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Supplementary information

1."H NMR and *C NMR of 2,3,4,5,8,9,10
2. Crystal Data of 9
3. Dose-response curves



intermediate 8

P

s

Foeol

16°0
90°}
SV
H\ LL'c
w £8°0
i L0°T
= z6'0
wf 86°1
Fost

BT
v T6°0
7 00't

B 90z

M/ SO°L

= 6671

-3

10

12

13

-

8v'9 !
vTL /
00°1}
16741 V
veer
6L7€L
vzvL
6591
vers |
T8 |
veer
v6°07 |
5817
197z 4 ﬁ
9967 |
seor d
80°87 |
o6z
se-o ]
soee ]
Love ]
sL'se
T2
£€v'9€
89°8€
ey f[
618y
z0°Ls
69°€9
9029
18°89
66°0L
891
mn.oa;
8766
1e'901
v6€T)
87°87} |
18°671
1s o€

6r-ze
]

6E°SEL \
w99l

€6°SLL —

3

5

111 400 20151216

~17epi-etm. 1. 1. 1r

&)

Bruker AVANC
C13 CDC13 J:\\ DATA-201

20151216 Bwx

210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10

220

f1 (ppm)



intermediate 9

L0%0
80°0
600 |
60°0 {
010 1
€20
sL°0
Lr70
6270
6270
08°0
18°0 |

€8°0
$8°0
$8°0
98°0 7/
980
980 ]
9870
180
£8°0
880

—0.6;
60 \;
€6'0
v6'0
$6°0
6171
0T
ST
ST
LT

Ve
Ve
SE’
9€°
w’
w
€V

DATALD

€nCi3 D

20£11Z150 A Q78 5@ by
Brigheg @/\r\ N0 2&1,

PROTONS

= 80°}
00}

W v6'T
ov'L

=TT

f1 (ppm)

10

12

oS-

L6°LE

nv‘oW
°TL
s6°01
1

TO'EL —

se'€l
cevi
1e'o1
eves ]
or8 |
0L°61 |
s8°61
70" 1T
0Lz
€€z
vz9z
€08z ]
z6°87 |
09°0¢
L60¢ ]

3

w'Te
L8'VE
€S°SE
SE'9€
1S°9€
LLLe
L8'8V
oL 6V
9V'ES
L0°8S
SL'E9
0€°89
6v°'89
T0°4 L
SLVL
vé've
LO'SL
99°6L
€0°L8
09°96
€8°S01
V6 TTL
LY'8TL
6v°'8T1
69°6T1

810l

9VEEL
B

S9EEL

Bruker AVANCETTI
C13 CDC13 F:\\ D)

20151216  Dwx—17)

210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10

220

f1 (ppm)



ium salt (4)

Inomycin sod

-20-0O-Bz-sal

-epi

17

90°0

€20 1

vLo

e vro

18°0 1 : o

£8°0 N o

n@o; ;;_/

o) 9TEL —

) ) | o 19'€1 wﬂ

e vews oF

o) vsor |

o \\ €el

e - _ | - voroz Jf

e - veor If

o = jp—

o 1797 ]

o [ :.wn% —

i \ s1°67

P N ot | -

o] / | W 1v-o¢ =

ves | . e 4

o ] / 5°'vE ] [

- % W ov'se *

e | <« sroe [

o szoe ]

i srue | —

o, no.ov;

i / Lw e ow |

o , Nego| o I

- : B L oso £ 9€°95 - -

e - oot GW ¥

- 2 zs'L9 .

