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Table S1: J-couplings calculated by B3LYP before and after geometry change made to

binuclear transition metal compound 3, 6, 8, 9

Complex Before After Experiment
3 -35.8  -32.6 -15.7
6 100.4  97.8 84
8 12.1 13.3 18.5
9 75.61  71.3 54.4

1 Peralta, J. E.; Melo, J. I. J. Chem. Theory Comput. 2010, 6, 1894-1899.

S-1



Table S2: maximum geometric parameter change from crystal structures to AP optimized
structures

Geometric parameter/Complex 1 2 3 4 5 6 7 8 9
Bond length(A) 125 0.19 026 035 0.04 0.10 0.30 0.07 0.35
Metal-involving bond length(A) | 0.03 0.08 0.26 0.05 0.04 0.10 0.12 0.07 0.09
Angles(°) 8.4 122 36.1 163 3.2 305 160 82 14.2
Metal-involving angles(®) 6.1 34 361 20 32 268 160 82 11.8
Dihedrals(®) 15.8 342 89.1 352 40.1 309 214 575 63.6
Metal-involving dihedrals(®) 12.8 29.8 753 21.3 2.7 288 214 51.7 63.6

Table S3: Mulliken spin densities on primary spin sites in low-spin (LS) and high-spin (HS)
states calculated by B3LYP

Complex ‘ 1 2 3 4 5t 6 7 8 9

LS Site A | 0.614 0.577 4.818 1.150 3.862 0.532 0.657 3.029 3.965
LS Site B | -0.615 -0.577 -0.504 -1.150 -2.731 -0.532 -0.657 -0.536 -0.582
HS Site A | 0.615 0.580 4.828 1.158 3.856 0.524 0.650 3.033 4.040
HS Site B | 0.615 0.580 0.515 1.158 2.876 0.524 0.650 0.535 0.571

Table S4: J couplings (in wavenumber) calculated by B3LYP

Complex 1 2 3 4 5) 6 7 8 9
St 0.5 0.5 2.5 0.5 2 0.5 05 1.5 2
S 0.5 0.5 0.5 0.5 1.5 0.5 0.5 0.5 0.5

Csp? -90.7 -1059 -32.7 -101.0 -170.1 100.1 130.6 13.3 T71.5
CNP -45.3  -53.0 -27.2 -50.5 -136.1 50.1 653 9.9 5H7.2
CAP -89.9 -104.7 -32.6 -100.1 -168.6 97.8 130.2 13.3 71.3
LSP -88.4 -119.0 -43.3 -122.3 -132.9 157.7 113.0 344 115.7
LNP -44.2  -59.5 -36.1 -61.1 -106.3 788 56.5 25.8 92.6
LAP 877 -117.7 -43.2  -121.2 -131.7 154.0 1127 344 1154
HSP -88.5 -109.9 -39.9 -91.8 -1209 1824 119.6 34.8 129.3
HNP -44.2  -549 -33.3 -459 -96.7 912 598 26.1 1034
HAP -87.7 -108.7 -39.8 -91.0 -119.8 178.1 119.3 34.8 129.0
ASP -93.3 -116.1 -44.1 -1219 -136.4 132.0 116.1 34.2 112.7
ANP -46.6 -58.1 -36.7 -60.9 -109.1 66.0 581 25.6 90.2
AAP -92.7 -114.8 -43.9 -120.8 -135.2 129.0 115.8 34.2 1124
Exp -309 374 -15.7 -107  -110 84.0 57.0 185 544
S%e? 2.00 201 1201 202 1584 201 200 6.03 883
S2s 1.00 099 699 1.01 3.73 098 1.00 3.03 4.82

1 Spin quantum number of each spin site

2 The first letter denotes geometry, C stands for crystal, L stands for low spin, H stands for
high spin, A stands for AP; the last two letters denote method, SP stands for spin projected,
NP stands for non projected, AP stands for approximate projection

3 Spin square expectation value at AP geometry for both HS and LS state
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Table S5: J couplings (in wavenumber) calculated by LC-wPBE

Complex 1 2 3 4 5 6 7 8 9
St 0.5 0.5 2.5 0.5 2 0.5 0.5 1.5 2
Sy 0.5 0.5 0.5 0.5 1.5 0.5 0.5 0.5 0.5

