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Supporting Information for “[article title]”

Matteo Cavalleri1, Babak Mostaghaci1, Floriano Cuccureddu1, Alberto Pepe2, and Hakim
Meskine1

1Wiley
2Authorea Team

December 15, 2020

Abstract

This Supporting Information includes:

[Use this section to include additional explanatory text such as an extended technical description of results, full details of
mathematical models, etc.]

Corresponding author Email: xxxxx@xxxx.xxx

Authorea documents are more than just text and figures. Every Authorea document is a Git repository that
can host data, source code, or link to datasets and containers hosted elsewhere. You can add data specific
to a figure/table by adding a figure to an article and then clicking on the figure. The menu that opens allows
uploading datasets or link to external repositories.

Interactive elements such as interactive figures, executable codes, 3D CAD models, and every object linked to
an html/jvs code can be included. Interactive elements can be added by clicking on Insert -> Interactive
Figure (fig).

See the sections below for an overview of the possibilities that Authorea documents offer. Feel free to
edit/remove/add sections as required, explore all the possibilities!

Equations

Equations can be inserted via Insert -> Equation. In this case Dirac equation. Typed in LaTeX.
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Code

Code blocks can be inserted via Insert -> Code Block.

Some code in markdown, from (Hanwell et al., 2020):

{

"chemicalJson": 1,

"atoms": {

"coords": {

"3d": [ 0.000, 0.0, -0.058934372265,

-0.811, 0.0, 0.467665627735,

0.811, 0.0, 0.467665627735 ]

},

"elements": { "number": [ 8, 1, 1 ] },

},

"basisSet": {

"coefficients": [ 0.0018311, 0.0139501, 0.0684451, 0.2327143, 0.470193, 0.3585209, -0.1107775, -0.1480263, 1.130767, 0.0708743, 0.3397528, 0.7271586, 1.0, 1.0, 0.0334946, 0.23472695, 0.81375733, 1.0, 0.0334946, 0.23472695, 0.81375733, 1.0 ],

"exponents": [ 5484.6717, 825.23495, 188.04696, 52.9645,

16.89757, 5.7996353, 15.539616, 3.5999336,

1.0137618, 15.539616, 3.5999336, 1.0137618,

0.2700058, 0.2700058, 18.731137, 2.8253937,

0.6401217, 0.1612778, 18.731137, 2.8253937,

0.6401217, 0.1612778 ],

"primitivesPerShell": [ 6, 3, 3, 1, 1, 3, 1, 3, 1 ],

"shellToAtomMap": [ 0, 0, 0, 0, 0, 1, 1, 2, 2 ],

"shellTypes": [ 0, 0, 1, 0, 1, 0, 0, 0, 0 ]

},

"inputParameters": {

"basis": "6-31g",

"functional": "b3lyp",

"task": "energy",

"theory": "dft"

},

"orbitals": {

"electronCount": 10,

"energies": [ -520.4913730891953, -27.318216947706304,

-14.7250600604168, -9.188141853212901,

-7.8296406659767, 1.51597347252055,

4.01250920531785, 22.885155786440702,

23.307394848261552, 24.2824604087582,

25.337881189307502, 29.451154153465502,

37.9528616074071 ],

"moCoefficients": [ 0.9950345, 0.0278763, 0.0, 0.0,

0.0020759, -0.0130155, 0.0, 0.0,

-0.0023909, 2.28e-05, 0.0030608,

2.28e-05, 0.0030608, 0.2110473,

-0.4670282, 0.0, 0.0, -0.1390958,

-0.4565485, 0.0, 0.0, -0.0652543,

-0.1474718, -0.0010925, -0.1474718,

-0.0010925, 0.0, 0.0, 0.5114143, 0.0, 0.0, 0.0, 0.2288377, 0.0, 0.0,

-0.2680075, -0.1416302, 0.2680075,

2
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0.1416302, 0.0831513, -0.1855981, 0.0, 0.0, 0.5583771,

