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Table S1. Crystallographic Parameters for the LaPc, Polymorphs

a-Phase® CH,CI, Solvate Phase
Chemical Formula CesH3oNjgLa CesH3NjsLa-CH,Cl,
Crystal System Tetragonal Orthorhombic
Z 2 4
Space Group P4/nnc Pnma
a(A) 19.9227(6) 28.0409(9)
b (A) 19.9227(6) 22.9440(7)
c(A) 6.3925(4) 7.8783(2)
a(°) 90.0 90.0
B(°) 90.0 90.0
v (©) 90.0 90.0
V (A3 2537.27 5068.67
Density (g/cm?) 1.524 1.637
R-factor (%) 8.03 3.01
CCDC Number 2096854 2096857

*There is a small residual electronic density peak at coordinates (%4, %4, ¥4), mirroring the La center with
respect to the phthalocyanine ring. This suggests some La disorder between two positions shifted along
the LaPc, stack by the Pc-Pc distance, as was observed in the neodymium case. Attempts to refine this
model, however, converged to occupancy factors of less than 1% for the additional La site with no
significant improvement of the R-factors, and where thus abandoned.

Figure S1. Thermal ellipsoid plot for the LaPc, Figure S2. Thermal elliPSOid, plot for the .

a-phase. Ellipsoids shown at 50% probablilty ~ LaPcz’ CHaCla phase. Ellipsoids shown at 50%

(La: light blue, C: grey, N: blue, H: white). probablilty (La: light blue, C: grey, N: blue, CI:
bright green, H: white).



Table S2. Crystallographic Parameters for PrPc, Polymorphs

0-Phase CH,Cl, Solvate Phase
Chemical Formula CesH3Nj6Pr CesH3N6Pr-CH.CL,
Crystal System Monoclinic Orthorhombic
Z 4 4
Space Group C2/c Pnma
a(A) 28.106(3) 28.1128(16)
b (A) 14.1593(10) 22.9663(14)
c(A) 13.1975(8) 7.8883(5)
a(°) 90.0 90.0
B(°) 115.551(4) 90.0
v (©) 90.0 90.0
V (A3 4738.45 5093.06
Density (g/cm?) 1.634 1.631
R-factor (%) 2.68 2.94
CCDC Number 2096858 2096859

Figure S4. Thermal ellipsoid plot for the
PrPc, CH,Cl, solvate phase. Ellipsoids shown
Figure S3. Thermal ellipsoid plot for the PrPc, at 50% probability (Pr: yellow-green, C: grey,
d-phase. Ellipsoids shown at 50% probablilty (Pr:  N: blue, CI: bright green, H: white).
yellow-green, C: grey, N: blue, H: white).



Figure SS. a) Purification of NdPc, and NdPc, by column chromatography showing blue
(NdPc;) and green (NdPc,) bands b) Resulting fractions.



Table S3. Crystallographic parameters for the NdPc, polymorphs

a-Phase® B-Phase” v-Phase* 0-Phase CHz%l}zlaSS(élvate
%};ﬁ:ﬁf CoHuNigNd | CoHuNigNd | CaHiNigNd | CosHiNieNd | CeaHiaN Nd-CH,C,
Crystal System | Tetragonal Monoclinic | Orthorhombic | Monoclinic Orthorhombic
Z 2 4 4 4 4
Space Group P4/nnc C2/c P2,2,2, C2/c Pnma
a(A) 19.937(5) 19.010 8.852(2) 28.103(3) 28.085(16)
b (A) 19.937(5) 19.066 10.604(2) 14.175(13) 22.964(13)
c(A) 6.420(16) 15.538 50.844(12) 13.185(12) 7.890(4)
a(°) 90.0 90.0 90.0 90.0 90.0
B () 90.0 116.1 90.0 115.596(2) 90.0
v (©) 90.0 90.0 90.0 90.0 90.0
vV (A%) 2551.93 5057.39 4772.5(19) 4737.0(8) 5088.3(5)
Density (g/cm’) 1.522 1.536 1.627 1.640 1.637
R-factor (%) 6.47 5.2 3.07 3.55 2.66
CCDC Number| 2016007 N/A 2016008 2016006 2016009

a. Platon (Spek, A. L. Acta Cryst., 2009, D65, 148-155) was used to transform the space group from
P4/nnc to the suggested P4/mcc, which includes an additional mirror through the phthalocyanine ring,
and therefore imposes a 50:50 disorder between the two Nd sites. Refinement of the structure in the
new space group did not yield any appreciable improvement of the model or R-factors (P4/nnc:
R1=6.47%, wR,=18.00%; P4/mcc: R,=5.78%, wR,=22.55%). Given that the Nd disorder refines away
from a 50:50 ratio in the P4/nnc space group, and that the curvature observed for the phthalocyanine
rings (convexity toward the major Nd site) is consistent with the structure of the NdPc, molecules in all
other phases, P4/nnc was determined to be the correct space group. The OMIT command was used to
omit reflections affected by the beam stop.

b. Parameters taken from the following reference: Darovskikh, A.N.; Tsytsenko, A.K.; Frank-
Kamenetskaya, O.V.; Fundamenskii, V.S.; Moskalev, P.N. Polymorphism of Diphthalocyanine-
Neodymium. Molecular and Crystal Structure of the B-Phase. Sov. Phys. Crystallogr., 1984, 24, 273-
276.

c. The OMIT command was used to omit reflections affected by the beam stop.



Figure S6. An example of how the skew angle is calculated using the CH,Cl, solvate
phase. Centroids are defined by the four isoindole nitrogens on each Pc ligand (Nd: green,

N: blue, C: grey, CI: bright green). Hydrogens are omitted for clarity.

Table S4. Geometric parameters of the different NdPc, polymorphs.

CH,CI, Solvate
a-Phase B-Phase v-Phase d-Phase Phase

Skew angle (°) 40.9 39.0 40.8 42.7 45
Shortest Nd-Nd

Distance (A) 6.4202(16) 8.458 8.852(2) 7.0782(6) 7.8897(4)

Slip angle (°) 90 49.5 47.3 67 55.3

Vertical
intermolecular
Pe-Pe Distance 3.45 3.45 3.57 3.57 3.54
(A)




Figure S7. Reflection data for the NdPc, a-phase showing the lack of a supercell or superperiod in
the directions a) Okl b) hOl c¢) hkO.



Figure S8. Thermal ellipsoid plot for the NdPc, a-phase.
Ellipsoids shown at 50% probability (Nd: green, C: grey, N: blue,
H: white).
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Figure S9. Hirshfeld plot (a) and corresponding fingerprint plot (b) for the NdPc, -phase.



Figure S10. Thermal ellipsoid plot for the NdPc, y-phase.
Ellipsoids shown at a 50% probability (Nd: green, N: blue,
C: grey, H: white).
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Figure S11. The Hirshfeld surface (a) and corresponding fingerprint plot (b) for the NdPc, y-phase.
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Figure S12. Redox titration of NdPc, y-phase crystals, re-dissolved in CH>Cl..

Figure S13. Thermal ellipsoid plot for the NdPc,
d-phase. Ellipsoids shown at a 50% probability (Nd:
green, N: blue, C: grey, H: white).
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Figure S14: The Hirshfeld surface (a) and corresponding fingerprint plot (b) for the NdPc, d-phase.
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Figure S15. Redox titration of NdPc, 6-phase crystals, re-dissolved in CH,Cl..
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Figure S16. Thermal ellipsoid plot for the NdPc, CH.Cl,
solvate phase. Ellipsoids shown at a 50% probability
(Nd: green, N: blue, C: grey, H: white).
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Figure S17. The Hirshfeld surface (a) and corresponding fingerprint plot (b) for the NdPc, CH,Cl,
solvate phase.
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Figure S18. Redox titration of NdPc, CH,Cl, solvate phase crystals, re-dissolved in CH,Cl,.
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Figure S19. Influence of the skew angle of a NdPc, molecule on the energies of its quintet
(ferromagnetic coupling between the Nd** center and the phthalocyanine radical, x) and triplet
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Table S5. Crystallographic Parameters for the SmPc, Polymorphs

y-Phase d-Phase CH,CI, Solvate Phase
Chemical Formula CesH3 N 6Sm CesH3Ni6Sm CesH3N16Sm-CH,Cl,
Crystal System Orthorhombic Monoclinic Orthorhombic
Z 4 4 4
Space Group P2,2,2, C2/c Pnma
a(A) 8.8201(2) 28.1112(14) 28.1354(6)
b (A) 10.6092(3) 14.2031(12) 22.9450(6)
c(A) 50.7567(11) 13.1654(5) 7.8933(2)
a(°) 90.0 90.0 90.0
B(°) 90.0 115.574(2) 90.0
v (©) 90.0 90.0 90.0
vV (A%) 4749.52 4741.51 5095.65
Density (g/cm?) 1.644 1.647 1.643
R-factor (%) 3.8 1.73 3.1
CCDC Number 2096866 2096862 2096863

Figure S20. Thermal ellipsoid plot for the SmPc;
v-phase. Ellipsoids shown at 50% probablilty (Sm: teal,
C: grey, N: blue, H: white).
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Figure S21. Thermal ellipsoid plot for the SmPc, 6-
phase. Ellipsoids shown at 50% probablilty (Sm:
teal, C: grey, N: blue, H: white).

Figure S22. Thermal ellipsoid plot for the
SmPc,-CH,Cl; phase. Ellipsoids shown at 50%
probablilty (Sm: teal, C: grey, N: blue, H: white).
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Figure S24. Redox titration of SmPc,-CH,Cl, solvate phase crystals, re-dissolved in CH,Cl.



Table S6. Crystallographic Parameters for GdPc, Polymorphs

y-Phase® d-Phase CH,CI, Solvate Phase
Chemical Formula CesH3N16Gd CesH3N6Gd CesH3oN14Gd - CH,Cl,
Crystal System Orthorhombic Monoclinic Orthorhombic
Z 4 4 4
Space Group P2,2,2, C2/c Pnma
a(A) 8.8412(14) 28.125(3) 28.356(3)
b (A) 10.5892(15) 14.1663(14) 22.882(3)
c(A) 50.762(8) 13.1416(14) 8.0460(10)
a(°) 90.0 90.0 90.0
B(°) 90.0 115.688(4) 90.0
v (©) 90.0 90.0 90.0
vV (A%) 4752.4 4718.49 5220.58
Density (g/cm?) 1.653 1.664 1.612
R-factor (%) 5.38 5.12 4.45
CCDC Number 2096860 2096855 2096853

“The y-phase crystals are often twinned, resulting in residual electron density along the Gd-Gd
directions.

Figure S25. Thermal ellipsoid plot for the GdPc;
v-phase. Ellipsoids shown at 50% probablilty (Gd: blue-
green, C: grey, N: blue, H: white).
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Figure S26. Thermal ellipsoid plot for the GdPc, 6-
phase. Ellipsoids shown at 50% probablilty (Gd:
blue-green, C: grey, N: blue, H: white).

