
Supplementary Table1: The volume of the structure at different time frames during simulation for Ld3MST and Hs3MST. 

	
	L. donovani
	H. sapiens

	Time
	Cavity Volume
	Cavity Volume

	0 ns
	427.976
	52.238

	10 ns
	321.09
	556.268

	20 ns
	1846.93
	240.534

	30 ns
	741.741
	204.885

	40 ns
	412.365
	301.313

	50 ns
	150.638
	445.372

	60 ns
	208.632
	656.376

	70 ns
	122.283
	133.169

	80 ns
	260.567
	419.54

	90 ns
	197.499
	637.141

	100 ns
	729.816
	490.688

	Average
	492.6852
	376.1385
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Supplementary Table 2: Cavity forming residues during simulation: 
	Time (ns)
	
	
	Cavity forming residues

	
	Job ID
	Volume
	L. donovani
	Job ID
	Volume
	H. sapiens

	0
	J_65520751C2EC2
	427.976
	34ARG, 36SER, 37LEU, 38LYS, 74ARG, 75HIS, 104GLU, 107ALA, 108MET, 181ARG, 182SER, 184ASP, 185ARG, 193TYR, 194ALA, 195ALA, 196ASP, 209PRO, 210TYR, 211THR, 214LEU, 221LYS, 253CYS, 254GLY, 255SER, 257VAL, 258THR, 309PRO, 310SER, 311LEU, 312GLY, 313ASP
	J_654DBC6D4E2F1
	52.238
	28TRP, 30LEU, 31PRO, 55ASP, 66HIS, 188PRO, 189ARG, 190ASP

	10
	J_6552096569100
	321.090
	69PRO, 70THR, 71SER, 72THR, 73ALA, 74ARG, 76PRO, 108MET, 168VAL, 179ASP, 180ALA, 181ARG, 182SER, 185ARG, 188SER, 192PRO, 193TYR, 194ALA, 195ALA, 196ASP, 198MET, 199PRO, 200GLY, 207ASN, 208LEU, 209PRO, 210TYR, 211THR, 252SER, 253CYS, 254GLY, 255SER, 257VAL, 258THR, 262ASN, 279GLY, 280SER, 281TRP, 282SER, 283GLU
	J_654DBF0D891D9
	556.268
	26ALA, 27SER, 28TRP, 29TYP, 30 LEU, 31 PRO, 37 ALA, 38 ARG, 51 PHE, 53ASP, 54 ILE, 55 ASP, 57CYS, 58SER, 59ASP, 60 ARG, 62SER, 63PRO, 64TYR, 65ASP, 66HIS, 67 MET, 68 LEU, 69PRO, 70GLY, 74PHE, 100TYR, 101SER, 104ARG, 105VAL, 108MET, 112PHE, 158 TYR, 162LYS, 175SER, 176ARG, 180ARG, 188PRO, 189ARG, 190ASP, 191GLY, 192ILE, 205PHE, 240CYS, 241GLY, 242SER, 243GLY, 244VAL, 245THR, 265ASP, 269VAL, 270GLU, 272 TYR, 273MET, 274ARG, 276ARG, 277PRO, 278GLU, 279ASP

	20 
	J_65520B1FD8258
	1846.930
	35TYR, 36SER, 37LEU, 38LYS, 39VAL, 41ASP, 42HIS, 47TYR, 69PRO, 70THR, 71SER, 72THR, 73ALA, 74ARG, 76PRO, 102ASP, 103ASP, 104GLU, 105CYS, 108MET, 132GLN, 168VAL, 179ASP, 180ALA, 181ARG, 182SER, 183ALA, 184ASP, 185ARG, 188SER, 192PRO, 193TYR, 194ALA, 195ALA, 196ASP, 198MET, 199PRO, 200GLY, 207ASN, 208LEU, 210TYR, 211THR, 214LEU, 221LYS, 252SER, 253CYS, 254GLY, 255SER, 257VAL, 258THR, 279GLY, 280SER, 281TRP, 282SER, 283GLU, 310SER, 311LEU, 312GLY, 313ASP
	J_654DC7D737919
	240.534
	27SER, 28TRP, 29TYR, 30LEU, 31PRO, 33LEU, 54ILE, 55ASP, 57CYS, 58SER, 60ARG, 65ASP, 66HIS, 67MET, 68 LEU, 93 ASP, 95SER, 97GLN, 100TYR, 104ARG, 108MET, 175SER, 176ARG, 180PRO

