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1. General procedures:  

All manipulations of oxygen- and/or moisture-sensitive materials were performed 

under an atmosphere of dry nitrogen using standard Schlenk or dry box techniques. 

Solvents were dried by standard methods and distilled under argon. 1H, and 13C NMR 

spectra were recorded on Varian Inova 500, Varian Inova 400 and Bruker 600 

spectrometers.  

2． Synthesis of N′N′-Bis(imidazolylidene)guanidinium tetrafluoroborates (BIG 

salts 1a-1d). The BIG salts were prepared according to a modified literature 

procedureS1: 

A Schlenk flask was charged with the 2-chloroimidazolium salt (1.0 equiv.), 

anhydrous KF (8.0 equiv.) and the corresponding guanidinium salt (0.5 equiv.) in 

CH3CN solution. Then, the resulting suspension was stirred at 60 oC for the indicated 

period of time. After the reaction finished, the solid residues were filtered and the 

filtrate was transferred into a separation funnel. A diluted aq. solution of NaBF4 was 

added to the solution followed by vigorous shaking. Then the organic phase was 

separated and extracted with CHCl3. The combined organic fractions were dried by 

anhydrous Na2SO4. After removed the volatiles under vacuum, the residue was purified 

by column chromatography (SiO2, CH2Cl2/CH3OH=40:1) to give the desired products. 

BIG salt 1a: Prepared from amino(isopropylamino)methaniminium iodide (2.5 mmol), 

2-chloroimidazolium salt (5.0 mmol), KF (40.0 mmol), CH3CN (10 mL) following the 

general procedure. BIG salt 1a was isolated as a white solid. Yield 56%. 

1H NMR (500 MHz, CDCl3) δ 4.62 – 4.40 (m, 4H), 4.06 (dd, J 

= 12.8, 6.3 Hz, 2H), 2.21 (s, 12H), 1.45 (d, J = 7.0 Hz, 24H), 1.18 (d, J = 6.0 Hz, 6H). 

13C NMR (126 MHz, CDCl3) δ 156.8, 147.8, 120.5, 48.0, 44.3, 23.0, 21.4, 10.1. All the 

resonances in 1H and 13C NMR spectra were in good agreement with literature values.S1 

BIG salt 1b: Prepared from amino(butylamino)methaniminium iodide (2.5 mmol), 2-
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chloroimidazolium salt (5.0 mmol), KF (40.0 mmol), CH3CN (10 mL) following the 

general procedure. BIG salt 1b was isolated as a white solid. Yield 73%. 

1H NMR (400 MHz, CDCl3) δ 4.44 (dt, J = 13.6, 6.7 Hz, 4H), 

4.23 (s, 1H), 3.25 (dd, J = 13.2, 6.5 Hz, 2H), 2.16 (s, 12H), 1.49 (dd, J = 14.1, 7.7 Hz, 

2H), 1.40 (d, J = 7.0 Hz, 24H), 1.28 (td, J = 14.5, 7.2 Hz, 2H), 0.85 (t, J = 7.3 Hz, 3H). 

13C NMR (126 MHz, CDCl3) δ 157.3, 147.7, 120.1, 47.8, 42.3, 32.2, 21.1, 20.0, 13.8, 

9.8. IR: 3205, 2972, 2927, 1541, 1486, 1425, 1057. HRMS (ESI): m/z calculated for 

[C27H50N7]
+ (M)+ 472.4122, found 472.4111. 

BIG salt 1c: Prepared from amino(neopentylamino)methaniminium iodide (2.5 mmol), 

2-chloroimidazolium salt (5.0 mmol), KF (40.0 mmol), CH3CN (10 mL) following the 

general procedure. BIG salt 1c was isolated as a white solid. Yield 50%. 

1H NMR (400 MHz, CDCl3) δ 4.58 – 4.44 (m, 4H), 4.31 (t, J = 

5.9 Hz, 1H), 3.21 (d, J = 6.2 Hz, 1H), 2.22 (s, 12H), 1.46 (d, J = 7.1 Hz, 24H), 0.91 (s, 

9H). 13C NMR (101 MHz, CDCl3) δ 157.7, 147.7, 120.4, 53.8, 48.0, 32.4, 27.5, 21.4, 

10.1. All the resonances in 1H and 13C NMR spectra were in good agreement with 

literature values. S1 

BIG salt 1d: Prepared from amino(isopropylamino)methaniminium iodide (2.5 mmol), 

2-chloroimidazolium salt(5.0 mmol), KF(40.0 mmol), CH3CN (10 mL) following the 

general procedure. BIG salt 1d was isolated as a white solid. Yield 48%. 
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1H NMR (400 MHz, CDCl3) δ 4.37 – 3.94 (m, 6H), 2.25 (s, 12H), 

1.89 (d, J = 8.0 Hz, 24H), 1.72 (d, J = 12.6 Hz, 4H), 1.50 – 1.02 (m, 18H). 13C NMR 

(126 MHz, CDCl3) δ 155.8, 148.0, 120.7, 56.8, 44.3, 31.0, 26.3, 25.2, 23.3, 10.8. All 

the resonances in 1H and 13C NMR spectra were in good agreement with literature 

values. S1 

3. TGA analysis of BIGs-CO2 adducts 

The thermal stability of BIG-CO2 adducts (3a-3d) was studied by means of 

thermogravimetric analysis (TGA). The experimental temperature rose from 30 oC to 

600 oC under N2 atmosphere. Ramp rate = 5 °C/min. 

 

Figure S1. TGA of BIG-CO2 adduct 3a under N2 atmosphere. Ramp rate = 5 °C/min 
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Figure S2. TGA of BIG-CO2 adduct 3b under N2 atmosphere. Ramp rate = 5 °C/min 

 

Figure S3. TGA of BIG-CO2 adduct 3c under N2 atmosphere. Ramp rate = 5 °C/min 
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Figure S4. TGA of BIG-CO2 adduct 3d under N2 atmosphere. Ramp rate = 5 °C/min 

4. DFT calculation for reversible capture and release of CO2 by BIG bases  

In order to illustrate the ability of BIG bases for reversible capture and release of 

CO2, DFT calculation was performed with Gaussian 16. S2 All geometries of BIG bases, 

TS, and BIG-CO2 adducts were fully optimized at the M06-2X/def2-SVP level of 

theory. Intrinsic reaction coordinates (IRC) were calculated for all of the transition 

states to confirm that the structures indeed connect two relevant minima. To improve 

the accuracy of the energy, the single-point energy of each optimized structure was 

calculated at the M06-2X (SMD, n-hexane)/def2-TZVP level.  

As shown in Figure S5, only the formation 3d from 2d with CO2 is endergonic by 

2.4 kcal/mol, and the energy barrier for the nucleophilic activation process is 9.7 

kcal/mol. By contrast, the formations of 3a-3c are obviously exergonic with lower 

energy barriers (4.4-7.6 kcal/mol). Moreover, we also investigated the reversible CO2 

release behavior of BIG-CO2 adducts, and the corresponding energy barriers are the 

range of 7.3-8.6 kcal/mol, suggesting that it is feasible to release CO2 under high 

temperature conditions. 
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Figure S5. Computed Gibbs free energy profile for the reversible CO2 capture and 

release ability of BIG bases  

5. Protonation of BIG-CO2 adducts in the presence of H2O 

A 10 mL vial was charged successively with BIG-CO2 (0.5 mmol), H2O (1.0 mmol) 

and THF (1.0 mL), then the reaction mixture was stirred for 2 hours under room 

temperature. After removal of the solvent, the residue was purified by column 

chromatography (SiO2, CH2Cl2:CH3OH = 20:1) to give the desired product as colorless 

solid. 

 4a (Yield: 95%). 1H NMR (400 MHz, CDCl3) δ 4.69 – 

4.28 (m, 4H), 4.19 – 3.85 (m, 1H), 2.19 (s, 12H), 1.42 (d, J = 7.1 Hz, 24H), 1.16 (d, J 
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= 6.5 Hz, 6H).13C NMR (101 MHz, CDCl3) δ 162.3, 156.4, 147.7, 120.3, 48.0, 44.0, 

23.2, 21.4, 10.1. IR: 2981, 2926, 1648, 1582, 1542, 1474. HRMS (ESI): m/z calculated 

for [C26H48N7]
+ (M)+ 458.3966, found 458.3962.  

4b (Yield: 92%). 1H NMR (400 MHz, CDCl3) δ 4.42 – 

4.48 (m, 4H), 3.21 (t, J = 7.5 Hz, 2H), 2.16 (s, 12H), 1.23-1.49 (m, 4H), 1.39 (d, J = 7.4 

Hz, 24H), 0.84 (t, J = 7.4 Hz, 3H). 13C NMR (101 MHz, CDCl3) δ 162.5, 157.6, 148.0, 

120.1, 47.8, 42.2, 32.5, 21.2, 20.2, 13.9, 10.0. IR: 2966, 2929, 2156, 1487, 1180, 1075. 

HRMS (ESI): m/z calculated for [C27H50N7]
+ (M)+ 472.4122, found 472.4126. 

4c (Yield: 90%). 1H NMR (400 MHz, CDCl3) δ 4.46 – 

4.55 (m, 4H), 3.20 (s, 2H), 2.24 (s, 12 H), 1.46 (d, J = 7.1 Hz, 24H), 0.91 (s, 9H). 13C 

NMR (101 MHz, CDCl3) δ 158.4, 157.6, 147.7, 120.3, 53.6, 47.9, 32.3, 27.5, 21.3, 10.0. 

IR: 2958, 1642, 1541, 1486, 1423, 1340, 1204, 1106. HRMS (ESI): m/z calculated for 

[C28H52N7]
+ (M)+ 486.4279, found 486.4287. 

6. Synthesis of BIG-COS adducts 5 and BIG-CS2 6 

In a glove box, BIG salts 1a (545 mg, 1.0 mmol) was added to a suspension of 

KHMDS (199 mg, 1.0 mmol) in THF (10 mL) and the mixture was stirred at 25 oC for 

2 h. The solvent was removed in vacuo and the residue was extracted by n-hexane (10 

mL). After filtration to remove the resulting inorganic salt, the filtrate was exposed to 

1.0 atm of COS at room temperature for 2 h. The resulting precipitate was collected via 

filtration, washed with n-hexane (3×5 mL) and then dried in vacuo to afford BIG-COS 

adduct 5 as a white solid (501 mg, 97% yield). 
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1H NMR (400 MHz, CD3CN) δ 4.62 – 4.29 (m, 4H), 4.33 – 3.96 

(m, 1H), 2.20 (s, 12H), 1.41 (d, J = 7.1 Hz, 24H), 1.14 (d, J = 6.6 Hz, 6H). 13C NMR 

(101 MHz, CD3CN)) δ 202.3, 157.4, 148.8, 121.1, 48.8, 44.7, 23.3, 21.4, 10.1. IR: 2972, 

2942, 1650, 1542, 1511, 1476. HRMS (ESI): calcd for C27H47N7OS: 458.3966 [M-

COS+H]+. Found: 458.3959 [M-COS+H]+. 

In a glove box, BIG salts 1a (545 mg, 1.0 mmol) was added to a suspension of 

KHMDS (199 mg, 1.0 mmol) in THF (10 mL) and the mixture was stirred at ambient 

temperature for 2 h. The solvent was removed in vacuo and the residue was extracted 

by n-hexane (10 mL). After filtration to remove the resulting inorganic salt, CS2 (152 

mg, 2 mmol) was added. The solution was stirred to room temperature for 2 h. The 

precipitate was formed and collected via filtration. Subsequent the solid was washed 

with n-hexane (3×5 mL) to afford the BIG-CS2 adduct 6 in 98% yield as yellow solid. 

1H NMR (400 MHz, CDCl3) δ 6.10 – 5.75 (m, 1H), 5.34 – 4.87 

(m, 4H), 2.18 (s, 12H), 1.41 (d, J = 6.8 Hz, 30H). 13C NMR (126 MHz, CDCl3) δ 221.6, 

157.6, 146.6, 120.0, 55.61, 48.4, 21.2, 20.4, 10.1. IR: 2972, 2925, 1654, 1585, 1465, 

1083. HRMS (ESI): calcd for C27H47N7S2: 534.3407 [M+H]+. Found: 

534.3399[M+H]+. 

7. General Procedure for the cyclization reaction of propiolamidines with CO2 

Initially, we began our studies using the N,N'-diisopropyl-3- 

phenylpropiolimidamide 7a as the model substrate for this process. The results are 

shown in Table S1. When using 10 mol% BIG-CO2 addcuts 3a as organocatalyst, the 

yield of 8a was 47% in 1.0 atm of pure CO2 under 80 oC within 4 hours (entry 1). Under 

the same conditions, 3b presented the highest catalytic activity, affording 8a in 65% 

(entry 2). In order to investigate the catalyst performance under practical conditions, a 
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mixture gas containing 0.15 bar CO2 and 0.85 bar N2 to simulate flue gas from the 

power plant was employed for the cycloaddition reaction. By further using 10% CO2, 

the desired product 8a was produced in lower yield (entries 5-8), indicating that the 

CO2 concentration have an important influence on the catalytic activity. Further 

optimization of the reaction conditions showed that the reaction time has a profound 

impact on the efficiency of this reaction and a better yield of 90% was obtained for 24 

h (entry 10). It is important to emphasize that the reaction could also carry out under 

dry air atmosphere (entry 11), affording 5a in 25% yield with prolonging the reaction 

time and increasing the catalyst loading. Notably, the reduced temperature has negative 

effects on the yield (entry 12). As expected, control experiments revealed no products 

formation in the absence of catalyst (entry 13).  

