Supplementary Material

Table 1. Atomic coordinates and isotropic parameters of the compound 3.

Atom label X Y z Uiso
01 0.50093(4) 0.28765(8) 1.00481(3) 0.01587(16)
02 0.70251(4) 0.44473(8) 1.03879(4) 0.01690(16)
03 0.84654(4) 0.05020(8) 1.10251(3) 0.01509(16)
04 0.91720(4) 0.03493(8) 1.00968(3) 0.01569(16)
05 0.76804(4) 0.24955(8) 0.95385(3) 0.01611(16)
06 0.63707(4) 0.03508(8) 0.96062(4) 0.01935(17)
C1 0.90231(8) 0.70857(13) 1.12947(7) 0.0311(3)

H1A 0.9069 0.6816 1.1702 0.047
H1B 0.8528 0.7092 1.1048 0.047
HiC 0.9219 0.799 1.13 0.047
c2 0.94264(6) 0.60649(12) 1.10307(5) 0.0197(2)
C3 0.91552(6) 0.45851(11) 1.10274(5) 0.0155(2)
c4 0.85183(5) 0.42876(11) 1.11235(5) 0.0143(2)
H4 0.8261 0.501 1.1209 0.017
C5 0.82453(5) 0.29488(11) 1.10973(4) 0.01292(19)
C6 0.75261(5) 0.27094(10) 1.11476(5) 0.01266(19)

c7 0.69294(5) 0.34415(10) 1.07753(4) 0.01308(19)




C8

C9

H9A

H9B

C10

H10A

H10B

Cl1

C12

H12

C13

C14

C15

H15A

H15B

H15C

C16

H16A

H16B

H16C

C17

0.62437(5)
0.56039(5)
0.5454
0.5747
0.51615(6)
0.4728
0.5507
0.54490(5)
0.51308(5)
0.4736
0.53850(5)
0.50275(6)
0.53057(7)
0.5228
0.5807
0.5056
0.51790(8)
0.4974
0.5685
0.4973

0.68926(6)

0.30998(11)
0.37773(11)
0.4545
0.4144
0.17006(11)
0.1166
0.1127
0.20483(11)
0.30638(11)
0.3527
0.34117(11)
0.45706(11)
0.46579(13)
0.3794
0.4861
0.5373
0.59406(12)
0.6681
0.6074
0.5923

0.58246(12)

1.07614(5)
1.03006(5)
1.0494
0.9973
0.97414(5)
0.9573
1.0037
0.92342(5)
0.88095(5)
0.884
0.83379(5)
0.78953(5)
0.73572(5)
0.7145
0.7505
0.7085
0.82421(6)
0.7967
0.8416
0.856

1.05462(6)

0.0135(2)
0.0147(2)
0.018
0.018
0.0154(2)
0.018
0.018
0.0135(2)
0.0141(2)
0.017
0.0139(2)
0.0174(2)
0.0235(2)
0.035
0.035
0.035
0.0269(3)
0.04
0.04
0.04

0.0237(2)




H17A

H17B

H17C

C18

H18

C19

C20

C21

H21A

H21B

H21C

C22

H22A

H22B

H22C

C23

H23A

H23B

H23C

C24

H24

0.6388
0.7109
0.7093
0.74142(5)
0.7805
0.67369(5)
0.66543(6)
0.71674(6)
0.705
0.7648
0.7124
0.68337(7)
0.6773
0.7319
0.6521
0.58961(6)
0.5768
0.5877
0.5569
0.61583(5)

0.5702

0.5985
0.6468
0.5941
0.16943(10)
0.121
0.13773(10)
0.02234(11)
0.04583(14)
0.1308
0.0501
-0.0287
-0.11591(12)
-0.1801
-0.1145
-0.1304
0.01396(12)
0.1011
-0.056
-0.0084
0.20878(11)

0.1883

1.0417
1.0349
1.0979
1.15297(4)
1.178
1.15506(4)
1.19701(5)
1.26202(5)
1.2774
1.2617
1.2876
1.17350(6)
1.1989
1.1743
1.1326
1.19964(5)
1.2124
1.2281
1.1601
1.11569(5)

