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responsibility for the accuracy, completeness, or usefulness of any information, apparatus, product, or
process disclosed, or represents that its use would not infringe privately owned rights. Reference herein
to any specific commercial product, process, or service by trade name, trademark, manufacturer, or
otherwise does not necessarily constitute or imply its endorsement, recommendation, or favoring by the
United States government or Lawrence Livermore National Security, LLC. The views and opinions of
authors expressed herein do not necessarily state or reflect those of the United States government or
Lawrence Livermore National Security, LLC, and shall not be used for advertising or product
endorsement purposes.

This work performed under the auspices of the U.S. Department of Energy by Lawrence Livermore
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# 1. SUBM SSI ON DETAI LS

_contact _aut hor_nane ' Jae- Hyun Park Kl epeis'
_contact _aut hor _address

; Lawrence Livernore National Laboratory
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_contact_aut hor_enai | kl epei s2@1 nl . gov
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at the start of the _d6ata | section of the CF.
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data_ |l
_audit _creation_method SHELXL- 97
_chem cal _nanme_systematic

i,1,3,3-terapheny|-1,3-butadiene

_chem cal _nane_conmon ?
_chem cal _nel ti ng_poi nt ?
_chem cal _fornul a_nvoiety ' C28 H22'
_chenical _formula_surmr
'C28 H22'
_chem cal _fornul a_wei ght 358. 48
| oop_

_atom_ type_synbol

_atom type_description

_atom type_scat _di spersion_rea

_atom type_scat _di spersion_i mag

_atom type_scat_source

'C 'C -0.0020 0. 0020

"International Tables Vol C Tables 4.2.6.8 and 6.1.1.4"
'H 'H 0. 0000 0. 0000

"International Tables Vol C Tables 4.2.6.8 and 6.1.1.4"

_symmetry_cell _setting triclinic
_symretry_space_group_name_H M P -1
_symmetry_space_group_nane_Hal | -P 1
_symmetry_int_tabl es_nunber 2

| oop_

_Symretry_equi v_pos_as_xyz
Yy, 7



- X, 'y, -Z

_cell _length_a 9.7700( 13)
_cell _length_b 10. 0729( 13)
_cell _length_c 10. 6749( 14)
_cell _angl e_al pha 100. 095( 2)
_cell _angl e_beta 103. 244(2)
_cell _angl e_gamma 95. 312(2)
_cell _vol une 997.1(2)
_cell _formula units Z 2

_cell _measurenent _tenperature 150( 2)
_cell _neasurenent _reflns_used 5022

_cell _neasurenent _theta mn 2.79

_cell _neasurenent _theta_max 33.52
_exptl _crystal _description pl ate
_exptl _crystal _col our col ourl ess
_exptl _crystal _size_max 0. 60

_exptl _crystal _size_md 0. 40

_exptl _crystal _size_mn 0. 03

_exptl _crystal _density_neas ?

_exptl _crystal _density diffrn 1.194
_exptl _crystal _density_met hod 'not neasured
_exptl _crystal _F_000 380

_exptl _absorpt _coefficient_nu 0. 079
_exptl _absorpt_correction_type "multi-scan’

_exptl _absorpt_correction_T_mn 0. 9539
_exptl _absorpt_correcti on_T_max 0. 9976
_exptl _absorpt_process_details ' SADABS ( Shel dri ck, 2004)°

_exptl _special _details

?
_di ffrn_anbi ent _t enperature 150( 2)
_diffrn_radiati on_wavel ength 0. 77490
_diffrn_radiation_type synchrotron
_diffrn_radiation_source "11.3.1 ALS, LBNL, CA
_diffrn_radi ati on_nonochr omat or 'S (111)
_di ffrn_neasurenent _devi ce_type " Bruker APEX II'
_di ffrn_nmeasurenent et hod ' onmega scan'

_diffrn_detector_area resol _nean °?
_di ffrn_standards_nunber 0
_diffrn_standards_interval count *?
_diffrn_standards_interval tine ?
_di ffrn_standards_decay_% 0

