Table S1 Primers used in this study
	Primer namea
	Sequence(5' to 3')

	GL17184-F
	taattttaatcaaaaagtttATGACCATCCCCATCCCTTG  

	GL17184-R
	attaatttgaattaacgtttCTCGAAGATATCCGTAGCAT  

	28a-GL17184-F
	ctttaagaaggagatataccatgaccatccccatcccttg

	28a-GL17184-R
	tggtggtggtggtgctcgaagatatccgtagcatagc


a F and R refer to forward and reverse primers, respectively.
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Figure S1 MS spectra of peaks 1, 2, 3, 4, 5, 6, 7, 8, 9, 10, 12, 14, 15, 16, 17, 18 and 19 as indicated in Fig. 1A.
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Figure S2 13C-NMR spectra of (A) 1, (B) 2 and (C) 3. 
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Figure S3 1H-NMR spectra of (A) 1, (B) 2 and (C) 3
A
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Figure S4 Distortionless enhancement by polarization transfer-135 (DEPT-135) spectra of (A) 1, (B) 2 and (C) 3.
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Figure S5 Heteronuclear single quantum coherence (HSQC) spectra of (A) 1, (B) 2 and (C) 3.
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Figure S6 Heteronuclear multiple-bond correlation (HMBC) spectra of (A) 1, (B) 2 and (C) 3.
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Figure S7 Homonuclear correlation spectroscopy (COSY) spectra of (A) 1, (B) 2 and (C) 3. 
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Figure S8 Expression of CYP505D13 in E. coli Rosetta TM (DE3). (A) SDS-PAGE analysis and (B) carbon monoxide absorption spectrum of cell lysates of IPTG induced Rosetta-CYP505D13. M, marker; SF, soluble fractions; IF, insoluble fractions. Red arrows indicated the target protein CYP505D13.  
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Figure S9 HPLC analyses of in vitro enzymatic reactions catalyzed by CYP505D13. Crude enzymes from Rosetta-CYP505D13 (blue line) and the inactivated control (red line) were reacted with 50 μM (A) 2,3-oxidosqualene and (B) squalene.

[image: image26.png]400

350

300

[ [
S n
=] =}

Intensity (mAU)
5

100

50

Microsomes from YL-T3-CYP505D13

Inactivated microsomes from YL-T3-CYP505D13 Squalene
Microsomes from YL-T3-void plasmids
2, 3-Oxidosqualene
ST-3
5 10 15 20 25 30 35

Time (min)




Figure S10 HPLC analyses of in vitro enzymatic reactions catalyzed by CYP505D13. Microsomes from YL-T3-CYP505D13 (blue line), inactive microsomes from YL-T3-CYP505D13 (red line) or microsomes from control strain (YL-T3 containing void plasmids, black line) were reacted with 50 μM 2,3-oxidosqulaene.
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