LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042315\
Data File : BF078747.D

Aca On : 23 Apr 2015 14:23

Operator : TP/1Z

Sample : 6G1961-01

Misc :

ALS Vial : 3 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-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 heiaht area % max. total
1 1.393 17 18 24 rBvV 229889 465400 17.24% 4.875%
2 1.484 24 26 64 rVvB 1318887 2700312 100.00% 28.288%
3 3.256 179 181 188 rBvV 70428 92871 3.44% 0.973%
4 3.770 223 226 238 rBB 400589 560350 20.75% 5.870%
5 5.256 354 356 365 rBV 500560 574998 21.29% 6.024%

5.393 365 368 370 rBV 414368 601695 22.28% 6.303%
5.747 397 399 403 rBB 94860 140341 5.20% 1.470%
389649 465650 17.24% 4._.878%
6.696 479 482 489 rBB 254512 353465 13.09% 3.703%
7.907 586 588 591 rBvV 158168 197089 7.30% 2.065%
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11 9.919 761 764 767 rBV 512339 754607 27 .95% 7.905%
12 10.731 833 835 838 rBvV 25303 29537 1.09% 0.309%
13 11.096 864 867 870 rBvV 183805 236833 8.77% 2.481%
14 12.559 993 995 999 rBvV 268394 439033 16.26% 4 _.599%
15 13.828 1103 1106 1109 rBV 199226 259726 9.62% 2.721%

16 16.377 1326 1329 1332 rBV 873538 922955 34.18% 9.669%
17 17.120 1392 1394 1397 rBV 28865 37179 1.38% 0.389%

18 17.714 1440 1446 1449 rBvV 298735 388270 14.38% 4._.067%
19 19.497 1599 1602 1605 rBV 268237 325424 12.05% 3.409%

Sum of corrected areas: 9545735
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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\BF042315\
BFO78747.D

23 Apr 2015 14:23

TP/1Z

G1961-01

3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 F\DATA\BF042315\
Data File : BF078747.D

Aca On : 23 Apr 2015 14:23

Operator : TP/1Z

Sample : 6G1961-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

3.26 13.24 ng 92871 1,4-Dichlorobenzene-d4 5.76
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 25
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 181 (3.256 min): BFO78747.D (-179) (-) m/z 43.10 100.00%
43
59
5000
T "o 350 340 360
83 : : :
o.”,..”,..”,.”.m:h??uqi,”..,”..,m..,”.:i...“ m/z 59.10 54.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 rrrTyrTTTTTrT T T T T T T T
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59 m/z 101.10 21.37%
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43
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Abundance #3099: 5-Hexen-2-one R B
43 3.00 3.20 3.40 3.60
m/z 41.10 8.43%
5000
5 55
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042315\
Data File : BF078747.D

Aca On : 23 Apr 2015 14:23

Operator : TP/1Z

Sample : 6G1961-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 4 unknown5.39 Concentration Rank 2

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

5.39 85.75 ng 601695 1,4-Dichlorobenzene-d4 5.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Xenon 132 Xe 007440-63-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 368 (5.393 min): BFO78747.D (-365) (-) m/z 132.00 100.00%
5000
68
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Obrrrerrerrrrr e AT e Bl 8 M Tm/z 68.10  34.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR AR R LA
5.00 520 5.40 5.60 5.80
2 78 m/z 134.00 33.25%
38 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
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132
500 520 540 560 580
5000 67 m/z 66.10 21.80%
41 97
53 117
79
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wwmwﬁwmmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole o R
132 5.00 520 5.40 5.60 5.80
m/z 69.10 13.94%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
s B % & B & o b % 1% 10 13 1 14 500 520 540 560 5.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF042315\
Data File : BF078747.D

Acq On : 23 Apr 2015 14:23

Operator : TP/1Z

Sample : G1961-01

Misc :

ALS Vial : 3 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]
2-Pentanone, 4-hy... 3.26 13.2 ng 92871 1 5.76 140341 20.0
unknown5.39 5.39 85.8 ng 601695 1 5.76 140341 20.0
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