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Table S1. Anticancer activity in the NCI 60-cell line screen. (A) complex 2 (NSC: D-

758116/1), (B) complex 4 (NSC: D-758118/1). GI50 = IC50: the concentration that inhibits 

cell growth by 50%. 

(A) Complex 2 
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(B) Complex 4 
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Table S2 

 

COMPARE results using NCI/DTP standard agents database for the IC50 endpoint 

 

(SOs, Sc)-[Os(η
6
-p-cym)(ImpyMe)I]PF6 (2)  (ROs, Rc)-[Os(η

6
-p-cym)(ImpyMe)I]PF6 (4) 

Correlated 

agent
a 

PCC Mechanism Correlated agent
a 

PCC Mechanism 

Vinblastine 

sulfate 

0.743 Antimicrotubule 

agent 

vinblastine sulfate 0.754 Antimicrotubule 

agent 

phyllanthoside 0.630 Inhibits protein 

synthesis 

macbecin II 0.672 DNA 

antimetabolite 

chromomycin 

A3 

0.624 RNA 

antimetabolite 

(binds DNA) 

phyllanthoside 0.669 Inhibits protein 

synthesis 

   chromomycin A3 0.640 RNA 

antimetabolite 

(binds DNA) 

   paclitaxel (Taxol) 0.616 Antimicrotubule 

agent 

   bisantrene 

hydrochloride 

0.613 Topo II inhibitor 

a 
NCI/DTP database. Only those compounds with PCC > 0.6 are shown. 

 

 

 

Table S3 

 

COMPARE results using NCI/DTP standard agents database for the TGI endpoint 

 

(SOs, Sc)-[Os(η
6
-p-cym)(ImpyMe)I]PF6 (2) (ROs, Rc)-[Os(η

6
-p-cym)(ImpyMe)I]PF6 (4) 

Correlated 

agent
a 

PCC Mechanism Correlated agent
a 

PCC Mechanism 

b b b 
echinomycin 0.603 DNA intercalator 

a 
NCI/DTP database. Only those compounds with PCC > 0.6 are shown. 

b
 No correlations with PCC < 0.6 
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Table S4 

COMPARE results using the NCI/DTP standard agents database for the LC50 endpoint 

NCI/DTP database. Only those compounds with PCC > 0.6 are shown. 

  

(SOs, Sc)-[Os(η
6
-p-cym)(ImpyMe)I]PF6 (2) (ROs, Rc)-[Os(η

6
-p-cym)(ImpyMe)I]PF6 (4) 

Correlated 

agent 

PCC Mechanism Correlated 

agent 

PCC Mechanism 

morpholino-

ADR 

0.946 Topo I inhibitior morpholino-

ADR 

0.972 Topo I inhibitior 

B-TGDR 0.899 DNA 

antimetabolite 

B-TGDR 0.903 DNA 

antimetabolite 

thioguanine 0.859 DNA 

antimetabolite 

didemnin B 0.898 Inhibits protein 

synthesis 

didemnin B 0.838 Inhibits protein 

synthesis 

tetraplatin 0.857 Alkylating agent 

tetraplatin 0.828 Alkylating agent thioguanine 0.752 DNA 

antimetabolite 

paclitaxel 

(Taxol) 

0.796 Antimicrotubule

agent 

oxanthrazole 0.748 Topo II inhibitor 

bispyridocarbaz

ollum DMS 

0.751  NA paclitaxel 

(Taxol) 

0.738 Antimicrotubule

agent 

mitramycin 0.740 RNA 

antimetabolite 

vincristine 

sulfate 

0.738 Antimitotic 

agent 

oxanthrazole 0.725 Topo II inhibitor maytansine 0.695 Antimicrotubule 

agent 

maytansine 0.695 Antimicrotubule 

agent 

mitramycin 0.659 RNA 

antimetabolite 

vincristine 

sulfate 

0.694 Antimitotic 

agent 

chromomycin 

A3 

0.636 RNA 

antimetabolite 

(binds DNA) 

chromomycin 

A3 

0.678 RNA 

antimetabolite 

(binds DNA) 

bispyridocarba

zollum 

0.634  

- 

topotecan 0.673 Causes double-

strand DNA 

breaks 

5-azacytidine 0.608 RNA/DNA 

antimetabolite 

L-asparaginase 0.667 Protein 

synthesis 

inhibitor 

L-asparaginase 0.606 Protein 

synthesis 

inhibitor 

vinblastine 

sulfate 

0.659 Antimitotic 

agent 

bactobolin 0.602 Protein 

synthesis 

inhibitor 

5-azacytidine 0.623 RNA/DNA 

antimetabolite 

vinblastine 

sulfate 

0.601 Antimicrotubule

agent 

bactobolin 0.612 Protein 

synthesis 

inhibitor 
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Figure S1. Comparison between the 
1
H NMR spectra of ((ROs, Rc)-[Os(η

6
-p-

cym)(ImpyMe)Cl]PF6) 3 (red square) and ((ROs, Rc) and (SOs, Rc)-[Os(η
6
-p-

cym)(ImpyMe)Cl]PF6) 3
*
(red squares for complex 3 (ROs, Rc) and green squares for the 

epimer of 3 (SOs, Rc)) in 10% MeOD/90% D2O phosphate buffer (pH
*
 7.4). Orange 

crystalline 3
*
 was isolated after concentrating the reaction mixture by evaporating off most of 

the solvent from the reaction flask.  
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(A) Complex 1 
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(B) Complex 2 
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(C) Complex 3 
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(D) Complex 4 

 

Figure S2. Aromatic region of the 
1
H NMR spectra of complexes 1 (A), 2 (B), 3 (C), and 4 

(D) at a concentration of 100 M in 10% MeOD/90% D2O phosphate buffer (pH
*
 7.4) at t= 0 

h and after incubation for 24 h at 310 K under different conditions: (a) time 0 h NMR spectra 

recorded immediately (within 10 min) after preparation of the samples; (b) NMR spectra 

recorded after incubating the samples for 24 h at 310 K with NaCl (500 mM) to suppress 

aquation, and (c) without NaCl.   
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Figure S3. Effects of taxol (facilitator), complex 2, complex 4 and colchicine (inhibitor) on 

tubulin polymerization in vitro. The absorbance at 340 nm (Abs340) was recorded over a 

period of 1 hour at 310 K.  
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(A)  

 

 

 

 

Catalyst Temperature Time % Conv % ee 

2 318 K 22 h 40% 22.0% (R) 

2 333 K 18 h 76% 22.0% (R) 

4 301 K 23 h 20% 22.7% (R) 

 

(B) 

 

 

 

 

 

 

 

 

 

 

Figure S4. (A) Enantiomeric excess and conversions for the imine reduction of (6,7-

dimethoxy-1-methyl-3,4-dihydroisoquinoline) by formate catalyzed by 2 and 4 at various 

temperatures after different periods of time. (B) Time dependence of the extent of reduction 

of the cyclic imine (6,7-dimethoxy-1-methyl-3,4-dihydroisoquinoline) by formate catalyzed 

by complex 2 at 333 K at different time points. Conditions: imine (25 mg), catalyst (1 mol%) 

in FA (formic acid) : TEA (triethylamine) = 5:2 (total volume = 0.1 mL).  


