050 1060 rBV 103077 239397 25.56% 3.681%

abrwNPE
\l
(00]
o]
N
©
\l
=
(o]
(00]
=
(o]
0]
()]

8.842 1128 1138 1152 rBV 333369 673338 71.90% 10.354%
10.323 1373 1381 1390 rBV 528693 936542 100.00% 14.401%
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rBv 34817 64173 6.85% 0.987%
11.061 1496 1502 1512 rVB 23192 38068 4._.06% 0.585%
11.439 1553 1564 1569 rBV2 13421 23911 2.55% 0.368%

11 11.634 1588 1596 1604 rBV 457279 778943 83.17% 11.978%
12 11.878 1607 1636 1639 rBV 48943 259606 27.72% 3.992%
13 12.615 1749 1757 1768 rVB2 388367 665794 71.09% 10.238%
14 12.932 1804 1809 1815 rVB2 8491 13732 1.47% 0.211%
15 13.560 1905 1912 1919 rVB 407807 675320 72.11% 10.384%

16 14.066 1989 1995 2003 rVB 127635 207059 22.11% 3.184%

17 14.328 2027 2038 2047 rBV2 14375 27126 2.90% 0.417%

18 15.493 2221 2229 2237 rBVY 540476 934853 99.82% 14.375%

19 15.981 2300 2309 2325 rVB 5983 21967 2.35% 0.338%
Sum of corrected areas: 6503342
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA W\Data\VW042120\
Data File : VW015277.D

Aca On : 21 Apr 2020 22:34

Operator : SY/VA

Sample > VW0421SBL02

Misc : 5.00G/5ML/MSVOA W/SOIL

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W042020S_.M
> SW846 8260

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VW015277.D
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA W\Data\VW042120\
Data File : VW015277.D

Aca On : 21 Apr 2020 22:34

Operator : SY/VA

Sample > VW0421SBL02

Misc : 5.00G/5ML/MSVOA W/SOIL

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W042020S .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 unknownll1.88 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

11.88  16.66 ug/l 250606  Chlorobenzene-ds 11.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 27 .6"-Dihvdroxvacetophenone. bis... 296 C14H2403Si2 1000352-81-3 46
2 Mercaptoacetic acid. bis(trimeth... 236 C8H2002SSi2 006398-62-5 35

3 5-(p-Aminophenv)-4-(0-tolv)-2-... 281 C16H15N3S 1000242-18-7 35
4 Ethanedioic acid. bis(trimethvls... 234 C8H1804Si2 018294-04-7 35
5 Cyclotetrasiloxane, octamethyl- 296 C8H2404Si4 000556-67-2 32
Abundance Scan 1636 (11.878 min): VW015277.D (-1607) (-) m/z 73.05 100.00%
73.0
281.0 i f
5000 147.0
45.0 221.0 11.60 11.80 12.00 12.20
b S A0 200 b . Tm/z 281.00 54.69%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #140709: 2',6'-Dihydroxyacetophenone, bis(trimethylsilyl) ...
281.0
5000
73.0 11.60 11.80 12.00 12.20
m/z 147 .00 44 _.89%

147.0
150 0 | 1050 | 1910 225 02490.
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #91067: Mercaptoacetic acid, bis(trimethylsilyl)-
73.0
147.0

11.60 11. 80 12. OO 12.20

5000 m/z 282.10 15.33%
450 103.0 2
TR NP N T 1 O NAR—
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #128306: 5-(p-Aminophenyl)-4-(O-tolyl)-2-thiazolamine e
281.0 11. 60 11. 80 12. OO 12. 20

m/z 74.05 8.34%

5000
206.0
270 650 93011701400 1780 “ ‘\2380 H

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11. 60 11. 80 12. OO 12. 20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA W\Data\VW042120\
Data File : VW015277.D

Aca On : 21 Apr 2020 22:34

Operator : SY/VA

Sample > VW0421SBL02

Misc : 5.00G/5ML/MSVOA W/SOIL

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W042020S .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 3-Hydroxymandelic acid, eth... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

