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Table S1 - Crystallographic data and structure refinement details for compound 1.

1
Chemical formula C31H33C1060s
Formula weight 727.22
Crystal system Orthorhombic
Space group Pbca (no. 61)
Crystal color and shape Orange block
Crystal size 0.22x0.19x0.18
a(A) 7.9750(3)
b(A) 22.7119(11)
c(A) 32.7398(14)
V(A3 5930.1(4)
zZ 8
T (K) 293(2)
De (g-cm™) 1.629
i (mm) 4.432
Scan range (°) 1.79 <06 <29.28
Unique reflections 7961
Observed refls [1>26(1)] 4001
Rint 0.1065

Final R indices [I>2o(I)]*
R indices (all data)
Goodness-of-fit

Max, Min Ap/e (A)

0.0937, wR> 0.2150
0.1779, wR> 0.2565
1.029

4.927, - 2.094




Table S2 - Selected bond distances (A) and angles () for compound 1.

Distances (A)

0Os-01 2.092(9)
0s-02 2.088(9)
Os-Cl 2.430(4)
C9-01 1.293(16)
C11-02 1.257(16)
C9-C10 1.359(19)
C10-C11 1.392(18)
Os-centroid 1.65
Angles (°)

01-0s-02 87.0(4)
01-0s-Cl 84.6(3)

02-0s-Cl 85.7(3)



91
90

851
490.95cm-1

568.35cm-1
638.80cm-1

660.63cm-1

80+

754

704

%T

651

60

55

501

526.88cm-1

«Cl ?'
R "uos\
cl

349.00cm-1

463>5cn\t132 28cm-1

448.98cm-1 385.49cm-1

\
408.20cm-1

232 53cm-1\
212.43cm-1

\
300.92cm-1

256.35cm-1

47 T
600

Figure S1. Far-IR of [(p-cym)OsClz].

500 400 300 200

cm-1



717
701

68

66

62-

60+

%T

58+

56+

276.32cm-1
521.90cm-1

\
227.25¢cm-1 \
202.17cm

396.35cm-1

466.06cm-1
429.03cm-1

600 500 400 300 200
cm-1

Figure S2. Far-IR of curcH.

67
66

64
621

60

%T

681.12cm-1

\
608.36cm-1

bdcurcH

551.05cm-1

\ \
243.51cm-213.55¢

\
304.55cm-1

201.96cm

464 11cm-1

600 500 400 300 200
cm-1

Figure S3. Far-IR of bdcurcH.



7
76,

72

701 685.88

ol

671.53cm-1
681

66

%T

64

634.34cm-1

519.28¢cm-1 311.22cm-1

376.78cm-1
348.88cm-1

557.83cm-1

\ 393.02cm-1
602.10cm?1

585.42cm-1
474.77cm-1\
455.49cm-1

246.40cm-1

268.73cm-1 202{Bocm-1

Figure S4. Far-IR of 1.

600 500 400 300 200
cm-1

84-
82
801
78
76

657.45¢cm-1

74

2_687 68cm-1
70
68
66
641
62
60
58
56

%T

700

Figure S5. Far-IR of 2.

421.44cm-1

443.82cm-1

460.75cm-1 339.48cm-1
390.66cm-1  350.43cm-1
301.33cm-1

208.23cm-1

585.07cm-1

517.98cm-1

§ 245.40cm-1
it L0 _ 48376m 0
600 500 400

300
cm-1

200



%T

203.17cm-1

683.32cm-1
70 E h 232.02
275.58cm-1
68
295.57cm-1

66 348.74cm-1
64
. 390.77cm-1 o oo j SoucF,

1 476.62cm-1

| 450.16cm-1
= 515.01cm-1 7 o §
58 = /T

)
ad oI
N_|-N

541 635 h7cm-1 574.49cm-1 HO" TOCH; N\

| 2ati 3
527 - — e e ——

700 600 500 400 300 200
cm-1

Figure S6. Far-IR of 3.

%T

76‘
74
72
70+ 365.00cm-846.85cm-1
684

390.35¢cm-1

453.89cm-1

552.74cm-1

\ 483.75cm-1
516.46cm-1

500 450 400
cm-1

Figure S7. Far-IR of 4.



