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SpnActGrp Get/Set active group

Description

Get/Set active group to Grp. if Grp=0 only get active group; else set one

Usage

spnActGrp (Grp)

Arguments
Grp - the name(character string) or the index(integer) of the group; if O - just get the
active group.
Value

spnActGrp returns the number of active group.

Author(s)

Teodor Krastev

See Also

spnSetSpcChecked

Examples

# Initialization of Spectrino
spnNew ()

# generate test set
spnOpenTree ("<test>")

# set third group to be active
spnActGrp (3)

# get the number of active group
i <= spnActGrp(0)

# Release of Spectrino object
spnFree ()
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spnDelGrp Delete a group(s)

Description

Delete Grp group. If Grp="*" then delete all of the groups from the spec-tree.

Usage

spnDelGrp (Grp)

Arguments
Grp - the name(character string) or the index(integer) of the group; O - active group;
""" - all groups.
Value

spnDelGrp returns the number of groups after the deleting. (spnGetGrpCount)

Author(s)

Teodor Krastev

See Also

spnDelSpc

Examples

# Initialization of Spectrino
spnNew ()

# generate test set
spnOpenTree ("<test>")

# delete third group from the list
spnDelGrp (3)

# empty the whole list of groups
spnDelGrp ("*")

# Release of Spectrino object
spnFree ()
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spnDelSpc Delete a spec from a group

Description

Delete Spc spectrum from Grp group. If Spc="*" then delete all of the spectra in that group them.

Usage

spnbDelSpc (Grp, Spc)

Arguments
Grp - the name(character string) or the index(integer) of the group; O - active group.
Spc - the name(character string) or the index(integer) of spec; O - selected spec; "*"
- all specs.
Value

spnDelSpc The function returns number of the spectra in that group after the deleting spnGet SpcCount (false, G

Author(s)

Teodor Krastev

See Also

spnDelGrp

Examples

# Initialization of Spectrino
spnNew ()

# generate test set
spnOpenTree ("<test>")

# delete third spec from the first group
# 11 - the number of specs after deleting
il <- spnDelSpc (1, 3)

# delete all the specs from the active group;
spnDelSpc (0, "x")

# Release of Spectrino object
spnFree ()
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spnFree Release of Spectrino

Description
Release R-object and closes application of Spectrino after you have finished working with it. That
is the proper way to close Spectrino, closing only the application will leave R-object of Spectrino.
Usage

spnFree ()

Arguments

Value

spnFree - Returns nothing.

Author(s)

Teodor Krastev

Examples

# Initialization of Spectrino
spnNew ()

# Release of Spectrino object
spnFree ()

spnGetGrp Get a group data

Description
Get spectra from one spec-group (matrix). All the spectra in a group are assumed to have common
X set of values, so if there is loaded spectrum in different X values, the spectrum is recalculated to
fit that reference set.

Usage

spnGetGrp (OnlyChecked, Grp)

Arguments

OnlyChecked - logical; if true gets only the checked specs.

Grp - the name(character string) or the index(integer) of the group; O - active group.
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Value
spnGetGrp returns a group data in matrix. Spectra are always in rows (one spectrum is one row).
The variables are columns, one variable (e.g. mass) is one column.

Author(s)

Teodor Krastev

See Also

spnGetSpc , spnGetSpc , spnGetSpc

Examples

# Initialization of Spectrino
spnNew ()

# generate test set
spnOpenTree ("<test>")

# all the checked specs from the first group
ml <- spnGetGrp (TRUE, 1)

# all the specs from "Test2" group
m2 <- spnGetGrp (FALSE, "Test2")

# Release of Spectrino object
spnFree ()

spnGetGrpCount Number of groups loaded

Description

Counts the number of spec-groups loaded in the current spec-tree.

Usage

spnGetGrpCount ()

Arguments

Value

spnGetGrpCount returns number of spec-groups loaded.

