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MEZERMHARNLMEEEYHNAREENMEUSYEERENNE, SR, ARAR—EEIHEM
KIENRAFY) (BMEY. HEY. BFEMFFRR) , BHNRRMIMPTEZRNREEENLEY. £EH
KEMTRELEYIEEFTESENTERE. TEAEFRMTEN RN EFHHITEERN, M
ITHEREFECAERANSE. LNUMRIEIR. REBIESRIEKA(LC-MS)ZE—MEMNA X, AIUSE
MRIERAFDRBYPEENUEY. BEEYEENRIEEHRESR, T PRQ-Tof(NE L#T
BERIEDHZE], FEAHTELBESE. THBIENBZE, EEFGHTHHEEFHERRIBDF
B, RS BEERSMHIERE(CCS)EEMNUEMEEER, BEMBMNTFERMIMNI T, FHREITE
RORAFMBEEFRETITIE, FEEDERERRALRURTENUESYEIEERECHELENLE
MEEREZ. ANERNBNRMITIERZNIET A Natural Product Atlas#iEE (KR T>25,000M &
¥)) #Z5aProgenesis QUE BF R R R IMM B EE XA USRI %o
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= BBUPLC Q-Tof BB FHETLERIZENP Atlas#izE, BTFRAFIHAR
» {EFProgenesis QIFFAINP Atlas#iBEHF LB A MB RS R
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HWHRAFYNA RN FIHREFRTNENREACSYN TRRXAFYREERBYNRERZELIEE X,
AFHFmNERYE, ALFEEIERNRERRIERAFYHNELRD Fo PBERBERIIZFEITESR
MRIEE—F . REBRITZRNE, EXAFYRIMNESPNAREEHEHNF, TERERSLHDN
A TR#—THBEMRN, EHFEEWHNTIEREMEXEEULRSMRIE,

HERAFE NP ERRBEIESS O WERIZHA(LC-MS) TIERE (Bl) , alEREMEMEMS RN
SEAMENDINO BN MERBEERIE. RITEIRFERERNRAFYIRIY D B RIRAVE D
, RNEXSBEFHERBFNEHREREERTENRN. ERETEFEERANNSETESNELEE
EHA—BNBERFEF, KFEASBESIBER, RHMERE(CCS)ERATLEMETE, HRMIER



» REHES NProgenesis QIR # 1T 0, BIELREELEEEEMLEY), JEIBURFRLRMME
(BT LAGE /N MK R IR EIBISE El

BB RigSIERR #£Progenesis QIFIFI ANP Atlas 43 T i 3 R BR A
HUERTK BIBEE IS FELCMSEIE TR
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Progenesis ' ae
EI1 B FIProgenesis QIS B SRR AT ERNRAT IR EA T RAT AT M AL LI,

AR ERELC-MSEIEAYIE EEA IR T KB, Al EMTR KA LAMMBEEXREE, Natural
Products Atlas (npatlas.org <http://www.npatlas.org/> )HREB R Z MM EIEEEREEESCE, HHA
RHBFFAFRoger LiningtonBIEA T NANHR AR A THER, BRAFYHARMENEERR, AERA
YRR HEE T — N EAMAIREZFE AL, Natural Products Atlas (NP Atlas)FE &2 FE{TIEE R
FEREXHMPRRNABNEYRIBENRATY, 8E2021F68, HEMRAFESEET>29,000MtE
¥ (911,000MAERFENLEYFLS,000MERERFENUEY) , ZEEEREEHEER, IRTENR
FEHFRCEMN D . NP AtlasitREAL R, REMAIMIIEE, ATUEBARARE—D THEEXIR
o FAPALRIELEMEN. KaMER. HFE. KFH. InChiKey. SMILESHFER, HEREDLET
BRieRUEY. NP Atlas ERRZRINEERT IS EMB ML SWEITREN T R, MARIMIIEEN AT LAMIE
. PHEFEHMAETHLEY.

