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General information

Training (raw) data: (3538, 3536, 3524, 3548, 3623, 3484, 3458, 3595, 3620, 3647)

Training (deperturbed) data: (3531, 3530, 3525, 3548, 3623, 3487, 3458, 3595, 3620, 3647)

Test data: (3503, 3492, 3591, 3524, 3597, 3454, 3491, 3507, 3611, 3649)

Number of data sets: 20

Submissions for the training set (grey, missing):
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Submissions for the test set (grey, missing):
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Results for the 4 entries with the lowest RMSD in test set
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Entry RMSD(train) RMSD(train-D) RMSD(test) RMSD-1(train) RMSD-1(train-D) RMSD-1(test)

PH1 30.2 28.7 55.7 23.0 20.6 39.7

PH2 nan nan 84.5 nan nan 70.9

PH3 33.5 32.7 45.7 15.8 13.8 35.1

PH4 52.6 45.6 42.8 nan nan 40.1

PH5 10.4 10.4 14.1 8.0 8.3 12.6

PH6 nan nan 17.2 nan nan 10.6

PH7 nan nan 55.0 nan nan 45.9

AC1 107.0 107.7 194.5 61.0 62.3 135.8

AC2 17.1 16.3 12.9 14.5 13.3 6.5

AC3 42.1 35.1 35.6 nan nan 31.6

AC4 21.3 21.3 17.2 14.4 14.0 13.7

FA1 17.7 17.6 46.6 14.8 14.6 35.7

FA2 nan nan 59.1 nan nan 48.4

FA3 38.2 31.2 38.5 nan nan 32.0

FA4 nan nan 35.6 nan nan 26.1

FA5 nan nan 37.6 nan nan 28.4

LS1 56.9 56.0 22.5 15.2 15.3 19.6

LS2 nan nan 73.6 nan nan 54.3

LS3 6.0 5.6 12.1 3.5 2.6 10.0

LS4 3.8 3.4 11.2 3.5 3.0 9.6
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Entry PH1
Authors: Ramachandran Gnanasekaran
Short description of the method: B3LYP-D3(BJ)/def2-TZVPP harmonic frequencies
Reference value: 3810.7

Results for the training set (3646.7, nan, 3654.8, nan, 3768.8, nan, 3609.3, 3695.6, nan, 3806.7)

Results for the test set (3659.4, 3611.8, 3720.0, 3659.9, 3621.2, 3549.1, 3611.2, 3589.3, 3735.8, 3762.3)
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Entry PH2
Authors: Mahmoud Jarraya, Majdi Hochlaf
Short description of the method: PBE0-D3/aug-cc-pVTZ harmonic values
Reference value: 3859.0

Results for the training set (nan, nan, nan, nan, nan, nan, nan, nan, nan, nan)

Results for the test set (3621.0, 3611.0, 3731.0, 3571.0, nan, 3548.0, 3629.0, 3631.0, 3790.0, 3843.0)
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Entry PH3
Authors: Tobias Henkes, Diego M. Andrada
Short description of the method: wB97xD/def2-TZVP
Reference value: 3874.9

Results for the training set (3729.1, 3733.4, 3751.6, 3749.9, 3847.8, 3698.7, 3669.6, 3804.6, 3743.3, 3889.1)

Results for the test set (3676.0, 3671.7, 3766.5, 3779.5, 3716.2, 3638.2, 3681.9, 3689.7, 3792.5, 3865.8)
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Entry PH4
Authors: Haobam Kisan Singh, Himangshu Pratim Bhattacharyya, Manabendra Sarma
Short description of the method: B3LYP-D3(BJ)/def2-TZVP harmonic frequencies
Reference value: 3785.0

Results for the training set (3613.4, nan, nan, nan, nan, nan, nan, nan, nan, nan)

Results for the test set (3581.8, nan, 3684.5, nan, nan, 3525.4, 3575.2, 3578.9, 3708.5, 3782.6)
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Entry PH5
Authors: Michael Hippler
Short description of the method: Counterpoise-corrected MP2/631++G(2d,p)
Reference value: 3850.0

Results for the training set (3729.8, 3730.9, 3697.2, 3741.1, nan, 3698.3, 3661.6, 3790.0, 3811.6, 3840.5)

