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Figure S1: *H NMR (300 MHz, CDCI,) of (3,4-dimethoxyphenyl)(imidazo[1,2-a]pyrimidin-3-yl)methanone (4b).
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Figure S2: HSQC experiment of (3,4-dimethoxyphenyl)(imidazo[1,2-a]pyrimidin-3-yl)methanone (4b).
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Figure S3: HMBC experiment of (3,4-dimethoxyphenyl)(imidazo[1,2-a]pyrimidin-3-yl)methanone (4b).
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Figure S4: HMBC experiment of (3,4-dimethoxyphenyl)(imidazo[1,2-a]pyrimidin-3-yl)methanone (4b).
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Figure S5: C NMR (75 MHz, CDCI,) of (3,4-dimethoxyphenyl)(imidazo[1,2-a]pyrimidin-3-yl)methanone (4b).
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Figure S6: Mass spectrum of (3,4-dimethoxyphenyl)(imidazo[1,2-a]pyrimidin-3-yl)methanone (4b).
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Figure S7: HRMS of (3,4-dimethoxyphenyl)(imidazo[1,2-a]pyrimidin-3-yl)methanone (4b).
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Figure S8: IR spectrum of (3,4-dimethoxyphenyl)(imidazo[1,2-a]pyrimidin-3-yl)methanone (4b).
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Figure S9: 'H NMR (300 MHz, CDCI,) of imidazo[1,2-a]pyrimidin-3-yl(4-methoxyphenyl)methanone (4c).
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Figure S10: HSQC experiment of imidazo[1,2-a]pyrimidin-3-yl(4-methoxyphenyl)methanone (4c).
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Figure S11: HMBC experiment of imidazo[l,Z-EaTBT'flrimidin-3-y|(4-methoxypheny|)methanone (4c).
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Figure S12: 13C NMR (75 MHz, CDCI,) of imidazo[1,2-a]pyrimidin-3-yl(4-methoxyphenyl)methanone (4c).
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Figure S13: Mass spectrum of imidazo[1,2-a]pyrimidin-3-yl(4-methoxyphenyl)methanone (4c).
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Figure S14: HRMS of imidazo[1,2-a]pyrimidin-3-yl(4-methoxyphenyl)methanone (4c).
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Figure S15: IR spectrum of imidazo[1,2-a]pyrimidin-3-yl(4-methoxyphenyl)methanone (4c).
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Figure S16: 'H NMR (500 MHz, CDCI,) of imidazo[1,2-a]pyrimidin-3-yl(phenyl)methanone (4a).
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Figure S17: HSQC experiment of imidazo[1,2-a]pyrimidin-3-yl(phenyl)methanone (4a).
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Figure S18: HMBC experiment of imidazo[1,2-a]pyrimidin-3-yl(phenyl)methanone (4a).
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Figure S19: 13C NMR (125 MHz, CDCI,) of imidazo[1,2-a]pyrimidin-3-yl(phenyl)methanone (4a).
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Figure S20: Mass spectrum of imidazo[1,2-a]pyrimidin-3-yl(phenyl)methanone (4a).
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Figure S21: HREIMS of imidazo[1,2-a]pyrimidin-3-yl(phenyl)methanone (4a).
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Figure S22: IR spectrum of imidazo[1,2-a]pyrimidin-3-yl(phenyl)methanone (4a).
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Figure S23: 'H NMR (300 MHz, CDCl,) of imidazo[1,2-a]pyrimidin-3-yl(p-tolyl)methanone (4e).
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Figure S24: HSQC experiment of imidazo[1,2-a]pyrimidin-3-yl(p-tolyl)methanone (4e).
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Figure S25: HSQC experiment of imidazo[1,2-a]pyrimidin-3-yl(p-tolyl)methanone (4e).
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Figure S26: HMBC experiment of imidazo[1,2-a]pyrimidin-3-yl(p-tolyl)methanone (4e).
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Figure S27: HMBC experiment of imidazo[1,2-a]pyrimidin-3-yl(p-tolyl)methanone (4e).
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Figure S28: 13C NMR (75 MHz, CDCI,) of imidazo[1,2-a]pyrimidin-3-yl(p-tolyl)methanone (4e).
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Figure S29: Mass spectrum of imidazo[1,2-a]pyrimidin-3-yl(p-tolyl)methanone (4e).
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Figure S30: EREIMS of imidazo[1,2-a]pyrimidin-3-yl(p-tolyl)methanone (4e).
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Spectrum Pathname: C:\pel_data\results\USUARIOS\Ma. Elena Campos\Laura Segura\25-enero-18\ERM-Me.001

