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Fig. S1. (top) H-bonding in compound 1.THF and (bottom) disorder in the methyl/ethyl and phenyl
groups.
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Fig. S2. H-bonding in the structure of compound 2.} EtOH.
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Fig. S3. H-bonding in the structure of compound 3.% CH,Cl,.
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Fig. S4. H-bonding in the structure of compound 5.
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TH NMR of compound 1
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Fig. S5. *H NMR of compound 1 (ds-DMSO)
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13C NMR of compound 1
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Fig. $6. 13C NMR of compound 1 (ds-DMSO)
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COSY of compound 1
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Fig. S7. COSY NMR of compound 1 (de-DMSO)
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HSQC of compound 1

Fig. S8. H

5QC NMR of compound 1 (ds-DMSQO)
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Fig. S9. HMIBC NMR of compound 1 (de-DMSO)
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THNMR of compound 2
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Fig. $10. *H NMR of compound 2 (ds-DMSO)
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13C NMR of compound 2
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Fig. S11. 33C NMR of compound 2 (ds-DMSO)
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Fig. S12.COSY NMR of compound 2 {ds-DViSO])
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Fig. S13. HSQC NMR of compound 2 (ds-DMSO)
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Fig. S14. HMBC NMR of compound 2 (ds-DMSO)
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diphenylaminomethyldithiosemicarindiumchloride_dmso_20170703.1.1.1r
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Fig. 515. *H NMR of compound 3 (ds-DMSO)
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diphenylaminomethyldithiosemicarindiumchloride_dmso_20170703.2.1.1r
diphenylaminomethyldithiosemicarindiumchloride_dmso_20170703
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Fig. $16. 33C NMR of compound 3 (ds-DMSO)
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Fig. S17. COSY NMR of compound 3 (ds-DMSO)

f1 (ppm)

S17



J, . b

diphenylaminomethyldithiosemicarindiumchloride_dmso_20170703.4.1.2rr
diphenylaminomethyldithiosemicarindiumchloride_dmso_20170703

HSQCcompd3 r20

F50
60
70
80

90

f1 (ppm)

r 100
r110
120

! vd +130

Ii’“

r 140

r 150

160

170

Fig. S18. HSQC NMR of compound 3 (ds-DMSO)
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Fig. $19. HMBC NMR of compound 3 (de-DMSO)
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THNMR of compound 4
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Fig. 520. *H NMR of compound 4 (ds-DMSO)
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13 NMR of compound 4
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Fig. $21. 33C NMR of compound 4 (ds-DMSO)
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Fig. S22. COSY NMR of compound 4 (ds-DMSO)
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ig. S23. HSQC NMR of compound 4 (de-DMSQ)
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Fig. SZZ HMBC NMR of compound 4 (de-DMSO)
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symetricaldiethyldimethylindiumchloride_DMSO_20170705.1.1.1r
symetricaldiethyldimethylindiumchloride_DMSO_20170705

THNMR compd 5
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Fig. 525. *H NMR of compound 5 (ds-DMSO)
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Fig. 526. 33C NMR of compound 5 (ds-DMSO)
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Fig. $28. HSQC NMR of compound 5 (ds-DMSO)
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Fig. $29. HMBC NMR of compound 5 (de-DMSO)
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methylethylindiumchloridethiosemicarbazone_DMSO_20170427.1.1.1r
methylethylindiumchloridethiosemicarbazone_DMSO_20170427
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Fig. $30. *H NMR of compound 6 (ds-DMSO)
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methylethylindiumchloridethiosemicarbazone_DMSO_20170427.2.1.1r
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Fig. $31. 33C NMR of compound 6 (ds-DMSO)
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Fig. S32. COSY NMR of compound 6 (ds-DMSO)
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Fig. S33. HSQC NMR of compound 6 (ds-DMSO)
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Fig. S34. HMBC NMR of compound 6 (de-DMSO)
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Fig. S35 HPLC chromatograms of *2F-radiolabeled compound 2 (note:the *°F UV peak is buried under the
starting material peak)

S34



mVY

145

95

45

Ph

Ph

s

AgNO;

Ph

Ph

e

KF

Ph

Ph

s

NHMe

Retention Time (mins)

Fig. S36. HPLC chromatograms of ‘®F-radiolabeled compound 3
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Fig. S37. HPLC chromatograms of ®F-radiolabeled compound 1 (note:the °F UV peak is buried under the
starting material peak)

S36



X

20120111-FiP-C1 ICAQI2E NG Ran

Matrix

tens. fa.u]

104
164080
og
064
433089 568.181
0¢
£24.185
024
822110 ~
sR1R4 543458 l 700741

_og .Il L n N dovd " " A X
3o 215011 1-RF-Sen =20 522 NER an
H Compound 2

| N
| o A SN
34 | ] ~ N
B N M
1 ==
0

...
w
=
@
a2
2
g

me

Fig. S38. Mass spectrum of compound 2
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