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Figure S1: HR-ESI MS spectrum of 1 (Terpendole N)
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Figure S2: *H NMR (400 MHz, DMSO-ds) spectrum of 1 (Terpendole N)
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Figure S3: *C-NMR (100 MHz, DMSO-ds) spectrum of 1 (Terpendole N)
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Figure S4: HSQC (100 MHz, DMSO-dg) spectrum of 1 (Terpendole N)
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Figure S5: HSQC spectrum of 1 (Terpendole N) (From dc 90 ppm to oc 130 ppm)
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Figure S6: HSQC spectrum of 1 (Terpendole N) (From dc 54 ppm to dc 86 ppm)
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Figure S7: HSQC spectrum of 1 (Terpendole N) (From dc 5 ppm to dc 55 ppm)
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Figure S8: HMBC spectrum of 1 (Terpendole N)
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Figure S9: HMBC spectrum of 1 (Terpendole N) (From dc 100 ppm to dc 160 ppm)
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Figure S11: HMBC spectrum of 1 (Terpendole N) (From Jc 20 ppm to éc 100 ppm)
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Figure S12: HMBC spectrum of 1 (Terpendole N) (From dc 5 ppm to oc 85 ppm)
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Figure S13: HR-ESI MS spectrum of 2 (Terpendole O)
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Figure S14: *H NMR (400 MHz, DMSO-ds) spectrum of 2 (Terpendole O)
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Figure S15: **C-NMR (100 MHz, DMSO-ds) spectrum of 2 (Terpendole O)

© 2020 ACG Publications. All rights reserved.

16



o o =3 o o o o o o o =] o o o
-4 o~ ” - wy “w ~ @ o o - o~ ™ At wy
o (> S S
L ' L i ' ' ! 1 L L L L L L L
+ + + + . } f | t $ . ¢ 4 + 4
] ] ' | ] 1 | ] ' | 1 ) | 1 1
' : . . > ‘ Y ) . - ; . X
i U e B e e e et B Sl Bl e o et Bt o
H - H H H 1 . . - P H
1 1 | | | | 1 | | 1 1 1 |
5 . ' ) ' i . . . H . 3
BYSR e b VISR WSl oSt PRIt RS CSEIR RRESS (3SR oS (Oeaiet P p R
' -‘ " 1 ' 1 | | I ' 1 | | 1 1
| Q 1 1 \ | | | i | ' ) | | |
|||||||| g g s Sy . g W B e
1 1 ? 1 1 1 | | I 1 1 1 1 | 1
' 1 w 1 1 | | | ' 1 [ 1 1 1
e - —egprememimducmdacamticmcdimcd i b cm it - v
1 i ¢ (e A bl i | 1 f 1 i T i | 2 e
\ | ¥ ] _O | | | | | I | | |
e e e e e e e e e e e e e e e
i O M fwket ) @ 4 & 1 A
] |} |
- : - e Ogrelle A . ; : . .
B (SO (RS YD PR TR .|;‘.c.‘_|.|_.|.L.|.._.|.r.|.r.|._| =y R o
| 1 ' 1 ' | | I | 1 1 1 | 1
1 | 1 [ | | | | ' | 1 1 | 1
I 1 I J ] 1 ] | ! 1 1 1 1 |
‘ ' ’ .
] i ' 1 |} 1 ] 1 ] i 1 1 ) -.
T i e ey TR paary ERaey e Zainy IReley (CaRRaty amins Hienk pamo nmab ety
> . - ‘ % H ' ‘ . H . i
1 1 1 1 1 | r | | | re ) | 1 1
e B e B e e e B R LRt B e o et B St o
1 1 1 1 1 1 | | 1 1 1 ' 1 1 1
I ST BN (I (S TR WS WO ) MRS Tt ([Dl) (P RMERRE] s i Al
| 1 | i | | | | | | ' ' | 1 |
1 ' 1 1 1 1 | | 1 1 1 ' 1 | 1
............................................... p SO RN, PR &
1 1 1 | 1 1 | | 1 ' 1 1 1 1 |
H : : ‘ ‘ ‘ H : H H . .
1 1 1 1 1 | | | 1 1 ' | ' 1 |
S TR (e FEEE L et ey Bagenn epian foimeet Suam bmbans RUREe PRt baigts 18
] 1 1 ! 1 1 | 1 I ' ’ 1 1 1
H ¢ - . . ‘ q v . ‘ o L9 >
i bt Bk ey J.l.4.!.1.!._l.ldl.|v|.l_.l.n..l S e e
H H ‘ H ' ' \ H \ H
] 1 ' 1 1 1 | 1 | ) | ] 1 |
B Ny Mt SR R vl AN UL S0 N S AUt DI (R el Wt 1Sl &
1 I | 1 1 | | | | | 1 1 1 | |
I 1 | 1 | | | | 1 I 1 1 1 | 1
llllllllllll o e @ o 8 i 4 @ oy & > oy g e
1 1 1 1 1 | | | I ' ' 1 1 1 1
I ' 1 1 1 | I | 1 I 1 | 1 1 1
T e e s e R asca I ki MRS e (g Tinan e iy ey
1ot 1 | | | | | 1 1 | 1 1 1 |
b i B e e e e e e B e e o Lt e
H ' ' v H v H

17

1.0 ppm

1.5

0

"
4

3.0 2.5

4.0 3.5

5

4,

5.5 5.0

© 2020 ACG Publications. All rights reserved.

