SUPPLEMENTARY MATERIAL

A new isoflavone from the roots of Ficus auriculata

Cui-Cui Qi**, Yan-Hui Fu®!, Wen-Hao Chen? Guang-Ying Chen?® Chun-Yan Dai®, Xiao-Ping Song™*,
Chang-Ri Han®"*

% Key Laboratory of Tropical Medicinal Plant Chemistry of Ministry of Education, Hainan Normal
University, Haikou 571158, P. R. China

Y Hainan Institute of Science and Technology, Haikou 571126, P. R. China

*Corresponding author.

Tel.: +86-86-898-65889422; Fax: +86-898-65889422

E-mail: hchrl16@hainnu.edu.cn; sxp628@126.com.

Cui-Cui Qi and Yan-Hui Fu are co-first authors.

Abstract

A new isoflavone, 5,7,4'-trihydroxy-3'-hydroxymethylisoflavone (1), together with three known
isoflavones,  3'-formyl-5,4’-dihydroxy-7-methoxyisoflavone  (2), ficuisoflavone  (3) and
alpinumisoflavone (4), were isolated from the roots of Ficus auriculata. Among them, 1 is a rare
isoflavone containing 16 carbon atoms on the carbon skeleton. The structure of 1 was elucidated by
extensive spectroscopic methods and the known compounds were identified by comparisons with data
reported in the literature. All compounds were evaluated for their antibacterial activities against five
terrestrial pathogenic bacteria in vitro. Compounds 1-4 showed significant antibacterial activities
against various terrestrial pathogenic bacteria with MIC values ranging from 1.30 to 39.93 uM.
Keywords:  Ficus auriculata; isoflavonoid;  5,7,4'-trihydroxy-3'-hydroxymethylisoflavone;

antibacterial activities.



Figure S1. Selected 2D NMR correlations for 5,7,4'-trihydroxy-3'-hydroxymethylisoflavone (1).
Figure S2. *H-NMR spectrum of 5,7,4"-trihydroxy-3'-hydroxymethylisoflavone (1) in acetone-ds,
Figure S3. **C-NMR spectrum of 5,7,4'-trihydroxy-3'-hydroxymethylisoflavone (1) in acetone-ds,
Figure S4. HSQC spectrum of 5,7,4'-trihydroxy-3'-hydroxymethylisoflavone (1) in acetone-ds,
Figure S5. HMBC spectrum of 5,7,4'-trihydroxy-3'-hydroxymethylisoflavone (1) in acetone-ds.

Figure S6. '*H-'H COSY spectrum of 5,7,4'-trihydroxy-3'-hydroxymethylisoflavone (1) in acetone-ds,
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Figure S1. Selected 2D NMR correlations for 5,7,4'-trihydroxy-3'-hydroxymethylisoflavone (1).
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Figure S2. 'H-NMR spectrum of 5,7,4"-trihydroxy-3"-hydroxymethylisoflavone (1) in DMSO-d.
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Figure S3. **C-NMR spectrum of 5,7,4'-trihydroxy-3'-hydroxymethylisoflavone (1) in acetone-ds.
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Figure S4. HSQC spectrum of 5,7,4'-trihydroxy-3'-hydroxymethylisoflavone (1) in acetone-ds.
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Figure S5. HMBC spectrum of 5,7,4'-trihydroxy-3'-hydroxymethylisoflavone (1) in acetone-ds.
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Figure S6.*H-"H COSY spectrum of 5,7,4"-trihydroxy-3'-hydroxymethylisoflavone (1) in acetone-d.
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