Table S1. Reaction of CO2 with 7a catalyzed by BIG-CO2 adducts 

 

entry Cat. CO2 concentration (%) t (h) Yield b (%) 

1 3a 100 4 47 

2 3b 100 4 65 

3 3c 100 4 38 

4 3d 100 4 40 

5 c 3a 10 4 30 

6 c 3b 10 4 36 

7 c 3c 10 4 25 

8 c 3d 10 4 26 

9 c 3b 10 12 74 

10 c 3b 10 24 90 

11 d 3b Air 72 25 

12 e 3b 100 24 <5% 

13 f - 100 24 0 

a General reaction conditions: 7a (0.25 mmol), cat. (0.025 mmol), CO2 balloon, 80 oC, DMSO (1.0 

mL). b Determined by 1H NMR using 1,3,5-Trimethoxybenzene as an internal standard c Balloon 

(10% CO2, 90% N2), 
d Under dry air atmosphere, cat. 30%. e 25 oC.  f No cat. 
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8. General Procedure for Further Transformations 

 

A 20 mL autoclave containing a stir bar was charged with 8a (0.5 mmol), 10% Pd/C 

(6 mg) and 2.0 mL EtOAc. The autoclave was pressurized into H2 (2.0 MPa). After the 

reaction mixture was stirred at room temperature for 48 h, the solution filtered and 

concentrated under vacuum. The residue was then purified by column chromatography 

on silica gel (petroleum ether/ethyl acetate = 5:1) to give product 7 as white solid (98% 

yield). 1H NMR (600 MHz, CDCl3) δ 7.32 – 7.25 (m, 3H), 7.21 (s, 2H), 5.21 (s, 1H), 

4.09 (d, J = 6.4 Hz, 1H), 3.73 (d, J = 5.5 Hz, 1H), 3.22 (d, J = 14.6 Hz, 1H), 3.00 (d, J 

= 14.6 Hz, 1H), 1.32 (s, 3H), 1.15 (d, J = 14.6 Hz, 6H), 1.01 (s, 3H).13C NMR (151 

MHz, CDCl3) δ 155.4, 151.6, 133.6, 130.0, 128.7, 127.7, 74.7, 49.8, 44.1, 38.7, 24.9, 

24.6, 18.5. IR: 2972, 2912, 2845, 1780, 1689, 1407, 1385, 1243, 1138, 1079, 1034, 764, 

743, 698. HRMS (ESI): calcd for C16H22N2O2: 275.1754 [M+H]+. Found: 275.1745 

[M+H]+. 

 

To a solution of 5f (0.5 mmol) in THF (5.0 mL) was slowly added HCl (1M in H2O, 

2 mL). Then the mixture was stirred at room temperature for 18 h. The reaction solution 

was concentrated under vacuum. The residue was then purified by column 

chromatography on silica gel (petroleum ether/ethyl acetate = 30:1) to give product 6 

as white solid (98% yield). 1H NMR (600 MHz, CDCl3) δ 7.61 (d, J = 7.7 Hz, 2H), 7.56 

(d, J = 7.8 Hz, 2H), 6.65 (s, 1H), 4.63 – 4.11 (m, 1H), 1.49 (d, J = 6.7 Hz, 6H). 13C 

NMR (151 MHz, CDCl3) δ 162.3, 151.5, 137.9, 132.6, 132.5, 130.0, 125.1, 111.8, 45.7, 

19.7.IR: 2987, 2920, 1814, 1741, 1722, 1668, 1489, 1410, 1370, 1248, 1076, 895, 822, 

763. HRMS (ESI): calcd for C13H12BrNO3: 310.0073 [M+H]+. Found: 310.0074 
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[M+H]+. 

9. Crystallography 

Diffraction data were collected at 220 K on a Bruker SMART-CCD diffractometer 

using graphite-monochromated Mo Kα radiation (λ = 0.71073 Å). The structures were 

solved by direct methods S3 and refined by full-matrix least squares on F2. All 

nonhydrogen atoms were refined anisotropically, and the hydrogen atoms were 

included in idealized positions. All calculations were performed using the SHELXTLS4 

crystallographic software packages. CCDC 1997581 (3b), CCDC 1997583 (4a), CCDC 

1997582 (6), CCDC 1997584 (8a), CCDC 1997585 (8g) contain supplementary 

crystallographic data for this paper. These data can be obtained free of charge from The 

Cambridge Crystallographic Data Centre via www.ccdc.cam.ac.uk/data_request/cif. 

 

 

Figure S6. ORTEP Single Crystal X-Ray Diffraction of 3b 

 

 

 

http://www.ccdc.cam.ac.uk/data_request/cif
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Table S2. Crystal data and structure refinement for 3b 

 

 

Figure S7. ORTEP Single Crystal X-Ray Diffraction of 4a 
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Table S3. Crystal data and structure refinement for 4a 

 

 

Figure S8. ORTEP Single Crystal X-Ray Diffraction of 6 
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Table S4. Crystal data and structure refinement for 6 

 

 

Figure S9. ORTEP Single Crystal X-Ray Diffraction of 8a 
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Table S5. Crystal data and structure refinement for 8a 

 

 

Figure S10. ORTEP Single Crystal X-Ray Diffraction of 8g 
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Table S6. Crystal data and structure refinement for 8g 
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11. NMR spectra  
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12. Cartesian coordinates of BIG, BIG-CO2 and TS 

 

 O                     0. 00000       0.00000        1.15606  

 O                     0. 00000       0. 00000      -1.15606  

 C                     0. 00000       0. 00000       0.00000 

2a 

 N                     - 0 . 7 5 1 0 3    0 . 2 2 5 8 7    0 . 0 7 7 5 0  

 N                     - 2 . 8 3 0 5 3    1 . 2 8 3 1 8   - 0 . 2 2 2 6 1  

 N                      3 . 0 6 3 2 2   - 0 . 4 1 4 8 7   - 0 . 9 1 0 9 4  

 N                      2 . 2 3 8 8     1 . 2 8 1 4 7    0 . 2 2 0 2 8  

 N                     - 2 . 8 6 2 5 5   - 0 . 9 0 3 8 3   - 0 . 3 9 4 4  

 N                      1 . 2 4 6 0 9   - 0 . 9 3 3 3 7    0 . 4 7 0 5 2  

 N                     - 0 . 6 8 5 3 9   - 1 . 3 9 3 3 5    1 . 7 5 0 6 8  

 C                     - 2 . 0 3 6 5 6    0 . 1 6 2 5 2   - 0 . 1 2 5 8 8  

 C                     - 0 . 0 7 4 7 4   - 0 . 7 3 5 0 8    0 . 8 2 5 6 1  

 C                      2 . 0 5 5 5 1   - 0 . 0 5 9 0 7   - 0 . 0 4 0 5 3  

 C                      1 . 5 7 6 5     1 . 9 4 3 7 1    1 . 3 4 7 1 6  

 H                      0 . 6 8 2 5 7    1 . 3 4 2 1 2    1 . 5 3 9 2 4  

 C                     - 2 . 2 5 9 6 4    2 . 6 1 0 9 8   - 0 . 0 3 2 1 2  

 H                     - 1 . 3 3 0 5 6    2 . 3 9 7 0 8    0 . 5 1 0 7 5  

 C                      3 . 3 9 6 9 8    1 . 7 2 6 2 8   - 0 . 4 3 6 4 8  

 C                      3 . 9 0 8 9 7    0 . 6 7 4 5 5   - 1 . 1 2 7 3 1  

 C                      0 . 0 1 8 6 1   - 2 . 3 5 4 8 2    2 . 5 8 2 3 7  

 H                     - 0 . 7 3 2 0 4   - 2 . 7 1 4 3 6    3 . 3 0 8 7 8  

 C                     - 2 . 3 5 1 5 1   - 2 . 2 4 6 3 8   - 0 . 6 8 7 8 4  
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 H                     - 1 . 2 8 3 2 2   - 2 . 1 9 5 0 4   - 0 . 4 6 0 1 8  

