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Figure S1. 
1
H NMR spectrum of compound 3 (CDCl3, 600 MHz). 

 

 

 

 

 

 

 

 

 

Electronic Supplementary Material (ESI) for Dalton Transactions
This journal is © The Royal Society of Chemistry 2014



S3 
 

 

Figure S2. 
13

C NMR spectrum of compound 3 (CDCl3, 150 MHz). 
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Figure S3. 
13

C NMR (dept 135
o
) spectrum of compound 3 (CDCl3, 150 MHz). 
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Figure S4. 
11

B NMR spectrum of compound 4 (CDCl3, 192 MHz). 
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Figure S5. 
11

B{
1
H} NMR spectrum of compound 4 (CDCl3, 192 MHz). 
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Figure S6. 
1
H NMR spectrum of compound 4 (CDCl3, 600 MHz). 
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Figure S7. 
13

C NMR spectrum of compound 4 (CDCl3, 150 MHz). 
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Figure S8. IR spectrum of compound 4. 

 

 

 

19-Oct-2011MW673

m/z
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JFV5B20972  (0.020) Is (0.10,0.01) C27H55B10N3O9H TOF MS ES+ 
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Figure S9. HRMS-ESI spectrum of compound 4. 
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Figure S10. 
11

B NMR spectrum of compound 5 (DMSO-d6, 192 MHz). 
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Figure S11. 
1
H NMR spectrum of compound 5 (DMSO-d6, 600 MHz). 
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Figure S12. 
13

C NMR spectrum of compound 5 (DMSO-d6, 150 MHz). 
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Figure S13. 
13

C NMR (dept 135 
o
) spectrum of compound 5 (DMSO-d6, 150 MHz). 
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Figure S14. IR spectrum of compound 5. 

 

02-Nov-2011m.w.505.5313

m/z
522 523 524 525 526 527 528 529 530 531 532 533 534 535
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JFV5B21008A  (0.028) Is (0.10,0.01) C15H31B10N3O9Na TOF MS ES+ 
2.79e12528.2969

527.3003

526.3038

525.3073

524.3109

529.2939

530.2917

531.2942

532.2958

JFV5B21008A 288 (5.456) AM (Cen,10, 80.00, Ar,5500.0,622.03,1.00); Sb (99,10.00 ); Sm (SG, 5x5.00); Cm (258:299) TOF MS ES+ 
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Figure S15. HRMS-ESI spectrum of compound 5. 
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Figure S16. 
11

B NMR spectrum of compound 6a (DMSO-d6, 192 MHz). 
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Figure S17. 
1
H NMR spectrum of compound 6a (DMSO-d6, 600 MHz). 
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Figure S18. 
1
H NMR spectrum of compound 6a after D2O exchange (DMSO-d6, 600 MHz). 
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Figure S19. 
13

C NMR spectrum of compound 6a (DMSO-d6, 150 MHz). 
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Figure S20. 
13

C NMR (dept 135 
o
) spectrum of compound 6a (DMSO-d6, 150 MHz). 
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Figure S21. HSQC of compound 6a. 
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Figure S22. HMBC of compound 6a. 
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Figure S23. IR spectrum of compound 6a. 

 

 

 

 

10-Nov-2011PSMA-NIDO
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Figure S24. HRMS-ESI spectrum of compound 6a. 
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Figure S25. 
11

B NMR spectrum of compound 7 (DMSO-d6, 192 MHz). 
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Figure S26. 
1
H NMR spectrum of compound 7 (DMSO-d6, 600 MHz). 
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Figure 27. 
13

C NMR spectrum of compound 7 (DMSO-d6, 150 MHz). 
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Figure S28. 
13

C NMR (dept 135 
o
) spectrum of compound 7 (DMSO-d6, 192 MHz). 
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Figure S29. HSQC of compound 7. 
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Figure S30. HMBC of compound 7. 
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Figure S31. IR spectrum of compound 7. 

 

 

24-Nov-2011M.W.620.6169

m/z
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Figure S32. HRMS-ESI spectrum of compound 7. 
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Figure S33. 
11

B NMR spectrum of compound 9 (CDCl3, 192 MHz). 
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Figure S34. 
1
H NMR spectrum of compound 9 (CDCl3, 600 MHz). 
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Figure S35. 
13

C NMR spectrum of compound 9 (CDCl3, 150 MHz). 

 

 

 

 

 

 

 

Electronic Supplementary Material (ESI) for Dalton Transactions
This journal is © The Royal Society of Chemistry 2014



S33 
 

 

 

 

 

 

Figure S36. 
13

C NMR (dept 135 
o
) spectrum of compound 9 (CDCl3, 150 MHz). 
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Figure S37. HSQC of compound 9. 
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Figure S38. IR spectrum of compound 9. 

