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Figure S1 "H- NMR spectrum of ligand L1
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Figure S2 'H- NMR spectrum of ligand L2
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Figure S3 'H- NMR spectrum of ligand L3
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Figure S4 "H- NMR spectrum of ligand L4
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Figure S6 13C- NMR spectrum of ligand L2
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Figure S7 13C- NMR spectrum of ligand L3
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Figure S8 13C- NMR spectrum of ligand L4
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Figure S10 Mass spectrum of ligand L2



294,89

100+
17 2
14
:
B N N2 . L -
| " 10 12N D 1s
6 > ~
109.05 4 SN
i e 5 T 9 11 16
o
Exact Mass: 292.03
225 11
296,24
g
1 [110.14
228,18 P
89,41 :
oli] 12725 187.06 LN ll315.20  357.24367.31 ) 43048 45006 a5 65 57467 62952 4946
3 L A o o i ) 5 i ] SR i U i S i L i L i ) il e i
100 150 200 250 300 350 400 450 500 550 600

Figure S11 Mass spectrum of ligand L3

294 79
100 iy
z N-N
75 f
. N N
50 —100.05 AR/
] 126.16 - .
- 188.05 s
. 227.06
T bl =g Br
B 185.12
] | L, ” : Exact Mass: 292.03

100 1650 200 250 300 350 400 450 500 550

Figure S12 Mass spectrum of ligand L4



000°0-

gzo -
LEQ:®
9zt "
EFT®
£09°
T0E"
§69°
6oL "
LeL®
FEL®
CLEE”
cer”
LET”
Loe-
682"
10g”

L I e B I B
—
S

=
[=r} J
—
=
e 2 e
L
o
— e
[=:]
e
-
'
b
o
: n
<] ]
O
T
~ !
2L
™
%' (=]
Jl. o~
=

16

i

ppm

g

S
4 B
=

J |
wn
=
(3]

Figure S13 '"H- NMR spectrum of complex 1
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Figure S15 "H- NMR spectrum of complex 3
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Figure S16 '"H- NMR spectrum of complex 4
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Figure S17 3C-NMR spectrum of complex 1



6ET 00—

L1881
756 1T

£8G 272"
L9F 0E—
126 TE"

08 "8pF—

915 79—
TF8°9L~
65T LL
9Lk L M.
OFL B8

..(lfl
05Z°58—3
EPE° 58S
61898/

T89"E0T~_

E6T 90T

PO LOT "

PP
e

1

|

1a

10

| |
60 40

80

100

ppm

20

9SkP 0T
T
GRDNZET

s
»

b,

Ry

(Ili

/Ru
~N
Complex-2

120

140
Figure S18 3C-NMR spectrum of complex 2

TEL SET— 8 /|1/.l =
E06°6ET—" E! 2
= N/ / o
TO6 FST~_ e *\={p e
BEB'GST— = : =
o
62T LIT— mlm

160

180



cen

LIS~

LSL
BEF
FLT

0-—

81
.HNMN

.NNI\I
‘0 —

0£z°' 1"

055

LoE"

89
T00
Gle

bl

Z11
6L6
FST

6€0°

656

SPE

gee’
0sg
6"
FOL”
g9ce’

L3
900

gce’

B —

P9~
9L~

._:./.
..__...._..l
P8
.ﬂ..ﬁ\/ﬂ
‘58-/
‘og/
£0 T

Sl L—=
g ._q._.“_.ﬁ.\.

PCT—

g S e

QET=="

68 T~
Pl —

€S T~
GGt

L9T—

ppm

20

9,10,7
8,18
40

19

17
60

80

4251

|

100

2163

120

L]

22

Complex-3
20
140

160
Figure S19 3C-NMR spectrum of complex 3

180

200




FET ' 0—

658"
L¥E"
£9¢6°¢
T9S°0
BEE"

-~ gy

070" 9 —
8€8°9L
bt

el
826"
918"
SeEP "9
F8Z° L8

!

g
8
g

O <P

FZT BOT

- . |/rr
POT 90T —
8L TLOT

086" €2T —
£E€8°6TT ~
ZERTO0ET "
FE6 "BET o
BLE"EFT —

09F"25T1 —
£E6d

"GGT —

68T LT —

e
=]
=1
[==]
bty
[s7]
P

Complex-4

[{=]

