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The crystals were grown by slow diffusion of methanol vapor into a
chlorobenzene solution of the compound. The crystal was sealed in a
capillary with mother liquor to avoid efflorescence.

)

_publ_section_exptl_refinement

X-ray intensities were measured for +h, -k, +-1 (\q<69.1\%)

and +-h, +k, +-1 (\q<30.0\%) reflections. All H-atom positions attached

to carbon atoms were calcurated geometrically, '

with U~iso~(H) = 1.2U~eq~(parent atom). There.exists a positional disorder
on the oxygen and carbon atoms in methanol of crystallization. The site
occupancy factors of each set of the disordered oxygen and carbon atoms
(046, C48 and 047, C49) were assumed to be 0.3 and 0.2, respectively.

s
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#

# CHEMICAL DATA

_chemical_formula_sum 'C85 H64 N6 O
_chemical_formula_moiety 'C84 H60O N6, CH4 O
_chemical_formula_weight 1185.48
_chemical_melting_point ?

#

# CRYSTAL DATA

_symmetry_cell_setting _ monoclinic
_symmetry_space_group_name_H-M ‘P121/al
_symmetry_Int_Tables_number 14

loop_

_Symimetry_equiv_pos_as_XyzZ

X,¥,Z

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

“X,-Y,-Z

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

_cell_length_a 25.352(4)
_cell_length_b 8.577(2)
_cell_length_c 16.151(2)
_cell_angle_alpha 90

_cell_angle_beta 106.25(1)
_cell_angle_gamma 90

_cell_volume 3371.6(10)
_cell_formula_units_Z 2
_cell_measurement_reflns_used 25
_cell_measurement_theta_min 25.3
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_cell_measurement_theta_max 29.2
_cell_measurement_temperature 298(1)
H#
_exptl_crystal_description . 'plate’
_exptl_crystal_colour 'yellow’
_exptl_crystal_size_max 0.600 -
_exptl_crystal_size_mid 0.300
_exptl_crystal_size_min 0.100
_exptl_crystal_size_rad ?
_exptl_crystal_density_diftrn 1.168
_exptl_crystal_density_meas ?
_exptl_crystal_density_method 'not measured'
_expti_absorpt_coefficient_mu 0.536
_exptl_absorpt_correction_type none
#.
# EXPERIMENTAL DATA
_diffrn_radiation_type 'Cu K\a'
_diffrn_radiation_wavelength 1.54184
_diffrn_measurement_device_type 'Rigaku AFC7R’
_diffrn_measurement_method \g-2\q '
_diffrn_reflns_number 7679
_diffrn_reflns_av_R_equivalents 0.045
_diffrn_reflns_theta_min ?
_diffrn_reflns_theta_max 69.10
_diffrn_reflns_limit_h_min -16
_diffrn_reflns_limit_h_max 29
_diffrn_reflns_limit_k_min -10
_diffrn_reflns_limit_k_max 5
_diffrn_reflns_limit_l_min -18

~ _diffrn_reflns_limit_l_max 18
_diffrn_standards_number 3 .
_diffrn_standards_interval_count 150
_diffrn_standards_decay_% “1.12

L H § N

# REFINEMENT DATA . | A
_refine_special_details _

Refinement using reflections with FA24 > 0.0 sigma(FA27). The weighted
R-factor (wR) and goodness of fit (S) are based on F*2”. R-factor (gt) are
based on F. The threshold expression of F*2*> 2.0 sigma(F*2*) is used only
for calculating R-factor (gt).

_reflns_number_total 5732
_reflns_number_gt 3180
_reflns_threshold_expression 'B>2/s(1)
_refine_ls_structure_factor_coef Fsqd
_refine_ls_R_factor_gt 0.0885
_refine_ls_wR_factor_ref 0.2865
_refine_ls_hydrogen_treatment noref
_refine_ls_number_reflns 5732
_refine_ls_number_parameters 442
_refine_ls_goodness_of_fit_ref 1.064
_refine_ls_weighting_scheme calc

_refine_ls_weighting_details )
'w = 1/[\s"24Fo"2™) + (0.1900P)*2740.0000P] where P=(Fo™2 A +2Fch2M)/3!

