View metadata, citation and similar papers at core.ac.uk brought to you by fCORE

provided by Caltech Authors - Main

norganic Chemistry

< including bioinorganic chemistry

Supporting Information for Inorg. Chem., 1994, 33(6), 1165-1170, DOI: 10.1021/ic00084a032

HAKRABART]
1165-1170

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

MOST TRUSTED. MOST CITED. MOST READ.

Copyright © 1994 American Chemical Society


https://core.ac.uk/display/216286723?utm_source=pdf&utm_medium=banner&utm_campaign=pdf-decoration-v1
http://dx.doi.org/10.1021/issn.0020-1669
http://dx.doi.org/10.1021/ic00084a032
http://pubs.acs.org/page/copyright/permissions.html
http://pubs.acs.org

BERZOG
BILRIX
BIwWMOJ
BONDIR
BORS0OQ
BOYLUW
CARPGAB
CAZFAK

.CINHIG

CIYLAX
CIYLEB
CLPHTI
COLNIA
CUDWUT
CUDXAA
CUTDOK
CUTKIL
DAJHEB
DASCAB
DAXSEAR
DAXSIE
DAXSOK
DIBJUT
DILTAT
DOPYOW
DUBTEZ
DUNSQU
DUNSUA
ETYNWB
FAKJEG
FEXBEP
FOTBAR
FUJHIB
GANZIE
GANZOK
GI1BCUP
GIMREZ
GINGIT

. JAFGUS
JECHUU

JECJAC
JECJEG
JECJIK
KARKUJ
KARVUU
KECBUP
KEXDIA
MEORHC
PHOECY

Supplementary M ata od

Heistand et al
Zozulin et al
Quingchuan et al
Rasguali et al
Edwards et al
Wenrui et al
Cleland et al
Coffirdaffer et al
Boersma et al
Kanmatzidis et al
as above
Watenpaugh et al
Collman et al
Zaworotko et al
as above

Jolibois et al
Lewis et al
Beringhelli et al
Coffindaffer et al
Coffindaffer et al
as above

as above

Rees et al
Hayashi et al
Fiaschi et al
Fryzuk et al
Fraser et al

as above

Chiu et al
Mazzanti et al
Nasri et al

Braga et al
Kegley et al
Fraser et al

as above

Salifoglou et al
Darensbourg et al
Erikson et al
Murchie et al
Kim et al

as above

as above

as above

Erker et al
Cowan et al
Bernard et al
Watson et al
Edwards et al
Calderazzo et al

Inorg. Chem., 21. &74% (1982)

Inorg. Chem. 21, 3083 (1%872)

Sci. Bin. (Eng.Ed.) B25, 356 (1982)
J. Chem.~Soc. Chem. Comn., 1797 (1983)
J. Am. Chem. Soc. 103, 7792 (1981)

J. Struct. Chem. 1, 73-1 (1982)

J. Am. Chem. Soc. 105, 6021 (1983%)
Imorg. Chem. 22, 3178 (1783)

J. Organomet. Chem. 81, 7 (1974)

J. Am. Chem. Soc. 104, 43500 (1984)

Inorg. Chem. 5, 178 (19&6)
J. Am. Chem. Soc. 106, 3151 (1984)
Organometallics 4, 238 (1985)

Inorg. Chim. Acta 97, 119 (1985)
Inorg. Chem. 24, 363 (19895)

J. Chem. Soc. Dalton, 1507 (1985)

J. Am. Chem. Soc. 107, 3572 (1985)

J. Chem. Soc. Chem. Com., 13519 (1985)

Organometallics 4, 2179 (1985)

J. Am. Chem. Soc. 108, 385 (19864)
Inorg. Chem. 25, 462 (1986)

Can. J. Chem. 64, 174 (1986)

Can. J. Chem. 64, 814 (19864)

J. Chem. Soc. Dalton, 1204 (1981)
Inorg. Chem. 25, 4158 (1986)

J. Am. Chem. Soc. 109, 2549 (1987)
J. Organomet. Chem. 334, C46 (1987)
J. Am. Chem. Soc. 109, 6563 (1987)
Can. J. Chem. 65, 2338 (1987)

Inorg. Chein. 27, 3394 (1988)
Inorg. Chem. 27, 3269 (1988)
Organometallics 7, 1930 (1988)
Can. J. Chem. &6, 2515 (i988)

J. Am. Chem. Soc. 112, 10956 (199Q)

Organometallics B8, 2037 (1989)

J. Am. Chem. Soc. 111, 4750 (1989)
Organometallics 92, 12 (1990)

Can. J. Chem. 68, 1201 (1990)

J. Chem. Soc. Dalton, 2467 (1980)
J. Chem. Soc. Dalton, 1419 (1980Q0)

P,HTO”M)



Darensbourg et al

al
et
al
et

al

al

SABKAOV Wilisch et al
SEBTUO

SENPAC Osakada et al
SERMIL Bhaduri et al
SIDPIE Drake et
TPOXTIL1IO Svetich
VANNED Kipke et
VEGYIFP Al-Ahmad
VEGZAI as above

Imorg.
J. Am.