CSP? -449 -588 -16.7 -63.0 -151.9 3148 1181 23.7 62.1
CNP -22.5 -294 -139 -315 -1215 1574 59.0 178 49.7
CAP -43.6 -56.9 -16.3 -61.1 -147.3 3009 1152 23.2 60.6
LSP -274 -66.9 -16.7 -83.7 -136.6 314.8 107.5 23.7 62.1
LNP -13.7 -334 -139 -418 -109.3 1574 538 178 49.7
LAP -272 -66.1 -16.7 -83.0 -1354 3074 1072 23.7 62.0
HSP -25.1 -63.6 -16.6 -66.3 -123.5 343.0 109.5 242 64.6
HNP -126 -31.8 -13.8 -33.2 -98.8 171.5 547 182 51.7
HAP -249 -629 -16.5 -65.7 -122.3 3349 109.2 242 644
ASP -29.5 -694 -16.8 -1109 -141.4 287.0 1053 23.6 614
ANP -14.8 -34.7 -14.0 -55.4 -113.1 143.5 5H2.7 17.7 49.1
AAP -29.5 -69.2 -16.8 -110.2 -140.3 2834 1052 23.6 61.0
Exp -309 -374 -15.7 -107 -110 84.0 570 185 544
5% 8 2.00 2.01 1201 2.02 1584 2.01 200 6.03 883
S2s 1.00 099 6.99 1.01 3.73 098 1.00 3.03 4.82

1 Spin quantum number of each spin site

2 The first letter denotes geometry, C stands for crystal, L stands for low spin, H stands for
high spin, A stands for AP; the last two letters denote method, SP stands for spin projected,
NP stands for non projected, AP stands for approximate projection

3 Spin square expectation value at AP geometry for both HS and LS state
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Table S6: J couplings (in wavenumber) calculated by CAM-B3LYP

Complex 1 2 3 4 5 6 7 8 9
St 0.5 0.5 2.5 0.5 2 0.5 0.5 1.5 2
Sy 0.5 0.5 0.5 0.5 1.5 0.5 0.5 0.5 0.5

CSP? -49.5 -60.6 -155 -71.8 -143.7 183.8 119.7 109 48.1
CNP -248 -30.3 -129 -359 -1150 919 598 82 385
CAP -48.0 -58.7 -15.1 -69.7 -1394 1757 116.8 10.7 47.0
LSP -35.9 -73.1 -20.6 -92.8 -122.8 2398 101.3 254 69.6
LNP -18.0 -36.5 -17.1 -46.4 -98.3 119.9 50.7 19.0 55.6
LAP -35.6 -72.2 -20.5 -92.0 -121.7 2342 101.0 254 694
HSP -33.6 -69.2 -20.2 -73.8 -113.5 261.1 104.6 25.7 73.0
HNP -16.8 -34.6 -16.8 -369 -90.8 1306 523 193 584
HAP -33.3 -684 -20.1 -73.2 -1124 255.0 104.3 25.7 728
ASP -38.9 -75.7 -20.6 -1229 -1259 2185 97.1 253 68.7
ANP -195 -37.8 -17.2 -61.5 -100.7 109.2 48.6 19.0 55.0
AAP -389 -754 -20.6 -122.2 -125.0 2156 970 25.2 68.3
Exp -309 -374 -15.7 -107 -110 84.0 570 185 544
5% 8 2.00 2.01 1201 2.02 1584 2.01 200 6.03 883
S2s 1.00 099 6.99 1.01 3.73 098 1.00 3.03 4.82

1 Spin quantum number of each spin site

2 The first letter denotes geometry, C stands for crystal, L stands for low spin, H stands for
high spin, A stands for AP; the last two letters denote method, SP stands for spin projected,
NP stands for non projected, AP stands for approximate projection

3 Spin square expectation value at AP geometry for both HS and LS state

S-4



Table S7: J couplings (in wavenumber) calculated by wB97XD

Complex 1 2 3 4 5 6 7 8 9
Syt 0.5 0.5 2.5 0.5 2 0.5 0.5 1.5 2
Sh 0.5 0.5 0.5 0.5 1.5 0.5 0.5 0.5 0.5