Figure S27. Thermal ellipsoid plot for the GdPc,-CH,Cl,
phase. Ellipsoids shown at 50% probablilty (Gd: blue-
green, C: grey, N: blue, ClI: bright green, H: white).
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Figure S28. Influence of the skew angle of a GdPc, molecule on the energies of its nonet
(ferromagnetic coupling between the Gd** center and the phthalocyanine radical, x) and septet states
(antiferromagnetic coupling, +).
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Table S7. Crystallographic Parameters for TbPc, Polymorphs

y-Phase? d-Phase CHchi)lﬁaSS(élvate
Chemical Formula CesH3oNisTb CesH3Ni6Th CesH3:Ni6Tb-CHLCL,
Crystal System Orthorhombic Monoclinic Orthorhombic
Z 4 4 4
Space Group P2,2,2, C2/c Pnma
a(A) 8.8136(6) 28.086(3) 28.0516(7)
b (A) 10.5756(7) 14.160(2) 22.9642(8)
c(A) 50.713(3) 13.1416(14) 7.8827(2)
a(°) 90.0 90.0 90.0
B(°) 90.0 115.708(10) 90.0
v (©) 90.0 90.0 90.0
vV (A%) 4726.91 4709.06 5077.9
Density (g/cm’) 1.664 1.670 1.660
R-factor (%) 5.01 4.62 2.39
CCDC Number 2108638 2096861 2096864

“The y-phase crystals are often twinned, resulting in residual electron density along the Tb-Tb

directions.

Figure S29. Thermal ellipsoid plot for the TbPc,
v-phase. Ellipsoids shown at 50% probablilty
(Tb: blue-green, C: grey, N: blue, H: white).
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Figure S30. Thermal ellipsoid plot for the TbPc,

d-phase. Ellipsoids shown at 50% probablilty (Tb:

blue-green, C: grey, N: blue, H: white).

Figure S31. Thermal ellipsoid plot for the
TbPc, CH,CI, phase. Ellipsoids shown at 50%
probablilty (Tb: blue-green, C: grey, N: blue, Cl:
bright green, H: white).
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Table S8. Crystallographic Parameters for DyPc, Polymorphs

a-Phase® v-Phase CH,Cl, Solvate Phase
Chemical Formula CesH3N 6Dy CesH3 Ny 6Dy CesH3NeDy-CH,Cl,
Crystal System Tetragonal Orthorhombic Orthorhombic
Z 2 4 4
Space Group P4/nnc P2,2,2, Pnma
a(A) 19.548(4) 8.8171(11) 28.030(3)
b (A) 19.548(4) 10.5671(12) 22.902(3)
c(A) 6.477(2) 50.658(6) 7.8972(8)
a(°) 90.0 90.0 90.0
B(°) 90.0 90.0 90.0
v (©) 90.0 90.0 90.0
V (A% 2475.02 4718.93 5069.55
Density (g/cm?) 1.584 1.672 1.667
R-factor (%) 7.00 4.57 5.87
CCDC Number 2096850 2096851 2096852

“ There is a small residual electronic density peak at coordinates (Y4, Y4, %), mirroring the Dy center
with respect to the phthalocyanine ring. This suggests some Dy disorder between two positions shifted
along the DyPc, stack by the Pc-Pc distance, as was observed in the neodymium case. Attempts to
refine this model, however, converged to occupancy factors of less than 1% for the additional Dy site

with no significant improvement of the R-factors, and where thus abandoned.

Figure S32. Thermal ellipsoid plot for the
DyPc; a-phase. Ellipsoids shown at 50%

probablilty (Dy: blue-green, C: grey, N: blue,

H: white).
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Figure S33. Thermal ellipsoid plot for the DyPc;
v-phase. Ellipsoids shown at 50% probablilty (Dy:
blue-green, C: grey, N: blue, H: white).

Figure S34. Thermal ellipsoid plot for the
DyPc,-CH,Cl, phase. Ellipsoids shown at 50%
probablilty (Dy: blue-green, C: grey, N: blue, Cl: bright
green, H: white).
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Table S9. Crystallographic Parameters for ErPc,

CH,Cl,-Phase
Chemical Formula CesH3Ni6Er-CH,Cl,
Crystal System Orthorhombic
Z 4
Space Group Pnma
a(A) 28.016(3)
b (A) 22.942(3)
c(A) 7.8678(7)
a(°) 90.0
B () 90.0
v (©) 90.0
vV (A% 5056.97
Density (g/cm?) 1.678
R-factor (%) 4.6
CCDC Number 2096856

Figure S35. Thermal ellipsoid plot for the
ErPc,CH,Cl; phase. Ellipsoids shown at 50%
probablilty (Er: mint green, C: grey, N: blue, Cl: bright
green, H: white).



Table S10. Crystallographic Parameters for YbPc, Polymorphs

v-Phase CH,CI, Solvate Phase
Chemical Formula CesH3Ni6 YD CesH3Ni6Yb-CH,Cl,
Crystal System Orthorhombic Orthorhombic
Z 4 4
Space Group P2,2,2, Pnma
a(A) 8.7901(6) 27.955(6)
b (A) 10.5965(12) 22.921(5)
c(A) 50.568(4) 7.8802(12)
a(°) 90.0 90.0
B(°) 90.0 90.0
v (©) 90.0 90.0
V (A3 4710.12 5049.29
Density (g/cm?) 1.690 1.688
R-factor (%) 4.1 4.97
CCDC Number 2096867 2096865

Figure S36. Thermal ellipsoid plot for

the YbPc,
v-phase. Ellipsoids shown at 50% probablilty
(Yb: green, C: grey, N: blue, H: white)

Figure S37. Thermal ellipsoid plot for the
YbPc,CH,Cl, phase. Ellipsoids shown at 50%
probablilty (La: green, C: grey, N: blue, CI:
bright green, H: white).
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Table S11. Bond Lengths for a-LnPc,

LaPc, NdPc, DyPc,
Atom 1 —Atom | Bond Length | Atom 1 —Atom | Bond Length | Atom 1 —Atom | Bond Length
2 (A) 2 (A) 2 (A)
La(1) - N(2) 2421 Nd(1) - N(2) 2.467 Dy(1) - N(2) 2.408
C(1)-C(2) 1.471(1) Nd(2) - N(2) 2.615 C(1)-C(2) 1.48(1)
C(1)-N(1) 1.32(1) C(H)-C“) 1.46(1) C(1)-N(1) 1.31(1)
C(1)-N(2) 1.37(1) C(1)-N(1) 1.33(1) C(1)-N(2) 1.371(9)
C(2)-C3) 1.371(1) C(1)-N(2) 1.38(1) C(2)-C(3) 1.38(1)
C(2)-C(7) 1.40(1) C(2)-C(3) 1.45(1) C(2)-C(7) 1.39(1)
C(3)-CH4) 1.38(2) C(2)-N(1) 1.34(1) C(3)-CH4) 1.38(1)
C(3)-H@B) 0.95 C(2)-N(2) 1.37(1) C(3)-H@B) 0.931
C4)-C(% 1.40(2) C3)-C“) 1.40(1) C4)-C(5 1.40(1)
C(4)-H®4) 0.95 C(3) - C(8) 1.41(1) C(4)-H®4) 0.93
C(5) - C(6) 1.40(1) C4)-C(5) 1.38(1) C(5) - C(6) 1.38(1)
C(5) - H(5) 0.95 C(5) - C(6) 1.40(1) C(5) - H(5) 0.93
C(6) - C(7) 1.38(1) C(5)—H(5) 0.93 C(6) - C(7) 1.40(1)
C(6) - H(6) 0.95 C(6) - H(6) 0.93 C(6) - H(6) 0.93
C(7) - C(8) 1.46(1) C(6) - C(7) 1.38(2) C(7) - C(8) 1.46(1)
C(8) - N(1) 1.34(1) C(7) - C(8) 1.40(1) C(8) - N(1) 1.349(9)
C(8)-N(2) 1.37(1) C(7)- H(7) 0.93 C(8)-N(2) 1.36(1)
C(8) - H(8) 0.93
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Table S12. Bond Lengths for y-LnPc,

NdPc, SmPc, GdPc; TbPc, DyPc, YbPc,
Atom 1| Bond | Atom1 | Bond | Atom1| Bond | Atom1| Bond | Atom1| Bond | Atom1 | Bond
—Atom | Length | —Atom | Length | — Atom | Length | — Atom | Length | — Atom | Length | — Atom | Length

2 (A) 2 (A) 2 A) 2 A) 2 (A) 2 (A)

Nd(1) - |12.459(3) | Sm(1) - | 2.451(3)| Gd(1) - |2.439(7)| Tb(1) - |2.406(5)| Dy(1) - [2.420(5)| Yb(1)- |2.361(5)
N(2) N(1) N(1) N(1) N(1) N(1)

Nd(1) - |2.458(4) | Sm(1) - | 2.438(3)| Gd(1) - |2.424(7)| Tb(1) - |2.409(5)| Dy(1) - [2.412(4)| Yb(1) - |2.382(5)
N(4) NB3) N@3) N@3) NGB) N@3)

Nd(1) - |2.474(4) | Sm(1) - | 2.444(3)| Gd(1) - |2.414(7)| Tb(1) - |2.397(5)| Dy(1) - [2.403(4)| Yb(1)- |2.392(5)
N(6) N(5) N(5) N(5) N(5) N(5)

Nd(1)- |2.470(3) | Sm(1) - | 2.428(4)| Gd(1) - |2.440(7)| Tb(1) - |2.415(5)| Dy(1) - [2.395(4)| Yb(1) - |2.362(5)
N(®) N(7) N(7) N(7) N(7) N(7)

Nd(1) - |2.476(3) | Sm(1) - | 2.439(3)| Gd(1) - |2.433(8)| Tb(1)- [2.401(5)| Dy(1) - [2.402(5)| Yb(1)- |2.386(5)
N(10) N(©9) N(9) N(©9) N(©9) N(©9)

Nd(1) - |2.462(3) | Sm(1) - | 2.431(3)| Gd(1) - |2.420(8)| Tb(1) - [2.426(5)| Dy(1) - [2.398(4)| Yb(1) - |2.368(5)
N(12) N(11) N(11) N(11) N(11) N(11)

Nd(1) - [2.470(4)| Sm(1) - |2.454(3)| Gd(1) - |2.444(7)| Tb(1)- |2.418(4)| Dy(1) - |2.397(4)| Yb(1) - | 2.376(5)
N(14) N(13) N(13) N(13) N(13) N(13)

Nd(1) - |2.458(4) | Sm(1) - | 2.448(3)| Gd(1) - |2.417(7)| Tb(1) - |2.403(4)| Dy(1) - [2.411(4)| Yb(1) - |2.375(5)
N(16) N(15) N(15) N(15) N(15) N(15)

C(1)- |[1.466(6)| C(1)- [1.470(6)| C(1)- | 1.47(1) | C(1)- |1.475(8)| C(1)- |1.485(8)| C(1)- |1.455(8)
C2) CQ2) C2) C2) C@2) CQ2)

C(1)- [1.341(5) C()- [1.369(5)| C(1)- | 1.37(1) | C(1)- |1.370(8)| C(1)- |1.376(7)| C(1)- |1.364(7)
N() N() N() N() N() N()

C(1)- 11.368(5)| C(1)- |1.338(5)| C(1)- | 1.33(1) | C(1)- |1.335(8)| C(1)- |1.328(7)) C(1)- |1.347(8)
NQ@) N(8) N(8) N(8) N(®) N(8)

