Table S 24 
Parameters of the C–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.


a)	IHBs with C7–H13 as donor

	
Molecules and conformers
	
IHB
	
DFT
	
HF

	
MP2


	
	
	
CH···O
(Å)
	
C···O
(Å)
	
CĤO
(°)
	
CH···O
(Å)
	
C···O
(Å)
	
CĤO
(°)
	
CH···O
(Å)
	
C···O
(Å)
	
CĤO
(°)

	M1*–τ-a-b-m-q-w
	C7–H13···O12
	2.410
	2.771
	97.2
	2.363
	2.742
	98.4
	2.368
	2.750
	98.4

	M1*–τ-a-m-q-r-j
	C7–H13···O8
	2.394
	2.765
	97.7
	2.351
	2.736
	98.8
	2.353
	2.744
	98.8

	M1*–τ-c-n-p-r-x
	C7–H13···O12
	2.306
	2.768
	102.8
	2.290
	2.735
	102.2
	2.297
	2.757
	102.8

	M1*–τ-b-m-w-y
	C7–H13···O8
	2.271
	2.729
	102.3
	2.269
	2.714
	102.0
	2.271
	2.719
	101.9

	M1*–τ-b-n-w-x
	C7–H13···O12
	2.263
	2.727
	102.7
	2.277
	2.715
	101.7
	2.300
	2.736
	101.3

	M1*–τ-c-n-w-x
	C7–H13···O12
	2.301
	2.761
	102.6
	2.279
	2.722
	101.9
	2.293
	2.751
	102.6

	M1*–τ-c-m-w-y
	C7–H13···O8
	2.283
	2.733
	101.9
	2.279
	2.719
	101.7
	1.707
	2.606
	149.7

	
	
	
	
	
	
	
	
	
	
	

	M2*–τ-a-b-m-q-w
	C7–H13···O8
	2.429
	2.788
	97.2
	2.381
	2.757
	98.3
	2.413
	2.790
	98.2

	M2*–τ-c-n-p-r-x
	C7–H13···O12
	2.315
	2.772
	102.5
	2.302
	2.740
	101.8
	2.372
	2.772
	99.4

	M2*–τ-a-m-q-r-j
	C7–H13···O8
	2.418
	2.785
	97.6
	2.367
	2.749
	98.7
	2.399
	2.784
	98.7

	M2*–τ-a-m-w-k
	C7–H13···O8
	2.410
	2.781
	97.8
	2.359
	2.747
	99.0
	2.395
	2.785
	99.0

	M2*–τ-c-n-w-x
	C7–H13···O12
	2.309
	2.765
	102.4
	2.295
	2.732
	101.7
	2.363
	2.765
	99.4

	M2*–τ-b-m-w-y
	C7–H13···O8
	2.295
	2.750
	102.3
	2.288
	2.731
	102.1
	2.303
	2.761
	102.6

	M2*–τ-c-m-p-r-y
	C7–H13···O8
	2.307
	2.756
	97.6
	2.295
	2.733
	101.7
	2.324
	2.763
	101.6

	M2*–τ-c-m-w-y
	C7–H13···O8
	2.308
	2.756
	101.9
	2.297
	2.735
	101.7
	2.331
	2.766
	101.3

	
	
	
	
	
	
	
	
	
	
	

	M3*–τ-a-b-m-q-w
	C7–H13···O8
	2.410
	2.772
	97.3
	2.367
	2.745
	98.4
	2.372
	2.753
	98.4

	M3*–τ-c-n-p-r-x
	C7–H13···O12
	2.307
	2.767
	102.6
	2.285
	2.729
	102.1
	2.307
	2.754
	102.0

	M3*–τ-a-m-q-r-j
	C7–H13···O8
	2.395
	2.766
	97.7
	2.355
	2.739
	98.7
	2.358
	2.747
	98.8

	M3*–τ-c-n-w-x
	C7–H13···O12
	2.301
	2.760
	102.5
	2.279
	2.722
	101.9
	2.307
	2.748
	101.6

	M3*–τ-b-n-w-x
	C7–H13···O12
	2.262
	2.724
	102.6
	2.262
	2.710
	102.2
	2.276
	2.739
	102.9

