LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108513.D

Aca On : 27 Aug 2018 16:28

Operator : JU/SJ

Sample : J4646-15

Misc :

ALS Vial : 17 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF080818 .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 5.237 489 493 503 rBV 103134 118422 5.33% 0.614%
2 5.625 555 559 577 rBY 1874854 1703208 76.70% 8.835%
3 6.619 724 728 731 rBVY 2071043 1814896 81.73% 9.415%
4 6.766 749 753 757 rBVY 2004298 1840730 82.90% 9.549%
5 7.001 789 793 796 rBV 804204 716145 32.25% 3.715%
6 7.154 815 819 823 rBVY 1682419 1409648 63.48% 7.313%
7 7.560 884 888 891 rBVY 1378247 1178209 53.06% 6.112%
8 8.283 1007 1011 1014 rBV 1022710 884747 39.84% 4 .590%
9 9.354 1189 1193 1203 rBVY 2659755 2220527 100.00% 11.519%
10 9.742 1256 1259 1270 rBV 274915 252900 11.39% 1.312%

11 10.042 1306 1310 1320 rBV2 1124437 1014147 45.67% 5.261%
12 10.836 1441 1445 1458 rBV 1179951 1095655 49.34% 5.684%
13 11.536 1561 1564 1567 rBV 928044 861026 38.78% 4._467%
14 11.560 1567 1568 1573 rVB 138152 103183 4._.65% 0.535%
15 12.760 1768 1772 1776 rBV 188152 169772 7.65% 0.881%

16 12.971 1805 1808 1809 rBV2 27930 28454 1.28% 0.148%
17 12.989 1809 1811 1816 rVB 178390 152138 6.85% 0.789%
18 13.124 1830 1834 1837 rBV 1698820 1527757 68.80% 7.925%
19 13.313 1860 1866 1868 rBv4 16068 30367 1.37% 0.158%
20 14.189 2011 2015 2018 rBV 802403 856181 38.56% 4.441%

21 14.218 2018 2020 2026 rVB 88105 86455 3.89% 0.448%
22 14.942 2140 2143 2148 rVB3 56184 73280 3.30% 0.380%
23 15.036 2156 2159 2164 rVB 47852 49529 2.23% 0.257%
24 15.277 2196 2200 2203 rBV 77246 115902 5.22% 0.601%
25 15.606 2254 2256 2263 rVB 45014 55566 2.50% 0.288%
26 15.677 2264 2268 2272 rVV 68713 96797 4_36% 0.502%

27 15.748 2274 2280 2294 rVB 556442 821486 37.00% 4.261%

Sum of corrected areas: 19277127
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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:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\

BF108513.D

27 Aug 2018 16:28

JussJ

J4646-15

17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108513.D

Aca On : 27 Aug 2018 16:28

Operator : JU/SJ

Sample : J4646-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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.

5.24 3.31 ng 118422 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 25
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 494 (5.242 min): BF108513.D (-489) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 U U N I R
83.0 | 5.00 5.20 5.40 5.60
) SN 1 ESSSSSEOY 1 S IS N m/z 59.10 53.55%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 U U S AL I
5.00 5.20 5.40 5.60
59.0 1010 m/z 101.10 17.55%
ol 3500 S20 || 670 809010 LT
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
500 520 540 5.60
5000 m/z 58.10 17.20%
41.0
29.0 101.0
o o 1l].s00 ] 730 860 |
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- e e e
59.0 5.00 5.20 5.40 5.60
m/z 41.00 9.78%
5000 41.0
31.0
69.0 870
0 15.0 “‘H ‘m‘ 510“‘ . . 98.0
m/z--> 0 20 30 40 50 60 70 8 9 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108513.D

Aca On : 27 Aug 2018 16:28

Operator : JU/SJ

Sample : J4646-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.77 Concentration Rank 1

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

6.77 51.41 ng 1840730 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 1,2,3-Trifluorobenzene 132 C6H3F3 001489-53-8 9

Abundance Scan 754 (6.772 min): BF108513.D (-749) (-) m/z 132.00 100.00%
13R.0
5000 68.1
400 540 | %.1 6.40 6.60 6.80 7.00 7.20
Obrrrerrerrrrr e el e 850 Ly, 2140 m/z 68.10 41.65%
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 N
5000 LRI I LA L
6.40 6.60 6.80 7.00 7.20
310 510 m/z 134.00 34.21%
0'w'“'w'“J“Jh'L'M'“l“'h'“'w“'w'“l“'w'“'w'“|“'w'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.10 27 .45%
33.0 44.0 0.0 105.0
0"I“"P"W'L”I'L“Iﬁqﬂ*'”l:“llﬁgﬂ"il'”hl”"P"W‘”'I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole A e e R
132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 16.62%
5000
104.0
ol 140 270 300 510 00 770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.40 6.60 6.80 7.00 7.20

8270-BF080818.M Tue Aug 28 14:41:19 2018 Page: 4



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082718\
Data File : BF108513.D

Acq On : 27 Aug 2018 16:28

Operator : JU/SJ

Sample - J4646-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 5.24 3.3 ng 118422 1 7.00 716145 20.0
unknown6 .77 6.77 51.4 ng 1840730 1 7.00 716145 20.0
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