Inorganic Chemistry

Z including bioinorganic chemistry
Inorg. Chem., 1997, 36(9), 1829-1837, DOI:10.1021/ic970140i

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 © 1997 American Chemical Society



http://dx.doi.org/10.1021/issn.0020-1669
http://dx.doi.org/10.1021/ic970140i
http://pubs.acs.org/page/copyright/permissions.html
http://pubs.acs.org/

17770 Alllvlivdll Lllviiival OUVIuVLY

ATOM
H3A

H7A

HBA

H8B

HI10A
H10B
H1lA
H13A
H15A
H20A
H22A
H24A
H25A
H25B
H27A
H27B
H28A
H30A
H32A
H37A
H39A
H41A
H42A
H42B
H44A
H44B
H45A
H47A
H49A
H54A
H56A
H58A
H59A
H59B
H61A
H61B
H62A
H64A
H66A
H70A
H71A
H72A
H73A
H74A
H75A
H75B
H75C
H77A
H78A
H79A
H80A
HB81A
H82A
H82B
H82C
H84A
H85A

ATOM

H86A
H87A
HB88A
H89A
H89B
H89C

TABLE S16

0.3998(7
0.1910(7
0.1012(6
0.0351(6
0.0096(6
0.0886(7
0.0422(7
0.1196(7
0.1847(7
0.4528(8
0.2169(7
0.4491(6
0.4681(6
0.4715(6
0.4973(6
0.4160(6
0.4010(6
0.3060(6
0.1970(7
-0.0663(7
-0.4505(8
-0.5268(7
-0.4252(6
-0.3463(7
-0.2608(7)
-0.2445(7)
-0. 3158(7
-0.4491( 7

-0.6032( 8
-0. 6881(7
-0.0472(6

0.0080(7
-0.1569(6
-0.3345(7
-0.2425(7
-0.1282(7
-0.1611 7
-0.0050(7
0.1264 7)
0.1138(7)
1.1984(9)
1.074(1)
0.932(1)
0.9135(8)
1.0385(8)
1.2619(9)
1.2149(9)
1.2017(9)
0.292(1
0.174(1
0.179(1)
0.429(1;
0.313(1
0.492(1)
0.422(1)
0.465(1;
0.320(2
0.369(2)
TABLE S16
X

0.292(2)
0.201(2)
0.154(2)
0.234(1
0.140(1
0.216(1)

HYDIY{OGEN ATOMIC PARAMETERS
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TABLE S17 BOND LENGTHS(A)

Mnl -O1 1.871(6) N1 -C8 1.49(1)
Mn1 -02 1.879(6) N2 -C10 1.48(1)
Mnl -O5 1.889(7) N2 -C11 1.31(2)
Mn1 -06 1.870(7) N3 -C24 1.32(1)
Mn1 -N1 1.948(9) N3 -C25 1.47(1)
Mn1 -N4 1.940(9) N4 -C27 1.49(1)
Mn2 -O2 2.282(6) N4 -C28 1.29(1)
Mn2 -O3 1.932(8) C1 -2 1.42(1)
Mn2 -O4 1.920(7) C1 -C6 1.38(2)
Mn2 -O5 2.196(6) C2 -C3 1.38(2)
Mn2 -N2 1.981(9) C3 -C4 1.38(2)
Mn2 -N3 1.990(9) C4 -C5 1.38(1)
cn -2 1.73(1) C5 -C6 1.41(2)
Cl2-C4 1.74(1) C6 -C7 1.45(1)
ClI3 -C14 1.77(1) C8 -C9 1.55(1)
Cl4 -C16 1.73(1) C9 -C10 1.54(1)
Cl5 -C19 1.72(1) C11-C12 1.45(2)
Cl6 -C21 1.75(1) C12 -C13 1.40(2)
Cl7 -C31 1.73(1) C12 -C17 1.39(1)
CI8 -C33 1.75(1) C13 -C14 1.38(2)
o1 -C1 1.32(1) C14 -C15 1.37(2)
02 -C9 1.44(1) C15 -C16 1.37(2)
03 -C17 1.32(1) C16 -C17 1.42(2)
04 -C18 1.31(1) C18 -C19 1.44(1)
05 -C26 1.45(1) C18 -C23 1.40(1)
06 -C34 1.33(1) C19 -C20 1.39(2)
N1 -C7 1.30(1) C20 -C21 1.37(1)
C21 -C22 1.37(1) Cl18-020 1.43(1)
C22 -C23 1.41(1) 07 -C35 1.32(1)
C23-C24 . 1.45(1) 08 -C43 1.43(1)
€25 -C26 1.54(1) 09 -C51 1.33(1)
C26 -C27 1.53(2) 010 -C52 1.29(1)
C28 -C29 1.44(1) 011 -C60 1.43(1)
C29 -C30 1.44(2) 012 -C68 1.31(1)
43~
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TABLE S17 BOND LENGTHS(A), CONT.

