Supplementary Information

Table 1S: Mogul geometry check for PF4 
	Type
	Molecule
	Fragment
	Classification
	No. of hits
	Query value
	Mean
	Std. dev.
	 z-score 
	|x - mean 
	Minimum
	Maximum
	Median
	|d(min) 
	Local density

	bond
	PF-04191834
	N2 N1
	Not unusual (enough hits)
	171
	1.36
	1.36
	0.016
	0.04
	0.001
	1.29
	1.41
	1.36
	0
	

	bond
	PF-04191834
	C3 N1
	Not unusual (enough hits)
	1893
	1.33
	1.33
	0.025
	0.16
	0.004
	1.25
	1.69
	1.33
	0
	

	bond
	PF-04191834
	C1 N2
	Not unusual (enough hits)
	27
	1.36
	1.36
	0.01
	0.15
	0.001
	1.32
	1.38
	1.36
	0
	

	bond
	PF-04191834
	C4 N2
	Not unusual (enough hits)
	1618
	1.46
	1.46
	0.018
	0.03
	0
	1.26
	1.69
	1.46
	0
	

	bond
	PF-04191834
	C2 C1
	Not unusual (enough hits)
	899
	1.39
	1.39
	0.023
	0.13
	0.003
	1.32
	1.56
	1.39
	0
	

	bond
	PF-04191834
	C5 C1
	Not unusual (enough hits)
	2611
	1.48
	1.48
	0.016
	0.02
	0
	1.30
	1.59
	1.48
	0
	

	bond
	PF-04191834
	C2 C3
	Not unusual (enough hits)
	278
	1.39
	1.39
	0.019
	0.04
	0.001
	1.26
	1.48
	1.39
	0
	

	bond
	PF-04191834
	C6 C5
	Not unusual (enough hits)
	10000
	1.39
	1.39
	0.017
	0.07
	0.001
	0.90
	1.63
	1.39
	0
	

	bond
	PF-04191834
	C10 C5
	Not unusual (enough hits)
	10000
	1.39
	1.39
	0.017
	0.07
	0.001
	0.90
	1.63
	1.39
	0
	

	bond
	PF-04191834
	C7 C6
	Not unusual (enough hits)
	10000
	1.38
	1.38
	0.018
	0
	0
	0.88
	1.65
	1.38
	0
	

	bond
	PF-04191834
	C7 C8
	Not unusual (enough hits)
	10000
	1.39
	1.39
	0.02
	0.04
	0.001
	1.09
	1.69
	1.39
	0
	

	bond
	PF-04191834
	C9 C8
	Not unusual (enough hits)
	10000
	1.39
	1.39
	0.02
	0.04
	0.001
	1.09
	1.69
	1.39
	0
	

	bond
	PF-04191834
	C8 S1
	Not unusual (enough hits)
	2214
	1.77
	1.77
	0.02
	0.03
	0.001
	1.39
	1.98
	1.77
	0
	

	bond
	PF-04191834
	C10 C9
	Not unusual (enough hits)
	10000
	1.38
	1.38
	0.018
	0.001
	0
	0.88
	1.65
	1.38
	0
	

	bond
	PF-04191834
	C11 S1
	Not unusual (enough hits)
	2214
	1.77
	1.77
	0.02
	0.03
	0.001
	1.39
	1.98
	1.77
	0
	

	bond
	PF-04191834
	C12 C11
	Not unusual (enough hits)
	10000
	1.39
	1.39
	0.02
	0.01
	0
	1.09
	1.69
	1.39
	0
	

	bond
	PF-04191834
	C16 C11
	Not unusual (enough hits)
	1681
	1.39
	1.39
	0.019
	0.02
	0
	1.21
	1.60
	1.39
	0
	

	bond
	PF-04191834
	C13 C12
	Not unusual (enough hits)
	10000
	1.38
	1.39
	0.021
	0.04
	0.001
	0.76
	1.69
	1.39
	0
	

	bond
	PF-04191834
	C13 C14
	Not unusual (enough hits)
	10000
	1.38
	1.39
	0.021
	0.003
	0
	0.76
	1.69
	1.39
	0
	

	bond
	PF-04191834
	C14 C15
	Not unusual (enough hits)
	10000
	1.39
	1.39
	0.016
	0.12
	0.002
	1.11
	1.63
	1.39
	0
	

	bond
	PF-04191834
	C16 C15
	Not unusual (enough hits)
	10000
	1.39
	1.39
	0.017
	0.07
	0.001
	1.12
	1.61
	1.39
	0
	

	bond
	PF-04191834
	C17 C15
	Not unusual (enough hits)
	276
	1.53
	1.53
	0.016
	0.021
	0
	1.44
	1.62
	1.53
	0
	

	bond
	PF-04191834
	C18 C17
	Not unusual (enough hits)
	144
	1.53
	1.55
	0.014
	0.94
	0.013
	1.50
	1.64
	1.55
	0
	

