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1. Supplementary figures

Figure S1. FT-IR spectrum of the H2L ligand 
















Figure S2. FT-IR spectrum of the [MnIII(L)(Py)2](BF4) complex


















Figure S3. FT-IR spectrum of the [MnIII(L)(Py)2](ClO4) complex


















Figure S4. NMR-1H spectrum of the H2L ligand
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Figure S5. NMR-13C spectrum of H2L ligand
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Figure S6. H RMS spectrum of the H2L ligand
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Figure S7. H RMS spectrum of the [MnIII(L)(Py)2](BF4) complex
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Figure S8. H RMS spectrum of the [MnIII(L)(Py)2](ClO4) complex

[image: ]

















Figure S9. Powder diffraction of the [MnIII(L)(Py)2](BF4) complex
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Figure S10. Powder diffraction of the [MnIII(L)(Py)2](ClO4) complex
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Figure S11.  ORTEP plot of the [MnIII(L)(Py)2](BF4) complex
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Figure S12.  ORTEP plot of the [MnIII(L)(Py)2](ClO4) complex
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Figure S13. ORTEP plot of the [MnIII(L)(Py)2](BF4) complex and (N1-Mn1-N2) plane. A thermal ellipsoid was drawn with a 30% of probability. Hydrogen atoms were omitted for the sake of clarity.
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Figure S14. The π-π stacking in the [MnIII(L)(Py)2](BF4) complex. Hydrogen atoms and tetrafluoroborate counterion were omitted for the sake of clarity. Centroid distance = 3.918 Å.
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Figure S15. bc projection; crystalline structure and hydrogen bonds in the [MnIII(L)(Py)2](BF4) complex.
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Figure S16. Fingerprints plots of the [MnIII(L)(Py)2](ClO4) complex; C-H···π and C-H···O contacts.
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Figure S17. Magnetic susceptibilities of the [MnIII(L)(Py)2](ClO4) complex as a function of temperature between 2 – 300 K.
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Figure S18. Inverse magnetic susceptibilities as function of temperature (2-330 K)
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Figure S19: UV‒Vis spectra of the [MnIII(L)(Py)2](ClO4) complex in CH2Cl2 at 20°C. 
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Figure S20. UV‒Vis spectra of the H2L ligand in CH2Cl2 at 20°C
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Figure S21. Structural merge of the atomic coordinates for the [MnIII(L)(Py)2]+ complex ion optimized at PBE0/Def2-TZVP level of theory and compared with X-ray crystallographic data reported in this work

















Figure S22. Intensity and shape comparison between the calculated (left) and the experimental (right) FT-IR spectrum
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2. Supplementary tables 

Table S1. Crystallographic data of the H2L ligand

	Crystal data

	Chemical formula
	C24H28N2O4

	Mr
	408.48

	Crystal system, space group
	Triclinic, P-1

	Temperature (K)
	298

	a, b, c (Å)
	6.3069 (2), 7.2178 (3), 13.1011 (5)

	α, β, γ (°)
	88.480 (2), 79.543 (2), 65.085 (2)

	V (Å3)
	531.07 (4)

	Z
	1

	Radiation type
	Mo Kα

	µ (mm−1)
	0.09

	Crystal size (mm)
	0.32 × 0.25 × 0.2

	

	Data collection

	Diffractometer
	Bruker D8 QUEST

	Absorption correction
	–

	No. of measured, independent and
observed [I > 2σ(I)] reflections
	9163, 2149, 1580

	Rint
	0.033

	(sin θ/λ)max (Å−1)
	0.625

	

	Refinement

	R[F2 > 2σ(F2)], wR(F2), S
	0.046, 0.130, 1.03

	No. of reflections
	2149

	No. of parameters
	138

	H-atom treatment
	H-atom parameters constrained

	Δρmax, Δρmin (e Å−3)
	0.18, −0.15



Table S2. Crystallographic data of the [MnIII(L)(Py)2](X) complexes

	Crystal data

	Chemical formula
	C34H36MnN4O4·BF4
	C34H36MnN4O4·ClO4

	Mr
	706.42
	719.06

	Crystal system, space group
	Triclinic, P-1
	Triclinic, P-1

	Temperature (K)
	170
	170

	a, b, c (Å)
	10.2719 (6), 13.3038 (8), 13.7156 (7)
	10.3051 (6), 13.2822 (8), 13.7471 (9)

	α, β, γ (°)
	93.815 (2), 105.163 (2), 110.668 (2)
	93.899 (3), 105.326 (3), 110.460 (2)

	V (Å3)
	1666.23 (17)
	1673.23 (18)

	Z
	2
	2

	Radiation type
	Mo Kα
	Mo Kα

	µ (mm−1)
	0.46
	0.53

	Crystal size (mm)
	0.19 × 0.17 × 0.06
	0.17 × 0.16 × 0.04

	
	

	Data collection

	Diffractometer
	Bruker D8 QUEST
	Bruker D8 QUEST

	Absorption correction
	Multi-scan 
SADABS2016/2 (Bruker,2016/2) was used for absorption correction. wR2(int) was 0.0476 before and 0.0417 after correction. The Ratio of minimum to maximum transmission is 0.9520. The λ/2 correction factor is Not present.
	Multi-scan 
SADABS2016/2 (Bruker,2016/2) was used for absorption correction. wR2(int) was 0.0460 before and 0.0409 after correction. The Ratio of minimum to maximum transmission is 0.9479. The λ/2 correction factor is Not present.

	Tmin, Tmax
	0.710, 0.745
	0.707, 0.745

	No. of measured, independent and
observed [I > 2σ(I)] reflections
	145870, 7029, 5797
	138322, 6936, 5775

	Rint
	0.054
	0.050

	(sin θ/λ)max (Å−1)
	0.633
	0.628

	Refinement

	R[F2 > 2σ(F2)], wR(F2), S
	0.034, 0.080, 1.05
	0.033, 0.081, 1.04

	No. of reflections
	7029
	6936

	No. of parameters
	437
	437

	H-atom treatment
	H-atom parameters constrained
	H-atom parameters constrained

	Δρmax, Δρmin (e Å−3)
	0.39, −0.34
	0.37, −0.49



Table S3. Bond lengths and angles of H2L ligand

	Atoms
	Length/Å
	Atoms
	Length/Å

	O1-C8
	1.2523(18)
	C2-C3
	1.378(2)

	O2-C4
	1.3642(19)
	C3-C4
	1.377(2)

