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Table S1 — NMR data for synthetic 1

Synthetic 1 in d4-methanol

Synthetic 1 in dg.acetone

Chemical Shift (1I|_—||'§1?3(C::) Chemical Shift | HMBC (*H->1C)
Assignment H, H,
mult.,J | *C 23 3 mult., | *C 23 %)
(Hz) J (H2)
NH i S - i Whl . | c2| c3caa
rs
2 7.05.s | 124.4 | c3 C'37aé C- 17185 | 1242 | c-3 | C3a,C-7a
3 i 121 | - i T 1121 | - i
3a i 1294 | - i 1202 | - i
4 6.955 | 1036 | C5 | C7a | 71Ls| 1036 | - | C6.C7a
5 i 1513 | - i ~ 1516 | - i
6 6.66.m | 1166 | - C-7a g'élé 1126 | C-5 | C-4,C-7a
714 d, 721,
7 oo | 1128 | - |csacs | foe 125 | - | cBaCS
7a i 1332 | - i ~ 1325 | - i
3.10, -
3.08, m m
BCH: | Yoo m | 242 | - i o1y | 245 |cHa| c2.c3
c-3
m
4.07,
412, m m
a-CH, | ggrm | 504 | - i 257 | 506 | - i
m
T i 1278 | - i ~ 1279 | - i
, C-4', C-6', C-4', C-6',
2 6.88.s | 112.4 CoO  Tans | 124 | - i
3 i 1491 | - i T | 1485 | - i
& i 1504 | - i 1497 | - i
, 6.76, , ,
5 6.66.m | 112.6 | - c-1 of |62 | - | c1.C3
, 692, [ cz.ca,
6 666,m | 1233 | - | c2.c | b | 1228 =
, 760 d. C-2 C6.| 7.66. C2' C6.
7 154 | 1469 c-o  |d 154 | 3] - Cc-9'
64l 4, , | 668, . ,
8 s | 1ss (oo | o | PP | 1143 | ceo Cc-1
9 i 1714 | - i ~ (1691 | - i
OMe | 3.78.s | 564 | - C3 |380s| 563 | - C-3
on _ _ _ _ 806, | _ _
brs
on _ _ _ _ 773, | _ _
brs
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Table S2. NMR data for synthetic 1 vs montamine, including HMBC (ds-methanol)

'H, mult., J (Hz)

13C

(CD,OD, 400 MH?2) (CD,0D, 100 MH2) HMBC (*H—¥C)
Carbon Syntlhetlc Montamine diff. Syntlhetlc Montamine diff. Synthetic 1 Montamine
2] % 2] %
C-3a, C-3a,
2 [7055| 6935 | 0., | 1244 | 1260 | 16 | C3 | o | c3 | o
3 - - - | 1121 | 1110 | +11 | - - i -
3a - i - | 1204 | 1205 | 01 | - - - -
4 | 6955 6'8236d’ +012 | 1036 | 1112 | 76 | c5 | c7a | c5 | C-7a
5 - - ~ | 1513 | 1480 | +31 | - - i -
6.66, | 6.82. dd,
6 | Shso | 016 | 1166 | 1111 |55 | - | C7a | C5 | CTa
714, | 7.26d, C-3a, C-3a,
7| e | et | 012 | 128 | s w3 | - | CE | oTa| X
7a - - ~ [ 1332 | 1330 | +02 | - : i :
CH | 22m | v0an 242 | 250 : - | cs| ca
B-CH2 | 592 | 2.10.m | +0.73 : : .08 o
CH,
m
412,
m | 2.86,m | +1.26, ) | cp| e
@-CHz | 381 | 277.m | +1.04 | 294 | 410 | 194 CH, | C-o
m
17 i i ~ [ 1278 | 1200 | -12 | - : i :
ca Co
2 | 688, s 6'296‘1’ 011 | 1124 | 1100 | +24 c6 | - | ca
: C-7' C-7
3 - i ~ | 1491 | 1460 | +31 | - : i :
4 - i - | 1504 | 1490 | +14 | - - i -
[ 666 | 6704, N N X T
5 > % | 004 | 1126 | 1150 | 24| - | ci <
6.66, | 6.91, dd c-2' -2,
6" o ey | 025 | 1283 | 1210 |23 | - | SR - | ca
C-7
c2 c2
760, | 7.27.d : :
7 : 0 146.9 | 141.0 c6 | - | ce
4,154 | 156 | +0.33 5.9 o o
[ 641, | 63L4, T e oo | o
8 | 154 | 156 | +010 | 1135 | 1175 | 40 | C¥ | C1 | C9 | C1
9 i i - [ 1714 | 1720 | 06 | - 3 i 3
OMe | 3.78.s| 3785 | 0 564 | 555 | +09| - | c3 | - | c3
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A(1-NP) [ppm]

Difference in tH NMR Chemical Shifts Between Synthetic 1 and the
Natural Product (400 MHz, methanol-d4)
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Difference in 13C NMR Chemical Shifts Between Synthetic 1 and the
Natural Product (100MHz, methanol-d4)
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400MHz, CDCl;
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400MHz, CDCl3
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100MHz, CDCls;
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400MHz, CDCl3
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100MHz, CDCls;
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400MHz, CDCl;

Ts
I
N
\
Boc\ CBn
N-N
BnO Boc
A
N
)
I's
S e e e e it A A S s e s T
12 11 10 9 8 7 6 5

Page | 12



400MHz, CDCl3
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100MHz, CDCls
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400MHz, CDCl3
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100MHz, CDCls;
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400MHz, CDCl;
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400MHz, CDCl;
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100MHz, CDCls;
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400MHz, methanol-d4
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100MHz, methanol-d4
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HSQC of synthetic 1 in methanol-d4
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HMBC of synthetic 1 in methanol-d4. For tabulated data, see Table S2.
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400MHz, acetone-d6
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100MHz, acetone-d6
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HSQC of synthetic 1 in acetone-d6
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HMBC of synthetic 1 in acetone-d6
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