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'H -NMR Spectrum of chrysomycin A (1) in CD;0D
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S2.

HRMS Spectrum of chrysomycin A (1)

Qualitative Compound Report

Data File ss.d Sample Name sS
Sample Type Sample Position Vial 71
Instrument Name Instrument 1 User Name
Acq Method vishal_12-01-13.m Acquired Time  16-07-2013 PM 8:53:39
IRM Calibration Status DA Method daily_report.m
Comment
Sample Group Info.
Acquisition SW 6200 series TOF/6500 series
version Q-TOF B.05.01 (B5125)
Compound Table
MFG
und Label l RT Mass 1 Formula I MFG Formula I DB Formula

Cpd 72: C2BH28 09| _ 0.201] 508.1737 C28 H28 09 1 28 H28 09 1 -0.74 €28 H28 09
Compound Label m/z RT Algorithm Mass
Cpd 72: C28 H28 09 1509.181 0.201 Find by Molecular Feature 508.1737

MFE MS Spectrum

%10 4 |Cpd 72: C28 H28 O8: +ESI MFE Spectrum (0.140-0.374 min) Frag=175.0V §5.d

i o3
35 o/
3 Pl
25 s
2
15
1
0.5
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 S m Peak List
m/z z |Abund Formula Ion
509.181] 1 39252.06 |C28 H29 09 (M+H)+
510.1844| 1 13827.81 |C28 H29 09 (M+H)+
Predicted Isotope Match Table
1sotoy m/z Calc m/z Diff (ppm) Abund % Calc Abund % Abund Sum % Calc Abund Sum %
1 509.181 509.1806 -0.73! 100! 100 73.95 76.36
2] 510.1844 510.184 -0.77 35.23 30.96 26.05 23.64
—- End Of Report -
e et el Page 1 of 1 Printed at: 9:01 PM on:16-07-2013



Electronic Supplementary Material (ESI) for RSC Advances
This journal is © The Royal Society of Chemistry 2013

1 . .
S3 H -NMR Spectrum of chrysomycin B (2) in CD;0D
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S4.

HRMS Spectrum of chrysomycin B (2)

} = - i rMaolecanl cw Sre
J—=s< ~_~ Qualitative Compound Report
+ -
Data File ss.d Sample Name  SS
Sample Type Sample Position Vial 71
Instrument Name Instrument 1 User Name
Acq Method vishal_12-01-13.m Acquired Time 16-07-2013 PM 8:53:39
IRM Calibration Status DA Method daily_report.m
Comment
Sample Group nfo.
Acquisition SW 6200 series TOF/6500 series
Version Q-TOF B.05.01 (B5125)
Com, nd Table
I MFG DI |
nd Label RT I Mass Formula MFEG Formula {ppm) DB Formula
Ced 64: C27 H28 09 | 0.2] 496.1728 | €27 H28 09 €27 H28 03 1.07] C27 H28 09
Compound Label m/z RT Algorithm Mass
Cpd 64: C27 H28 09 497.1801 0.2 Find by Molecular Feature 496.1728
MFE MS Spectrum
x10 4 |Cpd 64: C27 H28 O9: +ES| MFE Spectrum (0.140-0.424 min) Frag=175.0v SS.d
8 = S
82
X
6 =3 E
4
2
° I L
150 200 250 300 350 40Q 450 500 550 600 650 700 750 800 850 900 950
Counts vs. Mass-to-Charge (m/z)
MsS m Peak List
m/z z_|Abund [Formuia [xon
497.1801 | 1 79574.78 | C27 129 08 M)+
498.1832| 1 24610.64 |C27 129 09 (M+H)+
499.186 | 1 6021.46 |c27 H29 03 (MrH)+
500.1914 | 1 1421.38 |C27 H29 09 (M+H)+
993.3522] 1 12668.3 (2ZM+H)+
994.3552| 1 772112 (2M+H)+
995.3567| 1 3137.06 (@MeH)+
996.3617| 1 1285.23 (@M+H)+
Predicted Isotope Match Table
7S [Cale myz Diff (pprm) [Abund % __|calc Abund % [Abund Sum % Calc Abund Sum %
1 497.1801 497.1806 0.99] 100] 100 71.29 73
2] 498.1832 498.184 1.56] 30.93 29.88 22.05 21.81
3 499.186 499.1866 128 7.57 6.16) 5.39) 4.49
4 500.1914 500.1893 -4.24 1.79 0.95 127 0.69
- End Of Report —
Agilent Technolagies Page 1 of 1 Printed at: 8:58 PM on:16-07-2013
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S5  'H-NMR Spectrum of chrysomycin C(3) in CD;0D
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$6.  “CNMR Spectrum of chrysomycin C (3) in CD30D
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S7.  DEPT 135 Spectrum of chrysomycin C (3) in CD;0D
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S8.  COSY Spectrum of chrysomycin C (3) in CD;OD
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S9.  HSQC Spectrum of chrysomycin C (3) in CD;OD
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S10. HMBC spectrum of chrysomycin C (3) in CD30OD
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S11. HRMS of chrysomycin C (3)

Qualitative Compound Report

Data File Ss.d Sample Name Ss

Sample Type Sample Position Vial 71

Instrument Name Instrument 1 User Name

Acq Method vishal_12-01-13.m Acquired Time 16-07-2013 PM 8:53:39
IRM Calibration Status B pavethod daily_report.m
Comment

Sample Group Info.