_diffrn_reflns_nunber 14881
_diffrn_reflns_av_R equival ents 0. 0527
_diffrn_reflns_av_signmal/netl 0. 0687
diffrn_reflns limt _h nmn -13
diffrn_reflns limt_h nax 13
diffrn_reflns limt _k mn -14
_diffrn_reflns limt_k nax 14
diffrn_reflns limt | mn -15
diffrn_reflns limt | nax 15
_diffrn_reflns_theta nmn 2.18
_diffrn_reflns_theta nax 33.61

_refl ns_nunber _total 5967

_refl ns_nunber gt 4925
_reflns_threshol d_expression >2si gma(l)
_conputing_data_collection ' Bruker APEX-2
_conputing_cell _refinement " SAI NT V7. 34a’
_conputing_data_reduction " SAI NT V7. 34a

_conputing_structure_sol ution ' SHELXS- 97 (Shel drick, 2000)



_conputing_structure_refinement " SHELXL- 97 (Shel drick, 2000)
_conputi ng_nol ecul ar _gr aphi cs ' ORTEP-3 (Farrugia, 2005)°
_conputing_publication_materi al " SHELXL- 97 (Shel drick, 2000)

_refine_special _details

Ref i nement of F*"2" against ALL reflections. The weighted Rfactor wR and
goodness of fit S are based on F*2”, conventional R-factors R are based

on F, with F set to zero for negative F*2*. The threshold expression of
Fr2n > 2sigma(F*2”) is used only for calculating R factors(gt) etc. and is
not relevant to the choice of reflections for refinenent. R-factors based
on F"2" are statistically about twice as |arge as those based on F, and R
factors based on ALL data will be even |arger

_refine_|s_structure_factor_coef Fsqd
_refine_|s_matrix_type ful
_refine_l s_weighting_schene calc
_refine_|s_weighting details
"cal c w=1/[\s”"2”(Fo"27) +(0. 0956P) ~27+0. 0805P] where P=(Fo"2"+2Fc”2")/3

_atomsites_solution_primary di rect
_atom sites_sol ution_secondary di f map
_atom sites_sol uti on_hydrogens georr
_refine_|l s_hydrogen_treat nment m xed
_refine_Is _extinction_method none
_refine_Is _extinction_coef ?
_refine_I's _nunber _reflns 5967
_refine_|l s_nunber_paraneters 341
_refine_I's nunber _restraints 0
_refine Is R factor_all 0. 0645
_refine_|Is_R factor_gt 0. 0556
_refine Is wR factor _ref 0. 1660
_refine_|s_wR factor_gt 0. 1562
_refine_| s_goodness_of fit_ref 1. 040
_refine Is restrained_ S all 1. 040
_refine_|Is_shift/su_max 0. 000
_refine_Is _shift/su_mean 0. 000

| oop_

_atomsite | abe
_atomsite_type_synbol
_atomsite fract x
_atomsite_fract_y
_atomsite fract_z
_atomsite_U_iso_or_equiv
_atomsite_adp_type

_atom site_occupancy
_atomsite_synetry multiplicity
_atomsite_calc_flag
_atomsite_refinement _fl ags
_atom site_di sorder_assenbly
atom site_di sorder _group

CI C 0.46763(11) 0.56327(10) 0.23594(10) 0.0250(2) Uani 1 1 d .
C2 C 0.54785(11) 0.46782(11) 0.29635(10) 0.0251(2) Uani 1 1 d .
C3 C 0.52150(11) 0.65934(10) 0.17813(10) 0.0229(2) Uani 1 1 d .
C4 C 0.49897(11) 0.35935(10) 0.34212(10) 0.0233(2) Uani 1 1 d .
Cl11 C 0.34596(11) 0.31206(10) 0.32640(10) 0.0237(2) Uani 1 1 d .
Cl2 C 0.30134(12) 0.27499(11) 0.43292(11) 0.0269(2) Uani 1 1 d .
C13 C 0.15886(13) 0.23322(12) 0.42241(12) 0.0322(2) Uani 1 1 d .
Cl4 C 0.05855(13) 0.22528(13) 0.30474(13) 0.0357(3) Uani 1 1 d .
C15 C 0.10182(12) 0.25872(13) 0.19768(12) 0.0338(3) Uani 1 1 d .
C16 C 0.24418(12) 0.30176(11) 0.20802(11) 0.0279(2) Uani 1 1 d .
C21 C 0.60470(11) 0.28116(10) 0.40940(10) 0.0238(2) Uani 1 1 d .
C22 C 0.73773(12) 0.34580(12) 0.48733(11) 0.0279(2) Uani 1 1 d .
C23 C 0.84005(13) 0.27060(13) 0.54149(12) 0.0330(3) Uani 1 1 d .
C24 C 0.81048(13) 0.12965(13) 0.52074(12) 0.0341(3) Uani 1 1 d .



