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S3: HR-FAB-MS of 1
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S4: 'H NMR (600 Hz, CDCls) of 1
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511: HR-FAB-MS of 2
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S14: HMQC (CDCL) of 2

S N [P S S -'~*L~"—~L*»J»~LM___JHHJ\_ _‘.\_J""J Ww'“

n ,M\

RN
H . _— .
‘ 3 '
E. B B0t
; : 4 5778
, m'& e i
' D K
m—g ogga.§? S
) L 8
L [=]
a L s
(o S o
° s O - . .
8 Q e - .
. L o = ]
' '
®
[ N b
7 g 0
i F
- 4 2 B
T T T T T T T T T T T T T T T T T T T T T T
10.5 10.0 9.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0
f2 (ppm)

14

100
;110
;120
130
;140
150
;160
;170
;180
190
200
;210
220

f1 (ppm)



o A |~u — An__lL._'llJ-..L___J'L_JL*

[ SO | —
— i ? i
—3 " L
= .
— @ - @ (& @ t,
— 50 8 5 %o 8 & i -.@ ’ e
LA ]
— @ & 2 a0 o 0- 2,2 Qe
] 8 0 g
* 0D 4
E [’ o
§ 4
3 H
E e ® a
— o . . L]
= ' e ! o ty g L)
-1
a Ll
L]
— 9 L2
T T T T T T T T T T T T T T T T T T T T T T
10.5 10.0 9.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0
f2 (ppm)

S15: HMBC (CDCl) of 2

15

f1 (ppm)



F4

7

10

N ™
- - e
& -,
A-’r
ElE &
m - 8 g?'
N s =
o - =
s
& b 9
-3 o
£ a”
- | o %
=" 5
L L B L L B B B B B B L L B L B B L B L B L L B L I LN |
105 100 95 90 85 80 75 70 65 60 55 50 45 40 35 3.0 25 20 1.5 1.0 0.5 0.0
f2 (ppm)

S16: H 'H COSY (CDCls) of 2

16

f1 (ppm)



T |. T
i
] | |J |
| WAL |
s ool ﬂ | JJ ’ L 'u-ﬁj-ﬂj L/I M -
= o] S PPN S hLHL-vh\ i — T =
= s |
t
q (-\'_-\-—_
FE__-
—
=i Z
—
| i
3 }_
. ,;-
] =
|
|
= =7 g
g ] . |
= C
= -
5 -~
2 -
EE s
- _"""'I""""'I""'""I'""""I"""'"I""""'I""""'I""'""I""""'I""""'I.,'E'"""'I LA L L) LA Uil LA ) UL U LA
10.0 9.0 8.0 7.0 6.0 5.0 4.0 3.0 20 1.0 ol 02 04 06 08 1.0
X : parts per Million : 1H abundance
S17: NOESY (CDCL) of 2

17



5283584 124
198 — V

@ —
26
1 43
‘8
BE
56—
44 1298
38
] 41
26
] =295
. 686 a8
1@ R 267 .
253 i
~ 4
] - | 355 a1s 38 498 586 Gas 572
@ ald I R ||, 1 o0 o o e o b M Ui sttt o it ofpine il e .._..J__......_ |
1% 158 208 258 Iea 356 4836 458 SPe2 558 588 658 = 1] 754
me"z
518: FAB-MS of 3
TDate : 28-Jul-2018 17:31
Tnstrument: ™MS700I1>
Sample: ESS-21
Note: MStation
Tnlet: IDirect Ton Mode: FARB -
RIT: B.76 min Scan#F: 19
Eleomoents: € 150/0. HFH 250/0, € S50/0
™Mass Tolerance: Srmoarmua
TUnsaturation (UJ.S.)3: OO0 — 15.0
Obscerved s = In © % Err. [P | oorma]] TI.S. Composition
1 7O8B. 3090 1 00.00 —1.1 —0O.6 135 C36 FI47 IN 12 INa

S19: FAB-MS of 3
18



5
1.4
1.3

09£6°0 —=
LSP6°0
£996°0 =
L6660
weo'l
6250°1
9¢L0°
901
00Z1'T
T
661°1
8T€T1
LY8T1
W'l
2608'T
ShES'T
£05S°T
19951
PSSl
pS68'1
80191
(44031
6P’
ShSo'l
0£99'1
SL6Y'L
0zzLl
pESL'T
6918'
9Er8'T
£0L8'T
£668'1
W0h6°1
6LL6'
1100°Z 1

- €88
6VIL°0 ozt
179L°0 rol
STLL'O B 006
$88L'0 pee
9L08°0 ~ it
79680 % e S = (9%
91980 — e e mmw

M

/

/

Koz
291
e

f///

=9l

601

tady
psL

P

= ¥E0

=001

Fe60
¢80

115 110 105 100 95 90 85 80 75 7.0 6.5ﬂ<6.0) 5.5 50 45 40 35 30 25 2.0 15 10 05 00
ppm

120

$20: 'H NMR (600 Hz, CDCL) of 3



-0.40
-0.35
-0.30
0.25
-0.20
0.15
-0.10
-0.05
-0.00

1P
161
9E8T
b1
5581
10%6T

1672
@m.:w.
6612
phef
0552
BIHT
5562
5567
wie

87"
£
SE 105~

FEBET— —
7874 e -

Q001
LT
011
acd

9 HIZ— -

90 80 70 60 50 40 30 20 10

100
20

110
f1 (obom)

T T T T T T
190 180 170 160 150 140 130 120

200

T
10

S21: 13C NMR (600 Hz, CDCl) of 3



522: HMQC of 3

|l

| il
W N | J
| |! "t J YA, Wl '.
W, WV
NN FL_.-_nL_J'\JLn L._,___.u\_,l__‘-— ,_.\A_-alp_‘_)l_k,ll L R l——f\"’\_,_f-"_) .K”"g I
ESS-21 ¥ ! vy
ESS-21-HMQC , ;
1 o B0
LA
e 2 g
: o B
] ’
= [} @
¥ n &
o %o °
.0 o .
L] ° @
»
L]
' :
i Eii
i . Ha
T T T T T T T T T T T T T T T T T T T T
10.5 10.0 9.0 80 75 70 65 60 55 50 45 40 35 30 25 20 15 1.0 05 0.0
f2 (ppm)

21

fl (ppm)



ESS-21
ESS-21-HMBC ®

e . B3 (s
LY ) % o <
Q cﬁq .gé 0 | o
® 3
°Q @ ) ?

é ’ . ® . = o . ® . ", '

o s so | s oo o
w 0 © o ® Y w | O

g 0 0 . .

48 @° oé

E
= ©0

E 13

E o o

-4 [}

3 ]

9 ® o

20

- 40

60

- 80

100

120

- 140

160

180

200

9.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0 55 5.0 4.5 4.0 3.5 3.0 25 20 1.5 1.0 0.5 0.0
2 (ppm)

523: HMBC of 3

22

1 (ppm)



ESS-21
ESS-21-COSY

000
)
o §¢ 00 0y
PURE-Y < P

A
.QM ’ .
0 o Qe %‘Qw 0w @ ®

L 9 ' 8
- l.

™ g i
o0 90 -re@l‘ e
e ®
® 0

T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
9.0 8.5 8.0 75 7.0 6.5 6.0 5.5 5.0 4.5
2 (ppm)

524: 'H-"H COSY of 3

23

1 (ppm)



AEQQV 14

ESS-21-NOESY

ESS-21

_

2 (ppm)

525: NOESY of 3

24