_refine_ls_shift/su_max 0.001
_refine_ls_extinction_method none
_refine_diff_density_max 0.55
_refine_diff_density_min -0.36
loop_

_atom_type_symbol
_atom_type_description
_atom_type_scat_dispersion_real
_atom_type_scat_dispersion_imag
_atom_type_scat_source
C'C 0.018 0.009
;International Tables for Crystallography
(1992, Vol. C, Tables 4.2.6.8 and 6.1.1.4)
'H' 'H' 0.000 0.000
;International Tables for Crystallography
(1992, Vol. C, Table 6.1.1.4)
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TNTN' 0.031 0.018
;International Tables for Crystallography
(1992, Vol. C, Tables 4.2.6.8 and 6.1.1.4)

100" 0.049 0.032
;International Tables for Crystallography
(1992, Vol. C, Tables 4.2.6.8 and 6.1.1.4)

s

;'? ATOMIC COORDINATES AND DISPLACEMENT PARAMETERS .

loop_

_atom_site_label
_atom_site_type_symbol
_atom_site_fract_x
_atom_site_fract_y
_atom_site_fract_z
_atom_site_U_iso_or_equiv

_atom_site_adp_type
_atom_site_occupancy
_atom_site_calc_flag
_atom_site_refinement_flags
_atom_site_disorder_assembly
_atom_site_disorder_group

046 O 0.0119(4) 0.445(1) 0.3509(9) 0.097(3) Uani0.30dP ..
047 O 00372(7) 0.428(3) 0.550(2) 0.17(1) Uani0.20dP ..
NI N 0.0657(1) 0.4212(4) 1.1668(2) 0.0675(8) Uani 1.00d. . .
N2 N 0.2306(1) 0.2446(4) 1.5341(2) 0.0804(9) Uani 1.00d. . .
N3 N 0.1488(1) -0.1239(4) 0.9483(2) 0.0833(10) Uani 1.00d. . .
C4  C.-0:0564(1) 0.5106(5) 0.9853(2) 0.076(1) Uani 1.00d. ..
'C5 - C -0.0223(2) 0.4681(5) 1.0659(2) 0.0724(10) Uani 1.00d. . .
C6:  C 0.0334(1) 0.4556(4) 1.0814(2) 0.0624(9) Uani 1.00d . . .
C7-- C 0.1036(1) 0.3176(4) 1.1829(2) 0.0617(8) Uani 1.00d. . .
C8 - C 0.1382(1) 0.2991(4) 1.2738(2) 0.0630(8) Uani 1.00 d
C9 C 0.1339(2) 0.4023(5) 1.3370(2) 0.085(1) Uani 1.00d. ..
CI0 C 0.1635(2) 0.3807(6) 1.4222(2) 0.094(1) Uani1.00d. ..
Cil C 0.1980(2) 0.2577(5) 1.4469(2) 0.0710(10) Uani 1.00d. . .
Ci2 C. 02051(2) 0.1576(6) 1.3847(2) 0.087(1) Uani 1.004d. . .
CI13 'C 0.1747(2) 0.1789(5) 1.2988(2) 0.081(1) Uani1.00d. ..
Cl4 C 02160(1) 0.1555(4) 1.5872(2) 0.0634(9) Uani 1.00 d
C15 C 0.1650(1) 0.0589(5) 1.5645(2) 0.0674(9) Uani 1.00d
C16 C 0.1618(2) -0.0757(5) 1.5168(3) 0.083(1) Uani 1.00 d
C17 C 0.1138(2) -0.1622(7) '1.4955(3) 0.109(2) Uani 1.00 d
C18 C 0.0694(2) -0.1158(9) 1.5229(4) 0.121(2) Uani 1.00 d
C19 C 0.0726(2) 0.0189(9) 1.5688(4) 0.116(2) Uani1.00d
C20 C 0.11952) 0.1040(6) 1.5905(3) 0.091(1) Uani 1.004d. ..
C21 C 02511(1) 0.1556(5) 1.6791(2) 0.0676(9) Uani 1.00d. . .
C22 C 0.2345(2) 0.0719(5) 1.7410(2) 0.081(1) Uani 1.00d. ..
C23 C 0.2646(2) 0.0832(6) 1.8275(3) 0.100(2) Uani 1.004d. ..
C24 C 0.3104(2) 0.1736(7) 1.8503(3) 0.108(2) Uani1.00d.
C25 C 0.3287(2) 0.2513(6) 1.7882(3) 0.103(2) Uani 1.00d
C26 C 0.2984(2) 0.2418(6) 1.7028(2) 0.086(1) Uani 1.00d
C27 C 0.1142(1) 0.2071(4) 1.1176(2) 0.0614(9) Uani 1.00 d
C28 C 0.1633(2) 0.2082(5) 1.0961(2) 0.075(1) Uani 1.00d.
C29 C 0.1736(2) 0.1012(5) 1.0380(2) 0.078(1) Uani 1.004d. . .
C30 C 0.1345(2) -0.0081(5) 1.0005(2) 0.0709(10) Uani 1.00d. . .
C31 C 0.0850(2) -0.0124(5) 1.0223(2) 0.073(1) Uani 1.00d. ..
C32 C 0.0759(1) 0.0964(5) 1.0802(2) 0.0688(9) Uani 1.00d. . .
C33 C 0.1219(1) -0.1463(5) 0.8679(2) 0.0697(9) Uani 1.00d. . .
C34 C 0.1406(1) -0.2781(5) 0.8255(2) 0.0732(10) Uani 1.00d. .
C35 C 0.1668(2) -0.4046(6) 0.8730(3) 0.097(1) Uani 1.004d. .
C36 C 0.1875(2) -0.5217(7) 0.8374(4) 0.118(2) Uani 1.00d. .
C37 C 0.1844(3) -0.5154(8) 0.7521(6) 0.132(2) Uani 1.004d. .
C38 C 0.1586(3) -0.3976(8) 0.7019(4) 0.132(2) Uani 1.00d. .
C39 C 0.1357(2) -0.2744(6) 0.7381(3) 0.100(1) Uani1.00d. .
C40 C 0.0762(2) -0.0446(5) 0.8191(2) 0.072(1) Uani 1.00d. .
C4l  C 0.0271(2) -0.1096(6) 0.7735(3) 0.091(1) Uani 1.00d. .
C42 C -0.0176(2) -0.018(1) 0.7306(4) 0.127(2) Uani 1.00d. .
C43  C -0.0103(4) 0.145(1) 0.7335(4) 0.151(3) Uani 1.00d. .
C44 C 0.0392(4) 0.2091(8) 0.7764(3) 0.156(3) Uani 1.00d. .
C45 C 0.0830(2) 0.1139(6) 0.8192(3) 0.109(2) Uani 1.00d. . .
C48 C 0.0055(8) 0.481(2) 0.429(2) 0.133(8) Uani0.30 dP . .
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C49 C 0.045(1) 0.417(4) 0.485(4) 0.162) Uani0.20dP ..