Author(s)

Teodor Krastev
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See Also

spnGetSpcCount

Examples

# Initialization of Spectrino
spnNew ()

# generate test set
spnOpenTree ("<test>")

n <- spnGetGrpCount ()

# Release of Spectrino object
spnFree ()

spnGetGrpName Get the group name by index

Description

Get the group name with an index Grpldx

Usage

spnGetGrpName (Grpldx)

Arguments
GrpIdx - the index(integer) of the spec-group. Use Grpldx=0 for active group. If Gr-
pldx="*" gets back a comma-separated list of all groups names.
Value

spnGetSpcCount returns name(character string) of spec-group with Grpldx index.

Author(s)

Teodor Krastev

See Also

spnGetSpcName

Examples

# Initialization of Spectrino
spnNew ()

# generate test set
spnOpenTree ("<test>")

# the name of second spec-group
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sl <- spnGetGrpName (2)

# the name of the active group
s2 <- spnGetGrpName (0)

# Release of Spectrino object
spnFree ()

spnGetRefer Get common X values in a vector

Description

Get reference X set of values (vector). All the spectra in a group list are assumed to have common
X set of values, so if there is loaded spectrum in different X values, the spectrum is recalculated
to fit the set given by the options: Boundaries from Low to High by 1. (in future versions the step
could vary)

Usage

spnGetRefer ()

Arguments

Value

spnGetRefer returns the reference X set of values (vector)

Author(s)

Teodor Krastev

See Also

spnGetSpc , spnGetSpc , spnGetSpc

Examples

# Initialization of Spectrino
spnNew ()

# generate test set
spnOpenTree ("<test>")

# the reference X values
vl <- spnGetRefer ()

# Release of Spectrino object
spnFree ()



spnGetSpc 9

spnGetSpc Get the group name by index

Description

Get one spectrum (vector) - only the Y-values. All the spectra in a group are assumed to have
common X set of values, so if there is loaded spectrum in different X values, the spectrum is
recalculated to fit that reference set.

Usage

spnGetSpc (Grp, Spc)

Arguments
Grp - the name(character string) or the index(integer) of the spec-group; O - active
group.
Spc - the name(character string) or the index(integer) of spec; 0 - selected spec; "*"
- all specs
Value

spnGet Spc returns one spectrum (vector) - only the Y-values.

Author(s)

Teodor Krastev

See Also

spnGetGrp , spnGetGrp , spnGetGrp

Examples

# Initialization of Spectrino
spnNew ()

# generate test set
spnOpenTree ("<test>")

# if "Test2" is the second group, and "test23" - the third spec in it
vl <- spnGetSpc (2, 3)

# is equivalent to

vl <- spnGetSpc ("Test2","test23")

spnGetSpc (2, "*")
# is equivalent to
spnGetGrp (FALSE, 2)

# Release of Spectrino object
spnFree ()
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spnGetSpcChecked Gets the vector of the state of spec checking boxes of a group

Description

Gets the logical vector of the state of checking boxes of Grp group.

Usage

spnGetSpcChecked (Grp)

Arguments

Grp - the name(character string) or the index(integer) of the group; O - active group.

Value

spnGet SpcChecked returns the logical vector of checked spec state.

Author(s)

Teodor Krastev

See Also

spnSetSpcChecked

Examples

# Initialization of Spectrino
spnNew ()

# generate test set
spnOpenTree ("<test>")

# the logical vector of checked spec of the first group
bvl <- spnGetSpcChecked (1)

# Release of Spectrino object
spnFree ()

spnGetSpcCount Number of spectra in Grp spec-group

Description

Counts the number of specs in Grp group.

Usage

spnGetSpcCount (OnlyChecked, Grp)
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Arguments
OnlyChecked -logical; if true gets only the checked specs
Grp - the name(character string) or the index(integer) of the spec-group; O - active
group.
Value

spnGetSpcCount returns number of specs in Grp group.

