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1. 'H- and '*C-NMR spectra of compounds 8-29.

968¢€ °
9669 °
veLL:

- %dv.P °

= Ta v

1zlé
8lce
61ce”
€8€€°
v9G¢€
8€LE
18lv
€G2S
L2vS
v09S

1608~
6808 "
1688~
1068 °
9906 °
GLl6"

L€€8 "
€668 "

810L°

/180G °

®Omon o

7=
€

™

608C L1

/I

- T:.N\m

Fsev| e
= M| ®

6.0

T
5

6.

1L
I3

[

7.

T
5

7.

== ksso

T
o

8.

T
5

8.

— Fr670

T
0

9.

£1 (ppm)

"H-NMR (400 MHz) spectrum of compound 8 in DMSO-d,

S2



~ ~ (=2 ~ o o~ O (=]

. o . . R . uw — = O™
o~ ~0 nw <t o ——— (=] o — ~0 N ~—
- - = — — ——— — D wn o oo

N | kN N A 4
|
| ! 1 1 | |
| | J
] 000 | S ol J S ¢
T T T T T T T T 4 T T T T T T T T T 4 T
180 180 170 160 150 140 130 120 110 100 90 20 0 a0 50 40 20 20
£1 (ppm)

BC-NMR (100 MHz) spectrum of compound 8 in DMSO-d;

S3



thN.F4/|\|A1\|!\\I\\!l\!

8CE€C L [
momN.rk\

9660 °
LLV)
6GEL
ovslL”
LGEE "
rse”
AV
V€05 *
€1es T
[4.0

Ay~

MO OHOOHOOH®OOMONH OO

1828 9
9€€e8 .o/
€668 9
8v06 9
6026 9
926 9

omeAnuv
99v8 "L

0969 '8

oglL oL —

8L0V LI T

ﬁ
g2

wcw.m
6l
ig:: )

— 960

£1 (ppm)

"H-NMR (400 MHz) spectrum of compound 9 in DMSO-d,

S4



) ® om © o - o~ © ° «~
I < o~ © o © <+ o = . . 1o}
o 0 0 v < ™ - - - o O O 0 .
- - - - - - - - < ™ ©

! ! | |

| T s N I N | u
T T T T T T T T T T T T T T T T T T T
190 180 170 160 150 140 13| 120 110 100 90 80 [70 60 50 40 30 20 10

£1 (ppm)

BC-NMR (100 MHz) spectrum of compound 9 in DMSO-d,

S5




181T°1
696 ,_‘M\m|
065¢ 'L

¥005 2—
Leol e
Lozl e
€8E1E
€951 ¢~
09€€ €F
LESEE
CHE'E
8/1G°¢
96€G €
PESS €

6599
6089 9
PELL9
0L£L79

€509 8—

8691 01—

SLvELL—

Il

= 9r

=S €

R
=017

700 ¢

=00}
=601

Foo't

T
6.0
£1 (ppm)

"H-NMR (400 MHz) spectrum of compound 10 in DMSO-dg

5.5

6.5

S6



0 n o — (o BNTe] — ) O o
. . . . Rl . 0o - o
Lagd <t 00 00 >y ~— M~ o~ (=] ey - - w
o~ ~0 W 1 < <t ——— ey (=] 0 0 0 o0 .
— —_—— — —_——— — < < o~ — o
| {5 11 et B N |
|
| 1 o I | : |
1 i 50 L . 1 L
T T ¥ T T T T T T T T T T T T T T
190 180 170 160 150 140 130 120 110 100 a0 20 70 a0 50
£1 (ppm)

I3C-NMR (100 MHz) spectrum of compound 10 in DMSO-d

S7



G805 T

GE06 ¢ —
90vE €
965€ '€
820y ,m%
Lity e
G655 €
12/G°E
8765 '€

6149 9~
8Ll 97

0F19 8—

1680 01—

wreLl—

1

Frol
Fo0-t

Fiet

Fely
N

5.5

6.0
£1 (ppm)

"H-NMR (400 MHz) spectrum of compound 11 in DMSO-dg

—
=
(=]

6.5

1.5 110 10.5 10.0

12.0

S8



~ n o~ ~ 0 —um (=]
% ; 4 . E % <o [3¢] noNo
o < o o 0 o= Nl o e 4 4 1
o B i < = _— O S o — o] o — 00
- _ - — — - - — 0w © oo —
I N [ U | | Ner | SN S
| |
. 1 y
T T T T T T T T T T T T ¥ T T T T T T
180 180 170 160 150 140 130 120 110 100 =l 20 7O 60 50 40 20 20

