Inorganic Chemistry

Z including bioinorganic chemistry
Inorg. Chem., 1996, 35(8), 2360-2368, DOI:10.1021/ic950456v

Terms & Conditions

Electronic Supporting Information files are available without a subscription to ACS Web Editions. The American Chemical
Society holds a copyright ownership interest in any copyrightable Supporting Information. Files available from the ACS
website may be downloaded for personal use only. Users are not otherwise permitted to reproduce, republish,
redistribute, or sell any Supporting Information from the ACS website, either in whole or in part, in either machine-
readable form or any other form without permission from the American Chemical Society. For permission to reproduce,
republish and redistribute this material, requesters must process their own requests via the RightsLink permission
system. Information about how to use the RightsLink permission system can be found at
http://pubs.acs.org/page/copyright/permissions.html

ACS Publications

g MOST TRUSTED. MOST CITED. MOST READ. Copyright © 1996 American Chemical Society



http://dx.doi.org/10.1021/issn.0020-1669
http://dx.doi.org/10.1021/ic950456v
http://pubs.acs.org/page/copyright/permissions.html
http://pubs.acs.org/

©1996 American Chemical Society Inorganic Chemistry V35 Page 2360 Neves Supplemental Page ’5

- 368 -

SUPPLEMENTARY MATERIAL
Table VII. Bond Distances (A) and Angles (deg) for [Fe," (BBPMP)

(H'OAC)2]CIO4 Hzo

Fe(l) - O(1)  2.054(8)
Fe(l) - O@)  1.851(9)
Fe() - O@4)  1.965@8)
Fe(l) - O®)  1.980(9)
Fe(l) - N(1)  2.18(1)
Fe() - N@  2.13(1)
Fe2) - O(1)  2.055(7)
Fe2) - O@)  1.861(8)
Fe2) - O()  1.993(9)
Fe) - O(7)  1.956(9)
Fe) - N@3)  217(1)
Fe?) - N@4)  2.13(1)
Fe(1)..Fe(2) 3.528(8)
o(1) - C()  1.34(1)
0@ - C@1  1.33(2)
0(3) - C@35  1.30(2)
O@4) - C(36)  1.24(1)

o) - C(36)  1.25(1)
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0(8)

C(38)  1.24(2)
o7 - C(38)  1.22(2)
N(1) - C(@8) 1.46(2)
N(1) - C(9) 1.53(2)
N(1) - C(15)  1.51(2)
N@2) - C(10)  1.28(2)
N@2) - C(14)  1.36(2)
N@3) - C(@22)  1.48(2)
N@3) - C(@23)  1.49(2)
N@B) - C(9)  1.51(2)
N@4) - C(24) 1.33(2)
N@) - C(28)  1.37(2)
c(1) - C@ 1.34(2)
c() - C(6) 1.37(2)
C(2 - C(3) 1.43(2)
C(2) - C@8) 1.47(2)
C(3) - C4) 1.35(2)
C(4) - C(5) 1.36(2)
c@) - C(7) 1.48(2)
C(5) - C(6) 1.42(2)
C6) - C(22) 1472
C(9 - C(10)  1.45(2)
C(10) - C(11)  1.41(2)

c(1) - C(12) 1.36(2)
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C(12) - C(13) 1.37(2)
C(13) - C(14)  1.38(2)
C(15) - C(16)  1.50(2)
c(18) - C(17)  1.39(2)
c(18) - C(@21)  1.35(2)
c(17) - Cc(18)  1.37(2)
C(18) - C(19)  1.34(2)
C(19) - C(0) 1.36(2)
C(20) - C(21) 1.41(2)
C(23) - C(24) 1.48(2)
C(24) - C(25) 1.35(2)
C(25) - C(26) 1.40(2)
C@6) - C@7) 1.35(2)
C@27) - C(28) 1.37(2)
C(29) - C(30) 1.47(2)
C(30) - C(31) 1.38(2)
C(30) - C(35) 1.37(2)
C(31) - C(32) 1.37(2)
C(32) - C(33) 1.39(2)
C(33) - C(34) 1.35(2)
C(34) - C(35) 1.43(2)
C(36) - C(37) 1.44(2)

C(38) - C(39) 1.48(2)
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Cl - 0@ 1.40(2)
cl - 09 1.30(2)
Ci - 0(10) 1.31(2)
ct - Ot 1.42(2)
cl - O@) 1.64(3)
cl - O@) 1.49(3)
Ct - O(10y  1.50(3)
Cl - O(11)  1.44(4)

o(1) - Fe(l) - 0@  176.3(3)
O(1) - Fe(1) - O@4)  91.0(3)
O(1) - Fe(1) - O®)  88.8(3)
o() - Fe() - N(1)  87.7(3)
O(1) - Fe() - N@2)  856(3)
O@) - Fe(l) - O@)  92.6(4)
0@) - Fe() - 0O®)  91.7(4)
0@) - Fe(1) - N(1)  88.6(4)
0@ - Fe() - N@  93.5@4)
O@) - Fe(1) - O®)  97.6(4)
O@) - Fe(t) - N(1)  169.3(4)
O@) - Fe(l) - N@2)  90.5(4)
O®B) - Fe(1) - N(1)  92.9(4)
0®B) - Fe(1) - N2  170.2(4)

