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S1 Overview of the APEX workflow

The automated Annotation Propagation through multiple EXperimental networks (APEX)

workflow was defined as follows:

for each manually annotated seed node S_i (GPNAE / ascarosides):

get the set of neighbors N(S_i)

for each neighbor node N_j in N(S_i):

for each mass difference edge connecting S_i to N_j:

if m(N_j) < m(S_i) and the corresponding chemical formula (formula(S_i)

- formula(N_j)) is not in the chemical formula of S_i:

remove the edge

if N_j is not annotated yet:

else:

annotate N_j with the chemical formula corresponding to

(formula(N_j) +/- formula(S_i)), if available

add new attributes to N_j containing the networks connecting N_j
and S_i, the seed node S_i, and other available attributes (i.e.
values of spectral similarity, mass-difference, and homologous

series)

if the number of networks connecting N_j and S_i is greater than
the current annotation or if the number is the same but the mass
difference |m(N_j) - m(S_i)| is smaller than the existing
annotation:

replace the existing annotation with the new one by:

annotate N_j with the chemical formula corresponding to

(formula(N_j) +/- formula(S_i)), if available

add new attributes to N_j containing the networks
connecting N_j and S_i, the seed node S_i, and other
available attributes (i.e. values of spectral similarity,

mass-difference, and homologous series)






