LSC Area Percent Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF012518\
Data File : BF102433.D

Aca On : 25 Jan 2018 19:44

Operator : SJ/JU

Sample : PB106012BL

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-BF012218.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 4.934 476 484 493 rBV 63144 103436 2.65% 0.339%
2 5.334 547 552 555 rBY 3229130 3235822 82.84% 10.607%
3 6.357 721 726 729 rBVY 2755969 3177630 81.35% 10.416%
4 6.487 743 748 751 rBV 3493206 3295255 84.36% 10.802%
5 6.710 783 786 798 rBV 778402 735473 18.83% 2.411%

6.869 809 813 816 rBV 2954240 2623784 67.17% 8.601%
7.281 878 883 886 rBV 2040273 2087669 53.45% 6.843%
7.998 1000 1005 1019 rBV 972765 1006032 25.76% 3.298%
9.075 1182 1188 1191 rBV 3765683 3829462 98.04% 12.553%
9.751 1298 1303 1314 rBV 1062341 1110789 28.44% 3.641%

=
QO ~NO®

11 10.539 1433 1437 1456 rBV 2047187 2271099 58.14% 7.445%
12 11.233 1551 1555 1563 rBV 1229627 1118954 28.65% 3.668%
13 12.827 1820 1826 1829 rBV 3496352 3906113 100.00% 12.804%
14 13.874 1999 2004 2013 rBV 1135708 1116991 28.60% 3.662%
15 15.298 2241 2246 2255 rBV2 640492 887711 22.73% 2.910%

Sum of corrected areas: 30506220
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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

U:\HPCHEM1I\BNA F\DATA\BF012518\

BF102433.D

25 Jan 2018 19:44

SJ/Ju

PB106012BL

4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012518\
Data File : BF102433.D

Aca On : 25 Jan 2018 19:44

Operator : SJ/JU

Sample : PB106012BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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.

4.93 2.81 ng 103436 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
4 3-Octanol 130 C8H180 000589-98-0 25
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 483 (4.928 min): BF102433.D (-476) (-) m/z 43.05 100.00%
43.0
59.0
5000
101.0 IR U L
| 83.0 | 4.60 4.80 5.00 5.20
SRMDEESENESESESESSESMESSMRMISYH 1 SESPRMMEFI | NSRS M m/z 59.00 61.82%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR RN A
59.0 460 480 500 520
0
150 a0 1010 m/z 101.00 19.29%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 460 480 5.00 520
5000 m/z 58.10 13.52%
20.0 101.0
15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime R Ea e  REARREERLE
43.0 4.60 4.80 5.00 5.20
m/z 41.00 10.49%
5000
101.0
150 310 || %80 69,0 86.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012518\
Data File : BF102433.D

Aca On : 25 Jan 2018 19:44

Operator : SJ/JU

Sample : PB106012BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 unknown6.49 Concentration Rank 1

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

6.49 89.61 ng 3295260 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-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 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 749 (6.492 min): BF102433.D (-743) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.1 e e 680 6RO
401 540 6.20 6.40 6.60 6.80
0 ..,....,....,....,....,.:..,..In.'...I..,?‘?.?,..!.,.’rﬂ‘?f’....,....,"...,.. m/z 134.00 34.27%
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
5000 LS AR L R
6.20 6.40 6.60 6.80
310 510 ‘ m/z 68.10 30.43%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80
5000 67.0 m/z 66.00 19.07%
41.0 97.0
53.0
79.0 117.0
wwmw@wmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 1
Abundance #14491: 5-Aminoindole L e B
132.0 6.20 6.40 6.60 6.80

m/z 96.10 12_.31%

5000

104.0
66.0
140 27.0 390 510 7 710 g95 | 1150 |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : U:\HPCHEMI1\BNA_F\DATA\BF012518\
Data File : BF102433.D

Acq On : 25 Jan 2018 19:44

Operator : SJ/JU

Sample : PB106012BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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... 4.93 2.8 ng 103436 1 6.72 735473 20.0
unknown6 .49 6.49 89.6 ng 3295260 1 6.72 735473 20.0
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