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3'-aminopropyl- macrozones
Figure S1. Synthetic route for the preparation of: a) 2'-aminopropyl- and b) 3'-aminopropyl- macrozones. (i) N,N-di-
methylformamide dimethyl acetal (DMF/DMA) (8 eq), toluene, 60 °C, 24 h; (ii) Ac20, EtOAc, rt, 5 h; (iii) MeOH, 45 °C,
24 h; (iv) t-BuOH/THF 1/1, acrylonitrile (6 eq), NaH (1.1 eq), =10 °Cto r.t., 2 h; (v) 6M HCI, 0 °C, 4 h; (vi) PtO2/C, Ha,
3.5 bar, glacial AcOH, r.t., 24 h; (vii) thiosemicarbazone, HATU (1.1 eq), DIPEA (3 eq), DCM, r.t., 24 h; (viii) DEAD (1 eq),
acetone, r.t., 24 h; (ix) acrylonitrile in excess, 60 °C, 24 h. The thiosemicarbazone substituents are labeled with R and
their structures are shown in Figure 1
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Figure S2. A) 'H and B) COSY NMRspectra of 9a-aminopropyl-AZI (2) recorded in tris-d11 buffer

(¢ =1 mol dm, pH 7.4) at 600 MHz and 298 K
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Figure S3. A) HSQC and B) HMBC NMR spectra of 9a-aminopropyl-AZl (2) recorded in tris-d11 buffer (¢ = 1 mol
dm™3, pH 7.4) at 600 MHz and 298 K
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Figure S4. A) *H and B) HSQC NMR spectra of 4"-aminopropyl-AZI (34) recorded in tris-d11 buffer
(¢ =1 mol dm3, pH 7.4) at 600 MHz and 298 K

S5



Supplementary material ADMET & DMPK 14 (2026) S3139

Y AU ,l__{,_J o .‘__._MA_M_.Jl'_I_,IJ__IL.

; ... |E
— " . i ""." = -Ii: ad - w
— - " . B 3
- - - ‘4" - - 1 . f‘ L - I
= : : ¥ . i : “—"‘1- * L
- * . - & |
- i . - | ‘E-
g
- . & -
5 4 3 2 1 F2[ppm]

Figure S5. HMIBC NMR spectra of 4"-aminopropyl-AZl (34) recorded in tris-d11 buffer (c = 1 mol dm=, pH 7.4)
at 600 MHz and 298 K
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Figure S6. 'H NMR spectra of 3-aminopropyl-AZI (54) recorded in acetonitrile-ds at 600 MHz and 298 K
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Figure S7. COSY NMR spectra of 3-aminopropyl-AZl (54) recorded in acetonitrile-ds at 600 MHz and 298 K
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Figure S8. 'H NMR spectra of 3-((2-((tetrahydrofurfuryl)carbamothioyl)hydrazineylidene)methyl)benzoic acid
recorded in DMSO-ds at 600 MHz and 298 K
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Figure S9. A) COSY and B) HSQC NMR spectra of 3-((2-((tetrahydrofurfuryl)carbamo-
thioyl)hydrazineylidene)methyl)benzoic acid recorded in DMSO-de at 600 MHz and 298 K
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Figure $S10. HMBC NMR spectra of 3-((2-((tetrahydrofurfuryl)carbamothioyl)hydrazineylidene)methyl)benzoic

acid recorded in DMSO-ds at 600 MHz and 298 K
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Figure S11. Representative 'H NMR spectra of the compound 9a-4 (22) recorded in acetonitrile-ds at 600 MHz

and 298 K
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Figure S12. Representative A) COSY and B) HSQC NMR spectra of the compound 9a-4 (22) recorded in
acetonitrile-ds at 600 MHz and 298 K
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Figure S13. Representative HMBC NMR spectra of the compound 9a-4 (22) recorded in acetonitrile-ds at 600
MHz and 298 K
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Figure S14. Representative 'H NMR spectra of the compound 4"_j (43) recorded in acetonitrile-ds at 600 MHz
and 298 K
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Figure S15. Representative A) COSY and B) HSQC NMR spectra of the compound 4"_j (43) recorded in
acetonitrile-ds at 600 MHz and 298 K
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Figure S16. Representative HMBC NMR spectra of the compound 4"_j (43) recorded in acetonitrile-ds
at 600 MHz and 298 K

30 [rel]

I
20

1
10

| ‘ A D -Umm |l o

T T T ‘ T | ‘ T | T T ‘ T
8 6 4 2 0 [ppm]
Figure S17. Representative 'H NMR spectra of the compound 3_7 (68) recorded in acetonitrile-ds at 600 MHz and 298 K
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Figure S18. Representative A) COSY, B) HSQC and C) HMBC NMR spectra of the compound 3_7 (68) recorded
in acetonitrile-ds at 600 MHz and 298 K
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Figure S19. Representative A) 'H and B) COSY NMR spectra of the compound M4"_NiP6 (76) recorded in

DMSO-ds
at 600 MHz and 298 K
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Figure S20. Representative A) HSQC and B) HMBC sNMR pectra of the compound M4"_NiP6 (76) recorded in
DMSO-ds at 600 MHz and 298 K
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Figure S21. Representative NOESY NMR spectra of the compound M4"_NiP6 (76) recorded in DMSO-ds at

600 MHz and 298 K
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Figure S22. Representative HPLC chromatogram of the compound 9a_m (12)
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Figure S23. Representative HPLC chromatogram of the compound 4"_| (45)
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Figure S24. Representative HPLC chromatogram of the compound 3_16 (61)
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Table S1. The 82 compounds used in molecular diversity and SAR analyses - their labels and SMILES

ID_1 ID_2 SMILES
AZI 1 CC1C(0)C(0)(C)C(CC)OC(=0)C(C(C(C(C(CC(CN1C)C)(O)C)OCLOC(C)CC(N(C)C)CLO)C)OCLOCC(0)C(OC)(C)CL)C
9a-amino- 0=C10C(CC)C(0)(C)C(0)C(C)N(CCCN)CC(C)CC(0)(C)C(OC20C(C)CC(N(C)C)C20)C(C)C(OC20C(C)C(0)C(C)(OC)C2)C
propyl-AZI 1C
93 a 3 0=C10C(CC)C(O)(C)C(0)C(CIN(CCCNC(=0)c2ee(C=NNC(=5)Ne3cccee3)ecc2)CC(C)CC(0)(C)C(0C20C(C)CC(N(C)C)C
- 20)C(C)C(0C20C(C)C(0)C(C)(0C)C2)C1C
93 b 4 0=C10C(CC)C(0)(C)C(0)C(CIN(CCENC(=0)c2ec(C=NNC(=5)N)cee2)CC(C)CC(0)(C)C(0C20C(C)CC(N(C)C)C20)C(C)C
- (0C20C(C)C(0)C(C)(0C)C2)C1C
93 ¢ 5 0=C10C(CC)C(0)(C)C(0)C(CIN(CCCNC(=0)c2ee(C=NNC(=5)Ne3eee(OC)ce3)ecc2)CC(C)CC(0)(C)C(OC20C(C)CC(N(C
- )C)C20)C(C)C(OC20C(C)C(0)C(C)(OC)C2)CLC
93 d s 0=C10C(CC)C(O)(C)C(0)C(CIN(CCCNC(=0)c2ee(C=NNC(=5)Ne3cc(F)ece3)ecc2)CC(C)CC(0)(C)C(0C20C(C)CCN(C)
- C)C20)C(C)C(0C20C(C)C(0)C(C)(0C)C2)C1C
% e ,  0=C10C(CC)C(0)(C)C(O)C(C)N(CCENC(=0)c2ee(C=NNC(=S)Ne3cee(F)ec3)ecc2)CC(C)CC(0)(C)C(0C20C(C)CC(N(C)
- C)C20)C(C)C(0C20C(C)C(0)C(C)(OC)C2)C1C
9a f 3 CC1CC(0)(C)C(OC2C(O)C(N(C)C)CC(C)02)C(C)C(OC20C(C)C(O)C(C)(OC)C2)C(C)C(=0)OC(C(C(C(N(C1)CCCNC(=0)c
- 1ccc(C=NNC(=S)Nc2ccc(OC(F)(F)F)cc2)cc1)C)O)(C)O)CC
92 g 9 CC1CC(0)(C)C(OC2C(O)C(N(C)C)CC(C)02)C(C)C(OC20C(C)C(O)C(C)(OC)C2)C(C)C(=0)OC(C(C(C(N(C1)CCCNC(=0)c
- 1ccc(C=NNC(=S)Nc2c(C)onc2C)ccl)C)0)(C)0)CC
93 h 10 CCICC(0)(C)C(0C2C(0)C(N(C)C)CC(C)02)C(C)C(OC20C(C)C(0)C(C)(OC)C2)C(C)C(=0)OC(C(C(C(N(CL)CCENC(=0)c
- 1ccc(C=NNC(=S)NCCCc2ccccc2)cc1)C)0)(C)0)CC
9a i 1 CC1CC(0)(C)C(OC2C(O)C(N(C)C)CC(C)02)C(C)C(OC20C(C)C(O)C(C)(OC)C2)C(C)C(=0)OC(C(C(C(N(C1)CCCNC(=0)c
- 1ccc(C=NNC(=S)Nc2c(C(=0)0C)scc2)cc1)C)0)(C)0)CC
91 m 15 CCICC(0)(C)C(0C2C(0)C(N(C)C)CC(C)02)C(C)C(OC20C(C)C(0)C(C)(OC)C2)C(C)C(=0)OC(C(C(C(N(CL)CCENC(=0)c
- 1ccc(C=NNC(=S)Nc2cc3c(ccee3)cec2)ccl)C)0)(C)0)CC
9 n 13 CC1CC(0)(C)C(OC2C(O)C(N(C)C)CC(C)02)C(C)C(OC20C(C)C(O)C(C)(OC)C2)C(C)C(=0)OC(C(C(C(N(C1)CCCNC(=0)c
- 1ccc(C=NNC(=S)NCCc2ccccc2)cc1)C)0)(C)0)CC
9 o 14 CCICC(0)(C)C(0C2C(0)C(N(C)C)CC(C)02)C(C)C(OC20C(C)C(0)C(C)(OC)C2)C(C)C(=0)OC(C(C(C(N(CL)CCENC(=0)c
- 1ccc(C=NNC(=S)Nc2ccc(S(=0)(=0)N3CCCCC3)cc2)ccl)C)0)(C)0)CC
%a.p 15 CC1CC(0)(C)C(0C2C(0)C(N(C)C)CC(C)02)C(C)C(OC20C(C)C(0)C(C)(OC)C2)C(C)C(=0)OC(C(C(C(N(CL)CCENC(=0)e
- 1cce(C=NNC(=S)Nc2ccc30C0c3c2)ccl1)C)0)(C)0)CC
9a s 16 CC1CC(0)(C)C(OC2C(O)C(N(C)C)CC(C)02)C(C)C(OC20C(C)C(O)C(C)(OC)C2)C(C)C(=0)OC(C(C(C(N(C1)CCCNC(=0)c
- 1cce(C=NNC(=S)NCC2CCOC2)cc1)C)0)(C)0)CC
% & 17 CC1CC(0)(C)C(0C2C(0)C(N(C)C)CC(C)02)C(C)C(OC20C(C)C(0)C(C)(OC)C2)C(C)C(=0)OC(C(C(C(N(CL)CCENC(=0)e
- 1ccc(C=NNC(=S)NCc2ccccc2)ccl1)C)0)(C)0)CC
sa 1 18 Oclccecc1C=NNC(=S)Nclcee(ccl)C(=0)NCCCN1C(C)C(O)C(O)(C)C(CC)OC(=0)C(C)c(0c20cc(o)c(oc)(c)c2)c(c)c(
- 0C20C(C)CC(N(C)C)c20)C(0)(c)cc(c)ce
w2 19 Ocle(0C)cccc1C=NNC(=5)Neleee(cel)C(=0)NCCENLC(C)C(0)C(0)(C)C(CC)OC(=0)C(C)C(0C20CC(0)C(0C)(C)C2)C
- (C)C(OC20C(C)CC(N(C)C)C20)C(0)(C)CC(C)CL
3 50 Oclec(0)ccclC=NNC(=5)Ncleee(cel)C(=0)NCCCNIC(C)C(0)C(0)(C)C(CC)OC(=0)C(C)C(OC20CC(0)C(OC) (C)C2)C
- C)C(OC20C(C)CC(N(C)C)C20)C(0)(C)cc(c)ce
C[C@@H]1[C@@H](0)[C@@](0)(C)[C@@H](CC)OC([C@H](C)[C@@H](O[C@H]2C[C@](OC)(C)[C@@H](O)[C@
9a-2 21 H](C)02)[C@H](C)[C@@H](O[C@@H]30[C@H](C)C[C@H](N(C)C)[C@H]30)[C@@](0)(C)C[C@H](CN1CCCNC(C4
=CC=C(/C=N/NC(NC5=CC=CN=C5)=5)C=C4)=0)C)=0
C[Ce@@H]1[C@@H](0)[C@@](0)(C)[C@@H](CC)OC([C@H](C)[C@@H](O[C@H]2C[C@](OC)(C)[C@@H](O)[C@
9a-4 22 H](C)02)[C@H](C)[C@@H](O[C@@H]30[C@H](C)C[C@H](N(C)C)[C@H]30)[C@@](O)(C)C[C@H](CN1CCCNC(C4
=CC=C(/C=N/NC(NC(C5=CC=CC=C5)=0)=S)C=C4)=0)C)=0
C[C@@H]1[C@@H](0)[C@@](0)(C)[C@@H](CC)OC([C@H](C)[C@@H](O[C@H]2C[C@](OC)(C)[C@@H](O)[C@
9a-13 23 H](C)02)[C@H](C)[C@@H](O[C@@H]30[C@H](C)C[C@H](N(C)C)[C@H]30)[C@@](0)(C)C[C@H](CN1CCCNC(C4
=CC=C(/C=N/NC(NC(OCC)=0)=S)C=C4)=0)C)=0
> 3 24 CCCI1C(C)(C(C(N(CC(CcC(O)(C(Cc(Cc(C(C)Cc(=0)01)0OC10OC(C(C(OC)(C1)C)0)C)C)OCIC(C(CC(OL)C)N(C)C)OCCCNC(=0)
- clccc(C=NNC(=S)N)cc1)C)C)C)C)0)0
2 b 25 CCCI1C(C)(C(C(N(CC(Cc(o)(c(c(c(c(c)c(=0)01)0C10C(C(C(0C)(€1)C)0)C)C)OCIC(C(CC(O1)C)N(C)C)OCCCNC(=0)
- clccc(C=NNC(=S)Nc2cccec2)ccl)C)C)C)C)0)O
2 ¢ 2 CCCI1C(C)(C(C(N(CC(CcC(O)(C(Cc(Cc(C(C)Cc(=0)01)0C10C(C(C(OC)(C1)C)0)C)C)OCIC(C(CC(OL)C)N(C)C)OCCCNC(=0)
- clccc(C=NNC(=S)Nc2ccc(0C)cc2)cc1)C)C)C)C)0)0
> d 27 CCC1C(C)(C(C(N(CC(cc(o)(C(Cc(Cc(C(C)Cc(=0)01)0C1OC(C(C(OC)(C1)C)0)C)C)OCLC(C(CC(OL)C)N(C)C)OCCCNC(=0)
- clccc(C=NNC(=S)Nc2ccc(F)cc2)cc1)C)C)C)C)0)0
2 e )8 CCCI1C(C)(C(C(N(CC(Cc(o)(c(c(c(c(c)c(=0)01)OC10C(C(C(0C)(€1)C)0)C)C)OCIC(C(CC(O1)C)N(C)C)OCCCNC(=0)
- clcece(C=NNC(=S)Nc2cc(F)ccec2)ccl)C)C)C)C)0)O0
3 29 CCC1C(C)(C(C(N(CC(cc(o)(C(c(c(c(C)c(=0)01)0C10C(C(C(OC)(C1)C)0)C)C)OCIC(C(CC(O1)C)NC(=0)clccc(C=NN
- C(=S)N)cc1)0)C)C)C)C)0)0
3p 30 CCCI1C(C)(C(C(N(CC(CCc(o)(c(c(c(c(c)c(=0)01)0C10C(C(C(0C)(€1)C)0)C)C)OCIC(C(CC(O1)C)NC(=0O)c1ccc(C=NN

