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S1 File. Fig 1. 'H-NMR spectrum of compound 1f.
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S1 File. Fig 2. 'H-NMR spectrum of compound 1g.
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S1 File. Fig 3. 'H-NMR spectrum of compound 1h.
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S1 File. Fig 4. 'H-NMR spectrum of compound 2b.
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S1 File. Fig 5. *H-NMR spectrum of compound 2c.
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S1 File. Fig 6. 'H-NMR spectrum of compound 2d.
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S1 File. Fig 7. 'H-NMR spectrum of compound 2e.
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S1 File. Fig 8. 'H-NMR spectrum of compound 2f.
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S1 File. Fig 9. 'H-NMR spectrum of compound 2g.
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S1 File. Fig 10. *H-NMR spectrum of compound 2h.
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S1 File. Fig 11. *H-NMR spectrum of compound 2i.
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S1 File. Fig 12. *H-NMR spectrum of compound 2j.
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S1 File. Fig 13. *H-NMR spectrum of compound 2k.
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S1 File. Fig 14. *H-NMR spectrum of compound 20.
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S1 File. Fig 15. *H-NMR spectrum of compound 2p.
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| |
Ao Lo
! ol e G & 100000
I 1 I 1 1 I 1 N 1 1 1 I 1 1 I I T 1 1 I I 1
16 15 14 13 12 11 10 9 8 7 6 5 4 3 1 0 -1 -2 -3 -4

S1 File. Fig 16. *H-NMR spectrum of compound 2g.
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Supporting information to Ihnatenko et al.: The indole motif is essential for the antitrypanosomal activity of N5-substituted paullones
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S1 File. Fig 17. *H-NMR spectrum of compound 2r.
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23855538 8NEER2R-=222 8 883883388 =-288 &
1 Title ihi137661_pk.1.1.1r
2 Instrument AVIIHD500
3 Solvent DMSO
4 Temperature 298.0
5 Pulse Sequence zg30
6 Spectrometer Frequency 500.32
7 Nucleus 1H
B(t) D (ddd) G (1) K (s)
8.32 717 2.94 2.07
Als) C(m) E(s) F@ ([HE) [ J0)
8.62 7.28 4.35 334 | 283 215
If(s)
255
0
N\)I\ N r
N HKCH3 cf
0
| |
|
! |
Jr J
T ia 1 Ioaye 14
T T T T T T T T
13 12 1 10 8 7 6 4 3 2
1 (ppm)



Supporting information to Ihnatenko et al.: The indole motif is essential for the antitrypanosomal activity of N5-substituted paullones

223 SRR REAAIEE 2RI 583N IS RRR88393323538E
Parameter Value PN i I G A RGP PP I I 14000000
N N / NPT
1 Title ihi138193_pk.1.1.1r
2 Instrument AV IHD500
3 Solvent DMSO |
4 Temperature 298.0 3500000
5 Pulse Sequence zg30
6 Spectrometer Frequency 500.32
7 Nucleus 1H
3000000
2500000
B(s)| D (td) G(s)| [J(s)
790 | 716 2.84 2.02
2000000
A [ |C(m) H(s) F(q) () || L(m)
8.12 7.27 431 3.05 2151 1.43
Ht) K (m)
2.75 1.52
1500000
o
N\)J\ /\/\/N»-g or 1000000
NH
o] | |
500000
|
| |
Il
A J - —0
é 2 88 g 358 58 83
i P = ol cie oo
i W i Py Ty W
gL 88 8 S8 58 388
1 1 1 I N 1 1 1 I I 1 I 1 I 1 1 1 I 1 1 1
16 15 14 13 12 " 10 9 8 7 6 5 4 3 2 1 0 -1 -2 -3
1 (ppm)

