LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112717\

Data File : BF100915.D

Aca On - 28 Nov 2017 2:24 Instrument :
Operator : SJ/JU BNA_F

Sample  : 16584-04 UG
Misc i 112117-JETT-F-U-S
ALS Vial : 35 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-BF110817.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

5.069 504 507 517 rVB 117412 116551 5.84% 1.069%
5.469 572 575 584 rBV 521954 495450 24.84% 4._.546%
rvB 336131 321903 16.14% 2.954%
6.622 767 771 775 rBV 988419 940537 47.16% 8.630%
6.857 807 811 814 rBV 410684 333223 16.71% 3.058%
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7.016 833 838 841 rBV 1510765 1337263 67.05% 12.270%
7.422 902 907 910 rBV 1088056 1092919 54.80% 10.028%
8.139 1025 1029 1032 rBV 506320 419739 21.04% 3.851%
9.216 1206 1212 1215 rBV 2226124 1994520 100.00% 18.301%
9.892 1321 1327 1334 rBV 550849 467312 23.43% 4.288%

=
QO ~NO®

11 10.680 1457 1461 1470 rVB 768589 694211 34.81% 6.370%
12 11.380 1576 1580 1583 rBV 519154 418720 20.99% 3.842%
13 12.969 1845 1850 1853 rBV 1643592 1630769 81.76% 14.963%
14 13.857 1997 2001 2010 rBV 20466 30981 1.55% 0.284%
15 14.016 2025 2028 2032 rBV 337200 312051 15.65% 2.863%

16 15.486 2273 2278 2287 rVB 233458 292241 14.65% 2.682%

Sum of corrected areas: 10898390
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA F\DATA\BF112717\

BF100915.D

28 Nov 2017 2:24

SJ/Ju

16584-04

35 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF110817.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:\HPCHEM1I\BNA F\DATA\BF112717\
Data File : BF100915.D

Aca On : 28 Nov 2017 2:24

Operator : SJ/JU

Sample : 16584-04

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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.

5.07 7.00 ng 116551 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 1.2-Butanediol 90 C4H1002 000584-03-2 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 507 (5.069 min): BF100915.D (-504) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 S o AR
480 5.00 5.20 5.40
Ol et 880 2L Tn/z 59.10  56.96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LR I UL IR I
59.0 480 500 520 540
m/z 101.10 19.26%
0 27\\.\9 il \‘ 83.0 10:‘I"0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
480 500 520 540
5000 m/z 58.10 15.22%
101.0
o 15.0 60.0  84.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #4076: Morpholine, 4—methy|— TT T T[T T T T[T T T[T T T T [TrTT
43.0 480 5.00 5.20 5.40
m/z 41.00 8.65%
5000
15.0 110 101.0
0'”“IJM'H'”ll'“'I'”'i'”'I'”'I'”'I'”'I'”'I'”' R RN S IR
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112717\
Data File : BF100915.D

Aca On : 28 Nov 2017 2:24

Operator : SJ/JU

Sample : 16584-04

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknown6.62 Concentration Rank 2

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

6.62 56.45 ng 940537 1,4-Dichlorobenzene-d4 6.86
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 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 771 (6.622 min): BF100915.D (-767) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 SERBEAARSESAREE SRR
401 540 6.20 6.40 6.60 6.80 7.00
0 ..,....,....,....,“.'...,:!..,::l-.'...'..,??.9,..!.,.197.?....,...., b 'm/z 68.10  39.84%
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 SR R UL AR
6.20 6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 31.38%
0 L1 H 1N 1
LA AR AR SRS UL AR RS NS RN RS LU S SN BARAE SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 24.14%
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
Abundance #14491: 5-Aminoindole [T lll\l L LI B R
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.61%
5000
104.0
ol 140 270 390 510 00770 g0 || 150 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.0 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112717\
Data File : BF100915.D

Acq On : 28 Nov 2017 2:24

Operator : SJ/JU

Sample - 16584-04

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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... 5.07 7.0 ng 116551 1 6.86 333223 20.0
unknown6 .62 6.62 56.5 ng 940537 1 6.86 333223 20.0
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