 C                     - 4 . 1 3 0 9 1    0 . 9 1 8 2 2   - 0 . 5 7 4 7 9  

 C                     - 2 . 4 7 1 9 7   - 2 . 5 7 8 3    - 2 . 1 7 5 1 6  

 H                     - 3 . 5 1 2 6 3   - 2 . 6 9 7 3 7   - 2 . 5 0 5 6 7  

 H                     - 1 . 9 4 7 8 7   - 3 . 5 2 2 6 4   - 2 . 3 8 0 7 4  

 H                     - 2 . 0 0 5 1 5   - 1 . 7 8 7 8 4   - 2 . 7 7 9 5 3  

 C                      3 . 2 2 3 7    - 1 . 8 0 9 0 5   - 1 . 3 1 6 3 6  

 H                      2 . 2 2 8 2 8   - 2 . 2 3 5 6 3   - 1 . 1 3 2 9 8  

 C                      3 . 8 7 8 7 9    3 . 1 3 8 6 7   - 0 . 4 11 8 5  

 H                      3 . 1 6 6 5 2    3 . 8 2 0 7 1   - 0 . 8 9 9 4 6  

 H                      4 . 8 3 1 4 2    3 . 2 1 0 9 1   - 0 . 9 4 9 4 8  

 H                      4 . 0 4 6 2     3 . 5 0 6 2 5    0 . 6 1 0 6 2  

 C                     - 4 . 1 5 7 6 8   - 0 . 4 3 7 8 9   - 0 . 6 5 8 6 2  

 C                      1 . 0 9 0 3 4    3 . 3 5 0 0 2    1 . 0 0 0 8 3  

 H                      1 . 8 9 8 5 5    4 . 0 9 2 9 5    1 . 0 1 3 6 8  

 H                      0 . 3 4 2 9 9    3 . 6 6 6 5 5    1 . 7 4 3 0 4  

 H                      0 . 6 1 8 0 5    3 . 3 5 3 2 1    0 . 0 0 8 5 5  

 C                      2 . 4 5 8 7     1 . 9 0 8 11    2 . 5 9 3 3 2  

 H                      2 . 7 1 6 1 7    0 . 8 7 0 4 1    2 . 8 4 6 3 4  

 H                      1 . 9 2 1 8 5    2 . 3 4 5 8 7    3 . 4 4 7 2 5  

 H                      3 . 3 9 0 3 4    2 . 4 7 5 0 9    2 . 4 4 7 3 5  

 C                     - 3 . 11 2 7 9    3 . 5 2 9 1 7    0 . 8 3 8 5 7  

 H                     - 3 . 9 6 5 8 9    3 . 9 5 7 4 3    0 . 2 9 5 7 5  

 H                     - 2 . 4 9 11 8    4 . 3 6 8 2 3    1 . 1 8 3 1 2  

 H                     - 3 . 4 8 6 1 6    2 . 9 9 4 6 4    1 . 7 2 3 3 1  

 C                      3 . 5 4 7 7 1   - 1 . 9 7 9 11   - 2 . 7 9 8 0 9  

 H                      2 . 9 0 1 1 8   - 1 . 3 4 0 8 6   - 3 . 4 1 6 7  

 H                      3 . 3 6 8 4 8   - 3 . 0 2 5 1 7   - 3 . 0 8 3 4 6  

 H                      4 . 5 9 6 6    - 1 . 7 5 2 6 4   - 3 . 0 3 0 8 1  

 C                     - 2 . 9 5 1 8 7   - 3 . 2 9 5 7 9    0 . 2 3 9 6 5  



S42 
 

 H                     - 2 . 7 8 5 1 4   - 2 . 9 7 7 7 7    1 . 2 7 8 0 4  

 H                     - 4 . 0 2 5 9 5   - 3 . 4 4 4 4 7    0 . 0 6 1 4 6  

 C                     - 1 . 8 7 7 8 6    3 . 2 3 8 9    - 1 . 3 7 0 0 7  

 H                     - 1 . 1 7 4 3 9    2 . 5 8 0 6 7   - 1 . 8 9 9 3 2  

 H                     - 1 . 3 9 6 8 3    4 . 2 1 5 9 2   - 1 . 2 1 3 2 4  

 H                     - 2 . 7 6 3 2 8    3 . 3 9 3 8 4   - 2 . 0 0 5 7 7  

 C                     - 5 . 3 4 9 0 5   - 1 . 3 2 0 6 4   - 0 . 8 3 8 2 9  

 H                     - 6 . 2 1 0 1 2   - 0 . 7 1 7 3 9   - 1 . 1 4 9 8  

 H                     - 5 . 1 9 8 1 3   - 2 . 0 9 9 7 7   - 1 . 5 9 6 1 3  

 H                     - 5 . 6 1 7 3    - 1 . 8 2 1 8 8    0 . 1 0 4 2 2  

 C                     - 5 . 2 5 0 5 4    1 . 8 8 9 8 9   - 0 . 7 4 7 5 3  

 H                     - 5 . 5 8 2 9 4    2 . 3 2 1 4 8    0 . 2 0 8 3 4  

 H                     - 4 . 9 6 3 3 2    2 . 7 2 1 0 2   - 1 . 4 0 7 7 4  

 H                     - 6 . 11 0 0 5    1 . 3 8 6 5 2   - 1 . 2 0 5 5 5  

 C                      5 . 1 0 3 9 8    0 . 6 3 4 0 1   - 2 . 0 2 0 4  

 H                      5 . 7 6 7 5 7   - 0 . 2 0 6 11   - 1 . 7 6 9 8 7  

 H                      4 . 8 2 7 0 7    0 . 5 3 6 8 9   - 3 . 0 8 0 6 3  

 H                      5 . 6 8 3 1 4    1 . 5 5 7 7 8   - 1 . 9 0 7 5 1  

 C                      4 . 2 1 0 9    - 2 . 5 2 8 6 3   - 0 . 4 0 0 7 4  

 H                      4 . 2 6 4 3 3   - 3 . 5 9 6 3 7   - 0 . 6 5 7 9 9  

 H                      5 . 2 2 2 2 3   - 2 . 1 0 2 8 9   - 0 . 4 9 0 5 2  

 H                      3 . 8 8 2 1 7   - 2 . 4 3 8 9 8    0 . 6 4 4 2  

 H                     - 2 . 4 5 1 5 4   - 4 . 2 6 1 8 2    0 . 0 7 9 5 7  

 C                      1 . 1 5 5     - 1 . 7 4 3 0 5    3 . 4 1 0 2 1  

 H                      1 . 5 0 1 8 7   - 2 . 4 5 2 2 9    4 . 1 7 7 7 5  

 H                      2 . 0 0 4 9 6   - 1 . 4 8 0 7 5    2 . 7 6 5 1  

 H                      0 . 8 0 2 4 5   - 0 . 8 3 1 3 8    3 . 9 1 6 2 7  

 C                      0 . 4 9 8 6 7   - 3 . 5 9 0 7 5    1 . 8 1 0 8 3  

 H                     - 0 . 3 3 9 1 5   - 4 . 0 4 4 9 2    1 . 2 6 0 8 4  

 H                      1 . 2 8 1 0 3   - 3 . 3 1 4 0 8    1 . 0 9 1 3 2  



S43 
 

     H                      0 . 9 0 1 2 4   - 4 . 3 4 7 8 1    2 . 5 0 1 8 7 

TS 2a-3a 

 N                     - 0 . 4 7 9 0 7    0 . 2 3 5 6 3   - 0 . 3 2 2 9 1  

 O                     - 2 . 1 7 2 9 2    0 . 7 5 4 1 2    2 . 1 6 8 1 7  

 O                     - 3 . 0 0 7 0 6   - 1 . 3 3 0 8 9    2 . 7 0 2 4 2  

 N                     - 2 . 4 9 0 1     1 . 4 0 0 3    - 0 . 7 1 4 5 1  

 N                      3 . 3 7 4 6 7   - 0 . 4 4 7 3 7   - 0 . 8 4 6 7 5  

 N                      2 . 4 7 6 1 4    1 . 2 2 3 7 8    0 . 2 6 0 7 5  

 N                     - 2 . 6 1 9 8 4   - 0 . 7 7 8 3 3   - 0 . 9 0 1 8 2  

 N                      1 . 4 1 3 6 4   - 0 . 9 6 5 2     0 . 3 3 0 0 3  

 N                     - 0 . 6 6 3 8 8   - 1 . 3 8 1 2 3    1 . 3 4 7 11  

 C                     - 1 . 7 6 0 6 3    0 . 2 4 7 9 7   - 0 . 5 9 9 0 6  

 C                      0 . 0 7 2 2 7   - 0 . 7 2 6 8 5    0 . 4 9 5 4 2  

 C                      2 . 2 9 4 2 8   - 0 . 0 9 6 8 1   - 0 . 0 7 4 2 4  

 C                      1 . 7 0 1 6 3    1 . 8 6 3 7 8    1 . 3 3 0 3 3  

 H                      0 . 7 7 1 8 1    1 . 2 8 8 5 8    1 . 3 9 3 5 1  

 C                     - 1 . 9 0 0 6 6    2 . 6 8 8 0 5   - 0 . 3 5 7 5  

 H                     - 1 . 0 2 5 0 3    2 . 3 9 2 2 6    0 . 2 3 2 5  

 C                      3 . 7 0 3 1 7    1 . 6 6 4 9 7   - 0 . 2 5 6  

 C                     - 2 . 4 5 4 5    - 0 . 3 6 6 9 2    2 . 3 4 8 2 3  

 C                      4 . 2 6 1 3 8    0 . 6 2 7 5 3   - 0 . 9 3 4 1  

 C                     - 2 . 1 5 7 6 5   - 2 . 1 3 8 5 8   - 1 . 2 0 5 3 3  

 H                     - 1 . 1 0 4 8 4   - 2 . 1 4 7 1 6   - 0 . 9 1 0 3 9  

 C                     - 3 . 7 9 8 2 1    1 . 0 9 9 7 6   - 1 . 0 9 1 3 4  

 C                     - 2 . 2 0 5 2 8   - 2 . 4 1 0 5 9   - 2 . 7 0 8 4 7  



S44 
 

 H                     - 3 . 2 3 0 4 5   - 2 . 4 3 9 0 1   - 3 . 1 0 2 2 7  

 H                     - 1 . 7 3 9 7 1   - 3 . 3 8 4 1 3   - 2 . 9 1 8 3 6  

 H                     - 1 . 6 4 6 4    - 1 . 6 3 6 8 3   - 3 . 2 5 3 4 1  

 C                      3 . 5 4 0 3 4   - 1 . 8 2 7 6 1   - 1 . 2 9 9 2  

 H                      2 . 5 2 2 6 5   - 2 . 2 3 4 6 7   - 1 . 2 2 9 8 6  

 C                      4 . 2 1 5 5 5    3 . 0 5 9 8 5   - 0 . 11 6 5 6  

 H                      3 . 5 7 6 6 8    3 . 7 8 3 6 6   - 0 . 6 4 3 4 2  

 H                      5 . 2 2 1      3 . 1 2 5 5    - 0 . 5 4 8 2 7  

 H                      4 . 2 8 4 0 1    3 . 3 7 6 2 7    0 . 9 3 3 9 5  

 C                     - 3 . 8 8 5 2    - 0 . 2 5 3 1 5   - 1 . 1 9 5 8  

 C                      1 . 3 0 4 3 6    3 . 2 9 9 7 8    0 . 9 9 4 2 3  

 H                      2 . 1 2 4 8 1    4 . 0 1 3      1 . 1 4 7 1  

 H                      0 . 4 7 7 0 2    3 . 6 0 4 1 2    1 . 6 5 1 5 1  

 H                      0 . 9 6 2 1 2    3 . 3 6 6 1 6   - 0 . 0 4 7 8 8  

 C                      2 . 4 2 9 7 3    1 . 7 4 6 9 5    2 . 6 6 7 3 2  

 H                      2 . 6 2 9 8 6    0 . 6 9 2 3     2 . 9 0 0 9 1  

 H                      1 . 8 0 5 9 5    2 . 1 6 3 7 6    3 . 4 7 0 9 3  

 H                      3 . 3 8 5 7 6    2 . 2 9 1 7 4    2 . 6 5 6 5 5  

 C                     - 2 . 7 9 2 4 7    3 . 5 4 2 4 7    0 . 5 3 7 5 4  

 H                     - 3 . 5 9 6 1 9    4 . 0 4 5 2 3   - 0 . 0 1 6 7 7  

 H                     - 2 . 1 7 5      4 . 3 2 6 9     0 . 9 9 8 7 9  

 H                     - 3 . 2 2 2 8 4    2 . 9 3 0 5 5    1 . 3 4 1 4 5  

 C                      3 . 9 9 8 6 4   - 1 . 9 3 9 1    - 2 . 7 5 0 4 7  

 H                      3 . 4 2 7 7 1   - 1 . 2 5 6 5 1   - 3 . 3 9 5 4 6  

 H                      3 . 8 2 3 6 8   - 2 . 9 6 5 9 6   - 3 . 1 0 0 5 5  

 H                      5 . 0 6 9 6 4   - 1 . 7 3 0 5 5   - 2 . 8 7 2 8 3  

 C                     - 2 . 8 6 7 9 8   - 3 . 1 8 9 4 9   - 0 . 3 6 0 1 9  

 H                     - 2 . 8 0 7 6    - 2 . 9 0 8 5 1    0 . 7 0 0 7 3  

 H                     - 3 . 9 2 0 9 4   - 3 . 3 1 2 5 8   - 0 . 6 4 8 4 8  

 C                     - 1 . 4 1 0 9 4    3 . 4 2 4 7 6   - 1 . 6 0 0 8 2  



S45 
 