C(2)- [1.384(6)| C(2)- [1.389(6)| C(2)- | 1.38(1) | C(2)- |1.365(8)| C(2)- |1.385(8)| C(2)- |1.386(8)
C3) CB3) C3) CB3) C3) CB3)

C(2)- 11.407(6)| C(2)- |1.394(6)| C(2)- | 1.41(1) | C(2)- |1.397(8)| C(2)- |1.388(8) C(2)- |1.404(9)
() C() () () C(7) C()

C3)- [1.395(6)| C(3)- [1.396(6)| C(3)- | 1.38(1) | C(3)- |1.396(9)| C(3)- |1.404(8)| C(3)- | 1.40(1)
C(4) C) C(4) C(4) C4) C)

C@3)- 0.93 C(@3) - 0.95 C@3) - 0.95 C@3)- 0.95 C@3)- 0.95 C(@3) - 0.95
H(3) H(3) H(@3) H(@3) HQ3) H(3)

C4)- 1.392(7)] C4)- |1.379(6)| C4)- | 1.40(1) | C(4)- |1.380(1)| C(4)- |1.365(9)| C#4)- | 1.40(1)
C(5) C(5) C(5) C(5) C(5) C(5)

C“4) - 0.93 C#) - 0.95 C@) - 0.95 C“4) - 0.95 C“4) - 0.95 C#) - 0.95
H(4) H(4) H(4) H(4) H4) H(4)

C(5)- 11.395(7)| C(5)- |1.399(6)| C(5)- | 1.39(1) | C(5)- |1.388(9)| C(5)- |1.395(9) C(5)- |1.398(9)
C(6) C(6) C(6) C(6) C(6) C(6)