Acquisition SW 6200 series TOF/6500 series

Version Q-TOF B.05.01 (B5125)

Comp d Table

MFG Diff
( Label RT Mass Formula MFG Formula (ppm) DB Formula
Cpd 31: C28 H30 09 0.197 510.1881 €28 H30 09 €28 H30 09 1.68 C28 H30 09

—
'511.1958  0.197 Find by Molecular Feature 510.1881

MFE MS Spectrum

x10 5 |Cpd 31: C28 H30 O9: +ESI MFE Spectrum (0.124-0.624 min) Frag=175.0V SS.d

2 3
1.75 él—

511

C28H:

°
S
o

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
511.1958( 1 193471.98 [C28 H31 09 (M+H)+
512.199] 1 57939.72 [C28 H31 09 (M+H)+
513:1973) .1 14553.15 | C28 H31 09 (M+H)+
514.1945| 1 3195.54|C28 H31 09 (M+H)+
Predicted pe Match Table
Isotope m/z Calc m/z Diff (ppm) Abund % Calc Abund % Abund Sum % Calc Abund Sum %
1 511.1958 511.1963 0.88 100 100 71.88 72.21
2 512,199 512.1997 1.24 29.95 30.98 21.53 22.37.
3| 513.1973 513.2023 9.84 7.52 6.49 5.41 4.68
4 514.1945 514.205 20.44 1.65 1.02 1.19 0.74
--- End Of Report -
" Agilent Technologies Page 1 of 1 Printed at: 8:59 PM on:16-07-2013

13
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S12.  HRMS of chrysomycin D (4)

Qualitative Compound Report

Data File §5-529.d Sample Name §5-529

Sample Type Sample Position Vial 17

Instrument Name Instrument 1 User Name

Acq Method vishal_12-01-13.m Acquired Time 22-07-2013 PM 12:09:50
IRM Calibration Status BT oA Method daily_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 Formula (ppm) DB Formula
Cpd 49: C28 H30 010 0.196 526.1835 €28 H30 010 €28 H30 010 0.81 €28 H30 010

Compound Label  m/z RT  Algorithm ‘Mass
Cpd 49: C28 H30 010 549.1734  0.196  Find by Molecular Feature 526.1835

MFE MS Spectrum
x10 4 |Cpd 49: €238 H30 O10: +ESI MFE Spectrum (0.158-0.308 min) Frag=175.0V §5.529.d
14 =
T2
1
08
0.6
0.4
0.2

: i

ke 1ol
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
264.1) 2 703.24|C28 H32 010 (M+2H)+2
264.5994| 2 231.03|C28 H32 010 (M+2H)+2
527.1856| 1 | 1568.04 (M+H)+
528.1903| 1 770.16 (M+H)+
549.1734| 1 | 13959.3|C28 H30 Na 010 (M+Na)+
550.1752| 1 | 4834.88|C28 H30 Na 010 (M+Na)+
551.1753] 1 | 1597.78|C28 H30 Na 010 (M+Na)+
Predit Isotope Match Table
Isotope m/z Calc m/z Diff (ppm) |Abund % Calc Abund % Abund Sum % Calc Abund Sum %
1 264.1 264.0992 -2.75 100 100 75.27 76.32
2| 264.5994 264.6009 5.71 32.85 31.03 24.73 23.68
=== End Of Report -—
Agilent Technolagies Page 1 of 1 Printed at: 12:32 PM on:22-07-2013

14
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13. LCMS of active fraction
13.1 LC chromatogram at 280 nm
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13.2. LCMS chromatogram in TIC mode
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13.3. MS spectras of chrysomycins A-E
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S14. Screenshots of DNP database search during dereplication

Search My Searches My Account Help Tour Take the Survey

Dictionary of Natural Products

Search

Search View Results in New Window

| Draw Query | [ Clear Structure | Structure Matching: Substructure - Troubleshoot Structure Search

—

I

[ Add Property || Clear Properties ]

Boolean Property Comgpari
AND + Biclogical Source streptomyces rowse. ] [clear]

Search View Results in New Window

Search Results

Return to Search Columns...

Page 1 of |:|

4
Export As... 278 14 Go to Page

ound 6935 matchks from 251230 documents.

17
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Search My Searches My Account Help Tour Take the Survey
Dictionary of Natural Products

Search
Search View Results in New Window
[ DmwQuery | [ ClearStructure | Structure Matching: Substructure - Troubleshoot Structure Search
| AddProperty | | Clear Properties |
Boolean Property Comparison
AMD = Biological Source streptomyces _1[clear]
AND = |Accurate Mass RangMy> | 496.00 - 496999 [browse min..] [browse max..] [clear]

Search Results

Return to Search Columns... Page 1 of
Export As... 1
€Found 18 matches Trig» 251230 documents.

