LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF102517\
Data File : BF099821.D

Aca On : 25 Oct 2017 18:53

Operator : SJ/JU

Sample : PB103597BL

Misc :

ALS Vial : 13 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-BF102317.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 5.010 494 497 515 rBV 159414 261945 12.28% 1.607%
2 5.416 563 566 589 rBY 1587016 1687260 79.12% 10.348%
3 6.440 735 740 758 rBVY 1507929 1651095 77.42% 10.127%
4 6.569 758 762 765 rBVY 1851145 1755785 82.33% 10.769%
5 6.793 797 800 808 rBV 533226 427935 20.07% 2.625%

6.945 823 826 841 rBV 1518025 1425240 66.83% 8.741%
7.363 893 897 917 rBV 1151047 1046335 49.06% 6.417%
8.075 1015 1018 1036 rBV 730991 601851 28.22% 3.691%
9.157 1197 1202 1205 rBV 2280015 2132627 100.00% 13.080%
9.834 1314 1317 1326 rBB2 719151 653001 30.62% 4._005%

=
QO ~NO®

11 10.633 1449 1453 1470 rBB 1185201 1055654 49.50% 6.475%
12 11.328 1568 1571 1580 rBV 725762 636175 29.83% 3.902%
13 12.916 1837 1841 1845 rBV 1841286 1902842 89.23% 11.671%
14 13.980 2018 2022 2030 rBV 574273 525006 24.62% 3.220%
15 15.451 2265 2272 2279 rBV 377353 470958 22.08% 2.889%

16 16.351 2420 2425 2431 rBV6 12837 23886 1.12% 0.146%

17 16.921 2516 2522 2529 rVB6 10404 23475 1.10% 0.144%

18 17.609 2632 2639 2645 rBV7 8790 23457 1.10% 0.144%
Sum of corrected areas: 16304527
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA F\DATA\BF102517\

BF099821.D

25 Oct 2017 18:53

SJ/JuU

PB103597BL

13 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF102317.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:\HPCHEM1\BNA F\DATA\BF102517\
Data File : BF099821.D

Aca On : 25 Oct 2017 18:53

Operator : SJ/JU

Sample : PB103597BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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.

501 12.24ng 261945  1,4-Dichlorobenzene-da 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

"1 2-Pentanone. 4-hvdroxv-d-methyl- 116 C6H1202 000123-42-2 42

000540-88-5 39
001116-98-9 17

2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2

4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
Abundance Scan 497 (5.010 min): BF099821.D (-494) (-) m/z 43.00 100.00%

43.0
59.1
5000
101.0

460 480 500 520 540

83.0
0"'I""I'"'I""IIII:"I"'!II""I'"'I""'I"':I""I""I""I""I""I m/z 59.10

59.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 | SLLLILEN (NLINL L LI N LI LA B
59.0 460 4.80 500 520 5.40
m/z 101.00 20.64%
31.0 83.0 10% .0
o) YN M| A MU
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
R B e
570 460 4.80 500 5.20 5.0
5000 m/z 58.00 16.12%
20.0 101.0
ol 120 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R mmmas BRSNS
59.0 460 4.80 5.00 5.20 5.40
m/z 41.00 8.26%
5000 41.0
A Y 1260 1420
o SN SN 1 L N S—— .

m/z-->

10 20 30 40 50 60 70 80 90 100 110 120 130 140

460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102517\
Data File : BF099821.D

Aca On : 25 Oct 2017 18:53

Operator : SJ/JU

Sample : PB103597BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 unknown6.57 Concentration Rank 1

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

6.57 82.06 ng 1755790 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 762 (6.569 min): BF099821.D (-758) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.0 AR AR A S
40.1 54.0 6.20 6.40 6.60 6.80 7.00
0 gL.0 N m/z 134.00 33.13%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRR AR RS SRR
6.20 6.40 6.60 6.80 7.00
310 5L0 m/z 68.10 32.69%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
74.0 620 640 6.60 6.80 7.00
5000 ggo 1160 m/z 66.00 20.08%
0 158.0 189.0
miz--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R R B
132.0 6.20 6.40 6.60 6.80 7.00
m/z 96.00 13.32%
5000 67.0
41.0 97.0
‘ ‘ 117.0
oL HS‘LO\HHF ....“luuH. N — R RAREE R masmas
m/z--> 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00

8270-BF102317.M Thu Oct 26 16:02:48 2017

Page: 4



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF102517\
Data File : BF099821.D

Acq On : 25 Oct 2017 18:53

Operator : SJ/JU

Sample : PB103597BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .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... 5.01 12.2 ng 261945 1 6.79 427935 20.0
unknown6 .57 6.57 82.1 ng 1755790 1 6.79 427935 20.0
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