TABLE 11 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 Hydronium 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) propylamineV! 7.34 743 787 1.24 732 7097 714 723 766 705 713 756 696 7.04 747 6.79 687 7.28

3-(Diethylamino) propylamine¥> ~ 9.16  10.61 9.53 9.03 1045 940 891 1031 927 879 1016 915 868 1002 903 846 976 8.80

1,3-Diaminopentane¥* 8.41 7.85 844 829 775 832 817 764 821 806 754 810 79 744 799 776 725 7179
1,3-Diaminopentane? 5.34 6.94 6.62 5.30 694 663 526 6.7/ 646 523 669 638 519 661 630 512 645 6.16
3-Butoxypropylamine 8.32 871 750 8.18 857 740 804 844 731 791 831 721 779 818 712 755 794 6.95
2-(Methylamino) ethanol 6.90 754 733 681 743 724 672 733 714 663 724 705 655 715 696 640 697 6.79
Bis(2-methoxyethyl) amine 4.79 540 498 4.74 534 493 469 528 488 465 522 483 460 517 478 451 506 4.69
a-Methylbenzylamine 5.56 584 597 549 577 590 543 570 584 537 563 577 531 557 571 520 544 558
2-Aminoheptane 7.60 8.04 758 7.50 793 748 741 783 738 732 773 729 723 764 720 7.06 745 7.02
3-Amino-1-phenylbutane 6.58 707 6.72 6.49 698 663 641 688 65 633 680 647 626 671 639 611 65 6.24
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