C(=S)Nc2cccec2)cc1)0)C)C)C)C)0)0
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D1 ID2 SMILES
3 . g7 CCCILC(C(CIN(CC(CC(0)(C(C(C(C(C)C(=0)01)0C10C(C(C(OC)(C1)C)O)C)C)OCIC(C(CC(OT)CINC(=O)clece(C=NNC(=
- S)Nc2ccc(0C)cc2)ccl)0)C)C)C)C)0)0
3 4 35 CCCIC(C)(C(CN(CC(CC(O)(C(C(C(C(C)C(=0)01)0C10C(C(C(OC)(C1)C)0)C)C)OCLL(C(CC(01)CNC(=0)cLece(C=NN
- C(=S)Nc2ccc(F)cc2)cc1)0)C)C)C)C)0)0
3 e 33 CCCIC(C(CIN(CC(CC(0)(C(C(C(C(C)C(=0)01)0C10C(C(C(OC)(C1)C)O)C)C)OCIC(C(CC(OT)CINC(=0)clece(C=NNC(=
- S)Nc2cccc(F)c2)cc1)0)C)C)C)C)0)0
4"-amino- 0=C10C(CC)C(0)(C)C(0)C(C)N(C)CC(C)CC(0)(C)C(OC20C(C)CC(N(C)C)C20)C(C)C(OC20C(C)C(OCCCN)C(C)(OC)C2)
propyl-AZI 34 Ccic
2 b 35 0=C1OC(CC)C(0)(C)C(0)C(CIN(C)CC(C)CC(0)(C)C(0C20C(C)CC(N(C)C)C20)C(C)C(OC20C(C)C(OCCENC(=0)e3ccc
- C=NNC(=S)Nc4cccccd)cc3)C(C)(0C)C2)Cc1cC
4 e 36 ©=C10C(CC)C(0)(C)C(O)C(CIN(C)CC(C)CC(0)(C)C(OC20C(C)CC(N(C)C)C20)C(C)C(0C20C(C)C(OCCCNC(=0)c3ecc
- C=NNC(=S)Nc4ccc(OC)ccd)cc3)C(C)(0C)C2)C1C
2 g 37 0=C1OC(CC)C(0)(C)C(0)C(CIN(C)CC(C)CC(0)(C)C(0C20C(C)CC(N(C)C)C20)C(C)C(OC20C(C)C(OCCENC(=0)e3ece
- C=NNC(=S)Nc4ccc(F)ccd)cc3)C(C)(0C)C2)C1C
A e 38 0=C10C(CC)C(0)(C)C(O)C(C)N(C)CC(C)CC(0)(C)C(OC20C(C)CC(N(C)C)C20)C(C)C(OC20C(C)C(OCCCNC(=0)c3ccce(
C=NNC(=S)Nc4cccc(F)cd)cc3)C(C)(0C)C2)C1C
ot 39 0=C10C(CCIC(O)(C)C(O)C(CIN(C)CC(C)CC(O)(C)C(OC20C(C)CE(N(C)C)C20)C(C)C(0C20C(C)C(OCCCNC(=0)c3ee(C
- =NNC(=S)Nc4ccc(OC(F)(F)F)cc4)ccc3)C(C)(0C)C2)C1C
4 g a0 ©=CLOC(COIC(0)(C)C(O)C(CIN(C)CC(C)CC(0)(C)C(OC20C(C)CC(N(C)C)C20)C(C)C(OC20C(C)C(OCCENC(=0)c3ee(C
- =NNC(=S)Nc4cc5cccecc5ced)cec3)C(C)(0C)C2)C1C
" h a 0=C10C(CC)C(0)(C)C(O)C(C)N(C)CC(C)CC(0)(C)C(OC20C(C)CC(N(C)C)C20)C(C)C(OC20C(C)C(OCCCNC(=0)c3cc(C
=NNC(=S)NCc4cccccd)ccc3)C(C)(0C)C2)C1C
o 4y ©=CLOC(CCIC(0)(C)C(O)C(CIN(C)CC(C)CC(0)(C)C(OC20C(C)CC(N(C)C)C20)C(C)C(OC20C(C)C(OCCENC(=0)c3ee(C
- =NNC(=S)Nc4c(C(=0)0C)sccd)ccc3)C(C)(0C)C2)C1C
oy a3 0=C10C(CC)C(0)(C)C(O)C(C)N(C)CC(C)CC(0)(C)C(OC20C(C)CC(N(C)C)C20)C(C)C(OC20C(C)C(OCCCNC(=0)c3cc(C
=NNC(=S)NCC4CCCO4)ccc3)C(C)(0C)C2)C1C
2k aq ©=CLOC(CCIC(0)(C)C(O)C(CIN(C)CC(C)CC(0)(C)C(OC20C(C)CC(N(C)C)C20)C(C)C(OC20C(C)C(OCCENC(=0)c3ee(C
- =NNC(=S)Nc4cccncd)ccc3)C(C)(0C)C2)C1C
an 5 0=C10C(CC)C(0)(C)C(O)C(C)N(C)CC(C)CC(0)(C)C(OC20C(C)CC(N(C)C)C20)C(C)C(0OC20C(C)C(OCCCNC(=0)c3cc(C
=NNC(=S)Nc4cc50C0c5ccd)ccc3)C(C)(0C)C2)C1C
2 o 6 0=C10C(CC)C(0)(C)C(O)C(C)N(C)CC(C)CC(0)(C)C(OC20C(C)CC(N(C)C)C20)C(C)C(OC20C(C)C(OCCCNC(=0)c3cc(C
- =NNC(=S)Ncdcee(CS(=0)(=0)N5CCCCC5)ced)cce3)C(C)(0C)C2)C1C
1 47 ©=CLOC(CCIC(0)(C)C(O)C(CIN(C)CC(C)CC(0)(C)C(OC20C(C)CC(N(C)C)C20)C(C)C(OC20C(C)C(OCCENC(=0)c3ee(C
- =NNC(=S)NCCc4cccced)cec3)C(C)(0C)C2)c1C
4" g 48 0=C10C(CC)C(0O)(C)C(O)C(C)N(C)CC(C)CC(0O)(C)C(OC20C(C)CC(N(C)C)C20)C(C)C(OC20C(C)C(OCCCNC(=0)c3cc
(C=NNC(=S)NCCCc4cccecd)ccc3)C(C)(0C)C2)c1c
4 he a9 CCLC(0)C(0)(C)C(CC)OC(=0)C(C)C(0C2CC(OC)(C)C(OCCNC(=0)c3eee(O)e(C=NNC(=S)NCedceeeed)e3)C(C)02)C
- (C)C(OC20C(C)CC(N(C)C)C20)C(0)(C)CC(CNLC)C
4" H12 50 CC1C(0)C(0O)(C)C(CC)OC(=0)C(C)C(OC2CC(OC)(C)C(OCCCNC(=0)c3ccc(0)c(C=NNC(=S)Nc4ccc50C0c5c4)c3)C
- (C)02)C(C)C(0OC20C(C)CC(N(C)C)C20)C(O)(C)CC(CNIC)C
4" W7 51 CC1C(0O)C(0O)(C)C(CC)OC(=0)C(C)C(OC2CC(OC)(C)C(OCCCNC(=0)c3cec(0)c(C=NNC(=S)Nc4c(C(=0)0C)sccd)c3)C
- (€)02)C(C)C(OC20C(C)CC(N(C)C)C20)C(0)(C)CC(CNLC)C
4" 2abara 52 CCLC(0)C(0)(CIC(CC)OC(=0)C(C)C(0C2CC(OC)(C)C(OCCENC(=0)c3cee(NC(=S)NN=Cedceeecd0)ec3)C(C)02)C(C)C
- 0OC20C(C)CC(N(C)C)C20)C(0)(C)CC(CN1C)C
4" 3ES6 53 CC1C(0)C(0O)(C)C(CC)OC(=0)C(C)C(OC2CC(OC)(C)C(OCCCNC(=0)c3ccec(C=NNC(=S)NCc4cccecd)c30)C(C)02)C(C)
- C(OC20C(C)CC(N(C)C)C20)C(0)(C)CC(CNIC)C
;rjgiffz'l 54 0=C10C(CC)C(0)(C)C(0)C(C)N(C)CC(C)CC(0)(C)C(OC20C(C)CC(N(C)C)C20)C(C)C(OCCEN)CLC
334 55 0=C10C(CC)C(0)(C)C(O)C(C)N(C)CC(C)CC(0)(C)C(OC20C(C)CC(N(C)C)C20)C(C)C(OCCCNC(=0)c2ccc
- (C=NNC(=S)N)cc2)C1C
3b 56 0=C10C(CC)C(O)(C)C(O)C(C)N(C)CC(C)CC(O)(C)C(OC20C(C)CC(N(C)C)C20)C(C)C(OCCCNC(=0)c2ccc(C=NNC(=S)N
- c3ccecc3)cc2)C1C
3¢ 57 0=C1OC(CC)C(0)(C)C(O)C(CIN(C)CC(C)CC(O)(C)C(OC20C(C)CC(N(C)C)C20)C(C)C(OCCENC(=0)c2cee(C=NNC(=S)N
- c3ccc(0C)cc3)cc2)C1C
0=C10C(CC)C(O)(C)C(O)C(C)N(C)CC(C)CC(O)(C)C(OC20C(C)CC(N(C)C)C20)C(C)C(OCCCNC(=0)c2ccc(C=NNC(=S)N
3 d 58
c3ccc(F)ce3)cc2)C1cC
0=C10C(CC)C(0)(C)C(O)C(C)N(C)CC(C)CC(0)(C)C(OC20C(C)CC(N(C)C)C20)C(C)C(OCCCNC(=0)c2ccc(C=NNC(=S)N
3 e 59
- c3cc(F)cee3)cc2)C1c
0=C10C(CC)C(O)(C)C(O)C(C)N(C)CC(C)CC(O)(C)C(OC20C(C)CC(N(C)C)C20)C(C)C(OCCCNC(=0)c2ccc(C=NNC(=S)N
35 60
c3ccdceccecdec3)cc2)C1C
3 16 61 0=C10C(CC)C(O)(C)C(O)C(C)N(C)CC(C)CC(O)(C)C(OC20C(C)CC(N(C)C)C20)C(C)C(OCCCNC(=0)c2ccc(C=NNC(=S)N
- CC3CCCO3)cc2)ClC
3 10 g2 O=C1OC(CC)C(0)(C)C(O)C(CIN(C)CC(C)CC(O)(C)C(OC20C(C)CC(N(C)C)C20)C(C)C(OCCENC(=0)c2cee(C=NNC(=S)N
- c3ccc(S(=0)(=0)N4CCCCC4)cc3)cc2)C1C
S20 Caher |
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D1 ID2 SMILES
0=C10C(CC)C(0)(C)C(O)C(C)N(C)CC(C)CC(0)(C)C(OC20C(C)CC(N(C)C)C20)C(C)C(OCCCNC(=0)c2ccc(C=NNC(=S)N
31 63
- CCc3ccccc3)cc2)C1C
30 gq  O=C1OC(CCIC(0)(C)C(O)C(CIN(C)CC(C)CC(O)(C)C(OC20C(C)CC(N(C)C)C20)C(C)C(OCCENC(=0)c2eee(C=NNC(=S)N
- CCCc3ccccc3)cc2)C1C
0=C10C(CC)C(0)(C)C(O)C(C)N(C)CC(C)CC(0)(C)C(OC20C(C)CC(N(C)C)C20)C(C)C(OCCCNC(=0)c2ccc(C=NNC(=S)N
36 65
- Cc3ccecc3)cc2)C1C
38 g6 O=C1OC(CCIC(0)(C)C(O)C(CIN(C)CC(C)CC(O)(C)C(OC20C(C)CC(N(C)C)C20)C(C)C(OCCENC(=0)c2eee(C=NNC(=S)N
- c3ccc(OC(F)(F)F)ce3)cc2)C1C
3 1 g7 O=C1OC(CCIC(0)(C)C(O)C(CIN(C)CC(C)CC(O)(C)C(OC20C(C)CC(N(C)C)C20)C(C)C(OCCENC(=0)c2cee(C=NNC(=S)N
- ¢3cc40C0c4cc3)cc2)C1C
35 gg O=CLOC(CCIC(0)(C)C(0)C(CIN(C)CC(C)CC(0)(C)C(0C20C(C)CCN(C)C)C20)C(C)C(OCCENC(=0)c2cec(C=NNC(=S)N
- ¢3c(C(=0)0C)scc3)cc2)C1C
0=C(0)clccc(C=N2N=C(Nc3cc40COc4cc3)[S-][Ni+2]22[S-
M4" NiP12 69  ]C(=NN2=Cc2ccc(cc2)C(=0)NCCCOC2C(C)OC(OC3C(C)C(=0)0C(CC)C(O)(C)C(O)C(C)N(C)CC(C)CC(C)(0)C(0C40C
(C)CC(N(C)C)CA0)C3C)CC2(C)OC)Nc2cc30C0c3cc2)ccl
M4" NiPS 70 CC1(OC)CC(OC2C(C)C(=0)OC(CC)C(0)(C)C(O)C(C)N(C)CC(C)CC(C)(o)c(oc30Cc(C)ce(N(c)c)c3o)cac)oc(c)ciocce
- CNC(=0)clccc(C=N2N=C([S-][Ni+2]22[S-]C(=NN2=Cc2ccc(cc2)C(0)=0)Nc2cccc3ccccc23)Nc2cecee3ccecc23)ccl
0OC(=0)clccc(C=N2N=C(Nc3ccsc3C(=0)0C)[S-][Ni+2]22[S-
M4"_NiP7 71 ]C(=NN2=Cc2ccc(cc2)C(=0)NCCCOC2C(C)OC(OC3C(C)C(=0)OC(CC)C(O)(C)C(O)C(C)N(C)CC(C)cc(c)(o)c(ocaoc(C)
CC(N(C)C)CA0)C3C)CC2(C)OC)Nc2cesc2C(=0)0C)ccl
OC(=0)clccc(C=N2N=C([S-][Ni+2]22[S-
M4" NiP16 72 ]C(=NN2=Cc2ccc(cc2)C(=0)NCCCOC2C(C)OC(OC3C(C)C(=0)OC(CC)C(0)(C)C(O)C(C)N(C)CC(C)CC(C)(0)C(OC40C(C)
CC(N(C)C)C40)C3C)CC2(C)OC)NCC2COCC2)NCC2COCC2)ccl
M4" NiH6 73 CC1(OC)CC(OC2C(C)C(=0)OC(CC)C(0)(C)C(O)C(C)N(C)CC(C)CC(C)(o)c(oc30Cc(C)ce(N(c)c)c3o)cac)oc(c)ciocce
- CNC(=0)c1cc2C=N3N=C([S-][Ni+2]3[0-]c2cc1)NCclcccccl
M4"_Ni_4ab 74 CC1(OC)CC(OC2C(C)C(=0)OC(CC)C(0)(C)C(O)C(C)N(C)CC(C)CC(C)(o)c(oc30Cc(C)ce(N(c)c)c3o)cac)oc(c)caiocce
aR4 CNC(=0)clccc(NC=2[S-][Ni+2]3[0-]c4ccccc4C=N3N=2)ccl
va" NisFsg 75 CCL(OCICC(OC2C(C)C(=0)0C(CC)C(0)(C)C(O)C(CIN(C)CC(C)CC(C)(0)C(OC30C(C)CC(N(C)C)C30)C2C)0C(C)C10CC
- CNC(=0)clcccc2C=N3N=C([S-][Ni+2]3[0-]c12)NCclcccccl
OC(=0)clccc(C=N2N=C([S-][Ni+2]22[S-
M4"_NiP6 76 ]C(=NN2=Cc2ccc(cc2)C(=0)NCCCOC2C(C)OC(OC3C(C)C(=0)OC(CC)C(0)(C)C(O)C(C)N(C)CC(C)cc(c)(o)c(ocaoc(C)
CC(N(C)C)C40)C3C)CC2(C)OC)NCc2ccecec2)NCe2ceeccc2)ccl
Moa 1 cu 77 CCUOIC(O)CCN(CC(C)CC(C)(0)C(OC20C(C)CEN(C)C)C20)C(C)C(0C20CC(0)C(C)(OC)C2)C(C)C(=0)0C1CC)CCCN
- C(=0)clccc(NC=2[S-][Cu+2]3[0O-]c4ccccc4C=N3N=2)ccl
M9a 2 Cu 78 CC1(O)C(O)C(C)N(CC(C)CC(C)(0)C(0OC20C(C)CC(N(C)C)C20)C(C)Cc(OC20CC(0)C(C)(0C)C2)C(C)C(=0)0C1CC)CCCN
- = C(=0)clccc(NC=2[S-][Cu+2]3[0-]c4c(O)cccc4C=N3N=2)ccl
Moa 3 cu 79 CCLUOIC(O)CICN(CC(C)CC(C)(0)C(OC20C(C)CEIN(C)C)C20)C(C)C(0C20CC(0)C(C)(OC)C2)C(C)C(=0)0C1CC)CCCN
- C(=0)clccc(NC=2[S-][Cu+2]3[0O-]c4cc(O)ccc4C=N3N=2)ccl
Moa 1 Ni 80 CC1(O)C(O)C(C)N(CC(C)CC(C)(0)C(0OC20C(C)CC(N(C)C)C20)C(C)Cc(OC20CC(0)C(C)(0C)C2)C(C)C(=0)0C1CC)CCCN
- C(=0)clccc(NC=2[S-][Ni+2]3[0-]c4ccccc4C=N3N=2)ccl
Moa 2 Ni g1 CCHOICIO)CICIN(CC(C)CC(C)(0)C(0C20C(C)CC(N(C)C)C20)C(C)C(0C20CC(0)C(C)(OC)C2)C(C)C(=0)OC1CC)CCCN
- C(=0)clccc(NC=2[S-][Ni+2]3[0-]c4c(O)cccc4C=N3N=2)ccl
Moa 3 Ni g2 CCLOICIO)CICIN(CC(C)CC(C)(0)C(0C20C(C)CC(N(C)C)C20)C(C)C(0C20CC(0)C(C)(0C)C2)C(C)C(=0)OC1CC)CCCN

