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Figure S1. ORTEP view of the solid state structure of Sb. The thermal ellipsoids are
shown in 50 % probability level. Hydrogen atoms are omitted for clarity. Selected bond
lengths (A) and angles (°) are given: Til-O1 1.887(2), Til-O2 1.823(2), Til-N1

2.401(3), O1-Til-02 91.37(10), O1-Til-N1 90.86(10), 02-Ti1-N1 89.36(10).
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Figure S2. ORTEP view of the solid state structure of 6b. The thermal ellipsoids are
shown in 50 % probability level. Hydrogen atoms are omitted for clarity. Selected bond
lengths (A) and angles (°) are given: Til-O1 1.909(4), Til-O2 1.767(4), Til-N1

2.354(4), O1-Ti1-02 96.81(19), O2-Ti1-N1 164.39(17), O1-Ti1-N1 85.56(16).
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Figure S3. ESR spectrum (i) of the complex 2b and (ii) of the complex 2b when

activated by MAO and both recorded at 77 K.
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SAMPLE SPECIAL
date Nov 20 2007 temp not used
solvent cDC13 gain not used
file /export/home/~ spin not used
guest1/2007/NOVEMB~ hst 0.008
ER/20-Nov/PG-MP-8-~ pwI0 8.500
19-2.fid alfa 20.000
ACQUISITION FLAGS
Sw 10010.0 i1 n N N
at 1.930 in n
np 39846 dp Y
b not used hs nn
bs 4 PROCESSING
di 1.000 0.10 OH HO
nt 400 fn not used l
t DISPLAY |
TRANSMITTER sp -36.4 i
tn HL  wp 4853.6 t t
sfrg 399.883 rfl 2469.6
tof 500.0 rfp 0 Me Bu Bu Me
tpwr 55 rp -18.7
" 2 1p -101.3
DECOUPLER PLOT
dn c1 we 0
dof 338.7 sc 0 la
dm nnn Vs 45
dmm c th 14
dpwr 51 ai ph
dmf 17100
3 g g
B ) <
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Figure S4. 'H NMR spectrum of 1a in CDCls.
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MP-12-186-13C

expd CARBON

SAMPLE SPECIAL
date Nov 5 2008 temp not used
soivent CDCi3 gain not used / \
file /export/home/~ spin not used / \
pgl/MANAS/2008/Nov~ hst 0.008
08/5-Nov/PG-MP-12-~ pvﬁﬁ 14.000
186-13C . fid alfa 20.000 _
ACQUISITION FLAGS N N u
Sw 25125.6 i1 n
at 1.199 in n
?p 60270 dp y
b 13800 hs nn
bs 4 PROCESSING
di 1.000 1b 1.00 OH HO
nt 20000 fn not used
ci 2384 DISPLAY
TRANSMITTER sp -146.4
tn C13 wp 20403.7 t t
sfr i00.581 71 5268.3
tor 1554.3 rfp 7768.5 Me Bu Bu Me
tpwr S6 rp 138.5
7.000 1p -309.3
DECOUPLER PLOT
dn H1 wc 250
dof ¢ sc 0 la
dm yyy Vs 34
dmm w th 7
dpwr 41  ai ph
dmf 11900

126.966
121.956
34.783
29.757
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Figure S5. *C NMR spectrum of 1a in CDCls.
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exp4 PROTON
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SAMPLE SPECIAL
date Dec 22 2007 temp not used
solvent CDCL3 gain not used
file /export/home/~ spin not used
pGL/MANAS/20087/Dec~ hst 0.008 Me
07/22~dec/PG-MP-8-~ pw90 8.500
216-1.F10 aifa 20.000 But
ACQUISITION FLAGS
sw 0010.0 n
at i.883 i n
np 338902 dp v
fb not used hs "
bs 4 PROCESSING O Nose
d1 1.000 1 . ‘ JNg®
nt 400 T not used L
ct 24 DISPLAY N ~ /N N
TRANSMITTER sp -128.6 ~.0 Lo
in Hi wp 4117.1 Tl i
sfra 399.883 rfl 2811.7 / N i
tof 200.0 rf ] i 1 i
tpwr 85 i 5.3 PrO! l O'Pr i
4.250 1p -124.5 O !
DECOUPLER PLOT
dn €13 we 50 Me '
dof 0 sc [}
dm nnn vs 6 i
dmm c th 2 N
dpwr 51 nm ph tB lb |
dmf 17100 u i
pad i
3 Pl
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Figure S6. 'H NMR spectrum of 1b in CDCl.