	bond
	PF-04191834
	C21 C17
	Not unusual (enough hits)
	144
	1.53
	1.55
	0.014
	1.07
	0.015
	1.50
	1.64
	1.55
	0.001
	

	bond
	PF-04191834
	C17 C22
	Not unusual (enough hits)
	16
	1.55
	1.54
	0.015
	0.62
	0.009
	1.49
	1.56
	1.54
	0
	

	bond
	PF-04191834
	C18 C19
	Not unusual (enough hits)
	272
	1.51
	1.51
	0.029
	0.06
	0.002
	1.21
	1.56
	1.51
	0
	

	bond
	PF-04191834
	O1 C19
	Not unusual (enough hits)
	10000
	1.44
	1.42
	0.041
	0.56
	0.023
	0.68
	1.95
	1.42
	0
	

	bond
	PF-04191834
	O1 C20
	Not unusual (enough hits)
	10000
	1.43
	1.42
	0.041
	0.09
	0.003
	0.68
	1.95
	1.42
	0
	

	bond
	PF-04191834
	C21 C20
	Not unusual (enough hits)
	272
	1.51
	1.51
	0.029
	0.18
	0.005
	1.21
	1.56
	1.51
	0
	

	bond
	PF-04191834
	O2 C22
	Not unusual (enough hits)
	425
	1.23
	1.23
	0.021
	0.12
	0.002
	1.15
	1.36
	1.23
	0
	

	bond
	PF-04191834
	C22 N3
	Not unusual (enough hits)
	425
	1.323
	1.32
	0.02
	0.13
	0.003
	1.23
	1.41
	1.32
	0
	

	angle
	PF-04191834
	C3 N1 N2
	Not unusual (enough hits)
	27
	104.2
	104.4
	0.489
	0.56
	0.276
	103.7
	105.5
	104.4
	0.049
	

	angle
	PF-04191834
	C4 N2 N1
	Not unusual (enough hits)
	171
	117.1
	119.1
	2.189
	0.94
	2.056
	114.9
	141.8
	119.1
	0.057
	

	angle
	PF-04191834
	C4 N2 C1
	Not unusual (enough hits)
	27
	127.7
	128.3
	4.783
	0.14
	0.681
	104.8
	130.9
	129.1
	0.02
	

	angle
	PF-04191834
	C2 C1 N2
	Not unusual (enough hits)
	15
	105.8
	106.1
	0.467
	0.63
	0.295
	105.2
	107.1
	106.1
	0.035
	

	angle
	PF-04191834
	C5 C1 N2
	Not unusual (enough hits)
	63
	126.2
	125.2
	1.366
	0.72
	0.98
	122.5
	129.1
	125.2
	0.155
	

	angle
	PF-04191834
	C5 C1 C2
	Not unusual (enough hits)
	232
	127.9
	127.8
	1.846
	0.10
	0.192
	122.4
	132.7
	127.8
	0.006
	

	angle
	PF-04191834
	C3 C2 C1
	Not unusual (enough hits)
	88
	104.5
	104.9
	1.102
	0.43
	0.471
	102.2
	108.5
	105.1
	0.076
	

	angle
	PF-04191834
	C2 C3 N1
	Not unusual (enough hits)
	223
	111.986
	112.4
	1.381
	0.29
	0.406
	102.9
	117.3
	112.4
	0.003
	

	angle
	PF-04191834
	C6 C5 C1
	Not unusual (enough hits)
	5043
	120.9
	120.7
	1.923
	0.11
	0.206
	101.6
	138.6
	120.7
	0
	

	angle
	PF-04191834
	C10 C5 C1
	Not unusual (enough hits)
	5043
	120.6
	120.7
	1.923
	0.06
	0.118
	101.6
	138.6
	120.7
	0
	

	angle
	PF-04191834
	C10 C5 C6
	Not unusual (enough hits)
	10000
	118.5
	118.6
	1.425
	0.03
	0.036
	56.1
	134.7
	118.6
	0
	

	angle
	PF-04191834
	C7 C6 C5
	Not unusual (enough hits)
	10000
	120.7
	120.8
	1.163
	0.03
	0.032
	89.8
	133.3
	120.8
	0
	

	angle
	PF-04191834
	C6 C7 C8
	Not unusual (enough hits)
	8079
	120.4
	120.5
	1.204
	0.07
	0.086
	105.9
	133.1
	120.4
	0
	

	angle
	PF-04191834
	C9 C8 C7
	Not unusual (enough hits)
	9620
	119.1
	118.8
	1.676
	0.15
	0.252
	92.1
	135.6
	118.9
	0.001
	

	angle
	PF-04191834
	C7 C8 S1
	Not unusual (enough hits)
	4043
	120.5
	120.3
	3.06
	0.04
	0.132
	102.9
	137.7
	120.3
	0.001
	

