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Figure S1. Experimental (K) and calculated (Kc) dependences of the CIDNP on the
diastereomers (R,S)NPX-Pyr dyad concentrations ratio. Calculation parameters:
asr=2, ass=1, Bsr=0.1, Bss=0.1, y=0; dimerization equilibrium constants: Krs=2x10°
M, Kss=2x10°> M™, Kgsss=1x10°> M. Here, a, B and y 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: oasr=2, ask=1, Psr=0.1, Pss=0.1, 7v=0.
Dimerization equilibrium constants: 1) Kspsr=2x10° M, Kssss=2x10° MY,
KSR,ss=1X105 M'l; 2) KSR,5R=1X105 |V|'1, Kss,ss=2><105 |V|'1, KSR,ss=1X105 |V|'1; 3)
KSR,5R=2X105 M'l, Kss,ss=1><105 |V|'l, KSR,ss=1X105 |V|'1,' 4) KSR,SR=2X105 M'l, Kss,ss=2><105
M, Ksrss=2x10°> M™. Here, a, B and y 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 3. Calculation parameters:
asr=1.8, ass=1, y=0; dimerization equilibrium constants: Krs=2x10> M, Kss=2x10°
|V|_1, KRrs,ss = 1x10° M. 1) B5R=O.1, ﬁss=1; 2) B5R=O.1, ﬁss=1, 3) ﬁ5R=0.1, Bss=1; Here,
a, B and y are the efficiencies of polarization formation in homo-, hetero-dimers
and monomers.
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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 y. Calculation parameters: asr=2, asr=1, Psr=0.1,
Bss=0.1. Dimerization equilibrium constants: 1) y=0, Ksrsr=2%10°, Kssss=2x10,
Ksr,ss=1x10° M 2) y=1, Ksrsr=2x10° M, Kssss=2x10° M, Ksp ss=1x10° M%; 3) y=1,
Ksr,sr=2%x10* M2, Kssss=2x10* M2, Ksrss=1x10* M, 4) v=1, Ksrsr=2x103 M7,
Kss,ss=2x10° M, Ksgss=1x10° M™. Here, a, B and y 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 3. Calculation parameters:
asr=1.8, ass=1, y=0; dimerization equilibrium constants: Kgs= 2x10°> M, Kss = 2x10°
|V|'1, Kgs,ss = 2x10° M. 1) BSR=1-6, Bss=5.5,' 2) B5R=1.6, Bss=7; 3) BSR=1-6, Bss=4; 4)
Bsr=1, Pss=5.5; 5) Psr=2.5, Pss=5.5. Here, a, B and y are the efficiencies of
polarization formation in homo-, hetero-dimers and monomers.
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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: asr=1.8, asr=1, Psr=1.6, Pss=5.5, 7=0.



Dimerization equilibrium constants: 1) Ksgsr=2x10° M™?, Kssss=2x10° M?,
KSR,55=2X105 M_l; 2) KSR,5R=1X105, Kss,ss=2><105 |V|_1, KSR,55=2X105 M_l; 3) KSR,SR=5><:|.Q5
|V|_1, Kss,ss=2><105 |V|_1, KSR,ss=2X105 |V|'1,' 4) KSR,5R=2X105 |V|_1, Kss,ss=1><105 |V|_1,
KSR,55=2X105 M_l; 5) KSR,5R=2X105 |V|_1, K55,55=2X105 |V|_1, KSR,55=1><105 ML, Here, a, B
and vy are the efficiencies of polarization formation in homo-, hetero-dimers and
monomers.
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Figure S7. Calculated (Kc) dependences of the CIDNP on the diastereomers
(R,S)NPX-Trp dyad concentrations ratio with different y at height dimerization
equilibrium constants. Calculation parameters: asr=1.8, asr=1, Bsr=1.6, Pss=5.5.
Dimerization equilibrium constants y. Ksgsr=2x10° M, Kssss=2x10° M?,
Ksr,ss=2x10° M 1) y=0; 2) y=2; 3) y=5; 4) y=5. Here, a, B and y are the efficiencies
of polarization formation in homo-, hetero-dimers and monomers



1.4 1

1.2 1

= N W N

© 1.0
0.8 1

0.6 1

0.4

4 6 8
[SR],/[SS],

Figure S8. Calculated (Kc) dependences of the CIDNP on the diastereomers
(R,S)NPX-Trp dyad concentrations ratio with different y at medium dimerization
equilibrium constants. Calculation parameters: asr=1.8, asr=1, Bsr=1.6, Pss=5.5.
Dimerization equilibrium constants y. Ksgsr=2x10* M, Kssss=2x10* M?,
Ksr,ss=2x10* M 1) y=0; 2) y=2; 3) y=5; 4) y=10. Here, a, B and y are the efficiencies
of polarization formation in homo-, hetero-dimers and monomers.
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Figure S9. Calculated (Kc) dependences of the CIDNP on the diastereomers
(R,S)NPX-Trp dyad concentrations ratio with different y at low dimerization
equilibrium constants. Calculation parameters: asz=1.8, asr=1, Psr=1.6, Pss=5.5.



Dimerization equilibrium constants y. Ksrsp=2x103, Kssss=2x10°, Ksrss=2x103. 1)
v=0; 2) y=2; 3) y=5; 4) y=10. Here, a, B and y are the efficiencies of polarization
formation in homo-, hetero-dimers and monomers.



