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Compound 1a

YR1040701

Pulse Sequence: s2pul
UNITYplus-400 "unityd400"
Date: Jul 2 2015
Solvent: CDC13

Ambient temperature
Total 64 repetitions
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Compound 1a

YR1040701

Pulse Sequence: s2pul
UNITYplus-400 "unityd400"
Date: Jul 2 2015
Solvent: CDC13

Ambient temperature
Total 64 repetitions

MeO

Compound 1a
TH NMR (400 MHz, CDCl;) spectra
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Compound 1a

YR1040701

Pulse Sequence: s2pul
UNITYplus-400 "unityd400"
Date: Jul 2 2015
Solvent: CDC13

Ambient temperature
Total 1632 repetitions
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YL1040716

Pulse Sequence: s2pul

UNITYplus-400 unity400”
Date: Jul 20 201S
Solvent: CDC13

Ambient temperature
Total 64 repetitions

Compound 1b
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Compound 1b

YL1040716

Pulse Sequence: s2pul
UNITYplus-400 unity400”
Date: Jul 20 201S
Solvent: CDC13

Ambient temperature

Total 64 repetitions
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Compound 1b

YL1040716

Pulse Sequence: s2pul

UNITYplus-400 "unitydo00"
Date: Jul 20 2015
Solvent: CDC13

Ambient temperature
Total 2128 repetitions
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YL1040716

Pulse Sequence: s2pul

UNITYplus-400 "unitydo00"
Date: Jul 20 2015
Solvent: CDC13

Ambient temperature
Total 2128 repetitions

F

Compound 1b

< - e
Compound 1b © 0 e
13C NMR (100 MHz, CDCl;) spectra - : N3
@ o < b= 2
- g - ~
o [J o
a ! A
I
1
i
1
©
@ T < «©
© wo ®
2 -3 o o B i e g}’ S
s = 8 =2 g Ba 5 =
= 5 83 % g
3 - !
|
w ] A Ay v " _'l ] Mljtww.——h- e l‘l - w JJ{‘ L.v
N B T e e e e T S e b B C o ) B B E S e s B S EH S e — T ™
165 160 155 150 145 1490 135 130 125 120 115 ppm

S-8



YL1040906

Pulse Sequence: s2pul
UNITYplus-400 "unity400"
Date: Sep 8 2015
Solvent: CDC13

Ambient temperature

Total 64 repetitions
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Compound 1c

YL1040906

Pulse Sequence: s2pul
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Compound 1c
'H NMR (400 MHz, CDCl;) spectra
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YL1040906

Pulse Sequence: s2pul
UNITYplus-400 “unityd400"
Date: Sep 8 2015
Solvent: CDBC13

Ambient temperature
Total 320 repetitions

Compound 1c

Compound 1¢c mz
13C NMR (100 MHz, CDCl;) spectra 22
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Compound 1d

YL1040717

Pulse Sequence: s2pul

UNITYplus-400 "unitydoo"
Date: Jul 22 2015
Solvent: CDC13

Ambient temperature
Total 64 repetitions
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Compound 1d
TH NMR {400 MHz, CDCIl,) spectra
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Compound 1d

YL1040717
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YL1040717

Pulse Seguence: s2pul

UNITYplus~-400 “unity400"
Date: Jul 22 2015
Solvent: CDC13

Ambient temperature
Total 2080 repetitions

OMe
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3¢ NMR (100 MHz, CDCI,) spectra aan o
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YL1040717

Pulse Seguence: s2pul

UNITYplus~-400 “unity400"
Date: Jul 22 2015
Solvent: CDC13

Ambient temperature

Total 2080 repetitions

Compound 1d
3¢ NMR (100 MHz, CDCI,) spectra
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Compound le

YL1040723

Pulse Sequence: s2pul

UNITYplus-400 “unitydoo"
Date: Jul 30 2015
Solvent: CDC?3

Ambient temperature
Total 64 repetitions
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YL1040723

Pulse Sequence: s2pul

UNITYplus-400 “unitydoo"
Date: Jul 30 2015
Solvent: CDC?3

Ambient temperature
Total 64 repetitions

Compound 1e
TH NMR {400 MHz, CDCl;) spectra
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Compound le

YL1040723

Pulse Sequence: s2pul

UNITYplus~400 “unitydoo”
Date: Jul 30 2015
Solvent: CDCI3

Ambient temperature
Total 624 repetitions

Compound 1e
13C NMR (100 MHz, CDCly) spectra i
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YL1040723

Pulse Sequence: s2pul

UNITYplus~400 ‘“unity400”
Date: Aug 5 2015
Solvent: CDC13

Ambient temperature

Total 64 repetitions

MeO

Compound 1f
TH NMR {400 MHz, CDCl;) spectra
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Compound 1f

"unity400"

Aug S5 2015
: CDC13
Ambient temperature

Pulse Sequence: s2pul
Total 64 repetitions

UNITYplus=-400

YL1040729
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YL1040723

Pulse Sequence: s2pul

UNITYplus~400 ‘“unity400”
Date: Aug 5 2015
Solvent: CDC13

Ambient temperature

Total 64 repetitions

MeO

Compound 1f
TH NMR {400 MHz, CDCl;) spectra
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Compound 1f

YL1040728

Pulse Sequence: s2pul
UNITYplus-400 “unity400"
Date: Aug 5 2015
Solvent: CDC13

Ambient temperature

Total 640 repetitions
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YL1040821

Pulse Sequence: s2pul
UNITYplus-400 '"unityd40o"™
Date: Aug 24 2015
Solvent: CDC13

Ambient temperature
Total 64 repetitions

Compound 1g
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YL1040821

Pulse Sequence: s2pul

UNITYplus-400 '"unityd40o"™
Date: Aug 24 2015
Solvent: CDC13

Ambient temperature
Total 64 repetitions
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YL1040821

Pulse Sequence
UNITYplus-400

1 s2pul
"unityq400"
015

Date: Aug 24 201

Solvent: CDC13
Ambient temper
Total 64 repet
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itions

F

Compound 19
1H NMR {400 MHz, CDCl;) spectra
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YL1040821

Pulse Seguence: s2pul
UNITYplus-400 “unityd400"
5

Date: Aug 24 201
Sotvent: CDCI13
Ambient temperature

Total 720 repetitions

Compound 1g

F
Compound 19
13C NMR (100 MHz, CDCl5) spectra = -
o
< -
Mo~ N o [v]
5 5
RE® o Se 5 20
sa= 2 s 5 =
bt >
“l . a ke ada
- = o~ )
s ~ N &
- P ~
pet 8 &
w
an
= a s Lo
e 2o ~ ®»
© 0o Qo . 1o
-~ BZin ~ o ~ =
e ~8~ S fw S ~R ®
o8 897 S ~o L -
gg - 9
g3 g )
‘ i
i
!
i
1J l{ L l m |
(RSN N LI B 2 L N A O N L A PR T RN R [ O O R Rt 5. e 2 2 1 At 2 B e e i O T T T S [ R T 2 2 B B R B e T
130 160 140 120 100 88 60 40 20 ppm

S-26



YL1040831

Pulse Sequence: s2pul

UNITYplus-400 “unityd40o0”
Date: Sep 2 2015
Solvent: CDC13

Ambient temperature
Total 64 repetitions

Compound 1h
H NMR (400 MHz, CDCl,) spectra
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Compound 1h

YL1040831

Pulse Sequence: s2pul

UNITYplus-400 “unityd40o0”
Date: Sep 2 2015
Solvent: CDC13

Ambient temperature

Total 64 repetitions
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H NMR (400 MHz, CDCl,) spectra
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YL1040831

Pulse Sequence: s2pul
UNITYplus-400 “unitys00"
Date: Sep 2 2015
Solvent: CDC13

Ambient temperature

Total 1616 repetitions

Compound 1h
13C NMR (100 MHz, CDCl;) spectra
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Compound 1i

"unity40o"

-400

Date: Aug 26 2015

Solvent

CDC13

Pulse Sequence: s2pul
Ambient temperature
Total 48 repetitions
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Compound 1i

"unity40o"

CDC13

Pulse Sequence: s2pul
UNITYplus-400

Date: Aug 26 2015
Ambient temperature
Total 48 repetitions
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YL1040825

Pulse Sequence: s2pul

UNITYplus-400 "unity4oo™
Date: Aug 26 2015
Solvent: CDC13

Ambient temperature

Total 48 repetitions

Compound 1i
"H NMR (400 MHz, CDCl;) spectra
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Compound 1i

YL1040825

Pulse Sequence: s2pul

UNITYplus—-400 "unity400”
Date: Aug 26 2015
Solvent: CDC13

Ambient temperature

Total 400 repetitions

Compound 1i
13¢ NMR (100 MHz, CDCls) spectra
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YL1040825