£1 (ppm)

I3C-NMR (100 MHz) spectrum of compound 11 in DMSO-d

S9



colsc—

€01 °¢
€eoV '€
Liev e

Lovy '€
ov.S '€
€€65 .m%
SL9e—
veL e
199L .m\
1961 °¢
6EV6 '€
v9L6 €

9199
V9.9 9
8CLL9
c9LL9 N.

2619 '8

288L°0L

9eve LI T

Wwo.—
Wo_..v

60 '
Fes
sy

£1 (ppm)

"H-NMR (400 MHz) spectrum of compound 12 in DMSO-dg

S10



~o [T~ AR o~ o —w @ =)
3 3 5 | BE = : o~ o~ — o o
) =t coco o= ~Noooos [=3 5 e 3 ,
o~ O W < = — (=) S o3 ——— ~0 o<}
- - - - — —_—— = —_ < 0w © —
| I N [ N | S |
| H
T T T T T T T T T T T T T T T T T T
190 180 170 160 150 140 130 120 110 100 L 20 0 a0 50 40 20 20

£1 (ppm)

I3C-NMR (100 MHz) spectrum of compound 12 in DMSO-d

S11



FFS7 L
gL
FRLL L
arse L
ShLa L
OGS |
05as L
P0G E

Fhis D
SE9F ET

PLREET

LG9S
oL
Pyl
FROL
LT
0gLL

O D O D D
e

E&0% B

GOEL 0L

POEE LT

Hmc 3
T

9
=t
R

ot

£1 ippm’

'H-NMR (400 MHz) spectrum of compound 13 in DMSO-d,

S12



—193. 6

F{_-ﬂ — ua -ﬂ — - -

—_ = W
IE8 2= =% = =i G
I =l I 1 i | | | ]

Nl

—~18.0

T T T
160 150 (11] 130 120 thi) 100 L) & 0
) {ppad

I3C-NMR (100 MHz) spectrum of compound 13 in DMSO-d,

S13

Ele)

0



OS6E
EEEW
EFPr
Lrar
4919
gi04
a5Ed

a&ar T

LEEY
0214

MEL T

EFP4
aFFT
LBGE
SIFE
LFAE
LEGF
a:ev
LGS
LS
LEAS

&P
ErLY
LTl
EA¥S]

Zrnn

3

.

g

I
J

z B0 L

:

z s

£ &0

i 1z

£ o

£ 0z

£

E

E

E

£

E

o {

EZED 'O1 —

BSSE LT

¥06 0
“u.?”_

T
1.0

T
4.0

3

T
3a

T T T
a3 a0 3.3
£1 {ppa?

@

T
8.5

T
8.2

T
P a 3

2

3

'H-NMR (400 MHz) spectrum of compound 14 in DMSO-d,

S14



— o <t 0 ~ o oo o 7>
% : 9 4 o« 0o o ™ <t [Ts]
b ] w0 oo ~No o o : 3 % 3 ,
o O D0 < = —_—— = S [Te] o — ~0 O =] o0
- _——— - — - - — ~o 0w R ~ —
I =\ (I et N N |
1 |
| i - il | ! | “ il ‘ ]
I sl 8 D I— l | 1
T T T T T T T T T . T T T ¥ T T T T T T T
190 180 170 160 150 140 130 120 110 100 90 20 70 60 50 40 30 20 10
£1 (ppm)

I3C-NMR (100 MHz) spectrum of compound 14 in DMSO-d

S15



9909 ¢—

0951 €—

9658 '€
7168°¢

9926 '€~ ===
86v6°8 77

80¥0 v

S0IZ %

80€Z 't

G508 9~
£1z6°9—

600 6—

e

Feo

EFoes

66
=10°

- L6

ﬁ,‘
Hooo

11, 11.0 0.5 10.

12.