	M3*–τ-b-m-w-y
	C7–H13···O8
	2.272
	2.731
	102.4
	2.278
	2.717
	101.7
	2.290
	2.720
	100.8

	M3*–τ-c-m-p-r-y
	C7–H13···O8
	2.283
	2.735
	102.0
	2.280
	2.718
	101.7
	2.280
	2.727
	101.8

	M3*–τ-c-m-w-y
	C7–H13···O8
	2.284
	2.735
	102.0
	2.284
	2.735
	102.0
	2.284
	2.726
	101.6

	M3*–τ-m-r-y-j
	C7–H13···O8
	2.267
	2.730
	102.6
	2.267
	2.730
	102.6
	2.287
	2.721
	101.1

	
	
	
	
	
	
	
	
	
	
	

	M4*–τ-a-b-m-q-w
	C7–H13···O8
	2.414
	2.781
	97.6
	2.379
	2.760
	98.7
	2.402
	2.787
	98.8

	M4*–τ-c-n-p-r-x
	C7–H13···O12
	2.366
	2.783
	100.2
	2.371
	2.750
	98.4
	2.443
	2.782
	96.0

	M4*–τ-a-m-w-k
	C7–H13···O8
	2.394
	2.775
	98.3
	2.359
	2.751
	99.3
	2.382
	2.779
	99.4

	M4*–τ-c-m-p-r-y
	C7–H13···O8
	2.307
	2.763
	102.3
	2.306
	2.747
	102.0
	2.316
	2.773
	102.6

	M4*–τ-b-m-w-y
	C7–H13···O8
	2.286
	2.748
	102.7
	2.295
	2.740
	102.2
	2.309
	2.765
	102.6

	M4*–τ-c-n-w-x
	C7–H13···O12
	2.355
	2.772
	100.1
	2.367
	2.740
	98.0
	2.447
	2.773
	95.2

	M4*–τ-c-m-w-y
	C7–H13···O8
	2.302
	2.757
	102.3
	2.300
	2.743
	102.1
	2.316
	2.766
	102.2

	M4*–τ-m-r-y-j
	C7–H13···O8
	2.291
	2.758
	103.0
	2.297
	2.746
	102.5
	2.317
	2.771
	102.5

	
	
	
	
	
	
	
	
	
	
	

	M5*–τ-a-b-m-q-w
	C7–H13···O8
	2.413
	2.772
	97.1
	2.365
	2.742
	98.3
	2.371
	2.750
	98.2

	M5*–τ-c-n-p-r-x
	C7–H13···O12
	2.309
	2.769
	102.6
	2.290
	2.736
	102.2
	2.309
	2.760
	102.2

	M5*–τ-a-m-q-r-j
	C7–H13···O8
	2.397
	2.765
	97.6
	2.352
	2.735
	98.6
	2.356
	2.743
	98.7

	M5*–τ-b-n-w-x
	C7–H13···O12
	2.266
	2.728
	102.6
	2.271
	2.717
	102.1
	2.287
	2.742
	102.4

	M5*–τ-c-n-w-x
	C7–H13···O12
	2.304
	2.762
	102.5
	2.284
	2.728
	102.1
	2.305
	2.755
	102.1

	M5*–τ-b-m-w-y
	C7–H13···O8
	2.274
	2.730
	102.2
	2.272
	2.714
	101.9
	2.300
	2.718
	100.1

	M5*–τ-c-m-p-r-y
	C7–H13···O8
	2.284
	2.733
	101.8
	2.277
	2.714
	101.6
	2.289
	2.721
	100.9

	M5*–τ-n-r-x-j
	C7–H13···O12
	2.254
	2.715
	102.5
	2.260
	2.705
	102.1
	2.300
	2.726
	100.6

	M5*–τ-m-r-y-j
	C7–H13···O8
	2.268
	2.728
	102.5
	2.272
	2.712
	101.8
	2.301
	2.717
	100.0

	
	
	
	
	
	
	
	
	
	
	