	O2-C5
	1.423(2)
	C4-C6
	1.370(2)

	N1-C10
	1.3318(19)
	C6-C7
	1.388(2)

	N1-C12
	1.4550(18)
	C8-C9
	1.414(2)

	C1-C2
	1.387(2)
	C9-C10
	1.382(2)

	C1-C7
	1.377(2)
	C10-C11
	1.494(2)

	C1-C8
	1.5012(19)
	C12-C121
	1.522(3)

	1-x,2-y,1-z




	Atoms
	Angle/˚
	Atoms
	Angle/˚

	C4-O2-C5
	117.91(15)
	C4-C6-C7
	119.61(16)

	C10-N1-C12
	126.83(13)
	C1-C7-C6
	122.01(15)

	C2-C1-C8
	119.47(14)
	O1-C8-C1
	117.71(13)

	C7-C1-C2
	117.27(14)
	O1-C8-C9
	123.07(14)

	C7-C1-C8
	123.18(14)
	C9-C8-C1
	119.19(13)

	C3-C2-C1
	121.22(16)
	C10-C9-C8
	124.47(13)

	C4-C3-C2
	120.44(16)
	N1-C10-C9
	121.65(14)

	O2-C4-C3
	116.22(15)
	N1-C10-C11
	118.87(13)

	O2-C4-C6
	124.34(16)
	C9-C10-C11
	119.45(13)

	C6-C4-C3
	119.43(15)
	N1-C12-C121
	112.16(16)

	1-x,2-y,1-z



Table S4. Bond lengths and angles of [MnIII(L)(Py)2](BF4) complex

	Atoms
	Length/Å
	Atoms
	Length/Å

	Mn1-O1
	1.8918(11)
	C8-C9
	1.377(2)

	Mn1-O3
	1.8994(11)
	C9-C10
	1.420(2)

	Mn1-N1
	1.9633(13)
	C10-C11
	1.507(2)

	Mn1-N2
	1.9652(13)
	C12-C24
	1.512(2)

	Mn1-N3
	2.3679(15)
	C13-C14
	1.392(2)

	Mn1-N4
	2.3632(14)
	C13-C19
	1.392(2)

	O1-C8
	1.3030(19)
	C13-C20
	1.486(2)

	O2-C4
	1.361(2)
	C14-C15
	1.379(2)

	O2-C5
	1.427(2)
	C15-C16
	1.391(3)

	O3-C20
	1.2997(19)
	C16-C18
	1.378(3)

	O4-C16
	1.362(2)
	C18-C19
	1.387(2)

	O4-C17
	1.429(2)
	C20-C21
	1.376(2)

	N1-C10
	1.313(2)
	C21-C22
	1.417(2)

	N1-C12
	1.473(2)
	C22-C23
	1.509(2)

	N2-C22
	1.310(2)
	C25-C26
	1.375(3)

	N2-C24
	1.472(2)
	C26-C27
	1.373(3)

	N3-C25
	1.341(2)
	C27-C28
	1.372(3)

	N3-C29
	1.335(2)
	C28-C29
	1.375(3)

	N4-C30
	1.341(2)
	C30-C31
	1.375(3)

	N4-C34
	1.341(2)
	C31-C32
	1.377(3)

	C1-C2
	1.401(2)
	C32-C33
	1.379(3)

	C1-C7
	1.393(2)
	C33-C34
	1.377(3)

	C1-C8
	1.482(2)
	F1-B1
	1.370(3)

	C2-C3
	1.375(2)
	F2-B1
	1.369(3)

	C3-C4
	1.388(2)
	F3-B1
	1.370(3)

	C4-C6
	1.390(2)
	F4-B1
	1.389(2)

	C6-C7
	1.387(2)
	





	Atoms
	Angle/˚
	Atoms
	Angle/˚

	O1-Mn1-O3
	91.12(5)
	O1-C8-C9
	123.86(15)

	O1-Mn1-N1
	92.04(5)
	C9-C8-C1
	122.27(14)

	O1-Mn1-N2
	176.83(5)
	C8-C9-C10
	125.70(15)

	O1-Mn1-N3
	92.04(5)
	N1-C10-C9
	122.80(14)

	O1-Mn1-N4
	87.83(5)
	N1-C10-C11
	120.42(15)

	O3-Mn1-N1
	176.81(5)
	C9-C10-C11
	116.78(15)

	O3-Mn1-N2
	92.02(5)
	N1-C12-C24
	109.86(13)

	O3-Mn1-N3
	89.87(5)
	C14-C13-C19
	117.72(15)

	O3-Mn1-N4
	92.14(5)
	C14-C13-C20
	119.02(15)

	N1-Mn1-N2
	84.82(5)
	C19-C13-C20
	123.23(15)

	N1-Mn1-N3
	89.59(5)
	C15-C14-C13
	121.20(17)

	N1-Mn1-N4
	88.41(5)
	C14-C15-C16
	120.00(17)

	N2-Mn1-N3
	88.38(5)
	O4-C16-C15
	115.05(16)

	N2-Mn1-N4
	91.63(5)
	O4-C16-C18
	125.05(16)

	N4-Mn1-N3
	177.99(5)
	C18-C16-C15
	119.89(16)

	C8-O1-Mn1
	128.77(10)
	C16-C18-C19
	119.51(16)

	C4-O2-C5
	117.59(14)
	C18-C19-C13
	121.65(16)

	C20-O3-Mn1
	128.52(10)
	O3-C20-C13
	114.29(14)

	C16-O4-C17
	118.53(15)
	O3-C20-C21
	123.91(15)

	C10-N1-Mn1
	126.49(11)
	C21-C20-C13
	121.75(15)

	C10-N1-C12
	120.59(13)
	C20-C21-C22
	126.00(15)

	C12-N1-Mn1
	112.70(10)
	N2-C22-C21
	122.87(15)

	C22-N2-Mn1
	126.42(11)
	N2-C22-C23
	120.10(15)

	C22-N2-C24
	120.73(14)
	C21-C22-C23
	117.03(15)

	C24-N2-Mn1
	112.31(10)
	N2-C24-C12
	109.83(14)

	C25-N3-Mn1
	120.81(12)
	N3-C25-C26
	123.16(18)

	C29-N3-Mn1
	122.25(12)
	C27-C26-C25
	118.90(18)

	C29-N3-C25
	116.92(16)
	C28-C27-C26
	118.75(19)

