LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU102418\
Data File : VU027795.D

Acq On : 24 Oct 2018 19:24

Operator : MD/SY

Sample - J5599-03

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 29 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 1.273 26 31 37 rBv 4401 5887 2.76% 0.360%
2 1.402 65 71 81 rvB 22118 21894 10.25% 1.339%
3 1.685 152 159 169 rVB 16510 20377 9.54% 1.246%
4 2.276 333 343 356 rBvY 34318 50966 23.86% 3.118%
5 4.196 923 940 965 rBvV 27491 72093 33.74% 4.410%
6 4.652 1067 1082 1101 rVB2 26797 61608 28.84% 3.768%
7 5.340 1275 1296 1322 rBV3 53964 147926 69.24% 9.048%
8 5.890 1449 1467 1488 rBV 47302 91437 42.80% 5.593%
9 6.334 1592 1605 1627 rVB 36297 70657 33.07%  4.322%
10 7.231 1873 1884 1900 rBV3 19691 33375 15.62% 2.041%
11 7.565 1977 1988 2006 rBV 70291 122035 57.12% 7.465%
12 7.851 2069 2077 2095 rvB 11163 18747 8.78% 1.147%
13 8.186 2167 2181 2188 rBV 20413 46862 21.93% 2.866%

14 8.315 2212 2221 2247 rBV 116155 213641 100.00% 13.068%
15 9.089 2451 2462 2481 rBV 71942 117851 55.16% 7.209%

16 10.031 2748 2755 2767 rBvV4 2716 3684 1.72% 0.225%
17 10.433 2869 2880 2896 rVB 26560 40623 19.01% 2.485%
18 10.636 2924 2943 2959 rBV 32676 103064 48.24% 6.304%
19 11.292 3137 3147 3155 rBV5 2171 3793 1.78% 0.232%

20 11.485 3196 3207 3226 rVB 74972 116214 54.40% 7.109%

21 11.861 3313 3324 3339 rBV 69930 108676 50.87% 6.648%

22 12.437 3495 3503 3508 rBv4 3419 4619 2.16% 0.283%
23 12.485 3508 3518 3530 rVvVv 25900 46296 21.67% 2.832%
24 12.536 3530 3534 3544 rVB3 2092 2673 1.25% 0.164%
25 12.790 3606 3613 3623 rBV3 1960 2571 1.20% 0.157%
26 12.999 3671 3678 3686 rVB2 2291 2873 1.34% 0.176%
27 14.279 4063 4076 4088 rBV 43899 70546 33.02% 4.315%
28 15.880 4563 4574 4589 rVB 20906 33842 15.84% 2.070%
Sum of corrected areas: 1634830
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102418\
Data File : VU027795.D

Acq On : 24 Oct 2018 19:24

Operator : MD/SY

Sample - J5599-03

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial :© 29 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA .M
TRACE VOA SOM01.0

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

Abundance TIC: VU027795.D

140000

120000

100000

80000

60000

40000 2.28

4.20

20000 1.68

5.34
5.89

6.33

Time--> 4.00

Abundance TIC: VU027795.D

140000

120000

100000

80000 757 9.09

60000

40000

10.64
10.43

©

20000
10.03
/\_I

11.48 11.86

11.29

R
10.50

o‘——7— 7T T

I
Time--> 9.00 9.50 10.00

12.00

i -
11.00 11.50

Abundance TIC: VU027795.D

140000

120000

100000

80000

60000

14.28
40000

12.48 15.88

20000

1254 12.7913.00

04
Time-->

T L . m oot T
14.50 15.00

I
13.50

L
14.00

12.50

1
13.00

T LI
15.50 16.00

T I S e e
16.50 17.00 17.50

SOMUTR102418WMA .M Mon Oct 29 08:57:06 2018

Page: 2




Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU102418\
Data File : VU027795.D

Acq On : 24 Oct 2018 19:24

Operator : MD/SY

Sample - J5599-03

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA _M
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 3
R.T. EstConc Area Relative to ISTD R.T.

