LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012919\

Data File : BF112297.D

Aca On : 29 Jan 2019 16:11 Instrument :

Operator : JU/SJ E?Afs el
- _ lentosampleld :

3?22'6 : K1010-09 5X OK-03-012819-B

ALS Vial : 11 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-BF012519.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

5.040 499 502 510 rBvV 36725 42448 3.45% 0.307%
5.469 572 575 593 rBV 656988 727382 59.20% 5.266%
rBv 673576 757894 61.68% 5.487%
6.616 766 770 777 rBV 842844 814149 66.26% 5.894%
6.840 804 808 817 rBV 1143668 992982 80.81% 7.189%
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6.992 830 834 841 rBV 765409 675099 54 .94% 4_.888%
7.398 899 903 915 rBvV 442953 460180 37.45% 3.332%
rBv 1318004 1189267 96.79% 8.610%
9.192 1204 1208 1219 rBV 985230 910180 74.08% 6.589%
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1 9.586 1272 1275 1279 rVB 64391 61170 4.98% 0.443%
11 9.804 1305 1312 1316 rBV5 25345 41175 3.35% 0.298%
12 9.875 1320 1324 1328 rVV 1433679 1226368 99.81% 8.879%
13 9.904 1328 1329 1334 rVB 38039 31286 2.55% 0.227%
14 10.304 1390 1397 1399 rBV3 18699 24385 1.98% 0.177%
15 10.422 1415 1417 1423 rVB2 30641 29833 2.43% 0.216%
16 10.663 1455 1458 1468 rBV 421088 420822 34.25% 3.047%
17 10.775 1474 1477 1483 rVB4 21957 38431 3.13% 0.278%
18 11.222 1549 1553 1555 rBV2 27631 27225 2.22% 0.197%
19 11.251 1556 1558 1564 rVB2 25679 29707 2.42% 0.215%
20 11.310 1564 1568 1573 rBV3 11254 16342 1.33% 0.118%

21 11.357 1573 1576 1579 rBV 1034377 1028974 83.74% 7.449%
22 11.380 1579 1580 1587 rVvVv 217000 217409 17.69% 1.574%

23 11.439 1587 1590 1593 rVB 28351 29986 2.44% 0.217%
24 11.598 1614 1617 1621 rVB 22837 24484 1.99% 0.177%
25 11.645 1622 1625 1629 rVB6 17956 20404 1.66% 0.148%
26 11.698 1629 1634 1638 rBV7 13279 22440 1.83% 0.162%
27 11.880 1659 1665 1673 rBV5 59756 129722 10.56% 0.939%
28 11.974 1678 1681 1683 rBV 30329 29123 2.37% 0.211%
29 12.051 1692 1694 1697 rVB2 22761 19443 1.58% 0.141%
30 12.192 1715 1718 1720 rVB3 23659 19540 1.59% 0.141%
31 12.286 1732 1734 1740 rBV7 16553 27105 2.21% 0.196%
32 12.339 1740 1743 1745 rBvV4 18086 20241 1.65% 0.147%
33 12.439 1757 1760 1763 rBvV4 29268 32306 2.63% 0.234%

34 12.574 1780 1783 1787 rBV 251162 220093 17.91% 1.593%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012919\
Data File : BF112297.D

Aca On : 29 Jan 2019 16:11

Operator : JU/SJ

Sample : K1010-09 5X

Misc :

ALS Vial : 11 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:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 12.727 1807 1809 1812 rBvV4 21594 18867 1.54% 0.137%

36 12.804 1817 1822 1828 rVV 209931 247681 20.16% 1.793%
37 12.939 1841 1845 1848 rBV 832419 689440 56.11% 4.991%
38 13.133 1875 1878 1880 rVB2 43431 41805 3.40% 0.303%
39 14.004 2022 2026 2029 rBV 1194925 1228612 99.99% 8.895%
40 15.474 2271 2276 2284 rVB 945778 1228719 100.00% 8.896%

Sum of corrected areas: 13812719

8270-BF012519.M Wed Jan 30 04:13:49 2019 Page: 2



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\BF012919\

BF112297.D

29 Jan 2019 16:11

JussJ

K1010-09 5X

11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

1500000

1000000

500000

TIC: BF112297.D

5.47

5.04

6.84

6.62
6.99

6.48

7.40

Ob——
Time-->

T
5.00

Abundance

1500000

1000000

500000

TIC: BF112297.D

9.87
8.12

11.36
9.19

9.59 ¢ 4890

12.94

Ol
Time-->

11.00 11.50

10.00

9.50 10.50

12.00

13.00

12.50

Abundance

1500000

1000000

TIC: BF112297.D
1847

500000 A["/\/L/J

0
Time-->

1
13.50

16.50

17.00

15.50

16.00

14.50 15.00

14.00

I
17.50

T
18.00 18.50

8270-BF012519.M Wed Jan 30 04:13:50 2019

Page: 3




Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012919\
Data File : BF112297.D

Aca On : 29 Jan 2019 16:11

Operator : JU/SJ

Sample : K1010-09 5X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 unknown6.62 Concentration Rank 1

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

6.62 16.40 ng 814149 1,4-Dichlorobenzene-d4 6.84

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 25
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9

5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 771 (6.622 min): BF112297.D (-766) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.0 BEE S E EEE s
40.0 54.0 810 |. 6.20 6.40 6.60 6.80 7.00
B m/z 134.00 32.72%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 670 [Trrr[rrrr[rtrrrprrrrpr—
6.20 6.40 6.60 6.80 7.00
m/z 68.10 32.43%
T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
_rl_l_l_l—rl_#l_l_
69.0 1040 6.20 6.40 6.60 6.80 7.00
5000 ' m/z 66.00 19.29%
31.0 51.0
S TS NN 0 M | AN | N ———
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 96.00 11.77%
74.0
116.0
5000 98.0
SN N A I Y N1 O (SN |G
m/z--> 40 60 80 100 120 140 160 180 6. 20 6. 40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012919\
Data File : BF112297.D

Aca On : 29 Jan 2019 16:11

Operator : JU/SJ

Sample : K1010-09 5X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 3 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.88 2.52 ng 129722 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 Pentadecanoic acid 242 C15H3002 001002-84-2 49
3 Undecanoic acid 186 C11H2202 000112-37-8 43
4 Tetradecanoic acid 228 C14H2802 000544-63-8 43
5 Dodecanoic acid 200 C12H2402 000143-07-7 38

Abundance Scan 1665 (11.880 min): BF112297.D (-1659) (-) m/z 72.95 100.00%

73.0

m/z--> 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid

129.0 L L L B B B
11. 60 11. 80 12. OO 12 20

260 | M/z 60.00 82.08%

5000

157.0 1850 213.0

5000 128.9
' ' . 11.60 11.80 12.00 12.20
m/z 55.10 90.44%
20 40

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 73.0
11.60 11.80 12.00 12.20
5000 129.0 m/z 43.10 80.70%
15.0 Ul 77, .
ey
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50051: Undecanoic acid AR EREEE RS
60.0 11.60 11.80 12.00 12.20
m/z 57.10 73.67%
5000
29.0 85.0 129.0
186.0
A A gorg | o 0 A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. OO 12 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF012919\
Data File : BF112297.D

Acq On : 29 Jan 2019 16:11

Operator : JU/SJ

Sample : K1010-09 5X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012519_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]
unknown6 .62 6.62 16.4 ng 814149 1 6.84 992982 20.0
n-Hexadecanoic acid 11.88 2.5 ng 129722 4 11.36 1028970 20.0
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