	C30-N4-Mn1
	121.64(11)
	C27-C28-C29
	118.9(2)

	C34-N4-Mn1
	120.82(12)
	N3-C29-C28
	123.33(18)

	C34-N4-C30
	116.97(15)
	N4-C30-C31
	123.45(16)

	C2-C1-C8
	119.00(14)
	C30-C31-C32
	118.71(17)

	C7-C1-C2
	117.66(15)
	C31-C32-C33
	118.83(18)

	C7-C1-C8
	123.33(15)
	C34-C33-C32
	118.86(18)

	C3-C2-C1
	121.39(15)
	N4-C34-C33
	123.16(17)

	C2-C3-C4
	120.11(16)
	F1-B1-F3
	108.83(18)

	O2-C4-C3
	115.55(15)
	F1-B1-F4
	109.95(17)

	O2-C4-C6
	124.70(16)
	F2-B1-F1
	111.5(2)

	C3-C4-C6
	119.74(15)
	F2-B1-F3
	107.81(18)

	C7-C6-C4
	119.67(16)
	F2-B1-F4
	109.34(17)

	C6-C7-C1
	121.41(16)
	F3-B1-F4
	109.34(18)

	O1-C8-C1
	113.84(13)
	

	



Table S5. Bond lengths and angles of [MnIII(L)(Py)2](ClO4) complex

	Atoms
	Length/Å
	Atoms
	Length/Å

	Mn1-O1
	1.8938(11)
	C8-C9
	1.377(2)

	Mn1-O3
	1.8989(12)
	C9-C10
	1.418(2)

	Mn1-N1
	1.9633(14)
	C10-C11
	1.505(2)

	Mn1-N2
	1.9665(14)
	C12-C24
	1.515(2)

	Mn1-N3
	2.3663(15)
	C13-C14
	1.391(2)

	Mn1-N4
	2.3631(15)
	C13-C19
	1.392(2)

	O1-C8
	1.3050(19)
	C13-C20
	1.483(2)

	O2-C4
	1.360(2)
	C14-C15
	1.377(3)

	O2-C5
	1.425(2)
	C15-C16
	1.390(3)

	O3-C20
	1.303(2)
	C16-C18
	1.383(3)

	O4-C16
	1.362(2)
	C18-C19
	1.386(2)

	O4-C17
	1.427(2)
	C20-C21
	1.375(2)

	N1-C10
	1.315(2)
	C21-C22
	1.416(2)

	N1-C12
	1.472(2)
	C22-C23
	1.506(2)

	N2-C22
	1.312(2)
	C25-C26
	1.369(3)

	N2-C24
	1.471(2)
	C26-C27
	1.374(3)

	N3-C25
	1.341(2)
	C27-C28
	1.376(3)

	N3-C29
	1.329(2)
	C28-C29
	1.379(3)

	N4-C30
	1.340(2)
	C30-C31
	1.377(3)

	N4-C34
	1.337(2)
	C31-C32
	1.378(3)

	C1-C2
	1.400(2)
	C32-C33
	1.377(3)

	C1-C7
	1.393(2)
	C33-C34
	1.377(3)

	C1-C8
	1.482(2)
	Cl1-O5
	1.4190(17)

	C2-C3
	1.371(2)
	Cl1-O6
	1.4243(18)

	C3-C4
	1.392(3)
	Cl1-O7
	1.4197(15)

	C4-C6
	1.386(3)
	Cl1-O8
	1.4384(15)

	C6-C7
	1.382(2)
	




	Atoms
	Angle/˚
	Atoms
	Angle/˚

	O1-Mn1-O3
	91.27(5)
	O1-C8-C9
	123.78(15)

	O1-Mn1-N1
	92.01(5)
	C9-C8-C1
	122.26(15)

	O1-Mn1-N2
	176.65(5)
	C8-C9-C10
	125.84(16)

	O1-Mn1-N3
	91.62(5)
	N1-C10-C9
	122.78(15)

	O1-Mn1-N4
	87.60(5)
	N1-C10-C11
	120.53(15)

	O3-Mn1-N1
	176.72(5)
	C9-C10-C11
	116.68(15)

	O3-Mn1-N2
	92.07(5)
	N1-C12-C24
	109.47(13)

	O3-Mn1-N3
	89.54(5)
	C14-C13-C19
	117.79(16)

	O3-Mn1-N4
	91.95(5)
	C14-C13-C20
	119.16(15)

	N1-Mn1-N2
	84.66(6)
	C19-C13-C20
	123.03(15)

	N1-Mn1-N3
	90.28(5)
	C15-C14-C13
	121.25(17)

	N1-Mn1-N4
	88.28(5)
	C14-C15-C16
	120.10(18)

	N2-Mn1-N3
	88.68(5)
	O4-C16-C15
	115.27(16)

	N2-Mn1-N4
	92.01(5)
	O4-C16-C18
	124.91(16)

	N4-Mn1-N3
	178.34(5)
	C18-C16-C15
	119.82(16)

	C8-O1-Mn1
	128.71(11)
	C16-C18-C19
	119.41(16)

	C4-O2-C5
	117.71(15)
	C18-C19-C13
	121.62(17)

	C20-O3-Mn1
	128.63(11)
	O3-C20-C13
	114.37(14)

	C16-O4-C17
	118.48(15)
	O3-C20-C21
	123.65(15)

	C10-N1-Mn1
	126.48(11)
	C21-C20-C13
	121.93(15)

	C10-N1-C12
	120.51(14)
	C20-C21-C22
	126.38(16)

	C12-N1-Mn1
	112.72(10)
	N2-C22-C21
	122.72(15)

	C22-N2-Mn1
	126.38(11)
	N2-C22-C23
	120.14(15)

	C22-N2-C24
	120.63(14)
	C21-C22-C23
	117.13(15)

	C24-N2-Mn1
	112.44(10)
	N2-C24-C12
	109.61(14)

	C25-N3-Mn1
	121.12(12)
	N3-C25-C26
	123.47(18)

	C29-N3-Mn1
	121.97(12)
	C25-C26-C27
	118.95(18)

	C29-N3-C25
	116.89(16)
	C26-C27-C28
	118.52(19)

	C30-N4-Mn1
	121.28(12)
	C27-C28-C29
	118.8(2)

	C34-N4-Mn1
	121.08(12)
	N3-C29-C28
	123.32(19)

	C34-N4-C30
	117.01(16)
	N4-C30-C31
	123.44(17)

