LSC Area Percent Report

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

Data File : BF107569.D

Aca On - 21 Jul 2018 12:02 Instrument :

Operator : JU/SJ BNA_F

Sample  : J4094-02 UG el

o : 071818-DBRI-E-D-M
isc :

ALS Vial : 41 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 5.201 484 487 496 rVB 96670 109433 1.33% 0.216%
2 5.601 551 555 575 rBVY 1950507 2655814 32.40% 5.238%
3 6.595 721 724 745 rBVY 1257530 2094429 25.55% 4.131%
4 6.742 745 749 773 rVB 4265534 4841336 59.06% 9.548%
5 6.972 785 788 810 rVB 1714122 2024199 24.69% 3.992%

7.131 810 815 841 rBV 6057236 6514942 79.47% 12.849%
7.536 879 884 908 rBV 4155935 5300001 64.65% 10.453%
8.254 1002 1006 1023 rBV 2139814 2408985 29.39% 4.751%
9.330 1183 1189 1205 rBV 7475371 8197556 100.00% 16.168%
10.019 1302 1306 1318 rVB 2014149 2117649 25.83% 4._.177%

=
QO ~NO®

11 10.677 1415 1418 1425 rBV 286618 236817 2.89% 0.467%
12 10.807 1436 1440 1452 rBV 2642290 2866580 34.97% 5.654%
13 11.513 1556 1560 1577 rVB 1666430 1904830 23.24% 3.757%
14 13.095 1825 1829 1838 rBV 5766157 5530583 67.47% 10.908%
15 13.977 1975 1979 1989 rBV2 70880 105088 1.28% 0.207%

16 14.159 2006 2010 2018 rBV 2124841 2046518 24.96% 4_.036%
17 15.695 2266 2271 2282 rVB2 1187136 1660142 20.25% 3.274%
18 16.153 2344 2349 2355 rBV2 49437 88219 1.08% 0.174%

Sum of corrected areas: 50703121
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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\

BF107569.D

21 Jul 2018 12:02

JussJ

J4094-02

41 Sample Multiplier: 1

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

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

071818-DBRI-E-D-M
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Library Search Compound Report

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

Data File : BF107569.D

Aca On : 21 Jul 2018 12:02

Operator : JU/SJ

a?ggle i J4094-02 071818-DBRI-E-D-M
ALS Vial : 41 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 47.83 ng 4841340 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 749 (6.742 min): BF107569.D (-745) (-) m/z 132.00 100.00%
132.0 ”
5000 68.0
96.0
40.0 6.40 6.60 6.80 7.00
0 e 180 2069 o6 05 40.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000
6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 33.88%
0"'|""'H‘|l'H'|'l"‘"|""|"""|""l""l""l""l""
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
132.0
6.40 6.60 6.80 7.00
5000 67.0 m/z 65.95 28.17%
41.0 97.0
115.0
G S S UL S U L L I WAL WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14491: 5-Aminoindole ~v—v—,—v—v—v—v—%—v—v—L-v—v-v—,—v—v+v—,—v
132.0 6.40 6.60 6.80 7.00
m/z 69.05 16.23%
5000
104.0
0 27.0 500 |, 880
m/z--> 20 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 : BF107569.D

Aca On : 21 Jul 2018 12:02

Operator : JU/SJ

a?ggle i J4094-02 071818-DBRI-E-D-M
ALS Vial : 41 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 2.24 ng 236817 Acenaphthene-d10 10.02
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 OQuinoline. 4.8-dimethvl- 157 C11H11IN 013362-80-6 37
4 3-Chloro2-fluorobenzoic acid. 3-... 384 C22H34CIF02 1000338-65-0 28
5 Adipic acid, 3,3-dimethylbut-2-y... 258 C14H2604 1000353-66-5 28
Abundance Scan 1418 (10.677 min): BF107569.D (-1415) (-) m/z 157.00 100.00%
157.0
5000 115.0
43.0 SRR SN SR SUNRE
87.0 203.1 10.40 10.60 10.80 11.00
Obrrrprrrr e e e e e e e e m/z 115.00 38.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #123850: Triethyl citrate
157.0
A
5000  29.0 L B L L
115.0 10,40 10,60 10.80 11.00
203.0 m/z 43.00 17.78%
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 #29207: Quinoline, 4,8—dimethy|— L L L B LB
157.0 10.40 10.60 10.80 11.00
m/z 158.00 8.15%
5000

77.0 102.0 128.0

NS VR MG s T

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 : BF107569.D

Acg On 21 Jul 2018 12:02

Operator : JU/SJ

Sample - J4094-02 071818-DBRI-E-D-M
Misc :

ALS Vial : 41 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 47.8 ng 4841340 1 6.97 2024200 20.0
Triethyl citrate 10.68 2.2 ng 236817 3 10.02 2117650 20.0
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