LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100215\
Data File : BF081985.D

Aca On : 2 Oct 2015 18:04

Operator : UM/I1Z

Sample - PB85878BL

Misc :

ALS Vial : 9 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-BF092815.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

5.074 254 257 266 rBV 752295 992034 33.28% 4_.789%
5.486 290 293 295 rBV 1768948 1968270 66.03% 9.502%
rBvV 1749857 1958574 65.71% 9.456%
6.652 392 395 397 rBV 2125103 2037113 68.34% 9.835%
6.892 414 416 427 rVB 296772 443800 14.89%% 2.143%
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7.040 427 429 442 rBV 1847917 1694707 56.85% 8.182%
7.452 463 465 479 rBV 1122424 1253933 42.07% 6.054%
8.172 526 528 537 rBV 565028 604910 20.29% 2.920%
9.258 620 623 625 rBvV 1577807 2411375 80.90% 11.642%
9.932 679 682 698 rBvV 733479 731398 24 .54% 3.531%

=
QO ~NO®

11 10.720 749 751 754 rBV 1230354 1414835 47.46% 6.831%
12 11.429 810 813 831 rBV 436295 757030 25.40% 3.655%
13 13.018 949 0952 971 rBV 2880254 2980823 100.00% 14.391%
14 14.069 1041 1044 1060 rBV 663317 838856 28.14% 4 _.050%
15 15.532 1169 1172 1186 rBV 335435 625779 20.99% 3.021%

Sum of corrected areas: 20713437
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF100215\
BF081985.D
2 Oct 2015 18:04
umziz
PB85878BL

9 Sample Multiplier: 1

H:\HPCHEM1\BNA F\Method\8270-BF092815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100215\
Data File : BF081985.D

Aca On : 2 Oct 2015 18:04

Operator : UM/I1Z

Sample - PB85878BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

H:\HPCHEM1\BNA F\Method\8270-BF092815_.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.

5.07 44_.71 ng 992034 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1l-methvleth._.. 116 C7H160 017348-59-3 36
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 257 (5.074 min): BF081985.D (-254) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1
480 5.00 5.20 5.40
I P YT SN N B oy T RT3
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LR L R L UL
59.0 480 500 520 5.40
m/z 101.10 19.57%
31.0 83.0 93010‘10
r 77T
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 480 5.00 520 540
5000 m/z 58.10 17.86%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)-
59.0 480 5.00 5.20 5.40
m/z 41.10 8.73%
5000
41.0
29.0 101.0
o o 1], s00 [] 730 860 |
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100215\
Data File : BF081985.D

Aca On : 2 Oct 2015 18:04

Operator : UM/I1Z

Sample - PB85878BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

H:\HPCHEM1\BNA F\Method\8270-BF092815_.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 unknown6.65 Concentration Rank 1

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

6.65 91.80 ng 2037110 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 395 (6.652 min): BF081985.D (-392) (-) m/z 132.00 100.00%
132.0
5000 68.1
01 561 || g0 iore ek &ho ok 70
Obrr e pree b H et e 82,0 L 070 WL m/z 68.10 38.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 U S S L
6.40 6.60 6.80 7.00
2.0 510 m/z 134.10 33.33%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
" '6.40 6.60 6.80 7.00
5000 67.0 m/z 66.10 25.87%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole
132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.49%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100215\
Data File : BF081985.D

Acq On : 2 Oct 2015 18:04

Operator : UM/1Z

Sample - PB85878BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

H:\HPCHEM1\BNA_F\Method\8270-BF092815_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... 5.07 44.7 ng 992034 1 6.89 443800 20.0
unknown6 .65 6.65 91.8 ng 2037110 1 6.89 443800 20.0
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