	M6*–τ-a-b-m-q-w
	C7–H13···O8
	2.412
	2.774
	97.3
	2.366
	2.745
	98.5
	2.370
	2.753
	98.4

	M6*–τ-c-n-p-r-x
	C7–H13···O12
	2.310
	2.768
	102.5
	2.299
	2.734
	101.6
	2.342
	2.756
	100.1

	M6*–τ-a-m-q-r-j
	C7–H13···O8
	2.397
	2.768
	97.7
	2.354
	2.739
	98.8
	2.355
	2.747
	98.9

	M6*–τ-a-m-w-k
	C7–H13···O8
	2.387
	2.763
	98.0
	2.344
	2.734
	99.1
	2.347
	2.743
	99.1

	M6*–τ-c-n-w-x
	C7–H13···O12
	2.304
	2.761
	102.4
	2.295
	2.726
	101.3
	2.344
	2.750
	99.6

	M6*–τ-b-m-w-y
	C7–H13···O8
	2.272
	2.731
	102.4
	2.274
	2.717
	101.9
	2.282
	2.720
	101.3

	M6*–τ-c-m-p-r-y
	C7–H13···O8
	2.283
	2.736
	102.0
	2.277
	2.717
	101.8
	2.278
	2.725
	101.8

	M6*–τ-c-m-w-y
	C7–H13···O8
	2.284
	2.736
	102.0
	2.277
	2.718
	101.8
	2.283
	2.725
	101.5

	M6*–τ-n-r-x-j
	C7–H13···O12
	2.255
	2.714
	102.3
	2.267
	2.702
	101.4
	2.305
	2.723
	100.2

	
	
	
	
	
	
	
	
	
	
	

	M7*–τ-a-b-m-q-w
	C7–H13···O8
	2.409
	2.770
	97.2
	2.363
	2.741
	98.4
	2.373
	2.754
	98.3

	M7*–τ-a-m-q-r-j
	C7–H13···O8
	2.394
	2.764
	97.7
	2.351
	2.735
	98.7
	2.359
	2.748
	98.7

	M7*–τ-c-n-p-r-x
	C7–H13···O12
	2.311
	2.769
	102.6
	2.290
	2.735
	102.2
	2.309
	2.757
	102.0

	M7*–τ-b-m-w-y
	C7–H13···O8
	2.273
	2.728
	102.2
	2.276
	2.713
	101.6
	2.543
	2.746
	88.7

	M7*–τ-a-m-p-r-k
	C7–H13···O8
	2.378
	2.757
	98.1
	2.335
	2.727
	99.1
	2.343
	2.740
	99.2

	M7*–τ-b-n-w-x
	C7–H13···O12
	2.270
	2.728
	102.4
	2.269
	2.717
	102.2
	2.279
	2.740
	102.8

	M7*–τ-c-m-p-r-y
	C7–H13···O8
	2.285
	2.732
	101.7
	2.279
	2.713
	101.4
	2.301
	2.724
	100.4

	M7*–τ-c-n-w-x
	C7–H13···O12
	2.305
	2.762
	102.4
	2.284
	2.728
	102.0
	2.305
	2.751
	101.9

	
	
	
	
	
	
	
	
	
	
	

	M8*–τ-a-b-m-q-w
	C7–H13···O8
	2.421
	2.780
	97.2
	2.374
	2.751
	2.4
	2.380
	2.761
	98.4

	M8*–τ-a-m-q-r-j
	C7–H13···O8
	2.408
	2.776
	97.6
	2.363
	2.746
	98.7
	2.367
	2.756
	98.8

	M8*–τ-c-n-p-r-x
	C7–H13···O12
	2.311
	2.770
	102.6
	2.292
	2.737
	102.2
	2.309
	2.759
	102.2

	M8*–τ-c-m-p-r-y
	C7–H13···O8
	2.292
	2.742
	101.9
	2.284
	2.724
	101.8
	2.294
	2.732
	101.3

	M8*–τ-b-m-w-y
	C7–H13···O8
	2.280
	2.737
	102.3
	2.279
	2.722
	102.0
	2.302
	2.729
	100.7