S1 File. Fig 18. *H-NMR spectrum of compound 2s.
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Supporting information to Ihnatenko et al.: The indole motif is essential for the antitrypanosomal activity of N5-substituted paullones

g T - -—O0ODNDOVOVOVOWOUWOONNMNOLLLLTONNNONMNMODONULT -TOLTN—OONOOTOTNOTOTO
o TITAQQANNNNNNNNNT om0 0ONONIIIIIICT 0000000« == ONQ
Parameter Value -~ WOONMNNMNNNMNMNNMNAMNNNMNNNMNNNNNSOOOOOOONOOONOOONONNOONOONOONONOONOOOONOONONNNNN~— _4500000
| e e i | fm T e et el — —
1 Title ihi137658_pk.1.1.1r
2 Instrument AVIIIHD500
3 Solvent DMSO
4 Temperature 298.0 - 4000000
5 Pulse Sequence 2930
6 Spectrometer 500.32
Frequency
7 Nucleus 1H / - 3500000
- 3000000
1{(d)
3|42
- 2500000
D (m) F (dd)|| J (a) N (s)
717 3.93 || 3.15 2.06
A(s) B (1) G (m) B (s)| | Hfa) M (t)
10.92 8.45 1.27 4.35 3.49 2.16
2000000
G 1) K m)
3.80f| 3.07
L(s
2.84 - 1500000
o r\o F
[
\)I\ W N o L 1000000
o
- 500000
! |
A k I
Y — —
T T pin ] 0
o @ S S S Q
% o mf - o~
! i 4 4 £
o o ® o - o~
T T T T T T T T T T T T T T T T T T T
16 15 14 13 12 11 10 9 8 7 6 5 3 1 0 -1 -2 -3

1 (ppm)

S1 File. Fig 19. *H-NMR spectrum of compound 2t.
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The indole motif is essential for the antitrypanosomal activity of N5-substituted paullones

- fuuuuu

650000

600000

550000

500000

450000

400000

350000

300000

250000

200000

150000

100000

50000

8 5RnlR8888hNRNERY PRELEEeRRBE29Y 583
= B N A N N N N N L L e D e T R T R
‘ RO shiranihinE it nirinn S
Parameter Value
1 Title ini138488_pk.1.1.1r
2 Instrument ave00
3 Solvent DMSO
4 Temperature 303.4
5 Pulse Sequence zg30
6 Spectrometer Frequency 600.13
7 Nucleus 1H
_ e I Ir
- _— / Ir
D (m) G (s)
7.7 2.06
Als) B (s) G(m) H(s)||H(m) F (1)
11.65 8.37 .27 435 || 3.49 216
Chy
e} (\NH(
N\)k NH‘\) o
NH/\/
cr
o
|
|
| |
‘ \
(— ‘A‘ * ‘ — e
3 3 33 3 g z3
e L e e A
3 38 I T
T 1 T T T T T T T T T L T 1 T T T T T
16 15 14 13 12 " 10 8 7 6 4 3 2 0 -1 -2 -3 -4
f1 (ppm)

S1 File. Fig 20. *H-NMR spectrum of compound 2u.
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Supporting information to Ihnatenko et al.: The indole motif is essential for the antitrypanosomal activity of N5-substituted paullones

—11.12

Parameter Value

1 Title hi138969_pk.1.1.1r
2 Instrument av600

3 Solvent DMSO

4 Temperature 303.4

5 Pulse Sequence zg30

6 Spectrometer Frequency 600.13

7 Nucleus 1H

E (d) N fm)
4.65 3|
C (td) G(d) I (m) L(t)
7.16 4.09 3.04 2.16
A(s) B (m) Fd)| |H{ || K
1.12 7.26 435|342 |47
|
D (d) J) | | M(s)
4.76 292 2.07
o
”\)\
N
O‘C
o NH\CH!
|I
| | [
o 1 S
5 Eizg sBges &
T ) S A L
5 g8 8838 3sS¥Ra® I
[=] [ [=N=N=)=) alhalls ol o) o -
T T T T T T T T T T T
16 15 14 13 12 1 7 4 3 2

S1 File. Fig 21. *H-NMR spectrum of compound 2v.
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Supporting information to Ihnatenko et al.: The indole motif is essential for the antitrypanosomal activity of N5-substituted paullones