14.07 15.33 ug/l 207059  1,4-Dichlorobenzene-d4  13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-Hvdroxvmandelic acid. ethvl es... 340 C16H2804Si2 1000071-88-9 56
2 Butanamide. 2.2.3.3.4.4.4-heptaf... 493 C18H26F7N0O3Si2 055471-01-7 56
3 2-Hvdroxvmandelic acid. ethvyl es... 340 C16H2804Si2 1000071-88-8 56
4 Benzoic acid. 2-T(trimethvlsilvl... 282 C13H2203Si2 003789-85-3 56
5 4-(2-Acetylamino-1-(trimethylsil. .. 339 C16H29N03Si2 1000373-43-5 50

Abundance Scan 1996 (14.072 min): VW015277.D (-1989) (-) m/z 73.00 100.00%
73.0

266.9
5000

13.80 14.00 14.20 14.40

108.4 154.1193.0

O R o e S m/z 266.95 59.11%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #176392: 3-Hydroxymandelic acid, ethyl ester, di-TMS
73.0 267.0
5000 LINLINLEN LI L L L L L LI
13.80 14.00 14.20 14.40
m/z 268.00 16.02%
147.0
| 207.0 325.0
et e e e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #234407: Butanamide, 2,2,3,3,4,4,4-heptafluoro-N-[2-[(trim...
267.0
73.0 R B R
13.80 14.00 14.20 14.40
5000 m/z 269.00 10.89%
150.0
‘ C T 1900310 3310 388.0 478.0
e T T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #176394: 2-Hydroxymandelic acid, ethyl ester, di-TMS L R
267.0 13.80 14.00 14.20 14.40
m/z 74.00 8.36%
73.0
5000
179.0 \
e — SRS § WS W—
m/z--> 50 100 150 200 250 300 350 400 450 13. 80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA W\Data\VW042120\
Data File : VW015277.D

Aca On : 21 Apr 2020 22:34

Operator : SY/VA

Sample > VW0421SBL02

Misc : 5.00G/5ML/MSVOA W/SOIL

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W042020S .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 unknownl5.49 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.49  69.22 ug/l 934853  1,4-Dichlorobenzene-d4  13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 3-Oxa-6-thia-2.7-disilaoctane. 2... 222 C8H220SSi2  078921-31-0 38

2 Benzenepropanoic acid. .alpha.-T... 310 C15H2603Si2 027750-45-4 38
3 2-Phenvl-2-trimethvisilvloxyprop... 310 C15H2603Si2 082326-12-3 38
4 Acetic acid. T(tert-butvldimethyv... 304 C14H3203Si2 067226-76-0 33
5 2-Phenyl-1,2-bis(trimethylsilylo... 296 C15H2802Si2 294847-15-7 28

Abundance Scan 2229 (15.493 min): VW015277.D (-2221) (-) m/z 73.05 100.00%
73.0
5000
o 15,20 15.40 15.60 15.80
45.0 207.0 251 0 : : : :
Obrrr e -.,....,.?.1.7,9...,.L..,..1.7.8.9... e m/z 147.00  17.61%
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-tetramethy!-
73.0
147.0
5000 LA L L L L L L LB
15.20 15.40 15.60 15.80
45.0 116.0 207.0 m/z 74.00 8.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #152606: Benzenepropanoic acid, .alpha.-[(trimethylsilyl)o...
73.0
T
193.0 15.20 15.40 15.60 15.80
5000 147.0 m/z 45.00 5.08%
45.0
| | 1030 | 2290 267.0 2950
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #152602: 2-Phenyl-2-trimethylsilyloxypropanoic acid, trime... L ILALLELE i e
73.0 15.20 15.40 15.60 15.80
m/z 207 .00 4_.63%
193.0
5000 147.0
45.0
220.0
18.0 . 1040 ‘ 2670 2950
e I A oA n s a s s e o B R LR s R R a e a R RARE e A REAE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.20 15.40 15. 60 15.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW042120\
Data File : VW015277.D

Acq On : 21 Apr 2020 22:34

Operator : SY/VA

Sample > VW0421SBL0O2

Misc : 5.00G/5ML/MSVOA_W/SOIL

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W042020S .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]
unknownll .88 11.88 16.7 ug/l 259606 3 11.63 778943 50.0
3-Hydroxymandelic... 14.07 15.3 ug/I1 207059 4 13.56 675320 50.0
unknownl15.49 15.49 69.2 ug/Il 934853 4 13.56 675320 50.0
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