LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082817\

Data File : BF098097.D

Aca On : 29 Aug 2017 6:07 Instrument :
Operator : SJ/JU gmgigamleM'
a?zgle ; 14954-03 34%COMPp
ALS Vial : 26 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-BF081517.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 4.945 482 486 496 rBV 228024 337336 10.33% 1.293%
2 5.357 551 556 560 rBY 2735059 2897978 88.70% 11.108%
3 6.381 725 730 733 rBVY 2771247 2723716 83.37% 10.440%
4 6.510 748 752 756 rBVY 2813336 3010528 92.15% 11.540%
5 6.739 788 791 795 rBV 823657 675516 20.68% 2.589%

6.898 813 818 821 rBV 2686279 2348087 71.87% 9.000%
7.304 882 887 890 rBV 1851142 1990734 60.93% 7.631%
974610 911168 27.89% 3.493%
9.098 1187 1192 1196 rBV 3217371 3267103 100.00% 12.523%
9.774 1302 1307 1316 rBV 1003655 905735 27.72% 3.472%
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11 10.563 1436 1441 1457 rBV 1885820 1906612 58.36% 7.308%
12 11.257 1555 1559 1565 rBV 1026453 906265 27.74% 3.474%
13 12.845 1824 1829 1832 rBV 2843826 2803903 85.82% 10.748%
14 13.886 2002 2006 2013 rBV 759856 714827 21.88% 2.740%
15 15.309 2242 2248 2258 rBV 525594 689062 21.09% 2.641%

Sum of corrected areas: 26088570
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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:\HPCHEMI\BNA F\DATA\BF082817\

BF098097.D

29 Aug 2017 6:07

SJ/JuU

14954-03

26 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF081517 .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\BF082817\
Data File : BF098097.D

Aca On : 29 Aug 2017 6:07

Operator : SJ/JU

Sample = 14954-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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.

4.95 9.99 ng 337336 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 487 (4.951 min): BF098097.D (-482) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 NSNS SRR
83.0 460 4.80 5.00 5.20
o e m/z 59.00 55.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L LN LI R I
59.0 460 480 500 520
0
150 a0 1010 m/z 101.10 20.33%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
460 480 500 520
5000 41.0 m/z 58.00 18.27%
31.0
69.0 87.0
15.0 50.0 98.0
e S I S SULIURS SURILL IS IULIULS SULILS UL I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3686: l—Propen—Z—oI, acetate LA L L L L L L
43.0 460 4.80 5.00 5.20
m/z 41.00 8.73%
5000
58.0
1§.o 270 N 7%.0 100.0
O e T T e o R R I B B B R
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082817\
Data File : BF098097.D

Aca On : 29 Aug 2017 6:07

Operator : SJ/JU

Sample = 14954-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 unknown6.51 Concentration Rank 1

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

6.51 89.13 ng 3010530 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 752 (6.510 min): BF098097.D (-748) (-) m/z 131.95 100.00%
131.9
5000 68.0
96.0 IR SRS R S
40.0 54 | 1150 J 6.20 6.40 6.60 6.80
01 T m/z 68.05 47 .95%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 IRSENRARE BURSE RSN SRR
6.20 6.40 6.60 6.80
310 5L0 m/z 134.00 32.84%
0 I'J'mllﬂl'l'y'ﬂl""l""l"" Y SN SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 o5 ok oko b
5000 9go 1160 m/z 66.00 30.08%
0 158.0 189.0
mz-> 20 40 60 80 100 120 140 160 180 A
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e e  RRARE
132.0 6.20 6.40 6.60 6.80
m/z 69.10 19.22%
117.0
5000
91.0
S
0||‘|||‘|||“N||m|||“|||=||‘|‘||l‘|l“| T a2
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082817\
Data File : BF098097.D

Acq On : 29 Aug 2017 6:07

Operator : SJ/JU

Sample - 14954-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .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... 4.95 10.0 ng 337336 1 6.74 675516 20.0
unknown6 .51 6.51 89.1 ng 3010530 1 6.74 675516 20.0
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