J. Organomet.
J. Chem.

Inorg.

Chem.
Chem.

Chem.

Acta Cryst.
Acta Cryst.

Inorg.

Chem.

Soc.

27,

Soc.
Chem.
Dalton,

29,
B28,
c4s,

29,

4333
11t

2707
1760
870
27

\"»—[i [0~ Fyi -

(1988)
» 7094 (1989)

382, 303 (1930)

1305 (19%20)
(1270)
(1972)
(1989)
(17990)



(- l1u =

RELEVANT PORTIONS OF G5TATBY OUTPUT CONTAINING REFCODE, ANGLES MOC.
THETA AND PHI, AND THE CATION PRESENT. THE CONVENTION OF PHI (PRIMTED
HERE AND USED IN THE PAPER) I5 DIFFERENT FROM THAT IN CS5D:

PHI(PAPER) = 90 - PHI(CSD)

BEKZOG 132 a8 38 FE
BILRIX 123 37 24 U

112 30 12

163 34 16

126 36 6

174 88 )

158 79 17

132 46 21
BIWMOJ 177 88 2 IR

133 a4 26
BONDIR 129 84 al Cu

128 74 50
BORS0G 167 79 & u

162 72 2

165 82 13

166 Bé 13
BOYLUW 153 86 27 iR
CAPGAB 133 79 46 FE

129 87 51

132 84 47

123 35 49
CAZFAK 138 74 39 ™Ma

138 77 40

137 80 40

144 81 33

135 74 43

135 68 40

141 g4 39

145 84 33

141 77 37

135 81 43
CINHIQ 126 69 31 ZN

117 27 8

118 63 a8
CiyLAax 107 72 72 FE
CIYLEB 126 81 54 FE
CLPHTI 123 33 & TI

166 a8 14

128 39 ]
COLNIA 128 38 i RU

132 42 S
CUDWUT 116 30 29 AL

117 30 25
CUDXAA 125 31 42

125 33 44
CUTDOK 122 34 17 SN

126 37 13

123 36 22

123 34 9
CUTKIL 126 38 13 1A

136 78 21

144 &7 Z9

166 83 13

148 70 26
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OQUTPUT FROM GSTATB?, CONTAINING VARIOUS CATION COORDINATES EXPRESSED
IN TERMS OF THE MOLECULAR CODRDINATE SYSTEM (THE FIRST FEW RECORDS
ARE FOR THE PHENOLATE GROUP) .

