LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\
Data File : BF095634.D

Aca On : 2 Jun 2017 15:16

Operator : SJ/MA

Sample = PB99404BL

Misc :

ALS Vial : 4 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-BF050217 .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 4.816 528 532 554 rBV 86195 267472 7.45% 1.013%
2 5.457 637 641 680 rBY 1610090 2983672 83.10% 11.299%
3 7.092 914 919 932 rBY 1702074 2674245 74.48% 10.128%
4 7.198 932 937 952 rVB 2065422 3116145 86.79% 11.801%
5 7.533 990 994 1005 rBV 415763 578971 16.13% 2.193%

7.775 1029 1035 1053 rBV 1712736 2388867 66.53% 9.047%
8.451 1145 1150 1182 rBV 1210630 1817276 50.61% 6.882%
9.569 1336 1340 1357 rBV 502560 784927 21.86% 2.973%
11.345 1635 1642 1657 rBVY 2519393 3590458 100.00% 13.597%
12.392 1815 1820 1837 rBV2 674899 924189 25.74% 3.500%

=
QO ~NO®

11 13.692 2036 2041 2064 rBV 1184471 1847830 51.47% 6.998%
12 14.798 2224 2229 2246 rBV 595953 930399 25.91% 3.523%
13 16.880 2576 2583 2588 rBV5 21812 45047 1.25% 0.171%
14 17.150 2623 2629 2632 rBV 2412904 3058630 85.19% 11.583%
15 18.497 2854 2858 2874 rBV 537638 835182 23.26% 3.163%

16 20.168 3139 3142 3153 rBV 356466 562424 15.66% 2.130%

Sum of corrected areas: 26405734
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\
Data File : BF095634.D

Aca On : 2 Jun 2017 15:16

Operator : SJ/MA

Sample = PB99404BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF095634.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\
Data File : BF095634.D

Aca On : 2 Jun 2017 15:16

Operator : SJ/MA

Sample = PB99404BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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.

4.82 9.24 ng 267472 1,4-Dichlorobenzene-d4 7.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 3-Hexanol 102 C6H140 000623-37-0 25
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 17
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 533 (4.822 min): BF095634.D (-528) (-) m/z 43.00 100.00%
43.0
59.1
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1011 NSRS ENRARE SRR
| 83.0 440 4.60 4.80 5.00 5.20
o)V 17 SRBESSERSY 2 PSS SRSV S NS m/z 59.10 60.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SR LR AL SRR
440 4.60 4.80 5.00 5.20
59.0 1010 m/z 101.10 22.26%
0 270 | 510 ‘ 6900 830910 ]
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
440 460 480 500 520
5000 m/z 58.00 15.42%
101.0
o150 310 58.0 690 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4417 3-Hexanol | NLELELELE LA NN LR p
59.0 440 4.60 4.80 5.00 5.20
m/z 41.10 9.35%
5000 310 430 73.0
0 \‘\‘ “\H 510\‘ I | 840 1010 '\
miz--> 10 20 30 40 50 60 70 8 90 100 110 | 440 4.60 4.80 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\
Data File : BF095634.D

Aca On : 2 Jun 2017 15:16

Operator : SJ/MA

Sample = PB99404BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown7.20 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
7.20 107.64 ng 3116150 1,4-Dichlorobenzene-d4 7.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 937 (7.198 min): BF095634.D (-932) (-) m/z 132.00 100.00%
132.0
5000 68.0
9.0 e
40.1 540 | | g1 1149 6.80 7.00 7.20 7.40 7.60
O L A e m/z 68.05 36.87%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
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= S B o o o = S,
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Abundance #52379: Tranylcypromine-propionyl R EEmma T S
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74.0 m/z 96.00 14.18%
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060217\
Data File : BF095634.D

Acq On : 2 Jun 2017 15:16

Operator : SJ/MA

Sample - PB99404BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.82 9.2 ng 267472 1 7.53 578971 20.0
unknown?7 .20 7.20 107.6 ng 3116150 1 7.53 578971 20.0
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