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Figure S1. Synthesis of L-A.
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Figure S2. 'TH NMR (600 MHz, 298 K, CD3OD) spectrum of 2.
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Figure S3. 3*C NMR (151 MHz, 298 K, CDsOD) spectrum of 2.
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Figure S4. "H NMR (600 MHz, 298 K, CD3sOD) spectrum of L-A.
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Figure S5. 3C NMR (151 MHz, 298 K, CDCls) spectrum of L-A.

w
S IRSC2BEREBEE TEoBRERY 88588
— Loeli- ol o Q- o - Q. o I o O LR ol ol ol Lo M M ar W ar W op B ar T +r I oo T B Rl ol ol
| e b et — e = ——
{
|
; |
| |
| [ ]
1
J [T | |
n
!
] ] ]
i P LS T x
w e O o w o
< a-oo = e o o
o - oo < -
r T r T r T T T T T T T T : T T : T " v T
L5 10.0 95 8.0 B85 8.0 75 70 6.5 6.0 50 4.5 4.0 35 30 25 20 15 1.0 05
f1 (ppm)

Figure S6. 'H NMR (600 MHz, 298 K, CDsCN/CDCls = 1/1) spectrum of L-B.
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Figure S7. 3C NMR (151 MHz, 298 K, CDCls) spectrum of L-B.
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Figure S8. 'H NMR (600 MHz, 298 K, CD3CN) spectrum of Ca. (A
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Figure S9. 'H NMR (600 MHz, 298 K, CD3CN/CDCls = 1/1) spectrum of Ca.
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Figure 510. Aromatic region of the COSY (CD3CN) spectrum of Ca.
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Figure S11. Aromatic region magnification of the COSY (CDsCN) spectrum of Ca.
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Figure S12. Aromatic region of the NOESY (CDsCN) spectrum of Ca.
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Figure S13. Aromatic region magnification of the NOESY (CDsCN) spectrum of Ca.
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Figure S14. Aromatic region of the DOSY (CD3sCN) spectrum of Ca.
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Figure S15. IR spectrum of L-B.
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Figure S16. IR spectrum of Ca.
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Figure S17. ESI-MS spectrum of Ca.
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Figure S18. Calculated (top) and Measured (bottom) isotope patterns for different charge

states observed from Ca (OTf as counterion).
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Figure S19. Calculated (top) and Measured (bottom) isotope patterns for different charge

states observed from Ca (OTf and HOT( as counterion).

(@) (b)

1.2 Acetonitrile-L 1.0x10° —— Acetonitrile-L
Acetonitrile-Cage - Acetonitrile-Cage
1.04 3 g.0x10°-
L
0.8 =
E 6.0x10°
2 0.6 8
< c
= 4.0x10°
0.4+ o
F
- 5 4
0.2 g 20x10
wi
oot—m—m———7"-"-"-7————7— 0.0 v T T T T
250 300 350 400 450 500 450 500 550 600 650 700
Wavelength (nm) Wavelength (nm)

Figure S20. Optical properties of Ca and L-B in acetonitrile (=50 ug/mL). (a) UV-Vis

absorption. (b) PL emission spectra (Aex = 400 nm).
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Figure S21. the absolute PL quantum yield of Cain acetonitrile (c=50 ug/mL).
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Figure 522. 'H NMR spectra (600 MHz, CDsCN, 298 K) of Ca + DMEM. (up), and Ca.
(down).