N(1) - Fe() - N(@ 78.9(4)
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O(1) - Fe(2) - O(@3) 175.3(3)
O(1) - Fe2 - O()  86.5(3)
o) - Fe2 - O@F)  91.7(3)
o(1) - Fe2 - N@3)  87.03)
0(1) - Fe(2 - N@4)  852(3)
0@3) - Fe(2 - O()  93.34)
0@3) - Fe2 - O@F)  93.04)
0@3) - Fe(2) - N(3)  88.3(4)
0@3) - Fe(2 - N@4)  93.9(4)
O() - Fe(2) - OF)  97.9(3)
O() - Fe2 - N@B)  89.8(4)
O(5) - Fe - N@4) 165.5(4)
O7) - Fe(@ - N@) 172.1(4)
O7) - Fe(2 - N@4)  942(4)

N@3) - Fe(2 - N@4) 77.8(4)

Fe() - O(1) - Fe(2 118.3(4)
Fe() - O@) - O()  107.5(4)
Fe(2) - O(B) - O@)  111.9(4)
Fe(l) - O®) - OF)  111.8(5)

Fe(2) - O(7) - O(B)  109.0(4)

C@ - N(1) - CO  109.39)

C(8) - N{1) - C(15) 107.4(9)
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CO - N(1) - C(15) 111.7(9)
C(10) - N(@2) - C(14) 119.(1)
C(22) - N(@3) - C(23) 111.3(9)
C(22) - N@3) - C(9) 107.1(9)
C(23) - N@B) - C(9) 109.7(9)
C(24) - N@) - C(28) 115.(1)
o(1) - C(1) - C@  120.1)
o) - c() - c@  117.(1)
C@ - c(1) - C®B  123.(1)
cl) - C@ - C@  118.(1)
c) - C@ - C@®  123.(1)
C@ - C@ - C@®  119.1)
C@ - C@B) - C@)  120.(1)
C@) - C@4) - CB) 12101
c@ - C@ - C@m  119.(1)
c5) - C@ - C@  119.(1)
C@4) - C(B) - C®B  119.(1)
c(1) - C®) - CB)  119.1)
c() - C®6) - CR2) 122.(1)
C(5) - C®6) - C@22) 119.1)
N(1) - C®) - C@  111.(1)
N(1) - C(@) - C(10) 113.(1)
N2 - C(10) - C@) 118.(1)

N(2) - C(10) c(11) 123.(1)
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C(9)

c(10) - C(11) 118.(1)
C(10) - C(11) - C(12) 118.(1)
c(11) - C(12) - C(13) 119.(1)
C(12) - C(13) - C(14) 120.(1)
N(2) - C(14) - C(13) 121.(1)
N(1) - C(5) - C(16) 115.(1)
C(15) - C(16) - C(17) 116.(1)
C(15) - C(16) - C(21) 125.1)
C(17) - C(18) - C(21) 120.(1)
C(16) - C(7) - C(18) 121.(1)
C(17) - C(18) - C(19)  119.(1)
C(18) - C(19) - C(0) 121.(1)
C(19) - C(20) - C(21) 120.(1)
0@) - C@1) - Cc(16) 123.(1)
0@ - C@1) - C(0) 118.(1)
C(16) - C(21) - C(0) 118.(1)
N@3) - C(22) - C@®)  112.(1)
N@3) - C@3) - C(4) 111.(1)
N@4) - C(24) - C(3) 113.(1)
N@4) - C(24) - C(25) 126.(1)
C(23) - C(24) - C(25) 121.(1)
C(24) - C(25) - C(26) 118.1)
C(25) - C(26) - C(27) 118.1)

C(26) - C(27) - C(28) 121.(1)
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N(4)

C(@28) - C(27) 122.(1)

