LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081017\
Data File : BF097564.D

Aca On : 10 Aug 2017 18:08

Operator : SJ/JU

Sample : PB101428BL

Misc :

ALS Vial : 6 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 4.534 481 484 500 rBV 128729 268769 10.22% 1.201%
2 4.986 558 561 588 rBVY 1912453 2630327 100.00% 11.758%
3 6.063 741 744 758 rBVY 2033418 2487212 94.56% 11.118%
4 6.163 758 761 774 rVB 2457565 2560489 97.34% 11.446%
5 6.392 797 800 811 rBV 600813 625426 23.78% 2.796%

6.545 822 826 842 rBV 1855007 1854905 70.52% 8.292%
6.963 893 897 918 rBV 1611692 1755987 66.76% 7.849%
7.675 1014 1018 1032 rBV 868720 884410 33.62% 3.953%
2545296 2626730 99.86% 11.742%
9.416 1310 1314 1326 rVB 998925 930684 35.38% 4._.160%
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11 10.204 1444 1448 1468 rBV 1319182 1505971 57.25% 6.732%
12 10.892 1561 1565 1575 rBV 956366 881454 33.51% 3.940%
13 12.474 1830 1834 1838 rBV 1986633 2133256 81.10% 9.536%
14 13.515 2008 2011 2023 rBV 604126 665680 25.31% 2.976%
15 14.856 2235 2239 2256 rBV 421474 559433 21.27% 2.501%

Sum of corrected areas: 22370733

8270-BF072517_.M Fri Aug 11 17:01:04 2017 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081017\
Data File : BF097564.D

Aca On : 10 Aug 2017 18:08

Operator : SJ/JU

Sample : PB101428BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEMI\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

Abundance TIC: BF097564.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081017\
Data File : BF097564.D

Aca On : 10 Aug 2017 18:08

Operator : SJ/JU

Sample : PB101428BL

Misc :

ALS Vial : 6 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
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Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.53 8.59 ng 268769 1,4-Dichlorobenzene-d4 6.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 3-Pentanol. 2-methvl- 102 C6H140 000565-67-3 50
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 483 (4.528 min): BF097564.D (-481) (-) m/z 43.00 100.00%
43.0
59.1
5000
| U LR T80 40 abo 4o
Ol ettt b et b mM/Zz 59.10  52.83%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
2000 59.0 420 4.40 4.60 4.80
0
150 a0 1010 m/z 58.00 14 .57%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
420 440 460 4.80
5000 73.0 m/z 101.10 12.48%
310 410
o 50.0 85.0 101.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- e e
59.0 420 4.40 4.60 4.80
m/z 41.00 8.14%
5000 41.0
31.0
69.0 870
0 15.0 ““ ‘m‘ SOQ“‘ . 98.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081017\
Data File : BF097564.D

Aca On : 10 Aug 2017 18:08

Operator : SJ/JU

Sample : PB101428BL

Misc :

ALS Vial : 6 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 unknown6.16 Concentration Rank 1

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

6.16 81.88 ng 2560490 1,4-Dichlorobenzene-d4 6.39
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 C6H9CIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 761 (6.163 min): BF097564.D (-758) (-) m/z 132.00 100.00%
132.0
5000 68.0
400 540 | %.1 580 6.00 6.0 640
0 ..,....,....,...:I'.'...,!!..,::.-.|,..':.,??;9,..!.,}97.-,0....,...., I m/z 68.05 42.37%
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 N
5000 RS SRS U LR
5.80 6.00 6.20 6.40
2.0 510 m/z 134.00 32.09%
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
580 6.00 6.20 640
5000 67.0 m/z 66.00 27.97%
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 v
Abundance #14491: 5-Aminoindole LI L L LB L B L N B
132.0 5.80 6.00 6.20 6.40
m/z 69.05 16.71%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 580 6.00 6.0 640
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081017\
Data File : BF097564.D

Acq On : 10 Aug 2017 18:08

Operator : SJ/JU

Sample : PB101428BL

Misc :

ALS Vial : 6 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... 4.53 8.6 ng 268769 1 6.39 625426 20.0
unknown6.16 6.16 81.9 ng 2560490 1 6.39 625426 20.0
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