Details | Chemical Name Molecular Formula
=] |Antibiotic EI 1625-2 Cy7H35N504
=] |Antibiotic X 14885A CyyHaN,04
=] |chrysomycinB Co7H4504
El Chrysomycin B; 1-Epimer (?) Cy7H5504
=) |Cytosaminomycin C Co3HagN,Og
fl Cytosaminomycin D CoqHagN,Of
:| Gilvocarcin V; 6-Alcohol C27H2809
fl Gilvocarcin V; 1",2"-Dihydro Cy7H5504
:l Kinamycin F; 1,2 4-Tri-Ac CoqHogN504g
fl Kinamycin F; 2,3, 4-Tri-Ac CogHagN;Oyg
=] [Kotomycin CygHogN,O,
=1 |Lansai A N1-Me C34H36N405
fl Leptomycin B; 21-Demethyl, 1-alcohol, 1-deoxy C3oH4g04
E| Napyradiomycin A,; 18-Hydroxy CogH3gCL0g
=1 |Napyradiomycin Ay; A7 Isomer, 16R-hydroxy Cy5H30CL0g
=] [|Prostatin CogHaaN,Og
=] |Ribostamycin; 3-N-Ac CgHagN4 044
[ | Staurosporine; 4'-N-Hydroxy, 4'-N-de-Me, 4'-N-formyl CoaHo 4N, O

18
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Search My Searches My Account Help Tour Take the Survey
Dictionary of Natural Products

Search
Search View Results in New Window
[ Dmwauery | [ ClearStucture | Structure Matching: Substructure - Troubleshoot Structure Search
[ ‘Add Froperty | | Clear Properties ]
Boolean Property Compage®n | Value
AND - Biological Source streptomyces
AND = |Accurate Mass Ranfgs -~ | 496.00 in..] [browse max...] [clear]

AND = UV Maxima = 244

Search Results

Return to Search Columns...

Export A
\‘w from 251230 documents.
Details - Molecular Formula
=& Chrysomycin B; 1"-Epimer (?) CorH5504g

:' Napyradiomycin A1; 18-Hydroxy CZSHSDC|205

Page 1 of
1

Return to Search Columns...

Page 1 of
Export As... 1

19
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S15.  Screenshots of DNP substructure search using basic naphthocoumarin skeleton

Search My Searches My Account Help Tour Take the Survey

Dictionary of Natural Products

Search

Search View Results in New Window

| Draw Query | | Clear Structure | Structure Matching: | sypatructurs W Troubleshoot Structure Search

| Add Property | | Clear Properties |

Boolean  Property Comparison Value Delete
Chemical Name | | browse ] folear]
Malecular Formula | | browse .1 jelean
Malecular Formula by Element || = ~] e+l | lctear]
CAS Registry Nos. | | Browse . folear]
Al Text | | browse lslear]
Melting Point |= v] | | browse..1 elean)
Bailing Point = > | | browse..1elear]

Search View Results in New Window

Search Results

Return to Search Columns... Page 1 of (3 D
Export As... 2 L] Go to Page
Found 27 matches from 251230 documents.

Details Chemical Name Molecylar Formula
u Chrysomycin A Caghoe0yg
E] | chrysomycin A: T-Epimer(7) CagFbs Ty
B |chrysomycin B Corkbaly
Z) | chrysomycin B; 1-Epimer (2) Cartiz s
=) |Givocarcin M CagHhe Oy
=) |Givocarcin M 4-Hydroxy CoeMbaOyg
=] | @ivocarcin M 1™-Cxe CaghbaOyq
=) |civocarcinV CopHoeOy
=) |Givocarcin V- 17.2"-Dihydro CarbhsOy
=] | Givocarcin V- 4-Hydrooy CaraeOyg
=] |Givocarcin V; 4-Hydraxy, 17, 2"-dihydro CarHagOyq
E] | Ravidomycin CaabaMOs
=) |Ravidomycin: O-De-Ac Coghyy MO,
=) |Ravidemycin: O-De-Ac, N-oxide CasheyNOs
] | Ravidemycin: N-De-Me, C-de-Ac, f-Ac CagHa MO
=] |Ravidemycin; N-De-Me, C-de-Ac CagHgNO,
=) | Ravidomycin: N-De-Me CagHq MO
5 | Ravidomycin: D-Ac CacHrNOy 4
=] | Ravidomycin: NN-Di-de-Me. N-Ac CyyHyyNOy
E] | Ravidomycin: 1, 2"-Dihydro CagHashOy
) |Ravidomycin; 1", 2"-Dihydro, O-de-Ac CogHazNOg
ﬂ Ravidomycin: 17, 2"-Dhydro, dibAc CoeH N
=) |Ravidemycin: 1°.2-Dihydro, 1™-hydroxy CayHasMOyg
=] |Ravidemycin: 1°.2-Epoxide CasHazNDyg
=] |Ravidemycin; N-Oxide Gy HigND,
2 | Ravidomycin M CagHesNOs
=) |Ravidomycin M C-De-fAc Coghl NO

20
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