	C2-C1-C8
	119.03(15)
	C30-C31-C32
	118.65(18)

	C7-C1-C2
	117.71(15)
	C33-C32-C31
	118.72(18)

	C7-C1-C8
	123.26(15)
	C32-C33-C34
	118.99(19)

	C3-C2-C1
	121.39(16)
	N4-C34-C33
	123.19(18)

	C2-C3-C4
	120.07(16)
	O5-Cl1-O6
	110.67(14)

	O2-C4-C3
	115.48(16)
	O5-Cl1-O7
	109.18(12)

	O2-C4-C6
	124.91(16)
	O5-Cl1-O8
	110.00(10)

	C6-C4-C3
	119.60(16)
	O6-Cl1-O8
	109.85(11)

	C7-C6-C4
	119.89(16)
	O7-Cl1-O6
	108.02(12)

	C6-C7-C1
	121.34(16)
	O7-Cl1-O8
	109.08(11)

	O1-C8-C1
	113.93(14)
	



Table S6. Intramolecular hydrogen bond of the H2L ligand

	D-H···A
	d(D-H)/Å
	d(H-A)/Å
	d(D-A)/Å
	D-H-A/°

	N1-H1···O1
	0.86
	2.01
	2.6842(16)
	134.4



Table S7. Intramolecular and intermolecular hydrogen bond of the [MnIII(L)(Py)2](BF4) complex

	D-H···A
	d(D-H)/Å
	d(H-A)/Å
	d(D-A)/Å
	D-H-A/°

	C3-H3···O21
	0.95
	2.63
	3.354(2)
	133.2

	C5-H5B···F22
	0.98
	2.67
	3.477(3)
	140.0

	C9-H9···F43
	0.95
	2.50
	3.441(2)
	168.6

	C11-H11B···F13
	0.98
	2.49
	3.387(2)
	151.6

	C12-H12A···F3
	0.99
	2.40
	3.216(2)
	138.8

	C12-H12B···F34
	0.99
	2.58
	3.360(2)
	135.3

	C17-H17B···F35
	0.98
	2.57
	3.429(3)
	146.0

	C24-H24B···F3
	0.99
	2.88
	3.484(2)
	120.5

	C28-H28···F1
	0.95
	2.69
	3.295(3)
	121.7

	C29-H29···F1
	0.95
	2.59
	3.261(2)
	127.6

	C29-H29···F3
	0.95
	2.82
	3.494(2)
	128.7

	C30-H30···F44
	0.95
	2.55
	3.294(2)
	135.7

	C31-H31···F24
	0.95
	2.54
	3.348(3)
	143.3

	C33-H33···O46
	0.95
	2.58
	3.357(2)
	139.0

	1-x,2-y,1-z; 2+x,1+y, +z; 3-x,1-y,2-z; 41-x,1-y,2-z; 51-x,1-y,1-z; 61-x,2-y,1-z



Table S8. Intramolecular and intermolecular hydrogen bond of the [MnIII(L)(Py)2](ClO4) complex

	D-H···A
	d(D-H)/Å
	d(H-A)/Å
	d(D-A)/Å
	D-H-A/°

	C3-H3···O21
	0.95
	2.63
	3.353(2)
	133.0

	C5-H5B···O62
	0.98
	2.65
	3.450(3)
	138.6

	C9-H9···O83
	0.95
	2.54
	3.479(2)
	168.1

	C11-H11B···O53
	0.98
	2.53
	3.407(2)
	149.3

	C12-H12A···O7
	0.99
	2.44
	3.223(2)
	135.7

	C12-H12B···O74
	0.99
	2.63
	3.378(2)
	132.1

	C17-H17B···O75
	0.98
	2.61
	3.471(3)
	147.0

	C24-H24B···O7
	0.99
	2.86
	3.481(2)
	121.7

	C27-H27···O16
	0.95
	2.85
	3.461(2)
	123.3

	C28-H28···O5
	0.95
	2.69
	3.319(3)
	124.2

	C29-H29···O5
	0.95
	2.69
	3.332(3)
	125.7

	C29-H29···O7
	0.95
	2.78
	3.462(3)
	129.4

	C30-H30···O84
	0.95
	2.59
	3.342(2)
	136.7

	C31-H31···O64
	0.95
	2.57
	3.380(3)
	142.8

	C33-H33-O47
	0.95
	2.57
	3.335(3)
	138.1

	1-x,2-y,1-z; 2+x,1+y, +z; 3-x,1-y,2-z; 41-x,1-y,2-z; 51-x,1-y,1-z; 6-x,1-y,1-z; 71-x,2-y,1-z



Table S9. RMSD analysis of the atomic coordinates for the [MnIII(L)(Py)2]+ complex ion optimized at PBE0/Def2-TZVP level of theory and compared with X-ray crystallographic data reported in this work. The RMSD analysis was carried out considering all atomic positions except for the hydrogens due to a lack of crystallographic information for these atoms
	Atom
	RMSD (Å)
	Atom
	RMSD (Å)

	Mn1
	0.176208
	C25
	0.544785

	O2
	0.209626
	C26
	0.935624

	O3
	0.510387
	C27
	0.532811

	O4
	0.258233
	C28
	0.357701

	O5
	0.730765
	C29
	0.121231

	N6
	0.096571
	C30
	0.144927

	N7
	0.190523
	C31
	0.150963

	N8
	0.213521
	C32
	0.191441

	N9
	0.316259
	C33
	0.245562

	C10
	0.159101
	C34
	0.656962

	C11
	0.952687
	C35
	0.554731

	C12
	1.062709
	C36
	0.429945

	C13
	0.355104
	C37
	1.073819

	C14
	0.409694
	C38
	0.881643

	C15
	0.605872
	C39
	0.408026

	C16
	0.674713
	C40
	0.846343

	C17
	0.096554
	C41
	1.189159

	C18
	0.226666
	C42
	1.110854

	C19
	0.190596
	C43
	0.690001

	C20
	0.355185
	All Mn atoms
	0.176208

	C21
	0.112499
	All N atoms
	0.218653

	C22
	0.199220
	All O atoms
	0.475694

	C23
	0.215450
	All C atoms
	0.600623

	C24
	0.402924
	All atoms
	0.558088











Table S10: Final set of internal coordinates for [MnIII(L)(Py)2]+ complex ion

Average max. Potential Energy <EPm> = 22.517
TED Above 100 Factor TAF=12.443
Caution: TED values above 150 in 7 columns: 10 / 170
Average coordinate population 1.498
Most complex coordinate No. 10 , population = 4 