	M8*–τ-c-m-w-y
	C7–H13···O8
	2.291
	2.740
	101.9
	2.284
	2.723
	101.8
	2.296
	2.730
	101.1

	M8*–τ-n-r-x-j
	C7–H13···O12
	2.256
	2.717
	102.5
	2.262
	2.708
	102.1
	2.306
	2.727
	100.3

	
	
	
	
	
	
	
	
	
	
	

	M9*–τ-a-b-m-q-w
	C7–H13···O8
	2.421
	2.780
	97.2
	2.374
	2.751
	98.4
	2.380
	2.761
	98.4

	M9*–τ-a-m-q-r-j
	C7–H13···O8
	2.408
	2.776
	97.6
	2.363
	2.746
	98.7
	2.367
	2.756
	98.8

	M9*–τ-c-n-p-r-x
	C7–H13···O12
	2.311
	2.770
	102.6
	2.311
	2.770
	102.6
	2.309
	2.759
	102.2

	M9*–τ-a-m-w-k
	C7–H13···O8
	2.397
	2.770
	97.8
	2.351
	2.740
	99.0
	2.358
	2.751
	99.0

	M9*–τ-b-m-w-y
	C7–H13···O8
	2.397
	2.737
	102.3
	2.276
	2.722
	102.1
	2.302
	2.729
	100.7

	M9*–τ-c-m-w-y
	C7–H13···O8
	2.291
	2.740
	101.9
	2.284
	2.723
	101.8
	2.296
	2.730
	101.1

	
	
	
	
	
	
	
	
	
	
	

	M10*–τ-a-b-m-q-w
	C7–H13···O8
	2.421
	2.783
	97.3
	2.378
	2.756
	98.5
	2.378
	2.760
	98.4

	M10*–τ-c-n-p-r-x
	C7–H13···O12
	2.302
	2.763
	102.7
	2.277
	2.728
	102.5
	2.289
	2.750
	102.8

	M10*–τ-c-n-w-x
	C7–H13···O12
	2.297
	2.757
	102.6
	2.272
	2.721
	102.3
	2.284
	2.744
	102.8

	M10*–τ-b-n-w-x
	C7–H13···O12
	2.261
	2.723
	102.6
	2.260
	2.711
	102.4
	2.292
	2.734
	101.6

	M10*–τ-n-r-x-j
	C7–H13···O12
	2.250
	2.710
	102.4
	2.249
	2.700
	102.3
	2.270
	2.717
	101.8



b)	IHBs with C11–H19 as donor

	
Molecules and conformers
	
IHB
	
DFT
	
HF

	
MP2


	
	
	
CH···O
(Å)
	
C···O
(Å)
	
CĤO
(°)
	
CH···O
(Å)
	
C···O
(Å)
	
CĤO
(°)
	
CH···O
(Å)
	
C···O
(Å)
	
CĤO
(°)

	[bookmark: _GoBack]M1*–τ-a-b-m-q-w
	C11–H19···O12
	2.463
	2.818
	97.1
	2.385
	2.762
	98.4
	2.416
	2.790
	98.2

	M1*–τ-b-q-w-x-u
	C11–H19···O12
	2.380
	2.748
	97.5
	2.338
	2.720
	98.5
	2.360
	2.742
	98.3

	M1*–τ-a-m-q-r-j
	C11–H19···O12
	2.322
	2.774
	102.3
	2.299
	2.739
	101.9
	2.310
	2.761
	102.3

	M1*–τ-c-n-p-r-x
	C11–H19···O10
	2.404
	2.774
	97.7
	2.357
	2.741
	98.7
	2.373
	2.759
	98.7

	M1*–τ-q-r-x-j-u
	C11–H19···O12
	2.264
	2.719
	102.1
	2.269
	2.708
	101.7
	2.289
	2.729
	101.5

	
	
	
	
	
	
	
	
	
	
	

	M2*–τ-a-b-m-q-w
	C11–H19···O12
	2.460
	2.816
	97.2
	2.382
	2.759
	98.5
	2.408
	2.786
	98.3

	M2*–τ-b-q-w-x-u
	C11–H19···O12
	2.378
	2.747
	97.5
	2.334
	2.718
	98.6
	2.358
	2.742
	98.5

