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» Bugfixes and cleaning, more checks of of the input

» Removed fw.lineshape = 0. Always give explicitely the
lineshape you are going to use:

1 always Voigt lineshape (only real)

2 Galatry line-shape [Gal61] if paramters are
given, if not lineshape = 1

3 Implementation of SDV by [BWB11]

4 pCqHDSC lineshape [TNH13]

» fw.tips=F by default. The new TIPS method is very time
consuming and does not have much effect.
NOTE Spectroscopic parameters have to correspond to each
other, the calculation of extra parameters will affect to "Voigt’
lineshape.
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Distribution and versioning

The distribution of Releases will be done via tar balls or zip files.

The development code is also available via github (private

repository, ask Jim Hannigan for access).

The versioning follows standard conventions: v1.0.20

major version number: essentially new program, e.g. adapted
for satellite retrievals

minor version number: new functionality, e.g. new lineshape,
continua. Major changes in input, likely not
backwards compatible

patch: bug fixes, backwards compatible with the input of
same major and minor version humber.

Compatibility with the sfit4.ctl not checked.
The current version is 1.0.20.
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» https://wiki.ucar.edu/display/sfit4/ -> SFIT 4 Version 1.0.
Release
> sfit-core-code
> Linelist
» CkOpus
» sfit4-processing-environment

> https://wiki.ucar.edu/display/sfit4/ -> WACCM Data
The tarball SFIT4-Official-Release-1-0-20.tar.gz contains:

doc Extensive documentation —> read first

docs/Get_started/sfit4-quickstart.pdf as entry
src the source code of sfit4, hbin and pspec
tools auxilliary programs

test_cases_ examples of the use of several features and
NDACC setups

Note:the test_case directories are still work in progress.
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Other data needed

atmospheric model WACCM v6 (currently transition to v7)

linelist The linelist is a collection of HITRAN style files. It
is a mixture of HITRAN and ATM linelists.

IMPORTANT:

Be aware when copying of hbin.ctl, hbin.input, isotope.ctl or
reference.prf files.

The internal numbering of the species changed for higher
numbers.

Preferably use provided tools and templates.
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The tools

The tools directory contains two scripts

create_refprofile creates a valid reference profile for sfit4
version 1 from default data and data from the
WACCM run. Note some the names and numbers
of the molecules have changed in between SFIT4
versions 0.9.4.4 to 1.0.

create_testcase creates a testcases from a running directory.
Reads all the files needed for running hbin and
sfit4 and packs them into in tarball release.tgz.
This can be sent to the maintainers along with
description of the problem.
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sfit4 testbed

» broad selection of testcases to check the code

xmathias@mini-mp: ~/sfit-core-code-github/sfit4d test o _ 0O X

C2HE: RUM Ok CHI_Z_Y OK kE Ok
HCL RUM Ok CHI_Z_Y OK kE Ok
CLOMDZ: FUM 0K CHI_Z_Y 0Ok kE Ok
HEM: RUM 0K CHI_Z_Y 0Ok KB OK
HMOZ: RUM 0K CHI_Z_Y 0Ok KE 0K
M20: RUM 0K CHI_Z_Y 0Ok KE 0K
HOZ2: RUM 0K CHI_Z_Y 0Ok KE 0K
03: RUM 0K CHI_Z_Y 0Ok KE 0K
CH4: FUM 0K CHI_Z_Y Ok KE 0K
CCL4: FUM Ok CHI_Z_Y Ok KE 0K
CH4_CELL: RUM Ok CHI_Z_Y 0K Mo kbmatrix found
TPROFILE: RUM Ok CHI_Z_Y OK KE Ok

Humbers of the runs are found in file Shomesmathiasssfit-core-code—qithubs/F=fit
_testhed/results, txt

mathiasimini-np:®/=fit-core-code-github/=f itd_testbed$ ||



sfit4 testbed

v

broad selection of testcases to check the code
not always recommendable combination of features

checks if code works and if it returns same results as the
original
should be used

> after install
» after upgrade of sfit4

» after upgrade of computer system
» if code does not work

» after code modifications

all output should be ok.
More detailed output can be found in results.txt



Implementation of continuum absorption

» planned for the next major upgrade (SFIT4 v1.1 or v2.0)

» implemented the AER radiation code (www.aer.com) in the
version 3.0

» MT-CKD code is available from
https://github.com/AER-RC/MT_CKD

» described in [MPM*12]

» SFIT4 v1.1 is already used by the Toronto group and
recent results are at the poster of Lukas Heizmann

» Tests and finalization are ongoing. Code available on
request for testing and validating.
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Thanks for your attention
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