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Effect on viability of fibroblast cells

Overall comparison of all tested compounds:
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Time-Kill experiments (compounds 1A, 1H, 4E, 6l, and 8)
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HPLC and MS
1A

Analyt. HPLC: Buffer A = 5% MeCN + 95% H,0 + 0.1% TFA. Buffer B = 95% MeCN + 5% H,0 +
0.1% TFA. Gradient: 0-60% B during 15 min. tg =9.96 min. Purity: 99.6%.
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MS: Calculated for CyogH149FsN>1018S3; m/z: [M+2H]%* 1119.52392, found 1118.06271

Intens. acg26955_LC 1.1 _RA2_01_12743.d: +MS, 1.20-1.24min #31-32
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1B

Analyt. HPLC: Buffer A = 5% MeCN + 95% H,0 + 0.1% TFA. Buffer B = 95% MeCN + 5% H,0 +
0.1% TFA. Gradient: 0-60% B during 15 min. tg =9.91 min. Purity: 97.0%.
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MS: Calculated for Cy35Hy53FsN51015S3; m/z: [M+2H]2+ 1140.054739, found 1139.08518
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1C

Analyt. HPLC: Buffer A =5% MeCN + 95% H,0 + 0.1% TFA. Buffer B = 95% MeCN + 5% H,0 +
0.1% TFA. Gradient: 0-60% B during 15 min. tg = 10.10 min. Purity: >99.9%.

AL
PDA Multi 1 220n n*||.4r'|m_1ﬂcI
| 5o B.Cond-
1500 R
o i
1000+ r
1 s T ~THa0
500 __ = = L os
I i
L r
0+ —0
T I T | T T | T
7 8 L 10 11 12 13
mir

MS: Calculated for Cy14H150FgN>1018S3; m/z: [M+2H]%* 1161.57087, found 1160.09973

Intens. acq26957_LC 1.3_RA4_01_12745.d: +MS, 2.58min #67
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1D

Analyt. HPLC: Buffer A = 5% MeCN + 95% H,0 + 0.1% TFA. Buffer B = 95% MeCN + 5% H,0 +
0.1% TFA. Gradient: 0-60% B during 15 min. tg = 9.70min. Purity: 95.1%.
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MS: Calculated for C142H193FgN3,050S4; m/z: [M+3H]3+ 985.14890, found 985.14997

Intens?. acq2B858_LC 1.4_RAS_01_12746.d: +MS, 2.58min 467
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1E

Analyt. HPLC: Buffer A =5% MeCN + 95% H,0 + 0.1% TFA. Buffer B = 95% MeCN + 5% H,0 +
0.1% TFA. Gradient: 0-60% B during 15 min. tg = 10.25 min. Purity: 99.7%.

Zoomed Chromatogram ::
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MS: Calculated for C74H100F4N1401252,' m/Z: [M+2H]2+ 75935841, found 758.37461

Intens. acq26960_LC 1.7_RA7_01_12748.d: +MS, 2.66min #69
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1H

Analyt. HPLC: Buffer A = 5% MeCN + 95% H,0 + 0.1% TFA. Buffer B = 95% MeCN + 5% H,0 +
0.1% TFA. Gradient: 0-60% B during 15 min. tg =9.73 min. Purity: 94.8%.
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MS: Calculated for Cy33H156FsN240,1S3; m/z: [M+2H]2* 1187.05612, found 1185.57995

Intens. acq26959_LC 1.6_RAG_01_12747.d: +MS, 2,66min #63
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2D-cl

Analyt. HPLC: Buffer A =5% MeCN + 95% H,0 + 0.1% TFA. Buffer B = 95% MeCN + 5% H,0 +
0.1% TFA. Gradient: 0-60% B during 15 min. tg =9.08 min. Purity: >99.9%.
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MS: Calculated for C112H150FN22015854; m/Z: [M+2H]2+ 1168.02323, found 1167.03972

Intens. 2cq26961_LC 3.4-1_RAE_01_12749.d: +MS, 2.50min #65
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2D-c2

Analyt. HPLC: Buffer A = 5% MeCN + 95% H,0 + 0.1% TFA. Buffer B = 95% MeCN + 5% H,0 +
0.1% TFA. Gradient: 0-60% B during 15 min. tg = 9.38 min. Purity: 95.3%.
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MS: Calculated for C112H150FN22015854; m/z: [M+2H]2+ 1168.02323, found 1167.03821

Intens.
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3D-cl

Analyt. HPLC: Buffer A = 5% MeCN + 95% H,0 + 0.1% TFA. Buffer B = 95% MeCN + 5% H,0 +
0.1% TFA. Gradient: 0-60% B during 15 min. tg =9.02 min. Purity: 96.5%.
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MS: Calculated for CgyH110F4N16014S4; m/z: [M+2H]?* 874.36760, found 873.38304
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3D-c2

