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Table S1. Cartesian coordinates for the lowest energy structures of Ca2Mgn (n = 1–15) clusters. 

 

Ca2Mg 

0 1 

 Ca                 0.00000000    1.97058300   −0.68205300 

 Ca                 0.00000000   −1.97058300   −0.68205300 

 Mg                 0.00000000    0.00000000    2.27350900 

 

Ca2Mg2 

0 1 

 Ca                 0.00000000    1.88425800   −0.88419300 

 Ca                 0.00000000   −1.88425800   −0.88419300 

 Mg                −1.51752100    0.00000000    1.47365600 

 Mg                 1.51752100    0.00000000    1.47365600 

 

Ca2Mg3 

0 1 

 Ca                 0.00000000    1.83263400   −0.81324900 

 Ca                 0.00000000   −1.83263400   −0.81324900 

 Mg                 2.81872900    0.00000000    0.39575300 

 Mg                −2.81872900    0.00000000    0.39575300 

 Mg                 0.00000000    0.00000000    1.91932500 

 

 

Ca2Mg4 

0 1 

 Ca                −1.78885400    0.00000000   −0.52349800 

 Ca                 1.78885400    0.00000000   −0.52349800 

 Mg                 0.00000000    2.94728100   −0.97558700 

 Mg                 0.00000000    1.70811500    1.84808400 

 Mg                 0.00000000   −1.70811500    1.84808400 

 Mg                 0.00000000   −2.94728100   −0.97558700 
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Ca2Mg5 

0 1 

 Ca                 0.00000000    0.00000000    1.81816700 

 Ca                 0.00000000    0.00000000   −1.81816700 

 Mg                 0.00000000    2.76593700    0.00000000 

 Mg                −2.63056200    0.85472100    0.00000000 

 Mg                −1.62577700   −2.23769000    0.00000000 

 Mg                 1.62577700   −2.23769000    0.00000000 

 Mg                 2.63056200    0.85472100    0.00000000 

 

Ca2Mg6 

0 1 

 Ca                 0.16527200   −0.41441400    1.47367600 

 Ca                −2.04519400    1.59424500   −0.67154700 

 Mg                −1.24113100   −1.67839400   −1.27475800 

 Mg                −3.08563200   −1.21126600    1.17819600 

 Mg                 1.10875000    0.42864300   −1.59597300 

 Mg                 1.91239200   −2.44275500   −0.61957900 

 Mg                 3.27738800    0.24216700    0.55770500 

 Mg                 1.16143700    2.69522000    0.41752900 

 

Ca2Mg7 

0 1 

 Ca                 0.00000000    3.00348500   −1.47713500 

 Ca                 0.00000000   −3.00348500   −1.47713500 

 Mg                −1.52724200   −1.63782500    1.19458800 

 Mg                 1.52724200    1.63782500    1.19458800 

 Mg                −1.52848800    0.00000000   −1.56010600 

 Mg                 0.00000000    0.00000000    3.26564300 

 Mg                −1.52724200    1.63782500    1.19458800 

 Mg                 1.52848800    0.00000000   −1.56010600 

 Mg                 1.52724200   −1.63782500    1.19458800 

 

Ca2Mg8 

0 1 

 Ca                −3.19321400   −0.58554500    0.00000000 

 Ca                 0.07323100    3.60247500    0.00000000 

 Mg                −0.64076900    0.85158700    1.59367300 

 Mg                 2.06483700   −2.09803900    0.00000000 

 Mg                −0.64076900    0.85158700   −1.59367300 

 Mg                 1.78960800   −0.62248800    2.60427200 

 Mg                −0.64076900   −2.17382400    1.53186700 

 Mg                 1.78960800   −0.62248800   −2.60427200 

 Mg                 2.11899400    0.95927200    0.00000000 

 Mg                −0.64076900   −2.17382400   −1.53186700 
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Ca2Mg9 

0 1 

 Ca                 2.18820300   −1.73718700    0.94349000 

 Ca                −2.18820300    1.73718700    0.94349000 

 Mg                 0.00000000    4.18801500   −0.32866600 

 Mg                 1.22298000    1.49958700    0.81206200 

 Mg                 0.00000000   −4.18801500   −0.32866600 

 Mg                −2.56555800   −0.48263200   −1.65266600 

 Mg                −1.22298000   −1.49958700    0.81206200 

 Mg                 0.33804200   −1.51365900   −1.92409000 

 Mg                −0.33804200    1.51365900   −1.92409000 

 Mg                 0.00000000    0.00000000    3.04175400 

 Mg                 2.56555800    0.48263200   −1.65266600 

 

Ca2Mg10 

0 1 

 Ca                 2.45105000   −0.56590800   −2.16179900 

 Ca                −2.04815100   −0.35884000    1.72433100 

 Mg                −0.74406900   −0.17590300   −1.51768900 

 Mg                −2.34796300    2.27743100   −0.48737800 

 Mg                −2.30350300   −2.59634100   −0.66196300 

 Mg                 0.55364200   −2.21946900    0.26631600 

 Mg                 1.19439100   −0.24137700    2.72193700 

 Mg                 0.01902800    2.17867200    1.43588400 

 Mg                 3.40873500   −1.40910400    0.87494300 

 Mg                 2.89815400    1.50001700    0.55832200 

 Mg                 0.74755900    2.34892300   −1.48450500 

 Mg                −4.09747200   −0.12160300   −0.97675300 

 