-

n

40

T
60

80

100

ppm

20

160 140 120

180

Figure S20 3C-NMR spectrum of complex 4
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Figure S21 HMBC-NMR spectrum of complex 1
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Table S1: Refined atomic parameters of the complex 3



Atom | Wyck. | Site x/a y/b zle U [A?]
Ru01 21 1 0.26491(3) 0.33327(3) 0.32761(2)
Br02 | 2i 1 |-0.12220(6) | -0.06148(5) | 0.38788(4)
cl03 | 2i 1 1 037910(12) | 0.19225(11) | 0.43141(3)
P04 | 2 1| 05748(2) 0.76998(15) | 0.13334(11)
N005 | 2i 1 ]0.1854(3) 0.1799(3) 0.2878(2)
N006 | 2i I [0411603) 0.2911(3) 0.2074(2)
N007 | 2i 1 ]0.7887(4) 0.1897(4) 0.1844(3)
NO008 | 2i 1 ]0.9089(4) 0.2462(4) 0.1527(4)
C009 | 2 1| 0.0736(2) 0.1219(4) 0.3372(3)
HO009 21 1 0.02020 0.15426 0.39041 0.0590
CO0A | 2i 1 | 0.2644(4) 0.1306(4) 0.2122(3)
CO0B | 2i 1 ]0.3886(4) 0.1969(4) 0.1691(3)
HO00B 21 1 0.44925 0.17211 0.11554 0.0600
C00C_ | 2 1| 0.2298(6) 0.0248(4) 0.1819(4)
HOOC 21 1 0.28411 -0.00657 0.12855 0.0740
COOD | 2i 1| 0.0354(5) 0.0152(4) 03112(3)
COOE | 2i 1 ]0.5388(5) 0.3568(4) 0.1676(4)
HOOA 2i 1 0.51724 0.44015 0.14824 0.0710
HO0OD 21 1 0.58448 0.32442 0.10783 0.0710
COOF | 2i 1] 027204) 0.5243(4) 0.2726(4)
HOOF 21 1 0.32715 0.56411 0.21648 0.0640
C00G | 2i 1 ]0.1126(6) 20.0332(4) 0.2327(4)
HO0G 2i 1 0.08640 -0.10426 0.21385 0.0770
COOH | 2i 1] 0.14254) 0.4819(4) 0.2629(3)
cool | 2i 1 0.0652(4) 0.4180(4) 0.3489(4)
HO0I 21 1 -0.01746 0.38458 0.34377 0.0680
cooJ | 2i 1 ]0.6962(5) 0.2278(6) 0.2676(4)
HOOE 21 1 0.74480 0.22942 0.32335 0.0920
HOOH 21 1 0.62339 0.16967 0.28877 0.0920
FOOK | 2i 1 | 0.5184(3) 0.6853(6) 0.0681(4)
COOL | 2i 1 ]0.1101(5) 0.4032(4) 0.4427(4)
HOOL 21 1 0.05529 0.36316 0.49888 0.0760
COOM | 2i 1| 0.0860(5) 0.5037(5) 0.1652(4)
HOOM 21 1 0.02903 0.43503 0.16256 0.0800
COON | 2i 1 | 03185(5) 0.5076(5) 0.3645(4)
HOON 21 1 0.40436 0.53564 0.36833 0.0770
C000 | 2i 1 0.6343(5) 0.3483(5) 0.2437(%)
HO00J 21 1 0.70779 0.40553 0.21877 0.0860
HOOK 21 1 0.58435 0.37319 0.30561 0.0860
FOOP | 2i 1 | 04187(6) 0.7673(6) 0.1943(5)
C00Q | 2i 1] 0.2373(6) 0.4487(5) 0.4519(4)
COOR | 2i 1| 02688(7) 0.8016(6) 0.4536(4)
C00S | 2i 1 ]0.9653(7) 0.1934(8) 0.0755(5)
HO00S 2i 1 1.05063 0.21340 0.03763 0.1190
FOOT | 2i 1 0.5294(11) | 0.8755(6) 0.0611(6)
CooU | 2i 1 ]0.19238) 0.5171(7) 0.0711(5)
HO000 21 1 0.24388 0.58855 0.06831 0.1550




