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'H NMR spectrum of bionectriol A (1) in CD;0D

Bionectriol A

Automation directory: /export/home/oh/vamrsys/data/auto ]
File :

2008.04.24 HO— H B OH OH (0]
/export/home/oh/Lisa/proton.fi =
Sample id : tmpstudy HO O O
Pulse Sequence: szpul HO
T T T T 1 T B
7 6 5 4 ppm
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3C NMR spectrum of bionectriol A (1) in CDsOD

Bionectriol A
Automation directory: sexport/homesch/vnmrsys/data/auto_2008.404.24
File : /export/home/oh/CC_13C.T1d
Sample id : tmpstudy

Pulse Sequence: szpul

OH OH
_ _ _ _ o) OH
Hgo on OH OH o) OH
HO 0
1 ]| J '
AL R A R [ B L T T T g T T i T I
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gCOSY NMR spectrum of bionectriol A (1) in CD3;0D

STANDARD 1H OBSERVE - profile

Automation directory: /export/home/oh/vnmrsys/data/auto_2008.04.24
File : /export/home/oh/Lisa,/COSY.fid
Sample id : tmpstudy

Pulse Sequence: gCOSY

Solvent: cd3od

Temp. 25.0 C / 298.1 K
Operator: freinkma
File: COSY

VNMRE=-600 “nmr"

Relax. delay 1.301 sec

Acg. time 0.213 sec

width 4807.7 Hz

20 Width 4807.7 Hz

18 repetitions

128 increments
OBSERVE HL, 599.7703395 MHz —

DATA PROCESSING -
Sine bell 0.106 sec
F1 DATA PROCESSING
Sine bell 0.053 sec
FT size 2048 x 2048
Total time 52 min, 58 sec
i

HO OH
HO -Q
HO

Qe
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ROESY NMR spectrum of bionectriol A (1) in CD3;0OD

STANDARD 1H OBSERVE - profile

Automation directory: /export/home/oh/vnmrsys/data/suto 2008.04.24
File : fexport/home/oh/Lisa/REBEYTTdd
Sample 1d : tmpstudy

Pulse Sequence: BBEQE

Solvent: cd3od

Temp. 25.0 C / 298.1 K
Operator: freinkma
File: ROESY

VNMRS-600 '"nmr"

Relax. delay 1.000 sec

Mixing 0.200 sec

Acq. time 0.213 sec |
width 4807.7 Hz F2
20 Width 4807.7 Hz

32 repetitions =_J (ppml

2 X 128 increments e
OBSERVE Hl, 599.7703395 MHz
DATA PROCESSING
Gauss apodization 0.0598 sec
F1 DATA PROCESSING
Gauss apodization 0.038 sec
FT size 2048 x 2048
Total time 3 hr, 18 min, 17 sec
OH OH
= Z = % O\)YK/OH |

F1 (ppm)
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gHSQC NMR spectrum of bionectriol A (1) in CD;OD

STANDARD 1H OBSERVE - profile

Automation directory: /export/home/oh/vamrsys/data/auto_2008.04.24
File : /export/home/oh/Lisa/HSQC. fid
Sample id : tmpstudy

Pulse Seguence: gHSQC
Solvent: cd3od

Temp. 25.0 C / 298.1 K
Operator: freinkma
File: HSQC

VNMRS~6C0  “"nmr”

Relax. delay 1.301 sec

Acg. time 0.199 sec -
width 4807.7 Hz

2D Width 25641.0 Hz

32 repetitions

2 x 128 increments
OBSERVE H1, 599.7703335 MHz
DECOUPLE C13, 150.8236468 MHz
Power 48 dB

on during acquisition

off during delay
Wa0_HCN-protune modulated
DATA PROCESSING

Gauss apodization 0.092 sec
F1 DATA PROCESSING

Gauss apodization 0.005 sec
FT size 4096 x 2048

Total time 3 hr, 32 min, 38 sec
4 o ©
OH OH i 0?®
= = = = o} OH |
- : S 3 .
HO OH OH OH o OH 1 -
HO -0 4 ) -
HO g e R
4 a o
4 o s og
-~
::j 447 |
=

O

-
L

LR T B B B L B B L L DL L AL ML L B S B S

150 14p 130 120 110 100 90 &80 70 60 S0 40 30 20
F1 (ppm)
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gHMBC NMR spectrum of bionectriol A (1) in CD;0D

STANDARD 1H DBSERVE - profile

Automation directory: /Jexport/home/oh/vnmrsys/data/auto_2008.04.24
File : fexport/home/oh/Lisa/HEBC. fid
Sample id : tmpstudy

Pulse Sequence: gHBBC

Solvent: cd3od

Temp. 25.0 C / 298.1 K
Operator: freinkma
File: HMBC

VNMRS=600 “nmr"

Relax. delay 1.000 sec

Acg. time 0.128 sec

Width 4807.7 Hz

zDh width 36199.1 Hz

64 repetitions

200 increments

DBSERVE H1, 598.7703395 MHz
DATA PROCESSING

Sine bell 0.064 sec

F1 DATA PROCESSING .
Sine bell 0.006 sec

FT size Z04B x Z04B

Total time 4 hr, 19 min, 18 sec

Mixing 0.080 sec J
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100 Escovopsis sp. Esc26 —1—

65 Escovopsis sp. Esc20
i[ Hypocrea lutea
90 Hypomyces chrysospermus

Sphaerostibella broomeana

Balansia henningsiana
67 |- Epichloea amarillans

Neotyphodium coenophialum
Claviceps purpurea A

Claviceps purpurea B

Cordyceps chlamydosporia
100 Bionectria ochroleuca
59 i- CC061026-06
o8 100 | Bionectria pityrodes
Nectria pityrodes

Hydropisphaera erubescens

so|eato0dAH

75

£6 Niesslia exilis

Peethambara spirostriata

100 Myrothecium roridum

Melanopsamma pomiformis —_

Verticillium bactrosporum

L Colletotrichum nymphaeag

Glomerella cingulata
— (.01 substitutions/site

S8: Molecular phylogeny for the fungal strain CC061026-06. A maximum likelihood (ML) phylogenetic analysis of ~555 base-pairs of 28S
rRNA gene sequences from 22 representative members of Hypocreomycetidae (Ascomycota), 19 of which were from the order Hypocreales.
The remaining three (3) taxa were used as an outgroup for the analysis. Branch numbers represent bootstrap values for 100 pseudoreplicates
under maximum likelihood analysis. Values below 50 are not included. Strong bootstrap support indicates that CC061026-06 (shown in red)
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is most closely related to Bionectria ochroleuca and sister to Bionectria pityrodes and Nectria pityrodes. As part of this analysis we also
included two strains of the pathogen known to infect the fungal gardens of Apterotigma ants, Escovopsis sp. (Escovopsis sp. Esc26 and
Escovopsis sp. Esc20, also in red). Our analysis indicates that CC061026-06 is distantly related to the pathogen Escovopsis and thus we

cannot be certain of its role in the system at this time.
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