Supplementary Information for

Guanine crystal formation by bacteria

Maria Elisa Pavan, Federico Movilla, Esteban E. Pavan, Florencia Di Salvo, Nancy |. Lépez, M.

Julia Pettinari

Additional file 2

Intens.: +MS, 0.3-0.4min #(17-22)
x103] 454.14407
' [2M +H]* . "
303.09855 M 44 [5M + H]*
151 756.23440
1.01
] [2M + Na]* +
. | el ] [4M + Na]
os] M+H] 62747119
1
115204891 1+ 58120004 M“;'o;f 1'1'1387 J6M + H]*
] 174.0319 \ : l 83175829 g 10016 962.80141
0(;+ .LlL y 8! gy | A .L dd | P e . . 1 - l 'l 1 v
200 300 400 500 600 700 800 900 miz

[11M + 2H])** [13M + 2H]?**

Fig. S3. ESI-MS experimental results for guanine produced by 34mel. The spectrum shows

guanine association in solution. Solvent: methanol: DMSO 80:20.
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Fig. S4. ESI-MS and MS/MS experiments for commercial guanine. A ESI-MS experimental
result compared with the simulated spectrum; [M+H]" ion (m/z 152.0579) is indicated. B MS/MS
experimental results using [M+H]" ion (m/z 152.0579) as the parent ion. Solvent: methanol: H,O.
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Fig. S5. 'H-NMR characterization of 34mel crystals. A Scheme of some of the expected
tautomeric forms of guanine. B-C 'H-NMR spectra for commercial guanine (B) and guanine
crystals produced by 34mel (C). In color, signal assignment for guanine hydrogens and proposed

signal assignment that may be produced from tautomers in solution.
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Fig. S6. UV-vis spectra for commercial and 34mel guanine in acid solution.

Additional data 1. Elemental analysis of crystals purified from 34mel.

The presence of biogenic melanin and water molecules were taken into account in the calculated
values of C% H% and N% for the guanine samples. Biogenic melanin was represented using a
pyomelanin monomer which corresponds to a homogentisic acid unit with two hydrogen atoms
removed [(CgH40,),]. A good agreement was obtained when considering 6% of the monomer and
14% of water [(CsHsNs0)15(CsH40.4).22H,0].