"H-NMR (400 MHz) spectrum of compound 15 in trifluoroacetic acid-d

S16



= < || e o o~ o b fejen <
3 s s oot 5 ) ] s 2 o—co = 7o)
~ =t || @ o 3 0 1 {0 e — . & 4 3
o =3 Ers] < — 1 - 1= H—=c o ~o
- — || = - - e — DWW < —
I It [ AT NSNS
|
I 1
o | | |
| |
| 1
" » L il " | ’ ' .
T T T T T T T T T 5 T T T 1 T T T T T T T T
200 190 180 170 160 150 140 130 120 110 100 90 20 0 a0 50 40 20 20 10

£1 (ppm)

13C-NMR (100 MHz) spectrum of compound 15 in trifluoroacetic acid-d

S17



PLT9 8—

GP69 01—

09 "Ll —

1670

"H-NMR (400 MHz) spectrum of compound 16 in DMSO-dg

S18



~ 0O m O ™M~ o~ ~ N O OV o ~—

. N S N 0 O < ~—
o O 0 v < < < ~N - - - o — O |0 0 0
- - - - - - e - v o~ ™ et

[N /NN NN/ |1
| |
|
|
| |
] ' |
n ‘J AU
1‘90 1‘80 ILI(J 1‘60 1‘50 1‘/10 1‘30 1‘20 ‘0 lbO E‘)O 8‘0 7‘0 éO 5‘0 0 1;0 é() 1‘0
1 (ppm)

BC-NMR (150 MHz) spectrum of compound 16 in DMSO-d;

S19



4494
0z19
[401 7
[JAZA
8G9/
€166
6200
L€10
6022
18€C
99s¢C

7109 "
G909
SLL
181l
§9¢6
GGv6
8156
€.86
600
vE0
£€V.0
G260
veLl
0LEL

0vS *

Bmmo oSN

NNNNNNOO O

le=—

NN

O 0

1

0
e

/s

i

T T

e

S o«

N o
T

T

3.0 2.8 2.6 2.4 2.2

Feer
bz

T T T T T T T
4.4 4.2 4.0 3. 3.

T

T

.0 4.8 4.6

T

4 6.

T

T

8 6.6 6.

Foo-1
Feo-

T

~
T T

T T T T T

T

%do.—

T

T

3.6 3.4 2

8

2 6.0

8.8 8.6 8.4 8.2 8.0 7.8 7.6 7.4 7.2 7.0 6.

£1 (ppm)

'"H-NMR (400 MHz) spectrum of compound 17 in DMSO-dg

S20



08—

66—
95—

66—
8601
7611
w,mzw
RCIT
087
14 ,&%
) ,Nm_\
gpzl

168~
£l
S ppL
L€k,
L 9G
08517
0°6c1’.
NI

7961—

100 90 B0

110
£1 (ppm)

I3C-NMR (100 MHz) spectrum of compound 17 in DMSO-d,

120

130

210 200 130 180

220

S21



STL6|I—

OLLE T~
FLOF T~
LA

1605 £
829 t—

SEFH £
9566 £

// IS

ETFG 9—
&L0L 9—

0LLg g

S F

_J

g

ald

ﬁrﬁ-.m.
N
92 -

-12°8)

oL gL

£l {ppm}

'H-NMR (400 MHz) spectrum of compound 18 in D,O

S22



gL —

gz —
7z —

98 —

05—

‘90 —

G, —

F

‘001 —

0

601 —

G

1 (gpm)

it

™ g

34

4

8GN\

e

‘851

oL

691 —

e6L

I3C-NMR (100 MHz) spectrum of compound 18 in DMSO-d

S23



&v0S 'L
002s 1=
0819 °1-¢
92€9 'l
8619 °|
0659 '}
L9l

9Ly)
o_ov._ww

Lesy ¢

1598 °C
mmmm.mww
6168°C

8C80 v—

Yh8Y 9~
6906 9~

7685 I
7165t

ey 8—

Fooz
Cl6g

—L67C

Fe8°e

=671

Fi60

Fi670

=660

£1 (ppm)

'"H-NMR (400 MHz) spectrum of compound 19 in DMSO-dg

S24



=) -— ~r~ o — ~ o w0
s % : R % ™o~ — o~
b [ o =] ~ o ~oeds s R ) A
o ~ D W <~ @ —_——0 O o — o o
- — - — —_ ———— 0w I B R ]
I [ I <SS e I NS
1
| 1
T | l ’
T T T T T T T T T o T T T T Ly T T T T T T
200 190 180 170 160 150 140 130 120 110 100 90 a0 70 a0 50 40 20 20
£1 (ppm)

BC-NMR (125 MHz) spectrum of compound 19 in DMSO-d;

S25



€28l
§00Z 1
S8z

vegy ¢

1626 .N/
CEP6 T
£196°C
¥6L6'T

0zSL v—

¥Z0r 9~
Sy 97

026t I~
gris L7

168€ '8—

~-

F009

=10°¢r

Fiesl

Feb')

