KunHasbl aHTUOBMOTUKOpPE3NUCTEHTHOCTU - Production #397
Project # 419 (New): Bropoit metann n npotoHbl B AmiN
Production # 396 (New): duHamukn ¢ ANP-PNP

MoarotoBKka cuctem
03.05.2021 14:12 - Alexander Zlobin

Status: Resolved Start date: 03.05.2021
Priority: Normal Due date: 15.06.2021
Assignee: July Belyaeva % Done: 100%
Category:

Target version:

Description

AKKypaTHO 1, N0 BO3MOXHOCTW, aBTOMATU3MPOBaHHO cobpaTtb CUCTEMBI.
Metannbi:

- Mg

- MgLi

- MgMg
docgart:

- AMP-PNP

- AMP-PNPh-up

- AMP-PNPh-in

- AMP-PNPh-out
AMMKyMaUmH/6enok:

- Ami/ neg

- AmO0/neg

- Am0/ GIh36
AmO0 / Ash202
- AmO0 / Ash222

History

#1 - 20.05.2021 16:20 - Alexander Zlobin

- Tracker changed from Hanucartb to Production

#2 - 14.06.2021 23:14 - July Belyaeva

.gro BCex CUCTeM:
/home/domain/data/julybel/amin-2021/AMP-PMP/systems-gro/

CucreMbl:
/home/domain/data/julybel/amin-2021/AMP-PMP/systems

Mpw nonbiTke BINOAHUTL grompp (C ions.mdp) BbloaeTcsa cneayouee:
WARNING 1 [file topol.top, line 51827]:
98 non-matching atom names

atom names from topol.top will be used

Temnnentbl oNs TONONOrMN Nexar 3aechb:

/home/domain/data/julybel/amin-2021/AMP-PMP/templates/for-topology

Bce cobupaeTtcsi ¢ nomolwbio jupyter-notebook, KOTopbI NEXWT MO chnepyowemy nyTu:
/home/domain/julybel/amin-2021/systems-creation.ipynb
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CobupaeTcs npaeunbHo, NpobneMa, aymaro, Npy NoAroTOBKE TEMMNENTOB Tononorum - 6yay paséuparbcs C 3TUM BOPHUHIOM

atom names from solv.gro will be ignored

#3 - 14.06.2021 23:15 - July Belyaeva

- % Done changed from 0 to 40

#4 - 15.06.2021 09:38 - July Belyaeva

OG6HOB/IO MOPSLOK aTOMOB B itp ANS aMUKyMaums 1 amp-pnp

#5 - 15.06.2021 13:32 - July Belyaeva
- % Done changed from 40 to 100

CucteMmbl (6eN10K+aMMKyMaLMH+amp-pnp+UOoHbI) NeXar no cnenyloLlemy nyTu:
/home/domain/data/julybel/amin-2021/AMP-PMP/systems/

B nvpekTopmsix, COOTBETCTBYIOWMX KaX A0 cucTeme, nexar goansbl:
- .gro cucTemsl,

- topol.top,

- atoms.itp,

- .itp ammkymauumHa,

- .itp amp-pnp,

#6 - 24.06.2021 15:07 - Alexander Zlobin
- % Done changed from 100 to 60

EcTb cuctemsl, roe HesepHoe yncno atomosB B GRO, TakXe ecTb CUCTEMbI C HEBEPHO PacnonoxeHHbIM AT®. HackonbKo 3TO OOHM U Te Xe
CUCTEeMbl, He MOTy rnoka ckasartb. [pumep, roe ectb 1 10, U TO:

am0-ash202_no_1mg

Mposepb, NoxanyicTa, BCe Nanku Ha NpeameT Toro, YTO BCE MPaBMIbHO U XOPOLLO.

Tak>xe kak npoBepuLb, Co3aai Beaae nHaekc-gainel sys.ndx ¢ rpynnoii Protein_holo (6enok + ate + amuk)

W cospait posre.itp ons rpynnbl 6en10k 63 TSXENbIX aTOMOB, Fe 3aMEHN 3HAYEHNE CUIOBOIN KOHCTaHTbI MO BCEM TPeM HanpasneHusm Ha "FC FC
FC"

uPD

Bcero B 45 cuctemax ectb ANP-PNP, a ux fonxHo 6biTb 60, To ecTb B 15 y Hac npobnembl

970 COBCTBEHHO BCE CUCTEMBI C NO, TO ECTb HENPOTOHNPOBaHHbIM AMP-PNP

UPD 2

Bo Bcex cncrtemax HY>XXHO COXPaHUTb KpUCTananyeckyto sony

#7 - 24.06.2021 23:10 - July Belyaeva
- % Done changed from 60 to 80
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MepecobpaHHble CMCTEMbI IEXaT No cnenyloLemy nyTu:
/home/domain/data/julybel/amin-2021/AMP-PMP/systems/

.gro Kaxgoi cuctembl otkpbiBana B PyMol u cMotpena rnasamu (6bicTpo, Ha NPeAMeT COOTBETCTBUS HA3BaHWIO, a HE Ha uaeanbHoe
B3aVIMOPACMONOXEHNE 3NEMEHTOB).

Boina nobasneHa Kpuctannuyeckas Bona.

CkpunT c60pKM CUCTEM N3 TEMNNENTOB paboTaeT o4eHb BbICTPO.

Ocraetcs 3710:

Tak>xe Kak npoBepuLlb, co3hal Beaae nHaekc-ganbi sys.ndx ¢ rpynmnosi Protein_holo (6enok + argp + amuk)

W coanavi posre.itp ans rpynnbl 6e10k 6e3 TSXKeNbIx aTOMOB, e 3aMEHN 3Ha4YeHNe CUI0BOV KOHCTaHTbI 110 BCEM TPeM HarnpasieHunsm Ha "FC FC
FC"

#8 - 25.06.2021 13:29 - July Belyaeva
- % Done changed from 80 to 100

[lna cuctem noaroToBneHsbl sys.ndx u posre.itp

#9 - 20.08.2021 14:16 - Alexander Zlobin
- Status changed from New to Resolved
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