
Natural Cluster Unit (NCU) Analysis:

NCU
thr.

1.000

0.890

0.880

0.860

0.120

Unit
formula

l. H
2. 0
3. H
4. 0
5. H
6. H

l. H
2. HO
3. 0
4. H
5. H

l. H
2. HO
3. H20

1. H20
2. H20

1. H402

Unit
charge

0.495
-0.957
0.452

-0.941
0.475
0.475

0.495
-0.504
-0.941
0.475
0.475

0.495
-0.504
0.009

-0.009
0.009

0.000

Atom list

H1
02
H3
04
H5
H6

H1
02,H3
04
H5
H6

H1
02,H3
04,H5,H6

H1,02,H3
04,H5,H6

H1,02,H3,04,H5,H6


	Text1: 
	Text2: At the highest coupling threshold (t = 1.000), the Natural Cluster Units are all free atoms or atomic ions.
	Text3: 
	Text4: The NCU threshold (t) will be decremented from t=1.0 to t=0.0 (or complete aggregation) in this default search.
	Text5: 
	Text6: This is the formal atomic stoichiometry of the NCU
	Text7: 
	Text8: This is the total NPA charge on the NCU
	Text9: 
	Text10: This lists the atomic centers that are formally "linked" in the NCU at this value of the coupling threshold.
	Text11: 
	Text12: NCU 4  at this threshold is an oxygen anion (NPA charge -0.941), the O(4) atomic center.
	Text14: 
	Text15: At threshold t = 0.890, the first atomic clustering appears in NCU 2, a hydroxide anion (NPA charge -0.504) formed from O(2)H(3) centers.
	Text16: 
	Text17: At slightly lower threshold (t = 0.880) the first "molecular unit"(NCU 3, atomic charge +0.009) appears, formed from O(4)H(5)H(6) centers.
	Text18: 
	Text19: For t = 0.860 (and all lower coupling thresholds down to 0.120), the NCUs are the ordinary "molecular units" of default NBO analysis, water molecules H(1)O(2)H(3) and O(4)H(5)H(6).
	Text20: 
	Text21: At t = 0.120 (and below), aggregation to a single "supramolecular unit" (NCU 1, the H-bonded water dimer) is detected.