F860

FG0l

=960

4.0

4.5
£1 (ppm)

"H-NMR (400 MHz) spectrum of compound 20 in DMSO-dg

S26



o -— oo < ) < o<t -
5] [7s) o = ~ o oo — o= B e = o]
& ~ Rt < @ - S o ~ = 3
- — - - - s -——= - < 5 o
| i | | | I fNA Nie
|
I |
! | [ ! i ! 1! || l
L b Lol L A ey ] I
T T T T T T ¥ T L T T T T T T T T T T T T T
200 180 180 170 160 150 140 130 120 110 100 a0 20 70 a0 50 40 20 20 10

£1 (ppm)

I3C-NMR (100 MHz) spectrum of compound 20 in DMSO-d

S27



(219

£€8C 9—

GELE B—

-—

—

Fo09

FoLg

——
o~
[=}
~
T

Feoz

5.0
£1 (ppm)

"H-NMR (400 MHz) spectrum of compound 21 in DMSO-dg

Foo't

F86°0

4.0

4.5

5.5

S28



o el oo ~ o ~ @ ™0
4 4 : 7 S o™= — o
@ uwy o~ oo « o o~ o~ 0 - - - =+
o ~ w =5 = — =R =Rl ~ 0o [=] ~ .
- - - — - _—— < <t 12 — o~
I VY (. O NG I
1
|
1
T T T T T T T T T T T T T T T T T T T T T
200 180 180 170 160 150 140 130 120 110 100 a0 20 70 a0 50 40 20 20 10
£1 (ppm)

BC-NMR (125 MHz) spectrum of compound 21 in DMSO-d;

S29



Glev 'l

6£06°1
I O
Lor9 1 ~=
50991

ez
ez 0o
86882

968 _Nw SR
9806 '

50— —_
055€ 9— —
£266 '8— —

s Bz
& =60y

‘l EL0E

=L0°¢r

—=— Fose

s 11 5]

T

5.0
£1 (ppm)

"H-NMR (400 MHz) spectrum of compound 22 in DMSO-dg

= Ei0’]

‘// Foo-l

4.5

5

S30



—193.9

w0 @ ~ o o o o~ oo
s . . i o~ — M~—o
] o s o o ] — oo e e
~ n <~ ™ — —oo o — S i
— - — — -— —_—— 0w M NN

\ [ | 0N N | I

T
180

T T T T T T T T ¥ T
180 170 180 150 140 130 120 110 100 90 20 T a0 50 40 20 20 10
£1 (ppm)

BC-NMR (125 MHz) spectrum of compound 22 in DMSO-d;

S31



829 T
Rg_» Feeee—
ey T —
1865 T

8009 €

7hlg g —————y
8129 ¢

££98 £— e
199 9— —
661G '8— .

Fooy

Foz

20t

%mo,_

5ub
£1 (ppm)

'"H-NMR (400 MHz) spectrum of compound 23 in DMSO-dg

5.0

0

S32



el o~ o — ~ o o0 @ 0
4 N S s © <t ™ — o
=t [Te} 0 O < o VW o W B . 3
o e} re ] < = —_— O S [Te) o — =1 ~
- — - - - —_— = - < w0 & —
I I I [ N/ [ L4
l l | |
| | L1 | -
| [ | ! !
| L1 [ | S |
T
T T T T T T T T T T T T T z T x T T T T
190 180 170 180 150 140 130 120 110 100 90 20 T a0 50 40 20 20
£1 (ppm)

3C-NMR (100 MHz) spectrum of compound 23 in DMSO-d;

S33



069v "L —
€GGG °
9SGL L —
10€6 L =
8€96 L

G80C ¢ ™
€cee Tt

89267\
2656 77
£686 .NW
geLl e

1898 €T
z96¢ .m\
9289 '€
zste”
0sl6c”
£Y0L v 7
viLL Y !