C(=0)c1ccc(NC=2[S-][Ni+2]3[0O-]c4cc(O)ccc4C=N3N=2)ccl
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Table S2. The 82 compounds used in molecular diversity and SAR analyses - their labels and antibacterial activities

o
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¥ & 2 @ 3 3 3 o

3'| g| g| g| g'| g'| “(El 8| 8|

(%] (%] (%] (%] (%] (%] i (%] w

ID_1 ID_2 Class MIC, ug mL™?

AZ| 1 AZ| 0.125 1 128 128 8 128 8 128 8
9a-aminopropyl-AZI 2 core 0.5 8 128 128 64 128 64 128 32
9a_a 3 9a 0.125 16 128 128 32 128 128 128 64
9a_b 4 9a 0.125 8 128 128 32 128 32 128 64
9a_c 5 9a 0.125 8 128 128 16 128 32 128 64
9a_d 6 9a 0.125 8 128 128 16 128 32 128 32
9a_e 7 9a 0.125 8 128 128 16 128 16 128 128
9a_f 8 9a 4 64 32 32 128 64 8 128 64
9a_g 9 9a 0.5 64 128 128 128 128 128 128 128
9a_h 10 9a 0.5 8 128 128 64 64 16 128 64
9a_i 11 9a 2 4 128 128 128 128 16 128 64
9a_m 12 9a 0.5 16 128 128 128 128 32 128 128
9a_n 13 9a 0.5 8 128 128 64 64 16 128 64
9a_o 14 9a 1 16 128 128 128 128 32 128 64
9a_p 15 9a 0.25 128 128 128 64 128 64 128 128
9a_s 16 9a 0.125 16 128 128 64 128 128 128 64
9a_6 17 9a 0.125 8 128 128 128 128 32 128 32
S4 1 18 9a 1 8 128 128 32 128 32 128 64
S4 2 19 9a 1 16 128 128 32 128 32 128 64
S4 3 20 9a 0.5 8 128 128 32 128 32 32 64
9a-2 21 9a 2 32 128 128 128 128 128 128 128
9a-4 22 9a 0.5 4 128 128 32 128 32 128 64
9a-13 23 9a 0.5 2 128 128 32 128 32 128 32
2' a 24 2' 8 128 128 128 128 128 128 128 128
2' b 25 2' 8 128 128 128 128 128 128 128 128
2' c 26 2' 32 128 128 128 128 128 128 128 128
2'd 27 2' 16 128 128 128 128 128 128 128 128
2' e 28 2' 8 128 128 128 64 128 64 128 128
3 a 29 3 32 128 128 128 128 128 128 128 128
3' b 30 3 8 128 128 128 128 128 128 128 128
3 c 31 3 32 128 128 128 128 128 128 128 128
3'd 32 3' 64 128 128 128 128 128 128 128 128
3' e 33 3' 16 128 128 128 128 128 128 128 128
4"-aminopropyl-AZI 34 core 2 16 128 128 16 128 64 128 32
4" b 35 4" 0.25 4 4 128 0.125 128 1 128 64
4" ¢ 36 4" 0.125 8 8 128 0.125 128 1 128 64
4" d 37 4" 0.25 4 8 128 0.25 128 1 128 64
4" e 38 4" 0.5 4 4 128 0.25 128 1 128 32
4" f 39 4" 4 8 16 16 64 128 4 128 64
4" g 40 4" 4 8 16 64 8 64 2 128 128
4" h 41 4" 1 4 8 128 2 32 2 128 128
4" i 42 4" 4 4 16 32 32 32 4 128 128
4" j 43 4" 0.5 8 32 128 2 128 2 128 128
4" k 44 4" 0.5 8 16 128 1 128 4 128 64
4" | 45 4" 0.5 4 8 128 2 64 1 128 64
4" o 46 4" 2 32 64 128 64 128 16 128 128
4" 1 47 4" 2 4 16 128 8 64 2 128 64
4" 9 48 4" 2 4 16 64 8 32 2 64 64
4" _H6 49 4" 0.125 2 128 128 8 128 4
4" _H12 50 4" 0.125 2 128 128 8 128 8
4" _H7 51 4" 0.125 2 128 128 8 128 8
4" 4abaR4 52 4" 0.25 4 128 128 16 128 16
4" 3FS6 53 4" 0.25 4 128 128 16 128 16
3-aminopropyl-AZI 54 core 32 128 128 128 64 128 128 128 64
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ID_1 ID_2 Class MIC, pg mL™*
3a 55 3 025 128 128 128 0.125 128 0.125 2 128
3b 56 3 1 32 128 128 2 128 8 128 128
3¢ 57 3 1 16 32 128 1 128 8 128 128
3d 58 3 1 32 64 128 2 128 8 128 128
3e 59 3 1 32 128 128 1 128 8 128 64
35 60 3 32 128 128 128 64 128 128 128 128
3 16 61 3 8 64 128 128 32 128 128 128 128
3 10 62 3 32 128 128 128 128 128 128 128 128
31 63 3 4 8 64 128 16 128 16 128 128
39 64 3 169 462 436 533 67.6 106.7 83.6 64 128
36 65 3 8 32 64 128 32 128 32 128 128
38 66 3 9.9 202 271 424 288 830 413 1209 128
3 12 67 3 4 16 64 128 16 128 32 128 128
37 68 3 1 16 32 32 8 64 16 64 64
M4" NiP12 69 M4" 64 128 128 128 128 128 64 128 128
M4" NiPS 70 M4" 1 16 128 128 128 128 16 128 64
M4" NiP7 71 M4" 128 128 128 128 128 128 16 128 128
M4" NiP16 72 M4" 2 32 128 128 128 128 128 128 128
M4" NiH6 73 M4" 2 16 128 128 128 128 64
M4" Ni_4abaR4 74 M4" 025 8 128 128 32 128 32
M4"_Ni3FS6 75 M4" 128 128 128 128 128 128 128
M4" NiP6 76 M4" 0125 2 128 128 16 128 8 128 8
M9a_1 Cu 77 M9a 05 8 128 128 64 128 64 128 32
M9a_2 Cu 78 M9a 025 8 128 128 32 128 32 128 16
M9a 3 Cu 79  M9a 1 16 128 128 64 128 64 128 32
M9a_1 Ni 80 M9a 05 8 32 32 32 128 32 128 32
M9a_ 2 Ni 81 M9a 05 8 64 64 32 128 16 64 128
M9a_ 3 Ni 82 M9 05 16 32 32 32 128 32 128 32
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Table S3. *H NMR chemical shift assignments of the studied compounds

Comp.

IH NMR [6/ppm]

9a-aminopropyl- AZI (2)

Structure

2.98 (1H, H-2), 1.19 (3H, H-2Me), 3.85 (1H, H-3), 2.10
(1H, H-4), 1.00 (3H, H-4Me), 3.50 (1H, H-5), 1.19 (3H,
H-6Me), 1.58; 1.43 (2H, H-7), 1.93 (1H, H-8), 0.89 (3H,
H-8Me), 2.12; 2.65 (2H, H-9), 2.55; 2.28 (2H, H-9a),
1.67; 1.49 (2H, H-9b), 2.68 (2H, H-9c), 2.93 (1H, H-10),
1.07 (3H, H-10Me), 3.59 (1H, H-11), 1.10 (3H, H-12Me),
4.88 (1H, H13), 1.73; 1.49 (2H, H-14), 0.80 (3H,
H-14Me), 4.43 (1H, H-1'), 3.34 (1H, H-2'), 2.68 (1H,
H-3'), 2.23 (6H, H-3'NMez), 1.80; 1.26 (2H, H-4'), 3.69
(1H, H-5"), 1.16 (3H, H-5'Me), 4.92 (1H, H-1"), 2.41; 1.56
(2H, H-2"), 1.19 (3H, H-3"Me), 3.25 (3H, H-3"OMe),
3.15 (1H, H-4"), 4.12 (1H, H-5"), 1.25 (3H, H-5"Me);
purity: 96.5 %

9a_f (8)

2.84 (1H, H-2), 1.18 (3H, H-2Me), 4.09 (1H, H-3), 2.05
(1H, H-4), 1.02 (3H, H-4Me), 3.58 (1H, H-5), 1.26 (3H,
H-6Me), 1.58; 1.45 (2H, H-7), 1.99 (1H, H-8), 0.92 (3H,
H-8Me), 2.20; 2.73 (2H, H-9), 3.05; 2.65 (2H, H-9a),
1.76; 1.89 (2H, H-9b), 3.35 (2H, H-9c¢), 7.61 (1H, H-9d),
2.84 (1H, H-10), 1.11 (3H, H-10Me), 3.65 (1H, H-11),
1.07 (3H, H-12Me), 4.80 (1H, H13), 1.83; 1.46 (2H,
H-14), 0.86 (3H, H-14Me), 7.91 (2H, H-17,21), 7.87
(2H, H-18,20), 8.09 (1H, H-22), 7.44 (2H, H-25, 29),
7.33 (2H, H-26,28), 4.45 (1H, H-1'), 3.10 (1H, H-2'),
2.54(1H, H-3'), 2.27 (6H, H-3'NMe3), 1.71; 1.14 (2H,
H-4'), 3.59 (1H, H-5"), 1.14 (3H, H-5'Me), 4.96 (1H,
H-1"), 2.38; 1.59 (2H, H-2"), 1.21 (3H, H-3"Me), 3.31
(3H, H-3"OMe), 2.98 (1H, H-4"), 4.09 (1H, H-5"), 1.24
(3H, H-5"Me); purity: 99.9 %