	M2*–τ-c-n-p-r-x
	C11–H19···O10
	2.400
	2.772
	97.8
	2.352
	2.737
	98.8
	2.368
	2.756
	98.8

	M2*–τ-a-m-q-r-j
	C11–H19···O12
	2.319
	2.773
	102.3
	2.296
	2.737
	101.9
	2.306
	2.758
	102.3

	M2*–τ-c-m-p-r-y
	C11–H19···O10
	2.383
	2.763
	98.2
	2.335
	2.729
	99.2
	2.348
	2.746
	99.2

	
	
	
	
	
	
	
	
	
	
	

	M3*–τ-a-b-m-q-w
M3*–τ-c-n-p-r-x
	C11–H19···O12
	2.463
	2.818
	97.1
	2.385
	2.761
	98.4
	2.415
	2.790
	98.1

	
	C11–H19···O10
	2.404
	2.774
	97.7
	2.359
	2.742
	98.7
	2.374
	2.760
	98.6

	M3*–τ-a-m-q-r-j
	C11–H19···O12
	2.545
	2.775
	102.2
	2.300
	2.739
	101.8
	2.309
	2.761
	102.3

	M3*–τ-c-m-p-r-y
	C11–H19···O10
	2.388
	2.767
	98.2
	2.342
	2.734
	99.1
	2.357
	2.751
	99.1

	
	
	
	
	
	
	
	
	
	
	

	M4*–τ-a-b-m-q-w
	C11–H19···O12
	2.450
	2.812
	97.4
	2.371
	2.755
	98.8
	2.400
	2.782
	98.6

	M4*–τ-c-n-p-r-x
	C11–H19···O10
	2.383
	2.757
	97.8
	2.336
	2.723
	98.8
	2.353
	2.743
	98.8

	M4*–τ-b-q-w-x-u
	C11–H19···O12
	2.373
	2.747
	97.8
	2.331
	2.719
	98.9
	2.348
	2.738
	98.8

	M4*–τ-c-m-p-r-y
	C11–H19···O10
	2.364
	2.746
	98.3
	2.317
	2.712
	99.2
	2.336
	2.735
	99.2

	
	
	
	
	
	
	
	
	
	
	

	M5*–τ-a-b-m-q-w
	C11–H19···O12
	2.464
	2.818
	97.0
	2.386
	2.761
	98.4
	2.416
	2.790
	98.1

	M5*–τ-b-q-w-x-u
	C11–H19···O12
	2.382
	2.749
	97.4
	2.339
	2.720
	98.5
	2.364
	2.744
	98.3

	M5*–τ-c-n-p-r-x
	C11–H19···O10
	2.404
	2.774
	97.7
	2.357
	2.740
	98.7
	2.374
	2.759
	98.6

	M5*–τ-a-m-q-r-j
	C11–H19···O12
	2.322
	2.774
	102.2
	2.299
	2.738
	101.8
	2.309
	2.760
	102.3

	M5*–τ-c-m-p-r-y
	C11–H19···O10
	2.386
	2.765
	98.1
	2.340
	2.731
	99.1
	2.356
	2.750
	99.0

	M5*–τ-q-r-x-j-u
	C11–H19···O12
	2.265
	2.719
	102.1
	2.269
	2.708
	101.7
	2.288
	2.729
	101.5

	
	
	
	
	
	
	
	
	
	
	

	M6*–τ-a-b-m-q-w
	C11–H19···O12
	2.462
	2.818
	97.1
	2.385
	2.761
	98.4
	2.415
	2.790
	98.2

	M6*–τ-c-n-p-r-x
	C11–H19···O10
	2.405
	2.775
	97.7
	2.358
	2.742
	98.7
	2.375
	2.761
	98.6

	M6*–τ-a-m-q-r-j
	C11–H19···O12
	2.323
	2.775
	102.2
	2.299
	2.739
	101.9
	2.310
	2.761
	102.3

	M6*–τ-c-m-p-r-y
	C11–H19···O10
	2.388
	2.767
	98.1
	2.341
	2.734
	99.1
	2.357
	2.752
	99.1

