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Description
Ho 15 aBrycta
1) CobpaTb Noabopky cTaTel 0 CTPYKType 1 oyHKUMAX goocdpor nmuepatmyTasbl. Ocoboe BHUMaHWe 06paTuTb Ha To, Bbino nn
npoBeaeHo Korna-nméo M,
2) MpounTtaTb 1 0CO3HaTb
- https://www.livecomsjournal.org/article/5957-best-practices-for-foundations-in-molecular-simulations-article-v1-0

https://www.livecomsjournal.org/article/5067-best-practices-for-quantification-of-uncertainty-and-sampling-quality-in-molecular-simula

ions-article-v1-0

- 10.1038/s42254-020-0153-0

- 10.1038/s41592-019-0506-8

- https://docs.google.com/document/d/1gvLN|iTXObEgTHGwiIGfsFFq418UBWSJzjmsBdd4dShl/edit?usp=sharing
MpoliTn TyTopMansl:

https://www.livecomsjournal.org/article/5068-from-proteins-to-perturbed-hamiltonians-a-suite-of-tutorials-for-the-gromacs-2018-molec
lar-simulation-package-article-v1-0

anbTepHarnBHas ccblika http.// www.mdtutorials.com/gmx/index.html. ins crapra ctout npovity nepssie 2 TyTopuana, ocTaabHble

- Korga byner Bpemsi

- https://www.plumed.org/doc-v2.7/user-doc/html/tutorials.html - npocmoTpeThb cepuio TyTopoB 21 ropa (HazeaHus 21.X)
"oe nenatb TYTOPbI NO FPOMAKCy:
- NornHutbea Ha srv

- C Hero normHNTbLCS Ha xwing

- BbuTb komanay module load gmx/2020.3-threadedmpi-single-cuda10.2-pm2.6.1-gpu . Tenepb Ans BbI30Ba FPOMakC LOCTATOYHO
npocTo BOUTL gmX.

- Bce Bonpockl nucatb cloga (update - 3anvMcaTb TEKCT B HUXHEM none)

MNepen Hayanom noboro cueta ybeamTbes, HTO PeCcypehl He UCMONb3yoTcs!
(htop - koHTponb 3a CPU, RAM
nvidia-smi - koHTponb 3a GPU)

[o 1 aBrycta

3) CobpaTb Bce CTPYKTypbl aTOro 6enka B pdb, BEIPOBHATbL, CAeNaTth NOHSATHOE 0TOBPakeHue - BblAenTb CybcTpaThl/MHIMOUTOPSI,
OCHOBHbIE OCTaTKM akTUBHOrO LieHTpa. MNpeacTasbTe, YTO Bbl Aenaete n3obpakxeHne B XOpowWwnil XXypHan nnm y4ebHuk.
MoLroTOBNEHHYIO CLIEHY COXPaHUTE B BUAE CECCUN.

History

#1 - 28.07.2021 20:06 - Anastasia Rachkova
- File homo_PGM.pse added

- File burkhodelia_PGM.pse added

- % Done changed from 0 to 10
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Chenana kapTuHKy ons Yenoseka v ansa Burkholderia pseudomallei (ons Hee nonosxe UcnpaBnto CUTyaLMto C TEM, 4TO S yaanuna octoBbl 6enkos, a

He cKpbina).

#2 - 12.08.2021 20:16 - Anastasia Rachkova
- Due date changed from 15.08.2021 to 25.08.2021

#3 - 20.08.2021 17:22 - Anastasia Rachkova

- File A cofactor-dependent phosphoglycerate mutase homolog from Bacillus stearothermophilus is actually a broad specificity phosphatase.pdf added
- File Analysis of the Function of a Putative 2,3-Diphosphoglyceric Acid-Dependent Phosphoglycerate Mutase from Bacillus subtilis.pdf added

- File Cloning, expression, purification and preliminary crystallographic data for Rv3214 (EntD), a predicted cofactor-dependent phosphoglycerate
mutase from Mycobacterium tuberculosis.pdf added

- File Conformation and dynamics of the C-terminal region in human phosphoglycerate mutase 1.pdf added

- File Crystal structure of human B-type phosphoglycerate mutase.pdf added

- File High Resolution Structure of the Phosphohistidine-activated Form.pdf added

