LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF103017\
Data File : BF099968.D

Aca On : 30 Oct 2017 19:03

Operator : SJ/JU

Sample : 16194-01 2X

Misc :

ALS Vial : 19 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:\HPCHEM1I\BNA F\METHODS\8270-BF102317.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 4.987 490 493 510 rBV 109289 144987 20.70% 1.936%
2 5.410 563 565 590 rBV 207366 332623 47 .49% 4_.441%
3 6.434 736 739 757 rBV 317325 479899 68.52% 6.408%
4 6.563 757 761 769 rVB 459076 467267 66.71% 6.239%
5 6.786 796 799 811 rBV 547892 475391 67.87% 6.348%
6 6.939 822 825 837 rBV 464116 402934 57.53% 5.380%
7 7.357 893 896 909 rBV 269392 284588 40.63% 3.800%
8 8.069 1014 1017 1030 rBV 814040 678683 96.90% 9.062%
9 8.633 1110 1113 1118 rBB2 9845 11359 1.62% 0.152%
10 9.139 1196 1199 1210 rBV 724723 596815 85.21% 7.969%
11 9.539 1264 1267 1275 rVB 91293 79529 11.35% 1.062%
12 9.686 1289 1292 1297 rBV 5080 8062 1.15% 0.108%
13 9.780 1304 1308 1312 rBv4 6047 12337 1.76% 0.165%
14 9.827 1312 1316 1320 rBV 790076 700412 100.00% 9.352%
15 10.539 1434 1437 1442 rBV 46973 42675 6.09% 0.570%
16 10.622 1448 1451 1460 rBvV 112193 120702 17.23% 1.612%
17 10.727 1464 1469 1472 rBvV2 8605 12533 1.79% 0.167%
18 11.321 1566 1570 1573 rBvV 746703 645322 92.13% 8.617%
19 11.345 1573 1574 1578 rVV 60585 40630 5.80% 0.543%
20 11.398 1581 1583 1590 rVB 9775 13053 1.86% 0.174%
21 11.698 1631 1634 1637 rBV2 10804 8120 1.16% 0.108%
22 11.827 1653 1656 1658 rBV 6839 8083 1.15% 0.108%
23 11.857 1658 1661 1665 rVB 8302 10125 1.45% 0.135%
24 11.939 1672 1675 1677 rBV 16037 18486 2.64% 0.247%
25 12.380 1747 1750 1752 rBV2 11691 13993 2.00% 0.187%
26 12.486 1765 1768 1772 rVB4 11541 14339 2.05% 0.191%

27 12.539 1774 1777 1782 rVB 123928 111535 15.92% 1.489%
28 12.774 1810 1817 1820 rBV 105581 123778 17.67% 1.653%
29 12.904 1835 1839 1843 rVB 542633 450611 64.34% 6.017%

30 13.333 1909 1912 1917 rBV7 12927 20787 2.97% 0.278%
31 13.792 1986 1990 1994 rBV7 35154 50830 7.26% 0.679%
32 13.980 2017 2022 2025 rBV 523264 554254 79.13% 7.401%
33 14.004 2025 2026 2029 rVB 59618 40327 5.76% 0.538%
34 15.039 2199 2202 2204 rBV 52957 63729 9.10% 0.851%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF103017\
Data File : BF099968.D

Aca On : 30 Oct 2017 19:03

Operator : SJ/JU

Sample : 16194-01 2X

Misc :

ALS Vial : 19 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF102317 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 15.409 2262 2265 2267 rBV 30562 38765 5.53% 0.518%

36 15.468 2271 2275 2279 rVB 322590 411717 58.78% 5.497%

Sum of corrected areas: 7489280
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF103017\
Data File : BF099968.D

Aca On : 30 Oct 2017 19:03

Operator : SJ/JU

Sample : 16194-01 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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: BF099968.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF103017\
Data File : BF099968.D

Aca On : 30 Oct 2017 19:03

Operator : SJ/JU

Sample : 16194-01 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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.

4.99 6.10 ng 144987 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 494 (4.992 min): BF099968.D (-490) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0
83.0 460 4.80 5.00 520 5.40
0 m/z 59.10 63.65%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR SRR AR SR
460 4.80 5.00 520 5.40
59.0 m/z 101.00 27.58%
27.0 ‘ ‘ 71.0 83.0 10:‘['0
R e e AL A R o e R
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
59.0
460 480 500 520 540
5000 m/z 58.00 16.69%
43.0
0 71.0 83.0 930 1230 1410 159.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester A e e B ,l\. .
59.0 460 4.80 5.00 5.20 5.40

m/z 41.10 10.06%

5000 41.0

‘H | L [73.0 126.0 1420

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 4.60 4.80 5.00 5.20 5.40

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF103017\
Data File : BF099968.D

Aca On : 30 Oct 2017 19:03

Operator : SJ/JU

Sample : 16194-01 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 unknown6.56 Concentration Rank 1

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

6.56 19.66 ng 467267 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 760 (6.557 min): BF099968.D (-757) (-) m/z 132.00 100.00%
132.0
5000 681
0150 [ 0 | b o cho oh
O L o L e o B m/z 68.10 36.07%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 SRS A S
6.20 6.40 6.60 6.80
310 5L0 m/z 134.00 30.74%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 6.40 6.60 680
5000 67.0 m/z 66.00 21.30%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! BEEas ,f.\.. R R
57.0 132.0 6.20 6.40 6.60 6.80
m/z 96.10 13.38%
74.0
5000 9go 1160
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l SN | W
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103017\
Data File : BF099968.D

Acq On : 30 Oct 2017 19:03

Operator : SJ/JU

Sample : 16194-01 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .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... 4.99 6.1 ng 144987 1 6.79 475391 20.0
unknown6 .56 6.56 19.7 ng 467267 1 6.79 475391 20.0
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