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FEaGER 200 FPeak Integration Report

Instrument name : Instrument #1 Bline drift (#fV):-4.7
Company Name : U of Florida Operator Ident. : KOU
Analysed : 01-11-12 08:53:19 Printed : 01-11-2012 09:03:21
Sample Ident. : 20 MaaaéesterHCL Filename T 266420
Sample Weight : 2.168 Calc.method: using °K. Factors’
No. Type Start End Ret Time Height Area Area % Name
(#) (#) (sec) (sec) (sSec) (AV) ( fVvxSec) (%)
1 FU 65 102 82 309z2.2 42236 6.08 Nitrogen
2 FU 102 268 114 33619.0 492721 70 .94 Carbon
3 RS 268 598 285 4358 .5 159626 22.98 Hydrogen

694583 100.00

EaGER 200 Unk Repor it

Instrument name : Instrument #1 Bline drift (#fv):—-4.7
Company Name : U of Florida Operator Ident. : KOU
Analysed : 01-11-12 08:53:19 Printed : 01-11-2012 09:03:21
Sample Ident. @ 20 MaaaéesterHCI Filename 1 266420
Sample Weight 2 2.168 Calc.method: using °’K. Factors’
Pk. Ret Time Area Element % Area Ratio Name
(#) (sec) ( fVxSec) (%)
1 82 42236 8.828 .116658E+02 Nitrogen
2 114 492721 37 .745 .100000E+01 Carbon
3 285 159626 4 .569 .308673E+01 Hydrogen
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EoaGER 200 Peak I[Integration Repor it
Instrument name : Instrument #1 Bline drift (#fv): .9
Company Name : U of Florida Operator Ident. : KOU
Analysed 2 02-14-12 08:47:21 Printed : 02-14-2012 08:57:24
Sample Ident. 20 maaabethyl Filename 1 267120
sample Weight i 2.172 Calc.method: using ’K. Factors?
No. Type Start End Ret Time Height Area Area % Name
(#) (#) (Sec) (sec) (sec) (V) ( fV%Sec) (%)
e FU 67 103 84 2962 .1 40633 5.34 Nitrogen
2 FU 103 272 115 36689 .9 538909 70.78 Carbon
23 RS 272 597 293 47117 181833 23 .88 Hydrogen
761375 100 .00
EaydEER 200 WUnk Repor i

Bline drift (#V): .9
Kou

Instrument name Instrument #1

Company Name U of Florida Operator Ident. :
Analysed 02-14-12 08:47:21 Printed : 02-14-2012 08:57:24
Sample Ident. 20 maaaéethyl Filename 1 267120
Sample Weight 2472 Calc.method: using ’K. Factors?®
Pk. Ret Time Area Element % Area Ratio Name
(#) (sec) ( fvxSec) %D
1 84 40633 8.454 .132628E+02 Nitrogen
2 115 538909 40,999 .100000E+01 Carbon
3 293 181833 5 .372 .296375E+01 Hydrogen
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1 Fu £ LO5 36 2391 .2 34425 3.82 Nitrogen
2 i 105 277 117 44233.0 696815 77 .23 Carbon
3 SR 277 597 296 4385 .9 171012 18.95 Hydrogen
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Instrument name : Instrument #1 Bline drift (fv): 6.8
Company Name : U of Florida Opevrator Ident. : KOU
Analysed I 04-25-12 08:12:19 Printed 1 04-25-2012 08:22:22
Sample Ident. 1 23 1985-01 Filename I 269423
Sample Weight :2.111 Calc.method: using ’K. Factors’
Pk. Ret Time Area Element % Avrea Ratio Name
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Table S1. Molecular descriptor values of the BMLR-QSAR model for the antifungal

active macrocyclic peptidomimetics.

Entry Compd. Descriptors™
D, D, D;

1 4a 0.0043 -1153.12 19.5355
2 4b 0.0046 -1209.1 19.4839
3 4c 0.00623 -1264.3 19.5096
4 4d 0.00455 -1460.3 19.5223
5 4e 0.00944 -1268.36 19.5329
6 4f 0.0091 -1300.97 19.4882
7 4g 0.00238 -1221.38 19.468
8 4h 0.00213 -1061.68 19.4667
9 4i 0.00559 -1047.9 19.4659
10 4j 0.00159 -1017.77 19.4645
11 4k 0.00755 -934.668 19.5165
12 41 0.00235 -1179.24 19.4717
13 5 0.01884 -1221.8 19.5034
14 6 0.02522 -1232.66 19.5044
15 7 0.01537 -900.929 19.472

*D; = FHDCA Fractional HDCA (HDCA/TMSA) (MOPAC PC), D, = WNSA-2
Weighted PNSA (PNSA2*TMSA/1000) (MOPAC PC), D; = Max. total interaction for
bond C-C.
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Figure S1. (A) Constraint distances, and (B) constraint angle of the generated 3D-
pharmacophore for the antifungal bio-active compounds 4a-41, and 5-7 against C.
albicans which contains two hydrogen bonding acceptor (HBA-1, HBA-2, green), and
one hydrogen bonding donor (HBD, purple).
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Compound 7 |

Figure S2. 3D-pharmacophore mapped on the antifungal macrocyclic peptidomimetics

4a-41, and 5-7.
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Figure S3. Dose-response curves of the macrocyclic peptidomimetics 4a-1, and 5-7

against HepG2 (liver) human tumor cell line.
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Figure S4. Dose-response curves of the macrocyclic peptidomimetics 4a-1, and 5-7

against HeLa (cervical) human tumor cell line.
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Figure S5. Dose-response curves of the macrocyclic peptidomimetics 4a-1, and 5-7

against HCT116 (colon) human tumor cell line.
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Figure S6. Dose-response curves of the macrocyclic peptidomimetics 4a-1, and 5-7

against PC3 (prostate) human tumor cell line.
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Figure S7. Dose-response curves of the macrocyclic peptidomimetics 4a-1, and 5-7

against MCF7 (breast) human tumor cell line.
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