H4 H -0.0954 05157 0.9759 0.0881 Uiso 1.00 calc. . .
H5 H -0.0386 (.4448 L.1t16 0.0842 Uiso 1.00 calc . . .
H9 H 0.1094 0.4906 1.3209 0.1015 Uiso 1.00 calc . . .
H10 H 0.1602 (0.4548 1.4652 0.1119 Uiso 1.00 calc. . .
HI2 H 0.2308 0.0711 1.4008 0.1068 Uiso 1.00 calc. . .
H13 H 0.1801 0.1092 1.2553 0.0971 Uiso 1.00 calc . . .
H16 H 0.1937 -0.1117  1.5012 0.0987 Uiso 1.00 calc . . .
H17 H 0.1116 -0.2564  1.4592 0.1310 Uiso 1.00 calc . . .
H18 H 0.0368 -0.1789  1.5086 0.1404 Uiso 1.00 calc . . .
HI19 H 0.0410  0.0475 1.5850 0.1375 Uiso 1.00 calc . . .
H20 H 0.1218 0.1958 1.6253 0.1092 Uiso 1.00 calc . . .
H22 H 0.2019 0.0066 1.7249 0.0986 Uiso 1.00 calc . . .
H23 H 0.2520  0.0289 1.8705 0.115] Uiso 1.00 calc . . .
H24 H 0.3301 0.1796 1.9104 0.1242 Uiso t.00 calc. . . .
H25 H 0.3617 0.3124 1.8066 0.1216 Uiso 1.00 calc . . .
H26 H 0.3103 0.2988 1.6599 0.1013 Uiso 1.00 calc. . .
H28 H 0.1913 0.2835 1.1232 0.0903 Uiso 1.00 calc . . .
H29 H 0.2077 0.1041 1.0222 0.0917 Uiso 1.00 calc . . .
H31 H 0.0581 -0.0893  0.9962 0.0859 Uiso 1.00 calc. . .
H32 H 0.0416 0.0936 1.0951 0.0805 Uiso 1.00 calc . . .
H35 H 0.1711 -0.4069  0.9341 0.1168 Uiso 1.00 calc . . .
H36 H 0.2032 -0.6140  0.8691 0.1393 Uiso 1.00 calc . . .
H37 H 0.2017 -0.5971  0.7258 0.1575 Uiso 1.00 calc . . .
H38 H 0.1551 -0.3934  0.6396 0.1507 Uiso 1.00 calc.. . .
H39 H 0.1175 -0.1887  0.7033 0.1197 Uiso 1.00 calc . . .~
H41 H 0.0223 -0.2224  0.7723 0.1100 Uiso 1.00 calc.. . .
H42 H -0.0518 -0.0636 0.7003 0.1468 Uiso 1.00 calc.. . .
H43 H -0.0403 0.2103 0.7028 0.1715 Uiso 1.00 calc. . . °
H44 . H 0.0426 = 0.3218 0.7811 - 0.1858 Uiso 1.00calc . . .

