LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042018\

Data File : BF104670.D

Aca On - 20 Apr 2018 13:28 Instrument :
Operator : JU/SJ BNA_F '
Sample : J2260-05 10X ClientSampleld :
Misc - S-5-AT-OUT-FALL-0-6
ALS Vial : 6 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-BF040618.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 5.410 562 565 576 rBV 169337 174267 17 .94% 2.640%
2 6.434 735 739 756 rBV 177070 187040 19.25% 2.834%
3 6.569 759 762 769 rBV 253076 202592 20.85% 3.070%
4 6.798 798 801 805 rBV 699157 632746 65.13% 9.587%
5 6.957 824 828 835 rBV 179833 156264 16.08% 2.368%

6 7.363 894 897 907 rBV 108468 108492 11.17% 1.644%
7 8.086 1016 1020 1023 rBV 1057202 854714 87.98% 12.950%
8 9.157 1199 1202 1212 rBV 206044 203675 20.96% 3.086%
9 9.839 1315 1318 1332 rBV2 987196 971527 100.00% 14.720%
10 10.263 1383 1390 1393 rVB3 8296 15933 1.64% 0.241%
11 10.633 1449 1453 1463 rBvV2 111962 139391 14.35% 2.112%
12 10.839 1485 1488 1492 rVB4 9942 10274 1.06% 0.156%
13 10.986 1510 1513 1517 rBV3 9717 11625 1.20% 0.176%
14 11.027 1517 1520 1525 rBV2 12894 17676 1.82% 0.268%
15 11.327 1568 1571 1575 rBV 938411 900075 92.65% 13.637%
16 11.851 1656 1660 1663 rBv4 10704 15712 1.62% 0.238%
17 12.545 1775 1778 1782 rBV 32525 28849 2.97% 0.437%
18 12.774 1814 1817 1819 rBV 28797 22833 2.35% 0.346%

19 12.910 1837 1840 1846 rBV 232340 228778 23.55% 3.466%
20 13.774 1982 1987 1990 rBV 149028 192085 19.77% 2.910%

21 13.804 1990 1992 1996 rVB2 36131 40257 4.14% 0.610%
22 13.974 2017 2021 2024 rBV 863833 772638 79.53% 11.706%
23 15.445 2266 2271 2278 rVB 509193 712689 73.36% 10.798%

Sum of corrected areas: 6600132
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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\BF042018\
BF104670.D

20 Apr 2018 13:28

Ju/sJ

J2260-05 10X

S-5-AT-OUT-FALL-0-6

6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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:\HPCHEM1\BNA F\DATA\BF042018\

Data File : BF104670.D

Aca On - 20 Apr 2018 13:28

Operator : JU/SJ

a?ggle i J2260-05 10X S-5-AT-OUT-FALL-0-6
ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknown6.57 Concentration Rank 1

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

6.57 6.40 ng 202592 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 762 (6.569 min): BF104670.D (-759) (-) m/z 132.00 100.00%
32
5000 68
96 rTTTTTTTT T T T T T T T
40 47 54 6y ||| 75 g7 | 104 6.20 6.40 6.60 6.80 7.00
O L e e R B L e W SRR B m/z 68.00 35.95%
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 .
5000 SRR AR AR SRR
620 640 6.60 6.80 7.00
2 78 m/z 134.00 32.41%
38 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80 7.00
5000 67 m/z 66.00 23.00%
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
Abundance #14491: 5-Aminoindole T |rl\l T T ll|\l T
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.29%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 6.20 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042018\

Data File : BF104670.D

Aca On - 20 Apr 2018 13:28

Operator : JU/SJ

a?ggle i J2260-05 10X S-5-AT-OUT-FALL-0-6
ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 3 unknownl3.77 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.77 4.97 ng 192085 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanedioic acid. Imethvl(phenv... 279 C15H21NO4 001032-02-6 12
2 Piperazine-2.5-dione. 6-benzvl-3... 288 C12H11F3N203 1000303-24-1 12
3 2.3-Butanediol. 1.4-bisl(benzvlo... 388 C20H24N206 1000163-34-1 12
4 Butanamide. 3-hvdroxv-3-methvIl-N... 223 C12H17NO3 1000185-71-6 10
5 Benzonitrile, m-phenethyl- 207 C15H13N 034176-91-5 10
Abundance Scan 1986 (13.768 min): BF104670.D (-1982) (-) m/z 91.00 100.00%
91
5000
117 e
207
65 163 13.40 13.60 13.80 14.00
ol 22, ,J.i. AT L 26D 28 3812 Tz 117.00  23.57%
m/z--> 50 100 150 200 250 300 350
Abundance #126638: Propanedioic acid, [methyl(phenylmethyl)amino]-, ...
91
206
5000
13.40 13.60 13.80 14.00
4 m/z 105.00 12.47%
o & 120 149 176 | 248 279
m/z--> 50 100 150 200 250 300 350
Abundance
91
13.40 13.60 13.80 14.00
5000 m/z 207 .05 11.92%
. 44 65 120 146 173193 219241261 o0
m/z--> 50 100 150 200 250 300 350
Abundance #206482: 2,3-Butanediol, 1,4-bis[(benzyloxycarbonyl)amino]- L L e e
91 13.40 13.60 13.80 14.00
m/z 194.10 10.18%
5000
194
0 065 | 116 147 17370 224 o 59 345 388
m/z--> 50 100 150 200 250 300 350 ' 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042018\

Data File : BF104670.D

Acg On : 20 Apr 2018 13:28

Operator : JU/SJ

a?ggle i J2260-05 10X S-5-AT-OUT-FALL-0-6
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_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]
unknown6 .57 6.57 6.4 ng 202592 1 6.80 632746 20.0
unknownl13.77 13.77 5.0 ng 192085 5 13.97 772638 20.0
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