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Figure S1. Structure of phenols.



SpectraS1: IR, 'H, 3C NMR, and MS of compounds 3-9

IR spectrum of compound 3
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13C NMR (100 MHz, CDCl:) spectrum of compound 3
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IR spectrum of compound 4
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'"H NMR (400 MHz, CDCl3) spectrum of compound 4
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13C NMR (100 MHz, CDCl:) spectrum of compound 4
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IR spectrum of compound 5
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13C NMR (100 MHz, CDCl:) spectrum of compound 5
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IR spectrum of compound 6
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13C NMR (100 MHz, CDCls) spectrum of compound 6
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IR spectrum of compound 7
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13C NMR (100 MHz, CDCls) spectrum of compound 7

it 28 3 & =
| I | ||
|
|
h
I I
T T T T T T T T T T T T T T T
150 140 130 1z0 110 100 50 g0 70 &0 50 40 30 20 o
Mass of compound 7
TOF MS ES+
it 1.06e3 285.4440
0\*07
222.3253
O T e T T e e MYZ

T |
180 190 200 210 220 230 240 250 260 270 280 290



IR spectrum of compound 8
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13C NMR (100 MHz, CDCls) spectrum of compound 8
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IR spectrum of compound 9
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13C NMR (100 MHz, CDCl:) spectrum of compound 9
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Tables

Table S1. Descriptors linked to the inhibition of C. glabrata obtained by multivariate analysis

MIC MIC
Comp Ché‘:ge Ché‘:ge Ché‘;ge C. I;rlabrata C. I,;labrata Res
Obs Calc
2 -0.217  -0.335 0.112 4.183 4.395 -0.212
3 -0.31 -0.297 0.088 4.183 4.102 0.081
4 -0.224  -0.101 0.010 4.204 4.166 0.038
5 0.325 -0.300 0.090 5.108 5.243 -0.135
6 0.332 -0.377 0.142 5.721 5.556 0.165
7 -0.314  -0.011 0.000 4.249 4.282 -0.033
8 -0.242  -0.226 0.051 4.249 4.081 0.169
9 -0.102  -0.224 0.050 4.255 4.328 -0.074

Table S2. Proposed derivatives from compound 6 to improve the inhibitory activity of C. glabrata

R

HOOH
OH ‘

MIC

R Charee Charge Charge oy,
Calc
H 0.332 -0.377 0.142 5.556
F 0.273 0.278 0.077 7.571
Cl 0.318 -0.172 0.03 5.055
Br 0.32 -0.255 0.065 5.126
NO: 0.345 -0.072 0.005 5.247
CHO 0.363 -0.271 0.073 5.235
COMe 0.367 -0.267 0.071 5.234
CO:H  0.365 -0.285 0.081 5.273
Me 0.329 -0.15 0.023 5.085
Et 0.319 -0.154 0.024 5.064
NH: 0.31 0.005 0 5.464
NMe:  0.307 0.012 0 5.492

NHAc¢  0.307 -0.012 0 5.385




Table S3. Descriptors linked to the inhibition of C. lusitaniae obtained by QSAR analysis

pMIC pMIC
Comp. Lumo: Charge Charge ., G miae C. lusitanizde Res
Ci Ci
Obs Calc
2 125x10° 0328  0.108 5.699 5.705 -0.006
3 23810° 0292 0.085 5.699 5.728 -0.029
4 296x10° -0.068  0.005 5.745 5.772 -0.028
5 1.82x10°  0.009  0.000 5721 5.682 0.039
6  1.11x10* 0342  0.117 6.018 5.993 0.025
7 130x10° -0259  0.067 6.056 6.016 0.039
8  645x10° -0233  0.054 6.060 6.095 -0.035
9  335x10° -0259  0.067 6.060 6.067 -0.007

Table S4. Proposed derivatives from compound 7 to improve the inhibitory activity of C. lusitaniae

