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% 1. BRI =%/ — (hartree)

Outer Inner

By & {fd@E Previous DZP Present DZP Previous DZP Present DZP

sLa  6s°5d" -0.19381 (87.0) -0.23370  (99.2) -0.50174  (86.2) -0.54107 (89.8)
sCe 65741540 017745 (90.9) -0.20447  (99.4) -0.54058  (92.3) -0.57622 (91.8)
soPr 6574173 -0.17276  (95.6) -0.18540 (100.0) -0.57887  (94.8) -0.61266 (92.0)
oNd 65741 -0.17565 (95.1) -0.18914  (99.9) -0.60533  (95.3) -0.64353 (92.4)
aPm  6s5°4f° -0.18143 (95.0) -0.19541  (99.9) -0.63914  (95.9) -0.68029 (92.9)
©Sm  6s°4f° -0.18591 (94.8) -0.20041  (99.9) -0.67129  (96.1) -0.71561 (93.1)
cBu 657417 -0.18524 (94.7) -0.19979  (99.9) -0.69926  (96.0) -0.74634 (93.1)
Gd 65%4f754" -0.19105 (882) -0.22277  (98.1) -0.66481  (98.0) -0.71497 (93.7)
6sTb  65°4f° -0.18641 (93.6) -0.20285 (100.0) -0.80175  (96.6) -0.80175 (96.6)
6Dy 6574110 -0.18385 (93.4) -0.20045 (100.0) -0.84813  (96.5) -0.84813 (96.5)
¢Ho 65741 -0.18388 (93.1) -0.20095 (100.0) -0.90059  (96.5) -0.96069 (95.4)
oBr 657411 -0.18664 (92.8) -0.20438  (99.9) -0.95811  (96.5) -1.02174 (95.8)
oTm 6541 -0.18849 (92.6) -0.20683  (99.8) -1.01386  (96.5) -1.08068 (96.0)
0Yb 65741 -0.18406 (95.1) -0.20252  (99.5) -1.06576 ~ (97.1) -1.13533 (95.7)
sLu  65°4f 54" 018102 (81.7) -0.22834  (97.3) -1.02455 (100.6) -1.08866 (92.4)
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65741 (') 65741°5d" () 6s*4f75d" (*K) - I°'— K
Previous DZP -9233.05618 -9233.04998 -9233.04960 0.169 0.179
Present DZP -9233.05959 -9233.06246 -9233.06185 -0.078 -0.062
fr,
O TZP -9233.06904 -9233.07380 -9233.07326 -0.130 -0.115
QzP -9233.07539 -9233.07984 -9233.07931 -0.121 -0.106
Large Set -9233.07940 -9233.08378 -9233.08325 -0.119 -0.105
Previous DZP -9234.05011 -9234.03259 -9234.03034 0.477 0.538
(-0.99393) (-0.98261) (-0.98074)
Present DZP -9234.11709 -9234.11025 -9234.10822 0.186 0.241
2 (-1.05751) (-1.04779) (-1.04637)
@)
© TZP -9234.34874 -9234.33337 -9234.33161 0418 0.466
(-1.27969) (-1.25956) (-1.25835)
Qzp -9234.46906 -9234.45018 -9234.44829 0.514 0.565
(-1.39367) (-1.37035) (-1.36899)
FEHRE >0.504 >0.539
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