Table S 13 
Parameters of the O–H···O intramolecular hydrogen bonds in the conformers of the calculated τ-type model euglobal structures
DFT/B3LYP/6-31+G(d,p), HF/6-31G(d,p) and MP2/6-31G(d,p) results in vacuo from full optimization calculations, respectively denoted as DFT, HF and MP2 in the columns’ headings. The molecules are denoted with the symbols listed in table 1, and the conformers with the symbols listed in table 2. For each molecule, the conformers are listed in order of increasing relative energies in the DFT results.
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	M1*–τ-a-b-m-q-w
 
	O12–H17···O14
	1.769
	2.830
	144.4
	1.617
	2.538
	150.0
	1.680
	2.586
	149.9

	
	O10–H16···O18
	1.778
	2.618
	144.5
	1.635
	2.554
	150.0
	1.692
	2.597
	149.7

	M1*–τ-b-q-w-x-u
	O10–H16···O18
	1.779
	2.616
	144.3
	1.640
	2.555
	149.7
	1.695
	2.597
	149.4

	M1*–τ-a-m-q-r-j
	O12–H17···O14
	1.767
	2.610
	145.0
	1.626
	2.545
	150.3
	1.680
	2.586
	149.9

	M1*–τ-c-n-p-r-x
	O12–H17···O18
	1.773
	2.615
	145.0
	1.634
	2.552
	150.2
	1.689
	2.595
	150.3

	M1*–τ-b-m-w-y
	O10–H16···O18
	1.774
	2.607
	143.8
	1.649
	2.557
	149.0
	1.700
	2.596
	148.7

	M1*–τ-b-n-w-x
	O10–H16···O18
	1.788
	2.619
	143.7
	1.660
	2.565
	148.9
	1.711
	2.605
	148.6

	M1*–τ-c-n-w-x
	O12–H17···O18
	1.770
	2.608
	144.6
	1.646
	2.557
	149.6
	1.695
	2.595
	149.7

	M1*–τ-c-m-w-y
	O12–H17···O18
	1.784
	2.619
	144.5
	1.665
	2.571
	149.4
	1.707
	2.606
	149.7

	 
	
	
	
	
	
	
	
	
	
	

	M2*–τ-a-b-m-q-w
 
	O12–H17···O14
	1.771
	2.611
	144.4
	1.621
	2.542
	150.0
	1.691
	2.596
	149.8

	
	O10–H16···O18
	1.776
	2.617
	144.7
	1.635
	2.554
	150.0
	1.693
	2.598
	149.7

	M2*–τ-b-q-w-x-u
	O10–H16···O18
	1.778
	2.616
	144.4
	1.640
	2.555
	149.7
	1.699
	2.599
	149.3

	M2*–τ-c-n-p-r-x
	O12–H17···O18
	1.769
	2.611
	145.0
	2.772
	2.548
	150.3
	1.690
	2.594
	150.0

	M2*–τ-a-m-q-r-j
	O12–H17···O14
	1.770
	2.613
	145.0
	1.632
	2.551
	150.2
	1.698
	2.602
	150.1

	M2*–τ-a-m-w-k
	O12–H17···O14
	1.774
	2.616
	145.0
	1.635
	2.554
	150.3
	1.700
	2.605
	150.2

	M2*–τ-c-n-w-x
	O12–H17···O18
	1.769
	2.607
	144.6
	1.641
	2.553
	149.7
	1.698
	2.596
	149.4

	M2*–τ-b-n-w-x
	O10–H16···O18
	1.787
	2.619
	143.8
	1.661
	2.566
	148.9
	1.714
	2.607
	148.6

	M2*–τ-b-m-w-y
	O10–H16···O18
	1.772
	2.606
	144.0
	1.650
	2.557
	149.0
	1.701
	2.597
	148.8

	M2*–τ-c-m-p-r-y
	O12–H17···O18
	1.780
	2.620
	145.0
	1.648
	2.562
	150.1
	1.693
	2.599
	150.3

	M2*–τ-c-m-w-y
	O12–H17···O18
	1.781
	2.617
	144.5
	1.660
	2.568
	149.4
	1.703
	2.602
	149.7

	 
	
	
	
	
	