%a_g(9)

2.82 (1H, H-2), 1.19 (3H, H-2Me), 4.11 (1H, H-3), 2.04
(1H, H-4), 1.04 (3H, H-4Me), 3.59 (1H, H-5), 1.24 (3H,
H-6Me), 1.54; 1.47 (2H, H-7), 1.99 (1H, H-8), 0.92 (3H,
H-8Me), 2.21; 2.69 (2H, H-9), 3.05; 2.64 (2H, H-9a),
1.88; 1.75 (2H, H-9b), 3.36 (2H, H-9c), 7.36 (1H, 9d),
2.84 (1H, H-10), 1.11 (3H, H-10Me), 3.67 (1H, H-11),
1.08 (3H, H-12Me), 4.82 (1H, H-13), 1.82; 1.48 (2H,
H-14), 0.87 (3H, H-14Me), 7.90 (2H, H-17,21), 7.86
(2H, H-18,20), 8.09 (1H, H-22), 2.31 (3H, H-25Me),
2.19 (3H, H-26Me), 4.46 (1H, H-1'), 3.09 (1H, H-2'),
2.51 (1H, H3'), 2.27 (6H, H-3'NMe2), 1.70; 1.13 (2H,
H-4'), 3.59 (1H, H-5'), 1.14 (3H, H-5'Me), 4.92 (1H,
H-1"), 2.38; 1.58 (2H, H-2"), 1.21 (3H, H-3"Me), 3.31
(3H, H-3"OMe), 2.96 (1H, H-4"), 4.07(1H, H-5"), 1.23
(3H, H-5"Me); purity: 95.8 %
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Comp. Structure

'H NMR [6/ppm]

2.79 (1H, H-2), 1.15 (3H, H-2Me), 4.06 (1H, H-3), 2.01
(1H, H-4), 1.00 (3H, H-4 Me), 3.55 (1H, H-5), 1.22 (3H,
H-6Me), 1.52; 1.43 (2H, H-7), 1.97 (1H, H-8), 0.89 (3H,
H-8Me), 2.21; 2.70 (2H, H-9), 3.03; 2.62 (2H, H-9a),
1.87;1.93 (2H, H-9b), 3.32 (2H, H-9¢), 7.52 (1H, H-9d),
2.83 (1H, H-10), 1.09 (3H, H-10Me), 3.64 (1H, H-11),
1.04 (3H, H-12Me), 4.78 (1H, H13), 1.79; 1.43 (2H,
H-14), 0.83 (3H, H-14Me), 7.82 (2H, H-17,21), 7.78
(2H, H-18,20), 7.95 (1H, H-22), 8.65 (1H, H-22b), 3.66
(2H, H-24), 1.95 (2H, H-25), 2.67 (2H, H-26), 7.22 (2H,
H-28,32), 7.27 (2H, H-29,31), 7.16 (1H, H-30), 4.43
(1H, H-1'), 3.06 (1H, H-2'), 2.50 (1H, H3'), 2.26 (6H,
H-3'NMe3), 1.67; 1.10 (2H, H-4"), 3.56 (1H, H-5'), 1.11
(3H, H-5'Me), 4.92 (1H, H-1"), 2.34; 1.54 (2H, H-2"),
1.18 (3H, H-3"Me), 3.27 (3H, H-3"OMe), 2.94 (1H,
H-4"), 4.05 (1H, H-5"), 1.21 (3H, H-5"Me); purity:
95.4 %
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2.83 (1H, H-2), 1.19 (3H, H-2Me), 4.11 (1H, H-3), 2.05
(1H, H-4), 1.03 (3H, H-4Me), 3.59 (1H, H-5), 1.24 (3H,
H-6Me), 1.55; 1.48 (2H, H-7), 2.01 (1H, H-8), 0.92 (3H,
H-8Me), 2.23; 2.74 (2H, H-9), 3.07; 2.68 (2H, H-9a),
1.91; 1.78 (2H, H-9b), 3.37 (2H, H-9c), 2.86 (1H, H10),
1.12 (3H, H-10Me), 3.67 (1H, H-11), 1.07 (3H,
H-12Me), 4.81 (1H, H-13), 1.83; 1.47(2H, H-14), 0.86
(3H, H-14Me), 7.90 (2H, H-17,21), 8.03 (2H, H-18,20),
8.10 (1H, H-22), 8.96 (1H, H-25), 7.69 (1H, H-26), 3.97
(3H, H-280Me), 4.46 (1H, H-1"), 3.09 (1H, H-2'), 2.53
(1H, H-3'), 2.28 (6H, H-3'NMe2), 1.69; 1.10 (2H, H-4'),
3.58 (1H, H-5'), 1.14 (3H, H-5'Me), 4.95 (1H, H-1"),
2.39; 1.58 (2H, H-2"), 1.20 (3H, H-3"Me), 3.30 (3H,
H-3"OMe), 2.97 (1H, H-4"), 4.09 (1H, H-5"), 1.24 (3H,
H-5"Me); purity: 95.7 % &
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Comp.

Structure

'H NMR [6/ppm]

(12)

9a_m

L

2.80 (1H, H-2), 1.19 (3H, H-2Me), 4.10 (1H, H-3), 2.02
(1H, H-4), 1.04 (3H, H-4Me), 3.58 (1H, H-5), 1.24 (3H,
H-6Me), 1.53; 1.46 (2H, H-7), 1.97 (1H, H-8), 0.90 (3H,
H-8Me), 2.18; 2.65 (2H, H-9), 3.03; 2.61 (2H, H-9a),
1.85;1.73 (2H, H-9b), 3.35 (2H, H-9c), 7.46 (1H, 9d),
2.80 (1H, H-10), 1.10 (3H, H-10Me), 3.66 (1H, H-11),
1.07 (3H, H-12Me), 4.82 (1H, H-13), 1.81; 1.47 (2H,
H-14), 0.87 (3H, H-14Me), 7.64 (2H, H-17,21), 7.99
(2H, H-18,20), 8.15 (1H, H-22), 8.38 (1H, H-22b), 7.56
(4H, H-25, 26, 30, 31), 7.95 (3H, H-27,29,32), 4.45 (1H,
H-1'), 3.09 (1H, H-2'), 2.50 (1H, H-3'), 2.28 (6H,
H-3'NMe3), 1.68; 1.10 (2H, H-4"), 3.58 (1H, H-5'), 1.12
(3H, H-5'Me), 4.92 (1H, H-1"), 2.34; 1.54 (2H, H-2"),
1.20 (3H, H-3"Me), 3.30 (3H, H-3"OMe), 2.95 (1H,
H-4"), 4.07 (1H, H-5"), 1.22 (3H, H-5"Me); purity:
97.8%

9a_n (13)

aH
oy FHMe

FOMe
S

2.84 (1H, H-2), 1.19 (3H, H-2Me), 4.10 (1H, H-3), 2.05
(1H, H-4), 1.03 (3H, H-4Me), 3.59 (1H, H-5), 1.25 (3H,
H-6Me), 1,58; 1.47 (2H, H-7), 1.99 (1H, H-8), 0.92 (3H,
H-8Me), 2.22; 2.73 (2H, H-9), 3.05; 2.65 (2H, H-9a),
1.90;1.77 (2H, H-9b), 3.36 (2H, H-9c), 7.50 (1H, 9d),
2.85 (1H, H-10), 1.11 (3H, H-10Me), 3.67 (1H, H-11),
1.07 (3H, H-12Me), 4.80 (1H, H-13), 1.84; 1.47 (2H,
H-14), 0.87 (3H, H-14Me), 7.85 (2H, H-17,21), 7.74
(2H, H-18,20), 7.96 (1H, H-22), 3.89 (2H, H-24), 2.99
(2H, H-25), 7.36 (2H, H-27,31), 7.35 (2H, H-28,30),
7.28 (1H, H-29), 4.46 (1H, H-1'), 3.07 (1H, H-2'), 2.52
(1H, H-3'"), 2.27 (6H, H-3'NMe»), 1.70; 1.11 (2H, H-4'),
3.59 (1H, H-5'), 1.14 (3H, H-5'Me), 4.95 (1H, H-1"),
2.38; 1.59 (2H, H-2"), 1.21 (3H, H-3"Me), 3.31 (3H,
H-3"OMe), 2.98 (1H, H-4"), 4.09 (1H, H-5"), 1.25 (3H,
H-5"Me); purity: 99.8 %
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Comp. Structure 'H NMR [6/ppm]

2.80 (1H, H-2), 1.16 (3H, H-2Me), 4.05 (1H, H-3), 2.01
(1H, H-4), 1.01 (3H, H-4Me), 3.56 (1H, H-5), 1.23 (3H,
H-6Me), 1.54; 1.46 (2H, H-7), 2.00 (1H, H-8), 0.91 (3H,
H-8Me), 2.25; 2.71 (2H, H-9), 1.88; 1.74 (2H, H-9b),
3.34 (2H, H-9c), 7.37 (1H, H-9d), 2.90 (1H, H-10), 1.12
(3H, H-10Me), 3.65 (1H, H-11), 1.06 (3H, H-12Me),
4,79 (1H, H-13), 1.79; 1.44 (2H, H-14), 0.84 (3H,
H-14Me), 7.85 (2H, H-17,21), 7.90 (2H, H-18,20), 8.08
(1H, H-22), 8.01 (2H, H-25,29), 7.73 (2H, H-26,28),
2.96 (2H, H-30,34), 1.60 (2H, H-31,33), 1.40 (2H,
H-32), 4.44 (1H, H-1'), 3.09 (1H, H-2"), 2.57 (1H, H-3'),
2.30 (6H, H-3'NMe), 1.70; 1,13 (2H, H-4'), 3.57 (1H,
H-5'), 1.13 (3H, H-5'Me), 4.89 (1H, H-1"), 2.35; 1.55
(2H, H-2"), 1.18 (3H, H-3"Me), 3.28 (3H, H-3"OMe),
2.94 (1H, H-4"), 4.04 (1H, H-5"), 1.21 (3H, H-5"Me);
purity: 96.4 %

9a_o (14)

2.80 (1H, H-2), 1.17 (3H, H-2Me), 4.06 (1H, H-3), 2.01
(1H, H-4), 1.01 (3H, H-4Me), 3.55 (1H, H-5), 1.23 (3H,
H-6Me), 1.53; 1.45 (2H, H-7), 1.98 (1H, H-8), 0.91 (3H,
H-8Me), 2.22; 2.71 (2H, H-9), 3.06; 2.64 (2H,
H-9a),1.87; 1.74 (2H, H-9b), 3.34 (2H, H-9c), 7.36 (1H,
H-9d), 2.86 (1H, H-10), 1.10 (3H, H-10Me), 3.64 (1H,
H-11), 1.05 (3H, H-12 Me), 4.78 (1H, H13), 1.79; 1.43
(2H, H-14), 0.84 (3H, H-14Me), 7.82 (2H, H-17,21),
7.86 (2H, H-18,20), 8.03(1H, H-22), 9.35 (1H, H-22b),
6.92 (1H, H-25), 6.83 (2H, H-26), 5.99 (1H, H-28), 7.15
(2H, H-30), 4.43 (1H, H-1"), 3.07 (1H, H-2'), 2.54 (1H,
H-3'), 2.28 (6H, H-3'NMez), 1.69; 1.11 (2H, H-4'), 3.57
(1H, H-5"), 1.12 (3H, H-5'Me), 4.89 (1H, H-1"), 2.34;
1.54 (2H, H-2"), 1.18 (3H, H-3"Me), 3.28 (3H,
H-3"OMe), 2.94 (1H, H-4"), 4.04 (1H, H-5"), 1.21 (3H,
H-5"Me); purity: 95.2 %

9a_p (15)
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'H NMR [6/ppm]
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2.79 (1H, H-2), 1.16 (3H, H-2Me), 4.01 (1H, H-3), 2.01
(1H, H-4), 1.02 (3H, H-4Me), 3.54 (1H, H-5), 1.28 (3H,
H-6Me), 2.11 (1H, H-8), 0.96 (3H, H-8Me), 2.49; 2.90
(2H, H-9), 2.87 (2H, H-9a), 2.03 (2H, H-9b), 3.40 (2H,
H-9¢), 7.96 (1H, H-9 d), 2.94 (1H, H-10), 1.24 (3H,
H-10Me), 3.73 (1H, H-11), 1.08 (3H, H-12Me), 4.89
(1H, H-13), 1.83; 1.45 (2H, H-14), 0.81(3H, H-14Me),
7.86 (2H, H-17,21), 7.72 (2H, H-18,20), 8.02 (1H,
H-22), 3.82; 3.66 (2H, H24), 4.13 (1H, H-25), 1.85; 1.73
(2H, H-26), 1.89 (2H, H-27), 3.67; 3.60 (2H, H-28), 4.49
(1H, H-1"), 3.29 (1H, H-2'), 2.92 (1H, H-3"), 2.52 (6H,
H-3'NMe3), 1.82; 1.24 (2H, H-4"), 3.57 (1H, H-5'), 1.13
(3H, H-5'Me), 4.88 (1H, H-1"), 2.35; 1.57 (2H, H-2"),
1.20 (3H, H-3"Me), 3.29(3H, H-3"OMe), 2.98 (1H,
H-4"), 4.05 (1H, H-5"), 1.22 (3H, H-5"Me); purity:
97.9%