Pulse Sequence: s2pul

UNITYplus—-400 "unity400”
Date: Aug 26 2015
Solvent: CDC13

Ambient temperature
Total 400 repetitions

Compound 1i
13¢ NMR (100 MHz, CDCls) spectra
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Compound 1j

YL1040827

Puilse Seguence: s2pul
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YL1040827

Puilse Seguence: s2pul
UNITYplus-400

Date: Aug 31 2015
Solvent: CDC13

Ambient temperature
Total 64 repetitions

“unity400™

Compound 1j
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YL1040827

Pulse Sequence: s2pul
UNITYplus-400 "unity400"
Date: Aug 31 2015
Solvent: CDCI18

Ambient temperature
Total 672 repetitions

Compound 1j
13C NMR (100 MHz, CDCl3) spectra
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Compound 1k

"unity4oo”

5 2015

YL1040730
Pulse Sequence: s2pul
UNITYplus-400

cDpC13
Ambient temperature
Total 64 repetitions

Date: Aug
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Compound 1k

Pulse Sequence: s2pul

YL1040730
UNITYplus-400
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Total 64 repetitions
MeO
Compound 1k

TH NMR (400 MHz, CDCl,) spectra
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Compound 1k

YL1040730

Pulse Sequence: s2pul
UNITYplus-400 “unity4oo”
Date: Aug 5 2015
Solvent: CDC13

Ambient temperature

Total 64 repetitions

MeO

Compound 1k
'H NMR (400 MHz, CDCl;) spectra
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Compound 1k

YL1040730

Pulse Seguence: s2pul

UNITYplus-400 ‘"unityd4oo"
Date: Aug S 2015
Solvent: CDCI3

Ambient temperature

Total 1504 repetitions

MeO

Compound 1k

13C NMR (100 MHz, CDCl3) spectra - S
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YL1040822

Pulse Sequence: s2pul

UNITYplus-400 'unityd00"
Date: Aug 24 2015
Solvent: CDC13

Ambient temperature
Total 64 repetitions

Compound 11
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YL1040822

Pulse Seguence: s2pul

UNITYplus-400 "unity400"
Date: Aug 24 2015
Solvent: CDC13

Ambient temperature

o ®
Total 64 repetitions _snols
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TH NMR (400 MHz, CDCl3) spectra
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YL1040822

Pulse Sequence: s2pul

UNITYplus-400 'unityd00"
Date: Aug 24 2015
Solvent: CDC13

Ambient temperature
Total 64 repetitions

F

Compound 11
H NMR (400 MHz, CDCI;) spectra
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YL1040822

Pulse Sequence: sZpul
URITYplus-400

Date: Aug 24 2015

Solvent: CDC13
Ambient temperature
Total 704 repetitions

"unitya400”

Compound 11

F
Compound 11
13C NMR (100 MHz, CDCl;) spectra
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Compound 1m

YL1040832

Pulse Sequence: s2pul

UNITYplus-400

"unity400"

Date: Sep 2 2015
Solvent: €CDC13
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Ambient temperature
Compound 1m
. TH NMR (400 MHz, CDCl;) spectra
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Compound 1m

"unity400"

Date: Sep 2 2015

Solvent

Pulse Sequence: s2pu)}

YL1040832
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YL1040832

Pulse Sequence: s2putl

UNITYpius-400 “unityd40o"
Date: Sep 2 2015
Solvent: CDCI3

Ambient temperature
Total 3456 repetitions

Compound 1m
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YL1040832

Pulse Seguence:
UNITYpius-400

s2put
“unityd40o"

Date: Sep 2 2015

Solvent: CDCI3

Ambient temperature
Total 3456 repetitions

Compound 1m
13C NMR (100 MHz, CDCI;) spectra
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YL1040826

Pulse Sequence: s2pul

UNITYplus-400 "unity4o00"
Date: Aug 26 2015
Solvent: CDC13

Ambient temperature
Total 64 repetitions

Compound 1n
H NMR (400 MHz, CDCl3) spectra
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Compound 1n

YL1040826

Pulse Sequence: s2pul

UNITYplus-400 "unity4o00"
Date: Aug 26 2015
Solvent: CDC13

Ambient temperature
Total 64 repetitions

MeO

Compound 1n
TH NMR (400 MHz, CDCl5) spectra
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YL1040826

Pulse Sequence: s2pul

UNITYplus-400 "unity4o00"
Date: Aug 26 2015
Solvent: CDC13

Ambient temperature
Total 64 repetitions

Compound 1n
H NMR (400 MHz, CDCl3) spectra
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Compound 1n

YL1040826

Pulse Seguence: s2pul

UNITYplus-400 “unityd400"
Date: Aug 26 2015
Sotlvent: CDCI3

Ambient temperature

Total 64000 repetitions

Compound 1n
13C NMR (100 MHz, CDCl3) spectra
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YL1040826

Pulse Seguence: s2pul

UNITYplus-400 “unityd400"
Date: Aug 26 2015
Sotlvent: CDCI3

Ambient temperature

Total 64000 repetitions

Compound 1n
13C NMR (100 MHz, CDCl3) spectra
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Compound 1o
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YL1040828

Pulse Sequence: s2pul

UNITYplus-400 “unity400"
Date: Aug 31 2015
Solvent: CDC13

Ambient temperature

Jotal 64 repetitions

Compound 10
1H NMR (400 MHz, CDCl;) spectra
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Compound 1o

YL1040828

Pulse Seguence: s2pul

UNITYplus=-400 *“unity400*
bate: Aug 31 2015
Solvent: CDC13

Ambient temperature

Total 336 repetitions

Compound 10
13C NMR (100 MHz, CDCl,) spectra o3
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YL1040805

Pulse Seguence: s2pul

UNITYplus-400 *unity400"
Date: Aug 20 2015
Solvent: CDC13

Ambient temperature

Total 64 repetitions

Compound 1p
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TH NMR (400 MHz, CDCl;) spectra
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Compound 1p

YL1040805

Pulse Seguence: s2pul

UNITYplus-400 *unity400"
Date: Aug 20 2015
Solvent: CDC13

Ambient temperature

Total 64 repetitions
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Compound 1p
TH NMR (400 MHz, CDCl,) spectra
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Compound 1p

YL1040805

Pulse Seguence: s2pul

UNITYplus-400 *unity400"
Date: Aug 20 2015
Solvent: CDC13

Ambient temperature

Total 64 repetitions

Compound 1p
TH NMR (400 MHz, CDCl;) spectra
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Compound 1p

YL11040805

Pulse Sequence: s2pul

UNITYplus-400 "unityd00”
Date: Aug 20 2015
Solvent: CDC13

Ambient temperature
Total 240 repetitions
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Compound 1q

YL1040823

Pulse Sequence: s2pul

UNITYplus=-400 '“unityd400®
Date: Aug 24 2015
Solvent: CDC13

Ambient temperature
Tota) 64 repetitions
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"H NMR (400 MHz, CDCl;) spectra
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Compound 1q

YL1040823
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YL1040823

Pulse Sequence: s2pul

UNITYplus=-400 '“unityd400®
Date: Aug 24 2015
Solvent: CDC13

Ambient temperature
Tota) 64 repetitions

Compound 1g
"H NMR (400 MHz, CDCl;) spectra
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Compound 1q

YL1040823

Pulse Sequence: s2pul

UNITYplus-400 “unitydoQ”
Date: Aug 24 2015
Solvent: CDC13

Ambient temperature
Total 640 repetitions
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Compound 1r

Y¥L1040833

Pulse Sequence: s2pul

UNITYplus~400 “unity400"
Date: Sep 2 2015
Sotvent: CDC13

Ambient temperature

Total 64 repetitions

MeO

Compound 1r
TH NMR (400 MHz, CDCl;) spectra
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—6.967
6.853
831
,—3.910
3.881

———

3.868

2.111

2.372

2.747

a2 JI8

———T 7T T - : —
[- A e e 1 1 T 1 T
9 8 7 6 5 4

G [T G e =

- © - ° -

~ ~ N D =4 «©

- s oo s o

- o~ - - - -

S-67

10.63 {
31.84



Compound 1r

Y¥L1040833
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Compound 1r

YL1040833

Pulse Sequence: s2pul

UNITYplus-400 ‘“unityd400"
Date: Sep 2 2015
Solvent: CDC13

Ambient temperature
Total 320 repetitions

MeO

129.472

128.691

Compound 1r
3C NMR (100 MHz, CDCl) spectra
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Compound 1s