Description: Pastilla Instrument Model: Spectrum 2000, Perkin Elmer

Figure S31: IR spectrum of imidazo[1,2-a]pyrimidin-3-yl(p-tolyl)methanone (4e).
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Figure S32: 'H NMR (300 MHz, CF,COOD) of [1,1'-biphenyl]-4-yl(imidazo[1,2-a]pyrimidin-3-yl)methanone (4d).
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Figure S33: 13C NMR (75 MHz, CF,COOD) of [1,1'-biphenyl]-4-yl(imidazo[1,2-a]pyrimidin-3-yl)methanone (4d).
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Figure S34: Mass spectrum of [1,1'-biphenyl]-4-yl(imidazo[1,2-a]pyrimidin-3-yl)methanone (4d).
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Figure S35: HRMS of [1,1'-biphenyl]-4-yl(imidazo[1,2-a]pyrimidin-3-yl)methanone (4d).
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Figure S36: IR spectrum of [1,1'-biphenyl]-4-yl(imidazo[1,2-a]pyrimidin-3-yl)methanone (4d).
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Figure S37: 'H NMR (300 MHz, CF,COOD) of 4-(imidazo[1,2-a]pyrimidine-3-carbonyl)benzonitrile (4f).
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Figure S38: 13C NMR (75 MHz, CF,COOD) of 4-(imidazo[1,2-a]pyrimidine-3-carbonyl)benzonitrile (4f).
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Figure S39: 13C NMR (75 MHz, CF,COOD) of 4-(imidazo[1,2-a]pyrimidine-3-carbonyl)benzonitrile (4f).
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Figure S40: Mass spectrum of 4-(imidazo[1,2-a]pyrimidine-3-carbonyl)benzonitrile (4f).
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Figure S41: HRMS of 4-(imidazo[1,2-a]pyrimidine-3-carbonyl)benzonitrile (4f).
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Figure S42: Mass spectrum of 4-(imidazo[1,2-a]pyrimidine-3-carbonyl)benzonitrile (4f).
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Figure S43: 'H NMR (300 MHz, CF,COOD) of imidazo[1,2-a]pyrimidin-3-yl(4-nitrophenyl)methanone (49).
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Figure S44: 13C NMR (75 MHz, CF,COOD) of imidazo[1,2-a]pyrimidin-3-yl(4-nitrophenyl)methanone (49).
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Figure S45 Mas spectrum of imidazo[1,2-a]pyrimidin-3-yl(4-nitrophenyl)methanone (49).
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Figure S46: HRMS of imidazo[1,2-a]pyrimidin-3-yl(4-nitrophenyl)methanone (4g).
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Figure S47: IR spectrum of imidazo[1,2-a]pyrimidin-3-yl(4-nitrophenyl)methanone (49).
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Figure S48: 'H NMR (300 MHz, CDCl,) of (4-bromophenyl)(imidazo[1,2-a]pyrimidin-3-yl)methanone (4j).
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Figure S49: 13C NMR (75 MHz, CDCIl,) of (4-bromophenyl)(imidazo[1,2-a]pyrimidin-3-yl)methanone (4j).
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Figure S50: EREIMS of (4-bromophenyl)(imidazo[1,2-a]pyrimidin-3-yl)methanone (4j).
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Figure S51: IR spectrum of (4-bromophenyl)(imidazo[1,2-a]pyrimidin-3-yl)methanone (4j).



o
S & S & 38Y°
— o) (48] [ N S ~3E+05
SN | [ -~
F3E+05
I"' =2E+05
| 2E+05
| |
| |
.' ,' | ||
J J F2E+03
—2E+05
H-6
~1E+05
~1E+05
H-12, H-16 1E+05
i
1
HI-Z | =80000
~a0000
H-5 H-7 H-13, H-15 '
| -15, A- 40000
CF,COOD | [
|‘ ~20000
_Jm _.IL _ Ik_ﬁ__J\_ . ___;I L L.n —0
T T T T
[ = = [ T e}
o o o - o —-20000
— — — M
T T T T T T T I T T T T T T I T T T T T T T T T T T T T T T T T T T T I T T T T T T T T T T T T
12.5 11.5 10.5 9.5 9.0 8.5 8.0 7.3 7.0 6.5 6.0 3.9 3.0 4.5 4.0 3.5 3.0 2.9 2.0 1.5 1.0 0.5

