LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080517\
Data File : BF097393.D

Aca On : 5 Aug 2017 13:21

Operator : SJ/JU

Sample : PB101266BL

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 4_.575 470 474 495 rBV 163387 309533 10.78% 1.279%
2 5.034 548 552 569 rBY 2254880 2872525 100.00% 11.867%
3 6.098 729 733 746 rBVY 2435342 2827075 98.42% 11.679%
4 6.198 746 750 760 rVB 2689873 2668378 92.89% 11.023%
5 6.422 785 788 797 rBV 666528 604370 21.04% 2.497%

6.581 810 815 832 rvVB 2003791 2132692 74.24% 8.810%
6.992 881 885 900 rBV 1555907 1772349 61.70% 7.322%
892159 882974 30.74% 3.648%
8.786 1184 1190 1193 rBV 2466697 2848167 99.15% 11.766%
9.445 1297 1302 1310 rVB 896296 928858 32.34% 3.837%
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11 10.239 1432 1437 1449 rBV 1534294 1634297 56.89% 6.751%
12 10.921 1549 1553 1560 rVB 905308 849832 29.58% 3.511%
13 12.504 1817 1822 1825 rBV 2228216 2449043 85.26% 10.117%
14 13.539 1994 1998 2006 rBV 779233 801176 27.89%% 3.310%
15 14.880 2221 2226 2230 rBV 525364 593347 20.66% 2.451%

16 15.262 2287 2291 2295 rBV3 25821 31994 1.11% 0.132%

Sum of corrected areas: 24206610
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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\BF080517\

BF097393.D

5 Aug 2017 13:21

SJ/JuU

PB101266BL

4 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF072517 .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\BF080517\
Data File : BF097393.D

Aca On : 5 Aug 2017 13:21

Operator : SJ/JU

Sample : PB101266BL

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_.57 10.24 ng 309533 1,4-Dichlorobenzene-d4 6.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 9
4 Propane. l-ethoxv-2-methvl- 102 C6H140 000627-02-1 9
5 Propanoic acid, 2-nitro-, methyl... 133 C4H7NO4 006118-50-9 9

Abundance Scan 473 (4.569 min): BF097393.D (-470) (-) m/z 43.00 100.00%
43.0
5000 590
. mo M 250 a4k 4B 560
) RERSNERSUSSN ST 1 UM SV PO ot M m/z 59.00 50.27%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A R IR L
420 4.40 4.60 4.80 5.00
59.0 1010 m/z 101.10 13.23%
0 270 | 510 ‘ 690 830910 [
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
420 440 4.60 4.80 500
5000 m/z 58.00 13.15%
410 101.0
o 150 %0 7 519 69.0  83.0
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3686: 1-Propen-2-ol, acetate A e e R
43.0 420 4.40 4.60 4.80 5.00
m/z 41.10 8.96%
5000
58.0
15‘.0 270 N 7%.0 100.0
-ttt e
m/z--> 10 20 30 40 50 60 70 8 90 100 110 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080517\
Data File : BF097393.D

Aca On : 5 Aug 2017 13:21

Operator : SJ/JU

Sample : PB101266BL

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 unknown6.20 Concentration Rank 1

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

6.20 88.30 ng 2668380 1,4-Dichlorobenzene-d4 6.42
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 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 750 (6.198 min): BF097393.D (-746) (-) m/z 132.10 100.00%
13p.1
5000 68.1
40.0 540 ‘ %.1 580 6.00 620 640 6.60
3 S [N ¥ ::.'.|,..':.,?‘?.9,..!.,.’fP.‘??....,....,'...,.. m/z 68.10 42.63%
m/z--> 10 20 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 R
5000 AR UL B L I
5.80 6.00 6.20 6.40 6.60
310 510 m/z 134.10 32.29%
0'W'”'P'”I”'“'h'M'”I”'h'“'P”'P'“I”'W'”'P'“I“"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
580 6.00 620 640 6.60
5000 m/z 66.00 28.16%
33.0 44.0 105.0
. s60 00 860
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 "
Abundance #14491: 5-Aminoindole R EEARSREmEE SR

132.0 5.80 6.00 6.20 6.40 6.60
m/z 69.05 16.70%

5000

104.0
66.0
140 27.0 390 510 5T 7710 g9 | 1350 ||

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 580 6.00 620 6.40 6.60

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080517\
Data File : BF097393.D

Acq On : 5 Aug 2017 13:21

Operator : SJ/JU

Sample : PB101266BL

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_57 10.2 ng 309533 1 6.42 604370 20.0
unknown6 .20 6.20 88.3 ng 2668380 1 6.42 604370 20.0
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