LEL9 9

L€0E '8

J

Fes0 ¢

Fooy|

1 (ppm)

"H-NMR (500 MHz) spectrum of compound 24 in D,0 and CF;COOD

S34



) NP ™ O N o™ o
. N - . Rt} o~ 0 ©
o ™ o 0 eIk N <o o L . . .
[N 0 b v < - - < ] (e - N S ®© © ~
- -+ - - [ - - - - o | o< [N -~
Vil \ Vo ! I SV [
|
|
| |
|
|
il 1 " [ i & A o " I o i vy

. g " ‘ ’ hoafi (n

210 200 150 180 170 60 150 140 50 20 110 100 90 do 10 o 20 o 3o Jo
1 (ppm)

BBC-NMR (125 MHz) spectrum of compound 24 in D,0 and CF;COOD

S35



Seve )
wse L
9€87 'l
6Cig’l
bLEEL
0L¥E ")
LIPS L
[4: 170
964171

L99€ T —
666V ‘T

9
8219 —
€204 T

¥L51°¢
8981 .mM eme——
G8ST €T =
Ommm.m\\

€620 v— ———

6248 9— —

STIb8— —

. Feso

£1 (ppm)

"H-NMR (400 MHz) spectrum of compound 25 in DMSO-dg

S36



o ~NN N[~ - ¥ N -
. . L . - © ~ o g <
N < (@ oo o o I~ [ N . .
o B R AR - ¥ [ o < <t [ o < IN ©
I - Al ~| | [~ ~ - + |- - ~ 0 |19 ™ Y -
|
| |
! | 1l | 1
aalun L |
A l
T T T - T T T T T T T T T T T T T T
200 160 150 140 30 140 1o 100| 90 80 7 60 50| 40 30 20 10

"1 |[(ppp)

BBC-NMR (125 MHz) spectrum of compound 25 in D,0 and CF;COOD

S37



|Z6C T~ R gL gl o
019 7 === 8z

2980 §— —_ FolL g
0189 £~ A
vP9L _m\/ HA To i

vaz9 h— —_ = Ei0Y i
1096 9~ = — Tooile
9918 §— - —= oo _

1 {ppm}

'"H-NMR (400 MHz) spectrum of compound 26 in D,O

S38



(s <|wn|o O — 0 ~— O~
o~ ™M™ OO0 ~ v ~Nonooo | s e e . .
o Relprelite} ~ < - O O W 0N o ~
- - == = — - - DO T Y -
I Vol /N ~ e~
|
|
| Ll | Ll | J ) b ol
w U T .‘um]x“ 0L 0000 A A .?..‘.m..h.m L A [T
| | |
[ ‘ ‘
zbo 1‘90 1‘80 ILU 1‘ 0 1‘- 0 1?/\ 1‘30 1‘20 1‘10 1b() E‘)O 8‘0 7‘0 éU ‘ %() /h) 1;0 2‘0 1‘0
1 (pgm)

IBC-NMR (125 MHz) spectrum of compound 26 in D,O

S39



szt o
avss 7/

8L i~

el g ——

9046 €— =

88499
£6417°9
YE6L 9
GHg 9=

60E6 9~ —

516697

41NN 58

eIz LT
GEET .n\.

0Z€s 38—

Fie1

Foo't

T

5.0

5.5

0

£1 (ppm)

"H-NMR (400 MHz) spectrum of compound 27 in DMSO-dg

S40



7Y © o —-0 ~ — o NOWO N W
5 s i 3 o] w o — o
~ wn [eagvol=] :rr (=] o~ oY WwW o W s - k
o 0 D 1O D ~ ~ —_——— O O —— =1 ~
- — —_—— - - — —_——— o - 0w 3] -
| N (. =L NS/
I |
P! | |
| | P | ! | [ | | |\ I
1 I 1 I I L1 | i
T T T T T T T T T T T T y T g T T T T T T
200 190 180 170 160 150 140 130 120 110 100 a0 20 0 a0 50 40 20 20
£1 (ppm)

I3C-NMR (100 MHz) spectrum of compound 27 in DMSO-d;

S41



Le8y ¢~
¥196 T

la0g T— T—————

€840 €—

€886 € —

§10. 9—
185669
8246 9L
9266 9%
co10 L
1820 "
£050 2
1ot
1940°L
1860 L
LIO0LL
L
08z L
g
i

L9E1
¥LSL

£6v5 8—

=g

—
B

LS

i

=0 'tk
=g

Fuy

Foo v

ozt

T
5.5
£1 (ppm)

Fog o

%ma,m-

Feeo

0

"H-NMR (400 MHz) spectrum of compound 28 in DMSO-dg

S42



OO OO M~ <<t < MM NN~ MO0 o

&
o Gl g Oo ool Ft oo ooo < oo
& L o5 b el LB S A ke B53
| (R NS e lmm——— NS

30.8

18.6

T T T T T T T T T T T T T T T
200 190 180 170 180 150 140 130 120 110 100 90 20 0 60 50 40

£1 (ppm)

