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SUPPLEMENTARY INFORMATION

Figure S1. Saturation Transfer Difference (STD) 'H-NMR spectra of P-MYPT1%070! recorded in the absence and in
the presence of recombinant PP1c.

Figure S2. Original dot blots to the data of Fig. 4B

Table S1 HADDOCK scores and energies for the poses of docked P-Ser696-MYPT19701 and P-Thr696-MYPT1¢%-
701 peptides on the surface of PP1c
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Figure S1. Saturation Transfer Difference (STD) 1H-NMR spectra of P-Thr696-MYPT1¢0701 (1.3 mM) recorded in
the absence (A) and in the presence of 13.3 uM recombinant PP1c (B). The lack of signals in the control STD
spectrum (A) confirms that selective irradiation applied at -650 Hz (-1.3 ppm) has no partial saturation effect on
the P-Thr696-MYPT19070! signal intensities. Thus, the STD signals in spectrum (B) are solely due to saturation
transferred from the protein upon binding interaction. All relevant experimental parameters are detailed in

section 4.6.

21.02.04. 21.01.22.
Sampling time (minj: 0 03 06 1 15 2 Sampling time (min): 0 0.3 0.6 1 15 b
@Ml i P 4 - w 5 3
5 10 20 30 60
5 10 20 20 60 @ < o -
* @ o ° o
21.02.03. 21.01.26.

o
(=]

Sampling time (min): 0 Sampling time (min): 0 03

e
L ]
-
“®
<]

21.02.02.

-
=
o
(5]

Sampling time (min): 0 03 086

Figure S2. Original dot blots to the data of Fig. 4B



Table S1 HADDOCK scores and energies for the poses of docked P-Ser696-MYPT140-71 and P-Thr696-MYPT16%-
701 peptides on the surface of PP1c

P-Ser696-MYPT1™*™  P-Thr696-MYPT1™""™"

HADDOCK score -175.6 +/-14.2 -165.6 +/- 18.1
RMSD from the overall lowest-energy 16+/-16 33+4/-03
structure
Van der Waals energy -7.0+/-13.8 -26.8+/-12.4
Electrostatic energy -950.0 +/- 99.3 -793.3 +/-79.3
Desolvation energy 12.0+/-1.9 8.3 +/-3.6
Restraints violation energy 93.4 +/-49.44 114.6 +/- 50.32
Buried Surface Area 1725.6 +/-104.9 1993.9 +/-159.2

Z-Score -0.5 -0.6