1.1157

0.036
0.036
0.036
0.01335(19)
0.016
0.01296(19)
0.0154(2)
0.0253(3)
0.038
0.038
0.038
0.0261(3)
0.039
0.039
0.039
0.0206(2)
0.031
0.031
0.031
0.0139(2)

0.017




C25

H25A

H25B

H25C

C26

H26A

H26B

H26C

C27

H27

C28

C29

C30

H30A

H30B

H30C

C31

H31A

H31B

C32

H32A

1.02181(7)
1.0377
1.0489
1.0285

0.93210(9)
0.9471
0.8826

0.96

0.95180(5)
0.9935

0.92730(5)

0.86475(5)

0.78549(6)
0.7544
0.7603
0.8011

0.96358(5)
1.0058
0.9787

0.89953(5)

0.9359

0.61519(15)
0.7088
0.5582
0.5841

0.64943(14)
0.7431
0.6412
0.5908

0.34757(11)
0.3645

0.21329(11)

0.18615(10)

0.00022(12)
0.0758
-0.0659
-0.0425

0.09690(11)
0.1319
0.0276

0.12590(11)

0.1215

1.14139(8)
1.1426
1.1236
1.1819

1.03726(7)
1.0367
1.0131
1.0209

1.08805(5)
1.0796

1.08577(5)

1.09882(4)

1.05380(5)
1.0361
1.0695
1.0234

1.06449(5)
1.0574
1.0961

0.95837(5)

0.9393

0.0386(4)
0.058
0.058
0.058

0.0359(3)
0.054
0.054
0.054

0.0158(2)
0.019

0.0141(2)

0.01286(19)

0.0183(2)
0.028
0.028
0.028

0.0157(2)
0.019
0.019

0.0152(2)

0.018




H32B

C33

C34

C35

H35A

H35B

H35C

C36

C37

C38

C39

H39A

H39B

H39C

C40

H40

C41

H41

C42

C43

ca4

0.8966
0.82865(5)
0.76562(5)
0.76958(6)
0.8095
0.7741
0.7262
0.69974(5)
0.63256(5)
0.60433(5)
0.61038(7)
0.5598
0.633
0.6204
0.59868(6)
0.6166
0.69839(6)
0.6548
0.76044(6)
0.75558(6)

0.72566(8)

0.2199
0.08161(11)
0.14638(11)
0.38616(11)
0.3952
0.4514
0.4034
0.10145(11)
0.16960(11)
0.13584(11)
-0.09989(13)
-0.1014
-0.1643
-0.1247
0.27074(11)
0.292
-0.01105(11)
-0.0399
-0.08227(11)
-0.21483(11)

-0.18425(14)

0.9713
0.91399(5)
0.91256(5)
0.93125(5)
0.9172
0.9632
0.8982
0.87248(5)
0.87323(5)
0.91867(5)
0.94194(6)
0.9337
0.9737
0.9058
0.83096(5)
0.8
0.83507(5)
0.8078
0.83714(5)
0.80028(5)

0.73186(6)

0.018
0.0140(2)
0.0138(2)
0.0210(2)
0.032
0.032
0.032
0.0141(2)
0.0141(2)
0.0142(2)
0.0281(3)
0.042
0.042
0.042
0.0151(2)
0.018
0.0153(2)
0.018
0.0146(2)
0.0178(2)

0.0318(3)




H44A

H44B

H44C

C45

H45A

H45B

H45C

C46

H46A

H46B

H46C

C47

H47

C48

H48A

H48B

H48C

0.7575
0.6797
0.7211
0.70530(8)
0.7029
0.6586
0.7229
0.82795(7)
0.8605
0.8223
0.8465
0.82495(6)
0.867
0.42191(7)
0.4024
0.4126

0.4001

-0.1235
-0.1415
-0.2686
-0.31504(14)
-0.3996
-0.2752
-0.3331
-0.28571(13)
-0.2245
-0.3677
-0.3094
-0.03185(11)
-0.0752
0.43293(16)
0.433
0.3457

