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A. Abstract quality, keywords matching .........ocoiviiiiiiiiennn.. Excellent (1)

B. Research scope and processing .........covviniiiiiiinennniinennn. Excellent (1)
€ Lovel of theoratical Part e s e sam s s is 5808 550 Excellent (1)
D. Appropriateness of themethods .........cooviiiiiiiiiiiinennns Excellent minus (1-)
E. Results elaboration and discussion ...........cccviiiiiiiiiiiiinnne Good (3)

E: Srrdarits o COBt BN .. cnmommmmesmmsmsmemmon e e Very good (2)
G. The conclusionstatement ..........c.coviiiieiiiniiiininininnenns Very good (2)
H. Fulfillment of Thesis tasks (goals) .......coooiiiiiiiiiiiiiiiit Fulfiled

l. Structure, correctness and fulness of references ...........ovvvvnts Excellent minus (1-)
J. Typographical and languagelevel ...........cocoiiiiiiiiiiiiiiinan Very good minus (2-)
B POV EITANIEY v sammminsissouunom somssnionsasinssouss s h o oo S R R Excellent minus (1-)

(text structure, chapters order, clarity of illustrations)

Comments, remarks:

Major comment:
“1 eV = 23,06 kd/mol”: here, | think you mean kcal/mol; thus, the conversion factor is wrong.

Therefore, the whole section 3.4 (and other sections where these values are compared to your work)
could be wrong.

Minor comments:

Section 3.1: “pricemzZ se pri se pri novém” - repeated words.
Section 3.4: “mnohem vy$8i.[8]" - citation in a wrong place.
Section 4.4: “dalsi dalsi funkcional” - repeated words.
»1abulka 7.1" you should provide units as well.

... continue on page 2
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Overall assessment:

Petr Myslik in his thesis, has examined the complexation of bromide by various N
(3,5-bis-trifluoromethylphenyl)-dichlorcacetamide conformers. In order to reach the thesis goals, he
has performed computations primarily based on the density functional theory (DFT).

The thesis is written primarily correct except for one major and several minor mistakes, which | have
marked in the comments section.

However, in the reviewer's opinion, it meets the standards of the bachelor thesis. The research is

promising and, as such, could be continued. The stated objectives mainly were accomplished, and
overall | consider the thesis to be of good quality.

Questions for the defense:

1. Please explain how did you apply the conversion factor for kd/mol -> eV (for values taken from
Mullerova et al. and your study)?

2. Your computed results are in a good correlation with the experimental results that could be found in
the literature. Thus, do we still need experimental methods that are laborious and cost so much
money?

3. Please explain Intrinsic Reaction Coordinate (IRC) method. Could it be beneficial for your study?

Overall classification and recommendation:

Work meets the Bachelor degree requirements and therefore | recommend it for the defense
I suggest to classify this work by grade: Excellent minus (1-)

By signing | certify that | am not in any personal relationship with the author of the thesis

In Liberec date 20.01.2022
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