b

Y
]
i

&

"PaJeOIpUI 2B SIOUBISIP J0BIUOD PIPUOUOU PIJI[AS “pauonisod
318 A9y YdIYM 1940 sFulr djouAd unkydiod sy yiim 19e3U00 Ssjeep 19p ueA ul axe sdnoid [Kusyd PUESI[ SY L "UMOYS JIe () SIdUEISIp
dnoi3 uoneurpiood sy [((*HNZGIN-0-[+]-¥)(dd.1)2:1] Jo uoneuojuos £S1ous 1S9MO] paJeNO[BI-JA[JA Y1 JO MIIA0212)S TS 3.InS1y

89'¢ 39 89°¢ J-o

L -

0€¢ q-e

(y)sduesiq PeIuo) () SouesI(q TJOBIU0))

.

4

1999 American Chemical Society, Inorg. Chem., Munro ic990178q Supporting Info Page 41 .

|



-

T*CHNzZg)(dd.1)24] 10J ol [e1owW 3Y) INOGe ANSWIIAS UOTSIOAUT 1sUTede sajejijiur uonoeIur siyy, (¢S a1ndiy) puediy
sune[Azuaq doy s, 10qu3rau 1ayioue yo Juwr [Ausyd ay; pue 1oqusiou suo jo dnoid [Kuoyd unifydiod e usamiaq payoimpues -
ST ((£$)D y8noayy (16)D) puedty wonoq ay ], (S 2m31] 29s) sdnoid jAuayd urikydiod 2y} Jo SUO Yim S)0BIUOD 3SO[O

JO )nsar e se 10MITA ) premo) paln st puedi| oy ], 10qy3iou 1sas0]o 9y Jo sdnoid [Auayd o) usamiaq 20eds sy ur

sapsau A1xea]d ((£9)D ydnomy (19)0) puesi| roddn oy, [(HNzd)(dd.L)2.4] JO [199 1UN Y} JO MIIA0IS €S NS

v

‘.

1999 American Chemical Society, Inorg. Chem., Munro ic990178q Supporting Info Page 42 ~

©




-
p i
—

"[9A9] Apiqeqoid ¢4z 93 1B umelp are sprosdif[d [PULY], “_6°6S JO (uonejusLio puedi|) o[3ue [eIpayIp
(19)D-(9)N-24-(£)N ® 10AE] OS[E $108IU00 983y |, "WieIderp ay} JO 3pIs Y311 9y} 18 paIsi] 31 /G| JO J[3ue [eIpayIp

(29)0-(19)0-(9)N-24 paAIasqo oy} 0} SUIpea] s)0eIu0d 2501 [("HNZ)(ddL)2] Jo spuedi| surwre|£zuaq [e1xe
a1y} Jo auo Jo (£9)D JO snipel wonsIuy-[ ¢ B UIyiim SWoje [[e Supensnt werdelp JAIJO ‘#S 231y

., Munro ic990178q Supporting Info Page 43
)

9T6'C (cH(£€9)D
108°C (€H(€9)H
161°¢ 91D (€9H
LSS'€E (€ DH(€9)H
S60'¢ (€D (¢9H
LECE (SDH(€9H
1+6'C (SO (€9H
S0€'€ (tDH(€9)H
S16C F1O(€9H
U m dgdd :

1999 American Chemical Society, Inorg. Chem

©




~

“KILIB]D 1O PANIWO Uaaq 2ARY Swole UsZ0IPAH 19Ad] A[Iqeqold o467 Ay Je umelp afe sprosdIj[o [eWIY [, "UOI Jejow ay} Inoqe
Anouruiks UOISIoAUI JsureSe sajeiw pue z'g| Jo (uonejusio puediy) o[3ue [IpaYIp (16)0-(S)N-21-(€)N © 01 Spea] uondeIuUI SIY |,
*£q 9S0[9 10qU31aU PU0I3S & Jo spuedI| [eIxe Y} Jo suo Jo dnoid 1&uayd oy pue unAydiod Suuoqudisu e jo Suwr [Auayd oy usemiaq
payompues st dnoad [Luoyd pueSiy oy 1By} SedIpul WeIderp ay) Jo WS 9y e pasI| saduesip 19e1u0d oy 1, [{CHNzE)(dd 1))

JO spued| sure[AZuaq [BIXe ) JO 3UO JO (Z§)D JO SnIper Wwonssuy-[§ e UIyim swoje e Sunrensny weidep JIHO °SS N3

ST8'€ (99)0(2$)D
61L°€E (s2)0(99)D
Y16°¢ (§9)0-(L$)D
SR (99)0-(LS)D
978'¢ (s20)0+(L$)D
116°€ (€0)0>-(Ls)
¥69°¢ #2)0-(LS)D

‘\

© 1999 American Chemical Society, Inorg. Chem., Munro ic990178q Supporting Info Page 44




© 19?9 American Chemical Society, Inorg. Chem., Munro ic990178q Supporting Info Page 45

AR SR

<

@) @

1

4.

(b) (b)

b
4

) @

¥
¥

(e) (¢)

*

Figure S6. Stereoscopic views of selected calculated minima for [Fe(TPP)(1-BuNH,),] and
[Fe(TPP)(Pip),] taken from the surfaces in Figure 7 of the main text. The two conformations of
[Fe(TPP)(1-BuNH,),] are (a) a global minimum energy conformation (¢,, ¢, =0°, 180°; AU =0
kcal/mol) and (b) a local minimum energy conformation (¢,, ¢, = 0°, 0°; AU = 0.14 kcal/mol). The
three conformations of [Fe(TPP)(Pip),] are (c) a global minimum energy conformation (¢,, ¢, =70°,
20°; AU; = 0 kcal/mol), (d) a local energy minimum (¢, ¢, = 70°, 110°; AU; = 1.6 kcal/mol), and (e) a
hiaher ernerav lacal minirmriim (b B = 240° 20°% AT/ . = ~1 R Yeal/maol)
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