9a_6(17)
o

2.81 (1H, H-2), 1.19 (3H, H-2Me), 4.10 (1H, H-3), 2.03
(1H, H-4), 1.04 (3H, H-4Me), 3.58 (1H, H-5), 1.24 (3H,
H-6Me), 1.53; 1.46 (2H, H-7), 1.97 (1H, H-8), 0.90 (3H,
H-8Me), 2.16; 2.64 (2H, H-9), 3.03; 2.60 (2H, H-9a),
1.85; 1.73 (2H, H-9b), 3.34 (2H, H-9c), 7.36 (1H, 9d),
2.81 (1H, H-10), 1.09 (3H, H-10Me), 3.66 (1H, H-11),
1.07 (3H, H-12Me), 4.83 (1H, H-13), 1.81; 1.47 (2H,
H-14), 0.87 (3H, H-14Me), 7.83 (2H, H-17,21), 7.81
(2H, H-18,20), 8.01 (1H, H-22), 8.44 (1H, H-22b), 4.92
(1H, H-24), 7.39 (2H, H-26,30), 7.35 (2H, H-27,29),
7.26 (1H, H-28), 4.46 (1H, H-1'), 3.09 (1H, H-2'), 2.51
(1H, H-3'"), 2.27 (6H, H-3'NMe2), 1.70; 1.13 (2H, H-4'),
3.59 (1H, H-5'), 1.14 (3H, H-5'Me), 4.92 (1H, H-1"),
2.38; 1.58 (2H, H-2"), 1.21 (3H, H-3"Me), 3.31 (3H,
H-3"OMe), 2.96 (1H, H-4"), 4.07 (1H, H-5"), 1.23 (3H,
H-5"Me); purity: 95.1 %
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'H NMR [6/ppm]

Comp. Structure
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2.98 (1H, H-2), 0.96 (3H, H-2Me), 4.32 (1H, H-3), 1.37
(1H, H-4), 1.02 (3H, H-4Me), 4.49 (1H, H-5), 1.17 (3H,
H-6Me), 2.98 (2H, H-7), 1.97 (1H, H-8), 0.87 (3H,
H-8Me), 2.94 (2H, H-9), 2.61; 1.85 (2H, H-9a), 1.79
(2H, H-9b), 1.84 (2H, H-9c), 6.80 (1H, H-9d), 3.59 (1H,
H-10), 1.21 (3H, H-10Me), 4.08 (1H, H-11), 1.04 (3H,
H-12Me), 4.93 (1H, H-13), 1.53-2.30 (2H, H-14), 1.26
(3H, H-14Me), 7.90 (1H, H-17; H-21), 7.61 (1H, H-18;
H-20), 8.17 (1H, H-29), 7.34 (1H, H-30), 7.13 (1H,
H-31), 4.53 (1H, H-1'), 3.08 (1H, H-2'), 2.40 (1H, H-3'),
2.88 (6H, H-3'NMe2), 1.85 (2H, H-40), 3.58 (1H, H-5),
1.09 (3H, H-5'Me), 1.80 (2H, H-2""), 1.47 (3H, H-3"Me),
3.12 (1H, H-3"OMe), 3.00 (1H, H-4"), 4.06 (1H, H-5"),
1.14 (3H, H-5""Me); purity: 96.5 %

2.95 (1H, H-2), 0.93 (3H, H-2Me), 4.33 (1H, H-3), 1.37
(1H, H-4), 1.02 (3H, H-4Me), 4.49 (1H, H-5), 1.17 (3H,
H-6Me), 2.98 (2H, H-7), 1.94 (1H, H-8), 0.87 (3H,
H-8Me), 2.92 (2H, H-9), 1.85 (2H, H-9a), 1.79 (2H,
H-9b), 1.84 (2H, H-9c), 6.80 (1H, H-9d), 3.59 (1H,
H-10), 1.21 (3H, H-10Me), 4.10 (1H, H-11), 1.04 (3H,
H-12Me), 4.93 (1H, H-13), 1.53-2.30 (2H, H-14), 1.26
(3H, H-14Me), 7.90 (1H, H-17; H-21), 7.61 (1H, H-18;
H-20), 8.17 (1H, H-29), 7.34 (1H, H-30), 7.13 (1H,
H-31), 3.32 (3H, H-32), 4.53 (1H, H-1'), 3.08 (1H, H-2"),
2.40 (1H, H-3'), 2.88 (6H, H-3'NMe), 1.85 (2H, H-40),
3.58 (1H, H-5'), 1.09 (3H, H-5'Me), 1.80 (2H, H-2"),
1.47 (3H, H-3"Me), 3.12 (1H, H-3"OMe), 3.00 (1H,
H-4"), 4.06 (1H, H-5"), 1.14 (3H, H-5"Me); purity:
97.2%
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2.99 (1H, H-2), 0.96 (3H, H-2Me), 4.31 (1H, H-3), 1.35
(1H, H-4), 1.02 (3H, H-4Me), 4.49 (1H, H-5), 1.17 (3H,
H-6Me), 2.98 (2H, H-7), 1.97 (1H, H-8), 0.87 (3H,
H-8Me), 2.94 (2H, H-9), 1.88 (2H, H-9a), 1.79 (2H,
H-9b), 1.84 (2H, H-9c), 6.80 (1H, H-9d), 3.59 (1H,
H-10), 1.21 (3H, H-10Me), 4.08 (1H, H-11), 1.04 (3H,
H-12Me), 4.93 (1H, H-13), 1.53-2.30 (2H, H-14), 1.26
(3H, H-14Me), 7.90 (1H, H-17; H-21), 7.61 (1H, H-18;
H-20), 8.17 (1H, H-29), 2.75 (1H, H-290), 7.34 (1H,
H-30), 7.13 (1H, H-31), 4.53 (1H, H-1"), 3.08 (1H, H-2"),
2.40 (1H, H-3'), 2.88 (6H, H-3'NMe>), 1.85 (2H, H-4'),
3.58 (1H, H-5"), 1.09 (3H, H-5'Me), 1.80 (2H, H-2"),
1.47 (3H, H-3"Me), 3.1 (1H, H-3"OMe), 3.01 (1H,
H-4"), 4.06 (1H, H-5"), 1.14 (3H, H-5"Me); purity:
96.3%
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9a-2 (21)

26

27

23NH 22NH
25

Ny

=28 S
N 20

H
23 N

ZT

18

I'NMe

I'NMe

2.89 (1H, H-2), 1.18 (3H, H-2Me), 4.09 (1H, H-
3), 2.05 (1H, H-4), 1.07 (3H, H-4Me), 3.61 (1H,
H-5), 1.35 (3H, H-6Me), 1.58; 1.39 (2H, H-7),
1.99 (1H, H-8), 0.99 (3H, H-8Me), 2.35 (2H,
H-9), 3.05; 2.65 (2H, H-9a), 1.76; 1.89 (2H,
H-9b), 3.31 (2H, H-9c¢), 7.61 (1H, H-9d), 2.99
(1H, H-10), 1.21 (3H, H-10Me), 3.71 (1H, H-11),
1.25 (3H, H-12Me), 4.66 (1H, H13), 1.69 (2H,
H-14), 0.86 (3H, H-14Me), 7.82 (2H, H-17,21),
7.69 (2H, H-18,20), 7.87 (1H, H-22), 7.72 (1H,
H-25), 7.38 (1H, H-26), 8.12 (1H, H-27), 8.36
(1H, H-28), 4.42 (1H, H-1'), 3.40 (1H, H-2'),
2.54(1H, H-3"), 3.33 (6H, H-3'NMe2), 1.69 (2H,
-4"), 3.58 (1H, H-5'), 1.14 (3H, H-5'Me), 5.02
(1H, H-1"), 2.33 (2H, H-2"), 1.34 (3H, H-3"Me),
3.31(3H, H-3"OMe), 3.22 (1H, H-4"), 4.18 (1H,
H-5"), 1.37 (3H, H-5"Me); purity: 98.5 %

9a-4 (22)

ZSNH 22NH

23a N 23 N

\n/\/

21

FNMe

FNMe

2.88 (1H, H-2), 1.25 (3H, H-2Me), 4.11 (1H,
H-3), 2.05 (1H, H-4), 1.08 (3H, H-4Me), 3.62
(1H, H-5), 1.38 (3H, H-6Me), 1.58; 1.42 (2H,
H-7), 1.99 (1H, H-8), 0.99 (3H, H-8Me), 2.36
(2H, H-9), 3.05; 2.65 (2H, H-9a), 1.76; 1.89 (2H,
H-9b), 3.30 (2H, H-9¢c), 7.61 (1H, H-9d), 3.03
(1H, H-10), 1.19 (3H, H-10Me), 3.71 (1H, H-11),
1.21 (3H, H-12Me), 4.67 (1H, H13), 1.80 (2H,
H-14), 0.87 (3H, H-14Me), 7.93 (2H, H-17,21),
7.84 (2H, H-18,20), 7.92 (1H, H-22), 7.99, 8.01
(2H, H-25, 29), 7.64 (1H, H-26), 7.52 (1H, H-27),
7.52 (1H, H-28), 4.45 (1H, H-1"), 3.41 (1H, H-2'),
2.54(1H, H-3'), 2.33 (6H, H-3'NMe2), 1.83 (2H,
-4"), 3.60 (1H, H-5'), 1.14 (3H, H-5'Me), 5.01
(1H, H-1"), 2.33 (2H, H-2"), 1.36 (3H, H-3"Me),
3.33 (3H, H-3"OMe), 3.23 (1H, H-4"), 4.19 (1H,
H-5"), 1.40 (3H, H-5"Me); purity: 98.0 %

9a-13 (23)

?'\NH ??\“I

23a N 23

TT"

INMe

awnBMe

3'NMe

2.87 (1H, H-2), 1.28 (3H, H-2Me), 4.11 (1H,
H-3), 2.05 (1H, H-4), 1.08 (3H, H-4Me), 3.64
(1H, H-5), 1.36 (3H, H-6Me), 1.44; 1.42 (2H,

-7), 1.99 (1H, H-8), 0.99 (3H, H-8Me), 2.36;
2.34 (2H, H-9), 3.05; 2.65 (2H, H-9a), 1.76; 1.89
(2H, H-9b), 3.35 (2H, H-9c), 7.61 (1H, H-9d),
3.04 (1H, H-10), 1.2 (3H, H-10Me), 3.71 (1H,
H-11), 1.25 (3H, H-12Me), 4.65 (1H, H13), 1.63
(2H, H-14), 0.86 (3H, H-14Me), 7.94 (2H,
H-17,21), 7.88 (2H, H-18,20), 8.66 (1H, H-22),
1.21 (3H, H-26) 4.45 (1H, H-1"), 3.41 (1H, H-2)),
2.54 (1H, H-3"), 2.3 (6H, H-3'NMe), 1.71; 1.63
(2H, H-4"), 3.61 (1H, H-5'), 1.14 (3H, H-5'Me),
5.01 (1H, H-1"), 2.34; 2.33 (2H, H-2"), 1.35 (3H,
H-3"Me), 3.33 (3H, H-3"OMe), 3.22 (1H, H-4"),
4.09 (1H, H-5"), 1.39 (3H, H-5"Me); purity:
96.1%
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2.89 (1H, H-2), 1.16 (3H, H-2Me), 4.01 (1H,
H-3), 2.0 (1H, H-4), 0.93 (3H, H-4Me), 3.50 (1H,
H-5), 1.25 (3H, H-6Me), 1.57; 1.39 (2H, H-7),
1.95 (1H, H-8), 0.84 (3H, H-8Me), 2.54; 2.21
(2H, H-9), 2.28 (3H, H-9a), 2.91 (1H, H-10), 1.01
(3H, H-10Me), 3.48 (1H, H-11), 1.08 (3H,
H-12Me), 4.80 (1H, H-13), 1.73; 1.48 (2H,
H-14), 0.79 (3H, H-14Me), 4.38 (1H, H-1'), 3.31
(1H, H-2'), 270 (1H, H-3'), 2.25 (6H,
H-3'NMez), 1.78; 1.24 (2H, H-4'), 3.66 (1H,
H-5'), 1.17 (3H, H-5'Me), 4.93 (1H, H-1"), 2.44;
1.64 (2H, H-2"), 1.20 (3H, H-3"Me), 3.26 (3H,
H-3"OMe), 2.97 (1H, H-4"), 3.68 (2H, H-4"a),
1.76 (2H, H-4"b), 2.77 (2H, H-4"c), 4.16 (1H,
H-5"), 1.29 (3H, H-5"Me); purity: 97.3 %

4" b (35)

10Me

120H
HO,

12Me 1Y

2.77 (1H, H-2), 1.18 (3H, H-2Me), 4.30 (1H,
H-3), 1.95 (1H, H-4), 1.05 (3H, H-4Me), 3.61
(1H, H-5), 1.28 (3H, H-6Me), 1.65; 1.36 (2H,
H-7), 1.97 (1H, H-8), 0.92 (3H, H-8Me), 2.47;
2.16 (2H, H-9), 2.29 (3H, H-9a), 2.75 (1H, H-10),
1.05 (3H, H-10Me), 3.57 (1H, H-11), 1.06 (3H,
H-12Me), 4.75 (1H, H-13), 1.83; 1.47 (2H,
H-14), 0.87 (3H, H-14Me), 7.90 (2H, H-17,21),
7.94 (2H, H-18,20), 8.08 (1H, H-22), 7.67 (2H,
H-25,29), 7.42 (1H, H-26,28), 7.27 (1H, H-27),
4.52 (1H, H-1), 3.05 (1H, H-2'), 2.35 (1H, H-3'),
2.11 (6H, H-3'NMe2), 1.57; 1.07 (2H, H-4"), 3.66
(1H, H-5"), 1.18 (3H, H-5'Me), 4.94 (1H, H-1"),
2.37; 1.57 (2H, H-2"), 1.25 (3H, H-3"Me), 3.23
(3H, H-3"OMe), 2.88 (1H, H-4"), 3.85; 3.74 (2H,
H-4"a), 1.87 (2H, H-4"b), 3.38; 3.64 (2H,
H-4"c), 7.51 (1H, H-4"d), 4.33 (1H, H-5"), 1.31
(3H, H-5"Me); purity: 97.0 %

4" ¢ (36)