HOOP 2i 1 0.14816 0.52222 0.01330 0.1550
HO00Q 2i 1 0.25270 0.44899 0.07191 0.1550
Coov 2i 1 0.3814(7) 0.8771(6) 0.4069(5)
HOOR 2i 1 0.39644 0.87507 0.33560 0.1270
HOOT 2i 1 0.46203 0.84923 0.43313 0.1270
HOOU 2i 1 0.36116 0.95767 0.42073 0.1270
FOOW | 2i 1 0.7023(7) 0.7867(10) 0.0605(6)
FO0X 2i 1 0.6103(12) 0.8553(9) 0.1969(4)
FOOY 2i 1 0.5871(9) 0.6633(6) 0.2100(6)
C00Z 2i 1 0.7719(8) 0.1055(6) 0.1284(7)
H00Z 2i 1 0.69671 0.05562 0.13697 0.1180
Co10 2i 1 -0.0059(10) 0.6126(8) 0.1691(6)
HO1A 2i 1 0.04672 0.68118 0.17365 0.1900
HO1B 2i 1 -0.07700 0.59988 0.22681 0.1900
HO1C 2i 1 -0.04603 0.62616 0.10920 0.1900
NOI11 2i 1 0.1805(8) 0.7427(7) 0.4903(6)
Co12 2i 1 0.2883(8) 0.4269(7) 0.5506(5)
HO1D 2i 1 0.23499 0.36516 0.59419 0.1570
HO1E 2i 1 0.27997 0.49926 0.58134 0.1570
HO1F 2i 1 0.38251 0.40234 0.53917 0.1570
C013 2i 1 0.8842(11) 0.1053(9) 0.0567(7)
HO13 2i 1 0.90252 0.05647 0.00592 0.1560
Table S2: Anisotropic displacement parameters, in A2 of the complex 3
Atom Un Uy, Uss U Uss Uy
Ru0l | 0.04094(19) | 0.0409(2) | 0.04050(19) | -0.00021(12) | -0.00449(12) | -0.00695(13)
Br02 | 0.07203) | 0.0583(3) | 0.0875(4) | -0.0190(2) | -0.0133(3) | 0.0046(3)
C103 | 0.0601(6) | 0.0662(7) [ 0.0503(6) | 0.0052(5) -0.0149(5) | 0.0004(5)
P04 | 0.1090(13) | 0.0732(10) | 0.0617(8) | -0.0240(9) | 0.0055(8) -0.0081(7)
NO005 | 0.0458(17) | 0.0395(17) | 0.0405(16) | 0.0023(13) | -0.0094(13) | -0.0058(13)
N006 | 0.0431(17) | 0.050(2) | 0.0406(17) | 0.0024(14) | -0.0013(13) | -0.0030(15)
NO007 | 0.047(2) 0.057(2) | 0.070(2) -0.0027(17) | -0.0120(17) | -0.0039(19)
NO008 | 0.054(2) 0.065(3) | 0.088(3) -0.0015(19) | -0.004(2) 0.003(2)
C009 | 0.054(2) 0.041(2) | 0.054(2) 0.0004(18) | -0.0123(18) | -0.0035(18)
CO0A | 0.053(2) 0.043(2) | 0.042(2) 0.0031(17) | -0.0138(17) | -0.0065(17)
CO0B | 0.053(2) 0.056(3) | 0.040(2) 0.0084(19) | -0.0051(17) | -0.0095(18)
C00C | 0.080(3) 0.054(3) | 0.053(3) 0.004(2) -0.013(2) -0.020(2)
C00D | 0.061(3) 0.046(2) | 0.059(3) -0.0063(19) | -0.019(2) 0.0002(19)
CO0E | 0.052(2) 0.058(3) | 0.060(3) -0.003(2) 0.008(2) -0.001(2)
COOF | 0.056(2) 0.0352) | 0.067(3) -0.0043(17) | -0.002(2) -0.0098(19)
C00G | 0.081(3) 0.0503) | 0.067(3) -0.009(2) -0.024(3) -0.011(2)
CO0H | 0.056(2) 0.036(2) | 0.062(3) 0.0015(17) | -0.0117(19) | -0.0081(18)
C00I | 0.043(2) 0.046(2) | 0.077(3) 0.0067(17) | -0.002(2) -0.009(2)
C00J | 0.053(3) 0.106(5) | 0.067(3) 0.002(3) -0.006(2) 0.001(3)
FOOK | 0.255(7) 0.179(5) | 0.103(3) -0.082(5) -0.020(4) -0.031(3)
COOL | 0.065(3) 0.056(3) | 0.063(3) 0.008(2) 0.012(2) -0.014(2)
COOM | 0.071(3) 0.0553) | 0.076(3) 0.001(2) -0.027(3) 0.003(2)
COON | 0.064(3) 0.060(3) | 0.073(3) -0.003(2) -0.014(2) -0.026(2)
C000 | 0.047(2) 0.087(4) | 0.084(4) -0.007(2) 0.001(2) -0.033(3)
FOOP | 0.157(5) 0.142(5) | 0.203(6) -0.040(4) 0.048(4) -0.059(4)




