Table S2. Cartesian coordinates for the most stable conformer of aurone A at the B3LYP/6-31G level in the gas phase

C 0    3.329300   -1.443390   -0.000351

C 0    4.710495   -1.177979   -0.000443

C 0    5.200989    0.139297   -0.000549

C 0    4.318588    1.220900   -0.000443

C 0    2.941895    0.964005   -0.000351

C 0    2.478500   -0.356689   -0.000443

C 0    1.760696    1.834091   -0.000259

C 0    0.594696    0.906204   -0.000153

O 0    1.073792   -0.441391   -0.000259

C 0   -0.708084    1.251800   -0.000153

O 0    2.952896   -2.785294   -0.000549

O 0    5.599792   -2.230087   -0.000443

O 0    1.697495    3.082794   -0.000153

C 0   -1.908493    0.436005   -0.000259

C 0   -3.162094    1.088196   -0.000748

C 0   -4.355392    0.369797   -0.000839

C 0   -4.316498   -1.030792   -0.000443

C 0   -3.086288   -1.704193    0.000137

C 0   -1.899796   -0.981491    0.000244

O 0   -5.458984   -1.816391   -0.000549

H 0    6.274597    0.279297   -0.000549

H 0    4.683594    2.241196   -0.000443

H 0   -0.855286    2.330597   -0.000061

H 0    1.983490   -2.892487    0.001343

H 0    5.115387   -3.082779   -0.000443

H 0   -3.194200    2.173492   -0.001038

H 0   -5.307388    0.893600   -0.001343

H 0   -3.088486   -2.787689    0.000443

H 0   -0.952393   -1.503189    0.000641

H 0   -6.274597   -1.279190   -0.000946

Table S3. Cartesian coordinates for the most stable conformer of aurone B at the B3LYP/6-31G level in the gas phase

C 0    4.016449   -0.951187   -0.000504

C 0    4.902557    0.138306   -0.000992

C 0    4.431351    1.464905   -0.001587

C 0    3.062057    1.727600   -0.001785

C 0    2.172058    0.643692   -0.001389

C 0    2.664261   -0.665985   -0.000809

C 0    0.712158    0.559204   -0.001190

C 0    0.396652   -0.892685   -0.000504

O 0    1.648453   -1.619781   -0.000305

C 0   -0.721329   -1.661987   -0.001297

O 0    4.583954   -2.224289    0.000198

O 0    6.260651   -0.093994   -0.000809

O 0   -0.102448    1.519394   -0.001389

C 0   -2.134933   -1.343185   -0.001190

C 0   -2.654037   -0.020905   -0.000702

C 0   -4.024231    0.173600   -0.000610

C 0   -4.919327   -0.918579   -0.000992

C 0   -4.422333   -2.220688   -0.001587

C 0   -3.044434   -2.428680   -0.001785

O 0   -6.277039   -0.691391   -0.000900

O 0   -4.670624    1.410202    0.000092

C 0   -3.855133    2.617600   -0.000214

H 0    5.164856    2.261200   -0.001892

H 0    2.685654    2.743698   -0.002289

H 0   -0.505325   -2.729279   -0.001694

H 0    3.903656   -2.923782    0.000198

H 0    6.438751   -1.058380   -0.000214

H 0   -1.963135    0.813904   -0.000412

H 0   -5.123230   -3.046387   -0.002000

H 0   -2.659637   -3.443588   -0.002289

H 0   -6.438736    0.277206   -0.000412

H 0   -3.224335    2.659302    0.893295

H 0   -4.564926    3.443604   -0.000992

H 0   -3.223526    2.658295   -0.893295

Table S4. Cartesian coordinates for the most stable conformer of aurone C at the B3LYP/6-31G level in the gas phase

