LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU102418\
Data File : VU027800.D

Acq On : 24 Oct 2018 21:24

Operator : MD/SY

Sample - J5599-08

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 34 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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_U\METHOD\SOMUTR102418WMA _M
Title = TRACE VOA SOM01.0
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 1.399 63 70 83 rBv 20817 23758 11.56% 1.564%
2 1.476 88 94 101 rVvv 5083 5555 2.70% 0.366%
3 1.681 152 158 169 rVB 15989 19645 9.55% 1.293%
4 2.276 333 343 353 rBvY 33805 50298 24.46% 3.311%
5 4.193 925 939 961 rBvV2 27289 72082 35.06% 4.744%
6 4.652 1067 1082 1101 rBV2 25005 61450 29.89%  4.045%
7 5.340 1275 1296 1318 rBV2 54330 150133 73.02% 9.882%
8 5.887 1454 1466 1484 rBV 48490 91952 44.72% 6.052%
9 6.334 1592 1605 1623 rVB 37391 72447 35.24%  4.768%
10 7.231 1873 1884 1899 rBV 19976 33368 16.23% 2.196%
11 7.565 1977 1988 2009 rBvV 71971 123782 60.20% 8.147%
12 7.852 2067 2077 2097 rvVB 11291 18955 9.22% 1.248%
13 8.183 2165 2180 2192 rBV2 32674 72253 35.14%  4.756%

14 8.315 2211 2221 2245 rBV 117472 205606 100.00% 13.533%
15 9.090 2448 2462 2479 rBvV 71365 116451 56.64% 7.665%

16 10.434 2869 2880 2896 rVB 27600 42322 20.58% 2.786%
17 10.610 2925 2935 2960 rVB3 16852 44356 21.57% 2.920%
18 11.485 3196 3207 3223 rBV 72077 112043 54.49% 7.375%
19 11.861 3311 3324 3344 rVB 69371 110358 53.67% 7.264%

20 12.482 3502 3517 3528 rBV 11689 21127 10.28% 1.391%

21 14.279 4065 4076 4090 rVB 20015 33089 16.09% 2.178%

22 15.880 4562 4574 4587 rBV2 20984 34128 16.60% 2.246%

23 17.298 5004 5015 5024 rBv4 2174 4126 2.01% 0.272%
Sum of corrected areas: 1519284
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU102418\
VU027800.D

24 Oct 2018 21:24

MD/SY

J5599-08

25_0mL/MSVOA_U/WATER

34 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMUTR102418WMA.M

Quant Title

TIC Library :

- TRACE VOA SOM01.0

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU102418\
Data File : VU027800.D

Acq On : 24 Oct 2018 21:24

Operator : MD/SY

Sample - J5599-08

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA_M
Quant Title : TRACE VOA SOM01.0

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 Benzoic acid, 2-[(trimethyl.._. Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

12.48  0.94 ug/L 21127  1,4-Dichlorobenzene-d4  11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Benzoic acid, 2-[(trimethylsilyl._. 282 C13H2203Si2 003789-85-3 59
2 Tetrasiloxane, 1,1,3,3,5,5,7,7-0... 282 C8H2603Si4 001000-05-1 38
3 Benzoic acid, 2-[(trimethylsilyl.._. 282 C13H2203Si2 003789-85-3 38
4 Benzeneethanamine, N-[(pentafluo... 475 C21H26F5N0O2Si2 055429-85-1 38
5 Benzoic acid, 2-[(trimethylsilyl... 282 C13H2203Si2 003789-85-3 38

Abundance Scan 3516 (12.478 min): VU027800.D (-3502) (-) m/z 73.10 100.00%
73
5000 267
12.20 12.40 12.60 12.80
45 59 193 251
P o e Saan 223 o b "m/z 267.10  39.58%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128754: Benzoic acid, 2-[(trimethylsilyl)oxy]-, trimethyl...
73
5000 LA L L L L L L LB LB
267 12.20 12.40 12.60 12.80
45 m/z 268.00 10.71%
31 d 59 | % 105119 \ 149 179193209 233
e =t - CANIMNASES e St Lt o BERSS R
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
193 IIIIIIIIIIIIIIIIIIIIIII
207 12.20 12.40 12.60 12.80
5000 m/z 74.10 9.27%
267
45 59 133 179
31 88 103 119-°°147 163 221235251 | 281
mmmmwmmﬁm
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128753: Benzoic acid, 2-[(trimethylsilyl)oxy]-, trimethyl... A R
78 12.20 12.40 12.60 12.80
m/z 269.10 6.22%
5000 267
45 135
28 | 59 | 911051207°149163 179193209 233249 |
e = o RN T
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU102418\
Data File : VU027800.D