2.79 (1H, H-2), 1.20 (3H, H-2Me), 4.19 (1H,
H-3), 1.99 (1H, H-4), 1.03 (3H, H-4Me), 3.59
(1H, H-5), 1.34 (3H, H-6Me), 1.66; 1.51 (2H,
H-7), 2.09 (1H, H-8), 0.98 (3H, H-8Me), 2.75;
2.51 (2H, H-9), 2.54 (3H, H-9a), 2.77 (1H, H-10),
1.20 (3H, H-10Me), 3.61 (1H, H-11), 1.10 (3H,
H-12Me), 4.78 (1H, H-13), 1.85; 1.48 (2H,
H-14), 0.89 (3H, H-14Me), 7.89 (2H, H-17,21),
7.93 (2H, H-18,20), 8.07 (1H, H-22), 7.49 (2H,
H-25,29), 6.97 (1H, H-26,28), 3.83 (3H,
H-270Me), 4.57 (1H, H-1'), 3.22 (1H, H-2)),
3.08 (1H, H-3'), 2.42 (6H, H-3'NMe>), 1.81; 1.23
(2H, H-4"), 3.79 (1H, H-5), 1.21 (3H, H-5'Me),
4.92 (1H, H-1"), 2.38; 1.58 (2H, H-2"), 1.25 (3H,
H-3"Me), 3.30 (3H, H-3"OMe), 2.90 (1H, H-4"),
3.83; 3.74 (2H, H-4"a), 1.88 (2H, H-4"b), 3.45;
3.56 (2H, H-4"c), 7.39 (1H, H-4" d), 4.27 (1H,
H-5"), 1.32 (3H, H-5"Me); purity: 96.2 %
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2.75 (1H, H-2), 1.17 (3H, H-2Me), 4.31 (1H,
H-3), 1.93 (1H, H-4), 1.03 (3H, H-4Me), 3.60
(1H, H-5), 1.28 (3H, H-6Me), 1.65; 1.34 (2H,
H-7), 1.98 (1H, H-8), 0.92 (3H, H-8Me), 2.48;
2.16 (2H, H-9), 2.29 (3H, H-9a) 2.76 (1H, H-10),
1.04 (3H, H-10Me), 3.55 (1H, H-11), 1.05 (3H,
H-12Me), 4.75 (1H, H-13), 1.83; 1.47 (2H,
H-14), 0.87 (3H, H-14Me), 7.91 (2H, H-17,21),
7.94 (2H, H-18,20), 8.08 (1H, H-22), 7.65 (2H,
H-25, 29), 7.14 (2H, H-26, 28), 4.51 (1H, H-1'),
3.06 (1H, H-2'), 2.35 (1H, H-3"), 2.10 (6H,
H-3'NMe), 1.59; 1.08 (2H, H-4"), 3.65 (1H, H-
5'), 1.18 (3H, H-5'Me), 4.93 (1H, H-1"), 2.38;
1.57 (2H, H-2"), 1.24 (3H, H-3"Me), 3.21 (3H,
H-3"OMe), 2.89 (1H, H-4"), 3.87; 3.74 (2H,
H-4"a), 1.87 (2H, H-4"b), 3.37; 3.66 (2H,
H-4"c), 7.54 (1H, H-4"d), 4.32 (1H, H-5"), 1.30
(3H, H-5"Me); purity: 98.1 %

2.76 (1H, H-2), 1.17 (3H, H-2Me), 4.28 (1H,
H-3), 1.97 (1H, H-4), 1.04 (3H, H-4Me), 3.61
(1H, H-5), 1.30 (3H, H-6Me), 1.65; 1.39 (2H,
H-7), 2.00 (1H, H-8), 0.93 (3H, H-8Me), 2.53;
2.26 (2H, H-9), 2.34 (3H, H-9a), 2.83 (1H, H-10),
1.04 (3H, H-10Me), 3.60 (1H, H-11), 1.06 (3H,
H-12Me), 4.74 (1H, H-13), 1.83; 1.46 (2H,
H-14), 0.87 (3H, H-14Me), 7.91 (2H, H-17,21),
7.95 (2H, H-18,20), 8.10 (1H, H-22), 7.70 (1H,
H-25), 7.01 (1H, H-27), 7.40 (1H, H-28), 7.49
(1H, H-29), 4.53 (1H, H-1"), 3.12 (1H, H-2'), 2.50
(1H, H-3"), 2.20 (6H, H-3'NMe23), 1.66; 1.13 (2H,
H-4'), 3.68 (1H, H-5'), 1.19 (3H, H-5'Me), 4.94
(1H, H-1"), 2.38; 1.57 (2H, H-2"), 1.25 (3H,
H-3"Me), 3.24 (3H, H-3"OMe), 2.89 (1H, H-4"),
3.86; 3.74 (2H, H-4"a), 1.88 (2H, H-4"b), 3.39;
3.63 (2H, H-4"c), 7.54 (1H, H-4"d), 4.31 (1H,
H-5"), 1.31 (3H, H-5"Me); purity: 97.9 %

4"_f(39)

2.74 (1H, H-2), 1.18 (3H, H-2Me), 4.28

(1H, H-3), 1.97 (1H, H-4), 1.04 (3H, H-4Me),
3.61 (1H, H-5), 1.30 (3H, H-6Me), 1.67; 1.38
(2H, H-7), 1.99 (1H, H-8), 0.94 (3H, H-8Me),
2.52; 2.22 (2H, H-9), 2.33 (3H, H-9a), 2.80 (1H,
H-10), 1.06 (3H, H-10Me), 3.56 (1H, H-11), 1.06
(3H, H-12Me), 4.75 (1H, H-13), 1.82; 1.47 (2H,
H-14), 0.87 (3H, H-14 Me), 7.92 (2H, H17,21),
7.95 (2H, H-18,20), 8.12 (1H, H-22), 7.81 (2H,
H-25, 29), 7.33 (2H, H-26, 28), 4.53 (1H, H-1'),
3.12 (1H, H-2"), 2.44 (1H, H-3"), 2.15 (6H,
H-3'NMez), 1.63; 1.11 (2H, H-4'), 3.67(1H,
H-5'), 1.19 (3H, H-5'Me), 4.93 (1H, H-1"), 2.37;
1.57 (2H, H-2"), 1.24 (3H, H-3"Me), 3.22 (3H,
H-3"OMe), 2.89 (1H, H-4"), 3.86; 3.74 (2H,
H-4"a), 1.87 (2H, H-4"b), 3.37; 3.68(2H, H-4"c),
4.31 (1H, H-5"), 1.31 (3H, H-5"Me); purity:
96.4 %
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4" _g(40)

2.68 (1H, H-2), 1.15 (3H, H-2Me), 4.26 (1H,
H-3), 1.87 (1H, H-4), 1.01 (3H, H-4Me), 3.55
(1H, H-5), 1.28 (3H, H-6Me), 1.29 (2H, H-7),
2.00 (1H, H-8), 0.93 (3H, H-8Me), 2.55; 2.33
(2H, H-9), 2.38 (3H, H-9a), 2.90 (1H, H-10), 1.13
(3H, H-10Me), 3.61 (1H, H-11), 1.10 (3H,
H-12Me), 4.80 (1H, H-13), 1.88; 1.51 (2H, H-
14), 0.90 (3H, H-14Me), 7.93 (2H, H-17,21),
7.97 (2H, H-18,20), 8.23 (1H, H-22), 7.98 (3H,
H-25, 26, 27), 7.58 (4H, H-29, 30, 31, 32), 4.49
(1H, H-1"), 3.11 (1H, H-2"), 2.52 (1H, H-3'), 2.24
(6H, H-3' NMe), 1.67; 1.14 (2H, H-4'), 3.68 (1H,
H-5'), 1.17 (3H, H-5'Me), 4.93 (1H, H-1"), 2.38;
1.56 (2H, H-2"), 1.25 (3H, H-3"Me), 3.28 (3H,
H-3"OMe), 2.89 (1H, H-4"), 3.86; 3.74 (2H,
H-4"a), 1.87 (2H, H-4"b), 3.43; 3.65 (2H, H-4"c),
7.58 (1H, H-4"d), 4.29 (1H, H-5"), 1.29 (3H,
H-5"Me); purity: 95.4 %

4" _h(41)

=]

N o
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'-JMa.-..,_‘,.-;u

120H
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HO 14
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12me 12 110H
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2.63 (1H, H-2), 1.09 (3H, H-2Me), 4.18 (1H,
H-3), 1.82 (1H, H-4), 0.95 (3H, H-4Me), 3.39
(1H, H-5), 1.29 (3H, H-6Me), 1.71; 1.19 (2H,
H-7), 1.96 (1H, H-8), 0.87 (3H, H-8Me), 2.56;
2.14 (2H, H-9), 2.34 (3H, H-9a), 2.78 (1H, H-10),
1.07 (3H, H-10Me), 3.58 (1H, H-11), 1.04 (3H,
H-12Me), 4.67 (1H, H-13), 1.81; 1.41 (2H,
H-14), 0.78 (3H, H-14Me), 8.05 (2H, H17,21),
7.80 (2H, H-18,20), 8.41 (1H, H-22), 4.89 (2H,
H-24), 7.33 (2H, H-26, 30), 7.25 (2H, H-27,29),
7.18 (1H, H-28), 4.44 (1H, H-1'), 3.17 (1H, H-2'),
2.64 (1H, H-3'), 2.71 (6H, H-3' NMe2), 1.61;
1.12 (2H, H-4'), 3.57 (1H, H-5'), 1.13 (3H,
H-5'Me), 4.99 (1H, H-1"), 2.28; 1.44 (2H, H-2"),
1.23 (3H, H-3"Me), 3.20 (3H, H-3"OMe), 2.75
(1H, H-4"), 3.79; 3.65 (2H, H-4"a), 1.81 (2H,
H-4"b), 3.33; 3.68 (2H, H-4"c), 4.23 (1H, H-5"),
1.29 (3H, H-5"Me); purity: 96.1 %

4"_j (42)

100e
120H
HiO

120

14 0

14Me oy

5'hie

2.70 (1H, H-2), 1.17 (3H, H-2Me), 4.19 (1H,
H-3), 1.95 (1H, H-4), 1.04 (3H, H-4Me), 3.59
(1H, H-5), 1.34 (3H, H-6Me), 1.72; 1.30 (2H, H-
7), 2.05 (1H, H-8), 0.94 (3H, H-8Me), 2.65; 2.26
(2H, H-9), 2.48 (3H, H-9a), 2.87 (1H, H-10), 1.17
(3H, H-10Me), 3.75 (1H, H-11), 1.09 (3H,
-12Me), 4.72 (1H, H-13), 1.84; 1.46 (2H, H-14),
0.88 (3H, H-14Me), 7.95 (2H, H17,21), 7.99
(2H, H-18,20), 8.06 (1H, H-22), 12.29 (1H,
H-23a), 7.45 (1H, H-25), 8.97 (1H, H26), 3.93
(3H, H-29), 4.61 (1H, H-1'), 3.42 (1H, H-2'), 3.12
(1H, H-3'), 2.62 (6H, H-3'NMe3), 1.84; 1.26 (2H,
H-4"), 3.77 (1H, H-5'), 1.23 (3H, H-5'Me), 5.09
(1H, H-1"), 2.36; 1.53 (2H, H2"), 1.26 (3H,
H-3"Me), 3.38 (3H, H-3"OMe), 2.83 (1H, H-4"),
3.71; 3.85 (2H, H-4"a), 1.91(2H, H-4"b), 3.53;
3.61 (2H, H-4"c), 7.76 (1H, H-4"d), 4.26 (1H,
H-5"), 1.33 (3H, H-5"Me); purity: 97.3 %
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'H NMR [6 / ppm]

4" _j (43)

L
120H
Hi

S

2.79 (1H, H-2), 1.19 (3H, H-2Me), 4.29 (1H,
H-3), 2.01 (1H, H-4), 1.07 (3H, H-4Me), 3.59
(1H, H-5), 1.30 (3H, H-6Me), 1.63; 1.43 (2H,
H-7), 2.03 (1H, H-8), 0.93 (3H, H-8Me), 2.32;
2.54 (2H, H-9), 2.37 (3H, H-9a), 2.87 (1H, H-10),
1.11 (3H, H-10Me), 3.61 (1H, H-11), 1.08 (3H,
H-12Me), 4.81 (1H, H-13), 1.86; 1.47 (2H,
H-14), 0.88 (3H, H-14Me), 7.97 (2H, H17,21),
7.90 (2H, H-18,20), 8.03 (1H, H-22), 8.09 (1H,
H-22a), 3.62; 3.86 (2H, H-24), 4.15 (1H, H-25),
2.00; 1.65 (2H, H-26), 1.91 (2H, H-27), 3.88;
3.75(2H, H-28), 4.53 (1H, H-1'), 3.14 (1H, H-2"),
2.55(1H, H-3"), 2.23 (6H, H-3'NMe2), 1.67; 1.14
(2H, H-4'), 3.69 (1H, H-5"), 1.19 (3H, H-5'Me),
4.95 (1H, H-1"), 2.36; 1.58 (2H, H-2"), 1.25 (3H,
H-3"Me), 3.28 (3H, H-3"OMe), 2.89 (1H, H-4"),
3.86; 3.74 (2H, H-4"a), 1.87 (2H, H-4"b), 3.41;
3.61 (2H, H-4"c), 7.53 (1H, H-4"d), 4.32 (1H,
H-5"), 1.31 (3H, H-5"Me); purity: 98.0 %

4" _k (44)

1084e
120H

128

2.77 (1H, H-2), 1.17 (3H, H-2Me), 4.22 (1H,
H-3), 2.01 (1H, H-4), 1.04 (3H, H-4 Me), 3.60
(1H, H-5), 1.32 (3H, H-6Me), 1.47; 1.63 (2H,
H-7), 2.06 (1H, H-8), 0.96 (3H, H-8Me), 2.47;
2.66 (2H, H-9), 2.38 (3H, H-9a), 2.99 (1H, H-10),
1.16 (3H, H-10Me), 3.69 (1H, H-11), 1.09 (3H,
H-12Me), 4.75 (1H, H-13), 1.84; 1.47 (2H,
H-14), 0.88 (3H, H-14Me), 7.91 (2H, H17,21),
7.96 (2H, H-18,20), 8.12 (1H, H-22), 8.11 (1H,
H-25), 7.39 (1H, H-26), 8.44 (1H, H27), 8.78
(1H, H 28), 4.56 (1H, H-1'), 3.20 (1H, H-2'), 2.77
(1H, H-3'), 2.35 (6H, H-3' NMe2), 1.78; 1.21 (2H,
H-4'), 3.75 (1H, H-5'), 1.21 (3H, H-5'Me), 4.94
(1H, H-1"), 2.38; 1.57 (2H, H2"), 1.24 (3H,
H-3"Me), 3.30 (3H, H-3"OMe), 2.88 (1H, H 4"),
3.85; 3.74 (2H, H-4"a), 1.87 (2H, H-4"b), 3.43;
3.60 (2H, H-4"c), 4.28 (1H, H-5"), 1.32 (3H,
H-5"Me); purity: 95.2 %

4"_| (45)