-0.3437312, 0.0, 0.0, 0.4007392, 0.1300784, 0.1003324,

0.1300784, 0.1003324, 0.0, 0.0, 0.0, 0.6447118, 0.0,

0.0, 0.0, 0.5066596, 0.0, 0.0, 0.0, 0.0, 0.0,

0.0923385, -0.1620552, 0.0, 0.0, -0.2736157,

-1.1033256, 0.0, 0.0, -0.4115525, 0.1142114,

0.9370367, 0.1142114, 0.9370367, 0.0, 0.0, 0.4162705,

0.0, 0.0, 0.0, 0.7736278, 0.0, 0.0, 0.0843618,

1.2638376, -0.0843618, -1.2638376, 0.0508968,

-0.2289781, 0.0, 0.0, -0.5061012, 0.1767856, 0.0, 0.0,

0.0962835, 0.9030719, -0.6154998, 0.9030719,

-0.6154998, 0.0, 0.0, 0.3090174, 0.0, 0.0, 0.0,

0.4348612, 0.0, 0.0, 0.9900298, -0.6814988,

-0.9900298, 0.6814988, 0.0, 0.0, 0.0, 0.9593712, 0.0,

0.0, 0.0, -1.038914, 0.0, 0.0, 0.0, 0.0, 0.0,

0.0557295, -0.2870743, 0.0, 0.0, 0.8249781,

-0.0910432, 0.0, 0.0, -1.1973854, 0.3995068,

0.0190365, 0.3995068, 0.0190365, 0.0, 0.0, 0.9634124,

0.0, 0.0, 0.0, -1.7856009, 0.0, 0.0, -0.1483901,

-0.8613751, 0.1483901, 0.8613751, 0.0641789,

-1.6968582, 0.0, 0.0, -0.1560517, 2.713923, 0.0, 0.0,

0.6847649, -0.3455308, -0.6459246, -0.3455308,

-0.6459246],

"occupations": [2, 2, 2, 2, 2, 0, 0, 0, 0, 0, 0, 0, 0]

},

"properties": {

"totalEnergy": -200549674.20668492

}

}

Tables

Tables can be inserted via Insert -> Table. Corresponding data can be linked to the table and either
hosted locally or in an outside repository, using the ‘Data Link’ capability.
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DoF wMUE AIC VCC CVC AVG
ranking

Ref

DSD-PBEP86-
D3(BJ)

7 2.14 2.29 (1) 3.61 (1) 2.3 (1) 1 54

PWPB95-D3(BJ) 10 2.69 2.97 (2) 4.99 (2) 2.85 (2) 2 34;55
B2PLYP-D3(BJ) 5 3.33 3.5 (3) 5.21 (3) 3.47 (3) 3 55;56

wB97M-V 12 3.43 3.87 (4) 6.76 (5) 3.76 (4) 4.33 57
PW6B95-D3(BJ) 9 3.75 4.11 (5) 6.76 (4) 3.98 (5) 4.67 58;59

PW6B95 6 5.27 5.6 (6) 8.58 (9) 5.43 (8) 7.67 59
PBE0-D3(BJ) 4 5.45 5.68 (7) 8.19 (8) 5.53 (9) 8 58;60

HSE-HJS 1 5.7 5.75 (9) 7.23 (6) 5.73 (15) 10 61;62
B3LYP-D3(BJ) 6 5.42 5.76 (10) 8.82 (11) 5.63 (13) 11.33 43;46;58;63;64;65

B97M-rV 12 5.05 5.69 (8) 9.93 (16) 5.53 (10) 11.33 66;67
PBE0 1 5.74 5.79 (12) 7.28 (7) 5.76 (16) 11.67 60

B97M-V 12 5.12 5.77 (11) 10.07
(17)

5.61 (11) 13 68;69

wB97X-V 10 5.33 5.89 (13) 9.89 (15) 5.7 (14) 14 70
SCAN-D3(BJ) 2 6.32 6.45 (14) 8.58 (10) 6.35 (24) 16 21;58

M06-2X 29 4.86 6.5 (15) 14.37
(34)

5.36 (7) 18.67 26

revPBE-D3(BJ) 4 6.49 6.76 (17) 9.74 (14) 6.6 (26) 19 58;71
B97-1 10 5.95 6.58 (16) 11.05

(21)
6.34 (23) 20 72

M05 22 5.47 6.82 (19) 13.84
(29)

6.1 (18) 22 22

M05-2X 19 5.82 7.05 (20) 13.74
(28)

6.26 (19) 22.33 23

MN15 59 3.68 6.76 (18) 20.16
(44)

5.35 (6) 22.67 32

BMK 17 6.04 7.16 (23) 13.57
(27)

6.27 (20) 23.33 73

M06-2X-D3(0) 35 5.03 7.16 (22) 16.89
(38)

5.62 (12) 24 26;74

PBE 1 7.41 7.48 (25) 9.39 (12) 7.43 (35) 24 20
revTPSS-D3(BJ) 6 6.76 7.17 (24) 10.99

(20)
6.99 (31) 25 58;75

N12-SX 26 5.51 7.15 (21) 15.26
(37)

5.97 (17) 25 30

PW91 1 7.56 7.64 (28) 9.59 (13) 7.58 (37) 26 76;77
t-HCTHh 17 6.36 7.54 (26) 14.28

(32)
6.98 (30) 29.33 78

TPSSh 1 8.04 8.12 (33) 10.2 (18) 8.07 (41) 30.67 79
PBE-D3(BJ) 3 7.81 8.05 (31) 11.19

(23)
7.87 (39) 31 20;58

B97-D3(0) 9 7.23 7.91 (30) 13.02
(26)

7.61 (38) 31.33 58;75

M06-D3(0) 39 5.09 7.56 (27) 18.58
(41)