YL1040827
Pulse Sequence: s2putl ey &
UNITYplus-400 "unity400" i 5
Date: Aug 26 2015 "o &
Solvent: CDC13
Ambient temperature
Total 64 repetitions
o
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o
o
Compound 1s
H NMR (400 MHz, CDCl;) spectra
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Compound 1s

YL1040827
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Date: Aug 26 2015
Solvent: CDC13
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Compound 1s

YL1040827

Pulse Sequence: s2putl

UNITYplus-400 "unity400*
Date: Aug 26 2015
Solvent: CDC13

Ambient temperature
Total 64 repetitions

Compound 1s
"H NMR (400 MHz, CDCl;) spectra
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YL1040827

Pulse Seguence: s2pul

UNITYplus-400 “unity400"
Date: Aug 26 2015
Solvent: CDC13

Ambient temperature

Total 944 repetitions

Compound 1s
13C NMR (100 MHz, CDCl;) spectra
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Compound 1s

YL1040827

Pulse Seguence: s2pul

UNITYplus-400 “unity400"
Date: Aug 26 2015
Solvent: CDC13

Ambient temperature

Total 944 repetitions

Compound 1s
13C NMR (100 MHz, CDCl;) spectra
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Compound 1t

YL1040828

Pulse Seguence: s2pul

UNITYplus=-400 “unityd400"
Date: Aug 31 2015
Solvent: CDC13

Ambient temperature
Total 64 repetitions

Compound 1t
H NMR (400 MHz, CDCl,) spectra
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Compound 1t

YL1040828
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Compound 1t

YL1040828

s2pul

Pulse Seguence:
UNITYplus=-400

Date:

"unity400"

Aug 31 2015
Ambient temperature
Total 64 repetitions

Solvent: CDC13

Compound 1t
H NMR (400 MHz, CDCl,) spectra
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YL1040829

Pulse Seguence: s2putl
UNITYplus-400 "unitydo0o"
Date: Aug 31 2015
Solvent: CDC13

Ambient temperature
Total 800 repetitions

Compound 1t
13C NMR (100 MHz, CDCl;) spectra
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Compound 1u

s2pul
"unity400"

YL1040814

Pulse Seguence:
UNITYplus-400

Date: Aug 20 2015
Solvent: CDC13
Ambient temperature
Total 32 repetitions
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Compound 1u

YL1040814

Pulse Seguence: s2pu}l

UNITYplus-400 “unity400"
Date: Aug 20 2015
Solvent: CDC13

Ambient temperature
Total 32 repetitions
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Compound 1u

YL1040814

Pulse Seguence: s2pu}l
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H NMR (400 MHz, CDCl;) spectra

206" 9 e

205" §— T o

026" 9 "\

9€0° 2 — %’\H\
]

L

09272

9”
w2208
i
|
J
—]
N
18°07
\_
-l
~
o
~
(1ol
~
F 9562
2061
L 00-02

S-81



YL1040814

Pulse Sequence: s2pul
UNITYplus-400

Date: Aug 20 2015
Solvent: CDC13
Ambient temperature

TJotal 208 repetitions

MeO

"unity400"
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YL1040814

Pulse Sequence: s2pul

UNITYplus-400 ™“unity400™
Date: Aug 20 2015
Solvent: CDC13

Ambient temperature

TJotal 208 repetitions

MeO

Compound 1u
13C NMR (100 MHz, CDCl3) spectra
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Compound 1v

YL1040908

Pulse Sequence: s2pul

UNITYplus~400 “unity400"
Date: Sep 11 2015
Solvent: CDC13

Ambient temperature

Total 64 repetitions
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Compound 1v.
H NMR (400 MHz, CDCl;) spectra
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Compound 1v

"unityd400"

Sep 11 2015
cDCI3

Pulse Sequence: s2pul
Ambient temperature
Total 64 repetitions
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Date

Solvent
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Compound 1v

YL1040908

Pulse Sequence: s2pul
UNITYplus-400 "unityd00”
Date: Sep 11 2015
Solvent: CDCI13

Ambient temperature
Total 448 repetitions
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YL1040908

Pulse Sequence: s2pul
UNITYplus-400 "unityd00”
Date: Sep 11 2015
Solvent: CDCI13

Ambient temperature

Total 448 repetitions

MeO

Compound 1v.
3¢ NMR (100 MHz, CDCl;) spectra

w
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Compound 1w

YL1040901

Pulse Sequence: s2pul
UNITYplus-400 "unity400"
Date: Sep 3 2015
Solvent: CDC13

Ambient temperature
Total 64 repetitions

MeO

—3.949
~3.878

Compound 1w
TH NMR {400 MHz, CDCl,) spectra
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Compound 1w

YL1040901

Pulse Sequence: s2pul
UNITYplus-400 "unity400"
Date: Sep 3 2015
Solvent: CDC13

Ambient temperature
Total 64 repetitions

MeO

3.949

2.082

Compound 1w
TH NMR {400 MHz, CDCl,) spectra
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Compound 1w

s2pul
"unitya400"

YL1040901

Pulse Sequence:
UNITYplus-400

Date: Sep 3 2015
Solvent: CDC13
Ambient temperature
Total 64 repetitions
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Compound 1w

YL1040901

Pulse Sequence: s2put

UNITYplus-408 "unity400"
Date: Sep 3 2015
Solvent: CDC13

Ambient temperature
Total 1280 repetitions
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13C NMR {100 MHz, CDCl;) spectra
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Compound 1w

YL1040901

Pulse Sequence: s2put

UNITYplus-408 "unity400"
Date: Sep 3 2015
Solvent: CDC13

Ambient temperature
Total 1280 repetitions

128.812

Compound 1w
13C NMR {100 MHz, CDCl;) spectra
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Compound 1x

YL1040908

Pulse Sequence: s2pul

UNITYplus-400 “unitydoo"
Date: Sep 11 2015
Solvent: CDC13

Ambient temperature
Total 64 repetitions
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Compound 1x
TH NMR (400 MHz, CDCl) spectra
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Compound 1x

YL1040908
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Compound 1x

YL1040908

s2pul

Pulse Sequence:
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Compound 1x
TH NMR (400 MHz, CDCl) spectra
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YLy ofe]
Pulse Sequence: s2pul

UNITYplus-400 "unityd00"
Date: Sep 11 2015
Solvent: CDCI3

Ambient temperature

Total 1312 repetitions

Compound 1x
13C NMR (100 MHz, CDCls) spectra
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Loy o]

Pulse Sequence: s2pul
UNITYplus-400 "unityd00"
Date: Sep 11 2015
Solvent: CDCI3

Ambient temperature

Total 1312 repetitions

Compound 1x
13C NMR (100 MHz, CDCl;) spectra
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Compound 1y

YL1040830

s2put

Pulse Sequence:
UNITYplus-400

"unity4a00”

1 2015

Solvent: CDC13
Ambient temperature
Total 64 repetitions
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H NMR (400 MHz, CDCl,) spectra
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Compound 1y

YL1040830

Pulse Sequence: s2pul

UNITYplus-400 “unitydoo"
Date: Sep 1 2015
Solvent: CDC13

Ambient temperature
Total 64 repetitions

Compound 1y
H NMR (400 MHz, CDCl,) spectra
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Compound 1y

YL1040830

Pulse Sequence: s2pul
UNITYplus-4060 "unity400"
Date: Sep 1 2015
Solvent: CDC13

Ambient temperature

Total 704 repetitions
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Compound 1y

YL1040830

Pulse Sequence: s2pul

UNITYplus-4060 "unity400"
Date: Sep 1 2015
Solvent: CDC13

Ambient temperature
Total 704 repetitions

Compound 1y
3C NMR (100 MHz, CDCl;) spectra
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Compound 1z

YL1040916

Pulse Sequence: s2pul

UNITYplus-400 "unity400"
Date: Sep 17 2015
Solvent: CDC13

Ambient temperature
Total 64 repetitions
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Compound 1z
TH NMR {400 MHz, CDClI;) spectra
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Compound 1z

YL1040916

Pulse Sequence: s2pul
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Compound 1z
H NMR {400 MHz, CDClI;) spectra
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YL1040916

Pulse Sequence: s2pul

UNITYplus-400 “unityd400”
Date: Sep 17 2015
Solvent: CDC13

Ambient temperature

Total 1680 repetitions
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2
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YL1040916

Pulse Sequence: s2pul

UNITYplus-400 “unityd400”
Date: Sep 17 2015
Solvent: CDC13

Ambient temperature

Total 1680 repetitions

MeO

Compound 1z
13C NMR (100 MHz, CDCl;) spectra
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Compound 1z
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YL1040915

Pulse Sequence: s2pul
UNITYplus-400 “unity400"
Date: Sep 16 2015
Solvent: CDC13

Ambient temperature
Total 64 repetitions

Compound 1aa
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e P S (1)

