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Figure SI1. Backbone RMSD values for simulation of high salt concentration (black) and low salt concentration (red) from 100 ns MD simulations free BSA.
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Figure SI2. Root-mean-square fluctuation (RMSF) values for simulation sets of high salt concentration (a) and low salt concentration (b) from the last 50ns of the 100 ns MD simulations for 10 initial orientations of BSA systems, and the free BSA as a negative control. Orientations 1, 2, 3, 4, 5, 6, 7, 8, 9, and 10 are represented in red, green, maroon, yellow, tan, emerald, violet, turquoise, magenta, and orange respectively with free BSA represented in black.
Table SI 1. The fractional population of top-ranked clusters, from clustering of last 50 ns of MD trajectories of Au-BSA configurations.
	Au-BSA MD system
	Fraction of top cluster

	Au-BSA replicate #1 in high salt conc.
	0.53

	Au-BSA replicate #2 in high salt conc.
	0.68

	Au-BSA replicate #3 in high salt conc.
	0.59

	Au-BSA replicate #4 in high salt conc.
	0.57

	Au-BSA replicate #5 in high salt conc.
	0.49

	Au-BSA replicate #6 in high salt conc.
	0.61

	Au-BSA replicate #7 in high salt conc.
	0.67

	Au-BSA replicate #8 in high salt conc.
	0.70

	Au-BSA replicate #9 in high salt conc.
	0.56

	Au-BSA replicate #10 in high salt conc.
	0.62

	Au-BSA replicate #1 in low salt conc.
	0.73

	Au-BSA replicate #2 in low salt conc.
	0.64

	Au-BSA replicate #3 in low salt conc.
	0.74

	Au-BSA replicate #4 in low salt conc.
	0.57

	Au-BSA replicate #5 in low salt conc.
	0.62

	Au-BSA replicate #6 in low salt conc.
	0.43

	Au-BSA replicate #7 in low salt conc.
	0.68

	Au-BSA replicate #8 in low salt conc.
	0.75

	Au-BSA replicate #9 in low salt conc.
	0.63

	Au-BSA replicate #10 in low salt conc.
	0.56
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