C25 C 0.67786(14) 0.06448(12) 0.44709(12) 0.0322(3) Uani 1 1 d
C26 C 0.57559(12) 0.13935(11) 0.39208(11) 0.0284(2) Uani 1 1 d
C31 C 0.66780(11) 0.66782(10) 0.15912(9) 0.0232(2) Uani 1 1 d .
C32 C 0.75337(12) 0.79453(11) 0.18802(11) 0.0273(2) Uani 1 1 d .
C33 C 0.89250(12) 0.80368(13) 0.17601(12) 0.0323(2) Uani 1 1 d .
C34 C 0.94855(12) 0.68726(14) 0.13382(12) 0.0349(3) Uani 1 1 d .
C35 C 0.86430(13) 0.56194(13) 0.10192(12) 0.0346(3) Uani 1 1 d .
C36 C 0.72498(12) 0.55207(11) 0.11348(11) 0.0282(2) Uani 1 1 d .
C41 C 0.43316(11) 0.76135(10) 0.13089(10) 0.0233(2) Uani 1 1 d
C42 C 0.34723(12) 0.82300(11) 0.20541(11) 0.0275(2) Uani 1 1 d
43 C 0.26250(12) 0.91686(12) 0.15979(13) 0.0331(3) Uani 1 1 d
C44 C 0.26021(13) 0.94824(12) 0.03747(14) 0.0361(3) Uani 1 1 d
C45 C 0.34510(14) 0.88810(12) -0.03764(12) 0.0345(3) Uani 1 1
C46 C 0.43282(12) 0.79738(11) 0.00967(11) 0.0281(2) Uani 1 1 d
H1 H 0.3662(15) 0.5640(14) 0.2415(14) 0.031(3) Uso 11 d.
H2 H 0.6558(16) 0.4873(15) 0.3097(15) 0.036(4) Uso 11 d.
H12 H 0.3721(15) 0.2794(14) 0.5181(14) 0.030(3) Uiso 1 1d.
H13 H 0.1291(16) 0.2134(16) 0.5003(16) 0.039(4) Uso 1 1d.
H14 H -0.0422(19) 0.1927(18) 0.2997(17) 0.052(5) Uso 11d
H15 H 0.0290(18) 0.2504(17) 0.1137(17) 0.047(4) Uso 1 1d.
H16 H 0.2749(16) 0.3224(15) 0.1293(15) 0.035(4) Uso 1 1d.
H22 H 0. 7586(15) 0.4458(15) 0.5083(14) 0.031(3) Uso 1 1d.
H23 H 0.9339(18) 0.3191(17) 0.5980(16) 0.046(4) Uso 1 1d.
H24 H 0.8845(18) 0.0736(17) 0.5602(17) 0.050(5) Uso11d. .
H25 H 0. 6555(16) -0.0354(17) O. 4338(16) 0.041(4) Uso11d
H26 H 0.4820(17) 0.0913(16) 0.3397(15) 0.038(4) Uso 1 1d.
H32 H 0. 7157(16) 0.8799(16) 0.2195(15) 0.037(4) Uso 1 1d.
H33 H 0.9519(16) 0.8953(16) 0.2014(15) 0.039(4) Uso 1 1d.
H34 H 1.0517(18) 0.6931(17) 0.1289(17) 0.051(5) Uso 1 1d.
H35 H 0.9024(17) 0.4772(17) 0.0693(17) 0.049(4) Uso 1 1d.
H36 H 0.6669(16) 0.4622(16) 0.0874(15) 0.036(4) Uso 1 1d.
H42 H 0.3502(16) 0.8028(15) 0.2932(15) 0.037(4) Uso 1 1d.
H43 H 0.2063(16) 0.9636(15) 0.2169(15) 0.037(4) Uso 1 1d.
H44 H 0.1964(19) 1.0154(18) 0.0044(18) 0.055(5) Uso11d. .
H45 H 0.3435(19) 0.9101(18) -0.1283(18) 0.055(5) Uso11d.
H46 H 0.4954(16) 0.7570(15) -0.0425(15) 0.036(4) Uso 1 1d.
| oop_
_atom site_ani so_ | abe
_atomsite aniso U 11
_atomsite _aniso U 22
_atomsite _aniso U 33
_atomsite _aniso U 23