@
o~
-
o~
MeO
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1H NMR (400 MHz, CDCl;) spectra
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YL1040915

Pulse Sequence: s2pul

UNITYplus-400 “unity400"
Date: Sep 16 2015
Solvent: CDC13

Ambient temperature
Total 64 repetitions

MeO

Compound 1aa
1H NMR (400 MHz, CDCl;) spectra
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7.249

7.2720
—7.260

7.229

7.048
7029

sz 008

S-107

—6.928

—-6.894




Compound 1aa

YL1040915

Pulse Sequence: s2pul

UNITYplus-400 "unity400”
Date: Sep 16 2015
Solvent: CBC13

Ambient temperature
Total 736 repetitions

MeO
Compound 1aa S b
13C NMR (100 MHz, CDCl,) spectra *° 2
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YL1040915

Pulse Sequence: s2pul

UNITYplus-400 "unity400”
Date: Sep 16 2015
Solvent: CBC13

Ambient temperature
Total 736 repetitions

MeO

Compound 1aa
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13C NMR (100 MHz, CDCl,) spectra ~
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Compound 6a

YLenon2a

Pulse Segquence: s2pul
UNITYplus-400 "unityd00"
Date: Nov 2 2015
Solvent: CDC13

Ambient temperature
Total 32 repetitions
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Compound 6a

YLenon2a

Pulse Segquence: s2pul
UNITYplus-400 "unityd00"
Date: Nov 2 2015
Solvent: CDC13

Ambient temperature
Total 32 repetitions
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Compound 6a
"H NMR (400 MHz, CDCl;) spectra
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YLenon2a

Pulse Segquence: s2pul

UNITYplus-400 "unityd00"
Date: Nov 2 2015
Solvent: CDC13

Ambient temperature
Total 32 repetitions

OMe

Compound 6a
"H NMR (400 MHz, CDCl;) spectra
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YLenon2a

Pulse Sequence: s2pul
UNITYplus-400 “unity400"
Date: Nov 2 2015
Solvent: CDC13

Ambient temperature
Total 704 repetitions

Compound 6a
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Compound 6b

YLenon2b

Pulse Sequence: s2pul

UNITYplus-400 “unity400"
Date: Nov 20 2015
Solvent: CDC13

Ambient temperature
Tota)l 64 repetitions
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Compound 6b
TH NMR (400 MHz, CDCl,) spectra
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Compound 6b

YLenon2b
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YLenon2b

Pulse Sequence: s2pul

UNITYplus-400 "unity400"

Date: Nov 20 2015
Solvent: CDBC13
Ambient temperature
Total 1360 repetitions
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YLenon2c

Pulse Sequence: s2pul

UNITYplus-400 “unityd400"
Date: Nov 20 2015
Solvent: CDC13

Ambient temperature

Total 64 repetitions

OMe

MeO =
(s

Compound c.
TH NMR (400 MHz, CDCl;) spectra
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Compound 6¢

YLenon2c
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Compound 6¢

YLenon2c

Pulse Sequence: s2pul

UNITYplus-400 ™“unityqoo"
Date: Nov 20 2015
Solvent: CDC13

Ambient temperature

Total 1040 repetitions

OMe

MeO =
s

Compound 6c

o mn~
13C NMR (100 MHz, CDCly) spectra 2889
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YLenon2d

Pulse Segquence: s2pul

UNITYplus-400 "unity400"
Date: Nov 23 2015
Solvent: €DC13

Ambient temperature

Total 64 repetitions

Compound 6d
H NMR (400 MHz, CDCly) spectra

Compound 6d
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Compound 6d

YLenon2d

Pulse Segquence: s2pul
UNITYplus-400

Date

"unity400"

€bpci13

Nov 23 2015
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Compound 6d
H NMR (400 MHz, CDCly) spectra
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Compound 6d

Ytenon2d

Pulse Segquence: s2pul

UNITYplus-400 “unitydoo*
Date: Nov 23 2015
Solvent: CDC13

Ambient temperature
Total 224 repetitions

Compound 6d
13C NMR (100 MHz, CDCl3) spectra
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Compound 6d

Ytenon2d

Pulse Segquence: s2pul

UNITYplus-400 “unitydoo*
Date: Nov 23 2015
Solvent: CDC13

Ambient temperature
Total 224 repetitions

Compound 6d
13C NMR (100 MHz, CDCl3) spectra
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Compound 6e

YLenon2e
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Compound 6e

YLenon2e
Pulse Sequence: s2pul 5 T
UNITYplus-400 “unity400" o 2
Date: Nov 2 2015 [T
Solvent: CDC13
Ambient temperature
Total 64 repetitions
Compound e
H NMR (400 MHz, CDCl;) spectra
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Compound 6e

Pulse Sequence: s2pul
UNITYplus-400 *“unityd400"
2 2015
Ambient temperature
Total 64 repetitions

Date: Nov
Solvent: CDC13

YLenon2e
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Compound 6e

YLenon2e

Pulse Sequence: s2pul

UNITYplus~-400 "unityq0o"
Date: Nov 2 2015
Solvent: CDC13

Ambient temperature

Total 2208 repetitions

OMe
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Compound e
13C NMR (100 MHz, CDCl;) spectra
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Compound 6f

Ytenon2f
Pulse Sequence: s2pul =
(]
UNITYplus-400 “unitydoo® 9 =
Date: Oct 26 2015 > R
Solvent: CDC13 & -
Ambient temperature f -
Total 64 repetitions l? “
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S
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H NMR (400 MHz, CDCl,) spectra
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Compound 6f

Ytenon2f

s2putl

Pulse Sequence:
UNITYplus-400

Date:
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Total 64 repetitions
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OMe
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H NMR (400 MHz, CDCl,) spectra
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YLenon2f

Pulse Sequence: s2pul

UNITYplus-400 "unity400"
Date: Oct 26 2015
Sotvent: CDC13

Ambient temperature

Total 3568 repetitions

OMe

Compound 6f
13C NMR {100 MHz, CDCl;) spectra
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YiLenon2g

Pulse Sequence: s2pul

UNITYplus~-40¢ "unity400"
Date: Nov 2 2015
Solvent: CDC13

Ambient temperature
Total 64 repetitions

F

Compound 6g
TH NMR (400 MHz, CDCI,) spectra
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Compound 6g

s2pul
"unity400"
2 2015
Compound 6g
TH NMR (400 MHz, CDCI,) spectra
s

YiLenon2g

Pulse Sequence:

UNITYplus-400
Nov

Date:
Solvent: CDC13
Total 64 repetitions

Ambient temperature
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Compound 6g

YLenon2g

Pulse Sequence: s2pul

UNITYplus-400 “unityd400”
Date: Nov 2 2015
Solvent: CDC13

Ambient temperature
Total 1008 repetitions
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YLenon2g

Pulse Sequence: s2pul

UNITYplus-400 “unityd400”
Date: Nov 2 2015
Solvent: CDC13

Ambient temperature

Total 1008 repetitions

F

Compound 8gq
13C NMR (100 MHz, CDCl;) spectra
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Compound 6h

YL1041223

Pulse Sequence: s2pul

UNITYplus-400 "“unityq400"
Date: Dec 25 201S
Solvent: CDC13

Ambient temperature
FTotal 64 repetitions
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Compound &h
"H NMR (400 MHz, CDCl;) spectra
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Compound 6h

s2pul
"unity400"

Dec 25 201S

cpCi3

YL1041223

Pulse Segquence
UNITYplus-400

Date:

Solvent

Ambient temperature
FTotal 64 repetitions
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YL1041223

Pulse Sequence: s2pul

URITYplus-400 "unity400"
Date: Dec 25 2015
Solvent: CDC13

Ambient temperature
Total 448 repetitions
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13C NMR (100 MHz, CDCl;) spectra L ] =
ﬂ—d(:-i .
~
e ‘“}
- |
~ o~
@ d
Ll
w w o ~ k)
< ~ © o~ & o
£3¢ S 83 p ¥ 2
N i o 0. 9% " -
as Bos - a [gn o
o " ° - m o o
$ 9g £
o A - ~R
b s =
~ ] |
>
-
i 1
i | J
L o o L T e o e L e s e o N L B A S aamaman t e ——
180 160 140 120 100 a0 60 40 20 ppm

S-137



YL1041223

Pulse Sequence: s2pul
URITYplus-400 "unity400"
Date: Dec 25 2015
Solvent: CDC13

Ambient temperature

Total 448 repetitions

Compound 6h
13C NMR (100 MHz, CDCl;) spectra
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YLenon2i

