
Supplementary Information 

Diffraction Data Statistics  

Resolution I/σ(I) Rmerge
 Completeness 

(%) 

% < 3σ 

20.00-2.37 18.77 0.059 93.8 0.6  

2.37-1.88 22.00 0.061 99.8 1.9 

1.88-1.64 20.65 0.070 100.0 4.7 

1.64-1.49 18.27 0.077 99.9 8.5 

1.49-1.39 14.74 0.091 99.9 14.0 

1.39-1.30 12.1 0.109 99.7 18.6  

1.30-1.24 6.93 0.131 87.2 26.4 

1.24-1.18 5.33 0.146 67.5 29.3 

1.18-1.14 3.91 0.173 54.0 29.7 

1.14-1.10 2.65 0.199 36.7 25.1 

20.00-1.10 17.08 0.067 83.9 15.9 

 

 

Structure Refinement Statistics 

Resolution (Å) R Rfree
 

20.00-6.69 0.24 0.20 

6.69-2.31 0.16 0.15 

2.31-1.68 0.13 0.15 

1.68-1.39 0.10 0.13 

1.39-1.29 0.10 0.11 

1.29-1.21 0.11 0.16 

1.21-1.14 0.14 0.17 

1.14-1.10 0.17 0.15 

20.00-1.10 0.13 0.15 
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Plot statistics

Residues in most favoured regions  [A,B,L]               66  94.3%
Residues in additional allowed regions  [a,b,l,p]         4   5.7%
Residues in generously allowed regions  [~a,~b,~l,~p]      0   0.0%
Residues in disallowed regions                            0   0.0%
                                                       ---- ------
Number of non-glycine and non-proline residues           70 100.0%

Number of end-residues (excl. Gly and Pro)              126       

Number of glycine residues (shown as triangles)           4       
Number of proline residues                                1       
                                                       ----       
Total number of residues                                201       

Based on an analysis of 118 structures of resolution of at least 2.0 Angstroms
and R-factor no greater than 20%, a good quality model would be expected 

to have over 90% in the most favoured regions.

 



P
ri

m
ar

y 
an

d
 S

ec
o

n
d

ar
y 

S
tr

u
ct

u
re

s 
o

f 
A

cy
l C

ar
ri

er
 P

ro
te

in
s.

 R
es

id
ue

 n
um

be
rs

 a
re

 la
be

ll
ed

 a
t t

he
 to

p.
 H

el
ic

es
 a

re
 s

ha
de

d 
in

 y
el

lo
w

. S
ix

 o
rg

an
is

m
s 

fr
om

 th
e 

M
on

er
a 

ki
ng

do
m

 

w
er

e 
ch

os
en

 (
3 

G
ra

m
+

, 3
 G

ra
m

-)
, p

lu
s 

on
e 

fr
om

 e
ac

h 
of

 th
e 

ot
he

r 
ki

ng
do

m
s.

  R
ed

 a
re

 id
en

ti
ca

l i
n 

al
l t

he
 s

eq
ue

nc
es

; b
lu

e 
ar

e 
hi

gh
ly

 c
on

se
rv

ed
 (

de
fi

ne
d 

as
 a

t l
ea

st
 8

 id
en

ti
ca

l r
es

id
ue

s 

ou
t o

f 
th

e 
10

).
  E

c:
 E

sc
he

ri
ch

ia
 c

ol
i (

P
02

90
1)

; H
i: 

H
ae

m
op

hi
lu

s 
in

fl
ue

nz
ae

 (
P4

37
09

);
 H

p:
 H

el
ic

ob
ac

te
r 

py
lo

ri
 (

P
56

46
4)

; B
s:

 B
ac

il
lu

s 
su

bt
il

is
 (

P
80

64
3)

; S
a:

 S
ta

ph
yl

oc
oc

cu
s 

au
re

us
 

(B
A

B
20

93
6)

; M
t: 

M
yc

ob
ac

te
ri

um
 tu

be
rc

ul
os

is
 a

cp
M

 (
C

A
A

94
64

0)
; P

f:
 P

la
sm

od
iu

m
 fa

lc
ip

ar
um

 (
A

A
C

63
95

9)
; S

c:
 S

ac
ch

ar
om

yc
es

 c
er

ev
is

ia
e 

(S
33

96
0)

; S
o:

 S
pi

na
ci

a 
ol

er
ac

ea
 A

C
P

-I
 

(s
pi

na
ch

, P
07

85
4)

; H
s:

 H
om

o 
sa

pi
en

s 
ac

pM
 (

O
14

56
1)

. 