- File Phosphoglycerate_mutases.pdf added

- File Regulation of Glycolytic Enzyme Phosphoglycerate Mutase-1 by Sirt1 Protein-mediated Deacetylationl .pdf added

- File ReviewStructure, function, and evolution of phosphoglyceratemutases comparison with fructose-2,6-bisphosphatase, acidphosphatase, and
alkaline phosphataseMark.pdf added

- File Structure and mechanism of action of a novel phosphoglycerate mutase from Bacillus stearothermophilus.pdf added

- % Done changed from 10 to 60

Cobpana nonbopky ctarteii (pasHbix net, ¢ 1980-bix Ao 2010-bIX), M3 TOro, 4TO MOKa Hawa - MONeKynsapHoe MoAenMpoBaHue nposoannocs ans C

KOHLa, KOTOPbI y4acTByeT B KaTanMTUYeCKON ak TMBHOCTU.

#4 - 20.08.2021 17:25 - Anastasia Rachkova

- File Structures_of PGAMS5_Provide_Insight_into_Active_Si.pdf added

- File The role of the C-terminal region in phosphoglycerate mutase.pdf added

- File The two analogous phosphoglycerate mutases of Escherichia coli.pdf added

- File Tyr26 phosphorylation of PGAMT1 provides a metabolic advantage to tumours by stabilizing the active conformation.pdf added

Ceityac 6yny npoxoanTb TyTOpUansl.

#EwWwe ccbinkun Ha cTaTtby, 4To6bl HE NOTEPSNCH.

https://www.researchgate.net/publication/317826750 Structures of PGAMS5 Provide Insight into Active Site Plasticity and Multimeric Assembly
https://journals.asm.org/doi/full/10.1128/JB.188.10.3589-3599.2006

#5 - 26.08.2021 21:47 - Anastasia Rachkova
- Due date changed from 25.08.2021 to 05.09.2021

"Structure and mechanism of action of a novel phosphoglycerate mutase from Bacillus stearothermophilus" - npo iPGM, y Hee apyroi mexaHuam
NeNCTBUS, HO Ha BCSKWIA Cnyyan.

"Conformation and dynamics of the C-terminal region in human phosphoglycerate mutase 1" - C-koHUEBOI y4aCcTOK NMOABUXHbIA 1, MEHSS CBOIO
BTOPWYHYIO CTPYKTYPY, MOXET CTUMYIMPOBaTb Nepexon MeXy OTKPbITbIM 1 3aKpbiTbiM COCTOSIHNAMU. B yacTHocTh, octatkum R116 n R117 toxe

NoABUXHbI 1 y4acTBytoT B cBsdbiBaHun 2,3-PG n 3-PG.

#6 - 04.09.2021 19:02 - Anastasia Rachkova
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https://www.researchgate.net/publication/317826750_Structures_of_PGAM5_Provide_Insight_into_Active_Site_Plasticity_and_Multimeric_Assembly
https://journals.asm.org/doi/full/10.1128/JB.188.10.3589-3599.2006

- File Purification and identification of monoubiquitin-phosphoglycerate mutase B complex from human colorectal cancer tissues.pdf added

Mpo gocchopunmposaHune 26 TupoauHa:

"Molecular dynamics simulation reveals how phosphorylation of tyrosine 26 of phosphoglycerate mutase 1 upregulates glycolysis and promotes tumor
growth"(2017) - doocchopunupoBarue Y26 ctabunusupyet PGM no cpaBHeHuto ¢ wt npu cesidbiBaHuu ¢ 2,3-PG, ocobeHHo B ocTaTtkax neiuuHa 18
(L18), rnytamuHoBoit kmucnotbl 102 (E102), ananuHa 105 (A105), u acnaparvnHosoii kncnotsl (D148). MNpu casbiBaHum chocdopunuposaHHas PGAM
obpasyeT Honblwe (33 npoTnB 18 y wt) BOAOPOAHLIX CBA3el ¢ 2,3-PG, B yacTHOCTH 06pasyeTcsi cBsA3b Mexay 2,3-PG v cepuHom 23 (S23), koTopas
oTcyTcTBYeT y wt. TakXe HOBble BOOOPOAHbIE CBSA3U 0b6pasytoT nuauH 100 (K100) u acnaparvH 17 (N17), doopMupyeTcs 1 HoBast anbdpa-cnupanb,
obpazoBaHHas ocTaTkamu oT acnaparuHa 99 no ravumHa 108. docchopunmposaHme TakxXe cnocobcTeyeT nepeHocy hocgara Ha 3-PG B nepsoii
nonoBuHe peakuuy 1 yaaneHuio gocdata ¢ 2,3-PG Ha 2-PG Bo BTOpOWA NONOBUHE peakLuum.