	angle
	PF-04191834
	C9 C8 S1
	Not unusual (enough hits)
	4043
	120.5
	120.7
	3.06
	0.01
	0.126
	102.9
	137.7
	120.3
	0.001
	

	angle
	PF-04191834
	C10 C9 C8
	Not unusual (enough hits)
	8079
	120.4
	120.5
	1.204
	0.08
	0.09
	105.9
	133.1
	120.4
	0
	

	angle
	PF-04191834
	C9 C10 C5
	Not unusual (enough hits)
	10000
	120.8
	120.8
	1.163
	0.01
	0.016
	89.8
	133.3
	120.8
	0
	

	angle
	PF-04191834
	C11 S1 C8
	Not unusual (enough hits)
	508
	103.
	103.1
	2.143
	0.02
	0.032
	96.434
	109.9
	103.2
	0.007
	

	angle
	PF-04191834
	C12 C11 S1
	Not unusual (enough hits)
	4043
	120.4
	120.3
	3.06
	0.02
	0.064
	102.9
	137.7
	120.3
	0
	

	angle
	PF-04191834
	C16 C11 S1
	Not unusual (enough hits)
	358
	119.8
	119.8
	2.955
	0.009
	0.026
	111.6
	127.3
	119.5
	0.001
	

	angle
	PF-04191834
	C12 C11 C16
	Not unusual (enough hits)
	662
	119.8
	119.8
	1.404
	0.02
	0.032
	111.1
	133.1
	119.8
	0.003
	

	angle
	PF-04191834
	C13 C12 C11
	Not unusual (enough hits)
	8861
	119.7
	120.0
	1.714
	0.20
	0.346
	87.4
	156.8
	120.0
	0
	

	angle
	PF-04191834
	C14 C13 C12
	Not unusual (enough hits)
	10000
	120.1
	120.2
	1.419
	0.11
	0.155
	70.6
	141.4
	120.2
	0
	

	angle
	PF-04191834
	C13 C14 C15
	Not unusual (enough hits)
	10000
	121.0
	120.8
	1.05
	0.27
	0.278
	101.8
	132.5
	120.8
	0
	

	angle
	PF-04191834
	C14 C15 C16
	Not unusual (enough hits)
	10000
	118.3
	117.8
	1.93
	0.29
	0.566
	104.3
	130.8
	117.3
	0
	

	angle
	PF-04191834
	C14 C15 C17
	Not unusual (enough hits)
	537
	121.5
	121.0
	1.889
	0.26
	0.484
	114.7
	126.5
	121.0
	0.013
	

	angle
	PF-04191834
	C16 C15 C17
	Not unusual (enough hits)
	614
	120.1
	121.2
	1.89
	0.58
	1.102
	115.1
	126.8
	121.3
	0.001
	

	angle
	PF-04191834
	C11 C16 C15
	Not unusual (enough hits)
	16
	120.9
	120.9
	1.179
	0.01
	0.083
	119.1
	124.1
	120.8
	0.003
	

	angle
	PF-04191834
	C18 C17 C15
	Not unusual (enough hits)
	68
	108.4
	111.5
	2.073
	1.49
	3.082
	106.8
	116.4
	111.6
	0.229
	

	angle
	PF-04191834
	C15 C17 C22
	Not unusual (enough hits)
	20
	102.8
	107.0
	2.897
	1.44
	4.161
	101.3
	111.9
	106.4
	1.111
	

	angle
	PF-04191834
	C21 C17 C18
	Not unusual (enough hits)
	33
	109.3
	108.0
	1.095
	1.40
	1.533
	105.5
	110.5
	107.8
	0.055
	

	angle
	PF-04191834
	C18 C17 C22
	Not unusual (enough hits)
	16
	114.4
	108.3
	3.338
	1.82
	6.088
	102.2
	111.7
	109.9
	2.716
	

	angle
	PF-04191834
	C21 C17 C22
	Not unusual (enough hits)
	16
	114.9
	108.3
	3.338
	1.97
	6.586
	102.2
	111.7
	109.9
	3.214
	

	angle
	PF-04191834
	C19 C18 C17
	Not unusual (enough hits)
	15
	110.6
	112.0
	1.102
	1.40
	1.541
	109.2
	113.1
	112.4
	0.085
	

	angle
	PF-04191834
	O1 C19 C18
	Not unusual (enough hits)
	134
	111.4
	111.6
	1.057
	0.13
	0.141
	108.6
	117.9
	111.5
	0.003
	

	angle
	PF-04191834
	C20 O1 C19
	Not unusual (enough hits)
	8737
	110.4
	109.9
	3.339
	0.15
	0.501
	63.5
	161.0
	109.8
	0
	

	angle
	PF-04191834
	O1 C20 C21
	Not unusual (enough hits)
	134
	111.9
	111.6
	1.057
	0.29
	0.302
	108.6
	117.9
	111.5
	0.005
	