C(5) - 0.93 C(5) - 0.95 C(5) - 0.95 C(5) - 0.95 C(5) - 0.95 C(5) - 0.95
H(5) H(5) H() H(5) H(5) H(5)
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C(6)- | 1.379(5)| C(6)- |1.390(6)| C(6)- | 1.39(1) | C(6)- |1.390@8)| C(6)- |1.389(9)| C(6)- |1.389(9)
C(7) C(7) C(7) C() C() C(7)
C6)- | 093 | C®6)- | 095 | C®6)- | 095 | C®6)- | 095 | C6)- | 095 | C6)- | 095
H(6) H(6) H(6) H(6) H(6) H(6)
C(7)- | 1.460(6)| C(7)- |1.474(5)| C(7)- | 1.47(1) | C(7)- |1.4678)| C(7)- |1.464(8)| C(7)- | 1.470(8)
C(8) C(8) C(®8) C@®) C(8) C(8)
C(8)- |1.370(5)| C(8)- |1.371(5)| C@®)- | 1.38(1) | C8)- |1.366(8)| C(8)- |1.363(7)| C@®)- |1.378(8)
N(2) N(1) N(1) N(1) N(1) N(1)
C(8)- |1.339(5)| C(8)- |1.332(5)| C(8)- | 1.31(1) | C@B8)- |1.336(8)| C(8)- |1.333(7)| C@®)- |1.328(8)
N(3) N(Q2) N(Q2) N(Q2) NQ2) NQ)
C(9)- | 1.464(6)| C(9)- |1.470(6)| C(©9)- | 1.47(1) | C(9)- |1.453@8)| C(9)- |1.479@8)| C(©9)- |1.477(9)
C(10) C(10) C(10) C(10) C(10) C(10)
C9)- |1.336(5)| C9)- |1.333(5)| CO)- | 1.35(1) | C9)- |1.333@8)| CO)- |1.319@8)| C©O)- |1.317(8)
N@3) N(2) N(2) N(2) N(@2) N(2)
C9)- |1.374(5)| C9)- |1.373(5)| CO)- | 1.37(1) | C9)- |1.376(7)| CO)- |1.372(7)| C©O)- |1.383(8)
N#4) N@3) N@3) N@3) N@3) N@3)
C(10) - | 1.391(6)| C(10) - | 1.374(6)| C(10) - | 1.39(1) | C(10) - | 1.394(8)| C(10) - | 1.372(8)| C(10)- | 1.37(1)
C(11) C(11) C(11) C(11) C(11) C(11)
C(10) - | 1.402(6) C(10) - | 1.402(6)| C(10)- | 1.41(1) | C(10) - | 1.394(9)| C(10)- | 1.399(8)| C(10) - | 1.411(8)
C(15) C(15) C(15) C(15) C(15) C(15)
C(11) - | 1.388(6)| C(11) - | 1.404(6)| C(11)- | 1.39(1) | C(11)- | 1.380(1)| C(11)- | 1.380(9) C(11)- | 1.39(1)
C(12) C(12) C(12) C(12) C(12) C(12)
C(1l)-| 093 | cdl)-| 095 | CUl)-| 095 | C(l)-| 095 | C(Il)-| 095 | C(11)-| 0.95
H(11) H(11) H(11) H(11) H(11) H(11)
C(12) - | 1.400(6)| C(12) - | 1.389(6)| C(12) - | 1.40(2) | C(12) - | 1.392(9)| C(12) - | 1.386(9)| C(12)- | 1.40(1)
C(13) C(13) C(13) C(13) C(13) C(13)
C(12)-| 093 | C12)-| 095 | CU2)-| 095 | CU2)-| 095 |C12)-| 095 | C(12)-| 095
H(12) H(12) H(12) H(12) H(12) H(12)
C(13) - | 1.393(7)| C(13) - | 1.384(6)| C(13)- | 1.39(1) | C(13)- | 1.395(9)| C(13)- | 1.40(1) | C(13)- | 1.39(1)
C(14) C(14) C(14) C(14) C(14) C(14)
C(13)-| 093 | C(13)-| 095 | CU3)-| 095 | CU3)-| 095 | CU3)-| 095 | CU3)-| 095
H(13) H(13) H(13) H(13) H(13) H(13)
C(14) - | 1.376(7) C(14) - | 1.384(6)| C(14) - | 1.38(1) | C(14) - | 1.380(9)| C(14)- | 1.370(9)| C(14)- | 1.380(9)
C(15) C(15) C(15) C(15) C(15) C(15)
C(14)-| 093 | C(4)-| 095 | C(14)-| 095 | C(14)-| 095 | C(14)-| 095 | C(14)-| 095
H(14) H(14) H(14) H(14) H(14) H(14)
C(15) - | 1.462(6) C(15)- | 1.468(6)| C(15)- | 1.46(1) | C(15) - | 1.481(8)| C(15)- | 1.470(8)| C(15)- | 1.473(8)
C(16) C(16) C(16) C(16) C(16) C(16)
C(16) - | 1.367(5)| C(16) - | 1.367(5)| C(16) - | 1.36(1) | C(16) - | 1.376(8)| C(16) - | 1.377(7)| C(16) - | 1.386(7)
N4) N(3) N(3) N(@3) N(3) N(3)
C(16) - | 1.344(5)) C(16) - | 1.338(5)| C(16) - | 1.33(1) | C(16) - | 1.327(8)| C(16) - | 1.330(7)| C(16) - | 1.309(8)
N(S) N4) N4) N@4) N4) N4)
C(17)- | 1.481(6) C(17)- | 1.467(5)| C(17)- | 1.47(1) | C(17) - | 1.462(8)| C(17) - | 1.472(7)| C(17) - | 1.460(9)
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C(18) C(18) C(18) C(18) C(18) C(18)
C(17)- | 1.331(5) C(17) - | 1.332(5)| C(17) - | 1.34(1) | C(17) - | 1.336(8)| C(17) - | 1.337(7)| C(17) - | 1.329(8)
N(5) N@4) N4) N@4) N@4) N@4)
C(17)- | 1.371(5) C(17) - | 1.372(5)| C(17)- | 1.37(1) | C(17) - | 1.377(7)| C(17) - | 1.368(7)| C(17) - | 1.367(8)
N(6) N(5) N(5) N(5) N(5) N(5)
C(18) - | 1.379(6)| C(18) - | 1.390(5)| C(18) - | 1.38(1) | C(18) - | 1.368(8)| C(18) - | 1.380(8)| C(18) - | 1.390(9)
C(19) C(19) C(19) C(19) C(19) C(19)
C(18) - | 1.405(6)| C(18) - | 1.400(5)| C(18) - | 1.41(1) | C(18) - | 1.409(8)| C(18)- | 1.408(8)| C(18)- | 1.395(9)
C(23) C(23) C(23) C(23) C(23) C(23)
C(19) - | 1.395(6)| C(19) - | 1.389(6)| C(19) - | 1.40(1) | C(19) - | 1.395(9)| C(19) - | 1.383(8)| C(19)- | 1.39(1)
C(20) C(20) C(20) C(20) C(20) C(20)
C(19)- | 093 | C(19)-| 095 | C19)-| 095 | C(19)-| 095 | C(19)-| 095 | C(19)-| 0.95
H(19) H(19) H(19) H(19) H(19) H(19)
C(20) - | 1.388(6)| C(20) - | 1.389(6)| C(20) - | 1.38(1) | C(20) - | 1.385(9)| C(20) - | 1.387(9)| C(20)- | 1.39(1)
c21) C21) C@1) c@2l) c21) C21)
C(20)- | 093 | C(0)-| 095 | C(0)-| 095 | C(0)-| 095 | C(0)-| 0.95 | C(0)-| 0.95
H(20) H(20) H(20) H(20) H(20) H(20)
C(21)- | 1.388(6) C(21)- | 1.395(6)| C(21)- | 1.41(1) | C(21)- | 1.392(9)| C(21) - | 1.401(8)| C(21) - | 1.397(9)
C(22) C(22) C(22) C(22) C(22) C(22)
C2l)-| 093 | CQ2l)-| 095 | C@2l)-| 095 | C@2l)-| 095 |C@2l)-| 095 | C@2l)-| 095
HQ1) H(21) H(21) HQ1) HQ1) HQ1)
C(22) - | 1.382(6) C(22)- | 1.384(6)| C(22)- | 1.37(1) | C(22) - | 1.384(8)| C(22) - | 1.378(7)| C(22) - | 1.397(9)
C(23) C(23) C(23) C(23) C(23) C(23)
C(22)-| 093 | C(22)-| 095 | C@22)-| 095 |C@2)-| 095 |C@22)-| 095 | C@2)-| 095
H(22) H(22) H(22) H(22) H(22) H(22)
C(23)- | 1.468(6) C(23)- | 1.476(6)| C(23)- | 1.46(1) | C(23) - | 1.465(8)| C(23) - | 1.454(7)| C(23) - | 1.467(8)
C(24) C(24) C(24) C(24) C(24) C(24)
C(24) - | 1.364(5)| C(24) - | 1.372(5)| C(24) - | 1.38(1) | C(24) - | 1.373(8)| C(24) - | 1.370(7)| C(24) - | 1.381(8)
N(6) N(5) N(5) N(5) NG) N(5)
C(24) - | 1.331(6)| C(24) - | 1.329(5)| C(24) - | 1.33(1) | C(24) - | 1.327(8)| C(24) - | 1.335(7)| C(24) - | 1.328(8)
N(7) N(6) N(6) N(6) N(6) N(6)
C(25)- | 1.466(6) C(25)- | 1.462(5)| C(25)- | 1.48(1) | C(25)- | 1.463(9)| C(25) - | 1.462(8)| C(25) - | 1.447(9)
C(26) C(26) C(26) C(26) C(26) C(26)
C(25)- | 1.331(6) C(25)- | 1.339(5)| C(25)- | 1.33(1) | C(25)- | 1.343(8)| C(25) - | 1.335(7)| C(25) - | 1.338(8)
N(7) N(6) N(6) N(6) N(6) N(6)
C(25)- | 1.365(5) C(25)- | 1.373(5)| C(25)- | 1.37(1) | C(25)- | 1.363(8)| C(25) - | 1.382(7)| C(25) - | 1.370(8)
N(8) N(7) N(7) N(7) N(7) N(7)
C(26) - | 1.381(6)| C(26) - | 1.380(6)| C(26) - | 1.39(1) | C(26) - | 1.388(9)| C(26) - | 1.376(8)| C(26)- | 1.39(1)
C(27) C(27) C(27) c@27) C(27) C(27)
C(26) - | 1.395(6)| C(26) - | 1.406(5)| C(26) - | 1.40(1) | C(26) - | 1.396(9)| C(26) - | 1.414(8)| C(26) - | 1.399(8)
C@31) C(31) C@31) @3l C@31) C(31)
C27)-| 093 | C@27)- |1.390(6)| C(27)- | 1.39(1) | C(27) - | 1.393(9)| C(27) - | 1.395(8)| C(27) - | 1.40(1)
H(27) C(28) C(28) C(28) C(28) C(28)
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C(27)- |1.392(6) C27)-| 095 | CQ7)-| 095 | CR7)-| 095 |CQ7)-| 095 |CQ27)-| 095
C(28) H(Q27) H(27) H(27) H(Q27) H(Q27)
C(28) - | 1.402(7)| C(28)- | 1.391(6)| C(28)- | 1.40(1) | C(28) - | 1.380(1)| C(28) - | 1.376(8)| C(28) - | 1.384(9)
C(29) C(29) C(29) C(29) C(29) C(29)
C(28)-| 093 | C(28)-| 0951 | C(28)-| 095 | C(28)-| 095 |C(28)-| 095 |C28)-| 095
H(28) H(28) H(28) H(28) H(28) H(28)
C(29) - | 1.384(7)| C(29) — | 1.389(6)| C(29) - | 1.38(1) | C(29) - | 1.406(9)| C(29) - | 1.414(9)| C(29)- | 1.40(1)
H(30) C(30) C(30) C(30) C(30) C(30)
C(29)- | 0929 | C(29)-| 095 | CR29)-| 095 | CR29)-| 095 |CR29)-| 095 |CR9)-| 095
H(29) H(29) H(29) H(29) H(29) H(29)
C(30) - | 1.386(6) C(30)- | 1.385(5)| C(30)- | 1.39(1) | C(30)- | 1.381(8)| C(30) - | 1.372(9)| C(30) - | 1.379(9)
C@31) C(31) C@31) @31 C@31) C(31)
C(30)-| 093 | C@30)-| 095 | C@3B0)-| 095 | CB0)-| 095 |C@B0)-| 095 | CBO)-| 095
H(30) H(30) H(30) H(30) H(30) H(30)
C(31)- | 1.476(6) C31)- |1.472(5)| CB31)- | 1.47(1) | CB1)- | 1.475(8)| C(31)- | 1.446(7)| C(31)- | 1.470(9)
C(32) C(32) C(32) C(32) C(32) C(32)
C(32)- | 1.330(5) C(32)- | 1.372(5)| C(32) - | 1.35(1) | C(32) - | 1.376(8)| C(32) - | 1.377(7)| C(32) - | 1.394(7)
N(1) N(7) N(7) N(@7) N(@7) N(7)
C(32)- | 1.370(5)| C(32) - | 1.332(5)| C(32)- | 1.34(1) | C(32)- | 1.329(8)| C(32)- | 1.340(7)| C(32)- | 1.325(7)
N(8) N(@) N(8) N(@) N(8) N(@)
C(33)- | 1.472(6) C(33)- | 1.469(5)| C(33)- | 1.47(1) | C(33) - | 1.466(9)| C(33) - | 1.475(8)| C(33) - | 1.481(8)
C(34) C(34) C(34) C(34) C(34) C(34)
C(33)- | 1.335(5)| C(33)- | 1.369(5)| C(33)- | 1.37(1) | C(33)- | 1.379(7)| C(33) - | 1.371(7)| C(33) - | 1.379(8)
N(©9) N(©) N(©9) N(©9) N(©) N(©9)
C(33)- | 1.366(5) C(33)- | 1.340(5)| C(33)- | 1.33(1) | C(33) - | 1.334(8)| C(33) - | 1.343(7)| C(33) - | 1.322(8)
N(10) N(16) N(16) N(16) N(16) N(16)
C(34) - | 1.384(6) C(34)- | 1.380(6)| C(34) - | 1.39(1) | C(34) - | 1.384(9)| C(34) - | 1.346(8)| C(34) - | 1.389(9)
C(35) C(35) C(35) C(35) C(35) C(35)
C(34) - | 1.397(6) C(34) - | 1.402(6)| C(34) - | 1.41(1) | C(34) - | 1.406(8)| C(34) - | 1.404(8)| C(34) - | 1.392(9)
C(39) C(39) C(39) C(39) C(39) C(39)
C(35)- | 1.393(6) C(35)- | 1.389(6)| C(35)- | 1.39(1) | C(35)- | 1.389(9)| C(35)- | 1.417(9)| C(35) - | 1.406(9)
C(36) C(36) C(36) C(36) C(36) C(36)
C(35)-| 093 | C(35)-| 095 | C(35)-| 095 | CB35)-| 095 |CB35)-| 095 | C35)-| 095
H(35) H(35) H(35) H(35) H(35) H(35)
C(36) - | 1.391(7)| C(36) - | 1.393(6)| C(36) - | 1.40(1) | C(36) - | 1.388(9)| C(36) - | 1.379(9)| C(36)- | 1.40(1)
C(37) C(37) C(37) C(37) C(37) C(37)
C36)-| 093 | C36)-| 095 | CB6)-| 095 | CB6)-| 095 |CB6)-| 095 | CB6)-| 095
H(36) H(36) H(36) H(36) H(36) H(36)
C(37) - | 1.400(7)| C(37) - | 1.399(6)| C(37) - | 1.40(1) | C(37) - | 1.402(9)| C(37) - | 1.386(9)| C(37)- | 1.42(1)
C(38) C(38) C(38) C(38) C(38) C(38)
C37)-| 093 | C(37)-| 095 | C@37)-| 095 | C@37)-| 095 | C@37)-| 095 | C@37)-| 095
H(37) H(37) H(37) H(37) H(37) H(37)
C(38) - | 1.388(6) C(38)- | 1.378(5)| C(38)- | 1.40(1) | C(38) - | 1.376(9)| C(38) - | 1.389(8)| C(38) - | 1.376(9)
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C(39) C(39) C(39) C(39) C(39) C(39)
C(38)-| 093 | C(38)-| 095 | C@38)-| 095 | C(38)-| 095 | C@38)-| 095 | C@38)-| 095
H(38) H(38) H(38) H(38) H(38) H(38)
C(39) - | 1.470(5)| C(39) - | 1.463(5)| C(39) - | 1.47(1) | C(39) - | 1.457(8)| C(39) - | 1.470(8)| C(39) - | 1.471(9)
C(40) C(40) C(40) C(40) C(40) C(40)
C(40) - | 1.371(6)| C(40) - | 1.372(5)| C(40) - | 1.47(1) | C(40) - | 1.371(8)| C(40) - | 1.375(7)| C(40) - | 1.372(7)
N(10) N(©9) N(©9) N(©) N(©) N(©9)
C(40) - | 1.337(6)| C(40) - | 1.331(5)| C(40) - | 1.34(1) | C(40) - | 1.346(7)| C(40) - | 1.328(7)| C(41) - | 1.462(9)
N(11) N(10) N(10) N(10) N(10) C(42)
C(41)- | 1.468(6) C(41)- | 1.465(5)| C(41)- | 1.46(1) | C(41)- | 1.483(8)| C(41)- | 1.463(8)| C(41)- | 1.326(8)
C(42) C(42) C(42) C(42) C(42) N(10)
C(41)- | 1.343(5)) C(41)- | 1.336(5)| C(41)- | 1.33(1) | C(41)- | 1.318(8)| C(41)- | 1.329(7)| C(41)- | 1.382(8)
N(11) N(10) N(10) N(10) N(10) N(11)
C(41)- | 1.365(5) C(41)- | 1.385(5)| C(41)- | 1.37(1) | C(41)- | 1.374(8)| C(41)- | 1.383(7)| C(42) - | 1.390(9)
N(12) N(11) N(11) N(11) N(11) C(43)
C(42) - | 1.382(6) C(42)- | 1.381(6)| C(42)- | 1.39(1) | C(42)- | 1.389(8)| C(42)- | 1.395(8)| C(42) - | 1.397(9)
C(43) C(43) C(43) C(43) C(43) C(47)
C(42) - |1.397(6)| C(42) - | 1.409(5)| C(42) - | 1.41(1) | C(42)- | 1.392(8)| C(42) - | 1.399(8)| C(43)- | 1.39(1)
C(47) C(47) C(47) C(47) C(47) C(44)
C(43)- | 1.397(7) C(43)- | 1.382(6)| C(43)- | 1.39(1) | C(43) - | 1.393(9)| C(43)- | 1.381(9)| C(43)- | 0.95
C(44) C(44) C(44) C(44) C(44) H(43)
C@43)-| 093 | C@3)-| 095 | C@3)-| 095 | C@3)-| 095 | C@3)-| 095 | C@4)- | 1.40009)
H(43) H(43) H(43) H(43) H(43) C(45)
C(44) - |1.395(7)| C(44) - | 1.386(6)| C(44) - | 1.39(1) | C(45) - | 1.390(1)| C(44) - | 1.389(9)| C(44)- | 0.95
C(45) C(45) C(45) C(45) C(45) H(44)
C(44)- | 0929 | C@4)-| 095 | C@4)-| 095 | C@4)-| 095 | C@4)-| 095 | C@S5)- | 1.381(9)
H(44) H(44) H(44) H(44) H(44) C(46)
C(45) - | 1.380(6)| C(45)- | 1.402(6)| C(45)- | 1.40(1) | C(45) - | 1.390(9)| C(45)- | 1.401(8)| C(45)- | 0.95
C(46) C(46) C(46) C(46) C(46) H(45)
C@45)-| 093 | C@5)-| 095 | C@5)-| 095 | C@S5)-| 095 | C@S5)-| 095 | C@6)- | 1.388(9)
H(45) H(45) H(45) H(45) H(45) C(47)
C(46) - | 1.394(6) C(46) - | 1.375(6)| C(46) - | 1.39(1) | C(46) - | 1.391(9)| C(46) - | 1.382(8)| C(46)- | 0.95
C(47) C(47) C(47) C47) C(47) H(46)
C(46)- | 093 | C@6)-| 095 | C@6)-| 095 | C@6)-| 095 | C@6)-| 095 | C@T)- | 1.461(9)
H(46) H(46) H(46) H(46) H(46) C(48)
C(47) - | 1.464(6) C(47)- | 1.455(6)| C(47) - | 1.48(1) | C(47) - | 1.463(8)| C(47) - | 1.477(8)| C(48) - | 1.368(8)
C(48) C(48) C(48) C(48) C(48) N(11)
C(48) - | 1.364(5) C(48)- | 1.368(5)| C(48)- | 1.38(1) | C(48)- | 1.360(7)| C(48) - | 1.372(8)| C(48) - | 1.342(8)
N(12) N(11) N(11) N(11) N(11) N(12)
C(48) - | 1.335(5)) C(48)- | 1.347(5)| C(48) - | 1.33(1) | C(48) - | 1.328(8)| C(48) - | 1.324(7)| C(49) - | 1.457(8)
N(13) N(12) N(12) N(12) N(12) C(50)
C(49) - | 1.459(6)| C(49) - | 1.485(5)| C(49) - | 1.47(1) | C(49) - | 1.479(8)| C(49) - | 1.468(7)| C(49) - | 1.340(8)
C(50) C(50) C(50) C(50) C(50) N(12)
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C(49) - | 1.343(6)| C(49) - | 1.326(5)| C(49)- | 1.35(1) | C(49)- | 1.321(8)| C(49) - | 1.339(7)| C(49) - | 1.386(9)
N(13) N(12) N(12) N(12) N(12) N(13)
C(49) - | 1.372(5)| C(49) - | 1.372(5)| C(49) - | 1.36(1) | C(49) - | 1.375(7)| C(49) - | 1.376(7)| C(50)- | 1.38(1)
N(14) N(13) N(13) N(13) N(13) C(51)
C(50) - | 1.392(6)| C(50) - | 1.385(5)| C(50)- | 1.38(1) | C(50)- | 1.381(8)| C(50)- | 1.370(8)| C(50)- |1.400(9)
C(51) C(51) C(51) cG1) Cc(51) C(55)
C(50) - | 1.395(6)| C(50) - | 1.392(6)| C(50)- | 1.41(1) | C(50)- | 1.392(8)| C(50)- | 1.404(8)| C(51)- |1.399(9)
C(55) C(55) C(55) C(55) C(55) C(52)
C(51)- | 1.391(6)| C(51)- | 1.400(6)| C(51)- | 1.40(1) | C(51)- | 1.383(9)| C(51)- | 1.391(8)| C(51)- | 0.949
C(52) C(52) C(52) C(52) C(52) H(51)
C51)-| 093 | CGB1)-| 095 | CGB-| 095 | CG-| 095 | CG-| 095 | C(52)- | 1.39(1)
H(51) H(51) H(51) H(51) H(51) C(53)
C(52) - | 1.390(6) | C(52)- |1.383(6)| C(52)- | 1.40(1) | C(52)- |1.380(1)| C(52)- |1.381(9)| C(52)- | 0.95
C(53) C(53) C(53) C(53) C(53) H(52)
C(52)-| 093 | C(52)-| 095 | C(32)-| 095 | C(32)-| 095 | C(52)-| 095 | C(53)- | 1.39(1)
H(52) H(52) H(52) H(52) H(52) C(54)
C(53) - | 1.408(6) C(53)- | 1.386(6)| C(53)- | 1.39(1) | C(53) - | 1.400(1)| C(53) - | 1.390(8)| C(53)- | 0.95
C(54) C(54) C(54) C(54) C(54) H(53)
C(53)- | 0931 | C(33)-| 095 | C(33)-| 095 | C(33)-| 095 | C(33)-| 095 | C(54)-|1.390(8)
H(53) H(53) H(53) H(53) H(53) C(55)
C(54) - |1.391(6) C(54) - | 1.392(6)| C(54) - | 1.38(1) | C(54) - | 1.380(1)| C(54) - | 1.388(8)| C(54)- | 0.95
C(55) C(55) C(55) C(55) C(55) H(54)
C(54)- | 0929 | C(54)-| 095 | C(34)-| 095 | C(34)-| 095 | C(54)-| 095 | C(55)- |1.465(8)
H(54) H(54) H(54) H(54) H(54) C(56)
C(55)- | 1.477(6)| C(55) - | 1.467(5)| C(55) - | 1.47(1) | C(55) - | 1.471(8)| C(55) - | 1.470(7)| C(56) - | 1.384(8)
C(56) C(56) C(56) C(56) C(56) N(13)
C(56) - | 1.368(5)| C(56) - | 1.364(5)| C(56) - | 1.37(1) | C(56) - | 1.371(7)| C(56) - | 1.369(7)| C(56) - | 1.324(9)
N(14) N(13) N(13) N(13) N(13) N(14)
C(56) - | 1.333(6)| C(56) - | 1.333(5)| C(56) - | 1.34(1) | C(56) - | 1.334(8)| C(56) - | 1.336(7)| C(57) - | 1.464(9)
N(15) N(14) N(14) N(14) N(14) C(58)
C(57) - | 1.460(6) C(57) - | 1.467(6)| C(57) - | 1.46(1) | C(57) - | 1.472(8)| C(57) - | 1.475@8)| C(57) - | 1.327(8)
C(58) C(58) C(58) C(58) C(58) N(14)
C(57) - | 1.340(6) C(57) - | 1.329(5)| C(57) - | 1.33(1) | C(57) - | 1.334(7)| C(57) - | 1.336(8)| C(57) - | 1.377(8)
N(15) N(14) N(14) N(14) N(14) N(15)
C(57) - | 1.373(5)| C(57) - | 1.368(4)| C(57) - | 1.37(1) | C(57) - | 1.378(7)| C(57) - | 1.365(7)| C(58) - | 1.382(9)
N(16) N(15) N(15) N(15) N(15) C(59)
C(58) - | 1.389(7)| C(58)- | 1.383(6)| C(58)- | 1.38(1) | C(58)- | 1.377(9)| C(58) - | 1.379(8)| C(58) - | 1.415(9)
C(59) C(59) C(59) C(59) C(59) C(63)
C(58) - | 1.402(6)| C(58) - | 1.396(6)| C(58) - | 1.41(1) | C(58) - | 1.405(8)| C(58) - | 1.393(8)| C(59)- | 1.39(1)
C(63) C(63) C(63) C(63) C(63) C(60)
C(59) - | 1.391(6)| C(59) - | 1.388(6)| C(59) - | 1.40(2) | C(59) - | 1.392(9)| C(59) - | 1.401(9)| C(59)- | 0.95
C(60) C(60) C(60) C(60) C(60) H(59)
C(59)-| 093 | C(539)-| 095 | C(39)-| 095 | C(39)-| 095 | C(39)-| 095 | C©60)- | 1.38(1)
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H(59) H(59) H(59) H(59) H(59) c(61)
C(60) - | 1.391(6) | C(60) - | 1.393(6)| C(60)- | 1.39(1) | C(60)- | 1.390(1)| C(60)- |1.383(9)| C(60)- | 0.95
c(61) C(61) c(61) c(61) C(61) H(60)
C(60)- | 093 | C©60)-| 095 | C®6O)-| 095 | C®6O)-| 095 | C®6O)-| 095 | C61)-| 1.42(1)
H(60) H(60) H(60) H(60) H(60) C(62)
C(61)- | 1.385(6) C(61)- | 1.385(6)| C(61)- | 1.40(1) | C(61) - | 1.401(9)| C(61) - | 1.400(9)| C(61)- | 0.95
C(62) C(62) C(62) C(62) C(62) H(61)
C6l)-| 093 | C6l)-| 095 | C@6l)-| 095 | C@6l)-| 095 | C@6l)-| 095 | C62)- | 1.37(1)
H(61) H(61) H(61) H(61) H(61) C(63)
C(62) - |1.392(6)| C(62) - | 1.382(7)| C(62) - | 1.39(1) | C(62) - | 1.389(7)| C(62) - | 1.393(8)| C(62)- | 0.95
C(63) C(63) C(63) C(63) C(63) H(62)
C(62)-| 093 | C62)-| 095 | C62)-| 095 | C62)-| 095 | C62)-| 095 | C62)-| 095
H(62) H(62) H(62) H(62) H(62) H(62)
C(63) - | 1.475(6)| C(63)- | 1.382(7)| C(63)- | 1.47(1) | C(63) - | 1.452(8)| C(63) - | 1.475(7)| C(63)- | 1.468(9)
C(64) C(64) C(64) C(64) C(64) C(64)
C(64) - | 1.334(5)| C(64) - | 1.379(5)| C(64) - | 1.37(1) | C(64) - | 1.367(7)| C(64) - | 1.361(7)| C(64) - | 1.380(8)
N(©9) N(15) N(15) N(15) N(15) N(15)
C(64) - | 1.366(5)) C(64) - | 1.331(5)| C(64) - | 1.33(1) | C(64) - | 1.334(8)| C(64) - | 1.325(7)| C(64) - | 1.324(8)
N(16) N(16) (N16) N(16) N(16) N(16)
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Table S13. Bond Lengths for 3-LnPc,

