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Table S1. Characterization data of Mannich bases (6a—o0).

Derivatives R/Ar (Mol. Wt)  Yield (%) m.p. (°C) R¢
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4
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H  NO,
NO,
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H
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H
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0 @H@ 465.57 79 115 0.4
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Query B5 PLYFYWIPWFGSAASYGCQQPYEFFESCRQKYGDVYFSFMLL K1 MTVYLGPKGCHETFYFNAK 14
P + F I P s G A + + G+ P EF E + + KY G ¥YFSF + 4+ K T LG + F N+ K

Shjct 14 PYI1l FSPI PFLGHALI AF K5PI EFLENAYEKYGPVYFSFTMY KTFTYLLGSDAAALLTFNSEK 73

Query 145 LEDYSAEDAYKHLTTPVYVFGKGEYI]I YDCPNSRLMEQEKEKTEFA FALTTDSFKRYVPKIREEILN 24

D+ + AED ¥ LTTPVFGKGY YD PN + EQKK L FK+ +V 1 + E

Shjct T4 NEDLMNAEDVYSRLTTPVEF KGVAYDVPNPYFLEQKKMLKSGLNI AHFKQHVSIITEKETIKE 133

Query 205 ¥FVTDESFKLKEKTHGCGYVANYVMKTQPEI TI FTASRSLF DEMRRI FDRSFAQLYSDLDKGEF 264
¥ F ES + 5 NV + E + 1 TAS L E+R + AQLY +DL D G F

Shijet 134 ¥F---E5W- - - -GESGCEKNYFEALSELIILTASHCLHGKEI RSQLNEKVYAQLYADLDG GG GEF 186

Query 265 TPI NFYFPN LPLPHYWRRDAAQKKI 5ATYMKEI KSRRERGD I DPNRDLIDSLLI HSTY 32
+ + 4+ P LPLEP + RERELD A + + 1 + K 1 = R R + + 1D D+ + + L L + T Y

Shjct 187 SHAAWLLPGWLPLPSFRRRDRAHREI KDI FYKAI QKRRQSQEKID---D1LQTLL-DATY 242

Query 323 KDGYKMTDPQEI ANLLI GILMGEQHTSASTSAWFLLHLGEKPHLQDYI YQEVVYELLEKEHTHK 3E2
KDG + T D E + A +# L1 G+ L+ CGOQHTS + +T5 AW L LQ ¥ E +

Sbjct 243 KDGRPLTDDEVAGMLI GLLLAGQHTSSTTSAWMGCGEFFLARDKTLQKKCYLEQKTVWVC 259

Query 383 DLNDLTYEDLQKLPSVHNNTI KETLRMHMPLHS]T FRKVTNPLRIPETHNYI VPKGHYVLVSP 442

+ L LT Y + L + L + + I KETL R + P+ + R P + ¥ + P H L ¥5P
Shijet 300 NLPPLTYDQLEKDLNLLDRCI KETLRLRPPIMIMMRMARTPQTYV AGYTI P HQVYCV5pP 37
Query 443 GYAHTSERYFDNPEDFDPTRWDTAAAKANSVSFNSSDEVDYGCGFOCKYSKGVYSSPYLPFGGG 502
+ + DF s+ P R+ + M 5 G ¥ + PF G
Sbject 358 TYNQRLKDS WYVERLDFNPDRY - ---1LQDNPAS GEKFAYVE 357
Query 503 RHRCI GEQFAYYQLGTI LTTFVYYNLERW T1DGSYKVPDPDYSSMYVLPTEPAEITDI WEKRET 56l
RHRCI GE FAY VY Qs# T1 + T + + I DGY P E T P P 1 + + + R T
Sbjct 388 RHRCI GENFAYYQI KTI WSTMLRLYEFDLIDGY FPTVYNYTTMIHTPENPV I RY KRR E T 455

Identities: 190/480(39%)  Positives: 262/480( 54%) Gaps: 41/480( 8%) Residue Number: 0

Figure S1. Alignment of amino acid sequence of CA-CYP51 (P10613) and human CYP51 (3LD6_B).