Results for the test set (3708.2, 3707.0, 3772.7, 3740.6, 3799.4, 3654.2, 3673.6, 3720.2, 3806.5, 3838.1)
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Entry PH6
Authors: Mahmoud Jarraya, Majdi Hochlaf
Short description of the method: CCSD-F12/aVDZ harmonic
Reference value: 3868.0

Results for the training set (nan, nan, nan, nan, nan, nan, nan, nan, nan, nan)

Results for the test set (nan, nan, 3797.0, nan, nan, 3677.0, 3715.0, 3747.0, nan, nan)
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Entry PH7
Authors: Mahmoud Jarraya, Majdi Hochlaf
Short description of the method: MP2-F12/aVDZ harmonic
Reference value: 3840.0

Results for the training set (nan, nan, nan, nan, nan, nan, nan, nan, nan, nan)

Results for the test set (nan, nan, 3726.0, nan, nan, 3555.0, 3607.0, 3651.0, nan, 3822.0)
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Entry AC1
Authors: Tobias Henkes, Diego M. Andrada
Short description of the method: wB97xD/def2-TZVP with 1D numerical differences
Reference value: 3691.7

Results for the training set (3558.1, 3668.3, 3529.5, 3298.0, 3678.6, 3457.5, 3398.2, 3716.4, 3633.5, 3639.7)

Results for the test set (3077.2, 3472.1, 3785.1, 3536.4, 3663.6, 3532.3, 3706.3, 3710.3, 3890.7, 3568.9)
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Entry AC2
Authors: Kai Töpfer, Silvan Käser, Eric D. Boittier, Markus Meuwly
Short description of the method: Reproducing Kernel Hilbert Space + DVR3D based on B3LYP-D3/aug-cc-pVTZ
structures

Reference value: 3656.8

Results for the training set (3529.0, 3524.0, 3492.0, 3542.0, 3608.0, 3507.0, 3432.0, 3586.0, 3625.0, 3658.0)

Results for the test set (3500.0, 3497.0, 3589.0, 3515.0, 3604.0, 3418.0, 3490.0, 3498.0, 3601.0, 3655.0)
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Entry AC3
Authors: Narasimhan Viswanathan, Thomas Nevolianis, Gabriel Rath, Wassja A Kopp, Kai Leonhard
Short description of the method: B2PLYP-D3/aug-cc-pVTZ with selected anharmonic modes
Reference value: 3642.7

Results for the training set (3481.6, nan, nan, nan, nan, nan, nan, nan, nan, nan)

Results for the test set (nan, nan, 3555.5, nan, nan, nan, 3450.7, 3447.2, nan, 3591.5)
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Entry AC4
Authors: Michael Hippler
Short description of the method: Counterpoise-corrected MP2/6311++G(d,p) 2-D QFF cc-VSCF
Reference value: 3732.4

Results for the training set (3604.7, 3604.4, 3550.0, 3621.0, nan, 3557.9, 3497.5, 3685.0, 3698.3, 3726.6)

Results for the test set (3582.1, 3576.7, 3654.2, 3622.8, 3681.9, 3493.6, 3540.5, 3574.0, 3691.6, 3730.6)
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Entry FA1
Authors: Giacomo Mandelli, Cecilia Lanzi, Riccardo Conte, Michele Ceotto
Short description of the method: Quasi-classical B3LYP-D3/aug-cc-pVDZ trajectories
Reference value: 3657.0

Results for the training set (3533.0, 3536.0, 3518.0, 3539.0, 3648.0, 3498.0, 3442.0, 3561.0, 3625.0, 3674.0)

Results for the test set (3535.0, 3498.0, 3612.0, 3423.0, 3600.0, 3414.0, 3567.0, 3533.0, 3643.0, 3679.0)

16



HyDRA Report

Entry FA2
Authors: Mahmoud Jarraya, Majdi Hochlaf
Short description of the method: PBE0-D3(BJ)/aug-cc-pVTZ anharmonic values
Reference value: 3691.0

Results for the training set (nan, nan, nan, nan, nan, nan, nan, nan, nan, nan)

Results for the test set (nan, nan, 3588.0, nan, nan, 3398.0, 3501.0, 3455.0, nan, 3679.0)

