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Figure S1 – A) 1H NMR of the compounds I – IV and B) 31P NMR of the compounds I - IV 
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Figure S2. ESI-MS full scan (positive mode) of the gold(I) compounds I-IV 
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Figure S3A – pH dependent relative species distribution diagrams for 

compounds I,II and IV. 
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Figure S3B – pH titration data  diagrams for compounds I,II and IV.  The original 

data was analyzed with CurTiPot 3.6.1, and the pKa obtained are listed in Table S1. 
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Figure S4. Ethidium bromide/DNA emission λem = 600 nm after incubation with 

compounds I-IV and cisplatin for 24h. DNA was incubated with 1% DMSO for 24h . EtBr 

solution in buffer was measured as a control. 
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Figure S5. 31P NMR spectra of N-acetylcysteine interaction with gold(I) 

compounds. A) compound II  B) compound IV 
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Figure S6. ESI-MS of reaction between [(PPh3)PAuDMAP]
+
, IV, and ZF NCp7 after 

78h.  

 

 

 

 

 

 

 

m/z
860 870 880 890 900 910 920 930 940 950 960 970 980 990 1000

%

0

100
1.03e3873.4590

873.1213

861.7638

873.8089

960.8826

894.8386874.1345

894.4968
886.1197

874.4725

874.7983

960.5537

895.1805

895.5101
907.5052

907.4806
938.8359

908.1569 920.5085
919.8276 939.4862

950.8273

961.2115

961.5404

961.8695

973.8539

962.8569 974.1850 985.8740

994.8506



S9 

 

 

 

 

m/z
200 400 600 800 1000 1200 1400 1600 1800

%

0

100
1.32e4894.5213

894.1918

807.1456

806.8094
279.1512

72.0880 280.1611

894.8630

895.2049

1210.1982
895.5223

907.1857

907.8495
1112.2120

1210.7092

1211.2205

1341.2762

1342.2927

I 

m/z
200 400 600 800 1000 1200 1400 1600 1800

%

0

100
4.89e3894.5213

894.1795

807.1340
109.1033

721.2972
110.0858

279.1512

138.1042 318.2002

339.1338

894.8630

895.1805

1210.1982

1209.7015
895.5223

907.5052

907.8248

1210.7092

1211.2063

1341.2762

1342.2927

II 

m/z
200 400 600 800 1000 1200 1400 1600 1800

%

0

100

20120711_CA_ZNF+AU2AUP4_1046 395 (7.486) Cm (232:403) TOF MS ES+ 
8.68e3721.2972

279.1512

263.1537

1210.1982894.5213

894.1795

722.2950

1209.6873

894.8630

895.1805

1047.2391

1047.8995

1210.7092

1211.1921

1229.1814

1342.2777

1407.1981

III 

Figure S7. The ESI-MS full scan (positive mode) of reaction between compounds I-III 

with ZF NCp7 immediately upon incubation. 
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Figure S8. MSMS of peak m/z 873 (corresponding to Au2F) of reaction between 

[(PPh3)Au(DMAP)]+ and ZFNCp7.   
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Figure S9.  ESI-MS full scan (positive mode) of reaction between compounds I-III 

with ZF Sp1 immediately upon incubation. 
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Figure S10. Cytotoxicity curves of the complexes I, II, III and IV in three cell lines: a) A2780; b) 

HCT116 and c) MCF7 
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Figure S11. Cell cycle effects of gold(I) compounds in HCT 116 cells in 24h and 48h 

treatment. A) Control (Untreated); B) Compound I – 24h; C) I – 48h; D) II – 24h; E) II 

– 48h; F) III – 24h; G) III – 48h; H) IV – 24h and I) IV – 48h. 
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Table S1.  pKa values of Compounds I, II and IV. 

 

Compound 
pKa 

P(Ph)3 Py 

I 3.45 - 

II 3.68 4.31 

IV 3.39 8.42 

 

 

 

 

 

 

 

 

 

I II III IV 

ri ΔT (˚C) ΔT (˚C) ΔT (˚C) ΔT (˚C) 

0,01 -0,25 -0,84 -1,30 -1,09 

0,03 0,84 0,63 0,59 0,05 

0,05 0,38 1,90 1,38 1,64 

0,075 1,22 2,60 1,72 0,17 

0,1 1,68 3,07 2,22 1,51 

* untreated DNA was measured after incubation with 1% (v/v) DMSO 

Table S2. DNA melting temperatures after incubation of the compounds I-IV in 

different DNA:compound molar ratios. Results are a difference between treated 

and untreated DNA*.  


