LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062719\
Data File : BF115230.D

Aca On 27 Jun 2019 12:27

Operator : HP/JU

Sample : PB120942BL

Misc :

ALS Vial : 5 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-BF062119.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 4.760 475 480 490 rVvB 316447 456283 6.49% 0.902%
2 5.195 549 554 557 rBVY 4100991 3907279 55.56% 7.727%
3 6.231 725 730 733 rBVY 3725703 3865021 54.96% 7.644%
4 6.360 748 752 756 rBVY 4231607 4196702 59.68% 8.300%
5 6.595 788 792 795 rBVY 1854698 1446436 20.57% 2.861%

6.754 814 819 822 rBV 5309818 4784312 68.03% 9.462%
7.160 882 888 890 rBV 3367825 3713645 52.81% 7.344%
7.878 1005 1010 1013 rBV 1964161 1850538 26.31% 3.660%
8.954 1187 1193 1196 rBV 6888074 7032394 100.00% 13.908%
9.619 1301 1306 1310 rBV 2379945 2138528 30.41% 4._.229%

=
QO ~NO®

11 10.401 1435 1439 1442 rBV 3614226 3115397 44 _.30% 6.161%
12 11.089 1552 1556 1560 rBV 2487911 2250720 32.01% 4.451%
13 12.677 1821 1826 1829 rBV 6773896 6857147 97.51% 13.561%
14 13.707 1997 2001 2005 rBV 2396276 2118792 30.13% 4._.190%
15 15.083 2229 2235 2242 rVB 1867950 2174172 30.92% 4 _300%

16 15.154 2243 2247 2251 rVB 61478 78884 1.12% 0.156%
17 15.536 2307 2312 2317 rBV 69143 97871 1.39% 0.194%
18 15.971 2381 2386 2394 rVB 82477 134314 1.91% 0.266%
19 16.477 2467 2472 2480 rBV2 65507 134571 1.91% 0.266%
20 17.089 2569 2576 2585 rVB3 49593 122925 1.75% 0.243%

21 17.795 2690 2696 2704 rVB5 33524 88455 1.26% 0.175%

Sum of corrected areas: 50564386
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062719\
Data File : BF115230.D

Aca On 27 Jun 2019 12:27

Operator : HP/JU

Sample : PB120942BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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: BF115230.D
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Abundance TIC: BF115230.D
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Abundance TIC: BF115230.D

6000000
5000000
4000000
3000000
13.71

2000000 15.08

1000000
5.15 15.54 15.97 16.48 17.09 17.79

0 e ————— S e e T

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062719\
Data File : BF115230.D

Aca On 27 Jun 2019 12:27

Operator : HP/JU

Sample : PB120942BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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.

4.76 6.31 ng 456283 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 32
3 Acetamide. N-(aminocarbonvIl)- 102 C3H6N202 000591-07-1 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 480 (4.760 min): BF115230.D (-475) (-) m/z 42.95 100.00%
43
59
5000
T 50 abo 4k 5o
83 : : : :
0...,....,....,....',':...‘Eﬁ.!I,...‘.3?....,.-...,...:,|....,....,....,....,...., m/z 59.00 55.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SR I UL L
59 440 460 480 500
m/z 101.00 21.76%
15 31 101
0 | U Y | 83 ,
R I IR SRS UL LI I IR UL RIS SRR LS RS SRS BARR
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
59
440 460 480 500
5000 M m/z 58.00 15.68%
68
0 ILI_50 L 126 147
R I IR IR UL LI I I UL RN SRR LRSS B SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4192: Acetamide, N-(aminocarbonyl)- R
43 440 4.60 4.80 5.00
m/z 41.00 8.83%
5000 5o
15 - 70
TR “\‘ 85 102 .
S R R S AN ARAR ARARA RARRA RARAN SARAN LALA RALRS RS RARRY R R UL RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062719\
Data File : BF115230.D

Aca On 27 Jun 2019 12:27

Operator : HP/JU

Sample : PB120942BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 unknown6.36 Concentration Rank 2

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

6.36 58.03 ng 4196700 1,4-Dichlorobenzene-d4 6.60
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 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 752 (6.360 min): BF115230.D (-748) (-) m/z 131.95 100.00%
32
5000 68
40 | 75 6 6.00 620 640 6.60
54 104 : ) . .
o B i Al 1 ./ A Ml S | m/z 68.00 38.66%
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 er AR ARAS SRR &
a1 o7 6.00 620 6.40 6.60
- 117 m/z 134.00 33.01%
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
69 o 6.00 620 640 6.60
5000 m/z 66.00 24 .67%
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 L LI L L BN B
132 6.00 6.20 6.40 6.60
m/z 69.00 15.12%
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 6.00 620 6.40 6.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062719\
Data File : BF115230.D

Acq On 27 Jun 2019 12:27

Operator : HP/JU

Sample : PB120942BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF062119_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... 4.76 6.3 ng 456283 1 6.60 1446440 20.0
unknown6 .36 6.36 58.0 ng 4196700 1 6.60 1446440 20.0
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