LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081517\
Data File : BF097692.D

Aca On 15 Aug 2017 15:45

Operator : SJ/JU

Sample : PB101477BL

Misc :

ALS Vial : 7 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 4.993 489 494 502 rBV 239804 320704 9.46% 1.114%
2 5.393 557 562 565 rBY 2970138 3257405 96.04% 11.314%
3 6.410 729 735 738 rBVY 3174644 3265720 96.29% 11.342%
4 6.551 754 759 762 rBVY 3203626 3142849 92.66% 10.916%
5 6.781 794 798 801 rBV 957759 739891 21.81% 2.570%

6.940 820 825 828 rBV 2757484 2433290 71.74% 8.451%
7.345 888 894 897 rBV 2058810 2004009 59.09% 6.960%
8.063 1012 1016 1019 rBV 1199217 992550 29.26% 3.447%
9.145 1194 1200 1203 rVB 3448335 3391715 100.00% 11.780%
9.816 1309 1314 1318 rBV 1237712 1066643 31.45% 3.705%

=
QO ~NO®

11 10.604 1442 1448 1451 rBV 2092174 2011476 59.31% 6.986%
12 11.298 1562 1566 1569 rBV 1407241 1118355 32.97% 3.884%
13 12.892 1831 1837 1840 rBV 3337965 3352417 98.84% 11.644%
14 13.933 2009 2014 2017 rBV 1036159 1010780 29.80% 3.511%
15 15.357 2251 2256 2264 rBV 558235 684111 20.17% 2.376%

Sum of corrected areas: 28791915
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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\BF081517\

BF097692.D

15 Aug 2017 15:45

SJ/JuU

PB101477BL

7 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\BF081517\
Data File : BF097692.D

Aca On 15 Aug 2017 15:45

Operator : SJ/JU

Sample : PB101477BL

Misc :

ALS Vial : 7 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.

4.99 8.67 ng 320704 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Acetone 58 C3H60 000067-64-1 22
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9

Abundance Scan 494 (4.993 min): BF097692.D (-489) (-) m/z 43.00 100.00%
43.0
5000 59.0
1011 450 480 500 850 540
83.0 : : : :
o...,....,....,....','!:.?,1.0..!,....,....,....,....,|....,. m/z 59.00 46.92%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR SR R R
4.60 4.80 5.00 5.20 5.40
59.0 m/z 58.00 17.68%
270 ‘ 83.0 101.0
O ?}'q T §?|q IR R '?}'q '*It' T
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
460 4.80 500 520 540
5000 m/z 101.10 16.54%
58.0
15.0 27.0
S U UL I SULILL UL I UL SULIL LS WL
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime e R
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 7.89%
5000
101.0
o 180 30 || %80 69,0 86.0 )
miz--> 10 20 30 40 50 60 70 80 90 100 110 | 460 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081517\
Data File : BF097692.D

Aca On 15 Aug 2017 15:45

Operator : SJ/JU

Sample : PB101477BL

Misc :

ALS Vial : 7 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 unknown6.55 Concentration Rank 1

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

6.55 84 .95 ng 3142850 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 759 (6.551 min): BF097692.D (-754) (-) m/z 132.00 100.00%
132.0
5000 68.1
w01 | %0 %0 6w 650 ok
54.0 . : . .
0....,....I'!...,:!..,:!-.'.|,..7.8.,0....,..I.,?‘??.?....,....,-'...,.. m/z 68.10 46.66%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 A
5000 BN S SR
6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.74%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
6.20 640 6.60 680
5000 m/z 66.00 29.65%
63.0 81.0
mz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal SRR
132.0 6.20 6.40 6.60 6.80
m/z 69.10 19.31%
5000 67.0
41.0 97.0
‘ 20.0 117.0
m/z--> 30 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF081517\
Data File : BF097692.D

Acq On 15 Aug 2017 15:45

Operator : SJ/JU

Sample : PB101477BL

Misc :

ALS Vial : 7 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... 4.99 8.7 ng 320704 1 6.78 739891 20.0
unknown6 .55 6.55 85.0 ng 3142850 1 6.78 739891 20.0
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