2.76 (1H, H-2), 1.17 (3H, H-2Me), 4.30 (1H,
H-3), 1.96 (1H, H-4), 1.04 (3H, H-4Me), 3.61
(1H, H-5), 1.28 (3H, H-6Me), 1.36; 1.63 (2H,
H-7), 1.97 (1H, H-8), 0.91 (3H, H-8Me), 2.16;
2.47 (2H, H-9), 2.29 (3H, H-9a), 2.76 (1H, H-10),
1.05 (3H, H-10Me), 3.57 (1H, H-11), 1.06 (3H,
H-12Me), 4.75 (1H, H-13), 1.83; 1.47 (2H,
H-14), 0.87 (3H, H-14Me), 7.90 (2H, H17,21),
7.93 (2H, H-18,20), 8.07 (1H, H-22), 7.22 (1H,
H-25), 6.85 (1H, H-26), 6.98 (1H, H29), 6.02
(2H, H-30), 4.51 (1H, H-1'), 3.06 (1H, H-2'), 2.36
(1H, H-3"), 2.12 (6H, H-3'NMe>), 1.58; 1.08 (2H,
H-4'), 3.66 (1H, H-5'"), 1.24 (3H, H-5'Me), 4.95
(1H, H-1"), 2.38; 1.57 (2H, H2"), 1.17 (3H,
H-3"Me), 3.24 (3H, H-3"OMe), 2.88 (1H, H-4"),
3.85; 3.74 (2H, H-4"a), 1.87(2H, H-4"b), 3.39;
3.62 (2H, H-4"c), 4.32 (1H, H-5"), 1.30 (3H,
H-5"Me); purity: 98.0 %
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2.74 (1H, H-2), 1.16 (3H, H-2Me), 4.30 (1H,
H-3), 1.95 (1H, H-4), 1.06 (3H, H-4 Me), 3.62
(1H, H-5), 1.31 (3H, H-6Me), 1.71; 1.49 (2H,
e H-7), 2.01 (1H, H-8), 0.95 (3H, H-8Me), 2.33;
N—T 2.52 (2H, H-9), 2.34 (3H, H-9a), 2.83 (1H, H-10),

1 won R 1.07 (3H, H-10Me), 3.59 (1H, H-11), 1.02 (3H,
L H-12Me), 4.75 (1H, H-13), 1.82; 1.46 (2H,
&
L= L

100

HO, 11 "
[+

tamaria 11N H-14), 0.87 (3H, H-14Me), 7.92 (2H, H17,21),
7.75 (2H, H-18,20), 8.14 (1H, H-22), 7.93 (2H,
H-25,29), 8.12 (2H, H-26,28), 3.00 (2H,
HoH s H-30,34), 1.63 (2H, H-31,33), 1.44 (1H, H-32),
T \@;ﬁ@" 4.55 (1H, H-1'), 3.13 (1H, H-2'), 2.46 (1H, H3'),
LI ./ ™ 2.14(6H, H-3'NMe), 1.64; 1.13 (2H, H-4'), 3.67
#® 40 (1H, H-5'), 1.24 (3H, H-5'Me), 4.93 (1H, H 1"),
2.34; 1.57 (2H, H-2"), 1.20 (3H, H-3"Me), 3.19
(3H, H-3"OMe), 2.90 (1H, H-4"), 3.89; 3.76 (2H,
H-4"a), 1.88 (2H, H-4"b), 3.36; 3.71 (2H, H-4"c),
7.67 (1H, H-4"d), 4.32 (1H, H5"), 1.31 (3H,

H-5"Me); purity: 97.5 %
2.70 (1H, H-2), 1.17 (3H, H-2Me), 4.27 (1H,
H-3), 1.95 (1H, H-4), 1.04 (3H, H-4Me), 3.59
(1H, H-5), 1.34 (3H, H-6Me), 1.72; 1.30 (2H,
o H-7), 2.05 (1H, H-8), 0.94 (3H, H-8Me), 2.65;
Ny 2.26 (2H, H-9), 2.48 (3H, H-9a), 2.85 (1H, H-10),
“eon 7 1.17 (3H, H-10Me), 3.60 (1H, H-11), 1.09(3H,
= ~ou A H-12Me), 4.72 (1H, H-13), 1.84; 1.46 (2H,

w92 110 gl | 4
1218 E: e JJ\zA _ H-14), 0.88 (3H, H-14Me), 7.88 (2H, H17,21),
T Sy e e I,y 7.79 (2H, H-18,20), 7.98 (1H, H-22), 3.91 (2H,
: H-24), 3.01 (2H, H-25), 7.37 (2H, H27,31), 7.34
(2H, H-28,30), 7.28 (1H, H-29), 4.53 (1H, H-1"),
2 3.14 (1H, H-2"), 2.50 (1H, H-3'), 2.62 (6H,
H-3'NMez), 1.67; 1.15 (2H, H-4'), 3.77 (1H,
H-5'), 1.23 (3H, H-5'Me), 4.95 (1H, H1"), 2.36;
1.53 (2H, H-2"), 1.26 (3H, H-3"Me), 3.38 (3H,
H-3"OMe), 2.83 (1H, H-4"), 3.71; 3.85 (2H,
H-4"a), 1.91 (2H, H-4"b), 3.56 (2H, H-4"c), 7.76
(1H, H-4"d), 4.26 (1H, H-5"), 1.33(3H, H-5"Me);
purity: 97.7 %

o (46)

4||_

4" 1 (47)

2.81 (1H, H-2), 1.20 (3H, H-2Me), 4.28 (1H,
H-3), 2.00 (1H, H-4), 1.07 (3H, H-4Me), 3.61
(1H, H-5), 1.30 (3H, H-6Me), 1.43; 1.67 (2H,
H-7), 2.01 (1H, H-8), 0.92 (3H, H-8Me), 2.25;
2.56 (2H, H-9), 2.38 (3H, H-9a), 3.00 (1H, H-10),
1.10 (3H, H-10Me), 3.56 (1H, H-11), 1.10 (3H,
H-12Me), 4.78 (1H, H-13), 1.84; 1.49 (2H,
H-14), 0.88 (3H, H-14Me), 7.88 (2H, H17,21),
7.86 (2H, H-18,20), 7.96 (1H, H-22), 3.71 (2H,
24), 2.01 (1H, H-25), 2.72 (1H, H-26),7.28 (2H,

* H-28,32), 7.31 (2H, H-29,31), 7.21 (1H, H-30),

@ 4,53 (1H, H-1"), 3.20 (1H, H-2'"), 2.77(1H, H-3'),
2.20 (6H, H-3'NMe2), 1.66; 1.13 (2H, H-4'), 3.75
(1H, H-5"), 1.19 (3H, H-5'Me), 4.92 (1H, H-1"),
2.37; 1.57 (2H,H-2"), 1.25 (3H, H-3" Me), 3.25
(3H,H-3"OMe), 2.89 (1H, H-4"), 3.85; 3.74 (2H,
H-4"a), 1.87 (2H, H-4"b), 3.39;3.62 (2H, H-4"c),
7.44 (1H, H-4"d),4.31 (1H, H-5"), 1.31 (3H,
H-5"Me); purity: 96.5 %

4"_9 (48)
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(52)

4" 4abaR4

.fH3

2.98 (1H, H-2), 0.95 (3H, H-2Me), 4.55 (1H
H-3), 1.37 (1H, H-4), 1.02 (3H, H-4Me), 4.75
(1H, H-5), 1.19 (3H, H-6Me), 2.98 (2H, H-7),
1.90 (1H, H-8), 0.87 (3H, H-8Me), 2.95 (2H,
H-9), 2.35 (3H, H-9aNMe), 3.46 (1H, H-10),
1.14 (3H, H-10Me), 4.07 (1H, H-11), 0.99 (3H,
H-12Me), 4.85 (1H, H-13), 1.51-2.27 (2H,
H-14), 1.26 (3H, H-14), 4.62 (1H, H-1'), 3.09
(1H, H-2'), 2.35 (1H, H-3"), 2.84 (6H, H-3'NMe;
), 2.12 (2H, H-4"), 3.51 (1H, H-5'), 1.10 (3H,
H-5'Me), 4.74 (1H, H-1"), 1.77-1.40 (2H, H-2"),
1.36 (3H, H-3""Me), 3.12 (3H, H-3"OMe), 3.43
(1H, H-4"), 4.07 (1H, H-5"), 1.14 (3H, H-5" Me),
3.69 (2H, H-4"a), 1.57 (2H, H-4"b), 2.98 (2H
H-4"c), 6.75 (1H, H-4"d), 7.89 (1H, H-17), 7.69
(1H, H-18), 7.96 (1H, H-20), 7.92 (1H, H-21),
10.82 (1H, H-22), 10.26 (1H, H-24), 8.30 (1H,
H-26), 8.10 (1H, H-29), 7.35 (1H, H-30), 7.15
(1H, H-31), 6.85 (1H, H-32); purity: 95.7 %

3-aminopropyl-AZl (54)

120H M‘ln !

“”HGY\1 oH B ]\
3 dMao 1 THke
- lo-r‘\-\.\_;_‘ -~

.|

l-'|l|| -'-' ‘"-=' VD Fhikda

FOH

o "'\-\. Ah

2.88 (1H, H-2), 1.24 (3H, H-2Me), 3.43 (1H,
H-3), 3,75 (1H, H-3a), 1.78; 1.86 (2H, H-3b),
2.72 (1H, H-3c), 2.07 (1H, H-4), 0.90 (3H,
H-4Me), 3.63 (1H, H-5), 1.19 (3H, H-6Me),
1.55; 1.30 (2H, H-7), 1.88 (1H, H-8), 0.85 (3H,
H-8Me), 2.21; 2.48 (2H, H-9), 3.05; 2.26 (2H,
H-9aN), 2.95 (1H, H-10), 1.02 (3H, H-10Me),
3.48 (1H, H-11), 1.05 (3H, H-12Me), 4.91 (1H,
H13),1.73; 1.52 (2H, H-14), 0.80 (3H, H-14Me),
4.40 (1H, H-1'), 3.32 (1H, H-2'), 2.70 (1H, H-3"),
2.23 (6H, H-3'NMe>), 1.83; 1.30 (2H, H-4'), 3.52
(1H, H-5"), 1.19 (3H, H-5'Me); purity: 95.5 %

3_a (55)

2.81 (1H, H-2), 1.28 (3H, H-2Me), 3.41 (1H
H-3), 2.14 (1H, H-4), 0.97 (3H, H-4Me), 3.63
(1H, H-5), 1.19 (3H, H-6Me), 1.54; 1.35 (2H,
H-7), 1.87 (1H, H-8), 0.90 (3H, H-8Me), 2.43;
2.16 (2H, H-9), 2.31 (3H, H-9a), 2.80 (1H, H-10),
1.05 (3H, H-10Me), 3.57 (1H, H-11), 1.03 (3H,
H-12Me), 4.77 (1H, H-13), 1.85; 1.51 (2H,
H-14), 0.87 (3H, H-14Me), 7.84 (2H, H-17,21),
7.84 (2H, H-18,20), 8.02 (1H, H-22), 4.48 (1H,
H-1'), 3.08 (1H, H-2"), 2.52 (1H, H-3'), 2.25 (6H,
H-3'NMe2), 1.67; 1.15 (2H, H-4'), 3.51 (1H,

-5'), 1.13 (3H, H-5'Me), 3.81 (2H, H-3a), 1.97
(2H, H-3b), 3.48 (2H, H-3c), 7.26 (1H,H-3d);
purity: 96.1 %
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2.81 (1H, H-2), 1.28 (3H, H-2Me), 3.42 (1H,
H-3), 2.14 (1H, H-4), 0.97 (3H, H-4Me), 3.63
(1H, H-5), 1.18 (3H, H-6Me), 1.53; 1.33 (2H,
H-7), 1.87 (1H, H-8), 0.90 (3H, H-8Me), 2.43;
2.16 (2H, H-9), 2.31 (3H, H-9a), 2.81 (1H, H-10),
1.06 (3H, H-10Me), 3.57 (1H, H-11), 1.03 (3H,
H-12Me), 4.77 (1H, H-13), 1.84; 1.50 (2H,
H-14), 0.87 (3H, H-14Me), 7.86 (2H, H-17,21),
7.92 (2H, H-18,20), 8.08 (1H, H-22), 9.50 (1H,
H-22b), 7.43 (2H, H-26,28) 7.64 (2H, H-25,29),
7.27 (1H, H-27) 4.48 (1H, H-1'), 3.09 (1H, H-2"),
2.52 (1H, H-3'), 2.26 (6H, H-3'NMe3), 1.66; 1.14
(2H, H-4'), 3.52 (1H, H-5'), 1.14 (3H, H-5'Me),
3.80 (2H, H-3a), 1.97 (2H, H-3b), 3.48 (2H,
H-3c), 7.27 (1H, H-3d); purity: 97.0 %

2.81 (1H, H-2), 1.28 (3H, H-2Me), 3.41 (1H,
H-3), 2.14 (1H, H-4), 0.97 (3H, H-4Me), 3.63
(1H, H-5), 1.19 (3H, H-6Me), 1.52; 1.33 (2H,
H-7), 1.87 (1H, H-8), 0.90 (3H, H-8Me), 2.43;
2.15 (2H, H-9), 2.31 (3H, H-9a), 2.81 (1H, H-10),
1.05 (3H, H-10Me), 3.56 (1H, H-11), 1.03 (3H,
H-12Me), 4.77 (1H, H-13), 1.84; 1.50 (2H,
H-14), 0.87 (3H, H-14Me), 7.85 (2H, H-17,21),
7.91 (2H, H-18,20), 8.06 (1H, H-22), 7.46 (2H,
H-25,29), 6.96 (1H, H-26,28), 3.83 (3H,
H-270Me), 4.48 (1H, H-1'), 3.07 (1H, H-2'),
2.51 (1H, H-3'), 2.26 (6H, H-3'NMe3), 1.67; 1.14
(2H, H-4"), 3.51 (1H, H-5"), 1.15 (3H, H-5'Me),
3.80 (2H, H-3a), 1.97 (2H, H-3b), 3.48 (2H,
H-3c), 7.24 (1H, H-3d); purity: 98.5 %
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2.81 (1H, H-2), 1.28 (3H, H-2Me), 3.41 (1H,
H-3), 2.14 (1H, H-4), 0.97 (3H, H-4Me), 3.63
(1H, H-5), 1.19 (3H, H-6Me), 1.53; 1.33 (2H,
H-7), 1.88 (1H, H-8), 0.89 (3H, H-8Me), 2.44;
2.16 (2H, H-9), 2.31 (3H, H-9a), 2.81 (1H, H-10),
1.06 (3H, H-10Me), 3.56 (1H, H-11), 1.02 (3H,
H-12Me), 4.77 (1H, H-13), 1.84; 1.50 (2H,
H-14), 0.87 (3H, H-14Me), 7.86 (2H, H-17,21),
7.92 (2H, H-18,20), 8.07 (1H, H-22), 7.61 (2H,
H-25,29), 7.16 (2H, H-26,28), 4.46 (1H, H-1'),
3.08 (1H, H-2'), 2.52 (1H, H-3'), 2.27 (6H,
H-3'NMez), 1.66; 1.14 (2H, H-4'), 3.51 (1H,
H-5'), 1.14 (3H, H-5'Me), 3.80 (2H, H-3a), 1.97
(2H, H-3b), 3.47 (2H, H-3c), 7.26 (1H, H-3d);
purity: 97.0 %
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2.81 (1H, H-2), 1.28 (3H, H-2Me), 3.41 (1H,
H-3), 2.13 (1H, H-4), 0.97 (3H, H-4Me), 3.64
(1H, H-5), 1.19 (3H, H-6Me), 1.52; 1.32 (2H,
H-7), 1.87 (1H, H-8), 0.90 (3H, H-8Me), 2.43;
2.18(2H, H-9), 2.31 (3H, H-9a), 2.80 (1H, H-10),
1.06 (3H, H-10Me), 3.56 (1H, H-11), 1.03 (3H,
H-12Me), 4.77 (1H, H-13), 1.87; 1.51 (2H,
H-14), 0.87 (3H, H-14Me), 7.87 (2H, H-17,21),
7.93 (2H, H-18,20), 8.09 (1H, H-22), 7.45 (1H,
H-25), 7.42 (1H, H-26), 7.02 (1H, H-27), 7.66
(1H, H-29), 4.48 (1H, H-1'), 3.09 (1H, H-2"), 2.52
(1H, H-3"), 2.27 (6H, H-3'NMez), 1.67; 1.15 (2H,
H-4'), 3.51 (1H, H-5"), 1.15 (3H, H-5'Me), 3.81
(2H, H-3a), 1.97 (2H, H-3b), 3.49 (2H, H-3c),
2 7.26 (1H,H-3d); purity: 96.8 %