 

 

 

08-Mar-2012MW331

m/z
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0
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0
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JFV5B21580A  (0.027) Is (1.00,1.00) C10H24B10NO4 1: TOF MS ES- 
2.88e12330.2714

329.2748

328.2784

327.2819

331.2682

332.2655

333.2684

JFV5B21580A 106 (2.036) AM (Cen,2, 80.00, Ht,6000.0,734.01,0.80); Sb (99,10.00 ); Sm (Mn, 3x3.00); Cm (101:158) 1: TOF MS ES- 
873330.2743

329.2738

325.1869

321.2171

315.2048
319.2247 323.1840

328.2765

326.2090

331.2700

332.2664

339.1939
335.2242

341.2228 343.2065

Theoretical
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Figure S39. HRMS-ESI spectrum of compound 9. 
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Figure S40. 
11

B NMR spectrum of compound 10 (CD2Cl2, 192 MHz). 
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Figure S41. 
1
H NMR spectrum of compound 10 (CD2Cl2, 600 MHz). 
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Figure S42. 
13

C NMR spectrum of compound 10 (CD2Cl2, 150 MHz). 
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Figure S43. HSQC of compound 10. 

 

 

 

 

 

 

Electronic Supplementary Material (ESI) for Dalton Transactions
This journal is © The Royal Society of Chemistry 2014



S40 
 

 

 

 

Figure S44. IR spectrum of compound 10. 

 

 

09-Mar-2012MW317

m/z
306 307 308 309 310 311 312 313 314 315 316 317 318 319 320 321 322 323

%

0
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%

0
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JFV5B21602A  (0.028) Is (1.00,1.00) C9H22B10NO4 1: TOF MS ES- 
2.89e12316.2557

315.2592

314.2627

313.2663

317.2524

318.2497

319.2527

JFV5B21602A 214 (4.095) AM (Cen,2, 80.00, Ht,6000.0,431.98,0.80); Sb (99,10.00 ); Sm (Mn, 3x3.00); Cm (186:223) 1: TOF MS ES- 
1.20e3316.2556

315.2589

314.2637

313.2637311.9843311.0973
307.2493 308.9756

317.2528

318.2515

319.2508
321.2235 323.2566
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Figure S45. HRMS-ESI spectrum of compound 10. 
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Figure S46. 
11

B{
1
H} NMR spectrum of compound 11 (CD2Cl2, 192 MHz). 
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Figure S47. 
11

B NMR spectrum of compound 11 (CD2Cl2, 192 MHz). 
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Figure S48. 
1
H NMR spectrum of compound 11 (CD2Cl2, 600 MHz). 
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Figure S49. 
13

C NMR spectrum of compound 11 (CD2Cl2, 150 MHz). 
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Figure S50. IR spectrum of compound 10. 

 

 

 

22-Mar-2012MW787

m/z
782 783 784 785 786 787 788 789 790 791 792

%

0

100

%

0

100

JFV5B21630  (0.027) Is (1.00,1.00) C33H65B10N4O10 1: TOF MS ES- 
2.71e12786.5695

785.5721

784.5751

783.5784

782.5818

787.5679

788.5696

789.5716

JFV5B21630 535 (10.206) AM (Cen,2, 80.00, Ht,6000.0,1033.99,0.80); Sb (99,10.00 ); Sm (Mn, 3x3.00); Cm (493:537) 1: TOF MS ES- 
1.81e3786.5702

785.5728

784.5759

783.5784

782.5804
781.5709

783.9889 785.9908

787.5697

786.9279

788.5720

788.0106
789.5741789.1812

790.5635 790.9928 791.5750

THEORETICAL ISOTOPE MODEL
CALC. MASS: 787.5679
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Figure S51. HRMS-ESI spectrum of compound 11. 
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Figure S52. 
11

B{
1
H} NMR spectrum of compound 12 (DMSO-d6, 192 MHz). 

 

 

 

 

 

 

 

 

 

Electronic Supplementary Material (ESI) for Dalton Transactions
This journal is © The Royal Society of Chemistry 2014



S47 
 

 

 

 

 

Figure S53. 
11

B NMR spectrum of compound 12 (DMSO-d6, 192 MHz). 