CSp? -479 -60.8 -15.6 -79.1 -148.3 17v9.7 1279 13.1 499
CNP -240 -304 -13.0 -396 -1186 899 639 9.8 399
CAP -46.5 -58.8 -15.2 -76.8 -143.8 171.7 124.8 128 48.7
LSP -33.7 -63.4 -204 -979 -1284 2225 1152 276 719
LNP -16.9 -31.7 -17.0 -49.0 -102.7 111.3 576 20.7 57.5
LAP -33.4 -62.7 -203 -97.1 -127.2 2173 1149 276 T71.7
HSP -31.7 -61.1 -20.0 -79.8 -118.0 243.0 117.1 28.0 75.2
HNP -15.9 -30.5 -16.7 -399 -944 1215 585 21.0 60.2
HAP -314 -604 -19.9 -79.1 -1169 237.2 116.8 28.0 75.1
ASP -36.1 -65.7 -20.5 -127.3 -132.0 202.7 113.0 275 T71.1
ANP -180 -329 -17.1 -63.6 -105.6 101.3 56.5 206 56.9
AAP -36.0 -65.5 -20.5 -126.3 -131.0 200.1 112.8 27.5 70.7
Exp -309 -374 -15.7 -107 -110 84.0 570 185 544
S%e® 2.00 201 1201 202 1584 201 2.00 6.03 8.83
S?g 1.00 099 6.99 1.01 3.73 098 1.00 3.03 4.82

1 Spin quantum number of each spin site

2 The first letter denotes geometry, C stands for crystal, L stands for low spin, H stands for
high spin, A stands for AP; the last two letters denote method, SP stands for spin projected,
NP stands for non projected, AP stands for approximate projection

3 Spin square expectation value at AP geometry for both HS and LS state

Table S8: errors of spin crossover gaps of a selection of complexes calculated by AP with
B3LYP/6-311G* and B3LYP/LACV3P, and by DBLOC (B3LYP/LACV3P)

complex 6-311G* LACV3P DBLOC
cr223tetcl2 0.93 0.53 1.82
cren6 3.36 5.17 5.73
mncn6 0.10 0.92 0.47
fe(3)cn6 4.04 3.43 3.58
col2 10.58 12.56 0.56
coterpy 4.45 3.62 1.89
nibipy3 5.09 9.04 0.95
nidpdpm2h202 2.22 6.20 0.20
niphen3 5.09 8.96 6.23
mnend3 3.11 3.64 4.22
MAE 3.90 5.41 2.57
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Table S9: Spin crossover gaps (kcal/mol) on crystal, optimized ground state and optimized
AP-corrected ground state geometries calculated by B3LYP/6-311G(d) considering solvent

effect and their errors wrt. experiments

complex G1 G2 G3 G4 exp. El E3 E4 EO
cr(3)£6 24.80 2540 38.09 38.33 40.37 15.57 228 204 1.30
cr223tetcl2 24.18 23.78 35.60 36.24 36.53 12.35 093 0.29 1.82
crcesime36 20.94 2149 3223 32.63 33.52 1258 129 0.89 261
cren6 21.18 2296 34.36 35.68 31 9.82 3.36 4.68 5.73
crcyclamncs2 23.11 23.22 34.79 35.14 34.54 11.43 025 060 3.43
crend 25.38 25.81 38.65 38.83 38.67 13.29 0.02 0.16 1.56
crnh34cl2 25.15 24.86 37.24 37.83 36.95 11.80 0.29 0.88 231
crnh36 25.78 2598 38.92 39.29 39.15 13.37 0.23 0.14 0.82
crox3 23.77 23.86 35.76 36.20 36.53 12.76 0.77 033 1.24
mnf6 25.87 25.78 3857 39.25 41.24 1537 2.67 199 1.31
mn2p2pameth?2 11.70 11.45 22.24 22.19 46.55 34.85 24.31 24.36 4.47
mncn6 11.87 12.21 24.20 26.51 24.1 1223 0.10 241 047
crf6 13.22 13.15 26.13 25.39 28.09 14.87 196 2.70 3.87