s 1     1.00   STRE   12   45   CH    1.083177  f3454 35
          1.00               18   51   CH    1.079125
s 2     1.00   BEND   49   15   16   HCC   119.29  f3448 30  f3421 10
s 3     1.00   BEND   46   14   47   HCH   109.48  f3428 18
          1.00          52   20   53   HCH   108.28
s 4     1.00   TORS   51   18   19   20   HCCC    -0.44  f3421 48
          1.00          47   14    3   13   HCOC   -60.36
          1.00          49   15   13   12   HCCC  -180.32
s 5     1.00   BEND   46   14   47   HCH   109.48  f3392 32
          1.00          46   14    3   HCO   105.72
          1.00          53   20   54   HCH   108.52
s 6    -1.00   TORS   51   18   19   20   HCCC    -0.44  f3383 31
          1.00          49   15   13   12   HCCC  -180.32
s 7    -1.00   TORS   47   14    3   13   HCOC   -60.36  f3362 31
          1.00          49   15   13   12   HCCC  -180.32
s 8     1.00   STRE   12   45   CH    1.083177  f3335 25
s 9     1.00   TORS   54   20   19    6   HCCN   -57.55  f3302 36
s 10   1.00   TORS   45   12   13   15   HCCC  -180.40  f3277 29
          1.00          46   14    3   13   HCOC  -179.05
          -1.00          48   14    3   13   HCOC    62.32
          -1.00          49   15   13   12   HCCC  -180.32
s 11    1.00   BEND   51   18   19   HCC   116.12  f3454 24  f3335 13  f3253 11
k 12    1.00   TORS   55   21    6    1   HCNMn  -211.92  f3232 42
           1.00          56   21    6    1   HCNMn   -94.06
           1.00          56   21   33    7   HCCN    84.19
s 13    1.00   STRE   14   46   CH    1.087617  f3090 10  f3066 15  f3033 20
s 14    1.00   STRE   16   50   CH    1.083397  f3204 44
          -1.00          14   47   CH    1.093638
           1.00          14   46   CH    1.087617
s 15   -1.00   STRE   14   46   CH    1.087617  f3182 25
           1.00          14   47   CH    1.093638
          -1.00          14   48   CH    1.093688
s 16    1.00   TORS   56   21   33    7   HCCN    84.19  f3253 11  f3179 13
s 17   -1.00   STRE   20   53   CH    1.087151  f3210 12  f3172 23  f3098 12
           1.00          20   54   CH    1.092813
s 18    1.00   STRE   20   52   CH    1.093747  f3162 59  f3098 14
           1.00          20   53   CH    1.087151
s 19    1.00   TORS   50   16   15   13   HCCC  -181.86  f3172 15  f3139 16  f3058 24
s 20   -1.00   BEND   55   21   56   HCH   107.01  f3135 51
           1.00          52   20   54   HCH   107.28
s 21    1.00   STRE   14   47   CH    1.093638  f3110 32
           1.00          14   48   CH    1.093688
          -1.00          14   46   CH    1.087617
s 22    1.00   BEND   52   20   54   HCH   107.28  f3110 16  f3098 13  f2937 15
           1.00          55   21   56   HCH   107.01
s 23    1.00   TORS   47   14    3   13   HCOC   -60.36  f3277 10  f3110 11  f3090 16
          -1.00          48   14    3   13   HCOC    62.32
s 24    1.00   BEND   46   14   48   HCH   109.43  f3179 10  f3066 37
           1.00          47   14   48   HCH   109.88
s 25    1.00   BEND   50   16   15   HCC   118.11  f3172 15  f3058 44
k 26    1.00   BEND   46   14    3   HCO   105.72  f3033 32
           1.00          52   20   53   HCH   108.28
s 27    1.00   STRE   21   55   CH    1.092261  f2987 42
s 28   -1.00   STRE   20   52   CH    1.093747  f3179 18  f2937 24
           1.00          20   54   CH    1.092813
k 29    1.00   OUT    20   52   19   54   CHCH    21.23  f3428 11
s 30    1.00   BEND   45   12   13   HCC   118.66  f2737 35
s 31    1.00   TORS   53   20   19    6   HCCN  -178.11  f2648 36
s 32   -1.00   STRE   15   49   CH    1.081356  f2507 47
           1.00          21   55   CH    1.092261
s 33    1.00   BEND   53   20   54   HCH   108.52  f3428 11  f3090 15  f2987 11
           1.00          52   20   53   HCH   108.28
s 34    1.00   BEND   55   21   33   HCC   109.34  f2348 39
s 35   -1.00   TORS   45   12   13   15   HCCC  -180.40  f3277 16  f3182 21
           1.00          49   15   13   12   HCCC  -180.32
s 36    1.00   STRE   34   70   CH    1.083534  f2194 37  f2097 14
          -1.00          27   62   CH    1.081865
s 37    1.00   STRE   27   62   CH    1.081865  f2186 43
           1.00          34   70   CH    1.083534
s 38    1.00   STRE   35   71   CH    1.082934  f2142 47
s 39    1.00   STRE   26   61   CH    1.093757  f2121 45
s 40    1.00   BEND   70   34   35   HCC   121.01  f2108 26  f0 10
s 41    1.00   TORS   59   26    5   25   HCOC  -178.63  f2097 10  f1678 15
           1.00          61   26    5   25   HCOC    62.72
s 42   -1.00   BEND   65   32   67   HCH   107.45  f2022 49
           1.00          74   38   37   HCC   120.63
          -1.00          66   32   67   HCH   108.42
s 43    1.00   BEND   65   32   67   HCH   107.45  f1991 36  f1874 11
           1.00          66   32   67   HCH   108.42
           1.00          74   38   37   HCC   120.63
s 44    1.00   TORS   79   43   42   41   HCCC  -179.60  f1949 11
s 45    1.00   STRE   37   73   CH    1.083166  f1934 49
          -1.00          38   74   CH    1.083491
s 46    1.00   STRE   32   65   CH    1.093271
           1.00          32   66   CH    1.087266
s 47    1.00   TORS   75   39   40   41   HCCC  -178.09  f1924 14  f1922 18  f944 10  f938 11
s 48    1.00   TORS   74   38   37   36   HCCC  -178.83  f1903 13  f1870 11