8.5 8.0 7.5 7.0 6.5 6.0

9.0

Figure S16: HSQC (100 MHz, DMSO-dg) spectrum of 2 (Terpendole O)
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Figure S17: HSQC spectrum of 2 (Terpendole O) (From dc 80 ppm to dc 135 ppm)
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Figure S18: HSQC spectrum of 2 (Terpendole O) (From dc 20 ppm to dc 65 ppm)
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© 2020 ACG Publications. All rights reserved.

20



L

iy

rpm

o o o o o o o o =
o~ - 0 w o ™ bl 0 0,
— l — = o
| | ! 1 | I |
- } , - : - .
1 | | 1 | ] I
TSP A N . N
|
- zr‘-ll vhlll-“.i”;lrﬁ lllll b e hs ettt - o e =
I ;_ | |
w* S o0 &P ! ! I .
] 1 A | ] - 1 I |
{ ' ; ; i ' )
1 1 I ) 1% 1°
prmapamoms A mmama fmmmmm ks I yrmmnm oy mmm o
1 i | 1 i i i
o o+ 4o+ . ] o /
1 k{ le 1 1 1%
' ° ° °
1 | | [ | I |
= r=~==-=- qE=s—— ﬁ' |||||| = TE=s=mrmmm——_—= ) R — ™M
I ] ! o = 20 8 |
] | | 1 1 | |
" P i LN . " " 1
] ] | 1 1 I I
e o m i i s iimd s s Wt s F =
1 ] | 1 i i I
1 L] | 1 . I |
3 " i L] . " " '
1 | | | ] I |
Fr=rpo=r== oot b Fm = iathbec kot T = NT Ama ey —
| | | 1 | I I
| | | 1 | | |
: : ; q i ' ;
] | | 1 ] I I
Gt ek s e fomi i i o e o Ceeny : b o
1 i , 1 i i i
1 | | 1 | I |
y . \ y Y b e )
I bl I 1 T i
T eyt R e PRI S W ffF AT .U VI OV S I e oty ~
1 | | 1 |  Bes I
1 | | 1 | ] |
| | | 1 | i I
i \ i . 1 . i
F-=-p-=-= - il it s e e it @
i i , 1 i i i
1 | , 1 I I |
1 | | | | i |
kit i e Y ————— P —— T —— - T - ) —— — O
1 | | 1 | I |
1 | | 1 | ] |
] ] | ] ] I |
; ; , g ; ) ] &
F==r~==-=- b iy Fr==="=" === T=="=" B r—— el
1 i | 1 | I I
1 I | 1 I e s o
IS TSP TN N ISR SO U SO 20
1 ] | 1 | I | 4

Figure S20: HMBC Spectrum of 2 (Terpendole O)

© 2020 ACG Publications. All rights reserved.

21



i H21/C23

......................... & N-H/C18
H23/C214 & bie-
! &elBH21/C19
N-H/C19 H23/C19 * | |
> @H22/C20
............. 7 % H22/C24
"""""""""""" D N-n/c2

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
11.0 10.8 10.% 10.4 10.2 10.0 9.8 9.6 9.4 92 9.0 88 8,5, E\A 8.2 80 78 76 74 7.2 70 6.8 66 64 6.2 60
~

Figure S21: HMBC spectrum of 2 (Terpendole O) (From Jc 95 ppm to dc 175 ppm)
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Figure S22: HMBC Spectrum of 2 (Terpendole O) (From dc 45 ppm to dc 100 ppm)
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Figure S23: HMBC spectrum of 2 (Terpendole O) (From Jc 10 ppm to Jc 90 ppm)
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X-ray Crystallographic Analysis of 1. The X-ray crystallographic data of 1 was collected on
a Bruker APEX DUO diffractomater and equipped with an APEX 1l CCD using Mo Ka
radiation. Crystal Data for C37Hs:NOg (M = 637.36): triclinic, space group P-1 (no. 2),a=
10.928(5) A, b= 11.701(5) A,c= 16.182(7) A,a= 81.137(9)°,f= 72.119(9)°, y =
80.132(9)°, V= 1599.1(13) A%, Zz= 2, T= 296.15K, (Mo Ka)= 0.097 mm, Dcalc =
1.299 g/mm?3, 16928 reflections measured (2.88 < 20 < 50.7), 5689 unique (Rint = 0.0452)
which were used in all calculations. The final Rt was 0.0603 (>2sigma(l)) and wR> was
0.1513 (all data). 17101 reflections measured, 5799 unique (Rint = 0.0461) which were used in
all calculations. The final wR(F2) was 0.1506 (all data). The crystal was kept at 296.15 K
during data collection.

Figure S24: X-ray crystallographic analysis of 1.
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