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SUPPLEMENTARY DATA:

MS-MS analysis of Factumycin.

Fragment Molecular formula [M+H]" calc. [M+H]" obs.

"O OH O ONa Cu4aHs1N>NaOyo 801.4304 801.4233
A/\K\(\A/\v\vm\r
OH o~

O OH CaoHssN2Os 633.4269 633.3235
NYY\WW,
1) Z

CsHs:NO; 482.4000 482.2824

Q%Nmm

Sy

o]

CasHa7NO 380.2955 380.2167
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Supplementary Figure 1. Structural assignment of Factumycin. Chemical shift values are as observed in the HSQC / HMBC spectra.

Factumycin: yellow powder; HR negative MS m/z 777.4444 for [M-H]  (calculated for CuyHgN,O1o, 777.4326); *H NMR (700 MHz,

s DMSO-dg) & *H NMR 10.77 (s, 1H), 8.29 (t, J = 5.7 Hz, 1H), 7.60 (d, J = 7.5 Hz, 1H), 6.84 (m, 1H), 6.81 (m, 1H), 6.71 (m, 1H), 6.70
(m, 1H), 6.46 (m, 1H), 6.43 (m, 1H), 6.42 (m, 1H), 6.14 (t, J = 11.2 Hz, 1H), 6.00 (td, J = 11.2, 1.9 Hz, 1H), 5.97 (d, J = 7.5 Hz, 1H),
5.90 (d, J = 10.7 Hz, 1H), 5.62 (m, 1H), 5.59 (m, 1H), 5.56 (d, J = 9.7 Hz, 1H), 5.44 (dq, J = 10.8, 7.1 Hz, 1H), 4.19 (t, J = 8.7 Hz, 1H),
4.06 (d, J = 5.4 Hz, 1H), 3.86 (m, 1H), 3.77 (m, 1H), 3.67 (dd, J = 8.6, 1.7 Hz, 1H), 3.54 (dd, J = 11.6, 4.8 Hz, 1H), 3.35 (d, J = 10.0 Hz,
1H), 3.32 (s, 3H), 3.03 (s, 3H), 2.32 (dd, J = 9.1, 6.0 Hz, 1H), 2.00 (m, 1H), 1.87 (s, 3H), 1.75 (dd, J = 12.6, 4.7 Hz, 1H), 1.70 (dd, J =

1 7.1, 1.7 Hz, 3H), 1.58 (m, 2H), 1.56 (s, 3H), 1.28 (t, J = 12.1 Hz, 1H), 0.84 (m, 3H), 0.84 (s, 3H), 0.65 (s, 3H), 0.57 (d, J = 7.0 Hz, 3H).
3C NMR (176 MHz, DMSO-dg) & 195.34, 174.11, 163.11, 160.92, 140.75, 140.63, 140.14, 137.79, 135.86, 135.80, 133.28, 132.73,
130.03, 130.02, 129.48, 129.20, 128.43, 128.25, 126.41, 126.09, 125.26, 110.89, 98.66, 98.02, 87.78, 75.56, 70.98, 69.99, 67.42, 55.56,
55.39, 40.21, 38.79, 37.32, 36.00, 35.29, 22.65, 20.25, 13.22, 12.15, 11.97, 11.26, 10.65, 8.96.
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Supplementary Figure 2: 1H-proton NMR of Factumycin

This journal is © The Royal Society of Chemistry [year] Journal Name, [year], [vol], 00-00 | 3



Electronic Su pplementary Mat%%g&%%@ﬁg{ﬁ%%‘%&:?@?mRtX¥ECE\%g] g‘oljl DE%EW.RSC.ORGIEL ECTRONICFILES FOR DETAILS

This journal is © The Royal So
ARTICLE TYPE

WWW.ISC.Org/Xxxxxx | XXXXXXXX

96'8
59'01\
0z TI
16°TT

S!'ZI/
zz'e1

s2°07—
§9'7z—

niversity

62°SE
00°9€
CELE~C

6L°8E—
9p-apIxoyIns Ay1awiq 15°6€ /
1Z°0v

6€°SS
9S'SS>

v’ L9—
66'69—
86°0L

98'SL—

8L°L8—

2086~
99'86—"