25000000
Parameter Value 3
24000000
1 Title ihi140566_pk.1.1.1r I
2 Instrument AV IHD500 ~23000000
3 Solvent DMSO | 22000000
4 Temperature 298.0 +
5 Pulse Sequence zg30 _'21000000
6 Spectrometer Frequency 500.32 |- 20000000
7 Nucleus 1H r
[ 119000000
[ [ f [ 18000000
[ 117000000
16000000
15000000
D (dd) L
717 14000000
B (m) L@ | |Hm)| |Jd(s) 13000000
7.26 3.18 2.32 1.39 L
) Fis) col| [10]] [ke 12000000
7.84 || 7.12 4.32 284 | 194 0.83 [ 11000000
C (dd) (t) 1-10000000
7.23 27 L
19000000
i /°|H<BCH3 8000000
o (\N 0 e 17000000
e N\)I\m/\/“\) 6000000
. 15000000
' 4000000
3000000
‘ I
| 2000000
| I
‘ | ] 1 11000000
. A I
4 j (A I -0
& 8835 8 2394 £ 8 g 2 r
S i LA ~~1000000
8 8835 2 338 ~ 8 8 = r
S cooo pa P P =] w ~-2000000
1 I 1 I I 1 1 1 I 1 I T 1 I 1 1 1 I 1 1
16 15 14 13 12 11 10 9 8 7 6 5 4 1 0 -1 -2 3

S1 File. Fig 22 'H-NMR spectrum of compound 3b.
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Supporting information to Ihnatenko et al.: The indole motif is essential for the antitrypanosomal activity of N5-substituted paullones

BENNERRATINgYNEene N reesRerkIreesIasE898] ~1900000
Parameter Value AN PR B R (RGO YO RE PP s
pECE N e VAV ANPe
1 Title ihi138585_pk.1.1.1r 1800000
2 Instrument ave00 I
3 Solvent DMSO 1700000
4 Temperature 303.4 1600000
5 Pulse Sequence zg30
6 Spectrometer Frequency 600.13 | 1500000
7 Nucleus 1H f } [
/ i 1400000
/ W f j [ 1300000
1200000
L (dd) 1100000
7.22 L
C(d) F(s) 1(d) 1000000
717 2.84 1.37 L
A(d)| |B(id) D (d) E (m) H () J(s) 900000
805| | 7.12 430 3.17 194, |083 b
800000
7.25 7
700000
600000
o CHy I
|
“\)L N o cHy 500000
e N \[( j< _
we L : o CHy 1400000
' L 300000
! |
200000
1 |
| 100000
1] ! |
i . et o
5 2388 3 grRI 8 g R
=] cgo - - L RrR] - o s
PE o A
1 1 1 1 | I 1 I I 1 I I 1 I I 1 I I 1 I 1
16 15 14 13 12 11 10 9 7 6 5 4 3 0 -1 -2 -3 -4

S1 File. Fig 23. 'H-NMR spectrum of compound 3c.
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Supporting information to Ihnatenko et al.: The indole motif is essential for the antitrypanosomal activity of N5-substituted paullones

g 3 BRERANNEYIIUNNRRIICU BT RIBR8HTTRES 3
= @ R A D NN D e R R R A D R R R A R =
l | RV ==
Parameter Value 4500000
1 Title ihi140713_pk.1.1.1r
2 Instrument AVIIHD500
3 Solvent DMSO 4000000
4 Temperature 298.0
5 Pulse Sequence zg30
6 Spectrometer Frequency 500.32
7 Nucleus 1H 3500000
] j /1 3000000
M (m)
3.33
E (td) I(s)
713 3.21 2500000
Al(s) B (s) C() D (m) A(s)|G(s)| |J(s) K (1) Y(s)
11.83 9.84 8.39 7.24 438 | 3.71 2.84 1.94 Q.83
H (m) 2000000
3.50
1500000
o] r\m;
N\)J\ "”'\)
HC NH/\/
~1000000
HC
o
Lo 500000
|
' -
. |
i

-0
y { f P i f
3 o 5 88 3 YrRyeEy 5 5
S o S oo - — o el o ©
T T T T T T T T T T T T T T T T T T T T
16 15 14 13 12 1" 10 9 8 7 6 5 4 2 1 0 -1 -2 -3

1 (ppm)

S1 File. Fig 24. *H-NMR spectrum of compound 3d.
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Supporting information to Ihnatenko et al.: The indole motif is essential for the antitrypanosomal activity of N5-substituted paullones

