LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN100419\
Data File : VN058534.D

Aca On : 4 Oct 2019 12:53

Operator : JC/SP

Sample : K5197-12

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 9 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
1 2.423 189 202 213 rBv4 18612 36150 1.53% 0.236%
2 3.799 610 630 650 rBV3 9013 25705 1.09% 0.168%
3 4.037 685 704 721 rBV 28392 84773 3.60% 0.554%
4 6.799 1544 1563 1584 rBV2 17526 56305 2.39% 0.368%
5

7.574 1785 1804 1815 rBV 279102 706060 29.98% 4.612%

7.648 1815 1827 1860 rVB 544398 1308450 55.56% 8.546%
8.011 1923 1940 1963 rBV 355748 818987 34.77% 5.349%
8.574 2099 2115 2146 rBV 794665 1688297 71.68% 11.027%
10.085 2571 2585 2604 rBV 1254312 2355161 100.00% 15.383%
10.287 2632 2648 2668 rBVY 108035 380109 16.14% 2.483%

=
QO ~NO®

11 11.406 2983 2996 3019 rVB 1100877 1930430 81.97% 12.609%
12 12.406 3295 3307 3317 rBV 858784 1549837 65.81% 10.123%
13 13.348 3587 3600 3616 rBV 978380 1616944 68.66% 10.561%
14 13.895 3757 3770 3791 rVB 77433 200510 8.51% 1.310%
15 15.274 4190 4199 4216 rBV 85850 155554 6.60% 1.016%

16 16.027 4420 4433 4465 rBV 1049877 2205077 93.63% 14.403%
17 16.686 4628 4638 4653 rVB2 88992 191637 8.14% 1.252%

Sum of corrected areas: 15309986
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN100419\
Data File : VNO0O58534.D

Aca On : 4 Oct 2019 12:53

Operator : JC/SP

Sample : K5197-12

Misc - 5.00mL/MSVOA N/WATER

ALS vial : 9 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: VN058534.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN100419\
Data File : VN058534.D

Aca On : 4 Oct 2019 12:53

Operator : JC/SP

Sample : K5197-12

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 9 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 3
R.T. EstConc Area Relative to ISTD R.T.

13.00  6.20 ug/l 200510  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 59
2 Benzoic acid. 2-T(trimethvisilvl... 282 C13H2203Si2 003789-85-3 59

3 11H-Dibenzolb.elll.41diazepin-11... 267 C16H17N30 013450-73-2 43
4 Benzoic acid. 4-I(trimethvisilvl... 282 C13H2203Si2 002078-13-9 39
5 1-(3-Chlorophenyl)piperazine, 4-... 268 C13H21CIN2Si 1000373-99-3 10
Abundance Scan 3772 (13.901 min): VN058534.D (-3757) (-) m/z 73.00 100.00%
7B
5000 267 kﬁa~wJ/\\v,w_m~w_w‘ﬂ
R S
4559 | g7 133 154 170 191 207 223237251 | 281 13.60 13.80 14.00 14.20
e o O 8 S el W28l Tmyz 267.00 38.18%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #231876: Benzeneethanamine, N-[(pentafluorophenyl)methylen...
7B
5000 LA L L L L L LB L
267 13.60 13.80 14.00 14.20
a4 m/z 268.00 8.98%
oh 59 | 91105119 135 151 179194209223 250
P e e T T [T P T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
13.60 13.80 14.00 14.20
5000 267 m/z 74.05 8.05%
45 135
o028 59 91 1051202149163 179193 209 233 249
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #116510: 11H-Dibenzo[b,e][1,4]diazepin-11-one, 5-(3-aminop...
30 77 118 13.60 13.80 14.00 14.20
57 181 293 267 m/z 251.00 6.53%
19500 | 238
5000 o1 167
3o 154
Ok
m/iz--> 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 : VN058534.D

Aca On : 4 Oct 2019 12:53

Operator : JC/SP

Sample : K5197-12

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 9 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 4
R.T. EstConc Area Relative to ISTD R.T.

16.69  5.93 ug/l 101637  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 37
2 Malonic acid. bis(2-trimethvilsil... 304 C13H2804Si2 090744-45-9 25
3 3-Ureidopropionic acid. N-trimet... 276 C10H24N203Si2 1000332-97-6 22
4 trans-3-Hexenedioic acid. bis(tr... 288 C12H2404Si2 1000078-95-4 17
5 Butanal, 2,3,4-tris[(trimethylsi... 365 C14H35N04Si3 056196-36-2 17

Abundance Scan 4639 (16.689 min): VN058534.D (-4628) (-) m/z 73.05 100.00%
73
5000
147
281 J
——
45 97 131 191 221 251 16.40 __16.60
Obrrerrrrrpirert e et b ey et dogeeee || M7z 147.10  36.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #173494: Propanedioic acid, [(trimethylsilyl)oxy]-, bis(tr...
73
5000 LA N B B B B BN L B B |
147 16.40  16.60
45 102 m/z 281.10 28.76%
o ) 130 | 177 205221 248265 29° 321
e e e T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
73
——
16.40 16.60
5000 m/z 74.00 8.87%
147
ol 204 101117 204 233 261 289
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #123719: 3-Ureidopropionic acid, N-trimethylsilyl-, trimet... —— T
16.40 16.60
m/z 282.10 7.81%
- WW\MMJ\/\
0 177 201218 243
h T T T T T T T T T T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16. 40 16 60

82N092719W.M Tue Oct 08 11:23:30 2019 Page: 4



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN100419\
Data File : VN058534.D

Acq On : 4 Oct 2019 12:53

Operator : JC/SP

Sample : K5197-12

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 9 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Benzeneethanamine... 13.90 6.2 ug/l 200510 4 13.35 1616940 50.0
unknownl16 .69 16.69 5.9 ug/Il 191637 4 13.35 1616940 50.0
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