TABLE 12 Dissociation Constant Values of the Studied Amines at Various Temperatures (K) for DFT1 (DFT/B3LYP/6-31G(d)), DFT2 (DFT/B3LYP/6-311G++(d,p)), and MP2 (MP2/6-31G(d)) Calculations
by Protonated Thermodynamic Cycle
Temperature /K

Amine 293.15 298.15 303.15 308.15 313.15 323.15

DFT1 DFT2 MP2 DFT1 DFT2 MP2 DFT1 DFT2 MP2 DFT1 DFT2 MP2 DFT1 DFT2 MP2 DFT1 DFT2 MP2
3-(Diethylamino) propylamine¥* 1045 7.13 10.09 10.19 6.93 9.85 995 674 961 971 656 938 948 638 916 904 6.03 8.73

3-(Diethylamino) propylamine¥2  12.27 1031 11.75 11.99 10.06 11.48 11.72 9.82 11.22 1145 959 1096 1120 9.36 1072 1071 893 10.24

1,3-Diaminopentane“? 1151 756 1066 1124 735 1040 1098 7.16 10.15 1073 696 991 1048 6.78 9.68 1001 642 9.24
1,3-Diaminopentane“? 845 6.64 8.84 826 646 862 807 628 841 789 611 820 771 594 799 737 562 761
3-Butoxypropylamine 1142 842 972 1113 818 948 1085 795 925 1058 773 9.03 1031 752 881 981 7.11 840
2-(methylamino) ethanol 10.00 7.24 955 976 704 932 952 685 9.09 929 666 887 907 648 865 865 6.14 824
Bis(2-methoxyethyl) amine 790 511 7.20 770 495 701 750 480 682 731 465 664 712 451 647 677 423 6.14
a-Methylbenzylamine 8.67 554 819 845 538 798 824 521 778 803 506 758 783 490 739 746 461 7.03
2-Aminoheptane 10.71 775 980 1046 754 956 1022 735 933 998 716 910 975 697 889 932 6.62 847
3-Amino-1-phenylbutane 9.69 6.77 894 945 658 871 922 640 849 900 622 828 878 6.05 808 837 572 768
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