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Table S1. Bonding molecular orbitals of regular dodecahedral Asy( (I, symmetry)

281 + 7 AG.1 -0.592216 -16.115 2.000
282 + 11 Tilu.1 -0.576985 -15.701 2.000
283 + 11 T1lu.2 -0.576985 -15.701 2.000
284 + 11 T1u.3 -0.576985 -15.701 2.000
285 + 15 HG.1 -0.550173 -14.971 2.000
286 + 15 HG.2 -0.550173 -14.971 2.000
287 + 15 HG.3 -0.550173 -14.971 2.000
288 + 15 HG.4 -0.550173 -14.971 2.000
289 + 15 HG.5 -0.550173 -14.971 2.000
290 + 11 Gu.1 -0.526001 -14.313 2.000
291 + 11 GU.3 -0.526001 -14.313 2.000
292 + 11 GU.4 -0.526001 -14.313 2.000
293+ 11 GU.2 -0.526001 -14.313 2.000
294 + 11 GG.1 -0.470432 -12.801 2.000
295 + 11 GG.2 -0.470432 -12.801 2.000
296 + 11 GG.3 -0.470432 -12.801 2.000
297 + 11 GG. 4 -0.470432 -12.801 2.000
298 + 11 T2U.1 -0.463842 -12.622 2.000
299 + 11 T2U.3 -0.463842 -12.622 2.000
300 + 11 T2U.2 -0.463842 -12.622 2.000
301 + 16 HG.1 -0.283424 -7.712 2.000
302 + 16 HG.5 -0.283424 -7.712 2.000
303 + 16 HG.2 -0.283424 -7.712 2.000
304 + 16 HG.3 -0.283424 -7.712 2.000
305 + 16 HG. 4 -0.283424 -7.712 2.000
306 + 12 T2U.1 -0.270769 -7.368 2.000
307 + 12 T2U.2 -0.270769 -7.368 2.000
308 + 12 T2U.3 -0.270769 -7.368 2.000
309 + 9 HU.1 -0.266235 -7.245 2.000
310 + 9 HU.4 -0.266235 -7.245 2.000
311 + 9 HU.5 -0.266235 -7.245 2.000
312+ 9 HU.2 -0.266235 -7.245 2.000
33 + 9 HU.3 -0.266235 -7.245 2.000
314 + 8 AG.1 -0.254177 -6.917 2.000
315 + 12 Tlu.1 -0.238380 -6.487 2.000
316 + 12 T1u.2 -0.238380 -6.487 2.000
317 + 12 T1u.3 -0.238380 -6.487 2.000
318 + 12 GG.1 -0.227590 -6.193 2,000
319 + 12 GG.4 -0.227590 -6.193 2.000
320 + 12 GG.2 -0.227590 -6.193 2.000
321+ 12 GG.3 -0.227590 -6.193 2.000
322 + 17 HG.1 -0.209652 -5.705 2.000
323+ 17 HG.2 ~0.209652 -5.705 2.000
324 + 17 HG.5 -0.209652 -5.705 2.000
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Table S2. Bonding molecular orbitals of [AS@Nilz@ASQO:P_ (I, symmetry)

403 + 15 AG.1 -0.327085 -8.900 2.000
404 + 20 T1U.1 -0.300467 -8.176 2.000
405 + 20 T1u.3 -0.300467 -8.176 2.000
406 + 20 T1U.2 -0.300467 -8.176 2.000
407 + 23 HG.1 -0.264877 -7.208 2.000
408 + 23 HG.2 -0.264877 -7.208 2.000
409 + 23 HG.3 -0.264877 -7.208 2.000
410 + 23 HG.4 -0.264877 -7.208 2.000
411 + 23 HG.5 -0.264877 -7.208 2.000
412 + 16 AG.1 -0.254350 -6.921 2.000
413 + 13 GU.1 -0.235062 -6.396 2.000
414 + 13 GU.2 -0.235062 -6.396 2.000
415 + 13 GU.3 -0.235062 -6.396 2.000
416 + 13 GU. 4 -0.235062 -6.396 2.000
417 + 13 GG.1 -0.179752 -4.891 2.000
418 + 13 GG.2 -0.179752 -4.891 2.000
419 + 13 GG.3 -0.179752 -4.891 2.000
420 + 13 GG.4 -0.179752 -4.891 2.000
