LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050716\
Data File : BF086814.D

Acq On : 8 May 2016 10:34

Operator : UM/SJ

Sample : H2720-13 5X

Misc :

ALS Vial : 82 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF050416_.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 height area % max. total
1 4.853 241 242 250 rBvY 34184 69847 4.67% 0.424%
2 5.299 279 281 290 rBV 1058935 1221860 81.76% 7.410%
3 5.687 312 315 317 rBV3 8462 15908 1.06% 0.096%
4 6.362 371 374 382 rBV 1164589 1344169 89.94% 8.152%
5 6.476 382 384 395 rVB 1320747 1400758 93.73% 8.496%
6 6.704 401 404 406 rBV 1106450 1274742 85.30% 7.731%
7 6.853 415 417 420 rBV 1012880 1002252 67.06% 6.079%
8 6.967 425 427 432 rVB4 6863 18154 1.21% 0.110%
9 7.265 451 453 456 rBV 465920 723778 48.43%  4.390%
10 7.985 514 516 519 rBV 1404899 1494475 100.00% 9.064%
11 9.059 608 610 613 rBY 845038 1193526 79.86% 7.239%
12 9.150 616 618 620 rvB 17363 20225 1.35% 0.123%
13 9.470 643 646 648 rBY 102861 115907 7.76% 0.703%
14 9.676 662 664 667 rBV 36305 30582 2.05% 0.185%
15 9.733 667 669 672 rBv2 1302264 1429036 95.62% 8.667%
16 10.179 706 708 709 rvv 31515 32896 2.20% 0.200%
17 10.259 713 715 720 rvVB4 12768 21752 1.46% 0.132%
18 10.396 724 727 730 rBV 17099 29539 1.98% 0.179%
19 10.522 736 738 745 rBV 649637 675626 45.21%  4.098%
20 10.648 747 749 755 rvVB 46546 61206 4_.10% 0.371%
21 11.093 786 788 789 rBvV 21629 18751 1.25% 0.114%
22 11.219 797 799 801 rBV 1178850 1221238 81.72% 7.407%
23 11.276 803 804 808 rvB 15850 18634 1.25% 0.113%
24 11.756 844 846 849 rBV 16904 21744 1.45% 0.132%
25 12.625 920 922 928 rBV2 18074 41281 2.76% 0.250%
26 12.796 934 937 939 rBV 929385 825323 55.22% 5.006%
27 13.334 982 984 986 rBvY 16958 16053 1.07% 0.097%
28 13.711 1015 1017 1022 rBvY 44565 94098 6.30% 0.571%
29 13.848 1026 1029 1031 rBV 863522 1023240 68.47% 6.206%
30 14.328 1068 1071 1072 rBV3 18063 31151 2.08% 0.189%
31 14.614 1094 1096 1097 rBvV2 21701 30413 2.04% 0.184%
32 14.842 1114 1116 1119 rBV2 21800 33103 2.22% 0.201%
33 15.220 1147 1149 1152 rBV 611087 898316 60.11% 5.448%
34 15.631 1183 1185 1187 rBV 23105 38647 2.59% 0.234%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050716\
Data File : BF086814.D

Acq On : 8 May 2016 10:34

Operator : UM/SJ

Sample : H2720-13 5X

Misc :

ALS Vial : 82 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 16488230
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050716\
Data File : BF086814.D

Acq On : 8 May 2016 10:34

Operator : UM/SJ

Sample : H2720-13 5X

Misc :

ALS Vial : 82 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050716\
Data File : BF086814.D

Acq On : 8 May 2016 10:34

Operator : UM/SJ

Sample : H2720-13 5X

Misc :

ALS Vial : 82 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown6.48 Concentration Rank 1

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

6.48 43.95 ng 1400760 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
4 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 5-Aminoindole 132 C8H8N2 005192-03-0 9

Abundance Scan 384 (6.476 min): BF086814.D (-382) (-) m/z 132.00 100.00%
5000 68
40 54 % 620 640 6.60 680
o drer lwsus Yo m/z 68.10 43.15%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRR L
6.20 6.40 6.60 6.80
31 51 78 m/z 134.10 32.65%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 640 6.60 680
5000 gg 116 m/z 66.10 29.68%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132 6.20 6.40 6.60 6.80
m/z 69.10 17 .44%
5000
33 aa o 105
0 ""'I"'w'ﬁq"" P" 'JI'M'%¥5I" U AR SR U IS SRS AR LR
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:\HPCHEM1\BNA_F\DATA\BF050716\
Data File : BF086814.D

Acq On : 8 May 2016 10:34

Operator : UM/SJ

Sample : H2720-13 5X

Misc :

ALS Vial : 82 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]

unknown6 .48 6.48 44 _0 ng 1400760 1 6.70 1274740 40.0
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