LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097160.D

Aca On 28 Jul 2017 18:12

Operator : SJ/JU

Sample : PB101039BL

Misc :

ALS Vial : 4 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-BF072517.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 3.940 345 349 358 rBV2 31069 56808 2.00% 0.237%
2 4.640 464 468 488 rBV 450063 706915 24.90% 2.945%
3 5.098 541 546 570 rBVY 2429419 2838799 100.00% 11.828%
4 6.151 720 725 739 rBVY 2605704 2764756 97.39% 11.520%
5 6.257 739 743 747 rBV 2562783 2595170 91.42% 10.813%
6 6.487 778 782 791 rVB 673834 620779 21.87% 2.587%
7 6.640 804 808 812 rBVY 1858093 1823487 64.23% 7.598%
8 7.051 873 878 884 rBVY 1454662 1598087 56.29% 6.659%
9 7.769 995 1000 1010 rBV 917937 865029 30.47% 3.604%
10 8.845 1177 1183 1187 rBVY 2448924 2694738 94.93% 11.228%
11 9.451 1279 1286 1292 rBV 27477 49955 1.76% 0.208%

12 9.516 1292 1297 1301 rVB 827745 858785 30.25% 3.578%
13 10.304 1425 1431 1434 rBV 1547870 1659952 58.47% 6.916%
14 10.986 1543 1547 1551 rBV 1066264 942209 33.19% 3.926%
15 12.574 1812 1817 1820 rBV 2395435 2394102 84.34% 9.975%

16 13.610 1989 1993 1997 rBV 843932 825647 29.08% 3.440%
17 14.957 2218 2222 2228 rBV 513963 600953 21.17% 2.504%

18 15.363 2287 2291 2296 rBV2 30212 48909 1.72% 0.204%
19 15.774 2356 2361 2366 rBV2 34552 54824 1.93% 0.228%
Sum of corrected areas: 23999904
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097160.D

Aca On 28 Jul 2017 18:12

Operator : SJ/JU

Sample : PB101039BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF097160.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097160.D

Aca On 28 Jul 2017 18:12

Operator : SJ/JU

Sample : PB101039BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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.

4.64 22.78 ng 706915 1,4-Dichlorobenzene-d4 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 468 (4.640 min): BF097160.D (-464) (-) m/z 43.00 100.00%
43.0
5000 59.0 [\\
| mo il abo 450 5o
SAEEERNRMRRECAY N ' RSMIRSUUD | PERERSSSES Lt RMRU HE m/z 59.00 51.76%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L U L UL L
59.0 440 460 480 5.00
0
150 a0 1010 m/z 101.10 14 .15%
11 ‘. Ly Il 83'0 Il
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
440 460 480 5.00
5000 m/z 58.00 13.16%
41.0
50.0 73.0  86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- TP . .
59.0 440 460 480 5.00
m/z 41.10 8.53%
5000
410 101.0
15.0 ‘%0 111500, | 690 83.0
m/z--> 10 20 30 4'0 50 60 7'0 8|0 9 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097160.D

Aca On 28 Jul 2017 18:12

Operator : SJ/JU

Sample : PB101039BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 2 unknown6.26 Concentration Rank 1

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

6.26 83.61 ng 2595170 1,4-Dichlorobenzene-d4 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 743 (6.257 min): BF097160.D (-739) (-) m/z 132.00 100.00%
132.0
5000 68.1
401 g0 | 9.1 600 6.0 640 6.60
..,....,....,...:,“!..:,!!..,::.-.|,..'..,??;9,...'.,.197.-?....,...., oy 'm/z 68.10 41.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
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wwwmmwmmm
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Abundance #14491: 5-Aminoindole LA LA L L L BB
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m/z--> 15 25 §0 Jo 55 eb fo 85 95 160 110 150 150 150 abo a%o aho a%o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072817\
Data File : BF097160.D

Acq On 28 Jul 2017 18:12

Operator : SJ/JU

Sample : PB101039BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517 .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... 4.64 22.8 ng 706915 1 6.49 620779 20.0
unknown6 .26 6.26 83.6 ng 2595170 1 6.49 620779 20.0
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