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I. TRAINING DETAILS

Several neural network (NN) interatomic potentials have demonstrated sub kcal mol-1 accu-

racy. Here, we implemented a graph convolution model based on SchNet [1], to represent the

highly complex potential energy surface (PES). This graph convolution model has been shown to

achieve state-of-the-art prediction for chemical properties and graph classification tasks[2, 3]. The

model consists of iterative message and update steps that systematically gather information from

neighboring atoms to produce atomic feature vectors. A fixed cuto↵ distance is used to determine

molecular geometrical connectivity given a 3D configuration of atoms. We define v as the atomic

index and N(v) as its neighbors. The graph convolutions iteratively update the atomic embeddings

hv by aggregating “messages” (msg) from their connected atoms v and their edge features (euv). By

performing this operation several times, a many-body correlation function can be parameterized to

represent the PES of the ether-ion complex. The atomic fingerprint vector after each convolution

t is represented as:

htv = ht�1
v +

X

u2N(v)

msgt(hu, euv) (1)

In the case of SchNet, the update function is simply a sum over atomic embeddings. The edge

feature is parameterized by Gaussian smearing of distances between pairs of atoms. The message

function is parameterized by:

msgt(euv, hv) = MLP3(MLP2(euv) �MLP1(hv) (2)

where MLPi are independent Multi Layer Perceptrons (MLPs) that parameterize the embed-

dings into a certain dimension size. For each convolution t, a separate message function is applied

to characterize atom correlations at di↵erent scales. After an element-wise product of atom finger-

prints hv and pair interaction fingerprints euv, the joint fingerprint is determined by an additional

MLP that incorporates more non-linearity in the model. euv is parameterized from a Gaussian

smearing operations. MLP2 and MLP3 output paramterized edge and atom fingerprints of the

same dimension. The message is constructed by the elementwise product between parameterized

edge and atom fingerprints followed by another MLP3. The message update and update procedures

is a convolution on 3D graphs. After several convolutions procedures described above. The atomic

embeddings are then used to parameterize atom-wise energies which sum to give the total energy

of the system (refer to Ref.[1] for more details on the network structure).



3

dimension of atomic embeddings 256

dimension of filter layer 256

dimension of Gaussian smeared kernels 32

number of convolutions 5

k 10

cuto↵ distance (Å) 4.5

Table I. Parameters used for SchNet Graph convolution models

To improve the e�ciency of running MD using neural network potentials, we also include clas-

sical harmonic bond energy terms that constrain the configurations to those that maintain the the

molecular graph of the ether molecules in 3D.

Etot =
X

v

MLP (hv) +
1

2

bondsX

i,j

k(|xi � xj |� ro)
2 (3)

where ro is the equilibrium bond lengths obtained from converged ether molecule geometries.

The bond energy is summed over chemical bonds of a molecule or complex. We use parameters

described in Table. I for the training of Graph Neural Networks of all the models used (following

the parameter definition in Ref. [1])

II. ACTIVE LEARNING

All the DFT calculations were performed using ORCA 4.0.1.2 [4]. We first selected a random

set of 44 ether-lithium clusters that are representative of the ether chemical species in terms of

the number of carbon spacers and the molecular size. We perform conformer optimization starting

from geometry generated by RDKit [5] using MMFF94 force fields [6]. The ion-ether complexes are

made by randomly placing ions near oxygens in the ether molecules. These initial geometries are

further optimized at the BP86d3/def2-SVP level of theory [7–9]. The initial training set is obtained

by generating normal-mode-sampled data using Hessians of converged geometries. The neural

networks are first trained on the normal-mode-sampled data and subsequently undergo sampling

according to a constant energy ensemble (NVE). The newly-sampled geometries are sent for DFT

calculations and included in the next training round. Due to the poor coverage of phase space

by the initial data points, the neural sampling steps produce nonphysical geometries that involve

bond formation and breaking. These geometries are labeled as “reacted” and are excluded from

the training data because they are not representative configurations. The “reacted” geometries are
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removed for further DFT validations because they are unlikely to converge in the self-consistent

cycle and are not expected to occur near room temperature. We dynamically modify the sampling

time by scaling with the fraction of “reacted” geometries. Short 10ps simulations are done for the

first round of neural MD. Such sampling time is dynamically changed based on the rejection rate.

If the rejection rate is higher than 70 %, the simulation time is reduced by 25 % to ensure more

valid conformers are sampled within a shorter simulations. If the rejection rate is lower than 70

%, the simulation time is increased by 50 % for the next round of sampling to better explore the

configuration space given initial good performances.

Active Learning has been explored by several works to learn transferable inter-atomic poten-

tials. [10–12] To quantify uncertainties, we also perform uncertainty analysis by training 10 neural

networks with di↵erent initial random weight initialization and computing the standard deviation

of their predictions (Fig. S1) on the trained data. Such ensemble methods can be used as an

e�cient method to estimate the uncertainty of the trained model and to test the convergence of

active learning results.

The same approach with oligoether complexes with with Na+ and Mg2+ ions yield similar

results during the active learning process. The resulting interaction energy and HOMO (Highest

Occupied Molecular orbitals) follow similar trends as a function of Noxygen and C:O ratio (Fig.

S5). Additionally, we include selected optimized geometries in Fig. S4 for ethers with side akyl

group modifications. This provides a potential pathway for tuning physicochemical properties like

melting temperature of Mg2+ based SILs which show high melting point.

Figure S1. Uncertainty in neural network predictions at each generation of active learning. The uncertainty

is estimated by computing the standard deviation of the predictions of 10 neural networks trained on the

same set of data (random train/test splitting) to test the robustness of the prediction.
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Figure S2. A) The results from active learning of Na+ and Mg2+ ion interactions. B) Force validation for

the neural-network optimized structures of ether species with Na+ and Mg2+ ions

III. SOAP ANALYSIS AND DIMENSIONALITY REDUCTION OF SAMPLED

CONFIGURATIONAL SPACE

We apply SOAP (Smooth Overlap of Atomic Positions) [13] to convert the coordination struc-

ture of lithium into a vector representation. (We choose a cuto↵ radius of 4.5 Å,nmax=3, lmax =

5) The learned vector embeddings from an ensemble of structures are analyzed with t-distributed

stochastic neighbor embedding (T-SNE) [14] in a 2-dimensional space for easy visualization. In

Fig. 1B in the main text, the plot is produced from T-SNE studies of all data points sampled by

the di↵erent generations of trained NN.

IV. ENERGY DECOMPOSITION VIA LINEAR REGRESSION

The ether groups and metal ions form n-membered ring structure. For example, two carbon-

spacers and two oxygens from a 5-membered ring with a metal ion; 3 carbon spacers form 6-

membered rings with oxygens and metal ion upon chelating. We count the number of each n-

membered rings in our complex and use this molecular metric as inputs for analysis to correlate

with binding energy. We perform linear energy decomposition via a least-square fit of the equation

Ebind ⇡
P

nEn ⇤Nn + C where Nn, En and C are the count of n membered rings, the energy of

the n-membered ring and a constant energy reference, respectively. We fitted En which represents

the individual energy contribution from each ring size. We observe that larger n-membered rings

contribute more to the interaction energies (Fig. S3) for all the ion clusters.
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Figure S3. Description of n-membered ring structures in a ether-ion complex and Linear regression analysis

to decompose the energy into explicit n-membered ring contributions for the interaction energy between

ether and ions.

V. GEOMETRY OPTIMIZATION

We perform neural network molecular dynamics followed by geometry optimizations to bypass

expensive DFT calculations. We first run long MD trajectories to sample a handful of starting

points for optimization. We then perform the Broyden–Fletcher–Goldfarb–Shannon algorithm

(BFGS) [15] to find converged geometries, which subsequently receive further DFT validation.

The resulting geometries are close to being truly converged. This was determined by comparing

the distribution of DFT atomic forces and atom-wise RSMD (Root Mean Square Distances) to

that of NN-optimized geometries. After further DFT refinement with DFT at the theory level

of BP86-D3/def2-SVP [7–9]. For better description of non-covalent interactions, we promote the

calculations to the theory level of !b97xD/def2-TZVP [9, 16] for further geometry optimizations

using ORCA[4], to optimize the geometries obtained from the NN/DFT pipelines described.

VI. COMPUTATIONAL DATA

The DFT results of all computed geometries at !-B97xD3/def2-TZVP level of theory are avail-

able in esi dft.pdf. We also include approximate volumes of the complexes. The volume esti-

mation is done using the 3D-voxel-based flood-hill algorithm as described in ref. [17]. We treat

the ether-ion complexes as a solute and use methane molecules to approximate the solvent using a
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COCCCOCCCOCCCOC(C)(C)C

Ebind: -12.45 eV

COCCOCCOCCOC(C)(C)C

Ebind: -11.48eV

COC(C)CC(C)OC(C)CC(C)OC(C)CC(C)OC

Ebind: −12.42eV

COCCOCC(C)OCCOC

Ebind: -11.37eV

Figure S4. Selected asymmetric ether species binding with Mg2+. These species show stronger binding than

G3 baselines.

kinetic radii of 1.9 Å. We use the Van Der Waal radius described in table VI to approximate the

size of the complexes. The atomic Van Der Waal radii is taken from the ElementData function of

the Mathematica software [18]. We show the correlation between the volumes of the complex and

Ebind in Figure. S6. We also show the correlation between the computed ionization energy and

HOMO of the optimized complex in Fig. S7.

atom type radius (Å)

C 1.7

H 1.1

O 1.52

Li 1.82

Mg 1.73

Na 2.27
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VII. COMPARING WITH EXPERIMENTAL BINDING RESULTS

We compare DFT calculations and experimental data on crown-ether and ion binding in Table II.

We find our binding energy to be in good agreement with gas-phase Collision Induced Dissociation

(CID) experiments for sodium crown-ether binding. The binding a�nity between ion and crown

ether in solution depends on many factors including the e↵ects of anions and concentration. We

perform DFT with Solvent Model based on Density (SMD) [19] at the !-B97xD3/def2-TZVP level

of theory on the gas-phase optimized geometries to incorporate additional solvents e↵ect. These

solvents are included in ORCA SMD calculations. We compare our calculations with experimentally

obtained binding a�nity from literature and focus on the relative trend in ion-selectivity. The

selectivity predicted by the solvent-corrected calculations agrees well with most of the available

data found in literature. We find that the solvent tends to decrease the binding energy compared

with gas-phase DFT, but as discussed in the main text and poor predictors of SIL-forming ability,

because of the challenge in representing the solvation environment of SILs in a continuum model.

gas phase MeCN MeOH DMSO MeNO2

Na

DFT (eV) CID [20] DFT (eV) logK [21] DFT (eV) logK DFT (eV) logK [21] DFT (eV) logK

2.61 2.63(0.14) 1.48 2.3(0.03) 1.39 N/A 1.47 <0.5 1.49 N/A

3.19 3.05(0.19) 1.84 4.96(0.05) 1.72 N/A 1.56 1.17(0.01) 1.85 N/A

3.5 3.07(0.20) 1.93 4.29(0.12) 1.81 N/A 1.93 1.24(0.02) 1.96 N/A

Li

DFT (eV) CID[22] DFT (eV) logK [23] DFT (eV) logK [24] DFT (eV) logK DFT (eV) logK [25]

3.52 3.92(0.53) 1.69 3.25(0.06) 1.61 0 1.69 N/A 1.701 3.65(0.04)

4.14 N/A 2.08 4.73(0.42) 1.96 3.59 2.07 N/A 2.087 >5

4.34 N/A 2.07 3.07(0.09) 1.94 0 2.06 N/A 2.092 >5

Table II. DFT and experimental data comparison. The numbers in the bracket indicate experimental

uncertainty directly transcribed from the corresponding references.
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A) B)

C)

C) D)

E)

Figure S5. A-C) the chemical space of binding with HOMO and Ebind for Mg-ether complexes. D-E) the

chemical space of binding with HOMO and Ebind for Na-ether complexes.
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Figure S6. Correlation between molecule sizes and Ebind

Figure S7. Correlation between HOMO and Ionization energy of ion-ether complexes with R2 score.
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Column name  
SMILES(s): X:X:X:X:X where X indicates lengths of carbon spacers 
n: number of oxygen donors from ether molecules
Eabs: absolute energy (eV)of ether molecules
Ebind: binding energy (eV) of ether-ion complex
pareto(T/F). T when the species is on the pareto fron
size(Å3): size of the chelated complex
EHOMO: HOMO level of molecules/complex

Eabs EHOMO Ebind EHOMO size pareto Ebind EHOMO size pareto Ebind EHOMO size pareto
COCCOC  1:2:1 2 -308.89 -9.63 -2.54 -14.66 553.67  T -6.95 -19.87 555.26  T -1.76 -14.11 616.38  T

COCCOCCOC  1:2:2:1 3 -462.75 -9.61 -3.30 -14.28 690.40  T -9.26 -19.11 692.77  F -2.36 -13.82 740.84  F
COCCOCCOCCOC  1:2:2:2:1 4 -616.60 -9.27 -3.86 -13.64 829.68  F -11.18 -18.51 808.28  T -2.93 -13.55 862.73  T

COCCOCCOCCOCCOC  1:2:2:2:2:1 5 -770.45 -9.17 -4.36 -13.41 922.67  F -12.58 -17.92 915.14  T -3.42 -13.29 964.36  T
COCCOCCOCCOCCOCCOC  1:2:2:2:2:2:1 6 -924.30 -9.08 -4.68 -13.13 992.21  T -13.65 -17.23 1011.96  T -3.65 -13.03 1063.17  T

COCOC  1:1:1 2 -269.59 -10.08 -2.06 -14.90 506.34  T -6.02 -20.32 504.71  T -1.43 -14.24 573.36  T
COCCOCOC  1:2:1:1 3 -423.44 -9.72 -2.84 -14.56 635.41  T -8.25 -19.52 640.64  T -2.00 -14.02 692.87  T
COCOCOC  1:1:1:1 3 -384.13 -10.06 -2.43 -14.74 583.46  T -7.30 -19.86 586.55  T -1.69 -14.16 642.40  T

COCCOCCOCOC  1:2:2:1:1 4 -577.29 -9.64 -3.51 -14.09 770.72  F -10.25 -18.53 776.15  F -2.50 -13.70 806.70  F
COCCOCOCCOC  1:2:1:2:1 4 -577.29 -9.72 -3.45 -14.06 761.79  F -10.20 -18.86 767.70  T -2.48 -13.72 811.78  F
COCCOCOCOC 1:2:1:1:1 4 -537.98 -9.74 -3.20 -14.36 712.91  F -9.39 -19.08 720.13  F -2.24 -13.96 755.39  T
COCOCCOCOC  1:1:2:1:1 4 -537.98 -9.83 -3.04 -14.24 717.58  F -9.40 -19.17 723.72  T -2.15 -13.75 766.65  F
COCOCOCOC  1:1:1:1:1 4 -498.68 -10.19 -2.73 -14.59 658.48  T -8.51 -19.46 667.89  T -1.87 -14.04 717.58  T

COCCOCCOCCOCOC  1:2:2:2:1:1 5 -731.14 -9.13 -3.98 -13.69 878.36  F -11.87 -18.06 884.46  T -2.88 -13.42 931.83  F
COCCOCCOCOCCOC  1:2:2:1:2:1 5 -731.14 -9.63 -3.94 -13.75 882.71  F -11.76 -17.95 883.51  F -2.87 -13.31 936.77  F
COCCOCCOCOCOC  1:2:2:1:1:1 5 -691.83 -9.39 -3.80 -13.95 828.32  F -10.99 -18.29 837.27  F -2.76 -13.65 876.80  T
COCCOCOCCOCOC  1:2:1:2:1:1 5 -691.84 -9.65 -3.53 -13.82 829.22  F -10.93 -18.37 840.25  F -2.32 -13.43 870.31  F
COCCOCOCOCCOC  1:2:1:1:2:1 5 -691.83 -9.52 -3.83 -13.80 841.97  F -11.05 -18.44 848.68  F -2.66 -13.47 851.52  F
COCCOCOCOCOC  1:2:1:1:1:1 5 -652.53 -9.82 -3.33 -14.03 777.56  F -10.28 -18.58 801.05  F -2.26 -13.66 833.23  F

COCOCCOCCOCOC  1:1:2:2:1:1 5 -691.83 -9.78 -3.64 -13.85 829.19  F -11.05 -18.29 858.09  F -2.67 -13.51 892.90  F
COCOCCOCOCOC  1:1:2:1:1:1 5 -652.53 -9.96 -3.37 -14.18 787.26  T -10.27 -18.75 791.65  T -2.28 -13.79 829.59  F
COCOCOCOCOC  1:1:1:1:1:1 5 -613.22 -10.19 -3.01 -14.32 742.14  F -9.53 -19.09 743.54  T -2.00 -14.01 776.06  T

COCCCOC  1:3:1 2 -348.22 -9.40 -2.70 -14.46 603.83  F -7.47 -19.63 607.87  T -1.82 -13.86 658.40  F
COCOCCCOCOC  1:1:3:1:1 4 -577.31 -9.94 -3.11 -13.89 772.65  F -9.87 -18.65 778.64  F -2.23 -13.51 829.80  F

COCCOCCCOCCOC  1:2:3:2:1 4 -655.92 -9.28 -3.97 -13.55 844.45  F -11.56 -18.14 858.72  T -2.88 -13.28 873.48  F
COCCCOCOC  1:3:1:1 3 -462.76 -9.52 -2.92 -14.24 689.00  F -8.66 -19.10 692.08  F -2.03 -13.68 741.28  F

COCCCOCCOC  1:3:2:1 3 -502.07 -9.49 -3.49 -14.08 742.35  F -9.74 -18.84 746.85  F -2.42 -13.62 783.69  F
COCCOCCCCCOCCOC  1:2:5:2:1 4 -734.55 -9.29 -4.09 -13.46 942.49  F -11.89 -17.65 960.91  F -3.05 -13.22 1000.74  F
COCCOCCCCOCCOC  1:2:4:2:1 4 -695.23 -9.29 -4.12 -13.61 913.19  T -11.72 -17.94 915.11  F -2.99 -13.32 942.17  F

COCCCOCCCOC  1:3:3:1 3 -541.39 -9.33 -3.57 -13.94 777.39  F -10.03 -18.69 786.91  F -2.37 -13.31 827.61  F
COCCCOCCCOCCCOC  1:3:3:3:1 4 -734.56 -9.25 -4.13 -13.36 922.03  F -12.07 -17.63 951.55  F -2.96 -13.07 988.06  F

COCCCOCCOCCOC  1:3:2:2:1 4 -655.92 -9.28 -3.87 -13.69 846.24  F -11.54 -18.21 858.33  T -2.94 -13.33 896.55  F
COCCCOCOCCOC  1:3:1:2:1 4 -616.61 -9.56 -3.57 -13.79 813.98  F -10.60 -18.51 812.48  F -2.59 -13.48 856.21  F
COCCOCCCOCOC  1:2:3:1:1 4 -616.61 -9.47 -3.54 -13.66 815.44  F -10.76 -18.34 824.73  F -2.60 -13.47 863.50  F

COCCCOCCCOCCOC  1:3:3:2:1 4 -695.24 -9.29 -3.96 -13.38 902.56  F -11.83 -17.99 903.89  F -2.83 -13.16 964.41  F
COCCCOCCOCOC  1:3:2:1:1 4 -616.61 -9.33 -3.58 -13.81 805.91  F -10.58 -18.53 813.97  F -1.14 -11.89 977.34  F
COCCCOCOCOC  1:3:1:1:1 4 -577.30 -9.54 -3.21 -13.92 762.48  F -9.78 -18.72 772.43  F -2.19 -13.69 811.23  F

COCCCOCCCOCOC  1:3:3:1:1 4 -655.93 -9.44 -3.52 -13.71 845.56  F -11.03 -18.17 870.29  F -2.60 -13.26 922.29  F
COCCCOCCOCCCOC  1:3:2:3:1 4 -695.24 -9.12 -3.99 -13.41 906.04  F -11.68 -17.97 902.51  F -2.84 -13.24 954.50  F
COCCCOCOCCCOC  1:3:1:3:1 4 -655.93 -9.47 -3.55 -13.69 846.65  F -10.92 -18.15 873.05  F -2.45 -13.43 902.76  F

COCCCOCCOCCOCCOC  1:3:2:2:2:1 5 -809.77 -8.82 -4.50 -13.25 956.80  F -9.97 -14.48 1060.51  F -3.47 -13.12 999.19  F
COCCCOCOCCOCCOC  1:3:1:2:2:1 5 -770.46 -9.34 -4.03 -13.47 924.19  F -11.98 -17.81 916.67  F -2.91 -13.28 976.41  F

COCCOCCCOCCOCCOC  1:2:3:2:2:1 5 -809.77 -9.34 -4.53 -13.34 953.15  F -12.93 -17.69 954.29  T -2.36 -11.40 1120.79  F
COCCOCCOCCCOCOC  1:2:2:3:1:1 5 -770.46 -9.26 -4.02 -13.54 907.71  F -12.30 -17.75 945.41  F -3.04 -13.08 978.93  F

COCCCOCCCOCCOCCOC  1:3:3:2:2:1 5 -849.09 -9.22 -4.42 -13.09 1004.29  F -12.92 -17.40 1006.91  F -3.06 -12.86 1046.02  F
COCCCOCCOCOCCOC  1:3:2:1:2:1 5 -770.46 -9.30 -3.98 -13.21 926.54  F -11.96 -17.63 923.12  F -2.91 -13.18 948.65  F
COCCCOCOCOCCOC  1:3:1:1:2:1 5 -731.15 -9.57 -4.02 -13.76 873.40  T -11.42 -18.15 887.84  F -2.65 -13.38 914.81  F

COCCOCCCOCOCCOC  1:2:3:1:2:1 5 -770.46 -9.22 -4.08 -13.33 912.65  F -12.17 -17.80 935.24  F -3.05 -13.36 966.42  F
COCCOCOCCCOCOC  1:2:1:3:1:1 5 -731.16 -9.48 -3.67 -13.66 871.56  F -11.37 -17.95 900.97  F -2.65 -13.35 920.75  F

COCCCOCCCOCOCCOC  1:3:3:1:2:1 5 -809.78 -9.38 -4.16 -13.42 951.18  F -12.32 -17.45 976.79  F -3.03 -13.18 1010.60  F
COCCOCCCOCCOCOC  1:2:3:2:1:1 5 -770.46 -9.19 -4.00 -13.44 931.47  F -12.15 -17.78 938.25  F  F

COCCCOCCOCCCOCCOC  1:3:2:3:2:1 5 -849.09 -9.38 -4.70 -13.13 998.88  T -13.23 -17.46 1003.79  F -3.38 -12.98 1056.88  F
COCCOCCCOCOCOC  1:2:3:1:1:1 5 -731.15 -9.58 -3.84 -13.67 882.49  F -11.52 -17.94 886.93  F -2.69 -13.34 926.41  F

COCCCOCOCCCOCCOC  1:3:1:3:2:1 5 -809.78 -8.82 -3.90 -13.23 954.36  F -12.11 -17.58 972.58  F -2.75 -12.98 1007.22  F
COCCOCCCOCCCOCCOC  1:2:3:3:2:1 5 -849.09 -9.32 -4.53 -13.06 992.92  F -13.14 -17.40 1012.94  F -3.45 -13.09 1046.73  F
COCCOCCCOCCCOCOC  1:2:3:3:1:1 5 -809.78 -9.38 -4.08 -13.39 953.88  F -12.52 -17.57 979.13  F  F

COCCCOCCCOCCCOCCOC  1:3:3:3:2:1 5 -888.41 -9.00 -4.47 -12.95 1046.92  F -13.34 -17.17 1040.87  F -3.40 -12.94 1078.56  F
COCCCOCCOCCOCOC  1:3:2:2:1:1 5 -770.46 -9.27 -3.98 -13.49 890.57  F -12.17 -17.73 931.07  F -3.04 -13.07 976.41  F
COCCCOCOCCOCOC  1:3:1:2:1:1 5 -731.16 -9.58 -3.57 -13.52 876.62  F -11.31 -18.02 885.46  F -2.57 -13.21 928.35  F
COCOCCCOCCOCOC  1:1:3:2:1:1 5 -731.16 -9.41 -3.57 -13.62 885.83  F -11.50 -18.03 900.50  F -2.65 -13.18 939.83  F

COCCCOCCCOCCOCOC  1:3:3:2:1:1 5 -809.78 -9.37 -4.10 -12.84 1004.70  F -12.59 -17.54 973.76  F -1.72 -12.39 1040.51  F
COCCCOCCOCOCOC  1:3:2:1:1:1 5 -731.16 -9.39 -3.85 -13.73 882.41  F -11.30 -17.96 890.23  F -2.55 -13.12 943.47  F
COCCCOCOCOCOC  1:3:1:1:1:1 5 -691.85 -9.68 -3.51 -13.77 832.33  F -10.60 -18.31 858.60  F -2.41 -13.40 878.78  F
COCOCCCOCOCOC  1:1:3:1:1:1 5 -691.85 -9.94 -3.41 -13.68 848.85  F -10.66 -18.31 837.62  F -2.38 -13.40 887.45  F

COCCCOCCCOCOCOC  1:3:3:1:1:1 5 -770.47 -9.46 -3.99 -13.44 907.52  F -11.90 -17.84 930.99  F -2.79 -13.21 933.62  F
COCCCOCCOCCCOCOC  1:3:2:3:1:1 5 -809.79 -9.34 -3.96 -13.22 975.24  F -12.40 -17.53 978.38  F -2.79 -12.93 1048.98  F
COCCCOCOCCCOCOC  1:3:1:3:1:1 5 -770.48 -9.56 -3.69 -13.33 918.42  F -11.72 -17.73 938.96  F -2.62 -13.08 981.61  F
COCOCCCOCCCOCOC  1:1:3:3:1:1 5 -770.47 -9.69 -3.64 -13.24 939.49  F -11.76 -17.85 939.36  F -2.72 -13.23 929.01  F

COCCCOCCCOCCCOCOC  1:3:3:3:1:1 5 -849.10 -9.43 -4.03 -13.20 982.20  F -12.61 -17.35 1018.27  F -2.98 -12.85 1049.34  F
COCCCOCCOCCOCCCOC  1:3:2:2:3:1 5 -849.09 -9.32 -4.52 -13.14 1001.64  F -13.21 -17.24 1005.11  F -3.47 -12.99 1042.09  F
COCCCOCCOCOCCCOC  1:3:2:1:3:1 5 -809.78 -9.46 -4.24 -13.13 950.30  F -12.15 -17.50 959.00  F -3.06 -13.15 995.23  F

COCCCOCCCOCCOCCCOC  1:3:3:2:3:1 5 -888.41 -9.09 -4.39 -13.03 1039.73  F -13.12 -17.08 1038.56  F -3.21 -12.78 1078.79  F
COCCCOCOCOCCCOC  1:3:1:1:3:1 5 -770.48 -9.56 -3.85 -13.69 906.33  F -11.54 -17.82 921.71  F -2.62 -13.25 955.02  F

COCCCOCCCOCOCCCOC  1:3:3:1:3:1 5 -849.10 -9.39 -4.13 -13.20 997.15  F -12.65 -17.40 1009.41  F -2.95 -12.77 1045.45  F
COCCCOCCCOCCCOCCCOC  1:3:3:3:3:1 5 -927.73 -9.23 -4.47 -12.88 1075.11  F -13.21 -16.89 1076.70  F -0.93 -10.95 1363.97  F

COCCCCOC  1:4:1 2 -387.53 -9.37 -2.71 -14.39 643.17  F -7.92 -19.39 658.01  F -1.82 -13.81 701.57  F
COCCCCOCCOC  1:4:2:1 3 -541.39 -9.31 -3.40 -13.90 781.42  F -9.96 -18.56 793.72  F  F
COCCCCOCOC  1:4:1:1 3 -502.08 -9.59 -2.95 -14.04 731.11  F -9.02 -18.99 741.60  F -2.10 -13.60 786.67  F

COCCCCOCCCOC  1:4:3:1 3 -580.71 -9.13 -2.48 -12.56 861.31  F -10.26 -18.37 836.71  F  F
COCCCCOCCCCOC  1:4:4:1 3 -620.02 -9.48 -3.52 -13.62 869.76  F -10.57 -18.25 874.03  F -2.57 -13.35 928.85  F

COCCCCOCCOCCOC  1:4:2:2:1 4 -695.24 -9.11 -4.05 -13.72 884.50  T -11.57 -18.02 911.07  F -2.93 -13.25 959.32  F
COCCCCOCOCCOC  1:4:1:2:1 4 -655.93 -9.44 -3.52 -13.73 844.21  F -10.64 -18.21 871.65  F -2.59 -13.36 903.45  F

