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Computational methods of ECD of compound 1

The CONFLEX™ ? searches based on molecular mechanics with MMFF94S force fields were
performed for (6R, 7R, 8R, 17R, 225)-1 and its enantiomer (6S, 7S, 8S, 17S, 22R)-1, which gave 8
stable conformers. Selected conformers of (6R, 7R, 8R, 17R, 225)-1 and (6S, 7S, 8S, 17S, 22R)-1
with the lowest energy were further optimized by the density functional theory method at the
B3LYP/6-31+G** level in Gaussian 03 program package,m which was further checked by frequency
calculation and resulted in no imaginary frequencies. The ECD of the conformer of 1 was then
calculated by the TDDFT method at the B3LYP6-31+G** level, and at the
B3LYP/6-311++G**//B3LYP/6-31+G** l|evels with the PCM model in methanol solution. The
calculated ECD curve was generated using SpecDis 1.51" with 6 = 0.16 ev, and UV shift -5 nm.
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Figure S1. B3LYP/6-31+G=** optimized lowest energy 3D conformer of 1
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Figure S2. The HR-ESIMS spectrum of neobraclactone A (1)
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Figure S3. The UV spectrum of neobraclactone A (1) in CH30H
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Figure S7. The expanded *H NMR spectrum of neobraclactone A (1) in CDCls
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Figure $9. The "H-"H COSY spectrum of neobraclactone A (1) in CDCl;



in CDC13

-3z

HSQC DETH-Y
201z-03-21

E = s 8 8 8 8 3 §
1 1 1 1 1 1 1 Wu [=1 [=1 [=1 [=1 [=] [=1 [=1 [=1 [=1 [=1 o E
J ! ! ! ! ! ! ! o =+ =) @ =) o = =] o o o
QW ! ! ! ! ! ! o - - - - - o o
! ! ! ! ! ! ! i l l l | l l l l ! ! |
I "u ||n ||||| ." ||||| ﬁ. ||||| “ ||||| |n ||||| L_'||||1. ...ﬂ-.III_III_III_III I _______r___T___ o=
— _ _ _ _ ! ! ! R A e s N
1 L] | | | | | | 0
1 1 1 1 1 1 1 e O | | | | | | | | |- |
||||| L el e e EE T St Lo ammem™ 1 g dee L _L___1___d___F
I T I I I I I (@] ] - | T | I ] ] ] ]
! PR ! ! ! ! —— - A S
| | | | | | | e [ | - | - - =1 ol | |
||||| e L e e EE R EE T e S S Fr—— T =t —— =t — A~ ———F———fF S ——t -t ——— ™
! [ ] ! ! ! ! ! — 1 1= & R 1 1 1 1 = |
= e ) N L T S R A
| | | | | | 1 - =1 | | I | ¥ I = I L
||||| Fo—mmdm————gm————p—mmm e ——— - ———— == 2 <L i nbuiuiul el bl Sl ety il it nheeienls thenbnlinds Selinlnte -l
! ! ! ! ! ! ! ) I I I I I I I I I I
I - 0 N TN S S TN O
1 I 1 | 1 | | =7~ = = === === -y T T~ =+
||||| o S i I = [ ol [ I l'm, | & | | - 1 I
Y I A I A R
||||| "|||| "|||||"u|||||"|||||"||||| "|||||"||I0. o -+ FA———=—F———Fa——+-———+4-——L
T 1 T “ 1 N = i P i b B |
- | | | 9, ! | | | 0 1 1 | | | 1 1 | 1 1
I I e I I I I Fr———T——— T —7—-———"————— % ———-r——-Tw-—F--—-F®
_ _ _ 4! _ _ _ o % _—rr T T T m S T T —F
||||| [—————=———-————[-——#--————q-————T——+ 4 =1| 1 I = L I I - I I b I
TN T IO R R O - TSN TR SO (S N O AU SN U
1 1 1 1 [T |l L L e [ IR IR
— _. L_ .__ __. “ 1. |_ __. - ©O —| 1 1 1= | T 1 1 1 1 1 =
- R it f——m-— b (e Pk TTe g I I I [ I I I I I
1 1 1 1 1 1 1 | | | | I I 1 L | 1 1
" " " " " " " m Fb——t-—4- -t 4 - — 4 - —— o
=l SR N S R S L_fe & I T R N S T SR T SR
| | | | | | | ] I I I I I I I I I -
I I I I I I I o rr---" T/ttt Tt T T rTTTrU/TTTT T Tt T T @
I I I I I I I s O I I I I I I I I I I
||||| e e e T 1 1 1 | 1 1 1 1 1 1
. | | L | | | =/ L e d Ll _1___Fk ®
i i i i gl i i g i i i | i I I I I I -
1 1 1 1 Ll 1 It e D | | | | | | | | | |
J ..... boooodoo o e e - A -2 T, | oL | | | | | | | _
T s e T o e e it sh T SEEP P S S
. “ ! ! ! ! ! | Q2 0 I I I | I - I 2 I
I I I I I I I e = & I I I I I I I I I I
||||| i e e i ittt fett s L O N NSO N NS IO S S N
| | | | | | | o “ - T T T l | r T T T -
I I I I I I I I | I
| | | 4_ | | | o] o~
I I I I I I I w n l l l I l - s I I la I
||||| i i e i it Tl skl ) lL__ L 4 __ 0 ______L___L___1___1___F®m™
I I I I I ! ! "o ™ I I | I | I I I I I -
i _ _ . _ = I I I _ I I I I I I
_._ ﬁ \f Ll __ _: __ an _x“.L | | | |
&H ' Ty
80 v N AR |
s 2
7 i
nu.p.r
[ ]
= o
o

Figure S11. The HMBC spectrum of neobraclactone A (1) in CDCls
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Figure S20. The IR spectrum of neobraclactone B (2)
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Figure $27. The expanded HMBC spectrum of neobraclactone B (2) in CDCls
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Figure $39. The NOESY spectrum of neobraclactone C (3) in CDCl3
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Figure S40. The expanded NOESY spectrum of neobraclactone C (3) in CDCl;
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