_atomsite_aniso_U 13

atomsite_aniso U 12
Cl 0.0274(5) 0.0220(5) 0.0274(5) 0.0097(4) 0.0071(4) 0.0023(4)
C2 0.0270(5) 0.0238(5) 0.0267(5) 0.0103(4) 0.0074(4) 0.0027(4)
C3 0.0265(5) 0.0203(5) 0.0226(4) 0.0063(3) 0.0067(4) 0.0020(4)
C4 0.0268(5) 0.0208(5) 0.0241(4) 0.0081(3) 0.0069(4) 0.0042(4)
Cl1 0.0271(5) 0.0186(4) 0.0277(5) 0.0077(4) 0.0089(4) 0.0043(3)
Cl12 0.0321(5) 0.0237(5) 0.0275(5) 0.0087(4) 0.0097(4) 0.0045(4)
C13 0.0341(6) 0.0320(6) 0.0371(6) 0.0129(5) 0.0171(5) 0.0062(4)
Cl14 0.0280(5) 0.0380(6) 0.0452(7) 0.0142(5) 0.0129(5) 0.0053(5)
C15 0.0280(5) 0.0368(6) 0.0364(6) 0.0122(5) 0.0045(5) 0.0040(4)
Cl16 0.0292(5) 0.0285(5) 0.0282(5) 0.0105(4) 0.0079(4) 0.0045(4)
C21 0.0276(5) 0.0231(5) 0.0245(4) 0.0096(4) 0.0099(4) 0.0053(4)
C22 0.0286(5) 0.0280(5) 0.0300(5) 0.0111(4) 0.0090(4) 0.0041(4)
C23 0.0282(5) 0.0423(7) 0.0322(5) 0.0150(5) 0.0084(4) 0.0079(5)
C24 0.0361(6) 0.0416(7) 0.0338(5) 0.0176(5) 0.0147(5) 0.0188(5)
C25 0.0425(6) 0.0273(5) 0.0336(5) 0.0127(4) 0.0148(5) 0.0131(5)
C26 0.0344(6) 0.0240(5) 0.0294(5) 0.0091(4) 0.0093(4) 0.0060(4)
C31 0.0267(5) 0.0227(5) 0.0215(4) 0.0081(3) 0.0060(4) 0.0026(4)
C32 0.0297(5) 0.0237(5) 0.0289(5) 0.0084(4) 0.0066(4) 0.0016(4)
C33 0.0283(5) 0.0337(6) 0.0336(5) 0.0118(5) 0.0042(4) -0.0020(4)
C34 0.0261(5) 0.0469(7) 0.0348(6) 0.0149(5) 0.0084(4) 0.0061(5)
C35 0.0373(6) 0.0362(6) 0.0355(6) 0.0100(5) 0.0145(5) 0.0131(5)

d .



C36 0.0331(5) 0.0250(5) 0.0283(5) 0.0064(4) 0.0105(4) 0.0041(4)
C41 0.0247(5) 0.0192(4) 0.0257(4) 0.0072(3) 0.0055(4) -0.0004(3)
C42 0.0277(5) 0.0256(5) 0.0314(5) 0.0089(4) 0.0097(4) 0.0026(4)
C43 0.0277(5) 0.0283(6) 0.0456(6) 0.0104(5) 0.0110(5) 0.0060(4)
C44 0.0317(6) 0.0289(6) 0.0484(7) 0.0161(5) 0.0040(5) 0.0067(4)
C45 0.0410(6) 0.0293(6) 0.0348(6) 0.0163(5) 0.0051(5) 0.0044(5)
C46 0.0347(5) 0.0240(5) 0.0279(5) 0.0099(4) 0.0088(4) 0.0039(4)
#::::::::::::::::::::::::::::::::::::::::::::::::::::::::::::::::::::::