C00Q [ 0.081(3) 0.061(3) | 0.056(3) 0.007(2) -0.004(2) -0.026(2)
COOR | 0.092(4) 0.070(4) | 0.066(3) 0.009(3) ~0.001(3) _0.014(3)
C00S | 0.081(4) 0.118(6) | 0.077(4) 0.048(4) 0.014(3) 0.019(4)
FOOT | 0.319(11) | 0.131(5) | 0.204(7) 0.065(6) 0.017(7) 0.022(5)
CO0U | 0.121(6) 0.126(6) | 0.070(4) 0.033(5) 20.031(4) 20.024(4)
CO0V | 0.088(4) 0.089(4) | 0.079(4) 0.006(3) -0.024(3) -0.005(3)
FOOW | 0.122(5) 0.387(12) | 0.230(7) -0.094(6) 0.089(5) ~0.127(8)
FOOX | 0.517(15) | 0.326(10) | 0.111(4) ~0.343(11) | 0.070(6) -0.084(5)
FOOY | 0.30(1) 0.165(6) | 0.204(7) -0.077(6) -0.145(7) 0.085(5)
C00Z | 0.086(4) 0.072(4) | 0.156(7) 0.013(3) 20.050(5) 20.045(4)
C010 | 0.146(7) 0.124(6) | 0.104(5) 0.071(6) ~0.037(5) 0.012(5)
NOI1 |0.121(5) 0.113(5) | 0.128(5) -0.028(4) 0.033(4) -0.023(4)
CO12 | 0.144(6) 0.116(6) | 0.065(4) 0.007(5) 20.025(4) 20.045(4)
CO13 | 0.136(7) 0.148(8) | 0.133(7) 0.088(7) -0.067(6) -0.076(6)
Table S3: Selected bond lengths of the complex 3
Atoms 1,2 d1,2 [A] Atoms 1,2 d1,2 [A]
Ru01—CI03 2.3802(11) C00G—HO00G 0.9300
Ru01—N005 2.093(3) CO0H—CO00I 1.407(6)
Ru01—N006 2.089(3) CO0OH—CO00M 1.519(7)
Ru01—CO0F 2.184(4) CO0I—HO001 0.9300
Ru01—CO00H 2.219(4) C00I—CO00L 1.413(7)
Ru01—C00I 2.165(4) C00J—HOOE 0.9700
Ru01—CO0L 2.205(4) C00J—HOOH 0.9700
Ru01—CO00ON 2.193(5) C00J—C000 1.499(8)
Ru01—C00Q 2.242(4) COOL—HOOL 0.9300
Br02—C00D 1.888(5) COOL—C00Q 1.407(7)
P04—F00K 1.561(6) COOM—HO0OM 0.9800
P04—FO00P 1.626(6) CoOOM—C00U 1.507(9)
P04—FO00T 1.549(7) COOM—CO010 1.509(8)
P04—FO00W 1.467(5) COON—HOON 0.9300
P04—F00X 1.463(5) COON—CO00Q 1.414(7)
P04—F00Y 1.502(6) C000—HO00J 0.9700
N005—C009 1.335(5) C000—HO00K 0.9700
N005—CO00A 1.352(5) C00Q—C012 1.504(8)
N006—C00B 1.285(5) COOR—CO0V 1.431(9)
N006—CO00E 1.467(5) COOR—NO11 1.120(8)
NO007—NO008 1.346(5) C00S—HO00S 0.9300
N007—C00J 1.434(7) C00S—C013 1.373(12)
N007—C00Z 1.323(7) CO0U—HO000 0.9600
N008—CO00S 1.309(8) COOU—HO0P 0.9600
C009—H009 0.9300 CO0U—HO00Q 0.9600
C009—C00D 1.379(6) CO0V—HOOR 0.9600
C00A—C00B 1.454(6) COOV—HO00T 0.9600
C00A—C00C 1.383(6) CO0V—HO00U 0.9600
C00B—HO00B 0.9300 C00Z—H00Z 0.9300
C00C—HO00C 0.9300 C00Z—C013 1.350(12)
C00C—C00G 1.382(7) CO10—HOIA 0.9600
C00D—C00G 1.368(7) C010—HO01B 0.9600




