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Alpha-hemolysin (7 virsunélés)

Virsineéles arba kitaip monomerus (ne patj alpha-
hemolysin) gamina bakterija —stafilokokas
(Staphylococcus aureus)

Saltinis: Wikipedia




~10 nm
~1.2 nm

https:/mww.mdpi.com/journal/toxins/special _issues/pore-

forming-toxins




Pneumolysin (nuo 30 iki 44 monomery),
neaktyvuotas

Kad prisijungti prie membranos naudoja
cholesterolj.

Saltinis: Wikipedia




My + M,y
My + M
My + My
Ma+ Ma
My + My
Ma+ My
My + M5
M + My

M, + M,

1. Biocheminés reakcijos schema
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1. Biocheminés reakcijos schema (2)
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2. Matematinis modelis

M (1) = k_gy My — koy Mo —
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—kyg My My — kys My My — kyg My Mg,

My(t) = Kby Mg My — kb, Mg My + kyy M} — kyp My My — 2 kyg M3 — kg My Ms—
—kos My My — ks Mo Ms,

M(t) = kB, Moo My — KBy Moo My + kya My My — kyg My Mgz — kyg My My — 2 kag M2~
—kgy MM,

M(t) = kPyM.g Ms — kB, Moo My + kyg My M + koy M2 — kyy My My — koy Mo M,—
—kgy MM,

ML(t) = KBy Mo My — kB Mo Ms + kg My My + kog Mo My — kys My Ms — kas My M,

M(t) = kB Mo My — KBy Mg Mg + kis My M + kog Mo My + ks M2 — kyg My M,
M(t) = kB Moo Mg + kg My Mg + kos My My + kgy MM,

(1.87)

(1.88)

(1.89)

(1.90)

(1.91)

(1.92)

(1.93)
(1.94)

19



2. Matematinis modelis (2)

Galioja balanso lygtis:

Mo(t) = M@ =) " jM;(t).

j=1

+ pradinés sglygos
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3. Realizuotas kompiuterinis modelis

« Runge-Kutta algoritmas
« Rasyta su C
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4. SkaiCiavimy rezultatai

* Modeliavimo trukmé T = 10.1 s;

» Monomero tirpale koncentracija pradiniu laiko momentu
Moy = 2.8

* Reakcijy greicCiai kot = 2.4, k-o1= 1.2, ki1 = 3.7, kiz= 3.3,
kis=2.9, kia=2.7, kis=2.2, kis= 1.8, kee= 2.4, kes= 1.6,
kea= 0.9, ko5 = 0.7, kss = 0.4,

kse= 0.1.
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4. BPK, gaunamas is realiy eksperimenty
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Tikslas: kad gaunamas BKP kuo geriau , fittinty*
realiai eksperimentuose gaunama BPK
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5. Izvalgos, ateities galimybés ir planai

« Pagrindinis klausimas: kaip rasti konstantas k?
« Su masininio mokymosi algoritmais
Monte Carlo simuliacija

~Simplex™ metodas
o 277
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5. Izvalgos, ateities galimybés ir planai (2)

- Kolkas uztenka ,for" cikly, skaiciavimo laikas
sekundémis.
 AteiCiai 2 keliai (svarbu):
- CUDA

* VU superkompiuteris
o ?
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