H45 H 0.1185 ~ 0.1605 0.8468 0.1312 . Uiso 1.00 calc ... .-

- loop_ .

_atom_site_aniso_label

_atom_site_aniso_U_11

_atom_site_aniso_U_22

_atom_site_aniso_U_33

_atom_site_aniso_U_12

_atom_site_aniso_U_13

_atom_site_aniso_U_23 ’
046 0.061(5) 0.077(6) 0.15(1) 0.012(4) 0.018(6) -0.025(7)
047 0.039(9) 0.10(1) 0.35(4) -0.011(8) 0.03(2) - 0.10(2)
N1 0.070(2) 0.0838(2) 0.037(1) 0.008(2) 0.004(1) 0.002(1)
N2 0.080(2) 0.110(2) 0.038(1) -0.020(2) -0.006(1) 0.007(2)
N3  0.082(2) 0.107(3) 0.053(2) 0.022(2) 0.005(1) -0.008(2)
C4  0.060(2) 0.1093) 0.053(2) 0.009(2) 0.007(2) 0.018(2)
CS  0.073(2) 0.095(3) 0.046(2) 0.013(2) 0.013(2) 0.011(2)
Cé6 0.064(2) 0.078(2) 0.037(2) 0.011(2) 0.001(1) 0.001(1)
C7 0.061(2) 0.080(2) 0.038(2) 0.000(2) 0.004(1) 0.000(2)
C8 0.062(2) 0.081(2) 0.037(2) -0.002(2) 0.001(1) 0.001(2)
C9 0.114(3) 0.085(3) 0.044(2) 0.021(2) 0.001(2) -0.001(2)
C10 0.130(4) 0.102(3) 0.038(2) 0.0093) 0.004(2) -0.008(2)
Cil1 0.072(2) 0.094(3) 0.037(2) -0.011(2) -0.001(1) 0.004(2)
C12 0.081(3) 0.115(3) 0.050(2) 0.018(2) -0.008(2) 0.008(2)
Cl13 0.082(2) 0.112(3) 0.039(2) 0.015(2) -0.001(2) -0.005(2)
Cl4 0.064(2) 0.083(2) 0.036(2) 0.004(2) 0.003(1) -0.001(2)
C15 0.063(2) 0.094(3) 0.040(2) 0.0002) 0.006(1) 0.003(2)
Cl6 0.078(2) 0.100(3) 0.064(2) -0.005(2) 0.008(2) -0.007(2)
Cl17 0.104(4) 0.121(4) 0.084(3) -0.026(3) -0.003(3) -0.007(3)
CI18 0.075(33) 0.158(5) O.111(4) -0.026(4) -0.002(3) 0.030(4)
Cl19 0.069(3) 0.180(6) 0.100(4) 0.002(3) 0.026(3) 0.024(4)
C20 0.072(2) 0.131(4) 0.068(2) 0.012(2) 0.018(2) 0.006(2)
C21 0.074(2) 0.084(2) 0.035(2) 0.010(2) -0.001(1) -0.004(2)
C22  0.097(3) 0.093(3) 0.046(2) 0.007(2) 0.007(2) 0.007(2)
C23  0.141(4) 0.103(3) 0.041(2) 0.028(3) 0.001(2) 0.007(2)
C24 0.140(4) 0O.113(4) 0.042(2) 0.031(3) -0.023(2) -0.008(2)
C25 0.113(3) 0.111(3) 0.058(2) -0.005(3) -0.020(2) -0.013(3)
C26 0.092(3) 0.106(3) 0.045(2) -0.007(2) -0.007(2) -0.004(2)
C27 0.056(2) 0.082(2) 0.036(1) 0.005(2) -0.004(1) 0.002(1)
C28 0.067(2) 0.100(3) 0.052(2) -0.010(2) 0.008(2) -0.007(2)
C29 0.066(2) 0.113(3) 0.053(2) 0.003(2) 0.011(2) -0.009(2)
C30 0.069(2) 0.092(3) 0.041(2) 0.017(2) -0.001(2) -0.002(2)
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C31 0.066(2) 0.094(3) 0.045(2) 0.006(2) -0.005(2) -0.009(2)
C32 0.059(2) 0.097(3) 0.045(2) 0.003(2) 0.005(1) -0.004(2)
C33 0.071(2) 0.088(3) 0.048(2) 0.003(2) 0.014(2) -0.003(2)
C34 0.066(2) 0.090(3) 0.063(2) 0.002(2) 0.016(2) -0.010(2)
C35 0.096(3) 0.102(3) 0.083(3) 0.028(3) 0.007(2) -0.008(3)
C36 0.119(4) 0.106(4) 0.117(4) 0.025(3) 0.014(3) -0.022(3)
C37 0.109(4) 0.112(4) 0.174(7) 0.017(3) 0.042(4) -0.049(5)
C38 0.171(6) 0.137(5) 0.105(4) 0.023(4) 0.067(4) -0.030(4)
C39 0.132(4) 0.105(3) 0.070(3) 0.013(3) 0.039(3) -0.016(2)
C40 0.084(2) 0.092(3) 0.038(2) 0.013(2) 0.013(2) 0.001(2)
C4l 0.082(3) 0.123(4) 0.067(2) 0.003(2) 0.018(2) 0.024(2)
C42 0.079(3) 0.214(7) 0.086(4) 0.026(4) 0.019(3) 0.047(4)
C43  0.170(6) 0.198(8) 0.078(4) 0.100(6) 0.024(4) 0.039(5)
C44  0257(9) 0.120(5) 0.061(3) 0.073(5) -0.005(4) 0.005(3)
C45 0.160(3) 0.092(3) 0.053(2) 0.014(3) -0.007(3) -0.001(2)
C48 0.09(1) 0.07(1) 024(3) -0.029(10) 0.052) 0.01(1)
C49 0.04(1) 0.10(2) 035(6) 001(1) 0.072) 0.133)

