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Supplementary Figure S1: RMSD analysis of each chain in the explicit solvent and ions simulation
The RMSD of various domains and linkers of the antibody four chains are illustrated in A) light chain A; B) light chain C; C) heavy chain B; D) heavy chain D. Each light chain is composed of variable (VL) and constant (CL) domains connected by a linker (CL/VL –linker). Whilst the heavy chain is composed of variable (VH) and three constant (CH1, CH2, and CH3) domains. Three linkers (VH/CH1-Linker, CH1/CH2-Linker, and CH2/CH3-Linker) connect the four domains of the heavy chains.
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Supplementary Figure S2: RMSD analysis of each chain in the implicit solvent and ions simulation 
The RMSD of various domains and linkers of the antibody four chains are illustrated in A) light chain A; B) light chain C; C) heavy chain B; D) heavy chain D. Each light chain is composed of variable (VL) and constant (CL) domains connected by a linker (CL/VL –linker). Whilst the heavy chain is composed of variable (VH) and three constant (CH1, CH2, and CH3) domains. Three linkers (VH/CH1-Linker, CH1/CH2-Linker, and CH2/CH3-Linker) connect the four domains of the heavy chains.
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Supplementary Figure S3: RMSD analysis of each chain in the implicit solvent/explicit ions simulation
[bookmark: _GoBack]The RMSD of various domains and linkers of the antibody four chains are illustrated in A) light chain A; B) light chain C; C) heavy chain B; D) heavy chain D. Each light chain is composed of variable (VL) and constant (CL) domains connected by a linker (CL/VL –linker). Whilst the heavy chain is composed of variable (VH) and three constant (CH1, CH2, and CH3) domains. Three linkers (VH/CH1-Linker, CH1/CH2-Linker, and CH2/CH3-Linker) connect the four domains of the heavy chains.
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