LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\
Data File : BF103761.D

Aca On : 19 Mar 2018 17:49

Operator : JU/SJ

Sample : PB107477BL

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-BF031518.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 5.222 527 533 540 rBV 130394 170325 4_.07% 0.498%
2 5.598 592 597 600 rBY 3317766 3411121 81.43% 9.982%
3 6.592 760 766 769 rBVY 3168098 3309594 79.00% 9.685%
4 6.739 786 791 794 rBV 3489861 3502249 83.60% 10.249%
5 6.969 826 830 834 rBY 1199764 932589 22.26% 2.729%

7.128 852 857 860 rBV 3075255 2800759 66.86% 8.196%
7.533 920 926 929 rBV 2124635 2239996 53.47% 6.555%
8.251 1043 1048 1051 rBV 1502551 1278910 30.53% 3.743%
9.327 1225 1231 1234 rBV 4134150 4046298 96.59% 11.841%
10.010 1342 1347 1351 rBV 1674502 1456937 34.78% 4.264%

=
QO ~NO®

11 10.804 1475 1482 1485 rBV 2444308 2392397 57.11% 7.001%
12 11.504 1595 1601 1604 rBV 1763663 1505119 35.93% 4._.405%

13 12.010 1682 1687 1690 rBV 43923 48270 1.15% 0.141%
14 13.092 1864 1871 1874 rBV 3900477 4189205 100.00% 12.259%
15 13.274 1884 1902 1903 rBV 21721 73405 1.75% 0.215%
16 13.333 1904 1912 1913 rBV6 41215 77855 1.86% 0.228%
17 14.010 2024 2027 2031 rVB 64864 53783 1.28% 0.157%

18 14.157 2047 2052 2055 rBV 1532175 1469102 35.07% 4._.299%
19 15.692 2307 2313 2323 rVB 953182 1213609 28.97% 3.552%

Sum of corrected areas: 34171523
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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\BF031918\

BF103761.D

19 Mar 2018 17:49

JussJ

PB107477BL

4 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF031518.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:\HPCHEM1\BNA F\DATA\BF031918\
Data File : BF103761.D

Aca On : 19 Mar 2018 17:49

Operator : JU/SJ

Sample : PB107477BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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.

5.22 3.65 ng 170325 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 17
4 Acetone 58 C3H60 000067-64-1 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 533 (5.222 min): BF103761.D (-527) (-) m/z 43.00 100.00%
43
59
5000
101 INRAE SRR RS BRRRE R
3 53 83 | 480 5.00 5.20 5.40 5.60
DML MMM H— m/z 59.10 60.09%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 A S LS BN
480 5.00 5.20 5.40 5.60
m/z 101.00 19.95%
25 3 37 | 83 g3 0t
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
480 500 520 540 5.60
5000 m/z 58.00 15.80%
101
15 5 31 37 51 %8 g9 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4119: BUtyl aldoxime, 3—methy|—, syn- LA LN NI N LR
59 480 5.00 5.20 5.40 5.60
m/z 41.00 9.41%
41
5000
86
‘\ 51 iy ?\9 ‘ 101
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\
Data File : BF103761.D

Aca On : 19 Mar 2018 17:49

Operator : JU/SJ

Sample : PB107477BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 unknown6.74 Concentration Rank 1

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

6.74 75.11 ng 3502250 1,4-Dichlorobenzene-d4 6.97
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 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 791 (6.739 min): BF103761.D (-786) (-) m/z 132.00 100.00%
32
5000 68
40 | 6 6.40 6.60 6.80 7.00
54 75 104 . . . .
..,....,....,....,".'..?,::..??...' SN -7 A W T TN [ N m/z 68.00 40.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 BRI SR RN RS
6.40 6.60 6.80 7.00
78 m/z 134.00 32.88%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.40 6.60 6.80 7.00
5000 67 m/z 66.00 25.57%
41 97
53 2 117
34 60 89 105 124
mewmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LI L L B N LR |
132 6.40 6.60 6.80 7.00
m/z 69.10 15.94%
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
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031918\
Data File : BF103761.D

Acq On : 19 Mar 2018 17:49

Operator : JU/SJ

Sample : PB107477BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518_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... 5.22 3.6 ng 170325 1 6.97 932589 20.0
unknown6 .74 6.74 75.1 ng 3502250 1 6.97 932589 20.0
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