LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF110715\
Data File : BF082771.D

Aca On : 6 Nov 2015 19:58

Operator : UM/I1Z

Sample : PB86463BL

Misc :

ALS Vial : 11 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-BF110715.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 2.167 5 7 13 rVB 89316 127400 1.75% 0.206%
2 5.036 255 258 266 rBY 2090024 3148601 43.18% 5.090%
3 5.459 292 295 297 rBVY 6107122 6088803 83.50% 9.843%
4 6.476 381 384 387 rBVY 4755520 5805489 79.62% 9.385%
5 6.613 393 396 399 rBVY 5574776 5748466 78.84% 9.293%

6.842 414 416 419 rVB 1295403 1566588 21.48% 2.532%
7.002 428 430 433 rBV 4289751 4498203 61.69% 7.272%
7.413 462 466 468 rBV 2921167 4230857 58.02% 6.839%
8.133 526 529 531 rBV 2270185 2161864 29.65% 3.495%
9.207 620 623 626 rBVY 5017592 7009585 96.13% 11.331%

=
QO ~NO®

11 9.882 679 682 685 rBV 1942993 2416331 33.14% 3.906%
12 10.670 748 751 754 rBV 4008992 4464410 61.23% 7.217%
13 11.368 809 812 814 rBV 2963309 2580033 35.38% 4.171%
14 12.956 948 0951 954 rBV 6217964 7291729 100.00% 11.787%
15 14.008 1040 1043 1045 rBV 1912391 2589468 35.51% 4.186%

16 15.425 1164 1167 1170 rBV 1597463 2132741 29.25% 3.448%

Sum of corrected areas: 61860568
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110715\
Data File : BF082771.D

Aca On : 6 Nov 2015 19:58

Operator : UM/I1Z

Sample : PB86463BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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: BF082771.D
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Abundance TIC: BF082771.D
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Abundance TIC: BF082771.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110715\
Data File : BF082771.D

Aca On : 6 Nov 2015 19:58

Operator : UM/I1Z

Sample : PB86463BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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.

5.04 40.20 ng 3148600 1,4-Dichlorobenzene-d4 6.84
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. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 258 (5.036 min): BF082771.D (-255) (-) m/z 43.05 100.00%
43
59
5000
101 HRREE LR UL L I
| 71 83 | 007 4.80 5.00 5.20 5.40
Ot e e e e m/z 59.10 60.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 HRREE LR UL R I
480 5.00 5.20 5.40
59 m/z 101.10 19.04%
2\7\ Il H 70 83 1o
e S L I I B WL B L S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
- 480 500 520 540
5000 m/z 58.10 16.00%
29 101
o 15 73 85
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester R B A REa R
59 4.80 5.00 5.20 5.40
m/z 41.10 9.09%
5000 41
0 Ml |7 126 142 A
miz--> 20 40 60 80 100 120 140 160 180 200 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110715\
Data File : BF082771.D

Aca On : 6 Nov 2015 19:58

Operator : UM/I1Z

Sample : PB86463BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 unknown6.61 Concentration Rank 1

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

6.61 73.39 ng 5748470 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 396 (6.613 min): BF082771.D (-393) (-) m/z 132.10 100.00%
132
68
5000
54 75 % 620 640 6.60 6.80 7.00
104 . . . . .
0 ..,....,....,...:,“.'.‘.‘?,!.'..‘,5?!.'.| et ot b b el .| M/Z 68.10 54 40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 S L L R R
620 6.40 6.60 6.80 7.00
3 78 m/z 66.10 34 .14%
138 ‘
0"P'“I”'W'“WPl”I”'W'”lP'”P'”I“'W'”'P'”I””I“'W'”
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Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 134.10 33.12%

15 28 39 52 6 77 o0 104 .

m/z--> 10 20 30 40 S50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine B R,
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 21.84%

5000
33 44 o g7 105
78
0 ‘ 51 69 [ 86 ‘ | 115 I

R B o e R R L o e R R e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 660 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF110715\
Data File : BF082771.D

Acq On : 6 Nov 2015 19:58

Operator : UM/1Z

Sample : PB86463BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715_.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... 5.04 40.2 ng 3148600 1 6.84 1566590 20.0
unknown6 .61 6.61 73.4 ng 5748470 1 6.84 1566590 20.0
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