I3C-NMR (100 MHz) spectrum of compound 28 in chloroform-d

S43



TN
618" 1~
1616
689077
5Ly Ty
6825 Tk —
18557
opIS T

925 °¢
4650 g~
9289 '~
998 't
9¢v8 ¢/

om_o.v
ommo_w
LLE9 Y
8159 ¥

9012 79—

£EEG 8—

|

Ey6°0

960

Fi6°0

T

4.5

5.0

5.5

£1 (ppm)

"H-NMR (400 MHz) spectrum of compound 29 in DMSO-dg

S44



o ) < bt ~ g [SI ) <
: . ! . - . o w© o < ~ @ ~
o g < g ~ o Nwo o L. . .
o ~ O g M < - - o 0 o < 0 — 0 ~
- - - dH - < - - ~ 0 W < < ™ -
/ \ | [« I | I

o
oc
S
~
°
2
o]
S
&,
S
5
o

T T T T T
200 190 180 1ro : 150 110 130 12 110 100
1| (ppn)

IBC-NMR (125 MHz) spectrum of compound 29 in D,O

S45



2. ESI-HRMS spectra of compounds 8-29.
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CMB-A3#842 RT: 259 AV:1 NL:2.69E9
T: FTMS + ¢ ESI Full ms [100.0000-1000.0000]
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20 #738 RT:2.74 AV:1 NL: 557E7
T: FTMS + ¢ ESIFull ms [100.00-1000.00]
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19#667 RT:247 AV:1 NL: 8.67E7
T: FTMS + ¢ ESIFull ms [100.00-1000.00]
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ESI-HRMS spectrum of compound 12
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CMB-A20 #791 RT: 245 AV:1 NL: 1.17E9
T: FTMS + ¢ ESI Full ms [100.0000-1000.0000]

100 332.14893
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ESI-HRMS spectrum of compound 13
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CMB-A21#842 RT: 253 AV:1 NL: 1.50E9
T: FTMS + ¢ ESI Full ms [100.0000-1000.0000]
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ESI-HRMS spectrum of compound 14
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CMB-A6 #787 RT:2.34 AV:1 NL: 1.51E9
T: FTMS + ¢ ESI Full ms [100.0000-1000.0000]
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ESI-HRMS spectrum of compound 15
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CMB-A15#1098 RT: 3.20 AV: 1 NL: 6.83E8
T: FTMS + ¢ ESI Full ms [100.0000-1000.0000]
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ESI-HRMS spectrum of compound 16

S54



CMB-A10-2#1224 RT:3.27 AV:1 NL:6.76E8
T: FTMS + ¢ ESI Full ms [100.0000-1000.0000]
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ESI-HRMS spectrum of compound 17
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CMB-A13_190328211107 #843 RT: 244 AV:1 NL:5.13E8
T: FTMS + ¢ ESI Full ms [100.0000-1000.0000]
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EMB-CB-15_190328174014834 RT:2.56 AV:1 NL:1.88E2
T. FTMS + ¢ ESI Full gas.[100.0000-1000.0000]
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ESI-HRMS spectrum of compound 19
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CMB-C8-16_190329174847 #765 RT: 241 AV:1 NL: 2.39E9
T: FTMS + ¢ ESI Full ms [100.0000-1000.0000]
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CMB-C8-9_190328213646 #804 RT: 245 AV:1 NL: 3.94E8
T: FTMS + ¢ ESI Full ms [100.0000-1000.0000]
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ESI-HRMS spectrum of compound 21
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CMB-C8-2_190329173142 #863 RT: 2.65 AV:1 NL: 1.27E9
T: FTMS + ¢ ESI Full ms [100.0000-1000.0000]
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ESI-HRMS spectrum of compound 22
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CMB-C8-1_190328211942 #861 RT: 2.50 AV: 1 NL: 1.74E9
T: FTMS + ¢ ESI Full ms [100.0000-1000.0000]
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CMB-C8-6_190328222805 #845 RT: 2.57 AV:1 NL: 2.11E8
T: FTMS + ¢ ESI Full ms [100.0000-1000.0000]
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CMB-C8-4_190328214519 #804 RT: 246 AV:1 NL: 8.37E8
T: FTMS + ¢ ESI Full ms [100.0000-1000.0000]
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CMB-C8-17_190328221931 #779 RT: 2.39 AV:1 NL: 1.59E9
T: FTMS + ¢ ESI Full ms [100.0000-1000.0000]
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ESI-HRMS spectrum of compound 26
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CMB-C8-18_190329180553 #960 RT: 3.12 AV: 1 NL: 5.76E8
T: FTMS + ¢ ESI Full ms [100.0000-1000.0000]
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CMB-C8-10_190329181426 #1008 RT: 3.27 AV: 1 NL: 1.58E8
T: FTMS + ¢ ESI Full ms [100.0000-1000.0000]
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CMB-C8-8_190329175720 #758 RT: 246 AV:1 NL: 6.19E8
T: FTMS + ¢ ESI Full ms [100.0000-1000.0000]
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Figure S76. ESI-HRMS spectrum of compound 29
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3. Cartesian coordinates of compounds 6, 30-33.
1) Compound 6 under neutral conditions

