LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO072518\

Data File : BF107688.D

Aca On - 26 Jul 2018 6:23 Instrument :

Operator : JU/SJ BNA_F

Sample - J4133-05 ClientSampleld :

Vi : 072318-DBRI-F-U-M
isc :

ALS Vial : 39 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 5.596 550 554 579 rBY 1006466 1556365 26.52% 4_.766%
2 6.595 721 724 744 rBV 631673 1200225 20.45% 3.676%
3 6.737 744 748 772 rVB 2741516 3132151 53.36% 9.592%
4 6.966 784 787 794 rBV 851141 1008126 17.18% 3.087%
5 7.125 809 814 841 rBVY 4076892 4526466 77.12% 13.862%

7.537 879 884 908 rBV 2678925 3580479 61.00% 10.965%
8.248 1001 1005 1022 rBV 1151898 1339537 22.82% 4.102%
9.325 1183 1188 1219 rBV 5297594 5869578 100.00% 17.976%
9.713 1251 1254 1260 rBV 68327 71219 1.21% 0.218%
10.007 1301 1304 1325 rVB 1269283 1255785 21.39% 3.846%

=
QO ~NO®

11 10.666 1413 1416 1424 rBV 284282 237936 4._.05% 0.729%
12 10.801 1435 1439 1453 rBV 1837347 2065701 35.19% 6.326%
13 11.501 1554 1558 1567 rBV 1032016 1106119 18.84% 3.388%
14 13.089 1823 1828 1846 rBV 3380035 3623023 61.73% 11.096%

15 13.977 1974 1979 1988 rBV4 29816 64191 1.09% 0.197%

16 14.154 2005 2009 2019 rBVY 900569 974057 16.60% 2.983%

17 15.265 2194 2198 2201 rVB 58616 66869 1.14% 0.205%

18 15.689 2263 2270 2287 rVB 533190 901268 15.35% 2.760%

19 16.130 2341 2345 2351 rBV2 50431 73741 1.26% 0.226%
Sum of corrected areas: 32652836
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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\HPCHEM1I\BNA F\DATA\BF072518\

BF107688.D

26 Jul 2018 6:23

Ju/SJ

J4133-05 072318-DBRI-F-U-M
39 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF072018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO072518\

Data File : BF107688.D

Aca On - 26 Jul 2018 6:23

Operator : JU/SJ

ﬁ?ggle i J4133-05 072318-DBRI-F-U-M
ALS Vial : 39 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 62.14 ng 3132150 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 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 749 (6.742 min): BF107688.D (-744) (-) m/z 132.00 100.00%
132.0
5000 [L\
68.0
200 %0 T ok b 7ho
01 : e B m/z 68.00 34.00%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 ARSI SR AR
6.40 6.60 6.80 7.00
310 510 m/z 134.00 32.28%
01 AL SN B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0
6.40 6.60 6.80 7.00
5000 m/z 65.95 23.23%
104.0
0 27'0 5]\-”.\0 66‘.0 \H\ 89'0 “
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 13.73%
74.0
5000 98.0 116.0
0 ||||||||||||‘|‘|‘|‘||‘|h|||“|||‘H“||‘|“|||‘H| ||:!-5|8|.0|||||]:8|9.|0|
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO072518\

Data File : BF107688.D

Aca On - 26 Jul 2018 6:23

Operator : JU/SJ

ﬁ?ggle i J4133-05 072318-DBRI-F-U-M
ALS Vial : 39 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.
10.67 3.79 ng 237936 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 50
3 Piperazine-1l-carboxvlic acid. 4-... 362 C14H19CIN205S 1000303-80-2 42
4 Quinoline. 4.8-dimethvl- 157 C11H1i1IN 013362-80-6 40
5 3-Chloro2-fluorobenzoic acid, 3-... 370 C21H32CIF02 1000338-64-6 36
Abundance Scan 1417 (10.672 min): BF107688.D (-1413) (-) m/z 157.00 100.00%
157.0
5000 115.0
20 g0 203.1 10,40 10.60 10.80 11.00
ottt e e e e m/z 115.00 37.31%
m/z--> 50 100 150 200 250 300 350
Abundance #123850: Triethyl citrate
157.0
5000{ 29.0 L B S I B B
115.0 10.'40 10.|60 10.|80 11.'00
203.0 m/z 43.00 13.34%
,|,5§,0, 810 | 2310 277.0
m/z--> 50 100 150 200 250 300 350
Abundance #73862: Ethylmalonic acid dipropy! ester
157.0
10.40 10.60 10.80 11.00
5000 43.0 115.0 m/z 203.10 9.06%
87.0
“ 188.0
0....t‘l‘.‘l‘..||.‘.‘.|.\|...\.|....|....|....|..
m/z--> 50 100 150 200 250 300 350
Abundance #191456: Piperazine-1-carboxylic acid, 4-(5-chloro-2-metho... R R
157.0 10.40 10.60 10.80 11.00

m/z 111.00 8.69%

5000
56.0

205.0234.0262.0 317.0 362.0

0""JII‘ R L A N IR ARLUA AL AR

m/z--> 50 100 150 200 250 300 350 10.40 10.60 10.80 11.00

85.0
126.0
II\ lmle

b
T
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF072518\

Data File : BF107688.D

Acq On : 26 Jul 2018 6:23

Operator : JU/SJ

ﬁ?ggle i J4133-05 072318-DBRI-F-U-M
ALS Vial : 39 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 62.1 ng 3132150 1 6.97 1008130 20.0
Triethyl citrate 10.67 3.8 ng 237936 3 10.01 1255790 20.0
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