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EXPERIMENTAL DETAILS

Chemicals employed all over this work were purchased from Aldrich Chemical Co. and used as
received without further purification. Dry solvents were purchased from SDS in anhydrous grade and
further dried over activated molecular sieves. The monitoring of the reactions was carried out by TLC,
employing aluminum sheets coated with silica gel 60 F,s4 (normal phase) or with LiChroprep RP-18
Fas4.s (reverse phase), both purchased from Merck. Purification of compounds was performed by flash
column chromatography using silica gel Merck-60 (230-400 mesh, 0.040-0.063 mm) or Aldrich
Sephadex LH-20. EI-MS spectra were determined on a VG AutoSpec instrument, MALDI-TOF MS and
HRMS spectra were recorded with a Bruker Reflex III spectrometer. NMR spectra were recorded with a
Bruker AC-300 instrument with a laser beam operating at 337 nm. Dithranol (1,8,9-anthracenetriol) and
PEGNal000 poly(ethylenglycol)-1000 were used as matrix and internal reference, respectively. The
logarithm of the absorption coefficient (¢) is indicated in brackets for each maximum. FT-IR spectra
were recorded on a Bruker Vector 22 spectrophotometer from solid samples embedded in pressed disks

of KBr.
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Figure S1: "H-NMR and “C-NMR spectra of compound 1

Integral

6.2247

f

©79.2300

T T T T T T T T T T
9.0 8.0 7.0 6.0 5.0 4.0 3.0 2.0 1 0.0
(ppm)
[ W)y
] —AmTr o:sw oo L =11
] . o~ [k ] =1
- @ k] i ]
L] o N o - W o w0
- P ] e b A5
\
I W N\ \ A\
T T T T T T T T T T T
00 181 160 140 120 1 1] 50 L1 10 1}

S4



Electronic Supplementary Material (ESI) for Chemical Science
This journal is © The Royal Society of Chemistry 2012

Figure S2: "H-NMR and “C-NMR spectra of compound 2
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Figure S3: "H-NMR and “C-NMR spectra of compound 3
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Figure S4: "H-NMR and “C-NMR spectra of compound 4
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Figure S5: "TH-NMR and UV-vis spectra of TT204
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Figure S6: FT-IR and MALDI-TOF spectra of TT204.
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Figure S7: FIMALDI-TOF spectra of TT204
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Figure S8: "H-NMR and UV-vis spectra of TT205
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BC-NMR spectrum of TT205

Electronic Supplementary Material (ESI) for Chemical Science
Figure S8

This journal is © The Royal Society of Chemistry 2012

EAT
ak k.
gutie

Furuey
v.tee

[ 1"
un.u;./
au.mv”\.
ftv ek

: ”ﬁm\

7 Rt A
TR 4 4
TTUHET
LTS A
Lt

SR T
seters
TRIT
TRrTY
[T §
TRPTY
T
artaan
T
89440
A i
Y
80090
T
TEITYY

£33

2C

L]
e L N

ad

LIC
LY

~mou

143

e DN e e
14

&S

MALDI-TOF spectra of TT205

=0
.
.

—

Figure S9



Electronic Supplementary Material (ESI) for Chemical Science
This journal is © The Royal Society of Chemistry 2012

S13

S x104 ]
S,
- i
c o
2 o
c 1 N
= ()
2.0 Fx104 ;‘
£ 25 o |
E
) ] . Experimental isotopic Pattern
1 15 § ~ E’
] ~ ]
10 o 8 o
. g “ L‘ L J i o
s A sg
‘E‘IZOO
E1000
800 B . Theorical Isotopic Pattern
600 o % g
z | T
400 s M (‘ ‘ P
0N E
Sl Nip s
fiad g I | [} L B
oL AR J\H)\/‘\}\‘ NAEES A
o s ED EA ED Eo
m.
~ S
0 o
g =
~ 33 <
P m 3 g
S = 3
i P Wl 3 =
: : — —— Y ———
1000 1100 1200 1300




Electronic Supplementary Material (ESI) for Chemical Science
This journal is © The Royal Society of Chemistry 2012

