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Preparation of the HEPES buffer solution

HEPES powder (5.958 g, 25 mmmol) was added to a 1L volumetric flask and water 
(900 mL) was added to dissolve the HEPES powder.  NaOH solution (2.0 M) was 
added dropwise to the mixture until the pH was adjusted to 7.35.  Then the 
volumeric flask was filled with water to obtain the HEPES buffer solution (25 mM, 
pH = 7.35).
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NMR Spectra of Compound 3
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NMR Spectra of Compound 10
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NMR spectra of compound 4
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HRMS of compound 3

N

N

N

H

Chemical Formula: C41H30N3
+

Exact Mass: 564.2434

N

N

N

Na

Chemical Formula: C41H29N3Na+

Exact Mass: 586.2254

28-Mar-201413:17:02

m/z
540 542 544 546 548 550 552 554 556 558 560 562 564 566 568 570 572 574 576 578 580 582 584 586 588 590

%

0

100
140328_TPE_TPY 6 (0.103) AM (Cen,4, 80.00, Ar,10000.0,0.00,0.70); Sm (SG, 2x3.00); Cm (2:35) TOF MS ES+ 

1.27e3586.2272

564.2430

563.2343

562.2323

543.1496
542.6933

561.2126
557.6710551.1819545.1624 552.1700

565.2460

566.2500

567.2472 585.2136
579.2112578.2574569.7453 575.1634

587.2301

588.2324

589.2335
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HRMS of compound 4

N
N

N

H

N

N

N

Chemical Formula: C56H39N6
+

Exact Mass: 795.3231

N
N

N

Na

N

N

N

Chemical Formula: C56H38N6Na+

Exact Mass: 817.3050

750.0 775.0 800.0 825.0 850.0 875.0 900.0 925.0 m/z
0.00

0.25

0.50

0.75

1.00

Inten.(x10,000,000)

795.3218(1)

817.2998(1)

833.2967(1)811.3173(1) 937.2486(1)878.2403 910.3745(1)793.3077 851.2490(1)
754.2983

768.3225

785.0 790.0 795.0 800.0 805.0 810.0 815.0 820.0 825.0 830.0 835.0 m/z
0.00

0.25

0.50

0.75

1.00

1.25

Inten.(x10,000,000)

795.3218(1)

817.2998(1)

797.3293(1)

833.2967(1)811.3173(1)
821.3100(1)825.3134791.5978
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HRMS spectra of complex 4+Zn2+ (1.5 equiv) in CH3CN:H2O (4:1)
28-Mar-201413:10:10

m/z
100 200 300 400 500 600 700 800 900 1000 1100 1200 1300 1400 1500 1600 1700 1800 1900

%

0

100
140328_ZN 8 (0.137) AM (Cen,4, 80.00, Ar,10000.0,0.00,0.70); Sm (SG, 2x3.00); Cm (3:34) TOF MS ES+ 

1.60e4827.2794

826.7798

826.2776

795.3254

499.1868

429.1162

156.0749 394.1746

261.0878

330.3360

737.2897

594.1523
594.4854
594.8188
595.1535

629.4444

827.7793

920.2392

828.7800

829.2805

829.7828

830.2827

922.2371

924.2381

1095.3462

925.2373

1014.3016

1097.3455

1099.3457

1100.3473

1716.57651335.45401101.3425

1109.2185

1714.57371337.4513
1359.4377

1719.5730
1891.6874

1780.4897
1895.6473

HRMS spectra of complex 4+Zn2+ (1.5 equiv) with 5.0 equiv of histidine in 
CH3CN:H2O (4:1)

28-Mar-201413:00:47

m/z
100 200 300 400 500 600 700 800 900 1000 1100 1200 1300 1400 1500 1600 1700 1800 1900

%

0

100
140328_5EQ_HIS 27 (0.464) AM (Cen,4, 80.00, Ar,10000.0,0.00,0.70); Sm (SG, 2x3.00); Cm (3:35) TOF MS ES+ 

3.33e4827.2838

826.7832

795.3307

499.1895

156.0755
394.1768

261.0893

373.0616

737.2926

521.1686

719.7401

718.7389
628.6979

629.4480

827.7839 920.2432

828.2833

829.2845

829.7866

830.2867

922.2427

924.2419

1095.3519

925.2429

1012.3182

1097.3523

1099.3518

1100.3516

1716.5852
1335.45731101.3462

1107.2401

1714.58171357.4414

1360.4423

1718.5834

1891.69521720.5782
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HRMS spectra of complex 4+Zn2+ (1.5 equiv) with 10.0 equiv of histidine in 
CH3CN:H2O (4:1)

28-Mar-201412:57:35

m/z
100 200 300 400 500 600 700 800 900 1000 1100 1200 1300 1400 1500 1600 1700 1800 1900

%

0

100
140328_10EQ_HIS 4 (0.068) AM (Cen,4, 80.00, Ar,10000.0,0.00,0.70); Sm (SG, 2x3.00); Cm (3:35) TOF MS ES+ 

2.23e4795.3329

499.1909

394.1776
156.0763

261.0893

317.2235

737.2947

521.1709

719.7368

718.7394
593.4875

628.6971

827.2860

827.7847

828.2856

920.2460

829.2856

829.7881

830.2891

922.2446

924.2441
1012.3060

1095.3547
1097.3535

1099.3522

1100.3522

1335.46461101.3485
1207.4181

1715.5901
1357.4430

HRMS spectra of complex 4+Zn2+ (1.5 equiv) with 15.0 equiv of histidine in 
CH3CN:H2O (4:1)

28-Mar-201413:03:57

m/z
100 200 300 400 500 600 700 800 900 1000 1100 1200 1300 1400 1500 1600 1700 1800 1900

%

0

100
140328_15EQ_HIS 6 (0.103) AM (Cen,4, 80.00, Ar,10000.0,0.00,0.70); Sm (SG, 2x3.00); Cm (3:35) TOF MS ES+ 

1.02e4795.3284

499.1877

156.0748

394.1751

261.0876

373.0607

521.1677

759.2726

624.8427

628.6953

827.2798

827.7795

828.2799

920.2397

829.2823

829.7849

830.2888

922.2402

1012.3146

1014.3100

1095.3455
1097.3459

1099.3446

1100.3464

1716.57541107.2289
1719.5806

1892.6754


