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Figure S1. °C NMR titration of HL®A".
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Figure S2. 'H NMR titration of HLB*F.
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Figure S3. 'H NMR titration of HL®F using NaOD.
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Figure S4. '"H NMR spectrum of L***Cu"OAc.
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Figure S5. '"H NMR spectrum of L*"*Cu"'CL.
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Figure S6. Cyclic voltamogramms of HLBA?. Conditions: 2mM, 0.1 M NBu,ClOy,, scan rate 50 mV/s, CH,Cl,, 203
K.
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Broken symmetry optimized coordinates for L®**Cu"'Cl (B3LYP, 6-31g*)
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-0.27151100
0.68553800
-1.81244500
2.53426600
1.27783900
-1.44961800
2.55388400
3.33130000
-2.82275300
1.31828500
5.15420600
0.64048400
4.40435400
-1.61395500
-2.62671100
-4.10732800
-5.03361800
3.07369900
-1.99875200
0.27941100
-5.90530300
-3.44393100
-4.37610000
-3.60864600
-0.29166100
-1.08034300
4.66737400
-4.80460300
-5.50351200
-4.12107200
5.09005500
-7.19338200
-5.83207800
-6.20035000
4.82518800
5.49839300
5.58385300
6.93129000
4.13166400
6.28793500
5.59574700
6.18417600
1.67554900
-2.34758100
-5.99508500
245569900
-3.01625800
-3.64286900
-2.39330400
-3.62067800
-3.39831000

-0.75578900
-2.20058000
-1.78110300
2.06284200
0.25445100
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-0.17505500
0.95766200
-1.04661500
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-0.37919100
3.84149900
-1.56287000
4.36292000
0.40375100
-1.59167400
-0.70455200
-1.45871500
3.05523400
2.50250200
1.55196900
-3.88631000
-3.10009400
1.23554800
4.77137700
2.09372300
0.92327700
0.70202400
3.03289300
-3.54778200
-2.92884200
1.47660000
-3.45598800
1.00768600
3.05429000
2.19255600
3.00188900
1.86410400
-4.10306100
-3.04774800
-3.05129900
-0.49291000
4.13416200
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-2.31852400
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-3.71006400
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-2.41715500
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-0.07204400
-0.41814700
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0.18321100
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-0.43092700
0.75485800
-1.06262200
0.53084100
-1.70823900
-0.18282500
0.17085300
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0.12689700
-1.45108600
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1.50346500
0.99413100
0.03865200
0.41720300
-1.49471700
-0.97232900
0.59353200
0.84877700
1.63433500
-1.42209800
0.72839300
0.64747900
0.39605300
2.92296500
1.92522100
0.82959800
-0.48720800
1.28750100
0.45230200
-0.24418100
2.18549400
1.06922200
-0.92544300
-2.08994500
0.99002800
-0.09296000
-1.65330500
0.90522400
0.75662200
2.03717900
0.53133600
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0.00932000
-6.31636200
-4.60948600
-5.31125000
-4.31738800
-4.78994700
-3.08931400
-7.99102500
-7.56018600
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-5.98470200
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-6.06979100
-6.98720800
-6.53984900
-5.30630900
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-4.09187200
-4.01688800
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