"Tyr26 phosphorylation of PGAM1 provides a metabolic advantage to tumours by stabilizing the active conformation"(2012) - dooccpoprnnpoBaHHbIi
TUPO3UH 26 NO3BONSET OTPULATENBHO 3aPSAXXEHHOW TNyTaMMHOBO kucnote E19 BbIATK M3 akTMBHOrO cavTta u "ycTynuTb mecTo" dpoccopy H11.
"Purification and identification of monoubiquitin-phosphoglycerate mutase B complex from human colorectal cancer tissues"(2001)-PGM_B
MOHOYOUKBUTUHUAMPYETCS B KNETKaX paka, HO HEMOHSTHO, Kak 9TO MEeHsIET ee (OYHKLUN.

Mpo aumepbl u HeMHOXKO C-KoHew;:

"Crystal structure of human B-type phosphoglycerate mutase bound with citrate"(2005) - xnopua, B HU3KUX KOHLIEHTpaLUnsx B COCTaBe aumepa
yBENMYMBAET KaTannTNYeCckyto akTUBHOCTb, a B BBICOKMX - HA060poT. DoccpopunmposaHne dPGM-B no Ser23 u Ser118 nHrubvpyet peakuumio. Y
dPGM-M ecTb nBe cneundpmueckux mytaumm - Glu89Ala n Arg90Trp, Tak kak Arg90 cBsi3biBaeTCs ¢ (pocgaTom cybecTpara, ero MyTaums MoOXeT

BNINATb HA aKTUBHOCTb.

#7 - 05.09.2021 19:17 - Anastasia Rachkova
- % Done changed from 60 to 80

OcBovna ctatby Npo MOAENVMPOBAHUE 1 NEPBLIA TYTOpUan rpomakca.

#8 - 05.09.2021 19:19 - Anastasia Rachkova
- Due date changed from 05.09.2021 to 09.09.2021

MpoiiTy BTOPOIA TyTOpUAan 1 novnckatb CTaTby MPO CTEPEOM3OMEPDI B aKTVBHOM LIEHTPE (PepMeHTa

#9 - 10.09.2021 00:43 - Anastasia Rachkova
- File The Design and Synthesis of N-Xanthone Benzenesulfonamides as Novel Phosphoglycerate Mutase 1 (PGAM1) Inhibitors.pdf added
- File Regulation of Glycolytic Enzyme Phosphoglycerate Mutase-1 by Sirt1 Protein-mediated Deacetylationl .pdf added

"The Design and Synthesis of N-Xanthone Benzenesulfonamides as Novel Phosphoglycerate Mutase 1 (PGAM1) Inhibitors"(2018) - ypa, camas
CBEXas N3 BCEX HAaWOEHHbIX CTaTbs! - MHTEPECHA TEM, KyAa BCTPaVBAOTCH HEMHOMME HalLeHHble MHrMBUpytoWwne BewecTsa. B ruapodobHbii
kapmaH c octatkamm P123, F22, L95 n W115 BcTpanBaetcsa budpeHunbHas rpynna, kapboHunbHas rpynna s3anmonencTeyet ¢ E89, cynbchammaHas
- ¢ R166, a HuTporpynna konbua A - ¢ S23 (4epe3 obpasoBaHne BOAOPOOHbIX cBsA3el). OnsTb 3TOT cepuH 23, HanpuMep, ero ocdopuInpoBaHmne
TOXE UHrMbMpyeT peakumio.