.

1t

_computing_data_collection '"WinAFC'
_computing_cell_refinement '"WinAFC'
_computing_data_reduction ‘teXsan Ver. 1. 10’
_computing_structure_solution SIR92
_computing_structure_refinement '‘SHELXIL.97" .
_computing_publication_material ‘teXsan Ver. 1.10'

_computing_molecular_graphics '‘ORTEP-II (Johnson, 1976)
F.

_geom_special_details

k]

?

loop_ -
_geom_bond_atom_site_label_1
_geom_bond_atom_site_label_2
_geom:_bond_distance
_geom_bond_site_symmetry_1
_geom_bond_site_symmetry_2
_geom_bond_publ_flag

N1 C6 1.425(4) . . yes
N1 C7 1.280(5) .. yes
N2 Cl1 1.424(4) .. yes
N2 Cl4 1.279(5) .. yes
N3 C30 1.415(5) .. yes
N3 C33 1.301(4) .. yes
C4 C5 1.395(5) .. yes
C4 Cé 1.390(6) . 3_567 yes

C4 H4 0.959 .. no
C5 C6 1.367(5) .. yes
C5 HS5 0.965 .. no

C7 C8 1.494(4) .. yes
C7 Cc27 1.497(5) .. yes
C8 C9 1.378(5) .. yes
C8 Cl13 1.368(6) .. yes
co  Cl10 1.383(5) .. yes

C9 H9 0.967 .. no
C10 Cl1 1.357(6) .. yes
Cl10 H10 0.963 .. ho

Cl1 Cl2 1.372(6) .. yes
Cl12 Cl13 1.397(5) .. yes
Cl12 Hi2 0.974 .. no

Cl13 H13 0.961 .. no

Cl4 Cl5 1.493(5) .. yes
Cl4 C21 1.502(4) . . yes
Cl5 Cl6 1.378(6) .. yes
Ci15 C20 1.386(6) .. yes
Ci6  CI7  1.383(7) ..yes

