LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122617\
Data File : BF101750.D

Acq On : 27 Dec 2017 8:42

Operator : SJ/JU

Sample : PB105328BL

Misc :

ALS Vial : 29 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-BF121417 .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 5.022 496 499 521 rBvV 149294 288429 8.11% 1.141%
2 5.416 563 566 593 rBV 1804535 2729899 76.77% 10.802%
3 6.434 735 739 757 rBV 1908337 2581476 72.60% 10.215%
4 6.563 757 761 777 rVB 2524661 2565408 72.14% 10.152%
5 6.787 796 799 812 rVB 812682 801158 22.53% 3.170%

6.945 822 826 848 rVB 2669095 2905156 81.70% 11.496%
7.363 893 897 921 rBV 1908566 2316495 65.14% 9.167%
8.069 1014 1017 1037 rBV 855435 961765 27.05% 3.806%
9.145 1195 1200 1215 rBV 3556489 3555947 100.00% 14.071%
9.828 1312 1316 1329 rBV 783802 824341 23.18% 3.262%

=
QO ~NO®

11 10.622 1448 1451 1472 rBV 862170 1081474 30.41% 4._.279%
12 11.322 1566 1570 1580 rBV 631860 706712 19.87% 2.797%
13 12.898 1834 1838 1841 rBV 2758023 2535600 71.31% 10.034%
14 13.969 2016 2020 2032 rBV 744325 780032 21.94% 3.087%
15 15.439 2265 2270 2285 rBV 409908 637205 17.92% 2.521%

Sum of corrected areas: 25271097
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA_F\DATA\BF122617\

BF101750.D

27 Dec 2017  8:42

SJ/JuU

PB105328BL

29 Sample Multiplier: 1

Z:\HPCHEMI\BNA_F\METHODS\8270-BF121417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122617\
Data File : BF101750.D

Acq On : 27 Dec 2017 8:42

Operator : SJ/JU

Sample : PB105328BL

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

5.02 7.20 ng 288429 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 Propanoic acid, 2-nitro-, methyl... 133 C4H7NO4 006118-50-9 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 499 (5.022 min): BF101750.D (-496) (-) m/z 43.00 100.00%
43
5000
ot 460 480 500 520 540
o e | am 500 54 34T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43 s
5000 DR BAREE AR
4.60 4.80 5.00 5.20 5.40
59 m/z 101.00 18.10%
2\7\ LIl H 70 83 1?1
L L L U S S S S L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
460 480 500 520 540
5000 m/z 58.10 14 .45%
101
15 31 %8 60 86
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #4076: Morpholine, 4-methyl-
43 4.60 4.80 5.00 5.20 5.40
m/z 41.00 9.09%
5000
15 - 101
0"”I"”I"ﬁﬁ"”l?g”l"”l"”l"”l"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 520 5.40

8270-BF121417 .M Wed Dec 27 15:03:52 2017 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122617\
Data File : BF101750.D

Acq On : 27 Dec 2017 8:42

Operator : SJ/JU

Sample : PB105328BL

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2 unknown6.56 Concentration Rank 2

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

6.56 64 .04 ng 2565410 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 760 (6.557 min): BF101750.D (-757) (-) m/z 132.00 100.00%
5000 68
‘ 75 6 620 640 6.60 680
104 - : : :
o..,....,....,...:,“.'.‘.‘?," 5L .|....,..?‘.7,....,.':..,.1.1:‘3.,....,'...,.. m/z 68.05 44.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.20 6.40 6.60 6.80
2 78 m/z 134.00 32.20%
38 ‘
0'W'”'P'”I”J“'h'P'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 680
5000 67 m/z 66.00 28.52%
41 97
53 117
79
ol 34 60 89 | 105 124
mﬁwﬁmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132 6.20 6.40 6.60 6.80
m/z 69.05 17.10%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122617\
Data File : BF101750.D

Acq On : 27 Dec 2017 8:42

Operator : SJ/JU

Sample : PB105328BL

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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... 5.02 7.2 ng 288429 1 6.79 801158 20.0
unknown6 .56 6.56 64.0 ng 2565410 1 6.79 801158 20.0
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