17



HyDRA Report

Entry FA3
Authors: Haobam Kisan Singh, Himangshu Pratim Bhattacharyya, Manabendra Sarma
Short description of the method: B3LYP-D3(BJ)/def2-TZVP VPT2(Gaussian) anharmonic frequencies
Reference value: 3614.7

Results for the training set (3457.5, nan, nan, nan, nan, nan, nan, nan, nan, nan)

Results for the test set (3429.3, nan, 3537.5, nan, nan, 3351.7, 3426.0, 3399.7, 3541.0, 3619.6)
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Entry FA4
Authors: Mahmoud Jarraya, Majdi Hochlaf
Short description of the method: CCSD-F12/aVDZ harmonic + PBE0-D3/aug-cc-pVTZ anharmonic corrections
Reference value: 3698.0

Results for the training set (nan, nan, nan, nan, nan, nan, nan, nan, nan, nan)

Results for the test set (nan, nan, 3654.0, nan, nan, 3527.0, 3587.0, 3571.0, nan, nan)
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Entry FA5
Authors: Mahmoud Jarraya, Majdi Hochlaf
Short description of the method: MP2-F12/aVDZ harmonic + PBE0-D3/aug-cc-pVTZ anharmonic corrections
Reference value: 3670.0

Results for the training set (nan, nan, nan, nan, nan, nan, nan, nan, nan, nan)

Results for the test set (nan, nan, 3582.0, nan, nan, 3405.0, 3479.0, 3474.0, nan, 3659.0)
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Entry LS1
Authors: Fabian Dietrich, Vicente Cisternas
Short description of the method: PAW PBE-D3 with scaling factor deduced from training set
Reference value: 3657.0

Results for the training set (3537.0, 3534.0, 3523.0, 3551.0, 3623.0, 3658.0, 3468.0, 3578.0, 3659.0, 3659.0)

Results for the test set (3536.0, 3520.0, 3589.0, 3530.0, 3633.0, 3467.0, 3531.0, 3514.0, 3616.0, 3653.0)
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Entry LS2
Authors: Luis I. Vazquez-Salazar, Silvan Käser, Eric D. Boittier, Markus Meuwly
Short description of the method: Kernel Based Prediction working with B3LYP-D3/aug-cc-pVTZ structures
Reference value: 3657.0

Results for the training set (nan, nan, nan, nan, nan, nan, nan, nan, nan, nan)

Results for the test set (3542.9, 3506.5, 3586.4, 3425.4, 3547.6, 3388.7, 3492.4, 3594.6, 3587.2, 3482.6)

22



HyDRA Report

Entry LS3
Authors: Silvan Käser, Eric D. Boittier, Markus Meuwly
Short description of the method: Neural Network + Transfer Learning based on B3LYP-D3/aug-cc-pVTZ structures
Reference value: 3657.0

Results for the training set (3533.0, 3531.0, 3523.0, 3549.0, 3623.0, nan, 3462.0, 3593.0, 3635.0, 3652.0)

Results for the test set (3510.0, 3507.0, 3589.0, 3532.0, 3621.0, 3454.0, 3507.0, 3521.0, 3601.0, 3650.0)
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Entry LS4
Authors: Roman M. Balabin
Short description of the method: PBE0-D3(BJ)/may-cc-pVTZ|aug-cc-pVQZ with a linear correction function
Reference value: 3657.4

Results for the training set (3534.4, 3533.0, 3523.1, 3553.0, 3621.1, 3489.1, 3453.8, 3592.8, 3621.8, 3653.6)

Results for the test set (3510.6, 3506.3, 3584.5, 3538.9, nan, 3445.1, 3511.1, 3514.7, 3602.7, 3645.7)
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Molecule ACE
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Molecule APH
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Molecule ANL
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Molecule CBU
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Molecule DBF
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Molecule DBN
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Molecule IMZ
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Molecule OCP
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Molecule POH

33



HyDRA Report

Molecule TFB
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Molecule CON
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Molecule DMI
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Molecule FAH
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Molecule MLA
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Molecule PCD
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Molecule PYR
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Molecule THF
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Molecule THT
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Molecule TPH
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Molecule TFE
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