Phosphorylation of Tyrosine 841 Plays a Significant Role in JAK3 Activation
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RMSD of Kinases in 100 ns Simulation
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Figure S1: RMSD of the kinase Y841, pY841, and that with ADP or ATP.

The Distance between C-lobe and N-lobe in Kinase
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Figure S2: Cleft size of kinase Y841, pY841, and that with ADP or ATP.
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The Binding Component of
Electrostatic Force with Simulation
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Figure S3: Binding components of electrostatic force between kinase and ADP/ATP in Y841, pY841.

The Distance between ATP and LYS830
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Figure S4: Distances between the salt bridge pairs LYS830/ATP in Y841 and pY841. The occupancy of
LYS830/ATP in 5.8% while that in pY 841 is 16.6%.



RMSD of Full-length JAK3 in Autoinhibited State
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Figure S5: RMSD of full length JAK3 with non- phosphorated and phosphorated Y841 (FY841 and
pY841) in auto-inhibited state

RMSF of Full-length JAK3 in Autoinhibited State

8 —— FY841
T —— FpY841
<Yl , I
& } l .
= 1 | | fl
o 2 -1 |:\ ) :, ! A Q. g : :y, I \
i #152 & 4l 2 14 "y ey ; {
"'.!'!} .q;r C" f T Sl ; » ;"g;] R , & ul Al b ‘l
0 L 1 L 1 g 1 L 1 L 1
0 200 400 600 800 1000
Residue ID

Figure S6: RMSF of full length JAK3 with non-phosphorated and phosphorated Y841 (FY841 and
FpY841) in auto-inhibited state