3_e (59)

mu....._‘,:h__‘ 2.81 (1H, H-2), 1.28 (3H, H-2Me), 3.41 (1H,

aon 19| eon H-3), 2.15 (1H, H-4), 0.97 (3H, H-4Me), 3.64

B Pl A (1H, H-5), 1.18 (3H, H-6Me), 1.51; 1.32 (2H,
sae, 85 L3l e H-7), 1.90 (1H, H-8), 0.90 (3H, H-8Me), 2.42;
e,

14

g o 2.14 (2H, H-9), 2.30 (3H, H-9a), 2.81 (1H, H-10),
tabe g? 2 g FoH IV 1.05 (3H, H-10Me), 3.55 (1H, H-11), 1.02 (3H,
H-12Me), 4.76 (1H, H-13), 1.83; 1.51 (2H,
H-14), 0.87 (3H, H-14Me), 7.86 (2H, H-17,21),
7.94 (2H, H-18,20), 8.15 (1H, H 22), 7.98 (3H,
H-25, 26, 27), 7.58 (4H, H-29,30,31,32), 4.48
(1H, H-1'), 3.07 (1H, H-2"), 2.53 (1H, H-3"), 2.24
(6H, H 3'NMe3), 1.65; 1.15 (2H, H-4'), 3,49 (1H,
H-5'), 1.13 (3H, H-5'Me), 3.81 (2H, H-3a), 1.96
(2H, H-3b), 3.47 (2H, H-3c), 7.43 (2H,H-3d);
purity: 95.3 %

3.5(60)

2.78 (1H, H-2), 1.25 (3H, H-2Me), 3.39 (1H,
H-3), 2.10 (1H, H-4), 0.94 (3H, H-4Me), 3.59
(1H, H-5), 1.15 (3H, H-6Me), 1.51; 1.30 (2H,
H-7), 1.84 (1H, H-8), 0.86 (3H, H-8Me), 2.40;
2.12 (2H, H-9), 2.28 (3H, H-9a), 2.76 (1H, H-10),
1.02 (3H, H-10Me), 3.53 (1H, H-11), 1.00 (3H,
H-12Me), 4.75 (1H, H-13), 1.81; 1.47 (2H,
H-14), 0.83 (3H, H-14Me), 7.82 (2H, H17,21),
7.78 (2H, H-18,20), 7.96 (1H, H-22), 7.97 (1H,
H-22b), 3.63; 3.81 (2H, H-24), 4.13 (1H, H-25),
1.97; 1.63 (2H, H-26), 1.88 (2H, H-27), 3.85;
3.71(2H, H-28), 4.43 (1H, H-1'), 3.05 (1H, H-2'),
2.48 (1H, H-3"),2.22 (6H, H 3'NMe>), 1.62; 1.11
(2H, H-4'), 3.47 (1H, H-5'), 1.09 (3H, H-5'Me),
3.77 (2H, H-3a), 1.94 (2H, H-3b), 3.44 (2H,
H-3c), 7.29 (2H, H-3d); purity: 95.7 %

(61)
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(62)

3.10

2.77 (1H, H-2), 1.25 (3H, H-2Me), 3.41 (1H,
H-3), 2.13 (1H, H-4), 0.95 (3H, H-4Me), 3.63
(1H, H-5), 1.18 (3H, H-6Me), 1.53; 1.34 (2H,
H-7), 1.84 (1H, H-8), 0.89 (3H, H-8Me), 2.42;
2.16 (2H, H-9), 2.31 (3H, H-9a), 2.80 (1H, H-10),
1.05 (3H, H-10Me), 3.56 (1H, H-11), 0.99 (3H,
H-12Me), 4.81 (1H, H-13), 1.82; 1.47 (2H,
H-14), 0.86 (3H, H-14Me), 7.87 (2H, H17,21),
7.94 (2H, H-18,20), 8.11 (1H, H-22), 7.95 (2H,
H-25,29), 8.13 (2H, H-26,28), 3.01 (2H,
H-30,34), 1.60 (2H, H-31,33), 1.42 (1H, H-32),
4.42 (1H, H-1'), 3.08 (1H, H-2"), 2.47 (1H, H3"),
2.25 (6H, H-3'NMe), 1.63; 1.14 (2H, H-4'), 3.47
(1H, H-5'), 1.14 (3H, H-5'Me), 3.81 (2H, H-3a),
1.98 (2H, H-3b), 3.50 (2H, H-3c); purity: 96.4 %

3.1(63)

2.83 (1H, H-2), 1.30 (3H, H-2Me), 3.46 (1H,
H-3), 2.10 (1H, H-4), 0.94 (3H, H-4Me), 3.64
(1H, H-5), 1.23 (3H, H-6Me), 1.57; 1.38 (2H,
H-7), 1.94 (1H, H-8), 0.91 (3H, H-8Me), 2.50;
2.17 (2H, H-9), 2.43 (3H, H-9a), 2.85 (1H, H-10),
1.08 (3H, H-10Me), 3.56 (1H, H-11), 1.05 (3H,
H-12Me), 4.79 (1H, H-13), 1.85; 1.52 (2H,
H-14), 0.89 (3H, H-14Me), 7.85 (2H, H17,21),
7.77 (2H, H-18,20), 7.96 (1H, H-22), 3.91 (2H,
H-24), 3.01 (2H, H-25), 7.37 (2H, H27,31), 7.34
(2H, H-28,30), 7.28 (1H, H-29), 4.48 (1H, H 1),
3.17 (1H, H-2'), 2.76 (1H, H-3'), 2.39 (6H,
H-3'NMez), 1.78; 1.26 (2H, H-4'), 3.57 (1H,
H-5'), 1.18 (3H, H-5'Me), 3.80 (2H, H3a), 1.98
(2H, H-3b), 3.48 (2H, H 3c), 7.43 (2H, H-3d);
purity: 95.5 %

3.9 (64)

&4
2'0H

FNMe

g

28

2.77 (1H, H-2), 1.25 (3H, H-2Me), 3.38 (1H,
H-3), 2.11 (1H, H-4), 0.94 (3H, H-4Me), 3.59
(1H, H-5), 1.15 (3H, H-6Me), 1.50; 1.30 (2H,
H-7), 1.84 (1H, H-8), 0.87 (3H, H-8Me), 2.40;
2.12 (2H, H-9), 2.27 (3H, H-9a), 2.77 (1H, H-10),
1.02 (3H, H-10Me), 3.53 (1H, H-11), 0.99 (3H,
H-12Me), 2.91 (1H, H-120), 4.74 (1H, H-13),
1.81; 1.47 (2H, H-14), 0.83 (3H, H-14Me), 7.81
(1H, H-17; H-21), 7.81 (1H, H-18; H-20), 7.93
(1H, H-22), 7.92 (1H, H-4" 22b), 3.66 (2H,
H-24), 1.98 (2H, H-25), 1.97; 2.68 (2H, H-26),
7.25 (1H, H-28; H-32), 7.28 (1H, H-29; H-31),
4.44 (1H, H-1'), 3.05 (1H, H-2'), 2.47 (1H, H-3"),
2.22 (6H, H-3'NMe3), 1.63; 1.11 (2H, H-4'), 3.47
(1H, H-5"), 1.10 (3H, H-5'Me), 3.77 (2H, H-3a),
1.94 (2H, H-3b), 3.44 (2H, H-3c), 7.24 (1H,
H-3d); purity: 95.6 %
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3_6(65)

2.83 (1H, H-2), 1.30 (3H, H-2Me), 3.46 (1H,
H-3), 2.10 (1H, H-4), 0.94 (3H, H-4Me), 3.64
(1H, H-5), 1.23 (3H, H-6Me), 1.57; 1.38 (2H,
H-7), 1.94 (1H, H-8), 0.91 (3H, H-8Me), 2.50;
2.17 (2H, H-9), 2.30 (3H, H-9a), 2.80 (1H, H-10),
1.05 (3H, H-10Me), 3.56 (1H, H-11), 1.05 (3H,
H-12Me), 4.79 (1H, H-13), 1.85; 1.52 (2H,
H-14), 0.89 (3H, H-14Me), 7.85 (2H, H17,21),
7.77 (2H, H-18,20), 7.96 (1H, H-22), 4.93 (2H,
H-24), 3.01 (2H, H-25), 7.37 (2H, H27,31), 7.34
(2H, H-28,30), 7.28 (1H, H-29), 4.48 (1H, H 1),
3.17 (1H, H-2'), 2.51 (1H, H-3'), 2.24 (6H,
H-3'NMez), 1.66; 1.14 (2H, H-4'), 3.57 (1H,
H-5'), 1.18 (3H, H-5'Me), 3.80 (2H, H3a), 1.98
(2H, H-3b), 3.48 (2H, H 3c), 7.43 (2H, H-3d);
purity: 95.9 %

3.8 (66)

ZMe

2.77 (1H, H-2), 1.24 (3H, H-2Me), 3.39 (1H,
H-3), 2.07 (1H, H-4), 0.92 (3H, H-4Me), 3.59
(1H, H-5), 1.16 (3H, H-6Me), 1.53; 1.29 (2H,
H-7), 1.84 (1H, H-8), 0.85 (3H, H-8Me), 2.40;
2.12 (2H, H-9), 2.26 (3H, H-9a), 2.76 (1H, H-10),
1.01 (3H, H-10Me), 3.51 (1H, H-11), 0.99 (3H,
H-12.Me), 4.79 (1H, H-13), 1.82; 1.46 (2H,
H-14), 0.81 (3H, H-14Me), 7.83 (1H, H-17; H-
21), 7.90 (1H, H-18; H-20), 8.08 (1H, H-22),
7.69 (1H, H-25; H-29), 7.30 (1H, H-26; H-28),
4.42 (1H, H-1'), 3.09 (1H, H-2'), 2.52 (1H, H-3"),
2.22 (6H, H-3'NMe3), 1.62; 1.12 (2H, H-4'), 3.46
(1H, H-5"), 1.08 (3H, H-5'Me), 3.76 (2H, H-3a),
1.94 (2H, H-3b), 3.44 (2H, H-3c), 7.57 (1H,
H-3d); purity: 95.1 %

(67)

312

2.77 (1H, H-2), 1.25 (3H, H-2Me), 3.38 (1H,
H-3), 2.11 (1H, H-4), 0.94 (3H, H-4Me), 3.59
(1H, H-5), 1.19 (3H, H-6Me), 1.54; 1.33 (2H,
H-7), 1.84 (1H, H-8), 0.87 (3H, H-8Me), 2.44;
2.16 (2H, H-9), 2.31 (3H, H-9a), 2.80 (1H, H-10),
1.05 (3H, H-10Me), 3.57 (1H, H-11), 0.99 (3H,
H-12Me), 4.74 (1H, H-13), 1.82; 1.47 (2H,
H-14), 0.87 (3H, H-14Me), 7.86 (2H, H17,21),
7.90 (2H, H-18,20), 8.07 (1H, H-22), 7.22 (1H,
H-25), 6.85 (1H, H-28), 6.98 (1H, H29), 6.02
(2H, H-30), 4.44 (1H, H-1'), 3.08 (1H, H-2'), 2.47
(1H, H-3"), 2.25 (6H, H-3'NMez), 1.63; 1.14 (2H,
H-4'), 3.47 (1H, H-5"), 1.13 (3H, H-5'Me), 3.80
(2H, H-3a), 1.94 (2H, H-3b), 3.47 (2H, H-3c),
7.24 (2H, H-3d); purity: 96.3 %
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3.7 (68)
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13 ama, '5'“’ _hitda
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d x

2 DI JN“E

2.77 (1H, H-2), 1.25 (3H, H-2Me), 3.41 (1H,
H-3), 2.13 (1H, H-4), 0.98 (3H, H-4Me), 3.63
(1H, H-5), 1.18 (3H, H-6Me), 1.53; 1.34 (2H,
H-7), 1.84 (1H, H-8), 0.90 (3H, H-8Me),
2.42;2.16 (2H, H-9), 2.31 (3H, H-9a), 2.80 (1H,
H-10), 1.05 (3H, H-10Me), 3.56 (1H, H-11), 0.99
(3H, H-12Me), 4.79 (1H, H-13), 1.82; 1.47 (2H,
H-14), 0.86 (3H, H-14Me), 7.90 (2H, H17,21),
8.05 (2H, H-18,20), 8.11 (1H, H-22), 12.29 (1H,
H-23a), 8.98 (1H, H-25), 7.70 (1H, H26), 3.93
(3H, H-29), 4.44 (1H, H-1'), 3.08 (1H, H-2"), 2.47
(1H, H-3"), 2.25 (6H, H-3'NMez), 1.63; 1.14 (2H,
H-4'), 3.47 (1H, H-5"), 1.14 (3H, H-5'Me), 3.81
(2H, H-3a), 1.98 (2H, H-3b), 3.50 (2H, H-3c),
7.24 (2H, H-3d); purity: 96.8 %
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