   
   

   
   

   
   

   
   

   
  α

1 
   

   
   

   
   

   
   

   
   

   
   

   
   

   
   

   
   

   
   

   
   

α2
   

   
   

   
   

   
   

   
   

α3
   

   
   

   
   

   
α4

 
   

   
   

   
   

   
   

   
   

   
   

   
 3

   
   

   
   

   
   

   
   

   
   

   
   

 1
5 

   
   

   
   

   
   

   
   

   
   

   
   

   
   

  2
8 

   
   

   
   

   
   

   
  3

6 
   

   
   

   
41

   
   

   
   

   
  4

7 
   

  5
0 

   
   

   
   

   
 5

6 
   

   
   

   
 6

1 
   

   
  6

5 
   

   
   

   
   

   
   

   
   

   
75

 

E
c
 
 
 
 
1
 
S
T
I
E
E
R
V
K
K
I
I
G
E
Q
L
-
G
V
K
Q
E
E
V
T
N
N
A
S
F
V
E
D
L
G
A
D
S
L
D
T
V
E
L
V
M
A
L
E
E
E
F
D
T
E
I
P
D
E
E
A
E
K
I
T
T
V
Q
A
A
I
D
Y
I
N
G
H
Q
A
 
 

H
i
 
 
 
 
1
 
M
S
I
E
E
R
V
K
K
I
I
V
E
Q
L
-
G
V
K
E
E
D
V
K
P
E
A
S
F
V
E
D
L
G
A
D
S
L
D
T
V
E
L
V
M
A
L
E
E
E
F
D
I
E
I
P
D
E
E
A
E
K
I
T
T
V
Q
S
A
I
D
Y
V
Q
N
N
Q
 
 

H
p
 
 
 
 
1
 
M
A
L
F
E
D
I
Q
A
V
I
A
E
Q
L
-
N
V
D
A
V
Q
V
T
P
E
A
E
F
V
K
D
L
G
A
D
S
L
D
V
V
E
L
I
M
A
L
E
E
K
F
G
V
E
I
P
D
E
Q
A
E
K
I
I
N
V
G
D
V
V
K
Y
I
E
D
N
K
 
 

B
s
 
 
 
 
2
 
A
D
T
L
E
R
V
T
K
I
I
V
D
R
L
-
G
V
D
E
A
D
V
K
L
E
A
S
F
K
E
D
L
G
A
D
S
L
D
V
V
E
L
V
M
E
L
E
D
E
F
D
M
E
I
S
D
E
D
A
E
K
I
A
T
V
G
D
A
V
N
Y
I
Q
N
Q
Q
 
 
 
 
 
 

S
a
 
 
 
 
1
 
M
E
N
F
D
K
V
K
D
I
I
V
D
R
L
-
G
V
D
A
D
K
V
T
E
D
A
S
F
K
D
D
L
G
A
D
S
L
D
I
A
E
L
V
M
E
L
E
D
E
F
G
T
E
I
P
D
E
E
A
E
K
I
N
T
V
G
D
A
V
K
F
I
N
S
L
E
K
 
 

M
t
 
 
 
 
6
 
E
E
I
I
A
G
I
A
E
I
I
E
E
V
T
-
G
I
E
P
S
E
I
T
P
E
K
S
F
V
D
D
L
D
I
D
S
L
S
M
V
E
I
A
V
Q
T
E
D
K
Y
G
V
K
I
P
D
E
D
L
A
G
L
R
T
V
G
D
V
V
A
Y
I
Q
K
L
E
 

P
f
 
 
 
6
0
 
L
S
T
F
D
D
I
K
K
I
I
S
K
Q
L
-
S
V
E
E
D
K
I
Q
M
N
S
N
F
T
K
D
L
G
A
D
S
L
D
L
V
E
L
I
M
A
L
E
E
K
F
N
V
T
I
S
D
Q
D
A
L
K
I
N
T
V
Q
D
A
I
D
Y
I
E
K
N
N
 
 

S
c
 
 
 
4
7
 
Q
R
V
I
D
V
I
K
A
F
D
K
N
S
P
-
N
I
A
N
K
Q
I
S
S
D
T
Q
F
H
K
D
L
G
L
D
S
L
D
T
V
E
L
L
V
A
I
E
E
E
F
D
I
E
I
P
D
K
V
A
D
E
L
R
S
V
G
E
T
V
D
Y
I
A
S
N
P
 

S
o
 
 
 
5
9
 
K
E
T
I
D
K
V
C
D
I
V
K
E
K
L
A
L
G
A
D
V
V
V
T
A
D
S
E
F
S
K
-
L
G
A
D
S
L
D
T
V
E
I
V
M
N
L
E
E
E
F
G
I
N
V
D
E
D
K
A
Q
D
I
S
T
I
Q
Q
A
A
D
V
I
E
S
L
L
 

H
s
 
 
 
5
3
 
E
G
I
Q
D
R
V
L
Y
V
L
K
L
Y
D
-
K
I
D
P
E
K
L
S
V
N
S
H
F
M
K
D
L
G
L
D
S
L
D
Q
V
E
I
I
M
A
M
E
D
E
F
G
F
E
I
P
D
I
D
A
E
K
L
M
C
P
Q
E
I
V
D
Y
I
A
D
K
K
 

 