. < 98'89

G 80°1L

oo L~ TehL

. /, - sezs

oy = an.- coss - ﬂ\l

g . L vsror ff \

ovs - e @ €10AD s£9L ]

. €]2aD 90°LL

g sviL

vo'z I

g €]DQ@D 8€'LL

= 86's8

whn 1186

L | e 85°901 ;

e srszs | \

g rens ]

185 -

8L's N

res L3 swent

s H < 8vogl

. " § Z vezer

mﬂw r- Tolvsver

i = s 991 1

i PR

S0 FE

cos < Z D L69VT —

5 2 B
I

210 200 190 180
17
o 160 150 140 130 120 110 100 90 80 7!
'3 (Ppm) o 60 50 40 30 20 10

220




ium salt (5)

Inomycin sod

-20-0O-Bz-sal

i-epi

17,21-d

(3]
SL
LL
98
88

68"
16°0
1670 1
€670 |
$6°0
£6°0
86°0
66°0
00°1 A

R

(43

°
L
3

|
°]

€nCia D

PROTONS

T

-3

10

12

S0
sT
Lg"
86"
34
06°0
L8
88°6
96°6
SLb
Zot
7€
so%%
G o
kTx

.

Q
2
¥

zwx—17, 21epi-b:

20151912
Brukeg AVANC

24

I

L

o/ b M/

—

|

|

|

|

|

I

|

‘LS

LL
LL
LL
L8
86
(13
143
143
143
€1
€1
€1
91
&

C13 CRP13 D:\\ DATA-20

210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10

220

f1 (ppm)



It (2)

ium sa

d

-epi-salinomycin so

17

2w 1929=1

e

S e

LL'T
(47
vo'L
vo'L
oT’L
7o'}
v8'0
vo'L
L6°0
€1°T

e L ST S—

o0}

Fera

f1 (ppm)

10

12

13

sSSPV
€191
€0°8}
LL°8)

[ 14
81T

v8°TT
LE'ST
1579

(S

4
4
4
4

|
1
|
1
|

S$1°8T
91°6T

TLroe
V9 LE
99°T€
08°'S€E
81°9¢€
LE9E
€8°8€
oT'sy
Y14
6T°SS
ve'99
SLLY
18°0L
19V L

09°€L
vTseL
8E'SL

€A €£°9¢

00°LL

oY« o X1N74

zwx—17epi-I. 1. J21r

Bruker AVANC

20150929

20158

C13 CDC13 D:\\ DATA

STLL
LELL
T0'98
9T L6
SV°'601

6T°0€}

0S'EE}
81°91T

|

e ——

/

210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10

220

f1 (ppm)



It (3)

ium sa

d

i-epi-salinomycin so

17, 21-d

10

20

30

40

50

60

70

9970
9
89°0 {
€20
) 9L°9
9L°0 § : o
ol E T 1011
" 8T
3 A"
o) 6EVL ~C
: vi'9L
v8'0 B .2 K_m
) 8791 Jf
el :.:ﬁ
e [y
o L - sv°0z
s s €90z | i
€60
§6°0 ] )
) L 0z've ﬁ
e , 1vvz ]
st \ . ]
] Ivoz| m ez ]
ozt \ wu
e / S0t cz6 | :
) \ T L
\
e , Feobp ¥
e W 20 60°0€
p Lot 00°'L€
o voLe ﬁ
L w
S€L
: 86°S€E
s Feiy £ v6'9€ ﬁ
s , | o W 9€°6€
e F 60 = ovey
: < VSIS
yids
e S £0°9§
1Sy
p ss'99
p 9€°0L
L @ "
i vy
o vS'LL
e LETL
o | v9'TL
i Sv'sL
i €]DAD v6'9L
o £]DaD 9T LL
s L e ovLL
o oY« o X:1H74
. ) (Y1)
gan ! - = €€°86
San L= o L0°ELL
: s . €L°6T1
: cox fg 0 veeer
i T2 os
£ L2 298 e
L g 68T i
g T
&3 79°€ itk
S v9'€ 52
:: | - L8
s 89y N 2
WMQU 9T'L H
S S 4 £ 05707 —
5L’
SEZ
S0

210 200 1
90 180 170 160 150 140 130 120 110 100 90
80
f1 (ppm)

220




Crystal data and structure refinement details of compound 9:

A suitable crystal was selected and analyzed on a Xcalibur, Atlas, Gemini ultra diffractometer. The
crystal was kept at 293(2) K during data collection. Using Olex2, the structure was solved with the
Superflip structure solution program using Charge Flipping and refined with the ShelXL refinement
package using Least Squares minimisation.