CELL 1. 1. L. Q. 0. 20,

ATOM o8 0.00000 0.00000 0.000Q00
ATOM c20 -1.33096 0.00000 ©.00000
ATOM Cz1t -2.04994-1.20256 0.00352
ATOM cz22 =3.44089-1.19831 0.00678
AL OM C23 -4.13547-0.01477 0.01483
ATOM C24 ~3.48837% 1.17440 Q.00836
ATOM C25 -2.06220 1.19691 0.00532
ATOM FEL 1.24870-0.78649 0.96398
ATOM Ut 1.42088 0.39746~-1.91704
ATOM U1 1.17026 0.24283 2.08743
ATOM uz 1.99966-0.357910-0.18049
ATOM uz 1.36811 0.18337 1.87766
ATOM Uz 2.01435-0.21330 0.08102
ATOM uz 1.96931-0.66377 0.411835
ATOM uz 1.603568 0.61816 1.67440
ATOM IR1 1.98727-0.03687 0.07587
ATOM IRZ2 1.787794-0.89032-0.16276
CATOM Cui 1.30029-1.59032 0.22423
ATOM Cut 1.28905-1.53298-0.57019
ATOM Ut 2.12722-0.24984-0.41847
ATOM ut 2.068i8 0.035116-0.67813
ATOM Ul 2.09646 0.47723 0.30652
ATOM Ut 2.09616-0.49707-0.13461
ATOM ZR1 1.84742 0.93250-0,13274
ATOM FEL 1.24969 1.32731 0.30292
ATOM FEZ 1.16486 1.43006 0.13178
ATOM FE3 1.24885 1.36564 0.18949
ATOM FE4 1.01877-1.14178-1.10684
ATOM MO1 1.52933-1.22824-0.59595
ATOM ~ MOL 1.91483 1.26394-0.45706
ATOM ‘MO 1 1.359647 1.3238%-0.38641
ATOM MO1 1.73271 1.21535-0.34201
ATOM MO1 1.46998=1.36492-0.36554
ATOM MOz 1.48601-1.24620-0.77565
ATOM MOo2 1.63248-1.31873 0.23892
ATOM Moz 1.73311 1.19914-0.21135
ATOM Ma2 1.97683 1.16300 0.47714
ATOM MO2 1.44972-1.41296-0.34184
ATOM INt 1.28489 1.57640-0.83019
ATOM IN1 0.97938 0.08B8046 1.93598
ATOM IN2 0.95487-1.58340 0.85588
ATOM FEL 0.61007 1.88482 0.55436
ATOM FEZ 1.16853 1.59179-0.31306
ATOM Tit 1.04691-0.13314 1.59263
ATOM TIL 1.69165-0.41867-0.07477
ATOM TIt - 1.31379-0.08741-1.66342
ATOM RUIL 1.20527 0.01897-1.52258
ATOM RUZ2 1.30706 0.04565 1.44208
ATOM AL 1 0.82983-0.43062 1.65544
‘ATOM AL2 0.85000 0.36514-1.64090
ATOM AL L 1.03247=0.97272 1.10897
ATOM ALt 1.03247 0.97272-1.10897
ATOM SN1 1.12838 0.32136-1.75454
ATOM SNi 1.21967-0.29387~1.66299
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ATOM
ATOM
ATOM
ATOM
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ATOM
ATOM
ATOM
ATOM
ATOM
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

SNZ
SN2
TAL
TAL
TAl
TAat
TAL
TAL
RE1
RE1
REL
RE2
RE2
REZ
MO1
MOt
MOt
MO1
MO2
MO2
MO2
MO2
NB11
NB12
NB1
NB1
NB36
NB36&
NB36
NB36
NB36
NB36
NB1
IR1
cot
cut
RH1
RH2
K1
K1
NAL
N& 1
NAL
NA2
Wi
V1
FEL
PD1
RH1
K1
NAL
FE1
FEL
FE2
FE2
Wi
Wi
W1
W2

1.14574 0.48284 [ .67422
1.17389-0.16774 1.76&97
1.23628-0.273921 1.635233
1.68170-0.63174-0.376472
1.33383 0.82979 0.77444
1.83993 0.41168 0.21808
1.63259-0.75962 0.6B0&2
1.12092-0.15915~-1.81024
1.38317-1.58126 0.473723
1.479181 1.46501-0.26201
1.40730-1.60221 0.04097
1.42462 1.356349 0.23360
1.35996-1.64713 0.23412
1.48211 1.5503%2 0.049535
1.64637-1.21739 0.62373
1.416465-0.53927 1.47971
1.308466 O.33355 1.18627
1.39459-0.81710-0.86024
1.49397 1.16979 0.94779
1.389215-1.08400-0.86558
1.63207-0.72933 0.83023
1.56408 0.98116 0.65700
1.99839-0.19842 0.23389
1.85291-0.35212-0.73098
1.21470 0.10545 0.01578
1.89913 0.26605-0.27565
1.68516 0.83555-0.51447
1.35641-1.17201-0.04063
1.64011 0.21892 0.4642787
1.8424681 0.60730 0.18907
1.72767 0.62762 0.63212
1.65828 0.68357-0.73336
2.04876 0,60260-0.44332
1.21886~1.63632 0.18339
1.41600 0.17455-1.259535
1.23370-1.60334 0.01148
1.04630-1.16186-1.42715
0.96735-1.31414 1.34492
1.34048 1.66342 1.46527
0.81387-0.95129~2.29136
1.39727-1.71257-0.11227
1.12953-0.88352 1.74444
1.85207-1.06434-0.61798
1.53151 1.64299-0.59232
1.68230 1.30503 0.00000
1.27642-0.159565 1.37341
1.42434-1.,27849-0.29452
1.08377 1.64873-0.81409
1.11126-1.80426 0,135253
1.65471-2.61515-0.22509
1.37253=1.71330 0.87642
1.33162 1.12149-0,71053
1.48772 1.13732 0.05041

1.20263 0.45785 1.33584

1.27014 1.09851 0.79769
1.53832 1.59486-0.19115
1.47832 1.63741-0.34038
1.49080 1.62161 0.16424
1.41530-1.654562 0.46669
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