421 + 16 T2u.l -0.176898 -4.814 2.000
422 + 16 T2u.2 -0.176898 -4.814 2.000
423 + 16 T2U.3 -0.176898 -4.814 2.000
424 + 21 Tiu.1 -0.047508 -1.293 2.000
425 + 21 T1u.3 -0.047508 -1.293 2.000
426 + 21 T1u.2 -0.047508 -1.293 2.000
427 + 24 HG.1 -0.022716 -0.618 2.000
428 + 24 HG.2 -0.022716 -0.618 2.000
429 + 24 HG.3 -0.022716 -0.618 2.000
430 + 24 HG.4 -0.022716 -0.618 2.000
431 + 24 HG.5 -0.022716 -0.618 2.000
432 + 17 AG.1 -0.014547 -0.396 2.000
433 + 11 HU.1 0.000945 0.026 2.000
434 + 11 HU.4 0.000945 0.026 2.000
435 + 11 HU.2 0.000945 0.026 2.000
436 + 11 HU.3 0.000945 0.026 2.000
437 + 11 HU.5 0.000945 0.026 2.000
438 + 17 T2U.1 0.009444 0.257 2.000
439 + 17 T2U.2 0.009444 0.257 2.000
440 + 17 T2U.3 0.009444 0.257 2.000
441 + 22 Tlu.1 0.029891 0.813 2.000
442 + 22 T1u.3 0.029891 0.813 2.000
443 + 22 T1u.2 0.029891 0.813 2.000
444 + 25 HG.1 0.035878 0.976 2.000
445 + 25 HG. 2 0.035878 0.976 2.000
446 + 25 HG.3 0.035878 0.976 2.000
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447 + 25 HG.4 0.035878 0.976 2.000
448 + 25 HG.5 0.035878 0.976 2.000
449 + 14 GU.1 0.043412 1.181 2.000
450 + 14 GU.3 0.043412 1.181 2.000
451 + 14 GU.2 0.043412 1.181 2.000
452 + 14 GU.4 0.043412 1.181 2.000
453 + 14 GG.1 0.045727 1.244 2.000
454 + 14 GG.2 0.045727 1.244 2.000
455 + 14 GG.3 0.045727 1.244 2.000
456 + 14 GG.4 0.045727 1.244 2.000
457 + 18 T2U.1 0.049796 1.355 2.000
458 + 18 T2U.2 0.049796 1.355 2.000
459 + 18 T2U.3 0.049796 1.355 2.000
460 + 15 GG.1 0.052679 1.433 2.000
461 + 15 GG.2 0.052679 1.433 2.000
462 + 15 GG.3 0.052679 1.433 2.000
463 + 15 GG.4 0.052679 1.433 2.000
464 + 26 HG.1 0.074546 2.028 2.000
465 + 26 HG. 2 0.074546 2.028 2.000
466 + 26 HG.3 0.074546 2.028 2.000
467 + 26 HG. 4 0.074546 2.028 2.000
468 + 26 HG.5 0.074546 2.028 2.000
469 + 12 HU.1 0.082416 2.243 2.000
470 + 12 HU.4 0.082416 2.243 2.000
471 + 12 HU.2 0.082416 2.243 2.000
472 + 12 HU.3 0.082416 2.243 2.000
473 + 12 HU.5 0.082416 2.243 2.000
474 + 15 GU.1 0.086333 2.349 2.000
475 + 15 GU.4 0.086333 2.349 2.000
476 + 15 GU.2 0.086333 2.349 2.000
477 + 15 GU.3 0.086333 2.349 2.000
478 + 27 HG.1 0.088900 2.419 2.000
479 + 27 HG. 2 0.088900 2.419 2.000
480 + 27 HG. 3 0.088900 2.419 2.000
481 + 27 HG. 4 0.088900 2.419 2.000
482 + 27 HG.5 0.088900 2.419 2.000
483 + 7 Ti1G.1 0.097029 2.640 2.000
484 + 7 T1G.2 0.097029 2.640 2.000
485 + 7 T1G.3 0.097029 2.640 2.000
486 + 5 T2G.1 0.099113 2.697 2.000
487 + 5 T2G.2 0.099113 2.697 2.000
488 + 5 T2G.3 0.099113 2.697 2.000
489 + 23 Tlu.l 0.100012 2.721 2.000
490 + 23 T1u.3 0.100012 2.721 2.000
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