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Table 1. Crystal data and structure refinenent for 2

Empirical formula C36H3205

Formul a wei ght 592. 62

Tenper at ure 293(2) K

Crystal system Tet ragona

Space group 14

Unit cell dimensions a = 15.7903(9) A o = 90 deg
b = 15.7903(9) A B = 90 deg
c = 5.8038(6) A vy = 90 deg

Vol une 1447.1(2) A3

Z 2

Density (cal cul at ed) 1.360 g/ cnd

Absor ption coefficient 0.096 mml

Absor ption correction Sem -enpirical from psi-scans

Transni ssi on 0.2425 to 0. 2606
F(000) 624

Diffractoneter Enr af - Noni us CAD4

Radi ati on G aphi t e- mronochr omat ed MoKa (0. 71073 A)
Scan type - 20
Decay negligi bl e, based on 3 standards

nmeasured every 7200 s exposure (150
refl ections)

Crystal size 0.40 x 0.08 x 0.05 nm
Crystal habit Rod

Crystal color Col orl ess
Theta range for data collection 1.82 to 24.99 deg.
Limting indices 0<=h<=18, 0<=k<=18, -6<=|<=6
Refl ections collected 1365

| ndependent reflections 1269 [R(int) = 0.0232]

Structure sol ution nethod D rect

Ref i nenment net hod Ful | -matrix | east-squares on F2



Data / restraints / parameters
Goodness-of -fit on F2
Fi nal

Rindices [I > 40(1)]

R indices (all data)
Absol ute structure paraneter

Largest diff. peak and hol e

Tabl e 2.

1269 / 0 / 100

1. 040

R1

R1

0.0377, wR2

0. 0513, wR2

-2(2)

0.111 and -0.119 e

At omi ¢ coordi nates and

di spl acenent paraneters for 2.

equi val ent
i s defined

U(eq)

i sotropic

0. 0841

0. 0913

as one third of the trace of the orthogonalized U j tensor
X y z U(eq)

o1 0. 40737(10) 0.11306(10) 0.2419(3) 0. 0395(4)
(02 0. 27815(10) 0.13321(10) 0. 0552( 3) 0. 0415(4)
c1 0. 44259(14) 0.17704(13) 0.1124(4) 0. 0332(6)
c2 0.52193(14) 0.20731(14) 0. 1745(4) 0. 0330(6)
C3 0. 5558(2) 0.27495(13) 0. 0525(4) 0. 0365(6)
07} 0.5146(2) 0.3109(2) -0.1366(4) 0. 0375(6)
(03) 0.4367(2) 0.27754(14) -0.1968(4) 0. 0392( 6)
C6 0. 39967(14) 0.21211(14) -0.0736(4) 0. 0344(6)
c7 0. 33470( 14) 0.0726(2) 0. 1375(4) 0. 0355(6)
Cc8 0. 3135(2) 0.1787(2) - 0. 1346(5) 0. 0458(7)
A1 0. 5533(2) 0. 3834(2) -0.2679(5) 0. 0501(7)




Tabl e 3.

Bond | engths [A] and angles [deg] for 2.

1 1 1 1 1 l_\ :':t
=

* 3+
[IANIAN

1
1
(NN

H #*
NN

eYeJeJeYeYeTelekeSeTeketelelal=FoFelole

Q2QRLARRRRRAB2LARLA2 RRRAAALLRR2L
2QQ99228222800022282 822832838320

1. 376(3)
1. 446( 3)
1. 393(3)
1. 428(3)
1. 388(3)
1. 390( 3)
1. 389( 3)
1.507(3)
1. 396( 3)
1. 384(3)
1. 505( 3)
1. 386(3)
1. 501( 3)
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118. 4(2)

121

121

121

121

.3(2)
120.
118.
.0(2)
120.
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117.

3(2)
7(2)

2(2)
3(2)
2(2)

.6(2)
121.
121.
1109.
.5(2)
119.
110.
100.
106.
110.

2(2)
9(2)
5(2)

0(2)
4(2)
3(2)
3(2)
5(2)

Symmetry transformations used to generate equival ent atons:

#1 y+1/ 2, -x+1/2,-z+1/ 2 #2 -y+1/2,x-1/2,-z+1/2



Tabl e 4.

Ani sotropi ¢ displacenment paranmeters for
The ani sotropi c displacenent factor exponent takes
-2 m2 [ hZ2 a*2 U1l + ...

+2hka* b* U12 ]

2.
the form

Ui u22 u33 u23 Ul3 u12
o1 0.0347(9) 0.0377(9) 0.0459(9) 0.0130(8) -0.0073(8) -0.0087(7)
(07 0.0351(9) 0.0395(9) 0.0498(10) 0.0095(9) -0.0069(8) -0.0015(7)
Cl 0.0349(12) 0.0252(11) 0.0396(14) 0.0020(11) 0.0014(11) 0.0005(9)
c2 0. 0304(12) 0.0304(12) 0.0380(13) 0.0001(10) 0.0033(10) 0.0031(10)
C3 0.0309(12) 0.0285(12) 0.0500(14) -0.0016(11) 0.0018(12) 0.0002(9)
(07} 0. 0418(14) 0.0282(12) 0.0425(14) 0.0003(11) 0.0055(12) 0.0028(10)
Cc5 0. 0445(14) 0.0324(13) 0.0406(14) 0.0040(10) -0.0022(12) 0.0068(11)
C6 0. 0354(12) 0.0307(12) 0.0371(13) 0.0029(11) -0.0022(12) 0.0023(10)
C7 0. 0336(13) 0.0289(12) 0.0440(14) 0.0018(11) -0.0040(11) -0.0003(10)
C8 0. 048(2) 0. 0425(14) 0.047(2) 0.0102(13) -0.0130(12) -0.0054(12)
C41  0.054(2) 0. 0357(13) 0.061(2) 0.0111(13) 0.0046(14) -0.0010(12)
Tabl e 5. Hydr ogen coordi nates and i sotropic
di spl acenent paraneters for 2.

X y z U(eq)

H3 0. 6077(2) 0. 29706( 13) 0. 0983(4) 0. 036

H5 0. 4083(2) 0.29967(14) -0.3236(4) 0. 039

H7 0. 35280( 14) 0. 0352(2) 0. 0120(4) 0. 035

HBA 0. 2766(2) 0.2254(2) -0.1752(5) 0. 046

Ha8B 0.3179(2) 0. 1415(2) -0.2670(5) 0. 046

HA1A 0.6071(2) 0.3977(2) -0.2012(5) 0. 050

H41B 0.5164(2) 0.4316(2) -0.2605(5) 0. 050

H41C 0.5612(2) 0.3672(2) -0.4259(5) 0. 050

H41D 0.5160(2) 0. 4000( 2) -0.3905(5) 0. 050

HA1E 0. 6067(2) 0. 3661(2) -0.3312(5) 0. 050

H41F 0.5619(2) 0. 4305(2) -0.1658(5) 0. 050