Cl6 Hl6 0.963 .. no
C17  CI8  1.3799) ..yes
Cl17 HI17 0.990 .. no
Ci8 Cl19 1.36(1) .. yes
Cl8 HI8 0.961 .. no

Ci9 C20 1.356(7) .. yes
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Cl9 HI9 0943 ..no
C20 H20 0961 ..no
C21  C22 1.388(6) .. yes
C21  C26  1369(6) ..yes
C22  C23  13955) .. yes

Cc22 H22 0.971 .. no
C23 C24 1.358(8) .. yes
C23 H23 0.962 .. no
C24 C25 1.388(8) .. yes
C24 H24 0.961 .. no
C25 C26 1.382(5) .. yes
C25 H25 0.961 .. no
C26 H26 0.963 .. no

C27 C28 1.382(5) .. yes
C27 C32 1.372(5) .. yes
C28 C29 1.389(6) .. yes

C28 H28 0.970 .. no
C29 C30 1.376(5) .. yes
C29 H29 0.967 .. no

C30 C31 1.397(6) .. yes
C31 Cc32 1.386(6) .. yes
C3l1 H31 0.956 .. no

C32 H32 0.965 .. no

C33 C34 1.467(6) . . yes
C33 C40 1.488(5) .. yes
C34 C35 1.386(6) . . yes
C34 C39 1.383(6) .. yes
C35 C36 1.335(8) .. yes

C35 H35 0.962 .. no
C36 C37 1.36(1) .. yes
C36 H36 ~ 0.966 .. no
C37 C38 1.346(10) . . yes
C37 - H37 0.983 ..no -
C38 C39 1.410(9) .. yes
C38 H38 0.984 . . no
C39 H39 0.961 .. no

C40  C41  1.373(6) .. yes
C40  C45  1371(7) ..yes
C41 C42 1.394(8) . . yes

C41 H41 0.974 .. no
C42 =~ C43 1.41(1) .. yes
C42 H42 0.953 .. no
C43 C44 1.37(1) . .yes
C43 H43 0.963 .. Nno
C44 C45 1.396(9) .. yes
C44 H44 0.972 .. no
C45 H45 0.972 .. no