PrPe, NdPc, SmPc; GdPe, TbPc,

S| g AL e AL o L e AL Lo
Plﬁf(ll))' 2476 Nﬁ% T 24 Sang; T 2457 Gﬁgg T 2431 TIEI((lz)) " 2426
P1£1((13))_ 2.481 Nﬁ% “ 2471 S‘;}EB T 2444 Gﬁgg T 2436 TIE’]((Z)) - o404
Mo 24 N 2aes | SN0 2as | T 24 TR 241
Plif(%_ 2473 Nﬁ% " 2466 Sggg T 2451 Gﬁgg T 2431 TI‘\’I((;)) | 2425
Cé(lz)) 1.460(3) CC((IZ)) 1.463(6) Cé(lz)) 1.465(2) %((12)) 1.465(6) Cc((lz)) 1.460(6)
Wy ee | O e | G e | (o | 13
%(lg) 1.33503) %(12)) 1.366(5) %(12)) 1.3692) Clé(lz)) 1.373(5) (f\g(lz)) 1.361(6)
C(%)) 1.388(3) CC%)) 1.383(6) Céé)) 1.388(2) C(%)) 1.382(6) C(%)) 1.389(6)
CC((27)) 1.400(3) CC%)) 1.394(6) %((27)) 1.401Q2) CC%)) 1.394(6) CC((27)) 1.406(6)
%((32)' 1.397(3) CC(Z)' 1.388(6) Cc((a)_ 1.396(2) CC((?)' 1.395(6) CC((?)' 1.399(6)
C@)- | 13983)  C@)- | 1385(6) | C()- | 1.403Q2) | C(4)- | 1.386(6) | C(4)- | 1395(7)