Puise Sequence: s2pul
UNITYplus-400 "unity400"
Date: Nov 4 2015
Solvent: CDC13

Ambient temperature
Total §4 repetitions

Compound 6i
H NMR (400 MHz, CDCl;) spectra
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Compound 6i

YLenon2i
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Compound 6i

YLenon2i

Pulse Seguence: s2pul
UNITYplus-400 “unity400"
Date: Nov 4 2015
Solvent: CDC13

Ambient temperature

Total 1696 repetitions
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@
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Compound 6j
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Compound 6j

s2pul
"unityd9o"

2 2015
€pci3

Nov

YL1041023

Pulse Sequence:
UNITYplus-400

Date

Solvent

Ambient temperature
Total 64 repetitions
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YL1041023

Pulse Sequence: s2pul

UNITYplus-400 "unityd400*
Date: Nov 2 2015
Solvent: CDCI13

Ambient temperature
Total 1312 repetitions

o

MeO =

Compound §j
13C NMR (100 MHz, CDCl;) spectra
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YL1041023

Pulse Sequence: s2pul

UNITYplus-400 "unityd400*
Date: Nov 2 2015
Solvent: CDCI13

Ambient temperature

Total 1312 repetitions
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13C NMR (100 MHz, CDCl;) spectra
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Compound 6k

YLenon2K

s2put
“unityd400"

Pulse Sequence
UNITYplus-400
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cbcis
Ambient temperature

Oct 26 2015
Total 64 repetitions
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Compound 6k

YLenon2K

Pulse Sequence: s2put

UNITYplus-400 “unityd00"
Date: Oct 26 2015
Solvent: CDC13

Ambient temperature
Total 64 repetitions
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Compound 6k

YLenon2K

Pulse Sequence: s2put

UNITYplus-400 “unityd00"
Date: Oct 26 2015
Solvent: CDC13

Ambient temperature
Total 64 repetitions

OMe

Compound gk
H NMR {400 MHz, CDCl;) spectra
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YLenon2K

Pulse Sequence: s2pul

UNITYplus-400 “unitydoo*
Date: Oct 26 2015
Solvent: CDC13

Ambient temperature

Total 208 repetitions
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Compound 61

s2pul
"unity400"

2 2015
cpcis

Nov

Pulse  Sequence
UNITYplus-400
Ambient temperature

YLenon21
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_

j

i

]
(/Jf(zﬂ# T v6eIe

Zr6 0, ¥
TR = Lo 18IS
62670 :
¢
S cmmmz | lesiez
F o
— M
225°8 - s
ShaE o Faeee
298" L
DB " € onmeam e eomen I reeze
555 S JM‘ T4_, £0°€2
S i
T — s ——— N 25 £
_,7.5
-
!
v
~, = [ rooor
I
19279 F
28l 9 L = L Fegz1l
r7J.. £0°2¢
L
054" 2 r
|43 =’ 68'02
2Ll 1 }
99" ¢ L oo
® L
kil
AN 2 L
2 0 2
2 L 30 i
& 23
o g QO L
@ 3 N
& o ¥ L
s 0 o
< og [
©w O m
- [ £ 3
2 = z
5 = i

S-151



YLenon21

Pulse Segquence: s2pul
UNITYplus-400 "unity400"
Date: Nov 2 2015
Solvent: CDC13

Ambient temperature

Total 64 repetitions
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F
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H NMR (400 MHz, CDCl,) spectra
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Compound 61

YLenon21

Pulse Segquence: s2pul

UNITYplus-400 "unity400"
Date: Nov 2 2015
Solvent: CDC13

Ambient temperature

Total 64 repetitions
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s

F

Compound 61
TH NMR (400 MHz, CDCl;) spectra
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Compound 61

YLenon21

Pulse Sequence: s2pul

UNITYplus-400 "unitya0o”
Date: Nov 2 2015
Solvent: CDC13

Ambient temperature

Total 2464 repetitions

F

Compound 61
13C NMR (100 MHz, CDCl;) spectra
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Compound 61

YLenon21

Pulse Sequence: s2pul

UNITYplus-400 "unitya0o”
Date: Nov 2 2015
Solvent: CDC13

Ambient temperature
Total 2464 repetitions

F

Compound 61
13C NMR (100 MHz, CDCl;) spectra
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YL1041224

Pulse Sequence: s2pul

UNITYplus-460 “unityd00”
Date: Dec 25 2015
Solvent: CDC13

Ambient temperature
TJotal 64 repetitions

Compound 6m
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yYL1041224

Pulse Sequence: s2pul

UNITYplus-400 “unitydoo”
Date: Dec 25 2015
Solvent: CDC13

Ambient temperature
Total 64 repetitions

Compound 6m

%
ane . -
F e, ]
w0l | MeO =
1)
{ o
{
| O
Compound 6m %
H NMR (400 MHz, CDCl3) spectra <}
~
-
©
©
o
o™
]
25 T
OO g
o » o
s
S L aEs cB% o
. SIS Tl inoNen
* 3”mmj; LRPRRRN e iR,
3 ] > 3 Yhn
® ! Sesaa"T 7 4as3e
L - 9 3 7%
2 ] &
wn .
« 8 J s
-
- T I—
il
|~ |
— A A /’ —
thLJL k_ﬂ_»JL JMML/\ Kh_ A_Aﬂ____JUL~
R A B S 2w LTSRS MBMEMSMUMSMSM MMM
3.8 3.6 3.4 3.2 3.0 2.8 2.6 2.4 2.2 2.0 1.8 1.6 1.4 1.2 ppm
e 3:5, Einill L bpm
- o~ ~N < o~ o o«
w o~ - < o " w
o o < - - = @
o~ o o~ o« o~ N o~

S-157




YL1041224

Pulse Sequence: s2pul
UNITYplus-460 “unityd00”
Date: Dec 25 2015
Solvent: CDCiI3

Ambient temperature
TJotal 64 repetitions

Compound 6m
H NMR (400 MHz, CDCl;) spectra
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YL1041224

Pulse Sequence: s2pul

UNITYplus-400 "unity400”
Date: Dec 25 2015
Solvent: CDC13

Ambient temperature
Total 1024 repetitions

Compound 6m

Compound 6m wo =2
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'C NMR (100 MHz, CDCI;) spectra ovim®R
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YLenon2n

Puise Sequence: s2pul

UNITYplus-400 ‘“unity400"
Date: Nov 4 2015
Solvent: CDC13

Ambient temperature

Total 64 repetitions

Compound 6n
TH NMR (400 MHz, CDCl,) spectra

Compound 6n
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YLenon2n

Puise Sequence: s2pul

UNITYplus~-400 "unity400"
Date: Nov 4 2015
Solvent: CDC13

Ambient temperature

Total 64 repetitions
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Compound §n

3.875

Compound 6n

TH NMR (400 MHz, CDCl;) spectra

2.382

)

~-1.284
1.256

1.335

0.988

—1.006

+...0.969

I o A B o e o O B R o e RAmamEEs S
3.8 3.6 3.4 3.2 3.0 2.8 2.6 2.4 2.2
o WO )
- w© o ot
- o ° ®
o~ (2] ~ o

S-161

L L L L L L I B B R

2.0

1.8 1.6 1.4 12

22,45 4
22.66

30.33



Compound 6n
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s2pul
“unity400"

Nov 4 2015
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0
Compound 6n

"H NMR (400 MHz, CDCl;) spectra
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Ambient temperature
Total 64 repetitions
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Compound 6n

YLenon2n

Pulse Sequence: s2pul

UNITYplus~400 "unity400"
Date: Nov 4 2015
Solvent: CDC13

Ambient temperature
Total 2144 repetitions

Compound 6n
13C NMR (100 MHz, CDCl3) spectra
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Compound 6n

YLenon2n

Pulse Sequence: s2pul

UNITYplus~400 "unity400"
Date: Nov 4 2015
Solvent: CDC13

Ambient temperature
Total 2144 repetitions

Compound 6n
13C NMR (100 MHz, CDCl3) spectra
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Compound 60

s2pul
"unity400"
8 2015

cpcas

Nov

YLenon2o

Pulse Sequence
UNITYplus-400

Date

Solvent

Ambient temperature
Total 64 repetitions
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YLenon20

Pulse Sequence: s2pul

UNITYplus-4080 "unity40o"
Date: Nov 8 2015
Solvent: CDC13

Ambient temperature
Total 64 repetitions
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e 3.976

o/\/\
MeO =
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Compound 60
"H NMR (400 MHz, CDCl;) spectra

Compound 60
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Compound 60

YLenon20

Pulse Sequence: s2pul

UNITYplus-4080 "unity40o"
Date: Nov 8 2015
Solvent: CDC13

Ambient temperature
Total 64 repetitions

Compound 60
1H NMR (400 MHz, CDCl) spectra
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YLenon2o