 H                     - 0 . 6 8 7 4 3    2 . 8 0 0 8 3   - 2 . 1 4 4 4 5  

 H                     - 0 . 9 2 11     4 . 3 6 8 3 2   - 1 . 3 1 7 9 1  

 H                     - 2 . 2 4 5 5 7    3 . 6 6 6 1 7   - 2 . 2 7 7 0 1  

 C                     - 5 . 1 0 4 4 2   - 1 . 0 8 0 6 6   - 1 . 4 3 6 8 7  

 H                     - 5 . 9 3 1 4 8   - 0 . 4 3 1 9 9   - 1 . 7 4 9 1 4  

 H                     - 4 . 9 6 2 6 5   - 1 . 8 3 9 8 9   - 2 . 2 1 6 9  

 H                     - 5 . 4 1 6 0 4   - 1 . 5 9 9 8 2   - 0 . 5 1 7 9 6  

 C                     - 4 . 8 6 5 2     2 . 1 2 3 1 9   - 1 . 2 9 7 3 7  

 H                     - 5 . 2 4 9 7 6    2 . 5 2 5 2 8   - 0 . 3 4 8 8 2  

 H                     - 4 . 4 9 5 6     2 . 9 6 8 5    - 1 . 8 9 4 9 1  

 H                     - 5 . 7 0 6 6 3    1 . 6 7 6 4    - 1 . 8 4 0 2 3  

 C                      5 . 5 4 1 2 6    0 . 5 8 9 1 7   - 1 . 7 0 0 6 3  

 H                      6 . 1 5 4 4 9   - 0 . 2 7 9 2 5   - 1 . 4 2 0 4 7  

 H                      5 . 3 7 3 7 4    0 . 5 4 4 5 6   - 2 . 7 8 6 9 1  

 H                      6 . 1 2 7 9 1    1 . 4 9 0 3 1   - 1 . 4 8 7 9 6  

 C                      4 . 4 2 0 3    - 2 . 6 1 2 3    - 0 . 3 2 9 6 2  

 H                      4 . 4 7 1 8 8   - 3 . 6 6 8 7 6   - 0 . 6 2 9 7 9  

 H                      5 . 4 4 5 5 3   - 2 . 2 1 2 1 5   - 0 . 3 0 6 3  

 H                      3 . 9 9 8 2 5   - 2 . 5 5 9 0 9    0 . 6 8 3 7 3  

 H                     - 2 . 3 7 3 7 7   - 4 . 1 6 2 0 9   - 0 . 4 9 7 4 4  

 C                     - 0 . 11 6 6 7   - 2 . 4 0 5 2 6    2 . 2 2 11 2  

 H                     - 0 . 9 8 3 3 8   - 2 . 7 6 2 5 2    2 . 8 0 4 3 2  

 C                      0 . 4 3 2 8 7   - 3 . 6 2 1 9 3    1 . 4 6 8 6 2  

 H                      1 . 3 2 9 3 8   - 3 . 3 5 2 2 1    0 . 8 9 4 9 4  

 H                      0 . 6 9 0 2 5   - 4 . 4 2 5 6 8    2 . 1 7 5 4 6  

 H                     - 0 . 3 2 5 3 8   - 4 . 0 1 2 11    0 . 7 7 3 5 1  

 C                      0 . 9 0 1 9 2   - 1 . 8 6 4 8 8    3 . 2 3 0 8 7  

 H                      1 . 8 3 4 3 3   - 1 . 5 8 4 9 5    2 . 7 2 0 9 9  

 H                      0 . 4 9 9 0 7   - 0 . 9 7 4 7 5    3 . 7 3 8 9 9  

     H                      1 . 1 3 1 7 2   - 2 . 6 2 2 6 9    3 . 9 9 5 5 1 



S46 
 

3a 

 N                     - 0 . 4 2 7 2 9    0 . 2 111 7   - 0 . 3 8 3 5 6  

 O                     - 1 . 8 8 3 2 3    0 . 6 6 6 7 1    1 . 9 8 2 9 6  

 O                     - 2 . 7 8 0 1 8   - 1 . 3 3 7 11    2 . 4 8 5 7 5  

 N                     - 2 . 4 5 3 6 2    1 . 4 1 2 6 1   - 0 . 6 9 5 9 1  

 N                      3 . 2 9 6 0 4   - 0 . 5 0 7 6 5   - 0 . 7 8 5 1 3  

 N                      2 . 4 9 4 11    1 . 2 6 4 2 6    0 . 2 1 9 9 3  

 N                     - 2 . 5 7 9 8 5   - 0 . 7 4 8 9 8   - 0 . 9 5 9 9 6  

 N                      1 . 3 9 3 5    - 0 . 8 5 6 9 2    0 . 5 7 0 5 3  

 N                     - 0 . 7 1 5 5 8   - 1 . 2 7       1 . 4 3 7 6 1  

 C                     - 1 . 7 3 8 0 6    0 . 2 6 6 6 2   - 0 . 6 3 2 7 6  

 C                      0 . 0 7 0 6 1   - 0 . 6 1 5 3 2    0 . 5 4 2 8 7  

 C                      2 . 2 7 7 4 1   - 0 . 0 6 3 7 5    0 . 0 0 1 6 4  

 C                      1 . 7 2 6 2 7    2 . 0 1 9 1 7    1 . 2 2 4 5 2  

 H                      0 . 7 8 1 6 5    1 . 4 7 4 0 7    1 . 3 4 0 0 1  

 C                     - 1 . 8 8 5 4 3    2 . 6 8 7 1 6   - 0 . 2 4 6 0 7  

 H                     - 0 . 9 5 4 9 5    2 . 3 7 2 1 3    0 . 2 3 7 5 8  

 C                      3 . 6 9 2 0 1    1 . 6 3 8 4 5   - 0 . 3 9 6 3 2  

 C                     - 1 . 9 4 4 8 1   - 0 . 5 6 5 1 4    2 . 0 3 3 3 5  

 C                      4 . 1 9 4 1 4    0 . 5 3 4 9 6   - 1 . 0 1 7 9 3  

 C                     - 0 . 2 3 0 0 8   - 2 . 4 0 3 1 6    2 . 2 3 6 8 3  

 H                     - 1 . 1 5 9 7 1   - 2 . 7 9 8 8 7    2 . 6 6 6 8 8  

 C                     - 2 . 1 3 1 9    - 2 . 1 2 6 4    - 1 . 2 0 9 1  

 H                     - 1 . 0 8 1 2 5   - 2 . 1 3 1 0 6   - 0 . 9 0 1 1  

 C                     - 3 . 7 7 1 0 9    1 . 1 2 0 3 5   - 1 . 0 3 2 7 2  



S47 
 

 C                     - 2 . 1 6 4 4 8   - 2 . 4 4 4 6 2   - 2 . 7 0 2 7 3  

 H                     - 3 . 1 8 6 9 3   - 2 . 4 5 5 7 4   - 3 . 1 0 4 5 8  

 H                     - 1 . 7 2 7 8 6   - 3 . 4 3 9 0 4   - 2 . 8 7 2 8 1  

 H                     - 1 . 5 7 7 3 1   - 1 . 7 0 6 4 6   - 3 . 2 6 6 9  

 C                      3 . 3 9 6 7 6   - 1 . 9 2 5 0 7   - 1 . 1 4 4 6 2  

 H                      2 . 3 7 8 8 8   - 2 . 2 9 9 6 9   - 0 . 9 7 1 4 3  

 C                      4 . 2 4 7 7 5    3 . 0 2 3 4 3   - 0 . 3 7 8 6 3  

 H                      3 . 6 1 6 0 4    3 . 7 2 4 5 8   - 0 . 9 4 2 3 7  

 H                      5 . 2 4 2 7 2    3 . 0 2 4 2 5   - 0 . 8 3 8 4 6  

 H                      4 . 3 5 2 3 2    3 . 4 11 6 8    0 . 6 4 4 0 3  

 C                     - 3 . 8 5 5 1 6   - 0 . 2 2 9 4 8   - 1 . 1 9 1 2 9  

 C                      1 . 3 6 9 9 2    3 . 4 2 6 8 7    0 . 7 5 5 9 9  

 H                      2 . 2 0 8 6 5    4 . 1 2 9 1 8    0 . 8 4 6 1 6  

 H                      0 . 5 5 1 0 2    3 . 8 0 8 3 4    1 . 3 8 2 3 8  

 H                      1 . 0 2 4 9 7    3 . 4 0 9 3    - 0 . 2 8 7 3 7  

 C                      2 . 4 4 9 0 1    1 . 9 9 7 9 9    2 . 5 6 8  

 H                      2 . 6 1 4 1 3    0 . 9 6 1 6 1    2 . 8 9 3 4 4  

 H                      1 . 8 3 3 7 1    2 . 5 0 0 7 9    3 . 3 2 6 8 1  

 H                      3 . 4 2 1      2 . 5 11 4 9    2 . 5 1 4 0 9  

 C                     - 2 . 7 3 4 4 6    3 . 3 7 0 2 3    0 . 8 2 0 1 4  

 H                     - 3 . 6 1 6 3 6    3 . 8 7 4 5 1    0 . 4 0 2 3 6  

 H                     - 2 . 1 2 1 5 5    4 . 1 4 0 4 9    1 . 3 111 4  

 H                     - 3 . 0 2 4 0 4    2 . 6 2 7 0 5    1 . 5 7 4 9 3  

 C                      3 . 7 4 0 1 2   - 2 . 1 4 8 5 4   - 2 . 6 1 3 8 7  

 H                      3 . 1 3 0 7 6   - 1 . 5 0 3 1 7   - 3 . 2 6 1 8 6  

 H                      3 . 5 2 3 9 4   - 3 . 1 9 4 1 8   - 2 . 8 7 2 7 9  

 H                      4 . 8 0 1 5 1   - 1 . 9 7 0 6 3   - 2 . 8 3 0 3 6  

 C                     - 2 . 8 7 2 4 6   - 3 . 1 3 8 8    - 0 . 3 4 0 8 4  

 H                     - 2 . 9 1 3 0 1   - 2 . 7 8 3 7 9    0 . 7 0 0 9 2  

 H                     - 3 . 8 9 3 4 5   - 3 . 3 1 8 6 3   - 0 . 7 0 4 4 7  



S48 
 

 C                     - 1 . 5 5 0 9 9    3 . 5 8 0 3 1   - 1 . 4 3 6 4 8  

 H                     - 0 . 8 6 5 4 5    3 . 0 6 4 6 3   - 2 . 1 2 4 4 5  

 H                     - 1 . 0 6 8 7 8    4 . 5 0 4 9    - 1 . 0 8 6 7 6  

 H                     - 2 . 4 5 4 5 9    3 . 8 6 5 6 7   - 1 . 9 9 6 0 2  

 C                     - 5 . 0 7 4 3 4   - 1 . 0 5 5 8    - 1 . 4 3 0 1 8  

 H                     - 5 . 9 0 5 5    - 0 . 4 0 2 8 8   - 1 . 7 2 1 8 5  

 H                     - 4 . 9 3 8 9 1   - 1 . 8 0 1 3 8   - 2 . 2 2 4 3 1  

 H                     - 5 . 3 6 9 1 5   - 1 . 5 8 4 9 2   - 0 . 5 1 2 0 2  

 C                     - 4 . 8 5 8 6 9    2 . 1 3 7 4 1   - 1 . 1 3 5 8 6  

 H                     - 5 . 2 4 3 1 9    2 . 4 2 5 3 5   - 0 . 1 4 6 9 9  

 H                     - 4 . 5 1 2 5 2    3 . 0 4 7 8 2   - 1 . 6 4 3 0 3  

 H                     - 5 . 6 9 3 1 6    1 . 7 2 8 4 5   - 1 . 7 1 8 2 3  

 C                      5 . 4 3 0 4 3    0 . 4 0 2 8 9   - 1 . 8 4 3 3  

 H                      6 . 0 3 2 6 3   - 0 . 4 6 3 2 9   - 1 . 5 3 5 0 3  

 H                      5 . 2 0 4 0 1    0 . 2 9 2 3 9   - 2 . 9 1 3 8 7  

 H                      6 . 0 5 1 9 8    1 . 2 9 7 6 5   - 1 . 7 2 3 11  

 C                      4 . 3 3 1 5 2   - 2 . 6 5 7 1 8   - 0 . 1 8 6 4 5  

 H                      4 . 3 3 3 9 8   - 3 . 7 3 3 5 6   - 0 . 4 0 9 2 8  

 H                      5 . 3 6 4 4 2   - 2 . 2 8 7 2 5   - 0 . 2 7 2 1 2  

 H                      3 . 9 9 2 3 6   - 2 . 5 1 7 4 7    0 . 8 4 9 5 1  

 H                     - 2 . 3 4 0 6 3   - 4 . 1 0 0 6 6   - 0 . 3 7 6 0 5  

 C                      0 . 6 6 6 5 8   - 1 . 9 5 7 7 3    3 . 3 9 2 6 8  

 H                      0 . 8 7 4 3 6   - 2 . 8 0 4 8 1    4 . 0 6 3 7 3  

 H                      1 . 6 1 9 9 4   - 1 . 5 6 6 8 9    3 . 0 1 0 5 5  

 H                      0 . 1 6 7 2 8   - 1 . 1 7 1 9     3 . 9 7 8 2 6  

 C                      0 . 4 0 4 6 2   - 3 . 5 2 2 0 8    1 . 4 1 3 4 3  

 H                     - 0 . 2 2 5 3 2   - 3 . 7 7 3 5 2    0 . 5 4 7 1 7  

 H                      1 . 4 0 4 6 1   - 3 . 2 4 7 1 3    1 . 0 5 5 3  

     H                      0 . 4 9 1 8 7   - 4 . 4 2 4 4 3    2 . 0 3 6 4 8 

 