6.63 (27) 31.67 26;58

B3PW91 3 7.82 8.06 (32) 11.2 (24) 7.9 (40) 32 46;63;76;77
M06 33 5.58 7.78 (29) 17.98

(40)
6.85 (29) 32.67 26

TPSS 1 8.39 8.48 (37) 10.64
(19)

8.43 (44) 33.33 78

M11-D3(BJ) 46 5.18 8.28 (34) 21.81
(49)

6.29 (22) 35 68;79

M08-HX 47 5.24 8.46 (36) 22.5 (50) 6.29 (21) 35.67 27
revTPSS 1 8.79 8.88 (39) 11.15

(22)
8.83 (47) 36 75

M11 40 5.6 8.4 (35) 20.86
(46)

6.64 (28) 36.33 79

N12 21 7.19 8.88 (38) 17.78
(39)

7.55 (36) 37.67 30

BP86 1 9.04 9.13 (41) 11.47
(25)

9.07 (48) 38 63;80

N12-SX-D3(BJ) 32 6.61 9.13 (40) 20.85
(45)

7.2 (33) 39.33 30;58

B97-2 9 8.43 9.22 (42) 15.17
(36)

8.72 (46) 41.33 81

MN12-SX 58 5.55 10.09
(46)

29.83
(54)

6.43 (25) 41.67 30

B3LYP 3 9.79 10.09
(45)

14.03
(30)

9.91 (51) 42 63;43;46;64;65

SOGGA11-X 21 7.69 9.49 (43) 19.01
(43)

8.35 (43) 43 82

N12-D3(0) 27 7.57 9.93 (44) 21.43
(48)

8.11 (42) 44.67 30;58

revPBE 1 11.22 11.33
(49)

14.22
(31)

11.24
(54)

44.67 71

MN15-L 58 6.01 10.92
(47)

32.27
(57)

7.27 (34) 46 33

MN12-L 58 6.23 11.33
(48)

33.48
(59)

7.14 (32) 46.33 31

RPBE 1 11.3 11.41
(52)

14.33
(33)

11.33
(55)

46.67 83

BLYP 1 11.8 11.92
(53)

14.96
(35)

11.83
(56)

48 46;63

M11-L-D3(0) 50 6.83 11.38
(50)

31.16
(56)

8.66 (45) 50.33 29;58

t-HCTH 16 9.7 11.39
(51)

21.25
(47)

10.3 (53) 50.33 78

M06-L-D3(0) 35 8.56 12.19
(54)

28.76
(52)

9.86 (50) 52 24;58

OLYP 1 14.97 15.12
(58)

18.98
(42)

14.99
(58)

52.67 46;84

M06-L 34 8.85 12.47
(55)

29.11
(53)

10.13
(52)

53.33 24

M11-L 44 8.27 12.93
(56)

33.42
(58)

9.84 (49) 54.33 29

HCTH/407 15 11.48 13.34
(57)

24.5 (51) 11.96
(57)

55 85

SVWN5 1 23.72 23.95
(59)

30.08
(55)

23.74
(59)

57.67 43;86

HF 1 36.34 36.71
(60)

46.09
(60)

36.37
(60)

60 87;88

Table 1: Example of a table with its corresponding data. From (Peverati, 2020).
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Videos

Videos can be included via Insert -> Rich Media. A screenshot of the video is used as corresponding
static image in the exported PDF.

Rich media available at https://youtu.be/3vmQTbCjKNU

Interactive Figures

Interactive figure can be included via Insert -> Interactive Figure (html) [detailed guideline].

Figure 1: You may insert an Interactive version of the figures in the manuscript in the smart supporting
information. The example here is created by 3Dmol.js figure. Data (In this case protein structure) available
via the Data Link badge on the left.

5
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Figure 2: Plot.ly examples showing a Python-created Polar Chart from https://plot.ly/python/polar-

chart/. Corresponding data can be linked to the figure and either hosted locally or in an outside repository,
using the ‘Data Link’ capability.

6
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Figure 3: And another Plot.ly example.
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Executable Codes

Figure 4: A simple illustration of the trapezoid rule for definite integration, see section [XXX] in the
manuscript. Here, the code (Jupyter Notebook hosted locally) is executed through the icon on the left
side of the image. “Executable Figures” are indicated by the </>Code icon its top-left side. We can do R

too!

Figure 5: JupyterLab extension allows the visualization of molecular structures in a notebook, with Binder
used here as external repository of data & code (Accessible via (DataLink)). From (Hanwell et al.).

8
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Figure 6: Figure links, via the (Data Link icon) to an executable CodeOcean capsule: A Samuel Pottinger
(2019) Machine Learning Techniques for Detecting Identifying Linguistic Patterns in the News Media [Source
Code]. From (oce).

3D CAD objects

9
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Figure 7: 3D CAD objects can be imported using Java Script modules. Here is an example from
3DViewer.net.

Blender

10
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Figure 8: Standalone HTML5 object from Blender, inserted as interactive figure. Artwork from Marco
Squillaci.
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