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Compound 6u
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Compound 6v

1H NMR_CDCI3+DMSO0, 6v nNggzeoy
NRSTR3a0

F2.6x10°

7.319
7.009
6.981

7
7330

s
s
F2.0x10®
I o
L1.6x1c®
F1.4ax10®
F1.2x10®
F1.ox10®
L 8.0x10"

F6.0x10"

’ ;.

l [ F2.0x10'

e

:
|

F-2.0x10

1.0
s
4.98-T
075
7
1951

0.9

,_.
m
-
~
"
=
"
o
o
NE|
IS
w
~
-
o
KR
N
o

5
f1 (ppm)

6v [-8.5x10°

143.538
141.655
TS OTT
™~ 122.796
119934
119.833
114.953
114.658

I-8.0x10°

— 159.363
- 152.695
- 146.962

%
/
7
X

F7.5x10°
F7.0x10°
F6.5x10°
F6.0x10°
F5.5x10°
Fs.0x10°
F4.5x10°
F4.0x10°
F3.5x10°
I-3.0x10°

F2.5x10°

F2.0x10

F1.5x10°

oAyl i WWMW"LW e

I--5.0x10’

F-1.0x10°

T T T T T T T T T T T T T T T T T T T T T T
210 200 190 80 170 160 |[150 140 130|| 120 110 100 90 80 70 60 50 40 30 20 10 0 -10

f1 (ppm)

21



Compound 6w
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LC-MS Spectra

Compound 6a

Sample Information
Sample ID : AKL-t3

Analyst Name: Chandrashekar

MS Spectrum
Line#:1 R Time:0.733(Scan¥:43)
MassPeaks:200
Spectrum Mode:Averaged 0.717-0.750(44-46) Base Peak:320(321714)
BG Mode:Cale Segment 1 - Event 1
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Compound 6b
Sample Information Analyst Name: Chandrashekar
Sample ID : AKL-t1
MS Spectrum
Line#:1 P Time:0.767(Scarnd:47)
MassPeaks:278
Spectrum Mode: Averaged 0.750-0 783(4648) Base Peak:348(499643)
BG Mode:Cale Segment 1 - Event 1
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Compound 6¢

Sample Information
Sample ID : AKL-t2

MS Spectrum
Line#:1 B .Time:0.733(Scan#:45)
MassPeaks:298
Spectrum Mode-Averaged 0.717-0.750(44-46) Base Peak:349(9304983)
BG Mode:Calc Segment 1 - Event 1

Analyst Name: Chandrashekar
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Compound 6d

Sample Information
Sample ID : AKT.-t4

MS Spectrum
Line#:1 R Time:0.750(Scars:46)
MassPeaks:249
Spectrum Mode: Averaged 0.733-0.767(4547) Base Peak:348(716131)
BG Mode:Calc Segment 1 - Event 1

24501
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Compound 6e

Sample Information Analyst Name: Chandrashekar
Sample ID : AKL-t15

MS Spectrum
Line#:1 R Time:0.833(Scars:51)
MassPeaks:229
Spectrum Mode:Averaged 0.817-0.850(50-52) Base Peak:350(2357379)
BG Mode:Calc Segment 1 - Event |
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Compound 6f

Sample Information Analyst Name: Chandrashekar
Sample ID : AKL-t13

MS Spectrum
Line#:1 R Time:0.700(Scars:43)
MassPeaks: 239
Spectrum Mode: Averaged 0.683-0.717(42-44) Base Peak:338(3307437)
BG Mode:Calc Segment 1 - Event 1
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Compound 6g

Sample Information Analyst Name: Chandrashekar
Sample ID : AKL-t14

. " ~ MS Spectrum
Line#:1 R Time:0.717(Scans:44)
MassPeaks 340
Spectrum Mode: Averaged 0.700-0.733(43-45) Base Peak:354(2151342)
BG Mode:Calc Segment 1 - Event 1
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Compound 6h

Sample Information Analyst Name: Chandrashekar
Sample ID : AKL-t16

MS Spectrum
Line#:1 R Time:0.850(Scan#:52)
MassPeaks:347
Spectrum Mode: Averaged 0.833-0.867(51-33) Base Peak:365(2087752)
BG Mode:Calc Segment 1 - Event 1
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Compound 6i