	
	
	
	
	

	M3*–τ-a-b-m-q-w
 
	O12–H17···O14
	1.767
	2.607
	144.4
	1.617
	2.538
	150.0
	1.679
	2.585
	149.8

	
	O10–H16···O18
	1.780
	2.619
	144.4
	1.636
	2.555
	149.9
	1.693
	2.598
	149.7

	M3*–τ-c-n-p-r-x
	O12–H17···O18
	1.772
	2.614
	145.0
	1.633
	2.552
	150.3
	1.689
	2.595
	150.2

	M3*–τ-a-m-q-r-j
	O12–H17···O14
	1.765
	2.608
	145.0
	1.626
	2.545
	150.3
	1.685
	2.591
	150.2

	M3*–τ-c-n-w-x
	O12–H17···O18
	1.770
	2.608
	144.6
	1.645
	2.556
	149.7
	1.696
	2.595
	149.6

	M3*–τ-b-n-w-x
	O10–H16···O18
	1.788
	2.619
	143.6
	1.661
	2.566
	148.8
	1.711
	2.606
	148.7

	M3*–τ-b-m-w-y
	O10–H16···O18
	1.777
	2.609
	143.7
	1.650
	2.557
	148.9
	1.704
	2.598
	148.6

	M3*–τ-c-m-p-r-y
	O12–H17···O18
	1.784
	2.624
	145.0
	1.654
	2.567
	150.0
	1.699
	2.604
	150.4

	M3*–τ-c-m-w-y 
	O12–H17···O18
	1.666
	2.572
	149.4
	1.666
	2.572
	149.4
	1.696
	2.595
	149.6

	 
	
	
	
	
	
	
	
	
	
	

	M4*–τ-a-b-m-q-w
 
	O12–H17···O14
	1.776
	2.613
	144.1
	1.622
	2.542
	149.8
	1.693
	2.596
	149.5

	
	O10–H16···O18
	1.767
	2.611
	145.1
	1.629
	2.550
	150.3
	1.688
	2.594
	150.0

	M4*–τ-c-n-p-r-x 
	O12–H17···O18
	1.779
	2.615
	144.1
	1.640
	2.553
	149.6
	1.701
	2.599
	149.1

	M4*–τ-b-q-w-x-u
	O10–H16···O18
	1.773
	2.612
	144.6
	1.635
	2.551
	149.9
	1.694
	2.595
	149.4

	M4*–τ-a-m-w-k 
	O12–H17···O14
	1.781
	2.619
	144.6
	1.638
	2.555
	150.1
	1.714
	2.605
	148.3

	M4*–τ-c-m-p-r-y
	O12–H17···O18
	1.780
	2.618
	144.6
	1.652
	2.563
	149.7
	1.697
	2.600
	150.0

	M4*–τ-b-m-w-y
	O10–H16···O18
	1.768
	2.604
	144.3
	1.645
	2.553
	149.3
	1.701
	2.596
	148.8

	M4*–τ-b-n-w-x
	O10–H16···O18
	1.785
	2.618
	144.0
	1.657
	2.562
	149.0
	1.724
	2.604
	147.9

	M4*–τ-c-n-w-x 
	O12–H17···O18
	1.783
	2.614
	143.6
	1.652
	2.558
	149.0
	1.714
	2.605
	148.3

	M4*–τ-c-m-w-y 
	O12–H17···O18
	1.787
	2.619
	144.0
	1.664
	2.568
	149.0
	1.710
	2.606
	149.2

	
	
	
	
	
	
	
	
	
	
	

	M5*–τ-a-b-m-q-w
 
	O12–H17···O14
	1.767
	2.607
	144.3
	1.616
	2.538
	150.0
	1.679
	2.585
	149.8

	
	O10–H16···O18
	1.777
	2.617
	144.5
	1.633
	2.553
	150.0
	1.691
	2.595
	149.7

	M5*–τ-b-q-w-x-u
	O10–H16···O18
	1.778
	2.615
	144.2
	1.639
	2.554
	149.6
	1.695
	2.597
	149.3

	M5*–τ-c-n-p-r-x 
	O12–H17···O18
	1.773
	2.614
	144.9
	1.634
	2.552
	150.2
	1.690
	2.595
	150.1

