LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF083118\

Data File : BF108710.D

Aca On : 1 Sep 2018 00:45 Instrument :

Operator : JU/SJ gﬁgiéamlem'

353"“0 le : J4729-02 082918-JET‘IF3-E-D-S
isc :

ALS Vial : 25 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-BF083018 .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

5.231 490 492 502 rBvV 28146 39342 1.34% 0.258%
5.660 559 565 583 rBv2 62189 337029 11.45% 2.207%
rBv 84648 168257 5.72% 1.102%
6.772 751 754 787 rVB 635511 1269202 43.12% 8.312%
7.001 790 793 815 rVB 187643 464308 15.78% 3.041%
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7.154 815 819 848 rBV 1610272 2161561 73.44% 14.157%
7.566 885 889 916 rBV 744743 1623359 55.16% 10.632%
rBv 256846 484033 16.45% 3.170%
9.354 1189 1193 1222 rBV 2302604 2943266 100.00% 19.276%
9.742 1256 1259 1271 rBV 99512 133097 4._.52% 0.872%
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11 10.042 1306 1310 1332 rVB 408295 515682 17.52% 3.377%
12 10.695 1417 1421 1430 rVB 82626 72757 2.47% 0.477%
13 10.836 1442 1445 1471 rBV 494583 906984 30.82% 5.940%
14 11.542 1561 1565 1579 rBV 308408 521556 17.72% 3.416%
15 13.124 1829 1834 1847 rBV 2193417 2591472 88.05% 16.972%

16 14.195 2012 2016 2026 rBV 456803 599156 20.36% 3.924%

17 15.707 2269 2273 2276 rBV3 24440 34882 1.19% 0.228%

18 15.754 2276 2281 2295 rVB 202671 370636 12.59% 2.427%

19 16.177 2349 2353 2359 rVB4 22005 32097 1.09% 0.210%
Sum of corrected areas: 15268676
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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\BF083118\

BF108710.D
1 Sep 2018 00:45
JussJ
J4729-02
25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF083018.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\BF083118\
Data File : BF108710.D

Aca On : 1 Sep 2018 00:45

Operator : JU/SJ

Sample : J4729-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 unknown6.77 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.77 54 .67 ng 1269200 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 5-Aminoindole 132 C8H8N2 005192-03-0 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
Abundance Scan 754 (6.772 min): BF108710.D (-751) (-) m/z 132.00 100.00%
13%.0
5000 68.0 :
40.0 54.0 %1 J 6.40 6.60 6.80 7.00 7.20
0 e B o m/z 68.05 42 .72%

m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0

5000 e e e
6.40 6.60 6.80 7.00 7.20

m/z 134.00 32 .53%

31.0 510
o T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0

6.40 6.60 6.80 7.00 7.20

5000 m/z 66.10 29.05%
70.
1m0, w0 | ||
0....,..‘..,‘.... -t
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 6.40 6.60 6.80 7.00 7.20

m/z 69.10 17.36%

74.0
116.0
5000 98.0 /\IL
o T 1580 1890

m/z--> 40 60 80 100 120 140 160 180 6. 40 6.60 6. 80 7. OO 7. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083118\
Data File : BF108710.D

Aca On : 1 Sep 2018 00:45

Operator : JU/SJ

Sample : J4729-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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.
10.70 2.82 ng 72757 Acenaphthene-d10 10.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 86
2 EthvImalonic acid dipropvl ester 216 C11H2004 001113-91-3 50
3 1-Amino-2-methvilnaphthalene 157 C11H11N 002246-44-8 40
4 3-Chloro2-fluorobenzoic acid. 4-... 370 C21H32CIF02 1000338-64-7 36
5 3-Chloro2-fluorobenzoic acid, 3-... 342 C19H28CIF02 1000338-63-8 36
Abundance Scan 1422 (10.701 min): BF108710.D (-1417) (-) m/z 157.00 100.00%
157.0
5000
115.0
43|'° 69.0 203.1 10.40 10.60 10.80 11.00
Obrrr et b e b b e e et e || M/z 115.00 34 41%
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 AR AR ARRAR AR
115.0 1040 10.60 10.80 11.00
203.0 m/z 43.05 16.75%
ob | 6o.0 8.0 | | 2310 2170
m/z--> 25 40 60 85 100 120 150 160 180 200 220 240 260 280
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 10.95%
87.0
\ ‘ I Ly | 18§0
0 N ‘|‘||‘| ||M|| le\” I— o s o L e e e SV
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #29219: 1-Amino-2-methylnaphthalene e !
157.0 10.40 10.60 10.80 11.00

m/z 111.00 8.59%

5000

128.0
27.0 51.0 77.0 102.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.40 10.60 10.80 11.00

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF083118\
Data File : BF108710.D

Acq On : 1 Sep 2018 00:45

Operator : JU/SJ

Sample : J4729-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083018_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 .77 6.77 54_.7 ng 1269200 1 7.00 464308 20.0
Triethyl citrate 10.70 2.8 ng 72757 3 10.04 515682 20.0
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