Sample Information Analyst Name: Chandrashekar
Sample ID : AKL-t19

MS Spectrum
Line*:1 R Time:0.733(Scam:43)
MassPeaks:296
Spectrum Mode:Averaged 0.717-0.750(44-46) Base Peak:380(2763905)
BG Mode:Calc Segment 1 - Event 1
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Compound 6j

Sample Information Analyst Name: Chandrashekar
Sample ID : AKL-t17

. . ’ MS Spectrum
Line#:1 P Time:0.717(Scan#:44)
MassPeaks:358
Spectrum Mode: Averaged 0.700-0.733(4345) Base Peak:368(3400028)
BG Mode:Calc Segment 1 - Event 1
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Compound 6k

Sample Information Analyst Name: Chandrashekar
Samnple ID : AKL-t18
MS Spectum
Line#:1 R Time:0.833(Scan#:51)
MassPeaks:419
Spectrum Mode-Averaged 0.817-0 850(50-52) Base Peak:384(3463206)
BG Mode:Calc Segment 1 - Event 1
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Compound 61
Sample Information Analyst Name: Chandrashekar
Sample ID : AKT-t20
MS Spectrum
Line#:1 R.Time:0.733(Scars*:43)
MassPeaks:394
Spectrum Mode-Averaged 0.717-0.750{44-46) Base Peak:395(839533)
BG Mode:Calc Segment 1 - Event 1
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Compound 6m

Sample Information
Sample ID : AKL-t23

Analyst Name: Chandrashekar

MS Spectrum
Line*:1 R Time:0.750(Scars?:46)
MassPeaks:357
Spectrum Mode:Averaged 0.733-0.767(45-47) Base Peak:410{3460628)
BG Mode:Cale Segment 1 - Event 1
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Compound 6n
Sample Information Analyst Name: Chandrashekar
Sample ID : AKL-t21
MS Spectrum
Line#:1 R Time:0.817(Scart:50)
MassPeaks:388
Spectrum Mode-Averaged 0.800-0.833(49-51) Base Peak:398(5600838)
BG Mode:Cale Segment 1 - Event 1
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Compound 60

Sample Information Analyst Name: Chandrashekar
Sample ID : AKL-122

MS Spectrum
Line#:1 R Time:0.783(Scars:48)
MassPeaks:383
Spectrum Mode-Averaged 0.767-0.800(47-49) Base Peak:414(3423635)
BG Mode:Cale Segment 1 - Event 1
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Compound 6p

Sample Information Analyst Name: Chandrashekar
Sample ID ;: AKL-124

. " A MS Spectrum
Line#:1 R Time:0.767(Scané:47)
MassPeaks:384
Spectrum Mode:Averaged 0.750-0.783(46-48) Base Peak 425(1084020)
BG Mode:Calc Segment 1 - Event 1
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Compound 6q

Sample Information
Sample ID : AKL-t11

Line#:1 B Time:0.800(Scars#:49)

MassPeaks:337

Spectrum Mode-Averaged 0.783-0.817(48-50) Base Peak:338(2020611)
BG Mode:Calc Segment 1 - Event 1

MS Spectrum

Analyst Name: Chandrashekar
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Compound 6r

Sample Information
Sample ID : AKT-t9

Line#:1 R Time:0.750(Scars:46)

MassPeaks:421

Spectrum Mode: Averaged 0.733-0.767(45-47) Base Peak:326(1490648)
BG Mode:Cale Segment 1 - Event 1

MS Spectrum
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m'z

2

14000005

1300000

12000004
1100000
1000000+

900000

800000

700000

600000

500000

400000

300000

200000

100000

367

308

167
189
2158
3
i

F—380

405

446

=475

629

w3
=4
1<)
s
vy
=)

T T
150 200 250

32

t
400

450

9
24551

m'z



Compound 6s

Sample Information Analyst Name: Chandrashekar
Sample ID : AKL-t10

MS Spectrum
Lme#:1 R.Time:1.067(Scar-63)
MassPeaks: 263
Spectrum Mode: Averaged 1.030-1.083(64-66) Base Peak:342(192113)
BG Mode:Calc Segment 1 - Event 1
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Compound 6t

Sample Information Analyst Name: Chandrashekar
Sample ID : AKL-t12

. MS Spectrum
Line#:1 B Time:1.033(Scars:63)
MassPeaks:428
Spectrum Mode:Averaged 1.017-1.050(62-64) Base Peak:353(402479)
BG Mode:Cale Segment 1 - Event 1
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Compound 6u

Sample Information

g T Analyst Name: Chandrashekar
sample i F !