7S
-
0., /E
7908 "
‘O/’
\
cl
HO"  “OCH

LduL__uJ

T T T T T
8 6

Figure S8. 'H NMR spectrum in CDCl3 at 298 K of 1.

[ppm]



1A Q@

6H, OCH, L
curc
. B
NO ownsTa- © N NO
a0 20000 ] me Mm@
mm NANANNN ~N e - ~
§ S AR =
Lo
1
el
6H, 2CH,
3H, CH; cym
cym L
L Lo
[
o
1H, CH L
cym
° Y |
N b b i
-
g A 5 X
N < < [ r
o r/H ) o ol O
T T T T T T ; T T ; T T T
4.0 3.5 3.0 25 2.0 15 [ppm]
Figure S9. Magnification of 1TH NMR spectrum in CDCl3 at 298 K of 1.
Mmoo 1N nNAQONNTT  Ounma NGO T ng - O N ©
© Q@ i RRRRRRRI LR nT ¥ o9 o @ o ©
NN NN NNRRRRRR  S666 S6 6 v WA A I "
o SN ST (A N Y [~
2H, 2H,
6,6’ curc 9,9 curc 2H,
3,3 curc [
1H, [ o
2H, 1 curc e
4,4 curc g 2H, CHypr 2H, CH,r L
d cym cym
L 2H,
10, 10’ curc
2H, "
\ OH curc [
. |-
Le
]
wn
[o
(<] @ @ L
(] L
- | o
=]
Jw‘ ‘O{ ‘O J'\L‘M ‘MUNL JOL JML‘ I.AL ‘C\‘ Ol ML JML
< Wl = = 2 =< ! ) < el @ S 2
°‘\H’N\\ bua M s A D i i \C" rNI . . . Jahb PI\HHNI ‘\H
6.5

T T T T T T T
7.5 7.0

Figure S10. Magnification of 1H NMR spectrum in CDCl3 at 298 K of 1.



1D TopSPIN Multiplet Table

ID Shift [ppm] J [Hz] M Connection
1 7.6109 15.7541 2 J(1, 8)
2 7.5375 15.6041 2 J(2, 9)
3 7.1430 1.6004 2 J(3, 5)
8.2021 2 J(3, 0)
4 7.0758 6.5017 2 J(4, 0)
5 7.0392 1.6004 2 J(5, 3)
6 6.9569 8.1021 2 J(6, 7)
7 6.9235 8.1521 2 J(7, 6)
8 6.5010 15.7541 2 J(8, 1)
9 6.4275 15.6041 2 J(9, 2)
10 6.0456 5.6015 2 J(10, 11)
11 5.8109 5.6015 2 J(11, 10)
12 2.8353 13.8536 2 J(12, o)
13 1.3758 6.9518 2 J(13, 14)
14 1.3099 7.0018 2 J(14, 13
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Figure S11. Magnification of 1H NMR spectrum in CDCl3 at 298 K of 1.
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Figure S12. 13C NMR spectrum in CDCl3 at 298 K of 1.
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Figure S13. Magnification of 13C NMR spectrum in CDCl3 at 298 K of 1.
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Figure S15. Magnification of {1H, 1H}-COSY spectrum in CDClz at 298 K of 1.
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Figure S17. {1H, 13C}-HSQC spectrum in CDCl3 at 298 K of 1.
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Figure S$19. {1H, 13C}-HMBC spectrum in CDCl3 at 298 K of 1.
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Figure S24. 13C NMR spectrum in [D¢]DMSO at 298 K of 1.
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Figure S$40. 31P NMR spectrum in CD3CN at 298 K of 4.
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Fig. S50. Superimpositions of mono-exponential binding curves obtained upon independent
additions of different concentrations of curcH, bdcurcH and compounds 1-4 to surface-
blocked DNA.
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Fig. S52. Changes in fluorescence emission spectra of EtBr-DNA complex solution upon
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Fig. S54. Superimpositions of mono-exponential binding curves obtained upon independent
additions of different concentrations of curcH, bdcurcH and compounds 1-4 to surface-

blocked BSA.
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Fig. $56. Superimpositions of mono-exponential binding curves obtained upon independent
additions of different concentrations of curcH, bdcurcH and compounds 1-4 to surface

blocked HMGR.
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