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1 Molecular structures
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-0.788531173
0.788443827
0.788528913
-0.788441493
-1.551084257
-1.550883169
1.551079415
1.550888091

Z DD T Q QOO0

1.2 Benzene
-1.390787514
-0.695392019
-0.695392019
-1.236805349
-1.236805349
0.695392024
0.695392019
1.236805354
1.236805343
1.390787514
2.473652804
-2.473652809

T oD Q- D OQOQ@DEQQQOQ

1.3 Cyclohexadiene
1.493166330
0.663987624
0.664134429
1.199665805
1.199927452

-0.664132884

-0.663986233

-1.199926309

-1.199662662

-1.493165389
2.166428522
2.166682273

-2.166420616

-2.166689094

T DD T QD@D QDT Q00

1.4 Borazine
-0.724240799
0.703104920
-1.406194833
1.206549581
1.448636758
-0.724215266
-1.320792737
0.703130104
1.206583448
-1.320830673
-2.413242040
2.641504938

T D D Z Im WD =2 2 W

N

Journal Name, [year], [vol.],1

-0.
-0.
0.
0.
-1.
1.
1.
-1.

O O O N

665006534
665107729
665007534
665108723
429484135
429677306
429483209
429678195

.000000000
-1.

1.
-2.

2.
-1.
.204435111
.142237734
.142237729
.000000000
.000000011
.000000016

204435116
204435111
142237734
142237729
204435116

0.000088515
1.250367622

-1.
-1.

0.
.089957906
.000013018
.254483541

.250288896
.194030693
.193886688
.250289065
.250367743
.193887106
.194032222
-0.
.000135586

0.
-0.
.000135575

000088701

000119197
000118102

254477345
217787427
000011520

2.287578060

.217779945

2.089944851

-2.
.000029258
-0.

287561846

000029893

-0.
.000044266
-0.
.000091833
-0.
.000190266
-0.
.000163225

000090870

000043774

000189133

000162574

.000004355
.000007324
.000013595
.000009081
.000006916
.000013531
.000004953
.000015531
.000001831
.000006461
.000011478
.000004080

.000070899
.000049901
.000061707
.000134078
.000189631
.000048520
.000057474
.000153255
.000136718
.000075413
.868340976
.868001022
.868352311
.867990211

.000016352

0.000109942

0.000062919

0.000304806

.000075344
.000129569
.000339912
.000063940
.000034222
.000019262
.000165495
.000244803



1.5 p-Benzoquinone
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1.8 Isophlorin
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