Lins#1 R Time:0.783(Scar:48)
MassPeaks:354

Spectrum Mode: Averaged 0.7
BG Mode:Cale Segment 1 - Event 1
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7-0.800(47-49) Base Peak:388(2266954)
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Compound 6v

Line#:1 R.Ti
MassPeaks:3

7

Sample Information
Sample ID : AKL-t5

iIgIE 0.850(5cant:52)
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00 350 400 4:l 0

Analyst Name: Chandrashekar

MS Spectrum

Spectrum Mode: Averaged 0.833-0 867(51-53) Base Peak:348(1982441)
1

BG Mode:Cale Segment 1
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Compound 6w

Sample Information Analyst Name: Chandrashekar
Sample ID : AKL-t6

" N MS Spectim
Lme#1 B Tmoe:0.767(Scan#:47)
MassPeaks:420
Spectrum Mode: Averaged 0.750-0.783(46-48) Base Peak:392(871297)
BG Mode:Cale Segment 1 - Event 1
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Compound 6x

Sample Information Analyst Name: Chandrashekar
Sample ID : AKT-t8
MS Spectnim
Line#:1 R.Time:1.033(Scané:63)
MassPeaks:272
Spectrum Mode:Averaged 1.017-1.050(62-64) Base Peak:403(376668)
BG Mode:Cale Segment 1 - Event 1
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HRMS Reports

Compound 6a

AKL-3#1957 RT: 0.07-0.19 AV:39 NL: 1.84E8
T: FTMS {1,1} + p ESI Full ms [100.00-2000.00]

229.09713

Relative Abundance
[5,]
o
1l

3 124.07580 171.09169

320.13926
C1oH1g O2 Ng=320.13935
125 RDBE
-0.29752 ppm

Ll

G_|'||||'||||||||‘||
250

Compound 6b

300
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T T
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AKL #1665 AT 0.06022 AV:50 NL: 1.62E8
T: FTMS {1,1} +p ESI Full ms [100.00-2000.00]

308.11937

CiaHis O N3 F=308.11937

3 229.09715

Relative Abundance
(4]
(=)
1l

153 171.09172
197.07112

12.5 RDBE
0.01215 ppm

(=)

s
250

300

3| | LR
350
m'z

36

s
400

T
450

LI
500

T
550

T
600



Compound 6¢

AKL2#10.60 RT:0.07-023 AV:51 NL: 1.46E8
T: FTMS {1,1} + p ESI Full ms [100.00-2000.00]

324.08995
C1s His O N3 Cl = 324.08082

12.5 RDBE
1005 2Ty 0.40812 ppm

Relative Abundance
(&3]
[=]
1l

2564 171.09174

3 197.07114
128.02626

= | |1| \ I I .l .

T
100 150 200 250 300 350 400 450 500 550 600

Compound 6d

AKL-4#19-50 RT: 0.07-0.20 AV: 41 NL: 3.60E7
T: FTMS {1,1} + p ESI Full ms [100.00-2000.00]

335.11400
CiaHi5 03 Ng=2335.11387
13.5 RDBE
0.38360 ppm

Relative Abundance
[4;]
[=]
L

103 276.02671
53 261.1|308?

B R T M g 1 T T
3860 380 400 420 440
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Compound 6e

AKL-15#18-55 RT: 0.06-0.19 AV: 38 NL: 1.14E8
T: FTMS {1.1} + p ESI Full ms [100.00-2000.00]

350.15019
CagHap O3 N3 =350.14992
12.5 RDBE
0.77574 ppm

3 259.10787

Relative Abundance
[4,]
[=]
1l

103 201.10249
53 610.18488

I L n Il L b
1 T I I T T | T T T
150 200 250 300 350 400 450 500 550 600

Compound 6f

AKL-13 #18-53 RT: 0.06-0.18 AV: 36 NL: 2.24F8
T: FTMS {1,1} + p ESI Full ms [100.00-2000.00]