esijasiiasiicsiiasfianiiasiiss oMo NONONONONONONONONONONONONP!

2) Compound 6 under acidic conditions

eoRsBoNoNoNoNoNoNoNoNoNoNoNONONON®

2.99045523
3.34159626
2.35909420
1.02748010
0.64548606
1.66157913
0.08370803
-1.30251407
-1.70834110
-0.74348504
-1.99419011
4.62785935
-3.16008621
-3.53314925
-4.03500927
3.76850728
2.63117222
1.38504710
-1.03231807
5.22316139
-4.61933033
-3.13609922
-3.14777622

-3.05553722
-3.35357524
-2.33052617
-1.01694507
-0.68447805
-1.74405913
-0.03053800
1.30740409
1.68658912
0.69554705
2.07524015
-4.66266534
3.13323622
3.59022026
2.92857321
4.65438234
4.02144429

1.36371915
-0.00273095
-0.99348503
-0.60737501

0.74836609

1.72662616
-1.58381509
-1.34227807

0.06830102
1.04039910
-2.32506015
-0.41385197
0.42152804
1.89560614
-0.42428403

2.11815420
-2.04041510

2.77444524

2.08417417
0.34639108
1.96599215
2.38402218
2.43126618

1.31779510
-0.05582900
-1.00166007
-0.55593104

0.80427006

1.73500013
-1.49980711
-1.19196209

0.21503202

1.15226408

-2.14273516
-0.39254803

0.56825304

1.78323213

2.58293519

1.97940014
-0.40549703

-0.00530994
-0.00444494
-0.00028794

0.00310806
0.00171106
-0.00247494
0.00850206
0.01217506
0.00184106
0.00143306
0.02682906
-0.00738694
-0.01264094
0.03198906
-0.06087295
-0.00846494
0.00065606

-0.00367394
-0.00267794
-0.00979294

0.03895306
0.92555512
-0.83971601

-0.09458001
0.01599400
0.07820001
0.03115700

-0.07260901

-0.13889801
0.07844101
0.03989900
-0.00985500

-0.09909401

0.04091300
0.05506500
0.02254200
0.36101203
0.65720505
0.34444802
-0.32981202
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anjijasianfiianiiasfian

3.55553226
-3.87400028
-2.53655018
-1.51260411

0.95397507
-4.76441734

3) Compound 30

ocrxroxraoxraoaooxraoaoaoxTaonxTa

4) Compound 31

OD-oaoacoxxaonoaomaoama

-1.26435809
2.02452414

-2.06211315
2.79038520
2.20034616

-1.34918810

-2.35700000
-3.31000000
-2.30300000
-1.08300000
-1.04200000
0.08800000
0.06300000
-1.17000000
-1.22300000
1.30900000
2.52600000
2.47500000
3.43000000
1.32200000
1.30900000
-3.44200000
-4.22200000
3.59800000

3.25200000
2.41700000
3.29400000
4.36400000
4.39700000
5.39800000
5.39000000
4.30000000
4.24500000
6.45900000
7.53200000
7.51100000
8.37200000
6.51400000

-0.29666102
-0.14176601
0.15801901
-0.22101202
-0.19516401
0.13547801

0.66900000
1.19500000
-0.72500000
-1.39100000
-2.47700000
-0.63800000
0.75600000
1.41000000
2.49800000
-1.34000000
-0.66700000
0.80500000
1.31800000
1.48200000
2.56700000
-1.47900000
-0.88000000
-1.27100000