Crystal Data for CssHggO13Si (M =953.34 g/mol): monoclinic, space group P2; (no. 4), a=12.1784(3)
A b=10.4550(2) A c=22.4818(4) A a=90.0000° p=99.8798(18)° y=90.0000° V=2820.05(10) A3 z=2,
n(CuKo) = 0.803 mm™?, Dcalc = 1.123 g/cm®, 41478 reflections measured (7.368° < 2 < 134.002°),
10003 unique (Rin; = 0.0390, Rsigma = 0.0221) which were used in all calculations. The final R; was
0.0447 (1> 20(I)) and WR, was 0.1313 (all data).

Atomic parameters:

Atom x/a y/b zlc U [A%]

01 -0.7429(2) -0.4023(2) -0.58095(9)

o7 -0.8458(2) -0.5181(3) -0.66126(9)

041  -0.5484(2) -0.5023(2) -0.97813(9)

038 -0.7989(2) -0.3382(3) -0.46195(9)

018 -0.6722(2) -0.6807(2) -0.86992(10)

H18 -0.60440  -0.68960 -0.86480 0.1080

028 -0.7669(2) 0.0078(2) -0.71355(10)

024 -0.8571(2) -0.2301(2) -0.61603(10)

020 -0.6904(3) -0.4000(3) -0.79542(11)

049 -0.3543(3) -0.4861(3) -0.86019(11)

C2  -0.8111(4) -0.5119(4) -0.59784(14)

051 -0.4361(2) -0.6776(3) -0.86476(12)

040 -0.9389(3) -0.2849(3) -0.41476(12)

Cé6 -0.7921(3) -0.2879(3)  -0.56473(14)

C5 -0.8704(3) -0.3112(4)  -0.51975(15)

H5 -0.91470  -0.23420 -0.51620 0.0920

Cl1 -0.7611(3) -0.5298(3) -0.69843(13)

H11 -0.71740  -0.45060 -0.69510 0.0780

C46 -0.6173(3) -0.6130(3) -0.99444(12)

H46 -0.58030 -0.68710 -0.97300 0.0730

C39 -0.8452(4) -0.3221(3) -0.41287(15)

C13 -0.7640(3) -0.4780(3) -0.80978(14)

Cl12 -0.8234(3) -0.5429(3) -0.76432(13)

H12 -0.82600 -0.63440 -0.77400 0.0780

C15 -0.7025(3) -0.5641(3) -0.90184(12)

H15 -0.64000 -0.50420 -0.89260 0.0750

Cl16 -0.7248(3) -0.5887(3) -0.97073(13)

H16 -0.75830  -0.51090 -0.99030 0.0760

C42  -0.4391(3) -0.5073(4) -0.99249(15)

H42  -0.40670  -0.42190 -0.98470 0.0880

C32  -0.8695(3) 0.0122(3) -0.81580(17)



C29
H29
C60
C35
H35A
H35B
H35C
C45
H45
C47
H47
C48
Cl4
H14
C33
H33
c27
Cc3
H3
C30
H30A
H30B
C4
H4
c21
H21A
H21B
c31
H31A
H31B
C25
H25A
H258
c17
H17A
H17B
H17C
C10
H10
C26
H26A
H26B

-0.8191(3)
-0.77610
-0.7678(4)
-0.9293(3)
-0.91430
-1.00780
-0.90590
-0.6303(3)
-0.66820
-0.3630(3)
-0.37950
-0.3888(3)
-0.8014(3)
-0.86090
-0.7542(3)
-0.72330
-0.8092(4)
-0.9172(4)
-0.96760
-0.9361(3)
-0.98130
-0.96940
-0.9452(4)
-1.01260
-0.9456(3)
-0.94960
-0.96790
-0.9329(3)
-0.89740
-1.00850
-0.6960(4)
-0.71210
-0.62720
-0.8083(3)
-0.82640
-0.87480
-0.77630
-0.6825(4)
-0.72490
-0.6888(4)
-0.64240
-0.65910