FRENP Atlas#iBEBARA T RAFMRDMNE AR RENLIR, EBARTEFERRAFYRIIERDN
LC-MSEUR#HITHIZE 8, KIFHSENP Atlas&1EFF & 7 S5Progenesis QIFIUNIFIZR 43 A 8 £ E 3 A5 ki
NP Atlas##&F . Progenesis QIFIUNIFIARZASEINP AtlasEEgrIfEmarketplace.waters.com <
http://marketplace.waters.com> fMih T &, X—HFH LB LI T NP AtlasiE RS EEIENE N

, BMFPFTHBRAFYARBYZEMNRE Y, BENP Atlasz4h, Ra]LIfEWaters Marketplacefe 88 F & H it
KA EIERE, HBATFProgenesis QIFIUNIFI,
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Ql Edit Search Parameters X

MetaScope search parameters

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

Name:

INPAtlas_01 | ﬁ?& E
Compound database ‘Q
KB

ISearch\SDF Databases\NPAtIas_2019_12_PQl.sdf| | Browsel |

Data format: ‘ Auto-detect M ‘
Search parameters
Precursor tolerance: ‘10 ‘ Ippm v ‘
[] Retention time within: 01 minutes
[] cCs within: 25 %

Additional compound properties source *}J y‘ﬁ*ﬁ ?

[] Read additional compound properties from this file
<no database selected> = ﬁ

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
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EEBE G,



i b

HEEEINP Atlas

E3. A)EEFANP AtlasfEIProgenesis QIR EIEEHITARMUSYEE, B)FHELLFEIFIMS/MSIEE. RT
MCCSSHLALIR AR B E X HIEE,

BIEEEXEIEERS, AJUREEEXMIEEER T —HELUER, ETUENCEVEE. GETEFHE
RANIERES, BEXBIEEFRTSNSHCREENSY): 8B FRHRER. RURMBMEITS.
RT. BHARENERBFERMCCS, NMREREABFHERANBERTERBEXTIEE, NEARAITS
HITEE, ARTHICCSEH (EBFHERNF) ARHERER, BNEEERNAEE, B4BTT
—MERABENXIZNBIBERITERNTA, ATRFIERANRTAETERCHETIRE, BFERANEEENE
BERIITIER, ZEZRNHIEELESHEESEFHERREN. RUREMUMTS. RT. BHRENE
FBFEEMCCSE, MIAEELERE, FLUEEProgenesisHAVEBHEIZIFIRINP AtlasPih ERIFEHLEYITT
&, FIFANP AtlasHHIFIERIATHEERRFM AU EY), #H—FBINKEY. NP AtlasiFiZEE I ER5ERE

, BISIGNPSFIMIBIG, EI5ZR T NP Atlas5GNPSEZMRAI, BFH —FEZIBGNPSANKEY, #HITH
FWELH (E5) o



OI' Edit Search Parameters x

MetaScope search parameters

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

Name:

|NPAtlas 02

LTEBIAMERET

Compound database
earch\SDF Databases\NPAtlas_2019_12_PQlsdf| [ growse.. |

Data format: | Auto-detect

Mamured

AIC DATAMETErs

Precursor tolerance: |5 | [ppm -

[¥] Retention time vithin: | minutes  ~
ccs within: (20 [ -

dditional compound properties source
/] Read additional compound properties fram this file

Datobose

BERETHEE

- I I T R T " P N R R T S T TR R R )

f mz

e eI 2 S PR —

Fragment search method rassible identificaons 3

© Do not use fragmentation data i Compound D Descras Atoucts  Fowmls lalion sccre Miss exror (g Reletian Tire ertor (mire) | ATCS (A _ olope similrit

O Perform theoretical fragmentation

=
228

Fragment tolerance: 10 ppm NPADSAG2  Micweokin |l MIH Cog sty
® Perform fragment database search
iucn\somarawseswmuas mfragmenu.msp‘ B