0.5049

0.721
0.7223
0.7095

0.81652(8)
0.7947
0.8056
0.8594

0.81396(6)
0.8043
0.7899
0.8563

0.87632(5)
0.8775

0.76342(7)
0.7959
0.7429

0.7351

0.048
0.048
0.048
0.0375(3)
0.056
0.056
0.056
0.0262(3)
0.039
0.039
0.039
0.0151(2)
0.018
0.0344(3)
0.052
0.052

0.052




Table 2. Atomic displacement parameters of the compound 3.

Atom label U1l u22 u33 u23 u13 u12
o1 0.0123(3) 0.0196(4) 0.0164(4) 0.0010(3)  0.0057(3)  0.0021(3)
02 0.0193(4)  0.0142(4) 0.0186(4) 0.0060(3)  0.0083(3)  0.0021(3)
03 0.0150(3)  0.0119(4) 0.0167(4) 0.0016(3)  0.0031(3) -0.0004(3)
04 0.0158(4)  0.0153(4) 0.0145(4) -0.0005(3) 0.0031(3)  0.0013(3)
05 0.0193(4) 0.0151(4) 0.0148(4) -0.0009(3) 0.0068(3)  0.0014(3)
06 0.0164(4)  0.0197(4) 0.0202(4) 0.0088(3)  0.0038(3)  0.0041(3)
c1 0.0367(7)  0.0158(6) 0.0467(8) -0.0061(5) 0.0215(6) -0.0060(5)
Cc2 0.0187(5)  0.0156(5)  0.0249(6) -0.0012(4)  0.0073(4)  -0.0053(4)
Cc3 0.0163(5) 0.0147(5) 0.0147(5) -0.0002(4)  0.0043(4)  -0.0029(4)
c4 0.0154(5) 0.0132(5) 0.0140(5) -0.0005(4) 0.0046(4)  0.0007(4)
C5 0.0125(4) 0.0146(5) 0.0115(4) 0.0011(3)  0.0036(4)  0.0000(4)
Cc6 0.0130(4)  0.0126(4) 0.0127(4) -0.0008(4)  0.0047(4)  -0.0001(4)
c7 0.0161(5) 0.0112(4) 0.0128(4) 0.0012(4)  0.0060(4)  0.0010(4)
c8 0.0142(5) 0.0135(5) 0.0127(4)  0.0004(4)  0.0044(4)  0.0031(4)
Cc9 0.0146(5)  0.0144(5) 0.0145(5) 0.0018(4)  0.0039(4)  0.0029(4)
C10 0.0152(5)  0.0162(5) 0.0150(5) 0.0008(4)  0.0056(4)  -0.0009(4)
c11 0.0122(4)  0.0149(5) 0.0125(4) -0.0002(4)  0.0028(4) -0.0016(4)
c12 0.0119(4)  0.0144(5) 0.0153(5) -0.0012(4) 0.0036(4)  0.0010(4)
C13 0.0131(5) 0.0135(5) 0.0130(4)  0.0007(4)  0.0015(4)  0.0002(4)




Cl14

C15

C16

C17

C18

C19

C20

C21

C22

C23

C24

C25

C26

C27

C28

C29

C30

C31

C32

C33

C34

0.0149(5)
0.0282(6)
0.0387(7)
0.0222(5)
0.0130(4)
0.0148(5)
0.0142(5)
0.0216(6)
0.0316(6)
0.0173(5)
0.0127(4)
0.0218(6)
0.0533(9)
0.0122(4)
0.0123(4)
0.0132(4)
0.0182(5)
0.0122(4)
0.0140(5)
0.0137(5)

0.0161(5)

0.0186(5)
0.0257(6)
0.0173(5)
0.0130(5)
0.0137(5)
0.0127(5)
0.0160(5)
0.0354(7)
0.0164(5)
0.0229(6)
0.0157(5)
0.0236(6)
0.0247(6)
0.0196(5)
0.0169(5)
0.0129(5)
0.0177(5)
0.0187(5)
0.0170(5)
0.0156(5)