COO0E—HO00A 0.9700 C010—HO01C 0.9600
COOE—HO00D 0.9700 C012—HO01D 0.9600
COOE—C000 1.514(7) CO012—HO1E 0.9600
COOF—HOOF 0.9300 CO012—HOIF 0.9600
COO0F—CO00H 1.418(6) C013—HO013 0.9300
COO0F—COON 1.395(7)

Table S4: Selected bond angles of the complex 3

Atoms 1,2,3 Angle 1,2,3 [°] Atoms 1,2,3 Angle 1,2,3 [°]
NO005—Ru01—CI03 83.55(9) COON—COOF—CO00H 121.4(4)
NO005—Ru01—CO0F 136.46(15) C00C—C00G—H00G 120.400
NO005—Ru01—CO00H 103.97(14) C00D—C00G—C00C 119.2(4)
NO005—Ru01—CO00I 91.91(15) C00D—C00G—HO00G 120.400
NO005—Ru01—CO00L 107.94(16) COOF—CO0H—Ru01 69.9(2)
NO05—Ru01—CO0N 171.08(16) COOF—COOH—CO00M 122.7(4)
NO005—Ru01—C00Q 141.01(17) C00I—CO0OH—Ru01 69.3(2)
N006—Ru01—CI03 86.55(9) C0O00I—COOH—COOF 117.2(4)
N006—Ru01—NO005 76.93(13) C00I—CO0H—CO00M 120.1(4)
N006—Ru01—CO00F 92.87(15) COOM—CO0OH—Ru01 132.4(3)
N006—Ru01—CO0H 105.26(15) Ru01—CO00I—HO00I 126.800
N006—Ru01—C00I 137.53(16) COO0H—CO00I—Ru01 73.3(2)
N006—Ru01—CO00L 171.97(16) COOH—CO0I—HO00I 119.200
N006—Ru01—COON 107.56(17) CO0H—CO00I—CO0OL 121.6(4)
NO006—Ru01—C00Q 140.41(17) COOL—CO0I—Ru01 72.7(3)
CO0F—Ru01—Cl103 138.71(12) COO0L—CO00I—HO00I 119.200
COOF—Ru01—CO0H 37.58(16) N007—C00J—HOOE 108.900
CO0F—Ru01—CO0L 79.20(18) N007—C00J—HOOH 108.900
COOF—Ru01—COON 37.18(18) N007—C00J—C000 113.4(4)
COOF—Ru01—C00Q 67.10(18) HOOE—C00J—HO0H 107.700
COOH—Ru01—C103 167.07(12) C000—C00J—HO0OE 108.900
COOH—Ru01—C00Q 79.93(18) C000—C00J—HO0H 108.900
CO00I—Ru01—CI03 133.40(13) Ru01—CO00L—HOOL 130.200
CO0I—Ru01—CO0F 67.33(17) CO00I—CO0L—Ru01 69.6(2)
CO0I—Ru01—CO00H 37.40(17) C00I—CO0L—HO0L 119.800
CO00I—Ru01—CO00L 37.71(19) C00Q—COOL—Ru01 73.0(3)
CO0I—Ru01—CO0ON 79.58(18) C00Q—CO0L—C00I 120.5(4)
CO00I—Ru01—C00Q 67.47(19) C00Q—COOL—HOOL 119.800
CO0L—Ru01—CI03 100.21(14) COOH—COOM—HO0OM 107.600
COOL—Ru01—CO0H 67.63(18) CO0U—COOM—CO00H 115.0(5)
COOL—Ru01—C00Q 36.89(19) COo00U—COOM—HOOM 107.600
COON—Ru01—C103 104.21(14) COOU—COOM—CO010 110.8(5)
COON—Ru01—COOH 67.59(18) C010—C0O0M—CO0H 108.0(5)
COON—Ru01—CO0L 66.75(19) C010—COOM—HO00OM 107.600
COON—Ru01—C00Q 37.18(19) Ru01—COON—HOON 128.500
C00Q—Ru01—CI03 87.62(14) COOF—COON—Ru01 71.1(3)
FOOK—P04—FO00P 84.1(4) COOF—COON—HOON 119.400
FOOT—P04—F00K 86.9(5) COOF—COON—C00Q 121.1(5)
FOOT—P04—F00P 87.1(5) C00Q—COON—Ru01 73.3(3)




