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Fig. 1. 'H NMR of 2Y.

Fig. 2. 'H NMR of 2Y (next day).

Fig. 3. *C{*H} NMR of 2Y (next day).
Fig. 4. Molecular structure of 2Lu.

Fig. 5. '2Lu.

Fig. 6. *C{*H} NMR of 2Lu (next day).
Fig. 7. 'H NMR of 3.

Fig. 8. *C{*H} NMR of 3.

Fig. 9. 'H NMR of 4Y.Fig. 10. *C{*H} NMR of 4Y.Fig. 11. 'H NMR of 4Lu.Fig. 12. *C{*H}
NMR of 4Lu.

Fig. 13. '"H NMR of 5.

Fig. 14. *C{*H} NMR of 5.

Fig. 15. EPR spectrum of 6.

Fig. 16. EPR spectrum of 8.

Fig. 17. EPR spectrum of 10.
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Fig. 1. 'H NMR spectrum of 2Y.
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Fig. 2. 'H NMR spectrum of 2Y (next day). # — signals attributed to [(2,6-
iIProCgH3)NC(=CH;,)C(=CH2)N(CgH3-2,6-iPr,)]YCI(THF),; * - signals attributed to [(2,6-

iPl'zC6H3)N:C(ME)C(MG):N(C6H3-2,6-ipr2)].
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Fig. 3. ®C{'H} NMR spectrum of 2Y (next day). # — signals attributed to [(2,6-

iPr,CgH3)NC(=CH,)C(=CH,)N(CgH3-2,6-iPr,)]YCI(THF),; * - signals attributed to [(2,6-

iPr2C6H3)N:C(Me)C(Me):N(CGH3-2,6-iPr2)].
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Fig. 4. Molecular structure of complex [(2,6-iPr,CsHs)N=C(Me)C(=CH;)N(CsH3-2,6-
iPr2)]LUCI,(THF), (2Lu). Thermal ellipsoids are drawn at the 30% probability level. Hydrogen
atoms of 2,6-diisopropylphenyl substitutes and THF molecules are omitted for clarity. Selected
distances [A] and angles [°]: Lu(1)-N(1) 2.3353(16), Lu(1)-N(2) 2.3048(17), Lu(1)-CI(1) 2.5383(5),
Lu(1)-CI(2) 2.5316(6), Lu(1)-O(1) 2.3312(13), Lu(1)-O(2) 2.3280(14), N(1)-C(1) 1.327(3), N(2)-
C(2) 1.342(3), C(1)-C(3) 1.438(3), C(1)-C(2) 1.485(3), C(2)-C(4) 1.417(3); N(2)-Lu(1)-N(1)
70.62(6), CI(1)-Lu(1)-CI(2) 162.306(17), O(1)-Lu(1)-0(2) 100.09(5), N(1)-C(1)-C(3) 124.46(19),
N(1)-C(1)-C(2) 116.45(17), C(3)-C(1)-C(2) 119.07(19), N(2)-C(2)-C(4) 124.81(18), N(2)-C(2)-

C(1) 116.77(18), C(4)-C(2)-C(L) 118.42(18).
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Fig. 5. 'H NMR spectrum of 2Lu.
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Fig. 6. “C{"H} NMR spectrum of 2Lu. # - signals attributed to [(2,6-
iIProCgH3)NC(=CH;)C(=CH2)N(CgH3-2,6-iPr,)]JLUCI(THF),; * - signals attributed to [(2,6-

iPr,Cs H3)N:C(ME)C(MG):N(C6 H3-2,6-iPr2)].
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Fig. 7. 'H NMR spectrum of 3.
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Fig. 8. *C{*H} NMR spectrum of 3.



Electronic Supplementary Material (ESI) for Dalton Transactions
This journal is © The Royal Society of Chemistry 2013

S0~
£5°0-

870

41
0’1
ot
[4391
mm.ﬂN
ﬁm:ﬁ$
€S'T

8LT

TTE~
SE'E~
g~
98—

Sty —

80°Z
[ 4
(493
ST'Z

LTL
6T°L
0L

Foov|

Iez's1

cal

+¥5'9

m.co.:

R6e9[

y 60

S1e
19 4
STCtH

660

F /60

86'% [

14

70 65 60 55 50 45 40 35 30 25 20 15 10 05 00 05
ppm

7.5

Fig. 9. 'H NMR spectrum of 4Y.

8’6l
SvT
6'%C
T4
8'GT
'8¢
n‘mNW
(4
m.mm >

00L—

6'€6—

6'€TT
vzl W_

CobzT

g9z1/

8'6ET ~
EEPT
TSkl —
8'9bT

o.omﬁ
6°9ST >

d._”mﬁ
T'181 V

170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10
ppm

180

Fig. 10. ®*C{*H} NMR spectrum of 4Y.
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Fig. 12. *C{"H} NMR spectrum of 4Lu.
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Fig. 13. *"H NMR spectrum of 5.
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Fig. 14. *C{*H} NMR spectrum of 5.
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Fig. 15. EPR spectrum of 6.
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Fig. 16. EPR spectrum of 8.
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Fig. 17. EPR spectrum of 10.