0.0140(5)

0.0180(5)
0.0169(5)
0.0306(6)
0.0334(6)
0.0126(4)
0.0114(4)
0.0160(5)
0.0164(5)
0.0345(7)
0.0227(5)
0.0140(5)
0.0606(10)
0.0327(7)
0.0157(5)
0.0118(4)
0.0110(4)
0.0183(5)
0.0147(5)
0.0147(5)
0.0129(4)

0.0120(4)

0.0066(4)
0.0078(4)
0.0052(5)
0.0055(5)
0.0013(4)
0.0005(4)
0.0043(4)
0.0085(5)
0.0059(5)
0.0059(4)
0.0004(4)
-0.0019(6)
0.0023(5)
-0.0003(4)
0.0002(4)
0.0007(4)
-0.0028(4)
-0.0006(4)
0.0003(4)
0.0017(4)

0.0016(4)

0.0047(4)
0.0080(5)
0.0196(6)
0.0057(5)
0.0033(4)
0.0045(4)
0.0051(4)
0.0031(4)
0.0168(5)
0.0082(4)
0.0056(4)
0.0010(6)
0.0183(6)
0.0046(4)
0.0022(4)
0.0020(4)
0.0049(4)
0.0026(4)
0.0049(4)
0.0048(4)

0.0057(4)

0.0032(4)
0.0067(5)
0.0068(5)
0.0018(4)
0.0017(4)
-0.0003(4)
-0.0007(4)
-0.0063(5)
0.0032(5)
-0.0020(4)
0.0006(4)
-0.0081(5)
-0.0138(6)
-0.0020(4)
0.0016(4)
-0.0009(4)
-0.0047(4)
0.0025(4)
0.0001(4)
-0.0001(4)

0.0010(4)




C35

C36

C37

C38

C39

C40

C41

C42

C43

C44

C45

C46

C47

C48

0.0258(6)
0.0134(5)
0.0114(4)
0.0122(4)
0.0320(7)
0.0149(5)
0.0142(5)
0.0171(5)
0.0179(5)
0.0403(7)
0.0393(8)
0.0230(6)
0.0141(5)

0.0162(6)

0.0156(5)
0.0152(5)
0.0152(5)
0.0142(5)
0.0170(6)
0.0175(5)
0.0166(5)
0.0132(5)
0.0136(5)
0.0271(6)
0.0182(6)
0.0226(6)
0.0161(5)

0.0450(8)

0.0226(5)
0.0145(5)
0.0144(5)
0.0136(5)
0.0369(7)
0.0128(5)
0.0145(5)
0.0148(5)
0.0225(5)
0.0225(6)
0.0674(10)
0.0326(6)
0.0162(5)

0.0360(7)

-0.0010(4)
0.0035(4)
-0.0008(4)
0.0018(4)
0.0087(5)
0.0006(4)
0.0007(4)
0.0009(4)
-0.0029(4)
-0.0082(5)
-0.0065(6)
-0.0081(5)
0.0012(4)

0.0224(6)

0.0094(5)
0.0058(4)
0.0027(4)
0.0009(4)
0.0137(6)
0.0047(4)
0.0041(4)
0.0069(4)
0.0077(4)
0.0034(5)
0.0342(8)
0.0090(5)
0.0064(4)

0.0007(5)

-0.0002(4)
0.0022(4)
0.0012(4)
0.0006(4)
0.0020(5)
0.0006(4)
-0.0006(4)
0.0002(4)
-0.0007(4)
0.0062(6)
-0.0067(5)
0.0040(5)
0.0021(4)

0.0024(5)




Table 3. Bond lengths of the compound 3.