-0.1086(3)
-0.18080
-0.3542(3)
0.1234(3)
0.13890
0.10980
0.19590
-0.6389(3)
-0.72140
-0.6011(4)
-0.68810
-0.5934(4)
-0.5089(4)
-0.57300
0.0163(4)
0.10120
-0.1098(4)
-0.5094(5)
-0.57550
-0.1171(4)
-0.04880
-0.19810
-0.4209(5)
-0.42700
-0.4951(4)
-0.41790
-0.47290
-0.1064(4)
-0.18190
-0.10270
-0.1961(4)
-0.14250
-0.24230
-0.6970(4)
-0.70490
-0.67860
-0.77560
-0.6413(4)
-0.72060
-0.1174(4)
-0.15910
-0.03290

-0.69893(15)
-0.71070  0.0830
-0.35677(15)
-0.80229(19)
-0.75960  0.1160
-0.81510  0.1160
-0.82310  0.1160
-1.06252(13)
-1.07070  0.0840
-0.95101(16)
-0.96620  0.0940
-0.88814(16)
-0.87696(13)
-0.88100  0.0820
-0.77588(15)
-0.78130  0.0900
-0.63073(16)
-0.57390(17)
-0.58510  0.1210
-0.73425(17)
-0.72210  0.0940
-0.72600  0.0940
-0.53812(17)
-0.52420  0.1130
-0.77461(16)
-0.75110  0.0970
-0.81690  0.0970
-0.80153(16)
-0.81460  0.0900
-0.82380  0.0900
-0.54315(16)
-0.51050  0.1000
-0.52970  0.1000
-0.98692(15)
-1.03000  0.1140
-0.97090  0.1140
-0.97000  0.1140
-0.67906(16)
-0.68810  0.1050
-0.59879(17)
-0.62400  0.1050
-0.58790  0.1050



C64
H64
C43
H43A
H43B
C65
H65
C50
H50A
H50B
C44
H44A
H44B
C54
H54A
H54B
cs8
H8
C34
H34A
H34B
H34C
c61
H61
C59
H59A
H59B
H59C
C62
H62
C36
H36A
H36B
c23
H23A
H23B
H23C
C57
H57A
H57B
H57C
C19

-0.7314(8)
-0.75480
-0.4436(4)
-0.36870
-0.47470
-0.8045(5)
-0.87700
-0.3734(4)
-0.35490
-0.45130
-0.5146(4)
-0.52150
-0.47820
-0.3023(4)
-0.32720
-0.22640
-0.7377(6)
-0.78340
-0.6715(3)
-0.60920
-0.64620
-0.70630
-0.6602(4)
-0.63480
-0.7002(4)
-0.77550
-0.69920
-0.66970
-0.5907(5)
-0.51910
-0.8583(4)
-0.81190
-0.81980
-0.5855(5)
-0.61280
-0.53360
-0.54890
-0.2656(5)
-0.32460
-0.25680
-0.19740
-0.8465(5)

-0.3668(6)
-0.35630
-0.5337(5)
-0.54730
-0.46000
-0.3403(4)
-0.31380
-0.4725(5)
-0.55170
-0.45350
-0.6511(4)
-0.66140
-0.72660
-0.3669(5)
-0.28750
-0.38170
-0.6269(5)
-0.70390
-0.0790(5)
-0.08410
-0.05240
-0.16140
-0.3964(4)
-0.40600
-0.5376(5)
-0.54120
-0.55350
-0.45440
-0.4242(5)
-0.45450
0.0208(5)
0.09390
-0.05510
-0.6443(6)
-0.66280
-0.70930
-0.56270
-0.4965(5)
-0.55710
-0.48190
-0.52960
-0.3870(5)