 

 

 

 

 

Electronic Supplementary Material (ESI) for Dalton Transactions
This journal is © The Royal Society of Chemistry 2014



S48 
 

 

Figure S54. 
1
H NMR spectrum of compound 12 (DMSO-d6, 600 MHz). 
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Figure S55. 
13

C NMR spectrum of compound 12 (DMSO-d6, 150 MHz). 
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Figure S56. 
13

C NMR (dept 135
 o
) spectrum of compound 12 (DMSO-d6, 150 MHz). 
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Figure S57. HSQC of compound 12. 
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Figure S58. IR spectrum of compound 12. 

 

 

22-Mar-2012MW618

m/z
612 613 614 615 616 617 618 619 620 621 622 623 624
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0
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0
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JFV5B21655  (0.027) Is (1.00,1.00) C21H41B10N4O10 1: TOF MS ES- 
2.72e12618.3808617.3837

616.3870

615.3904

614.3939

619.3789

620.3810

JFV5B21655 1128 (21.653) AM (Cen,2, 80.00, Ht,6000.0,0.00,0.80); Sb (99,10.00 ); Sm (Mn, 3x3.00); Cm (1126:1151) 1: TOF MS ES- 
3.42e3617.3727

616.3792

615.3843

614.3533

613.3473
612.3677 613.6934 614.9361

615.9991

618.3711

617.7774

619.3787

618.7971

620.3873

619.7572
621.3914

620.7330
622.3748 623.3422 624.3250

THEORETICAL ISOTOPE MODEL
[M-H]

CALC. MASS: 619.3789
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Figure S59. HRMS-ESI spectrum of compound 12. 
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Figure S60. 
11

B{
1
H} NMR spectrum of compound 13 (DMSO-d6, 192 MHz). 
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Figure S61. 
11

B NMR spectrum of compound 13 (DMSO-d6, 192 MHz). 
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Figure S62. 
1
H NMR spectrum of compound 13 (DMSO-d6, 600 MHz). 
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Figure S63. 
13

C NMR spectrum of compound 13 (DMSO-d6, 150 MHz). 
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Figure S64. HSQC of compound 13. 
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Figure S65. IR spectrum of compound 13. 

 

15-Mar-2012MW607

m/z
603 604 605 606 607 608 609 610 611 612 613 614 615
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JFV5B21643  (0.027) Is (1.00,1.00) C21H42B9N4O10 TOF MS ES- 
2.96e12608.3792
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606.3854

605.3888
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JFV5B21643 1829 (35.198) AM (Cen,2, 80.00, Ht,6000.0,601.98,0.80); Sb (99,10.00 ); Sm (Mn, 3x3.00); Cm (1829:1843) TOF MS ES- 
867608.3706

607.3751

606.3843

605.3943
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602.9944

603.3816
604.8392

605.9147 607.8212

609.3777

608.8541

610.3781

609.8522

611.3698

610.7646

612.3625
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614.3140
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THEORETICAL ISOTOPE MODEL
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Figure S66. HRMS-ESI spectrum of compound 13. 
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Figure S67. 
11

B{
1
H} NMR spectrum of compound 14 (DMSO-d6, 192 MHz). 

 

 

 

 

 

 

 

 

Electronic Supplementary Material (ESI) for Dalton Transactions
This journal is © The Royal Society of Chemistry 2014



S60 
 

 

 

Figure S68. 
11

B NMR spectrum of compound 14 (DMSO-d6, 192 MHz). 
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Figure S69. 
1
H NMR spectrum of compound 14 (DMSO-d6, 600 MHz). 
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Figure S70. 
13

C NMR spectrum of compound 14 (DMSO-d6, 150 MHz). 
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Figure S71. HSQC of compound 14. 
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Figure S72. IR spectrum of compound 14. 
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JFV5B21644 1234 (23.735) AM (Cen,2, 80.00, Ht,6000.0,0.00,0.80); Sb (99,10.00 ); Sm (Mn, 3x3.00); Cm (1064:1324) TOF MS ES- 
6.85e3734.2735
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732.2816

731.2858

730.2897722.7485 729.3159724.7327
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746.2747745.2753
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Figure S73. HRMS-ESI spectrum of compound 14. 
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Figure S74. γ-HPLC- trace of 15b.  
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  (A) HPLC- UV-trace of 6b; (B) HPLC-UV-trace of 7; (C) HPLC-γ-trace of 
125

I of 15. Note that 

the UV and -detectors are connected in series. 

 
 
 
 
 
 
 

Figure S75.  A) UV-HPLC chromatogram of 6b; (B) UV-HPLC chromatogram of 7; (C) γ-HPLC-

chromatogram of 15. Note that the UV and -detectors are connected in series. 
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Figure S76.  (A) UV-HPLC chromatogram of 13; (B) UV-HPLC chromatogram of 14. 
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