LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF070918\

Data File : BF107260.D

Aca On 10 Jul 2018 6:10 Instrument :

Operator : JU/SJ gmgigamlem'

agmple : J3890-04 0ﬂE1&ﬂPgE4LM
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-BF061918 .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 5.172 479 482 492 rBB 14008 16215 1.60% 0.264%
2 5.584 549 552 568 rBV 265952 291604 28.79% 4._.740%
3 6.589 720 723 738 rBV 185837 202982 20.04% 3.299%
4 6.719 742 745 759 rBB 553448 541786 53.49% 8.806%
5 6.942 780 783 787 rBV 246119 205401 20.28% 3.339%
6 7.101 806 810 813 rBV 844945 747176 73.76% 12.145%
7 7.513 875 880 883 rBV 601429 581156 57.37% 9.446%
8 8.231 998 1002 1019 rBV 248067 239075 23.60% 3.886%
9 9.301 1180 1184 1187 rBV 1105577 1012965 100.00% 16.465%
10 9.695 1248 1251 1257 rBB 24158 20505 2.02% 0.333%
11 9.960 1293 1296 1298 rBV 21513 15097 1.49% 0.245%
12 9.989 1298 1301 1308 rVB 279429 240165 23.71% 3.904%
13 10.642 1409 1412 1419 rBvV 108405 83224 8.22% 1.353%

14 10.789 1433 1437 1447 rBV 374158 374079 36.93% 6.080%
15 11.483 1552 1555 1563 rBV 253008 234500 23.15% 3.812%

16 13.071 1820 1825 1828 rBV 1074995 980027 96.75% 15.930%
17 14.142 2003 2007 2011 rBV 225074 203855 20.12% 3.314%
18 14.565 2076 2079 2083 rBV3 8147 11607 1.15% 0.189%
19 15.230 2190 2192 2199 rVB4 7677 11099 1.10% 0.180%
20 15.683 2264 2269 2276 rVB 100324 139716 13.79% 2.271%

Sum of corrected areas: 6152234
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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\BF070918\

BF107260.D

10 Jul 2018 6:10

JussJ

J3890-04

39 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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\HPCHEMI\BNA F\DATA\BF070918\
Data File : BF107260.D

Aca On 10 Jul 2018 6:10

Operator : JU/SJ

Sample = J3890-04

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown6.72 Concentration Rank 2

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

6.72 52.75 ng 541786 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 745 (6.719 min): BF107260.D (-742) (-) m/z 132.00 100.00%
132.0
5000 68.1
40,0 %.1 6.40 6.60 6.80 7.00
01 e B m/z 68.10 41.38%
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 SRR SR A S
6.40 6.60 6.80 7.00
310 510 m/z 134.00 31.52%
0 ‘ L1 H | L 1
LERELS FURLELELS FURLLAL SLEL LS LR UL DR B UL SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
640 6.60 6.80 7.00
5000 m/z 66.00 25.41%
104.0
0 270 510 %80 44,
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R AREE e s
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.06%
74.0
5000 98.0 116.0
0||||||||||||‘|‘|‘|‘||‘|h|||“|||‘H“||‘|“|||‘H||||:!-5|8|.0|||||]:8|9.|0| M RRnEE
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\HPCHEMI\BNA F\DATA\BF070918\
Data File : BF107260.D

Aca On 10 Jul 2018 6:10

Operator : JU/SJ

Sample = J3890-04

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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.
10.64 6.93 ng 83224 Acenaphthene-d10 9.99
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 3-Chloro2-fluorobenzoic acid. 4-... 370 C21H32CIF02 1000338-64-7 38
4 3-Chloro2-fluorobenzoic acid. 3-... 370 C21H32CIF02 1000338-64-6 36
5 3-Chloro2-fluorobenzoic acid, 3-... 384 C22H34CIF02 1000338-65-0 36
Abundance Scan 1412 (10.642 min): BF107260.D (-1409) (-) m/z 157.10 100.00%
157.1
5000 115.0
43.0 X
. A BN B SR B
87.0 203.1 10.40 10.60 10.80 11.00
Obrrrrrrr b b b e e e e e m/z 115.00 37.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #123850: Triethyl citrate
157.0
29.0 B B ) B e
5000 115.0 10,40 10.60 10.80 11.00
203.0 m/z 43.00 17.79%
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 9.56%
87.0
188.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #196758: 3-Chloro2-fluorobenzoic acid, 4-tetradecyl ester B Ramma
157.0 10.40 10.60 10.80 11.00
m/z 203.10 8.35%
5000
196.0
43.0 wo‘ﬂo 129.0 229.0
0||||||||||‘l‘||”‘||l|||‘||‘||”::||||‘||||‘||||‘||||||||||||||||| N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1040 10.60 10.80 11.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF070918\
Data File : BF107260.D

Acq On 10 Jul 2018 6:10

Operator : JU/SJ

Sample - J3890-04

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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 .72 6.72 52.8 ng 541786 1 6.94 205401 20.0
Triethyl citrate 10.64 6.9 ng 83224 3 9.99 240165 20.0
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