COCCCCOCCCOCCOC  1:4:3:2:1 4 -734.56 -9.19 -3.86 -13.33 947.74  F -11.90 -17.76 947.58  F -2.86 -13.15 996.88  F
COCCOCCCCOCOC  1:2:4:1:1 4 -655.93 -9.45 -3.64 -13.69 858.03  F -10.97 -18.11 872.48  F -2.62 -13.29 921.09  F

COCCCOCCCCOCCOC  1:3:4:2:1 4 -734.55 -9.43 -4.29 -13.30 938.16  F -12.08 -17.80 953.09  F -2.96 -13.13 986.81  F
COCCCCOCCCCOCCOC  1:4:4:2:1 4 -773.88 -9.23 -3.85 -13.24 979.64  F -12.00 -17.65 985.11  F -2.69 -12.53 1076.62  F

COCCCCOCCOCOC  1:4:2:1:1 4 -655.93 -9.62 -3.69 -13.75 854.20  F -10.88 -18.20 866.41  F -2.71 -13.46 901.70  F
COCCCCOCOCOC  1:4:1:1:1 4 -616.62 -9.67 -3.27 -13.82 823.01  F -10.06 -18.48 815.76  F  F

COCCCCOCCCOCOC  1:4:3:1:1 4 -695.25 -9.43 -3.69 -13.58 900.55  F -11.27 -18.04 901.31  F  F
COCOCCCCOCOC  1:1:4:1:1 4 -616.62 -9.80 -3.10 -13.85 825.13  F -10.12 -18.40 830.17  F -2.24 -13.37 885.20  F

COCCCOCCCCOCOC  1:3:4:1:1 4 -695.25 -9.38 -3.59 -13.36 914.16  F -11.15 -18.05 918.43  F -2.48 -13.14 933.17  F
COCCCCOCCCCOCOC  1:4:4:1:1 4 -734.56 -9.33 -3.64 -13.37 952.57  F  F -1.18 -11.41 1156.29  F
COCCCCOCCOCCCOC  1:4:2:3:1 4 -734.56 -9.25 -4.09 -13.38 939.73  F -11.90 -17.82 941.51  F -2.96 -13.18 982.44  F
COCCCCOCOCCCOC  1:4:1:3:1 4 -695.25 -9.19 -3.61 -13.56 886.02  F -11.05 -18.04 908.68  F -2.52 -13.19 939.06  F

COCCCCOCCCOCCCOC  1:4:3:3:1 4 -773.88 -9.40 -4.07 -13.30 959.10  F -12.16 -17.69 982.55  F -2.96 -12.94 1035.98  F
COCCCOCCCCOCCCOC  1:3:4:3:1 4 -773.88 -9.07 -4.29 -13.29 976.34  F -12.21 -17.64 980.47  F -3.00 -13.00 1031.94  F

COCCCCOCCCCOCCCOC  1:4:4:3:1 4 -813.19 -9.33 -4.06 -13.20 1014.59  F -12.20 -17.46 1024.24  F -2.89 -12.90 1064.27  F
COCCCCOCCOCCCCOC  1:4:2:4:1 4 -773.87 -9.23 -4.13 -13.39 968.09  F -11.95 -17.61 987.40  F -3.04 -13.13 1030.16  F
COCCCCOCOCCCCOC  1:4:1:4:1 4 -734.57 -9.57 -3.59 -13.44 930.12  F -11.06 -17.84 948.33  F -2.58 -13.25 993.88  F

COCCCCOCCCOCCCCOC  1:4:3:4:1 4 -813.20 -9.33 -4.02 -13.30 995.14  F -12.35 -17.59 1023.17  F -3.01 -13.06 1069.76  F
COCCCCOCCCCOCCCCOC  1:4:4:4:1 4 -852.51 -9.44 -4.19 -13.08 1039.27  F -12.49 -17.26 1063.64  F -3.02 -12.83 1100.87  F
COCCCCOCCOCCOCCOC  1:4:2:2:2:1 5 -849.09 -9.16  F -12.70 -17.32 1006.15  F -3.30 -13.09 1055.58  F
COCCOCCCCOCCOCCOC  1:2:4:2:2:1 5 -849.09 -8.76  F -12.87 -17.29 1012.94  F -3.11 -12.93 1080.72  F

COCCCCOCCCOCCOCCOC  1:4:3:2:2:1 5 -888.41 -9.49 -4.49 -13.04 1049.93  F -13.08 -17.35 1036.07  F -3.33 -12.87 1089.74  F
COCCCCOCCOCCCOCCOC  1:4:2:3:2:1 5 -888.41 -9.19 -4.53 -13.07 1041.93  F -13.19 -17.14 1044.86  F  F

DFT Energies for Ion-Ether Complex (ω-B97xD3/def2-TZVP)
SMILES SMILES(s) n

Ether [Li(Ether)]+ [Mg(Ether)]2+ [Na(Ether)]+



COCCCCOCCOCCOCCCOC  1:4:2:2:3:1 5 -888.41 -9.11 -4.44 -13.09 1036.71  F -13.06 -17.31 1041.36  F -3.06 -12.73 1125.29  F
COCCCOCCCCOCCOCCOC  1:3:4:2:2:1 5 -888.41 -9.29 -4.48 -13.13 1025.02  F -13.21 -17.31 1039.42  F -3.28 -12.79 1091.30  F
COCCCOCCOCCCCOCCOC  1:3:2:4:2:1 5 -888.40 -9.29 -4.54 -12.96 1039.28  F -12.84 -17.05 1037.02  F -3.40 -12.99 1068.58  F
COCCOCCCCOCCCOCCOC  1:2:4:3:2:1 5 -888.41 -9.31 -4.52 -12.99 1030.43  F -13.25 -17.24 1043.48  T -3.38 -12.95 1098.22  F

COCCCCOCCCCOCCOCCOC  1:4:4:2:2:1 5 -927.72 -8.97 -4.66 -13.02 1074.38  F -13.22 -17.06 1074.88  F -2.08 -10.79 1337.81  F
COCCCCOCCCOCCCOCCOC  1:4:3:3:2:1 5 -927.73 -9.23 -4.29 -12.72 1088.91  F -13.16 -17.13 1074.10  F -3.33 -12.68 1135.50  F
COCCCCOCCCOCCOCCCOC  1:4:3:2:3:1 5 -927.72 -8.87 -4.71 -13.00 1069.13  T -13.35 -17.08 1077.65  F -3.29 -12.75 1123.14  F
COCCCCOCCOCCCCOCCOC  1:4:2:4:2:1 5 -927.73 -8.85 -4.46 -13.03 1063.77  F -13.24 -17.09 1081.76  F -3.22 -13.02 1101.01  F
COCCCCOCCOCCCOCCCOC  1:4:2:3:3:1 5 -927.73 -9.06 -4.57 -12.93 1073.62  F -13.37 -16.96 1068.90  F -3.53 -12.84 1123.54  F
COCCCCOCCOCCOCCCCOC  1:4:2:2:4:1 5 -927.73 -9.17 -4.40 -13.09 1068.48  F -11.83 -15.15 1134.99  F -3.28 -12.97 1121.96  F
COCCCOCCCCOCCCOCCOC  1:3:4:3:2:1 5 -927.72 -9.32 -4.51 -12.87 1064.97  F -13.47 -16.96 1077.69  F  F
COCCCOCCCCOCCOCCCOC  1:3:4:2:3:1 5 -927.73 -9.10 -4.36 -12.98 1060.57  F -12.97 -17.14 1086.19  F -3.17 -12.76 1155.21  F
COCCCOCCCOCCCCOCCOC  1:3:3:4:2:1 5 -927.72 -9.44 -1.91 -11.48 1315.40  F -13.46 -16.98 1081.13  F -3.37 -12.60 1130.88  F
COCCOCCCCOCCCCOCCOC  1:2:4:4:2:1 5 -927.72 -8.97 -1.53 -10.69 1365.41  F -13.23 -16.92 1083.92  F -3.48 -12.92 1127.61  F

COCCCCOCCCCOCCCOCCOC  1:4:4:3:2:1 5 -967.04 -9.21 -4.49 -12.76 1110.91  F -12.11 -14.23 1207.20  F -3.46 -12.77 1157.82  F
COCCCCOCCCCOCCOCCCOC  1:4:4:2:3:1 5 -967.05 -9.24 -4.47 -12.87 1105.08  F -13.34 -17.01 1105.61  F -3.29 -12.77 1173.01  F
COCCCCOCCCOCCCCOCCOC  1:4:3:4:2:1 5 -967.04 -9.30 -4.58 -12.92 1106.47  F -13.23 -16.77 1129.42  F -3.42 -12.75 1158.97  F
COCCCCOCCCOCCCOCCCOC  1:4:3:3:3:1 5 -967.06 -9.23 -4.42 -12.82 1113.82  F -13.23 -16.87 1107.38  F  F
COCCCCOCCCOCCOCCCCOC  1:4:3:2:4:1 5 -967.04 -9.23  F -13.33 -17.01 1115.65  F -3.19 -12.66 1189.86  F
COCCCCOCCOCCCCOCCCOC  1:4:2:4:3:1 5 -967.05 -9.16 -4.37 -12.98 1103.06  F -12.08 -14.53 1217.84  F -3.03 -12.60 1200.17  F
COCCCOCCCCOCCCCOCCOC  1:3:4:4:2:1 5 -967.04 -8.94 -4.41 -12.81 1122.94  F -13.47 -16.86 1120.49  F -3.39 -12.68 1184.62  F
COCCCOCCCCOCCCOCCCOC  1:3:4:3:3:1 5 -967.05 -9.17 -4.67 -12.84 1102.68  F -13.51 -17.05 1103.75  F -3.36 -12.71 1138.25  F

COCCCCOCCCCOCCCCOCCOC  1:4:4:4:2:1 5 -1006.36 -9.27 -4.63 -12.86 1152.31  F -13.32 -16.77 1153.30  F  F
COCCCCOCCCCOCCCOCCCOC  1:4:4:3:3:1 5 -1006.37 -9.13 -4.30 -12.26 1204.68  F -13.48 -16.81 1141.04  F -3.36 -12.72 1199.62  F
COCCCCOCCCCOCCOCCCCOC  1:4:4:2:4:1 5 -1006.36 -8.95 -4.54 -12.79 1173.29  F -13.35 -16.86 1154.24  F -3.58 -12.66 1193.03  F
COCCCCOCCCOCCCCOCCCOC  1:4:3:4:3:1 5 -1006.36 -9.32 -4.45 -12.71 1144.65  F -13.44 -16.81 1153.92  F -3.37 -12.78 1195.75  F
COCCCCOCCCOCCCOCCCCOC  1:4:3:3:4:1 5 -1006.37 -9.07 -4.33 -12.84 1149.92  F -13.30 -16.72 1148.86  F -3.11 -12.73 1187.03  F
COCCCOCCCCOCCCCOCCCOC  1:3:4:4:3:1 5 -1006.37 -9.22 -4.38 -12.69 1153.61  F -13.18 -16.83 1156.21  F -3.42 -12.69 1219.92  F

COCCCCOCCCCOCCCCOCCCOC  1:4:4:4:3:1 5 -1045.68 -9.17 -4.53 -12.54 1184.54  F  F  F
COCCCCOCCCCOCCCOCCCCOC  1:4:4:3:4:1 5 -1045.68 -9.25 -4.30 -12.43 1219.11  F -12.72 -14.87 1252.01  F -3.31 -12.70 1230.62  F

COCCCCOCCCCOCCCCOCCCCOC  1:4:4:4:4:1 5 -1085.00 -9.38  F  F -3.44 -12.62 1264.12  F
COCOCOCOCOCOC  1:1:1:1:1:1:1 6 -727.76 -10.11 -3.35 -14.13 812.22  F -10.36 -18.67 811.01  T -2.32 -13.76 847.92  F

COCCOCOCOCOCOC  1:2:1:1:1:1:1 6 -767.07 -9.80 -3.58 -14.02 841.36  F -10.95 -18.28 873.19  F -2.56 -13.58 894.06  F
COCCCOCOCOCOCOC  1:3:1:1:1:1:1 6 -806.38 -9.70 -3.85 -13.60 887.85  F -11.31 -17.93 902.80  F -2.77 -13.25 916.57  F
COCOCCOCOCOCOC  1:1:2:1:1:1:1 6 -767.07 -9.75 -3.52 -13.90 858.18  F -11.08 -18.28 856.69  F -2.41 -13.60 883.98  F

COCCOCCOCOCOCOC  1:2:2:1:1:1:1 6 -806.37 -9.53 -4.06 -13.70 872.17  T -11.82 -18.03 904.99  F -2.96 -13.43 925.89  F
COCCCOCCOCOCOCOC  1:3:2:1:1:1:1 6 -845.70 -9.39 -4.08 -13.43 949.28  F -5.28 -13.09 1094.50  F -2.96 -13.32 970.42  F
COCOCCCOCOCOCOC  1:1:3:1:1:1:1 6 -806.39 -9.90 -3.65 -13.79 902.42  F -11.33 -17.86 916.12  F -2.62 -13.54 933.34  F

COCCOCCCOCOCOCOC  1:2:3:1:1:1:1 6 -845.69 -9.32 -4.23 -13.55 937.97  F -12.28 -17.90 938.10  F -3.13 -13.08 989.52  F
COCCCOCCCOCOCOCOC  1:3:3:1:1:1:1 6 -885.02 -9.27 -3.97 -13.35 982.89  F -12.09 -17.52 999.34  F -2.81 -12.99 1033.17  F

COCOCOCCOCOCOC  1:1:1:2:1:1:1 6 -767.07 -9.89 -3.75 -14.07 839.51  T -11.07 -18.35 857.71  F -2.66 -13.78 867.02  T
COCCOCOCCOCOCOC  1:2:1:2:1:1:1 6 -806.37 -9.44 -3.95 -13.70 887.11  F -11.89 -17.96 911.23  F -2.93 -13.56 921.11  T

COCCCOCOCCOCOCOC  1:3:1:2:1:1:1 6 -845.70 -9.29 -3.79 -13.35 928.05  F -11.80 -17.73 938.47  F -2.64 -13.29 970.64  F
COCOCCOCCOCOCOC  1:1:2:2:1:1:1 6 -806.38 -9.62 -3.84 -13.70 898.81  F -11.76 -18.05 913.52  F -2.79 -13.40 939.42  F

COCCOCCOCCOCOCOC  1:2:2:2:1:1:1 6 -845.68 -9.23 -4.44 -13.58 933.47  T -12.48 -17.67 938.28  F -3.07 -12.87 1005.10  F
COCCCOCCOCCOCOCOC  1:3:2:2:1:1:1 6 -885.00 -9.53 -4.62 -13.37 962.32  T -11.46 -14.76 1061.55  F -3.33 -13.08 1020.50  F
COCOCCCOCCOCOCOC  1:1:3:2:1:1:1 6 -845.70 -9.36  F -12.02 -17.76 961.53  F -2.76 -13.40 991.47  F

COCCOCCCOCCOCOCOC  1:2:3:2:1:1:1 6 -885.01 -9.27 -4.26 -13.34 970.01  F  F -2.90 -13.12 1028.96  F
COCCCOCCCOCCOCOCOC  1:3:3:2:1:1:1 6 -924.33 -9.15 -4.40 -13.20 1003.87  F -12.87 -17.34 1018.93  F  F

COCOCOCCCOCOCOC  1:1:1:3:1:1:1 6 -806.38 -9.84 -3.78 -13.86 887.48  F -11.41 -18.13 898.95  F -2.77 -13.51 948.61  F
COCCOCOCCCOCOCOC  1:2:1:3:1:1:1 6 -845.70 -9.73 -3.99 -13.47 928.71  F -12.02 -17.84 950.46  F -2.87 -13.27 979.98  F

COCCCOCOCCCOCOCOC  1:3:1:3:1:1:1 6 -885.01 -9.63 -3.99 -13.24 1003.02  F -12.54 -17.54 993.97  F -2.91 -13.22 998.13  F
COCOCCOCCCOCOCOC  1:1:2:3:1:1:1 6 -845.69 -9.40 -4.04 -13.39 929.03  F -12.35 -17.73 955.06  F -3.08 -13.38 985.12  F

COCCOCCOCCCOCOCOC  1:2:2:3:1:1:1 6 -885.01 -9.19 -4.12 -13.27 957.30  F -12.73 -17.49 986.27  F -3.09 -13.16 1024.53  F
COCCCOCCOCCCOCOCOC  1:3:2:3:1:1:1 6 -924.33 -9.24 -4.39 -13.05 1026.61  F -13.05 -17.31 1023.81  F -3.17 -13.05 1049.40  F
COCOCCCOCCCOCOCOC  1:1:3:3:1:1:1 6 -885.02 -9.63  F -12.31 -17.48 994.27  F  F

COCCOCCCOCCCOCOCOC  1:2:3:3:1:1:1 6 -924.33 -9.51 -4.43 -13.15 1009.71  F -13.00 -17.17 1033.72  F  F
COCCCOCCCOCCCOCOCOC  1:3:3:3:1:1:1 6 -963.65 -9.45 -4.25 -12.95 1050.19  F -13.14 -17.13 1060.00  F  F

COCCOCOCOCCOCOC  1:2:1:1:2:1:1 6 -806.38 -9.38 -3.95 -13.66 896.88  F -11.80 -18.00 913.23  F -2.71 -13.32 924.54  F
COCCCOCOCOCCOCOC  1:3:1:1:2:1:1 6 -845.70 -9.50 -4.07 -13.47 938.06  F -11.99 -17.67 948.12  F -2.89 -13.27 974.55  F
COCOCCOCOCCOCOC  1:1:2:1:2:1:1 6 -806.37 -9.50 -3.68 -13.43 916.45  F -11.79 -17.88 915.76  F  F

COCCOCCOCOCCOCOC  1:2:2:1:2:1:1 6 -845.67 -8.94 -4.29 -13.55 933.29  F -12.63 -17.67 947.77  F -3.22 -13.14 993.23  F
COCCCOCCOCOCCOCOC  1:3:2:1:2:1:1 6 -885.01 -9.42 -3.91 -13.34 1006.04  F -12.37 -17.33 971.58  F -2.80 -13.13 1025.39  F
COCOCCCOCOCCOCOC  1:1:3:1:2:1:1 6 -845.70 -9.73 -3.63 -13.37 978.48  F  F  F

COCCOCCCOCOCCOCOC  1:2:3:1:2:1:1 6 -885.00 -8.95 -4.29 -13.29 991.73  F -13.00 -17.46 981.07  F -3.30 -13.00 1017.65  F
COCCCOCCCOCOCCOCOC  1:3:3:1:2:1:1 6 -924.33 -9.22 -3.89 -12.99 1030.53  F -12.78 -17.27 1020.47  F -2.78 -12.88 1080.16  F

COCCOCOCCOCCOCOC  1:2:1:2:2:1:1 6 -845.69 -9.08 -3.96 -13.15 946.54  F -12.13 -17.49 953.28  F -2.93 -13.29 963.57  F
COCCCOCOCCOCCOCOC  1:3:1:2:2:1:1 6 -885.01 -9.20 -4.15 -13.33 982.44  F -12.52 -17.40 989.85  F -2.29 -12.43 1086.49  F
COCOCCOCCOCCOCOC  1:1:2:2:2:1:1 6 -845.68 -9.26 -4.29 -13.56 927.43  F -12.41 -17.72 962.27  F -3.27 -13.23 968.99  F

COCCOCCOCCOCCOCOC  1:2:2:2:2:1:1 6 -884.99 -9.19 -4.21 -13.31 984.48  F -12.93 -17.48 983.71  F -3.33 -13.20 1023.46  F
COCCCOCCOCCOCCOCOC  1:3:2:2:2:1:1 6 -924.32 -8.98 -4.35 -13.08 1012.93  F -13.08 -17.26 1023.16  F -3.34 -12.76 1056.75  F
COCOCCCOCCOCCOCOC  1:1:3:2:2:1:1 6 -885.01 -9.52 -4.07 -13.37 988.09  F -12.52 -17.39 989.74  F -2.92 -13.05 1013.05  F

COCCOCCCOCCOCCOCOC  1:2:3:2:2:1:1 6 -924.32 -8.92 -4.34 -13.16 1013.84  F -12.97 -17.28 1010.48  F -3.15 -12.91 1096.51  F
COCCCOCCCOCCOCCOCOC  1:3:3:2:2:1:1 6 -963.63 -9.33  F -13.59 -16.96 1057.64  F -3.27 -12.72 1114.57  F

COCCOCOCCCOCCOCOC  1:2:1:3:2:1:1 6 -885.00 -9.18 -4.27 -13.40 972.18  F -12.77 -17.60 988.21  F -3.31 -13.21 1040.80  F
COCCCOCOCCCOCCOCOC  1:3:1:3:2:1:1 6 -924.32 -9.41 -4.07 -12.91 1033.14  F -12.86 -17.17 1032.38  F -3.21 -12.95 1085.34  F
COCOCCOCCCOCCOCOC  1:1:2:3:2:1:1 6 -885.00 -9.15 -4.17 -13.23 971.37  F -12.66 -17.38 995.49  F  F

COCCOCCOCCCOCCOCOC  1:2:2:3:2:1:1 6 -924.31 -9.35 -4.37 -12.95 1022.66  F -13.23 -17.33 1008.17  F  F
COCOCCCOCCCOCCOCOC  1:1:3:3:2:1:1 6 -924.33 -9.48 -4.05 -13.08 1000.95  F -12.76 -17.40 1013.76  F -2.92 -12.93 1051.55  F

COCCOCCCOCCCOCCOCOC  1:2:3:3:2:1:1 6 -963.62 -9.11 -4.68 -13.10 1086.56  F  F -3.74 -12.87 1108.99  F
COCCCOCCCOCCCOCCOCOC  1:3:3:3:2:1:1 6 -1002.96 -9.40 -4.29 -13.01 1106.52  F -13.54 -16.77 1095.84  F -3.30 -12.58 1153.64  F

COCCOCOCOCCCOCOC  1:2:1:1:3:1:1 6 -845.70 -9.26  F -12.11 -17.66 951.31  F -2.76 -13.25 987.35  F
COCCCOCOCOCCCOCOC  1:3:1:1:3:1:1 6 -885.02 -9.61 -3.88 -13.49 964.63  F -12.28 -17.45 992.49  F -2.75 -13.13 1033.36  F
COCCOCCOCOCCCOCOC  1:2:2:1:3:1:1 6 -885.01 -9.50 -4.07 -13.29 984.72  F -12.70 -17.41 987.70  F -3.06 -13.17 1030.97  F

COCCCOCCOCOCCCOCOC  1:3:2:1:3:1:1 6 -924.32 -9.57 -4.22 -13.06 1018.43  F -12.87 -17.22 1022.42  F -3.31 -13.02 1093.82  F
COCOCCCOCOCCCOCOC  1:1:3:1:3:1:1 6 -885.02 -9.80 -3.69 -13.34 981.25  F  F -2.73 -13.18 1063.72  F

COCCOCCCOCOCCCOCOC  1:2:3:1:3:1:1 6 -924.32 -9.39 -4.03 -13.10 1044.39  F -13.01 -17.08 1036.05  F -2.94 -13.04 1059.24  F
COCCCOCCCOCOCCCOCOC  1:3:3:1:3:1:1 6 -963.65 -9.43 -3.99 -12.83 1067.84  F -12.89 -16.89 1070.58  F -2.94 -12.79 1115.64  F

COCCOCOCCOCCCOCOC  1:2:1:2:3:1:1 6 -885.01 -9.33  F -12.43 -17.56 988.54  F -2.95 -13.15 1024.35  F
COCCCOCOCCOCCCOCOC  1:3:1:2:3:1:1 6 -924.33 -9.09 -3.99 -13.11 1008.73  F -12.75 -17.28 1023.82  F -3.11 -13.16 1067.62  F
COCCOCCOCCOCCCOCOC  1:2:2:2:3:1:1 6 -924.30 -9.58 -4.65 -12.89 1015.98  F -13.23 -17.18 1028.76  F -3.74 -12.95 1086.81  T

COCCCOCCOCCOCCCOCOC  1:3:2:2:3:1:1 6 -963.64 -9.36 -4.34 -12.88 1069.67  F -13.18 -16.73 1068.96  F -3.25 -12.66 1110.88  F
COCOCCCOCCOCCCOCOC  1:1:3:2:3:1:1 6 -924.33 -9.45 -4.18 -13.16 1004.00  F -12.89 -17.28 1031.93  F -1.79 -11.93 1203.65  F

COCCOCCCOCCOCCCOCOC  1:2:3:2:3:1:1 6 -963.64 -9.23 -4.37 -13.08 1046.50  F  F -3.18 -12.96 1120.80  F
COCCCOCCCOCCOCCCOCOC  1:3:3:2:3:1:1 6 -1002.95 -9.13 -4.64 -12.93 1122.37  F -13.60 -16.91 1087.78  F -3.43 -12.62 1168.81  F

COCCOCOCCCOCCCOCOC  1:2:1:3:3:1:1 6 -924.33 -9.41 -4.03 -13.29 1007.41  F -12.64 -17.14 1041.70  F  F
COCCCOCOCCCOCCCOCOC  1:3:1:3:3:1:1 6 -963.65 -9.42  F -12.94 -16.98 1056.85  F -2.97 -12.94 1118.42  F
COCCOCCOCCCOCCCOCOC  1:2:2:3:3:1:1 6 -963.64 -9.12 -4.48 -13.10 1049.72  F -13.39 -17.21 1053.32  F -3.22 -12.90 1118.12  F

COCCCOCCOCCCOCCCOCOC  1:3:2:3:3:1:1 6 -1002.95 -8.96 -4.63 -12.98 1118.97  F -13.49 -16.84 1100.18  F  F
COCOCCCOCCCOCCCOCOC  1:1:3:3:3:1:1 6 -963.65 -9.20 -3.92 -13.09 1070.01  F -12.80 -17.06 1074.37  F -2.77 -12.84 1128.57  F

COCCOCCCOCCCOCCCOCOC  1:2:3:3:3:1:1 6 -1002.96 -9.13 -4.39 -12.58 1133.18  F -13.48 -17.00 1088.63  F -3.09 -12.72 1170.97  F
COCCCOCCCOCCCOCCCOCOC  1:3:3:3:3:1:1 6 -1042.28 -9.19  F -13.03 -15.17 1180.94  F -3.23 -12.82 1189.75  F

COCCOCOCOCOCCOC  1:2:1:1:1:2:1 6 -806.38 -9.32 -3.84 -13.65 907.12  F -11.62 -18.09 908.61  T -2.74 -13.29 963.21  F
COCCCOCOCOCOCCOC  1:3:1:1:1:2:1 6 -845.69 -9.52 -4.13 -13.50 916.42  F -12.07 -17.81 931.44  F -2.88 -13.03 945.65  F
COCCOCCOCOCOCCOC  1:2:2:1:1:2:1 6 -845.68 -9.32 -4.29 -13.49 933.56  F -12.54 -17.77 940.34  F -3.15 -13.29 981.94  F

COCCCOCCOCOCOCCOC  1:3:2:1:1:2:1 6 -885.00 -9.31 -4.30 -13.17 961.87  F -12.63 -17.46 990.76  F -3.05 -12.86 1041.05  F
COCCOCCCOCOCOCCOC  1:2:3:1:1:2:1 6 -885.00 -9.34 -4.49 -13.42 960.63  F -12.90 -17.49 996.77  F  F

COCCCOCCCOCOCOCCOC  1:3:3:1:1:2:1 6 -924.33 -9.45 -4.29 -13.06 1020.38  F -12.94 -17.27 1026.64  F -2.67 -11.96 1140.75  F
COCCOCOCCOCOCCOC  1:2:1:2:1:2:1 6 -845.69 -9.28  F -12.34 -17.74 941.91  F -2.94 -13.41 973.55  F

COCCCOCOCCOCOCCOC  1:3:1:2:1:2:1 6 -885.00 -9.51 -4.25 -13.30 973.22  F -12.53 -17.36 978.97  F -3.20 -13.25 1031.97  F
COCCOCCOCCOCOCCOC  1:2:2:2:1:2:1 6 -884.99 -9.34 -4.25 -13.10 992.98  F -12.85 -17.31 984.54  F -3.48 -13.23 1016.24  T

COCCCOCCOCCOCOCCOC  1:3:2:2:1:2:1 6 -924.31 -9.32  F -11.95 -15.55 1074.95  F -3.47 -13.08 1041.51  F
COCCOCCCOCCOCOCCOC  1:2:3:2:1:2:1 6 -924.31 -9.24 -4.48 -13.04 1016.01  F -13.13 -17.28 1025.50  F -3.38 -13.12 1070.59  F

COCCCOCCCOCCOCOCCOC  1:3:3:2:1:2:1 6 -963.63 -9.14 -4.00 -12.59 1083.08  F -12.95 -16.93 1060.58  F -3.32 -12.72 1132.87  F
COCCOCOCCCOCOCCOC  1:2:1:3:1:2:1 6 -885.01 -9.49  F -12.59 -17.54 991.43  F -2.59 -12.54 1044.39  F

