LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020217\
Data File : BF092764.D

Aca On : 3 Feb 2017 7:58

Operator : SJ/MA

Sample : 11647-01

Misc :

ALS Vial : 28 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-BF013017.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 5.116 263 265 275 rBV 587041 709901 13.90% 2.275%
2 5.539 299 302 305 rBVY 2173311 2006153 39.27% 6.429%
3 6.567 390 392 395 rBVY 1545781 1404966 27.50% 4 .503%
4 6.704 401 404 406 rBV 3604355 3362447 65.82% 10.776%
5 6.933 422 424 426 rBY 1103954 913713 17.89% 2.928%

7.093 435 438 440 rBV 3376826 3100011 60.68% 9.935%
7.505 471 474 476 rBV 2593492 2754874 53.93% 8.829%
8.225 534 537 539 rBV 1357229 1174121 22.98% 3.763%
9.310 629 632 634 rBV 4411750 5108465 100.00% 16.372%
9.699 664 666 668 rBvV 167991 158655 3.11% 0.508%

=
QO ~NO®

11 9.985 688 691 693 rBV 1409152 1429528 27.98% 4_.581%
12 10.408 724 728 730 rBvV2 82671 92395 1.81% 0.296%
13 10.773 757 760 762 rBV 2222638 2459188 48.14% 7.881%
14 10.876 767 769 774 rVB 94275 108955 2.13% 0.349%
15 11.322 806 808 810 rBV 63696 69187 1.35% 0.222%

16 11.459 818 820 823 rBv2 985469 1184329 23.18% 3.796%
17 13.048 956 959 961 rBV 3544244 3414137 66.83% 10.942%

18 14.099 1048 1051 1053 rBvV 888280 858467 16.80% 2.751%
19 15.562 1176 1179 1185 rBV 640305 892839 17.48% 2.861%

Sum of corrected areas: 31202331
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA F\DATA\BF020217\

BF092764.D

3 Feb 2017 7:58

SJ/MA

11647-01

28 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF013017.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020217\
Data File : BF092764.D

Aca On : 3 Feb 2017 7:58

Operator : SJ/MA

Sample : 11647-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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.

5.12 15.54 ng 709901 1,4-Dichlorobenzene-d4 6.93
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. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 265 (5.116 min): BF092764.D (-263) (-) m/z 43.05 100.00%
43.0
59.1
5000
1ot 480 500 520 540
YN RO - N~ SO RN B 7 -5 o R 21
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L AL R I I
59.0 480 500 520 540
0
150 a0 1010 m/z 101.10 18.00%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 480 500 520 540
5000 m/z 58.00 15.25%
20.0 101.0
15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- R E e RRERY
59.0 4.80 5.00 5.20 5.40
m/z 41.10 8.23%
5000
41.0
RN |""”|“' "“*‘”'§q'9“l* T 7?3q '|'§q'9|' T NSRS SRR RS LR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 5.20 5.40

8270-BF013017.M Fri Feb 03 16:48:59 2017 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020217\
Data File : BF092764.D

Aca On : 3 Feb 2017 7:58

Operator : SJ/MA

Sample : 11647-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 unknown6.70 Concentration Rank 1

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

6.70 73.60 ng 3362450 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 404 (6.704 min): BF092764.D (-401) (-) m/z 132.10 100.00%
13R.1
5000 68.1
96.1 RS R R
401 540 | 6.40 6.60 6.80 7.00
..,....,....,...:,".'..:,n..,::.'.|,..'..,?‘.‘3;9,...'.,.197.-9....,....,~'...,... m/z 68.10 41.84%
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 ERDNLLARSE S U U
6.40 6.60 6.80 7.00
310 510 ‘ m/z 134.10 33.17%
'WH'W“'W“JHJ'ww'w'“H'“w'“w'“w'“w'“'w“'l“'w“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
640 6.60 680 7.00
5000 67.0 m/z 66.10 26.90%
41.0 97.0
53.0
79.0 117.0
wwmmmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole P
132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.43%
5000
104.0
120 27.0 390 5.0 80770 400 | 50 ||
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\BF020217\
Data File : BF092764.D

Acq On : 3 Feb 2017 7:58

Operator : SJ/MA

Sample : 11647-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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... 5.12 15.5 ng 709901 1 6.93 913713 20.0
unknown6.70 6.70 73.6 ng 3362450 1 6.93 913713 20.0
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