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Figure S1. *H NMR (400 MHz, CD;0D- d,) of 4a.
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Figure $2. *H-'"H COSY NMR (400 MHz, CD;0D- d,) of 4a.
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Figure $3. 'H DOSY NMR (400 MHz, CD;0D- d) of 4a.
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Figure $4. 'H NMR (400 MHz, CD;0D- d,) of 4b.
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Figure S5. *H-"H COSY NMR (400 MHz, CD;0D- d.) of 4b.
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Figure 6. 'H DOSY NMR (400 MHz, CD30D- dj) of 4b.
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Figure S7. 'H NMR (400 MHz, CD;0D- dy) of 4c.
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Figure $8. *H-"H COSY NMR (400 MHz, CD;0D- d.) of 4c.
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Figure $9. 'H DOSY NMR (400 MHz, CD;0D- d,) of 4c.
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Figure $10. *H NMR (400 MHz, CD;0D- d,) of 5a.
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Figure $12. "H DOSY NMR (400 MHz, CD;0D- d,) of 5a.
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Figure $13. *H NMR (400 MHz, CD;0D- d,) of 5b.
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Figure $14. *H-"H COSY NMR (400 MHz, CD;0D- da) of 5b.
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Figure $15. 'H DOSY NMR (400 MHz, CD;0D- dj) of 5b.
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Figure 516 *H NMR (400 MHz, CD;0D- dj) of 5c.
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Figure S17. *H-"H COSY NMR (400 MHz, CD;0D- da) of 5c.
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Figure $18. 'H DOSY NMR (400 MHz, CD;0D- dj) of 5c.
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Figure 519. 'HNMR (400 MHz, CD30D- d,) of 6.
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Figure $20. *H-"H COSY NMR (400 MHz, CD;0D- d.) of 6.
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ESI-MS (positive ions) for [M-(CH3CN),, 50T Top (tested) and bottom (Calcd)

) _0 z
3 5E 2
8 mm :
* =
£ =
& * i
s z
<t Q
a A ] L 3
2] ol N
= < |@
+ A o
(2] L
28
w
<[ L8
o \& &
< m Z06¥5E1Z
8600'6ELZ W g DLE6PELZ <t
€505 ¥El < |] 9LBY FELT <]
. e 3
oo ELz = |& LZ66'EELT <= O
7 |e 3]
roseelz=—_ g 826V EE1LZ —=]
le66ZEI —_ [T £666'261 ———
ee6rZEl —— |2 OVBY ZELE ——
= |o [
6866 1EIZ =—_ EPBBLENE ——— D
— ™
o6 VeI === LSBY 1EVE —— ]
A — $G660E1E ~——————
8pEY 0ELZ ——— 2960 0818 ] _
Ty AT —— £068/6717 ———e 12
BLOYBLIT == €16V 621 ——————
LYB68EIE = 12668248 ——=—""7
6E6VRZLE < 586 8ZLZ ——
7 ==
1966 L21Z === _ 82662217 =3
2BV LELT = 966 LZ1T <]
8E66'92LZ be 18669212 <
01059242 <
900921z < LS
ﬁ N
L&
I
STE0'ETLT .
£5182212
o~
BSLOZZLZ L
T T T T T T T T T N
W =] 2 2 (=] (=] =] 2 [=] 2 =]
5 = S = s 8 8 8 8
B @ e & 5 ¥ & & =

ESI-MS (positive ions) for [M-(CH3CN),, 60Tf]*": Top (tested) and bottom (Calcd)

Figure $21. ESI-MS spectra of 4a.
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ESI-MS (positive ions) for [M-(H,0),, 50Tf*": Top (tested) and bottom (Calcd)

Figure $22. ESI-MS spectra of 5a.
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ESI-MS (positive ions) for [M-(CH30H)s, 50T
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ESI-MS (positive ions) for [M, 50Tf*": Top (tested) and bottom (Calcd)
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Figure 524. ESI-MS spectra of 6.




