LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061319\
Data File : BF115001.D

Aca On : 13 Jun 2019 14:18

Operator : HP/JU

Sample : K3294-04

Misc :

ALS Vial : 15 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-BF061219.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 4.169 349 354 361 rBV 129451 160830 2.53% 0.341%
2 4.834 460 467 470 rBVY 2081416 2696537 42 .50% 5.710%
3 5.257 534 539 542 rBVY 2761557 2550308 40.20% 5.400%
4 5.434 566 569 573 rBV 98126 79849 1.26% 0.169%
5 6.092 677 681 688 rVB3 68001 110168 1.74% 0.233%
6 6.292 709 715 718 rBVY 4596475 5321149 83.87% 11.268%
7 6.416 732 736 740 rBVY 4702648 4572069 72.06% 9.682%
8 6.645 771 775 779 rBVY 1969132 1628056 25.66% 3.448%
9 6.804 798 802 805 rBVY 5245193 4729998 74.55% 10.016%
10 6.869 810 813 818 rVB 69615 68333 1.08% 0.145%
11 7.057 840 845 852 rBV5 43139 66762 1.05% 0.141%

12 7.210 865 871 874 rBV 3664448 3772886 59.46% 7.989%
13 7.928 988 993 996 rBV 2480792 2059098 32.45% 4 _.360%
14 9.004 1171 1176 1179 rBV 6487700 6344811 100.00% 13.436%
15 9.116 1190 1195 1199 rVB3 96159 107701 1.70% 0.228%

16 9.398 1239 1243 1246 rBV 1511602 1177214 18.55% 2.493%
17 9.675 1285 1290 1299 rVB 2670657 2292986 36.14% 4 _.856%
18 10.457 1419 1423 1433 rBV 880926 868745 13.69% 1.840%
19 11.145 1535 1540 1544 rBV 2019074 1995112 31.44% 4._.225%
20 12.733 1806 1810 1813 rBV 4623438 4246988 66.94% 8.993%

21 13.774 1984 1987 1990 rBV 1556657 1363064 21.48% 2.886%
22 15.156 2219 2222 2226 rVB 913176 1011504 15.94% 2.142%

Sum of corrected areas: 47224168
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061319\
Data File : BF115001.D

Aca On 13 Jun 2019 14:18

Operator : HP/JU

Sample = K3294-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF115001.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061319\
Data File : BF115001.D

Aca On 13 Jun 2019 14:18

Operator : HP/JU

Sample = K3294-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.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.

4.83 33.13 ng 2696540 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 466 (4.828 min): BF115001.D (-460) (-) m/z 43.00 100.00%
43
59
5000
101 S B SO
51, e 8 ” 440 4.60 4.80 5.00 5.20
Obrrr ey s e e m/z 59.00 59.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 USRS S U S
440 4.60 4.80 5.00 5.20
m/z 101.00 23.56%
2 |l 8 g3 10t
) R R SR AN ARAR RRARA RAREA RARAN AARAN AALA SALRS SRS RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4035: 2,3-Butanedione, monooxime
43
440 4.60 480 500 520
5000 m/z 58.00 15.85%
101
15 58
28 69 84 ‘
S ) R R SN AN AL RRARA RAREA AN AARAN LALA RALRS ARSI RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester RN NMMMMED § A SHIP SN N
59 440 4.60 4.80 5.00 5.20
m/z 41.00 9.07%
5000 41
68
0 150 . 126 147
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 | | 4.40 460 4.80 500 520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061319\
Data File : BF115001.D

Aca On 13 Jun 2019 14:18

Operator : HP/JU

Sample = K3294-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.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 unknown6.42 Concentration Rank 2

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

6.42 56.17 ng 4572070 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 737 (6.422 min): BF115001.D (-732) (-) m/z 132.00 100.00%
32
5000
68
96 ARBERAREE AR NSRRI SN
40 ,- 54 75 104 6.00 6.20 6.40 6.60 6.80
0 ..,....,....,...::-:.‘.‘?,::..??.I.' el 15l Tm/z 134.00  34.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 6 R R UL AR
a1 o7 6.00 6.20 6.40 6.60 6.80
- 117 m/z 68.00 31.99%
0 ..,....,....,?ﬁ‘..".'...;'....69'.|=:|,..'.'.','...5.‘-,9..'..,.1.0.5.,...|.',1.2.f‘.,' [
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
A
69 ISR SRR SRR
104 6.00 6.20 6.40 6.60 6.80
5000 m/z 66.00 20.35%
78
31 5 ‘
O b e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole T BEam e
132 6.00 6.20 6.40 6.60 6.80
m/z 96.00 13.29%
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 6.00 650 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF061319\
Data File : BF115001.D

Acq On : 13 Jun 2019 14:18

Operator : HP/JU

Sample : K3294-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061219_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... 4.83 33.1 ng 2696540 1 6.65 1628060 20.0
unknown6 .42 6.42 56.2 ng 4572070 1 6.65 1628060 20.0
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