36



C(5) Co) C(5) C(5) CCZ)-

%(2)' 0.95 CH(?z))' 0.93 Cé?i)' 0.95 Cézg)' 0.95 ! A 0.95
C(%)) 1.387(3) %((56))- 1.382(6) Cé(sg)' 1.395(2) CC((56)) 1.395(6) CC((56))' 1.393(6)
%(55)) 095 %%)) 093 (é(ss)) 095 (é(ss)) 095 (ﬁfs)) 0.949
%(67)) 1.390(3) %(67)) 1.388(6) CC((67)) 1.392(2) CC((67)) 1.387(5) %((67)) 1.377(6)
ey | 0os | Gob | oee | GO 0es | (I 0es (AT 00
CC((Q) 1.463(3) Cc((7§) 1.458(6) %((2) 1.4712) %((78)) 0.95 CC((Q) 1.471(6)
Wy wee O e | O e | (O e Oy 13716
(I:\%)) 1.336(3) ?\%) 1.340(5) (1:\%)) 1.339(2) (Ij\%)) 1.329(5) (Ij\%)) 1.339(6)
ggé) 1.464(3) ?;% 1.462(6) (é%) 1.470(2) gg)o) 1.461(6) ggz)) 1.467(6)
(;’\%)) 1.3373) CI\%) 1.329(5) ?\%))' 1.338(2) CI\%)) 1.332(5) %(93)) 1.337(5)
%2) 1.3703) %2)' 1.370(5) %2)' 1.372(2) %2)' 1.368(5) %(92)' 1.379(6)
Oy vy A oo UG me | S 1w U8
B o o U v G e 5 o
C(1l)- | 1393(3) | C(11)- | 1.384(6) | C(1D)- | 1.3972) | C(11)- | 1392(6) | C(11)- | 1.
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( )
( )
11 = 11 = 11 = C(ll - (11 -
( ) . ( )
( )
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C(18) - 1.388(6)
C18) - 1.369(5) C(19)
C(18) - 13922) | - (19)
C(18) - 1.382(6) C(19)
C(18) - 1.383(3) C(19) - -
C(19) C(18) - 1.406(5) o
Ca8) -1 1 40002) A
C(18) - 1.395(6) C23)
C(18) - 1.400(3) C(23) - 5
C(23) C(19) - 1.396(6) o0
C(19) - 13942) | o (20)
C(19) - 1.391(6) C(20)
C(19) - 1.391(3) C(20) - )
C(20) o . .
C(19) - 0.95 H(19)
C(19) - 0.931 H(19)
C(19) - 0.95 H(9) - -
H(19) C(20) - 1.388(6) o
C(20) - 1404(2) | o o)
€20 - 1.388(6) cel)
C(20) - 1.399(3) cel) - .
C(21) - - .
C€(20) - 0.95 H(20)
C(20) - 0.93 H(20)
C(20) - 0.95 H(10) - .
H(20) C(21) - 1.393(6) o)
c@l)- 13912) | & 22)
€@l - 1.384(6) | 22)
CRD- 1 3033 c2) = .
C(22) - . .
c@l)- 0.95 HQ21)
c@l) - 0.93 HQ1)
C(21) - 0.95 H(11) - >
H(21) C(22) - 1.386(5) )
€Q22) - 13892) | (23)
€@22) - 1382(6) | (23)
C(22) - 1.390(3) C(23) - :
C(23) - - .
€(@22) - 0.95 H(2)
€(22) - 0.93 H(2)
C(22) - 0.95 H(12) - -
H(22) C(23) - 1.464(5) o
C(23) - 14692) | (24)
C23)- 11 460(6) on
C(23) - 1.470(3) C(24) - >
C(24) C(24) - 1.369(5) e
C24) - 1.369(2) NG6)
€24 - 1365(5) | ©)
C(24) - 1.369(3) N(6) - 5
N(S) C(24) - 1.336(5) o
c@9 - 1.337(2) N
€24 - 1.336(5) NCT)
CEH- 1 3373 ol
N(6)

39



C(25) - 1.466(6)
C25) -1 461(6) C(26)
C(25) - 1.470(2) C(26)
C(25) - 1.468(6) C(26)
C(25) - LATIG) | (26) C23)- | | 3346
C(26) C(25) - 1.332(5) N(7)
C(25) - 1.337(2) N(7)
C(25) - 1.335(5) N(7)
C(25) - 1.338(3) N(7) C(25) - 1.369(5)
N(6) C(25) - 1.368(5) N(8)
C(25) - 1.370(2) N(8)
C(25) - 1.367(5) N()
C(25) - 1.374(3) N(8) C(26) - 1.393(6)
N(7) C(26) - 1.384(5) C(27)
C(26) - 1.391(2) CcQ27)
C(26) - | |3 84(6) Cc(27)
C(26) - 1.384(3) C(27) C(26) - 1.385(6)
C(227) C(26) - 1.398(5) C(@31)
C(26) - 1.399(2) C@31)
C(26) - 1.387(6) C(31)
C(26) - 1.397(3) C(31) CCN- | 1 39107)
C@31) C2T) =1 1 402(6) C(28)
C(27) - 1.398(2) C(28)
C(27) - 1.376(6) C(28)
C(27) - 1.395(3) C(28) CCN- | 949
C(28) C(27) - 0.95 H(Q27)
C(27) - 0.95 H(27)
C(27) - 0.93 H(27)
C(27) - 0.95 H(13) C(28) - 1.388(7)
H(27) C28) - 11 400(6) C(29)
C(28) - 1.399(2) C(29)
C28)- | 53 94(6) C(29)
C(28) - 1.393(3) C(29) C(28) - 0.95
C(29) C(28) - 0.95 H(28)
C(28) - 0.95 H(28)
C(28) - 0.93 H(28)
C28- | (95 H(14) C29 - | | 306(7)
H(28) C29) - 1| 3746) C(30)
C(29) - 1.369(2) C(30)
C(29) - 1.379(6) C(30)
C(29) - 1.393(3) C(30) C(29) - 0.95
C(30) C(29) - 0.95 H(29)
C(29) - 0.95 H(29)
C(29) - 0.931 H(29)
C(29) - 0.95 H(15) C(30) - 1.385(6)
H(29) C(30) - 1.382(6) C(31)
C(30) - 1.389(2) C@31)
C(30) - 1.383(5) C@31)
C(30) - 1.388(3) C(31) C(30) - 0.95
C(31) C(30) - 0.95 H(30)
C(30) - 0.95 H(30)
C(30) - 0.93 H(30)
C(30) - 0.95 H(16)
H(30)
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C(31)-

€G- 1.462(6)
C31) - 1.459(6) C2)
- N C(32) - 1.327(6)
€G2)- 1.336(2) N
€B32)- 1.334(5) N
C(32) - 1.368(3) N(1) N b
N(7) C(32) - 1.368(5) @
€(32)- 1.370(2) NG)
€(32)- 1.369(5) NGS)
€(32)- 1.337(3) NGE)
N(®)

41




Table S14. Bond Lengths for LnPc, CH,Cl,

LaPc, PrPc, NdPc; SmPc, GdPc, TbPc, DyPc, ErPc, YbPc,
Atom 1| Bond | Atom1| Bond | Atom1| Bond | Atom1 | Bond | Atom1| Bond | Atom1| Bond | Atom1 | Bond | Atom1 | Bond | Atom 1 | Bond
—Atom | Length | —Atom | Length | — Atom | Length | — Atom | Length | — Atom | Length | — Atom | Length | — Atom | Length | — Atom | Length | — Atom | Length

2 A) 2 A) 2 A 2 A) 2 A) 2 A 2 A 2 A) 2 A)

La(1) - Pr(1) - Nd(1) - Sm(1) - Gd(1) - Tb(1) - Dy(1) - Er(1) - Yb(1) -

N(1) 2.442 N(1) 2.458 NQ) 2.463 N() 2.481 N() 2.438 N() 2.438 NG) 2.408 NQ) 2.384 N() 2.384
La(1) - Pr(1) - Nd(1) - Sm(1) - Gd(1) - Tb(1) - Dy(1) - Er(1) - Yb(1) -

NG) 2.426 NG) 2.476 N(4) 2.470 NG) 2.462 NG) 2.422 NG) 2.428 NGS) 2415 N(4) 2.390 NG) 2.371
La(l) - Pr(1) - Nd(1) - Sm(1) - Gd(1) - Tb(1) - Dy(1) - Er(1) - Yb(1) -

NGS) 2.440 NGS) 2.486 N(6) 2.477 NG) 2.476 NG) 2.431 NGS) 2.439 N 2.410 N(6) 2.403 NG) 2.394
La(l) - Pr(1) - Nd(1) - Sm(1) - Gd(1) - Tb(1) - Dy(1) - Er(1) - Yb(1) -

N(7) 2.431 N(6) 2.475 NGS) 2.462 NO) 2.471 N(7) 2.430 N(7) 2.433 NGS) 2.426 N(S) 2.388 N(7) 2.384
La(l) - Pr(1) - Nd(1) - Sm(1) - Gd(1) - Tb(1) - Dy(1) - Er(1) - Yb(1) -

NG 2.430 N©) 2.480 N(10) 2.477 N(O) 2.465 NQO) 2.427 N(10) 2.432 NO) 2.407 N(10) 2.395 NO) 2.379
C(1)- | 1.399(5 | C(1)- | 1.392(4| C(1)- | 1.45933 | C(1)- [1.375(6| C(1)- | 1.390(1 | C(1)- | 1.398(3 | C(10)- | 1.400(7 | C(1)- | 1.465(6 | C(1)- | 1.390(1

C(1) ) C() ) C@2) ) C(1) ) C(1) ) C(1) ) C(12) ) C@2) ) C(1) )
C(l)- | 1.396(5 | C(1)- | 1.394(3 | C(1)- 1.339 C(1)- | 1.403(5 | C(1)- | 1.382(8| C(1)- | 1.396(2 | C(10)- | 1.394(7 | C(1)- 1335 C(1)- | 1.385(9

CQ2) ) CQ2) ) N() ' CQ2 ) CQ2 ) CQ2) ) C(G) ) N(1) ' CQ2) )
c(1) - C(1) - C(l)- | 1.3683 | C(1)- C(1) - C(1) - C(10) - C(l)- | 1.367(6 | C(1)-

H(1) 0.95 H() 0.95 NQ) ) H() 0.95 H() 0.931 H(1) 0.95 H(10) 0.929 NQ) ) H() 0.95
C(2)- | 1.386(4 | C2)- | 13913 | C(2)- | 1.393(3 | C(2)- | 1.381(5| C(2)- | 1.390(8 | C(2)- | 1.389(2| C(11)- | 1.376(7| C(2)- | 1.387(6 | C(2)- | 1.386(9

C3) ) C3) ) C3) ) CB3) ) C3) ) C3) ) C(16) ) C3) ) C3) )
CQ2) - CQ2) - C(2)- | 14013 | C(2)- CQ2) - CQ2)- C(11)- | 1.387(7 | C(2)- | 1.391(6| C(2)-

HE2) 0.95 HQ) 0.95 ) ) HQ) 0.95 HQ) 0.929 HQ) 0.95 C®) ) o) ) HQ) 0.949
C3)- | 1.4093 | C3)- | 1.3993 | C(3)- |1.391(4| C(3)- |1.403(5| C(3)- | 1.382(6| C(3)- | 1.402(2 | C(11)- 093 C(3)- | 1.391(6 | C(3)- | 1.400(1
C3) ) C3) ) C(4) ) CB3) ) C3) ) C3) ) H(11) ' C(4) ) C3) )
C(3)- | 1.467(4 | C(3)- | 1.464(3 | C(3)- 0.95 C(3)- | 1.470(4 | C(3)- | 1.464(7| C(3)- | 1.468(2 | C(12)- | 1.380(7 | C(3)- 0.95 C(3)- | 1.470(8
C) ) C(4) ) H(E3) ’ C4) ) C4) ) C@) ) C(K) ) H(@3) ’ C) )
C4) - C4) - C(4)- | 1.403(4 | C4) - C4) - C4) - C(12) - C4)- | 1.397(6 | C4) -