Figure S52: H NMR (300 MHz, CDCI,) of (4-chlorophenyl)(imidazo[1,2-a]pyrimidin-3-yl)methanone (4h).
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Figure S53: 13C NMR (75 MHz, CDCI,) of (4-chlorophenyl)(imidazo[1,2-a]pyrimidin-3-yl)methanone (4h).
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Figure S54: Mass spectrum of (4-chlorophenyl)(imidazo[1,2-a]pyrimidin-3-yl)methanone (4h).
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Figure S55: HREIMS of (4-chlorophenyl)(imidazo[1,2-a]pyrimidin-3-yl)methanone (4h).
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Figure S56: Mass spectrum of (4-chlorophenyl)(imidazo[1,2-a]pyrimidin-3-yl)methanone (4h).
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Figure S58: Mass spectrum of (4-fluorophenyl)(imidazo[1,2-a]pyrimidin-3-yl)methanone (4i).
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Figure S59: HREIMS of (4-fluorophenyl)(imidazo[1,2-a]pyrimidin-3-yl)methanone (4i).
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Figure S60: IR spectrum of (4-fluorophenyl)(imidazo[1,2-a]pyrimidin-3-yl)methanone (4i).
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Figure S61: Distribution diagrams of Ramachandran psi-phi plots of the CYP51 models. A, CYP31,. B, CYP51.;. C,
CYP51,. D, CYP51,.. E, CYP51,. The favorable residues [A,B,L] are in the red zone, additional allowed residues [a,b,l,p]
in the yellow zones, generously permitted residues [~a,~b,~l,~p] in the beige zone, and not allowed regions in the white zone.



Figure S62: Schematic representation of the interactions of fluconazole with CYP51,
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Figure S63: Schematic representation of the interactions of ketoconazole with CYP51,
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Figure S64: Schematic representation of the interactions of 4a with CYP51,



Figure S65: Schematic representation of the interactions of 4d with CYPS51,



Figure S66: Schematic representation of the interactions of 4f with CYP51,



Figure S67: Schematic representation of the interactions of 4i with CYP51,
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Figure S68: Schematic representation of the interactions of 4] with CYP51.,



Figure S69: Schematic representation of the interactions of fluconazole with CYP51.,



Figure S70: Schematic representation of the interactions of ketoconazole with CYP514



Figure S71: Schematic representation of the interactions of 4a with CYP51,



Figure S72: Schematic representation of the interactions of 4d with CYP51.,



Figure S73: Schematic representation of the interactions of 4f with CYP51.,



Figure S74: Schematic representation of the interactions of 4i with CYP514



Figure S75: Schematic representation of the interactions of 4] with CYP514
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Figure S76: Schematic representation of the interactions of fluconazole with CYP51.,
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Figure S77: Schematic representation of the interactions of ketoconazole with CYP51,




Figure S78: Schematic representation of the interactions of 4a with CYP51.,



Figure S79: Schematic representation of the interactions of 4d with CYP51,



Figure S80: Schematic representation of the interactions of 4f with CYP51.,
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Figure S81: Schematic representation of the interactions of 4i with CYP31,
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Figure S82: Schematic representation of the interactions of 4j with CYP31,



Figure S83: Schematic representation of the interactions of fluconazole with CYP51
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Figure S84: Schematic representation of the interactions of ketoconazole with CYP51
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Figure S85: Schematic representation of the interactions of 4a with CYP51

Cqui.



Figure S86: Schematic representation of the interactions of 4d with CYP51
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Figure S87: Schematic representation of the interactions of 4f with CYP51
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Figure S88: Schematic representation of the interactions of 4i with CYP51
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Figure S89: Schematic representation of the interactions of 4] with CYP51
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Figure S90: Schematic representation of the interactions of fluconazole with CYP51,,
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Figure S91: Schematic representation of the interactions of ketoconazole with CYP51,..



Figure S92: Schematic representation of the interactions of 4a with CYP51,,



Figure S93: Schematic representation of the interactions of 4d with CYP51,,



Figure S94: Schematic representation of the interactions of 4f with CYP51,,



Figure S95: Schematic representation of the interactions of 4i with CYP51,,
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Figure S96: Schematic representation of the interactions of 4] with CYP51,,



Figure S97: Schematic representation of the interactions of fluconazole with CYP51,



Figure S98: Schematic representation of the interactions of ketoconazole with CYP51,



Figure S99: Schematic representation of the interactions of 4a with CYP51,
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Figure S100: Schematic representation of the interactions of 4d with CYP51,



Figure S101: Schematic representation of the interactions of 4f with CYP51,



Figure S102: Schematic representation of the interactions of 4i with CYP51,



Figure S103: Schematic representation of the interactions of 4j with CYP51,