# 10. Mol ecul ar Geonetry
_geom speci al _details

Al'l esds (except the esd in the dihedral angle between two |.s. planes)

are estimated using the full covariance matrix. The cell esds are taken
into account individually in the estimation of esds in distances, angles
and torsion angles; correl ations between esds in cell paraneters are only
used when they are defined by crystal symmetry. An approximte (isotropic)
treatment of cell esds is used for estimating esds involving |.s. planes.

0op_

_geom bond_atom site_ | abel _1
_geom bond_atom site_| abel _2
_geom bond_di st ance

_geom bond_site_symmetry_2
_geom bond_publ _fl ag

Cl C3 1.3632(14) . 2

Cl C2 1.4422(14) . 2

Cl H1L 1.007(14) . 2

C2 C4 1.3631(14) . 2
2 H2 1.027(15) . 2

C3 C31 1.4859(14) . ?
C3 C41 1.4837(14) . 2
C4 C21 1.4873(14) . 2
C4 Cl1 1.4883(14) . 2
Cl1 Cl12 1.4029(14) . ?
Cl1l C16 1.3984(14) . ?
Cl2 C13 1.3896(16) . ?
Cl2 H12 0.999(14) . ?
C13 Cl4 1.3896(18) . ?
C13 H13 0.987(16) . ?
Cl4 C15 1.3886(18) . ?
Cl4 H14 0.995(18) . ?
C15 C16 1.3914(16) . ?
C15 H15 0.994(17) . ?
C16 H16 1.002(15) . ?
C21 C26 1.4013(15) . ?
C21 C22 1.4011(15) . ?
C22 C23 1.3915(15) . ?
C22 H22 0.984(15) . 2
C23 C24 1.3903(18) . ?
C23 H23 1.002(17) . ?
C24 C25 1.3866(19) . ?
C24 H24 1.020(17) . 2
C25 C26 1.3921(15) . ?
C25 H25 0.988(16) . 2
C26 H26 0.986(16) . 2
C31 C32 1.4034(15) . ?
C31 C36 1.3982(15) . ?
C32 C33 1.3904(16) . ?
C32 H32 1.001(16) . ?
C33 C34 1.3874(18) . ?
C33 H33 1.001(16) . ?
C34 C35 1.3840(19) . ?
C34 H34 1.018(17) . 2



C35 C36 1.3907(17) . 2
C35 H35 1.001(17) . 7
C36 H36 0.981(16) . 7
C41 C42 1.3973(15) . 2
C41 C46 1.4033(14) . 2
C42 C43 1.3921(15) . 2
C42 H42 0.988(16) . 72
C43 C44 1.3921(18) . 7
C43 H43 0.998(15) . 2
C44 C45 1.3875(19) . 2
C44 H44 1.015(18) . 2
C45 C46 1.3904(15) . 2
C45 H45 1.027(19) . 2
C46 H46 0.986(15) . 2
| oop_

_geom angle_atomsite_label _1
_geom angle_atomsite_| abel 2
_geom angle_atomsite_l abel _3
_geom angl e
_geomangle_site_symetry_1
_geom angle_site_symetry_3
_geom angl e_publ _fl ag

Cl C 124.72(10) . . ?

Cl H1 116. 8(8)
Cl HL 118.3(8) . .
C2 Cl 128.24(10) . . ?
C2 H2 116.5(9)
Cl C H2 115.2(9) . .
Cl C3 C31 122.83(9) . . ?

