LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF050716\
Data File : BF086779.D

Aca On > 7 May 2016 17:39

Operator : UM/SJ

Sample = PB90240BL

Misc :

ALS Vial : 49 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:\HPCHEM1I\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 heiaht area % max. total

4.898 243 246 253 rBV 217241 475788 7.93% 1.066%
5.310 279 282 285 rBV 3949117 4735419 78.89% 10.610%
rvB 28774 65815 1.10% 0.147%
6.361 371 374 376 rBV 4409978 4834470 80.54% 10.832%
6.476 382 384 387 rBV 4928156 4935917 82.23% 11.059%
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6 6.704 402 404 406 rBV 1019847 1123041 18.71% 2.516%
7 6.853 415 417 420 rBV 3123284 3843054 64.02% 8.611%
8 7.276 451 454 456 rBV 3197151 3648044 60.77% 8.174%
9 7.984 514 516 519 rBV 1325924 1456783 24.27% 3.264%
10 9.070 607 611 613 rBVY 4957618 6002817 100.00% 13.450%
11 9.173 618 620 631 rVvB2 20763 68247 1.14% 0.153%

12 9.733 666 669 672 rBV 1358924 1622067 27.02% 3.634%
13 10.522 736 738 741 rBV2 2332571 3438629 57.28% 7.705%
14 11.219 796 799 801 rBV 1464824 1533430 25.55% 3.436%
15 12.808 935 938 940 rBV 3423218 4934494 82.20% 11.056%

16 13.848 1026 1029 1031 rBV 683117 1011347 16.85% 2.266%
17 15.220 1146 1149 1161 rBV 607830 901913 15.02% 2.021%

Sum of corrected areas: 44631275
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\Data\BF050716\
Data File : BF086779.D

Aca On : 7 May 2016 17:39

Operator : UM/SJ

Sample : PB90240BL

Misc :

ALS Vial : 49 Sample Multiplier: 1

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

Quant Method :
Quant Title :
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF086779.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF050716\
Data File : BF086779.D

Aca On : 7 May 2016 17:39

Operator : UM/SJ

Sample = PB90240BL

Misc :

ALS Vial : 49 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.90 16.95 ng 475788 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 50
2 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
3 Diacetamide 101 C4H7NO2 000625-77-4 9
4 Butane 58 C4H10 000106-97-8 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 246 (4.898 min): BF086779.D (-243) (-) m/z 43.00 100.00%
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R RAamat LB e
c10 631 1011 460 4.80 5.00 5.20

el SO 881 | Tw/z 59.10 47.23%
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Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
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460 4.80 5.00 5.20
59.0 m/z 58.05 13.62%

101.0
2.0 | 510 ‘ 69.0 8300910 |
T e e e e e e e e
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43.0
460 4.80 5.00 5.20
5000 m/z 101.10 13.43%
58.0
15.0 27.0 72.0 100.0
i L o B I o R o
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Abundance #3942: Diacetamide e A mamaa
43.0 460 4.80 5.00 5.20
m/z 41.10 9.07%
5000 59.0
73.0
101.0
28.0 |l 510 86.0 \
T e T e e e
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF050716\
Data File : BF086779.D

Aca On : 7 May 2016 17:39

Operator : UM/SJ

Sample = PB90240BL

Misc :

ALS Vial : 49 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2 unknown6.48 Concentration Rank 1

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

6.48 175.81 ng 4935920 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 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
5 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H8N2 034760-58-2 22

Abundance Scan 384 (6.476 min): BF086779.D (-382) (-) m/z 132.05 100.00%
13R.1
5000 681
40.0 ‘ 96.1 SRR L
54.1 6.20 6.40 6.60 6.80
0..,....,....,...!,||.|..:i!!..,:!-.'.|,..':- ,?‘?.9,..!. ;¢ LC IR N m/z 68.10 51.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 U SR U IR

6.20 6.40 6.60 6.80
m/z 66.05 35.54%

30 510 ‘
SN GNP ST S SN | S -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
e
6.20 6.40 6.60 6.80
5000 97.0 m/z 134.10 32.78%
30 410 70.0
' 86.0 116.0
wmwmwwmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- e Emmm e A,
132.0 6.20 6.40 6.60 6.80
m/z 69.10 21.52%
5000

63.0
15.0 280 390 520 m 77‘0 90\9 10‘\101160 ‘

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 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 : BF086779.D

Acq On > 7 May 2016 17:39

Operator : UM/SJ

Sample - PB90240BL

Misc :

ALS Vial : 49 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]
2-Pentanone, 4-hy... 4.90 16.9 ng 475788 1 6.70 1123040 40.0
unknown6 .48 6.48 175.8 ng 4935920 1 6.70 1123040 40.0
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