COCCCOCOCCCOCOCCOC  1:3:1:3:1:2:1 6 -924.33 -9.55  F -12.73 -17.12 1039.39  F -3.14 -13.08 1079.76  F
COCCOCCOCCCOCOCCOC  1:2:2:3:1:2:1 6 -924.32 -9.14 -4.17 -13.15 1001.66  F -13.12 -17.23 1029.66  F  F

COCCCOCCOCCCOCOCCOC  1:3:2:3:1:2:1 6 -963.63 -9.17 -4.51 -13.00 1044.39  F  F -3.58 -12.82 1116.08  F



COCCOCCCOCCCOCOCCOC  1:2:3:3:1:2:1 6 -963.63 -9.07  F -13.31 -16.96 1050.90  F  F
COCCCOCCCOCCCOCOCCOC  1:3:3:3:1:2:1 6 -1002.96 -9.15 -4.13 -12.70 1112.30  F -13.50 -16.80 1078.92  F  F

COCCCOCOCOCCOCCOC  1:3:1:1:2:2:1 6 -885.00 -9.23 -4.57 -13.47 978.49  T -13.02 -17.56 981.27  F -1.83 -11.35 1203.44  F
COCCOCCOCOCCOCCOC  1:2:2:1:2:2:1 6 -884.99 -8.92 -4.03 -12.60 983.19  F -13.23 -17.57 968.02  T  F

COCCCOCCOCOCCOCCOC  1:3:2:1:2:2:1 6 -924.32 -9.00  F -13.15 -17.31 1015.27  F -3.23 -12.98 1069.88  F
COCCOCCCOCOCCOCCOC  1:2:3:1:2:2:1 6 -924.32 -9.33 -4.35 -12.96 1030.07  F -13.20 -17.26 1018.67  F -3.29 -12.90 1062.17  F

COCCCOCCCOCOCCOCCOC  1:3:3:1:2:2:1 6 -963.62 -9.42 -4.77 -12.95 1056.62  F -13.58 -17.00 1059.13  F -3.73 -12.81 1126.83  F
COCCCOCOCCOCCOCCOC  1:3:1:2:2:2:1 6 -924.32 -9.11 -4.40 -13.05 1006.76  F -13.09 -17.19 1020.42  F -3.27 -13.05 1061.69  F

COCCCOCCOCCOCCOCCOC  1:3:2:2:2:2:1 6 -963.62 -9.11 -4.71 -12.97 1075.16  F -13.74 -16.99 1051.82  T -3.66 -12.77 1091.13  F
COCCOCCCOCCOCCOCCOC  1:2:3:2:2:2:1 6 -963.62 -9.01 -4.73 -12.66 1046.65  F -13.72 -17.04 1048.48  T -3.77 -12.90 1083.43  T

COCCCOCCCOCCOCCOCCOC  1:3:3:2:2:2:1 6 -1002.94 -8.84 -4.79 -12.64 1064.29  F -13.87 -16.85 1087.17  F -3.89 -12.77 1133.11  T
COCCCOCOCCCOCCOCCOC  1:3:1:3:2:2:1 6 -963.64 -9.09 -3.96 -13.00 1054.02  F -13.14 -16.93 1061.29  F -3.05 -12.78 1129.63  F
COCCOCCOCCCOCCOCCOC  1:2:2:3:2:2:1 6 -963.62 -9.04  F -13.58 -16.97 1054.94  F -3.55 -12.91 1096.63  F

COCCCOCCOCCCOCCOCCOC  1:3:2:3:2:2:1 6 -1002.94 -9.05 -4.70 -12.74 1086.37  F -14.05 -16.90 1087.17  F  F
COCCOCCCOCCCOCCOCCOC  1:2:3:3:2:2:1 6 -1002.94 -9.19 -4.76 -12.34 1139.47  F -13.94 -16.86 1076.61  F  F

COCCCOCCCOCCCOCCOCCOC  1:3:3:3:2:2:1 6 -1042.26 -9.19 -4.46 -12.78 1110.02  F -13.82 -16.60 1114.38  F -3.40 -12.39 1174.50  F
COCCCOCOCOCCCOCCOC  1:3:1:1:3:2:1 6 -924.32 -9.41 -4.36 -13.14 1011.25  F -13.09 -17.29 1022.25  F -3.11 -13.04 1053.32  F

COCCCOCCOCOCCCOCCOC  1:3:2:1:3:2:1 6 -963.63 -8.99 -4.49 -12.94 1079.48  F -13.15 -17.09 1057.30  F -3.52 -12.87 1116.55  F
COCCOCCCOCOCCCOCCOC  1:2:3:1:3:2:1 6 -963.64 -9.24 -4.33 -12.98 1059.73  F -13.28 -16.98 1059.79  F -3.32 -12.84 1103.66  F

COCCCOCCCOCOCCCOCCOC  1:3:3:1:3:2:1 6 -1002.96 -9.26  F -13.66 -16.87 1085.25  F -3.45 -12.82 1151.33  F
COCCCOCOCCOCCCOCCOC  1:3:1:2:3:2:1 6 -963.64 -9.24 -4.36 -13.01 1047.53  F -13.26 -17.07 1040.10  F -3.20 -12.82 1109.22  F

COCCCOCCOCCOCCCOCCOC  1:3:2:2:3:2:1 6 -1002.95 -9.19 -4.10 -12.88 1067.36  F -13.86 -16.85 1083.48  F -3.52 -12.73 1168.33  F
COCCOCCCOCCOCCCOCCOC  1:2:3:2:3:2:1 6 -1002.94 -9.25 -4.58 -12.53 1094.25  F -13.83 -16.90 1089.65  F -3.69 -12.83 1137.41  F

COCCCOCCCOCCOCCCOCCOC  1:3:3:2:3:2:1 6 -1042.25 -9.18 -4.99 -12.55 1140.31  T -14.36 -16.71 1116.04  T -3.91 -12.62 1172.14  F
COCCCOCOCCCOCCCOCCOC  1:3:1:3:3:2:1 6 -1002.96 -9.20  F -13.44 -16.85 1086.55  F -3.29 -12.82 1131.83  F

COCCOCCCOCCCOCCCOCCOC  1:2:3:3:3:2:1 6 -1042.26 -9.12 -4.67 -12.30 1191.57  F -14.12 -16.92 1107.57  T  F
COCCCOCCCOCCCOCCCOCCOC  1:3:3:3:3:2:1 6 -1081.57 -9.22 -4.70 -12.49 1198.69  F -13.88 -15.04 1223.51  F -3.81 -12.58 1229.81  F

COCCCOCOCOCOCCCOC  1:3:1:1:1:3:1 6 -885.02 -9.56 -4.08 -13.35 959.11  F -12.39 -17.57 980.82  F -2.97 -13.07 1001.19  F
COCCCOCCOCOCOCCCOC  1:3:2:1:1:3:1 6 -924.32 -9.39 -4.22 -13.11 992.53  F -12.95 -17.43 1024.37  F -3.24 -13.02 1072.01  F

COCCCOCCCOCOCOCCCOC  1:3:3:1:1:3:1 6 -963.65 -9.30 -4.30 -12.96 1049.59  F -13.21 -17.20 1059.26  F -3.11 -12.78 1125.31  F
COCCCOCOCCOCOCCCOC  1:3:1:2:1:3:1 6 -924.32 -9.54 -4.17 -13.24 1019.60  F -12.74 -17.25 1011.28  F -3.08 -12.99 1094.56  F

COCCCOCCOCCOCOCCCOC  1:3:2:2:1:3:1 6 -963.64 -9.14 -4.12 -12.91 1083.79  F -13.10 -17.10 1055.21  F -3.25 -12.88 1113.31  F
COCCCOCCCOCCOCOCCCOC  1:3:3:2:1:3:1 6 -1002.95 -9.15 -4.41 -12.47 1108.20  F -12.96 -16.69 1098.78  F -3.51 -12.83 1138.80  F
COCCCOCOCCCOCOCCCOC  1:3:1:3:1:3:1 6 -963.65 -9.49 -4.17 -13.05 1076.25  F -11.95 -15.14 1120.19  F -3.02 -12.96 1100.64  F

COCCCOCCOCCCOCOCCCOC  1:3:2:3:1:3:1 6 -1002.95 -9.05 -4.63 -12.28 1153.21  F -13.69 -16.83 1081.76  F -3.49 -12.86 1172.43  F
COCCCOCCCOCCCOCOCCCOC  1:3:3:3:1:3:1 6 -1042.27 -9.22 -4.35 -12.77 1137.72  F -12.64 -15.85 1147.97  F -3.28 -12.64 1167.44  F

COCCCOCCOCOCCOCCCOC  1:3:2:1:2:3:1 6 -963.64 -9.25 -4.26 -12.83 1053.25  F -13.24 -17.24 1041.63  T -3.27 -12.92 1114.27  F
COCCCOCCCOCOCCOCCCOC  1:3:3:1:2:3:1 6 -1002.95 -9.17 -4.35 -12.88 1083.81  F -13.29 -16.94 1078.45  F -3.54 -12.79 1145.51  F
COCCCOCCOCCOCCOCCCOC  1:3:2:2:2:3:1 6 -1002.93 -8.97  F -14.06 -16.74 1078.58  F -4.06 -12.77 1136.63  T

COCCCOCCCOCCOCCOCCCOC  1:3:3:2:2:3:1 6 -1042.26 -9.06 -4.62 -12.44 1148.52  F -13.87 -16.56 1122.24  F -3.55 -12.64 1179.64  F
COCCCOCCOCCCOCCOCCCOC  1:3:2:3:2:3:1 6 -1042.26 -9.17 -4.45 -12.12 1179.73  F  F -3.63 -12.58 1189.25  F

COCCCOCCCOCCCOCCOCCCOC  1:3:3:3:2:3:1 6 -1081.59 -9.24 -4.53 -12.73 1162.36  F  F -3.47 -12.41 1203.93  F
COCCCOCCCOCOCCCOCCCOC  1:3:3:1:3:3:1 6 -1042.28 -9.19 -4.04 -12.68 1127.10  F  F  F

COCCCOCCCOCCOCCCOCCCOC  1:3:3:2:3:3:1 6 -1081.58 -9.21 -4.70 -11.96 1272.69  F  F -3.72 -12.37 1216.89  F
COCCCOCCCOCCCOCCCOCCCOC  1:3:3:3:3:3:1 6 -1120.90 -9.29 -4.34 -12.49 1220.11  F -12.46 -14.20 1320.43  F -3.59 -12.48 1251.15  F

COCCCCOCOCOCOC  1:4:1:1:1:1 5 -731.16 -9.65 -3.45 -13.75 871.63  F  F -2.38 -13.38 923.45  F
COCCCCOCCOCOCOC  1:4:2:1:1:1 5 -770.47 -9.37 -3.85 -13.56 917.55  F -11.05 -16.68 953.30  F  F

COCCCCOCCCOCOCOC  1:4:3:1:1:1 5 -809.79 -9.28 -3.97 -13.41 951.76  F -12.09 -17.65 965.71  F -3.01 -13.05 986.49  F
COCOCCCCOCOCOC  1:1:4:1:1:1 5 -731.16 -9.81  F -11.02 -18.05 906.08  F  F

COCCOCCCCOCOCOC  1:2:4:1:1:1 5 -770.47 -9.57 -3.99 -13.59 916.02  F -11.67 -17.71 940.51  F -2.92 -13.10 985.63  F
COCCCOCCCCOCOCOC  1:3:4:1:1:1 5 -809.80 -9.43 -3.88 -13.39 948.67  F -11.91 -17.66 978.44  F -2.61 -13.03 984.64  F

COCCCCOCCCCOCOCOC  1:4:4:1:1:1 5 -849.10 -9.27 -3.90 -13.30 1011.65  F -12.21 -17.54 1007.78  F -2.82 -13.10 1053.92  F
COCCCCOCOCCOCOC  1:4:1:2:1:1 5 -770.47 -9.53  F -11.53 -17.83 931.80  F -2.70 -13.35 971.93  F

COCCCCOCCOCCOCOC  1:4:2:2:1:1 5 -809.78 -9.15 -3.82 -13.30 964.91  F  F -2.97 -13.18 1001.07  F
COCCCCOCCCOCCOCOC  1:4:3:2:1:1 5 -849.10 -9.25  F -12.61 -17.37 1002.62  F -3.23 -13.06 1041.06  F

COCOCCCCOCCOCOC  1:1:4:2:1:1 5 -770.48 -9.36 -3.57 -13.45 929.30  F -11.38 -17.83 925.37  F -1.18 -11.34 1113.85  F
COCCOCCCCOCCOCOC  1:2:4:2:1:1 5 -809.78 -9.35 -4.18 -13.36 960.53  F -12.23 -17.47 969.77  F -3.10 -13.20 1009.05  F

COCCCOCCCCOCCOCOC  1:3:4:2:1:1 5 -849.10 -9.35 -4.25 -13.24 998.96  F -12.41 -17.41 1003.74  F -3.19 -12.93 1041.07  F
COCCCCOCCCCOCCOCOC  1:4:4:2:1:1 5 -888.42 -9.21 -3.95 -13.15 1037.74  F -10.54 -16.07 1071.16  F -3.12 -13.06 1078.94  F

COCCCCOCOCCCOCOC  1:4:1:3:1:1 5 -809.79 -9.45 -3.73 -13.26 959.39  F -11.95 -17.61 974.36  F -2.77 -13.11 1013.22  F
COCCCCOCCOCCCOCOC  1:4:2:3:1:1 5 -849.10 -9.24 -4.10 -13.22 1010.20  F -12.61 -17.44 1011.62  F -3.16 -13.03 1051.83  F

COCCCCOCCCOCCCOCOC  1:4:3:3:1:1 5 -888.42 -9.29  F -12.55 -17.02 1049.85  F -2.88 -12.88 1095.10  F
COCOCCCCOCCCOCOC  1:1:4:3:1:1 5 -809.79 -9.61 -3.83 -13.30 975.49  F -12.00 -17.54 987.72  F -2.68 -13.03 987.43  F

COCCOCCCCOCCCOCOC  1:2:4:3:1:1 5 -849.09 -9.26 -4.35 -13.29 1000.89  F  F  F
COCCCOCCCCOCCCOCOC  1:3:4:3:1:1 5 -888.42 -9.22 -4.21 -12.96 1053.53  F -12.80 -17.28 1046.14  F -3.22 -12.89 1087.66  F

COCCCCOCCCCOCCCOCOC  1:4:4:3:1:1 5 -927.74 -9.38 -4.20 -12.86 1123.49  F -12.81 -17.12 1083.41  F -3.07 -12.82 1147.24  F
COCCOCOCCCCOCOC  1:2:1:4:1:1 5 -770.47 -9.50 -3.69 -13.57 923.72  F  F  F

COCCCOCOCCCCOCOC  1:3:1:4:1:1 5 -809.79 -9.70 -3.67 -13.29 966.61  F -11.84 -17.62 987.20  F -2.68 -13.00 1042.84  F
COCCCCOCOCCCCOCOC  1:4:1:4:1:1 5 -849.11 -9.55 -3.64 -13.13 1017.15  F  F  F
COCCOCCOCCCCOCOC  1:2:2:4:1:1 5 -809.78 -9.42 -4.01 -13.36 961.51  F -12.03 -17.56 975.36  F -2.97 -13.09 1035.21  F

COCCCOCCOCCCCOCOC  1:3:2:4:1:1 5 -849.10 -8.95 -4.08 -13.22 994.89  F -12.49 -17.41 1010.47  F -2.98 -12.96 1048.29  F
COCCCCOCCOCCCCOCOC  1:4:2:4:1:1 5 -888.42 -9.18 -4.28 -13.20 1051.76  F -11.27 -14.44 1158.03  F -1.68 -12.01 1208.93  F
COCCOCCCOCCCCOCOC  1:2:3:4:1:1 5 -849.10 -9.18 -4.19 -13.18 993.41  F -12.54 -17.33 1024.65  F -3.07 -12.96 1063.62  F

COCCCOCCCOCCCCOCOC  1:3:3:4:1:1 5 -888.42 -9.23 -4.12 -13.14 1046.63  F  F -3.01 -12.88 1121.50  F
COCCCCOCCCOCCCCOCOC  1:4:3:4:1:1 5 -927.73 -9.34 -4.38 -13.01 1081.44  F -6.61 -14.09 1224.53  F -3.32 -12.90 1142.67  F

COCOCCCCOCCCCOCOC  1:1:4:4:1:1 5 -849.11 -9.54 -3.91 -13.31 1027.73  F  F -2.64 -12.86 1080.86  F
COCCOCCCCOCCCCOCOC  1:2:4:4:1:1 5 -888.41 -9.27 -4.33 -13.15 1028.31  F  F  F

COCCCOCCCCOCCCCOCOC  1:3:4:4:1:1 5 -927.74 -9.32  F -12.80 -16.88 1092.78  F -3.01 -13.04 1128.86  F
COCCCCOCCCCOCCCCOCOC  1:4:4:4:1:1 5 -967.06 -9.32 -4.13 -12.96 1103.18  F -12.86 -16.96 1131.49  F -3.06 -12.91 1159.97  F

COCCCCOCOCOCCOC  1:4:1:1:2:1 5 -770.47 -9.49 -3.83 -13.55 899.34  F -11.45 -17.91 926.98  F -2.74 -13.32 929.54  F
COCCCCOCCOCOCCOC  1:4:2:1:2:1 5 -809.78 -9.55 -4.05 -13.20 947.13  F -12.14 -17.60 967.62  F -2.94 -13.14 993.11  F

COCCCCOCCCOCOCCOC  1:4:3:1:2:1 5 -849.10 -9.29 -4.20 -13.13 1011.36  F -12.36 -17.26 1002.25  F -3.10 -13.04 1035.52  F
COCCOCCCCOCOCCOC  1:2:4:1:2:1 5 -809.78 -9.36 -3.99 -13.40 960.53  F  F -2.94 -13.05 1010.85  F

COCCCOCCCCOCOCCOC  1:3:4:1:2:1 5 -849.10 -9.10 -4.18 -13.23 1000.02  F -12.63 -17.53 1005.13  F -3.14 -13.16 1036.15  F
COCCCCOCCCCOCOCCOC  1:4:4:1:2:1 5 -888.42 -9.30 -3.96 -13.17 1039.74  F -5.01 -12.21 1239.91  F -3.11 -13.08 1076.01  F

COCCCCOCOCCOCCOC  1:4:1:2:2:1 5 -809.78 -9.25 -3.92 -13.15 960.99  F -12.21 -17.70 966.48  F  F
COCCCCOCOCCCOCCOC  1:4:1:3:2:1 5 -849.10 -9.41 -4.09 -13.30 997.72  F -12.58 -17.58 1011.41  F -3.09 -13.04 1076.84  F
COCCCOCOCCCCOCCOC  1:3:1:4:2:1 5 -849.10 -9.25 -4.11 -13.22 987.44  F  F -2.96 -13.03 1035.24  F

COCCCCOCOCCCCOCCOC  1:4:1:4:2:1 5 -888.41 -9.54 -4.25 -13.30 1044.55  F -12.65 -17.29 1065.86  F -3.18 -13.04 1110.55  F
COCCCCOCOCOCCCOC  1:4:1:1:3:1 5 -809.79 -9.42 -3.93 -13.48 957.87  F -11.82 -17.87 962.23  F -2.79 -13.01 991.29  F

COCCCCOCCOCOCCCOC  1:4:2:1:3:1 5 -849.09 -9.30 -4.14 -13.25 992.94  F -12.43 -17.40 993.72  F -3.10 -12.96 1064.22  F
COCCCCOCCCOCOCCCOC  1:4:3:1:3:1 5 -888.42 -9.36 -4.23 -12.98 1037.54  F  F -3.01 -12.85 1091.64  F
COCCCOCCCCOCOCCCOC  1:3:4:1:3:1 5 -888.42 -9.34 -4.02 -13.03 1034.38  F -12.22 -17.09 1054.06  F -2.99 -13.07 1084.17  F

COCCCCOCCCCOCOCCCOC  1:4:4:1:3:1 5 -927.74 -9.45 -4.19 -12.92 1079.90  F -12.87 -17.04 1084.26  F -3.04 -12.85 1125.50  F
COCCCCOCOCCOCCCOC  1:4:1:2:3:1 5 -849.10 -9.31 -4.02 -13.29 997.99  F  F -3.03 -12.92 1048.82  F

COCCCCOCOCCCOCCCOC  1:4:1:3:3:1 5 -888.42 -9.35 -4.23 -13.16 1043.07  F -12.87 -17.36 1050.61  F -2.92 -12.81 1087.37  F
COCCCCOCOCCCCOCCCOC  1:4:1:4:3:1 5 -927.74 -9.48 -4.11 -13.02 1073.70  F  F  F

COCCCCOCOCOCCCCOC  1:4:1:1:4:1 5 -849.11 -9.60 -3.98 -13.33 1006.72  F  F -2.67 -13.18 1046.49  F
COCCCCOCCOCOCCCCOC  1:4:2:1:4:1 5 -888.41 -9.33 -4.23 -13.27 1045.09  F -12.58 -17.27 1044.09  F -3.14 -12.93 1100.94  F

COCCCCOCCCOCOCCCCOC  1:4:3:1:4:1 5 -927.73 -9.32 -4.34 -13.16 1062.92  F -12.87 -17.12 1092.10  F -2.95 -12.82 1147.53  F
COCCCCOCCCCOCOCCCCOC  1:4:4:1:4:1 5 -967.06 -9.14 -3.96 -12.92 1124.43  F -12.81 -17.11 1119.71  F -2.94 -12.86 1157.37  F

COCCOCCOCCOCCOCCOC  1:2:2:2:2:2:1 6 -924.30 -9.08 -4.68 -13.13  T -13.65 -17.23  T -3.65 -13.03  T
COCOCCCOC(C)OC 4 -616.63 -9.81 -3.22 -13.91 824.09  F -10.22 -18.35 834.50  F -2.31 -13.34 879.28  F
COCOCCC(C)OCOC 4 -616.63 -9.70 -3.09 -13.73 824.38  F -9.98 -18.45 837.80  F -2.20 -13.42 884.62  F

COCOCCOCC(C)OCOC 5 -731.16 -9.55 -3.61 -13.79 887.86  F -11.29 -18.28 905.69  F -2.74 -13.59 934.04  F
COCOCCOCCOC(C)OC 5 -731.16 -9.50 -3.69 -13.72 891.18  F -11.28 -18.24 897.56  F -2.64 -13.52 928.61  F
COCOCCOC(C)COCOC 5 -731.16 -9.28 -3.62 -13.51 891.26  F -11.26 -18.20 892.08  F -2.56 -13.32 924.96  F

COCOCOCOC(C)OC 5 -652.54 -10.03 -3.10 -14.18 790.51  F -9.74 -18.84 791.23  F -2.17 -13.79 839.85  F
COCOCOC(C)OCOC 5 -652.54 -9.91 -3.13 -14.24 784.18  F -9.85 -18.87 799.42  T -1.62 -13.38 864.25  F

COCOCCC(C)OC 3 -502.08 -9.45 -2.87 -14.06 733.24  F -8.88 -18.76 744.42  F -1.93 -13.65 774.61  F
COCCC(C)OCOC 3 -502.08 -9.46 -2.97 -14.00 734.99  F -8.96 -18.94 751.88  F -2.12 -13.60 794.93  F
COCCCOC(C)OC 3 -502.08 -9.53 -3.06 -14.21 733.77  F -9.09 -18.87 748.95  F -2.02 -13.52 770.35  F

COCCOCCOCOCC(C)OC 5 -770.47 -9.19 -3.86 -13.52 931.03  F -11.64 -17.82 920.63  F -2.70 -13.34 941.30  F
COCCOCOC(C)COCCOC 5 -770.46 -9.47 -4.01 -13.60 928.19  F -12.00 -17.84 944.79  F -3.01 -13.42 981.30  T
COCCOCOCCOC(C)COC 5 -770.46 -9.32 -4.02 -13.64 921.10  F -11.76 -17.79 929.15  F -2.87 -13.28 979.85  F
COCCOCCOCOC(C)COC 5 -770.46 -8.97 -4.06 -13.62 926.57  T -11.89 -17.90 950.70  F -2.87 -13.23 992.58  F
COCCOCCOC(C)OCCOC 5 -770.47 -9.32 -3.95 -13.59 932.99  F -11.82 -17.89 936.86  F -2.89 -13.30 984.39  F
COCCOCOCC(C)OCCOC 5 -770.46 -9.36 -4.01 -13.56 932.56  F -11.87 -17.93 925.72  F -2.77 -13.07 981.50  F



COCCOCOCCOCC(C)OC 5 -770.47 -9.42 -3.95 -13.31 925.19  F -11.91 -17.85 926.98  F -2.92 -13.43 953.33  F
COCOCCOCOCC(C)OC 5 -731.16 -9.11 -3.50 -13.77 866.06  F -11.04 -18.11 881.09  F -2.48 -13.36 935.50  F
COCCOCOC(C)COCOC 5 -731.16 -9.73 -3.49 -13.62 874.71  F -11.01 -17.91 891.03  F -2.55 -13.52 923.61  F
COCOCCOCOC(C)COC 5 -731.16 -9.69 -3.60 -13.79 874.20  F -10.93 -18.12 892.61  F -2.53 -13.40 927.48  F
COCCOCOCCOC(C)OC 5 -731.16 -9.67 -3.63 -13.64 873.55  F -11.20 -18.16 880.87  F -2.56 -13.33 940.19  F
COCCOC(C)OCCOCOC 5 -731.16 -9.29 -3.57 -13.82 865.42  F -11.13 -18.11 890.34  F -2.60 -13.33 929.12  F
COCCOCOCC(C)OCOC 5 -731.16 -9.62 -3.47 -13.79 904.20  F -11.04 -18.27 900.67  F -2.66 -13.57 940.43  F

COCC(C)OC 2 -348.22 -9.30 -2.59 -14.44 607.94  F -7.11 -19.52 608.45  F -1.78 -13.85 662.41  F
COCOC(C)OCOC 4 -538.00 -10.07 -2.75 -14.29 727.14  F -8.75 -19.21 724.44  F -1.93 -13.96 763.76  F
COCOCOC(C)OC 4 -538.00 -10.02 -2.83 -14.52 708.87  F -8.80 -19.27 723.69  T -1.97 -13.87 767.10  F

COCOCC(C)OCOC 4 -577.31 -9.94 -3.09 -14.12 778.59  F -9.54 -18.85 776.13  F -2.25 -13.72 826.85  F
COCOCCOC(C)OC 4 -577.31 -9.80 -3.06 -14.10 769.54  F -9.46 -18.74 776.17  F -2.16 -13.76 809.25  F

COCCOCOCOC(C)COC 5 -731.15 -9.58 -3.89 -13.83 882.64  F -11.23 -18.16 899.72  F -2.72 -13.47 905.19  F
COCCOCOCOCC(C)OC 5 -731.16 -9.41 -3.78 -13.74 870.06  F -11.19 -18.18 891.23  F -2.14 -12.45 935.99  F
COCCOCOC(C)OCCOC 5 -731.16 -9.63 -3.93 -13.73 884.83  F -11.28 -18.18 893.28  F -2.70 -13.44 901.83  F

COCCCOCCC(C)OCCCOC 4 -773.88 -9.35 -4.11 -13.21 968.55  F -12.16 -17.46 985.24  F -2.94 -12.92 1023.81  F
COCCCOCCCOC(C)CCOC 4 -773.87 -9.20 -4.32 -13.31 970.41  F -12.38 -17.46 996.69  F -3.09 -12.89 1037.39  F
COCCCOCCCOCCC(C)OC 4 -773.88 -9.39 -4.30 -13.13 982.28  F -12.21 -17.69 1000.63  F -2.99 -13.06 1019.20  F

COCOC(C)OC 3 -423.45 -9.90 -2.59 -14.54 640.61  F -7.58 -19.61 633.26  T  F
COCOCCOC(C)COC 4 -616.61 -9.62 -3.56 -14.00 829.95  F -10.41 -18.48 825.13  F -2.57 -13.61 868.23  F
COCCOCC(C)OCOC 4 -616.61 -9.39 -3.56 -13.82 828.75  F -10.50 -18.67 830.69  T -2.46 -13.68 841.76  F
COCCOC(C)COCOC 4 -616.61 -9.43 -3.56 -14.01 825.84  F -10.33 -18.42 815.09  F -2.57 -13.63 867.09  F
COCOCCOCC(C)OC 4 -616.61 -9.54 -2.59 -13.65 807.87  F -10.39 -18.33 818.26  F -2.59 -13.61 862.59  F
COCCOCCOC(C)OC 4 -616.61 -9.36 -3.64 -14.04 818.17  F -10.63 -18.57 835.62  T -2.69 -13.67 862.99  T