N@) - C@9) - C@B0) 116.(1)
C@9) - C@30) - C31) 115.(1)
C(29) - C(30) - C(35) 124.(1)
C(31) - C(30) - C(35) 121.(1)
C@30) - C(31) - C@E2) 120.(1)
C(31) - C(32) - C(@33) 118.(1)
C(32) - C(33) - C(34) 123.(1)
C(33) - C(34) - C(35) 118.(1)
O@) - C@35) - C(30) 124.(1)
0@B) - C(35) - C(34) 116.(1)
C(30) - C(35) - C(34) 119.(1)
O@) - C@36) - OB)  123.(1)
0@) - C@36) - C@37) 118.(1)
o) - C@6) - C@EB7)  119.(1)
o®6) - C@38) - OF)  122.(1)
o) - C(38) - C(39) 119.(1)

o(7) - C(38) - C@39) 119.(1)

o@ - CI - 09 108.(1)
o@®) - ClI - O(10) 114.(1)
o@ - Cl - O(11) 109.(1)
0@ - Cl - 0O(10) 110.(1)
0@ - Cl - o) 110.(1)

o(10) - CI - O(11) 105.(1)
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o@®) - Cl - O®) 105.(1)
o@) - Cl - O(10) 94.(1)
0@ - ClI - o{1y 109.(1)
0@ - Cl - o0y 110.(1)
0@ - CI - o1y 130.(1)
o(10) - Cl - o1y 104.(1)

Table VIIl. Anisotropic Temperature Factors for [Fe, (BBPMP)(OAC), J[CIO,]

H,0

Atom U(1,1) U(2,2) U@GEB3) U@2,3) U1,3) U122

Fe(1) 0.053(1) 0.054(1) 0.048(1) 0.001(1) 0.002(1) 0.003(1)
Fe(2) 0.055(1) 0.049(1) 0.055(1) 0.003(1) 0.006(1) 0.001(1)
O(1)  0.036(3) 0.041(3) 0.027(3) 0.002(3) -0.005(3) 0.007(3)
O(2) 0.044(3) 0.053(3) 0.044(3) -0.007(3) 0.003(3) 0.006(3)
O(3) 0.052(3) 0.048(3) 0.042(3) -0.001(3) 0.003(3) -0.005(3)
O(4) 0.052(3) 0.064(3) 0.042(3) -0.009(3) 0.004(3) 0.009(3)
O(5) 0.051(3) 0.064(3) 0.037(3) 0.011(3) 0.009(3) -0.008(3)
0(B) 0.058(3) 0.045(3) 0.061(3) 0.000(3) 0.024(3) 0.004(3)
O(7) 0.057(3) 0.050(3) 0.054(3) 0.006(3) 0.029(3) 0.011(3)

N(1) 0.040(3) 0.039(3) 0.038(3) -0.008(3) -0.002(3) 0.004(3)
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N(2)
N(3)
N(4)
c(1)
C(2)
c(3)
C(4)
C(5)
C(6)
C(7)
C(8)
C(9)
C(10)
c(11)
C(12)
C(13)
C(14)
C(15)
C(16)
C(17)
C(18)
c(19)
C(20)

C(21)

0.042(3)
0.033(3)
0.032(3)
0.023(3)
0.045(3)
0.053(3)
0.045(3)
0.042(3)
0.034(3)
0.079(3)
0.043(3)
0.058(3)
0.038(3)
0.056(3)
0.068(3)
0.057(3)

0.065(3)

0.052(3)

0.048(3)
0.066(3)
0.063(3)
0.054(3)
0.050(3)

0.044(3)

0.046(3)
0.048(3)
0.047(3)
0.039(3)
0.049(3)
0.059(3)
0.053(3)
0.053(3)
0.043(3)
0.082(3)
0.046(3)
0.050(3)
0.032(3)
0.060(3)
0.052(3)
0.055(3)
0.049(3)
0.044(3)
0.036(3)
0.067(3)
0.066(3)
0.060(3)
0.051(3)

0.055(3)

0.046(3) 0.008(3) 0.013(3) 0.012(3)
0.044(3) -0.001(3) -0.002(3) -0.002(3)
0.053(3) -0.004(3) 0.013(3) -0.012(3)
0.036(3) -0.001(3) 0.007(3) -0.001(3)
0.046(3) 0.005(3) 0.004(3) 0.010(3)
0.057(3) -0.004(3) 0.001(3) -0.009(3)
0.062(3) 0.023(3) -0.013(3) 0.015(3)
0.056(3) -0.006(3) 0.012(3) -0.006(3)
0.047(3) 0.008(3) -0.004(3) -0.007(3)
0.084(3) 0.005(3) -0.009(3) 0.013(3)
0.051(3) 0.000(3) -0.010(3) -0.007(3)
0.046(3) 0.014(3) 0.013(3) 0.002(3)
0.048(3) 0.007(3) 0.009(3) -0.004(3)
0.057(3) 0.010(3) -0.001(3) -0.002(3)
0.074(3) -0.005(3) 0.009(3) 0.007(3)
0.060(3) -0.017(3) -0.003(3) -0.002(3)
0.050(3) -0.001(3) 0.000(3) -0.001(3)
0.044(3) -0.005(3) 0.006(3) 0.001(3)
0.043(3) -0.004(3) 0.009(3) 0.006(3)
0.058(3) -0.007(3) -0.007(3) 0.005(3)
0.065(3) -0.006(3) 0.013(3) 0.016(3)
0.061(3) 0.007(3) 0.005(3) 0.005(3)
0.043(3) 0.001(3) -0.004(3) 0.006(3)