Acq On : 24 Oct 2018 21:24

Operator : MD/SY

Sample - J5599-08

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA_M
Quant Title : TRACE VOA SOM01.0

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 5 unknown-01 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

14.28  1.48 ug/l 33089  1,4-Dichlorobenzene-d4  11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2-Phenyl-1,2-bis(trimethylsilylo... 296 C15H2802Si2 294847-15-7 40
2 3,6,9-Trioxa-2,10-disilaundecane... 250 C10H2603Si2 016654-74-3 28
3 2-Ethyl-3-trimethylsilyloxy(trim... 276 C12H2803Si2 1000078-93-6 28
4 Benzenepropanoic acid, .alpha.-[... 310 C15H2603Si2 027750-45-4 28
53

-Oxa-6-thia-2,7-disilaoctane, 2... 222 C8H220SSi2 078921-31-0 23
Abundance Scan 4076 (14.279 min): VU027800.D (-4065) (-) m/z 73.10 100.00%
73
5000
147 1400 14.20 14.40 14.60
45 133 191207 251 : - - :
b e A3 | AOLT 291267 296 | 7t 147.10  14.84%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #140825: 2-Phenyl-1,2-bis(trimethylsilyloxy)propane
73 193
5000 III|IIII|IIIIIIII|IIII
14.00 14.20 14.40 14.60
i 147 m/z 74.10 8.16%
28 | | 91 17 y 177 | 281
L e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
B —
14.00 14.20 14.40 14.60
5000 117 m/z 207.10 6.42%
147
28 4° 101 191207 235
wwwwm‘wwwmﬂ'w‘wwm
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #123896: 2-Ethyl-3-trimethylsilyloxy (trimethylsilyl)butyrate
78 14.00 14.20 14.40 14.60
m/z 45.00 5.53%
117
5000 147
45
28 \“ m 101 101 217232 261
e L B —
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU102418\
Data File : VU027800.D

Acq On : 24 Oct 2018 21:24

Operator : MD/SY

Sample - J5599-08

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA_M
Quant Title : TRACE VOA SOM01.0

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 6 unknown-02 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.88  1.52 ug/L 34128  1,4-Dichlorobenzene-d4  11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Ethanedioic acid, bis(trimethyls... 234 C8H1804Si2 018294-04-7 35
2 Ethanedioic acid, bis(trimethyls... 234 C8H1804Si2 018294-04-7 25

3 2-Hexenedioic acid, bis(trimethy... 288 C12H2404Si?2 055494-10-5 25
4 Malonic acid, bis(2-trimethylsil... 304 C13H2804Si2 090744-45-9 25
5 Ribo-hexos-3-ulose, 2,4,5,6-tetr... 524 C20H48N206Si4 062108-14-9 23

Abundance Scan 4574 (15.880 min): VU027800.D (-4562) (-) m/z 73.10 100.00%
s
5000
147 281
15.60 15.80 16.00 16.20
45 59 191 207221
e e b S 289 b Tm/z 147.10  32.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89411: Ethanedioic acid, bis(trimethylsilyl) ester
73
147
5000 LA L L L L L LB L L
15.60 15.80 16.00 16.20
45 m/z 281.10 27 .69%
28 ‘5\9\ Il 102117133 | 1751?0 219
R o e e LR aa e L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73 147
L S
15.60 15.80 16.00 16.20
5000 m/z 74.00 8.61%
45
1529 | 99 | g7102117133 175190 219
Wmmmﬁmwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #134016: 2-Hexenedioic acid, bis(trimethylsilyl) ester, (E)- R
73 15.60 15.80 16.00 16.20
m/z 282.10 7.99%
5000
5 147
e || oo i | 100 220244 213
.”,””P.”P.”P.”P.”“”.P”.P”..“..”..”..”q.“q.” e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15. 60 15. 80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU102418\
Data File : VU027800.D

Acq On : 24 Oct 2018 21:24

Operator : MD/SY

Sample - J5599-08

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA_M
Quant Title : TRACE VOA SOM01.0

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Benzoic acid, 2-[... 12.48 0.9 ug/L 21127 3 11.48 112043 5.0
unknown-01 14.28 1.5 ug/L 33089 3 11.48 112043 5.0
unknown-02 15.88 1.5 ug/L 34128 3 11.48 112043 5.0

SOMUTR102418WMA_.M Mon Oct 29 08:58:58 2018 Page: 6