COCCOCC(C)OCOCOC 5 -731.15 -9.65 -3.81 -13.75 890.09  F -11.32 -17.94 908.74  F -2.70 -13.50 890.66  F
COCCOCCOC(C)OCOC 5 -731.16 -9.50 -2.10 -11.77 981.61  F -11.37 -18.06 900.82  F -2.74 -13.36 929.81  F
COCCOCCOCOC(C)OC 5 -731.16 -9.56 -3.82 -13.99 849.05  T -11.26 -18.20 882.25  F -2.59 -13.33 923.78  F
COCCOC(C)COCOCOC 5 -731.16 -9.61 -3.82 -13.89 881.42  F -11.30 -18.12 890.03  F -2.74 -13.52 936.14  F
COCOCOCCOC(C)COC 5 -731.16 -9.66 -3.84 -13.76 881.83  F -11.23 -17.99 885.25  F -2.61 -13.37 896.87  F
COCOCOCCOCC(C)OC 5 -731.16 -9.59 -3.77 -13.87 856.07  F  F -2.65 -13.41 921.94  F

COCCOC(C)OCCOC 4 -616.61 -9.66 -3.52 -13.98 806.16  F -10.35 -18.62 820.23  F -2.51 -13.70 843.26  F
COCCOCOC(C)COC 4 -616.61 -9.70 -3.43 -13.82 832.75  F -10.16 -18.51 822.87  F -2.36 -13.55 841.58  F
COCCOCOCC(C)OC 4 -616.61 -9.52 -3.44 -13.90 804.69  F -10.27 -18.45 823.13  F -2.24 -13.38 873.70  F

COCCOCCOCC(C)OCOC 5 -770.46 -9.23 -3.99 -13.45 920.22  F -12.00 -17.77 931.09  F -3.13 -13.40 970.62  T
COCCOCCOC(C)COCOC 5 -770.47 -9.47 -3.97 -13.46 926.59  F -11.83 -17.84 941.37  F -2.86 -13.26 953.29  F
COCOCCOCCOC(C)COC 5 -770.47 -9.17 -3.94 -13.59 930.90  F -11.97 -17.75 939.24  F -2.98 -13.33 975.23  F
COCOCCOCCOCC(C)OC 5 -770.47 -9.11 -4.04 -13.56 905.84  F  F -3.05 -13.31 973.76  F
COCCOCCOCCOC(C)OC 5 -770.47 -9.22 -3.99 -13.51 929.62  F -12.00 -17.71 943.73  F -3.01 -13.25 971.23  F
COCCOCC(C)OCCOCOC 5 -770.47 -9.36 -3.95 -13.60 928.78  F -11.87 -17.85 946.10  F -3.08 -13.36 971.29  F
COCCOC(C)COCCOCOC 5 -770.46 -9.61 -4.06 -13.54 915.62  F -12.00 -17.71 938.42  F -2.97 -13.15 964.10  F

COCOC(C)COC 3 -462.76 -9.72 -2.87 -14.30 699.39  F -8.48 -19.31 697.09  F -2.01 -13.88 745.13  F
COCOCC(C)OC 3 -462.76 -9.64 -2.80 -14.45 685.09  F -8.33 -19.14 692.06  F -1.80 -13.79 738.65  F
COCCOC(C)OC 3 -462.76 -9.34 -2.98 -14.36 691.03  F -8.47 -19.34 694.00  F -2.07 -13.91 738.83  F

COCOCOCCOC(C)OC 5 -691.85 -9.95 -3.41 -13.83 841.54  F -10.58 -18.52 848.29  F  F
COCOCOC(C)COCOC 5 -691.85 -10.03 -3.44 -14.14 842.69  T -10.55 -18.60 847.02  T -2.31 -13.63 892.06  F
COCOCCOCOC(C)OC 5 -691.85 -9.98 -3.37 -13.83 847.81  F -10.50 -18.49 842.88  F -2.47 -13.64 879.37  F
COCOCOCC(C)OCOC 5 -691.85 -9.85 -3.42 -14.16 845.19  T -10.48 -18.24 843.70  F -2.28 -13.54 889.28  F
COCOCCOC(C)OCOC 5 -691.85 -9.92 -3.36 -14.04 832.10  F -10.50 -18.46 843.81  F -2.33 -13.68 877.67  F

COCCOCCC(C)OCCOC 4 -695.24 -9.47 -4.02 -13.54 889.49  F -11.64 -17.89 908.05  F -2.92 -13.35 953.01  F
COCCOCCCOC(C)COC 4 -695.24 -9.27 -3.95 -13.41 885.62  F -11.59 -17.91 915.24  F -2.83 -13.14 922.84  F
COCCOCCCOCC(C)OC 4 -695.24 -9.33 -4.09 -13.52 876.84  F -11.61 -17.82 911.45  F -2.61 -13.12 963.28  F

COCCC(C)OC 2 -387.54 -9.39 -2.70 -14.35 647.21  F -5.49 -16.58 680.31  F -1.78 -13.73 703.63  F
COCCCOCCC(C)OC 3 -580.71 -9.39 -3.56 -13.78 836.22  F -10.17 -18.37 848.20  F -2.42 -13.36 875.27  F
COCCCOC(C)CCOC 3 -580.71 -9.24 -3.54 -13.69 825.16  F -10.21 -18.35 848.92  F -2.32 -13.39 870.56  F

COCCOC(C)OCOCOC 5 -691.85 -9.71 -3.51 -14.12 825.54  T -10.49 -18.30 843.39  F -2.52 -13.61 884.64  F
COCOCOCOCC(C)OC 5 -691.85 -9.66 -3.17 -13.89 831.88  F -10.46 -18.36 839.05  F  F
COCOCOCOC(C)COC 5 -691.85 -9.73 -3.44 -14.07 845.78  F -10.32 -18.55 851.85  F -2.35 -13.54 878.14  F
COCCOCOCOC(C)OC 5 -691.85 -9.69 -3.47 -13.87 840.13  F -10.59 -18.50 848.69  F -2.40 -13.54 863.68  F
COCCOCOC(C)OCOC 5 -691.85 -9.75 -3.15 -13.77 846.40  F -10.49 -18.54 855.07  F -2.41 -13.55 891.71  F

COCCOCCCCOCC(C)OC 4 -734.56 -9.16 -4.07 -13.50 926.32  F -11.79 -17.75 954.98  F -3.03 -13.26 967.69  F
COCCOCCCC(C)OCCOC 4 -734.56 -9.11 -4.04 -13.48 963.62  F -11.73 -17.78 960.44  F -2.92 -13.24 983.26  F
COCCOCCCCOC(C)COC 4 -734.56 -9.41 -4.02 -13.45 947.57  F -11.81 -17.70 951.16  F -2.90 -13.19 1002.28  F

COCCOCCOC(C)COC 4 -655.92 -9.40 -3.93 -13.76 856.08  F -11.28 -18.31 870.89  F -2.65 -13.34 907.50  F
COCCOCCOCC(C)OC 4 -655.92 -9.40 -3.90 -13.61 868.14  F -11.33 -18.32 859.48  T -2.87 -13.47 902.14  F
COCCOCC(C)OCCOC 4 -655.92 -9.30 -3.97 -13.87 843.87  T -11.37 -18.26 866.46  T -2.72 -13.29 909.43  F

COCOCOCC(C)OC 4 -577.30 -9.62 -3.23 -14.11 765.06  F -9.48 -18.77 771.19  F -2.17 -13.62 788.18  F
COCCOC(C)OCOC 4 -577.31 -9.54 -3.19 -14.17 764.16  F -9.61 -18.84 777.23  F -2.24 -13.74 811.29  F
COCOCOC(C)COC 4 -577.31 -9.73 -3.23 -14.25 769.28  F -9.49 -18.79 774.66  F  F
COCCOCOC(C)OC 4 -577.31 -9.72 -3.26 -14.37 753.25  T -9.52 -18.80 769.39  F -2.29 -13.77 804.33  F
COCCOC(C)COC 3 -502.07 -9.56 -3.29 -14.15 750.15  F -9.34 -18.87 745.91  F -2.41 -13.80 792.59  F
COCCOCC(C)OC 3 -502.07 -9.43 -3.30 -14.25 738.53  T -9.40 -18.87 746.16  F -2.34 -13.61 795.17  F

COCCOCCOCC(C)OCCOC 5 -809.77 -9.14 -4.33 -13.47 948.37  F -12.47 -17.56 972.18  F -3.33 -13.24 1015.09  F
COCCOCCOCCOCC(C)OC 5 -809.77 -9.03 -4.38 -13.32 963.90  F -12.59 -17.47 972.40  F -3.35 -13.28 1001.50  F
COCCOCCOCCOC(C)COC 5 -809.78 -9.13 -4.17 -13.27 959.20  F -12.57 -17.68 979.21  F -3.13 -13.10 1025.76  F
COCCOCCOC(C)COCCOC 5 -809.77 -9.49 -4.25 -12.87 989.49  F -12.75 -17.69 973.94  F -3.36 -13.19 1010.02  F

COC(C)OC 2 -308.91 -9.88 -2.18 -14.67 555.15  F  F -1.46 -14.11 622.33  F
COCCOCCCCC(C)OCCOC 4 -773.87 -9.11 -4.02 -13.28 978.23  F -11.92 -17.65 999.49  F -2.93 -13.12 1044.63  F
COCCOCCCCCOC(C)COC 4 -773.87 -9.16 -4.23 -13.43 1010.90  F -11.82 -17.55 1005.60  F -2.85 -13.10 1051.33  F
COCCOCCCCCOCC(C)OC 4 -773.87 -9.44 -4.17 -13.47 990.44  F -11.97 -17.70 985.59  F -3.09 -13.21 1030.24  F

COCCOC(C)CCOC 3 -541.39 -9.20 -3.49 -13.95 788.75  F -9.85 -18.61 789.71  F -2.28 -13.53 827.07  F
COCCOCCC(C)OC 3 -541.39 -9.37 -3.50 -13.88 791.53  F -9.75 -18.53 785.47  F -2.40 -13.47 834.74  F
COCCCOC(C)COC 3 -541.39 -9.02 -3.46 -13.91 790.06  F -9.88 -18.58 798.45  F -2.43 -13.41 828.84  F
COCCCOCC(C)OC 3 -541.39 -9.44 -3.49 -13.91 788.39  F -9.74 -18.56 796.34  F -2.31 -13.51 804.53  F

COCOCCCOC(C)(C)OC 4 -655.95 -9.84 -3.29 -13.61 863.98  F -10.39 -18.19 873.49  F -2.35 -13.26 910.10  F
COCOCCC(C)(C)OCOC 4 -655.94 -9.81 -3.15 -13.80 844.57  F -10.23 -18.19 867.42  F -2.38 -13.36 914.27  F

COCOCCOCC(C)(C)OCOC 5 -770.48 -9.74 -3.66 -13.57 928.41  F -11.37 -17.98 941.32  F -2.57 -13.17 963.48  F
COCOCCOCCOC(C)(C)OC 5 -770.48 -9.32 -3.66 -13.64 909.32  F -11.46 -17.84 942.49  F -2.46 -13.15 993.50  F
COCOCCOC(C)(C)COCOC 5 -770.48 -9.62 -3.67 -13.63 925.25  F -11.44 -18.01 939.44  F -2.56 -13.33 991.64  F

COCOCOCOC(C)(C)OC 5 -691.87 -10.02 -3.13 -14.04 822.24  F -9.87 -18.39 846.09  F -2.08 -13.63 869.95  F
COCOCOC(C)(C)OCOC 5 -691.86 -9.93 -3.14 -14.11 834.26  F -9.96 -18.69 841.72  F -1.51 -12.55 943.25  F

COCOCCC(C)(C)OC 3 -541.40 -9.18 -2.94 -13.79 765.28  F -8.93 -18.36 785.92  F  F
COCCC(C)(C)OCOC 3 -541.40 -9.52 -3.10 -14.21 776.11  F -9.14 -18.85 784.88  F -2.15 -13.53 832.14  F
COCCCOC(C)(C)OC 3 -541.41 -9.53 -3.00 -13.90 781.84  F -9.21 -18.63 790.65  F -2.01 -13.51 826.65  F

COCCOCCOC(C)(C)OCCOC 5 -809.79 -9.14 -3.91 -13.33 951.27  F -12.02 -17.77 967.06  F -2.96 -13.22 1012.99  F
COCCOCCOCOCC(C)(C)OC 5 -809.79 -9.32 -2.32 -11.82 1046.69  F -11.95 -17.55 964.45  F -2.90 -13.13 1005.00  F
COCCOCOCCOC(C)(C)COC 5 -809.79 -9.33 -3.98 -13.60 949.22  F -12.07 -17.77 976.23  F -2.83 -13.03 1030.32  F
COCCOCOC(C)(C)COCCOC 5 -809.79 -9.38 -3.71 -13.30 972.81  F -12.02 -17.70 977.33  F -3.00 -13.33 1000.86  F
COCCOCOCC(C)(C)OCCOC 5 -809.79 -9.43 -3.89 -13.47 966.58  F -11.75 -17.49 972.68  F -2.88 -13.18 1017.69  F
COCCOCCOCOC(C)(C)COC 5 -809.79 -9.16 -3.99 -13.43 964.52  F -11.98 -17.68 975.48  F -2.92 -13.21 999.52  F
COCCOCOCCOCC(C)(C)OC 5 -809.78 -9.54 -4.07 -13.47 965.94  F -11.88 -17.58 960.01  F -1.20 -11.19 1166.10  F
COCCOCOCCOC(C)(C)OC 5 -770.48 -9.24 -3.31 -13.56 908.62  F -11.36 -18.01 923.57  F -2.62 -13.47 952.22  F
COCCOCOC(C)(C)COCOC 5 -770.48 -9.63 -3.07 -13.69 933.15  F -11.26 -18.12 929.49  F -2.56 -13.39 968.22  F
COCCOC(C)(C)OCCOCOC 5 -770.48 -9.53 -2.26 -12.42 976.98  F  F -2.40 -13.23 965.65  F
COCOCCOCOC(C)(C)COC 5 -770.48 -9.51 -3.25 -13.34 907.80  F -11.31 -18.04 931.56  F -2.45 -13.28 959.86  F
COCOCCOCOCC(C)(C)OC 5 -770.48 -9.28 -3.55 -13.49 916.35  F -11.10 -17.64 920.26  F -1.93 -12.52 987.38  F
COCCOCOCC(C)(C)OCOC 5 -770.48 -9.64 -3.47 -13.65 918.25  F -11.26 -18.09 928.85  F -2.69 -13.46 960.38  F

COCC(C)(C)OC 2 -387.54 -9.52 -2.61 -14.39 645.97  F -7.31 -19.15 649.18  F -1.78 -13.78 707.99  F
COCOCOC(C)(C)OC 4 -577.32 -9.94 -2.88 -14.18 760.30  F -9.00 -18.82 764.32  F -1.90 -13.85 786.77  F
COCOC(C)(C)OCOC 4 -577.32 -9.93 -2.85 -14.25 758.08  F -8.99 -18.96 772.92  F -1.84 -13.89 792.30  F

COCOCC(C)(C)OCOC 4 -616.63 -9.78 -3.14 -14.16 814.13  F -9.77 -18.77 823.88  F -2.21 -13.79 854.30  F
COCOCCOC(C)(C)OC 4 -616.63 -9.70 -3.08 -13.83 805.28  F -9.88 -18.46 822.18  F -2.26 -13.38 863.45  F

COCCOCOC(C)(C)OCCOC 5 -770.48 -9.42 -3.76 -13.65 895.14  F -11.36 -17.89 940.67  F -2.63 -13.22 985.50  F
COCCOCOCOCC(C)(C)OC 5 -770.47 -9.35 -3.78 -13.59 917.97  F -11.34 -17.94 930.13  F -2.86 -13.35 951.66  F
COCCOCOCOC(C)(C)COC 5 -770.48 -9.69 -3.95 -13.73 907.84  F -11.40 -17.97 927.44  F -2.75 -13.51 953.33  F

COCCCOCCC(C)(C)OCCCOC 4 -813.20 -9.22 -4.08 -13.19 994.29  F -12.16 -17.43 1034.46  F -2.77 -12.98 1066.80  F
COCCCOCCCOC(C)(C)CCOC 4 -813.20 -9.16 -4.10 -13.18 996.11  F -12.19 -17.40 1033.14  F -2.79 -12.86 1068.12  F
COCCCOCCCOCCC(C)(C)OC 4 -813.20 -9.25 -4.19 -13.20 1032.05  F -12.32 -17.42 1029.95  F -3.10 -13.03 1066.39  F

COCOC(C)(C)OC 3 -462.78 -9.86 -2.56 -14.34 679.49  F -7.85 -19.31 685.91  F -1.77 -13.87 735.66  F



COCCOCC(C)(C)OCOC 4 -655.93 -9.31 -3.56 -13.86 870.76  F -10.61 -18.40 880.46  F -2.61 -13.67 904.32  F
COCCOC(C)(C)COCOC 4 -655.93 -9.50 -3.60 -13.84 865.63  F -10.54 -18.13 878.76  F -2.43 -13.40 899.47  F
COCOCCOC(C)(C)COC 4 -655.93 -9.58 -3.42 -13.86 853.33  F -10.58 -18.21 871.92  F -2.49 -13.21 905.64  F
COCOCCOCC(C)(C)OC 4 -655.93 -9.09 -3.54 -13.81 845.43  F -10.51 -18.23 863.13  F -2.60 -13.39 904.33  F
COCCOCCOC(C)(C)OC 4 -655.94 -9.36 -3.59 -13.75 867.84  F -10.75 -18.22 871.64  F -2.61 -13.44 905.27  F

COCCOCCOC(C)(C)OCOC 5 -770.48 -9.31 -3.72 -13.74 935.64  F -11.50 -18.01 942.72  F -2.75 -13.37 971.13  F
COCOCOCCOC(C)(C)COC 5 -770.48 -9.42 -3.85 -13.64 922.60  F -11.33 -17.83 931.84  F -2.74 -13.42 940.75  F
COCOCOCCOCC(C)(C)OC 5 -770.48 -9.20 -3.84 -13.63 916.43  F -11.30 -17.81 923.90  F -2.68 -13.22 989.26  F
COCCOCCOCOC(C)(C)OC 5 -770.48 -9.25 -3.70 -13.63 920.31  F -11.43 -18.07 930.24  F -2.75 -13.32 955.48  F
COCCOC(C)(C)COCOCOC 5 -770.48 -9.56 -3.75 -13.66 910.26  F -11.45 -17.76 925.11  F -2.78 -13.35 976.18  F
COCCOCC(C)(C)OCOCOC 5 -770.47 -9.30 -3.87 -13.75 908.75  F -11.49 -17.87 940.71  F -2.80 -13.33 951.90  F

COCCOCOCC(C)(C)OC 4 -655.93 -9.42 -3.26 -13.75 864.19  F -10.39 -18.22 863.70  F -0.94 -11.14 1021.58  F
COCCOCOC(C)(C)COC 4 -655.93 -9.54 -3.52 -13.97 849.55  F  F -2.54 -13.47 894.35  F
COCCOC(C)(C)OCCOC 4 -655.94 -9.37 -3.44 -13.74 859.07  F -10.40 -18.28 866.64  F -2.42 -13.42 900.45  F

COCCOCCOCCOC(C)(C)OC 5 -809.79 -8.99 -4.08 -13.59 942.80  F -12.18 -17.80 968.74  F -3.18 -13.28 1012.57  F
COCOCCOCCOC(C)(C)COC 5 -809.78 -9.20 -4.09 -13.45 950.45  F -12.12 -17.55 978.76  F  F
COCCOC(C)(C)COCCOCOC 5 -809.79 -9.53 -4.09 -13.53 958.31  F -12.10 -17.65 986.68  F -2.95 -13.26 986.59  F
COCCOCCOC(C)(C)COCOC 5 -809.78 -9.44 -3.70 -13.28 1019.05  F -12.13 -17.70 970.35  F -3.06 -13.20 1025.04  F
COCCOCCOCC(C)(C)OCOC 5 -809.78 -9.09 -4.18 -13.54 978.68  F -12.14 -17.62 998.79  F -3.05 -13.18 1032.84  F
COCCOCC(C)(C)OCCOCOC 5 -809.78 -9.15 -4.09 -13.57 952.77  F -11.94 -17.73 976.42  F -3.05 -13.22 990.46  F
COCOCCOCCOCC(C)(C)OC 5 -809.78 -9.18 -3.90 -13.34 974.83  F -11.93 -17.69 958.99  F -3.09 -13.19 1017.18  F

COCOCC(C)(C)OC 3 -502.08 -9.45 -2.56 -13.83 715.37  F -8.59 -18.84 735.66  F -2.03 -13.63 780.16  F
COCOC(C)(C)COC 3 -502.08 -9.61 -2.93 -14.29 735.43  F -8.66 -19.10 739.99  F -1.98 -13.68 772.87  F
COCCOC(C)(C)OC 3 -502.09 -9.52 -2.99 -14.19 728.94  F -8.76 -18.95 737.61  F -2.01 -13.75 776.59  F

COCOCOC(C)(C)COCOC 5 -731.17 -9.86 -3.36 -13.83 898.19  F -10.50 -18.20 898.84  F -2.40 -13.69 931.04  F
COCOCOCCOC(C)(C)OC 5 -731.17 -9.72 -3.44 -13.79 882.09  F -10.76 -18.08 885.95  F -2.44 -13.46 919.76  F
COCOCOCC(C)(C)OCOC 5 -731.17 -9.95 -3.25 -13.81 890.32  F -10.61 -18.21 901.80  F  F
COCOCCOC(C)(C)OCOC 5 -731.17 -9.87 -3.38 -13.79 887.93  F  F -2.39 -13.43 918.84  F
COCOCCOCOC(C)(C)OC 5 -731.17 -9.82 -3.46 -13.70 873.89  F -10.77 -18.25 884.16  F -2.33 -13.55 896.75  F

COCCOCCC(C)(C)OCCOC 4 -734.56 -9.31 -4.14 -13.49 944.04  F -11.79 -17.71 951.42  F -2.99 -13.25 986.34  F
COCCOCCCOC(C)(C)COC 4 -734.56 -9.27 -3.91 -13.50 934.88  F  F -2.75 -12.95 953.69  F
COCCOCCCOCC(C)(C)OC 4 -734.56 -9.30 -4.07 -13.30 935.54  F -11.79 -17.69 958.10  F -2.83 -13.19 966.01  F

COCCC(C)(C)OC 2 -426.85 -9.43 -2.73 -14.13 693.37  F -7.86 -19.03 697.26  F -1.90 -13.50 747.29  F
COCCCOC(C)(C)CCOC 3 -620.03 -9.31 -3.62 -13.60 884.68  F -10.37 -18.11 885.23  F -2.38 -13.05 902.71  F
COCCCOCCC(C)(C)OC 3 -620.03 -9.35 -3.60 -13.76 865.43  F -10.34 -18.24 885.08  F -2.48 -13.28 922.82  F

COCCOCOC(C)(C)OCOC 5 -731.17 -9.58 -3.39 -13.89 882.25  F -10.71 -18.38 885.10  F -2.33 -13.32 939.64  F
COCOCOCOCC(C)(C)OC 5 -731.17 -9.53 -3.39 -13.81 873.75  F -10.58 -18.05 881.77  F -2.38 -13.29 916.84  F
COCCOC(C)(C)OCOCOC 5 -731.17 -9.71 -3.41 -13.86 889.62  F -10.64 -18.19 895.21  F -2.42 -13.53 913.49  F
COCOCOCOC(C)(C)COC 5 -731.17 -9.65 -3.36 -13.91 860.78  F -10.66 -18.31 894.69  F -2.53 -13.59 919.83  F
COCCOCOCOC(C)(C)OC 5 -731.17 -9.71 -3.50 -13.69 888.44  F -10.78 -18.31 886.38  F -2.48 -13.71 917.64  F

COCCOCCCCOC(C)(C)COC 4 -773.88 -9.37 -3.96 -13.28 970.50  F -11.66 -17.46 997.42  F -2.41 -12.30 1054.93  F
COCCOCCCCOCC(C)(C)OC 4 -773.88 -9.53 -4.09 -13.37 1000.10  F -11.94 -17.62 994.16  F -2.99 -13.02 1032.93  F
COCCOCCCC(C)(C)OCCOC 4 -773.88 -9.09 -4.00 -13.38 978.09  F -12.01 -17.59 997.94  F -2.98 -13.09 1037.42  F

COCCOCCOCC(C)(C)OC 4 -695.24 -8.95 -3.96 -13.70 901.52  F -11.39 -17.99 904.20  F -2.94 -13.32 948.07  F
COCCOCC(C)(C)OCCOC 4 -695.24 -9.53 -3.83 -13.51 896.56  F -11.36 -17.96 915.92  F -2.95 -13.36 952.25  F
COCCOCCOC(C)(C)COC 4 -695.24 -9.54 -3.95 -13.53 908.13  F -11.20 -17.79 906.53  F -2.76 -13.21 973.26  F

COCOCOCC(C)(C)OC 4 -616.62 -9.32 -3.09 -13.94 779.25  F  F -2.17 -13.35 842.75  F
COCCOCOC(C)(C)OC 4 -616.63 -9.58 -3.18 -13.90 806.61  F -9.84 -18.57 819.47  F -2.21 -13.58 827.55  F
COCCOC(C)(C)OCOC 4 -616.63 -9.70 -3.25 -14.24 792.76  F -9.79 -18.74 821.50  F -2.24 -13.71 853.19  F
COCOCOC(C)(C)COC 4 -616.63 -9.63 -2.79 -13.87 810.98  F -9.74 -18.70 822.53  F -2.27 -13.75 852.43  F
COCCOC(C)(C)COC 3 -541.39 -9.49 -3.33 -14.09 775.97  F -9.49 -18.44 794.34  F -2.35 -13.54 823.17  F
COCCOCC(C)(C)OC 3 -541.39 -9.25 -3.38 -13.86 785.15  F -9.50 -18.37 790.65  F -1.01 -11.72 913.52  F

COCCOCCOC(C)(C)COCCOC 5 -849.09 -9.11 -4.13 -12.71 1050.69  F -12.75 -17.41 1019.73  F -3.15 -12.77 1055.15  F
COCCOCCOCC(C)(C)OCCOC 5 -849.09 -9.40  F -12.72 -17.44 1007.93  F -3.21 -12.95 1065.56  F
COCCOCCOCCOC(C)(C)COC 5 -849.09 -8.86 -4.23 -13.10 1019.22  F -12.68 -17.47 1006.29  F -2.81 -12.29 1122.22  F
COCCOCCOCCOCC(C)(C)OC 5 -849.09 -9.53 -4.35 -13.05 1014.13  F -12.71 -17.26 1005.94  F -3.35 -13.04 1057.74  F

COC(C)(C)OC 2 -348.23 -9.76 -2.27 -14.47 594.64  F  F -1.58 -13.84 659.37  F
COCCOCCCCC(C)(C)OCCOC 4 -813.20 -9.11 -4.00 -13.13 1028.58  F -11.87 -17.38 1033.84  F -2.97 -13.10 1080.52  F
COCCOCCCCCOCC(C)(C)OC 4 -813.19 -9.32 -4.08 -13.11 1017.57  F -11.99 -17.41 1028.96  F -3.02 -13.09 1063.39  F
COCCOCCCCCOC(C)(C)COC 4 -813.20 -9.49 -4.06 -13.42 1011.86  F -12.03 -17.44 1049.15  F -2.91 -13.05 1075.09  F

COCCOC(C)(C)CCOC 3 -580.71 -9.43 -3.52 -13.92 824.85  F -9.99 -18.33 839.93  F -2.45 -13.24 867.38  F
COCCCOC(C)(C)COC 3 -580.71 -9.38 -3.48 -13.76 833.54  F -10.04 -18.30 847.00  F -2.42 -13.39 873.65  F
COCCOCCC(C)(C)OC 3 -580.71 -9.11 -3.42 -13.85 821.10  F -9.92 -18.18 837.20  F -2.41 -13.33 867.82  F
COCCCOCC(C)(C)OC 3 -580.71 -9.51 -3.51 -13.73 838.44  F -10.05 -18.31 842.31  F -2.35 -13.48 874.48  F

CCOCOCCCOCOC  2:1:3:1:1 4 -616.62 -9.76 -3.16 -13.73 844.96  F -10.11 -18.47 834.39  F -2.29 -13.46 880.27  F
CCOCOCCOCCOCOC  2:1:2:2:1:1 5 -731.16 -9.42 -3.47 -13.82 862.94  F -11.28 -18.20 900.66  F -2.74 -13.57 941.41  F

