LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF092518\

Data File : BF109324.D

Aca On : 26 Sep 2018 8:41 Instrument :

Operator : JU/SJ gmgigamlem'

agmple : J5052-13 ogmn&ﬂPgE4LB
isc :

ALS Vial : 42 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-BF092218 .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 4.887 472 476 486 rBV 79396 89016 2.48% 0.423%
2 5.310 544 548 558 rBY 1164981 1016416 28.30% 4 .835%
3 6.334 719 722 734 rBV 766408 707473 19.70% 3.365%
4 6.475 742 746 749 rBVY 2227400 1865728 51.94% 8.874%
5 6.704 782 785 789 rBV 789036 671228 18.69% 3.193%

6.869 808 813 816 rBV 2565198 2490935 69.35% 11.848%
7.269 876 881 884 rBV 2005444 2151857 59.91% 10.235%
7.987 1000 1003 1007 rBV 995073 818178 22.78% 3.892%
9.069 1182 1187 1190 rBV 3903942 3591925 100.00% 17.085%
9.457 1249 1253 1265 rVB 176132 142946 3.98% 0.680%

=
QO ~NO®

11 9.739 1297 1301 1304 rBV 960398 854771 23.80% 4._.066%
12 10.522 1430 1434 1446 rBV 1400987 1273538 35.46% 6.058%
13 11.216 1548 1552 1555 rBV 849291 738205 20.55% 3.511%
14 12.633 1787 1793 1796 rBV 50804 45103 1.26% 0.215%
15 12.798 1816 1821 1824 rBV 3235788 3127140 87.06% 14.874%

16 13.839 1994 1998 2002 rBV 871705 742456 20.67% 3.532%

17 14.933 2180 2184 2190 rBvV 37918 40021 1.11% 0.190%

18 15.239 2231 2236 2241 rBvV 470119 519941 14.48% 2.473%

19 15.286 2241 2244 2251 rVB 38664 49612 1.38% 0.236%

20 15.686 2307 2312 2319 rVB 31714 47244 1.32% 0.225%

21 16.151 2385 2391 2396 rBV3 23280 40045 1.11% 0.190%
Sum of corrected areas: 21023778
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092518\
Data File : BF109324.D

Aca On : 26 Sep 2018 8:41

Operator : JU/SJ

Sample = J5052-13

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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: BF109324.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092518\
Data File : BF109324.D

Aca On : 26 Sep 2018 8:41

Operator : JU/SJ

Sample = J5052-13

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.89 2.65 ng 89016 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
4 Propane. 1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 9
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 9

Abundance Scan 477 (4.893 min): BF109324.D (-472) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 —
| 83.0 | 460 4.80 5.00 5.20
ottt e e e e m/z 59.00 53.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R A R R
460 4.80 5.00 5.20
59.0 m/z 101.00 21.04%
270 || 830 101.0
Ot ?}3q"'|" §?]q ARRRE '?}3q IBESRRBEN
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43.0
460 480 5.00 520
5000 m/z 58.00 14 .54%
101.0
o 180 30 || 580 690 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3686: l—Propen—Z—oI, acetate LI L L L L L B
43.0 460 4.80 5.00 5.20
m/z 41.00 8.84%
5000
58.0
O L S e e o o SIS MES A BV et e e
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 480 500 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092518\
Data File : BF109324.D

Aca On : 26 Sep 2018 8:41

Operator : JU/SJ

Sample = J5052-13

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 2 unknown6.47 Concentration Rank 2

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

6.47 55.59 ng 1865730 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
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 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 745 (6.469 min): BF109324.D (-742) (-) m/z 132.00 100.00%
132.0
5000 68.1
400 L o J 650 60 660 650
01 B L m/z 68.10 45_89%
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 IREBERAREE RS LRSS S
6.20 6.40 6.60 6.80
310 510 m/z 134.00 31.92%
01 AL SN B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0
" 620 640 6.60 6.80
5000 m/z 66.00 28.76%
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 R e AR R
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.10 18.88%
74.0
5000 98.0 116.0
0||||||||||||‘|‘|‘|‘||‘|‘h|||“|||‘H“||‘|“|||‘H||||:!-5|8|.0|||||]:8|9.|0| R REREE TS S
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF092518\
Data File : BF109324.D

Acq On : 26 Sep 2018 8:41

Operator : JU/SJ

Sample - J5052-13

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218_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]
2-Pentanone, 4-hy... 4.89 2.6 ng 89016 1 6.70 671228 20.0
unknown6 .47 6.47 55.6 ng 1865730 1 6.70 671228 20.0
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