338.12997
Ci1oH1702N3F=2338.12093
12.5 RDBE
0.10180 ppm

563 259.10770

Relative Abundance
(%3}
(=)
1

103 201.10239
53 1?0.019552 \ |
L,

G|||||l|'||||
150 200

T T T T T T T T T T ]
500 550 600
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Compound 6g

AKL14 #1562 RT: 0.06-021 AV:48 NL:1.20E8
T: FTMS {1,1} + p ESI Full ms [100.00-2000.00]

Relative Abundance

Compound 6h

|
1

201.10245

o 128.02630

169.({528?
Il
| I R

260.10785

227.08172

354.10073

C1gHy7 02 N3 Cl = 354.10038

12.5 RDBE
0.98565 ppm
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T T
500

LI
550

\KL-16 #15-54 RT: 0.05-0.18 AV: 40 NL:9.73E7
I: FTMS {1,1} +p ESI Full ms [100.00-2000.00]

Relative Abundance

201.10240

250.10779

227.08161

365.12467
C1gH17 O4 Ny=265.12443
13.5 RDBE
0.66197 ppm

338.34201

610.18474

200 250
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Compound 6i

AKL-19 #23-45 RT: 0.08-0.15 AV:23 NL:2.11E8
T: FTMS {1.1} + p ESI Full ms [100.00-2000.00]

Relative Abundance

3 231.11201

380.1

280.11827

338.34199

|
T T T T T T It

6103

775.30903

| L . i
e e e e I B B

L e e oy e e

100 150 200 250 300 350

Compound 6j

400 450 500 550 600 650 700 750 800

)

miz

AKL-17 #1-51 RT: 0.00-0.17 AV: 51
T: FTMS {1,1} + p ESI Full ms [100.00-2000.00]

Relative Abundance

203 167.07044

150 200

207.18582

NL: 1.18E7

289.11847

236.11053

368.14118
CapH1g O3 N3 F =1368.14050
12.5 RDBE
1.84663 ppm

338.34208
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Compound 6k

AKL-18 #13-58 RT: 0..05-0.20 AV: 46 NL: 8.14E7
T: FTMS {1,1} +p ESI Full ms [100.00-2000.00]

Relative Abundance

Compound 61

1005
953
903
853
803
759
703
653
603
553
503
453
403
353
303
255
203
155
103

169.05285

231.11296

384.11190

CzoHig O3 N3 Cl=384.11005

12.5 RDBE

2.4

289.11844

338.34197

8879 ppm

610.18478

684.20368

758.22252
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AKL-20 #17-45 RT: 0.06-0.15 AV:29 NL: 1.05E8
T: FTMS {1,1} + p ESI Full ms [100.00-2000.00]

Relative Abundance

1005
953
903

855
803

754

231.11300

289.11834

338.34195

395.13527
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Compound 6m

AKL-23 #17-58 RT: 0.06-0.20 AV: 42 NL: 1.24E8
T: FTMS {1,1} + p ESI Full ms [100.00-2000.00]

410.17099
Co2H24 O5 Na=410.17105
12.5 RDBE

1005 -0.12948 ppm

953

3 319.12901

Relative Abundance
(4]
(=)
1

153 261.12353

E 610.18483 g4 20374
= " L N ; L i b k " »

o
100 200 300 400 500 600

R
700 800 900

Compound 6n

AKL-21#14-57 RT: 0.05-0.19 AV: 44 NL: 1.03E8
T: FTMS {1,1} + p ESI Full ms [100.00-2000.00]
308.15152
C21 Ha1 O4 N3 F=2398.15106
12.5 RDBE
1.14943 ppm

603 319.12901

Relative Abundance
(4]
(=)
1l

203 261.12353
153

103
= 61018487 ggy 20377
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Compound 60

AKL-22 #16-46 RT: 0.06-0.16 AV: 31 NL: 1.18E8
T: FTMS {1,1} + p ESI Full ms [100.00-2000.00]
414.12150
GC21Hay O4 N3 Cl = 414.12151
12.5 RDBE
-0.01614 ppm

3 919.12897

Relative Abundance
(%3}
(=]
1

353 261.12351

53 l 169.05286 |“ 610.18474
|

G|I||||||'|'|\|||||||||l'||'||‘| ||'|||||‘|||||||||||||||||||||||||||||k||||||'i'||\|||
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800
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Compound 6p