Parameter Value {iiiiZZQRTTTFTEEEETWTﬁﬁﬁfﬁigqTi;;jii; 7
1 Title ihi139930_pk.1.1.1r
2 Instrument AVIIHDS00
3 Solvent DMSO
4 Temperature 298.0
5 Pulse Sequence zg30
6 Spectrometer Frequency 500.32
7 Nucleus 1H ] j
B (t) D (td) G(t) J(t)
8.31 713 2.95 1.94
Al(s) C (m) E(s) Ffdt) | | 1|(s) K (s)
8.71 7.24 4.36 3|36 254 0.83
H (s
2.85
o]
NJ\ NH;
HC NH/\/ &CHS
HC 5
1
‘ “
cr
fo i ! oy f
g 8 =3 3 3 533 32 &
T ! I 1 N I 1 ! 1 1 I 1 1 1 I 1 T I I 1 1 1
16 15 14 13 12 " 10 9 8 7 6 5 4 3 2 1 -1 -2 -3
1 (ppm)

S1 File. Fig 25. 'H-NMR spectrum of compound 3e.
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Supporting information to Ihnatenko et al.: The indole motif is essential for the antitrypanosomal activity of N5-substituted paullones

8388232800883 9REHERRYRIINYYSTTIeRABRBRIARE883 SRR ARRESTR228ER838 8 7
e e e s e e s S S S S S S S SN S E S EE RS EE R F GO 0sossonsdsssdssdadadaad = —2.6x10
e
7
Parameter Value r2.4x10
1 Title ihi140565_pk.1.1.1r
2 Instrument AVIIHDS00 2 2x107
3 Solvent DMSO
4 Temperature 298.0
5 Pulse Sequence 2930 [ J ”[ -2.0x107
6 Spectrometer Frequency 500.32
7 Nucleus 1H !
I H " l‘ H h[ *1.8"10?
-1.6x107
D (m) K (qd)
7.44 3.22
7
B (m) H (d) N (1) F1.4x10
7.64 3.94 234
A(t) Gd)| [1(d) M (t) A(s) 7
7.94 437 | |353 237| | 140 -1.2x10
c (m) J{d)
7.60 3[38 -1.0x107
E (ddd) (t) L
7.35 .30
I -8.0x10°
”\/IL ﬁ\ KCHE b
m/\/ =)
C -6.0x10°
-4.0x10°
| . -2.0x10°
i |
i | |
Feeain U ¢ SR o) o0
28cad g 22288 88 8
Przdi o
Ss2da S 32354 NS > --2.0x108
T T T T T T T T T T T T T T T T T T T T
16 15 14 13 12 1 10 9 8 7 6 5 2 1 0 -1 -2 3

S1 File. Fig 26. *H-NMR spectrum of compound 4b.
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Supporting information to Ihnatenko et al.: The indole motif is essential for the antitrypanosomal activity of N5-substituted paullones

N B30 Yo008833899999II0YYSTTTeSRs8888388355835858882eRgRg [feenty
ONNNNNNNNNNNNNNNNNNNNNSNNNNNNNNNNNNENNNS SO 0000000000606 066NN
NN i3S 55
L 2.4x10
Parameter Value
1 Title ihi140781_pk.1.1.1r
2 Instrument AVIIIHD500 - 2.2x10’
3 Solvent DMSO
4 Temperature 298.0 .
5 Pulse Sequence 2930 // - 2.0x10
6 Spectrometer Frequency 500.32 f ” / / / //
7 Nucleus 1H ,
L 1.8x10
o M o L 1.6x10
)\\O)<C”a E (m) D (s) I
7.43 B.25
N“\/\’i - 1.4x107
B (m) K (d)
Cl
N/\\( e 7.64 3l3s
(o]
o As)|| D (m) H (@) | 3 )| M) (s) L 1.2x10"
8.12|| 7.36 4.36| | 3.43|| 2.80 .39
C(m L (m
7.(60) 3.(18) -1.0x10"
F (dd)
3.90
L 8.0x10°
L 6.0x10°
- 4.0x10°
L 2.0x10°
A___nﬁ |
| I I
I . Ly 0.0
A% IR J d
@ ®OYo S =9oWNOow S
S S<we 2 CZ2Zdas > L _2.0x10°
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 T T T T T T T T
16 15 14 13 12 11 10 9 8 7 6 5 4 3 2 1 0 -1 -2 -3

S1 File. Fig 27. *H-NMR spectrum of compound 4c.