	angle
	PF-04191834
	C20 C21 C17
	Not unusual (enough hits)
	15
	111.0
	112.1
	1.102
	0.95
	1.05
	109.2
	113.1
	112.4
	0.048
	

	angle
	PF-04191834
	O2 C22 C17
	Not unusual (enough hits)
	29
	121.1
	120.9
	1.063
	0.19
	0.202
	118.0
	122.5
	121.193
	0.007
	

	angle
	PF-04191834
	C17 C22 N3
	Not unusual (enough hits)
	29
	116.0
	116.9
	1.173
	0.70
	0.823
	115.3
	120.0
	116.7
	0.018
	

	angle
	PF-04191834
	O2 C22 N3
	Not unusual (enough hits)
	425
	122.8
	123.2
	1.999
	0.16
	0.322
	103.9
	129.9
	123.2
	0.003
	

	angle
	PF-04191834
	C1 N2 N1
	Unusual (enough hits)
	15
	110.4
	112.2
	0.555
	3.24
	1.8
	111.4
	113.3
	112.2
	0.985
	

	angle
	PF-04191834
	C21 C17 C15
	Unusual (enough hits)
	68
	106.2
	111.5
	2.073
	2.54
	5.255
	106.8
	116.4
	111.6
	0.535
	

	torsion
	PF-04191834
	C6 C5 C1 N2
	Not unusual (enough hits)
	1154
	44.9
	
	
	
	
	
	
	
	0.007
	0.29

	torsion
	PF-04191834
	C10 C5 C1 N2
	Not unusual (enough hits)
	1154
	135.1
	
	
	
	
	
	
	
	0
	0.28

	torsion
	PF-04191834
	C6 C5 C1 C2
	Not unusual (enough hits)
	3033
	135.0
	
	
	
	
	
	
	
	0.017
	0.29

	torsion
	PF-04191834
	C10 C5 C1 C2
	Not unusual (enough hits)
	3033
	44.9
	
	
	
	
	
	
	
	0.029
	0.29

	torsion
	PF-04191834
	C7 C8 S1 C11
	Not unusual (enough hits)
	3830
	0.001
	
	
	
	
	
	
	
	0.001
	0.06

	torsion
	PF-04191834
	C9 C8 S1 C11
	Not unusual (enough hits)
	3830
	-179.9
	
	
	
	
	
	
	
	0.02
	0.07

	torsion
	PF-04191834
	C12 C11 S1 C8
	Not unusual (enough hits)
	3830
	83.0
	
	
	
	
	
	
	
	0.01
	0.09

	torsion
	PF-04191834
	C16 C11 S1 C8
	Not unusual (enough hits)
	3830
	-96.8
	
	
	
	
	
	
	
	0.02
	0.09

	torsion
	PF-04191834
	C18 C17 C15 C14
	Not unusual (enough hits)
	216
	-12.4
	
	
	
	
	
	
	
	0.516
	0.14

	torsion
	PF-04191834
	C21 C17 C15 C14
	Not unusual (enough hits)
	216
	-129.8
	
	
	
	
	
	
	
	0.01
	0.11

	torsion
	PF-04191834
	C22 C17 C15 C14
	Not unusual (enough hits)
	45
	109.1
	
	
	
	
	
	
	
	2.881
	0.07

	torsion
	PF-04191834
	C18 C17 C15 C16
	Not unusual (enough hits)
	216
	168.3
	
	
	
	
	
	
	
	0.118
	0.17

	torsion
	PF-04191834
	C21 C17 C15 C16
	Not unusual (enough hits)
	216
	50.8
	
	
	
	
	
	
	
	0.154
	0.14

	torsion
	PF-04191834
	O2 C22 C17 C15
	Not unusual (enough hits)
	40
	131.8
	
	
	
	
	
	
	
	0.435
	0.23

	torsion
	PF-04191834
	C15 C17 C22 N3
	Not unusual (enough hits)
	38
	-47.5
	
	
	
	
	
	
	
	0.998
	0.21

	torsion
	PF-04191834
	O2 C22 C17 C18
	Not unusual (enough hits)
	40
	-110.9
	
	
	
	
	
	
	
	0.267
	0.15

	torsion
	PF-04191834
	C18 C17 C22 N3
	Not unusual (enough hits)
	40
	69.9
	
	
	
	
	
	
	
	1.274
	0.18

	torsion
	PF-04191834
	O2 C22 C17 C21
	Not unusual (enough hits)
	40
	16.9
	
	
	
	
	
	
	
	0.774
	0.28

	torsion
	PF-04191834
	C21 C17 C22 N3
	Not unusual (enough hits)
	40
	-162.4
	
	
	
	
	
	
	
