Structural model of the full-length Ser/Thr protein kinase StkP from S. pneumoniae and its recognition of peptidoglycan fragments
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Figure 1S. Ramachandran plot for the structural models 
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Table 1ST. Evaluation of generated models by using PROCHECK
	
	Core
	Allowed
	Gen. Allowed
	Disallowed

	kinase
	92.6%(226)
	6.1%(15)
	0.8%(2)
	0.4%(1)

	juxtamembrane
	58.5%(38)
	32.3%(21)
	6.2%(4)
	3.1%(2)

	PASTA 1
	87% (48)
	10.75% (6)
	3.6% (2)
	0.0%

	PASTA 2
	70.8% (46)
	27.7% (18)
	0.0%
	1.5% (1)

	PASTA 3
	75.4% (46)
	16.4% (10)
	8.2% (8.2)
	0.0%

	PASTA 4
	64.1% (41)
	26.6% (17)
	7.8% (5)
	1.6% (1)

























Figure 2S. Evaluation of the generated models by using ProSA-Web
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Figure 3S. Evaluation of I-TASSER models by using ProSA-Web z-score

Table 2ST. Absolute values of the z-score as calculated by Prosa-web, graphically reported in Figure 3S.
	
	Prosa-web
z-score

	kinase
	-7.67

	juxtamembrane
	-2.81

	PASTA1
	-5.06

	PASTA2
	-6.47

	PASTA3
	-5.98

	PASTA4
	-5.48











Figure 4S. Evolution of radius of gyration. The ligand has not been included in the calculations. Unbound and muropeptide-bound systems are shown in blue (unbound), green (bound-S1) and orange (bound-S2), respectively.
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Figure 5S. Cα-RMSF values averaged per each residue over the MD trajectory. (a) Kinase domain. (b) Juxtamembrane domain. (c) Transmembrane domain. (d) Four-PASTA extracellular domain. Unbound and muropeptide-bound systems are shown in blue (unbound),  green (bound-S1) and orange (bound-S2), respectively.



Figure 6S. Time evolution of the secondary structural elements along the MD simulation generated by  Desmond  (Schrödinger LLC).  (A) unbound. (B)  bound-S1.  (C) bound-S2.  Protein secondary structure   elements   like alpha-helices   (red)    and  beta-strands    (light blue)    are   monitored throughout the simulation. [image: P-SSE_Timeline_2]



Table 3ST. Average MM-GBSA binding free energy components (in kcal/mol) at the two binding sites for PNG, obtained from snapshots of MD simulations.
	

	MM-GBSA
Gbind
	MM-GBSA
GCoulomb
	MM-GBSA
GCovalent
	MM-GBSA
GHbond
	MM-GBSA
GLipo
	MM-GBSA
GSolv_GB
	MM-GBSA
GvdW

	S1
	-37.9±10
	-51.0±13
	1.9±4
	-4.2±1
	-11.5±4
	51.4±9
	-26.8±6

	S2
	    -55.6±8
	-60.2±11
	1.9±3
	-3.1±1
	-17.2±4
	56.3±8
	-33.3±5
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