LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102809.D

Aca On > 7 Feb 2018 12:25

Operator : SJ/JU

Sample : PB106326BL

Misc :

ALS Vial : 5 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-BF020318.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 5.122 510 516 525 rVB 120061 160244 3.07% 0.369%
2 5.504 576 581 584 rBVY 4783838 4933941 94.52% 11.370%
3 6.510 745 752 755 rBVY 4247106 4703341 90.10% 10.838%
4 6.651 771 776 779 rBVY 4796185 4783230 91.63% 11.022%
5 6.881 811 815 818 rBVY 1358538 1090722 20.89% 2.513%

7.039 837 842 845 rBV 3954006 3710327 71.08% 8.550%
7.445 905 911 914 rBV 2943702 3192426 61.16% 7.357%
8.163 1028 1033 1036 rBV 1669883 1486604 28.48% 3.426%
5139549 5220098 100.00% 12.029%
9.916 1326 1331 1340 rVB 1589802 1625053 31.13% 3.745%
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11 10.710 1460 1466 1469 rBV 3075134 3133833 60.03% 7.222%
12 11.404 1580 1584 1588 rBV 1804222 1605134 30.75% 3.699%
13 12.992 1849 1854 1857 rBV 4564000 5079351 97.30% 11.705%
14 14.045 2029 2033 2041 rVB 1511454 1469679 28.15% 3.387%
15 15.521 2278 2284 2295 rBV 820182 1201238 23.01% 2.768%

Sum of corrected areas: 43395221
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Data Path
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Quant Method
Quant Title

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF020718\
BF102809.D
7 Feb 2018 12:25

U

PB106326BL

- 8373

5

TIC Library :

Sample Multiplier: 1

C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1I\BNA F\METHODS\8270-BF020318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102809.D

Aca On : 7 Feb 2018 12:25

Operator : SJ/JU

Sample : PB106326BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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.

5.12 2.94 ng 160244 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 3-0Octanol 130 C8H180 000589-98-0 33
4 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 32
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 516 (5.122 min): BF102809.D (-510) (-) m/z 43.00 100.00%
48
59
5000
101 P T T
51 | 83 | 480 5.00 5.20 5.40
Orrer ey b e e e e m/z 59.00 55.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
48
5000 L L UL UL I
59 480 500 520 540
m/z 58.00 16.85%
15 31 101
0 ‘ Tl N 50 \‘ 83 .
LS IR IR UL IULRR NS UL I LR LSS SN BRARE SRS B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
59
480 5.00 5.20 5.40
5000 m/z 101.00 16.12%
41
ol 50 73 86
wmmﬁwwwwmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13639: 3-Octanol R e L EEmm
59 480 5.00 5.20 5.40
m/z 41.00 7.71%
5000 29 4 83
101
0 ‘ ‘ \‘Jh 51|, 69 . 91 ‘ 112 129
m/z--> 0 20 30 40 50 60 70 8 90 100 110 120 130 480 5.00 5.20 5.40

8270-BF020318.M Thu Feb 08 12:07:40 2018 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102809.D

Aca On : 7 Feb 2018 12:25

Operator : SJ/JU

Sample : PB106326BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 unknown6.65 Concentration Rank 1

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

6.65 87.71 ng 4783230 1,4-Dichlorobenzene-d4 6.88
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 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 776 (6.651 min): BF102809.D (-771) (-) m/z 132.00 100.00%
5000 68
6 TTTTTTTT T T T T T T T T
40 | 75 104 6.40 6.60 6.80 7.00
0 ..,....,....,...:l'.'.‘.‘?,:!. ??:.n.' S -1 M SN N m/z 68.00 40.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 IR IS R R L
6.40 6.60 6.80 7.00
3 78 m/z 134.00 33.18%
138 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
" 640 6.60 6.80 7.00
5000 67 m/z 66.00 26.85%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmmﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole e N mamas

132 6.40 6.60 6.80 7.00
m/z 69.00 15.49%

5000

104
66
14 27 37445158 P 7T g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020718\
Data File : BF102809.D

Acq On > 7 Feb 2018 12:25

Operator : SJ/JU

Sample : PB106326BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_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... 5.12 2.9 ng 160244 1 6.88 1090720 20.0
unknown6 .65 6.65 87.7 ng 4783230 1 6.88 1090720 20.0
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