	1.026
	0.28

	torsion
	PF-04191834
	C22 C17 C15 C16
	Unusual (enough hits)
	45
	-70.2
	
	
	
	
	
	
	
	11.068
	0

	ring
	PF-04191834
	C5 C6 C7 C8 C9 C10
	Not unusual (enough hits)
	500
	
	
	
	
	
	0.197
	12.0
	
	
	0.99

	ring
	PF-04191834
	C11 C12 C13 C14 C15 C16
	Not unusual (enough hits)
	500
	
	
	
	
	
	0.1
	14.2
	
	
	0.99

	ring
	PF-04191834
	C17 C18 C19 O1 C20 C21
	Not unusual (enough hits)
	18
	
	
	
	
	
	0.25
	35.9
	
	
	0.94

	ring
	PF-04191834
	N1 N2 C1 C2 C3
	Unusual (enough hits)
	70
	
	
	
	
	
	10.2
	13.1
	
	
	0

















Table 2S:  Original ranked order of coformer screening list before manual refinement. List is firstly ranked by the amount of API conformations for which the complementarity screening was a success and secondly by the optimal deviation from Lazlo’s preferred parameters. Results in green indicate the conformer passed the complementarity screen, H-bond prop screen and has a good solubility range. Purple indicates the coformer passed the complementarity screen but were revealed to have poor H bonding ability after the HBP screening. Results in yellow were predicted to be likely to form a supramolecular heterosynthon but failed the complementarity screen on 1 or more conformations. Results in orange indicate that some crystal packing space group data was incomplete and was manually filled in. This, however, made it impossible to generate interaction maps, excluding them from this section of the screening. Results in red indicate the coformer was not screened beyond the initial complementarity rankings detailed in section 6.3.2. This could be due to either early disqualification as a result of Disorder, incomplete crystal data, Mercury 4.2 being unable to generate the structural data or the structure being a solvate or salt. Coformers in white which lie below the cut-off point if rank 60 were not screened beyond the initial complementarity screening simply due to too low on the complementarity rankings to warrant further investigation. 
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Fig 1S: Overlaid DSC thermograms for PF4/THI cocrystal mixtures in stoichiometric
ratios of 1:1 (Blue), 1:1.1 (Green), 2:1 (Red) and 1:2 (Brown).
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Fig 2S: Overlaid DSC thermograms for PF4/GEN cocrystal mixtures in stoichiometric
ratios of 1:1 (Blue), 1:1.1 (Green), 2:1 (Red) and 1:2 (Brown).
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Fig. 3S: Overlaid DSC thermograms for PF4/HES cocrystal mixtures in stoichiometric ratios of 1:1 (Blue), 1:1.1 (Green), 2:1 (Red) and 1:2 (Brown).
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Fig. 4S: Overlaid DSC thermograms for PF4/LTY cocrystal mixtures in stoichiometric ratios of 1:1 (Blue), 1:1.1 (Green), 2:1 (Red) and 1:2 (Brown). 
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Fig. 45: Overlaid DSC thermograms for PF4/LTP cocrystal mixtures in stoichiometric ratios of 1:1 (Blue), 1:1.1 (Green), 2:1 (Red) and 1:2 (Brown). 
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Fig. 6S: Overlaid DSC thermograms for PF4/NIC cocrystal mixtures in stoichiometric ratios of 1:1 (Blue), 1:1.1 (Green), 2:1 (Red) and 1:2 (Brown).
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Fig 7S: Overlaid DSC thermograms for PF4/ETB cocrystal mixtures in stoichiometric ratios of 1:1 (Blue), 1:1.1 (Green), 2:1 (Red) and 1:2 (Brown). 
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Fig. 8S: Overlaid DSC thermograms for PF4/BIO cocrystal mixtures in stoichiometric ratios of 1:1 (Blue), 1:1.1 (Green), 2:1 (Red) and 1:2 (Brown)

[image: ]



image6.emf
83 Lactose 63-42-3



0 56.4 £55/1kg 253

84 D-Fructose 53188-23-1



0 56.4 £8/100g 119

85 L-phenylalanine 150-30-1



0 56.6 £34/100g 283

86 D-Arabinose 10323-20-3



0 57.3 £33/10g 162

87 DL-Arabinose 147-81-9



0 57.3 £30/10g 162

88 L-Arabinose 5328-37-0



0 57.3 £25/25g 160

89 gluconic_acid 526-95-4



0 57.5 £10/500g

sold as salt 

(Na) - 206

90 DL-malic acid 6915-15-7



0 58.7 £14/50g 130

91 D-malic acid 636-61-3



0 58.7 £43/5g 98

92 L-malic acid 97-67-6



0 58.7 £12/25g 101

93 edisylic_acid 110-04-3



0 59.4 £49/5g

sold as salt 

(Na)