Pulse Sequence: s2pul

UNITYplus-400 "unity400"
Date: Nov $ 2015
Solvent: CDC13

Ambient temperature
Total 128 repetitions

Compound 6o
13C NMR (100 MHz, CDCl) spectra
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Compound 6p

YLenon2P

Pulse Sequence: s2pul

UNITYplus-400 “unity400"
Date: Oct 26 2015
Solvent: CDPC13

Ambient temperature

Total 64 repetitions

3.841

—3.864

OMe

Compound 6p
TH NMR (400 MHz, CDCly) spectra
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Compound 6p

"unityq00"

Oct 26 2015
CcDC13

Pulse Sequence: s2pul
UNITYplus-460

Date

Ambient temperature
Total 64 repetitions

YLenon2P
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Compound 6p

YLenon2P

Pulse Sequence: s2pul
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TH NMR (400 MHz, CDCly) spectra
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¥Lenon2P

Pulse Seguence:
UNITYplus-400 "unity400"
Date: Oct 26 2015
Solvent: CDC13

Ambient temperature

Total 256 repetitions
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YLenon2Q
Pulse Sequence: s2pul

UNITYplus-400 "unity400"
Date: Nov 2 201§
Solvent: CDC13

Ambient temperature
Total 64 repetitions

Compound 6q

3.875

F
Compound 6q
H NMR (400 MHz, CDCl5) spectra
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Compound 6q

YLenon2Q

Pulse Sequence: s2pul
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TH NMR (400 MHz, CDCl3) spectra
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Compound 6q

YLenon2Q

Pulse Sequence: s2pul
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TH NMR (400 MHz, CDCl;) spectra
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Compound 6q

YLenon2Q

Pulse Sequence: s2pul
UNITYpTus-400 "unity4q00"
Date: Nov 2 2015
Solvent: CDC13

Ambient temperature

Total 160 repetitions
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yL1041225

Pulse Sequence: s2pul

UNITYplus-400 “unftyd4oo”
Date: Dec 25 2015
Solvent: CDC13

Ambient temperature
Total 64 repetitions

Compound 6r

3.867

~
o
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Compound 6r.
TH NMR {400 MHz, CDCIl;) spectra
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Compound 6r

"unityadog"

Dec 25 2015
cbc13

Pulse Sequence: s2pul
Ambient temperature
Total 64 repetitions

UNITYplus-400

YL1041225
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Compound 6r

yL1041225

Pulse Sequence: s2pul
UNITYplus-400 “unftyd4oo”
Date: Dec 25 2015
Solvent: CDC13

Ambient temperature

Total 64 repetitions

Compound 6r.
TH NMR {400 MHz, CDCIl;) spectra
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Compound 6r

YL104122S

Pulse Sequence: s2pul
UNITYplus-40G "unity400"
Date: Dec 25 2015
Solvent: CDCI3

Ambient temperature
Total 336 repetitions

Compound 6r.
13C NMR {100 MHz, CDCl;) spectra
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Compound 6s

YLenon2s
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Compound 6s

"unity4o00"
4 2015

Nov

Pulse Sequence: s2pul
UNITYplus-400

Date
Solvent: CDC13
Total 64 repetitions

Ambient temperature
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Compound 6s
H NMR (400 MHz, CDCl;) spectra
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Compound 6s

YLenon2s

s2pul

Pulse Sequence:
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Compound 6s

YLenon2s

Pulse Sequence: s2pul
UNITYplus-400 "unity400"
Date: Nov 4 2015
Solvent: CDC13

Ambient temperature
Total 928 repetitions

Compound s
3¢ NMR (100 MHz, CDCl3) spectra
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Compound 6t

"unity400"
3 2015

Nov

Pulse Sequence: s2pul
Total 64 repetitions

UNITYplus-400

Date
Ambient temperature

YLenon2t
Solvent: CDC13
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Compound 6t

s2pul
"unity400"

MeO

3 2015
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Pulse Sequence
UNITYplus-400
Ambient temperature
Total 64 repetitions
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Compound 6t
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Pulse Sequence

°
=
<
>
- »
- oC
c =0
Sn 3~
Teoee
& g
NO L
© ~ow
Smgaso
< EQ
1 OoL
LN
EX-BR
~EPP0
a~ cc
> QO
Fo>-ag
He— 2
ZWOEO
Sovnar

MeO

Compound 6t
1H NMR (400 MHz, CDCl;) spectra

A

)

e

T

95272
852

A

PETTTTTTIT T

5.0

vy

LI S e

T T T T

AREREREE]

T

LA LA B L o

i i e

T

T T T T T

T T T

ppm

5.2

o]
Al
~]

EE° 28

00701

0z°0tT

rIztit

S-187



YLenon2t

Pulse Seguence: s2pul

UNITYplus-400 "unityd0o*
Date: Nov 9 2015
Solvent: CDC13

Ambient temperature

Total 1632 repetitions
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YLenon2u

Pulse Seguence: s2pul
UNITYplus-400 “unitydgo”
Date: Nov 2 2015
Solvent: CDC13

Ambient temperature
Total 64 repetitions

Compound 6u
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Compound 6u

YLenon2u

Pulse Seguence: s2pul
UNITYplus-400 “unitydgo”
Date: Nov 2 2015
Solvent: CDC13

Ambient temperature
Total 64 repetitions
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Compound 6u

YLenon2u
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YLenon2u

Pulse Sequence: s2pul

UNITYplus-400 “unityd0o"
Date: Nov 2 2015
Solvent: CDC13

Ambient temperature
Total 3200 repetitions

Compound 6u
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Compound 6v

YLenon2v

Pulse Sequence: s2pul

UNITYplus-400 “unitya400"
Date: Nov 13 2¢15
Solvent: CDC13

Ambient temperature

Total 64 repetitions
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YLenon2v

Pulse Sequence: s2pul

UNITYplus-400 “unity400"
Date: Nov 13 2¢15
Solvent: CDC13

Ambient temperature

Total 64 repetitions
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Compound 6v.
TH NMR (400 MHz, CDCl,) spectra
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Compound 6v

s2pul
"unity400"

YLenon2v

Pulse Sequence:

UNITYplus-400

Date: Nov 13 2¢15

Solvent: CDC13

Ambient temperature

Total 64 repetitions
Compound 6v.

TH NMR (400 MHz, CDCl,) spectra
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Compound 6v

s2pul
"unityd400"

cbpcis

Nov 13 2015

Pulse Seguence
UNITYplus-400
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Solvent
Ambient temperature
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YLenon2v

Pulse Seguence: s2pul

UNITYplus-400 "unityd0o"
Date: Nov 13 2015
Solvent: CDC13

Ambient temperature

Total S12 repetitions

Compound 6v
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Compound 6w

YLenon2w

Pulse Sequence: s2pul

UNITYplus-400 “unity400"
Date: Nov 10 2015
Solvent: CDC13

Ambient temperature

Total 64 repetitions
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Compound 6w

s2pul
"unity400"

Nov 10 2015

cDCc13

Pulse Sequence
UNITYplus-400

Date

Solvent:
Total 64 repetitions

Ambient temperature
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Compound 6w

YLenon2w
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YLenon2w

Pulse Sequence: s2pul

UNITYplus-400 ™unityd400”
Date: Nov 10 201S
Solvent: €DC13

Ambient temperature

Total 320 repetitions
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Compound 6w

YLenon2w

Pulse Sequence: s2pul

UNITYplus-400 ™unityd400”
Date: Nov 10 201S
Solvent: €DC13

Ambient temperature

Total 320 repetitions
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Compound 6w
13C NMR (100 MHz, CDCl5) spectra

129.239

130.642
128.640

128.292

128.170

126.358

137.403

143.854
134.492

154.876
137.987
136.062
-132.488

146 .667

_ I S LL.LJMJM_JLM 5. .

o i 1 i I e e e L o L Lo e e e e e L e L T
v T T T T T T i T T T T T T T T T T T L T T T

154 152 150 148 146 144 142 140 138 136 134 132 130 128 ppm

S-202



Compound 6x

Yienon2x

Pulse Sequence: s2pul

UNITYplus-400 ‘unityq00"
Date: Nov 4 2015
Solvent: CDC13

Ambient temperature
Total 64 repetitions
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Compound 6x

Yienon2x

Pulse Sequence: s2pul

UNITYplus-400 ‘unityq00"
Date: Nov 4 2015
Solvent: CDC13

Ambient temperature
Total 64 repetitions
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Compound 6x
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4 2015
CDC13
Compound 6x
H NMR (400 MHz, CDCl;) spectra
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Compound 6x