	M5*–τ-a-m-q-r-j 
	O12–H17···O14
	1.766
	2.608
	144.9
	1.625
	2.545
	150.2
	1.684
	150.127
	150.1

	M5*–τ-b-n-w-x
	O10–H16···O18
	1.787
	2.618
	143.6
	1.660
	2.564
	148.7
	1.711
	2.604
	148.5

	M5*–τ-c-n-w-x 
	O12–H17···O18
	1.771
	2.608
	144.5
	1.646
	2.557
	149.6
	1.697
	2.596
	149.6

	M5*–τ-b-m-w-y
	O10–H16···O18
	1.772
	2.605
	143.8
	1.648
	2.555
	148.9
	1.701
	2.596
	148.8

	M5*–τ-c-m-p-r-y 
	O12–H17···O18
	1.783
	2.623
	144.9
	1.653
	2.566
	149.9
	1.699
	2.603
	150.3

	 
	
	
	
	
	
	
	
	
	
	

	M6*–τ-a-b-m-q-w
 
	O12–H17···O14
	1.769
	2.608
	144.4
	1.618
	2.539
	150.0
	1.694
	2.598
	149.6

	
	O10–H16···O18
	1.779
	2.618
	144.5
	1.637
	2.556
	149.9
	1.681
	2.587
	149.8

	M6*–τ-c-n-p-r-x 
	O12–H17···O18
	1.773
	2.615
	144.9
	1.634
	2.552
	150.2
	1.693
	2.597
	150.0

	M6*–τ-a-m-q-r-j 
	O12–H17···O14
	1.767
	2.609
	145.0
	1.627
	2.546
	150.3
	1.686
	2.592
	150.2

	M6*–τ-a-m-w-k 
	O12–H17···O14
	1.771
	2.613
	144.9
	1.633
	2.551
	150.2
	1.688
	2.594
	150.3

	M6*–τ-c-n-w-x 
	O12–H17···O18
	1.772
	2.609
	144.5
	1.646
	2.556
	149.6
	1.700
	2.598
	149.3

	M6*–τ-b-m-w-y
	O10–H16···O18
	1.776
	2.608
	143.7
	1.651
	2.558
	148.9
	1.705
	2.599
	148.6

	M6*–τ-c-m-p-r-y 
	O12–H17···O18
	1.784
	2.624
	145.0
	1.652
	2.566
	150.0
	1.698
	2.603
	150.4

	M6*–τ-c-m-w-y 
	O12–H17···O18
	1.784
	2.619
	144.4
	1.664
	2.570
	149.4
	1.707
	2.606
	149.7

	 
	
	
	
	
	
	
	
	
	
	

	M7*–τ-a-b-m-q-w
 
	O12–H17···O14
	1.769
	2.608
	144.4
	1.617
	2.539
	150.0
	1.680
	2.586
	149.8

	
	O10–H16···O18
	1.777
	2.617
	144.5
	1.633
	2.553
	150.0
	1.692
	2.596
	149.7

	M7*–τ-b-q-w-x-u
	O10–H16···O18
	1.779
	2.616
	144.2
	1.639
	2.554
	149.7
	1.697
	2.598
	149.3

	M7*–τ-a-m-q-r-j
	O12–H17···O14
	1.768
	2.610
	144.9
	1.626
	2.546
	150.3
	1.686
	2.591
	150.1

	M7*–τ-c-n-p-r-x
	O12–H17···O18
	1.775
	2.616
	144.9
	1.637
	2.554
	150.1
	1.693
	2.597
	150.1

	M7*–τ-a-m-p-r-k
	O12–H17···O14
	1.777
	2.618
	144.9
	1.644
	2.559
	150.1
	1.693
	2.599
	150.3

	M7*–τ-b-m-w-y
	O10–H16···O18
	1.773
	2.607
	143.9
	1.648
	2.556
	149.0
	1.702
	2.598
	148.7

	M7*–τ-b-n-w-x
	O10–H16···O18
	1.787
	2.619
	143.7
	1.659
	2.564
	148.9
	1.711
	2.605
	148.5