Atom 1 Atom 2 Distance Atom 1 Atom 2 Distance
o1 C9 1.4308(13) c21 H21B 0.96
o1 C10 1.4340(13) c21 H21C 0.96
02 C7 1.3878(12) C22 H22A 0.96
02 C17 1.4365(14) C22 H22B 0.96
03 C29 1.3804(12) C22 H22C 0.96
03 C30 1.4421(13) C23 H23A 0.96
04 C32 1.4345(13) c23 H23B 0.96
04 C31 1.4355(13) c23 H23C 0.96
05 C34 1.3807(12) C24 H24 0.93
05 C35 1.4329(13) C25 H25A 0.96
06 C38 1.3839(12) C25 H25B 0.96
06 C39 1.4275(15) C25 H25C 0.96
C1 C2 1.5300(17) C26 H26A 0.96
C1 H1A 0.96 C26 H26B 0.96
C1 H1B 0.96 C26 H26C 0.96
C1 H1C 0.96 Cc27 C28 1.3881(15)
c2 C25 1.5317(17) c27 H27 0.93
c2 C3 1.5354(15) C28 C29 1.4028(14)

c2 C26 1.5372(18) c28 C31 1.5130(14)




C3

C3

C4

C4

C5

C5

C6

C6

C7

C8

C8

C9

C9

C10

C10

C10

Cl1

Cl1

C12

C12

C13

C4

c27

C5

H4

C29

C6

C18

C7

C8

C24

C9

H9A

H9B

Cl11

H10A

H10B

C12

C38

C13

H12

C40

1.3902(15)
1.4029(15)
1.4036(14)
0.93
1.3999(14)
1.4935(14)
1.3973(14)
1.4073(14)
1.3948(14)
1.3981(14)
1.5147(14)
0.97
0.97
1.5163(14)
0.97
0.97
1.3918(14)
1.3964(14)
1.3987(15)
0.93

1.4005(14)

C30

C30

C30

C31

C31

C32

C32

C32

C33

C33

C34

C35

C35

C35

C36

C36

C37

C37

C39

C39

C39

H30A

H30B

H30C

H31A

H31B

C33

H32A

H32B

C34

Ca7

C36

H35A

H35B

H35C

C41

C37

C40

C38

H39A

H39B

H39C

0.96
0.96
0.96
0.97
0.97
1.5066(14)
0.97
0.97
1.3942(14)
1.3970(15)
1.4014(14)
0.96
0.96
0.96
1.3940(15)
1.4978(14)
1.3960(14)
1.3962(15)
0.96
0.96

0.96




C13

Cl4

Cl4

Cl4

C15

C15

C15

C16

C16

C16

C17

C17

C17

C18

C18

C19

C19

C20

C20

C20

C21

Cl4

C16

C48

C15

H15A

H15B

H15C

H16A

H16B

H16C

H17A

H17B

H17C

C19

H18

C24

C20

C23

c21

C22

H21A

1.5330(14)
1.5349(17)
1.5358(16)
1.5360(16)
0.96
0.96
0.96
0.96
0.96
0.96
0.96
0.96
0.96
1.3996(14)
0.93
1.3924(14)
1.5339(14)
1.5333(15)
1.5362(15)
1.5381(16)

0.96

C40

C41

C41

C42

C42

C43

C43

C43

ca4

ca4

C44

C45

C45

C45

C46

C46

C46

C47

C48

C48

C48

H40

C42

H41

Ca7

C43

C46

C45

ca4

H44A

H44B

H44C

H45A

H45B

H45C

H46A

H46B

H46C

H47

H48A

H48B

H48C

0.93
1.4028(15)
0.93
1.3923(15)
1.5343(15)
1.5309(16)
1.5327(17)
1.5354(17)
0.96
0.96
0.96
0.96
0.96
0.96
0.96
0.96
0.96
0.93
0.96
0.96

0.96




Table 3. Bond angles of the compound 3.