94 D-Lyxose 1114-34-7



0 60 £30/5g 110

95 L-Asparagine 70-47-3



0 60.1 £15/25g 235

96 1-hydroxynaphthoic_acid 86-48-6



0 60.5 £6/5g 195

97 Vanillin 8014-42-4



0 61 £55/500g 81

98 D-Tagatose 87-81-0



0 61.2 £11/10mg 133

99 L-Sorbose 87-79-6



0 61.3 £53/250g 163

100 D-Sorbose 3615-56-3



0 61.3 £59/100mg 158

101 D-Mannose 3458-28-4



0 62.2 £24/25g 133
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102 malonic_acid 141-82-2



0 63.4 £11/100g 135

103 L-ascorbic_acid 50-81-7



0 64.1 £12/25g 190

104 D-glucose 50-99-7



0 65.8 £15/250g 150

105 D-ribose 50-69-1



0 67.2 £9/5g 88

106 L-Gulose 6027-89-0



0 67.7 £49/25mg 130

107 Dextrose



0 67.7 £37/250g 150

108 galactaric_acid 526-99-8



0 67.7 £21.90/100g 220

109 folic_acid 59-30-3



0 68.5 £15/10g 250

110 aconitic_acid 499-12-7



0 68.6 £21/1g 122

111 D-Talose 2595-98-4



0 69.1 £115/250mg 124

112 L-lysine 56-87-1



0 69.5 £40/25g 224

113 theobromine



0 69.7 £13/25g 357

114 DL-Glyceraldehyde 56-82-6



0 69.9 £30/1g 145

115 maleic_acid 110-16-7



0 70 £9/100g 137

116 D-erythorbic_acid



0 70.7 £34/1kg 169

117 paraxanthine 611-59-6



0 70.9 £66/100mg 351

118 DL-xylose 25990-60-7



0 72 £33/5g 133

119 D-xylose 58-86-6



0 72 £35/1kg 154

120 L-xylose 609-06-3



0 72 £8.5/1g 150


image8.emf
121 L-methionine 63-68-3



0 72.4 £13/25g 281

122 erythriol 149-32-6



0 72.6 £30.20/25g 118

123 glycolic_acid 79-14-1



0 73.3 £22/100g 75

124 neo-inositol



0 74



315

125 L-glutamine 56-85-9



0 74.2 £30/100g 185

126 caffeine 58-08-2



0 75.1 £16/100g 237

127 D-Altrose 1990-29-0



0 75.6 £47/50mg 103

128 gentisic_acid 490-79-9



0 75.7 £8/10mg 200

129 myo-inositol 87-89-8



0 75.8 £11/50g 225

130 isobutyric_acid 79-31-2



0 75.9 £21.4/100ml -47

131 riboflavin 83-88-5



0 76.2 £10/5g 290

132 theophylline



0 76.5 £15/50g 270

133 Citric Acid 77-92-9



0 77.4 £10/5g 153

134 acetic_acid 64-19-7



0 77.6 £25/500g 16

135 L-leucine 61-90-5



0 77.9 £23/25g 293

136 DL-Threonine 72-19-5



0 80 £61/100g 256

137 D-lactic_acid 10326-41-7



0 80.2 £39/25mg 53

138 DL-lactic_acid 50-21-5



0 80.2 £19/250ml liquid
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139 Ellagic acid 476-66-4



0 80.4 £42/1g > 360

140 isethionic_acid 1562-00-1



0 81.6 £10/25g

sold as salt 

(Na) - 191

141 imidazole 288-32-4



0 81.6 £35/5g 89

142 L-glutamic_acid 56-86-0



0 82.8 £32/1kg 247

143 muco-inositol 488-55-1



0 86.1 £48.30/25mg 265

144 L-Alanine 56-41-7



0 86.3 £7/1g 297

145 DL-Alanine 302-72-7



0 86.3 £68/1kg 297

146 xanthine 69-89-6



0 87.5 £20/1g decomposes

147 L-proline 147-85-3



0 88 £9/10g 221

148 acesulfame



0 89.3 £22.50/25g

sold as salt 

(K) > 225

149 DL-Serine 302-84-1



0 89.7 £31/100g 228

150 L-Serine 56-45-1



0 89.7 £7/1g 228

151 gluconolactone 90-80-2



0 90.6 £11.30/100g 160

152 DL-tartaric_acid

133-37-9 

(racemic)



0 94.4 £16/100g 171

153 urea 57-13-6



0 95.6 £27/500g 132

154 Guanidine 113-00-8



0 98.4 £38/25g

sold as 

acetate salt -

226

270 155 £10/100g L-aspartic_acid 56-84-8



0 99.8
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156 glycine 56-40-6



0 100.5 £30/500g 233

£20/100g

£19/500mg 246

185 108.1 £18/100g

102.2

158



157 aspartame 22839-47-0



0

244 159 L-arginine 157-06-2



0 succinic_acid 110-15-6

0 141
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Rank Co-Former CAS RN Molecule N Hits Opt_Dev Price MP (C) CSD REFCODE IN DB