MP-8-216-13C

exp4 CARBON
SAMPLE SPECIAL Me
date Dec 23 2007 temp not used t
solvent CDC13 gain not used Bu
file /export/home/~ spin not used
pgl/MANAS /2007 /Dec~ hst 0.008
07/23-dec/PG-MP-8-~ pwI0 14.000
216-13C.fid alfa 20.000
ACQUISITION FLAGS
sw 25125.6 i} n O
at 1.199 in n 0
np 6027¢ dp v
fb 13800 hs nn N \ N
bs a PROCESSING S~
d1 1.000 1b 1.00 Ti1
nt 20000 fn not used / N
ct 7004 DISPLAY 1 OIPr
TRANSMITTER sp -356.4 PrO
tn Ci3 wp 20416.80
sfrg 100.561 rf1l 9249.9 Me
tof 1554.3 rfp 7762.5
tpwr 56 rp -31.1
7.000 1p -313.6
DECOUPLER PLOT lb
dn HL  we 250 tBU
dof 0 sc 0
dm yyy vs 83
dmm w th 10
dpwr 41 ai ph
dmf 11900
WwaNMmS o Mmoo G <t D
NAHO®© @ M o m
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Figure S7. °C NMR spectrum of 1b in CDCls.
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ARR-2-108-1
expd PROTON

SAMPLE SPECIAL
date Oct 25 2008 temp not used
solvent CDCL3 gain not used
file /export/home/~ spin not used
pgl/RAJSEKHAR/2008~ hst 0.008
/0ct08/25-0ct/PG-A~ pw30 8.500

RR-2-108-1.fid alfa 20.000

ACQUISITION FLAGS
sw 10010.0 i1 n Cl Cl
at 1.993 in n ///kAAAAAAAAA\\\
np 39902 dp y N N

fb not used hs nn

bs 4 PROCESSING

di 1.000 1b 1.00

nt 400 fn not used ()

ct 8 DISPLAY

TRANSMITTER sp -71.5 }{ }{()

tn H1 wp 4968.2

sfrg 399.883 rfl 2765.0

tof 200.0 rfp 0

tpwr 55 rp 51.6

pw 4.250 1 -151.8 Me tBU BUt M
250

P e
DECOUPLER PLOT
dn C13 wc
dof 0 sc
dm nnn Vs 87
dmm c th 6 4a
dpwr 51 nm ph
dmf 17100

1.384
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Figure S8. 'H NMR spectrum of 4a in CDCl;.
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ARR-2-134-2-13C

expa CARBON

SAMPLE SPECIAL
date Nov 4 2008 temp not used
solvent cDC13 gain not used Cl
file /export/home/~ spin not used /ﬁ Cl
pgl/RAJISEKHAR/2008~ hst 0.608 N