I Fragment tolerance: 5 lppm -]
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=
The Natural Products Atlas weworuiews of chemica space Logout
npatlas
Home Search ~ Explore ~ Discover v Additions and Corrections Download About ~
COMPOUNDS
NPA ID: |N\’.’\12.’,‘:~1£3 Compound Name: | Rosamicin | Resat

COMPOUND: NPAOO4259

COMPOUND STRUCTURE COMPOUND PROPERTIES
NPA ID NPAD04259
CLUSTER ID 671
NODE ID 584
NAME(S) Rosamicin
FORMULA C31H51NO9

MOLECULAR WEIGHT (DA) | 581.75
CH
3

ACCURATE MASS (DA) 581.3564
ORIGIN ORGANISM TYPE | Bacterium
CH,
ORIGIN GENUS Micromonospora
ORIGIN SPECIES rosaria
INCHIKEY IUPCWCLVECYZRV-JEAVYTLSSA-N
InChI=1S/C31H51NO9
/c1-9-25-20(5)29-31(6,41-29)12-10-23(34)
17(2)14-21(11-13-33)28(19(4)24(35)16-26(
O EORT OPTIONS e PP = 36)39-25)40-30-27(37)22(32(7)8)15-18(3)
INCHI 38-30
PROJECT MOLECULE TO /h10,12-13,17-22,24-25,27-30,35,37H,9,11,1
GLOBAL VIEW SesCliohal 416H2,1-8H3/b12-10+
/1177,18-197,207,217,22+,247,257,27-287,2
EXTERNAL LINK 92,30+,312/m1/s1
@GNPS CCC1c(C2c(02)
SMILES (/C=C/C(=0)C(CC(C(C(C(CC(=0)01)0)C)O[
c@HB[C@@HI(Ic@H](ClC@H]
(03)C)N(C)C)0)CC=0)C)C)C
N\ OLATION REFERENCE

E5. 8NP AtlasF] LAEERGNPS, #1702 FME Do

AT RAJBEFTDFANP AtlasBiERE, HITEWNSEFEERE: £AACQUITY PremierRANDBEZRBIX
AFEYIRENY), BRETEFHERAMNQ-Tof SYNAPT XSEAMEREHITHERS . BNFAETEF
HE R A EIE IR B R ER T (HDMSE) i@l s i REE R E R UL S B FERRENNERBTE
Bo BRXRAFYADMMNIELABIERHIRG, FAProgenesis QI TIERZRIEEIE, HANP AtlastUBEH
THEEFER.

FH—MYBREE (EAXevo G2-XS Q-Tof HRMSAR4E) AJLURSHEMIER. R TP EAZIBEFHENE, E
WEEERSHEBFHERDBLERNLEY. BEERAIIBIERBEREMSHERE, B REER L
RREEFEHRENNERBEFES. IRIEBEIBEFHELNIRSCCSE, MXevo G2-XSFHLMKE



METESHERINSEH, MAZHEITIEHNS TS,

Natural Product Atlas A RZAF=M AR THIRE T RERFR. N TH—FKIENP AtlasHLE, AR T RE
kNP Atlas#iiEZE. REMMNEEMREAIURBLC-MSEIE, HEEBEIZFERANP AtlasiEZRLC-MSEIE#H
THEWMEE, MOpenAccesshids BRI RIIZINEE, ZREMEBIEENRA MR AT I UIRES S 715
MEREHR. BitERBFNERRAMESH. RENENEIE FHEXRRFNCCSEHITHEYMELER
MBohETE. KSEARNP AtlasBiBERZERM, AP AILARImarketplace.waters.com <
http://marketplace.waters.com> Wu&## 1T T H.
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ACQUITY UPLC I-Class PLUS%%t <https://www.waters.com/134613317>
SYNAPT XSE 2 ¥EFRiZY <https://www.waters.com/waters/nav.htm?cid=135020928>

Xevo G2-XS QTof @k ¥{ThYIal Frik{¥ <https://www.waters.com/134798222>
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MassLynx MSERfF <https://www.waters.com/513662>

Progenesis QI <https://www.waters.com/134790652>
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