LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030316\
Data File : BF085166.D

Acq On : 3 Mar 2016 19:52

Operator : SJ/UM

Sample - PB88654BL

Misc :

ALS Vial : 13 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-BF030316.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 2.333 3 4 12 rVB 47180 84482 1.81% 0.230%
2 3.979 146 148 149 rBvY 109055 75532 1.62% 0.206%
3 5.190 251 254 262 rVB 703869 889866 19.10% 2.423%
4 5.590 286 289 291 rBV 3821709 3934942 84.48% 10.716%
5 6.596 374 377 380 rBV 3040043 3512922 75.42% 9.566%

6.745 387 390 392 rBV 3987455 3791492 81.40% 10.325%
6.973 408 410 413 rBvV 850338 912936 19.60% 2.486%
7.133 422 424 427 rBV 3331624 2998261 64.37% 8.165%
7.533 456 459 462 rBV 1934676 2593588 55.68% 7.063%
8.265 520 523 525 rVB 1267284 1283948 27.56% 3.496%

=
QO ~NO®

11 9.339 614 617 619 rBV 4729857 4562116 97.94% 12.424%
12 10.013 674 676 679 rBVY 1269168 1345502 28.89%% 3.664%
13 10.802 742 745 748 rBV 2485999 2597128 55.76% 7.073%
14 11.499 804 806 809 rBV 1585738 1421183 30.51% 3.870%
15 13.088 942 945 947 rBV 4925500 4657972 100.00% 12.685%

16 14.140 1034 1037 1039 rBV 1028133 1215862 26.10% 3.311%
17 15.603 1162 1165 1168 rBV 645269 843608 18.11% 2.297%

Sum of corrected areas: 36721340
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030316\
Data File : BF085166.D

Acq On : 3 Mar 2016 19:52

Operator : SJ/UM

Sample - PB88654BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF085166.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030316\
Data File : BF085166.D

Acq On : 3 Mar 2016 19:52

Operator : SJ/UM

Sample - PB88654BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.19 19.49 ng 889866 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 254 (5.190 min): BF085166.D (-251) (-) m/z 43.10 100.00%
a3
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83 : : : : :
...,....,....,....',':...?.1.~:.|,...‘??....,.'...,....-,|....,....,....,....,...., m/z 59.10 57.37%
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Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
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Abundance #3099: 5-Hexen-2-one LI L L L L L L BB
43 480 500 5.20 5.40 5.60
m/z 41.10 8.76%
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030316\
Data File : BF085166.D

Acq On : 3 Mar 2016 19:52

Operator : SJ/UM

Sample - PB88654BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
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 2 unknown6.74 Concentration Rank 1

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

6.74 83.06 ng 3791490 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 390 (6.745 min): BF085166.D (-387) (-) m/z 132.10 100.00%
132
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54 104 : . . .
0 ..,....,....,...:,".'.‘.‘7.,:.'..?%:.-.',..':~.,..f.‘.7,....,.'!..,.1.1:‘3.,...., b m/z 68.10 43.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
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| P | !
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Abundance
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33 44 g7 105
51 60 7078 g 115
wwwmmwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14006: 5-Aminoindole R nas s
132 6.40 6.60 6.80 7.00
m/z 69.10 17.30%
5000
104
66
14 27 37445158 0 7T g9 g7 | 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030316\
Data File : BF085166.D

Acq On : 3 Mar 2016 19:52

Operator : SJ/UM

Sample - PB88654BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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... 5.19 19.5 ng 889866 1 6.97 912936 20.0
unknown6 .74 6.74 83.1 ng 3791490 1 6.97 912936 20.0
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