LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032717\
Data File : BF093958.D

Aca On 27 Mar 2017 22:46

Operator : SJ/MA

Sample = 12409-04

Misc :

ALS Vial : 20 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-BF032217.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

4._.069 367 371 377 rBV 193909 210314 4.18% 0.634%
4.463 434 438 442 rBV 2150341 1971082 39.22% 5.945%
rBvV 1311842 1295120 25.77% 3.906%
5.681 639 645 648 rBVY 3289896 3457868 68.80% 10.430%
5.934 684 688 692 rBvV 963536 909712 18.10% 2.744%
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6.116 714 719 723 rBV 3082604 3176107 63.19% 9.580%
6.586 792 799 802 rBV 2302046 2701475 53.75% 8.148%
7.439 939 944 948 rBV 1252560 1230051 24.47% 3.710%
8.769 1162 1170 1173 rBV 4294703 5004786 99.58% 15.096%
9.257 1249 1253 1258 rBV 55223 54107 1.08% 0.163%

=
QO ~NO®

11 9.586 1300 1309 1313 rBV2 1210402 1386639 27.59% 4.183%
12 10.557 1467 1474 1478 rBV 2262468 2853334 56.77% 8.607%
13 11.410 1613 1619 1623 rBV 1432491 1410658 28.07% 4._255%
14 13.392 1948 1956 1960 rBV 3773442 5025987 100.00% 15.160%
15 14.662 2166 2172 2176 rBV 1248238 1363919 27.14% 4.114%

16 16.292 2444 2449 2455 rBV 926664 1101880 21.92% 3.324%

Sum of corrected areas: 33153039
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032717\
Data File : BF093958.D

Aca On - 27 Mar 2017 22:46

Operator : SJ/MA

Sample : 12409-04

Misc :

ALS Vvial :© 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032217.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF093958.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032717\
Data File : BF093958.D

Aca On 27 Mar 2017 22:46

Operator : SJ/MA

Sample = 12409-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032217 .M
Quant Title : 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4._.07 4.62 ng 210314 1,4-Dichlorobenzene-d4 5.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Butane 58 C4H10 000106-97-8 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 371 (4.069 min): BF093958.D (-367) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 RS R S IR
| 83.1 3.80 4.00 4.20 4.40
o} AT | FSNSSSVY | NS < S NN m/z 59.10 53.27%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RSN LR S U
3.80 4.00 4.20 4.40
59.0 m/z 101.10 19.54%
0 20 | a9y @0 g0 ™0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 380 4.00 420 440
5000 m/z 58.00 14.97%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #222: Butane A AR RARE
43.0 3.80 4.00 4.20 4.40
m/z 41.10 9.83%
5000 29.0
130 \‘\ L
VI LI I UL I IV S IS I B
m/z--> 10 20 30 40 50 60 70 8 90 100 110 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032717\
Data File : BF093958.D

Aca On 27 Mar 2017 22:46

Operator : SJ/MA

Sample = 12409-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032217 .M
Quant Title : 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 2 unknown5.68 Concentration Rank 1

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

5.68 76.02 ng 3457870 1,4-Dichlorobenzene-d4 5.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 645 (5.681 min): BF093958.D (-639) (-) m/z 132.00 100.00%
132.0
5000 68.1
01 510 || g0l s " ko Sk oby
L T i [ N m/z 68.10 38.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R UL A R R
540 560 5.80 6.00
2.0 510 m/z 134.00 33.43%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
540 560 580 6.00
5000 67.0 m/z 66.00 23.93%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole — e
132.0 540 560 5.80 6.00
m/z 69.10 14.92%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 540 560 5.80 6.00

8270-BF032217.M Tue Mar 28 17:11:27 2017 Page: 4



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF032717\
Data File : BF093958.D

Acq On 27 Mar 2017 22:46

Operator : SJ/MA

Sample : 12409-04

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217 .M
Quant Title : 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... 4.07 4.6 ng 210314 1 5.93 909712 20.0
unknown5.68 5.68 76.0 ng 3457870 1 5.93 909712 20.0
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