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Figure S1. Experimental (K) and calculated (KС) dependences of the CIDNP on the 

diastereomers (R,S)NPX-Pyr dyad concentrations ratio. Calculation parameters: 

αSR=2, αSS=1, βSR=0.1, βSS=0.1, =0; dimerization equilibrium constants: KRS=2×105 

M-1, KSS=2×105 M-1, KRS,SS=1×105 M-1. Here, α, β and  are the efficiencies of 

polarization formation in homo-, hetero-dimers and monomers. 
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Figure S2. Calculated (Kc) dependences of the CIDNP on the diastereomers 

(R,S)NPX-Pyr dyad concentrations ratio with different dimerization equilibrium 

constants. Calculation parameters: SR=2, SR=1, SR=0.1, SS=0.1, =0. 

Dimerization equilibrium constants: 1) KSR,SR=2×105 M-1, KSS,SS=2×105 M-1, 

KSR,SS=1×105 M-1; 2) KSR,SR=1×105 M-1, KSS,SS=2×105 M-1, KSR,SS=1×105 M-1; 3)  

KSR,SR=2×105 M-1, KSS,SS=1×105 M-1, KSR,SS=1×105 M-1; 4)  KSR,SR=2×105 M-1, KSS,SS=2×105 

M-1, KSR,SS=2×105 M-1. Here, α, β and  are the efficiencies of polarization 

formation in homo-, hetero-dimers and monomers. 
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Figure S3. Calculated (Kc) dependences of the CIDNP on the diastereomers 

(R,S)NPX-Pyr dyad concentrations ratio with different . Calculation parameters: 

αSR=1.8, αSS=1, =0; dimerization equilibrium constants: KRS=2×105 M-1, KSS=2×105 

M-1, KRS,SS = 1×105 M-1. 1) SR=0.1, SS=1; 2) SR=0.1, SS=1, 3) SR=0.1, SS=1; Here, 

α, β and  are the efficiencies of polarization formation in homo-, hetero-dimers 

and monomers. 

 

Figure S4. Calculated (Kc) dependences of the CIDNP on the diastereomers 

(R,S)NPX-Pyr dyad concentrations ratio with different dimerization equilibrium 

constants, taking into account . Calculation parameters: SR=2, SR=1, SR=0.1, 

SS=0.1. Dimerization equilibrium constants: 1) =0, KSR,SR=2×105, KSS,SS=2×105, 

KSR,SS=1×105 M-1; 2) =1, KSR,SR=2×105 M-1, KSS,SS=2×105 M-1, KSR,SS=1×105 M-1; 3) =1,  

KSR,SR=2×104 M-1, KSS,SS=2×104 M-1, KSR,SS=1×104 M-1; 4) =1, KSR,SR=2×103 M-1, 

KSS,SS=2×103 M-1, KSR,SS=1×103 M-1. Here, α, β and  are the efficiencies of 

polarization formation in homo-, hetero-dimers and monomers. 
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Figure S5. Calculated (Kc) dependences of the CIDNP on the diastereomers 

(R,S)NPX-Trp dyad concentrations ratio with different . Calculation parameters: 

αSR=1.8, αSS=1, =0; dimerization equilibrium constants: KRS = 2×105 M-1, KSS = 2×105 

M-1, KRS,SS = 2×105 M-1. 1) SR=1.6, SS=5.5; 2) SR=1.6, SS=7; 3) SR=1.6, SS=4; 4) 

SR=1, SS=5.5; 5) SR=2.5, SS=5.5. Here, α, β and  are the efficiencies of 

polarization formation in homo-, hetero-dimers and monomers. 

 

Figure S6. Calculated (Kc) dependences of the CIDNP on the diastereomers 

(R,S)NPX-Trp dyad concentrations ratio with different dimerization equilibrium 

constants. Calculation parameters: SR=1.8, SR=1, SR=1.6, SS=5.5, =0. 
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Dimerization equilibrium constants: 1) KSR,SR=2×105 M-1, KSS,SS=2×105 M-1, 

KSR,SS=2×105 M-1; 2)  KSR,SR=1×105, KSS,SS=2×105 M-1, KSR,SS=2×105 M-1; 3)  KSR,SR=5×105 

M-1, KSS,SS=2×105 M-1, KSR,SS=2×105 M-1; 4)  KSR,SR=2×105 M-1, KSS,SS=1×105 M-1, 

KSR,SS=2×105 M-1; 5)  KSR,SR=2×105 M-1, KSS,SS=2×105 M-1, KSR,SS=1×105 M-1. Here, α, β 

and  are the efficiencies of polarization formation in homo-, hetero-dimers and 

monomers. 

 

  

Figure S7. Calculated (Kc) dependences of the CIDNP on the diastereomers 

(R,S)NPX-Trp dyad concentrations ratio with different  at height dimerization 

equilibrium constants. Calculation parameters: SR=1.8, SR=1, SR=1.6, SS=5.5. 

Dimerization equilibrium constants . KSR,SR=2×105 M-1, KSS,SS=2×105 M-1, 

KSR,SS=2×105 M-1 1) =0; 2) =2; 3)  =5; 4)  = 5. Here, α, β and  are the efficiencies 

of polarization formation in homo-, hetero-dimers and monomers 
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Figure S8. Calculated (Kc) dependences of the CIDNP on the diastereomers 

(R,S)NPX-Trp dyad concentrations ratio with different  at medium dimerization 

equilibrium constants. Calculation parameters: SR=1.8, SR=1, SR=1.6, SS=5.5. 

Dimerization equilibrium constants . KSR,SR=2×104 M-1, KSS,SS=2×104 M-1, 

KSR,SS=2×104 M-1 1) =0; 2) =2; 3) =5; 4) =10. Here, α, β and  are the efficiencies 

of polarization formation in homo-, hetero-dimers and monomers. 

 

Figure S9. Calculated (Kc) dependences of the CIDNP on the diastereomers 

(R,S)NPX-Trp dyad concentrations ratio with different  at low dimerization 

equilibrium constants. Calculation parameters: SR=1.8, SR=1, SR=1.6, SS=5.5. 
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Dimerization equilibrium constants . KSR,SR=2×103, KSS,SS=2×103, KSR,SS=2×103. 1)  

=0; 2)  =2; 3) =5; 4) =10. Here, α, β and  are the efficiencies of polarization 

formation in homo-, hetero-dimers and monomers. 


