LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032817\
Data File : BF093999.D

Aca On : 28 Mar 2017 18:17

Operator : SJ/MA

Sample : PB97859BL

Misc :

ALS Vial : 8 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

4.093 370 375 386 rvVB 293884 395529 7.92% 1.055%
4.475 434 440 443 rBV 3744471 3998244 80.06% 10.661%
rBv 3117073 4065765 81.41% 10.841%
5.675 638 644 648 rBVY 3660805 4199460 84.09% 11.197%
5.928 683 687 691 rvB 1023552 938435 18.79% 2.502%
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6.110 712 718 721 rBV 3000632 3310751 66.29% 8.828%
6.575 790 797 801 rBV 2082580 2697439 54.01% 7.192%
7.428 936 942 946 rBV 1215710 1281754 25.67% 3.418%
8.757 1160 1168 1171 rBV 3939536 4994062 100.00% 13.316%
9.469 1284 1289 1291 rBV2 38663 50056 1.00% 0.133%

=
QO ~NO®

11 9.569 1300 1306 1311 rVB2 1293626 1400365 28.04% 3.734%
12 10.545 1464 1472 1476 rBV 2337657 2750544 55.08% 7.334%
13 11.392 1608 1616 1620 rBV 1305700 1358235 27.20% 3.622%
14 13.380 1945 1954 1957 rBV 3348886 4241556 84.93% 11.310%
15 14.645 2164 2169 2178 rBV 958269 1024726 20.52% 2.732%

16 16.274 2441 2446 2454 rBV 656321 796805 15.96% 2.125%

Sum of corrected areas: 37503726

8270-BF032217 .M Wed Mar 29 16:14:08 2017 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032817\
Data File : BF093999.D

Aca On : 28 Mar 2017 18:17

Operator : SJ/MA

Sample : PB97859BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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: BF093999.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032817\
Data File : BF093999.D

Aca On : 28 Mar 2017 18:17

Operator : SJ/MA

Sample : PB97859BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.09 8.43 ng 395529 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 72
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 375 (4.093 min): BF093999.D (-370) (-) m/z 43.00 100.00%
43.0
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Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
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Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester A Raam e e
59.0 3.80 4.00 4.20 4.40
m/z 41.10 9.16%
5000 41.0
o T O =Y 1260 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032817\
Data File : BF093999.D

Aca On : 28 Mar 2017 18:17

Operator : SJ/MA

Sample : PB97859BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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 unknown5.67 Concentration Rank 1

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

5.67 89.50 ng 4199460 1,4-Dichlorobenzene-d4 5.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 1-Aminoindan 133 C9H11N 034698-41-4 9

Abundance Scan 643 (5.669 min): BF093999.D (-638) (-) m/z 132.00 100.00%
132.0
5000 68.1
01 50 || wo® o | TSR oko 5k 60
e N e NI i | N m/z 68.10 40.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 " e e T o
10 550 %0 70 m/z 134.00  33.25%
‘ 79.0 :
0'W'”'P'”I”'AJ”'ﬂ””lmhm'muﬁ'”l“ml”'W'”'P'”I"'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
9.0 1000 "5l sho 550 6bo
5000 ' m/z 66.10 25.08%
31.0 51.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14006: 5-Aminoindole R R
132.0 5.40 560 5.80 6.00
m/z 69.10 16.44%
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 5.60 5.80 6.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032817\
Data File : BF093999.D

Acq On : 28 Mar 2017 18:17

Operator : SJ/MA

Sample : PB97859BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217 .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... 4.09 8.4 ng 395529 1 5.93 938435 20.0
unknown5.67 5.67 89.5 ng 4199460 1 5.93 938435 20.0
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