Generating custom

Modifying ranges of
« » acyl properties or \_

Start here

Y

database?

N
J

$J

No use of
generatelOBdbase () Or
modification of primary text tables
required

Default databases included
with LOBSTAHS will be used
when calling

doLOBscreen

Changing retention
time windows for
lipids(s) or lipid
class(es) that already >
exist in the

LOBSTAHS
database?

Yes: No

v

Change retention time windows
for the compound or class in
LOBSTAHS rt.windows.xIsx

Export and save as .csv
"LOBSTAHS_rt.windows.csv"

Proceed to screening using
dolLOBscreen

Proceed to screening using
doLOBscreen

Set rt.windows =
LOBSTAHS rt.windows.csv

No Adding new lipid or

”“Noxidation states within /'
an existing lipid class?

Yes

\

Open the workbooks
LOBSTAHS acylRanges.xIsx and
LOBSTAHS oxyRanges.xlsx

Y

Modify data in the two tables to
define the ranges of acyl
properties (fatty acid chain
lengths; degrees of unsaturation)
and oxidation states (additional
oxygen atoms) to be considered
in creating database entries for
the class

Y

Save as .csv files
"LOBSTAHS_acylRanges.csv"
and
"LOBSTAHS_oxyRanges.csv"

Y
Generate new custom
databases using
generatelLOBdbase (

Set acyl.ranges, and oxy.ranges to
load data from
your customized tables
LOBSTAHS_acylRanges.csv
and
LOBSTAHS_oxyRanges.csv

lipid class?

Open
LOBSTAHS componentCompTable.xlsx

Adding new lipid class
for which range of >

Adding a single
compound such as a
pigment or otherwise
unique lipid?

No—)<oxidation states & acyl

properties are to be
considered?

Yes Yes

v v

Specify exact mass of neutral
compound in spreadsheet
"Elemental composition matrix"

Define the base fragment for the
new lipid class in spreadsheet
"Elemental composition matrix"
(first tab of workbook) (first tab of workbook)

I_¢¢_I

Specify a Species_class and
Adduct_hierarchy_lookup_class

|

Specify the Specify the
DB_gen_compound_type as DB_gen_compound_type as
"DB_unique_species" "DB_acyl_iteration"

\_

I—LL—I

Copy all but first row and last column
of table to spreadsheet
"LOBSTAHS_componentCompTable"
(second tab of workbook)

v v

Bave worksheet as .csv file with name
[OBSTAHS_componentCompTable.cs

—II—¢

=

Add the new lipid class to
LOBSTAHS acylRanges.xlsx and
LOBSTAHS oxyRanges.xlsx

Y

Modify data in the two tables to
define the ranges of acyl
properties (fatty acid chain
lengths; degrees of unsaturation)
and oxidation states (additional
oxygen atoms) to be considered
in creating database entries for
the class

A

)

Save as .csv files
"LOBSTAHS_acylRanges.csv"
and
"LOBSTAHS_oxyRanges.csv"

Do new adducts need

Specify formula and mass of new
adduct in

Add corresponding adduct hierarchy
information for the new compound or
class to appropriate worksheet in

Export and save as .csv:
"LOBSTAHS_adductHierarchies.csv"
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Guide to database customization in LOBSTAHS, a multifunction R package for screening,
annotation, and putative identification of mass spectral features in large, HPLC-MS lipid
datasets
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Created to accompany the package documentation at:
https://github.com/vanmooylipidomics/LOBSTAHS/blob/master/vignettes/LOBSTAHS.Rmd

to be defined for your LOBSTAHS componentCompTable | ) ) . .~
<new compound or Iipid> Yes—> (see above) using Species_class P|LOBSTAHS adductHierarchies.xlsx; >
must use same
class? and DB_gen_compound_type Adduct hierarchy ook |
"adduct_pos" or "adduct_neg" .L.jc - erarchy_lookup_class
specified in componentCompTable
No
/ Generate new custom databases \
using generatelOBdbase
Set component.defs, ATH.defs, acyl.ranges
and oxy.ranges to load data from your customized
tables (LOBSTAHS_componentCompTable.csv,
LOBSTAHS_adductHierarchies.csv,
LOBSTAHS_acylRanges.csv, and
LOBSTAHS_oxyRanges.csv) as
k appropriate /
Modify existing data or specify
f L new retention time windows for
Will retention time L K
window screening be > compound(s) or lipid class(es) in Export and save as .csv
< used later in Yes—» LOBSTAHS rt.windows.xlsx, > "LOBSTAHS rt wind ) "
using species or class hame —fl.windows.csv
doLOBscreen () ? : ) .
corresponding to first column in
the componentCompTable
No
¢ A\ 4
Proceed to screening using / Proceed to screening using \
doLOBscreen () doLOBscreen ()

Set database to load your custom
database of appropriate polarity (the
LOBdbase object you just created using
generateLOBdbase ())

Set database to load your custom
database of appropriate polarity (the
LOBdbase object you just created using
generatelOBdbase ()

Set rt.windows =

QOBSTAHS_I(: .windows. csy
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