Max 

Interaction*

Multi-

componant 

score*

B:B -0.15

A:B 0.28

N/A N/A

N/A N/A

1 thiabendazole 148-79-8



9 25.7



304

2

Butylated Hydroxyanisole*



9 35.9 £24/100g 58

£257/10mg 311

3

apigenin 520-36-5



9 36.3

33.6 9

0.05 B:A

£41/25mg 345

4

glycitein 40957-83-3



9 36.8

0.01

136 SOBVOU YES B:B -0.13

9 33.8 £26/1mg 195

5

A:B/B:A



446-70-2

228

9

8

7

£19/5mg 256

6 L-epicatechin 490-46-0



L-Tryptophan 73-22-3



9 33.8 £33/25g

11

Ethylparaben 120-47-8



9 34.9

10

£7.8/100g 115

12

pamoic_acid 130-85-8



9 35.9 £29/100g 300

13 geranyl_acetate 105-87-3



9 37.9 £13/1ml 25

14 cholic_acid 81-25-4



9 38 £16/25g 200

16 D-pantothenol 81-13-0



9 39.6 £12.9/10g 25

44 sorbic_acid 110-44-1



9 38.1 £15/100g 135

NO THBDAZ10

NO TOO DISORDERD

YES

NO

Suspect CSD 

data

YES

YES QQQBTP01

FEGLEI

YES DEGDAV

No Structure NO

JEYDEW YES



YES

YES LEZHUT

AKIJEK

B:B

A:B 0.06

B:B -0.15

B:A 0.01

B:A

-0.05

N/A N/A

-0.05

0.03

B:A 0.02

B:B

-0.09

B:B

£19/1g

genistein NO GENIST

226 YEHROS YES

Alitame 80863-62-3 9

9

hesperetin 69097-99-0



9 31

31.4



60-18-4 L-Tyrosine

NO OZIDOR

YES LTYROS10 343 £18/25g 32.9


image2.emf
0.05 52.7 £8/25g 155 EHOWIH YES A:B 27 isonicotinamide 1453-82-3



8

N/A N/A

N/A N/A

N/A N/A

B:B -0.06

N/A

B:B -0.05

B:B -0.14

N/A N/A

B:B -0.12

11 apigenin 520-36-5



9 27.6 £41/25mg 345

12 glycitein 40957-83-3



9 29.2 £257/10mg 311

13 geranyl_acetate 105-87-3



9 35.9 £13/1ml 25

14 cholic_acid 81-25-4



9 38 £16/25g 200

15 sorbic_acid 110-44-1



9 38.1 £15/100g 135

16 D-pantothenol 81-13-0



9 39.6 £12.9/10g 25

17 DL-pantothenol 16485-10-2



9 39.6 £27.3/100g 66

18 Biotin 58-85-5



9 40.1 £25/500mg 232

19 D-pantothenic_acid 137-08-6



9 40.9 £9/25g

sold as 

hemicalci

um salt

20 triethyl_citrate 77-93-0



9 44.5 £14.5/250ml -55

21 monobutyrin



9 44.7 £7/100g 195

22 nicotinamide 98-92-0



9 45.5 £12/100g 128

23 N-methyl glucamine



9 46.3



24 Thymidine 50-89-5



9 47.5 £18/1g 186

25 meglumine 6284-40-8



9 49.7 £33/100g 128

26 L-Isoleucine 73-32-5



9 53.9 £38/25g 284

28 L-pyroglutamic_acid 98-79-3



8 59.9 £30/25g 160

No Structure NO



YES

LPYGLU08

YES AKIJEK

NO

Duplicate NO



YES

NO

Suspect CSD 

data



YES

NUYJEW NO

No Structure NO

BIOTIN01 YES

NICOAM YES

NO Simularity

No Structure NO

JEYDEW YES

LEZHUT YES

NA

B:B

NO SALT

B:B -0.09

B:B/B:A 0

B:B -0.09

N/A

N/A

A:B 0.05

NA

B:B 0.01

N/A

-0.16
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N/A N/A

N/A N/A

N/A N/A

N/A N/A

A:A -0.24

N/A N/A 15 DL-menthol 89-78-1



9 60.7 £31/250g 36

29 adipic_acid 124-04-9



7 45.5 £10/100g 152

30 Butylated Hydroxytoluene



7 48.2 £27/1kg 70

31 napadisylic_acid 1655-29-4



7 51.8 £13/5g

sold as 

salt 

(2xNa) > 

decompo

ses

32 2-napsylic_acid



6 34.3 £14/5g 125

33 DL-mandelic_acid 90-64-2



6 41.1 £17/250g 119

34 (R)-mandelic_acid 611-71-2



6 41.1 £10/5g 131

35 (S)-mandelic_acid 17199-29-0



6 41.1 £38/25g 131

36 benzenesulfonic_acid 98-11-3



6 42.3 £36/25g 51