YLenon2x

Pulse Sequence: s2pul

UNITYplus-400 “unity400”
Date: Nov 4 2015
Solvent: CDCI3

Ambient temperature
TJotal 1728 repetitions
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Compound 6x

YLenon2x

Pulse Sequence: s2pul

UNITYplus-400 ‘“unityd400”
Date: Nov 4 2015
Solvent: CDCI3

Ambient temperature
TJotal 1728 repetitions
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Compound 8x
13C NMR (100 MHz, CDCl;) spectra
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Compound 6y

YL1041024

Pulse Seguence: s2pul

UNITYplus-400 ‘“unitydoo"
Date: Nov 2 2015
Solvent: CDC13

Ambient temperature

Total 64 repetitions
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Compound 6y

YL1041024
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Compound 6y

Pulse Seguence: s2pul
UNITYplus-400 “unityd00®
Nov 2 2015

Ambient temperature

Total 64 repetitions
Compound 8y

H NMR (400 MHz, CDCl;) spectra
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¥L1041024

Puise Sequence: s2pul

UNITYplus-400 "unitydo0"
Date: Nov 2 2015
Sotvent: CDC13

Ambient temperature
Total 2176 repetitions
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Compound 6y

¥L1041024

Puise Sequence: s2pul

UNITYplus-400 "unitydo0"
Date: Nov 2 2015
Sotvent: CDC13

Ambient temperature

Total 2176 repetitions
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13C NMR (100 MHz, CDCl;) spectra
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MH1001110

Compound 6z

Pulse Sequence: s2pul o
UNITYplus-400 "unityd400" PR
Date: Nov 17 2011 ¥
Solvent: CDC13 & |
Ambient temperature o
Total 64 repetitions Ll
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MH1001110

Pulse Sequence: s2pul

UNITYplus=400 "unity400"
Date: Nov 17 2011
Solvent: CDC13

Ambient temperature

Total 2320 repetitions
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Compound 6aa

YL1050423

Pulse Seguence: s2pul
UNITYplus-400 "unity400”
Date: Apr 27 2016
Solvent: CDCI13

Ambient temperature
Total 32 repetitions
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Compound 6aa

YL1050423

Pulse Seguence: s2pul

UNITYplus-400 "unity400”
Date: Apr 27 2016
Solvent: CDCI13

Ambient temperature
Total 32 repetitions
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1H NMR (400 MHz, CDCly) spectra
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Compound 6aa

YL1050423

Pulse Sequence: s2pul
UNITYplus-400 “unityd00"
Date: Apr 27 2016
Solvent: €DC13

Ambient temperature
Total 544 repetitions
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S§K1010808-2

Pulse Sequence: s2pul

UNITYplus=400 “unity400"
Date: Sep 12 2012
Solvent: CDC13

Ambient temperature

Total 36 repetitions

OMe
MeO

o

|
o

Compound 8a
TH NMR (400 MHz, CDCl;) spectra
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SK1010808-2

Pulse Sequence:
UNITYplus—400

s2pul
"unitya00"

Date:

Sep 12 2012

Solvent:

cpoci3

Ambient temperature
Total 304 repetitions

OMe
MeO

o
|
o
Compound 8a
13C NMR (100 MHz, CDCI;) spectra
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SKEWK

Pulse Sequence: s2pul
UNITYplus-400 "unitydo0"
Date: Sep 17 2012

Solvent:

coci3

Ambient temperature
Total 64 repetitions

()"ﬁ\\\/’/\\\
MeO
(o]

Compound 8b.
13C NMR (100 MHz, CDCl;) spectra
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EWK
Pulse Sequence: s2pul

UNITYplus—-400 "unity400"
Date: Sep 17 2012
Solvent: CDC13

Ambient temperature
Total 1072 repetitions

0/\/\
MeO

Compound 8b
13C NMR (100 MHz, CDCl5) spectra

191.978

Compound 8b

= 133.170

130.320

157.389
128.031

—-147.436

110.020

—77.318

100 80

77.000
—76.682
~-73.263
55.790
40.728
32.170

19.079

—29.987

— 13,788
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YR1040623

Pulse Sequence: s2pul

UNITYplus-400 "unity400"
Date: Jun 25 2015
Soivent: CDC13

Ambient temperature

Total 32 repetitions

OMe

MeO x

N.
NH;

0

Compound 9a
H NMR {400 MHz, CDCl,) spectra

~-8.098
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7.047

6.584

Compound 9a

-3.950

3.872

2.463

2.461
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YR1040623

Pulse Seguence: s2pul

UNITYplus-400

Date: Jun

25 2015

Sotvent: CDC13
Ambient temperature
Total 6400 repetitions

MeO

OMe
RS
N.

o]

Compound 9a
13C NMR (100 MHz, CDCls) spectra

"unity400”

NH,

Compound 9a
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Compound 9b

YL1040807

s2pul

Pulse Seguence
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Compound 9b

"unityd400”
MeO

Pulse Seguence: s2pul
CcDC13

UNITYplus-400
Total 64 repetitions

bDate: Sep 8 2015
Ambient temperature

YL1040807
Solvent:

s ————— -

Compound 8b
1H NMR (400 MHz, CDCl;) spectra
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Compound 9b

YL1040807

Pulse Segquence: s2pul

UNITYplus-4060 “unityd400"
Date: Sep 8 2015
Solvent: CDC13

Ambient temperature
Total 11728 repetitions

MeO

Compound 9b
13C NMR (100 MHz, CDCl;) spectra
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YL1040807

Pulse Segquence: s2pul

UNITYplus-4060 “unityd400"
Date: Sep 8 2015
Solvent: CDC13

Ambient temperature
Total 11728 repetitions

MeO

Compound 9b
13C NMR (100 MHz, CDCls) spectra
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YL1040912

Pulse Sequence: s2pul

UNITYplus-400 "unity400™
Date: Sep 14 2015
Solvent: CDC13

Ambient temperature

Total 64 repetitions

MeO

(o]

Compound 3¢
H NMR (400 MHz, CDCl,) spectra

Compound 9c¢
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Compound 9c¢

YL1040912
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Compound 9c¢

YL1040912

Pulse Sequence: s2pul

UNITYplus-400 "unity400”
Date: Sep 14 2015
Solvent: CDC13

Ambient temperature

Total 4448 repetitions

MeO

(o}

Compound 3¢
13C NMR (100 MHz, CDCl;) spectra
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Compound 9d

YL1040831

s2pul

Pulse Seguence:

02870
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Compound 9d

s2pui
"unity400”

Pulse Sequence:
UNITYplus-400

Oct 6 2015
Ambient temperature
Total 64 repetitions

Date:
Solvent: €DC13

YL1040931
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YL1040931

Pulse Sequence: s2pul

UNITYplus-400 “unity40o"
Date: Oct 6 2015
Solvent: CDC13

Ambient temperature

Total 4272 repetitions

MeO
N.
NH,
o

Compound 9d
13C NMR (100 MHz, CDCl) spectra
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Compound 9d
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YL1040931

Pulse Sequence: s2pul
UNITYplus-400 “unity40o"
Date: Oct 6 2015
Solvent: CDC13

Ambient temperature
Total 4272 repetitions

MeO

Compound 9d
13C NMR (100 MHz, CDCl) spectra
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YL1041021

Pulse Sequence: s2pul

UNITYplus-400 “unitydoo”
Date: Oct 22 2015
Solvent: CDC13

Ambient temperature
Total 64 repetitions

OMe
MeO

Compound 10
H NMR (400 MHz, CDCl;) spectra
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Compound 10

YL1041021

Pulse Sequence: s2pul
UNITYplus-400

Date:
Solvent: CDC13

Yunitydos”

Oct 22 2015
Ambient temperature
Total 64 repetitions

OMe

MeO

Compound 10
H NMR (400 MHz, CDCl;) spectra

007 —— fﬂ

092 2
992° 2\ ﬂ
[LIAVEEN -
008" 2\ T\ )
£08° L
e1€" L
128t \‘/
ves = )
685" L—/
Zpg" L
0sb Ly
£5b° 2\
Y
T ) P
sty 1 p—————
68b° 27/ }
160" 2
!
i
i
)
]
226° 2 —_
266° L —
190" g
280 @
{
{
|
!
|
|
I
|
vss°8
92578

7.5

D.,l 90°0T1

.- 99°€2

11701

2276

S-236



Compound 10

YL1041021

Pulse Sequence: s2pul

UNITYplus-400 “unity400"
Date: Oct 22 2015
Solvent: CPC13

Ambient temperature
Total 12800 repetitions

OMe
MeO

Compound 10
13C NMR (100 MHz, CDCls) spectra
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YL1041021

Pulse Sequence: s2pul

UNITYplus-400 “unity400"
Date: Oct 22 2015
Solvent: CPC13

Ambient temperature
Total 12800 repetitions

OMe
MeO

Compound 10
13C NMR (100 MHz, CDCls) spectra

152.888

148.339

144.018

142,351

135.066

Compound 10

-
: fd
0 ~
2 a3 N
- - ®
= S n o]
o 2 et
P o ©
= S <
a A s
g =
b
by |
2 - | 7
- W > ~ i 4
o ER i g
- © o i -
Ny i
S i
|
|
1
1
| L [
_l . P\ gk_ﬂ,J L, JLJ o o, Y
i E B . - e - —
130 125 120 115 110 ppm

S-238



Crystal data and structure refinement for 1a (the thermal ellipsoid was drawn at the 50% probability
level)

170316)

af
\“’%
o

[N PLATON-Jul 22 10:36:01 2016

76 150707LL _OP 21/n R =0.04 RES 0 49 %

Identification code 1507071t_Om

Empirical formula C19 H20 N2 O3

Formula weight 324.37

Temperature 100(2) K

Wavelength 0.71073 A

Crystal system, Space group Monoclinic, P 21/n

Unit cell dimensions a=8.1616(6) A a=90°
b =8.6757(7) A B=90.485(3)°.
c=22.6247(19) A y=90°.