Atoml  Atom2  Atom3 Angle Atoml  Atom2  Atom3 Angle
C9 01 C10 114.17(8) C19 C24 Cs8 121.87(9)
C7 02 C17 114.30(8) C19 C24 H24 119.1
C29 03 C30 116.28(8) C8 C24 H24 119.1
C32 04 C31 112.97(8) C2 C25 H25A 109.5
C34 05 C35 114.57(8) c2 C25 H25B 109.5
C38 06 C39 113.29(9)  H25A C25 H25B 109.5
C2 Cl H1A 109.5 C2 C25 H25C 109.5
C2 C1 H1B 109.5 H25A C25 H25C 109.5

H1A C1 H1B 109.5 H25B C25 H25C 109.5
C2 C1 H1C 109.5 C2 C26 H26A 109.5
H1A C1 H1C 109.5 C2 C26 H26B 109.5
H1B C1 H1C 109.5 H26A C26 H26B 109.5
C1 C2 C25 107.75(11) C2 C26 H26C 109.5
C1 C2 C3 112.23(9) H26A C26 H26C 109.5
C25 C2 C3 110.24(10) H26B C26 H26C 109.5
C1 C2 C26 108.21(11) C28 Cc27 C3 121.93(10)
C25 C2 C26 109.74(11) C28 c27 H27 119
C3 C2 C26 108.63(10) C3 Cc27 H27 119
C4 C3 c27 116.87(10) c27 C28 C29 119.65(9)




C4

ca7

C3

C3

C5

C29

C29

C4

C18

C18

Cc7

02

02

C8

C7

C7

C24

o1

o1

C8

o1

C3

C3

C4

C4

C4

C5

C5

C5

C6

C6

C6

C7

C7

C7

C8

C8

C8

C9

C9

C9

C9

C2

Cc2

C5

H4

H4

C4

C6

C6

C7

C5

C5

C8

C6

C6

C24

C9

C9

C8

H9A

H9A

H9B

122.16(10)
120.81(10)
123.13(10)
118.4
118.4
118.10(9)
121.24(9)
120.56(9)
117.98(9)
121.51(9)
120.36(9)
119.98(9)
119.14(9)
120.72(9)
119.15(9)
119.77(9)
121.02(9)
114.15(8)
108.7
108.7

108.7

ca7

C29

03

03

C5

03

03

H30A

03

H30A

H30B

04

04

C28

04

C28

H31A

04

04

C33

04

C28

C28

C29

C29

C29

C30

C30

C30

C30

C30

C30

C31

C31

C31

C31

C31

C31

C32

C32

C32

C32

C31

C31

C5

C28

C28

H30A

H30B

H30B

H30C

H30C

H30C

C28

H31A

H31A

H31B

H31B

H31B

C33

H32A

H32A

H32B

121.01(9)
119.15(9)
122.21(9)
117.67(9)
120.08(9)
109.5
109.5
109.5
109.5
109.5
109.5
111.80(8)
109.3
109.3
109.3
109.3
107.9
108.01(8)
110.1
110.1

110.1




C8

HO9A

o1

o1

Cl1

01

Cl1

H10A

C12

C12

C38

Cl1

Cl1

C13

C12

C12

C40

C13

C13

C16

C13

C9

C9

C10

C10

C10

C10

C10

C10

Cl1

Cl1

Cl1

C12

C12

C12

C13

C13

C13

C14

C14

C14

Cl4

H9B

H9B

Cl1

H10A

H10A

H10B

H10B

H10B

C38

C10

C10

C13

H12

H12

C40

C14

C14

C16

C48

C48

C15

108.7
107.6
114.25(9)
108.7
108.7
108.7
108.7
107.6
118.64(9)
120.91(9)
120.45(9)
122.27(10)
118.9
118.9
117.39(9)
119.98(9)
122.57(9)
108.48(9)
110.07(9)
109.65(11)

112.26(9)

C33

H32A

C34

C34

C47

05

05

C33

05

05

H35A

05

H35A

H35B

C41

C41

C34

C40

C40

C38

06

C32

C32

C33

C33

C33

C34

C34

C34

C35

C35

C35

C35

C35

C35

C36

C36

C36

C37

C37

C37

C38

H32B

H32B

Ca7

C32

C32

C33

C36

C36

H35A

H35B

H35B

H35C

H35C

H35C

C34

C37

C37

C38

C36

C36

C37

110.1
108.4
118.98(10)
121.01(9)
119.87(9)
119.40(9)
119.89(9)
120.57(10)
109.5
109.5
109.5
109.5
109.5
109.5
118.68(9)
121.64(9)
119.59(9)
118.72(9)
121.65(9)
119.57(9)