12,48 1.99 ug/L 46296  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 Benzeneethanamine, N-[(pentafluo... 475 C21H26F5N02Si2 055429-85-1 50
3 Benzoic acid, 2-[(trimethylsilyl_.. 282 C13H2203Si2 003789-85-3 45
4 Benzoic acid, 2-[(trimethylsilyl... 282 C13H2203Si2 003789-85-3 38
5 Benzoic acid, 2-[(trimethylsilyl_.. 282 C13H2203Si2 003789-85-3 38

Abundance Scan 3517 (12.482 min): VU027795.D (-3508) (-) m/z 73.10 100.00%
7
5000
267
45 59 179193207 251 12.20 12.40 12.60 12.80
e e e e e 2 2 b Tm/z 267.05  34.64%
miz--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #128754: Benzoic acid, 2-[(trimethylsilyl)oxy]-, trimethyl...
73
5000 LN L L L L L L LB LB
267 12.20 12.40 12.60 12.80
45 m/z 268.05 8.16%
32 d 59 | 9 105119 \ 149 179193 209 233 L
e i = o M i e A
miz--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
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e
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5000 m/z 74.10 7.90%
267
44
59 91104117 135 151 179 194 209202 237250
= L e e s
miz--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #128752: Benzoic acid, 2-[(trimethylsilyl)oxy]-, trimethyl... R R mm
78 12.20 12.40 12.60 12.80
m/z 193.00 6.62%
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31 d 59 | 9105110 \ 149163 179193 209 233 249 |
o SN
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 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 : VU027795.D

Acq On : 24 Oct 2018 19:24

Operator : MD/SY

Sample - J5599-03

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA _M
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 2-Phenyl-2-trimethylsilylox... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

14.28  3.04 ug/l 70546  1,4-Dichlorobenzene-d4  11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2-Phenyl-2-trimethylsilyloxyprop... 310 C15H2603Si2 082326-12-3 53
2 Benzenepropanoic acid, .alpha.-[... 310 C15H2603Si2 027750-45-4 33

3 3-Oxa-6-thia-2,7-disilaoctane, 2... 222 C8H220SSi2 078921-31-0 32
4 Silane, trimethyl[1-phenyl-2-[2-... 304 C17H280Si2 097778-19-3 28
5 3,6,9-Trioxa-2,10-disilaundecane... 250 C10H2603Si2 016654-74-3 28
Abundance Scan 4076 (14.279 min): VU027795.D (-4063) (-) m/z 73.10 100.00%
73
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25 17 14.00 14.20 1440 14.60
191207 251 : : : :
e AT | 168 191207223 251267 295 | y2t947°10  14.94%
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...
73
193
5000 147 LA L L L L L L L LB
14.00 14.20 14.40 14.60
45 m/z 74.10 8.57%
o1 220 267 295
18 , T 115131 | 163178 | | 251
T R T e e e e e e
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Abundance
73
B REEEE B S R
193 14.00 14.20 14.40 14.60
5000 147 m/z 45.10 5.54%
45
o8 91 131 163 220 267 295
mmw#wwmﬂwwwm
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- R
73 14.00 14.20 14.40 14.60
147 m/z 59.10 4.94%
5000
45 116 207
101
S N = W SN -~ N O (U | I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 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 : VU027795.D

Acq On : 24 Oct 2018 19:24

Operator : MD/SY

Sample - J5599-03

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA _M
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-01 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.88  1.46 ug/L 33842 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 Malonic acid, bis(2-trimethylsil._. 304 C13H2804Si?2 090744-45-9 25
3 3,8-Dioxa-2,9-disiladec-5-ene, 2... 232 C10H2402Si2 053326-59-3 25
4 trans-3-Hexenedioic acid, bis(tr... 288 C12H2404Si2 1000078-95-4 17

5 Propanoic acid, 2-[(trimethylsil._.. 234 C9H2203Si2 017596-96-2 17
Abundance Scan 4574 (15.880 min): VU027795.D (-4563) (-) m/z 73.10 100.00%
73
5000
147 281
St MMM M M LS AHEN W m/z 147.10 33.89%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89411: Ethanedioic acid, bis(trimethylsilyl) ester
73
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5000 LA L L L L L LB L L
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S
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wmwwwwwmmm
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #87075: 3,8-Dioxa-2,9-disiladec-5-ene, 2,2,9,9-tetramethyl... R m
73 15.60 15.80 16.00 16.20
129147 m/z 282.10 8.67%
5000
45
59 103
27 bl 88 | AT 191 217232
B e . o g
miz--> 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 : VU027795.D

Acq On : 24 Oct 2018 19:24

Operator : MD/SY

Sample - J5599-03

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 29 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA .M
TRACE VOA SOMO01.0

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]

Benzoic acid, 2-[... 12.48 2.0 ug/L 46296 3 11.48 116214 5.0
2-Phenyl-2-trimet... 14.28 3.0 ug/L 70546 3 11.48 116214 5.0
unknown-01 15.88 1.5 ug/L 33842 3 11.48 116214 5.0
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