N(D) 1.367 N(T) 1.368 ) ) N(T) 1.365 N(D) 1.369 N(D) 1.371 H(12) 0.93 ) ) N(D) 1.363
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Cl)- | 13374 | Cly- | 13403 | C()- | (o | C- | 1338(4| C- 13336 C()- | 13382 | CU3)- | 13937 | C(@)- | (oq | C)- | 13418
N(2) ) N(@2) ) H#) ' N(2) ) N(2) ) N(2) ) C(15) ) H#) ' N(2) )

C(S)- | 14564 | C(5)- | 14693 | C(5)- | 13913 | C(5)- | 14705 | C(5)- | 1465(7| C(5)- | 1.468(2| C(13)- | 1.379¢7 | C(5)- | 13956 | C(5)- | 1.470(1
C(6) ) C(6) ) C(6) ) C(6) ) C(6) ) C(6) ) CU) ) C(6) ) C(6) )

C)- | 133764 | C5)- | 13422| CO)- | (g | CO)- | 1335(4| C5)- [1355(7| C(5)- | 13382 | CU3)- | (o | COI- | (og9 | CO)- | 134007
N(2) ) N(2) ) H(5) ' N(2) ) N(2) ) N(2) ) H(13) ' H(5) ' N(2) )

CS)- | 13724 | C5)- | 13642 | C6)- | 13883 | C(5)- | 13684 | C(5)- | 13686 | C(5)- | 1368(2| C(14)- | 1.407(8 | C(6)- | 1.394(6 | C(5)- | 1.361(8
N@3) ) N@3) ) C(7) ) N©3) ) N@3) ) N@3) ) C(16) ) C( ) N@3) )

C(6)- | 13925 | CO)- | 1387G| CO)- | (o5 | CO)- | 13845 | C(6)- | 13868 | C(6)- | 13872 | C4)- | 1386(7| CO)- | (o5 | CO)- | 13900
C(n) ) C( ) H(6) ' C(7) ) C(7) ) C(7) ) CQ ) H(6) ' C(7) )

C(6)- | 13984 | C(6)- | 140263 | C(T)- | LATIG | C(6)- | 13995 | C(6)- | 14138 | C(6)- | 13992 | C(14)- | os | CD- | 14586 | C(6)- | 1405
C(1n ) can ) C(8) ) C(11) ) C(1n ) c(an ) H(14) ' C(8) ) C(11) )

CTy- | 13954 | C7)- | 13953 | C8)- | 13693 | C(7)- | 13955 | C(7)- | 133909 | €(7)- | 13982 | C(15)- | 1.387(7| C®)- | 13835 | C(7)- | 1.380(1
C(®) ) C(®) ) N@©) ) C(®) ) C(®) ) C(®) ) CX) ) N(©2) ) C(3) )

- - c®)- 13393 | - - ) - c(15) - C®)- | 13336 C7)-

oy | 095 | Sl o | S [T SO | oes | Sl | oo | Sy | oes | e | oot | Gy ] Sy | 0o
C(®)- | 140165 | C(®)- | 14003 | CO)- | 14663 | C(8)- | 1399(6 | C(®)- | 14201 | C(®)- | L4012 | C16)- | g5y | CO - | 14756 | C(®)- | 1.420(1
C) ) CO) ) C(10) ) C©) ) C©%) ) C©%) ) H(16) ’ C(10) ) C©) )

c®)- c®)- CO)- | 13403 | C(®)- C®)- C®)- C(17)- | 1.389(6 | C(9)- | 1.342(6 | C(8)-

e | 095 | Sy | oos | Sy 1 e | oos | Sy | oo | ey | oos S 1Y Sy || Sy | oot
CO)- | 13895 | CO)- | 19393 | CO)- | 13713 | C9)- | 13905 | C(9)- | 1390(1 | C9)- | 13962 C(17)- | 1.379¢7 | €9)- | 13626 | C9)- | 1.360(1
C(10) ) C(10) ) N4) ) C(10) ) C(10) ) C(10) ) C(T) ) N@4) ) C(10) )

C)- C)- C(10) - | 1.3903 | C(9)- C)- C)- ca) - C(10)- | 1.387(6 | C(9)-

o | 095 | Sy | oos SN G | 0os | Sy oo | iy | oss Sy | 0o | Sy T Sy | 0ost
C(10) - | 1.389(5 | C(10)- | 1.386(3 | C(10)- | 1.395(3 | C(10)- | 1.387(5 | C(10)- | 1.376(9 | C(10)- | 13852 | C(18)- | 1.398(6 | C(10) - | 1.395(6 | C(10) - | 1.390(1
can | ) |can| ) |can | H |can | H lcan | H |can | oy |casyy | H |casy | H |can | )

C(10) - C(10) - C(11)- | 139003 | C(10) - C(10) - (10 - C(18) - | 1.384(8 | C(11)- | 1.392(6 | C(10) -

1oy | %% | Haoy | %% | can | ) | HA0) | % | HAoy) | %% | Haoy | %P | cw) y |cazy | ) | Hauoy | 0
Ca1)- | 14694 | C(11)- | 1468G | C(1)- | s | COD- | 14625 | (1D~ | 14768 | C(1)- | 14672 | CA8)- | (o3 | CAD- | (os | CD)- | 146001
cay | )y |cazn | H | wHan | © cazy | ) |can |y |cazy | H | Has | * Han | * caz | )

C(12)- | 13674 | C(12)- | 13712 | C(12)- | 13944 | C(12)- | 1375(4 | C(12) - | 1.360(6 | C(12)- | 13712 | CD)- | 13856 | C(12)- | 1.402(6 | C(12) - | 1.386(8
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NG | ) INe | ) ey | ) N | ) [ Ne ) I Ne | ) ey | ) cay | ) | Ne | )
C(12)- | 1340(4 | C(12)- | 13352 | C(12)- | (o5 | C(12)- | 13344 | C(12)- | 1335(6 | C(12)- | 13362 | CD)- | L471(7| C(12)- | (45 | C(12)- | 13258
NG |y | Nay | ) tHay | M Ne | ) N | ) [ Ney | ) | eew | ) [ aay | Y N | )
C(13)- | 1.468(4 | C(13) - | 1.466(3 | C(13) - | 1.388(4 | C(13) - | 1.469(4 | C(13) - | 1.466(7 | C(13) - | 1.4672 | C(D)- | 1.389(8 | C(13)- | 1.394(6 | C(13) - | 1.464(8
cad) | ) |casn | ) |casn | ) |cas | ) lcasn | ) Jcas |y | c@ | ) |casn | ) | casy | )
C(13)- | 1337(4 | C(13)- | 13392 | C(13)- | o5 | C13)- | 1333 | C(13)- | 13378 | C(13)- | 13352 | C(B)- | 1386(7 | C(13)- | (45 | C13)- | 13478
NG | ) I Na |y Hay | M N | ) N ) I Ne | ) e |y aay | " Ne | )
c(13) - c(13) - C(14)- | 13813 | €(13) - cq13) - c(13) - C(E)- | 1.404(7 | C(14) - | 1.388(6 | C(13) -

NGS) 1.366 NGS) 1.370 C(15) ) NG5) 1.368 NGS) 1.376 NGS) 1.371 ) ) C(15) ) NG) 1.367
C(14) - | 1390(4 | C(14) - | 139263 | C4)- | (o5 | C14) - | 1406(5 | C(14) - | 1.387(6 | C(14) - | 14052 | C(E)- | 1458(7| C(14)- | (45 | C(14)- | 1.420(1
C(15) ) C(15) ) H(14) : C(14) ) C(14) ) C(14) ) C(0) ) H(14) : C(14) )
C(14) - | 1.393(5 | C(14) - | 1.405(3 | C(15)- | 1.468(3 | C(14)- | 1.389(5 | C(14)- | 1.3938 | C(14)- | 1.391(2 | C(F)- | 1.457(7 | C(15)- | 1.465(6 | C(14) - | 1.393(9
cady | ) lean |y lcae |y |cas | ) |casy| H lcasn | ) | cw | ) | cdae | ) | cas | )
C(15) - | 1.401(5 | C(15) - | 1.391(3 | C(16) - | 1.366(3 | C(15)- | 1.387(5 | C(15)- | 1.388(8 | C(15)- | 1.397(2 | C(F)- | 1.381(6 | C(16)— | 1.373(5 | C(15) - | 1.375(9
caey | ) |cae | ) | Ny | ) |cae | ) |cae | H |caey | ) | NGy | ) | Nay | ) | cae | )
c(15) - C(15) - c(16) - c(15) - c(15) - c(15) - C(F)- | 1.339(6 | C(16) - c(15) -

H(15) 0.95 H(15) 0.95 NG5) 1.335 H(15) 0.95 H(15) 0.931 H(15) 0.95 N(A) ) NGS) 1.338 H(15) 0.949
C(16) - | 1396(5 | C(16) - | 1399(4 | C(17) - | 1.467(3 | C(16) - | 1.398(6 | C(16) - | 1.390(1 | C(16)- | 13993 | CG)- | g3 | CAT- | 1470(6 | C(16) - | 1.380(1
C(16) ) C(16) ) C(18) ) C(16) ) C(16) ) C(16) ) H(G) : C(18) ) C(16) )
c(16) - c(16) - ca7)- C(16) - c(16) - c(16) - C(H)- | 1.460(7 | C(17) - c(16) -

H(16) 0.95 H(16) 0.95 N(6) 1.370 H(16) 0.95 H(16) 0.93 H(16) 0.95 ) ) N(6) 1.361 H(16) 0.949
C(17)- | 1.465(4 | C(17)- | 1.4682 | C(17)- | 1.334(3 | C(17)- | 1.470(5 | C(17)- | 1.460(7 | C(17)- | 1.4692 | C(H)- | 1.398(7 | C(17) - | 1.337(6 | C(17) - | 1.463(9
casy | ) |lcasyy | ) | Noy | ) Jcasy |y lcasy | oy |casy| ey | ) | Noy | ) | casy | )
c7) - C(17)- | 13742 | C(18) - | 1.398(4 | C(17) - c7)- C(17)- | 13342 | CA)- | 1.393(7 | C(18) - | 1.394(6 | C(17) -