Supporting information to Ihnatenko et al.: The indole motif is essential for the antitrypanosomal activity of N5-substituted paullones
2 R ¢ 833308003 RNNRNRRRTYRITTILRITLIIRAAIIISIAANARANAMANTACBALRIRTLIARISS] 45400000
3 o N N N N N N N N N N N A N N A N N I N N N I e R L E L LRI
| | | NN NN
Parameter Value - 11000000
1 Title ihi140599_pk.1.1.1r
2 Instrument AVIIIHD500
3 Solvent DMSO [~ 10000000
4 Temperature 298.0
5 Pulse Sequence zg30
6 Spectrometer Frequency 500.32 [~ 9000000
7 Nucleus 1H
N I
G (m) - 7000000
7.45
E (dd) L (d)
7.60 4.15 | 6000000
A (s) B (s) C(s)| | D (m) K (d) N (d)
11.85 9.76 8.45| | 7.64 4.35 3.40
F (dd) H () - 5000000
7.54 3.52
3 (td)
7.36 - 4000000
o (\NHQ L
NH;) 3000000
NH/\/
| L
- 2000000
- 1000000
| |
| YA\ Ll AL_ W )
d d AP e o 3 74
@ N ® BB SR @ @
3 3 S JSd+vs sé  So | 1000000
T T T T T T T T T T T T T T T T T T T T T T
16 15 14 13 12 11 10 9 8 7 6 5 4 3 2 1 0 -1 -2 -3

f1 (ppm)

S1 File. Fig 28. *H-NMR spectrum of compound 4d.
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Supporting information to Ihnatenko et al.: The indole motif is essential for the antitrypanosomal activity of N5-substituted paullones

83 R3IITILLLAZEHIIBIRINEQIIRGNRSIZIIR2ELTBEH8IR8 L
PEGNENINININININININSNGRGNGN NN NN NN I R DA I X B B DD S NN PP R R A B
Parameter Value B e L 16000000
1 Title ihi140665_pk.1.1.1r ( L
2 Instrument AVIIIHD500 15000000
3 Solvent DMSO
4 Temperature 298.0 | 14000000
5 Pulse Sequence zg30
6 Spectrometer Frequency 500.32
13000000
7 Nucleus 1H / f / (
12000000
11000000
10000000
D (dd) N (t)
7.33 2.33
9000000
B (m) H(s) K (s)
7.47 3.92 2.95
- 8000000
A(t)] E (td) G (s) J(@@)| L(s) ff (s)
7.94| 7.26 4.20 3.21|| 2.48 .39
- 7000000
C (dd) I (t) M (t)
7.38 .29 2.37
6000000
o L
" - 5000000
o k/ oH, - 4000000
O—N/ '\I‘/D\|<CH3 r
/ © o - 3000000
H,C
2000000
| L 1000000
|
|
W | |
A -0
! 8’%%5 g g g‘i? 8‘&% iy --1000000
O v~ v O« -~ ™ TN~ NN o

oo—
-
oA
oA
-
-
N
-
IS)
BN
N
&b

16 15 14 13 12 11 10 9
1 (ppm)

S1 File. Fig 29. *H-NMR spectrum of compound 5b.
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Supporting information to Ihnatenko et al.: The indole motif is essential for the antitrypanosomal activity of N5-substituted paullones
FIIIIFIIBBE00aIANII]IR] g S53ITF038563533583RRERNN
NNNNNNNNNNNNNNNNNNNNNNS ~ O OO POONNTT - -+~~~
Parameter Value e ) S el | | N2 | Nt
1 Title ihi140780_pk.1.1.1r | 9000000
2 Instrument AVIIIHD500
3 Solvent DMSO
4 Temperature 298.0
5 Pulse Sequence zg30 - 8000000
6 Spectrometer Frequency 500.32
7 Nucleus 1H
L 7000000
L 6000000
D (td)
7.25
B (dd) i (s) I (s) K (p) I 5000000
7.38 92 2.95 1.89
A (m) E(s) G () J(s)|| L (p)
7.47 4.40 3la2| | 2.47|| 1.77
L 4000000
C (dd) H ()
Q 7.30 31
L 3000000
N
[¢]
[e]
c{ L 2000000
HC
' | 1000000
Il
|
|
|
o Lo
Frio ! A S S S 4
9999 ® 9 98® &6 <<
NNk o~ el - -~ NN
T T T T T T T T T T T T T T T T T T T T T T T
16 15 14 13 12 1 9 8 7 6 4 3 2 1 0 -1 -2 -3
1 (ppm)

