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Ql Edit Search Parameters 4

MetaScope search parameters

Define a set of MetaScope parameters that can be saved for later
reuse. Learn more in the online reference.

Name:

[NPAtlas_01

F—AR—AD
Compound database t\y I\T\yj

ISearch\SDF Databases\NPAtlas_2019_1 2_PQl.sdf| | Browse... |

Data format: | Auto-detect ¥

Search parameters

Precursor tolerance: “]0 ‘ |ppm s ‘
[] Retention time within: 0,1 minutes
[] €Cs within: 25 %

Additional compound properties source %}J%*ﬁ%

[] Read additional compound properties from this file P—
<no database selected> } \ 7)‘ e 9 -

Fragment search method
® Perform theoretical fragmentation

Fragment tolerance: |10 ppm

O Perform fragment database search

<no database selected > ‘ | Browse...

Fragment tolerance: 5 PPM

Save search parameters | | Cancel

2. NP Atlas %z Progenesis QI HD T —4#~RX—X & LTEML. ¥HER
NTA—Z—Z2RET HHERFE
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I’ Edit Search Parameters pa

MetaScope search parameters

Define a set of MetaScope parameters that can be saved for later
reuse. Learn more in the online reference.

Name:
|NPAtias 02 ] -

i EBRTSTAY A
Bearch\SDF Databases\NPAtias 2019_12 PQlsc| [ prowse. |

Data format: | Auto-detect &

Hamured

arch parameters

Precursor tolerance: 5 | [opm -

[¥] Retention time within: | minutes
[ ©CS within: 20 =% v
Additional compound properties source
/] Read additional compound properties fram this file
(EES
ia-ch\mFDanbaseswvAms ndJTianddCCSm‘ Browse... =y

Datcbose.

T AU TR~

S0 50 S0 S/ s 60 6D eI 6D &0 6N 60 G0 60 G &0 T 70 w0 7 7R

NGH=f— [t ey Siome

Fragment search method Passible Wentificationss 3

O Do not use fragmentation data

i Compoud D Dexravon  Addwds  Fownals  Relendcaline CCS  Score  Fragmentalion score Miss e (apn] Relenfion ire snror Gnie) ACCS (' odope smilait

O o e
O Perform theoretical fragmentation WMD) Aapanal M Colerkn i@ B
i a 218

Fragment tolerance: 10 ppm WPADISES?  Micorskrll MIH CalbokOy
® Perform fragment database search
lum\snroarabaseswmuas m;menu.msp\ Browse..

Fragment tolerance: 5 lppm - |
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%Q% The Natural Products Atlas ek of chemical space

npatlas

Home Search - Explore © Discover v  Additions and Corrections Download About - v.2019.12 -

COMPOUNDS [

NPA ID: |NF‘.’«1A"J.“:EJ Compound Name: | Rosamicin ‘

COMPOUND: NPAOO4259

COMPOUND STRUCTURE COMPOUND PROPERTIES
NPA ID NPADO4259
CLUSTER ID 671
NODE ID 584
NAME(S) Rosamicin
FORMULA C31H51NO9

MOLECULAR WEIGHT (DA) | 581.75

ACCURATE MASS (DA) 581.3564

ORIGIN ORGANISM TYPE Bacterium

ORIGIN GENUS Micromonospora
ORIGIN SPECIES rosaria
INCHIKEY IUPCWCLVECYZRV-JEAVYTLSSA-N

InChI=1S/C3TH51NO9
/¢1-0-25-20(5)29-31(6,41-20)12-10-23(34)
17(2)14-21(11-13-33)28(19(4)24(35)16-26(
36)39-25)40-30-27(37)22(32(7)8)15-18(3)

EXPORT OPTIONS PNG MOL TSV
INCHI 38-30
PROJECT MOLECULE TO /h10,12-13,17-22,24-25,27-30,35,37H,9,11,1
GLOBAL VIEW e llonnl 4-16H2,1-8H3/b12-10+
/172,18-197,20?,212,22+,247,252,27-282,2
EXTERNAL LINK 97,30+,312/m1/s1

@GNPS CCC1C(C2C(02)
(/C=C/C(=0)C(CC(CIC(C(CC(=0)0T)0)C)O]

SMIES c@HB[C@@HI(Ic@Hl(CIC@H]
(03)CIN(C)C)0)CC=0)C)C)C

S OLATION REFERENCE
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1. Santen, Jeffrey A. van, Grégoire Jacob, Amrit Leen Singh, Victor Aniebok, Marcy J. Balunas, Derek
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