AKL-24 #17-45 RT: 0.06-0.15 AV: 29 NL: 7.86E7
T: FTMS {1,1} + p ESI Full ms [100.00-2000.00]
425.14503
Ca1 Hey Og N =425.14556
13.5 RDBE
-1.23810 ppm

Relative Abundance
(4]
(=]
1

E 261.12346

153 319.12899

100 200 300 400 500 600 700 800 900
m'z
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Compound 6q

AKL-11 #16-55 RT: 0.06-0.19 AV: 40 NL: 1.15E8
T: FTMS {1,1} + p ESI Full ms [100.00-2000.00]

100
0953
903 247.08786

Relative Abundance
(4]
(=]
1

3 124.07585

103 189.08247
3 I 167.07040

338.13013
CiaHy7 02 N3 F =338.12993
12.5 RDBE
0.57774 ppm

G_\||||I|”|I||||'|I Tt
150 200

Compound 6r

=TT
350 400 450
miz

T T
300

AKL-9 #21-74 RT: O.ﬁ?-D.ZS AV:54 NL: 1.50E8
T: FTMS {1,1} +p ESI Full ms [100.00-2000.00]

1005 247.08771

953
903
853
803

Relative Abundance
(4]
(=]
1

153 189.08234
103 215.06166

53 153.08233

326.10987
CiaH14ON3 Fz=1326.10995
12.5 RDBE
-0.21753 ppm
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Compound 6s

AKL-10 #19-57 RT: 0.07-0.19 AV: 39 NL: 1.65E8
T: FTMS {1,1} +p ESI Full ms [100.00-2000.00]

247.08777

803 342.08060

3 CigH124ON3 ClF=2342.08030
753 12.5 RDBE

703 0.60997 ppm

Relative Abundance
(4]
(=)
1l

3 189.08236

103 128.02625 215.06166

G E ]. 1 ll 1l 1 L 1
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Compound 6t

AKL-12 #17-50 RT:0.06-0.20 AV:43 NL: 1.15E8
T: FTMS {1,1} + p ESI Full ms [100.00-2000.00]

353.10473
Ci1aH1403NgF=353.10445
13.5 RDBE
0.81729 ppm

703 247.08784

Relative Abundance
[4,]
[=]
11

E 189.08241

63 215.06170 610.18472

3 ; L, il | I
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L L L L L L I L L L L L L L L L L L L L L L L
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Compound 6u

AKL-7 #17-57 RT: 0.06-0.19 AV: 41 NL: 8.35E7

T: FTMS {1,1} + p ESI Full ms [100.00-2000.00]
388.12746

CapH17 Oz N3 Fa=2388.12674
12.5 RDBE
1.87174 ppm

Relative Abundance
(4]
(=)
1

253 338.34190
3 Cog Hap Na= 338.34040
= 2.0 RDBE

153 4.43301 ppm

Compound 6v

AKL-5#17-53 RT: 0.06-0.18 AV: 37 NL: 5.53E7
T: FTMS {1,1} + p ESI Full ms [100.00-2000.00]
376.10717
CioH14 ON3Fs=376.10675
12.5 RDBE
1.12437 ppm

Relative Abundance
(4]
(=]
1l

3 338.34191
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Compound 6w

AKL-6 #16-58 RT: 0.06-0.20 AV: 43 NL: 8.86E7
T: FTMS {1,1} + p ESI Full ms [100.00-2000.00]
392.07805
C1gH14 O Nz Cl F3=2392.07720
12.5 RDBE
2.15975 ppm

Relative Abundance
[5,]
[=]
1l

D= prrrtrrrrrrrey LA AL ARl R AR LRI M) SRR AR L L LAl K LA LAl LAl LARLS LAY L) LA LIS LA ALY LELR) AL WAL RELS) R

R R R B e
30 320 340 360 380 400 420 440 460 480

Compound 6x

AKL-B#15-47 RT: 0.05-0.16 AV: 33 NL: 1.01E8
T: FTMS {1,1} + p ESI Full ms [100.00-2000.00]
403.10121
CigH14 03 NsF3=403.10125
13.5 RDBE
0.13427 ppm

297.08456

Relative Abundance
(4]
(=]
1

3 239.07914
3 338.34199

53 167.07040
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