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Abstract: BuK CT, one of the key toxin from Buthus matensii Karsch, has been shown to bind specifically to glioma
cell surface as a specific chloride channel blocker. In this study, three dimensional structure of BnK CT was modeled and
the crystallization condition of BmK CT was filtrated. Prediction of three dimensional structure of BmK CT was performed
by SWISS-MODEL workspace and the quality of generated mode was further examined by energy minimization and molec-
ular dynamics (MD) simulation using Insight T 2000 sofiware package. Crystallization of BnK CT was performed using
the hanging-drop method. 51 conditions (Crystal Screening Kit, Hampton Research ) were used to get good quality and
well repeating ciystals. The structure of BnK CT and Clix consisted of a small three-stranded antiparallel B-sheet packed
against an a-helix. But BmK CT belonged to B3 type and Clix o33 type. The calculated electrostatic potential surface
around the BmK CT and Clix molecule were found to be mainly positive, which suggested that this clustering of positively
charged esidues and the strong positive field they produce might well have important implications on the interaction with
the receptors. The results showed that hexagonal column crystal could be obtained from a condition containing 1.4 mol/ L
sodium acetate, 0. 1 mol/ L. Na cacodylate, pH 6. 51, at 4 'C and the potein was dissolved in ddH0.
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Tab.1 Crystal screen scoring sheet and growth observations of the crystal
/d /d /d /d
Code Contents Days 30 Days 60 Code Contents Days 30 Days 60
1 30% , 0.1 mol/L
. 2 mol L 46 +. 0 ++,0 2 0.4md/L + ++
3 0. 4 mol/ L 4 2.0 mol/ LL , 0.1 mol/L + +, 0
, pH 8.5
5 30% s 0.1 molV/L 4 6 30% 4000, 0.1 mol/ L
. 0.2 mol/ L @) +. 0 . 0.2 mol/ L, ++
. pH7.5 , pH8.5
7 1l.4moVL , 0.1mol/L +, + 8 30% » 0.1 mol/L O O
. pH6.5 , 0.2mo/L . pH6.5
9 30% 4000, 0.1 mol/L O O 10 30% 4000, 0.1 mol/ L O
, 0.2mol L s pHS5.6 s, 0.2mol/ L , pH4.6
12 30% > 0.1 mol/ L4
1 l.Om()]/I_%56 ., 0.1lmol/ L + + 0. 2mol/ L i
» P pH 7.5
13 30% 400 0. 1 mol/L 14 28% 400, 0. 1 mol/ L 4 +, + 4+,
, 0.2mo/L +, O +, O , 0.2mol/L (
, pHS8.5 . pH7.5 )
15 30% 8000 0. 1moV/ L O O 16 1.5 mol/L . 0.1 mol/L 4 =+, =+,
. 0.2mol/ L . pH6 5 . pH7.5
17 30% 4000, 0.1 mol/ L 18 20% 8000, 0.1 mol/L
., 0.2m/L. O O . 0.2 mol/L ., pH  + +
., pH8.5 6.5
19 30% , 0.1mol L 0
. 0.2 mol/L + ++ 002 w0 0wl ++
s mol/ L , pH4.6
, pH 85
22 30% 4000, 0.1 mol/ L
20 30% - ]/,L()mno]/LH65 O O 0.2 wol L
» Hhemo PO , pH8.5
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/d /d /d
Code Contents Days 30 Days 60 Code Contents Days 30 Days 60
23 30% 400 0 1 mol/ L4 214 204 0.1 mol/ L )
, 0.2 mol/L + ++ 0.2 mol/ L. PH 4.6 +
, pH7.5 ) ’ "
25 1.0 mol/ L , 0.1 mol/L 26 30% , 0.1mol/L +, +
, pH 6.5 s 0.2mol/ L , pHS5.6
27 20% » 0.1 mol/L 4 + 28 30% 8000, 0.1 mol/ L
, 0.2 mol/ L ’ , 0.2 mol/ L , pH
. pH 75 6.5
29 0. 8 mol/LL , 0.1
mol/ L 4 . pH O O 30 30% 8000, 0.2 mol/L O O
7.5
0
31 30% 4000, 0.2 mol/ L 2 2.0ml/L + T+t
34 2.0mo/L , 0.1 mol/L O + +,
33 4.0mol/L . pH 4.6 ++, O
0 + 4+,
33 1.6mol/L , 0.1 mol/L 36 8% 8000 0. 1 mol/ L +,
4- , pH7.5 , pH8.5
37 8% 4000, 0.1 mol/L 38 1.4 mol/ L . 0.1 mol/L O O
, pH4.6 o o 4 , pH7.5 + +
» oW 400, 0'2101“"]/]/“;: o L0 40 20% , 0.1 ma/L O L0
poenme ’ . 0% 4000 pH 5.6 ’
, pH7.5
41 10% . 0.1 molV L4 42 0
20 + 44 20% 8000, 0. 05 mol/ L + 44
4000, pH 7.5
42 30% 1500 44 0.2 mol/ L
45 18% 8000, 0.1 mol/L 44 46 18% 8000, 0.1 mol/ L + +,
, 0.2mol/L , pH + ’ , 0.2 mol/ L , pH '
6.5 6.5
47 2.0mol/ L , 0.1mol/ L ++, 48 2.0 mol/ LL , 0.1 mol/L
, pH 46 + , pH8.5 A e
49 2% 8000, 1.0 mol/ L. O ++.0 50 15% 8000, 0.5 mol/ L O O
0
51 10% 6000, 2.0 mol/ L + +
st s+ ; O .
Note: +. Little precipitatiors + . More precipitation; O. Phase splitting.
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