	M6*–τ-q-r-x-j-u
	C11–H19···O12
	2.265
	2.719
	102.1
	2.269
	2.708
	101.7
	2.289
	2.727
	101.4

	
	
	
	
	
	
	
	
	
	
	

	M7*–τ-a-b-m-q-w
	C11–H19···O12
	2.464
	2.819
	97.1
	2.386
	2.762
	98.4
	2.417
	2.791
	98.1

	M7*–τ-b-q-w-x-u
	C11–H19···O12
	2.382
	2.749
	97.5
	2.341
	2.722
	98.5
	2.366
	2.746
	98.3

	M7*–τ-a-m-q-r-j
	C11–H19···O12
	2.323
	2.775
	102.2
	2.299
	2.739
	101.9
	2.310
	2.761
	102.3

	M7*–τ-c-n-p-r-x
	C11–H19···O10
	2.403
	2.773
	97.7
	2.356
	2.740
	98.7
	2.375
	2.760
	98.6

	M7*–τ-a-m-p-r-k
	C11–H19···O10
	2.292
	2.744
	102.0
	2.282
	2.722
	101.8
	2.295
	2.741
	101.9

	M7*–τ-c-m-p-r-y
	C11–H19···O10
	2.385
	2.765
	98.2
	2.339
	2.732
	99.2
	2.357
	2.751
	99.1

	
	
	
	
	
	
	
	
	
	
	

	M8*–τ-a-b-m-q-w
	C11–H19···O12
	2.464
	2.819
	97.1
	2.386
	2.762
	98.4
	2.415
	2.791
	98.2

	M8*–τ-a-m-q-r-j
	C11–H19···O12
	2.324
	2.776
	102.2
	2.300
	2.740
	101.9
	2.310
	2.762
	102.3

	M8*–τ-b-q-w-x-u
	C11–H19···O12
	2.381
	2.749
	97.5
	2.338
	2.720
	98.5
	2.364
	2.745
	98.3

	M8*–τ-c-n-p-r-x
	C11–H19···O10
	2.405
	2.776
	97.7
	2.358
	2.743
	98.8
	2.376
	2.762
	98.7

	M8*–τ-c-m-p-r-y
	C11–H19···O10
	2.388
	2.768
	98.2
	2.341
	2.734
	99.2
	2.358
	2.753
	99.1

	M8*–τ-q-r-x-j-u
	C11–H19···O12
	2.265
	2.720
	102.1
	2.269
	2.709
	101.7
	2.290
	2.730
	101.5

	
	
	
	
	
	
	
	
	
	
	

	M9*–τ-a-b-m-q-w
	C11–H19···O12
	2.386
	2.763
	98.4
	2.463
	2.819
	97.1
	2.415
	2.791
	98.2

	M9*–τ-a-m-q-r-j
	C11–H19···O12
	2.300
	2.740
	101.9
	2.324
	2.776
	102.2
	2.310
	2.762
	102.3

	M9*–τ-c-n-p-r-x
	C11–H19···O10
	1.773
	2.615
	145.0
	2.405
	2.776
	97.7
	2.376
	2.762
	98.7

	M9*–τ-q-r-x-j-u
	C11–H19···O12
	2.267
	2.707
	101.7
	2.265
	2.720
	102.1
	2.289
	2.726
	101.3

	
	
	
	
	
	
	
	
	
	
	

	M10*–τ-a-b-m-q-w
	C11–H19···O12
	2.461
	2.818
	97.1
	2.383
	2.760
	98.4
	2.413
	2.789
	98.2

	M10*–τ-c-n-p-r-x
	C11–H19···O10
	2.405
	2.774
	97.7
	2.356
	2.740
	98.7
	2.371
	2.756
	98.6

	M10*–τ-b-q-w-x-u
	C11–H19···O12
	2.379
	2.748
	97.5
	2.339
	2.721
	98.5
	2.365
	2.746
	98.3

	M10*–τ-q-r-x-j-u
	C11–H19···O12
	2.266
	2.719
	102.1
	2.271
	2.710
	101.7
	2.293
	2.730
	101.3