	30
	J_65520D8DC9E0F
	741.741
	37LEU, 38LYS, 39VAL, 42HIS, 184ASP, 185ARG, 191ARG, 192PRO, 193TYR, 194ALA, 195ALA, 306MET, 309PRO, 310SER, 311LEU, 312GLY, 313ASP, 346HIS, 349GLU
	J_6551B41A6216A
	204.885
	27SER, 28TRP, 29TYR, 30LEU,31PRO, 35ARG, 36ASP, 37ALA, 38ARG, 51PHE, 53ASP, 54ILE, 55ASP, 57CYS,
58SER, 65ASP, 66HIS, 67MET, 68LEU, 69PRO, 100TYR, 101SER, 104ARG, 108MET, 175SER, 176ARG, 180ARG,
188PRO, 189ARG, 205PHE, 240CYS, 241GLY, 242SER, 243GLY, 244VAL, 245THR

	40
	J_6552130565C66
	412.365
	35TYR, 37LEU, 70THR, 71SER, 72THR, 73ALA, 74ARG, 102ASP, 104GLU, 106GLY, 107ALA, 108MET, 180ALA, 181ARG, 182SER, 185ARG, 194ALA, 195ALA, 196ASP, 197LYS, 198MET, 209PRO, 210TYR, 211THR, 253CYS, 254GLY, 255SER, 257VAL, 258THR, 281TRP, 282SER, 283GLU, 285SER, 286GLY, 287LEU, 289ARG, 305GLN, 306MET, 307GLN, 309PRO, 311LEU, 352THR
	J_6551C0F3BE757
	301.313
	27SER, 28TRP, 29TYR, 30LEU, 31PRO, 31PRO, 33LEU, 35ARG, 36ASP, 37ALA, 38ARG, 51PHE, 53ASP, 54ILE,
55ASP, 57CYS, 58SER, 59ASP, 60ARG, 64TYR, 65ASP, 65ASP, 66HIS, 67MET, 68LEU, 93ASP, 94ALA, 95SER,
96ASP, 97GLN, 100TYR, 101SER, 104ARG, 105VAL, 107TRP, 108MET, 175SER, 176ARG, 177ALA, 180ARG,
189ARG, 205PHE, 240CYS, 241GLY, 241GLY, 242SER, 245THR

	50
	J_655214E95503F
	150.638
	10HIS, 13LYS, 15PHE, 16LEU, 17ASP, 18PRO, 20GLU, 21VAL, 24HIS, 28TYR, 128ASN, 217ARG, 222VAL, 223LEU, 224ARG, 225SER, 226GLU, 229ILE, 265LEU, 268HIS, 269LEU
	J_6551E99D4565B
	445.372
	27SER, 28TRP, 29TYR, 30LEU, 31PRO,32LYS,37ALA,38ARG, 51PHE, 52PHE, 53ASP, 54ILE, 55ASP, 57CYS, 58SER, 63PRO ,64TYR, 65ASP, 66HIS, 67MET, 68LEU, 100TYR, 101SER, 104ARG, 107TRP, 108MET, 111ALA, 112PHE, 150LEU, 151ASP, 152PRO, 154PHE, 155ILE, 156LYS, 157THR, 158TYR, 188PRO, 189ARG, 190ASP, 242SER, 244VAL, 264TYR, 265ASP, 266GLY, 269VAL, 270GLU, 273MET

	60
	J_655215FFE6D23
	208.632
	72THR, 73ALA, 74ARG, 179ASP, 180ALA, 181ARG, 182SER, 184ASP, 185ARG, 188SER, 191ARG, 192PRO, 193TYR, 196ASP, 198MET, 199PRO, 200GLY, 252SER, 253CYS, 254GLY, 255SER, 258THR, 280SER, 281TRP, 282SER, 285SER
	J_6551F2CAB0E39
	656.376
	25ASP, 26ALA, 27SER, 28TRP, 29TYR, 30LEU, 31PRO, 32LYS, 35ARG, 36ASP, 37ALA, 38ARG, 40GLU,41PHE, 43GLU, 44ARG, 45HIS, 51PHE, 52PHE, 53ASP, 54ILE, 55ASP, 57CYS, 58SER, 60ARG, 66HIS, 67MET, 68LEU, 92TYR, 93ASP, 94ALA, 95SER, 96ASP, 97GLN, 100TYR, 101SER, 104ARG, 105VAL, 108MET, 124LEU, 175SER, 176ARG, 177ALA, 180ARG, 185GLU, 186PRO, 188PRO, 189ARG, 205PHE, 240CYS, 241GLY, 242SER, 243GLY, 244VAL, 245THR, 265ASP

	70
	J_6552F84711190
	122.283
	10HIS, 13LYS, 15PHE, 16LEU, 17ASP, 20GLU, 21VAL, 24HIS, 128ASN, 223LEU, 224ARG, 226GLU, 229ILE, 265LEU, 268HIS, 269LEU
	J_6551F6B69F01B
	133.169
	30LEU, 31PRO, 54ILE, 55ASP, 58SER, 59ASP, 60ARG, 65ASP, 66HIS, 67MET, 68LEU, 69PRO, 100TYR, 104ARG, 108MET, 175SER, 176ARG, 180ARG, 188PRO, 189ARG, 205PHE, 241GLY, 242SER, 243GLY, 244VAL, 245THR, 265ASP, 266GLY, 269VAL