C29 -C34 1.38(1) N5 -C41 1.30(1)
C30 -C31 1.39(1) N5 -C42 1.48(1)
C31 -C32 1.38(2) N6 -C44 1.48(1)
C32 -C33 1.40(2) N6 -C45 1.28(1)
C33 -C34 1.39(1) N7 -C58 1.29(1)
CI9 -C36 1.74(1) N7 -C59 1.49(1)
C110-C38 1.72(1) N8 -C61 1.47(1)
Cl11-C48 1.73(1) N8 -C62 1.27(1)
C112-C50 1.74(1) C35 -C36 1.43(2)
Cl13-C53 1.75(1) C35 -C40 1.40(2)
C114-C55 1.74(1) C36 -C37 1.36(2)
Cl15-C65 1.73(1) C37 -C38 1.41(2)
Cl16-C67 1.74(1) C38 -C39 1.42(2)
Cl117-013 1.43(1) C39 -C40 1.41(1)
Cl17-014 1.41(1) C40 -C41 1.46(2)
Cl17-015 1.44(1) C42 -C43 1.57(1)
C117-016 1.41(1) C43 -C44 1.54(1)
Cl118-017 1.43(1) C45 -C46 1.45(2)
C118-018 1.43(1) C46 -C47 1.39(2)
Cl118-019 1.42(1) C46 -C51 1.42(2)
C47 -C48 1.37(2) C69 -C70 1.40(2)
C48 -C49 1.40(2) C69 -C74 1.40(2)
C49 -C50 1.36(2) C69 -C75 1.49(2)
C50 -C51 1.40(2) C70 -C71 1.38(2)
C52 -C53 1.41(1) C71 -C72 1.39(2)
C52 -C57 1.42(2) C72 -C73 1.38(2)
C53 -C54 1.37(2) C73 -C74 1.38(2)
C54 -C55 1.37(2) C76 -C77 1.41(2)
C55 -C56 1.38(1) C76 -C80 1.35(3)
C56 -C57 1.44(1) C76 -C82 1.47(3)
C57 -C58 1.43(1) C77 -C78 1.39(3)
C59 -C60 1.52(1) C78 -C79 1.38(3)
C60 -C61 1.54(1) C79 -C81 1.42(3)
C62 -C63 1.47(2) C80 -C81 1.42(3)
L ,71 4
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TABLE S17 BOND LENGTHS(A), CONT.

C63 -Co4 1.40(1) C83 -C84 1.37(4)

C63 -C68 1.39(2) C83 -C88 1.32(4)

C64 -C65 1.39(2) C83 -C89 1.47(3)

C65 -C66 1.36(2) C84 -C85 1.31(4)

Cé6 -C67 1.36(2) 85 -C86 1.61(4)

C67 -C68 1.45(2) 87 -C88 1.38(5)
45 Y
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TABLE 518 BOND ANGLES(DEG.)

