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Figure S1: Phylogenetic analysis by ITS1-5.8S-ITS2 ribosomal gene sequencing
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Fig. A fungal endophyte,CS7E2 was isolated from a corm of Crocus sativus. Phylogentic position of CS7E2 was established, as Phialophora
mustea, by the acquisition of the DNA sequence of its ITS region. The evolutionary history was inferred using the UPGMA method!.

Phylogenetic analyses were conducted in MEGA42,

(1) Sneath, P. H. A.; Sokal, R. R. Numerical Taxonomy Freeman, San Francisco 1973.
(2) Tamura K, Dudley J, Nei M & Kumar S (2007) Mol. Biol. Evol. 2007, 24, 1596-1599.



Figure S2: 'TH NMR (CDCl;, 400 MHz) spectrum of Phialomustin A (1)
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Figure S3: 13C NMR (CDCls, 100 MHz) spectrum of Phialomustin A (1)
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Figure S4: DEPT-135 (CDCIls, 100 MHz) spectrum of Phialomustin A (1)
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Figure S5: COSY spectrum of Phialomustin A (1)
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Figure S6: HSQC spectrum of Phialomustin A (1)
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Figure S7: HMBC spectrum of Phialomustin A (1)
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Figure S8: NOESY spectrum of Phialomustin A (1)
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Figure S9: HRESIMS spectroscopic data of Phialomustin A (1)

Qualitative Compound Report

Data File Microbe-3. d.d Sample Name Microbe-3
Sample Type Sample Position Vial 22
Instrument Name Instrument 1 User Name
Acq Method vishal_12-01-13.m Acquired Time  24-12-2014 PM 3:49:10
IRM Calibration Status [BUEES T T oa Method daffy_repdrt.m
Comment
Sample Group Info.
Acquisition SW 6200 series TOF/6500 series
Version Q-TOF B.05.01 (B5125)
Compound Table
MFG DY
Compound Label RT Mass Formula MFG Formula (ppm) DB Formula
Cpd 29: C25 H30 05 0.281 410.2098 €25 H30 05 C25 H30 05 -1.07 C25 H30 05

[Compound Label  m/z RT  Algorithm  [Mass

iCpd29: C25H3005 411217  0.281 Find by Molecular Feature 410.2098

MFE MS Spectrum
x10 5 | Cpd 29: C25 H30 O5: +ESI MFE Spectrum (0.202-0.686 min) Frag=135.0V Microbe-3. d.d
1.4 e 8
1.2 515
1 5;5
0.8
0.6
0.4
0.2

150 200 250 300 350 408 450 500 550 600 650 700 750 800 850 900 950

a ounts vs. Mass-to-Charge (m/z)

MS Spectrum Peak List
m/z z |Abund Formula
411.217] 1 137096.77 |C25 H31 05
412.2203( 1 36947.26 |C25 H31 05
413.2237| 1 6208.53 |C25 H31 05
414.2268( 1 1328.06 |C25 H31 05
Predicted Isotope Match Table
p m/z Calcm/z Diff (ppm) Calc Abund % _ |Abund Sum % Calc Abund Sum %
1 411.217 411.21‘.2_6 -1.08 100 100 75.5 75.26
2 412.2203 412.22 -0.76 26.95 27.59 20.35 20.76
3 413.2237 413.2228 -2.18 4.53 4,69 3.42 3.53
4 414.2268 414.2256 -2.99 0.97 0.59 0.73 0.45
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Figure S10: IR spectra of Phialomustin A (1)
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Figure S11: CD spectra of Phialomustin A (1)
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Figure S12: '"H NMR (CDCl;, 400 MHz) spectrum of Phialomustin B (2)
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1 Data File Name  C:/ Users/ ibm1/ Desktop/
13-oct-npc-p1(microbe)/
2/ fid
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2 Title 13-oct-npc-p1(microbe)
o) 3 Comment MICROBE-2
4 Origin Bruker BioSpin GmbH
5 Owner IIIM
6 Site
7 Spectrometer spect
8 Author
9 Solvent CDCI3
10 Temperature 300.0
11 Pulse Sequence  zg30
12 Number of Scans 12
13 Receiver Gain 72
14 Relaxation Delay 0.5000
15 Pulse Width 13.1000
16 Acquisition Time 2.7263
17 Acquisition Date  2014-10-13T14:16:34
18 Modification Date 2014-10-14T11:29:13
19 Spectrometer 400.13
Frequency
20 Spectral Width 12019.2
21 Lowest -3095.3
’ h Frequency
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Figure S13:13C NMR (CDCls, 125 MHz) spectrum of Phialomustin B (2)
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Figure S14: DEPT-135 (CDCl;, 125 MHz) spectrum of Phialomustin B (2)
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Figure S15: HRESIMS spectroscopic data of Phialomustin B (2)