           1.00          75   39   40   41   HCCC  -178.09
s 49    1.00   STRE   32   65   CH    1.093271  f1892 33
           1.00          30   64   CH    1.078891
          -1.00          32   66   CH    1.087266
k 50    1.00   BEND   69   33    7   HCN   108.43  f1903 11  f1883 28  f1784 14
k 51    1.00   BEND   65   32   31   HCC   110.82  f1874 15
s 52    1.00   BEND   79   43   42   HCC   121.16  f1870 24  f1837 11
s 53    1.00   STRE   38   74   CH    1.083491  f1848 13
           1.00          37   73   CH    1.083166
s 54    1.00   STRE   33   69   CH    1.096912  f1784 10
s 55    1.00   TORS   63   28   27   25   HCCC  -181.31  f1816 20
s 56    1.00   STRE   36   72   CH    1.084134  f1883 15  f1784 14
s 57    1.00   BEND   64   30   31   HCC   115.98  f1728 12  f0 11
           1.00          66   32   31   HCC   110.65
s 58    1.00   TORS   61   26    5   25   HCOC    62.72  f2097 11  f1678 20
s 59    1.00   STRE   21   56   CH    1.096719  f1848 11  f1728 10
s 60    1.00   TORS   62   27   28   22   HCCC  -179.05  f2097 12  f1330 27  f1278 14  f1198 15
s 61    1.00   BEND   71   35   36   HCC   121.43  f1287 44
s 62    1.00   BEND   72   36   37   HCC   120.62
           1.00          71   35   36   HCC   121.43
s 63   -1.00   BEND   63   28   27   HCC   117.95  f1226 42
           1.00          62   27   28   HCC   119.31
s 64    1.00   BEND   77   41   42   HCC   120.55  f1330 26
s 65    1.00   STRE   40   76   CH    1.083071  f1131 53
          -1.00          41   77   CH    1.084019
s 66    1.00   BEND   76   40   41   HCC   121.32  f1114 22  f2 12  f1 10
s 67    1.00   TORS   66   32   31    7   HCCN  -180.10  f961 39
k 68    1.00   BEND   66   32   31   HCC   110.65  f1892 24  f944 12
s 69    1.00   STRE   39   75   CH    1.084185  f1903 10  f944 10  f938 15
s 70    1.00   BEND   44   11   12   HCC   119.69  f901 42
s 71     1.00   TORS   76   40   41   42   HCCC  -179.70  f1114 12  f868 18
            1.00          77   41   42   43   HCCC  -180.17
s 72     1.00   TORS   68   33    7    1   HCNMn  -209.28  f838 16  f787 10
s 73     1.00   TORS   44   11   10   16   HCCC  -180.98  f838 20  f787 27
s 74     1.00   STRE   11   44   CH    1.082557  f767 36
           -1.00          23   57   CH    1.082832
s 75     1.00   TORS   66   32   31    7   HCCN  -180.10
            1.00          67   32   31    7   HCCN   -59.63
s 76     1.00   STRE   23   57   CH    1.082832  f657 41
            1.00          11   44   CH    1.082557
s 77    -1.00   STRE   42   43   CC    1.376806  f610 35
           -1.00          41   42   CC    1.379373
            1.00          39   40   CC    1.375280
s 78     1.00   STRE   37   38   CC    1.374707  f576 33
s 79     1.00   BEND   57   23   24   HCC   119.75  f526 37
s 80     1.00   STRE   40   41   CC    1.376390  f470 67
            1.00          41   42   CC    1.379373
k 81     1.00   BEND   68   33   21   HCC   109.45  f411 22  f2 12
s 82     1.00   TORS   23   22   29    4   CCCO    15.62  f387 63
s 83     1.00   STRE   39   40   CC    1.375280  f375 85
           -1.00          40   41   CC    1.376390
            1.00          41   42   CC    1.379373
s 84     1.00   TORS   11   10   17    2   CCCO    15.94  f352 23
s 85    -1.00   TORS   40   39   41   42   CCCC  -180.57  f320 13  f308 11  f258 10
            1.00          42   41   43    9   CCCN  -179.48
s 86     1.00   TORS   40   39   41   42   CCCC  -180.57  f308 16
            1.00          41   40   42   43   CCCC  -180.06
s 87     1.00   TORS   38    8    1    2   CNMnO  -269.74  f296 20  f0 11
           -1.00          43    9    1    2   CNMnO    11.26
s 88    -1.00   TORS   35   34   36   37   CCCC  -179.87  f295 30
            1.00          37   36   38    8   CCCN  -179.44
            1.00   OUT     1   38    8   34   MnCNC     1.13
s 89     1.00   TORS   19   18    6   21   CCNC     9.89
s 90     1.00   TORS   58   24   25   27   HCCC  -180.63
s 91     1.00   TORS   18   17   19    6   CCCN  -175.69  f243 17
s 92     1.00   TORS   24   23   25   27   CCCC  -181.18  f225 54  f223 18
            1.00          25   24   27   28   CCCC  -179.49
k 93     1.00   TORS   22   28   25   27   CCCC  -179.78  f223 13
            1.00          23   22   27   28   CCCC  -180.29
s 94     1.00   TORS   13   12   15   16   CCCC  -179.36  f167 11
k 95     1.00   TORS   11   10   15   16   CCCC  -180.57  f208 25
s 96     1.00   TORS   22   28   25   27   CCCC  -179.78  f207 47
k 97     1.00   OUT    31   29   30    7   CCCN     1.55
s 98     1.00   OUT     1   38    8   34   MnCNC     1.13  f179 15  f0 13
s 99     1.00   TORS   12   11   13   15   CCCC  -180.75  f167 38
s 100   1.00   TORS   31    7   21   33   CNCC    40.94
s 101   1.00   TORS   21    6   33    7   CNCN  -213.53  f136 10
s 102   1.00   TORS   35   34   36   37   CCCC  -179.87  f296 13  f127 27
            1.00          36   35   37   38   CCCC  -180.54
s 103  -1.00   TORS   41   40   42   43   CCCC  -180.06  f109 68
            1.00          40   39   41   42   CCCC  -180.57
s 104   1.00   TORS   35   34   36   37   CCCC  -179.87  f108 67
            1.00          37   36   38    8   CCCN  -179.44
s 105   1.00   TORS   12   13    3   14   CCOC  -181.44  f105 70
            1.00   OUT     3   12   15   13   OCCC     0.35
