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Fig. S1. comparison of the kinetic contribution to the quantum electron pressure, p°(r),
Eq. 5, for single benzene molecule computed from the wave functions (Kohn-Sham
method, B3LYP/aug-cc-pvqz) (left) with GGA approximation, Eq. 10, based on the
experimental electron density for the same molecule “extracted” from a crystal (right).
Line interval is 0.1 a.u. Grin isoline corresponds to 0.3 a.u.; blue isoline corresponds to
0.4 a.u.



Acta Cryst. (2019). B75, do0i:10.1107/S2052520619001471 Supporting information, sup-2

i Property along 2 Line (2t Point ]

I
X

£ Property along a Line ( at Point ) — x
1.0

MODE 1.0

L(r) function. Eq. 11 L{r) function. Eq. 11

Pauli form This work, Eq. 3

0.000 0.588 1.764 2.352 0.000 0.588 1.176 1.764 2.352
Refresh Ratrash
it B e o an Gmrriem STInTRIeT o R o e oo ooE O s of prma- Sty 5 e e =5 Grmeorerm mEEEaT 2 e o e oxl ot G meios off mEen
Atom Mask ¥ z e Cluss Atom Mask % ¥ z s o3 Clustes
Y <] [ s [ e [ oo oin == voim 1 1 = S| [ oo [ oo [ o powmss x- [z
{max=1001) r Start (max=1001) L= ’17 Stazt
voinc 2 [ 2 si 14 v| [ -u_evess | -0.evese | -0.evmes 200 = m= Point 2 [ 2 si 18 x| [ -o.evess [ -o0.evees | -0.evses 200 = =
M= M=l
[~ pistance in mic un:

Close Close
s <au> Seve Lime Gus in File |line.dac I bistance in atomic units <a.u.> Save Line out in File |lime.dat

Fig S2. IQPF, L(r), along Si-Si line in silicon computed with Pauli-Schrddinger version of the kinetic stress

tensor (Anderson, Ayers & Hernandez, 2010; Finzel & Kohout, 2013) (left) and that resulting from application of
our Eq. 3 (right).



