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Table 1: Important Thermodynamic Parameters (TPs) and Frequencies (Frs) of 
Discorhabdin Y (2) Salt. 

 E E´=E+ZPE H G E″ 

TPs(a.u.) -3582.376781 -3582.047298 -3582.026993 -3582.095583 -3584.916614

Frs(cm-1) 32 37 44 76 109 120 149 170 179 203 215 226 237 269 277 311 320 327 330 
388 409 416 426 466 495 517 528 558 568 597 604 625 633 649 656 666 716 
727 731 732 738 759 771 812 816 833 864 891 906 939 947 964 970 1001 
1010 1034 1051 1065 1074 1092 1113 1128 1142 1149 1187 1198 1217 1224 
1255 1265 1269 1282 1303 1313 1350 1356 1364 1373 1374 1385 1389 1394 
1423 1454 1472 1476 1492 1497 1500 1506 1515 1518 1533 1581 1607 1641 
1655 1662 1774 1813 3044 3044 3047 3053 3058 3071 3101 3113 3117 3127 
3132 3139 3173 3280 3512 3552 3643 1503 1505 1513 1514 1516 1519 1523 
1534 1541 1630 1708 1742 2962 2973 2994 3007 3013 3026 3035 3041 3044 
3050 3060 3061 3068 3073 3082 3085 3089 3102 3106 3113 3115 3132 3143 
3148 3148 3172 3180 3224 3595 3709 

E, E′, H, G: total energy, total energy with zero point energy (ZPE), enthalpy and Gibbs 
free energy in the gas phase at B3LYP/6-31G** level; E″: single point energy in the gas 
phase at B3LYP/aug-cc-pVDZ//B3LYP/6-31G** level. 
 
 

 

Table 2. Optimized Z-Matrixes of Discorhabdin Y (2) Salt in the Gas Phase (Å). 
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