Figure S1 Block analysis to show the convergence (within last 500.0 ns out of 1250.0 ns) of the REMD simulation. Total 1250.0 ns sampling of FSD-1 at 280 K are equally divided into 5 blocks for calculating the abundance of native structure (i.e. the C RMSD against NMR structure at 280 K is less than 3.0 Ǻ). 
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FigureS2 Distribution of the four order parameters at 323K. 
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FigureS3 The absolute heat capacity as a function of temperature from the REMD simulations using a Berendsen thermostat with a coupling constant of 2.0 ps.
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 FigureS4 C-RMSDs of  40 trajectories starting from the TS structure identified from the replica trajectory at 323K. A: trajectory 1-20  B: trajectories 21-40.
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Figure S5 The last snapshot of 20 CMD trajectories. The backbone is shown in cartoon and the secondary structure is coded by color: coil in silver, a-helix in purple, β-sheet in yellow, isolated β-bridge in tan and turn in cyan. The side chain type is also coded by color: hydrophobic in black, hydrophilic in green, positively charged in blue and negatively charged in red and N-terminal is shown by a red VDW ball.
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Figure S6 C-RMSDs of 20 CMD trajectories starting from an extended conformation at 300 K.
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Figure S7 C-RMSDs of 40 trajectories starting from the TS structure identified from the successful folding trajectory 1. A: trajectory 1-20  B: trajectories 21-40
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Figure S8 C-RMSDs of 40 trajectories starting from the TS structure identified from the successful folding trajectory 2. A: trajectory 1-20  B: trajectories 21-40
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		0		0		0

		0		0		0

		0		0		0

		0		0		0

		0		0		0

		0		0		0

		0		0		0

		0		0		0

		0		0		0

		0		0		0

		0		0		0

		0		0		0

		0		0		0

		0		0		0

		0		0		0



a-helical

b-extended

Coiled



		

		29wat

		1		642		13				13		8		7		4		4		3		2		2		2		2

		2		416		8

		3		371		7

		4		192		4

		5		181		4

		6		163		3

		7		102		2

		8		102		2

		9		96		2

		10		95		2

						47

		30wat

		1		1288		26

		2		441		9

		3		296		6

		4		150		3

		5		143		3

		6		129		3

		7		123		2

		8		114		2

		9		103		2

		10		100		2

						58

		31wat

		1		979		19

		2		422		8

		3		419		8

		4		251		5

		5		158		3

		6		148		3

		7		133		3

		8		107		2

		9		98		2

		10		74		1

						55





		A		644		665																655		15

				0.14		0.11		0.25

				90.16		73.15		653.24														653		10

				11.952864		15.212736		10.4241258626

		B		657		661		648		674		683		638		673						662		16

				0.1		0.09		0.08		0.05		0.04		0.04		0.03		0.43

				65.7		59.49		51.84		33.7		27.32		25.52		20.19		659.9069767442				660		13

				0.841		0.1089		11.3288		9.9405		21.3444		19.1844		5.1483		12.5657618986

		C		700																		700

		D		637		620		632		632		657										636		14

				0.12		0.07		0.06		0.05		0.05		0.35

				76.44		43.4		37.92		31.6		32.85		634.8857142857								635		11

				0.539328		15.499008		0.497664		0.41472		24.46472		10.8779514878

		E		668		701		704		686		670										686		17

				0.21		0.04		0.04		0.03		0.03		0.35

				140.28		28.04		28.16		20.58		20.1		677.6								678		14

				19.3536		21.9024		27.8784		2.1168		1.7328		14.4404194636

		F		753		733		758		763												752		13

				0.15		0.08		0.08		0.03		0.34

				112.95		58.64		60.64		22.89		750.3529411765										750		10

				1.014		24.2208		4.6208		4.7628		10.0905313799

		G		691		669																680		16

				0.08		0.04		0.12

				55.28		26.76		683.6666666667														683		10

				4.2632		8.6436		10.370953026

		H		640		688		668		666												666		20

				0.11		0.09		0.04		0.03		0.27

				70.4		61.92		26.72		19.98		663.037037037										663		20

				58.19		56.25		1		0.27		20.701583407

		I		605		593		624		614		642										616		19

				0.22		0.11		0.06		0.05		0.05		0.49

				133.1		65.23		37.44		30.7		32.1		609.3265306122								609		14

				4.0678		29.2259		12.9654		1.1045		53.4645		14.3447423348

		J		613		599		616		589		567										597		20

				0.32		0.16		0.1		0.07		0.05		0.7

				196.16		95.84		61.6		41.23		28.35		604.5428571429								604		14

				22.902912		4.910656		13.13316		16.904412		70.46258		13.5390292963

		K		637		574		620		606		611										610		23

				0.4		0.2		0.15		0.09		0.06		0.9

				254.8		114.8		93		54.54		36.66		615.3333333333								615		25

				187.83556		341.63378		3.271335		7.834401		1.124934		24.5334241393