S49 
 

2b 

 N                      0 . 9 0 2 7    - 0 . 2 6 5 6 5    0 . 0 7 9 9 1  

 N                      3 . 1 2 1 0 6   - 1 . 0 2 8 4 9    0 . 3 1 2 1 4  

 N                     - 2 . 7 9 9 7 7   - 0 . 3 6 5 9 6   - 1 . 4 6 1  

 N                     - 2 . 0 0 5 0 5   - 1 . 4 7 5 7 1    0 . 2 6 3 4 1  

 N                      2 . 8 8 6 6     0 . 8 6 7 4 9   - 0 . 7 6 6 1 6  

 N                     - 1 . 1 9 3 7 1    0 . 7 7 6 3 7   - 0 . 1 9 2 9 4  

 N                      0 . 5 2 9 4 6    1 . 8 5 7 9 2    0 . 9 7 3 1 7  

 C                      2 . 1 8 4 6 8   - 0 . 1 0 6 9 9   - 0 . 0 9 5 6 7  

 C                      0 . 0 8 3 8 4    0 . 8 3 2 5 9    0 . 3 2 8 4 2  

 C                     - 1 . 8 8 4 3 9   - 0 . 2 9 3 8 7   - 0 . 4 3 3 5 8  

 C                     - 1 . 4 6 0 1 3   - 1 . 6 3 4 9 2    1 . 6 1 4 2 8  

 H                     - 0 . 6 9 1 9    - 0 . 8 6 0 4 6    1 . 7 0 1 2 3  

 C                      2 . 7 1 3 1 7   - 2 . 2 2 7 5     1 . 0 3 4 4 1  

 H                      1 . 7 0 8 2 9   - 1 . 9 6 3 8 8    1 . 3 8 8 5  

 C                     - 3 . 0 2 6 1 5   - 2 . 2 4 9 4 3   - 0 . 3 1 0 0 7  

 C                     - 1 . 2 9 3 6     2 . 6 3 4 4 1    2 . 4 4 7 4 5  

 H                     - 1 . 8 6 2 4 9    1 . 7 1 3 1 3    2 . 2 3 5 5 3  

 H                     - 0 . 6 4 6 4 3    2 . 4 1 6 3 7    3 . 3 1 4 2 9  

 C                     - 3 . 5 2 3 2 9   - 1 . 5 5 6 6    - 1 . 3 6 7 5 6  

 C                     - 0 . 4 0 4 4     2 . 9 2 5 6 1    1 . 2 3 7 5 3  

 H                     - 1 . 0 6 2 5 8    3 . 1 2 3 9     0 . 3 6 8 5 8  

 H                      0 . 1 6 5 1 2    3 . 8 5 0 9 5    1 . 4 3 7 0 5  

 C                      2 . 2 3 0 8 9    1 . 8 7 9 9 2   - 1 . 5 9 9 8 7  

 H                      1 . 1 6 0 7 4    1 . 7 2 0 0 1   - 1 . 4 4 0 6 7  



S50 
 

 C                      4 . 3 9 2 4 9   - 0 . 6 3 6 1 2   - 0 . 111 8 4  

 C                      2 . 4 8 5 5     1 . 6 3 8 5 6   - 3 . 0 8 7 8 9  

 H                      3 . 5 2 5 8 5    1 . 8 2 8 9 5   - 3 . 3 8 2 9  

 H                      1 . 8 4 6 9 9    2 . 3 1 2 1 6   - 3 . 6 7 7 2 6  

 H                      2 . 2 3 2 0 4    0 . 6 0 3 2 5   - 3 . 3 5 5 9 6  

 C                     - 3 . 0 1 4 3 4    0 . 7 8 2 1 8   - 2 . 3 3 8 3 5  

 H                     - 2 . 0 9 2 6     1 . 3 6 5 2 2   - 2 . 2 111 8  

 C                     - 3 . 3 7 6 9 5   - 3 . 6 2 9 2     0 . 1 3 8 7 2  

 H                     - 2 . 5 4 8 2 9   - 4 . 3 3 2 4 5   - 0 . 0 3 3 3 4  

 H                     - 4 . 2 4 4 0 1   - 3 . 9 9 0 5 2   - 0 . 4 2 6 5 2  

 H                     - 3 . 6 3 4 9 9   - 3 . 6 7 3 5 9    1 . 2 0 6 0 9  

 C                      4 . 2 5 1 0 4    0 . 5 5 1 0 6   - 0 . 7 5 8 2 9  

 C                     - 0 . 7 5 2 7 3   - 2 . 9 7 4 3 9    1 . 8 0 2 7 8  

 H                     - 1 . 4 5 4 7 4   - 3 . 8 0 9 5 6    1 . 9 2 7 6 8  

 H                     - 0 . 1 2 7 8    - 2 . 9 3 2 0 2    2 . 7 0 6 9 5  

 H                     - 0 . 1 0 4 2 4   - 3 . 1 7 4 9 8    0 . 9 3 9 0 3  

 C                     - 2 . 5 2 9 8 7   - 1 . 3 6 4 3 5    2 . 6 7 0 9 1  

 H                     - 2 . 9 7 7 5    - 0 . 3 7 2 6 4    2 . 5 1 5 3 6  

 H                     - 2 . 0 7 8 8 4   - 1 . 3 8 2 7 9    3 . 6 7 3 4  

 H                     - 3 . 3 3 3 1 3   - 2 . 1 1 5 1 4    2 . 6 4 4 4 3  

 C                      3 . 5 7 7 2    - 2 . 5 3 2 7 9    2 . 2 5 4 9 4  

 H                      4 . 5 3 8 9 4   - 2 . 9 9 1 7 5    1 . 9 8 9 6 3  

 H                      3 . 0 4 2 0 7   - 3 . 2 4 5 0 1    2 . 8 9 9 3 6  

 H                      3 . 7 6 6 7 5   - 1 . 6 2 0 5 8    2 . 8 3 7 7 6  

 C                     - 3 . 1 4 1 3 9    0 . 4 0 6 1 7   - 3 . 8 1 2 1 6  

 H                     - 2 . 3 6 6 1 7   - 0 . 3 1 7 8 5   - 4 . 1 0 0 1 5  

 H                     - 3 . 0 0 8 3 3    1 . 3 1 0 0 1   - 4 . 4 2 3 1  

 H                     - 4 . 1 2 6 0 8   - 0 . 0 1 2 3 4   - 4 . 0 5 9 0 9  

 C                      2 . 5 5 2 3 3    3 . 2 9 4 9 1   - 1 . 1 3 3 4 6  

 H                      2 . 3 5 7 3 5    3 . 3 5 8 6 4   - 0 . 0 5 4 6 7  



S51 
 

 H                      3 . 5 9 5 3 7    3 . 5 7 1 4 8   - 1 . 3 4 4 8 9  

 C                     - 2 . 2 5 8 8 2    3 . 7 6 4 3 9    2 . 7 8 5 5 7  

 H                     - 2 . 8 9 2 9 4    3 . 9 7 2 6 2    1 . 9 0 6 9 9  

 H                     - 1 . 6 8 6 7 6    4 . 6 8 9 1     2 . 9 7 2 7 3  

 C                      2 . 5 7 5 2 2   - 3 . 4 1 7 2 6    0 . 0 8 7 8 3  

 H                      1 . 8 7 3 9 2   - 3 . 1 6 9 5 4   - 0 . 7 2 1 6 4  

 H                      2 . 1 9 2 5 1   - 4 . 2 9 5 6 9    0 . 6 2 8 4 7  

 H                      3 . 5 4 4 4 3   - 3 . 6 8 7 7 5   - 0 . 3 5 8 8  

 C                     - 3 . 1 3 9 1     3 . 4 5 3 0 7    3 . 9 9 1 0 6  

 H                     - 3 . 8 3 3 6     4 . 2 7 5 0 2    4 . 2 1 6 8 7  

 H                     - 2 . 5 2 6 6 9    3 . 2 7 3 5 7    4 . 8 8 7 7 8  

 H                     - 3 . 7 3 7 5 1    2 . 5 4 5 8 1    3 . 8 1 4 9 5  

 C                      5 . 3 2 7 3 5    1 . 4 6 8 5 6   - 1 . 2 3 8 1  

 H                      6 . 2 9 3 8 3    0 . 9 5 1 7 1   - 1 . 2 0 4 5 9  

 H                      5 . 1 7 2 8 4    1 . 8 1 6 9 4   - 2 . 2 6 7 0 7  

 H                      5 . 4 0 2 9 6    2 . 3 5 7 7 7   - 0 . 5 9 3 8 9  

 C                      5 . 6 4 11 7   - 1 . 3 9 7 1 2    0 . 1 8 6 9  

 H                      5 . 9 3 0 6 1   - 1 . 3 2 9 0 5    1 . 2 4 6 2 2  

 H                      5 . 5 3 2 2 2   - 2 . 4 6 2 5 7   - 0 . 0 6 1 9 8  

 H                      6 . 4 6 8 4 3   - 1 . 0 0 11 8   - 0 . 4 1 3 8 5  

 C                     - 4 . 5 8 6 1 9   - 1 . 9 5 9 3 3   - 2 . 3 3 4 5 6  

 H                     - 5 . 3 3 8 7 5   - 1 . 1 6 7 7 2   - 2 . 4 6 0 2 6  

 H                     - 4 . 1 7 6 6 7   - 2 . 1 9 2 1 2   - 3 . 3 2 8 7 4  

 H                     - 5 . 1 0 4 11   - 2 . 8 5 2 4 2   - 1 . 9 6 6 1 7  

 C                     - 4 . 1 7 3 4     1 . 6 3 9 1 3   - 1 . 8 3 5 3 3  

 H                     - 4 . 2 8 2 9 5    2 . 5 3 8 6 6   - 2 . 4 5 8 1 3  

 H                     - 5 . 1 2 3 9 8    1 . 0 8 4 5 3   - 1 . 8 6 4 3 3  

 H                     - 3 . 9 7 9 5 2    1 . 9 5 4 0 4   - 0 . 8 0 0 5 1  

     H                      1 . 9 0 2 5 7    4 . 0 1 3 8 3   - 1 . 6 5 3 0 8 



S52 
 

TS2b-3b 

 N                     - 0 . 6 1 9 7 8   - 0 . 5 4 2 0 6    0 . 1 4 3 6 1  

 O                     - 2 . 4 5 4 7 1    0 . 8 2 2 8 6   - 2 . 0 0 7 4 7  

 O                     - 2 . 7 3 5 4 7    2 . 9 9 1 9 9   - 1 . 2 6 8 2 5  

 N                     - 2 . 7 7 1 0 5   - 1 . 4 6 1 6 8   - 0 . 1 7 4 1 3  

 N                      3 . 1 9 4 0 6   - 0 . 5 6 9 9 4    1 . 2 4 5 5 3  

 N                      2 . 3 3 6 7 9   - 1 . 2 9 9 2 7   - 0 . 6 4 0 3 8  

 N                     - 2 . 6 4 6 5 6    0 . 1 6 2 3 7    1 . 2 9 1 6 4  

 N                      1 . 3 7 6 4 3    0 . 6 6 6 5 4    0 . 4 2 3 1 2  

 N                     - 0 . 5 7 3 1 9    1 . 7 6 1 4 8   - 0 . 2 3 9 5 5  

 C                     - 1 . 9 0 5 1 4   - 0 . 5 7 1 3 4    0 . 3 9 9 2 9  

 C                      0 . 0 4 7 5 1    0 . 6 6 3 9 9    0 . 0 8 2 0 6  

 C                      2 . 1 8 1 7 2   - 0 . 3 5 2 7 2    0 . 3 4 2 9 6  

 C                      1 . 6 5 3 8 2   - 1 . 1 9 4     - 1 . 9 3 4 4 3  

 H                      0 . 8 0 2 5 7   - 0 . 5 2 9 9 5   - 1 . 7 5 3 2 5  

 C                     - 2 . 3 2 6 9 8   - 2 . 3 3 3 2 2   - 1 . 2 5 8 8 3  

 H                     - 1 . 3 8 3 4 4   - 1 . 8 6 6 2 7   - 1 . 5 6 8 4 9  

 C                      3 . 4 7 4     - 2 . 0 7 1 5 4   - 0 . 3 6 2 9 2  

 C                     - 2 . 4 5 7 11    1 . 8 9 1 6 9   - 1 . 5 3 5 5 4  

 C                      0 . 9 5 5 4 3    3 . 1 5 2 6 6   - 1 . 6 0 1  

 H                      1 . 6 3 6 0 9    2 . 2 9 0 6 6   - 1 . 7 0 3 4 8  

 H                      0 . 2 4 5 8     3 . 1 0 2 4    - 2 . 4 4 5 9 7  

 C                      4 . 0 0 9 2 5   - 1 . 6 11 8 6    0 . 7 9 8 8 9  

 C                      0 . 1 7 8 3 7    2 . 9 9 0 3 5   - 0 . 2 9 4 0 4  



S53 
 

 H                      0 . 8 9 2 5 4    3 . 0 5 9 1 6    0 . 5 4 7 9 1  

 H                     - 0 . 5 3 4 6 7    3 . 8 2 8 1    - 0 . 2 0 1 2 3  

 C                     - 2 . 0 3 5 4 4    0 . 9 9 3 6 6    2 . 3 3 5 9 8  

 H                     - 0 . 9 7 0 9 3    1 . 0 1 5 6 1    2 . 0 8 7 3 7  

 C                     - 4 . 0 5 2 5 2   - 1 . 2 7 8 7 8    0 . 3 4 5 4 4  

 C                     - 2 . 1 5 2 1     0 . 3 2 9 2 7    3 . 7 0 7 6 6  

 H                     - 3 . 1 8 8 8 9    0 . 2 7 3 9 4    4 . 0 6 5 9 5  