Author(s)

Teodor Krastev

See Also

spnGetGrpCount

Examples

# Initialization of Spectrino
spnNew ()

# generate test set
spnOpenTree ("<test>")

# the number of the checked specs in second group
il <- spnGetSpcCount (TRUE, 2)

# the number of specs in the active group
12 <- spnGetSpcCount (FALSE, 0)

# the number of specs in "Test3" group
i3 <- spnGetSpcCount (FALSE, "Test3")

# Release of Spectrino object
spnFree ()

spnGetSpcName Get the group name by index

Description

Gets the spec name with an index Spcldx from Grp group

Usage

spnGetSpcName (Grp, Spcldx)

Arguments
Grp - the name(character string) or the index(integer) of the spec-group; 0 - active
group.
SpcIdx - the index(integer) of the spec; O - selected spec. If Spcldx="*" gets back a

comma-separated list of all specs names in the group.
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Value

spnGetTree

spnGet SpcCount returns the name(character string) of spec with Spcldx index from Grp group.

Author(s)

Teodor Krastev

See Also

spnGetGrpName

Examples

# Initialization of Spectrino
spnNew ()

# generate test set
spnOpenTree ("<test>")

# the
sl <-

# the
s2 <-

# the
s3 <-

name of second spec from the first group
spnGetSpcName (2,1)

names—1list of the active group
spnGetSpcName (0, "x")

name of the third spec from "Test2" group
spnGetSpcName ("Test2", 3)

# Release of Spectrino object
spnFree ()

spnGetTree Gets specs from all the groups

Description

Get spectra from all the groups. Only the checked ones or all of them. Variables are by columns;
measurements are by rows. The reason is "prcomp" principal component analysis accepts that order
of data. Excluding the spectra from a group called "unknowns". That protected name is supposed to
be for testing purposes only, so the data from that group are not included in all-data-get command.

Usage

spnGetTree (OnlyChecked)

Arguments

OnlyChecked - logical; if true gets only the checked specs

Value

spnGetTree returns the matrix of specs from all the groups.
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Author(s)

Teodor Krastev

See Also

spnGetSpc , spnGetSpc, spnGetSpc

Examples

# Initialization of Spectrino
spnNew ()

# generate test set
spnOpenTree ("<test>")

# all the specs from all the groups (excluding "unknowns" group, if any)
ml <- spnGetTree (FALSE)

# Release of Spectrino object
spnFree ()

spnNew Initialization of Spectrino

Description

Check if R-object of Spectrino exists, and if not, creates/initializes Spectrino object/application.
The command recommendable, but optional - it will be called, when any command is executed, if
the R-object of Spectrino does not exists.

Usage

spnNew ()

Arguments

Value

spnNew - Gets back TRUE if the Spectrino object exists or has been created; otherwise - FALSE.

Author(s)

Teodor Krastev

Examples

# Initialization of Spectrino
spnNew ()

# Release of Spectrino object
spnFree ()
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spnOpenGrp Opens/Creates a spec-group

Description

Open/Create a spec-group. All the spec files from one spec-group must be in the direcory of the
group file. The names of spec-groups or specs are the filenames of the respected ones without path
and extension (no space or special characters allowed). To avoid misinterpretation the names of
group or spec cannot be numbers (even the operation system let you do it).

Usage

spnOpenGrp (GFilename, NewGrp)

Arguments
GFilename - character string; If the path is missing, the path of current spec-tree is assumed.
The extension (*.SGR) is not a must. All the filenames or directories must be
with forward slashes e.g. D:/Prime/Data/Test.sgr
NewGrp - logical. If NewGrp is true then GFilename shouldn’t exist to be created. If
NewGrp is false then GFilename must exist to be opened.
Value

spnOpenGrp returns the number of groups after the adding, which is the index of added group.
spnGetGrpCount
Author(s)

