LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM040317\
Data File : BM0O09506.D

Aca On : 03 Apr 2017 18:41

Operator : SJ/MA

Sample = 12493-29

Misc :

ALS Vial : 9 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 M\METHODS\8270-BM032217 .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 4.969 316 320 328 rBV 129450 187508 1.60% 0.385%
2 5.422 390 397 414 rVB 1526926 2264905 19.36% 4 .645%
3 7.004 655 666 675 rBV 923332 1450389 12.40% 2.974%
4 7.375 722 729 740 rBVY 2714145 4196444 35.87% 8.606%
5 7.845 802 809 816 rBV 556890 870971 7.44% 1.786%

8.163 855 863 878 rvB 2193489 3524489 30.12% 7.228%
9.010 996 1007 1017 rBV 2190090 3569966 30.51% 7.321%
659188 1134295 9.69% 2.326%
13.104 1695 1703 1710 rBV 4661661 6872879 58.74% 14.094%
14.492 1932 1939 1947 rVB2 903575 1423611 12.17% 2.919%
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11 15.980 2185 2192 2204 rBV 3944236 5490919 46.93% 11.260%
12 17.239 2400 2406 2418 rBV 1270412 1760346 15.05% 3.610%
13 19.856 2845 2851 2860 rBV 9930630 11699944 100.00% 23.993%
14 21.415 3110 3116 3123 rBV 1794529 2269589 19.40% 4.654%
15 23.733 3504 3510 3519 rBV2 1036589 2046833 17.49% 4.198%

Sum of corrected areas: 48763088
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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 M\DATA\BM040317\

BMO09506 .D

03 Apr 2017 18:41

SJ/MA

12493-29

9 Sample Multiplier: 1

Z:\HPCHEMI\BNA M\METHODS\8270-BM032217 .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 M\DATA\BM040317\
Data File : BM0O09506.D

Aca On : 03 Apr 2017 18:41

Operator : SJ/MA

Sample : 12493-29

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM032217_.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.

4.97 4_.31 ng 187508 1,4-Dichlorobenzene-d4 7.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 39
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 2-Nonanone. 9-hvdroxv- 158 C9H1802 025368-56-3 28
4 Butanamide 87 C4H9NO 000541-35-5 12
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 320 (4.969 min): BM009506.D (-316) (-) m/z 43.05 100.00%
43.0
5000
o 450 480 500 820 540
0....,....','..1-|,.7.2..9,....-,|....,....,....,.... k2 280 sz 59,10 61.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SR A RS SR

460 4.80 5.00 5.20 5.40
m/z 101.00 21.13%

15.0 ‘ 101.0
OHH,ALL.”P”.PHWM”w”.w””,””..”.”..“..”w.”w”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0
R e N EmE s
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.10 15.02%
101.0
0 15.0 73.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28752: 2-Nonanone, 9-hydroxy-
43.0 4.60 4.80 5.00 520 5.40
m/z 41.10 9.45%
5000
71.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM040317\
Data File : BM0O09506.D

Aca On : 03 Apr 2017 18:41

Operator : SJ/MA

Sample : 12493-29

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM032217_.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 unknown7.37 Concentration Rank 1

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

7.37 96.36 ng 4196440 1,4-Dichlorobenzene-d4 7.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 14
4 1.3-Cyclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 728 (7.369 min): BM009506.D (-722) (-) m/z 132.00 100.00%
13%.0
68.1
5000
00 6. oo |00 750 Ta 7E 7o
ol ol - m/z 68.10 60.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132.0
5000 A N SR L

7.00 7.20 7.40 7.60 7.80
m/z 66.05 41.78%

63.0 104.0
RO X B S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
132.0
s
970 7.00 7.20 7.40 7.60 7.80
5000 7. m/z 134.00 32.57%
31.0 510 70.0
: 116.0
o R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14027: 2H-Cyclopenta[d]pyridazine, 2-methy!- R L
132.0 7.00 7.20 7.40 7.60 7.80
m/z 69.10 27 .11%
5000
104.0
39.0
0 ...,....“,‘..”l.,“l“..”l“,?ﬁ”?.,‘.‘..:‘,..”.,....,....,....,.... AN G
m/z--> 20 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60 7.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM040317\
Data File : BM0O09506.D

Acq On : 03 Apr 2017 18:41

Operator : SJ/MA

Sample - 12493-29

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM032217 .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_97 4.3 ng 187508 1 7.85 870971 20.0
unknown? .37 7.37 96.4 ng 4196440 1 7.85 870971 20.0
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