LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082718\

Data File : BF108546.D

Aca On : 28 Aug 2018 8:12 Instrument :
Operator : JU/SJ gﬁgiéamlem'
3?22 le J4660-02 082318-SIDIF-)F-D-M
ALS Vial : 48 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

5.231 489 492 503 rVB 82342 91434 2.52% 0.455%
5.625 5565 559 571 rBV 1150543 1049540 28.92% 5.220%
rBv 784524 699727 19.28% 3.480%
6.766 749 753 757 rBV 2118997 1858275 51.21% 9.242%
6.995 789 792 796 rBV 693491 633113 17.45% 3.149%
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7.154 815 819 823 rBV 2829803 2616652 72.11% 13.014%
7.566 883 889 892 rBV 2037586 2104147 57.98% 10.465%
8.284 1007 1011 1026 rBV 778719 722064 19.90% 3.591%
9.354 1189 1193 1197 rBV 3828412 3628865 100.00% 18.049%
9.742 1256 1259 1265 rBV 58621 58703 1.62% 0.292%

=
QO ~NO®

11 10.042 1307 1310 1323 rVB 773945 676860 18.65% 3.366%
12 10.701 1419 1422 1425 rVB 51784 40162 1.11% 0.200%
13 10.836 1441 1445 1458 rBV 1211884 1144224 31.53% 5.691%
14 11.536 1561 1564 1573 rBV 663675 593149 16.35% 2.950%
15 13.124 1829 1834 1837 rBV 3284293 2937464 80.95% 14.610%

16 14.189 2011 2015 2026 rVB 769572 709822 19.56% 3.530%
17 15.036 2155 2159 2163 rVB 36749 40302 1.11% 0.200%
18 15.748 2272 2280 2288 rVB 335286 501309 13.81% 2.493%

Sum of corrected areas: 20105812
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082718\

Data File : BF108546.D

Aca On : 28 Aug 2018 8:12

Operator : JU/SJ

ﬁ?gg le J4660-02 082318-SIDI-F-D-M
ALS Vial : 48 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:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF108546.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082718\

Data File : BF108546.D

Aca On : 28 Aug 2018 8:12

Operator : JU/SJ

3?22 le J4660-02 082318-SIDI-F-D-M
ALS Vial : 48 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.23 2.89 ng 91434 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 45
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 25
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 492 (5.231 min): BF108546.D (-489) (-) m/z 43.00 100.00%
43.0
59.1
5000
1011 250 5h0 550 550 550
o il w0 L s | s 59,10 53, 17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RN UL UL L I
59.0 480 500 520 540 5.60
m/z 101.10 16.98%
o o | 830 093,0'%}"
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43.0
480 500 520 540 5.60
5000 m/z 58.10 15.48%
101.0
o 180 30 | %89 g0 g0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8205: Acetic acid, 1,1-dimethylethyl ester T REaa e L
43.0 4.80 5.00 5.20 5.40 5.60
m/z 41.10 9.34%
5000 57.0
29.0
‘ ‘ 101.0
0"'P"'I”'M“'”'“l"W"“'P'"I”?%?"”I"'Wt"'ﬁ S UL U
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082718\

Data File : BF108546.D

Aca On : 28 Aug 2018 8:12

Operator : JU/SJ

3?22 le J4660-02 082318-SIDI-F-D-M
ALS Vial : 48 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 2 unknown6.77 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.77 58.70 ng 1858280 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-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9
Abundance Scan 754 (6.772 min): BF108546.D (-749) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 510 || r i ok 65> 650 750 75
Obr et o el £ L3080 Wl "m/z 68.10  40.39%
m/z--> 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 USRI SR AN SRR N

640 6.60 6.80 7.00 7.20
m/z 134.00 33.33%

31.0 51.0
0 [T _.7po .
B o e e B e REAREEESEE R EEEE
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
T
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.10 26.45%
33.0 44.0 0.0 105.0
690 0.0 ‘ | 115.0
O e e e e e e T e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile e .L, R AR
132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 16.12%
5000
92.0
65.0
105.0
oL 270 390 510 | 770 o 117.0
A B AN B o B e e A REE R T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 640 6.60 6.80 7.00 7.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF082718\

Data File : BF108546.D

Acg On : 28 Aug 2018 8:12

Operator : JU/SJ

3?22 le J4660-02 082318-SIDI-F-D-M
ALS Vial : 48 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... 5.23 2.9 ng 91434 1 7.00 633113 20.0
unknown6 .77 6.77 58.7 ng 1858280 1 7.00 633113 20.0
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