S1 File. Fig 30. 'H-NMR spectrum of compound 5c.
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The indole motif is essential for the antitrypanosomal activity of N5-substituted paullones

—11.83

Parameter Value

1 Title ihi140768_pk.1.1.1r

2 Instrument AVIIHD500

3 Solvent DMSO

4 Temperature 298.0

5 Pulse Sequence zg30

6 Spectrometer Frequency 500.32

7 Nucleus 1H
A(s)
11.83

e
\5? J
o o

2 2BB3295532358884R QAL LABERRRR 33
P BRRRRES e R o | o NN -2
| —e= AR Y
E (dd) H(s) || K (s)
7.38 392 | 3.22
B(s) C(s)| | D (ddd) Gs) | Js)
9.76 8.43 7.49 4.291| | 3.51
F (td) I(s) L(s)
7.26 3.76 2.95
| |1
‘ | JLJLU U___L
| L.

1.05—=

2.24—=

1.16—==

208
273 =
0.84-=
2.88—=
191~

16

S1 File. Fig 31. *H-NMR spectrum of compound 5d.
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Supporting information to Ihnatenko et al.: The indole motif is essential for the antitrypanosomal activity of N5-substituted paullones

2m 05 SNTNGGRRIISSITNS g 8 2
V T P AN N N NI T T T Parameter Value | 6500000
1 Title ihi141822_pk.1.1.1r
2 Instrument AVIIHDS00 6000000
3 Solvent DMSO
4 Temperature 298.0
5 Pulse Sequence zg30 15500000
6 Spectrometer Frequency 500.32
7 Nucleus 1H
5000000
4500000
4000000
F (dd)
7.49
D (d) J(s) 3500000
7.73 3.98
A(s) || B(s) C(d)||H(d) I(s) K (s)
12.81 (| 11.97 8.12 7.31 4.38 3.10 ~3000000
Ho E (d)
7.57 2500000
° G (dd)
7.45
2000000
1500000
| 1000000
500000
I |
l ]
| L. L ,
i f H A i !
3 8 88883% 8 & 8
S = ~dcooo = o - ~-500000
1 1 1 I 1 1 1 T 1 I I T I I I L I 1 1 1
16 15 14 13 12 " 10 9 8 7 6 5 4 2 1 0 -1 -2 -3
1 (ppm)

S1 File. Fig 32. 'H-NMR spectrum of compound 9a.
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The indole motif is essential for the antitrypanosomal activity of N5-substituted paullones

5 8 383325534980%e g 8 o
o = PPN OO B o
| | S\ Parameter Value
1 Title ihi142561_pk.1.1.1r
2 Instrument ave00
3 Solvent DMSO
4 Temperature 298.2
5 Pulse Sequence zg30
6 Spectrometer Frequency 600.13
7 Nucleus 1H
K (dd)
7.46
G (dd)
7.19
D (d) I(s)
7.73 3.98
Als) || B(s) C(d) H(s) J(
12.81 | 11.98 7.82 4.39 3.1
E(d)
HO 7.58
o f (dd)
F.49
|
‘ |
JL_ l I
! ! o {4 {
8 g 88YENE 5 8 3
- - [SESRSR-N-R N -
T T T T T T T T T T T T T T T T
16 15 14 13 12 8 7 6 5 4 1 0 -1 -2 -3
f1 (ppm)