Regulation of Glycolytic Enzyme Phosphoglycerate Mutase-1 by Sirt1 Protein-mediated Deacetylation (2011)- Sirt-1 3aBncumoe neaueTunnpoBaHme
no NN3MHY CHUXaeT ckopocTb peakunn PGAM. OeauetnnnposaHue Lys-251, Lys-253 n Lys-254, pacnonoxeHHbix Ha C-KoHLe (onsTb OH),
BbI3bIBAET CHUXEHUE 3PPEKTMBHOCTH paboThl (pepmeHTa. Mpeanonaraertcs, 4To C-KOHeL MOXeT 3awnwate oocorucTUANH OT rMaponmnsa.

A co ctaTbsiMm no3xe 2018 rona Bce ewe 6ena. Kak v co ctepeonsomepamm.

Bropow Tytopnan GROMAX npowna.
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#10 - 10.09.2021 01:36 - Anastasia Rachkova
- File Cofactor-Independent Phosphoglycerate Mutase from Nematodes.pdf added
- File The novel Pll-interactor PirC identifies phosphoglycerate mutase as key control point of carbon storage metabolism in cyanobacteria.pdf added

Tonbko HaYHelWb XanoBaTbCs, 4TO BCE YXe npounTan, Tak cpasy 4to-Hubyap Haxooutcs ewe. Ho Bce paBHO He TO.

"Cofactor-Independent Phosphoglycerate Mutase from Nematodes Has Limited Druggability, as Revealed by Two High-Throughput Screens" (2014) -
npo KogpakTop-He3asucumyto iPGM napasuTnyecknx HemaTom.

"Molecular modeling, dynamics, and an insight into the structural inhibition of cofactor independent phosphoglycerate mutase isoform 1 from
Wuchereria bancrofti using cheminformatics and mutational studies” (2012) - Toxe unwyT nHrnbutopbl iPGM HemaTom.

He B Temy, HO gaxe 2021 cTatbs nonanachb!

"The novel Pll-interactor PirC identifies phosphoglycerate mutase as key control point of carbon storage metabolism in cyanobacteria” (2021) - npo

6enok-nHrnbuTop, Ho Toxe iPGM.

#11 - 10.09.2021 01:37 - Anastasia Rachkova
- % Done changed from 80 to 90

#12 - 14.09.2021 09:47 - Alexander Zlobin
- Due date changed from 09.09.2021 to 20.09.2021

B aTOM Tacke Bce Xe CTOWUT NOMbITATbCA HANTU XOTb YTO-TO Npo CTepeoceneKTUBHOCTb. 9710 MOryT 6bITb OYEHD OpeBHue ctatbn, MOKpble, He

BaXHO.

#13 - 22.09.2021 00:57 - Anastasia Rachkova

- File Specificity of Phosphoglyceric Acid Mutase.pdf added
- File L-2-PG.jpg added

- Due date changed from 20.09.2021 to 21.09.2021

Yyno cnyynnocb! B ogHoi npekpacHoii ctatbe, onuckiBaroLlein MmexaHuam peakumm Ha 1981 rop ( Structure and activity of phosphoglycerate mutase,
https://www.jstor.org/stable/pdf/2395663.pdf ?refregid=excelsior%3A7dc0766cdba3f60172b8c07f4f45b85¢), 6bIN0 HAKOHELL HAAEHO MHOK COYeTaHne

cnos "gpocapornuuepat mytasa" n "nsomep”.

Ntak:

"Specificity of Phosphoglyceric Acid Mutase" (1959) - L-2-PG Toxe MoxeT npuHumaTtb gpocat, HO 3HA4YUTENbHO MEANIEHHEE, YEM MPUPOAHDBIA
D-nsomep. Mepunu KOHLEHTPALMIO 1 CKOPOCTH, T.€. YACTO MoKpas paboTa.

K coxaneHuio, noka aTo Bce.

#14 - 22.09.2021 01:09 - Anastasia Rachkova

EcTb coBcem npeBHeHbkas ctatbst (Meyerhof, O., and Kiessling, W., Biochem. Z., 276, 239; 280,99 (1935)), yTBepxaatowas, 4T0 B peakuuto

BooOLe BCTynatoT Tonbko D-nsomepsbl. Ho, BUOuMo, aTo He coBceM npasaa.
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