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RT-PCR Raw data
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Apopotosis Raw data
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Interaction and energy of SNH and MMP9

ForcefieldBase Tc:pHits -CDOCKER_EMNERGY -CDOCKER_INTERACTION_EMNERGY POSE_NUMEBER
CHAEMm
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Analysis of the Interaction Bond between Posture 2 and MMP9. Molecule in the figure represents
SNH molecule.

[]=a Molecule:Na21 - A:ASP185:0D2
]+ A:ALATOTHN - Molecule:020
[+] e A:HIS190:HA - Molecule:D20
[«] e+ Malecule:H24 - A:ALATAG:O

[«] e+ Malecule:H25 - A:GLU227:0E2
[+] @+ Maolecule:C19 - A;LEU222
]+ Molecule:C19 - A:LEU243

Report-EN140 Calculate Interaction Energy

Name Forcefield Interaction \VDW Interaction [Electrostatic
Energy Energy (kcal/mol) [Interaction Energy
(kcal/mol) (kcal/mol)

AWZV prepdWZV_prep-CHARMm[-90.6301423 -44.2597691 -46.3703732

Report-SNH Calculate Interaction Energy

Name Forcefield Interaction \VDW Interaction |Electrostatic
Energy Energy Interaction Energy
(kcal/mol) (kcal/mol) (kcal/mol)

SNH_model_1|SNH_model_1-CHARMm|-83.2091424 -40.6743099 -42.5348325

Report-SNH Calculate Binding Energy

Ligand |Binding Energy|Ligand Energy|Protein Energy|Complex Entropic

Name |(kcal/mol) (kcal/mol) (kcal/mol) Energy Energy

(kcal/mol) (kcal/mol)
Molecule|-172.7831 -12.1012 -4723.1825 -4908.0668 20.5935
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In vivo experiment data

SNH treated group Cyclophosphamide treated group

n=>5 PBS group
(300mg/kg) (25mg/kg)
1 1. 545 0.718 0.138
2 1. 476 0.759 0.374
3 0. 953 0.401 0. 149
4 0. 906 0.527 0. 157
5 1. 427 0.699 0.279
6. 307 3. 104 1. 097
1. 2614 0. 6208 0.2194

Tumor inhibitory rates 0. 507848422 0. 826066276



