Supporting Information
Synthesis and Characterization of Arylomycin B Natural Product Antibiotics
T.C. Roberts, P.A. Smith, F.E. Romesberg
Department of Chemistry, The Scripps Research Institute, La Jolla, CA

Contents

TH NIMIR OF COMPOUNT L0 ...ttt ettt et s sttt et es s s s ee et et esetesennas S2
BCNMR Of COMPOUNT 10 ...ttt s et es e en st en s es s esenaees S3
TH NIMR OF COMPOUNT L.ttt et et e e et s et eeeeeee e e e s s esseseeseneaeenneneneeeen S4
B3C NIMR OF COMPOUNT 1L oeeeeeeeeeeeeeee et ee et et eveseseseeeesesesessese et es s seeaeseseseeeeeeesesessseeseseneseeeeeeas S5
TH NIVIR OF ALY OMYCIN B-Cigrvrvrreiereeeeeeeeeeeeeeeeeseseseeseeeeeeeeeeeseseseeeseeeeeseesesesesessesesseseeenesesesseseeseseeeesenesenseees S6
B30 NIMIR OF ATYIOMYCIN B-Cigureeerrererereeeeeeeeesssseesesessesssestesesesesessesesessssessesesesesessssesesssssssesesesesseesesesesessesens S7

TH NIMIR OF COMPOUNT Lottt et et e e e e et es et eeeeesese e s s s eseeseeseseaeesneneneeees S8



8IL'p

pZS's
LSS'S
1009
o019
8p8'9
€989
LL89
9sE'L

0LE L
bEL
86€'¢
605'¢-
€55
929
629
69L1L
€8+
£eay
€98
9981

[

CE6'L
£00'8-

CDCI3-600MHz

J]

_f././f‘

J

N

Q o
=
O
ZN (&
(@)
2T
o o
£ mz=
o
s3] =
g >: =0
o
o
=2-=
/
3
m

—_—— S _J

s

'y

LLo
SET
0E'T
860

00'T

90T

190

(2}

LT
08'T

0LT

100 95 90 85 80 75 70 65 60 55 fl.‘(:.O )4.5 40 35 30 25 20 1.5 10 05 00 -05 -1.0
ppm

10.5

S2



b8 b
SS6'bC

LL6vT

JAS R 74
015'82
09Z'9%E—

0scéy
085'6b
p6L'2S
99€'ES§
9EP'ES
8L8'SS
62095
19095
18829

00629

S
L08E8

“6p8E]”

60C b6—

PI8'0TT
EPO'T II>

pST'9CT

59€'9ZI7
SS6'CET—
9Op'8ET~.
99L'EbI\
V89'be7-
P06 birT

LEG'IST—

665 BT~
6£2°0LT

ssoutl
p02L17

C13-CDCI3-600MHz

BPin

-20

-10

10

20

210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 S50 40
f1 (ppm)

220

S3



S
o1

88'1}
6E'T
0€'C
W'Z\
LV'Z\

142
€Lz
IE'E\
65

SL'E

u'sl
ogc”
S NG
9P~
£9p/

00'€

€20
10

./J/-/ ./-J

0€0
oT'E

—

e, e e

8v

MeOD-600MHz

s

- 01’0
— €€0
= (¥4

T %_ 0Ty

890 |
s8T |
g6 |

kbl'l
980

LS00 |

: =
=

10.0 9.5

S4

85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 10 05 00 -05 -1.0
f1 (ppm)

9.0

10.5



(=] (=] (=] (=} [} [} [} [e=) [e=) [e=) (=) 8
8 8 8 %8 ] 8 8 8 & | 8 8 8 8 8 S
e i Y i i Y T T T T T ? : b i |
]
E«
@)
(&
N
T
=
o
AAAS 3
%'zaj A
bLELT 2
PEBLT =
PEbLT &
£9bL1 e

09'SLT-

150

220 210 200

S5

130 120 110 100 9 80 70 60 50 40 30 20 10 O -10 -20
f1 (ppm)

140

180 170 160

190



S6

g2 2 8§ 8 8 8 8B 8 8 8 2 8 8 8 8 g
-t i el et et i . 0 ~ Vel oM ~N i o |
1 1 1 1 1 1 L M 1 1 1 1 | 1 1 1 1 1 Q
"p]
680 a
060
160 o
0zt o
62'1 -
pe'T g
GE'T
8€'1 ~ o
Op'T | -
TFT% T — n
197 -
z9'1? 5
b5 S
~N
sv'zi
Wz N
LT\ N
1827 3
687 -
OI'F-/-
2SE~ \
z6°€
Z0% -
1,0'1,} \ <
S0 / \
vZ'h § <
thf l —_
Sl . i £
ZSI? L nN—
€8 Q z
b6y = n
S6'b E od
. "’s‘ ] B
(6D _ : 2
0g'9— o} = 4 -  osof
<89 2, < "
;gl o e o : acol -
98'0 .
[t . « Eosot|
61_47 £ "
€L o |~
L6L— N E scol 2
bS8 Lwn
SS'8> \ | 9»0. I’y
N Tp}
I :
Z ()]
o
o
0
3
"a]
s e
2



-1700
-1600

-1500

-1400

-1300

-1200

-1100

-1000

-900

-800

-700

-600
500
;400
300
200

S081T

89'521\
8[921\
19421
ET0ET %
7

98'1€T
96'1ET

L9'S5T—

ST
LLTLT
62CLT

LETLT

LEDVLT
60'Sélf
or'eLt

90'8L1

C13-MeOD-600MHz

Arylomycin B-Cg

100

f1 (ppm)

-20

-10

20 10

30

80 70 60 50

90

180 170 160 150 140 130 120 110

190

220 210 200

S7



/’ // /

091'8—

189'8—

MeOD-600MHz

Me

-

- s S

7

F oot

9E'TH

I\- SET
8€C
10T

F- L4

 v60|

% €97
I\ 997
CET

F est
06'0

y/ 0S'T

o8|

F st

4.5

35 30 25 20 15 10 05 00 -05 1.0

4.0

100 95 90 85 80 75 70 65 60 55 50
f1 (ppm)

10.5

S8



