LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\

Data File : BF107571.D

Aca On - 21 Jul 2018 12:55 Instrument :

Operator : JU/SJ BNA_F

Sample  : J4094-04 UGl el

o : 071818-DBRI-E-U-B
isc :

ALS Vial : 43 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF072018 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.201 484 487 498 rBV 118837 146663 1.67% 0.264%
2 5.601 551 555 590 rBY 2205960 3152954 35.86% 5.676%
3 6.596 721 724 741 rBV 1465847 2245637 25.54% 4.043%
4 6.743 745 749 773 rVB 4842928 5324848 60.56% 9.587%
5 6.972 784 788 803 rBVY 1901045 2134806 24.28% 3.843%

7.131 810 815 835 rBV 6548140 7026665 79.91% 12.650%
7.543 879 885 894 rBV 4311679 5591465 63.59% 10.067%
8.254 1002 1006 1023 rBV 2310158 2590058 29.46% 4.663%
9.331 1184 1189 1205 rBV 7858454 8793148 100.00% 15.831%
9.725 1252 1256 1267 rVB 116263 136890 1.56% 0.246%

=
QO ~NO®

11 10.013 1302 1305 1327 rVB 2228436 2347764 26.70% 4.227%
12 10.678 1415 1418 1425 rBV 376671 299737 3.41% 0.540%
13 10.807 1436 1440 1454 rBV 2941883 3220272 36.62% 5.798%
14 11.513 1556 1560 1568 rBV 1866815 2009197 22.85% 3.617%
15 13.095 1825 1829 1839 rBV 6013433 6162043 70.08% 11.094%

16 13.977 1975 1979 1990 rBV 100452 143542 1.63% 0.258%
17 14.160 2006 2010 2020 rBV 2291009 2221813 25.27% 4_000%
18 15.007 2151 2154 2158 rVB 116099 120101 1.37% 0.216%
19 15.695 2266 2271 2280 rBV 1251150 1779192 20.23% 3.203%
20 16.154 2345 2349 2355 rVB 63118 98078 1.12% 0.177%

Sum of corrected areas: 55544873
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\

BF107571.D

21 Jul 2018 12:55

JussJ

J4094-04

43 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

071818-DBRI-E-U-B
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF072018\

Data File : BF107571.D

Aca On : 21 Jul 2018 12:55

Operator : JU/SJ

a?ggle i J4094-04 071818-DBRI-E-U-B
ALS Vial : 43 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown6.74 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

6.74 49.89 ng 5324850 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 749 (6.743 min): BF107571.D (-745) (-) m/z 132.00 100.00%
132.0 q
5000 68.0
40.0 || %l'o 114.9 ‘ 2070 6.40 6.60 6.80 7.00
L R e m/z 68.00 41.01%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
2000 o 6.40 6.60 6.80 7.00
410 70 o m/z 134.00  33.91%
- ,‘,\‘, g0 L
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
132.0
6.40 6.60 6.80 7.00
5000 m/z 66.00 27 .37%
51.0 70.0 86.0
S S L L UL R B WL B S
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.21%
74.0
5000 ggo 1160
O T ‘-‘| T -‘-h“ T -“- T f‘l“- T ‘-“| T -‘”- T -:-L5-8|0-- T |]-8-9.-0- T ‘v—v—y—v—v—v—r[#v-)—L!—!—H—rv—v—v—v—rv
m/z--> 40 60 80 100 120 140 160 180 200 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF072018\

Data File : BF107571.D

Aca On : 21 Jul 2018 12:55

Operator : JU/SJ

a?ggle i J4094-04 071818-DBRI-E-U-B
ALS Vial : 43 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Triethyl citrate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.68 2.55 ng 299737 Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 91
2 EthvImalonic acid dipropvl ester 216 C11H2004 001113-91-3 64
3 Hexanedioic acid. 3-ethvl-. bis(... 286 C16H3004 057983-54-7 40
4 Adipic acid. ethvl pent-4-en-2-v... 242 C13H2204 1000354-11-7 40
5 N-Methoxy-2,2-dicarbomethoxyazir... 189 C7H11NO5 053084-34-7 38
Abundance Scan 1418 (10.678 min): BF107571.D (-1415) (-) m/z 157.00 100.00%
157.0
5000 115.0
43.0 RN SN SR SUNRE
87.0 203.1 10.40 10.60 10.80 11.00
o S P S | S S N S — m/z 115.00 36.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #123850: Triethyl citrate
157.0
5000 29.0
115.0 10.40 10.60 10.80 11.00
203.0 m/z 43.00 17.29%
ol 1, | 80 80 ‘ 2310 2170
m/z--> 25 40 60 80 100 120 150 160 180 200 220 240 260 280
Abundance
157.0
10,40 10.60 10.80 11.00
5000 43.0 115.0 m/z 111.00 9.14%
87.0
188.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #132850: Hexanedioic acid, 3-ethyl-, bis(1-methylpropyl) este  EEmE s S ARRERE TR
157.0 10.40 10.60 10.80 11.00
m/z 158.00 7.53%
5000 o 115.0
83.0
213.0
o 184.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10,40 10,60 10.80 11.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF072018\

Data File : BF107571.D

Acg On : 21 Jul 2018 12:55

Operator : JU/SJ

Sample - J4094-04 071818-DBRI-E-U-B
Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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]
unknown6 .74 6.74 49.9 ng 5324850 1 6.97 2134810 20.0
Triethyl citrate 10.68 2.5 ng 299737 3 10.01 2347760 20.0
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