s 106   1.00   TORS   24   25    5   26   CCOC  -182.87  f101 77
            1.00   OUT     5   24   27   25   OCCC     0.51
k 107   1.00   BEND   59   26    5   HCO   105.64  f24 21  f0 12
s 108   1.00   OUT     1   31   33    7   MnCCN     7.31  f18 18
s 109   1.00   BEND   59   26   60   HCH   109.57  f2 34
s 110   1.00   BEND   18   19   20   CCC   116.80  f961 11  f2 21  f2 17
k 111   1.00   BEND   32   31    7   CCN   120.11  f938 11  f2 11  f2 25
s 112   1.00   TORS   77   41   42   43   HCCC  -180.17  f2 23  f1 11
s 113   1.00   STRE   32   67   CH    1.092854  f411 18
k 114   1.00   TORS   64   30   29   22   HCCC    -0.61  f1991 11  f1728 10  f1 12
s 115   1.00   TORS   78   42   43    9   HCCN  -179.44  f901 14  f1 27
s 116   1.00   BEND   59   26   61   HCH   109.47  f1 18
            1.00          60   26   61   HCH   109.85
s 117   1.00   STRE   26   59   CH    1.087480  f1 10
s 118   1.00   OUT    17   10   11   16   CCCC     0.31  f1 10
s 119   1.00   BEND   73   37   38   HCC   119.78  f1848 12  f1 17
s 120   1.00   STRE    9   43   NC    1.340687  f1 15
s 121   1.00   TORS   57   23   24   25   HCCC  -178.91
s 122   1.00   BEND   17    2    1   COMn   128.77  f1 19  f0 10
s 123   1.00   OUT    10   18    2   17   CCOC     1.50  f1 13
s 124   1.00   STRE    1    9   MnN    2.363171  f1 11  f0 33
s 125   1.00   BEND   23   22   29   CCC   119.02
            1.00          23   24   25   CCC   120.00
            1.00          24   25   27   CCC   119.88
            1.00          25   27   28   CCC   119.54
k 126   1.00   TORS   22   29   30   31   CCCC  -185.02
s 127   1.00   BEND   41   42   43   CCC   118.88  f0 12  f0 22  f0 13
s 128   1.00   BEND   78   42   43   HCC   119.78  f0 12
s 129   1.00   TORS   70   34   35   36   HCCC  -180.51  f2194 19  f2186 12
s 130   1.00   BEND   11   12   13   CCC   120.11
            1.00          13   15   16   CCC   119.64
            1.00          12   13   15   CCC   119.76
s 131   1.00   STRE    1    8   MnN    2.367897  f0 17
s 132   1.00   STRE   17   18   CC    1.377389  f1 10  f1 12
s 133   1.00   BEND   30   29    4   CCO   123.91  f0 18
s 134   1.00   BEND   30   31    7   CCN   122.87
s 135   1.00   BEND   35   36   37   CCC   118.75
            1.00          36   37   38   CCC   118.94
s 136   1.00   STRE   10   16   CC    1.393436  f0 25
           -1.00          10   17   CC    1.482532
            1.00          15   16   CC    1.387535
s 137   1.00   BEND   22   29    4   CCO   114.29
s 138   1.00   STRE    3   13   OC    1.361011  f0 40  f0 19
s 139   1.00   STRE    2   17   OC    1.302946  f1 12  f1 10
s 140   1.00   STRE    5   25   OC    1.362203  f0 50
s 141   1.00   STRE    8   38   NC    1.335110  f0 10  f0 20
s 142   1.00   STRE    1    6   MnN    1.963255
            1.00           1    7   MnN    1.965054
s 143   1.00   BEND   39   40   41   CCC   118.72  f0 27  f0 17
s 144   1.00   OUT    29   22   23   28   CCCC     0.92
s 145   1.00   STRE   22   23   CC    1.392074
            1.00          22   28   CC    1.391891
s 146   1.00   BEND   17   18   19   CCC   125.69
s 147   1.00   OUT    20   18    6   19   CCNC     0.55
s 148  -1.00   BEND   29   30   31   CCC   125.98
            1.00          35   36   37   CCC   118.75
            1.00          36   37   38   CCC   118.94
s 149   1.00   TORS   71   35   36   37   HCCC  -179.99  f2194 11  f0 18
s 150   1.00   OUT     8    6    2    1   NNOMn    87.94
            1.00           9    8    2    1   NNOMn     2.01
s 151   1.00   STRE   43   79   CH    1.083476  f576 13  f0 13
s 152   1.00   BEND   75   39   40   HCC   120.71  f1922 11
s 153   1.00   BEND   35   36   37   CCC   118.75  f0 18  f0 35
s 154   1.00   BEND   21   33    7   CCN   109.84
s 155   1.00   TORS   59   26    5   25   HCOC  -178.63  f1678 18  f2 10
            1.00          60   26    5   25   HCOC   -59.91
s 156   1.00   BEND   34   35   36   CCC   118.91  f0 11  f0 11
s 157   1.00   TORS   43    9    1    2   CNMnO    11.26  f320 10  f0 10
s 158   1.00   OUT     1   19   21    6   MnCCN     4.64  f0 14  f0 14
k 159   1.00   OUT    30   29    4   31   CCOC     0.90
s 160   1.00   TORS   29   30    4    1   CCOMn  -182.45  f0 11
s 161   1.00   BEND   13   15   16   CCC   119.64  f0 23  f0 11
k 162   1.00   BEND   34    8   38   CNC   116.92  f0 26
s 163   1.00   BEND   33   21    6   CCN   109.85  f0 10
s 164  -1.00   BEND   25   27   28   CCC   119.54  f0 11  f0 13
            1.00          24   25   27   CCC   119.88
s 165   1.00   BEND   62   27   28   HCC   119.31  f2121 20
            1.00          63   28   27   HCC   117.95
s 166  -1.00   BEND   23   24   25   CCC   120.00  f0 13  f0 31
            1.00          25   27   28   CCC   119.54
k 167   1.00   OUT    32   66   67   65   CHHH    20.80  f944 11
s 168   1.00   TORS   73   37   38    8   HCCN  -180.11  f295 11  f0 16
            1.00          72   36   37   38   HCCC  -180.52
s 169   1.00   STRE   10   11   CC    1.401380  f0 15
s 170   1.00   BEND    8    1    2   NMnO    92.03
s 171   1.00   STRE    9   39   NC    1.341476  f1 23
s 172   1.00   STRE   25   27   CC    1.377186  f0 19
            1.00          27   28   CC    1.386697
s 173   1.00   STRE    1    4   MnO    1.899379
            1.00           1    2   MnO    1.891891
s 174   1.00   TORS   69   33    7    1   HCNMn   -91.17
