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Table 1. Crystal data and structure refinement for DT2.15.

Identification code
Empirical formula
Formula weight
Temperature
Wavelength

Crystal system
Space group

Unit cell dimensions

Volume

Z

Density (calculated)
Absorption coefficient
F(000)

Crystal size

6 range for data collection
Index ranges

Reflections collected
Independent reflections
Refinement method

Data / restraints / parameters
Goodness—of-fit on F2

Final R indices [I>20(I)]

R indices (all data)

Largest diff. peak and hole

DT215
Car™e%
206.19
152(2) K
0.71073 A
Monoclinic
P21/c

a = 90°
B = 93.46(3)°
v = 90°

7.968(2) A
15.813(3) A
7.915(2) A

a
b

f

[ 34

3
995.5(4) A
4

3
1.376 Mg/m
0.106 60>
432

U % 2y % oM

2.56 to 24.98°

-9<h<9, -18<k<0, -8<¢
2362
1601 (Rint = 0.0492)

Full-matrix least—squares on F2
1601 / 0 / 140

0.821

Rl = 0.0471, wR2 = 0.1066

R1 = 0.0801, wR2 = 0.1158

0.222 and —0.217 eA >

141

<



Table 2. Atomic coordinates [ x 104] and equivalent isotropic

displacement parameters

(A%

10%] for DT2.15.

U(eq) is

defined as one third of the trace of the orthogonalized Uij

142

tensor.

X y z U(eq)
0(1l) 2866(2) 9081(1) 3105(3) 35(1)
C(1) 1415(3) 9426(2) 2447 (4) 40(1)
C(2) 97(3) 8995(2) 1752 (4) 37(1)
C(3) 141(3) 8091(2) 1690(4) 28(1)
0(3) -1074(2) 7655(1) 1023(3) 38(1)
C(4) 1663(3) 7710(2) 2437(3) 23(1)
G(5) 1898(3) 6824(2) 2478 (3) 23(1)
0(5) 623(2) 6307(1) 1850(3) 36(1)
C(6) 3387(3) 6466(2) 3149(3) 23(1)
C(61) 3644(3) CLVNT&A) 3106 (4) 35(1)
C(7) 4688(3) 7010(2) 3794(3) 22(1)
0(7) 6120(2) 6611(1) 4418(3) 32(1)
C(8) 4548 (3) 7893(2) 3770(3) 23(1)
C(81) 5987(3) 8455(2) 4397 (4) 32(1)
C(9) 3020(3) -8209(2) 3099(3) 24(1)
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Table 3. Selected bond lengths [A] and angles [°] for DT2.15.

0(l)-C(1) 1.353(3) 0(1)-C(9) 1.385(3)
C(1)-C(2) 1.342(4) C(2)-C(3) 1.430(4)
C(3)-0(3) 1.276(3) C(3)-C(4) 1.449(3)
C(4)-C(9) 1.413(3) C(4)-C(5) 1.414(3)
C(5)-0(5) 1.374(3) C(5)-C(6) 1.390(3)
C(6)-C(7) 1.419(3) C(6)-C(61) 1.500(3)
C(7)-0(7) 1.369(3) C(7)-C(8) 1.400(3)
C(8)-C(9) 1.391(3) C(8)-C(81) 1.512(3)
C(1)-0(1)-Cc(9) 118.3(2) C(2)-C(1)-0(1) 125.6(2)
C(1l)-C(2)-C(3) 120.1(2) 0(3)-C(3)-C(2) 122.3(2)
0(3)-C(3)-C(4) 122.7(2) C(2)-C(3)-C(4) 115 .0¢2)
C(9)-C(4)-C(5) 116.6(2) C(9)-C(4)-C(3) 121.5(2)
C(5)-C(4)-C(3) 121 .9(2) 0(5)-C(5)-C(6) 119.4(2)
0(5)-C(5)-C(4) 119/ 2/¢2) C(6)-C(5)-C{4) 121.4(2)
C(5)-C(6)-C(7) - 118.6(2) C(5)-C(6)-C(61) 120.6(2)
C(7)-GC(6)-C(61) ©120.7(2) 0(7)-C(7)-C(8) 121.9(2)
0(7)-C(7)-C(6) 115.1C2) C(8)-C(7)-C(6) 122.9(2)
C(9)-C(8)-C(7) 115.5(2) C(9)-C(8)-C(81) 122.9(2)
C(7)-C(8)-C(81) 121.6(2) 0(1)-C(9)-C(8) 115.6(2)
0(1l)-C(9)-C(4) 119.4(2) C(8)-C(9)-C(4&) 125.0(2)




Table 4. Anisotropic displacement parameters [Az x 103] for DT2.15.