vi6 12.68 12.87 25.69 2397 24.66 1198 1.03 0.69 1.04
vureab 12.13  12.24 24.42 2455 2399 11.86 0.43 0.56 0.41
fe(3)cn6 62.21 48.95 49.18 57.61 45.14 17.07 4.04 1247 3.58
feen3 22.62 1890 19.09 18.81 18.89 3.73 0.20 0.08 2.18
coamnd3s3sarh 29.59 3192 31.92 31.23 33.61 4.02 1.69 238 0.42
coamnbssarh 32.11 31.68 31.68 34.49 3248 0.37 0.80 2.01 3.85
coen3d 3723 3720 3720 36.69 32.33 490 487 436 1.81
coetnds2amp 31.27 3188 31.88 31.45 32.62 135 0.74 1.17 0.52
col2 34.80 34.32 34.32 34.19 23.74 11.06 10.58 10.45 0.56
con3s3 29.54 31.69 31.69 3126 34.72 5.18 3.03 346 1.16
conh3bsoch32 28.39 2894 2894 2850 26.22 217 272 228 1.59
conh36 35.78 35.62 35.62 3530 30.33 545 529 497 0.66
fe(2)cn6 69.80 56.66 56.66 59.57 60.93 887 427 136 3.33
fe2amp3 -13.18 19.59 19.59 19.34 526 18.44 14.33 14.08 6.25
febptnncs?2 -18.73 22,14 22.14 21.64 0 18.73 22.14 21.64 3.98
fehbpz32 42.83 2794 2794 2778 454 3829 2340 2324 6.74
fepapth2 -18.39  20.29 20.29 19.90 3.82 2221 1647 16.08 0.05
fephen2ncs2 25.28 23.98 23.98 23.19 0 25.28 23.98 23.19 0.14
fephen2ncse2 26.67 24.57 24.57 23.85 0 26.67 24.57 23.85 0.69
fepybzimh3 -1.63  19.20 19.20 18.73 5.02 6.65 14.18 13.71 0.05
fetacn2 29.48 1873 18.73 18.67 5.5 2398 13.23 13.17 10.16
fetpancs2 -1.73  22.88 22.88 22.05 0 1.73 2288 22.05 2.19
fetpen 38.66 22.87 22.87 22.60 0 38.66 22.87 22.60 5.83
fetppn3 3888 23.00 23.00 22.72 6.69 32.19 16.31 16.03 3.83
copyimine22 14.35 993 996 9.74 335 11.00 6.61 6.39 3.56
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Table S9: Spin crossover gaps (kcal/mol) on crystal, optimized ground state and optimized
AP-corrected ground state geometries calculated by B3LYP/6-311G(d) considering solvent
effect and their errors wrt. experiments

complex G1 G2 G3 G4 exp. El E3 E4 EO
coterpy 947 754 756 738 3.11 636 445 427 1.89
ni2meim6 15.88 15.96 31.90 31.86 2847 12.59 343 3.39 0.72
nibipy3 0.06 15.12 30.20 30.23 25.11 25.05 5.09 5.12 0.95
nibpm2no3 12.54 15.19 30.10 29.99 27.64 15.10 246 2.35 0.79
nidmso6 15.68 16.27 32.54 32.32 30.94 1526 1.60 1.38 2.39
nidpdpm2h202 15.52 15.67 31.17 31.23 2895 1343 222 228 0.20
nidpdpm2no3h2o 15.43 1545 30.76 30.91 2895 1352 181 196 0.64
nidpdpmno32ch3cn 15.23 15.48 30.90 30.81 2895 13.72 195 1.86 3.84
nidpdpmno32 9.44 14.82 29.35 29.51 28.95 19.51 0.40 056 0.64
niedta 9.83 15.07 30.11 30.30 27 1717 3.11 3.30 0.93
nien2scn?2 13.20 13.56 26.46 26.44 27.03 13.83 0.57 0.59 0.83
nien3 0.05 15.16 30.31 30.39 26.08 26.03 4.23 431 6.89

nif6 (M062x) 18.16 17.77 3554 35.65 33.72 1556 182 1.93 3.21
nigly3 11.83 15.18 30.10 30.11 28.29 16.46 1.81 1.82 0.22
nih206 9.36 17.19 34.38 34.23 33.03 23.67 135 120 2.95
ninh36 12,55 1570 31.39 31.51 2823 15.68 3.16 3.28 0.22
niphen3 1.89 15.08 30.25 30.35 25.16 23.27 5.09 519 6.23
nipyrazole6 18.42 15.72 3142 31.58 2886 10.44 256 2.72 0.25
nitach3mepyr 12.00 14.69 29.35 29.57 23.14 11.14 6.21 6.43 4.59
nitpm?2 0.03 1547 3091 31.26 27.78 27.75 3.13 348 0.85
nitpmno32 11.81 15.40 30.75 30.90 27.58 15.77 3.17 3.32 1.38
feh206 17.34  30.11 30.94 30.07 29.19 11.85 1.75 0.88 3.42
fethiocarbamate3 297 848 9.01 9.18 11.75 878 274 257 094
fetrencam 15.29 2740 27.72 29.01 229 7.61 482 6.11 3.24
mnden2 20.49 3799 42.83 4236 39.05 1856 3.78 3.31 4.30
mnen 19.07 37.06 41.16 38.70 38.05 18.98 3.11 0.65 4.22
mnh206 39.32 4242 49.19 46.23 47.12 780 2.07 089 245
MAE 14.80 5.83 592 2.38
MAE without alpha=1 1492 3.03 3.22 2.20