	M7*–τ-c-m-p-r-y
	O12–H17···O18
	1.785
	2.625
	144.9
	1.655
	2.567
	149.9
	1.702
	2.605
	150.2

	M7*–τ-c-n-w-x
	O12–H17···O18
	1.773
	2.610
	144.5
	1.649
	2.558
	149.5
	1.699
	2.598
	149.5

	 
	
	
	
	
	
	
	
	
	
	

	M8*–τ-a-b-m-q-w
 
	O12–H17···O14
	1.773
	2.613
	144.4
	1.621
	2.541
	150.0
	1.684
	2.590
	149.8

	
	O10–H16···O18
	1.779
	2.619
	144.4
	1.636
	2.555
	150.0
	1.694
	2.598
	149.6

	M8*–τ-a-m-q-r-j
	O12–H17···O14
	1.772
	2.614
	144.9
	1.630
	2.549
	150.2
	1.690
	2.595
	150.2

	M8*–τ-b-q-w-x-u 
	O10–H16···O18
	1.781
	2.617
	144.2
	1.641
	2.556
	149.6
	1.699
	2.600
	149.3

	M8*–τ-c-n-p-r-x
	O12–H17···O18
	1.774
	2.616
	145.0
	1.636
	2.553
	150.2
	1.691
	2.596
	150.2

	M8*–τ-b-m-w-y
	O10–H16···O18
	1.774
	2.607
	143.8
	1.650
	2.557
	149.0
	1.703
	2.598
	148.7

	M8*–τ-b-n-w-x
	O10–H16···O18
	1.789
	2.620
	143.6
	1.661
	2.566
	148.8
	1.713
	2.608
	148.7

	M8*–τ-c-m-w-y 
	O12–H17···O18
	1.784
	2.619
	144.5
	1.666
	2.572
	149.4
	1.708
	2.607
	149.7

	 
	
	
	
	
	
	
	
	
	
	

	M9*–τ-a-b-m-q-w

	O12–H17···O14
	1.773
	2.612
	144.368
	1.621
	2.541
	150.0
	1.684
	2.590
	149.8

	
	O10–H16···O18
	1.779
	2.619
	144.449
	1.636
	2.555
	150.0
	1.694
	2.598
	149.6

	M9*–τ-a-m-q-r-j
	O12–H17···O14
	1.772
	2.614
	144.935
	1.630
	2.549
	150.2
	1.690
	2.595
	150.2

	M9*–τ-c-n-p-r-x
	O12–H17···O18
	1.773
	2.615
	145.005
	1.636
	2.553
	150.2
	1.691
	2.596
	150.2

	M9*–τ- a-m-w-k
	O12–H17···O14
	1.776
	2.617
	144.940
	1.634
	2.553
	150.3
	1.691
	2.598
	150.4

	M9*–τ-b-m-w-y
	O10–H16···O18
	1.772
	2.605
	143.825
	1.650
	2.558
	149.0
	1.703
	2.599
	148.7

	M9*–τ-c-m-w-y
	O12–H17···O18
	1.784
	2.619
	144.454
	1.666
	2.572
	149.4
	1.708
	2.607
	149.7

	
	
	
	
	
	
	
	
	
	
	

	M10*–τ-a-b-m-q-w
 
	O12–H17···O14
	1.771
	2.610
	144.3
	1.621
	2.542
	149.9
	1.684
	2.589
	149.7

	
	O10–H16···O18
	1.778
	2.618
	144.5
	1.636
	2.555
	149.9
	1.692
	2.597
	149.7

	M10*–τ-c-n-p-r-x
	O12–H17···O18
	1.771
	2.613
	145.0
	1.633
	2.551
	150.2
	1.689
	2.596
	150.3

	M10*–τ-b-q-w-x-u
	O10–H16···O18
	1.780
	2.617
	144.2
	1.642
	2.556
	149.5
	1.698
	2.599
	149.4

	M10*–τ-c-n-w-x
	O12–H17···O18
	1.769
	2.607
	144.6
	1.644
	2.555
	149.6
	1.692
	2.594
	149.8

	M10*–τ-b-n-w-x
	O10–H16···O18
	1.788
	2.620
	143.7
	1.662
	2.566
	148.7
	1.712
	2.607
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