Bugs in EATOS v1.1

The following list is made to carry forward the imperative of transparency, which is considered an important contribution to a reliable application of the concept underlying this software. So, please contact eissen@tech.chem.ethz.ch in the case that you have identified a bug which is not listed here. THANK YOU VERY MUCH !

(The cross reference to figures are related to the instruction manual of EATOS)

Calculations
· Purity: When you debase the purity of a substance (see figure 6) to a lower value than 100% your quantity input in [g] and [ml] will be understood as an impure mixture. The ‘pure’ substance mass and the mass of additional ingredients will be calculated by the software. The calculations (see, e.g., equation 1 on page 110 of the doctoral thesis (http://docserver.bis.uni-oldenburg.de/publikationen/bisverlag/2002/eisbew01/pdf/eisbew01.pdf) were also designed to estimate the quantity of additional ingredients (e.g. impurities) when the unit is [mol]. Problem: Apparently, this special calculation of additional ingredients delivers false results! Solution to the problem: Enter impure substances or substance mixtures only in the unit [g] or [ml].

Handling
· Weighting: On page 33 (page 34 in German version) of the operations manual figure 22 illustrates how and where to enter substance specific data like toxicity values etc. The register sheet ‘Claiming of resources’ (‘Ressourceninanpruchnahme’ in German version) offers the possibility to note substance prices for liquids. To make possible the calculation it is necessary to indicate the density if the unit is [mL] or [L]. Otherwise no calculation will be performed. (By the way, as already mentioned in the operations manual, there is no error message pointing this insufficient input out.) Now, the problem is, that any density that is entered in this register sheet of the weighting window (mostly) will not be saved when the window will be closed again and, hence, calculation fails. Solution to the problem: Enter the density, if necessary, in the substance register sheet of the syntheses (e.g. figure 5). This data will be automatically taken over by the weighting register sheet.

· Weighting: Sometimes it seems that comments or data entered are not saved completely. Solution: Confirm with the enter key and press the ‘Apply’-button (‘Übernehmen’ in German version) regularly. 

Miscellaneous

· Element Iridium: Due to a typing error in the source code the element Iridium can not be entered with its symbol ‘Ir’ but with ‘It’ (MW(‘It’)=MW(‘Ir’)= 192.22 g/mol). As a consequence when EATOS v1.2 will be released sometime, unfortunately, there will be problems for those syntheses referring to Iridium. In the case that Iridium appears as a substrate, product and/or coupled product those syntheses are lost, because EATOS v1.2 will not identify ‘It’ as Iridium any more and the stoichiometry and, therefore, the synthesis in its totality has to be entered once again. When it is merely entered as catalyst, solvent, auxiliary material or by-product you will only have to record again the molecular formula of the substance affected.

