LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN100419\
Data File : VN0O58547.D

Aca On : 4 Oct 2019 17:37

Operator : JC/SP

Sample : K5169-09

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 22 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 N\METHODS\82N092719W_.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

4.040 682 705 719 rBV 30713 90677 3.72% 0.615%
7.574 1785 1804 1815 rBV 275215 687500 28.19% 4_.666%
rvB 541565 1277950 52.40% 8.672%
8.011 1922 1940 1962 rBV 339911 796326 32.65% 5.404%
8.574 2098 2115 2148 rBV 781099 1657544 67.97% 11.248%
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10.085 2571 2585 2605 rBV 1312426 2438697 100.00% 16.550%
10.291 2631 2649 2673 rBV2 104569 409222 16.78% 2.777%
11.407 2984 2996 3019 rVB 1078727 1868387 76.61% 12.679%
12.406 3295 3307 3318 rBVY 833549 1479674 60.67% 10.041%
13.349 3588 3600 3615 rBV 938484 1543022 63.27% 10.471%

=
QO ~NO®

11 13.892 3756 3769 3788 rVB2 61961 156608 6.42% 1.063%
12 15.275 4190 4199 4211 rBV 71268 124864 5.12% 0.847%
13 16.027 4420 4433 4463 rBvV 982319 2022629 82.94% 13.726%
14 16.686 4629 4638 4651 rVB2 91914 182603 7.49% 1.239%

Sum of corrected areas: 14735703
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN100419\
Data File : VNO058547.D

Aca On : 4 Oct 2019 17:37

Operator : JC/SP

Sample : K5169-09

Misc - 5.00mL/MSVOA N/WATER

ALS Vial :© 22 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA N\METHODS\82N092719W.M
> SW846 8260

TIC Library : C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VNO58547.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN100419\
Data File : VN0O58547.D

Aca On : 4 Oct 2019 17:37

Operator : JC/SP

Sample : K5169-09

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N092719W .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 Benzeneethanamine, N-[(pent... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.89  5.07 ug/l 156608  1,4-Dichlorobenzene-d4  13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Benzeneethanamine. N-T(pentafluo... 475 C21H26F5N02Si2 055429-85-1 50
2 Benzoic acid. 2-T(trimethvisilvl... 282 C13H2203Si2 003789-85-3 45
3 4-Methvlcatechol. bis(trimethvls... 268 C13H2402Si2 1000332-79-9 25

1-(3-ChlorophenvDpiperazine. 4-... 268 C13H21CIN2Si 1000373-99-3 25
5 11H-Dibenzo[b,e][1,4]diazepin-11... 267 C16H17N30 013450-73-2 9
Abundance Scan 3768 (13.889 min): VN058547.D (-3756) (-) m/z 73.05 100.00%
78
5000
267
45 59 193207 251 13.60 13.80 14.00 14.20
Obprrrrr ek b0 L1813 194 19 2B WL m/z 267.00 33.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #231876: Benzeneethanamine, N-[(pentafluorophenyl)methylen...
78
5000

13.60 13.80 14.00 14.20

267
" m/z 268.00  8.71%
oh 59 | 91105119 135 151 179194209223 250
B i S BN S -
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
S 1Y W —
13.60 13.80 14.00 14.20
5000 67 m/z 73.95 8.05%
45 135
028 59 91 105120 °°149163 179193 209 233 249
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #116959: 4-Methylcatechol, bis(trimethylsilyl) ether
78 13.60 13.80 14.00 14.20
m/z 59.00 6.17%
5000
268
45
oL 29 | 59 | 91105119133 149 165180 195909553737 253 |
UMM NS AN PN S i ok i il L S0 L S i N
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN100419\
Data File : VN0O58547.D

Aca On : 4 Oct 2019 17:37

Operator : JC/SP

Sample : K5169-09

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N092719W .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 unknownl6.69 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

16.69  5.92 ug/l 182603  1,4-Dichlorobenzene-d4  13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Propanedioic acid. l(trimethvlsi... 336 C12H2805Si3 038165-93-4 23
2 Mercaptoacetic acid. bis(trimeth... 236 C8H2002SSi2 006398-62-5 17
3 Malonic acid. bis(2-trimethvlsil... 304 C13H2804Si2 090744-45-9 17
4 2-Hexenedioic acid. bis(trimethv... 288 C12H2404Si2 055494-10-5 17

5 Ethanedioic acid, bis(trimethyls... 234 C8H1804Si2 018294-04-7 17
Abundance Scan 4639 (16.689 min): VN058547.D (-4629) (-) m/z 73.05 100.00%
73
5000 147 281 _F_w/\\\v___ﬁ%_y_j/\\wk_
—— T
45 191 221 g9 16.40 16.60
Ol prerrrrreptrre et e e 2O et et || M7z 147.00 36 52%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #173491: Propanedioic acid, [(trimethylsilyl)oxy]-, bis(tr...
73
5000 LA N LB B B B BN B B B |
147 16.40 16.60
45 102 m/z 281.10 33.90%
o 29 | | 130 | 177 204221 265 2%2 321
e e e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
73
147 T T T I T T T T I T T T T
16.40 16.60
5000 m/z 282.10 8.29%
45 221
o3, 29 104 177193 pag
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #147471: Malonic acid, bis(2-trimethylsilylethy!| ester ——
73 16.40 16.60
m/z 74.00 7.38%
5000
147
. 2045 | 10139 ‘ 204 233 261 289
e e e e e e e T
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16. 40 16 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN100419\
Data File : VN0O58547.D

Acq On : 4 Oct 2019 17:37

Operator : JC/SP

Sample : K5169-09

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 22 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N092719W .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]
Benzeneethanamine... 13.89 5.1 ug/Il 156608 4 13.35 1543020 50.0
unknownl16 .69 16.69 5.9 ug/Il 182603 4 13.35 1543020 50.0
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