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Signatures of TRI5, TRI8 and TRI11 Protein
Sequences of Fusarium incarnatum-equiseti Species
Complex (FIESC) Indicate Differential Trichothecene
Analogue Production

Ria T. Villafana and Sephra N. Rampersad

Table S1. Reference strains included in the study.

GenBank

i: Species Accession Strain Host r(\:torl; Reference Tri(;ht(())txl;icen
No.
FIESC LN995579 11?;\/1[ cereals USA Ziuggigt DAS, FUS-X
FIESC LN995580 Iﬁgﬁg oat Csza \:11,1;311? DAS, FUS-X
e v T Gm Ve o
FIESC LN995582 11?)52/5[ wheat Italy \;lluzgllzt Dl\?:OFESI\;(
FIESC LN995583 Iﬁggﬁ oat C;Za \;11113311? DA%EES'X’
e e TR Gm Ve e
5 FIESC LN995585 Iﬁggg oat nga \211.1;311? DA?IEES'X’
FIESC LN995586 113}219\/21 wheat Ttaly Ziil‘;gilzt DAS
FIESC GQI15545 T;I; unknown ‘:)rv‘frrl‘ P;icgg;;t NA
s e B
Fusarium sp. GQ915553 ngg;;_ unknown 1:::}: P;icztg; 9e t NA
Myrothecium DQ676576 UAM root Cana  Koster et NA
roridum (outgroup) H 1369 da al. 2006
FIESC LN995587 IlT;;le cereals USA \;‘luzgllzt DAS, FUS-X
FIESC LN995588 Iﬁ% oat nga \:luzgllzt DAS, FUS-X
e voms T G Ve o
T
?: FIESC LN995591 iggg wheat Ttaly \21113311? NA
FIESC LN995592 Iﬁggﬁ oat nga \211.13’811? DA%EIOJS'X’
FIESC LN995593 Iﬁgﬁ oat C;Za \:lu*;gllzt DA‘ZEBS'X’
FIESC LN995594 11T1§2/3[ oat C;‘Za \:luzgllgt DA%E[CJ)S'X’
FIESC IN995595  1EM wheat ltaly ~vlaniet DAS

10392 al. 2016
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Fusarium sp. GQ865563 1;]31113; sweet corn USA P;icztggge t NA
sambLIt:c‘inum (Iézfggrff’s) 1?7541;_ barley USA IZ?C;(;? NA
FIESC LN995596 Ilf_)i\;[ cereals USA fﬁlzgilzt DAS, FUS-X
FIESC LN995597 IlTlgi\g oat Cg‘;a \Zluazgllzt DAS, FUS-X
e s TS Cm Ve o
FIESC LN995599 Iﬁigﬁ oat C;‘Za \;11113311? NA
FIESC LN995600 I{gggg wheat Ttaly \gilzgilgt DIG‘SOFE?\;(
FIESC LN995601 Iﬁggﬁ oat C;‘Za \:luzgllzt DA‘ZE{OJS'X’
e
FIESC LN995603 IlTlggg oat nga \gluazgllzt DA%EES'X’
FIESC LN995604 ﬁgg’z{ wheat Ttaly \;11113311? DAS
e agse N b, tewa
Fusarium sp. GQ915566 F;ZS;;_ unknown L:)I;l:;l PZ?C;; 5 9et NA
FIESC GQY15558 T;g unknown ‘;rv‘vkr‘: PZ‘I";ggget NA
Trichoderma MF600470 stroma of Hypoxylon ~ Chin  Liuetal.
hypoxylon (outgroup) N/A anthochroum a 2018 NA
H
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Figure S1. R group substitutes in the 2-ring trichothecene core structure.
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Protein: Trichodiene synthase
PDB ID: 2PSS; Chain: A
Ligand interaction: MG701A: Magnesium

MG 701(Ay

MG 701A [TETRAHEDRAL]- Magnesium metal ion
binding site

Variable Conserved

9

Figure S2. Conserved ligand-binding region of trichodiene synthase (PDB model 2PS5 Chain A).

Protein: Trichodiene synthase

PDB ID: 2PS5; Chain: Aand B

Ligand interaction: Pyrophosphate-2
and Magnesium in Chain B

Entrance
to pocket

Figure S3. Ligand-binding sites of the tertiary conformation of trichodiene synthase (PDB model 2PS5
Chains A and B).



Toxins 2020, 12, 386; doi:10.3390/toxins12060386 54 of 54

Protein: Trichodiene synthase

PDB ID: 2P55
Chain: B
Ligand interaction: MG: Magnesium ion; m::m;a
POP: Pyrophosphate-2 Mg**
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Figure S4. Interaction sites of Mg?* and pyrophosphate-2 of trichodiene synthase (PDB model 2PS5

Chain B).
Protein: Lipase A Protein: Lipase A
PDB ID: 3GUU; Chain: A PDB ID: 3GUU; Chain: A
Ligand interaction: None Ligand interaction: EDO802:A; 1,2-Ethanediol
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Figure S5. Ligand-binding sites of the tertiary conformation of trichothecene C-3 esterase (PDB model
3GUU Chains A).



