LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102116\

Data File : BF090752.D

Aca On - 22 Oct 2016 10:36 Instrument :

Operator : UM/SJ gﬁA{s el
- _ lentosampleld :

3?22'6 : H5367-02 MW-031-101916

ALS Vial : 35 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-BF102116.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 2.428 3 8 11 rVB 6503993 12579355 100.00% 19.278%
2 5.046 235 237 247 rBV 359374 494802 3.93% 0.758%
3 5.469 271 274 276 rBVY 2064726 2955083 23.49% 4_.529%
4 6.486 361 363 372 rBV 1848277 1955378 15.54% 2.997%
5 6.623 372 375 378 rBVY 4888040 5206192 41.39% 7.979%

6.852 393 395 406 rBV 1341119 1537427 12.22% 2.356%
7.012 406 409 411 rBV 4964412 5062648 40.25% 7.759%
7.423 442 445 447 rBV 3341963 4164683 33.11% 6.382%
8.143 505 508 510 rBV 1735756 2036355 16.19% 3.121%
9.217 599 602 605 rBV 6248450 7636872 60.71% 11.704%

=
QO ~NO®

11 9.892 658 661 664 rBV 2405844 2386069 18.97% 3.657%
12 10.692 727 731 733 rBV2 3535546 5230195 41.58% 8.015%
13 11.378 789 791 805 rvVB 2411395 2328192 18.51% 3.568%
14 12.966 927 930 933 rBV 5586683 8472047 67.35% 12.984%
15 14.018 1019 1022 1024 rBV 1843517 1860135 14.79%% 2.851%

16 15.447 1144 1147 1150 rBV 913876 1346211 10.70% 2.063%

Sum of corrected areas: 65251644
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102116\

Data File : BF090752.D

Aca On - 22 Oct 2016 10:36

Operator : UM/SJ

ﬁ?ggle i H5367-02 MW-031-101916
ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF090752.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102116\

Data File : BF090752.D

Aca On - 22 Oct 2016 10:36

Operator : UM/SJ

ﬁ?ggle i H5367-02 MW-031-101916
ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.05 6.44 ng 494802 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 33
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 237 (5.046 min): BF090752.D (-235) (-) m/z 43.10 100.00%
43
59
5000
1o 480 500 520 5.40
83 : : : :
0...,....,....,....',':...‘?.1.-!],...‘.3?....,.-...,...:,|....,....,....1,3.?..,...., m/z 59.10 58.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methy!-
43
5000 L UL N LA R
59 480 500 520 5.40
m/z 101.10 18.68%
15 31 101
0 ‘ Tl Ly 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 5.40
5000 m/z 58.05 17 .45%
41
0 50 73 86
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester T T
59 4.80 5.00 5.20 5.40
m/z 41.10 8.73%
5000 41
68
0 1l 50 ] 126 142
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102116\

Data File : BF090752.D

Aca On - 22 Oct 2016 10:36

Operator : UM/SJ

ﬁ?ggle i H5367-02 MW-031-101916
ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.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 unknown6.62 Concentration Rank 2

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

6.62 67.73 ng 5206190 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 375 (6.623 min): BF090752.D (-372) (-) m/z 132.00 100.00%
132
5000 68 j\\
40 | 75 * 620 640 6.60 6.80 7.00
54 104
o..,....,....,...:,".'..?,::..?.1...|....,..?‘.7,....,.':..,.1.1:‘3.,....,'...,.. m/z 68.10 43.85%
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 RIS S RN UL I
6.0 6.40 6.60 6.80 7.00
3 78 m/z 134.00 34.17%
138
0'W'”'P'”J”J“'h'M'”I”'h'”'P'”I”“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 6.80 7.00
5000 m/z 66.10 27 .44%
104
oL 14 27 37 4451 58 % 77 599, | 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine

132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 17.36%
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31 60
Lows 0 Py e
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m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00

o

8270-BF102116.M Mon Oct 24 15:40:42 2016 Page: 4



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102116\

Data File : BF090752.D

Acg On : 22 Oct 2016 10:36

Operator : UM/SJ

ﬁ?ggle i H5367-02 MW-031-101916
ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102116 .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... 5.05 6.4 ng 494802 1 6.85 1537430 20.0
unknown6 .62 6.62 67.7 ng 5206190 1 6.85 1537430 20.0

8270-BF102116.M Mon Oct 24 15:40:42 2016 Page: 5