 H                     - 1 . 5 7 6 3 6    0 . 9 0 8 8 8    4 . 4 4 3 3 9  

 H                     - 1 . 7 4 2 0 8   - 0 . 6 8 9 9 3    3 . 6 7 4 3 9  

 C                      3 . 3 8 2 6 4    0 . 3 3 3 7 5    2 . 3 7 9 2 4  

 H                      2 . 4 0 6 1 8    0 . 8 2 8 1 7    2 . 4 6 5 9 2  

 C                      3 . 9 0 9 7 6   - 3 . 2 4 0 7    - 1 . 1 8 2 2 8  

 H                      3 . 1 7 9 1 6   - 4 . 0 6 1 8 9   - 1 . 1 3 5 9 2  

 H                      4 . 8 6 4 4 2   - 3 . 6 2 1 0 9   - 0 . 8 0 0 6 3  

 H                      4 . 0 5 4 5 5   - 2 . 9 8 1 9    - 2 . 2 4 0 3 7  

 C                     - 3 . 9 8 0 7    - 0 . 2 6 2 6 7    1 . 2 4 5 8 5  

 C                      1 . 0 7 5 2 8   - 2 . 5 2 7 8 5   - 2 . 3 9 8 2 1  

 H                      1 . 8 4 2 0 8   - 3 . 2 0 6 2 4   - 2 . 7 9 4 9 1  

 H                      0 . 3 4 7 5    - 2 . 3 4 6 3    - 3 . 2 0 2 4 9  

 H                      0 . 5 5 6 2 8   - 3 . 0 1 8 2 4   - 1 . 5 6 3 4 3  

 C                      2 . 5 5 8 6    - 0 . 5 3 4 8 3   - 2 . 9 7 3 4 8  

 H                      2 . 9 0 8 3 4    0 . 4 4 2     - 2 . 6 1 0 8 6  

 H                      1 . 9 9 9 9 3   - 0 . 3 7 4 1 3   - 3 . 9 0 6 4 6  

 H                      3 . 4 3 7 5 3   - 1 . 1 5 4 5 5   - 3 . 2 0 4 0 5  

 C                     - 3 . 2 6 0 9 9   - 2 . 3 3 3 3 1   - 2 . 4 6 5 3 4  

 H                     - 4 . 1 5 2 3 5   - 2 . 9 5 6 2 3   - 2 . 3 11 7 1  

 H                     - 2 . 7 1 9 0 1   - 2 . 7 4 7 3 3   - 3 . 3 2 7 9 1  

 H                     - 3 . 5 6 3 9 8   - 1 . 3 0 7 1 4   - 2 . 7 11 4 4  

 C                      3 . 6 6 8 0 8   - 0 . 3 9 2 3     3 . 6 9 0 8 7  

 H                      2 . 9 8 4 5 8   - 1 . 2 4 2 4 8    3 . 8 2 5 0 9  



S54 
 

 H                      3 . 5 1 2 7 5    0 . 3 0 5 8     4 . 5 2 5 2 7  

 H                      4 . 7 0 2 3 1   - 0 . 7 5 4 9 5    3 . 7 5 6 8 5  

 C                     - 2 . 5 3 9 3 8    2 . 4 3 2 2 6    2 . 3 0 0 3  

 H                     - 2 . 4 8 5 0 1    2 . 8 1 7 3 5    1 . 2 7 2 8 5  

 H                     - 3 . 5 7 0 2 8    2 . 5 1 7 8 3    2 . 6 7 2  

 C                      1 . 7 5 2 6 2    4 . 4 4 9 6    - 1 . 6 7 6 1 4  

 H                      2 . 4 5 9 8 3    4 . 4 8 6 7 4   - 0 . 8 3 0 11  

 H                      1 . 0 6 9 4 4    5 . 3 0 4 8 1   - 1 . 5 3 9 2 1  

 C                     - 2 . 0 1 8 6 4   - 3 . 7 3 4 6    - 0 . 7 3 9 2  

 H                     - 1 . 2 7 9 9 7   - 3 . 6 8 1 3     0 . 0 7 3 2 7  

 H                     - 1 . 6 1 0 1 6   - 4 . 3 6 0 0 5   - 1 . 5 4 6 8 2  

 H                     - 2 . 9 2 5 6 1   - 4 . 2 2 6 3    - 0 . 3 5 4 8 6  

 C                      2 . 5 1 3 3     4 . 6 0 4 5 2   - 2 . 9 8 8 3 6  

 H                      3 . 0 8 9 0 9    5 . 5 4 0 5    - 3 . 0 2 1 3 8  

 H                      1 . 8 2 1 9 5    4 . 6 0 4 4 2   - 3 . 8 4 4 6 4  

 H                      3 . 2 1 7 5     3 . 7 7 0 8 1   - 3 . 1 3 3 9 8  

 C                     - 5 . 0 9 9 9 1    0 . 4 11 2 5    1 . 9 6 8 6  

 H                     - 6 . 0 2 2 4 5   - 0 . 1 6 6 6 8    1 . 8 3 7 3 2  

 H                     - 4 . 9 1 9 3 3    0 . 5 11 6 8    3 . 0 4 6 7 9  

 H                     - 5 . 2 7 7 7 1    1 . 4 1 9 6 5    1 . 5 6 5 1 8  

 C                     - 5 . 2 4 7 0 2   - 2 . 0 6 6 6 2   - 0 . 0 7 9 4 8  

 H                     - 5 . 6 2 3 3 5   - 1 . 7 5 7 5 2   - 1 . 0 6 5 4 9  

 H                     - 5 . 0 1 9 0 4   - 3 . 1 4 0 7 5   - 0 . 1 2 8 9  

 H                     - 6 . 0 5 6 5 3   - 1 . 9 3 3 0 6    0 . 6 4 8 0 3  

 C                      5 . 1 9 5 8 7   - 2 . 1 1 8 8     1 . 5 4 8 7  

 H                      5 . 8 7 8 1 8   - 1 . 3 0 2 6 8    1 . 8 2 5 9 8  

 H                      4 . 9 0 9 9 9   - 2 . 6 4 4 6     2 . 4 7 1 7 2  

 H                      5 . 7 5 7 8 2   - 2 . 8 2 1 0 5    0 . 9 2 2 1 5  

 C                      4 . 4 1 5 4 9    1 . 4 0 8 1 7    2 . 0 4 9 1 8  

 H                      4 . 4 9 8 6 8    2 . 1 2 4 6 4    2 . 8 7 8 9 5  



S55 
 

 H                      5 . 4 0 9 8 7    0 . 9 6 9 3 8    1 . 8 7 5 0 3  

 H                      4 . 1 0 8 0 1    1 . 9 5 5      1 . 1 4 7 0 4  

     H                     - 1 . 9 0 2 2 4    3 . 0 5 7 9     2 . 9 4 1 7 4 

3b 

 N                     - 0 . 5 8 0 4 5   - 0 . 5 6 4 4 7    0 . 2 4 2 6 1  

 O                     - 2 . 0 6 6 1 8    0 . 5 2 3 1 9   - 1 . 8 9 7 7  

 O                     - 2 . 4 6 6 4 4    2 . 6 8 3 1 5   - 1 . 3 9 2 4  

 N                     - 2 . 7 6 6 8 3   - 1 . 4 5 7 0 2   - 0 . 0 3 8 6 2  

 N                      3 . 1 5 2 0 8   - 0 . 4 4 4 9     1 . 1 9 4 3  

 N                      2 . 3 1 4 5 9   - 1 . 4 9 0 5 7   - 0 . 5 3 6 7 4  

 N                     - 2 . 5 9 7 7 5    0 . 2 5 5 1     1 . 3 0 4 1 7  

 N                      1 . 3 9 0 7 9    0 . 6 6 0 0 9    0 . 0 7 8 0 3  

 N                     - 0 . 5 8 5 7 7    1 . 6 7 5 9 7   - 0 . 5 2 5 2 1  

 C                     - 1 . 8 9 5 7 3   - 0 . 5 5 6 9 1    0 . 4 6 9 5  

 C                      0 . 0 5 6 9 7    0 . 5 6 4 4 9   - 0 . 0 8 7 7 6  

 C                      2 . 1 7 2 9 1   - 0 . 3 8 5 5     0 . 2 4 8 4 7  

 C                      1 . 5 9 3 5 4   - 1 . 6 4 1 6 1   - 1 . 8 1 0 6 9  

 H                      0 . 7 4 8 0 3   - 0 . 9 4 8 4 5   - 1 . 7 4 4 4 1  

 C                     - 2 . 3 6 6 2 2   - 2 . 3 7 3 8 4   - 1 . 11 0 7 9  

 H                     - 1 . 3 7 5 0 8   - 1 . 9 9 6 1 6   - 1 . 3 8 6 2 9  

 C                      3 . 4 1 9 0 9   - 2 . 2 2 6 9 3   - 0 . 0 9 6 8 3  



S56 
 

 C                     - 1 . 8 6 4 7 6    1 . 6 1 7 1 7   - 1 . 3 6 6 8 3  

 C                      0 . 8 7 6 2 4    3 . 1 9 7 0 4   - 1 . 8 4 5 0 5  

 H                      1 . 5 9 3 8 3    2 . 3 7 2 7 9   - 1 . 9 9 2 4  

 H                      0 . 1 5 8      3 . 1 6 4 8 1   - 2 . 6 8 1 4 5  

 C                      3 . 9 4 5 1 8   - 1 . 5 7 1 9 5    0 . 9 7 5 2 8  

 C                      0 . 111 7     2 . 9 5 2 4 5   - 0 . 5 4 8 1 4  

 H                      0 . 8 0 2 3 8    2 . 9 9 4 7 5    0 . 3 0 6 9 4  

 H                     - 0 . 6 5 9 3 4    3 . 7 2 5 4 1   - 0 . 4 2 8 2 2  

 C                     - 1 . 9 7 1 9 8    1 . 2 3 0 9 2    2 . 2 0 7 9 6  

 H                     - 0 . 9 1 5 1 4    1 . 2 3 2 0 8    1 . 9 2 3 6 4  

 C                     - 4 . 0 4 4 9 1   - 1 . 1 8 7 3 7    0 . 4 4 11 4  

 C                     - 2 . 0 4 0 7 4    0 . 7 5 2 2 3    3 . 6 5 6 9 6  

 H                     - 3 . 0 7 1 5 5    0 . 7 1 0 3 9    4 . 0 3 4 0 6  

 H                     - 1 . 4 7 9 6 6    1 . 4 4 7 9 9    4 . 2 9 6 9 6  

 H                     - 1 . 5 9 4 0 4   - 0 . 2 4 7 2     3 . 7 5 4 6 2  

 C                      3 . 3 3 0 2 2    0 . 6 4 4 5     2 . 1 5 8 8 3  

 H                      2 . 3 6 8 1 5    1 . 1 7 1 8 9    2 . 11 9 0 9  

 C                      3 . 8 5 1 3 1   - 3 . 5 2 6 2    - 0 . 6 9 0 8  

 H                      3 . 1 2 2 1 8   - 4 . 3 2 5 1 4   - 0 . 4 9 2 5 2  

 H                      4 . 8 0 8 4 1   - 3 . 8 2 9 8 2   - 0 . 2 5 1 2 2  

 H                      3 . 9 8 9 9 4   - 3 . 4 5 9 7 7   - 1 . 7 7 8 3 8  

 C                     - 3 . 9 4 4 4 1   - 0 . 11 5 3 5    1 . 2 7 4 3 8  

 C                      1 . 0 0 4 5 9   - 3 . 0 3 7 5 5   - 1 . 9 8 2 8  

 H                      1 . 7 6 0 3 4   - 3 . 7 8 6 6 4   - 2 . 2 5 2 6 9  

 H                      0 . 2 6 1 0 1   - 3 . 0 1 2 4 6   - 2 . 7 9 2 3 8  

 H                      0 . 4 9 7 7 7   - 3 . 3 4 8 0 1   - 1 . 0 5 8 7 6  

 C                      2 . 4 7 2 4 8   - 1 . 2 0 11 5   - 2 . 9 7 7 9 3  

 H                      2 . 8 1 2 1 8   - 0 . 1 6 6 8 3   - 2 . 8 2 8 9  

 H                      1 . 8 9 3 2 1   - 1 . 2 3 9 9 3   - 3 . 9 1 0 7 5  

 H                      3 . 3 5 4 9 4   - 1 . 8 4 7 2 7   - 3 . 0 9 5 0 2  



S57 
 

 C                     - 3 . 2 4 8 5 3   - 2 . 2 5 8 8 9   - 2 . 3 4 9 2 6  

 H                     - 4 . 2 1 2 2 5   - 2 . 7 7 2 8 8   - 2 . 2 3 1 4  

 H                     - 2 . 7 2 6 4 9   - 2 . 7 3 3 6 5   - 3 . 1 9 3 0 1  

 H                     - 3 . 3 9 4 1 9   - 1 . 1 9 6 6 2   - 2 . 5 8 5 9 1  

 C                      3 . 5 4 3 9 8    0 . 1 5 1 4 9    3 . 5 8 6 4 9  

 H                      2 . 8 2 4 6 8   - 0 . 6 3 9 6 4    3 . 8 4 0 6 6  

 H                      3 . 3 8 7 4     0 . 9 9 0 5 4    4 . 2 7 8 3 6  

 H                      4 . 5 6 1 2 7   - 0 . 2 2 5 2     3 . 7 5 4 5 2  

 C                     - 2 . 5 0 7 7     2 . 6 4 4 3 7    1 . 9 9 4 8 6  

 H                     - 2 . 5 8 1 0 1    2 . 8 6 7 0 9    0 . 9 1 9 1 9  

