*************************APPENDICES****************************************
Appendix I: Summary Flow Chart for HTP Structure Determination
	
	Flow Chart for HTP Structure Solution
	
	

	
	
	
	
	

	
	
	
	
	

	
	Step
	Program
	Input
	Output

	
	SPIN SYSTEM ANALYSIS
	
	
	

	
	
	
	
	

	
	Create CARA seq file with 2 sets of SRDs
	ubnmr makeSeq
	aa' seq file in FASTA Format
	nhsqc.seq

	
	
	
	
	

	
	Create Initial Atom (prot) File
	cara
	nhsqc.seq
	nhsqcI1.prot nhsqcI1.peaks

	
	
	
	
	

	
	Peak Pick NHSQC/ Assign to SRDs/ac
	cara
	nhsqcI1.prot
	nhsqcO1.prot & nhsqcO1.peaks

	
	
	
	
	

	
	Create library based HNNCO peaks
	ubnmr makeHncoPeak
	nhsqcO1.peaks
	hncoI1.peaks

	
	
	
	
	

	
	Peak Pick HNCO/update protlist 'ac'
	cara
	hncoI1.peaks, nhsqcO1.prot
	hncoO1.prot & hncoO1.peaks

	
	
	
	
	

	
	BACKBONE ASSIGNMENT
	
	
	

	
	
	
	
	

	
	Add GFT (Ca Cb)atoms to protlist, make peaklist with GFT atom intial positions
	ubnmr makeCabcaPeak
	hncoO1.prot
	bbgftI1.prot & bbgftI1.peaks

	
	
	
	
	

	
	Peak Pick HNCABCA and CABCAcoNH/ 'ac'
	cara
	bbgft1.peaks,bbgftI1.prot
	bbgftO1.prot & bbgftO1.peaks

	
	
	
	
	

	
	Create N15-NOESY peak list based on SRD-I
	ubnmr makeBbNNoesy
	bbgftI1.prot
	bbNNoesy.peaks

	
	
	
	
	

	
	Assign Backbone
	cara
	nhsqc.seq
	bbgft.seq

	
	
	
	
	

	
	Merge protlists (aa,ac) Switch residues (sn)
	cara
	bbgft.seq, bbgftO1.prot bbgftO1.peaks
	bbgftAllO1.prot

	
	
	
	
	

	
	Mak a clean protlist & seq file (delete extra atoms and SRDs, fix nomenclature, update single quantum CA. CB chemical shifts)
	ubnmr cleanBbGftProt
	bbgftAllO1.prot 

bbgft.seq
	bbAll01.prot protein.seq

	
	
	
	
	

	
	SIDECHAIN ASSIGNMENT
	
	
	

	
	
	
	
	

	
	Add gft atoms, estimate Ha Hb GFT chem shifts, make updated protlist and peaklist
	ubnmr makeHabcabPeaks
	bbAll01.prot
	habcabconhI1.prot & habcabconhI1.peaks

	
	
	
	
	

	
	Peak Pick HABCABcoNH
	cara
	habcabconhI1.prot & habcabconhI1.peaks
	habcabconhO1.prot & habcabconhO1.peaks

	
	
	
	
	

	
	Update single-quantum Ha Hb chemical shift
	Ubnmr updateHabAtom
	habcabconhO1.prot
	habcabconhO2.prot

	
	
	
	
	

	
	Generate HCCH COSY peaklist
	ubnmr makeCosyPeak
	habcabconhO2.prot
	bbscgftI1.prot hcchcosyI1.peaks

	
	
	
	
	

	
	Analyse HCCHCOSY
	cara
	bbscgftI1.prot hcchcosyI1.peaks
	hcchcosyO1.prot & hcchcosyO1.peaks

	
	
	
	
	

	
	Clean protlist
	ubnmr cleanCosyGft
	hcchcosyO1.prot
	bbsc.prot

	
	
	
	
	


Click to go back to the top.
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