CCOCOCOCOCOC  2:1:1:1:1:1 5 -652.54 -10.01 -3.13 -14.28 778.34  F -9.81 -18.76 790.40  F -2.13 -13.90 801.21  F
CCOCCCOCOC  2:3:1:1 3 -502.08 -9.57 -2.89 -13.98 726.48  F -9.04 -18.82 745.56  F  F
CCOCOCCCOC  2:1:3:1 3 -502.08 -9.59 -2.95 -14.14 744.55  F -8.91 -18.94 755.47  F -2.03 -13.51 800.10  F

CCOCCOCCOCOCCOC  2:2:2:1:2:1 5 -770.47 -9.08 -3.91 -13.49 918.62  F -11.80 -17.88 919.82  F -2.97 -13.41 948.17  F
CCOCCOCOCCOCCOC  2:2:1:2:2:1 5 -770.46 -9.48 -3.96 -13.28 905.91  F -11.84 -17.83 950.56  F -2.43 -12.41 1016.68  F
CCOCCOCOCCOCOC  2:2:1:2:1:1 5 -731.16 -9.39 -3.59 -13.72 855.50  F -11.23 -18.14 892.90  F -2.36 -13.35 914.10  F
CCOCOCCOCOCCOC  2:1:2:1:2:1 5 -731.16 -9.69 -3.51 -13.75 869.10  F -11.09 -18.13 890.56  F -2.63 -13.47 941.27  F

CCOCCOC  2:2:1 2 -348.22 -9.31 -2.59 -14.36 613.48  F -7.29 -19.53 606.14  F -1.75 -13.86 676.50  F
CCOCOCOCOC  2:1:1:1:1 4 -538.00 -10.11 -2.77 -14.26 731.35  F -8.72 -19.12 726.40  F -1.86 -13.96 769.02  F

CCOCOCCOCOC  2:1:2:1:1 4 -577.31 -9.80 -3.05 -14.13 776.57  F -9.58 -18.73 784.80  F -2.18 -13.85 821.99  F
CCOCCOCOCOCCOC  2:2:1:1:2:1 5 -731.16 -9.53 -3.83 -13.77 898.80  F -11.04 -18.08 897.55  F  F

CCOCCCOCCCOCCCOC  2:3:3:3:1 4 -773.88 -9.32 -4.21 -13.30 979.86  F -12.36 -17.52 992.37  F -3.04 -13.04 1028.17  F
CCOCOCOC  2:1:1:1 3 -423.45 -10.02 -2.48 -14.56 642.05  F -7.54 -19.47 649.94  F -1.66 -14.08 707.21  F

CCOCCOCCOCOC  2:2:2:1:1 4 -616.62 -9.22 -3.39 -13.96 809.90  F -10.43 -18.42 809.72  F -2.51 -13.52 867.97  F
CCOCOCCOCCOC  2:1:2:2:1 4 -616.61 -9.46 -3.53 -14.12 823.12  T -10.41 -18.53 838.86  F -2.51 -13.71 860.63  F

CCOCOCOCCOCCOC  2:1:1:2:2:1 5 -731.16 -9.08 -3.78 -13.91 856.35  F -11.28 -18.26 884.73  F -2.69 -13.51 937.03  F
CCOCCOCCOCOCOC  2:2:2:1:1:1 5 -731.16 -9.25 -3.87 -13.91 859.31  T -11.24 -17.99 880.95  F -2.65 -13.34 939.25  F

CCOCCOCOCCOC  2:2:1:2:1 4 -616.61 -9.23 -3.44 -13.99 792.20  F -10.39 -18.47 814.04  F -2.45 -13.57 855.00  F
CCOCOCCOCCOCCOC  2:1:2:2:2:1 5 -770.47 -9.42 -3.76 -13.07 930.87  F -12.03 -17.97 931.22  T -2.98 -13.44 969.20  F
CCOCCOCCOCCOCOC  2:2:2:2:1:1 5 -770.46 -9.21 -4.04 -13.54 918.16  F -11.92 -17.72 942.06  F -3.10 -13.42 963.11  T

CCOCCOCOC  2:2:1:1 3 -462.76 -9.66 -2.84 -14.30 691.62  F -8.47 -19.25 686.18  F -2.04 -13.86 746.72  F
CCOCOCCOC  2:1:2:1 3 -462.76 -9.61 -2.82 -14.42 683.30  F -8.33 -18.86 701.90  F -1.98 -13.88 752.70  F

CCOCOCCOCOCOC  2:1:2:1:1:1 5 -691.85 -10.01 -3.34 -14.23 839.28  T -10.45 -18.43 833.37  F -2.21 -13.52 899.39  F
CCOCOCOCCOCOC  2:1:1:2:1:1 5 -691.85 -10.08 -3.36 -14.04 818.35  F -10.42 -18.42 831.83  F -2.39 -13.61 868.12  F

CCOCCOCCCOCCOC  2:2:3:2:1 4 -695.24 -9.37 -4.09 -13.50 892.02  F -11.71 -17.91 914.90  F -2.93 -13.37 958.04  F
CCOCCCOC  2:3:1 2 -387.54 -9.38 -2.74 -14.36 660.75  F -7.80 -19.21 650.83  F -1.85 -13.85 711.64  F

CCOCCCOCCCOC  2:3:3:1 3 -580.71 -9.37 -3.63 -13.83 834.22  F -10.37 -18.42 833.96  F -2.56 -13.35 875.78  F
CCOCCOCOCOCOC  2:2:1:1:1:1 5 -691.85 -9.69 -3.41 -13.90 834.54  F -10.52 -18.39 843.78  F -2.47 -13.49 882.24  F
CCOCOCOCOCCOC  2:1:1:1:2:1 5 -691.85 -9.63 -3.42 -14.16 823.16  F -10.37 -18.45 854.70  F -2.44 -13.86 851.55  T

CCOCCOCCCCOCCOC  2:2:4:2:1 4 -734.56 -9.36 -4.03 -13.47 952.38  F -11.84 -17.65 956.24  F -2.93 -13.13 972.82  F
CCOCCOCCOCCOC  2:2:2:2:1 4 -655.92 -9.27 -3.94 -13.49 848.79  F -11.33 -18.11 868.79  F -2.91 -13.44 915.51  F

CCOCCOCOCOC  2:2:1:1:1 4 -577.30 -9.68 -3.19 -14.03 779.59  F -9.59 -18.66 783.13  F -2.23 -13.64 817.23  F
CCOCOCOCCOC  2:1:1:2:1 4 -577.30 -9.72 -3.28 -14.33 750.47  T -9.63 -18.90 776.87  T -2.31 -13.89 787.12  T
CCOCCOCCOC  2:2:2:1 3 -502.07 -9.58 -3.37 -14.12 747.56  F -9.48 -18.95 740.84  F -2.37 -13.70 796.13  F

CCOCCOCCOCCOCCOC  2:2:2:2:2:1 5 -809.77 -8.63 -4.23 -13.25 960.09  F -12.63 -17.74 980.71  T -3.31 -13.24 1013.32  F
CCOCOC  2:1:1 2 -308.91 -10.01 -2.08 -14.73 564.54  F -6.24 -19.94 565.34  T -1.50 -14.14 630.85  F

CCOCCOCCCCCOCCOC  2:2:5:2:1 4 -773.87 -9.23 -4.15 -13.46 981.05  F -11.89 -17.63 987.42  F -3.03 -13.21 1041.71  F
CCOCCCOCCOC  2:3:2:1 3 -541.39 -9.40 -3.50 -13.92 785.71  F -10.00 -18.48 792.78  F -2.39 -13.43 821.01  F
CCOCCOCCCOC  2:2:3:1 3 -541.39 -9.42 -3.45 -14.09 787.26  F -9.91 -18.55 798.93  F -2.41 -13.53 835.19  F

COCOCCCOCOC(C)(C)C 4 -695.27 -9.64 -3.27 -13.58 917.89  F -10.38 -17.98 929.64  F -2.05 -13.36 968.98  F
COCOCCOCCOCOC(C)(C)C 5 -809.80 -9.49 -3.76 -13.52 988.05  F -11.54 -17.59 998.43  F -2.84 -13.31 1012.44  F

COCOCOCOCOC(C)(C)C 5 -731.18 -9.93 -3.21 -13.98 869.20  F -9.91 -18.18 906.26  F  F
COCOCCCOC(C)(C)C 3 -580.72 -9.43 -3.02 -13.62 822.60  F -9.42 -18.31 841.99  F -2.12 -13.34 887.27  F
COCCCOCOC(C)(C)C 3 -580.72 -9.52 -3.08 -13.84 838.15  F -9.22 -18.67 838.22  F -2.01 -13.48 859.38  F

COCCOCCOCOCCOC(C)(C)C 5 -849.11 -9.19 -4.11 -13.20 1017.36  F -12.20 -17.51 1010.93  F -2.99 -12.98 1079.49  F
COCCOCOCCOCCOC(C)(C)C 5 -849.11 -9.19 -4.10 -13.48 1002.11  F -12.16 -17.46 1013.94  F  F
COCCOCOCCOCOC(C)(C)C 5 -809.80 -9.78 -3.48 -13.47 984.90  F -11.45 -17.75 979.26  F -2.69 -13.28 1011.16  F
COCOCCOCOCCOC(C)(C)C 5 -809.80 -9.53 -3.79 -13.46 969.62  F -11.36 -17.66 971.43  F -2.76 -13.23 1009.46  F

COCCOC(C)(C)C 2 -426.86 -9.46 -2.66 -14.17 712.34  F -7.73 -18.95 705.33  F -1.90 -13.70 760.57  F
COCOCOCOC(C)(C)C 4 -616.64 -9.95 -2.92 -14.11 808.13  F -8.98 -18.70 810.03  F -2.08 -13.68 857.78  F

COCOCCOCOC(C)(C)C 4 -655.95 -9.78 -2.92 -13.87 877.74  F -9.93 -18.16 884.02  F -2.21 -13.52 891.13  F
COCCOCOCOCCOC(C)(C)C 5 -809.80 -9.27 -3.86 -13.55 965.89  F -11.46 -17.66 977.77  F -2.76 -13.16 1029.41  F



COCCCOCCCOCCCOC(C)(C)C 4 -852.52 -9.21 -4.20 -13.02 1049.67  F -12.45 -17.30 1075.92  F -3.02 -12.96 1133.39  F
COCOCOC(C)(C)C 3 -502.09 -9.85 -2.64 -14.23 736.28  F -7.95 -18.88 746.76  F -1.82 -13.75 773.67  F

COCOCCOCCOC(C)(C)C 4 -695.25 -9.49 -3.64 -13.65 917.75  F -10.86 -17.97 909.26  F  F
COCCOCCOCOC(C)(C)C 4 -695.25 -9.63 -3.62 -13.80 905.16  F -10.76 -18.04 922.57  F -2.62 -13.42 954.23  F

COCOCOCCOCCOC(C)(C)C 5 -809.80 -8.99 -3.75 -13.42 961.99  F -11.48 -17.56 977.58  F -2.72 -13.06 975.13  F
COCCOCCOCOCOC(C)(C)C 5 -809.80 -9.25 -3.86 -13.61 985.02  F -11.68 -17.81 979.57  F -2.99 -13.51 1001.25  T

COCCOCOCCOC(C)(C)C 4 -695.25 -9.23 -3.57 -13.63 899.07  F -10.72 -18.06 913.78  F -2.55 -13.37 952.53  F
COCCOCCOCCOCOC(C)(C)C 5 -849.10 -9.67 -4.26 -13.39 984.42  F -12.30 -17.52 1020.49  F -3.06 -13.03 1104.38  F
COCOCCOCCOCCOC(C)(C)C 5 -849.11 -9.04 -4.11 -13.23 996.48  F -12.11 -17.34 1020.30  F -2.85 -13.00 1091.34  F

COCCOCOC(C)(C)C 3 -541.40 -9.69 -2.89 -13.92 797.28  F -8.78 -18.75 789.07  F -2.05 -13.56 849.61  F
COCOCCOC(C)(C)C 3 -541.40 -9.53 -3.00 -13.96 791.59  F -8.96 -18.61 792.24  F -1.63 -12.48 883.81  F

COCOCCOCOCOC(C)(C)C 5 -770.49 -9.80 -3.13 -13.80 924.85  F -10.67 -17.93 931.43  F -2.21 -13.42 934.34  F
COCOCOCCOCOC(C)(C)C 5 -770.49 -9.91 -3.53 -13.70 944.53  F -10.74 -17.88 929.53  F -2.42 -13.25 963.27  F

COCCOCCCOCCOC(C)(C)C 4 -773.88 -9.38 -4.08 -13.38 996.93  F -11.96 -17.65 997.31  F -3.05 -13.17 1044.80  F
COCCCOC(C)(C)C 2 -466.18 -9.29 -2.79 -13.99 757.72  F -8.26 -18.77 755.73  F -1.76 -13.55 783.96  F

COCCCOCCCOC(C)(C)C 3 -659.35 -9.22 -3.54 -13.45 941.54  F -10.66 -17.90 935.20  F -2.43 -13.24 962.89  F
COCOCOCOCCOC(C)(C)C 5 -770.49 -9.54 -3.46 -13.72 915.85  F -10.83 -17.84 939.67  F -2.23 -13.29 999.61  F
COCCOCOCOCOC(C)(C)C 5 -770.49 -9.73 -3.58 -13.64 930.28  F -10.75 -18.01 939.55  F -2.32 -13.37 975.56  F

COCCOCCCCOCCOC(C)(C)C 4 -813.20 -9.28 -4.01 -13.26 1041.11  F -12.10 -17.42 1048.92  F -2.93 -12.98 1055.37  F
COCCOCCOCCOC(C)(C)C 4 -734.56 -9.14 -4.02 -13.57 928.58  F -11.48 -17.72 962.24  F -3.03 -13.26 991.02  F

COCCOCOCOC(C)(C)C 4 -655.94 -9.67 -3.38 -13.92 862.31  F -9.87 -18.39 867.51  F -2.17 -13.55 874.71  F
COCOCOCCOC(C)(C)C 4 -655.95 -9.51 -3.33 -13.86 853.25  F -10.02 -18.26 862.24  F -2.35 -13.37 912.47  F
COCCOCCOC(C)(C)C 3 -580.71 -9.42 -3.43 -13.77 827.64  F -9.89 -18.26 844.37  F -2.51 -13.50 877.75  F

COCCOCCOCCOCCOC(C)(C)C 5 -888.41 -9.13 -4.53 -13.13 1035.80  F -13.00 -17.27 1056.20  F  F
COCOC(C)(C)C 2 -387.55 -9.88 -2.24 -14.36 665.27  F -6.72 -19.62 650.88  F  F

COCCOCCCCCOCCOC(C)(C)C 4 -852.52 -9.13 -4.01 -13.11 1087.93  F -12.15 -17.41 1081.63  F -2.50 -12.23 1170.90  F
COCCCOCCOC(C)(C)C 3 -620.03 -8.96 -3.53 -13.75 889.05  F -10.19 -18.06 893.27  F -2.54 -13.43 925.22  F
COCCOCCCOC(C)(C)C 3 -620.03 -9.29 -3.50 -13.59 886.04  F -10.34 -18.20 883.62  F -2.48 -13.27 930.57  F

COC(C)OC(C)CC(C)OC(C)OC 4 -734.59 -9.61 -3.43 -13.49 972.40  F -10.67 -17.97 976.45  F -2.31 -13.32 998.62  F
COC(C)OC(C)C(C)OC(C)C(C)OC(C)OC 5 -927.77 -9.01 -3.49 -13.24 1108.77  F  F -2.66 -12.89 1129.52  F

COC(C)OC(C)OC(C)OC(C)OC 5 -770.51 -9.86 -3.29 -13.96 918.57  F -10.40 -18.18 971.41  F -2.20 -13.47 1002.12  F
COC(C)CC(C)OC(C)OC 3 -580.73 -9.41 -3.06 -13.90 838.01  F -9.19 -18.55 850.54  F -2.15 -13.35 878.56  F

COCC(C)OC(C)COC(C)OC(C)C(C)OC 5 -927.76 -9.32 -1.42 -10.96 1243.28  F -11.02 -15.49 1168.01  F -2.88 -12.87 1133.63  F
COC(C)OC(C)C(C)OC(C)OC(C)C(C)OC 5 -927.77 -9.36 -3.86 -13.15 1126.93  F -11.85 -17.45 1130.09  F  F

COC(C)OC(C)OC(C)OC 4 -616.65 -9.79 -2.99 -14.28 817.10  F -9.34 -18.78 834.05  F -1.98 -13.70 861.21  F
COC(C)OC(C)C(C)OC(C)OC 4 -695.27 -9.50 -3.24 -13.68 920.96  F -10.15 -18.23 926.19  F -2.11 -13.28 962.52  F

COC(C)C(C)OC(C)OC(C)OC(C)C(C)OC 5 -927.77 -9.25 -3.82 -13.38 1105.65  F -11.63 -17.37 1128.30  F -2.71 -12.89 1125.96  F
COC(C)CC(C)OC(C)CC(C)OC(C)CC(C)OC 4 -970.49 -9.13 -4.28 -12.94 1206.38  F -12.42 -16.94 1200.54  F -2.50 -11.88 1299.98  F

COC(C)OC(C)OC 3 -462.78 -9.88 -2.62 -14.37 696.12  F -7.95 -19.28 699.47  F -1.70 -13.97 734.73  F
COC(C)OC(C)COC(C)C(C)OC 4 -734.58 -9.44 -3.57 -13.59 966.67  F -10.92 -17.90 968.22  F -2.62 -13.33 992.90  F

COC(C)OC(C)OC(C)C(C)OC(C)C(C)OC 5 -927.77 -9.27 -3.32 -12.54 1151.30  F  F -2.45 -12.23 1181.30  F
COCC(C)OC(C)OC(C)C(C)OC 4 -734.58 -9.15 -3.63 -13.58 963.91  F -10.77 -18.13 968.50  F -2.63 -13.36 999.12  F

COC(C)OC(C)C(C)OC 3 -541.41 -9.47 -3.11 -14.13 789.73  F -8.90 -18.74 796.91  F -2.11 -13.62 839.72  F
COC(C)OC(C)OC(C)C(C)OC(C)OC 5 -849.14 -9.64 -3.52 -13.43 1050.53  F -11.17 -17.52 1043.24  F  F
COC(C)COC(C)CCOC(C)C(C)OC 4 -813.21 -9.22 -4.05 -13.34 1040.07  F -11.85 -17.59 1059.69  F -2.82 -13.12 1065.96  F

COC(C)CC(C)OC 2 -426.86 -9.36 -2.70 -14.16 706.89  F -7.76 -19.01 710.89  F -1.84 -13.65 753.45  F
COC(C)CC(C)OC(C)CC(C)OC 3 -698.67 -9.21 -3.47 -13.58 949.98  F -10.51 -17.84 990.48  F -2.27 -13.03 1004.95  F

COC(C)OC(C)OC(C)OC(C)C(C)OC 5 -849.14 -9.50 -3.40 -13.49 1024.33  F -10.87 -17.61 1013.11  F -2.54 -13.18 1049.50  F
COC(C)COCCCC(C)OC(C)C(C)OC 4 -852.52 -8.91 -4.16 -13.25 1075.16  F -11.95 -17.34 1091.57  F -2.81 -12.91 1123.50  F

COCC(C)OCCOC(C)C(C)OC 4 -734.56 -9.08 -3.90 -13.53 929.63  F -11.45 -17.89 965.49  F -1.32 -12.14 1029.82  F
COC(C)OC(C)OC(C)C(C)OC 4 -695.27 -9.50 -3.40 -13.81 915.46  F -9.85 -18.09 912.13  F -2.20 -13.48 947.01  F

COCCOC(C)COC(C)C(C)OC(C)COC 5 -927.74 -9.01 -4.30 -13.10 1105.84  F -12.75 -16.95 1108.49  F -3.32 -12.95 1159.96  F
COCC(C)OC(C)CC(C)OC 3 -620.03 -9.36 -3.46 -13.70 882.84  F -10.08 -18.23 900.40  F -2.37 -13.24 929.48  F

COC(C)C(C)OC 2 -387.54 -9.44 -2.58 -14.28 650.70  F -7.34 -19.19 651.57  F -1.87 -13.72 710.51  F
COC(C)CC(C)OC(C)C(C)OC 3 -659.36 -9.32 -3.29 -13.73 928.73  F -10.14 -18.10 938.26  F -2.30 -13.23 962.62  F

COC(C)OC(C)C(C)OC(C)C(C)OC(C)C(C)OC 5 -1006.39 -9.25 -3.51 -12.80 1205.59  F -12.74 -16.94 1198.48  F  F
COC(C)C(C)OC(C)CCC(C)OC(C)C(C)OC 4 -931.17 -9.26 -4.17 -12.99 1174.73  F -12.16 -17.21 1169.20  F  F

COC(C)C(C)OC(C)OC(C)C(C)OC(C)C(C)OC 5 -1006.40 -9.20 -3.90 -12.80 1159.18  F -12.16 -17.01 1195.46  F  F
COC(C)C(C)OC(C)CCCC(C)OC(C)C(C)OC 4 -970.48 -9.25 -4.33 -13.06 1198.00  F -12.48 -17.08 1190.82  F -2.69 -12.43 1257.21  F

COC(C)C(C)OC(C)OC(C)C(C)OC 4 -773.90 -9.25 -3.60 -13.59 1009.83  F -10.68 -17.93 1007.18  F -2.50 -13.20 1058.56  F
COC(C)C(C)OC(C)C(C)OC 3 -620.03 -9.37 -3.38 -13.75 880.07  F  F -1.11 -11.83 988.50  F

COC(C)C(C)OC(C)CC(C)OC(C)C(C)OC 4 -891.85 -9.27 -3.89 -13.18 1122.76  F  F -3.02 -12.91 1168.39  F
COC(C)C(C)OC(C)C(C)OC(C)C(C)OC 4 -852.53 -9.35 -2.60 -11.71 1144.65  F -11.78 -17.36 1096.18  F -2.93 -12.93 1114.56  F

COC(C)C(C)OC(C)C(C)OC(C)C(C)OC(C)C(C)OC 5 -1085.02 -8.95 -4.19 -12.47 1279.28  F  F  F
COC(C)OC(C)C(C)OC(C)C(C)OC 4 -773.90 -9.18 -3.42 -13.45 1010.13  F -11.15 -17.79 1025.98  F -2.64 -13.21 1029.03  F

COC(C)(C)OC(C)(C)CC(C)(C)OC(C)(C)OC 4 -891.86 -9.56 -3.43 -13.27 1099.04  F -11.26 -17.37 1116.10  F -1.53 -11.98 1185.85  F
COC(C)(C)OC(C)(C)C(C)(C)OC(C)(C)C(C)(C)OC(C)(C)OC 5 -1163.67 -9.23 -1.86 -11.09 1384.73  F  F -1.03 -10.91 1468.17  F

COC(C)(C)OC(C)(C)OC(C)(C)OC(C)(C)OC 5 -927.79 -9.58 -3.33 -13.33 1074.98  F -10.98 -17.39 1105.50  F -1.96 -12.88 1121.34  F
COC(C)(C)CC(C)(C)OC(C)(C)OC 3 -698.68 -9.26 -3.21 -13.51 947.23  F -9.82 -17.86 958.84  F -0.87 -11.76 1026.42  F

COCC(C)(C)OC(C)(C)OCC(C)(C)OC(C)(C)C(C)(C)OC 5 -1124.34 -9.18 -1.95 -11.20 1385.81  F -11.55 -15.58 1293.04  F  F
COC(C)(C)OC(C)(C)C(C)(C)OC(C)(C)OC(C)(C)C(C)(C)OC 5 -1163.66 -9.25 -2.02 -11.31 1370.86  F  F  F

COC(C)(C)OC(C)(C)OC(C)(C)OC 4 -734.60 -9.63 -2.87 -13.64 923.79  F -9.61 -18.18 951.67  F -1.90 -13.31 974.84  F
COC(C)(C)OC(C)(C)C(C)(C)OC(C)(C)OC 4 -852.54 -9.58 -3.06 -13.23 1048.42  F  F  F

COC(C)(C)C(C)(C)OC(C)(C)OC(C)(C)OC(C)(C)C(C)(C)OC 5 -1163.66 -9.32 -1.80 -11.14 1377.13  F  F -1.28 -11.11 1435.79  F
COC(C)(C)CC(C)(C)OC(C)(C)CC(C)(C)OC(C)(C)CC(C)(C)OC 4 -1206.37 -8.99 -1.97 -11.05 1502.71  F -6.85 -12.97 1490.79  F -1.34 -11.32 1562.97  F

COC(C)(C)OC(C)(C)OC 3 -541.42 -9.63 -2.57 -14.14 769.33  F -8.19 -18.89 774.75  F -1.68 -13.51 815.15  F
COC(C)(C)OC(C)(C)OC(C)(C)C(C)(C)OC(C)(C)C(C)(C)OC 5 -1163.67 -9.16 -1.93 -11.12 1380.14  F  F  F

COC(C)(C)C(C)(C)OCOC(C)(C)C(C)(C)OC 4 -891.85 -9.42 -3.06 -12.25 1128.61  F  F  F
COC(C)(C)COC(C)(C)C(C)(C)OCC(C)(C)OC(C)(C)OC 5 -1124.35 -9.27 -2.72 -11.63 1375.67  F  F  F

COC(C)(C)OC(C)(C)C(C)(C)OC 3 -659.36 -9.39 -2.62 -13.51 876.35  F -9.30 -18.26 895.07  F -1.22 -12.31 960.45  F
COC(C)(C)OC(C)(C)OC(C)(C)C(C)(C)OC(C)(C)OC 5 -1045.73 -9.52 -1.93 -11.64 1257.39  F  F  F

COCCOC(C)(C)CC(C)(C)OC(C)(C)C(C)(C)OC 4 -970.47 -9.22 -3.47 -12.44 1186.45  F  F -1.88 -11.66 1228.56  F
COC(C)(C)CC(C)(C)OC 2 -505.49 -9.26 -2.83 -13.94 780.98  F -8.13 -18.67 785.45  F -1.86 -13.26 828.28  F

COC(C)(C)CC(C)(C)OC(C)(C)CC(C)(C)OC 3 -855.93 -9.11 -3.73 -12.98 1112.68  F -6.87 -14.12 1165.30  F -1.18 -11.18 1234.70  F
COC(C)(C)OC(C)(C)OC(C)(C)OC(C)(C)C(C)(C)OC 5 -1045.72 -9.35 -2.03 -11.48 1229.25  F  F  F

COCCOCC(C)(C)OC(C)(C)C(C)(C)OC 4 -852.52 -9.14 -3.20 -12.47 1064.49  F  F -2.27 -12.24 1105.29  F
COC(C)(C)OC(C)(C)OC(C)(C)C(C)(C)OC 4 -852.54 -9.33 -3.04 -13.26 1051.18  F -9.25 -15.97 1068.25  F -1.10 -11.32 1158.98  F

COCC(C)(C)OCC(C)(C)OC 3 -620.03 -9.41 -3.46 -13.84 878.42  F -9.84 -18.21 888.56  F -2.39 -13.38 916.65  F
COCCOCCOC(C)(C)C(C)(C)OC(C)(C)C(C)(C)OC 5 -1085.00 -9.27 -3.41 -11.50 1280.66  F  F -2.53 -11.42 1345.84  F
COCC(C)(C)OC(C)(C)CCCC(C)(C)OCC(C)(C)OC 4 -1049.11 -9.28 -3.07 -12.12 1338.86  F  F -3.11 -12.71 1322.77  F

COCC(C)(C)OC(C)(C)CC(C)(C)OC 3 -737.98 -9.12 -3.61 -13.48 979.12  F -8.81 -16.93 1023.44  F -2.49 -13.00 1017.27  F
COC(C)(C)C(C)(C)OC 2 -466.17 -9.36 -2.72 -13.97 721.51  F -7.70 -18.68 724.54  F -1.26 -12.70 789.31  F

COC(C)(C)C(C)(C)OC(C)(C)OC(C)(C)C(C)(C)OC(C)(C)C(C)(C)OC 5 -1281.61 -9.19  F  F  F
COC(C)(C)C(C)(C)OC(C)(C)OC(C)(C)C(C)(C)OC 4 -970.48 -9.37 -3.16 -12.32 1179.31  F  F  F
COC(C)(C)OC(C)(C)C(C)(C)OC(C)(C)C(C)(C)OC 4 -970.48 -9.22 -2.04 -11.51 1202.48  F  F -1.32 -11.27 1275.24  F

COC(C)(C)COC(C)(C)CC(C)(C)OC(C)(C)C(C)(C)OC 4 -1049.11 -9.23 -2.94 -11.57 1313.98  F  F  F
COC(C)(C)OC(C)(C)C(C)(C)OC(C)(C)C(C)(C)OC(C)(C)C(C)(C)OC 5 -1281.61 -9.15 -1.91 -10.87 1510.24  F  F  F

