LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120916\
Data File : BF091535.D

Aca On : 9 Dec 2016 18:57

Operator : UM/SJ

Sample : PB95122BL

Misc :

ALS Vial : 10 Sample Multiplier: 2

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-BF120916.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 5.001 252 255 264 rBVY 1697248 2783645 35.50% 3.608%
2 5.424 289 292 295 rBVY 6594037 6995902 89.21% 9.067%
3 6.453 379 382 384 rBVY 6750655 7488138 95.49% 9.705%
4 6.579 390 393 396 rBVY 6427706 7115390 90.73% 9.222%
5 6.807 411 413 416 rBV 2510742 2617687 33.38% 3.393%

6.967 424 427 430 rBV 6017561 5577040 71.12% 7.228%
7.379 459 463 465 rBV 4367367 5267283 67.17% 6.826%
8.099 523 526 528 rBV 3587447 3796983 48.42% 4.921%
9.173 617 620 623 rBVY 6871205 7805847 99.54% 10.117%
9.847 676 679 682 rBV 4072780 3899091 49.72% 5.053%

=
QO ~NO®

11 10.636 745 748 750 rBV 4788401 4887994 62.33% 6.335%
12 11.333 806 809 811 rBV 3569905 4006437 51.09% 5.192%
13 12.922 945 948 950 rBV 5826845 7842085 100.00% 10.163%
14 13.962 1036 1039 1041 rBV 3611783 3739925 47.69% 4.847%
15 15.379 1159 1163 1165 rBV 2280585 3207630 40.90% 4_.157%

16 15.837 1198 1203 1208 rBV3 35886 128282 1.64% 0.166%

Sum of corrected areas: 77159359

8270-BF120916.M Tue Dec 20 07:44:33 2016 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120916\
Data File : BF091535.D

Aca On : 9 Dec 2016 18:57

Operator : UM/SJ

Sample : PB95122BL

Misc :

ALS Vial : 10 Sample Multiplier: 2

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF091535.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120916\
Data File : BF091535.D

Aca On : 9 Dec 2016 18:57

Operator : UM/SJ

Sample : PB95122BL

Misc :

ALS Vial : 10 Sample Multiplier: 2

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
Quant Title : 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.

5.00 21.27 ng 2783650 1,4-Dichlorobenzene-d4 6.81
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 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 255 (5.001 min): BF091535.D (-252) (-) m/z 43.05 100.00%
43.0
59.1
5000
1oLo 460 4.80 500 520 540
ol B0 | 2070 o eg 10 52.83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 IR SRS SRR B
460 480 500 520 540
50.0 m/z 101.00 17.26%
270 “ g3 1010
0'|”“'W"”|""|”"|"'w""|'”'|""w"'|"”
m/z--> 20 40 80 100 120 140 160 180 200
Abundance
59.0
460 480 500 520 540
5000 m/z 58.05 16.02%
41.0
101.0
26.0 86.0
S T S L LS UL B LS B UL S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester e
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.81%
5000 41.0
o Il 126.0142,0
m/z--> 20 40 6|0 80 100 120 140 160 180 200 460 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120916\
Data File : BF091535.D

Aca On : 9 Dec 2016 18:57

Operator : UM/SJ

Sample : PB95122BL

Misc :

ALS Vial : 10 Sample Multiplier: 2

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
Quant Title : 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 unknown6.58 Concentration Rank 1

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

6.58 54 .36 ng 7115390 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 393 (6.579 min): BF091535.D (-390) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 spo || o0t T a0 680 70y
Obrrprrrr el e 20 L3700 "m/z  68.10  48.80%
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 SRR N L R
6.20 6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 32.76%
0"P'“I”'W'“hPl”JL'W'”lP'”P'”I“'W'”'P'”I””I“'W'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 6.40 6.60 6.80 7.00
5000 m/z 66.10 31.06%
92.0
. 270 390 510 20 770 105.0 .54
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole R R m e e
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 20.10%
5000
104.0
ol 140 270 390 510 080770 590 || uso |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120916\
Data File : BF091535.D

Acq On : 9 Dec 2016 18:57

Operator : UM/SJ

Sample : PB95122BL

Misc :

ALS Vial : 10 Sample Multiplier: 2

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF120916.M
Quant Title : 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... 5.00 21.3 ng 2783650 1 6.81 2617690 20.0
unknown6 .58 6.58 54_4 ng 7115390 1 6.81 2617690 20.0
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