HO
R

pMIC
R LUMO* (i C®>  C. lusitaniae

Calc
H 0 -0.259 0.067 6.31

F 0 -0.25 0.063 5.97
Cl 0 -0.25 0.063 7.35
Br 0 -0.251 0.063 7.45
NO: 0.009 -0.257 0.066 231
CHO 0.004 -0.261 0.068 116
COMe 0.004 -0.256 0.066 114
CO:H 0.003 -0.26  0.068 88.5
Me 0 -0.252  0.064 7.94
OH 0 -0.252  0.064 6.12
NH: 0 -0.254 0.065 6.40
NMe: 0 -0.252  0.064 6.93

NHAc  0.067 -0.249 0.062 1678




Table S5. Descriptors linked to the inhibition of C. guillermondii obtained by multivariate analysis

Charge Charge l?MIC . PMIC .
Comp L-H ) C. guillermondii  C. guillermondii  Res
Cs, C2
Obs Calc
2 0.212  0.005 0.108 5.699 5.734 -0.035
3 0.200  0.003 0.085 5.699 5.684 0.015
4 0.230  0.000 0.005 5.155 5.154 0.001
5 0.213  0.003 0.000 5.409 5.406 0.003
6 0.220  0.005 0.117 5.721 5.691 0.030
7 0.218  0.002 0.067 5.456 5.466 -0.010
8 0.216  0.002 0.054 5.456 5451 0.004
9 0.218  0.002 0.067 5.456 5.464 -0.008

Table S6. proposed derivatives from compound 6 to improve the inhibitory activity of C. guillermondii

HOOH
LT

R

Charge Charge PMIC .

R L-H Cr C? C. guillermondii
Calc
H 0.221 -0.276 0.016 -7.302
F 022 0.365 0.016 21.698
Cl 022 0.029 0.017 6.503
Br 0.213  0.026 0.017 6.417
NO: 0.156 0.138 0.022 11.915
CN  0.221 -0.059 0.017 2.506
CHO 0.2 -0.104 0.017 0.638
COMe 0.198 -0.099 0.017 0.876
CO:H 0.199 -0.087 0.016 1.413
Me 022 -0.057 0.016 2.608
OH 0218 0.267 0.016 17.285
OMe 0.217 0.272 0.016 17.514
NH: 0204 0.114 0.016 10.47
NMe: 0.199 0.136 0.016 11.502

NHAc¢ 0.221 0.162 0.017 12.505




Table S7. Descriptors linked to the inhibition of C. albicans obtained by QSAR analysis

pMIC pMIC
Comp WI* MTI  MTI*  C albicans C. albicans Res
Obs Calc
2 321489 4400 19360000 5.398 5.397 0.001
3 334084 4464 19927296 5.398 5.440 -0.042
4 425104 5226 27311076 5.409 5.497 -0.088
5 438244 5112 26132544 5.721 5.667 0.055
6 438244 4960 24601600 5.721 5.777 -0.056
7 1192464 8722 76073284 6.056 6.005 0.050
8 462400 5412 29289744 5.770 5.583 0.187
9 891136 7596 57699216 5.745 5.851 -0.106

Tabla S8. Proposed derivatives from compound 7 to improve the inhibitory activity of C. albicans

HO

R I

pMIC
R WI? MTI MTI? C. albicans
Calc
Me 1456849 9624 92621376 6.149
Et 1784896 10656 113550336 6.106
iProp 2152089 11704 136983616 5.993
tBut 2560000 12768 163021824 5.807
OH 1456849 9412 88585744 6.548
OMe 1784896 10440 108993600 6.57
OEt 2220100 11666 136095556 6.513
O-iProp 2709316 12908 166616464 6.362
O-But 3254416 14166 200675556 6.111
OCF3 3254416 12735 162180225 10.264
OAc 2709316 12594 158608836 7.216
OMOM 2788900 12782 163379524 7.208
OBz 6310144 19784 391406656 3.879