68°01T—
9z'set
607921
9zt

ST8IT
£v'821
0Z'6Z1

8¥°621
20°0€T

€0°0ET
€L2ET
BTEET

08'SET
98°'SET
6L°LET
Y0P
€9°0¥1
SLovt

26°09T—
ELE9L ="

ITvilt—

/ Users/ sorens/ Data/ AV700_pansy/ nmr/ kotevak_A28_2/ 2/ fid

q 4k scans

1d_13C_DEPTq135 DMSO /opt/topspin kotevak 40
PLagpsp

spect
DMSO
298.0
~tde|
Ui g
44096
-
|203
2.0000

12

kotevak_A28_2 DEPTI

kotevak_A28_2
Data File Name
Temperature
Pulse Sequence
Number of Scans
Receiver Gain
Relaxation Delay

Spectrometer
Solvent

2010-10-22T17:04:22

Spectrometer Frequency 176.06

Acquisition Date

41666.7
13C

Spectral Width

Nucleus

41662

Acquired Size

-10

30
38

W'

80

90

T
100
f1 (ppm)

— EE— o
el Y e =
\_/" ]
Of='/ \\0 © F// i 2
\N_fz N\,
// // R i3 E
\ XL
/ £ N r &
) B .
& -2
.8 \: u/ \v.=o
ey T 8 -8
5-‘—::/ oz—3z \ -
\~._~,/ - -8
L =i
S -3

Supplementary Figure 3: DEPT q spectra of Factumycin

4 | Journal Name, [year], [vol], 00—00

This journal is © The Royal Society of Chemistry [year]



Electronic Supplementary I‘Iaterial (ESI) for Medicinal Chemistry Communications

This journal § 1T F1&: SNamEmistry 2012

Cite this: DOI: 10.1039/c0Oxx00000x

WWW.rSC. org/xxxxxx

Dynamic Article Links »

ARTICLE TYPE

Data File Name
Spectrometer

Solvent

Temperature

Pulse Sequence

Number of Scans
Receiver Gain
Relaxation Delay
Acquisition Date
Spectrometer Frequency
Spectral Width

Lowest Frequency
Nucleus

Acquired Size

| Users/ sorens/ Data/ AV700_pansy/ nmr/ kotevak_A28_2/ 4/ ser
spect

DMSO

298.0

hsqcetgpsisp2.2

32

203

1.4758

2010-10-22T21:31:59

(700.17, 176.08)

(8417.5, 38736.8)

(-190.7, -1016.5)

(1H, 13
(1024, 256)

kotevak_A28 2/4 119 12 14 54 52 55 2146 35 22
kotevak_A28_2 HSQC 32 scans
2d_HSQC_noSW DMSO /opt/topspin kotevak 40

P 26

E | 56

T

13.77:39,98}

<4 {4.05,75.32}{46],
46 3
{3.35,87.51}(27)

{5197,98.31})(5]

{6.44,126.06) {5.44,124.95)(55]

16.70,128.07} | ./(S 59.159.89} |
{6.82,132.94) 33 & g# 3

{5.57,137.42}
(6.71,140.43:){5.84.[40,2&)

7.60,139.82}14)

{3.32,35.74}{17),

3.86,39,97)135)

21 | {3.53,69.74)148] (3 67,70.73)(22)

McMaster

University @

U

44 41 44 42 50
-0

10,64,11.88}
11,70,12.98i561 -~y \'e| Lo

“I
{1.58,20.01}

\0(0.83,22,39) 1

20

L]
30
{2.00,35. IO)IZAI\A 1.28,37,06}

e 3
47| hd
{2.50,39.51}Dimethyl Sulfoxide-d6

{2.32,55.30}(38]

| '13.03,55.09](30)

f1 (ppm)

90

100

110

120

130

140

150

T T T T T T T T T
7.5 7.0 6.5 6.0 5.5 5.0 4.5

4.0 35
2 (ppm)

0.0

Supplementary Figure 4: HSQC spectra of Factumycin.
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Supplementary figure 5: HMBC spectra of Factumycin.
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