LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112217\

Data File : BF100874.D

Aca On : 23 Nov 2017 14:38 Instrument :
Operator : SJ/JU BNA_F

Sample - 16567-06 ClientSampleld :
Misc - 112017-JETT-F-D-S
ALS Vial : 45 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
1 5.075 504 508 520 rBB 147078 157940 5.69% 1.065%
2 5.475 572 576 579 rBV 792218 697932 25.14% 4_.708%
3 6.481 743 747 757 rVB 525001 466749 16.81% 3.149%
4 6.628 767 772 775 rBV 1449195 1301218 46.86% 8.778%
5 6.857 807 811 814 rBV 586513 455397 16.40% 3.072%

7.016 833 838 841 rBV 2014797 1847969 66.55% 12.466%
7.428 901 908 910 rBV 1388096 1541910 55.53% 10.402%
8.139 1024 1029 1032 rBV 723276 588021 21.18% 3.967%
9.216 1206 1212 1215 rBV 2747842 2776704 100.00% 18.732%
9.892 1321 1327 1331 rBV 677363 654837 23.58% 4.417%

=
QO ~NO®

11 10.686 1457 1462 1465 rBV 1033021 966334 34.80% 6.519%
12 11.380 1576 1580 1583 rBV 711927 562463 20.26% 3.794%

13 12.780 1814 1818 1820 rBB 34127 28904 1.04% 0.195%
14 12.969 1845 1850 1853 rBV 2086997 1937242 69.77% 13.069%
15 13.851 1996 2000 2004 rBV2 26990 28486 1.03% 0.192%

16 14.021 2025 2029 2032 rBV 421514 386733 13.93% 2.609%
17 15.492 2273 2279 2287 rBV 343676 424868 15.30% 2.866%

Sum of corrected areas: 14823707
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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

Z:\HPCHEMI\BNA F\DATA\BF112217\

BF100874.D

23 Nov 2017 14:38

SJ/Ju

16567-06

45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100874.D

Aca On : 23 Nov 2017 14:38

Operator : SJ/JU

Sample : 16567-06

Misc :

ALS Vial : 45 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 6.94 ng 157940 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 64
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 507 (5.069 min): BF100874.D (-504) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 R RN S IR
| 83.0 | 4.80 500 5.20 5.40
ot e m/z 59.10 54.24%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R LR LS IR L
4.80 500 5.20 5.40
59.0 m/z 101.10 17.15%
0 20 | a9y @0 g0 ™0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 480 500 520 540
5000 m/z 58.10 13.93%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4076: Morpholine, 4—methy|— TT T T[T T T T[T T T[T T T [TrTT
43.0 4.80 500 5.20 5.40
m/z 41.10 8.77%
5000
101.0
15.0
21. 560 T
0"'w*"w'NHV"'ﬁ"'w'{'w"'h"'VQQQw"'w"'w RN RN LS IR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100874.D

Aca On : 23 Nov 2017 14:38

Operator : SJ/JU

Sample : 16567-06

Misc :

ALS Vial : 45 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 unknown6.63 Concentration Rank 2

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

6.63 57.15 ng 1301220 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 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 772 (6.628 min): BF100874.D (-767) (-) m/z 132.00 100.00%
132.0
5000 68.1
01 510 || a0 %070 620 640 6k0 B> 70
o O -1 B £ IN— | N m/z 68.10 37.76%
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 R UL A I
6.20 6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 33.42%
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
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.10 23.29%
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 III\I L L L B |Al T
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 14 .79%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.0 640 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112217\
Data File : BF100874.D

Acq On : 23 Nov 2017 14:38

Operator : SJ/JU

Sample - 16567-06

Misc :

ALS Vial : 45 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 6.9 ng 157940 1 6.86 455397 20.0
unknown6 .63 6.63 57.1 ng 1301220 1 6.86 455397 20.0
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