LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\
Data File : BF097480.D

Aca On : 8 Aug 2017 20:44

Operator : SJ/JU

Sample : PB101311BL

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 _557 467 471 483 rBV 106184 210607 8.37% 1.009%
2 5.004 544 547 577 rBVY 1866477 2372391 94.30% 11.367%
3 6.075 725 729 743 rBVY 2043334 2277203 90.52% 10.910%
4 6.181 743 747 762 rVB 2156691 2271878 90.31% 10.885%
5 6.404 782 785 797 rVB 572889 526254 20.92% 2.521%

6.557 807 811 839 rVB 1826662 1782953 70.87% 8.542%
6.975 879 882 908 rBV 1462178 1571136 62.45% 7.528%
791823 791754 31.47% 3.793%
8.763 1181 1186 1201 rBV 2247451 2515752 100.00% 12.053%
9.428 1295 1299 1312 rBV2 822530 819107 32.56% 3.924%
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11 10.222 1430 1434 1452 rBV 1259086 1397990 55.57% 6.698%
12 10.904 1546 1550 1571 rBB 849957 784152 31.17% 3.757%
13 12.486 1815 1819 1823 rBV 1973227 2124619 84.45% 10.179%
14 13.527 1992 1996 2011 rBV 758003 766192 30.46% 3.671%
15 14.868 2219 2224 2235 rBV 494191 659680 26.22% 3.161%

Sum of corrected areas: 20871668
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\
Data File : BF097480.D

Aca On : 8 Aug 2017 20:44

Operator : SJ/JU

Sample : PB101311BL

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

Abundance TIC: BF097480.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\
Data File : BF097480.D

Aca On : 8 Aug 2017 20:44

Operator : SJ/JU

Sample : PB101311BL

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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4._.56 8.00 ng 210607 1,4-Dichlorobenzene-d4 6.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 3-Hexanol 102 C6H140 000623-37-0 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 3-Pentanol 88 C5H120 000584-02-1 9
5 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 9

Abundance Scan 471 (4.557 min): BF097480.D (-467) (-) m/z 42.95 100.00%
43.0
5000 59.0 /\\‘¥g
| mo O 25w abo 4k
ot e e e m/z 59.00 51.59%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 2% ok aho 4
0
150 a0 1010 m/z 58.00 12 _.86%
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59.0
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5000 310 430 73.0 m/z 101.10 12.68%
84.0 101.0
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Abundance #8346: 2-Hexanol, 2-methyl- R L I
54.0 420 4.40 4.60 4.80
m/z 41.10 8.47%
5000
410 101.0
oL 150 30 Tls00, | 690 830
miz--> 10 20 30 40 50 60 70 8 90 100 110 420 440 460 480
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\
Data File : BF097480.D

Aca On : 8 Aug 2017 20:44

Operator : SJ/JU

Sample : PB101311BL

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 unknown6.18 Concentration Rank 1

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

6.18 86.34 ng 2271880 1,4-Dichlorobenzene-d4 6.40
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 747 (6.181 min): BF097480.D (-743) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 sao || % 250 650 650 640 ¢k
o P AN N .- B . IN— | N m/z 68.10 38.17%
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 SRR RS AR LR
5.80 6.00 6.20 6.40 6.60
2.0 510 m/z 134.00 32.83%
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 6.00 620 6.40 6.60
5000 67.0 m/z 66.05 25.46%
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 I
Abundance #14491: 5-Aminoindole LI L L B LB N B
132.0 5.80 6.00 6.20 6.40 6.60
m/z 69.05 14.98%
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 5.80 6.00 6.20 6.40 6.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080817\
Data File : BF097480.D

Acq On : 8 Aug 2017 20:44

Operator : SJ/JU

Sample : PB101311BL

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... 4.56 8.0 ng 210607 1 6.40 526254 20.0
unknown6.18 6.18 86.3 ng 2271880 1 6.40 526254 20.0
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