LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106698.D

Aca On : 22 Jun 2018 10:25

Operator : JU/SJ

Sample : PB110463BL

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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF061918 .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 5.207 483 488 498 rBV 97743 120335 5.79% 0.844%
2 5.607 552 556 560 rBY 1392577 1286774 61.94% 9.025%
3 6.601 720 725 728 rBVY 1250629 1307165 62.92% 9.168%
4 6.737 743 748 751 rBVY 1391144 1339936 64.50% 9.398%
5 6.960 782 786 789 rBV 446257 363758 17.51% 2.551%

7.113 808 812 816 rBV 1107313 1100894 52.99% 7.722%
7.525 876 882 885 rBV 868084 892660 42.97% 6.261%
8.242 999 1004 1007 rBV 534981 474095 22.82% 3.325%
1668942 1693072 81.50% 11.875%
10.001 1298 1303 1310 rVB2 637720 571059 27.49% 4._005%
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11 10.795 1433 1438 1442 rBV 1131429 1171770 56.40% 8.219%
12 11.495 1553 1557 1560 rBV 746391 650364 31.31% 4.562%
13 13.083 1822 1827 1830 rBV 2065917 2077471 100.00% 14.571%
14 14.148 2004 2008 2018 rVB 757119 683838 32.92% 4._.796%
15 15.689 2264 2270 2277 rBV 394732 524027 25.22% 3.676%

Sum of corrected areas: 14257218
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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\BF062218\

BF106698.D

22 Jun 2018 10:25

JussJ

PB110463BL

4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106698.D

Aca On : 22 Jun 2018 10:25

Operator : JU/SJ

Sample : PB110463BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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.

5.21 6.62 ng 120335 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 488 (5.207 min): BF106698.D (-483) (-) m/z 43.00 100.00%
43.0
59.0
5000
1011 SRS SAEE LR S
| 83.0 | 4.80 5.00 5.20 5.40 5.60
o} A N OGNSV | N N m/z 59.00 59.05%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R R LIS I
59.0 480 500 520 540 5.60
0
150 a0 1010 m/z 101.10 21.91%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
o 280 500 520 540 560
5000 m/z 58.00 16.60%
20.0 101.0
0 150 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone e Eaamn pa
43.0 480 5.00 5.20 5.40 5.60
m/z 41.00 9.82%
5000 1010
28.0 59.0
150 ‘ 70.0 84.0
0"'I”G'I”lul”'“HJ"I”Mli'”'l””'l“”'l'”'I*”'I' A RAE SRS LR
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:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106698.D

Aca On : 22 Jun 2018 10:25

Operator : JU/SJ

Sample : PB110463BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 73.67 ng 1339940 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 1-Methvlopvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 749 (6.743 min): BF106698.D (-743) (-) m/z 132.00 100.00%
13%.0
5000 8.1
rrrrrrTyrTrrrTTT T T T T
40.0 540 | | 9?'1 1150 J 6.40 6.60 6.80 7.00
ot e e e m/z 68.10 35.61%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 AR S LR
6.40 6.60 6.80 7.00
310 510 m/z 134.00 33.28%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 Tk 5k om0 7o
5000 9go 1160 m/z 66.00 22 .00%
0 158.0 189.0
miz--> 40 60 80 100 120 140 160 180 A
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine B R
132.0 6.40 6.60 6.80 7.00
m/z 69.10 13.86%
97.0
5000 0.0
3o 520 116.0
0"t'ly'b'y"bﬂl"'”P"ll""I""I""I"" AR S LR
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062218\
Data File : BF106698.D

Acq On : 22 Jun 2018 10:25

Operator : JU/SJ

Sample : PB110463BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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... 5.21 6.6 ng 120335 1 6.96 363758 20.0
unknown6 .74 6.74 73.7 ng 1339940 1 6.96 363758 20.0
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