
T
a

b
le

 1
. 

D
a

ta
 c

o
ll

ec
ti

o
n

, 
p

h
a
si

n
g

 a
n

d
 r

ef
in

e
m

e
n

t 
st

a
ti

st
ic

s 

 
Sm

 d
er

iv
at

iv
e 

N
at

iv
e1

 
N

at
iv

e2
 

V
P3

-p
ep

tid
e 

co
m

pl
ex

 
M

g2+
 c

om
pl

ex
  

D
a

ta
 c

o
ll

ec
ti

o
n

 
 

 
 

 
 

 
Sp

ac
e 

gr
ou

p 
P6

12
2 

P6
12

2 
P6

12
2 

P6
12

2 
P6

12
2 

C
el

l d
im

en
si

on
s 

  
 

 
 

 
 

 
   

 a
, b

, c
 (

Å
) 

12
3.

1 
12

3.
1 

35
5.

4 
12

2.
8 

12
2.

8 
35

6.
1 

12
3.

3 
12

3.
3 

36
3.

0 
12

3.
8 

12
3.

8 
36

1.
8 

12
2.

8 
12

2.
8 

35
4.

3 
 

P
e
a

k
 

R
e
m

o
te

 
 

 
 

 
W

av
el

en
gt

h 
1.

84
5 

1.
60

6 
1.

77
6 

1.
07

2 
0.

97
5 

0.
93

3 
R

es
ol

ut
io

n 
(Å

) 
 

40
-3

.8
5 

  
(4

.0
6-

3.
85

) 
* 

40
-3

.8
5 

(4
.0

6-
3.

85
) 

60
-2

.8
5 

 
(3

.0
0-

2.
85

) 
40

-2
.4

0 
(2

.4
9-

2.
40

) 
10

7-
2.

70
  

(2
.8

5-
2.

70
) 

37
-3

.1
5 

   
(3

.3
2-

3.
15

) 

R
sy

m
  

0.
09

 
(0

.3
5)

 *
 

0.
09

 (
0.

53
) 

0.
07

 (
0.

31
) 

0.
09

 (
0.

27
) 

0.
10

 (
0.

43
) 

0.
12

 (
0.

36
) 

I/
σ

I 
17

.7
 (

5.
8)

 
* 

18
.0

 (
3.

9)
 

21
.7

 (
5.

0)
 

21
.4

 (
1.

9)
 

4.
9 

(1
.7

) 
5.

1 
(1

.9
) 

C
om

pl
et

en
es

s 
(%

) 
99

.7
 

(9
8.

7)
 *

 
97

.8
 (

90
.3

) 
97

.1
 (

80
.5

) 
97

.6
 (

81
.5

) 
95

.0
 (

96
.3

) 
98

.4
 (

98
.6

) 

R
ed

un
da

nc
y 

9.
2 

(7
.9

) 
* 

8.
6 

(7
.6

) 
7.

0 
(6

.8
) 

9.
0 

(2
.2

) 
12

.2
 (

12
.5

) 
6.

5 
(4

.2
) 

 
 

 
 

 
 

 
P

h
a

si
n

g
 

 
 

 
 

 
 

N
um

be
r 

of
 s

ite
s 

7 
7 

 
 

 
 

Ph
as

in
g 

po
w

er
 

2.
51

1 
1.

08
7 

 
 

 
 

FO
M

 (
ac

en
tr

./c
en

tr
.)

 
0.

29
/0

.1
0 

 
 

 
 

R
c
u

ll
is
 

0.
54

4 
0.

83
2 

 
 

 
 

 
 

 
 

 
 

 
R

ef
in

e
m

en
t 

 
 

 
 

 
 

R
es

ol
ut

io
n 

(Å
) 

 
 

2.
40

-2
0.

0 
2.

70
-4

0.
0 

3.
15

-2
0.

0 
 

 
N

o.
 r

ef
le

ct
io

ns
 

 
 

58
27

9 
41

05
3 

26
15

3 
R

w
or

k/
 R

fr
ee

 
 

 
0.

23
/0

.2
6 

0.
22

/0
.2

5 
0.

21
/0

.2
3 

N
o.

 r
es

id
ue

s 
 

 
 

 
 

  P
ro

te
in

 
 

 
 

76
5 

75
4 

76
5 

  L
ig

an
d/

io
n 

 
 

- 
- 

3 
  W

at
er

 
 

 
 

26
8 

13
7 

3 
 A

ve
ra

ge
d 

B
-f

ac
to

rs
 

 
 

 
39

.8
 

48
.4

 
63

.9
 

R
.m

.s
 d

ev
ia

tio
ns

 
 

 
 

 
 

 



  B
on

d 
le

ng
th

s 
(Å

) 
 

 
 

 
0.

00
6 

0.
00

9 
0.

00
6 

  B
on

d 
an

gl
es

 (
º)

 
 

 
 

0.
92

0 
1.

25
7 

0.
96

2 

*H
ig

he
st

-r
es

ol
ut

io
n 

sh
el

l i
s 

sh
ow

n 
in

 p
ar

en
th

es
es

. 