1 G1-G4 stand for spin crossover gap on different geometries, G1 is crystal structure, G2 is UDFT

geometry, G3 is UDFT//AP, G4 is the AP//AP
2 E1, E3, E4 corresponds to the error wrt. to experiments for G1, G3, G4, and EO stands for the error

of DBLOC method
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Table S10: Spin crossover gaps (kcal/mol) on crystal, optimized ground state and optimized
AP-corrected ground state geometries calculated by BSLYP/6-311G(d) not considering sol-
vent effect and their errors wrt. experiments

complex Gl G2 G3 G4 exp. El E3 E4 E0 (5% us
cr(3)f6 24.80 2540 38.09 38.33 40.37 15.57 228 2.04 130 2015
cr223tetcl2 24.18 23.78 35.60 36.24 36.53 12.35 0.93 0.29 1.82 3.780
creesime36 20.94 2149 32.23 32.63 33.52 1258 129 089 2.61  3.788
cren6 21.18 2296 34.36 35.68 31 9.82 336 468 573  3.782
crcyclamncs?2 22.17 2210 33.12 33.46 34.54 1237 142 1.08 3.43 3.775
crend 25.38 25.63 38.36 39.08 38.67 13.29 0.31 041 156  3.780
crnh34cl2 24.68 23.95 35.50 35.68 36.95 1227 145 1.27 231  3.775
crnh36 25.74 26.04 38.99 39.67 39.15 1341 0.16 0.52 0.82  3.775
crox3 23.79 2392 35.83 36.21 36.53 12.74 0.70 032 124  3.769
mnf6 25.87 2578 38.57 39.25 41.24 1537 2.67 199 131  3.786
mn2p2pameth2 11.71  11.33 21.94 21.26 46.55 34.84 24.61 2529 447  2.018
mncn6 11.87 12.56 24.89 2490 24.1 1223 0.79 0.80 047  2.028
crf6 13.22 13.15 26.13 25.39 28.09 14.87 196 2.70 3.87  3.762
vf6 12.68 12.87 25.69 23.97 24.66 11.98 1.03 0.69 1.04  2.005
vureab 12.13  12.24 24.42 2455 2399 11.86 0.43 056 041  2.007
fe(3)cn6 62.60 42.32 4255 4235 45.14 1746 259 279 3.58  2.031
feen3 22.62 1890 19.09 1881 18.89 3.73 0.20 0.08 2.18  3.797
coamnd3s3sarh 29.59 3192 31.92 31.23 3361 4.02 169 238 0.42 2.100
coamnbssarh 32.11 31.68 31.68 34.49 3248 037 080 201 3.85 2.093
coend 37.47 33.73 33.73 41.27 3233 5.14 140 894 181 2.028
coetn4s2amp 31.27 31.88 31.88 31.45 32.62 1.35 0.74 1.17 052 2.074
col2 34.98 34.06 34.06 33.92 23.74 11.24 10.32 10.18 0.56  2.026
con3s3 29.54 31.69 31.69 31.26 34.72 5.18 3.03 346 1.16 2.087
conh3bsoch32 28.91 2533 2533 25.18 26.22 2.69 089 1.04 1.59 2.021
conh36 36.45 30.96 30.96 30.85 30.33 6.12 0.63 052 0.66 2.025
fe(2)cn6 70.36 41.76 41.76 44.52 30.33 11.43 14.19 3.33  3.789
fe2amp3 -13.18 19.59 19.59 19.34 5.26 7.92 14.33 14.08 6.25  6.021
febptnncs2 -18.73 22.14 2214 21.64 0 18.73 22.14 21.64 398 6.074
fehbpz32 42.83 2794 2794 2778 454 38.29 2340 2324 6.74  6.010
fepapth2 -18.39 20.29 20.29 19.90 3.82 14.57 16.47 16.08 0.05  6.050
fephen2ncs2 25.28 23.98 23.98 23.19 0 25.28 2398 23.19 0.14 6.228
fephen2ncse2 26.67 24.57 24.57 23.85 0 26.67 24.57 23.85 0.69 @ 6.213
fepybzimh3 -1.63 19.20 19.20 1873 5.02 3.39 14.18 13.71 0.05  6.070
fetacn?2 29.48 18.73 18.73 18.67 5.5 23.98 13.23 13.17 10.16 6.010
fetpancs2 -1.73  22.88 22.88 22.05 0 1.73 2288 2205 219 6.131
fetpen 38.66 22.87 2287 22.60 0 38.66 22.87 22.60 5.83  6.025
fetppn3 38.88 23.00 23.00 22.72 6.69 32.19 16.31 16.03 3.83  6.026
copyimine22 1435 993 996 9.74 335 11.00 6.61 6.39 3.56  3.773
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Table S10: Spin crossover gaps (kcal/mol) on crystal, optimized ground state and optimized
AP-corrected ground state geometries calculated by BSLYP/6-311G(d) not considering sol-
vent effect and their errors wrt. experiments

