
Walter Thiel (1949-2019) 

Walter Thiel was born on March 7th 1949 in Treysa in Hessen, Germany. After studying 
chemistry and obtaining his PhD with Armin Schweig in Marburg, he joined Michael Dewar in 
Austin as a postdoc in 1973 and remained for two years before returning to Marburg to 
Habilitate. At the end of Walter’s stay in Austin, I was a postdoc with Paul Schleyer in Princeton. 
This was the era of the “great non-classical ion debate”, to which Walter later contributed 
unwittingly and completely innocently. As long as Michael was using MINDO/3, he was on the 
non-classical side of the argument but after Walter had developed MNDO, which gave a classical 
structure for the norbornyl cation, Michael switched sides, much to Paul’s disapproval.  

The results of Walter’s work in Austin were the 1977 JACS papers that introduced MNDO 
ushered in the present age of NDDO-based semiempirical molecular orbital methods. One can 
argue that, apart from Walter’s own development of d-orbitals for MNDO, orthogonalisation-
corrected methods and his implementation of multi-reference CI calculations, including 
dynamics, the original MNDO has survived intact in every NDDO-based method that has 
appeared since. Indeed, the practice of “improving” MNDO-like methods with classical two-
centre potentials may have served to hide the true potential of the original method. The seminal 
nature of the original MNDO papers could be seen in the library of the old organic institute in 
Erlangen; the pages of these two papers were torn from use and had been taped back together. 

After returning to Germany, Walter habilitated in Marburg before moving on to faculty 
positions in Wuppertal and Zurich, eventually to become a director at the Max Planck Institute 
for Coal Research in Mülheim an der Ruhr. We maintained sporadic contact throughout the  
years, including being partners in the EU project that gave birth to ChemShell in the 1990’s. At 
that time, we were both struggling to make semiempirical MO calculations efficient on parallel 
machines. The strategy that Walter developed in that project still forms the basis for both his and 
our semiempirical programs, although it needed modern hard- and software to demonstrate its 
true potential.  

Of course, Walter’s contributions were not limited to NDDO-based semiempirical MO-
theory but, because of my own interests, these methods were for me Walter’s most significant 
contribution. I was very pleased to see that Walter had been awarded an ERC Advanced Grant 
for the further development if his orthogonalisation-corrected techniques.  

Walter was awarded the Schroedinger Medal in 2002 and served as WATOC President 
from 2011-2017. His tenure as president was characterised by his quiet efficiency and by his 
devotion to the WATOC cause and family. Walter really cared about WATOC.  

One of my fondest memories of Walter dates back to the 2008 WATOC Conference in 
Sydney. My wife and I were walking around Darling Harbour after dinner when we met Walter 
and went together to a harbourside bar for a beer. We spent the remainder of a very pleasant 
evening drinking a few beers and just talking – not even about semiempirical MO theory but just 



talking. On that evening, Walter’s for me most important characteristic was very evident; he was 
simply a very nice person. 

Many of us have lost a friend with Walter’s passing. Many more, I am sure, have lost an 
ideal role-model in theoretical chemistry. Walter was able to bridge the gap between highly 
accurate methods for small molecules, QM/MM calculations and advanced semiempirical 
techniques with an ease and sovereignty that was and is rare in our field. Everything he did was 
characterised by his care and thoroughness; one could rely on what Walter did.  

WATOC and the theoretical chemistry community in general have lost a friend who 
helped to define an era. Walter will be remembered fondly. 
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