LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032217\
Data File : BF093839.D

Aca On : 22 Mar 2017 18:29

Operator : SJ/MA

Sample : PB97680BL

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-BF032217.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

4.146 379 384 395 rvB 680681 990557 15.64% 2.046%
4.522 442 448 451 rBV 4513437 5097108 80.47% 10.529%
rBvV 4038115 5203596 82.15% 10.749%
5.728 647 653 656 rBVY 4476615 5291010 83.53% 10.930%
5.987 692 697 700 rBV 1149783 1129217 17.83% 2.333%
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6.163 722 727 731 rVB 3682994 4173916 65.89% 8.622%
6.634 800 807 810 rBV 2810417 3468535 54.76% 7.165%
7.487 946 952 956 rBV 1537972 1583655 25.00% 3.271%
8.816 1170 1178 1181 rBV 4821144 6334494 100.00% 13.086%
9.633 1310 1317 1321 rBV 1478397 1748378 27.60% 3.612%

=
QO ~NO®

11 10.604 1474 1482 1486 rBV 2722050 3439463 54.30% 7.105%
12 11.457 1620 1627 1631 rBV 1751896 1708393 26.97% 3.529%
13 13.445 1956 1965 1968 rBV 4274396 5463458 86.25% 11.286%
14 14.710 2174 2180 2189 rBV 1403250 1489464 23.51% 3.077%
15 16.345 2452 2458 2467 rBV 1031343 1223156 19.31% 2.527%

16 17.380 2629 2634 2642 rBV2 34724 63823 1.01% 0.132%

Sum of corrected areas: 48408223
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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:\HPCHEMI\BNA F\DATA\BF032217\

BF093839.D

22 Mar 2017 18:29

SJ/MA

PB97680BL

11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032217\
Data File : BF093839.D

Aca On : 22 Mar 2017 18:29

Operator : SJ/MA

Sample : PB97680BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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.

4._.15 17.54 ng 990557 1,4-Dichlorobenzene-d4 5.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 385 (4.151 min): BF093839.D (-379) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 IBENAREESE E
| | 83.0 | 3.80 4.00 4.20 4.40
et e e e e m/z 59.10 52.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L UL IR B
59.0 380 400 420 440
0
150 4, 1010 m/z 101.10 18.75%
"W”tl””ﬂ'WM“'P“W'”W”'E%QI”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
380 4.00 4.20 440
5000 41.0 m/z 58.10 17.22%
73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3955: 2,3-Butanedione, monooxime e i At
43.0 3.80 4.00 4.20 4.40
m/z 41.10 8.35%
5000
101.0
150 310 | BPg90 860
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 380 4.00 420 440
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032217\
Data File : BF093839.D

Aca On : 22 Mar 2017 18:29

Operator : SJ/MA

Sample : PB97680BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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 unknown5.73 Concentration Rank 1

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

5.73 93.71 ng 5291010 1,4-Dichlorobenzene-d4 5.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 653 (5.728 min): BF093839.D (-647) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 AU U R AU
401 540 540 5.60 5.80 6.00
..,....,....,...:,".'...,::..,::.-.|,..':.,??;9,...'.,}97.-9...,....,~'...,... m/z 68.10 40.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132.0
3000 o o s e
M0 530 0 e m/z 134.00 32.67%
‘ ‘ 79.0 '
||||||||||||||||i‘“‘|||i‘||‘||||‘|‘H‘|||‘|‘|‘|‘||||‘|||‘i||||||||||‘|‘||||||‘ ‘”III“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
9.0 ono 'S4 5ko 550 6bo
5000 m/z 66.10 24 .73%
31.0 51.0
mwmﬁmﬁwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 )
Abundance #14006: 5-Aminoindole  EEAmL e
132.0 540 5.60 5.80 6.00
m/z 69.10 15.89%
5000
104.0
120 270 390 510 80770 o5 | 145,
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 540 560 580 6.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF032217\
Data File : BF093839.D

Acq On : 22 Mar 2017 18:29

Operator : SJ/MA

Sample : PB97680BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217 .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... 4.15 17.5 ng 990557 1 5.99 1129220 20.0
unknown5.73 5.73 93.7 ng 5291010 1 5.99 1129220 20.0

8270-BF032217 .M Thu Mar 23 19:15:44 2017 Page: 5