FOOW—P04—FO00K 91.1(4) C00Q—COON—HOON | 119.400
FOOW—P04—F00P 167.5(5) COOE—C000—HO00J 108.400
FOOW—P04—F00T 81.1(6) COOE—C000—HO0K | 108.400
FOOW—P04—F00Y 110.2(6) C00J—C000—COOE 115.4(5)
FOOX—P04—F00K 172.9(6) C00J—C000—HO00J 108.400
F00X—P04—F00P 89.6(5) C00J—C000—HO00K 108.400
FOOX—P04—F00T 89.5(6) H00J—C000—HO0K | 107.500
FO0X—P04—F00W 94.5(5) CO0L—C00Q—Ru01 70.1(3)
FOOX—P04—F00Y 93.7(5) COOL—C00Q—COON | 118.0(5)
FOOY—P04—F00K 88.6(4) COOL—C00Q—C012 120.3(5)
FOOY—P04—F00P 81.3(4) COON—C00Q—Ru01 69.5(3)
FOOY—P04—F00T 167.9(5) COON—C00Q—C012 121.5(5)
C009—N005—Ru01 125.4(3) C012—C00Q—Ru0]1 128.4(4)
C009—N005—C00A | 118.8(3) N011—CO0R—C00V 179.8(8)
CO0A—NO005—Ru0l | 115.3(3) N008—C00S—HO00S 123.800
CO0B—N006—Ru01 | 116.0(3) N008—C00S—C013 112.4(7)
CO0B—N006—CO0E | 118.6(3) C013—C00S—H00S 123.800
COOE—NO006—Ru01 | 125.3(3) COOM—C00U—H000 | 109.500
N008—N007—C00J 119.2(4) COOM—CO0U—HO0OP | 109.500
C00Z—N007—N008 | 111.9(5) COOM—C00U—H00Q | 109.500
C00Z—N007—C00J | 128.8(5) HO000—CO0U—HO0P | 109.500
C00S—NO008—NO007 [ 103.8(6) H000—C00U—H00Q | 109.500
N005—C009—HO009 | 119.200 HOOP—CO0U—HO00Q | 109.500
N005—C009—C00D | 121.6(4) COOR—CO0V—HOOR | 109.500
CO0D—C009—H009 | 119.200 COOR—C00V—HO00T | 109.500
N005—CO00A—CO00B | 113.9(4) COOR—C00V—HO00U | 109.500
N005—CO00A—CO00C | 122.0(4) HOOR—CO0V—HO0T | 109.500
CO00C—CO0A—CO00B | 124.0(4) HOOR—CO0V—HO0U | 109.500
N006—C00B—C00A | 117.7(4) HOOT—CO0V—HO00U | 109.500
N006—CO00B—HO00B | 121.100 N007—C00Z—H00Z 126.300
CO0A—C00B—HO00B | 121.100 N007—C00Z—C013 107.4(7)
CO0A—CO00C—HO00C | 120.800 C013—C00Z—H00Z 126.300
C00G—C00C—CO00A | 118.4(4) COOM—CO010—HOIA | 109.500
C00G—C00C—HO00C | 120.800 COOM—C010—HO01B | 109.500
C009—C00D—Br02 118.2(4) COOM—C010—HO01C | 109.500
C00G—C00D—Br02 | 121.9(4) HO1A—CO010—HOIB | 109.500
C00G—CO00D—C009 | 119.9(4) HO1A—C010—HO0IC | 109.500
N006—CO00E—HO00A | 109.200 HO1B—C010—HO1C 109.500
N006—CO0E—HO00D | 109.200 C00Q—CO012—HOID | 109.500
N006—CO0E—C000 | 112.0(4) C00Q—C012—HOIE 109.500
HO0A—CO0E—HO00D | 107.900 C00Q—C012—HOIF 109.500
C000—CO0E—HO00A | 109.200 HO1D—C012—HO1E 109.500
C000—CO00E—HO00D | 109.200 HO1D—CO012—HO1F 109.500
Ru01—COOF—HOOF | 128.800 HO1E—C012—HO1F 109.500
COOH—CO0F—Ru0l | 72.5(2) C00S—C013—H013 127.700
COOH—COOF—HOOF | 119.300 C00Z—C013—C00S 104.5(7)
COON—COOF—Ru01 | 71.8(3) C00Z—C013—HO13 127.700
COON—CO0F—HOOF | 119.300