Teodor Krastev

See Also

spnOpenSpc , spnOpenSpc , spnOpenSpc

Examples

# Initialization of Spectrino
spnNew ()

# generate test set
spnOpenTree ("<test>")

# empty the whole list of groups
spnDelGrp ("*")

# creates a new group;
# the directory must exists and the spec files must be in it
# 11 <- spnOpenGrp ("D:/Prime/Data/0Oils.sgr", TRUE)

# opens "Test2.sgr" file from current spec-tree directory
i2 <- spnOpenGrp ("Test2", FALSE)
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# Release of Spectrino object
spnFree ()

spnOpenSpc Open spec in spec-group

Description

Open spec in Grp spec-group. All the spec files from one spec-group must be in the direcory of the
group file, so avoid using a path for SFilename. The names of groups or specs are the filenames of
the respected ones without path and extension (no space or special characters allowed). To avoid
misinterpretation the names of group or spec cannot be numbers (even the operation system let you
do it).

Usage

spnOpenSpc (Grp, SFilename)

Arguments
Grp - the name(character string) or the index(integer) of the group; O - active group.
SFilename - character string. The path is ignored and the path of current spec-group is
assumed, so it would be better if you don’t use path
Value

spnOpenSpc returns returns the number of specs after the adding, which is the index of added
spec.

Author(s)

Teodor Krastev

See Also

spnOpenGrp , spnOpenGrp

Examples

# Initialization of Spectrino
spnNew ()

# generate test set
spnOpenTree ("<test>")

# delete all the specs from second group;
spnDelSpc (2, "*")

# that will open existing spec Test23.txt from the directory of "Test2"
il <- spnOpenSpc ("Test2","test23.txt")

# Release of Spectrino object
spnFree ()
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spnOpenTree Open a spec-tree

Description

Open a spec-tree from TFilename. The spec-tree file (.str) always is saved with the preprocess-
ing options. The function returns To create new spec-tree you have to empty current one by
spnDelGrp ("+") and save the empty one under new name.

Usage

spnOpenTree (TFilename, InclOpt)

Arguments
TFilename - character string. The extension (*.STR) is not a must. All the filenames or di-
rectories must be with forward slashes e.g. D:/Spectrino/Data/Test.str. "<test>"
string generates test example
InclOpt - integer (0,1,2); InclOpt rules where the preprocessing options will be taken
from. If InclOpt = O then factory setting (no preprocessing) is used; 1 is for last
used one; if 2 - the options are taken from TFilename
Value

spnOpenTree returns the number of groups in the new spec-tree. spnGetGrpCount

Author(s)

Teodor Krastev

See Also

spnOpenSpc , spnOpenSpc , spnOpenSpc

Examples

# Initialization of Spectrino
spnNew ()

# generate test set
spnOpenTree ("<test>")

# Release of Spectrino object
spnFree ()
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spnSaveGrp Save aspec- group

Description

Save Grp group as GFilename file. The most common use is with GFilename=
under its proper name.

, to save the group

Usage

spnSaveGrp (Grp, GFilename)

Arguments

Grp - the name(character string) or the index(integer) of the group; O - active group;
"#" - all groups. If Grp="*" then all groups are saved under their proper names
(in that case GFilename is ignored, but some string be present) and nothing gets
back to R.

GFilename - character string. The path of GFilename of is ignored, because any group file
must be in the same directory as the specs in it. If GFilename is empty (the most
common use), then Spectrino uses the proper name of the group.

Value

spnSaveGrp returns the full name of saved spec-group, except for Grp="*"".

Author(s)

Teodor Krastev

See Also

spnOpenGrp , spnOpenGrp

Examples

# Initialization of Spectrino
spnNew ()

# generate test set
spnOpenTree ("<test>")

# save second group under its name;
sl <- spnSaveGrp(2,"")

# rename "Test2" group to "gassew" and then save it;
s2 <- spnSaveGrp ("Test2", "gassew")

# save all the groups under their proper names;
sanaveGrp ( non , n n)

# Release of Spectrino object
spnFree ()
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spnSaveTree Save current spec-tree with the preprocessing options.