 H                     - 3 . 4 9 1 9 2    2 . 7 8 2 5     2 . 4 6 3 9 6  

 C                      1 . 6 11 0 8    4 . 5 3 2 7 9   - 1 . 8 4 8 4 4  

 H                      2 . 3 2 0 4 8    4 . 5 5 9 1    - 1 . 0 0 3 0 6  

 H                      0 . 8 8 7 4 7    5 . 3 4 4 5 1   - 1 . 6 6 4 5 7  

 C                     - 2 . 2 3 0 7 8   - 3 . 7 9 8 6    - 0 . 5 8 2 9 2  

 H                     - 1 . 5 4 4 2 9   - 3 . 8 3 0 7 5    0 . 2 7 5 5 2  

 H                     - 1 . 8 3 6 5 3   - 4 . 4 5 4 6 9   - 1 . 3 7 2 7 5  

 H                     - 3 . 2 0 2 0 2   - 4 . 2 0 5 6 5   - 0 . 2 6 3 5 1  

 C                      2 . 3 5 6 9 4    4 . 7 9 6 3    - 3 . 1 5 1 6 5  

 H                      2 . 8 8 2 1 7    5 . 7 6 1 8 9   - 3 . 1 3 4 9 1  

 H                      1 . 6 6 1 5 1    4 . 8 0 5 1 9   - 4 . 0 0 4 1 2  

 H                      3 . 1 0 2 7 3    4 . 0 0 9 6    - 3 . 3 4 2 8 8  

 C                     - 5 . 0 4 2 7     0 . 6 4 1 7 5    1 . 9 4 2 8 5  

 H                     - 5 . 9 7 5 1 7    0 . 0 6 9 3 4    1 . 8 7 2 0 2  

 H                     - 4 . 8 4 7 4 4    0 . 8 3 4 2 4    3 . 0 0 5 8  

 H                     - 5 . 2 0 4 8 4    1 . 6 0 9 5 2    1 . 4 4 5 7 6  

 C                     - 5 . 2 6 9 4 6   - 1 . 9 3 9 8 7    0 . 0 3 8 6 7  

 H                     - 5 . 6 4 4 7 3   - 1 . 6 1 3 4 3   - 0 . 9 4 1 7 8  

 H                     - 5 . 0 7 9 0 8   - 3 . 0 2 0 0 2   - 0 . 0 1 3 8 5  

 H                     - 6 . 0 6 3 7    - 1 . 7 7 7 0 6    0 . 7 7 7 2 6  



S58 
 

 C                      5 . 1 0 6 3 5   - 1 . 9 5 5 1 6    1 . 8 3 0 8 6  

 H                      5 . 7 9 6 6 3   - 1 . 11 2 8 9    1 . 9 7 8 3 3  

 H                      4 . 7 9 0 6 6   - 2 . 3 1 0 2     2 . 8 2 2 7 8  

 H                      5 . 6 6 8 6 8   - 2 . 7 6 3 2 4    1 . 3 4 9 0 4  

 C                      4 . 4 0 9 2 4    1 . 6 1 2 9 9    1 . 6 8 3 8 4  

 H                      4 . 4 8 5 6 1    2 . 4 6 2 4 1    2 . 3 7 7 2 2  

 H                      5 . 3 9 4      1 . 1 2 4 7 7    1 . 6 3 1 9 9  

 H                      4 . 1 5 3 5 5    1 . 9 9 9 4 3    0 . 6 8 7 6 2  

     H                     - 1 . 8 1 7 8 2    3 . 3 6 3 4 4    2 . 4 5 9 7 2 

2c 

 N                     - 0 . 7 3 9 6 5    0 . 4 2 7 5 5    0 . 0 0 2 7 2  

 N                     - 2 . 9 11 9 1    1 . 3 4 6 1 2    0 . 1 4 1 4 5  

 N                      3 . 0 8 0 7     0 . 2 5 9 1    - 1 . 2 0 8 1 3  

 N                      2 . 2 3 1 9 9    1 . 3 4 6 6 1    0 . 5 0 2 3 2  

 N                     - 2 . 6 9 3 4 9   - 0 . 3 5 9 9    - 1 . 2 1 6 7 2  

 N                      1 . 2 6 9 4 8   - 0 . 7 9 5 2 5   - 0 . 1 6 1 6 4  

 N                     - 0 . 6 9 8 0 6   - 1 . 8 2 2 7 5    0 . 6 0 3 5 2  

 C                     - 2 . 0 0 4 4 9    0 . 4 2 3 5 4   - 0 . 3 2 2 0 6  

 C                     - 0 . 0 6 4 9 4   - 0 . 7 7 6 9 1    0 . 1 8 2 3 8  

 C                      2 . 0 7 0 1 6    0 . 2 1 9 6 3   - 0 . 2 7 1 3 4  

 C                      1 . 5 6 6 8 4    1 . 5 0 0 5 7    1 . 7 9 8 5 8  



S59 
 

 H                      0 . 7 4 0 3 3    0 . 7 8 3 9 2    1 . 7 7 0 6 2  

 C                     - 2 . 5 1 3 5 8    2 . 3 7 0 3     1 . 0 9 9 7 9  

 H                     - 1 . 5 4 0 7 4    2 . 0 0 3 4 2    1 . 4 5 1 6 9  

 C                      3 . 3 6 2 5 9    2 . 0 5 3 0 8    0 . 0 6 5 3 5  

 C                      3 . 8 9 2 3 1    1 . 3 7 2 11   - 0 . 9 8 4 3 7  

 C                      0 . 0 2 5 6 2   - 3 . 0 4 8 6 2    0 . 8 0 5 6 9  

 H                      1 . 0 0 1 2 2   - 3 . 0 5 6 4     0 . 2 8 3 7 3  

 H                     - 0 . 5 7 6 1 8   - 3 . 8 8 5 3     0 . 3 9 8 8 2  

 C                     - 2 . 0 2 4 1 9   - 1 . 2 9 3 8 2   - 2 . 1 2 6 8 2  

 H                     - 0 . 9 7 2 2 6   - 1 . 2 6 5 4    - 1 . 8 2 8 5 8  

 C                     - 4 . 1 5 4 4 8    1 . 1 3 8 0 5   - 0 . 4 6 0 8 9  

 C                     - 2 . 0 7 6 4 2   - 0 . 8 0 5 8 7   - 3 . 5 7 4 5 7  

 H                     - 3 . 0 8 7 2 6   - 0 . 8 3 8 2 4   - 4 . 0 0 2 2 5  

 H                     - 1 . 4 3 4 4 6   - 1 . 4 4 7 1 3   - 4 . 1 9 5 4 7  

 H                     - 1 . 7 0 2 3 9    0 . 2 2 5 2 2   - 3 . 6 4 4 0 9  

 C                      3 . 2 7 2 3 8   - 0 . 8 5 2 4 3   - 2 . 1 3 6 7 3  

 H                      2 . 3 0 11 5   - 1 . 3 6 3 9 6   - 2 . 111 9 5  

 C                      3 . 7 8 7 9 3    3 . 3 7 2 5     0 . 6 1 9 2 4  

 H                      3 . 0 5 1 9 1    4 . 1 5 9 8 2    0 . 3 9 7  

 H                      4 . 7 4 1 3 4    3 . 6 7 0 5 6    0 . 1 6 7 5 2  

 H                      3 . 9 3 0 2 6    3 . 3 4 7 5 4    1 . 7 0 8 3 9  

 C                     - 4 . 0 2 4 8 4    0 . 0 6 6 0 1   - 1 . 2 8 6 6 1  

 C                      0 . 9 4 0 1 5    2 . 8 8 1 3 5    1 . 9 6 8 0 5  

 H                      1 . 6 8 5 2 1    3 . 6 6 2 8 1    2 . 1 6 8 2 4  

 H                      0 . 2 4 5 1 7    2 . 8 6 4 2 7    2 . 8 2 0 7 9  

 H                      0 . 3 7 5 9 5    3 . 1 4 1 7 6    1 . 0 6 2 3 9  

 C                      2 . 4 9 8 4 2    1 . 1 1 2 9 6    2 . 9 4 5 1  

 H                      2 . 8 9 0 4 3    0 . 0 9 8 5 1    2 . 7 9 0 3 8  

 H                      1 . 9 4 4 4 1    1 . 1 2 2 7 2    3 . 8 9 4 9 5  

 H                      3 . 3 4 7 4 1    1 . 8 0 5 5 2    3 . 0 3 9 6  



S60 
 

 C                     - 3 . 4 4 4 11    2 . 4 6 8 5 5    2 . 3 0 5 8 2  

 H                     - 4 . 3 8 2 2 1    2 . 9 9 0 7 3    2 . 0 7 4 5 7  

 H                     - 2 . 9 4 0 4 3    3 . 0 3 7 3 5    3 . 1 0 0 6 2  

 H                     - 3 . 6 8 0 1 2    1 . 4 6 9 1 3    2 . 6 9 7 0 5  

 C                      3 . 5 3 9 7 9   - 0 . 4 0 5 5 8   - 3 . 5 7 1 4 8  

 H                      2 . 8 4 4 2 2    0 . 3 9 1 7    - 3 . 8 6 9 3 4  

 H                      3 . 3 8 8 1 6   - 1 . 2 6 0 5 3   - 4 . 2 4 5 2 8  

 H                      4 . 5 6 8 5 4   - 0 . 0 5 1 6 5   - 3 . 7 2 0 1 8  

 C                     - 2 . 5 1 3 4 6   - 2 . 7 2 4 5 1   - 1 . 9 3 3 1 3  

 H                     - 2 . 4 7 4 7 5   - 2 . 9 6 4 2 2   - 0 . 8 6 2 2 3  

 H                     - 3 . 5 3 5 3 6   - 2 . 8 6 6 0 3   - 2 . 3 1 3 4 7  

 C                     - 2 . 2 8 5 5 3    3 . 7 1 3 6 6    0 . 4 111 2  

 H                     - 1 . 5 6 3 9 3    3 . 5 9 8 11   - 0 . 4 1 0 0 4  

 H                     - 1 . 8 8 6 3 7    4 . 4 4 6 6 6    1 . 1 2 7 7 6  

 H                     - 3 . 2 2 1 1 5    4 . 11 8 9 6   - 0 . 0 0 3 0 6  

 C                     - 5 . 1 0 1 9 2   - 0 . 6 6 0 5 2   - 2 . 0 2 3 1 9  

 H                     - 6 . 0 2 4 4    - 0 . 0 6 8 0 7   - 2 . 0 0 4 5 8  

 H                     - 4 . 8 5 2 2 7   - 0 . 8 5 3 0 4   - 3 . 0 7 4 2 1  

 H                     - 5 . 3 1 9 1 5   - 1 . 6 3 0 0 1   - 1 . 5 4 9 7 6  

 C                     - 5 . 3 7 7 3 7    1 . 9 3 3 6 3   - 0 . 1 4 5 0 2  

 H                     - 5 . 7 8 6 5 9    1 . 6 9 3 1 4    0 . 8 4 7 7 6  

 H                     - 5 . 1 7 6 0 1    3 . 0 1 3 8 9   - 0 . 1 7 0 9  

 H                     - 6 . 1 5 6 4 4    1 . 7 2 6     - 0 . 8 8 8 0 2  

 C                      5 . 0 6 8 7 6    1 . 7 2 6 6 2   - 1 . 8 3 1 5 4  

 H                      5 . 7 5 4 9 2    0 . 8 7 5 6    - 1 . 9 4 7 5 2  

 H                      4 . 7 7 1 2 7    2 . 0 5 5 8 8   - 2 . 8 3 8 2 5  

 H                      5 . 6 3 0 7 2    2 . 5 4 2 8 9   - 1 . 3 6 3 0 5  

 C                      4 . 3 1 9 5 8   - 1 . 8 2 8 8    - 1 . 6 0 6 8  

 H                      4 . 4 0 2 1 1   - 2 . 6 9 9 2    - 2 . 2 7 3 5 4  

 H                      5 . 3 11 2 7   - 1 . 3 5 6 1 5   - 1 . 5 3 6 8 7  



S61 
 

 H                      4 . 0 2 6 4 8   - 2 . 1 8 2 4 2   - 0 . 6 0 8 5 4  

 H                     - 1 . 8 5 4 9 8   - 3 . 4 1 8 7 9   - 2 . 4 7 4 7 5  

 C                      0 . 2 8 1 7 4   - 3 . 3 6 5 5 8    2 . 2 9 7 1 3  

 C                      0 . 9 9 6 0 4   - 4 . 7 1 4 9 4    2 . 3 9 1 4 6  

 H                      1 . 1 9 0 8    - 4 . 9 8 5 9 3    3 . 4 4 111  

 H                      0 . 3 8 5 7 9   - 5 . 5 1 4 7     1 . 9 4 2 8 4  

 H                      1 . 9 6 1 6 7   - 4 . 6 8 7 2 6    1 . 8 6 2 3 3  

 C                     - 1 . 0 5 0 6 2   - 3 . 4 2 6 7 3    3 . 0 4 7 3 7  

 H                     - 1 . 6 8 4 3 7   - 4 . 2 3 4 4 2    2 . 6 4 7 4 2  

 H                     - 0 . 8 9 1 5 5   - 3 . 6 1 7 2 6    4 . 1 2 0 9 5  

 H                     - 1 . 5 9 3 9 6   - 2 . 4 7 9 8 9    2 . 9 2 4 0 4  

 C                      1 . 1 6 5 4 7   - 2 . 2 7 3 5 2    2 . 9 0 3 1 7  

 H                      2 . 11 7 3 9   - 2 . 1 9 7 9     2 . 3 5 3 8 8  

