LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092518\
Data File : BF109329.D

Aca On : 26 Sep 2018 10:52

Operator : JU/SJ

Sample : PB113191BL

Misc :

ALS Vial : 47 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 4.269 368 371 382 rBV 43416 52491 1.63% 0.244%
2 4.904 474 479 493 rBV 400276 518079 16.11% 2.404%
3 5.322 545 550 553 rBY 2033681 1885261 58.64% 8.749%
4 6.346 718 724 726 rBVY 1901927 1962166 61.03% 9.105%
5 6.475 742 746 749 rBVY 2290959 1976992 61.49% 9.174%

6.704 782 785 789 rBV 877612 698018 21.71% 3.239%
6.863 808 812 815 rBV 2589759 2254199 70.11% 10.461%
7.269 875 881 884 rBV 1964081 1806639 56.19% 8.384%
7.987 999 1003 1007 rBV 1039199 862093 26.81% 4_.001%
9.063 1181 1186 1190 rBV 3307119 3215100 100.00% 14.920%

=
QO ~NO®

11 9.739 1296 1301 1313 rVB 982659 906427 28.19% 4._.206%
12 10.522 1430 1434 1450 rBV 1092775 1052860 32.75% 4 _.886%
13 11.216 1548 1552 1555 rBV 841855 756642 23.53% 3.511%
14 12.798 1816 1821 1824 rBV 2678143 2429337 75.56% 11.273%
15 13.839 1994 1998 2002 rBV 815034 692920 21.55% 3.216%

16 15.239 2231 2236 2241 rBV 411795 480040 14.93% 2.228%

Sum of corrected areas: 21549264
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092518\
Data File : BF109329.D

Aca On : 26 Sep 2018 10:52

Operator : JU/SJ

Sample : PB113191BL

Misc :

ALS Vial : 47 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: BF109329.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092518\
Data File : BF109329.D

Aca On : 26 Sep 2018 10:52

Operator : JU/SJ

Sample : PB113191BL

Misc :

ALS Vial : 47 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.

4.90 14.84 ng 518079 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 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 478 (4.899 min): BF109329.D (-474) (-) m/z 43.00 100.00%
43.0
59.1
5000
1011 IR SR L SR
| 83.0 4.60 4.80 5.00 5.20
Y NN YT et SR m/z 59.10 54.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 ISR SR L SR
4.60 4.80 5.00 5.20
59.0 m/z 101.10 19.62%
27.0 | 0.0 83.0 101.0
Ot e e P e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
460 480 500 520
5000 1.0 m/z 58.00 14 .54%
0 I 730 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime e
43.0 4.60 4.80 5.00 5.20
m/z 41.10 8.88%
5000
101.0
150 310 | 80490 860
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 500 520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092518\
Data File : BF109329.D

Aca On : 26 Sep 2018 10:52

Operator : JU/SJ

Sample : PB113191BL

Misc :

ALS Vial : 47 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 56.65 ng 1976990 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 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 745 (6.469 min): BF109329.D (-742) (-) m/z 132.00 100.00%
132.0
5000 68.1
" 620 640 6.60 6.80
0 B E e m/z 68.10 45 _.24%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 IEEBE ARSI S
6.20 6.40 6.60 6.80
310 510 m/z 134.00 31.67%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
740 Tk o ok ok
5000 9go 1160 m/z 66.00 29.27%
0: IIIIIII‘I\I\I\IIwI‘MI ||“|||‘H“||‘|“|||‘H||||EI-5|8|.0|||||]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180 ]
Abundance #14144: 5-Fluoro-2-chloropyrimidine A AR ma
132.0 6.20 6.40 6.60 6.80
m/z 69.10 18.49%
5000
Lm0 e | ||
0""l"'"”'ﬁ"""‘i""l"'"l""l""l""l"" IREBEAREE RS LRSS S
m/z--> 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 : BF109329.D

Acq On : 26 Sep 2018 10:52

Operator : JU/SJ

Sample : PB113191BL

Misc :

ALS Vial : 47 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... 4.90 14.8 ng 518079 1 6.70 698018 20.0
unknown6 .47 6.47 56.6 ng 1976990 1 6.70 698018 20.0
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