/NoV08/4—nov/PG-AR~ pw3T 14.000

R-2-134-C13.fid alfa 20.000
ACQUISITION FLAGS
sw 25125.8 i1 i
at 1.199 in n
np 60270 dp v OH HO
o 13885 nis an
bs 4 PROCESSING
d1 1.000 1b 1.00
nt 20000 fn not used t
ct 1312 DISPLAY
TRANSMITTER sp -180.8 Me Bu BUt Me
in ci3 wp 20205.1
sfra 100.561 rfl 9258.3
tof 1554.3 rfp 7762.5
tpwr S6 Tp 129.3
7.000 1p -303.6 4a
DECOUPLER pLOT
dn HI we 250
dof 0 sc 0
dm yyy vs 79
dmm w th 15
dpwr 41 ai ph
dmf 11900
~ -
° 5SS33pmmeR 5 n g
2 ©Y@edxpeTTe
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Figure 9. °C NMR spectrum of 4a in CDCls.
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ARR-2-114-3

exp4 PROTON

SAMPLE SPECIAL
date Oct 27 2008 temp not used
solvent CDCL3 gain not used
file /export/home/~ spin not used
pgl/RAJSEKHAR/2008~ hst 0.008 Me
/0ct08/27-0ct/PG-A~ pw90 8.500
RR-2-114-3.fid alfa 20.000 t
ACQUISITION FLAGS Bu
sw 10010.0 i1 n
at 1.993 in n
np 39902 dp y
fb not used hs nn CI
bs 4 PROCESSING
a1 1.000 1b 1.00 O
nt 400 fn not used | N
ct DISPLAY
TRANSMITTER sp -164.4 N\ >
tn wp 4171.5 Tl
sfrg 399.883 rfl 2753.1 \
tof 200.0 rfp 0 CI i/ 1
tpwr 55 rp -39.6 PrO O'Pr
pw 4.250 1p -31.5
DECOUPLER PLOT
dn c13 we 250 Me
dof sC
dm nnn  vs 117
dmm c th 21
dpwr 51 nm ph tB 4b
dmf 17100 u
o
-
~
«~
0
@ i
-
<
_ m A JMW K
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Figure S10. '"H NMR spectrum of 4b in CDCls.
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PG-MP~18-44-13C

expa  CARBON M
’ SAMPLE SPECIAL e
date Feb 1 2010 temp not used . B t
solvent CDC13 gain not used u
file /export/home/~ spin not used
P91/MANAS/2010/Feb~ hst 0.008
/1-Teb/pg-mp-18-44~ pw30 14.000
-c13.fid alfa 20 000 Cl
ACQUISITION FLAGS
sw 25125.6 il n O
at 1.199  in n { N
np 60270 dp y
b 13800 hs nn N\ ‘.//
bs 4 PROCESSING T1
d1 1.000 1b 1.00 / N
nt 20000 fn not used (:I 1 1
or 2220 DISBLAY PrO O'Pr
TRANSMITTER sp -1488.9
tn Ci3 wp 25125.6 -
sfrg 100.561 rf1 9251 .4 Me
tof 1554.3 rfp 7762.5
tpwr 56 rp 124.2
pw 7.000 1p -308.7 4b
DECOUPLER pLOT tB
dn HL  wc 250 u
dof 8 sc ]
dm yyy vs 82
dmm w th 10 '
dpwr 41 at ph
dmf 11900
OO0 FOWOWWwN - N oo
NOMNMONWMHMYLO®X MmN O
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Figure S11. *C NMR spectrum of 4b in CDClL.
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ARR-2-112-1
exp4 PROTON
SAMPLE SPECIAL
date Oct 25 2008 temp not used
solvent CDCL3 gain not used
file /export/home/~ Spin not used
pg1/RAJSEKHAR/2008~ hst 0.008
/0cto8/25-0ct /PG-A~ pwil 8.500
RR-2-112-1.fid aifa 20.000
ACQUISITION FLAGS Cl C| © v jm
sw 10010.0 i1 n jodiod
at 1.993 in n .-l
np 35562 dp % N N e
fb not used hs nn kl
bs 4 PROCESSING |
di 1.668 b 1.00
nt 400 fn not used
ct 8 DISPLAY OH HO
TRANSHITTER sp -101.4
tn H1 wp 5083.4
sfrq 399.883 rfl 2753.1
tof 2088.8 rfp 0 t t t t
tpwr 55 rp 49.4
pw 4.250 1p -158.0 Bu Bu Bu Bu
DECQUPLER LoT
dn C13 wc 250
dof 0 sc 1
dm aan  ve 135 5a
dmm c th 8
dpwr 51 nm ph
dmf 17100
o@tn
D ® e
N o <
Y N 3
TN ® 2
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Figure S12. '"H NMR spectrum of 5a in CDCls.
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MP-18-43-13C
exp7 CARBON
SAMPLE SPECIAL