s 175   1.00   STRE   15   16   CC    1.387535  f0 14
            1.00          10   16   CC    1.393436
            1.00          10   17   CC    1.482532
            1.00          10   11   CC    1.401380
s 176   1.00   STRE    1    7   MnN    1.965054
s 177   1.00   STRE    1    2   MnO    1.891891  f0 11
           -1.00           1    4   MnO    1.899379
s 178   1.00   OUT     9    8    2    1   NNOMn     2.01
s 179   1.00   STRE   12   13   CC    1.388508  f1 16
s 180   1.00   BEND   23   22   29   CCC   119.02  f0 14
           -1.00          24   25   27   CCC   119.88
s 181   1.00   STRE   24   25   CC    1.391837  f0 10  f0 10
s 182   1.00   STRE    6   21   NC    1.473173  f2 23
            1.00           7   33   NC    1.472097
s 183   1.00   STRE   22   29   CC    1.486248
s 184   1.00   BEND   27   25    5   CCO   125.09  f0 21
s 185   1.00   OUT     1   43    9   39   MnCNC     5.28
s 186   1.00   BEND    9    1    2   NMnO    87.83
s 187   1.00   BEND   15   13    3   CCO   124.68  f0 19
s 188   1.00   STRE   28   63   CH    1.083263  f0 13
s 189   1.00   BEND   11   10   17   CCC   119.00  f0 11
            1.00          10   17    2   CCO   113.84
s 190   1.00   BEND   38    8    1   CNMn   122.24
s 191   1.00   TORS   71   35   36   37   HCCC  -179.99
           -1.00          72   36   37   38   HCCC  -180.52
s 192   1.00   STRE    7   31   NC    1.310053
s 193   1.00   STRE   24   58   CH    1.082942
s 194   1.00   STRE   39   40   CC    1.375280  f0 11  f0 11  f0 20
            1.00          40   41   CC    1.376390
            1.00          41   42   CC    1.379373
            1.00          42   43   CC    1.376806
s 195   1.00   STRE   30   64   CH    1.078891  f0 11
s 196   1.00   TORS   18    1   17    2   CMnCO  -178.52
s 197   1.00   BEND   11   12   13   CCC   120.11  f0 14
            1.00          13   15   16   CCC   119.64
           -1.00          12   13   15   CCC   119.76
s 198   1.00   STRE    4   29   OC    1.299668
s 199   1.00   STRE   42   78   CH    1.082803
            1.00          40   76   CH    1.083071
            1.00          41   77   CH    1.084019
s 200   1.00   BEND   10   17    2   CCO   113.84  f1 21
s 201   1.00   BEND   39    9   43   CNC   116.97  f1 25
s 202  -1.00   TORS   12   13    3   14   CCOC  -181.44
            1.00   OUT     3   12   15   13   OCCC     0.35
s 203   1.00   BEND   43    9    1   CNMn   120.82  f1 15
s 204   1.00   STRE   29   30   CC    1.376237  f1 10
s 205   1.00   OUT    32   30    7   31   CCNC     0.40  f1 15
s 206  -1.00   TORS   24   25    5   26   CCOC  -182.87  f1 15
            1.00   OUT     5   24   27   25   OCCC     0.51
s 207   1.00   STRE   30   31   CC    1.417237  f1 12
s 208   1.00   STRE   36   37   CC    1.372029  f1 11
s 209   1.00   STRE   10   16   CC    1.393436  f1 12
           -1.00          13   15   CC    1.389789
s 210   1.00   STRE   25   27   CC    1.377186  f1 22
s 211   1.00   BEND   18   19    6   CCN   122.80  f1 10
s 212   1.00   BEND   58   24   25   HCC   118.69  f243 11  f1 12
s 213   1.00   STRE   22   28   CC    1.391891  f1 30
s 214  -1.00   STRE   15   16   CC    1.387535  f1 38  f1 10
            1.00          10   16   CC    1.393436
s 215   1.00   STRE   11   12   CC    1.374620  f1 25
           -1.00          12   13   CC    1.388508
s 216   1.00   STRE   23   24   CC    1.378840  f1 12
            1.00          25   27   CC    1.377186
s 217   1.00   STRE   18   19   CC    1.420218
s 218   1.00   STRE    6   19   NC    1.312794  f1 13
s 219   1.00   BEND   25    5   26   COC   118.52  f1 12  f1 14
s 220   1.00   STRE   34   35   CC    1.375032  f1 15  f1 14
s 221   1.00   BEND   13    3   14   COC   117.59  f1 13  f1 25
s 222   1.00   STRE   35   36   CC    1.373070
s 223   1.00   STRE   40   76   CH    1.083071  f1 19
            1.00          41   77   CH    1.084019
s 224   1.00   STRE   21   33   CC    1.511652
s 225   1.00   STRE    5   26   OC    1.428481  f1 52  f1 10
            1.00           3   14   OC    1.426633
s 226   1.00   STRE   26   60   CH    1.093724  f1 20
           -1.00          26   59   CH    1.087480
s 227   1.00   STRE    3   14   OC    1.426633  f1 16  f1 23
           -1.00           5   26   OC    1.428481
s 228   1.00   STRE   33   68   CH    1.092098  f2 25  f2 12
s 229  -1.00   STRE    7   33   NC    1.472097  f2 23
            1.00           6   21   NC    1.473173
s 230   1.00   STRE   31   32   CC    1.508985  f2 31  f2 34
s 231   1.00   STRE   19   20   CC    1.507185  f2 27  f2 48
****





Table S11. Wavelengths (nm), oscillator strengths (f), transitions involved and active molecular orbitals (departure and arrival MOs) for the [MnIII(L)(Py)2]+ complex ion calculated at PBE0/Def2-TZVP level of theory. Solvation effects were included via the PCM using a CH2Cl2 as solvent
	Band
	λ (nm)
	f 
(x100)
	Transitions Involved
	Departure MO
	Arrival MO

	a
	368.9
(exp. 318)
	4.46
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	b
	404.8
	12.66
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	418.8
(exp. 416)
	0.31
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	c
	518.7
(exp. 516)
	0.58
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	1.04
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