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Fig.S1.1 PXRD patterns of successful cocrystallization in this experiment.
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Fig.S1.2 PXRD patterns of successful cocrystallization in this experiment.
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Fig.S1.3 PXRD patterns of successful cocrystallization in this experiment.
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Fig.S1.4 PXRD patterns of successful cocrystallization in this experiment.
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Fig.S2 Unable to determine whether the PXRD pattern is cocrystalline or not.
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Fig.S3.1 PXRD pattern of failed cocrystallization in this experiment.
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Fig.S3.2 PXRD pattern of failed cocrystallization in this experiment.
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Fig.S3.3 PXRD pattern of failed cocrystallization in this experiment.
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Fig.S3.4 PXRD pattern of failed cocrystallization in this experiment.
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Fig.S3.5 PXRD pattern of failed cocrystallization in this experiment.
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Fig.S4.1 Competitive cocrystallization of PXRD pattern.
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Fig.S4.2 Competitive cocrystallization of PXRD pattern.
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Fig.S4.3 Competitive cocrystallization of PXRD pattern.

Fig.S5.1 Hirshfeld surface of Res-Iso(a), Res-Nia(b), Res-Ina(c), Que-Nia(d).



Fig.S5.3 Hirshfeld surface of Que-The(a) and Que-Tpe(b).



Fig.S5.5 Hirshfeld surface of Que-Pna.
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Fig. S6 2D fingerprint of cocrystallization.
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Fig.S7.1 Atom labels and hydrogen bond of Fma-Ina.




Fig.S7.2 Intermolecular interaction energy(kJ/mol) and energy framework of Fma-Ina.



Fig.S8.1 Atom labels and hydrogen bond of Fma-Iso.

Fig.S8.2 Intermolecular interaction energy(kJ/mol) and energy framework of Fma-Iso.



Fig.S9.2 Intermolecular interaction energy(kJ/mol) and energy framework of Fma-Nia (1:1).



Fig.S10.1 Atom labels and hydrogen bond of Fma-Pna.



Fig.S11.1 Atom labels and hydrogen bond of Hes-Nia.



e

N <

Fig.S11.2 Intermolecular interaction energy(kJ/mol) and energy framework of Hes-Nia.



Fig.S12.2 Intermolecular interaction energy(kJ/mol) and energy framework of Res-Ina.



Fig.S13.1 Atom labels and hydrogen bond of Res-Nia.

Fig.S13.2 Intermolecular interaction energy(kJ/mol) and energy framework of Res-Nia.
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Fig.S14.1 Atom labels and hydrogen bond of Que-Nia.

Fig.S14.2 Intermolecular interaction energy(kJ/mol) and energy framework of Que-Nia.
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Fig.S15.1 Atom labels and hydrogen bond of Sac-Ina.

Fig.S15.2 Intermolecular interaction energy(kJ/mol) and energy framework of Sac-Ina.



Fig.S16 Intermolecular interaction energy(kJ/mol) of Res-Iso.

Fig.S17 The Intermolecular interaction energy(kJ/mol) of Que-Ina.



Fig.S18.1 Atom labels and hydrogen bond of Que-Tpe.
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Fig.S18.2 Intermolecular interaction energy(kJ/mol) and energy framework of Que-Tpe(unitl).

Fig.S18.3 Intermolecular interaction energy(kJ/mol) and energy framework of Que-Tpe(unit2).



Fig. S19 Intermolecular interaction energy(kJ/mol) of Que-The.
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Fig.S20.1 Molecular electrostatic potential diagram of Bifonazole and Valsartan.
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Fig.S20.2 Molecular electrostatic potential diagram of Hes and Res and Cur.
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Fig.S20.2 Molecular electrostatic potential diagram of Pna and Ina and Nia.
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Fig.S20.3 Molecular electrostatic potential diagram of [so and Fma and Tpe.
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Fig.S20.3 Molecular electrostatic potential diagram of Sac and The.



Fig.S21.1 Atom labels and hydrogen bond of Que-Pna.



Fig.S21.2 Intermolecular interaction energy(kJ/mol) and energy framework of Que-Pna.
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Fig.S22.1 Hydrogen bonding connectivity of Cur-Iso obtained through Gaussian simulation.
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Fig.S23.1 Benzamide, Nicotinic acid, Isonicotinic acid, Anthranilamide, Acetaminophen
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Fig.S23.2 p-Aminobenzamide. Benzenesulfonic acid, L-Glutamic acid. L-Glysine

2oate S ol gt

Fig.S23.3 Salicylic acid, Maleic acid, D (-)-Tartaric acid, Acetylsalicylic acid, Trimesic acid
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Fig.S23.4 Ramiprilat, Piroxicam, Carbamazepine, Captopril
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Fig.S23.5 Diprophylline, Benzoic acid, Oxalic acid, Malonic acid, Urea



Material Que Hes Res Cur Fma Sac
Iso 1 1 1 1 1 React
Nia 1 1 1 1 2 0
Ina 1 1 1 1 1 1
Tra 0 0 0 1 0 0
Pna 1 0 0 0 1 0
Mla 1 0 0 0 0 0
Tpe 2 1 0 0 0 0
The 1 1 0 0 0 0
Nic 0 1 0 0 0 0
Isa 1 0 0 0 0 0

Table. S1. Summary of cocrystal formation experiments.

This table is compiled based on literature and database references. In the table, "1" indicates that
a cocrystal can be formed or there are literature reports on cocrystals; "2" indicates the existence of
cocrystals with different compositions; and "0" indicates that a cocrystal cannot be formed currently
or there is a lack of relevant experiments. Sac reacts with Iso. sac-Ina is the cocrystal found in this
experiment.



