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Supporting Material 

Table 1.  Coordinates of the three water cluster used for EFP basis set superposition error 

analysis. 

Atom Atomic Number X Y Z 

O 8 -0.915052382 1.310233088 0.133644674 
H 1 -1.598119457 1.570018025 0.755115152 
H 1 -0.95576261 0.35188736 0.119134807 
O 8 1.877686568 0.754168074 0.190624133 
H 1 1.093478596 1.3023899 0.25965372 
H 1 2.468512113 1.094492491 0.865456601 
O 8 0.00650246 -1.381570885 0.156015834 
H 1 0.066227551 -2.001730194 -0.573456402 
H 1 0.861508697 -0.946824178 0.17195411 

 

 

Page 36 of 36

ACS Paragon Plus Environment

Submitted to The Journal of Physical Chemistry

1
2
3
4
5
6
7
8
9
10
11
12
13
14
15
16
17
18
19
20
21
22
23
24
25
26
27
28
29
30
31
32
33
34
35
36
37
38
39
40
41
42
43
44
45
46
47
48
49
50
51
52
53
54
55
56
57
58
59
60