date Jan 31 2010 temp not used
solvent CDC13 gain not used :
file /export/home/~ spin not used C|
Pg1/MANAS/2010/Jan~ hst 0.008 C|
/31-Jan/mp-18-43-1~ pw3 o 1a.000
3c.fid alfa 20.000 N N

ACQUISITION FLAGS |
sw 25125.6 41 n "
at 1.199 in n i
np 60270 dp y i
b 13800 hs nn OH HO ! <
bs 4 PROCESSING
d1 1.000 1b 1.00 i ,
nt 20000 fn not used .
ct 340 DISPLAY i

TRANSMITTER sp -173.9 L
tn €13 wp 20469, tBU BUt tBu

|
[ t i [
sfrg 100.561 rfl 9256.8 Bu I
tof 1554.3 rfp 7782.5 H
tpwr 56 rp 77.1 |
P 7.000 1p -349.8 [ |
DECOUPLER S5a
H1  wc 250 ] I
dof 0 sc 0
dm yvv vs €2
dmm w th 6
dpwr 41  ai ph

dmf 11800

oo © N - w
23S g © &
Cebp oma ° B
""’"’g oo ~ w<
Smm s INESRY ~ EEE)
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Figure S13. *C NMR spectrum of 5a in CDCls.
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ARR-2-117-1

expd PROTON

SAMPLE SPECIAL
date Oct 27 2008 temp not used
solvent CDCL3 gain not used
file /export/home/~ spin not used t
pgl/RAJSEKHAR/2008~ hst 9!99 BU
/0ct08/27-0ct/PG-A~ pwil 8.500
rRR-2-117-1.fid alfa 20.000 t
ACQUISITION ) FLAGS Bu 0o
i1 a o
in n --
d
he o Cl L
PROCESSING i
b 1.00 O .-
fn not used | e o
DISPLAY N ‘ /N B
sp -48.5 ~_ > -
wp 4108.5 Ti | L
rfl 2753.1 )
e ¢ CI 1/| \OIP
o 3.9 PrO r
1 -198.
P pLOT But (0]
we 250
sc 0
vs 117
th 7
nm ph tBu Sb
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Figure S14. 'H NMR spectrum of 5b in CDCl;.
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ARR-2-117-13C
exp4 CARBON
SAMPLE SPECIAL
date Nov 3 2008 temp not used
solvent cbcl13 gain not used
file fexport/home/~ spin not used
pgl/RAJSEKHAR/2008~ hst 0.008
/Nov08/3-nov/PG-AR~ pw30 14.000
R-2-117-13C.fid alfa 20.000
ACQUISITION FLAGS
Sw 25125.6 i1 n
at 1.199 in n
np 60270 dp v
fb 13800 hs nn
bs 4 PROCESSING
dl 1.000 1b 1.00
nt 20000 fn not used
t 2080 DISPLAY
TRANSMITTER sp -86.6
tn C13 wp 20238.8
sfrg 100.561 rfl 14350.6
tof 1554.3 rfp 12910.6
tpwr 56 rp 94.8
7.000 1p -317.1
DECOUPLER PLOT
dn Hi wc 250
dof 0 sc
dm yyy Vs 163
dmm w th 9
dpwr 41  ai ph
dmf 11900
deow
qo oo
o<~
off 0 0 ©
ST IEEEE R b
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Figure S15. °C NMR spectrum of 5b in C¢Ds.
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exp4 PROTON
SAMPLE SPECIAL
date Oct 30 2008 temp not used (:I (:I
solvent CDCL3 gain not used / N\
file /export/home/~ spin not used
pg1/RAISEKHAR/2008~ hst 0.008 N N
/0ct0R/30-0ct/PG-A~ pwdn a.500
RR-2-123-1.fid alfa 20.000
ACQUISITION FLAGS
Sw 10810.0 il n
at 1.993 in n ()I{ }{()
np 3330z dp v
fh not used hs nn
bs 4 PROCESSING
di i.000 ib 1.00
nt 400 fn not used
ct 8 DISPLAY Cl Cl Cl Cl
TRANSMITTER sp -237.7 ,
tn H1  wp 5261.8
sfrg 399.883 rf1i 2753.1
tof 200.0 rip [ 6a
towr 8% rp 45.3
pw 4.250 1p -147.5
DECOUPLER PLOT
dn C12 wc 250
dof 0 sc [}
dm npn o vs 58 ¥a
dmm c th 17 @ ~
dpwr 51 nm ph ®m by
dmf 17100 .
o o~
-
“ @
N
g82=
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~ ™~
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Figure S16. "H NMR spectrum of 6a in CDCl;.
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ARR-2-123-2-13C
expd CARBON