The anisotropic displacement factor exponent takes the form:

2

—2x% | (ha*)zUll o+ 2hka*b*U12 ]

U1l U22 U33 23 U13 U12
0(1) 26(1) 21(1) 55(2) 2(1) -8(1) 3(1)
c(1) 33(2) 25(2) 62(2) 7(2) -2(2) 10(1)
c(2) 264,(1) 34(2) 51(2) 6(2) 4(1) 10(1)
c(3) 19(1) 36(2) 29(2) 3(1) -2(1) 3(1)
0(3) 17(1) 43(1) 53(2) 2(1) -13(1) -1(1)
c(4) 18(1) 26(1) 25(2) 0(1) 0(1) 2(1)
c(5) 15(1) 27(2) 27(2) 2:1) -2(1) -2(1)
0(5) 20(1) 28(1) 58(2) -2(1) “14(1) -6(1)
c(6) 20(1) 24(1) 25(2) 3(1) 1(1) “1(1)
c(61)  29(1) 24.(2) 49(2) 3(1) -7(1) 0(1)
c(7) 16(1) 24(2) 26(2) 2(1) -4(1) 3(1)
0(7) 18(1) 25(1) 52(1) 1(1) -12(1) 2(1)
c(8) 17(1) 24(1) 28(2) 2(1) 0(1) -1(1)
c(8l)  22(1) 31(2) 42(2) 5(1) -7(1) -4(1)

C(9) 22(1) 21.(1) 28(2) 1(1) 1(1) 1(1)
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Table 5. Hydrogen coordinates ( x 104) and 1isotropic
displacement parameters (AZ x 103) for DT2.15.

X y Z U(eq)
H(1l) 1322(3) 10024(2) 2480 (4) 48
H(2) -867(3) 9290(2) 1301(4) L4
H(S) -198(15) 6604 (1) 1491(37) S4
H(61A) 3519(20) 9529242) 4237(6) 52
H(61B) 4774(8) 5403(2) 2749 (20) 52
H(61C) 2806 (14) 527 2¢2) 2303(16) 52
H(7) 6822(15) 6973(2) 4785(35) 48
H(81A) 6964(7) 8347(8) 3733(14) 48
H(81B) 6280(14) 8334(8) 5593(7) 48

H(81C) 5651(8) 9049 (2) - 4271(20) 48
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C:\is\thai\DT215. txt

Crystal data for (DT2.15): C;;H,,0,; M 206.19 g mol™; monoclinic, P2,/c (No 14)'; a
7.968(2) A; b 15.813(3) A; ¢ 7.915(2) A; B 93.46(3)°; V 995.5(4)A%; D, 1.376 g cm ~; Z 4;
F(000) 432; 1 0.71069 A; pMo-Ka) 0.106 mm™; T 152(2) K. 2362 measured reflections
of which 1601 independent reflections were employed in the refinement, 6, = 24.98°,
R(YIF FE VY IF,h = 0.0471 0 >201, 916 reflections), and wR2 = [Yw(F *-F2)*Y wF, ‘"
= 0.1158 (all data), S = 0.821, w™' = o*(F ?) = (0.0604P)* and P = (F,? + 2F.%)/3. Residual
electron density max =0.22, min =-0.22 eA ™.

Data were collected on a Nicolet R3 diffractometer using graphite monochromated Mo-K«
radiation. The structure was solved by direct methods using SHELXS-862. All non hydrogen
- atoms were located in the chosen E-map and were refi zd anisotropically, by full matrix least
squares based on F?, with SHELXL-93.> H atoms were input in calculated positions, with
isotropic thermal parameters related to the equivalent isotropic displacement parameters of the
C or O atoms to which they are bound.  Atomic coordinates, bond lengths and angles 2nd thermal
parameters will be deposited at the Cambridge Crystallographic Data Centre.

1. Internztional Tables for X-ray Crystallography' Vol 1. (Kynoch: Press: Birmingham 1966).

2. G.M. Sheldrick, 'SHELXS-86. A program for the solution of crystal structures from
diffraction data.' University of Gottingen, Federal Republic of Germany,- 1986; G.M.
Sheldrick, Acta Crystallogr., A46 (1990) 467-473.

3. G.M. Sheldrick, 'SHELXL-93'J. Appl. Cryst., (1995) in preparation.

Other notes on the structure:

The intramolecular hydrogen bond between H(5) and O(3) is 1.832(3)A long with the bond angle
O(5)-H(5)-0(3) 148.7(3)*.

The molecules pack in parallel chains perpendicular to the z axis of the monoclinic unit cell, with
molecules in the chains linked by intermolecular H-bonds between the 0O(3) and O(7) atoms.

The two 6-membered rings are essentially flat with maximum deviations from planarity of
0.011(2)A for the O ring and 0.007(2)A for the aromatic ring.
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This paper reports the application of MTT assay to study on the inhibitory effect
of 12 comounds for tomor cell line.

Cell lines were cultured under conventional conditions : 37 °C, §% CO, + 95%
Air, 100% relative humidity, in RPMI 1640 supplemented with 10% heat-inactivated
fetal bovine serum, Pencillin 100 IUml" and Streptomycin 100 ,ug.mIJ.

A tetrazolium dye ( MTT= 3-4,5-dimethylthiazol-2,5-diphenyltetrazolium brtomide )
assay was based on a reductant reaction of MTT foromazan caused by living cells.
The reduced formazan can then be measured with a microplate spectrophotometer.

MTT assay :

Cell lines were seeds in 96 well with 5 X 104 cells. Compounds stock
solutions were added to each well, and 8 replicate wells without -2ompound served
as control. The plates were incubated for 72 hr. After the incubation, 20 44 of PBS
solution with MTT Smg.ml.1 were ‘added to each well and the plates reincubated for
further 4hr. The plates were ' then inverted on  blotting papers to remove the
medium. The formazan crystals formed were dissolved in 200 M of acid isopropanal.

The plates were read on a Model 450 Microplate reader at 570 nm..
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