LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO072518\

Data File : BG035897.D

Aca On - 26 Jul 2018 6:51 Instrument :

Operator : JU/SJ BNA_G

Sample - J4107-03 ClientSampleld :

Vi : 071918-DBRI-E-D-S
isc :

ALS Vial : 22 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 G\METHODS\8270-BG071218 .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 5.608 389 395 407 rBV 146304 262851 8.56% 2.116%
2 7.194 658 665 680 rBV 95997 189231 6.16% 1.524%
3 7.558 720 727 735 rBV 321559 570111 18.57% 4 .590%
4 8.028 798 807 818 rBV 115434 202031 6.58% 1.627%
5 8.345 853 861 871 rBV 479004 860355 28.03% 6.927%
6 9.185 994 1004 1018 rBV 389150 758445 24_.71% 6.106%
7 10.830 1277 1284 1297 rBV 140091 274903 8.96% 2.213%
8 13.274 1693 1700 1711 rBVY 1310004 2087494 68.00% 16.807%
9 14.102 1836 1841 1856 rBV2 43352 87281 2.84% 0.703%
10 14.648 1927 1934 1942 rBV2 296504 495512 16.14% 3.989%
11 15.935 2149 2153 2160 rBvV 46005 63292 2.06% 0.510%

12 16.135 2180 2187 2207 rBV 695145 1201962 39.15% 9.677%
13 17.392 2395 2401 2410 rBV2 414101 695039 22.64% 5.596%
14 20.000 2839 2845 2856 rBV 2383283 3069789 100.00% 24.715%
15 21.298 3060 3066 3069 rBV6 17995 30984 1.01% 0.249%

16 21.657 3120 3127 3139 rBV 473374 789489 25.72% 6.356%
17 23.918 3507 3512 3521 rVB7 15069 33779 1.10% 0.272%
18 24.858 3660 3672 3682 rBV 249594 748111 24.37% 6.023%

Sum of corrected areas: 12420659
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO072518\

Data File : BG035897.D

Aca On : 26 Jul 2018 6:51

Operator : JU/SJ

ﬁ?ggle i J4107-03 071918-DBRI-E-D-S
ALS Vial :© 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG071218 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG035897.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO72518\

Data File : BG035897.D

Aca On - 26 Jul 2018 6:51

Operator : JU/SJ

ﬁ?ggle i J4107-03 071918-DBRI-E-D-S
ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 unknown7.56 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.56 56.44 ng 570111 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 Cvclopropanamine., 1-phenvl- 133 C9H11N 1000351-26-2 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
Abundance Scan 727 (7.558 min): BG035897.D (-720) (-) m/z 132.15 100.00%

13p.2
5000 68.2

40.1 | 97'2 1929 0571 720 7.40 7.60 7.80
o} BTNV 5 NSO 1 MNBNSE SNBENS—_—1- E————— 1 m/z 68.15  46.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0

5000 e
7.20 7.40 7.60 7.80

m/z 66.15 35.37%

31.0 ‘
o,l','",'l,,|,,, R {
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0

7.20 7.40 7.60 7.80

5000 m/z 134.15 32.98%
33.0 105.0
‘ 70.0 ‘ ‘
o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14503: 1H-Benzimidazole, 2-methyl- R S e R
132.0 7.20 7.40 7.60 7.80

m/z 69.15 20.61%

5000
15.0 3?0\\63‘”0 \\10‘\10 ‘
O e e e e e e e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO72518\

Data File : BG035897.D

Aca On - 26 Jul 2018 6:51

Operator : JU/SJ

ﬁ?ggle i J4107-03 071918-DBRI-E-D-S
ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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.
15.93 2.55 ng 63292 Acenaphthene-d10 14.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 64
2 3-Chloro2-fluorobenzoic acid. 6-... 384 C22H34CIF02 1000338-65-3 50
3 3-Chloro2-fluorobenzoic acid. 6-... 370 C21H32CIF02 1000338-64-9 40
4 Piperazine-l-carboxvlic acid. 4-... 362 C14H19CIN205S 1000303-80-2 40
5 Quinoline, 2,7-dimethyl- 157 C11H11N 000093-37-8 38
Abundance Scan 2152 (15.929 min): BG035897.D (-2149) (-) m/z 157.10 100.00%
157.1
5000 115.2
43.1 87.2 Zof-z 15.60 15.80 16.00 16,20
O et e bbb e | M/Z 115.15  40.22%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #123853: Triethyl citrate
157.0
5000 LR DAL BRI SULRUR A B
430 115.0 15.60 15.80 16.00 16.20
' 203.0 m/z 203.15 16.58%
87.0
Ot e e b e e
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #204426: 3-Chloro2-fluorobenzoic acid, 6-pentadecy! ester
157.0
15.60 15.80 16.00 16,20
5000 m/z 43.15 12 .24%
210.0
97.0
N i W N 12 .7
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #196760: 3-Chloro2-fluorobenzoic acid, 6-tetradecyl ester
157.0 15.60 15.80 16.00 16.20
m/z 87.15 10.59%
5000
196.0
690 97.0 1290
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BGO72518\

Data File : BG035897.D

Acq On : 26 Jul 2018 6:51

Operator : JU/SJ

ﬁ?ggle i J4107-03 071918-DBRI-E-D-S
ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_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]
unknown? .56 7.56 56.4 ng 570111 1 8.03 202031 20.0
Triethyl citrate 15.93 2.5 ng 63292 3 14.65 495512 20.0
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