SAMPLE SPECIAL CI

date Aug 6 2004 temp not used . Cl
soivent CBCi3 gain not used / AN

file /export/home/~ spin not used
guest/vnmrsys/data~ hst 0.008 N N
/guest_20584-08-06/~ pwil 14 008
CARBON_@1.fid alfa 20.000
ACQUISITION FLAGS
Sw 25125.6 i1 n
at 19189 in n OH HO
np 60270 dp y
fb 13800 hs
bs 64 PROCESSING
di 1.000 1b .00
nt 16 fn not used
ct 16 DISPLAY Cl Cl Cl Cl
TRANSMITTER sp -297.4 ©
tn C13 wp 21047.0 ©
sfrg 100.561 rfl 1502.3 e
tof 1554.3 rfp 0 o 6a
tpwr 56 rp 148.7 ©
W 7.000 ip -3is.2 o |
DECOUPLER PLOT o
n 1 wc 5 T
dof 0 sc
dm yyy vs 37 .
dmm w th 6
dpwr 41 ai no ph
dmf 11900
©
L
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Figure S17. °C NMR spectrum of 6a in CDCl;.
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Cl

ARR=-2-172-1

Cl

exp4 PROTON

SAMPLE SPECIAL
date Dec S 2008 temp not used
solvent cocL3 gain not used . Cl
file /export/home/~ spin not used .
pgl/RAJSEKHAR/2008~ hst 0.008 O
/Dec08/5~-dec/PG-AR~ pw90 8.500 l

R-2-172-1.fid a .

ACQUISITION |

s 10010.0 i i

1fa 20.000
" NN
W n
at 1.993 in n T
np 39902 dp y Cl / \ .
fb not used hs nn P 01 OIPr
bs 4 PROCESSING T
d1 1.000 1b 1.00 0
nt 400 fo not used C|
ct 8 DISPLAY
TRANSMITTER sp -148.5 :
tn HL wp 4182.2
sfrg 399.883 rfl 2753.1 6b

tof 200.0 rfp ] .
tpwr 55 rp -1.4 Cl
w 4.250 1p -126.2
DECOUPLER pLOT 2w
dn c13 wc 50 EX]
dof 0 sc 0 @aY
dm nnn Vs 62 nlo
dmm c th 8 - S
dpwr 51 nm ph -
dnf 17100 N
©
2 a9
J P!
1 ]
~ -
>
=
< © I
@ a9 @ N
23 / a8 3853 i
aw | "’L"’ aa Ny ' !
r RN \
N | \
i
bs s \
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Figure S18. 'H NMR spectrum of 6b in CDCls.
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Figure S19. >C NMR spectrum of 6b in CDCls.
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