W2

W2

RE1
LIt
LIt
LIt
LIz
PD1
NIt
PD1
PD1
IR1
AT
RHIL
LIt
LIt
LI2
LIZ2
RE1L
RE1
Cui
Cut
Cut
V1

Vi

LIt
LIt
W1

W2

PTL
RUZ
RUZ2
RU3
RU3
RU4
RU4
SR1
SR
SR1
SR1
SR2
SR2
SR2
SR2
SR2
TIt
TIt
TI1
TIM
TI1
TIL
MO1
MOt
FE1
FEZ
FES
FE4
FES
FE&

1.86571-1.93638 0.562601
1.44527-1.69010-0.02728
1.11588-1.36729-0.86669
1.295112 1.09287-0.93510
0.97555 1.67186-0.04480
1.45057 0.52735 1.03046
1.38755~1.23300-0. 18906
1.12347 1.80888-0.28060
1.02016 1.63456 0.13920
1.27065 1.67863-0.044469
1.19304 1.73659 0.086072
1.79230 0.60771 0.5807%
1.16185 1.74494-0.09453
1.187355 1.65240 0.19286
1.40113 1.19110 0.24434
1.42034 1.22870 0.248464
1.43634-1.16055 0.31072
1.33598~-1.05483 0.80909
1.51254-1.08534 0.54013
1.32997-0.879140 1,18509
1.2179L-0.57370-1.40665
0.95100~1.25950~1.10348
1.57100-1.62065 0.18566
1.57275 0.87472-0,92260
1.38420-0.09407-1.45105
0.95559-1.50342 0.65544
1.05240-0.68570 1.39467
1.47791 1.57736 0.52084
1.41252 1.465603~0.24837
1.07196 1.86404 0.10447
1.35028-1.58578-0.74684
1.38800 1.50833-0.84599
1.40443 1.52613-0.77143
1.35786-1.60031-0,49450
0.93852-0.01203 1.93772
0.74133 0.10064 1.92385
0.77226-1.48110-1.93101
1.59181 1.06386 1.45117
1.65951 0.99387 1.49217
1.81345~-0.85727 1.40597
1.71869 1.82319-0.18898
1.22243-0.46253-2.06775
1.80966 1.36604-1.16071
0.69566 1.38097 2.03821
1.06933-0.21190 2.24527
1.47882-1.20727 1.09201
1.80747 0.32542-0.139460
1.19888 0.67567 1.51159
1.13309 0.72865 1.31795
1.78327 0.04972 0.14243
1.16961 0.79742-1.44977
1.36211~1.29444-0.47414
1.40045 0.71869-1.11538
1.48064~1.10425-0.00096
{.36691 1.17905-0.49438
1.17586=0,26674 1.44570
1,19650 1.42580 0.04944
1.21574-1.40150 0.27520
1.19829-1.29704 0.65477
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ATOM FE1 1.32449-1.17785-0.47489

ATOM FEZ 1.858726 1.00141 Q.36979

ATOM FE3 1.32389 1.29997 0.350427

COMMenrnt connectivity search; screened for any metal (28), error
COMMent free at .02Z2A (32), no disorder (33), coordinates present
COMMent (133), oxrygen present (256)

SAVE 2 3

STOP 400

SCREEN 28 32 35 1353 256
T1 %CONNser

Q@ Metal-phenolate

ATL 4M 1

ATZ2
AT3
AT4
ATS
AT6
AT7
AT8
BO
BO
BO
BO
BO
BO
BO
BO
NOLN

END
QUEStion Tt
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GEOMETRY CALCULATION USING GSTAT8? (PLEASE NOTE THAT THETA AND TETA
ARE EQUIVALENT AND THE CALCULATION OF TETA IS REDUNDANT):

BRI

CQoD

NOD

FRAG Metal-phenolate
AT1 4M 1 #

AT2 0O
AT3I C
AT4 C
ATS C
AT6 C
AT7 C
AT8 C
BO
BO
BO
BO
BO
BO
BO
BO
TEST
NOL
END
DEF M-0 1 2

DEF MOC 1 2 3

SETUP P1 2 3 4 5 6 7 8

DEF DIST 1 P1

SETUP V1 2 1

DEF TETA V1 Pt

DEF %LP2 THETA PHI 4 3 2 1

DEF %RFACT

DEF %AS

DEF XERR

HIST MOC

SCAT THETA PHI

OUTPUT COORD ORIG 2 XM 3 2 YM 4 8
SUP AVE :

MNRNRNNWN

WNDU P UWN -
ODO0OoND>U P UWRN

IST + 2 1.5 3.2

10