-0.24852(19)
-0.21160  0.1560
-1.05920(16)
-1.06710  0.1050
-1.08240  0.1050
-0.30196(16)
-0.30090  0.1240
-0.79751(18)
-0.77570  0.1170
-0.79720  0.1170
-1.07912(15)
-1.12250  0.1010
-1.06000  0.1010
-0.76795(18)
-0.78820  0.1130
-0.77410  0.1130
-0.57594(18)
-0.58510  0.1330
-0.79158(17)
-0.75910  0.1300
-0.82780  0.1300
-0.79780  0.1300
-0.35704(18)
-0.39350  0.1080
-1.10077(15)
-1.09350  0.1370
-1.14270  0.1370
-1.09010  0.1370
-0.3038(2)

-0.30440  0.1290
-0.88194(18)
-0.88710  0.1070
-0.89230  0.1070
-0.7134(2)

-0.75520  0.1700
-0.69670  0.1700
-0.71010  0.1700
-0.6443(2)

-0.65610  0.1610
-0.60160  0.1610
-0.65410  0.1610
-0.91012(17)



H19A
H19B
H19C
C37
H37A
H37B
H37C
C9
H9A
H9B
C56
H56A
H56B
H56C
C58
H58A
H58B
H58C
C52
H52A
H52B
C63
H63
C22
H22A
H22B
H22C
Si55
C1
H1A
H1B
Hi1C
ClAA
H1AA
H1AB
H1AC
COAA
HOAA
HOAB
HOAC

-0.90250
-0.87860
-0.78670
-0.8735(6)
-0.95190
-0.85060
-0.85840
-0.6420(5)
-0.59870
-0.59370
-0.4383(4)
-0.46040
-0.43290
-0.49270
-0.1914(5)
-0.11940
-0.19590
-0.20230
-0.2397(4)
-0.22920
-0.22010
-0.6261(7)
-0.57780
-1.0271(4)
-1.02460
-1.10100
-1.00720
-0.30047(9)
-0.9659(4)
-0.95020
-1.00700
-1.00920
-0.1630(5)
-0.17880
-0.17390
-0.08720
-0.6957(8)
-0.65460
-0.64810
-0.75820

-0.34990
-0.40760
-0.32710
-0.0005(5)
-0.01240
0.07940
0.00030
-0.6359(5)
-0.71200
-0.56230
-0.2849(6)
-0.21350
-0.25840
-0.35190
-0.2257(5)
-0.26190
-0.20190
-0.15140
-0.5729(6)
-0.56650
-0.49100
-0.4078(6)
-0.42480
-0.5922(6)
-0.66840
-0.55720
-0.61250
-0.34503(10)
0.0330(7)
0.04520
0.10500
-0.04340
-0.6733(8)
-0.75370
-0.68120
-0.64940
-0.6252(6)
-0.54790
-0.69760
-0.62900

-0.89020  0.1570
-0.95100  0.1570
-0.91000  0.1570
-0.6075(2)

-0.62110  0.1730
-0.62250  0.1730
-0.56410  0.1730
-0.61069(18)
-0.59810  0.1330
-0.60120  0.1330
-0.6718(3)

-0.69800  0.1650
-0.63050  0.1650
-0.68030  0.1650
-0.6576(2)

-0.65900  0.1620
-0.61690  0.1620
-0.68310  0.1620
-0.9525(2)

-0.99420  0.1240
-0.93340  0.1240
-0.2503(2)

-0.21450  0.1560
-0.7575(2)

-0.78110  0.1580
-0.76530  0.1580
-0.71540  0.1580
-0.68460(4)
-0.9257(2)

-0.96570  0.1930
-0.91470  0.1930
-0.92460  0.1930
-0.9214(3)

-0.94170  0.2130
-0.88020  0.2130
-0.92220  0.2130
-0.5069(2)

-0.49600  0.2360
-0.49570  0.2360
-0.48610  0.2360
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