Description

Save the current spec-tree along with the preprocessing options.

Usage

spnSaveTree (TFilename)

Arguments
TFilename - character string. If TFilename is empty then Spectrino uses the proper name
of the spec-tree.
Value

spnSaveTree returns the full name of saved spec-tree

Author(s)

Teodor Krastev

See Also

spnOpenTree , spnOpenTree

Examples

# Initialization of Spectrino
spnNew ()

# generate test set
spnOpenTree ("<test>")

# save the spec-tree under its name
spnSaveTree ("")

# rename the spec-tree and save it
spnSaveTree ("savenow")

# Release of Spectrino object
spnFree ()
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spnSetPPOpt Set pre-processing options of Spectrino

Description

Set Spectrino pre-processing options Baseline=<integer> BaselineOn=0/1 MassBins=0/1 Normal-
ize=0/1 MeanExtract=0/1 BaseGrp=<GroupName> LowLimit=<integer> HighLimit=<integer> Pre-
cision=<integer 1..10>

Usage

spnSetPPOpt (OptionList)

Arguments
OptionList - string; comma separated list of options as they are in Preprocess section of a
spec-tree.
Value

spnSetPPOpt Gets back the full options list.

Author(s)

Teodor Krastev

Examples

# Initialization of Spectrino
spnNew ()

# Set Spectrino pre-processing options
spnSetPPOpt ("Normalize=0,MeanExtract=0")

# Release of Spectrino object
spnFree ()

spnSetSpcChecked Set checked state of spec(s)

Description

Set Spc spectrum of Grp spec-group checkbox to checked/unchecked state. If Spc="*" then all of
specs in Grp group are set. If Grp="*" then all of spectra in all groups are set to Checked (in that
case Spc is ignored).

Usage

spnSetSpcChecked (Grp, Spc, Checked)
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Arguments
Grp - the name(character string) or the index(integer) of the group; O - active group;
"""~ all groups
Spc - the name(character string) or the index(integer) of spec; O - selected spec; "*"
- all specs.
Checked - logical, the state which will be set
Value

spnSetSpcChecked none

Author(s)

Teodor Krastev

See Also

spnGetSpcChecked, spnActGrp

Examples

# Initialization of Spectrino
spnNew ()

# generate test set
spnOpenTree ("<test>")

# check just one
spnSetSpcChecked (2, 3, TRUE)

# all the spec from second group to OFF
spnSetSpcChecked (2, "x",FALSE)

# all the specs in all groups to ON
spnSetSpcChecked ("+", "x", TRUE)

# Release of Spectrino object
spnFree ()

spnSetVis Set Spectrino to be visible or hidden

Description

Set Spectrino to be visible or hidden, if Visible = TRUE shows Spectrino else hides Spectrino. Gets
back the current visibility. If you want to use Spectrino only as a data-tank, that is the way to hide
it.

Usage

spnSetVis (Visible)



spnValidation 21

Arguments

Visible - logical; set a visibility state

Value

spnSetVis Gets back the current visibility.

Author(s)

Teodor Krastev

Examples

# Initialization of Spectrino
spnNew ()

# shows Spectrino
bl <- spnSetVis (TRUE)

# hides Spectrino
bl <- spnSetVis (FALSE)

# Release of Spectrino object
spnFree ()

spnValidation Validation of Spectrino

Description

Spectrino validation - not conclusive, tests only the most common functions and modes.

Usage

spnValidation ()

Arguments

Value

spnValidation - If it gets back "Validation confirmed" you have very good chances that Spec-
trino might work, otherwise you will have the error with a number (see the code).

Author(s)

Teodor Krastev
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Examples

# Initialization of Spectrino
spnNew ()

spnValidation ()

# Release of Spectrino object
spnFree ()
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