Mn1-01 -C1 125.5(6) Cl5 -C19 -C20 120.7(8)
Mn1-02 -Mn2 102.4(3) Cl6 -C21 -C20 119.1(8)
Mn1-02 -C9 116.0(5) Cl6 -C21 -C22 119.8(8)
Mnl -O5 -Mn2 105.3(3) Cl7 -C31 -C30 118.7(9)
Mn1 -O5 -C26 115.9(6) Cl7 -C31 -C32 120.5(8)
Mn1 -O6 -C34 125.6(6) C18 -C33 -C32 117.5(7)
Mn1 -N1 -C7 127.7(7) CI8 -C33 -C34 120.2(9)
Mn1-N1 -C8 110.9(7) O1 -Mn1-02 170.5(3)
Mnl -N4 -C27 111.3(7) O1 -Mn1 -O5 91.5(3)
Mnl -N4 -C28 128.0(7) Ol -Mn1 -O6 96.1(3)
Mn2 -02 -C9 113.1(5) O1 -Mnl -N1 89.7(3)
Mn2 -03 -C17 130.3(6) Ol -Mnl -N4 89.2(3)
Mn2 -O4 -C18 132.0(6) o1 -C1 -C2 118(1)

Mn2 -O5 -C26 114.1(5) O1 -C1 Cé 124.4(9)
Mn2 -N2 -C10 112.0(7) 02 -Mn1 -O5 83.9(3)
Mn2 -N2 -C11 129.5(7) 02 -Mn1 -06 89.7(3)
Mn2 -N3 -C24 128.2(7) 02 -Mn1 -N1 82.8(3)
Mn2 -N3 -C25 112.1(7) 02 -Mnl -N4 98.3(3)
Cl1-C2 -C1 118.7(9) 02 -Mn2 -O3 148.1(3)
cin-C2 -C3 120.1(8) 02 -Mn2 -O4 84.6(3)
C12-C4 -C3 118.9(8) 02 -Mn2 -O5 68.4(2)
Cl2-C4 -C5 119.6(9) 02 -Mn2 -N2 75.2(3)
Ci13 -C14 -C13 119.5(9) 02 -Mn2 -N3 111.5(3)
C13 -C14 -C15 118(1) 02 -C9 -C8 110.9(7)
Cl4 -C16 -C15 120.3(9) 02 -C9 -C10 106.1(7)
Cl4 -C16 -C17 118.4(9) 03 -Mn2 -O4 123.2(3)
CI5 -C19 -C18 118.3(8) 03 -Mn2-O5 92.0(3)

46
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TABLE S18 BOND ANGLES(DEG.), CONT.

03 -Mn2 -N2 87.9(3) N3 -C25 -C26 107.1(8)
03 -Mn2-N3 86.7(3) N4 -C27 -C26 109.4(8)
03 -C17-C12 124(1) N4 -C28 -C29 122(1)
03 -C17-C16 118.7(9) C1 -C2 -C3 121(1)
04 -Mn2 -O5 141.1(3) C1 -C6 -C5 121.5(9)
04 -Mn2 -N2 91.2(3) C1 -C6 -C7 121(1)
04 -Mn2-N3 88.3(3) C2 -C1 -C6 118(1)
04 -C18-C19 118.6(9) C2 -C3 -C4 120(1)
04 -C18-C23 124.7(9) C3 -C4 -C5 121(1)
05 -Mnl -06 169.5(3) C4 -C5 -Cé 119(1)
05 -Mn1 -N1 98.4(3) C5 -C6 -C7 117(1)
O5 -Mn1-N4 82.2(3) C7 -N1 -C8 120.5(9)
05 -Mn2 -N2 107.4(3) C8 -C9 -C10 113.5(9)
05 -Mn2 -N3 76.9(3) C10-N2 -C11 118.4(9)
05 -C26-C25 106.8(8) C11 -C12 -C13 115.4(9)
05 -C26-C27 109.8(8) C11 -C12 -C17 122(1)
06 -Mn1 -N1 89.0(3) C12 -C13 -C14 117(1)
06 -Mn1 -N4 90.6(3) C12 -C17 -C16 117(1)
06 -C34-C29 123.5(9) C13 -C12 -C17 122(1)
06 -C34-C33 117.8(9) C13 -C14 -C15 122(1)
N1 -Mn1 -N4 178.8(3) C14 -C15 -C16 120(1)
N1 -C7 -Cé 123(1) C15 -C16 -C17 121(1)
N1 -C8 -C9 107.3(8) C18 -C19 -C20 121.0(9)
N2 -Mn2 -N3 173.2(4) C18 -C23 -C22 121.5(9)
N2 -C10-C9 107.5(8) C18 -C23 -C24 121.3(9)
N2 -C11-C12 123(1) C19 -C18 -C23 117(1)
N3 -C24-C23 124.8(9) C19 -C20 -C21 120(1)
Va2
47