COC(C)(C)C(C)(C)OC(C)(C)CCCC(C)(C)OC(C)(C)C(C)(C)OC 4 -1206.38 -9.19 -2.02 -11.47 1486.25  F  F  F
COC(C)(C)C(C)(C)OC(C)(C)CCC(C)(C)OC(C)(C)C(C)(C)OC 4 -1167.07 -9.18 -1.83 -10.97 1463.35  F -9.09 -13.89 1422.41  F -1.20 -10.76 1531.75  F

COC(C)(C)CC(C)(C)OC(C)(C)C(C)(C)OC 3 -816.62 -9.11 -2.82 -12.68 1067.97  F  F -1.28 -11.65 1135.51  F
COCC(C)(C)OCC(C)(C)OC(C)(C)C(C)(C)OC(C)(C)C(C)(C)OC 5 -1242.28 -8.96 -1.99 -10.90 1509.21  F  F -1.19 -10.81 1546.12  F

COC(C)(C)C(C)(C)OC(C)(C)C(C)(C)OC(C)(C)C(C)(C)OC 4 -1088.43 -9.14 -1.87 -11.09 1333.91  F  F  F
COC(C)(C)C(C)(C)OC(C)(C)C(C)(C)OC 3 -777.30 -9.20 -2.82 -12.77 1002.53  F  F -1.05 -11.58 1088.89  F

CCOCOCCCOCOCC  2:1:3:1:2 4 -655.95 -9.97 -3.14 -14.00 841.75  F -10.20 -18.37 902.44  F -2.27 -13.49 934.95  F
CCOCOCCOCCOCOCC  2:1:2:2:1:2 5 -770.48 -9.39 -3.66 -13.52 932.21  F -11.42 -18.01 939.67  F -2.84 -13.44 984.36  F

CCOCOCOCOCOCC  2:1:1:1:1:2 5 -691.86 -10.01 -3.08 -14.08 835.44  F -9.86 -18.62 853.21  F -2.11 -13.65 852.56  F
CCOCCCOCOCC  2:3:1:2 3 -541.40 -9.51 -3.02 -14.04 788.64  F -9.24 -18.69 809.79  F -2.06 -13.54 860.66  F

CCOCCOCCOCOCCOCC  2:2:2:1:2:2 5 -809.78 -9.55 -4.02 -13.55 945.67  F -12.07 -17.62 980.89  F  F
CCOCCOCOCCOCOCC  2:2:1:2:1:2 5 -770.48 -9.25 -3.66 -13.72 935.52  F -11.23 -17.94 936.68  F -2.55 -13.37 946.37  F

CCOCCOCC  2:2:2 2 -387.54 -9.26 -2.65 -14.50 671.28  F -7.61 -19.28 651.51  F -1.85 -13.98 726.03  F
CCOCOCOCOCC  2:1:1:1:2 4 -577.32 -10.09 -2.67 -14.22 770.75  F -8.68 -18.94 770.70  F -2.00 -13.88 830.02  F

CCOCOCCOCOCC  2:1:2:1:2 4 -616.63 -9.98 -3.00 -13.98 835.80  F -9.56 -18.61 831.60  F -2.28 -13.79 877.99  F
CCOCCOCOCOCCOCC  2:2:1:1:2:2 5 -770.48 -9.38 -3.92 -13.68 914.40  F -11.45 -18.02 933.91  F  F

CCOCCCOCCCOCCCOCC  2:3:3:3:2 4 -813.20 -9.10 -4.22 -13.25 1022.23  F -12.46 -17.45 1039.03  F -3.04 -13.12 1080.16  F
CCOCOCOCC  2:1:1:2 3 -462.78 -9.98 -2.49 -14.36 686.34  F -7.69 -19.26 710.40  F -1.68 -13.93 765.98  F

CCOCCOCCOCOCC  2:2:2:1:2 4 -655.94 -9.48 -3.60 -13.88 866.53  F -10.63 -18.37 868.30  F -2.63 -13.53 919.73  F
CCOCCOCCOCOCOCC  2:2:2:1:1:2 5 -770.48 -9.06 -3.92 -13.82 904.30  F -11.33 -17.96 962.02  F  F

CCOCCOCOCCOCC  2:2:1:2:2 4 -655.93 -9.36 -3.61 -13.91 850.50  F -10.63 -18.40 869.98  F -2.67 -13.56 907.90  F



CCOCCOCCOCCOCOCC  2:2:2:2:1:2 5 -809.79 -9.34 -3.91 -13.48 975.37  F -11.98 -17.63 971.77  F -3.00 -13.21 1026.70  F
CCOCCOCOCC  2:2:1:2 3 -502.08 -9.65 -2.91 -14.21 760.85  F -8.64 -18.99 752.77  F -1.81 -13.84 756.22  F

CCOCOCCOCOCOCC  2:1:2:1:1:2 5 -731.17 -9.95 -3.42 -13.83 878.88  F -10.71 -18.38 900.03  F -2.53 -13.71 929.23  F
CCOCCOCCCOCCOCC  2:2:3:2:2 4 -734.57 -8.92 -4.01 -13.48 945.05  F -11.75 -17.81 962.02  F -2.84 -13.20 979.63  F

CCOCCCOCC  2:3:2 2 -426.86 -9.36 -2.83 -14.23 714.62  F -8.25 -19.02 700.97  F -1.93 -13.69 743.04  F
CCOCCCOCCCOCC  2:3:3:2 3 -620.03 -9.38 -3.58 -13.72 867.89  F -10.55 -18.27 903.95  F -2.56 -13.33 924.04  F

CCOCCOCOCOCOCC  2:2:1:1:1:2 5 -731.17 -9.45 -3.42 -13.97 890.22  F -10.53 -18.33 884.83  F -2.44 -13.42 915.43  F
CCOCCOCCCCOCCOCC  2:2:4:2:2 4 -773.88 -8.97 -4.09 -13.50 1000.32  F -12.06 -17.70 995.54  F -2.96 -13.10 1047.60  F

CCOCCOCCOCCOCC  2:2:2:2:2 4 -695.24 -9.12 -3.96 -13.69 907.76  F -11.33 -18.04 905.73  F -2.89 -13.46 942.18  F
CCOCCOCOCOCC  2:2:1:1:2 4 -616.63 -9.63 -3.28 -14.05 828.64  F -9.81 -18.67 823.10  F -2.33 -13.66 856.76  F
CCOCCOCCOCC  2:2:2:2 3 -541.39 -9.19 -3.39 -13.86 794.36  F -9.81 -18.68 791.64  F -2.48 -13.68 840.18  F

CCOCCOCCOCCOCCOCC  2:2:2:2:2:2 5 -849.09 -9.24 -4.41 -13.18 996.32  F -12.86 -17.50 1023.03  F -3.44 -13.08 1064.14  F
CCOCOCC  2:1:2 2 -348.23 -9.98 -2.15 -14.58 632.32  F -6.51 -19.70 628.66  F -1.52 -14.03 686.75  F

CCOCCOCCCCCOCCOCC  2:2:5:2:2 4 -813.19 -9.50 -4.28 -13.17 1041.00  F -12.23 -17.51 1052.47  F -3.28 -13.18 1060.69  F
CCOCCCOCCOCC  2:3:2:2 3 -580.71 -9.24 -3.52 -13.89 847.56  F -10.14 -18.34 846.47  F -2.48 -13.49 883.52  F

CC(C)(C)OCOCCCOCOC(C)(C)C 4 -813.23 -9.60 -3.19 -13.49 1081.30  F -10.83 -17.80 1070.15  F -2.43 -13.10 1127.11  F
CC(C)(C)OCOCCOCCOCOC(C)(C)C 5 -927.76 -9.34 -3.96 -13.35 1108.13  F -12.02 -17.46 1129.21  F  F

CC(C)(C)OCOCOCOCOC(C)(C)C 5 -849.14 -9.95 -3.41 -13.73 1003.92  F -10.48 -17.95 1019.89  F -2.46 -13.42 1079.97  F
CC(C)(C)OCCCOCOC(C)(C)C 3 -698.69 -9.39 -3.25 -13.61 994.30  F -9.95 -18.01 991.34  F -2.19 -13.19 1024.94  F

CC(C)(C)OCCOCCOCOCCOC(C)(C)C 5 -967.08 -9.13  F -12.31 -17.11 1120.59  F -2.95 -12.94 1182.13  F
CC(C)(C)OCCOCOCCOCOC(C)(C)C 5 -927.76 -9.36 -3.78 -13.25 1085.71  F -11.69 -17.46 1097.02  F -2.74 -13.12 1139.30  F

CC(C)(C)OCCOC(C)(C)C 2 -544.82 -9.37 -2.83 -14.04 859.73  F -8.43 -18.41 861.71  F -2.02 -13.33 909.77  F
CC(C)(C)OCOCOCOC(C)(C)C 4 -734.60 -9.71 -3.10 -13.79 987.79  F -9.66 -18.25 978.64  F -2.17 -13.57 976.84  F

CC(C)(C)OCOCCOCOC(C)(C)C 4 -773.91 -9.87 -3.18 -13.37 1050.55  F -10.43 -17.98 1031.02  F -2.41 -13.28 1053.12  F
CC(C)(C)OCCOCOCOCCOC(C)(C)C 5 -927.76 -9.42 -4.10 -13.34 1098.94  F  F -2.94 -13.16 1156.10  F

CC(C)(C)OCCCOCCCOCCCOC(C)(C)C 4 -970.49 -9.24 -4.17 -12.92 1200.00  F -12.63 -16.97 1201.93  F -3.14 -12.79 1212.75  F
CC(C)(C)OCOCOC(C)(C)C 3 -620.06 -9.63 -2.82 -13.92 865.11  F -8.51 -18.49 876.71  F -2.02 -13.46 923.95  F

CC(C)(C)OCCOCCOCOC(C)(C)C 4 -813.22 -9.24 -3.68 -13.49 1064.41  F -11.22 -17.76 1052.46  F -2.47 -13.14 1056.92  F
CC(C)(C)OCCOCCOCOCOC(C)(C)C 5 -927.76 -9.07 -4.06 -13.35 1091.35  F -11.97 -17.37 1113.59  F -2.84 -13.06 1145.17  F

CC(C)(C)OCCOCOCCOC(C)(C)C 4 -813.22 -9.37 -3.62 -13.50 1028.88  F -11.13 -17.76 1043.41  F -2.63 -13.19 1098.51  F
CC(C)(C)OCCOCCOCCOCOC(C)(C)C 5 -967.07 -9.07 -4.25 -13.19 1139.91  F  F  F

CC(C)(C)OCCOCOC(C)(C)C 3 -659.37 -9.51 -3.10 -13.75 914.10  F -9.37 -18.30 928.91  F -2.23 -13.39 992.56  F
CC(C)(C)OCOCCOCOCOC(C)(C)C 5 -888.45 -9.77 -3.31 -13.60 1032.80  F -11.01 -17.65 1054.62  F -2.51 -13.23 1107.39  F

CC(C)(C)OCCOCCCOCCOC(C)(C)C 4 -891.84 -8.97 -4.29 -13.12 1139.76  F -12.31 -17.31 1116.51  F -3.09 -12.94 1159.55  F
CC(C)(C)OCCCOC(C)(C)C 2 -584.14 -9.21 -2.96 -13.82 911.35  F -8.96 -18.27 906.28  F -2.03 -13.23 930.86  F

CC(C)(C)OCCCOCCCOC(C)(C)C 3 -777.32 -9.24 -3.71 -13.37 1059.61  F -11.01 -17.67 1061.95  F -2.60 -12.89 1073.13  F
CC(C)(C)OCCOCOCOCOC(C)(C)C 5 -888.46 -9.43 -3.64 -13.54 1080.58  F  F -2.51 -13.24 1087.72  F

CC(C)(C)OCCOCCCCOCCOC(C)(C)C 4 -931.16 -9.01 -4.41 -13.16 1164.15  F  F -2.99 -12.77 1249.17  F
CC(C)(C)OCCOCCOCCOC(C)(C)C 4 -852.52 -9.21 -4.24 -13.28 1082.37  F  F -3.15 -13.08 1140.26  F

CC(C)(C)OCCOCOCOC(C)(C)C 4 -773.91 -9.44 -3.44 -13.65 1006.00  F -10.46 -17.96 1016.66  F -2.49 -13.33 1013.83  F
CC(C)(C)OCCOCCOC(C)(C)C 3 -698.67 -9.32 -3.67 -13.62 984.58  F -10.49 -18.03 982.95  F -2.64 -13.34 1020.39  F

CC(C)(C)OCCOCCOCCOCCOC(C)(C)C 5 -1006.38 -9.12 -4.22 -12.81 1207.04  F -12.94 -16.95 1167.17  F -3.16 -12.81 1251.58  F
CC(C)(C)OCOC(C)(C)C 2 -505.51 -9.64 -2.41 -14.09 827.68  F -7.28 -18.72 799.70  F -1.72 -13.52 872.45  F

CC(C)(C)OCCOCCCCCOCCOC(C)(C)C 4 -970.48 -9.41 -4.24 -13.08 1195.80  F -12.56 -17.08 1197.01  F -3.12 -12.89 1286.97  F
CC(C)(C)OCCCOCCOC(C)(C)C 3 -738.00 -9.24 -3.66 -13.57 1031.27  F -10.79 -17.79 1031.87  F -2.58 -13.18 1074.48  F

COC(C)COCC(C)OC(C)C(C)OC(C)OC 5 -927.75 -8.96 -4.25 -13.19 1133.70  F -11.72 -16.83 1126.33  F -3.19 -13.02 1135.26  F
COCC(C)OC(C)CCCC(C)OCC(C)OC 4 -891.84 -9.15 -3.89 -13.08 1130.43  F -11.94 -17.11 1144.48  F -2.82 -12.77 1195.85  F

COCC(C)(C)OC(C)(C)C(C)(C)OC(C)(C)OC 4 -891.85 -9.33 -2.12 -11.83 1133.52  F  F  F
COCC(C)OCC(C)OC 3 -541.39 -9.01 -3.36 -14.04 795.39  F -9.42 -18.49 793.11  F -2.37 -13.63 841.65  F

COCC(C)(C)OCCCC(C)(C)OC(C)(C)C(C)(C)OC 4 -1009.79 -9.20 -1.90 -11.03 1348.22  F  F  F
CCOCCCOCOCOCC  2:3:1:1:2 4 -655.95 -9.60 -3.36 -13.94 851.11  F -10.34 -18.39 868.95  F -2.33 -13.43 906.94  F

CCOCCCOCCOCOCC  2:3:2:1:2 4 -695.25 -9.47 -3.74 -13.73 896.68  F -11.00 -18.07 923.55  F -2.70 -13.35 949.96  F
CCOCCOCCCOCOCC  2:2:3:1:2 4 -695.25 -9.37 -3.42 -13.30 923.70  F -11.05 -18.05 931.33  F -2.51 -13.27 944.54  F

CCOCCCOCCCOCOCC  2:3:3:1:2 4 -734.58 -9.41 -3.69 -13.45 956.21  F -11.32 -17.86 958.13  F -2.67 -13.06 993.60  F
CCOCCCOCOCCOCC  2:3:1:2:2 4 -695.26 -9.35 -3.53 -13.41 900.21  F -10.93 -18.09 902.61  F -2.66 -13.19 950.91  F

CCOCCCOCCOCCOCC  2:3:2:2:2 4 -734.56 -9.12 -4.07 -13.48 943.73  F -11.81 -17.85 967.61  F -3.03 -13.29 989.43  F
CCOCCCOCCCOCCOCC  2:3:3:2:2 4 -773.88 -9.03 -3.96 -13.28 1013.15  F -12.17 -17.69 1005.37  F -2.97 -13.00 1048.14  F
CCOCCCOCOCCCOCC  2:3:1:3:2 4 -734.58 -9.39 -3.67 -13.40 940.60  F -11.32 -17.84 953.49  F -2.54 -13.24 981.94  F

CCOCCCOCCOCCCOCC  2:3:2:3:2 4 -773.89 -8.99 -4.13 -13.37 968.09  F -12.01 -17.71 981.93  F -2.85 -13.01 1046.85  F
CCOCCCOCOCOCOCC  2:3:1:1:1:2 5 -770.49 -9.65 -3.61 -13.69 913.05  F -11.05 -18.07 942.02  F -2.49 -13.29 973.88  F

CCOCCCOCCOCOCOCC  2:3:2:1:1:2 5 -809.80 -9.12 -3.59 -13.39 992.17  F -11.75 -17.65 969.47  F -3.03 -13.31 1006.84  F
CCOCOCCCOCOCOCC  2:1:3:1:1:2 5 -770.49 -9.69 -3.48 -13.74 943.80  F -11.16 -18.03 944.14  F -2.52 -13.19 1011.72  F

CCOCCOCCCOCOCOCC  2:2:3:1:1:2 5 -809.80 -9.29 -3.88 -13.51 986.50  F -11.86 -17.74 985.09  F -2.86 -13.35 1020.18  F
CCOCCCOCCCOCOCOCC  2:3:3:1:1:2 5 -849.12 -9.30 -3.93 -13.47 994.83  F  F -2.77 -12.89 1048.98  F
CCOCCCOCOCCOCOCC  2:3:1:2:1:2 5 -809.80 -9.49 -3.79 -13.49 950.83  F -11.61 -17.75 991.52  F -2.63 -13.20 1000.35  F

CCOCCCOCCOCCOCOCC  2:3:2:2:1:2 5 -849.11 -9.17 -3.97 -13.26 1022.48  F -12.31 -17.43 1035.91  F -2.99 -12.98 1072.36  F
CCOCOCCCOCCOCOCC  2:1:3:2:1:2 5 -809.80 -9.51 -3.75 -13.54 974.96  F -11.69 -17.74 1015.28  F  F

CCOCCOCCCOCCOCOCC  2:2:3:2:1:2 5 -849.11 -9.01  F -12.27 -17.47 1027.54  F -3.02 -13.26 1059.05  F
CCOCCCOCCCOCCOCOCC  2:3:3:2:1:2 5 -888.42 -9.26 -4.36 -13.09 1044.47  F -12.64 -17.21 1053.82  F -3.09 -12.89 1115.15  F

CCOCCOCOCCCOCOCC  2:2:1:3:1:2 5 -809.80 -9.34 -3.85 -13.53 980.84  F -11.78 -17.75 992.47  F -2.73 -13.12 1026.94  F
CCOCCCOCOCCCOCOCC  2:3:1:3:1:2 5 -849.12 -9.48 -3.93 -13.24 1025.71  F -12.11 -17.43 1038.38  F -2.82 -12.92 1073.49  F
CCOCCOCCOCCCOCOCC  2:2:2:3:1:2 5 -849.11 -8.84 -4.12 -13.32 1026.53  F -12.42 -17.57 1036.80  F -2.96 -13.13 1035.84  F

CCOCCCOCCOCCCOCOCC  2:3:2:3:1:2 5 -888.43 -9.20 -4.10 -13.11 1064.04  F -12.52 -17.27 1083.04  F  F
CCOCOCCCOCCCOCOCC  2:1:3:3:1:2 5 -849.12 -9.40 -3.84 -13.45 1015.33  F -12.16 -17.55 1025.22  F -2.64 -13.03 1047.44  F

CCOCCOCCCOCCCOCOCC  2:2:3:3:1:2 5 -888.43 -9.39 -4.01 -13.19 1057.78  F -12.57 -17.22 1088.46  F -3.02 -13.00 1104.11  F
CCOCCCOCCCOCCCOCOCC  2:3:3:3:1:2 5 -927.75 -9.37 -4.27 -13.14 1101.56  F -13.02 -17.14 1101.53  F  F

CCOCCCOCOCOCCOCC  2:3:1:1:2:2 5 -809.80 -9.55 -4.09 -13.58 968.43  F  F -2.96 -13.27 1018.21  F
CCOCCCOCCOCOCCOCC  2:3:2:1:2:2 5 -849.10 -9.17 -4.22 -13.14 1020.15  F -12.34 -17.39 1016.29  F -3.18 -13.09 1041.31  F
CCOCCOCCCOCOCCOCC  2:2:3:1:2:2 5 -849.11 -9.19 -4.31 -13.33 1009.85  F -12.39 -17.46 1015.77  F -3.12 -13.00 1061.09  F

CCOCCCOCCCOCOCCOCC  2:3:3:1:2:2 5 -888.43 -9.29 -4.20 -13.18 1050.04  F -12.57 -17.33 1067.85  F -2.98 -12.98 1083.62  F
CCOCCCOCOCCOCCOCC  2:3:1:2:2:2 5 -849.11 -9.11 -4.18 -13.35 1001.25  F -12.29 -17.43 997.15  F -3.11 -12.99 1032.92  F

CCOCCCOCCOCCOCCOCC  2:3:2:2:2:2 5 -888.41 -9.34 -4.54 -13.08 1039.18  F -13.04 -17.23 1061.19  F -3.45 -12.99 1093.09  F
CCOCCOCCCOCCOCCOCC  2:2:3:2:2:2 5 -888.42 -9.01 -4.23 -13.05 1042.66  F  F -3.33 -13.01 1093.13  F

CCOCCCOCCCOCCOCCOCC  2:3:3:2:2:2 5 -927.73 -9.35 -4.57 -13.00 1098.15  F -13.20 -17.14 1089.20  F -3.39 -12.90 1125.67  F
CCOCCCOCOCCCOCCOCC  2:3:1:3:2:2 5 -888.43 -9.28 -4.04 -13.04 1068.97  F -12.56 -17.33 1047.96  F -2.90 -12.84 1116.98  F

CCOCCCOCCOCCCOCCOCC  2:3:2:3:2:2 5 -927.73 -9.01 -4.43 -13.04 1090.35  F -13.32 -17.11 1099.70  F -3.46 -12.90 1130.66  F
CCOCCOCCCOCCCOCCOCC  2:2:3:3:2:2 5 -927.73 -9.32 -4.62 -12.97 1089.13  F -13.29 -17.17 1090.73  F -3.48 -12.94 1124.21  F

CCOCCCOCCCOCCCOCCOCC  2:3:3:3:2:2 5 -967.06 -9.22 -4.26 -12.83 1139.88  F -13.48 -17.01 1140.92  F -3.08 -12.57 1168.41  F
CCOCCCOCOCOCCCOCC  2:3:1:1:3:2 5 -849.12 -9.26 -4.06 -13.34 980.58  F -12.08 -17.64 1013.09  F -2.91 -13.09 1048.64  F

CCOCCCOCCOCOCCCOCC  2:3:2:1:3:2 5 -888.42 -9.45 -4.05 -13.10 1049.86  F -12.60 -17.30 1068.45  F -3.15 -12.94 1089.54  F
CCOCCCOCCCOCOCCCOCC  2:3:3:1:3:2 5 -927.75 -9.25 -4.24 -12.94 1096.44  F -12.86 -17.11 1099.42  F -3.16 -12.79 1112.42  F
CCOCCCOCCOCCOCCCOCC  2:3:2:2:3:2 5 -927.74 -8.83 -4.18 -12.98 1079.74  F -13.17 -17.11 1088.78  F -3.35 -12.73 1129.59  F

CCOCCCOCCCOCCOCCCOCC  2:3:3:2:3:2 5 -967.06 -9.20 -3.79 -11.92 1232.99  F -13.36 -16.92 1142.82  F -3.30 -12.77 1176.48  F
CCOCCCOCCCOCCCOCCCOCC  2:3:3:3:3:2 5 -1006.37 -9.16 -4.59 -12.79 1161.03  F -13.68 -16.79 1156.97  F -3.58 -12.75 1227.54  F
CC(C)(C)OCCCOCOCOC(C)(C)C 4 -813.23 -9.39 -3.53 -13.42 1016.08  F  F -2.50 -13.16 1075.30  F

CC(C)(C)OCCCOCCOCOC(C)(C)C 4 -852.54 -9.16 -3.69 -13.30 1082.76  F -11.44 -17.43 1096.31  F -2.68 -13.03 1145.89  F
CC(C)(C)OCCOCCCOCOC(C)(C)C 4 -852.54 -9.20 -3.85 -13.38 1102.71  F -11.61 -17.54 1103.05  F -2.78 -13.16 1172.25  F

CC(C)(C)OCCCOCCCOCOC(C)(C)C 4 -891.86 -9.29 -3.95 -13.17 1134.24  F -11.94 -17.35 1138.39  F -2.79 -12.90 1168.36  F
CC(C)(C)OCCCOCOCCOC(C)(C)C 4 -852.54 -9.47 -3.69 -13.36 1068.14  F -11.42 -17.43 1079.84  F -2.74 -12.94 1123.44  F

CC(C)(C)OCCCOCCOCCOC(C)(C)C 4 -891.85 -9.03 -4.04 -13.04 1120.99  F -12.27 -17.31 1118.55  F -3.04 -12.83 1149.62  F
CC(C)(C)OCCCOCCCOCCOC(C)(C)C 4 -931.17 -9.15 -4.39 -13.00 1148.47  F -12.56 -17.10 1170.38  F  F
CC(C)(C)OCCCOCOCCCOC(C)(C)C 4 -891.86 -9.17 -3.77 -13.15 1097.92  F -11.86 -17.28 1119.26  F -2.56 -12.98 1135.10  F

CC(C)(C)OCCCOCCOCCCOC(C)(C)C 4 -931.17 -8.84 -4.38 -13.07 1134.44  F -12.65 -17.07 1150.99  F -2.99 -12.82 1211.56  F
CC(C)(C)OCCCOCOCOCOC(C)(C)C 5 -927.77 -9.49 -3.79 -13.38 1084.40  F -11.59 -17.39 1104.99  F -2.53 -12.93 1136.16  F

CC(C)(C)OCCCOCCOCOCOC(C)(C)C 5 -967.08 -9.26 -4.24 -13.16 1135.21  F -12.38 -17.35 1130.49  F -3.08 -13.07 1164.87  F
CC(C)(C)OCOCCCOCOCOC(C)(C)C 5 -927.77 -9.65 -3.69 -13.44 1093.63  F  F  F

CC(C)(C)OCCOCCCOCOCOC(C)(C)C 5 -967.08 -9.20 -4.19 -13.16 1146.20  F -12.29 -17.30 1143.89  F -3.08 -13.04 1159.38  F
CC(C)(C)OCCCOCCCOCOCOC(C)(C)C 5 -1006.40 -9.23 -4.04 -13.14 1156.66  F  F -2.97 -12.84 1231.91  F
CC(C)(C)OCCCOCOCCOCOC(C)(C)C 5 -967.08 -9.35 -3.90 -13.18 1131.08  F -12.18 -17.12 1139.63  F  F

CC(C)(C)OCCCOCCOCCOCOC(C)(C)C 5 -1006.39 -9.29 -4.27 -13.08 1188.44  F -12.85 -17.03 1184.71  F  F
CC(C)(C)OCOCCCOCCOCOC(C)(C)C 5 -967.08 -9.48  F -12.34 -17.25 1153.41  F -2.90 -13.06 1161.67  F

CC(C)(C)OCCOCCCOCCOCOC(C)(C)C 5 -1006.39 -9.10 -4.33 -13.10 1169.67  F -12.81 -16.94 1193.85  F  F
CC(C)(C)OCCCOCCCOCCOCOC(C)(C)C 5 -1045.69 -9.41 -4.98 -12.78 1201.07  T -13.69 -16.70 1215.21  F -3.65 -12.68 1313.23  F

CC(C)(C)OCCOCOCCCOCOC(C)(C)C 5 -967.08 -9.39 -4.03 -13.05 1138.13  F -12.19 -17.16 1159.12  F  F
CC(C)(C)OCCCOCOCCCOCOC(C)(C)C 5 -1006.40 -9.38 -3.68 -13.00 1195.75  F -12.50 -16.96 1188.95  F -2.81 -12.92 1245.76  F
CC(C)(C)OCCOCCOCCCOCOC(C)(C)C 5 -1006.39 -8.95 -4.23 -13.00 1195.11  F -12.89 -17.03 1188.36  F -3.21 -12.89 1211.49  F

CC(C)(C)OCCCOCCOCCCOCOC(C)(C)C 5 -1045.70 -9.19 -4.55 -12.72 1232.50  F -13.17 -16.91 1215.42  F -1.83 -11.21 1418.03  F
CC(C)(C)OCOCCCOCCCOCOC(C)(C)C 5 -1006.40 -9.27 -4.02 -13.08 1183.85  F -12.56 -17.05 1206.21  F  F



CC(C)(C)OCCOCCCOCCCOCOC(C)(C)C 5 -1045.71 -8.88 -4.46 -13.04 1226.64  F -12.94 -16.88 1223.46  F -3.31 -12.74 1313.68  F
CC(C)(C)OCCCOCCCOCCCOCOC(C)(C)C 5 -1085.03 -9.21 -3.06 -12.14 1287.30  F -13.11 -16.77 1253.56  F -2.95 -12.45 1333.22  F

