LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020915\
Data File : BF077227.D

Acq On : 9 Feb 2015 16:39

Operator : TP/1Z

Sample : PB81646BL

Misc :

ALS Vial : 7 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:\HPCHEMI1\BNA_F\METHODS\8270-BF011415_.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

1.298 34 36 40 rBvV 7425 13972 1.50% 0.210%
1.355 40 41 51 rvB 20105 43281 4.66% 0.649%
rBv 54360 145490 15.66% 2.183%
4.601 322 325 338 rBV 262209 612878 65.96% 9.195%
7.002 533 535 540 rBV 316942 575485 61.94% 8.634%
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7.082 540 542 551 rVB 411064 702149 75.57% 10.534%
7.596 584 587 595 rVvB 94262 160163 17.24% 2.403%
7.905 611 614 626 rBvV 277407 508278 54.71% 7.626%
8.899 698 701 716 rBV 234117 386426 41.59% 5.798%
10.499 838 841 850 rBV 139398 231764 24.94% 3.477%

=
QO ~NO®

11 13.151 1070 1073 1077 rBV 485332 810335 87.22% 12.158%
12 14.614 1198 1201 1207 rVB 172572 267484 28.79%% 4.013%
13 16.374 1352 1355 1365 rVB 293210 452554 48.71% 6.790%
14 17.506 1451 1454 1457 rBV 201026 288210 31.02% 4.324%
15 19.757 1648 1651 1653 rBV 753894 929122 100.00% 13.940%

16 21.015 1759 1761 1768 rBV 250629 287283 30.92% 4_.310%
17 22.660 1902 1905 1914 rVB 158645 250399 26.95% 3.757%

Sum of corrected areas: 6665273
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020915\
Data File : BFO77227.D

Acq On : 9 Feb 2015 16:39

Operator : TP/1Z

Sample : PB81646BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BFO77227.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020915\
Data File : BFO77227.D

Acq On : 9 Feb 2015 16:39

Operator : TP/1Z

Sample : PB81646BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

3.62 18.17 ng 145490 1,4-Dichlorobenzene-d4 7.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 33
3 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 28
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 239 (3.619 min): BF077227.D (-236) (-) 43.10 100.00%
a3
59
5000
101
| 83 3.20 3.40 3.60 3.80 4.00
SRS NNV S A R S S . m/z 59.10 74.78%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl- jk
43
5000 R L IR R R
3.20 3.40 3.60 3.80 4.00
59 101 m/z 101.10 23.18%
27 35 | 51 ‘ 67 8391
iz %3 b B 85 70 B b 160 130 150 190 140 150 140
Abundance
59
320 340 3.60 3.80 4.00
5000 m/z 58.00 19.00%
43
69 83 o3 123 141 159
memmmwwwmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #4036: Butyl aldoxime, 3-methyl-, syn- R
59 320 340 3.60 3.80 4.00

m/z 41.10 9.13%

41
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‘\ 51 ! 6\9 ‘ 101

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 320 3.40 360 3.80 4.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020915\
Data File : BFO77227.D

Acq On : 9 Feb 2015 16:39

Operator : TP/1Z

Sample : PB81646BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_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 3 unknown7.08 Concentration Rank 1

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

7.08 87.68 ng 702149 1,4-Dichlorobenzene-d4 7.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 4-Methylpyrrolo[1l,2-a]pyrazine 132 C8H8N2 064608-60-2 9
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 542 (7.082 min): BF077227.D (-540) (-) m/z 132.00 100.00%
32
5000 68
0 4750 g || 5 g5 10 "k 75 1% Tab
e L T ART NS | - m/z 68.10 37 .32%
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
5000 67 U UL L L I
a1 97 6.80 7.00 7.20 7.40
53 117 m/z 134.00 31.47%
st [ ey TRe a0 o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
680 7.00 7.20 7.40
5000 m/z 66.05 26 .82%
104
66
14 27 37 4451 55 T 89 g7 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14020: 4-Methylpyrrolo[1,2-a]pyrazine R RE R
132 6.80 7.00 7.20 7.40
m/z 69.10 15.87%
5000 104
52 66 78
"I”"I'“'I"J“"'Wt"W'Mlw"JJP"'?E"I'L'I'}Ez"“l t"" U UL L L I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020915\
Data File : BF077227.D

Acq On : 9 Feb 2015 16:39

Operator : TP/1Z

Sample : PB81646BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_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... 3.62 18.2 ng 145490 1 7.60 160163 20.0
unknown?7 .08 7.08 87.7 ng 702149 1 7.60 160163 20.0
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