17770 Alllvlivdll Lllviiival OUVIuVLY

C20 -C21 -C22
C21 -C22 -C23
C22 -C23 -C24
C24 -N3 -C25
C25 -C26 -C27
C27 -N4 -C28
C28 -C29 -C30
C28 -C29 -C34
C29 -C30-C31
C29 -C34 -C33
C30 -C29 -C34
C30 -C31 -C32
C31 -C32 -C33
C32 -C33 -C34
C19 -C36 -C35
CI9 -C36 -C37
Cl10-C38 -C37
Cl110-C38 -C39
Cl11-C48 -C47
Cl11-C48 -C49
Cl12-C50 -C49
C112-C50 -C51
Cl13-C53 -C52
CI13-C53 -C54
Cl114-C55 -C54
Cl114-C55 -C56
Cl15-Cé65 -C64

UL gdllIC UHVILSU Y - VOV T dglb 1047 UNIASUY  vUppiviiiviitdl dgvy =7/

TABLE S18

121(1)
119.5(9)
117.2(9)
119.4(8)
112.4(9)
120.1(9)
116.6(9)
123(1)
119(1)
119(1)
120.2(9)
121(1)
119(1)
122(1)
117.4(8)
119.5(9)
119.0(9)
119.3(9)
121(1)
120(1)
119(1)
118.0(9)
117.8(8)
119.4(8)
120.5(8)
118.1(9)
119.8(9)

BOND ANGLES(DEG.), CONT.

Cl15-C65 -C66
Cl16-C67 -C66
Cl16-C67 -C68
07 -C35-C36

07 -C35-C40

08 -C43 -C42

08 -C43-C44

09 -C51 -C46

09 -C51 -C50

010 -C52 -C53
010 -C52 -C57
011 -Cé0 -C59
011 -C60 -C61
012 -C68 -C63
012 -C68 -Co7
013 -Cl17-014
013 -Cl117-015
013 -Cl17-016
014 -ClI17-015
014 -C117-016
015 -Cl117-016
017 -Ci18-018
017 -Cl118-019
017 -Cl118-020
018 -Cl18-019
018 -CI18-020
019 -Cl18-020

120.9(9)
121(1)

116.7(8)
119(1)

124(1)

110.4(8)
106.6(8)
124(1)

120(1)

120(1)

124.0(9)
104.3(8)
110.6(9)
125(1)

119(1)

107.3(7)
109.1(7)
112.3(6)
109.2(7)
111.0(7)
107.8(7)
112.9(6)
109.3(7)
108.3(6)
107.4(6)
109.9(6)
108.9(7)



N5 -C41 -C40
N5 -C42 -C43
N6 -C44 -C43
N6 -C45-C46
N7 -C58 -C57
N7 -C59 -C60
N8 -C61 -C60
N8 -C62-C63
C35 -C36 -C37
C35 -C40 -C39
C35 -C40 -C41
C36 -C35 -C40
C36 -C37 -C38
C37 -C38 -C39
C38 -C39 -C40
C39 -C40 -C41
C41 -N5 -C42
C42 -C43 -C44
C44 -N6 -C45
C45 -C46 -C47
C45 -C46 -C51
C46 -C47 -C48
C46 -C51 -C50
C47 -C46 -C51
C47 -C48 -C49
C48 -C49 -C50
C49 -C50 -C51