S1 File. Fig 33. *H-NMR spectrum of compound 9b.
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Supporting information to Ihnatenko et al.: The indole motif is essential for the antitrypanosomal activity of N5-substituted paullones

g 8 geeere88EaBE88RRE5228%82 |t 2100
o o deeaﬁnn:rjjjrfrfrfrfrfr:r}r}rfrjféé © I
(. Y Ve / 2000
1900
Parameter Value |
1 Title ihi142291_pk.1.fid 1800
2 Instrument AVIIHD500 I
3 Solvent DMSO 1700
4 Temperature 298.0 L1600
5 Pulse Sequence zg30 i
6 Spectrometer Frequency 500.32 11500
7 Nucleus 1H |
1400
K (dd) I
7.48 1300
|H ) 1200
k0 |
g(s) di) 1(s) ~1100
12.27 7 413 F
Als) C|idd) H (s) J(s) 1000
12.81 g19 440 3.17 I
900
2 [+ I
4 800
dd) _
1‘52 700
600
~500
400
300
| 200
Ly
l.. " _......u.m — 1 — 1 [ o
f o i 'y { --100
g 8 SR8R{ = B 3
S - k- Ra=E=E - - I
T T T T T T T T T T T T T T T T T T T T
16 15 14 13 12 1" 10 9 8 7 6 5 3 2 1 0 -1 -2 -3

S1 File. Fig 34. 'H-NMR spectrum of compound 9c.



Supporting information to Ihnatenko et al.: The indole motif is essential for the antitrypanosomal activity of N5-substituted paullones

8 I2VCcREBEYYE99Y 88 3 8 L8888 3 18000000
= Pprpr NN ININ I v @ b oo -
\ e g—— [ (%
17000000
Parameter Value
1 Title ihi141896_pk.1.1.1r 16000000
2 Instrument AVIIHD500 i
3 Solvent DMSO 15000000
4 Temperature 298.0 I
5 Pulse Sequence 2g30 / I 14000000
6 Spectrometer Frequency 500.32 J ' ﬂ ﬂ { -
7 Nucleus H / / -13000000
12000000
11000000
B (d) [ C (dd)
8.21| 747 L 10000000
E (d) L (m) K (d)
7.71 4.04 2.81 9000000
Al(s) D (d)| | H(d) I(s) M (s) (s) I
11.95 8.11 || 7.31 434 B.21 139 | 8000000
F(d) N (s)
767 3.08 7000000
G (dd
7,(45) 6000000
5000000
4000000
3000000
2000000
| ' | 1000000
l [ | A
t = H -0
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S1 File. Fig 35. *H-NMR spectrum of compound 10a.
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S1 File. Fig 36. *H-NMR spectrum of compound 10b.
38



Supporting information to Ihnatenko et al.: The indole motif is essential for the antitrypanosomal activity of N5-substituted paullones

18000

17000

16000

15000

14000

13000

12000

11000

10000

9000

8000

7000

6000

5000

4000

3000

2000

1000

--1000

g NESSSochTRERBBRRBERLLRRRRRRAS  NEEER b Paramet Val
l_l__\a_hiw\")')rJJJJJJJJJJ.....// W rameter alue
1 Title ihi142313_pk.4.fid
2 Instrument AVIIIHD500
3 Solvent DMSO
4 Temperature 208.0
5 Pulse Sequence zg30
6 Spectrometer Frequency 500.32
{ ( 7 Nucleus 1H
J I | /
E (dt)
7.64
C(d) H{(s) J(d)
7.75 412 2.81
A(s) B (dq) G (s) | (m) H(s)
12.25 8.19 4.35 3.21 138
D (d)
7.70
L(d) || F (m)
8.24 || 749
Hﬂc\ o o
\)\\ /\/N\“/ oH,
NH 5 CH;
|
! |
‘ H |
| 1 1 Aﬂ |
g Bag8ee &R 5 § &
- v - o 6, o o
i oA L T
g gnegee 88 88 g
T T T T T T T T T T T T T T T T T T T T T T
16 15 14 13 12 " 10 9 7 6 5 4 3 2 1 0 -1 -2 -3
1 (ppm)

S1 File. Fig 37. *H-NMR spectrum of compound 10c.
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S1 File. Fig 38. *H-NMR spectrum of compound 18.
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S1 File. Fig 39. *H-NMR spectrum of compound 19.
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S1 File. Fig 40. *H-NMR spectrum of compound 20.
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S1 File. Fig 41. *H-NMR spectrum of compound 21.
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S1 File. Fig 42. *H-NMR spectrum of compound 22.
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