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Table S1 Selected bond lengths (Angstrom) calculated using the 6-31G(d) basis set with various theoretical methods. Methods marked with a prime indicate the 6-311+G(d) basis set. The results reported for Mg, Ca, and Zn are for the rotationally favoured conformers. The B3LYP-Cl results are for the (M-Cl)+ complexes

Mg
I-x
I-y
I-z
I-m
II-x
II-y
II-z
II-m
III-x
III-m

RHF 
1.308
1.262
1.323
1.963
1.312
1.277
1.293
2.043
1.303
2.334

RHF’
1.306
1.260
1.321
1.960
1.303
1.275
1.291
2.038
1.300
2.312

MP2 
1.346
1.327
1.347
1.981
1.362
1.329
1.338
2.066
1.359
2.321

MP2’
1.341
1.324
1.341
1.974
1.356
1.324
1.333
2.058
1.352
2.301

CAS(8,8)
1.324
1.266
1.347
1.953
1.310
1.292
1.303
2.038
------
------

B3LYP
1.333
1.298
1.354
1.963
1.355
1.309
1.326
2.050
1.342
2.319

B3LYP’
1.338
1.294
1.350
1.963
1.351
1.306
1.323
2.050
1.336
2.308

B3LYP-Cl
1.340
1.299
1.352
1.973
1.354
1.309
1.326
2.058
1.341
2.330

B3LYP-Cl’
1.337
1.296
1.348
1.976
1.350
1.306
1.323
2.062
1.336
2.346

Na
I-x
I-y
I-z
I-m
II-x
II-y
II-z
II-m
III-x
III-m

RHF
1.298
1.279
1.305
2.187
1.306
1.283
1.292
2.244
1.299
2.526

RHF’
1.296
1.278
1.302
2.199
1.303
1.281
1.291
2.251
1.295
2.533

MP2
1.342
1.335
1.343
2.203
1.356
1.333
1.340
2.273
1.351
2.541

MP2’
1.337
1.331
1.336
2.216
1.349
1.329
1.334
2.289
1.344
2.560

B3LYP
1.333
1.313
1.339
2.161
1.347
1.314
1.327
2.225
1.335
2.487

B3LYP’
1.329
1.311
1.333
2.180
1.343
1.312
1.324
2.245
1.331
2.506

K
I-x
I-y
I-z
I-m
II-x
II-y
II-z
II-m
III-x
III-m

RHF
1.297
1.282
1.303
2.573
1.305
1.285
1.293
2.617
1.297
2.872

RHF’
1.295
1.281
1.299
2.564
1.301
1.284
1.291
2.611
1.294
2.878

MP2
1.342
1.337
1.343
2.544
1.355
1.333
1.340
2.592
1.348
2.812

MP2’
1.337
1.333
1.335
2.535
1.346
1.329
1.334
2.589
1.340
2.809

B3LYP
1.332
1.316
1.337
2.531
1.345
1.316
1.328
2.582
1.333
2.813

B3LYP’
1.338
1.314
1.332
2.517
1.338
1.314
1.323
2.575
1.328
2.819

Ca
I-x
I-y
I-z
I-m
II-x
II-y
II-z
II-m
III-x
III-m

RHF
1.303
1.271
1.313
2.342
1.311
1.280
1.292
2.392
1.299
2.662

RHF’
1.301
1.268
1.311
2.313
1.308
1.278
1.290
2.358
1.296
2.623

MP2
1.342
1.337
1.343
2.544
1.355
1.333
1.340
2.592
1.348
2.812

B3LYP
1.337
1.305
1.345
2.323
1.355
1.310
1.327
2.378
1.337
2.629

B3LYP’
1.334
1.302
1.342
2.280
1.347
1.308
1.323
2.333
1.332
2.583

B3LYP-Cl
1.336
1.306
1.344
2.332
1.354
1.310
1.327
2.384
1.337
2.643

B3LYP-Cl’
1.333
1.304
1.340
2.302
1.347
1.308
1.323
2.351
1.331
2.613

Zn
I-x
I-y
I-z
I-m
II-x
II-y
II-z
II-m
III-x
III-m

RHF
1.308
1.260
1.326
1.871
1.309
1.278
1.293
2.028
1.305
2.321

RHF’
1.307
1.257
1.324
1.882
1.306
1.276
1.291
2.041
1.303
2.339

MP2
1.345
1.325
1.348
1.835
1.356
1.333
1.337
2.002
1.364
2.251

MP2’
1.341
1.320
1.344
1.839
1.348
1.330
1.332
2.012
1.357
2.270

B3LYP
1.341
1.295
1.357
1.834
1.349
1.311
1.326
2.005
1.346
2.269

B3LYP’
1.340
1.290
1.356
1.857
1.343
1.309
1.323
2.035
1.342
2.314

B3LYP-Cl
1.339
1.297
1.354
1.841
1.347
1.312
1.326
2.005
a
a

B3LYP-Cl’
1.337
1.293
1.352
1.873
1.341
1.310
1.323
2.005
1.340
2.339

a Nonstationary state, opens towards I.
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