Qualitative Compound Report

Data File Microbe-21.d Sample Name Microbe-21
Sample Type Sample Position Vial 25
Instrument Name Instrument 1 User Name HO S
Acq Method vishal_12-01-13.m Acquired Time 24-1;—_20[: PM 1:52:45
IRM Calibration Status [T R oA Method daily_reportim
Comment (0]
Sample Group Info,
Acquisition SW 6200 series TOF/6500 series
Version Q-TOF B.05.01 (B5125)
Compound Table
“MFG DY
C d Label RT Mass Formula MFG Formula (ppm) DB F
Cpd 17: C12H2002| 0.281|  196.1469 C12H20 02 C12 H20 02 271 C12 H20 02

|Compound Label m/z 'RT  Algorithm |Mass

|Cpd 17: C12H2002  |197.154  0.281 Find by Molecular Feature 196.1469

MFE MS Spectrum
x10 4 |Cpd 17: C12 H20 O2: +ES| MFE Spectrum (0.206-0.457 min) Frag=135.0V Microbe-21.d
o™
o
o 2l I
3 ~
[=235)
25 =
2
15/ i
1 [
05 '
}
150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950
. Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List
m/z z_|Abund Formula Ion
197.154| 1 37102.15 |C12 H21 02 (M+H)+
198.1576 | 1 4788.34 |C12 H21 02 (M+H)+
199.1642( 1 1110.78 |C12 H21 02 (M+H)+
Predicted Isotope Match Table
Isotope m/z Calcm/z Diff (ppm) |Abund % Calc Abund % Abund Sum % Calc Abund Sum %
1 197.154 197.1536 -2.03 100 100 86.28 87.32
2 198.1576 198.157 -2.96 12.91 13.3 11.14 11.61
3 199.1642 199.1596 -23.45 2.99 1.22 2.58 1.07
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Figure S16: IR of Phialomustin B (2)
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Figure S17:'"H NMR (CDCls, 400 MHz) spectrum of Phialomustin C (3)
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Figure S18:13C NMR (CDCls, 125 MHz) spectrum of Phialomustin C (3)
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Figure S19: DEPT-135 (CDCl;, 125MHz) spectrum of Phialomustin C (3)
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Figure S20: COSY spectrum of Phialomustin C (3)
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Figure S21: HSQC spectrum of Phialomustin C (3)
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Figure S22: HMBC spectrum of Phialomustin C (3)
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Figure S23: NOESY spectrum of Phialomustin C (3)
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Figure S24: HRESIMS spectroscopic data of Phialomustin C (3)

Qualitative Compound Report

Data File Microbe-14.d Sample Name Microbe-14
Sample Type Sample Position Vial 23
Instrument Name Instrument 1 User Name
Acq Method vishal_12-01-13.m Acquired Time 24-12-2014 PM 1:44:12
IRM Calibration Status BiEEST T oA Methor daily”Fepott.m
Comment
Sample Group i Info.
Acquisition SW 6200 series TOF/6500 series
Version Q-TOF B.05.01 (B5125)
Compound Table
MFG DIfY
Comp: Label RT Mass Formula MFG Formula (ppm) DB Formula
Cpd 32: C25 H28 07 0.282 440.1847 C25 H28 07 C25 H28 07 -2.73 C25 H28 07
(Compound Label  |m/z __RT _ Algorithm  °  Mass
Cpd 32: C25 H28 07 1441.1921 0.282 Find by Molecular Feature 440.1847
MFE MS Spectrum = -
x10 4 |Cpd 32: C25 H28 O7: +ESI MFE Spectrum (0.199-0.516 min) Frag=135.0V Microbe-14.d
~
=0
. og
b =
4 3z §
3
2
1
150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950
Counts vs. Mass-to-Charge (m/z)
+
MS Spectrum Peak List
m/z z |Abund Formula Ion
441.1921] 1 53617.52 |C25 H29 07 (M+H)+
442.195| 1 14982.47 |C25 H29 07 (M+H)+
443.198| 1 2821.56 |C25 H29 07 (M+H)+
444.1988| 1 719.61 |25 H29 07 (M+H)+
Predicted Isotope Match Table
| Isotope m/z Calcm/z Diff (ppm) |Abund % Calc Abund % Abund Sum % Calc Abund Sum %
1 441,1921 441.1908 -3.06 100 100 74.32 74.93
2| 442.195 442.1942 -1.77 27.94 27.64 3_0.77 20.71
3 443.198 443,1969 -2.63 5.26 5.11 3.91 3.83
4 4441988 444.1996 1.71 1.34 0.71 1 0.53
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Figure S25: IR of Phialomustin C (3)