TABLE S18

122(1)
107.8(8)
106.5(8)
126(1)
125(1)
109.4(9)
109.9(9)
123(1)
123(1)
123(1)
121.8(9)
116.4(9)
119(1)
122(1)
117(1)
115(1)
120.9(9)
111.3(8)
120(1)
119(1)
120(1)
121(1)
116(1)
121(1)
119(1)
120(1)
123(1)

BOND ANGLES(DEG.), CONT.

C52 -C53 -C54
C52 -C57 -C56
C52 -C57 -C58
C53 -C52 -C57
C53 -C54 -C55
C54 -C55 -C56
C55 -C56 -C57
C56 -C57 -C58
C58 -N7 -C59
C59 -C60 -Cé61
C61 -N8 -Cé62
C62 -C63 -C64
C62 -C63 -C68
C63 -C64 -C65
C63 -C68 -C67
C64 -C63 -C68
C64 -C65 -C66
C65 -C66 -C67
C66 -C67 -C68
C69 -C70 -C71
C69 -C74 -C73
C70 -C69 -C74
C70 -C69 -C75
C70 -C71 -C72
C71 -C72 -C73
C72 -C73 -C74
C74 -C69 -C75

Y1777 ACLICALl CUHICHICAL SOCICLY  HOTgdIIC UICHISU Y VOO dge 10647 UCldsCO  SUPPICIHICIILAL Fdge 40

123(1)
121.4(9)
121.8(9)
116.1(9)
120(1)
121(1)
118(1)
117(1)
120.1(9)
112.4(8)
119.7(9)
118(1)
121.0(9)
121(1)
116.0(9)
121(1)
119(1)
121(1)
122(1)
120(1)
122(1)
118(1)
122(1)
120(1)
121(1)
118(1)
120(1)
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TABLE S18 BOND ANGLES(DEG.), CONT.

C76 -C77 -C78 119(2) C80 -C76 -C82 122(2)
C76 -C80 -C81 123(2) C83 -C84 -C85 122(2)
C77 -C76 -C80 120(2) C83 -C88 -C87 122(3)
C77 -C76 -C82 118(2) C84 -C83 -C88 114(2)
C77 -C78 -C79 120(2) C84 -C83 -C8Y 122(2)
C78 -C79 -C81 122(2) C84 -C85 -C86 116(3)
C79 -C81 -C80 116(2) C88 -C83 -C89 123(2)
Y
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TableS19 Derivatives of Mn(2-OHsalpn) dimers prepared.

Complex Elemental Crystal Mass | EPR | UV-Vis|Echem | SQUID
Analysis Structure Spect
TMA,[Mn"'(2-OH(5-NO,sal)pn)], N N N N v v
Na,[Mn(2-OH(5-NO,sal)pn)], N v y V
Na,[Mn!'(2-OHsalpn)], v vy
TEA,[Mn'{(2-OH(5-Clsal)pn)}, \ V l N
Na,[Mn'{(2-OH(3,5-Clsal)pn)], N | ¥
TEA[Mn/1(2-OH(5-Clsal)pn),] v V vy | ) v
TEAMn/M(2-OH(3,5-Clsal)pn),] N v
[Mn(2-OH(5-NO,sal)pn)], N V v
IMn'(2-OH(5-Clsal)pn)], v v Y J V
[IMn(2-OH(5-MeOsal)pn)], N N
[MnIH(Z-OHsalpn)]z ) */ 3 )
[Mn(2-OH(3,5-Clsal)pn)], v v v v
IMn/V(2-OH(3,5-Clsal)pn) ,]CIO, N V o V v v v
IMn/V(2-OH(5-Clsal)pn) ,]CIO, v V v
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