S14

TT204
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Ru complex TT204. "H-RMN (300 MHz, CDCly),  (ppm): 9.58 (d, J = 5.7 Hz, 1H, H-6), 9.18 (s (br),
1H, H-3), 9.07 (d, J- = 5.7 Hz, 1H, H-6"), 9.0 (s (br), 1H, H-3), 8.83 (s (br), 1H, H-8), 8.68 (s (br), 1H,
H-8"), 8.41 (d, J= 5.7 Hz, 1H, H-5), 8.15 (m, 2H, H-5"), 7.63 (d, J = 6.1 Hz, 1H, H-10), 7.2-6.9 (m, 4H,
H-11°, H-10°, H-14, H-14"), 1.8-1.5 (m, 12H, C-CH,-CH,-CH; C’-CH,’-CH,’-CHy"), 1.3-1.0 (m, 12H,
C-CH,-CH,-CH3, C’-CH;’-CH,’-CH3’), 1.0-0.8 (m, 27H, CH3, CH3’).

Ru complex TT205. 'H-RMN (300 MHz, CDCly), & (ppm): 9.52 (d, J = 5.9 Hz, 1H, H-6), 9.12 (m,
OH, H-6’, H-3), 8.90 (s, 1H, H-3"), 8.78 (s, 1H, H-8), 8.70 (s, 1H, H-8"), 8.39 (d, J = 5.7 Hz, 1H, H-5),
8.10 (s, 1H, H-13),8.03 (s, 1H, H-5") 7.96 (m, 2H, H-13"), 7.68 (s (br), 1H, H-10), 7.30 (d, J = 6.2 Hz,
1H, H-11°), 7.19 (s (br), 1H, H-10°), 7.13 (s (br), 1H, H-14), 7.04 (s (br), 1H, H-14"), 1.57 (m, 4H,
C(CHj3),-CHy-(CH,)2-CH3, C(CH;),’-CH,’~(CH,)2’-CH3’), 1.50 (s, 6H, C(CH;),-CH,-(CHz),-CHs), 1.48
(s, 6H, C’(CHj),’-CH,’-(CH,),’-CH3’), 1.5-1.0 (m, 8H, C(CHj3),-CH,-(CH,),-CH3, C(CHs),’-CH;’-

(CH,),’-CH5"), 0.74 (t, J = 7.1 Hz, 3H, C(CHs3),-CHy-(CH,),-CHs), 0.70 (t, J = 7.1 Hz, 3H, C(CHs), -

CH,’-(CH,),’-CHy"). *C-RMN (75.5 MHz, CDCls), & (ppm): 165.8 (C-17), 165.4 (C-17°), 160.75 (C-
2), 160.71 (C-2), 159.5 (C-7), 158.6 (C-7°), 158.1 (C-11), 157.2 (C-11"), 153.7 (C-6), 153.0,153.08 (C-
4, C-4%), 152.5 (C-6),, 152.0 (C-9, C-9°), 142.3 (C-12), 141.5 (C-12°), 136.5 (C-15), 135.9 (C-15),
135.1 (C-17), 134.2 (C-17°), 129.2, 129.1 (C13, C13°), 126.6 (C-5), 125.6 (C-10), 125.3 (C-14, C-14°),

122.3 (C-5%), 123.2 (C-3’), 122.8 (C-8), 121.8 (C10°), 119.0 (C-3°), 118.8 (C-8"), 45.2, 45.0 (-C(CHs),-
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CH;-(CH»),-CH3, C(CHj3),’-CHy’-(CH»),’-CH3’), 38.3, 38,2 (C(CHs),-CH,-(CH;),-CHs, C(CHj3),’-

CH,’-(CHy),’-CH3’), 30.2, 30.0 (C(CH3),-CH-(CH,),-CH3, C’(CH3),’-CH,’-(CH,),’-CH3y’), 27.1, 26.9,
23.1, 23.0 C(CH3),-CH,-(CH,),-CHs, C(CH;3)y’-CHy’<(CH,),’-CH5*), 14.4, 14.3 (C(CHj3),-CHa-(CHa),-

CH;, C(CH3),’-CHy’-(CH,),’-CH3’).
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