CC(C)(C)OCCCOCOCOCCOC(C)(C)C 5 -967.08 -9.18 -4.22 -13.22 1131.31  F -12.29 -17.31 1127.09  F -2.72 -12.91 1171.34  F
CC(C)(C)OCCCOCCOCOCCOC(C)(C)C 5 -1006.39 -9.30 -4.27 -13.08 1161.14  F -12.65 -16.99 1160.96  F -3.14 -12.82 1246.82  F
CC(C)(C)OCCOCCCOCOCCOC(C)(C)C 5 -1006.39 -9.10 -4.06 -13.16 1174.36  F -12.78 -17.04 1174.23  F -2.96 -12.83 1250.08  F

CC(C)(C)OCCCOCCCOCOCCOC(C)(C)C 5 -1045.72 -9.10 -4.13 -12.95 1214.61  F -12.79 -16.90 1198.36  F  F
CC(C)(C)OCCCOCOCCOCCOC(C)(C)C 5 -1006.39 -9.28 -4.30 -13.04 1180.57  F -12.51 -17.03 1181.66  F -3.07 -12.81 1224.02  F

CC(C)(C)OCCCOCCOCCOCCOC(C)(C)C 5 -1045.70 -9.09 -4.58 -12.77 1229.46  F  F -3.57 -12.72 1244.64  F
CC(C)(C)OCCOCCCOCCOCCOC(C)(C)C 5 -1045.70 -9.05 -4.46 -12.83 1205.55  F -13.23 -16.76 1210.88  F -3.35 -12.85 1254.84  F

CC(C)(C)OCCCOCCCOCCOCCOC(C)(C)C 5 -1085.03 -9.12 -4.38 -12.50 1244.32  F -13.27 -16.54 1244.17  F  F
CC(C)(C)OCCCOCOCCCOCCOC(C)(C)C 5 -1045.72 -9.01 -1.44 -11.09 1474.90  F -12.79 -16.84 1207.98  F -3.08 -12.79 1276.58  F

CC(C)(C)OCCCOCCOCCCOCCOC(C)(C)C 5 -1085.02 -9.17 -4.34 -12.55 1253.55  F -13.54 -16.71 1242.56  F -3.48 -12.73 1295.50  F
CC(C)(C)OCCOCCCOCCCOCCOC(C)(C)C 5 -1085.02 -9.02 -4.30 -12.53 1266.96  F -13.55 -16.72 1236.25  F -3.45 -12.63 1296.23  F

CC(C)(C)OCCCOCCCOCCCOCCOC(C)(C)C 5 -1124.33 -9.05 -4.51 -12.54 1285.93  F  F -3.67 -12.58 1324.56  F
CC(C)(C)OCCCOCOCOCCCOC(C)(C)C 5 -1006.40 -9.36 -4.18 -12.98 1172.10  F -12.57 -17.08 1170.52  F -2.86 -12.82 1211.29  F

CC(C)(C)OCCCOCCOCOCCCOC(C)(C)C 5 -1045.71 -9.21 -4.19 -13.06 1204.44  F -12.80 -16.88 1203.37  F -3.21 -12.75 1251.74  F
CC(C)(C)OCCCOCCCOCOCCCOC(C)(C)C 5 -1085.02 -9.24 -4.50 -12.76 1255.90  F  F -3.38 -12.73 1295.62  F
CC(C)(C)OCCCOCCOCCOCCCOC(C)(C)C 5 -1085.02 -9.20 -4.64 -12.62 1239.11  F -13.50 -16.70 1238.36  F -3.43 -12.41 1299.00  F

CC(C)(C)OCCCOCCCOCCOCCCOC(C)(C)C 5 -1124.34 -8.98 -4.57 -12.63 1279.26  F -13.66 -16.48 1269.85  F -2.92 -11.88 1406.29  F
CC(C)(C)OCCCOCCCOCCCOCCCOC(C)(C)C 5 -1163.66 -9.10  F -13.60 -16.48 1287.22  F  F

CCOCCCCOCC  2:4:2 2 -466.18 -9.46 -2.89 -14.13 763.40  F -8.62 -18.75 750.02  F -2.04 -13.69 806.74  F
CCOCCCCOCCOCC  2:4:2:2 3 -620.03 -9.20 -3.56 -13.77 875.96  F -10.24 -18.11 889.06  F -2.58 -13.37 915.35  F
CCOCCCCOCOCC  2:4:1:2 3 -580.72 -9.55 -3.02 -13.79 829.82  F -9.69 -18.44 849.83  F -2.20 -13.51 877.75  F

CCOCCCCOCCCOCC  2:4:3:2 3 -659.35 -9.32 -3.43 -13.55 948.51  F -10.56 -17.98 933.88  F -2.54 -13.21 959.56  F
CCOCCCCOCCCCOCC  2:4:4:2 3 -698.67 -9.23 -3.66 -13.54 966.06  F -10.89 -17.89 976.58  F  F

CCOCCCCOCCOCCOCC  2:4:2:2:2 4 -773.88 -8.98 -4.12 -13.40 968.91  F -12.03 -17.75 982.21  F -3.09 -13.25 1012.92  F
CCOCCCCOCOCCOCC  2:4:1:2:2 4 -734.57 -9.51  F -11.20 -17.92 943.53  F -2.61 -13.21 996.55  F

CCOCCCCOCCCOCCOCC  2:4:3:2:2 4 -813.20 -8.90 -4.11 -13.24 1021.94  F -12.14 -17.53 1030.61  F -2.88 -12.96 1104.11  F
CCOCCOCCCCOCOCC  2:2:4:1:2 4 -734.57 -9.15 -3.72 -13.57 955.55  F -11.17 -17.70 966.19  F -2.68 -13.32 1014.98  F

CCOCCCOCCCCOCCOCC  2:3:4:2:2 4 -813.20 -9.23 -4.03 -13.10 1035.53  F -12.19 -17.35 1032.69  F -2.94 -13.08 1057.54  F
CCOCCCCOCCCCOCCOCC  2:4:4:2:2 4 -852.52 -9.03 -4.10 -13.14 1073.06  F -12.23 -17.44 1073.82  F -3.07 -13.07 1097.04  F

CCOCCCCOCCOCOCC  2:4:2:1:2 4 -734.57 -9.44 -3.50 -13.47 957.72  F -11.22 -18.03 971.39  F -2.81 -13.29 993.73  F
CCOCCCCOCOCOCC  2:4:1:1:2 4 -695.27 -9.55 -3.43 -13.78 899.56  F -10.26 -17.94 933.16  F -2.30 -13.35 928.43  F

CCOCCCCOCCCOCOCC  2:4:3:1:2 4 -773.89 -9.30 -3.68 -13.25 989.29  F -11.45 -17.65 1003.31  F -2.74 -13.11 1038.36  F
CCOCOCCCCOCOCC  2:1:4:1:2 4 -695.27 -9.82 -3.17 -13.93 923.93  F -10.35 -18.10 956.80  F -2.33 -13.37 984.23  F

CCOCCCOCCCCOCOCC  2:3:4:1:2 4 -773.90 -9.32  F -11.49 -17.74 1002.62  F -2.63 -13.05 1048.04  F
CCOCCCCOCCCCOCOCC  2:4:4:1:2 4 -813.21 -9.53 -3.95 -13.15 1046.89  F -11.68 -17.55 1044.78  F -2.89 -13.01 1090.08  F
CCOCCCCOCCOCCCOCC  2:4:2:3:2 4 -813.20 -8.86 -4.25 -13.34 1015.75  F -12.17 -17.53 1032.11  F -3.07 -13.06 1080.62  F
CCOCCCCOCOCCCOCC  2:4:1:3:2 4 -773.89 -9.30 -3.85 -13.28 1025.15  F -11.69 -17.73 989.18  F -2.75 -13.02 1031.18  F

CCOCCCCOCCCOCCCOCC  2:4:3:3:2 4 -852.52 -9.18 -4.12 -13.18 1059.44  F -12.22 -17.38 1082.66  F -3.14 -13.08 1094.71  F
CCOCCCOCCCCOCCCOCC  2:3:4:3:2 4 -852.52 -9.21 -4.34 -13.21 1054.32  F -12.35 -17.28 1089.30  F -3.11 -12.96 1099.32  F

CCOCCCCOCCCCOCCCOCC  2:4:4:3:2 4 -891.84 -9.39 -4.27 -13.13 1086.12  F -12.47 -17.19 1122.20  F -3.09 -12.98 1132.22  F
CCOCCCCOCCOCCCCOCC  2:4:2:4:2 4 -852.52 -9.24 -4.28 -13.27 1062.46  F -12.24 -17.41 1076.17  F  F
CCOCCCCOCOCCCCOCC  2:4:1:4:2 4 -813.20 -9.21 -3.90 -13.23 1043.39  F -11.73 -17.42 1031.86  F -2.95 -13.17 1066.01  F

CCOCCCCOCCCOCCCCOCC  2:4:3:4:2 4 -891.83 -9.06 -4.26 -12.99 1096.51  F -12.46 -17.32 1091.08  F -3.13 -12.88 1176.02  F
CCOCCCCOCCCCOCCCCOCC  2:4:4:4:2 4 -931.15 -9.20  F -12.67 -17.03 1159.61  F -3.25 -12.63 1220.78  F
CCOCCCCOCCOCCOCCOCC  2:4:2:2:2:2 5 -927.73 -8.65 -4.38 -12.86 1080.82  F -12.88 -17.11 1095.83  F -3.35 -12.92 1117.52  F
CCOCCOCCCCOCCOCCOCC  2:2:4:2:2:2 5 -927.73 -9.13 -4.26 -13.07 1103.76  F -12.96 -17.27 1079.58  F -3.36 -13.04 1149.57  F

CCOCCCCOCCCOCCOCCOCC  2:4:3:2:2:2 5 -967.06 -9.28 -4.19 -12.87 1130.99  F -13.12 -16.85 1135.91  F -3.23 -12.77 1177.20  F
CCOCCCCOCCOCCCOCCOCC  2:4:2:3:2:2 5 -967.06 -9.16 -4.42 -12.96 1116.72  F -13.20 -16.98 1149.54  F -3.29 -12.78 1168.58  F
CCOCCCCOCCOCCOCCCOCC  2:4:2:2:3:2 5 -967.05 -8.76 -4.53 -12.97 1119.86  F -13.35 -17.02 1140.35  F -3.55 -12.83 1165.28  F
CCOCCCOCCCCOCCOCCOCC  2:3:4:2:2:2 5 -967.06 -9.16 -4.44 -12.92 1122.08  F -13.25 -17.11 1145.20  F -3.27 -12.66 1178.38  F
CCOCCCOCCOCCCCOCCOCC  2:3:2:4:2:2 5 -967.05 -9.16 -4.50 -12.83 1129.00  F -13.39 -17.10 1119.38  F -3.57 -12.90 1155.37  F
CCOCCOCCCCOCCCOCCOCC  2:2:4:3:2:2 5 -967.05 -9.12 -4.77 -12.95 1114.34  F -13.50 -17.09 1140.31  F -3.59 -12.89 1175.60  F

CCOCCCCOCCCCOCCOCCOCC  2:4:4:2:2:2 5 -1006.37 -9.10 -4.36 -12.75 1165.31  F -13.14 -16.75 1155.68  F -3.41 -12.73 1196.35  F
CCOCCCCOCCCOCCCOCCOCC  2:4:3:3:2:2 5 -1006.38 -9.24 -4.38 -12.84 1159.11  F -13.44 -16.93 1168.21  F -3.21 -12.70 1202.30  F
CCOCCCCOCCCOCCOCCCOCC  2:4:3:2:3:2 5 -1006.36 -9.20 -4.97 -12.85 1187.76  T -13.87 -16.94 1165.48  T -3.87 -12.70 1190.08  F
CCOCCCCOCCOCCCCOCCOCC  2:4:2:4:2:2 5 -1006.37 -9.02  F -13.48 -16.94 1178.31  F  F
CCOCCCCOCCOCCCOCCCOCC  2:4:2:3:3:2 5 -1006.37 -9.10 -4.46 -12.86 1164.55  F -13.54 -16.86 1150.77  F -3.65 -12.84 1192.84  F
CCOCCCCOCCOCCOCCCCOCC  2:4:2:2:4:2 5 -1006.37 -9.20 -4.45 -12.88 1152.76  F -13.29 -16.85 1175.21  F -3.49 -12.79 1220.82  F
CCOCCCOCCCCOCCCOCCOCC  2:3:4:3:2:2 5 -1006.38 -9.04 -4.24 -12.82 1186.08  F -13.18 -16.95 1178.06  F -3.10 -12.76 1217.79  F
CCOCCCOCCCCOCCOCCCOCC  2:3:4:2:3:2 5 -1006.37 -9.00 -4.38 -12.86 1142.17  F -13.46 -16.83 1168.65  F -3.54 -12.78 1213.32  F
CCOCCCOCCCOCCCCOCCOCC  2:3:3:4:2:2 5 -1006.36 -9.24 -4.75 -12.68 1166.73  F -13.72 -16.80 1167.47  F -3.78 -12.67 1199.41  F
CCOCCOCCCCOCCCCOCCOCC  2:2:4:4:2:2 5 -1006.36 -9.26 -4.73 -12.86 1182.96  F -13.52 -16.88 1173.28  F -3.59 -12.77 1201.98  F

CCOCCCCOCCCCOCCCOCCOCC  2:4:4:3:2:2 5 -1045.69 -9.24 -4.51 -12.74 1197.54  F -13.67 -16.75 1200.72  F -3.67 -12.73 1255.61  F
CCOCCCCOCCCCOCCOCCCOCC  2:4:4:2:3:2 5 -1045.69 -9.00 -4.23 -12.16 1264.97  F -13.51 -16.79 1203.05  F -3.32 -12.67 1255.59  F
CCOCCCCOCCCOCCCCOCCOCC  2:4:3:4:2:2 5 -1045.70 -9.18 -4.03 -12.03 1285.76  F -13.31 -16.77 1199.17  F -3.26 -12.75 1245.72  F
CCOCCCCOCCCOCCCOCCCOCC  2:4:3:3:3:2 5 -1045.69 -8.89 -4.19 -12.26 1276.77  F -13.36 -16.76 1203.92  F -3.22 -12.62 1238.12  F
CCOCCCCOCCOCCCCOCCCOCC  2:4:2:4:3:2 5 -1045.69 -9.04 -4.54 -12.78 1196.18  F -13.42 -16.81 1201.29  F -3.71 -12.76 1251.21  F
CCOCCCOCCCCOCCCCOCCOCC  2:3:4:4:2:2 5 -1045.69 -9.31 -4.37 -12.80 1191.82  F -13.40 -16.72 1195.32  F -3.27 -12.72 1246.34  F
CCOCCCOCCCCOCCCOCCCOCC  2:3:4:3:3:2 5 -1045.69 -9.20 -4.40 -12.02 1280.17  F -13.67 -16.81 1198.87  F  F

CCOCCCCOCCCCOCCCCOCCOCC  2:4:4:4:2:2 5 -1085.01 -8.94 -4.49 -12.70 1256.44  F -13.53 -16.71 1238.48  F -3.45 -12.63 1318.13  F
CCOCCCCOCCCCOCCCOCCCOCC  2:4:4:3:3:2 5 -1085.01 -9.17 -4.24 -12.57 1266.85  F -12.67 -14.47 1329.09  F -3.41 -12.55 1283.49  F
CCOCCCCOCCCCOCCOCCCCOCC  2:4:4:2:4:2 5 -1085.01 -9.04 -4.22 -12.17 1289.17  F -13.36 -16.73 1243.84  F -3.41 -12.69 1289.22  F
CCOCCCCOCCCOCCCCOCCCOCC  2:4:3:4:3:2 5 -1085.01 -9.04 -4.46 -12.69 1234.11  F -13.49 -16.47 1240.37  F -3.64 -12.66 1278.14  F
CCOCCCCOCCCOCCCOCCCCOCC  2:4:3:3:4:2 5 -1085.01 -9.09  F  F -3.65 -12.63 1282.91  F
CCOCCCOCCCCOCCCCOCCCOCC  2:3:4:4:3:2 5 -1085.01 -9.30 -4.49 -12.61 1245.33  F -13.55 -16.63 1222.25  F -3.57 -12.69 1275.10  F

CCOCCCCOCCCCOCCCCOCCCOCC  2:4:4:4:3:2 5 -1124.32 -9.10 -4.74 -12.73 1291.61  F -13.52 -16.48 1271.66  F -3.51 -12.49 1330.12  F
CCOCCCCOCCCCOCCCOCCCCOCC  2:4:4:3:4:2 5 -1124.32 -9.01 -4.44 -11.90 1336.81  F -13.42 -16.48 1267.42  F -3.55 -12.44 1329.51  F

CCOCCCCOCCCCOCCCCOCCCCOCC  2:4:4:4:4:2 5 -1163.65 -9.02 -4.31 -11.81 1388.28  F -13.44 -16.51 1318.80  F -3.49 -12.52 1374.92  F
CCOCOCOCOCOCOCC  2:1:1:1:1:1:2 6 -806.40 -9.97 -3.57 -14.10 879.89  T -10.80 -18.20 919.10  F -2.51 -13.59 946.46  F

CCOCCOCOCOCOCOCC  2:2:1:1:1:1:2 6 -845.71 -9.63 -3.72 -13.69 913.05  F -11.50 -17.86 950.59  F  F
CCOCCCOCOCOCOCOCC  2:3:1:1:1:1:2 6 -885.03 -9.71 -3.82 -13.33 1016.82  F -11.70 -17.74 993.88  F  F
CCOCOCCOCOCOCOCC  2:1:2:1:1:1:2 6 -845.71 -9.88 -3.56 -13.78 951.10  F -11.27 -17.96 969.55  F  F

CCOCCOCCOCOCOCOCC  2:2:2:1:1:1:2 6 -885.02 -9.16 -3.95 -13.48 985.74  F -11.92 -17.63 1016.12  F -3.02 -13.34 1027.83  F
CCOCCCOCCOCOCOCOCC  2:3:2:1:1:1:2 6 -924.34 -9.39 -3.91 -13.28 1027.44  F -11.71 -16.93 1047.45  F -3.09 -12.91 1049.76  F
CCOCOCCCOCOCOCOCC  2:1:3:1:1:1:2 6 -885.03 -9.75 -3.68 -13.44 1028.17  F -11.79 -17.82 1003.72  F -2.80 -13.46 995.32  F

CCOCCOCCCOCOCOCOCC  2:2:3:1:1:1:2 6 -924.34 -9.28 -4.18 -13.49 1023.00  F -12.43 -17.32 1054.50  F -3.04 -13.12 1088.85  F
CCOCCCOCCCOCOCOCOCC  2:3:3:1:1:1:2 6 -963.66 -9.20 -4.11 -13.21 1052.32  F -12.54 -17.28 1079.42  F  F

CCOCOCOCCOCOCOCC  2:1:1:2:1:1:2 6 -845.72 -10.03 -3.51 -13.65 965.33  F -11.28 -17.99 964.03  F  F
CCOCCOCOCCOCOCOCC  2:2:1:2:1:1:2 6 -885.02 -9.16 -4.08 -13.51 974.72  F -12.07 -17.53 1001.11  F -3.02 -13.36 1050.63  F

CCOCCCOCOCCOCOCOCC  2:3:1:2:1:1:2 6 -924.33 -9.47 -4.32 -13.22 1023.15  F -12.40 -17.47 1023.04  F -3.29 -13.30 1058.62  T
CCOCOCCOCCOCOCOCC  2:1:2:2:1:1:2 6 -885.02 -9.24 -3.92 -13.65 994.86  F -12.11 -17.56 1004.64  F -3.00 -13.37 1042.16  F

CCOCCOCCOCCOCOCOCC  2:2:2:2:1:1:2 6 -924.33 -9.18 -4.14 -13.26 1025.83  F -12.59 -17.33 1044.80  F -3.20 -13.05 1085.28  F
CCOCCCOCCOCCOCOCOCC  2:3:2:2:1:1:2 6 -963.66 -9.27 -4.20 -13.10 1049.08  F -12.60 -17.10 1070.99  F -3.23 -13.02 1099.34  F
CCOCOCCCOCCOCOCOCC  2:1:3:2:1:1:2 6 -924.34 -9.59 -3.77 -13.20 1076.62  F -12.43 -17.41 1041.86  F -3.06 -13.03 1096.54  F

CCOCCOCCCOCCOCOCOCC  2:2:3:2:1:1:2 6 -963.65 -9.18 -4.45 -13.16 1071.14  F -12.96 -17.29 1068.68  F -3.43 -12.98 1122.13  F
CCOCCCOCCCOCCOCOCOCC  2:3:3:2:1:1:2 6 -1002.97 -9.32 -4.43 -12.97 1103.55  F -13.30 -16.99 1105.79  F -3.17 -12.97 1152.88  F

CCOCOCOCCCOCOCOCC  2:1:1:3:1:1:2 6 -885.03 -9.85 -3.70 -13.67 1007.70  F -11.76 -17.80 995.23  F -2.70 -13.29 1060.50  F
CCOCCOCOCCCOCOCOCC  2:2:1:3:1:1:2 6 -924.34 -9.70 -3.98 -13.29 1026.81  F -12.25 -17.62 1032.06  F -2.86 -13.20 1067.14  F

CCOCCCOCOCCCOCOCOCC  2:3:1:3:1:1:2 6 -963.66 -9.45 -4.19 -13.29 1049.82  F -12.71 -17.12 1094.69  F -2.90 -13.05 1122.87  F
CCOCOCCOCCCOCOCOCC  2:1:2:3:1:1:2 6 -924.35 -9.53 -3.86 -13.39 1015.63  F -12.32 -17.41 1062.10  F  F

CCOCCOCCOCCCOCOCOCC  2:2:2:3:1:1:2 6 -963.65 -9.07 -4.36 -13.29 1085.33  F -12.93 -17.20 1107.99  F -3.28 -12.99 1108.87  F
CCOCCCOCCOCCCOCOCOCC  2:3:2:3:1:1:2 6 -1002.97 -9.22 -4.50 -13.14 1116.33  F -12.95 -16.91 1089.83  F -3.46 -12.82 1140.30  F
CCOCOCCCOCCCOCOCOCC  2:1:3:3:1:1:2 6 -963.66 -9.67 -4.23 -13.32 1069.90  F  F -3.04 -12.96 1123.22  F

CCOCCOCCCOCCCOCOCOCC  2:2:3:3:1:1:2 6 -1002.97 -9.31 -4.28 -13.06 1118.29  F  F  F
CCOCCOCOCOCCOCOCC  2:2:1:1:2:1:2 6 -885.02 -9.35 -4.02 -13.42 993.18  F  F -3.00 -13.34 1006.18  F

CCOCCCOCOCOCCOCOCC  2:3:1:1:2:1:2 6 -924.34 -9.63 -4.05 -13.19 1014.34  F -12.39 -17.45 1033.75  F -2.87 -13.07 1058.17  F
CCOCOCCOCOCCOCOCC  2:1:2:1:2:1:2 6 -885.02 -9.37 -3.64 -13.31 1021.83  F -11.91 -17.58 1006.10  F  F

CCOCCOCCOCOCCOCOCC  2:2:2:1:2:1:2 6 -924.33 -9.31 -3.96 -13.19 1035.39  F -12.39 -17.32 1032.80  F -3.00 -13.10 1073.26  F
CCOCCCOCCOCOCCOCOCC  2:3:2:1:2:1:2 6 -963.65 -9.30 -4.08 -13.01 1092.44  F -12.75 -17.07 1058.39  F -3.05 -13.00 1104.63  F
CCOCOCCCOCOCCOCOCC  2:1:3:1:2:1:2 6 -924.35 -9.73 -3.70 -13.40 1018.54  F -11.43 -16.80 1040.20  F  F

CCOCCOCCCOCOCCOCOCC  2:2:3:1:2:1:2 6 -963.65 -9.18 -3.88 -13.03 1091.34  F -12.78 -17.16 1084.81  F -3.00 -12.87 1125.42  F
CCOCCOCOCCOCCOCOCC  2:2:1:2:2:1:2 6 -924.34 -9.38 -4.02 -13.04 1030.51  F -12.34 -17.42 1037.55  F  F

CCOCCCOCOCCOCCOCOCC  2:3:1:2:2:1:2 6 -963.65 -9.40 -4.07 -13.00 1084.48  F -12.82 -17.20 1056.69  F  F
CCOCOCCOCCOCCOCOCC  2:1:2:2:2:1:2 6 -924.33 -9.00 -4.14 -13.40 1031.64  F -12.65 -17.34 1045.48  F  F

CCOCCOCCOCCOCCOCOCC  2:2:2:2:2:1:2 6 -963.64 -9.18 -4.53 -13.08 1096.35  F -13.23 -17.10 1075.05  F -3.56 -13.01 1144.27  F
CCOCCCOCCOCCOCCOCOCC  2:3:2:2:2:1:2 6 -1002.96 -9.21 -4.06 -12.91 1113.92  F -13.16 -16.90 1125.99  F -3.36 -12.68 1159.57  F



CCOCOCCCOCCOCCOCOCC  2:1:3:2:2:1:2 6 -963.66 -9.36  F -12.70 -17.21 1097.25  F -2.94 -13.10 1142.27  F
CCOCCOCCCOCCOCCOCOCC  2:2:3:2:2:1:2 6 -1002.95 -9.05 -4.66 -12.99 1113.47  F -13.45 -16.95 1119.05  F -3.56 -12.87 1133.39  F

CCOCCCOCCCOCCOCCOCOCC  2:3:3:2:2:1:2 6 -1042.28 -9.25 -4.62 -13.01 1161.85  F -13.43 -16.80 1137.51  F  F
CCOCCOCOCCCOCCOCOCC  2:2:1:3:2:1:2 6 -963.65 -9.28 -3.92 -13.08 1050.33  F -12.78 -17.34 1078.25  F -3.18 -12.98 1146.69  F

CCOCCCOCOCCCOCCOCOCC  2:3:1:3:2:1:2 6 -1002.97 -9.26 -4.20 -12.96 1104.43  F -12.96 -16.93 1115.73  F  F
CCOCOCCOCCCOCCOCOCC  2:1:2:3:2:1:2 6 -963.66 -9.39 -3.71 -13.05 1095.57  F -12.69 -17.35 1062.94  F -3.03 -13.03 1109.71  F

CCOCCOCCOCCCOCCOCOCC  2:2:2:3:2:1:2 6 -1002.95 -9.02 -4.64 -12.84 1147.00  F -13.42 -16.95 1121.51  F -3.59 -12.85 1192.29  F
CCOCCCOCCOCCCOCCOCOCC  2:3:2:3:2:1:2 6 -1042.29 -9.21 -4.29 -12.76 1162.53  F -13.44 -16.71 1130.67  F -3.23 -12.75 1191.73  F
CCOCOCCCOCCCOCCOCOCC  2:1:3:3:2:1:2 6 -1002.97 -9.22 -4.12 -12.53 1162.88  F -12.58 -16.54 1141.50  F -3.13 -12.92 1168.87  F

CCOCCOCCCOCCCOCCOCOCC  2:2:3:3:2:1:2 6 -1042.28 -9.28 -4.23 -12.93 1159.58  F -13.59 -16.80 1148.70  F  F
CCOCCCOCCCOCCCOCCOCOCC  2:3:3:3:2:1:2 6 -1081.60 -9.10 -4.38 -12.57 1232.97  F -13.03 -15.11 1238.14  F -3.33 -12.51 1219.88  F

CCOCCOCOCOCCCOCOCC  2:2:1:1:3:1:2 6 -924.34 -9.61 -4.00 -13.24 1067.56  F -12.46 -17.43 1039.19  F -3.01 -13.25 1079.13  F
CCOCCCOCOCOCCCOCOCC  2:3:1:1:3:1:2 6 -963.66 -9.52 -4.04 -13.38 1074.96  F -12.66 -17.23 1086.24  F -2.97 -12.95 1141.26  F
CCOCCOCCOCOCCCOCOCC  2:2:2:1:3:1:2 6 -963.64 -9.21 -4.40 -12.91 1073.65  F -12.77 -17.24 1075.61  F -3.35 -13.05 1095.00  F

CCOCCCOCCOCOCCCOCOCC  2:3:2:1:3:1:2 6 -1002.97 -9.34 -3.84 -12.92 1137.21  F -12.82 -16.95 1110.71  F -3.25 -12.87 1147.26  F
CCOCOCCCOCOCCCOCOCC  2:1:3:1:3:1:2 6 -963.66 -9.69 -3.77 -13.04 1087.43  F  F  F

CCOCCOCCCOCOCCCOCOCC  2:2:3:1:3:1:2 6 -1002.97 -9.26 -4.02 -12.69 1145.17  F -12.90 -16.97 1119.88  F  F
CCOCCCOCCCOCOCCCOCOCC  2:3:3:1:3:1:2 6 -1042.30 -9.27 -3.72 -12.27 1212.79  F -12.89 -16.72 1158.37  F -3.03 -12.62 1187.57  F