37 R-camphorsulfonic_acid 35963-20-3



6 44.3 £23/25g 200

38 RS-camphorsulfonic_acid 5872_08_2



6 44.3 £16/100g 200

39 S-camphorsulfonic_acid 3144-16-9



6 44.3 £10/5g 200

40 eugenol 97-53-0



6 46.1 £15.9/250mg -9

41 geraniol 106-24-1



6 56.8 £58/1ml 15

42 triacetin 102-76-1



6 59.4 £28/1kg 3

43 L-Glutathione 70-18-8



6 60.6 £10/10mg 195

45 coumaric_acid 501-98-4



5 43.2 £14/10g 214

46

naphthalene 1,5-disulfonic 

acid



5 51.5



NO MBPHOL01

ADIPAC YES

ZEGDIA: TOO 

MUCH 

DISORDER

NO

YES



NO

NO

NO

No Structure

No Structure

No Structure

NO COUMAC01

NO DLMAND

NO SALT

No Structure NO

No Structure

Simularity

NO

FEGHAA: TOO 

MUCH 

DISORDER

NO

NO

NO

No Structure

NO No Structure

No Structure

No Structure

NO

NO

A:B 0.04

0.51

B:B -0.05

B:B -0.18

A:B
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B:B -0.12

A:A -0.07

B:B -0.03

B:B -0.17

N/A N/A

-0.04 B:B

B:B -0.07

47 L-camphoric_acid 560-09-8



5 55.1 £29/250mg 188

48 D-camphoric_acid 124-83-4



5 55.1 £10/5g 183

49 L-Histidine 71-00-1



5 57.9 £28/25g 287

50 tromethamine 77-86-1



5 60.8 £23/100g 171

51 DL-Valine 72-18-4



5 72.3 £9/25g 315

52 p-aminobenzoic_acid 150-13-0



4 39.2 £7/25g 187

53 Benzoic Acid 65-85-0



4 41 £10/5g 122

54 nicotinic_acid 59-67-6



4 48.2 £11/100g 236

55 L-Fucose

17-10-6 

(L)



4 69.6 £12/10mg 144

56 D-Fucose 3615-37-0



4 69.6 £40/500mg 144

57 L-Galactose 15572-79-9



4 69.7 £54/25mg 167

58 D-Galactose 59-23-4



4 69.7 £6/5g 167

59 trans-cinnamic_acid 140-10-3



3 36.6 £12/5g 132

60 Ethyl Vanillin



3 41.1 £65/1kg 76

61 3-hydroxy-2-naphthoic_acid 92-70-6



3 41.2 £7/100g 217

62 glutaric_acid 110-94-1



3 53.6 £10/25g 95

63 morpholineethanol 662-40-2



3 61 £7.20/100g liquid

64 L-Rhamnose 10030-85-0



3 64.4 £24/5g

sold as 

monohydrate 

- 90

NO No Structure

THXMAM01 NO

LHISTD04 NO

No Structure NO

Added manually NO



YES

ALFUCO NO

No Structure NO



Simularity



VALIDL NO

AMBNAC NO



YES

ROFZOC NO

CUT OFF 

POINT

Simularity

A:B 0.01
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64 L-Rhamnose 10030-85-0



3 64.4 £24/5g

sold as 

monohydrate 

- 90

65 hexanoic_acid 142-62-1



2 44.5 £12.1/100g -3

66 pyridoxine 65-23-6



2 58.2 £19/5g 159

67 saccharin 81-07-2



2 62.7 £21/250g 229

68 piperonal 120-57-0



1 46.3 £17.7/100g 35

69 quercentin 117-39-5



1 56.8 £21/10g 316

70 p-acetamidobenzoic_acid 556-08-1



1 56.9 £13/25g 256

71 myrecitin 529-44-2



1 57.7 £30/10mg 360

72 D-maltose 6363-53-7



0 47.3 £37/100g

sold as 

monohydrate 

- 119

73 D-Trehalose 6138-23-4



0 50 £10/5g 203

74 Sucrose 57-50-1



0 50.4 £17/500g 160

75 Ribulose 488-84-6



0 52



164

76 glucuronic_acid 6556-123



0 52.4 £41.3/10g 159

77 D-mannitol 69-65-8



0 53.4 £37/250g 168

78 D-Sorbitol 50-70-4



0 53.7 £12/5g 98

79 fumaric_acid 110-17-8



0 54 £11/100g 287

80 xylitol 87-99-0



0 54.8 £8/5g 94

81 2-oxoglutaric_acid 328-50-7



0 55.3 £13/25g 113

82 glucoheptanoic_acid 10094-65-9



0 55.6 £22.10/100g

sold as 

dihydrate_sal

t(Na)-

decomposes 

@ 161