C48 C49 1.27(4) .. yes

046 C48 1.35(3) .. yes

047 C49 1.14(7) .. yes

foop_

_geom_angle_atom_site_label_1

_geom_angle_atom_site_label_2

_geom_angle_atom_site_label_3

_geom_angle

_geom_angle_site_symmetry_1

_geom_angle_site_symmetry_2

_geom_angle_site_symmetry_3

_geom_angle_publ_flag
C48 047 C49 126(2)  3_566 1_555 1_555 yes
Co6 NI c7 122.4(3) 1_555 1_555 1_555 yes
Cll N2 Cl4 120.9(3) 1_555 1_555 1_555 yes
C30 N3 C33 123.2(3) 1_555 1_555 1_555 yes
Cs5 C4 Cco6 119.5(3) 1.555 1_5553_567 yes
C5 C4 H4 120.1(4) 1_5551_5551_555no
Cé c4 H4 120.4(3) 3.567 1_5551_555no
C4 C5 Co6 122.0(4) 1_555 1_5551_555 yes
c4 C5 H5 118.9(4) 1_5551_5551_555n0
Cé6 CS HS 119.1(3) 1_5551_5551_555n0
N1 C6 C4 122.7(3) 1_555 1_5553_567 yes
NI C6 C5 118.6(3) 1_5551_5551_555 yes
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C4 c6 G5 118.5(3) 3_567 1_555 1_555 yes
N1 C7 C8 118.3(3) 1_555 1_555 1_555 yes
NI Cci C27 124.7(3) 1.5551_555 1555 yes
C8 C7 C27 116.9(3) 1.5551_5551.555 yes
C7 C8 C9 120.8(3) 1_555 1_555 1_555 yes
C7 C8 Ci3 122.2(3) 1.5551_555 1555 yes
C9 C8 C13 117.03) 1_5551_5551_555 yes
C8 C9 Cio 121.1¢4) 1_5551_5551_555 yes
C8 C9 H9 118.8(3) 1_555 1_5551_555no
Clo C9 H9 120.1(4) 1_5551_5551_555no
Cc9 clo Cll 121.6(4) 1_5551_555 1_555 yes
C9 C10 H10 119.8(5) 1_5551_5551_555 no
Cilli Cci10 H10 118.6(3) 1_5551_5551_555no
N2 Cll CI0 120.1(3) 1_555 1555 1555 yes
N2 Cll Cl12 121.1(4) 1_555 1_555 1_553 yes
Cl0 Cll Cl12 118.4(3) 1_555 1_555 1_555 yes
Cll Cl2 C13 119.8(4) 1_5551_5551_555 yes
Cl1 Cl12 HI12 119.8(3) 1.5551_5551_555no
Cl3 Ci2 H12 120.4(4) 1_5551_5551_555 no
C8 Cl13 Cl12 122.0(4) 1.5551_555 1_555 yes
C8 C13 H13 118.4(3) 1.5551_5551_555no
Cl12 C13 H13 119.5(4)  1_5551_5551_555no
N2 Ci4 Ci5 124.1(3) 1_.555 1_555 1555 yes
N2 Cl4 C21 117.4(3) 1.555 1_555 1_555 yes
C15 Cl4 C21 118.5(3) 1.555 1_555 1_555 yes
Cl4 CI5 Clé6 120.9(4) 1_555 1_555 1_555 yes
Cl4 Cl15 C20 120.4(4) 1_555 1_555 1_555 yes
Cl6 C15 C20 118.7(4) 1.5551_555 1_555 yes
Ci5 Ci6 Cl7 119.9(4) 1_5551_5551.555 yes
Cl15 .Cl6 H16 119.6(4) 1_5551_5551_555no
C17 Cle. H16 120.5(5) 1_.5551_5551_555 no
Cl6 -+ C17 Cl8 120.4(5) 1_555 1_555 1_555 yes I
Ci6- - Cl17 H17 119.1(6). 1_5551_5551_555no o T
ci1g =~ C17 HI17. - 120.5(6) 1.5551_5551_555n0 - Co S
c17 --Cl18 C19 119.3(5). 1.555 1_555 1555 yes
C17 Cl18 HI18 119.0(7) 1.5551_.5551_555no
C19 Cl18 H18 121.7¢6) 1_5551_5551_555no
Cl18 Cl19 C20 120.7(5) 1.5551_555 1_555 yes
C18 C19 H19 116.5(6) 1_5551_5551_555no

- C20 C19 H19 122.8(7) 1_5551_5551_555 no
C15 C20 C19 121.0(5) 1.5551_5551_555 yes
Cl15 C20 H20 119.2(4) 1_.5551_5551_555no

- C19 C20 H20 119.8(5) 1_5551_5551_555no
Cl14 C21 C22 119.7(3) 1_555 1_555 1_555 yes
Cl4 C21 C26 120.4(3) 1.5551_5551_555 yes
C22 C21 C26 119.8(3) 1_5551_555 1_555 yes
C21 Cc22 C23 119.5(4) 1_5551_5551_555 yes
C21 Cc22 H22 120.8(3) 1_.5551_5551_555no
C23 C22 H22 119.6(4) 1_5551_5551_555no
C22 C23 C24 119.9(5) 1_555 1_555 1555 yes
C22 C23 H23 119.3(5) 1.5551_5551.555no
C24 C23 H23 120.7¢4) 1_5551_5551_555 no
C23 C24 C25 120.8(4) 1_5551_5551_555 yes
C23 C24 H24 117.9(5) 1.5551_5551_555no
C25 C24 H24 121.3(5) 1_.5551_5551_555 no
C24 C25 C26 119.2(4) 1_5551_5551_555 yes
C24 C25 H25 118.5(4) 1.5551_5551_555 no
C26 C25 H25 122.3(5) 1.5551_.5551_555no
C21 C26 C25 120.7(4) 1_555 1_555 1_555 yes
C21 C26 H26 120.0(3) 1.555 1_5551_555no
C25 C26 H26 119.3(4) 1_5551_5551_555no
C7 C27 C28 121.7(3) 1555 1.5551_555 yes
oY) C27 C32 120.2(3) 1_5551_555 1_555 yes
C28 C27 C32 118.1(3) 1_555 1_555 1_555 yes
C27 C28 C29 121.3(3) 1.555 1_555 1_555 yes
Cc27 C28 H28 119.2(4) 1_5551_5551_555 no
C29 C28 H28 119.5(4) 1.5551_5551_555no
C28 C29 C30 119.9(4) 1_5551_555 1_555 yes
C28 C29 H29 120.9(4) 1.5551_5551_555no
C30 C29 H29 119.2(4) 1_.5551_5551_555no
N3 C30 C29 117.9(4) 1_5551_555 1_555 yes
N3 C30 C31 122.0(3) 1_5551_555 1_555 yes