	80
	J_655301C18FCCF
	260.567
	69PRO, 71SER, 72THR, 73ALA, 74ARG, 76PRO, 108MET, 168VAL, 180ALA, 181ARG, 182SER, 183ALA, 185ARG, 188SER, 192PRO, 193TYR, 195ALA, 196ASP, 198MET, 199PRO, 207ASN, 208LEU, 210TYR, 211THR, 252SER, 253CYS, 254GLY, 255SER, 257VAL, 258THR, 279GLY, 280SER, 281TRP, 282SER, 283GLU
	J_6551F9EF18D7C
	419.540
	27SER, 28TRP, 29TYR, 30LEU, 31PRO, 32LYS, 35ARG, 36ASP, 37ALA, 38ARG, 51PHE, 52PHE, 53ASP, 54ILE, 55ASP, 57CYS, 58SER, 60ARG, 64TYR, 65ASP, 66HIS, 67MET, 68LEU, 100TYR, 104ARG, 108MET, 155ILE, 156LYS, 157THR, 158TYR, 175SER, 176ARG, 177ALA, 180ARG, 188PRO, 189ARG, 190ASP, 192ILE, 205PHE, 240CYS, 241GLY, 242SER, 243GLY, 244VAL, 245THR, 264TYR, 265ASP, 266GLY, 269VAL, 270GLU, 273MET

	90
	J_6553031E2BB59
	197.499
	69PRO, 70THR, 71SER, 73ALA, 74ARG, 76PRO, 108MET, 179ASP, 180ALA, 181ARG, 182SER, 185ARG, 188SER, 189THR, 192PRO, 193TYR, 196ASP, 198MET, 199PRO, 200GLY, 252SER, 253CYS, 254GLY, 255SER, 257VAL, 258THR, 280SER, 281TRP, 282SER, 283GLU
	J_6551FB9F0063D
	637.141
	26ALA, 27SER, 28TRP, 29TYR, 30LEU, 31PRO, 35ARG, 36ASP, 37ALA, 38ARG,51PHE,52PHE, 53ASP, 54ILE, 55ASP, 57CYS, 58SER, 59ASP, 60ARG, 64TYR, 65ASP, 66HIS, 67MET, 68LEU, 69PRO, 97GLN, 100TYR, 101SER, 104ARG, 108MET, 155ILE, 156LYS, 157THR, 158TYR, 175SER, 176ARG, 177ALA, 179GLY,180ARG, 185GLU, 186PRO, 188PRO, 189ARG, 204PRO, 205PHE, 240CYS, 241GLY, 242SER, 243GLY, 244VAL, 245THR, 264TYR, 265ASP, 266GLY, 269VAL, 270GLU, 273MET, 274ARG

	100
	J_6553045C5240E
	729.816
	35TYR, 36SER, 37LEU, 38LYS, 39VAL, 42HIS, 61ASP, 65SER, 69PRO, 70THR, 71SER, 72THR, 73ALA, 74ARG, 75HIS, 76PRO, 102ASP, 103ASP, 108MET, 112ARG, 168VAL, 179ASP, 180ALA, 181ARG, 182SER, 185ARG, 188SER, 192PRO, 193TYR, 194ALA, 195ALA, 196ASP, 198MET, 200GLY, 252SER, 253CYS, 254GLY, 255SER, 257VAL, 258THR, 279GLY, 280SER, 281TRP, 282SER, 283GLU
	J_6551FDA8320C5
	490.688
	26ALA, 27SER, 28TRP, 29TYR, 30LEU, 31PRO, 32LYS, 33LEU, 34GLY, 35ARG, 36ASP, 37ALA, 38ARG, 51PHE, 52PHE, 53ASP, 54ILE, 55ASP, 57CYS, 58SER, 64TYR, 65ASP, 66HIS, 67MET, 68LEU, 69PRO, 74PHE, 100TYR, 101SER, 104ARG, 105VAL, 107TRP, 108MET, 109PHE, 155ILE, 157THR, 158TYR, 175SER, 176ARG, 177ALA, 180ARG, 188PRO, 189ARG, 190ASP, 204PRO, 205PHE, 206THR, 240CYS, 241GLY, 242SER, 243GLY, 244VAL, 245THR, 265ASP, 266GLY, 269VAL, 270GLU, 273MET, 274ARG






Supplementary Figure 1: RMSD of Ld3-MST in three scenarios: with 70 amino acids (black), without 70 amino acids (green), and with only 70 amino acids (red)
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