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Supplementary Information

Table S1 Singlet—Singlet absorption transitions for the free sensorsA and B and the coordination compounds.*

CAM-B3LYP B3LYP
System Aa F Active MOs  Assignment Aa f Active MOs Assignment
A 293 0.159 H-L g 327 0.105 H-L g
240 0.392 H-1-L - 258 0.344 H-1-L -1
A/NE* 334 0.128 H-L n_n: 379 0.036 H-L n_n:
255 0.172 H-1-L Lo 369 0.111 H-1-L -7
A/Zn® 319 0.173 H-L n_ni 354 0.122 H-L n_ni
246 0.279 H-1-L L 303 0.037 H-1-L L
5 278 0.182 H-L o 303 0.126 H-L T
232 0.341 H-1-L : 242 0.348 H-1-L :
323 0.159 H-L o 368 0.057 H-L g
B/Ni2+ . .
250 0.121 H-1-L 300 0.008 H-1-L
306 0.264 H-L - 336 0.138 H-L .
B/Zn2+ . .
241 0.185 H-1-L 284 0.022 H-1-L

*La: calculated absorption wavelength in nm

f: oscillator strength



Table S2 Singlet—Singlet emission transitions for the free sensors A and B and the coordination compounds.*

CAM-B3LYP B3LYP
Assi
System Ae f Kraa T ssnlg:r:lme f Krad T Assignment
A 391 0.020 2.9%108  3.4*10° n—n* 510 0.009 4.2*10% 2.3*10° n—m*
A/Ni?* 377 0.006 4.7*107  2.1*108 dNi-1t 486 0.002 2.0*10%° 5.0*107 dNi-Tt
A/Zn?%* 455 0.063 2.0%107  3.2*10°8 n—m* 498 0.055 2.0%107 5.1*10° n—m*
B 539 0.002 2.5%108 4.0*10°° n—m* 460 0.004 4.3*10%8 2.3*10° n—m*
B/Ni>* 351 0.009 1.2*107 8.1*108 dNi-mt 441 0.003 1.7*10%8 6.0%10° dNi-mt
B/Zn%* 373 0.026 1.0%108  9.6*107° n—m* 494  0.025 1.0*107 1.1*108 n—m*
#),:calculated emission wavelength in nm
foscillator strength
Kraa: €mission radiative rate in s
t: emission radiative lifetime in s.
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Figure S1. "H-NMR (400 MHz, CD3;0D, 298 K) spectrum of compound A.
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Figure S2. 3C-NMR (400 MHz, CD3;0D, 298 K) spectrum of compound A.
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Figure S3. "H-NMR (400 MHz, CD3;0D, 298 K) spectrum of compound B.
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Figure S4. '3C-NMR (400 MHz, CD30D, 298 K) spectrum of compound B

B TOF MS: 0.122 to 0.140 min from J-130616-60-01.wiff Agilent, subtracted (1.097 to 1.310 min) Max. 1.0e6 counts|
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Figure S5. Mass spectrum of compound A.



B +TOF MS: 0.115 to 0.133 min from J-300718-43-01 wiff Agilent, subtracted (1.107 to 1.302 min} Max. 1.9¢5 counts,
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Figure S6. Mass spectrum of compound B.



