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Master MS MS spectral library search, in silico fragmentation and GNPS style molecular
networking for small molecule annotation. You will configure library matching, understand
scoring and FDR like thinking, run GNPS workflows and integrate annotated networks into
untargeted metabolomics and natural products studies.

Spectral Libraries, In Silico Fragmentation &
GNPS
Help Desk · WhatsApp
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Studies
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Spectral Libraries & Reference Data

Public and commercial MS MS spectral libraries

G N P S  s t y l e  c o m m u n i t y  l i b r a r i e s  M a s s B a n k  a n d

r e l a t e d  r e s o u r c e s  v e n d o r  s p e c i f i c  c o l l e c t i o n s

Spectrum quality and metadata requirements

c o l l i s i o n  e n e r g y  a n d  p o l a r i t y  f i e l d s  i n s t r u m e n t  a n d

a c q u i s i t i o n  d e t a i l s  c o m p o u n d  i d e n t i f i e r s  a n d

Spectral Libraries, In Silico Fragmentation & GNPS —
Hands-on
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s t r u c t u r e s

Organising local project specific libraries

c u r a t e d  i n  h o u s e  r e f e r e n c e  s p e c t r a  v e r s i o n i n g  a n d

d o c u m e n t a t i o n  s h a r i n g  l i b r a r i e s  w i t h i n  t e a m s

S e s s i o n  2
F e e :  R s  1 1 8 0 0   Apply Now

In Silico Fragmentation Concepts & Tools

Basics of small molecule fragmentation logic

c o m m o n  b o n d  c l e a v a g e s  n e u t r a l  l o s s e s  a n d

d i a g n o s t i c  i o n s  e n e r g y  d e p e n d e n c e  o f  p a t t e r n s

In silico fragmentation tools and workflows

t h e  i d e a  o f  r u l e  b a s e d  e n g i n e s  s t r u c t u r e  i n p u t  a n d

o u t p u t  s p e c t r a  m a t c h i n g  e x p e r i m e n t a l  a n d  p r e d i c t e d

s p e c t r a

Scoring, candidate ranking and limitations

c o s i n e  l i k e  s c o r e s  i n t u i t i o n  d e c o y  a n d  t a r g e t

t h i n k i n g  a m b i g u i t y  i n  i s o m e r s  a n d  a n a l o g s

S e s s i o n  3
F e e :  R s  1 4 8 0 0   Apply Now

GNPS Molecular Networking Workflows

From MS MS data to GNPS compatible formats

e x p o r t i n g  m z M L  a n d  m g f  s t y l e  f i l e s  m e t a d a t a  t a b l e s

f o r  G N P S  b a s i c  p r e  p r o c e s s i n g  e x p e c t a t i o n s

Setting up classical and feature based networks

s i m i l a r i t y  t h r e s h o l d s  a n d  m i n i m u m  p e a k s  l i b r a r y

s e a r c h  o p t i o n s  a n a l o g  s e a r c h  c o n c e p t s

http://www.nthrys.com
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Visualising and filtering networks for biology

c l u s t e r  l e v e l  i n s p e c t i o n  m a p p i n g  s a m p l e  g r o u p s  a n d

i n t e n s i t i e s  i d e n t i f y i n g  m o l e c u l a r  f a m i l i e s  o f  i n t e r e s t

S e s s i o n  4
F e e :  R s  1 8 8 0 0   Apply Now

Integrating Library Hits into Studies

Annotation levels and confidence reporting

l i b r a r y  h i t  v e r s u s  i n  s i l i c o  s u p p o r t  a n a l o g  s t y l e

a n n o t a t i o n s  l i n k i n g  s c o r e s  t o  l e v e l s  o f  c e r t a i n t y

Combining networks, statistics and pathways

m a p p i n g  s i g n i f i c a n t  f e a t u r e s  o n  n e t w o r k s  c o n n e c t i n g

t o  p a t h w a y  m a p s  p r i o r i t i s i n g  m o l e c u l a r  f a m i l i e s  f o r

f o l l o w  u p

Exporting results and documenting workflows

t a b l e s  o f  h i t s  w i t h  s c o r e s  a n d  m e t a d a t a  n e t w o r k

f i g u r e s  f o r  p r e s e n t a t i o n s  c h e c k l i s t s  f o r  r e p r o d u c i b l e

a n n o t a t i o n  p i p e l i n e s

http://www.nthrys.com

