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Figure S1 Fluorescence generation of S2238 hydrolyzed by thrombin with and
without peptiedes in SID 4 h. (a)-(d), S2238 substrate concentration are 0.375 mM,
0.75 mM, 1.5 mM and 2 mM, against with thrombin of 5 U/ml. Black line, garnet line,
green line and red line are the curve influenced by peptides concentraion in 0 mg/ml,

1 mg/ml, Smg/ml and 10 mg/ml.

Figure S2 . The b, y ions of potential antithrombotic peptides matched by Macot

engine.
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Table S1 The non-bond catogory of inteactionsites of LSKEEIEEAKEV against thrombin.

Name Category Types From From Chemistry To To Chemistry
H:LYS36:HZ1 - Hydrogen Salt Bridge; HLYS36HZ] H-Donor; LSKEEIEEAKEV: H-Acceptor;
LSKEEIEEAKEV:0131 Bond;Electrostatic Attractive Charge ' ' Positive 0131 Negative
LSKEEIEEAKEV:H3 - Hydrogen Salt Bridge; LSKEEIEEAKE H-Donor; LSKEEIEEAKEV: H-Acceptor;
LSKEEIEEAKEV:067 Bond;Electrostatic Attractive Charge V:H3 Positive 067 Negative
LSKEEIEEAKEV:H51 - Hydrogen Salt Bridge; LSKEEIEEAKE H-Donor; LSKEEIEEAKEV: H-Acceptor;
LSKEEIEEAKEV:082 Bond;Electrostatic Attractive Charge V:H51 Positive 082 Negative
LSKEEIEEAKEV:H162 - Hydrogen Salt Bridge; LSKEEIEEAKE H-Donor; LSKEEIEEAKEV: H-Acceptor;
LSKEEIEEAKEV:0197 Bond;Electrostatic Attractive Charge V:H162 Positive 0197 Negative
H:ARG67:NH1 - , ) . LSKEEIEEAKEV: )
Electrostatic Attractive Charge H:ARG67:NH1  Positive Negative
LSKEEIEEAKEV:0116 Ol16
H:LYS110:NZ - _ ) . LSKEEIEEAKEV: i
Electrostatic Attractive Charge H:LYS110:NZ  Positive Negative
LSKEEIEEAKEV:0178 0178
LSKEEIEEAKEV:N49 - _ i LSKEEIEEAKE . LSKEEIEEAKEV: i
Electrostatic Attractive Charge Positive Negative
LSKEEIEEAKEV:0116 V:N49 Ol16
LSKEEIEEAKEV:N160 - _ i LSKEEIEEAKE . LSKEEIEEAKEV: i
Electrostatic Attractive Charge Positive Negative
LSKEEIEEAKEV:0178 V:N160 0178
H:GLN38:HN - Conventional LSKEEIEEAKEV:
Hydrogen Bond H:GLN38:HN H-Donor H-Acceptor
LSKEEIEEAKEV:066 Hydrogen Bond 066
H:TYR76:HH - Conventional LSKEEIEEAKEV:
Hydrogen Bond H:TYR76:HH H-Donor H-Acceptor
LSKEEIEEAKEV:0165 Hydrogen Bond 0165
H:TYR76:HH - Conventional LSKEEIEEAKEV:
Hydrogen Bond H:TYR76:HH H-Donor H-Acceptor
LSKEEIEEAKEV:0196 Hydrogen Bond 0196
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