
 (S
up

pl
em

en
ta

ry
 ta

bl
e)

 C
oo

rd
in

at
es

 fo
r H

EW
L 

su
lfu

r a
to

m
s l

oc
at

ed
 b

y 
Sh

ak
e 

'n
 B

ak
e 

at
 re

so
lu

tio
n 

3 
Å

 c
om

pa
re

d 
w

ith
 th

e 
su

lfu
r a

to
m

 p
os

iti
on

s d
ep

os
ite

d 
by

 D
au

te
r e

t a
l.,

 (1
99

9)
 (P

D
B

 

co
de

:1
LZ

8)
.  

Sn
B

 

so
lu

tio
n 

A
to

m
 

ty
pe

 
x 

y 
z 

R
es

id
ue

 ty
pe

 
nu

m
be

r 
x 

y 
z 

C
Y

S 
A

 
30

 
-1

.4
39

 
29

.6
99

 
12

.1
21

 
1 

S 
-1

.1
36

 
29

.6
42

 
12

.9
81

 
C

Y
S 

A
 

11
5 

-0
.6

00
 

29
.8

76
 

13
.9

56
 

C
Y

S 
A

 
6 

-8
.6

57
 

21
.1

98
 

3.
12

8 
2 

S 
-9

.1
29

 
21

.3
29

 
3.

94
9 

C
Y

S 
A

 
12

7 
-9

.5
44

 
22

.3
22

 
4.

54
5 

C
Y

S 
A

 
94

 
-0

.5
71

 
16

.3
71

 
26

.8
62

 
3 

S 
-0

.9
71

 
16

.1
21

 
27

.3
02

 
C

Y
S 

A
 

76
 

-1
.2

81
 

16
.0

63
 

28
.7

37
 

C
Y

S 
A

 
64

 
5.

75
2 

14
.1

07
 

26
.5

50
 

4 
S 

6.
12

8 
13

.5
72

 
26

.8
37

 
C

Y
S 

A
 

80
 

7.
35

1 
12

.8
58

 
26

.6
56

 

5 
S 

-5
.5

38
 

27
.6

28
 

20
.1

64
 

M
ET

 A
 

10
5 

-5
.1

80
 

27
.5

21
 

19
.9

09
 

6 
S 

-5
.9

90
 

20
.2

64
 

14
.4

92
 

In
 1

L
Z8

  

eq
ui

va
le

nt
 to

 

M
ET

 A
 

12
 

-6
.0

10
 

20
.2

96
 

14
.3

88
 

 