Analyt. HPLC: Buffer A =5% MeCN + 95% H,0 + 0.1% TFA. Buffer B = 95% MeCN + 5% H,0 +
0.1% TFA. Gradient: 0-60% B during 15 min. tg = 9.48 min. Purity: 96.4%.
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MS: Calculated for CgoH110FaN16014S4; m/z: [M+2H]2* 874.36760, found 873.38251

Intens. acq26964_LCS.4-2_RB3_01_12752.d: +MS, 2.62min #68
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4E

Analyt. HPLC: Buffer A = 5% MeCN + 95% H,0 + 0.1% TFA. Buffer B = 95% MeCN + 5% H,0 +
0.1% TFA. Gradient: 0-60% B during 15 min. tg = 9.80 min. Purity: 99.1%.
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MS: Calculated for CggH125F4N15013S,; m/z: [M+2H]?* 878.44809, found 877.95667

Intens. acq26965_LC8.7_RB4_01_12753.d: +MS, 2.70min #70
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4F

Analyt. HPLC: Buffer A =5% MeCN + 95% H,0 + 0.1% TFA. Buffer B = 95% MeCN + 5% H,0 +
0.1% TFA. Gradient: 0-60% B during 15 min. tg = 9.50 min. Purity: 99.5%.

mAaL
750 PDA Multi 1 22t'.inrr1.4r'm"|_1mI
,.,_g? B.Cong:
&
- o 75
5004 [
‘ e s
250 S a1
i | =1
N I
B
] Lci‘kﬁ
ﬂ_.. I T e —-’i_'ﬂ'—-— S—
. e P ——— ,
7 8 ) 10 11 12 13
min

MS: Calculated for CggHypoFaN15013S,; m/z: [M+2H]2* 878.44809, found 877.95547

Intens_f; acq26966_LC8.8_RA5_01_12754.d; +MS, 2.73min 71
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4G

Analyt. HPLC: Buffer A =5% MeCN + 95% H,0 + 0.1% TFA. Buffer B = 95% MeCN + 5% H,0 +
0.1% TFA. Gradient: 0-60% B during 15 min. tg = 9.82 min. Purity: >99.9%.
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MS: Calculated for CaeH122F4N18013S5; m/z: [l\/H‘ZH]Z+ 878.44809, found 877.95491

Intens_-f; acq26967_LC 8.9_RB&_01_12755.d: +MS, 3,11min #81
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51

Analyt. HPLC: Buffer A =5% MeCN + 95% H,0 + 0.1% TFA. Buffer B = 95% MeCN + 5% H,0 +
0.1% TFA. Gradient: 0-60% B during 15 min. tg = 8.72 min. Purity: 97.3%.

Zoomed Chromatogram ::
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HR-MS: Calculated for Cy9oH155N>1012; m/z: [M+2H]%* 934.61698, found 934.63805

Intensé acq26968_CEP 238_RB7_O1_12756.d: +MS, 1.82-1.86min #47-48
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5]

Analyt. HPLC: Buffer A =5% MeCN + 95% H,0 + 0.1% TFA. Buffer B = 95% MeCN + 5% H,0 +
0.1% TFA. Gradient: 0-60% B during 15 min. tg = 8.70 min. Purity: 90.2%.

Zoomed Chromatogram ::
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HR-MS: Calculated for Cy,H155N,1015; m/z: [M+2H]2+ 933.60933, found 933.60916

Intens.
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5K

Analyt. HPLC: Buffer A =5% MeCN + 95% H,0 + 0.1% TFA. Buffer B = 95% MeCN + 5% H,0 +
0.1% TFA. Gradient: 0-60% B during 15 min. tg = 8.40 min. Purity: 99.0%.

maAalLl
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HR-MS: Calculated for C9yH156N22012; m/z: [M+2H]?* 942.12261, found 942.12265
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6l

Analyt. HPLC: Buffer A =5% MeCN + 95% H,0 + 0.1% TFA. Buffer B = 95% MeCN + 5% H,0 +
0.1% TFA. Gradient: 0-60% B during 15 min. tg = 9.38 min. Purity: 99.4%.

Zoomed Chromatogram ::
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HR-MS: Calculated for Cy9oH149FsN21012; m/z: [M+2H]2* 988.58871, found 988.58984

Intens.

el acq26971_CEP 871_RC2_01_12759.d: +MS, 2.96-3.00min #77-78
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6J

Analyt. HPLC: Buffer A =5% MeCN + 95% H,0 + 0.1% TFA. Buffer B = 95% MeCN + 5% H,0 +
0.1% TFA. Gradient: 0-60% B during 15 min. tg = 9.37 min. Purity: 99.6%.

Zoomed Chromatogram ::
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HR-MS: Calculated for CygyH147FgN21012; m/z: [M+2H]2* 987.58089, found 987.58163
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Analyt. HPLC: Buffer A =5% MeCN + 95% H,0 + 0.1% TFA. Buffer B = 95% MeCN + 5% H,0 +
0.1% TFA. Gradient: 0-60% B during 15 min. tg =9.11 min. Purity: 99.7%.
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HR-MS: Calculated for Cy9oH147FgN21012; m/z: [M+2H]?* 996.09434, found 996.10006
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