Cl C3 C41 120.09(9) . . ?
C31 C3 ¢41 117.08(8) . . ?
C2 ¢4 C21 118.12(10) . . ?
C2 ¢4 Cl1 124.11(9) . . ?
C21 4 Cl11 117.75(8) . . ?
Cl2 Cl11 Ci16 118.38(10) . . ?
Cl2 C11 ¢4 119.38(9) . . 2
Cle Cl1 C4 122.24(9) . . ?
Cl3 Cl12 C11 120.84(10) . . ?
Cl3 C12 H12 119.1(8) . . ?
Cl1 C12 H12 120.1(8) . . ?
Cl4 C13 C12 120.17(11) . . 2
Cl4 C13 H13 120.4(9) . . ?
Cl2 C13 H13 119.4(9) . . ?
Cl3 C14 C15 119.53(11) . . 2
Cl3 C14 H14 118.2(10) . . ?
Cl5 C14 H14 122.2(10) . . ?
Clé C15 Ci14 120.53(11) . . 2
Cl6 C15 Hi15 121.0(10) . . 2
Cl4 C15 Hi15 118.5(10) . . ?
Cl5 C16 C11 120.52(10) . . ?
Cl5 C16 H16 119.9(8) . . ?
Cll1 C16 H16 119.5(8) . . ?
C26 C21 C22 118.13(10) . . ?
C26 C21 ¢4 120.54(10) . . 2
C22 C21 C4 121.28(9) . . 2
C23 C22 C21 120.85(11) . . 2
C23 C22 H22 118.8(8) . . ?
C21 C22 H22 120.3(8) . . ?
C22 C23 C24 120.20(11) . . 2
C22 C23 H23 119.5(10) . . 2
C24 C23 H23 120.3(10) . . ?
C25 C24 C23 119.65(10) . . 2
C25 C24 H24 119.5(10) . . ?
C23 C24 H24 120.9(10) . . 2
C24 C25 C26 120.27(11) . . 2

RRAIBY



C24 C25 H25 120.0(9) . . 2

C26 C25 H25 119.8(9) . . ?

C25 C26 C21 120.84(11) . . 2
C25 C26 H26 119.2(9) . . 2

C21 C26 H26 120.0(9) . . ?

C32 C31 C36 118.01(10) . . 2
C32 C31 C3 120.06(9) . . 2

C36 C31 C3 121.94(9) . . 2

C33 C32 C31 120.79(10) . . ?
C33 C32 H32 118.8(9) . . ?

C31 C32 H32 120.4(9) . . 2

C34 C33 C32 120.33(11) . . 2
C34 C33 H33 121.0(9) . . 2

C32 C33 H33 118.6(9) . . ?

C35 C34 C33 119.50(11) . . 2
C35 C34 H34 119.9(10) . . 2
C33 C34 H34 120.5(10) . . 2
C34 C35 C36 120.46(11) . . ?
C34 C35 H35 120.5(10) . . 2
C36 C35 H35 119.0(10) . . 2
C35 C36 C31 120.86(11) . . 2
C35 C36 H36 118.5(9) . . ?

C31 C36 H36 120.6(9) . . ?

C42 C41 C46 118.34(10) . . ?
42 C41 C3 120.84(9) . . 2

46 41 C3 120.81(9) . . 2

43 C42 C41 120.73(10) . . 2
C43 C42 H42 119.8(9) . . ?

C41 C42 HA2 119.4(9) . . ?

C42 C43 C44 120.13(11) . . 2
42 CA3 H43 119.3(9) . . ?

44 CA3 HA3 120.5(9) . . 2

C45 C44 C43 119.84(11) . . 2
C45 C44 HA4 120.8(10) . . 2
C43 C44 HA4 119.4(10) . . ?
C44 CA5 C46 119.99(11) . . 2
C44 CA5 HA5 120.4(10) . . 2
46 CA5 H45 119.6(10) . . 2
45 46 C41 120.90(11) . . 2
C45 C46 H46 120.0(9) . . 2

C41 C46 H46 119.1(9) . . ?

| oop_

_geomtorsion_atomsite_ | abel _1
_geomtorsion_atomsite_| abel 2
_geomtorsion_atomsite_| abel _3
_geomtorsion_atomsite_| abel _4
_geom torsion
_geomtorsion_site symetry_ 1
_geomtorsion_site_symetry_ 2
_geomtorsion_site_symretry_ 3
_geomtorsion_site_symetry 4
_geom torsion_publ _flag
G3ClC 4 -171.58(11) . . . . %
C2 Cl Cc3 31 6.21(17) . . . . ?

C2 Cl C3 CA1 -173.84(9) .