Ca2Mg11 

0 1 

 Ca                −2.57338600   −2.44918400    0.00000000 

 Ca                 2.49307100   −1.83285700    0.00000000 

 Mg                 2.11494200    1.19348800    1.52146000 

 Mg                −2.23703900    0.96484800    0.00000000 

 Mg                 0.14879600   −3.78647900   −1.46705500 

 Mg                −0.53460100    2.36711800   −2.25735800 

 Mg                −1.72472700    4.01574400    0.00000000 

 Mg                 1.21885700    3.68531700    0.00000000 

 Mg                −0.29075200   −0.53871400   −1.66059100 

 Mg                −0.53460100    2.36711800    2.25735800 

 Mg                 0.14879600   −3.78647900    1.46705500 

 Mg                 2.11494200    1.19348800   −1.52146000 

 Mg                −0.29075200   −0.53871400    1.66059100 
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Ca2Mg12 

0 1 

 Ca                 0.08493100    2.84409100    0.00000000 

 Ca                 3.10899100    0.35267600    0.00000000 

 Mg                −2.06143200   −1.83578900    1.59087600 

 Mg                −2.70965100    0.92933000    0.00000000 

 Mg                −1.68374900    1.28681100    2.82436200 

 Mg                 1.31595900    1.00535100    2.76502500 

 Mg                 1.50109400   −2.17851400   −1.77966500 

 Mg                −0.38225900   −1.24187800   −3.97785200 

 Mg                −1.68374900    1.28681100   −2.82436200 

 Mg                 0.00721900   −0.32923600    0.00000000 

 Mg                 1.31595900    1.00535100   −2.76502500 

 Mg                −0.38225900   −1.24187800    3.97785200 

 Mg                 1.50109400   −2.17851400    1.77966500 

 Mg                −2.06143200   −1.83578900   −1.59087600 

 

Ca2Mg13 

0 1 

 Ca                −1.11784600    0.01333400    2.84620500 

 Ca                −1.11784600    0.01333400   −2.84620500 

 Mg                −1.60318700    1.88107000    0.00000000 

 Mg                 1.73863500   −1.83466600   −2.42811700 

 Mg                −0.49977300    3.31499100   −2.43218200 

 Mg                 1.73863500   −1.83466600    2.42811700 

 Mg                −0.92630700   −3.20367200   −1.59046900 

 Mg                −0.49977300    3.31499100    2.43218200 

 Mg                 1.71555300   −3.60551900    0.00000000 

 Mg                 1.19712000    3.85224400    0.00000000 

 Mg                −0.92630700   −3.20367200    1.59046900 

 Mg                 1.86939300    1.50835400   −1.84626500 

 Mg                −2.51867700   −1.21464300    0.00000000 

 Mg                 1.86939300    1.50835400    1.84626500 

 Mg                 0.57145100   −0.52761500    0.00000000 

 

Ca2Mg14 

0 1 

 Ca                 1.44381900   −0.16949800    2.78990400 

 Ca                 1.44381900   −0.16949800   −2.78990400 

 Mg                −0.13387400   −0.17565200    0.00000000 

 Mg                 2.63381200   −1.92822900    0.00000000 

 Mg                 0.50809400   −3.25289100    1.55898000 

 Mg                −2.12287300   −3.15402300    0.00000000 

 Mg                 0.50809400   −3.25289100   −1.55898000 

 Mg                −1.73185400   −1.52746900   −2.39772300 

 Mg                −1.73185400   −1.52746900    2.39772300 

 Mg                −1.61701100    3.46355100    0.00000000 

 Mg                −1.41203300    1.80823800    2.41775400 

 Mg                 2.66883600    1.31175500    0.00000000 

 Mg                −1.41203300    1.80823800   −2.41775400 

 Mg                 0.99718600    3.17082600    1.53967200 

 Mg                 0.99718600    3.17082600   −1.53967200 

 Mg                −2.96440900    0.65018100    0.00000000 

  



 S5 of S5 
 

 

Ca2Mg15 

0 1 

 Ca                 0.00000000    0.00000000    0.30469300 

 Ca                 0.00000000    0.00000000    3.71622200 

 Mg                 1.47949500   −2.63392400    1.65915500 

 Mg                 1.49551000   −0.86343300   −3.36982300 

 Mg                −1.49551000   −0.86343300   −3.36982300 

 Mg                −3.02079200    0.03568200    1.65915500 

 Mg                 1.54129800    2.59824200    1.65915500 

 Mg                 2.56902100    1.48322500   −1.29964900 

 Mg                −1.47949500   −2.63392400    1.65915500 

 Mg                 0.00000000    1.72686700   −3.36982300 

 Mg                 0.00000000   −2.96645000   −1.29964900 

 Mg                −2.56902100    1.48322500   −1.29964900 

 Mg                −1.54129800    2.59824200    1.65915500 

 Mg                 0.00000000    3.30884600   −0.88268100 

 Mg                 3.02079200    0.03568200    1.65915500 

 Mg                 2.86554500   −1.65442300   −0.88268100 

 Mg                −2.86554500   −1.65442300   −0.88268100 