C 0   -3.990326   -0.798294   -0.000046

C 0   -4.928329    0.246994   -0.000244

C 0   -4.522141    1.595000   -0.000534

C 0   -3.167130    1.923691   -0.000732

C 0   -2.225632    0.884200   -0.000534

C 0   -2.653732   -0.447891   -0.000244

C 0   -0.763626    0.870300   -0.000534

C 0   -0.378433   -0.565491   -0.000336

O 0   -1.592636   -1.351883   -0.000046

C 0    0.776459   -1.277191   -0.000443

O 0   -4.495926   -2.097092    0.000351

O 0   -6.273239   -0.050980   -0.000046

O 0    0.005356    1.866898   -0.000641

C 0    2.172150   -0.885880   -0.000534

C 0    2.626755    0.457900   -0.000046

C 0    3.984756    0.718597    0.000046

C 0    4.934952   -0.320389   -0.000244

C 0    4.502457   -1.646790   -0.000641

C 0    3.137558   -1.923782   -0.000732

O 0    6.280258   -0.027802   -0.000153

O 0    4.548859    1.998200    0.000549

H 0   -5.293228    2.354797   -0.000641

H 0   -2.840439    2.956802   -0.000931

H 0    0.615952   -2.354080   -0.000443

H 0   -3.783127   -2.763489    0.000351

H 0   -6.404236   -1.022888    0.000244

H 0    1.901352    1.266693    0.000046

H 0    5.243851   -2.436188   -0.000839

H 0    2.804352   -2.956787   -0.001038

H 0    6.404251    0.945496    0.000351

H 0    3.874954    2.702500    0.001053

Table S5. Cartesian coordinates for the most stable conformer of aurone D at the B3LYP/6-31G level in the gas phase
C 0    4.135529   -0.941238    0.066986

C 0    5.155731    0.013138   -0.072693

C 0    4.863541    1.378052   -0.268692

C 0    3.543335    1.816345   -0.328995

C 0    2.517532    0.867142   -0.189789

C 0    2.832428   -0.485840    0.000992

C 0    1.070236    0.967239   -0.189896

C 0    0.557434   -0.393036    0.001694

O 0    1.698929   -1.282440    0.118393

C 0   -0.652252   -1.019943   -0.017303

O 0    4.533432   -2.262939    0.255890

O 0    6.470642   -0.389038   -0.017303

O 0    0.380249    2.022842   -0.360397

C 0   -2.039642   -0.628647   -0.064285

C 0   -2.614746    0.650742    0.241196

C 0   -4.011856    0.806046    0.222198

C 0   -4.851242   -0.253937   -0.097687

C 0   -4.320343   -1.522247   -0.403885

C 0   -2.951843   -1.686447   -0.370392

O 0   -6.228149   -0.135345   -0.129684

O 0   -1.922150    1.740143    0.643800

H 0    5.696533    2.062241   -0.368088

H 0    3.304337    2.862442   -0.476990

H 0   -0.528748   -2.102341   -0.003510

H 0    3.770233   -2.862442    0.356796

H 0    6.524139   -1.357941    0.125000

H 0   -4.399948    1.787445    0.472290

H 0   -4.992950   -2.335541   -0.643800

H 0   -2.535446   -2.665039   -0.588684

H 0   -6.524155    0.767548    0.097687

H 0   -0.995148    1.884338    0.232986
Table S6. Cartesian coordinates for the most stable conformer of aurone E at the B3LYP/6-31G level in the gas phase

C 0   -3.990005   -0.989136    0.000092

C 0   -4.985596    0.001755   -0.000107

C 0   -4.656403    1.370544   -0.000488

C 0   -3.322296    1.775452   -0.000793

C 0   -2.323593    0.790649   -0.000595

C 0   -2.675598   -0.563431   -0.000198

C 0   -0.863495    0.860046   -0.000687

C 0   -0.396896   -0.553329   -0.000397

O 0   -1.564896   -1.405731    0.000000

C 0    0.794281   -1.200638   -0.000488

O 0   -4.421600   -2.314041    0.000488

O 0   -6.311203   -0.371841    0.000198

O 0   -0.152496    1.898148   -0.000885

C 0    2.168579   -0.732330   -0.000488

C 0    2.541382    0.634949    0.000092

C 0    3.888290    0.966644    0.000198

C 0    4.879883   -0.018448    0.000000

C 0    4.521591   -1.370041   -0.000488

C 0    3.177887   -1.726334   -0.000687

O 0    6.230988    0.289551    0.000092

O 0    4.390091    2.270844    0.000595

O 0    5.500488   -2.348343   -0.000687

H 0   -5.469498    2.085449   -0.000595

H 0   -3.054703    2.825455   -0.001083

H 0    0.693085   -2.284439   -0.000488

H 0   -3.672806   -2.939743    0.000793

H 0   -6.387405   -1.349640    0.000488

H 0    1.773392    1.401947    0.000092

H 0    2.923782   -2.779434   -0.000992

H 0    6.352585    1.261047    0.000595

H 0    3.681091    2.939743    0.001100

H 0    6.387390   -1.932037   -0.000595
