LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092915\
Data File : BF081908.D

Aca On : 30 Sep 2015 10:39

Operator : UM/I1Z

Sample : 6G3799-02

Misc :

ALS Vial : 25 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-BF092815.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 5.097 256 259 271 rVB 308022 337499 10.07% 1.713%
2 5.509 292 295 311 rBV 941019 963989 28.76% 4.892%
3 6.537 383 385 395 rBV 566511 626439 18.69% 3.179%
4 6.686 395 398 400 rBY 2012195 2155023 64.29% 10.935%
5 6.914 416 418 430 rBV 410523 633686 18.90% 3.216%

7.074 430 432 447 rVB 2336560 2234548 66.66% 11.339%
7.486 466 468 492 rBV 1467000 1749467 52.19% 8.877%
8.206 529 531 540 rBV 793582 827752 24.69% 4._.200%
9.280 623 625 628 rBV 2418485 3352258 100.00% 17.011%
9.966 682 685 687 rBvV 579894 601781 17.95% 3.054%

=
QO ~NO®

11 10.755 751 754 762 rBV 1427253 1553613 46.35% 7.884%
12 11.452 813 815 829 rBV 626121 700685 20.90% 3.556%
13 13.041 952 954 957 rBV 2205750 2655971 79.23% 13.477%
14 14.092 1044 1046 1062 rVB 567474 720352 21.49% 3.655%
15 15.555 1171 1174 1188 rBV 312415 593698 17.71% 3.013%

Sum of corrected areas: 19706761
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092915\
Data File : BF081908.D

Aca On : 30 Sep 2015 10:39

Operator : UM/I1Z

Sample : 63799-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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: BF081908.D
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1500000 7.49
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Abundance TIC: BF081908.D
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Abundance TIC: BF081908.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092915\
Data File : BF081908.D

Aca On : 30 Sep 2015 10:39

Operator : UM/I1Z

Sample : 63799-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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.

5.10 10.65 ng 337499 1,4-Dichlorobenzene-d4 6.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 259 (5.097 min): BF081908.D (-256) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 R L IR UL
| 831 | 480 5.00 5.20 5.40
T SO | RS i NS S m/z 59.10 60.68%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 iR sk sk s
0
150 a0 1010 m/z 101.10 18.19%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
480 500 520 540
5000 m/z 58.10 16.49%
41.0
29.0 101.0
0 50.0 73.0  86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- R RAR m L
59.0 4.80 5.00 5.20 5.40
m/z 41.10 8.98%
5000 41.0
31.0
69.0 870
0 15.0 ““ ‘m‘ SOQ“‘ : . 98.0 A
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092915\
Data File : BF081908.D

Aca On : 30 Sep 2015 10:39

Operator : UM/I1Z

Sample : 63799-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 unknown6.69 Concentration Rank 2

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

6.69 68.02 ng 2155020 1,4-Dichlorobenzene-d4 6.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 398 (6.686 min): BF081908.D (-395) (-) m/z 132.00 100.00%
132.0
5000 f
68.1
96.1
401 541 6.40 6.60 6.80 7.00
Obrr ey bt 880 L 1180 m/z 68.10 35.34%
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
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 33.94%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.10 23.84%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole
132.0 6.40 6.60 6.80 7.00
m/z 69.05 14 .50%
5000
104.0
ol 140 270 390 510 000770 g90 || uso
m/z--> 10 20 30 40 50 60 70 8 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\BF092915\
Data File : BF081908.D

Acq On : 30 Sep 2015 10:39

Operator : UM/1Z

Sample : G3799-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815_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... 5.10 10.7 ng 337499 1 6.91 633686 20.0
unknown6 .69 6.69 68.0 ng 2155020 1 6.91 633686 20.0
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