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Improvements of computers hardware and software 

equipments have led to friendly using of these 

complicated systems especially in two last decades. 

Moreover, several types of mathematical algorithms, 

physical theories and chemical and biochemical 

concepts have been included in the computer systems. 

According to definition by Merriam-Webster, 

computer is “a programmable usually electronic device 

that can store, retrieve, and process data”.1 Therefore, 

if somebody wants to imagine by programing her/his 

mind, She/He could also do such parallel programming 

in the computer systems. In addition to local 

computers, Internet made possible using web-based 

computer systems very much farther from the user. So, 

a very good and powerful facility is available to make 

sense ideas of science and engineering.2 Life science 

includes atoms of chemical species, rational relations 

of biological concepts, and reasonable concepts of 

physics, to make ordered life system. Chemistry, 

biology and physics are those fields of natural science, 

in which the ideas arisen from these categories could 

make a significant change for life science. Mathematics 

is somehow the binding bridge of all three fields and it 

could help to make algorithms to reach the goals more 

successfully. Indeed, computers for natural scientists 

are those programming electronic devices following 

the initial programming of mind. As a result, several 

ideas could be very well developed using the computer 

systems in silico.3 However, using such process is 

almost a multi-factorial pattern from initiating the idea 

and developing it in computer.  
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Within two last decades, researches have paid 

considerable attentions to perform computer-based 

works in order to either predict or interpret 

experimental achievements.4-6 Yes, this is true that the 

correlation between computational and experimental 

results is not 100 %, but the atomic-scale computations 

could yield such information not available in 

experiments.7-10 Therefore, each of computational and 

experimental works has its own mission to explore its 

specific goal in the mysterious science and engineering 

world.  Based on such importance, different branches 

of computer-based works have been developed such 

as Computational Chemistry, Computational Biology, 

Computational Physics, and so many other types of 

computations. Regarding such disciplines, several 

works have been reported in literature in both of 

single-standing disciplinary or multi-disciplinary of 

computations. Computer-Aided Drug Design is an 

example of a multi-disciplinary of computations using 

various elements to achieve the purpose.11 Parallel to 

such developments, new journals have been also 

established to publish special works in silico.12 

Referring again to Merriam-Webster, “in or on a 

computer : done or produced by using computer 

software or simulation” is a definition for in silico.13 

Here it is very clear that the ideas could be very well 

initiated in mind and then they could be made sense in 

silico using local or web-based computer systems.14-17   

Let’s try the science and engineering in silico after 

imagining them in mind to achieve significant goals as 

much as possible. 
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