PerkinElmer Spectrum Version 10.03.06
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Analyst Parshotam
Date Monday, February 16, 2015 2:05 PM

3
724

646 47cm-1

Stcm1 543 89cm-1
1 619.68cm-1

707

681

3418 55¢cm-1
66

64- 2957 69cm-1

1232 48cm-1

2923 60cm-1 1115.24cm-1
1726.180mk 1274 .55¢m-1

621 - 1090.93cm-1

%T

60

58- 1707 97dfn-1

56- ' 3

54 y - : ' mgﬁ 91cm-1 : -
4000 3500 3000 2500 . g 2000 1500 1000 500
cm-1

Sample Name Description Quality Checks |

MICROBE-14 CHCL3 The Quality Checks give rise to multiple wamings for
the sample.
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Figure S26: CD of Phialomustin C (3)
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Figure S28: 3C NMR (CDCl;, 125 MHz) spectrum of Phialomustin D (4)
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Figure S29: DEPT-135 (CDCl;, 125 MHz) spectrum of Phialomustin D (4)

622 ~
60T —
b 0~
5072~
08'zz/

€L'6¢—
Tv'ee—
98'9¢ ~

ST'6L—

09'60T —
€91 —

TP ECT ~
9L'veCT

0C°LET —

ST'TST~
Py EST —

T
80
f1 (ppm)

T
90

T
100

110

T
120

T
130

T
140

T
150

T
160

33



Figure S30: COSY spectrum of Phialomustin D (4)
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Figure S31: HSQC spectrum of Phialomustin D (4)
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Figure S32: HMBC spectrum of Phialomustin D (4)
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Figure S33: NOESY spectrum of Phialomustin D (4)
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Figure S34: HRESIMS spectroscopic data of Phialomustin D (4)

Qualitative Compound Report

Data File Microbe-16.d Sample Name Microbe-16
Sample Type Sample Position Vial 21
Instrument Name Instrument 1 User Name
Acq Method vishal_12-01-13.m Acquired Time 24—!2—201;_!’?4‘1:31:11
IRM Calibration Status BRI T oa Method dally_report.m
Comment
Sample Group Info.
Acquisition SW 6200 series TOF/6500 series
Version Q-TOF B.05.01 (B5125)
Compound Table
MFG Diff
Compound Label RT Mass Formula MFG F (ppm) DB Formula
Cpd 23: C25 H28 08 0.287 456.1785 C25 H28 08 C25 H28 08 -0.25 €25 H28 08

[Compound Label  |m/z ___RT __Algorithm ~ |Mass

{Cpd 23: C25H28 08 457.1857 0.287 Find by Molecular Feature 456.1785 |

MFE MS Spectrum
x10 3 |Cpd 23: C25 H28 08: +ES| MFE Spectrum (0.216-0.450 min) Frag=135.0V Microbe-16.d
; 58
6 ,.':i%
5 28
4 {
3
2
1
0
150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950
¢ Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List
m/z z |Abund |Formula Ton
457.1857| 1 | 7551.11 |C25 H29 O8 (M+H)+
458.1893| 1 | 2379.64 |C25 H29 O8 (M+H)+
459.1923| 1 492.17 |C25 H29 08 (M+H)+
Predicted Isotope Match Table
p m/z Calcm/z Diff (ppm) |Abund % Calc Abund % Abund Sum % Calc Abund Sum %
1 457.1857 457.1857 -0.12 100 100 72.45 75.18
2 458.1893 458.1891 -0.46 31.51 27.68 22.83 20.81
3 459.1923 459.1917 -1,27 6.52 533 4.72 4.01
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Figure S35: IR of Phialomustin D (4)

PerkinElmer Spectrum Version 10.03.06
Monday, February 16, 2015 2:14 PM

Analyst Parshotam
Date Monday, February 16, 2015 2:14 PM
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Sample Name Description Quality Checks

MICROBE-16 CHCL3 The Quality Checks give rise to multiple warnings for -
the sample.
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Figure S36: CD of Phialomustin D (4)
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