Cl C2 C4 C21 -175.75(10) . . . .
ClL C2 C4Cll 5.69(18) . . . . ?
C2 C4 C11 Cl2 -136.93(11)

C21 C4 Cl1 Cl2 44.51(13)

C2 C4 Cl1 Cl6 43.72(15) . . .
C21 C4 Cl1 C16 -134.84(10) .

Cl6 Cl1 C12

C13 -2.03(16)

C4 Cl1 C12 C13 178.60(10)

Cl1 C12 C13
Cl2 C13 C14

Cl4 1.17(17)
C15 0.32(18)



Cl3 C14 C15 C16 -0.89(19) . . . . ?
Cl4 C15 C16 C11 -0.01(18) . . . . ?
Cl2 C11 Ci6 C15 1.45(16) . . . . ?
C4 Cl1 Cl16 C15 -179.20(10) . . . . ?
C2 C4 C21 C26 -142.78(11) . . . . ?
Cl1 C4 C21 C26 35.87(14) . . . . ?
C2 C4 C21 C22 34.69(15) . . . . ?
Cll1 C4 C21 C22 -146.66(10) . . . . ?
C26 C21 C22 C23 2.60(16) . . . . ?
C4 C21 C22 C23 -174.93(10) . . . . ?
C21 C22 C23 C24 -1.16(17) . . . . ?
C22 C23 C24 C25 -0.76(18) . . . . ?
C23 C24 C25 C26 1.18(18) . . . . ?
C24 C25 C26 C21 0.32(17) . . . . ?
C22 C21 C26 C25 -2.18(16) . . . . ?
C4 C21 C26 C25 175.37(10) . . . . ?
Cl C3 C31 C32 -135.65(11) . . . . ?
C41 C3 C31 C32 44.40(23) . . . . ?
Cl C3 C31 C36 43.91(15) . . . . ?
C41 C3 C31 C36 -136.04(10) . . . . ?
C36 C31 C32 C33 -2.27(15) . . . . ?
C3 C31 C32 €33 177.30(9) . . . . ?
C31 C32 C33 C34 0.66(27) . . . . ?
C32 C33 C34 C35 0.91(18) . . . . ?
C33 C34 C35 C36 -0.80(18) . . . . ?
C34 C35 C36 C31 -0.88(17) . . . . ?
C32 C31 C36 C35 2.39(16) . . . . ?
C3 C31 C36 C35 -177.18(10) . . . . ?
Cl C3 C41 C42 41.56(14) . . . . ?
C31 C3 C41 C42 -138.49(10) . . . . ?
Cl C3 C41 46 -137.85(11) . . . . ?
C31 C3 C41 C46 42.10(213) . . . . ?
C46 C41 C42 C43 0.58(16) . . . . ?
C3 C41 C42 C43 -178.84(9) . . . . ?
C41 C42 C43 C44 1.39(17) . . . . ?
C42 CA43 C44 C45 -1.49(18) . . . . ?
C43 C44 C45 C46 -0.39(19) . . . . ?
C44 CA5 C46 C41 2.41(18) . . . . ?
C42 CA41 C46 C45 -2.48(16) . . . . ?
C3 C41 C46 C45 176.94(10) . . . . ?

_diffrn_neasured fraction_theta_ max 0.982
_diffrn_reflns_theta full 33.61
_diffrn_nmeasured fraction_theta full 0.982
_refine_diff_density_nax 0. 392
_refine_diff_density _mn -0.211
_refine_diff_density_rns 0. 051

B A R R A R R R R R R A R R

#start validation form
_vrf_ DI FF020 |

PROBLEM _diffrn_standards_interval count and

RESPONSE: data were collected at synchrotron with CCD and proper
attenuators to prevent saturation of the diffraction spots.
"vrf_PLAT092 4

PROBLEM _check wavel ength given is not Cu, M, or Ag Ka
RESPONSE: synchrotron radation with | anda=0.7749 Ang

"vrf_PLAT154 1

PROBLEM _The su's on the cell angles are equal (x10000) 200 Deg.
RESPONSE: t he standard deviation ofthe cell angle is 2x10\~-3 degree



#end of validation form

T

#