Table S5: Selected torsional bond angles of the complex 3

Atoms 1,2,3,4

Tors. an. 1,2,3,4
[°]

Atoms 1,2,3,4

Tors. an. 1,2,3,4
[°]

C00S

Ru01—N005—C009— | -173.93) CO0A—N005—C009—CO00D | -1.7(6)
}(1:8811)—N005—C00A— 2.6(4) C00A—CO00C—CO0G—CO00D | -0.3(7)
Egg?—NOOS—COOA— 175.8(3) CO0B—N006—C00E—C000 | -112.6(5)
lggglc—NO%—COOB— 0.3(5) CO0B—C00A—CO00C—C00G | 176.4(4)
1238?—N006—CO0E— 64.6(5) CO0C—C00A—CO0B—NO006 | -176.8(4)
ggg?—COOF—COOH— 52.2(3) COOE—N006—CO00B—CO00A | 177.7(4)
l(iggll—COOF—COOH— -128.2(4) COOF—CO0H—CO0I—Ru01 | -52.5(3)
COOM

Ru01—CO0F—COON— | -55.8(4) COOF—CO00H—CO00I—COOL | 4.1(6)
C00Q

Ru01—C00H—C00I— | 56.7(4) COOF—CO0H—CO0M— 28.5(7)
COOL CO0U

Ru01—CO0H—COOM— | -63.4(7) COOF—C00H—CO0M—CO010 | -95.8(6)
ggg?—COOH—COOM— 172.3(5) COOF—COON—CO00Q—Ru01 | 54.8(4)
128(1)(1)—COOI—COOL— 54.5(4) COOF—COON—C00Q—COOL | 2.4(7)
ggg?—COOL—COOQ— 52.1(4) COOF—COON—C00Q—C012 | 178.1(5)
lgggll\I—COOL—COOQ— -123.7(5) COOH—COOF—COON—Ru01 | 55.1(4)
lgg(l)%—COON—COOQ— -52.4(4) COOH—CO0F—COON—C00Q | -0.7(7)
ggg%—COON—COOQ— 123.3(5) COOH—CO0I—COOL—Ru01 | -57.0(4)
g?()lZz—COOD—COOG— -177.5(4) COOH—CO0I—CO0L—C00Q | -2.5(7)
1(\:18?)(5:—0009—00@— 178.6(3) C00I—CO0H—CO0M—CO0U | -152.0(5)
I%IB%%S—COW—COOD— -0.3(6) C00I—CO0H—CO00M—CO010 | 83.7(6)
I(\:I?)((;?—COOA—COOB— 1.6(5) C00I—CO0L—CO00Q—Ru01 | -52.9(4)
Eggg—COOA—COOC— -1.8(7) C00I—CO0L—C00Q—COON | -0.8(7)
1(\:1(())32—00013—(:000— 69.0(5) C00I—CO0L—C00Q—CO012 | -176.6(5)
Iglg?)i—NOOS—COOS— 0.3(7) C00J—N007—N008—C00S | -178.0(5)
1(\:1(())3—0001—0000— 66.6(6) C00]—N007—C00Z—C013 | 177.5(6)
1%8?)5—0002—@13— 0.3(8) COOM—C00H—C00I—Ru01 | 127.9(4)




NOO8—NO007—C00J— | 69.0(6) COOM—CO0H—CO00I—COOL | -175.5(4)
C000

NO08—NO007—C00Z— | -0.1(8) COON—COOF—CO00H—Ru01 | -54.8(4)
C013

N008—CO00S—C013— | -0.4(9) COON—CO0F—CO00H—CO00I | -2.5(6)
C00Z

C009—NO005—C00A— | -175.5(3) COON—CO0F—CO00H— 177.0(4)
C00B COoOM

C009—NO005—C00A— | 2.8(6) C00Z—N007—N008—C00S | -0.1(6)
CooC

C009—C00D—C00G— | 1.4(7) C00Z—N007—C00J—C000 | -108.4(7)

Co00C