© 2001 American Chemical Society, J. Am. Chem. Soc., Higuchi ja004239r Supporting Info Page 9

C29 C30 C31 119.7(4) 1.5551_555 1_555 yes
C30 C31 C32 118.8(3) 1.5551_5551_555 yes
C30 C31 H31 119.2(4) 1.5551_5551_555no
C32 C31 H31 122.0¢4) 1.5551_5551_555no
C27 C32 C31 122.2(3) 1.555 1_555 1_555 yes
C27 C32 H32 118.9(4) 1.5551_5551_555no
C31 C32 H32 118.9(3) 1_.5551_5551_555no
N3 C33 C34 115.5(3) 1555 1_5551_555 yes
N3 C33 C40 123.8(4) 1_555 1_555 1_555 yes
C34 C33 C40 120.7(3) 1.555 1_555 1_555 yes
C33 C34 C35 120.9(4) 1.555 1_555 1_555 yes
C33 C34 C39 120.7(4) 1_.555 1_555 1_555 yes
C35 C34 C39 118.3(4) 1555 1_555 1_555 yes
C34 C35 C36 122.5(5) 1_555 1_555 1_555 yes
C34 C35 H35 118.8(5) 1.5551_5551_555no
C36 C35 H35 118.7(5) 1_5551_5551_555no
C35 C36 C37 119.2(5) 1.5551_5551_555 yes
C35 C36 H36 122.8(7) 1.5551_5551_555no
C37 C36 H36 117.9(6) 1_5551_5551_555no
C36 C37 C38 121.5(7) 1555 1_5551_555 yes
C36 C37 H37 120.3(7) 1.555 1_555 1_555no
C38 C37 H37 118.3(8) 1_5551_5551_555no
C37 C38 C39 120.0(6) 1_5551_5551_555 yes
C37 C38 H38 122.3(8) 1.5551_5551_555no
C39 C38 H38 117.7(6) 1_5551_555 1_555 no
C34 C39 C38 118.5(4) 1_5551_555 1_555 yes
C34 C39 H39 120.3(5) 1.5551_5551_555no
C38 C39 H39 121.2(5) 1.5551_5551_555no
C33 C40 C41 120.0(4) . 1555 1555 1_555 yes
C33 C40 C45 . 120.1(4) 1.5551_555 1_555 yes
C41 C40 C45 119.9(4) 1_5551_555 1_555 yes
*C40 C41 C42 121.7(5) 1.555 1555 1_555 yes
C40 - C41 H41 120.2(4) 1.5551_5551_555n0o"
C42 . C41 H41 118.0(¢5) 1_5551_5551_555no -
C41 C42 C43 117.5(6) 1_555 1_5551_555 yes
C41 Cc42 H42 121.3(8) 1_5551_5551_555no
C43 C42 H42 121.1(7) 1555 1.555 1_555 no
C42 C43 C44 120.7(7) 1555 1.555 1_555 yes
C42 C43 H43 119.0(8) 1_5551_5551_555 no
C4a4 C43 H43 120.3(10) 1_5551_555 1_555 no
C43 C4a4 C45 120.3(7) 1_555 1_555 1_555 yes
C43 C44 H44 119.4(8) 1_5551_5551_555no
C45 C44 H44 120.0(7) 1_5551_5551_555n0
C40 C45 C4a4 119.7(5) 1.5551_555 1_555 yes
C40 C45 H45 120.6(5) 1.5551_5551_555 no
C44 C45 H45 119.6(5) 1.5551_5551_555n0
046 C48 047 129(2)  1.555 1_555 3_566 yes
046 C48 C49 106(3) 1555 1_5551_555 yes
047 C48 C49 124(3)  3_566 1_555 1_555 yes
047 C49 C48 108(3) 1555 1_555 1_555 yes
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(k)

2.1 mm

51 Figure 1. Molecular Dynamics calculatsan an DPA G4 (a) Top view and
{b) side view. Potantial enargy: 351.62 kealimal.

51 Figure 2. The AFM piciure including individual particles of DPA G4
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