CCOCCOCOCCOCCCOCOCC  2:2:1:2:3:1:2 6 -963.65 -9.37 -4.08 -12.95 1067.56  F -12.75 -17.23 1079.93  F  F
CCOCCCOCOCCOCCCOCOCC  2:3:1:2:3:1:2 6 -1002.97 -9.39 -4.32 -13.10 1145.91  F -13.08 -16.98 1128.97  F  F
CCOCCOCCOCCOCCCOCOCC  2:2:2:2:3:1:2 6 -1002.96 -9.36 -4.22 -12.99 1127.63  F -13.35 -16.95 1110.62  F  F

CCOCCCOCCOCCOCCCOCOCC  2:3:2:2:3:1:2 6 -1042.28 -9.23 -4.50 -12.99 1149.66  F -13.51 -16.84 1137.93  F  F
CCOCOCCCOCCOCCCOCOCC  2:1:3:2:3:1:2 6 -1002.97 -9.36 -4.20 -13.02 1162.51  F -13.06 -17.05 1127.94  F  F

CCOCCOCCCOCCOCCCOCOCC  2:2:3:2:3:1:2 6 -1042.29 -9.35 -4.46 -12.89 1159.44  F -13.36 -16.80 1174.48  F -3.34 -12.74 1202.91  F
CCOCCCOCCCOCCOCCCOCOCC  2:3:3:2:3:1:2 6 -1081.59 -9.15 -4.74 -12.74 1224.43  F -14.00 -16.52 1180.81  F -3.35 -12.57 1253.23  F

CCOCCOCOCCCOCCCOCOCC  2:2:1:3:3:1:2 6 -1002.97 -9.39 -4.21 -12.82 1121.53  F -12.97 -17.18 1100.38  F -3.15 -12.89 1153.74  F
CCOCCCOCOCCCOCCCOCOCC  2:3:1:3:3:1:2 6 -1042.29 -9.39 -4.29 -12.98 1206.08  F -13.17 -16.90 1171.29  F -3.17 -12.65 1247.45  F
CCOCCOCCOCCCOCCCOCOCC  2:2:2:3:3:1:2 6 -1042.28 -9.06 -4.46 -12.86 1200.43  F -13.52 -16.71 1140.21  F  F

CCOCCCOCCOCCCOCCCOCOCC  2:3:2:3:3:1:2 6 -1081.61 -8.90 -4.42 -12.57 1221.70  F -13.30 -16.59 1193.28  F -3.25 -12.82 1258.10  F
CCOCOCCCOCCCOCCCOCOCC  2:1:3:3:3:1:2 6 -1042.30 -9.38 -4.11 -12.96 1147.80  F -13.11 -16.93 1153.68  F -3.06 -12.96 1182.56  F

CCOCCOCCCOCCCOCCCOCOCC  2:2:3:3:3:1:2 6 -1081.60 -9.24 -4.40 -12.91 1204.05  F -13.55 -16.72 1176.46  F -3.24 -12.75 1291.73  F
CCOCCCOCCCOCCCOCCCOCOCC  2:3:3:3:3:1:2 6 -1120.91 -9.29 -4.65 -12.85 1262.56  F -13.97 -16.58 1228.26  F -3.70 -12.62 1265.70  F

CCOCCOCOCOCOCCOCC  2:2:1:1:1:2:2 6 -885.02 -9.46 -4.09 -13.57 968.72  F -12.18 -17.73 981.25  F -3.05 -13.19 1031.88  F
CCOCCCOCOCOCOCCOCC  2:3:1:1:1:2:2 6 -924.34 -9.55 -4.22 -13.40 1015.31  F -12.20 -17.28 1024.80  F -3.13 -13.02 1052.87  F
CCOCCOCCOCOCOCCOCC  2:2:2:1:1:2:2 6 -924.33 -9.21 -4.30 -13.36 1012.99  F -12.69 -17.41 1030.10  F -3.24 -13.07 1084.30  F

CCOCCCOCCOCOCOCCOCC  2:3:2:1:1:2:2 6 -963.65 -9.24 -4.22 -13.00 1096.36  F -13.04 -17.18 1067.54  F -3.21 -12.91 1098.86  F
CCOCCOCCCOCOCOCCOCC  2:2:3:1:1:2:2 6 -963.66 -8.99 -4.17 -13.01 1081.00  F -12.74 -17.27 1099.69  F  F

CCOCCCOCCCOCOCOCCOCC  2:3:3:1:1:2:2 6 -1002.97 -9.07  F -12.93 -17.00 1103.10  F -3.23 -12.90 1141.53  F
CCOCCOCOCCOCOCCOCC  2:2:1:2:1:2:2 6 -924.33 -9.44 -4.34 -13.30 1026.00  F -12.57 -17.31 1032.80  F -3.12 -13.11 1116.66  F

CCOCCCOCOCCOCOCCOCC  2:3:1:2:1:2:2 6 -963.65 -9.40 -4.18 -13.18 1105.27  F -12.77 -17.09 1069.47  F -3.22 -13.05 1123.36  F
CCOCCOCCOCCOCOCCOCC  2:2:2:2:1:2:2 6 -963.64 -9.25 -4.30 -13.21 1069.54  F -12.89 -17.20 1082.62  F -3.20 -12.97 1129.76  F

CCOCCCOCCOCCOCOCCOCC  2:3:2:2:1:2:2 6 -1002.96 -9.08 -4.45 -13.07 1119.59  F -13.23 -16.83 1127.84  F -3.41 -12.92 1137.82  F
CCOCCOCCCOCCOCOCCOCC  2:2:3:2:1:2:2 6 -1002.96 -9.20 -4.59 -12.92 1109.30  F -13.27 -16.99 1113.24  F  F

CCOCCCOCCCOCCOCOCCOCC  2:3:3:2:1:2:2 6 -1042.27 -9.41 -4.80 -12.91 1132.01  T -13.65 -16.89 1147.63  F  F
CCOCCOCOCCCOCOCCOCC  2:2:1:3:1:2:2 6 -963.65 -9.38 -4.08 -13.03 1051.18  F -12.58 -17.18 1101.86  F -3.11 -12.91 1114.24  F

CCOCCCOCOCCCOCOCCOCC  2:3:1:3:1:2:2 6 -1002.97 -9.36 -4.18 -12.95 1109.51  F -12.82 -16.96 1117.89  F -3.05 -12.95 1151.71  F
CCOCCOCCOCCCOCOCCOCC  2:2:2:3:1:2:2 6 -1002.96 -9.02 -4.18 -12.87 1119.96  F -13.19 -17.13 1116.75  F -3.25 -12.78 1181.75  F

CCOCCCOCCOCCCOCOCCOCC  2:3:2:3:1:2:2 6 -1042.27 -9.11 -4.64 -12.87 1162.10  F -13.71 -16.70 1144.42  F -3.67 -12.87 1179.83  F
CCOCCOCCCOCCCOCOCCOCC  2:2:3:3:1:2:2 6 -1042.28 -9.28 -4.45 -12.98 1152.09  F -13.39 -16.86 1156.52  F  F

CCOCCCOCCCOCCCOCOCCOCC  2:3:3:3:1:2:2 6 -1081.60 -9.40 -4.45 -12.75 1168.50  F -13.46 -16.49 1188.85  F -3.44 -12.60 1225.91  F
CCOCCCOCOCOCCOCCOCC  2:3:1:1:2:2:2 6 -963.65 -9.22 -4.13 -13.00 1079.58  F -12.82 -17.20 1057.41  F -3.21 -13.06 1077.29  F
CCOCCOCCOCOCCOCCOCC  2:2:2:1:2:2:2 6 -963.64 -9.20 -4.13 -12.98 1090.83  F -13.02 -17.21 1076.92  F -3.03 -12.77 1119.25  F

CCOCCCOCCOCOCCOCCOCC  2:3:2:1:2:2:2 6 -1002.96 -9.11  F -13.28 -17.02 1111.58  F -3.28 -12.87 1145.90  F
CCOCCOCCCOCOCCOCCOCC  2:2:3:1:2:2:2 6 -1002.96 -9.27 -4.43 -12.93 1122.25  F -13.38 -17.01 1106.02  F -3.25 -12.75 1153.92  F

CCOCCCOCCCOCOCCOCCOCC  2:3:3:1:2:2:2 6 -1042.28 -9.31 -4.35 -12.83 1144.83  F -13.50 -16.90 1151.08  F -3.59 -12.87 1184.92  F
CCOCCCOCOCCOCCOCCOCC  2:3:1:2:2:2:2 6 -1002.96 -8.99 -4.40 -12.81 1107.07  F -13.35 -16.98 1096.11  F -3.46 -12.82 1167.16  F

CCOCCCOCCOCCOCCOCCOCC  2:3:2:2:2:2:2 6 -1042.27 -9.14 -4.64 -12.71 1126.82  F -13.73 -16.80 1150.35  F  F
CCOCCOCCCOCCOCCOCCOCC  2:2:3:2:2:2:2 6 -1042.27 -8.83 -4.33 -12.46 1176.15  F -13.74 -16.82 1122.33  F -3.53 -12.80 1196.22  F

CCOCCCOCCCOCCOCCOCCOCC  2:3:3:2:2:2:2 6 -1081.58 -8.73 -4.76 -12.62 1190.49  F -13.86 -16.57 1183.66  F -3.71 -12.53 1254.33  F
CCOCCCOCOCCCOCCOCCOCC  2:3:1:3:2:2:2 6 -1042.28 -9.19 -4.33 -12.77 1135.28  F -13.18 -16.68 1133.04  F -3.31 -12.86 1193.01  F
CCOCCOCCOCCCOCCOCCOCC  2:2:2:3:2:2:2 6 -1042.27 -8.85 -4.66 -12.85 1131.24  F -13.80 -16.82 1140.93  F -3.70 -12.73 1205.54  F

CCOCCCOCCOCCCOCCOCCOCC  2:3:2:3:2:2:2 6 -1081.59 -9.14 -4.61 -12.36 1222.45  F -13.70 -16.39 1169.50  F -3.50 -12.58 1215.14  F
CCOCCOCCCOCCCOCCOCCOCC  2:2:3:3:2:2:2 6 -1081.58 -9.01 -4.77 -12.76 1182.52  F -14.05 -16.70 1175.69  F -3.70 -12.74 1234.84  F

CCOCCCOCCCOCCCOCCOCCOCC  2:3:3:3:2:2:2 6 -1120.91 -8.99  F -13.98 -16.60 1209.71  F  F
CCOCCCOCOCOCCCOCCOCC  2:3:1:1:3:2:2 6 -1002.97 -9.09 -4.46 -13.10 1110.55  F -12.69 -16.62 1129.56  F -3.37 -12.78 1151.16  F

CCOCCCOCCOCOCCCOCCOCC  2:3:2:1:3:2:2 6 -1042.27 -9.10  F -13.71 -16.91 1144.17  F -3.57 -12.72 1199.08  F
CCOCCOCCCOCOCCCOCCOCC  2:2:3:1:3:2:2 6 -1042.28 -9.23 -4.45 -12.83 1148.70  F -13.66 -16.85 1152.44  F  F

CCOCCCOCCCOCOCCCOCCOCC  2:3:3:1:3:2:2 6 -1081.60 -9.17 -4.48 -12.77 1188.01  F -13.35 -16.71 1176.99  F -3.47 -12.66 1212.45  F
CCOCCCOCCOCCOCCCOCCOCC  2:3:2:2:3:2:2 6 -1081.59 -9.19 -4.60 -12.36 1210.61  F -13.93 -16.52 1156.18  F -3.60 -12.46 1248.72  F
CCOCCOCCCOCCOCCCOCCOCC  2:2:3:2:3:2:2 6 -1081.59 -8.78 -4.71 -12.59 1192.81  F -14.09 -16.69 1172.57  F -3.56 -12.71 1218.35  F

CCOCCCOCCCOCCOCCCOCCOCC  2:3:3:2:3:2:2 6 -1120.91 -8.76 -4.39 -12.20 1246.02  F -14.18 -16.56 1200.79  F -3.77 -12.58 1253.33  F
CCOCCCOCOCCCOCCCOCCOCC  2:3:1:3:3:2:2 6 -1081.60 -9.23 -4.20 -12.57 1202.73  F  F -3.29 -12.75 1219.92  F

CCOCCCOCCOCCCOCCCOCCOCC  2:3:2:3:3:2:2 6 -1120.90 -9.16 -4.82 -12.30 1223.92  F -14.36 -16.65 1209.30  F -3.83 -12.50 1254.10  F
CCOCCOCCCOCCCOCCCOCCOCC  2:2:3:3:3:2:2 6 -1120.90 -8.99 -4.81 -12.70 1235.38  F -14.19 -16.52 1206.11  F -3.79 -12.55 1277.49  F

CCOCCCOCCCOCCCOCCCOCCOCC  2:3:3:3:3:2:2 6 -1160.22 -9.26 -4.97 -12.37 1310.39  F -14.61 -16.44 1243.60  T  F
CCOCCCOCOCOCOCCCOCC  2:3:1:1:1:3:2 6 -963.65 -9.27 -4.22 -13.27 1078.12  F -12.78 -17.33 1051.16  F -3.14 -13.07 1100.68  F

CCOCCCOCCOCOCOCCCOCC  2:3:2:1:1:3:2 6 -1002.96 -9.41 -4.77 -12.98 1088.21  T -13.45 -17.17 1094.18  F -3.59 -12.73 1165.67  F
CCOCCCOCCCOCOCOCCCOCC  2:3:3:1:1:3:2 6 -1042.29 -9.40 -4.50 -13.02 1136.35  F -13.31 -16.92 1143.30  F -3.43 -12.78 1188.95  F
CCOCCCOCOCCOCOCCCOCC  2:3:1:2:1:3:2 6 -1002.97 -9.52 -4.24 -13.19 1099.92  F -12.89 -17.00 1107.27  F -3.26 -12.86 1125.84  F

CCOCCCOCCOCCOCOCCCOCC  2:3:2:2:1:3:2 6 -1042.28 -9.11 -4.49 -12.87 1129.29  F -13.20 -16.80 1127.75  F -3.43 -12.65 1203.82  F
CCOCCCOCCCOCCOCOCCCOCC  2:3:3:2:1:3:2 6 -1081.60 -9.07 -4.41 -12.63 1166.85  F -12.61 -15.16 1233.13  F -3.62 -12.59 1224.48  F
CCOCCCOCOCCCOCOCCCOCC  2:3:1:3:1:3:2 6 -1042.28 -9.24 -4.24 -12.99 1192.63  F -13.22 -16.81 1178.96  F -3.41 -12.94 1198.78  F

CCOCCCOCCOCCCOCOCCCOCC  2:3:2:3:1:3:2 6 -1081.60 -9.23 -3.90 -12.29 1264.22  F -13.54 -16.66 1175.73  F -3.43 -12.63 1231.57  F
CCOCCCOCCCOCCCOCOCCCOCC  2:3:3:3:1:3:2 6 -1120.92 -9.25 -4.32 -12.17 1280.82  F -13.64 -16.59 1203.87  F -3.44 -12.47 1270.20  F
CCOCCCOCCCOCOCCOCCCOCC  2:3:3:1:2:3:2 6 -1081.59 -9.40  F -13.76 -16.64 1172.87  F  F
CCOCCCOCCOCCOCCOCCCOCC  2:3:2:2:2:3:2 6 -1081.59 -9.22 -4.57 -12.44 1220.69  F -13.99 -16.53 1174.77  F -3.71 -12.53 1223.85  F

CCOCCCOCCOCCCOCCOCCCOCC  2:3:2:3:2:3:2 6 -1120.91 -9.26 -4.69 -12.22 1278.64  F -13.21 -14.57 1304.98  F -3.77 -12.60 1254.83  F
CCOCCCOCCCOCCCOCCOCCCOCC  2:3:3:3:2:3:2 6 -1160.23 -8.82 -4.41 -11.89 1372.44  F -13.95 -16.26 1244.45  F -3.42 -12.32 1309.00  F
CCOCCCOCCCOCOCCCOCCCOCC  2:3:3:1:3:3:2 6 -1120.92 -9.21 -4.34 -12.30 1265.26  F -13.13 -14.77 1282.46  F -3.38 -12.66 1266.04  F

CCOCCCOCCCOCCOCCCOCCCOCC  2:3:3:2:3:3:2 6 -1160.23 -8.84 -4.51 -12.07 1326.21  F -13.52 -15.03 1297.89  F -3.68 -12.55 1278.02  F
CCOCCCOCCCOCCCOCCCOCCCOCC  2:3:3:3:3:3:2 6 -1199.55 -9.12  F -14.25 -16.33 1284.03  F  F

CCOCCCCOCOCOCOCC  2:4:1:1:1:2 5 -809.81 -9.54  F -11.08 -17.77 967.00  F -2.50 -13.22 1001.46  F
CCOCCCCOCCOCOCOCC  2:4:2:1:1:2 5 -849.11 -9.40 -4.02 -13.44 1005.54  F -11.78 -17.30 1019.11  F -2.96 -13.06 1088.85  F

CCOCCCCOCCCOCOCOCC  2:4:3:1:1:2 5 -888.44 -9.21 -3.85 -13.18 1045.91  F -11.96 -17.20 1070.10  F -2.88 -13.02 1089.82  F
CCOCOCCCCOCOCOCC  2:1:4:1:1:2 5 -809.81 -9.79 -3.38 -13.46 973.99  F -11.33 -17.84 1010.16  F -2.52 -13.37 987.17  F

CCOCCOCCCCOCOCOCC  2:2:4:1:1:2 5 -849.11 -9.39 -4.13 -13.43 1015.97  F -5.64 -12.97 1198.42  F -2.78 -13.00 1096.12  F
CCOCCCOCCCCOCOCOCC  2:3:4:1:1:2 5 -888.43 -9.38 -3.76 -12.94 1092.48  F -12.33 -17.49 1071.50  F -3.11 -12.94 1064.51  F

CCOCCCCOCCCCOCOCOCC  2:4:4:1:1:2 5 -927.75 -9.22 -3.92 -13.07 1105.27  F  F -3.01 -12.98 1115.92  F
CCOCCCCOCOCCOCOCC  2:4:1:2:1:2 5 -849.12 -9.28  F -11.70 -17.54 1006.74  F -2.73 -13.03 1077.23  F

CCOCCCCOCCOCCOCOCC  2:4:2:2:1:2 5 -888.42 -9.14 -4.16 -13.10 1066.98  F -12.58 -17.16 1066.10  F -3.11 -12.94 1125.82  F
CCOCCCCOCCCOCCOCOCC  2:4:3:2:1:2 5 -927.74 -9.14 -3.98 -13.23 1096.45  F -12.53 -17.05 1116.25  F -2.92 -12.76 1203.85  F

CCOCOCCCCOCCOCOCC  2:1:4:2:1:2 5 -849.12 -9.48 -3.54 -13.35 1050.55  F -11.85 -17.75 1044.33  F -2.82 -13.13 1080.94  F
CCOCCOCCCCOCCOCOCC  2:2:4:2:1:2 5 -888.43 -9.49 -4.04 -13.24 1053.82  F -12.27 -17.34 1067.64  F -2.98 -13.05 1162.13  F

CCOCCCOCCCCOCCOCOCC  2:3:4:2:1:2 5 -927.75 -9.16 -4.20 -13.06 1111.67  F -12.40 -17.16 1092.26  F  F
CCOCCCCOCCCCOCCOCOCC  2:4:4:2:1:2 5 -967.06 -9.18 -4.28 -13.09 1118.59  F -12.93 -17.03 1142.94  F -3.39 -12.77 1178.32  F

CCOCCCCOCOCCCOCOCC  2:4:1:3:1:2 5 -888.44 -9.59  F -12.19 -17.32 1063.89  F -2.92 -13.17 1104.50  F
CCOCCCCOCCOCCCOCOCC  2:4:2:3:1:2 5 -927.74 -9.47 -3.95 -12.88 1102.41  F -12.74 -17.17 1114.92  F -3.23 -12.88 1131.84  F

CCOCCCCOCCCOCCCOCOCC  2:4:3:3:1:2 5 -967.06 -9.24 -4.17 -12.99 1146.43  F -13.11 -17.01 1158.65  F -3.21 -12.75 1207.48  F
CCOCOCCCCOCCCOCOCC  2:1:4:3:1:2 5 -888.44 -9.40 -3.65 -13.27 1048.32  F -12.06 -17.28 1081.73  F -2.63 -13.04 1108.00  F

CCOCCOCCCCOCCCOCOCC  2:2:4:3:1:2 5 -927.74 -9.20 -4.27 -13.06 1085.64  F -12.84 -17.13 1102.48  F -3.18 -13.05 1170.18  F
CCOCCCOCCCCOCCCOCOCC  2:3:4:3:1:2 5 -967.06 -9.28 -4.54 -13.13 1125.33  F -12.98 -16.90 1123.41  F -3.16 -12.83 1159.69  F

CCOCCCCOCCCCOCCCOCOCC  2:4:4:3:1:2 5 -1006.38 -9.20 -4.24 -12.88 1203.33  F -12.96 -16.98 1174.84  F -3.29 -12.79 1235.44  F
CCOCCOCOCCCCOCOCC  2:2:1:4:1:2 5 -849.12 -9.53 -3.82 -13.50 1013.73  F -11.95 -17.60 1024.13  F -2.87 -13.25 1073.49  F

CCOCCCOCOCCCCOCOCC  2:3:1:4:1:2 5 -888.44 -9.37 -3.41 -13.07 1071.69  F -11.90 -17.27 1078.61  F -2.59 -13.09 1105.95  F
CCOCCCCOCOCCCCOCOCC  2:4:1:4:1:2 5 -927.75 -9.57  F  F -2.78 -13.01 1139.75  F
CCOCCOCCOCCCCOCOCC  2:2:2:4:1:2 5 -888.42 -9.37 -3.92 -13.11 1057.72  F -12.56 -17.37 1076.12  F -3.02 -13.00 1110.13  F

CCOCCCOCCOCCCCOCOCC  2:3:2:4:1:2 5 -927.74 -9.03 -4.12 -12.88 1108.36  F -12.69 -17.20 1117.80  F -3.06 -12.92 1120.62  F
CCOCCCCOCCOCCCCOCOCC  2:4:2:4:1:2 5 -967.06 -9.22 -4.10 -12.97 1156.40  F -12.82 -16.94 1142.19  F -3.17 -12.90 1168.85  F



CCOCCOCCCOCCCCOCOCC  2:2:3:4:1:2 5 -927.75 -9.05 -4.15 -13.14 1114.37  F -12.73 -17.10 1101.94  F -2.87 -12.71 1122.49  F
CCOCCCOCCCOCCCCOCOCC  2:3:3:4:1:2 5 -967.07 -9.37 -4.14 -13.02 1126.22  F -12.88 -16.96 1129.88  F  F

CCOCCCCOCCCOCCCCOCOCC  2:4:3:4:1:2 5 -1006.39 -9.07 -4.06 -12.81 1172.08  F -12.86 -16.83 1183.84  F -3.03 -12.77 1224.98  F
CCOCOCCCCOCCCCOCOCC  2:1:4:4:1:2 5 -927.75 -9.43  F  F -2.87 -12.97 1183.93  F

CCOCCOCCCCOCCCCOCOCC  2:2:4:4:1:2 5 -967.06 -9.33 -4.14 -13.06 1141.03  F -12.97 -17.05 1168.72  F -3.13 -12.93 1180.21  F
CCOCCCOCCCCOCCCCOCOCC  2:3:4:4:1:2 5 -1006.38 -9.32 -3.94 -12.74 1175.54  F -12.96 -16.80 1189.79  F  F

CCOCCCCOCCCCOCCCCOCOCC  2:4:4:4:1:2 5 -1045.69 -9.15 -4.20 -12.13 1279.20  F -13.06 -16.71 1217.95  F -3.27 -12.71 1284.14  F
CCOCCCCOCOCOCCOCC  2:4:1:1:2:2 5 -849.12 -9.41 -3.83 -13.36 1010.07  F -11.64 -17.44 1031.19  F -2.85 -13.15 1049.31  F

CCOCCCCOCCOCOCCOCC  2:4:2:1:2:2 5 -888.42 -9.18 -4.22 -13.03 1048.91  F -12.46 -17.24 1061.36  F -1.13 -10.84 1332.47  F
CCOCCCCOCCCOCOCCOCC  2:4:3:1:2:2 5 -927.74 -9.31 -4.26 -13.03 1088.62  F -12.66 -17.22 1100.66  F -3.14 -12.94 1134.42  F
CCOCCOCCCCOCOCCOCC  2:2:4:1:2:2 5 -888.42 -9.26 -4.10 -13.13 1091.58  F -12.62 -17.40 1053.32  F -3.13 -13.16 1106.12  F

CCOCCCOCCCCOCOCCOCC  2:3:4:1:2:2 5 -927.74 -9.00 -4.17 -13.09 1064.32  F -12.84 -17.28 1099.97  F  F
CCOCCCCOCCCCOCOCCOCC  2:4:4:1:2:2 5 -967.06 -9.12 -4.41 -13.10 1130.03  F -12.82 -17.06 1132.21  F -3.11 -12.81 1179.71  F

CCOCCCCOCOCCOCCOCC  2:4:1:2:2:2 5 -888.42 -9.37 -4.07 -13.17 1051.53  F -12.26 -17.19 1073.66  F -3.03 -12.84 1104.71  F
CCOCCCCOCOCCCOCCOCC  2:4:1:3:2:2 5 -927.74 -9.22 -4.21 -13.01 1104.83  F -12.53 -16.91 1119.61  F -3.33 -12.93 1132.02  F
CCOCCCOCOCCCCOCCOCC  2:3:1:4:2:2 5 -927.74 -9.15  F -12.69 -17.12 1107.50  F -3.16 -13.06 1141.76  F

CCOCCCCOCOCCCCOCCOCC  2:4:1:4:2:2 5 -967.06 -9.44 -4.03 -12.70 1135.83  F -12.68 -17.02 1136.33  F -3.07 -12.95 1161.03  F
CCOCCCCOCOCOCCCOCC  2:4:1:1:3:2 5 -888.43 -9.40 -4.05 -13.29 1045.63  F -12.25 -17.44 1044.36  F -1.38 -10.97 1311.35  F

CCOCCCCOCCOCOCCCOCC  2:4:2:1:3:2 5 -927.73 -9.37 -3.76 -12.58 1089.83  F -12.95 -17.19 1093.88  F -3.45 -12.95 1134.99  F
CCOCCCCOCCCOCOCCCOCC  2:4:3:1:3:2 5 -967.06 -9.36 -4.50 -13.05 1139.00  F -13.01 -16.95 1135.55  F -3.38 -12.92 1170.69  F
CCOCCCOCCCCOCOCCCOCC  2:3:4:1:3:2 5 -967.07 -9.27 -4.15 -12.94 1140.30  F -12.85 -17.01 1145.05  F -3.05 -12.99 1165.65  F

CCOCCCCOCCCCOCOCCCOCC  2:4:4:1:3:2 5 -1006.38 -9.42 -4.41 -13.01 1171.47  F -13.02 -16.85 1186.07  F -3.26 -12.83 1214.80  F
CCOCCCCOCOCCOCCCOCC  2:4:1:2:3:2 5 -927.75 -9.21 -4.03 -13.09 1109.52  F -12.53 -17.22 1100.66  F -2.51 -11.83 1247.04  F

CCOCCCCOCOCCCOCCCOCC  2:4:1:3:3:2 5 -967.07 -9.30 -3.94 -12.98 1137.10  F -12.79 -16.96 1123.93  F -2.97 -12.96 1155.48  F
CCOCCCCOCOCCCCOCCCOCC  2:4:1:4:3:2 5 -1006.38 -9.24 -4.15 -12.73 1189.69  F -12.89 -16.87 1193.41  F  F

CCOCCCCOCOCOCCCCOCC  2:4:1:1:4:2 5 -927.75 -9.42 -4.04 -13.19 1065.86  F -12.39 -17.37 1079.74  F -2.98 -13.07 1127.33  F
CCOCCCCOCCOCOCCCCOCC  2:4:2:1:4:2 5 -967.07 -8.90 -3.84 -13.02 1136.36  F -12.59 -17.20 1120.63  F -3.00 -12.79 1170.59  F

CCOCCCCOCCCOCOCCCCOCC  2:4:3:1:4:2 5 -1006.38 -9.26 -3.88 -13.11 1164.67  F -11.77 -14.72 1262.05  F -3.03 -12.85 1215.18  F
CCOCCCCOCCCCOCOCCCCOCC  2:4:4:1:4:2 5 -1045.70 -9.15 -4.18 -12.89 1201.32  F -12.94 -16.71 1211.49  F -3.12 -12.69 1279.76  F
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