Volume 1601.9(2) A3

Z, Density (calculated) 4, 1.345 Mg/m?3

Absorption coefficient 0.092 mm-!

F(000) 688

Crystal size 0.12 x 0.10 x 0.10 mm3

Theta range for data collection 1.800 to 26.469°.

Index ranges -7<=h<=10, -10<=k<=10, -28<=I<=26

Reflections collected 13106

Independent reflections 3282 [R(int) = 0.0289]

Completeness to theta = 25.242° 99.8 %

Absorption correction Semi-empirical from equivalents

Max. and min. transmission 0.9485 and 0.8810

Refinement method Full-matrix least-squares on F2

Data / restraints / parameters 3282/01/221

Goodness-of-fit on F2 1.129

Final R indices [1>2sigma(l)] R1 = 0.0356, wR2 = 0.0970

R indices (all data) R1=0.0418, wR2 = 0.1152

Extinction coefficient n/a

Largest diff. peak and hole 0.338 and -0.245e.A 3
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Crystal data and structure refinement for 1c (the thermal ellipsoid was drawn at the 50% probability

level)

Identification code
Empirical formula

Formula weight
Temperature

Wavelength

Crystal system, Space group

Unit cell dimensions

Volume

Z, Density (calculated)
Absorption coefficient

F(000)

Crystal size

Theta range for data collection
Index ranges

Reflections collected
Independent reflections
Completeness to theta = 25.242°
Absorption correction

Max. and min. transmission
Refinement method

Data / restraints / parameters
Goodness-of-fit on F2

Final R indices [I1>2sigma(l)]
R indices (all data)

Extinction coefficient

Largest diff. peak and hole

- 1703161

™ PLATON-JuL 22 10:38:13 2016

898

150817 _Om P 21/c

Prob = 50
Temp = 238

150917_0m

C19 H20 N2 O2
308.37

296(2) K

0.71073 A

Monoclinic, P 21/c
a=7.1877(5) A

b = 25.1688(16) A

¢ =9.8090(6) A
1664.46(19) A3
4,1.231 Mg/m3

0.081 mm-!

656

0.20 x 0.15 x 0.15 mm?
1.618 to 26.408°.
-8<=h<=6, -31<=k<=30, -12<=I<=12
13538

3399 [R(int) = 0.0362]

99.9 %

a=90°.
=110.284(4)°.
v =90°.

Semi-empirical from equivalents
0.9485 and 0.8499

Full-matrix least-squares on F2
3399/0/212

1.030

R1=0.0481, wR2 =0.1186
R1=0.0649, wR2 =0.1299

n/a

0.166 and -0.167 e.A 3
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Crystal data and structure refinement for 1p (the thermal ellipsoid was drawn at the 50% probability
level)

ER
EY]

R
e
&

- (70318)

PLATON-Jul 22 10:46:40 2016

Z 39 mo_150908_P -1 R = 0.05 RES= 0 -14 X

Identification code
Empirical formula

Formula weight
Temperature

Wavelength

Crystal system, Space group

Unit cell dimensions

Volume

Z, Density (calculated)
Absorption coefficient

F(000)

Crystal size

Theta range for data collection
Index ranges

Reflections collected
Independent reflections
Completeness to theta = 25.242°
Absorption correction

Max. and min. transmission
Refinement method

Data / restraints / parameters
Goodness-of-fit on F2

Final R indices [1>2sigma(l)]
R indices (all data)

Extinction coefficient

Largest diff. peak and hole

mo_150908_0m

C23 H26 N2 03

378.46

296(2) K

0.71073 A

Triclinic, P -1

a=28.4384(6) A a=70.841(2)°.
b = 11.0458(8) A B=77.317(2)°.
c=12.1243(8) A v = 86.918(2)°.
1041.25(13) A 3

2, 1.207 Mg/m?3

0.080 mm-!

404

0.25 x 0.20 x 0.20 mm3

1.820 to 26.514°.

-10<=h<=10, -13<=k<=13, -11<=I<=15
17072

4298 [R(int) = 0.0330]

99.8 %

Semi-empirical from equivalents

0.9485 and 0.8948

Full-matrix least-squares on F2

4298 /180 /302

1.040

R1=0.0473, wR2 =0.1277

R1=0.0710, wR2 = 0.1461

n/a

0.253 and -0.175 e.A 3
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Crystal data and structure refinement for 7y (the thermal ellipsoid was drawn at the 50% probability

level)

Identification code
Empirical formula

Formula weight
Temperature

Wavelength

Crystal system, Space group

Unit cell dimensions

Volume

Z, Density (calculated)
Absorption coefficient

F(000)

Crystal size

Theta range for data collection
Index ranges

Reflections collected
Independent reflections
Completeness to theta = 25.242°
Absorption correction

Max. and min. transmission
Refinement method

Data / restraints / parameters
Goodness-of-fit on F2

Final R indices [1>2sigma(l)]
R indices (all data)

Extinction coefficient

Largest diff. peak and hole

™ PLATON-Jul 22 1D:4B8:42 2016 - (7031

P 21/n R =0.05 RES= 0 -1B X

twinb

C24 H22 O4

374.41

296(2) K

0.71073 A

Monoclinic, P 21/n

a=11.5472(5) A a=90°
b = 9.5808(3) A B=95.831(2)°.
¢ =17.8875(7) A vy =90°,
1968.68(13) A 3

4, 1.263 Mg/m?3

0.085 mm-!

792

0.20 x 0.15 x 0.12 mm3

2.010 to 26.422°.

-14<=h<=14, 0<=k<=11, 0<=I<=22
4099

4099 [R(int) = 0.0387]

99.9 %

Semi-empirical from equivalents
0.9485 and 0.7768

Full-matrix least-squares on F2

4099 /0/ 256

1.082

R1=0.0547, wR2 = 0.1499
R1=0.0882, wR2 = 0.1806

n/a

0.247 and -0.242 e.A 3
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Crystal data and structure refinement for 9a (the thermal ellipsoid was drawn at the 50% probability

level)

Identification code
Empirical formula

Formula weight
Temperature

Wavelength

Crystal system, Space group

Unit cell dimensions

Volume

Z, Density (calculated)
Absorption coefficient

F(000)

Crystal size

Theta range for data collection
Index ranges

Reflections collected
Independent reflections
Completeness to theta = 25.242°
Absorption correction

Max. and min. transmission
Refinement method

Data / restraints / parameters
Goodness-of-fit on F2

Final R indices [1>2sigma(l)]
R indices (all data)

Extinction coefficient

Largest diff. peak and hole

™ PLATON-Jul 22 10:51:22 2016 -

48 150708Lt_OP 21/n

150708It_ Om_a

C12 H14 N2 O3
234.25

100(2) K

0.71073 A

Monoclinic, P 21/n
a=15.2093(9) A

b = 4.0297(2) A
c=18.2902(11) A
1120.99(11) A 3

4, 1.388 Mg/m?3

0.101 mm-!

496

0.20 x 0.08 x 0.08 mm3
1.740 to 26.321°.
-18<=h<=18, -4<=k<=5, -22<=|<=22
9387

2258 [R(int) = 0.0243]

99.9 %

o= 90°,
B=90.067(3)°.
v = 90°.

Semi-empirical from equivalents
0.9485 and 0.8866

Full-matrix least-squares on F2
2258/0/157

1.098

R1=0.0491, wR2 = 0.1559
R1=0.0662, wR2 =0.1878

n/a

0.378 and -0.465 e.A 3
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