NG | M I Ne |y casy | ) e | P Ne | PR Nne | ) ey | ) fecasy | )| N | BB
C(17)- | 13684 | C(17)- | 13332 | C(18) - | 13953 | C(17)- | 1.365(4 | C(17)- | 13693 | C(17)~ | 13722 | CO)- | | 393 | CU8)- | 1.394(6 | C(17)- | 1.389(8
N | ) [ Naoy |y fcan | ) Ny | ) [N | ) Ny | ) Ny | BB cay | ) | Ny |
C(18) - | 1.389(4 | C(18) - | 1.389(3 | C(19) - | 1.389(4 | C(18) - | 1.389(4 | C(18)- | 1.394(7 | C(18)- | 1.392(2 | C(U)- | 1.377(6 | C(19) - | 1.391(6 | C(18) - | 1.393(8
caoy | ) |can | ) |ceoy| H |can |y lcan | H casy | | Noy | ) | ceo | ) |casy | )
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C(18) - | 13974 | C(18) - | 14023 | C(19)- | (s | C(18) - | 1.399(4 | C(18)- | 13917 | C(18) - | 13992 | CO— | 1458(7 | C(19)- | g5 | C18) - | 1.3950
C(23) ) C(23) ) H19) | C(23) ) C(23) ) C(23) ) C(L) ) H(19) | C(23) )

C(19)- | 1.389(5 | C(19) - | 1.390(3 | C(20) - | 1.392(4 | C(19) - | 1.389(5 | C(19) - | 1.370(1 | C(19) - | 1.3922 | C(1)- | 1.385(6 | C(20) - | 1.395(6 | C(19) - | 1.370(1
ceoy | ) |cey | ) |ceoy| ) |cen | ) lcen | H ceny| ) | cn | ) |ceo| ) | cey | )

C(19) - c(19) - C(20) - C(19) - c(19) - c(19) - Cl)- | 1.394(7 | C(20) - C(19) -

H(19) 0.95 H(19) 0.95 H(20) 0.95 H(19) 0.95 H(19) 0.931 H(19) 0.95 o) ) H(20) 0.95 H(19) 0.95
C(20)- | 1.399(5 | C(20) - | 1.402(3 | C(21)- | 1.465(3 | C(20) - | 1.395(5 | C(20) - | 1.389(9 | C(20) - | 1.400(2 | C(K)- | 1.379(7 | C(21)- | 1.461(6 | C(20) - | 1.405(9
cen | ) |cen| ) ey | ) Jcen| ) lcen |y Jcen| H |o® | ) |cedy| ) |cen| )

C(20) - C(20) - c@l)- | 13323 | C20) - C(20) - C(20) - C(K) - C@1)- | 13436 | C20) -

H(20) 0.95 H(20) 0.95 N(T) ) H(20) 0.95 H(20) 0.931 H(20) 0.95 H(K) 0.93 N(7) ) H(0) 0.95
C@1)- | 13924 | C21)- | 13953 | C21)- | 13743 | C@D) - | 1.389(5 | CR1)- | 13758 | C1)- | 13932 | CL)- | | 3 | C2D-| 13736 | CR1)- | 141209
cey | ) e | ) | Ne | ) e | ) ey | ) ey | ) | Ne | b NS) | )| ced | )

c@l)- c@l)- C(22)- | 1.388(4 | C21) - c@l)- c@l)- C(L)- | 1.336(6 | C(22)- | 1.391(6 | C21) -

H(21) 0.95 HQ21) 0.95 C(23) ) H(21) 0.95 H(21) 0.931 HQ21) 0.95 N(A) ) C(23) ) H(21) 0.949
C(22)- | 1.392(5 | C(22)- | 1.385(3 | C(22) - | 1.398(4 | C(22) - | 1.389(5 | C(22) - | 1.391(7 | C(22) - | 1.390(2 | C(M) - | 1.465(7 | C(22) - | 1.396(6 | C(22) - | 1.380(1
ced) | ) ey | ) |een| ) ey | ) ey |y ey | ) lew | ) |cen| ) |cedy | )

C(22) - c(2) - C(23)- | 1.389(4 | C(22) - C(22) - C(22) - C(M)- | 1.385(7 | C(23) - | 1.397(7 | C(22) -

H(22) 0.95 H(22) 0.95 C(24) ) H(22) 0.95 H(22) 0.93 H(22) 0.95 C(X) ) C(24) ) H(22) 0951
C(23)- | 1.468(4 | C(23) - | 1.465(3 | C(23) - 0.95 C(23)- | 1.464(4 | C(23)- | 1.461(7 | C(23)- | 1.461(2 | C(N) - 1366 C(23) - 0.95 C(23) - | 1.469(9
C(24) ) C(24) ) H(23) . C(24) ) C(24) ) C(24) ) N(8) : H(23) . C(24) )

C(24)- | 1.361(4 | C(24)- | 13692 | C(24) - | 1.399(4 | C(24) - | 1.367(4 | C24) - | 1.372(6 | C(24) - | 1.3692 | C(N)- | 1.337(6 | C(24) - | 1.413(7 | C(24) - | 1.356(8
Ny | ) [ Ne | ) ees | ) [N | Y N |y N | ) [ NGoy | ) [ ces | ) | Ny | )

C(24) - | 1.347(4 | C(24) - C(24) - C(24)- | 1.339(4 | C(24) - | 1.336(6 | C(24) - C(0)- | 1.330(6 | C(24) - C(24)- | 1.3438
NS | ) | N | B mesy | B Ne | ) Ne | ) | N® | P Ne | ) aes | OB Ne) | )

C(25)- | 1.459(4 | C(25)- | 1.463(3 | C(25)- | 1.391(4 | C(25) — | 1.468(4 | C(25) - | 1.459(7 | C(25) - | 1.463(2 | C(O)- | 1.380(6 | C(25)- | 1.382(7 | C(25) - | 1.471(9
ces) | ) |ceo | ) |cee | ) |cas | ) |ceo | ) |cas | ) | Ny | ) | cee | ) | ces | )

C(25)- | 1.336(4 | C(25) - C@25) - C(25)- | 1.336(4 | C(25) - | 1.333(6 | C(25) - C(P)- | 1.463(7 | C(25) - C(25)- | 1.364(8
N®) | ) N® | M hes | M Ne | ) [ Ne | ) | Ney | PP e |y (aes | M e | )

C(25)- | 1.373(4 | C(25)- | 1.368(2 | C(26) - | 1.386(4 | C(25) - | 1.370(4 | C(25) - | 1.366(6 | C(25) - | 1.3712| C(P)- | 1.367(6 | C(26) - | 1.388(6 | C(25) - | 1.361(8
NO) | ) I No | ) jcen| ) INe) | ) | Ney | ) INaoy | ) | Ne) | ) jcen| ) | Ney | )

C(26)- | 1.389(4 | C(26)- | 1.3913 | C26)- | 0.95 | C(26)- | 1.385(5 | C(26) - | 1.385(7 | C(26)- | 1.3922 | C(P)- | 1.338(7 | C26)- | 0.95 | C(26)- | 1.390(1
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cen | ) lcen | ) | Hee cen| y |lcen!| ) lcen!| y | ~Neoy| ) | Hee cen | )
C(26)- | 1396(4 | C(26)- | 1.401(3 | C27) - | 1.464(3 | C(26)- | 1.398(4 | C(26) - | 1.392(7 | C(26) - | 14012 | C(Q)- | 1385(7 | C27)- | 1.464(6 | C(26)- | 1.396(9
C(31) ) C(31) ) C(28) ) C@31) ) C(31) ) C(31) ) C(Y) ) C(28) ) C@31) )

€7 - | 13934 | C7)- | 13913 | C@8)- | 13663 | C27) - | 1396(5 | CT)- | 13818 | CQ7)- | 13922 | CQ)- | (g5 | COB-| 13786 | CQ7)- | 13898
C(28) ) C(28) ) N(8) ) C(28) ) C(28) ) C(28) ) HQ) ' N(8) ) C(28) )

e - c@er- Ce8)- | 134203 | c@7)- e - cen- C®) - | 13997 | c28)- | 1.338(6 | c27) -

Hen | %% | Hen | %P | No) y tHED | % THen | %P | cesy | P ey | ) | NO) y | HEY) | 0%
C(28)- | 1.398(4 | C(28) - | 1.402(3 | C(29) - | 1.468(3 | C(28)- | 1.408(5 | C(28)- | 1.387(9 | C(28) - | 14032 | C(S)- | 1.454(7 | C(29) - | 1.470(6 | C(28) - | 1.399(9
C(29) ) C(29) ) C(30) ) C(29) ) C(29) ) C(29) ) C(V) ) C(30) ) C(29) )

ces)- C28)- C(29)- | 13403 | C(28) - Ces)- ces)- o(m)- C(29)- | 13336 | C(28) -

How | 05 | G| oes | D) YO oy | 0os | G| 0ss | G| oos | N | oost | O 1L CERS 0040
C(29)- | 1389(5 | C29)- | 13983 | C29)- | | 3oq | C29)- | 13905 | C29)- | 13788 | C29)- | 13962 | CU)- | (o | CR-| | 4s | C29)- | 139001
c30) | ) ey | ) | Naoy | & cz | ) |caoy | H |ceny | H | HUY | @ Naoy | cco | )

C9)- C(29)- C(30) - | 1398(4 | C(29) - C9)- C29)- C(V)- | 1.369(6 | C(30) - | 1.402(6 | C(29) -

2o | %% | weey | * ey | ) ey | %% | meey | %P | ey | %% | N y | caoy |y | HEoy | %%
C(30)- | 1383(4 | C30)- | 13913 | C(30) - | 1384(4 | C(30)- | 1392(4 | C30) - | 13817 | C(30)- | 13912 | C(V)- | | 550 | CGO)- | 1397(6 | C30) - | 13858
can | ) lecen | )y |een |y lecany |y lcan | ) |ean | ) | Na@oy | b cay | ) |cany | )

C(30) - C(30) - CG31)- | 13954 | C(30) - C(30) - C(30) - C(W)- | 1.354(6 | C(31)- | 1.394(6 | C(30) -

H30) | %% | HGo | % [ cen | ) L HG | % [ HGY | %P [ Hee | “® | Ne | ) | cen | ) | HEY | *0¥
C(1)- | 1460(4 | CB1)- | 14683 | COD- | (g5 | CBD- | 1461(5 | CR1) - | 1466(7 | C(31)- | 14692 | C(W) - | 13556 | CB1)- | 05 | CB)- | 14550
c3) | ) |coy | ) |wey | ® ca | ) leoy | ) leewy!| Yy | N |y | HGY | © ) | )

C(32)- | 137164 | CB2)- | 13692 | C(32)- | 13844 | C(32)- | 1369(4 | C(32)- | 1.364(6 | C(3)- | 13382 | CX)- | (g | CGD- | 13956 | C(32)- | 139208
N©) ) N©) ) C(32) ) N©) ) N(©9) ) N(6) ) H(X) ' C(32) ) N©9) )

C32)- c32)- | 130202 | co2)- C32)- C32)- c32)- | 13682 | c@)- c32- C32)-

oy | 1336 | SR Gy | 0es | e | 1330 | S | 133 | Sty | R ey | 03 | [y | 0ost | Gy | 117
CG33)- CG33)- C33)- C(33)- 33— CB33)- C(19) - C33)- CB33)-

S rse |G| s G| s | G| s | G | oz | G| s | G| ves | G| i [ CGY ] e
C33)- C33)- C33)- C33)- C33)- C33)- C(19) - C33)- C33)-

o | 099 | G oo |G 0o | GRS 000 | SO o7 | (R 0e | QD] 0omt | SR 0se | SEA 09

46