0.054(3) 0.005(3) -0.003(3) -0.005(3)

P-2368- /o
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C(22) 0.042(3) 0.037(3) 0.049(3) 0.004(3) -0.001(3) 0.005(3)
C(23) 0.050(3) 0.052(3) 0.048(3) 0.003(3) 0.002(3) 0.000(3)
C(24) 0.044(3) 0.050(3) 0.045(3) 0.003(3) 0.003(3) 0.002(3)
C(25) 0.059(3) 0.066(3) 0.071(3) -0.006(3) 0.006(3) -0.002(3)
C(26) 0.075(3) 0.082(3) 0.076(3) 0.004(3) -0.002(3) -0.011(3)
C(27) 0.062(3) 0.058(3) 0.064(3) -0.013(3) -0.002(3) -0.016(3)
C(28) 0.062(3) 0.065(3) 0.067(3) -0.001(3) 0.008(3) -0.002(3)
C(29) 0.045(3) 0.039(3) 0.051(3) 0.002(3) -0.001(3) 0.003(3)
C(30) 0.045(3) 0.048(3) 0.041(3) -0.003(3) 0.007(3) -0.002(3)
C(31) 0.065(3) 0.068(3) 0.057(3) 0.007(3) 0.002(3) -0.001(3)
C(32) 0.075(3) 0.076(3) 0.064(3) -0.012(3) 0.008(3) 0.005(3)
C(33) 0.065(3) 0.064(3) 0.054(3) 0.017(3) 0.004(3) -0.009(3)
C(34) 0.048(3) 0.053(3) 0.046(3) 0.004(3) 0.005(3) 0.002(3)
C(35) 0.047(3) 0.068(3) 0.051(3) 0.000(3) -0.001(3) -0.007(3)
C(36) 0.034(3) 0.029(3) 0.030(3) -0.002(3) -0.010(3) 0.003(3)
C(37) 0.063(3) 0.060(3) 0.049(3) -0.013(3) -0.006(3) -0.003(3)
C(38) 0.052(3) 0.048(3) 0.042(3) -0.004(3) 0.007(3) -0.001(3)

.C(39) 0.057(3) 0.047(3) 0.060(3) 0.005(3) 0.000(3) -0.003(3)
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Table IX Hydrogen atoms positional parameters for [Fe,(BBPMP)(OAC),]

[ClO, ] H,0

atom X y z Beg- 2 (A2)

H3 0.6133 0.2515 0.4602 3.95
H5 0.6598 0.0524 0.2955 3.95
H7 0.7094 0.0978 0.4693 3.95
H7' 0.7673 0.0645 0.3988 3.95
H7" 0.6704 -0.0090 0.4200 3.95
H8 0.5267 0.4063 0.4507 3.95
H8' 0.5271 0.4719 0.3756 3.95
H9 0.3121 0.2964 0.4491 3.95
H9' 0.4265 0.2688 0.4657 3.95
H11 0.4221 0.0739 0.4584 3.95
H12 0.4011  -0.0845 0.3844 3.95
H13 0.3588 -0.0471 0.2697 3.95
H14 0.3109 0.1335 0.2398 3.95
H15 0.3918 0.4838 ] 0.4785 3.95
H18' 0.3928 0.5569 0.4059 3.95
H17 0.2707 0.5681 0.5220 3.95
H18 0.1058 0.5926 0.5288 3.95

H19 0.0064  0.5203 0.4403 3.85
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H20

H22

H22'

H23

H23'

H25

H26

H27

H28

H29

H29'

H31

H32

H33

H34

H37

H37'

H37"

H39

H39'

H39"

0.0718

0.4912

0.5975

0.7263

0.7235

0.8317

0.8455

0.7318

0.6103

0.6140

0.5062

0.6398

0.6732

0.6567

0.6067

0.3060

0.2174

0.2521

0.4475

0.4095

0.3329

0.4415

0.1555

0.0922

0.1991

0.3102

0.2775

0.4026

0.5508

0.5674

0.1451

0.2047

0.1674

0.2848

0.4842

0.5662

0.2749

0.3351

0.2016

0.7480

0.7427

0.7233

0.3450
0.1980
0.1950
0.1900
0.1367
0.2683
0.3625
0.3682
0.2925
0.0945
0.0974
-0.0110
-0.1039
-0.0951
0.0066
0.0608
0.1034
0.1218
0.2110
0.2905

0.2262

3.956

3.95

3.95

3.95

3.95

3.95

3.95

3.95

3.95

3.95

3.95

3.95

3.95

3.95

3.95

3.95

3.95

3.95

3.95

3.95

3.95

P-2368- /3