complex Gl G2 G3 G4 exp. El E3 E4 E0 (5% us
coterpy 9.47 754 756 738 311 6.36 445 427 189 3.773
ni2meim6 15.88 15.94 31.87 31.88 2847 1259 3.40 341 0.72 2011
nibipy3 0.07 15.09 30.16 30.24 25.11 25.04 5.05 5.13 095 2.005
nibpm2no3 1249 1528 30.48 3046 27.64 15.15 2.84 282 0.79 2.004
nidmso6 15.66 16.22 32.44 3242 3094 1528 1.50 1.48 239  2.005
nidpdpm2h202 15.36  15.47 30.71 30.80 28.95 13.59 1.76 1.85 0.20  2.004
nidpdpm2no3h2o | 15.45 15.59 31.15 30.99 28.95 13.50 220 2.04 0.64 2.004
nidpdpmno3d2ch3cn | 15.00 15.11 30.14 30.15 28.95 13.95 1.19 120 3.84 2.004
nidpdpmno32 12.27 15.02 30.01 30.20 2895 16.68 1.06 1.25 0.64 2.004
niedta 8.81 15.23 30.44 30.50 27 1819 344 350 093  2.003
nien2scn?2 13.12  13.57 26.85 26.96 27.03 13.91 0.18 0.07 0.83  2.004
nien3 0.05 15.16 30.31 30.39 26.08 26.03 4.23 4.31 6.89  2.003
nif6 (M062x) 18.16 17.77 3554 35.65 33.72 1556 1.82 1.93 3.21  2.003
nigly3 10.73  11.20 20.29 20.41 2829 17.56 800 7.88 0.22  2.003
nih206 9.72 17.44 34.87 34.71 33.03 2331 1.84 1.68 295  2.002
ninh36 12,55 1570 31.39 31.51 2823 15.68 3.16 3.28 0.22  2.003
niphen3 1.90 15.14 30.25 30.37 25.16 23.26 5.09 521 6.23  2.005
nipyrazole6 18.42 15.72 31.42 31.58 2886 10.44 2.56 2.72 025 2.004
nitach3mepyr 12.03 14.76 29.49 29.61 23.14 11.11 6.35 6.47 459  2.004
nitpm?2 0.03 15.47 3091 31.26 27.78 27.75 3.13 348 0.85  2.004
nitpmno32 10.74 15.12 30.23 30.33 27.58 16.84 2.65 2.75 1.38  2.004
feh206 16.84 32.27 34.11 34.11 29.19 1235 4.92 492 342 8.754
fethiocarbamate3 3.25 860 9.12 927 11.75 850 263 248 0.94 8.760
fetrencam 15.29 27.40 27.72 29.01 229 761 482 6.11 324 8757
mnden2 20.10 36.47 36.59 38.07 39.05 18.95 2.46 0.98 4.30 8.753
mnen3 18.78 37.19 37.28 38.97 38.05 19.27 0.77 0.92 422 8.753
mnh206 39.14 43.25 43.28 47.75 47.12 7.98 384 0.63 245 8752
MAE 14.71 583 592 2.38
MAE w/o alpha=1 1498 3.04 298 2.20

1 G1-G4 stand for spin crossover gap on different geometries, G1 is crystal structure, G2 is UDFT

geometry, G3 is UDFT//AP, G4 is the AP//AP
2 E1, E3, E4 corresponds to the error wrt. to experiments for G1, G3, G4, and EO stands for the error

of DBLOC method
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