-6.03500000
-5.62100000
-7.38600000
-7.90500000
-8.95900000
-7.04900000
-5.69100000
-5.19100000
-4.13800000
-7.62300000
-6.85400000
-5.42500000
-4.86300000
-4.84600000
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0.04300000
0.05400000
0.05000000
0.03700000
0.04200000
0.01700000
0.01000000
0.02400000
0.01900000
0.00500000
-0.01500000
-0.02200000
-0.03800000
-0.01000000
-0.01600000
0.06900000
0.07700000
-0.02600000

-1.11200000
-1.67300000
-0.77500000
-0.05900000
0.20400000
0.31900000
-0.00100000
-0.72500000
-0.99900000
1.04300000
1.46200000
1.11800000
1.46700000
0.42900000
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5) Compound 32

esiisiiasloN--NolNoNoN--NoNoNoR--NoNoNoN--NoN:-NoNe@

6) Compound 33

SHON="Ne!

8.46700000
2.29100000
1.60700000
6.65500000
6.15000000
5.64700000
6.28400000
5.88900000
6.92400000
7.02900000
7.43100000
7.93000000
7.29800000
7.69600000

4.78300000
4.80800000
3.89100000
6.03400000
6.07200000
7.21000000
7.20400000
5.96300000
5.89400000
8.41200000
9.63700000
9.61700000
10.59300000
8.48800000
10.69500000
3.60300000
2.86000000
8.52200000
9.54600000
7.97800000
8.07600000

4.75200000
3.81000000
4.73000000
5.93900000

-7.34500000
-8.23900000
-7.73800000
-3.40000000
-2.46700000
-2.79900000
-1.09900000
-0.37800000
-0.65700000
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-1.23400000
-2.94900000
-3.66000000

-5.38200000
-6.77400000
-7.35500000
-7.43200000
-8.51900000
-6.68400000
-5.28800000
-4.64000000
-3.55500000
-7.41600000
-6.77500000
-5.30400000
-4.83500000
-4.58000000
-7.40300000
-4.69500000
-5.33700000
-3.07900000
-2.69600000
-2.70400000
-2.65400000

-5.29600000
-4.76800000
-6.68200000
-7.35400000
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2.09700000
-1.13600000
-1.63400000

0.17100000

1.08600000

1.99300000

0.84000000

1.55300000
-0.31700000
-0.50700000
-1.23200000
-2.13500000
-0.99000000
-1.71200000

-0.11000000
-0.14800000
-0.21500000
-0.09900000
-0.12800000
-0.01300000
0.02600000
-0.02400000
0.00300000
0.03200000
0.11800000
0.15900000
0.22600000
0.11700000
0.15900000
-0.15500000
-0.21400000
0.16100000
0.22800000
1.03500000
-0.74400000

-0.24700000
-0.39700000
-0.06100000

0.10500000
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5.95800000
7.13900000
7.19600000
5.96600000
8.30100000
9.55700000
9.61400000
10.61400000
8.53000000
10.57700000
8.69300000
8.17300000
9.74500000
8.31900000
5.91900000
4.98600000
3.43400000
2.61500000
3.49000000
3.19700000

-8.43500000
-6.63600000
-5.24600000
-4.59000000
-7.41400000
-6.83800000
-5.38100000
-4.96100000
-4.60900000
-7.50800000
-3.12500000
-2.58200000
-2.82200000
-2.79800000
-3.23100000
-2.94200000
-7.43800000
-6.82900000
-8.34400000
-7.72000000
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0.23300000
0.10700000
-0.06100000
-0.24200000
0.29100000
0.31600000
0.14300000
0.16900000
-0.03500000
0.47500000
-0.20300000
0.59300000
-0.15300000
-1.17800000
-0.42300000
-0.53200000
-0.10100000
0.29700000
0.51000000
-1.13200000



4. Sources of the reagents used in the synthesis process

Reagent Brand Catalogue number
Piperidine hydrochloride Aladdin P194173-10g
Diethylamine hydrochloride Alfa A13637
Morpholine hydrochloride ARK AK116221
4-Hydroxypiperidine Alfa B22723
4-Piperidinemethanol Innochem A37590
1-Methylpiperazine Innochem AS59775
1-Phenylpiperazine Innochem A61669
1-(2-Fluorophenyl)piperazine Aladdin F156585-5¢g
1-(2-Tetrahydrofuroyl)piperazine TCI T2617

S72