119.35(9)




C16

C48

Cl4

Cl4

H15A

Cl14

H15A

H15B

Cl14

Cl14

H16A

C14

H16A

H16B

02

02

H17A

02

H17A

H17B

C6

Cl4

Cl4

C15

C15

C15

C15

C15

C15

C16

C16

C16

C16

C16

C16

C17

C17

C17

C17

C17

C17

C18

C15

C15

H15A

H15B

H15B

H15C

H15C

H15C

H16A

H16B

H16B

H16C

H16C

H16C

H17A

H17B

H17B

H17C

H17C

H17C

C19

108.83(10)
107.52(10)
109.5
109.5
109.5
109.5
109.5
109.5
109.5
109.5
109.5
109.5
109.5
109.5
109.5
109.5
109.5
109.5
109.5
109.5

122.64(9)

06

C37

06

06

H39A

06

H39A

H39B

C37

C37

C13

C36

C36

C42

C47

C47

C41

C46

C46

C45

C46

C38

C38

C39

C39

C39

C39

C39

C39

C40

C40

C40

C41

C41

C41

C42

C42

C42

C43

C43

C43

C43

Cl1

Cl1

H39A

H39B

H39B

H39C

H39C

H39C

C13

H40

H40

C42

H41

H41

C41

C43

C43

C45

C42

C42

Ca4

119.61(9)
121.01(9)
109.5
109.5
109.5
109.5
109.5
109.5
121.93(10)
119
119
122.26(10)
118.9
118.9
117.17(10)
122.34(9)
120.39(9)
108.02(10)
112.52(9)
108.57(9)

108.29(10)




C6

C19

C24

C24

C18

C23

C23

C19

C23

C19

C21

C20

C20

H21A

C20

H21A

H21B

C20

C20

H22A

C20

C18

C18

C19

C19

C19

C20

C20

C20

C20

C20

C20

C21

C21

C21

C21

C21

C21

C22

C22

C22

C22

H18

H18

C18

C20

C20

C19

c21

c21

C22

C22

C22

H21A

H21B

H21B

H21C

H21C

H21C

H22A

H22B

H22B

H22C

118.7
118.7
117.47(9)
122.82(9)
119.61(9)
112.48(9)
107.79(9)
110.14(9)
108.51(9)
108.86(9)
109.00(10)
109.5
109.5
109.5
109.5
109.5
109.5
109.5
109.5
109.5

109.5

C45

C42

C43

C43

H44A

C43

H44A

H44B

C43

C43

H45A

C43

H45A

H45B

C43

C43

H46A

C43

H46A

H46B

C42

C43

C43

ca4

ca4

C44

ca4

ca4

ca4

C45

C45

C45

C45

C45

C45

C46

C46

C46

C46

C46

C46

Ca7

Ca4

Ca4

H44A

H44B

H44B

H44C

H44C

H44C

H45A

H45B

H45B

H45C

H45C

H45C

H46A

H46B

H46B

H46C

H46C

H46C

C33

108.83(11)
110.53(9)
109.5
109.5
109.5
109.5
109.5
109.5
109.5
109.5
109.5
109.5
109.5
109.5
109.5
109.5
109.5
109.5
109.5
109.5

122.26(10)




H22A

H22B

C20

C20

H23A

C20

H23A

H23B

C22

C22

C23

C23

C23

C23

C23

C23

H22C

H22C

H23A

H23B

H23B

H23C

H23C

H23C

109.5

109.5

109.5

109.5

109.5

109.5

109.5

109.5

C42

C33

Cl4

Cl4

H48A

C14

H48A

H48B

Ca7

Ca7

C48

C48

C48

C48

C48

C48

H47

H47

H48A

H48B

H48B

H48C

H48C

H48C

118.9

118.9

109.5

109.5

109.5

109.5

109.5

109.5






