LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041015\
Data File : BF078405.D

Acq On : 10 Apr 2015 17:58

Operator : TP/1Z

Sample : PB82775BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF040115.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 height area % max. total
1 1.035 11 13 15 rVB 408652 492975 12.69% 3.576%
2 1.516 54 55 63 rBvV 1515281 2572761 66.21% 18.661%
3 1.618 63 64 98 rvB 2000829 3885528 100.00% 28.183%
4  4.522 317 318 327 rVB 47830 81101 2.09% 0.588%
5 5.116 367 370 373 rBY 577769 656262 16.89% 4.760%

6.453 485 487 490 rBvV 608070 638369 16.43% 4 _.630%
6.567 495 497 500 rvv 674340 692612 17.83% 5.024%
6.853 520 522 525 rVB 125459 145090 3.73% 1.052%
7.048 536 539 541 rBV 406253 536689 13.81% 3.893%
7.562 581 584 586 rBV 409062 416137 10.71% 3.018%

=
QO ~NO®

11 8.430 658 660 663 rBv 155670 194532 5.01% 1.411%
12 9.779 776 778 781 rBV 936655 853971 21.98% 6.194%
13 10.591 847 849 852 rBV 258405 230187 5.92% 1.670%
14 11.562 932 934 937 rBV2 439239 492982 12.69% 3.576%
15 12.419 1006 1009 1011 rBV 217729 241083 6.20% 1.749%

16 14.408 1181 1183 1186 rBV 1072819 1071014 27.56% 7.769%
17 15.677 1292 1294 1297 rBV 275428 287772 7.41% 2.087%
18 17.403 1442 1445 1448 rBV 252615 297486 7.66% 2.158%

Sum of corrected areas: 13786551
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041015\
Data File : BF078405.D

Acq On : 10 Apr 2015 17:58

Operator : TP/1Z

Sample : PB82775BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1I\BNA_F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF078405.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041015\
Data File : BF078405.D

Acq On : 10 Apr 2015 17:58

Operator : TP/1Z

Sample : PB82775BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.M
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 4 unknown4.52 Concentration Rank 6

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

4.52 11.18 ng 81101 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 42
2 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 23
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 tert-Butyl Hydroperoxide 90 C4H1002 000075-91-2 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 318 (4.522 min): BF078405.D (-317) (-) m/z 43.10 100.00%
]
59
5000
101 llllllllllllll|llll
51 83 4.20 4.40 4.60 4.80
SRS 1D SVEL | UMM MM m/z 59.10 53.16%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L A LN LR AR
59 420 440 460 480
m/z 101.10 20.13%
25 3t 37 | 83 g3 %
miz--> 10 20 30 40 50 60 70 8 9 100
Abundance
59
a 420 4.40 4.60 480
5000 m/z 58.00 17.26%
86
51 69 101
miz--> 10 20 30 40 50 60 70 8 9 100
Abundance #3092: 5-Hexen-2-one R R e R Raa
43 4.20 4.40 4.60 4.80
m/z 41.10 9._55%
5000
55
1y 37, 49 65 71 77 83 08
m/z--> 10 ' ! 4 50 ' 70 80 9 100 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041015\
Data File : BF078405.D

Acq On : 10 Apr 2015 17:58

Operator : TP/1Z

Sample : PB82775BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.M
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 5 unknown6.57 Concentration Rank 3

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

6.57 95.47 ng 692612 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 497 (6.567 min): BF078405.D (-495) (-) m/z 132.00 100.00%
132
5000 68
0 96 SSRBERAREERAREE LA
54 78 06 6.20 6.40 6.60 6.80 7.00
e B m/z 68.10 42 .69%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 L I R
620 640 6.60 6.80 7.00
m/z 134.00 31.52%
31
"'I"tﬁllw'l'l'j?"”l""l""""I""P"'
m/z--> 20 40 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.10 27 .44%
104
14 27 30 51 077 g 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine- proplonyl e e
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 17.29%
5000 og 116
S ”qu .JM - Imhl‘ﬁl 158 ..,.1??. SRS L O A GNN—
m/z--> 20 40 100 120 140 160 180 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\BF041015\
Data File : BF078405.D

Acq On : 10 Apr 2015 17:58

Operator : TP/1Z

Sample : PB82775BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.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]
unknown4 .52 4.52 11.2 ng 81101 1 6.85 145090 20.0
unknown6 .57 6.57 95.5 ng 692612 1 6.85 145090 20.0
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