 H                      0 . 6 6 0 7 9   - 1 . 2 9 7 1 8    2 . 8 4 0 1 7  

     H                      1 . 3 8 4 1 8   - 2 . 4 8 3 8 1    3 . 9 6 2 5 7 

TS2c-3c 

 N                     - 0 . 4 7 0 9 6   - 0 . 6 2 4 9 2   - 0 . 1 1 1  

 O                     - 2 . 8 9 5 4 8    0 . 8 0 4 9 6   - 1 . 6 2 4 5 1  

 O                     - 3 . 1 8 0 3 6    2 . 6 3 8 3 7   - 0 . 2 5 6 2 7  

 N                     - 2 . 5 7 3 8 1   - 1 . 7 1 0 4 8   - 0 . 1 4 3 1 9  

 N                      3 . 2 7 7 5 1   - 0 . 3 2 9 9 9    1 . 0 7 2 3 7  



S62 
 

 N                      2 . 5 0 9 1 2   - 1 . 1 5 6 5 5   - 0 . 8 0 8 2 4  

 N                     - 2 . 2 8 7 8 9   - 0 . 2 1 7 0 3    1 . 4 3 9 3 9  

 N                      1 . 4 0 1 9 1    0 . 7 7 0 7 4    0 . 1 8 3 1 3  

 N                     - 0 . 6 8 3 4 9    1 . 6 9 2 3 5   - 0 . 3 1 5 5  

 C                     - 1 . 6 7 8 5 5   - 0 . 8 0 7 0 5    0 . 3 5 7 7 1  

 C                      0 . 0 6 9 7 5    0 . 6 4 9 9 1   - 0 . 1 0 6 6 6  

 C                      2 . 2 7 5 6    - 0 . 1 9 7 4 6    0 . 1 4 2 8 5  

 C                      1 . 8 2 8 5    - 1 . 1 5 1 4 2   - 2 . 1 0 7 6 8  

 H                      0 . 9 7 5 3 5   - 0 . 4 8 0 3 8   - 1 . 9 6 9 8 9  

 C                     - 2 . 2 8 1 6    - 2 . 4 5 1 4 7   - 1 . 3 6 8 0 5  

 H                     - 1 . 3 9 4 4 8   - 1 . 9 3 3 0 2   - 1 . 7 5 6 2 1  

 C                      3 . 6 7 0 0 8   - 1 . 8 6 6 9 3   - 0 . 4 7 7 0 8  

 C                     - 2 . 8 4 5 1 5    1 . 7 1 0 4 8   - 0 . 8 8 4 5 7  

 C                      4 . 1 5 2 2 2   - 1 . 3 4 4 9 3    0 . 6 8 2 4 7  

 C                     - 0 . 1 2 1 3 4    3 . 0 1 5 8 7   - 0 . 2 4 5 9 9  

 H                      0 . 7 7 5 4 9    3 . 0 3 6 1 3    0 . 3 9 9 6 9  

 H                     - 0 . 8 8 3 2 8    3 . 6 7 7 4 2    0 . 2 0 6 8  

 C                     - 1 . 5 2 0 9 2    0 . 4 7 8 8     2 . 4 8 2 0 9  

 H                     - 0 . 5 2 4 4 8    0 . 6 2 111    2 . 0 5 2 2 3  

 C                     - 3 . 7 5 5 1 9   - 1 . 6 6 4 4 6    0 . 6 0 1 0 9  

 C                     - 1 . 3 4 6 0 2   - 0 . 4 1 7 8 1    3 . 7 0 7 9 8  

 H                     - 2 . 2 9 9 2 5   - 0 . 6 2 1 2 7    4 . 2 1 5 5 1  

 H                     - 0 . 6 7 8 7 2    0 . 0 7 2 5 2    4 . 4 3 1 5 1  

 H                     - 0 . 8 9 6 6 9   - 1 . 3 7 8 3 3    3 . 4 1 8 0 3  

 C                      3 . 3 8 3 8 8    0 . 6 0 1 2 9    2 . 1 9 4 8 6  

 H                      2 . 3 9 1 0 7    1 . 0 6 9 8 8    2 . 2 2 1 5 6  

 C                      4 . 1 7 2 8 3   - 3 . 0 4 8 6 6   - 1 . 2 3 8 2 5  

 H                      3 . 4 9 2 3 6   - 3 . 9 0 8 0 1   - 1 . 1 4 2 8 6  

 H                      5 . 1 4 9 7 2   - 3 . 3 5 1 6 6   - 0 . 8 4 3 5 3  

 H                      4 . 2 9 7 6 7   - 2 . 8 3 9 1 3   - 2 . 3 0 9 0 8  



S63 
 

 C                     - 3 . 5 8 2 9 6   - 0 . 7 3 5 0 1    1 . 5 7 7 1 8  

 C                      1 . 2 5 0 6 5   - 2 . 5 1 6 9 2   - 2 . 4 6 2 7 8  

 H                      2 . 0 2 2 2 6   - 3 . 2 3 8 3 9   - 2 . 7 6 3 7 2  

 H                      0 . 5 5 3 1 4   - 2 . 4 0 7 4    - 3 . 3 0 6 0 7  

 H                      0 . 6 9 5 4 5   - 2 . 9 1111   - 1 . 6 0 1 2 5  

 C                      2 . 7 2 4 4 6   - 0 . 5 6 0 4 7   - 3 . 1 9 4  

 H                      3 . 0 8 2 3 1    0 . 4 3 4 0 5   - 2 . 8 9 3 3 3  

 H                      2 . 1 5 1 0 1   - 0 . 4 4 9 7 7   - 4 . 1 2 5 4 5  

 H                      3 . 5 9 5 8 8   - 1 . 1 9 6 1 2   - 3 . 4 0 6 5 5  

 C                     - 3 . 3 8 111   - 2 . 3 4 3 4 3   - 2 . 4 2 1 2 6  

 H                     - 4 . 2 3 9 0 2   - 2 . 9 9 3 3 8   - 2 . 2 0 2 3 1  

 H                     - 2 . 9 7 2 5 4   - 2 . 6 5 8 8    - 3 . 3 9 2 0 3  

 H                     - 3 . 7 1 8 3 3   - 1 . 3 0 2 6 1   - 2 . 5 0 9 5 1  

 C                      3 . 6 1 9 3 7   - 0 . 0 9 3 9 4    3 . 5 3 2 9 7  

 H                      2 . 9 4 4 2 7   - 0 . 9 5 3 3 6    3 . 6 5 1 4  

 H                      3 . 4 1 3 9 7    0 . 6 1 6 8 8    4 . 3 4 5 6  

 H                      4 . 6 5 5 0 7   - 0 . 4 3 8 0 6    3 . 6 5 4 0 3  

 C                     - 2 . 0 7 4 0 6    1 . 8 6 0 8 8    2 . 8 0 9 8 9  

 H                     - 2 . 2 4 5 2 6    2 . 4 2 6 9 6    1 . 8 8 5 2 3  

 H                     - 3 . 0 1 2 5 7    1 . 8 0 6 8 2    3 . 3 7 9 2  

 C                     - 1 . 8 9 4 8 1   - 3 . 8 9 4 8 6   - 1 . 0 5 5 3 3  

 H                     - 1 . 0 7 8 2 7   - 3 . 9 2 2 0 9   - 0 . 3 1 9 8 4  

 H                     - 1 . 5 5 9 8 2   - 4 . 4 0 5 2 8   - 1 . 9 7 0 3 9  

 H                     - 2 . 7 4 6 8 2   - 4 . 4 5 8 8 1   - 0 . 6 4 5 8 5  

 C                     - 4 . 5 8 8 4 2   - 0 . 1 9 9 4 1    2 . 5 4 1 2  

 H                     - 5 . 5 0 8 3    - 0 . 7 9 3 3 5    2 . 4 8 4 4 7  

 H                     - 4 . 2 3 9 4 5   - 0 . 2 1 9 4 6    3 . 5 8 2 7 3  

 H                     - 4 . 8 4 3 5 9    0 . 8 4 2 2 4    2 . 2 9 3 3 6  

 C                     - 4 . 9 6 9 9 5   - 2 . 4 7 3 2 4    0 . 2 8 8 3 3  

 H                     - 5 . 5 1 6 7 1   - 2 . 0 8 11 4   - 0 . 5 8 1 6 8  



S64 
 

 H                     - 4 . 7 11 6 5   - 3 . 5 2 0 6 6    0 . 0 7 8 8 3  

 H                     - 5 . 6 5 111   - 2 . 4 6 5 6 2    1 . 1 4 7 6 2  

 C                      5 . 3 3 9 7 4   - 1 . 7 7 3 3 4    1 . 4 7 8 6 9  

 H                      5 . 9 6 5 11   - 0 . 9 1 6 6 4    1 . 7 6 6 6 7  

 H                      5 . 0 5 2 8 2   - 2 . 3 0 3 6 2    2 . 3 9 8 9 1  

 H                      5 . 9 6 1 2 8   - 2 . 4 5 0 2 9    0 . 8 8 11 3  

 C                      4 . 4 0 2 7 4    1 . 6 9 8 4 6    1 . 8 9 8 3  

 H                      4 . 4 1 8 0 2    2 . 4 3 2 9 9    2 . 7 1 6 0 9  

 H                      5 . 4 1 8 0 7    1 . 2 8 8 2 6    1 . 7 8 9 0 4  

 H                      4 . 1 3 2 0 8    2 . 2 1 8 9 9    0 . 9 6 9 2 8  

 H                     - 1 . 3 4 3 5     2 . 4 0 3 8 2    3 . 4 2 6 6 4  

 C                      0 . 2 5 8 4 7    3 . 6 3 5 6 2   - 1 . 6 1 2 0 7  

 C                      1 . 3 4 8 5 5    2 . 8 0 4 7 1   - 2 . 2 9 1 4 6  

 H                      2 . 2 4 6 9 3    2 . 7 3 8 6 1   - 1 . 6 5 8 8 9  

 H                      0 . 9 8 8 2 8    1 . 7 8 0 2 4   - 2 . 4 7 0 4 3  

 H                      1 . 6 2 5 8     3 . 2 4 7 5    - 3 . 2 6 1 8 3  

 C                      0 . 7 7 6 2     5 . 0 5 2 8    - 1 . 3 5 5 0 9  

 H                      1 . 6 5 9 5 2    5 . 0 3 6 0 7   - 0 . 6 9 7 4 8  

 H                      1 . 0 6 3 3 1    5 . 5 4 3 4 5   - 2 . 2 9 8 11  

 H                      0 . 0 0 3 8 2    5 . 6 7 1 5 4   - 0 . 8 7 2 0 8  

 C                     - 0 . 9 7 0 1 3    3 . 6 9 6 3 5   - 2 . 5 2 4 3 2  

 H                     - 1 . 7 9 1 0 2    4 . 2 5 0 5 4   - 2 . 0 4 3 5 2  

 H                     - 0 . 7 2 3 9 2    4 . 1 9 7 4    - 3 . 4 7 3 9 5  

     H                     - 1 . 3 2 8 2 9    2 . 6 8 2 6 8   - 2 . 7 5 8 2 



S65 
 

3c 

 N                     - 0 . 4 4 6 5 9   - 0 . 6 5 4 1     0 . 1 0 3 1 7  

 O                     - 2 . 2 8 6 2 1    0 . 5 7 9 0 8   - 1 . 7 2 6 7 9  

 O                     - 2 . 8 5 6 2 2    2 . 4 2 2 9 7   - 0 . 5 6 2 7 9  

 N                     - 2 . 5 9      - 1 . 6 8 0 2 5   - 0 . 0 5 7 1 2  

 N                      3 . 2 2 9 8 8   - 0 . 2 7 7 6 4    1 . 0 9 8 6 7  

 N                      2 . 4 9 0 7 1   - 1 . 2 4 8 8 8   - 0 . 7 1 6 8 7  

 N                     - 2 . 3 5 8 0 1   - 0 . 1 5 9 2 3    1 . 4 9 3 0 4  

 N                      1 . 3 9 3 1     0 . 7 6 8 9     0 . 0 4 6 2 4  

 N                     - 0 . 6 8 6 2 5    1 . 6 4 2 8 3   - 0 . 4 2 4 2 7  

 C                     - 1 . 7 1 7 9 7   - 0 . 7 9 3 9 3    0 . 4 7 3 7 3  

 C                      0 . 0 7 0 0 6    0 . 5 6 6 8 6   - 0 . 11 3 3 8  

 C                      2 . 2 5 8 9 6   - 0 . 2 1 8 4 3    0 . 1 4 3 5 8  

 C                      1 . 7 8 5 5 5   - 1 . 3 7 0 2 7   - 2 . 0 0 1 4 7  

 H                      0 . 9 2 7 4 1   - 0 . 6 9 5 3 8   - 1 . 9 1 3 7 8  

 C                     - 2 . 2 6 8 5 2   - 2 . 4 1 2 7 9   - 1 . 2 8 6 7 4  

 H                     - 1 . 3 5 0 8 4   - 1 . 9 1 6 3 6   - 1 . 6 2 6 1 4  

 C                      3 . 6 3 0 7 9   - 1 . 9 4 5 3 4   - 0 . 3 0 5 8  

 C                     - 2 . 1 2 0 0 1    1 . 5 2 8 2    - 0 . 9 6 0 4 4  

 C                      4 . 0 9 6 9    - 1 . 3 3 4 5 4    0 . 8 1 8 9 5  

 C                     - 0 . 1 3 7 7 9    2 . 9 8 9 8 2   - 0 . 3 9 3 8  



S66 
 

 H                      0 . 7 2 9 3 9    2 . 9 9 8 8 5    0 . 2 8 11 3  

 H                     - 0 . 9 2 6 7 7    3 . 6 3 4 5 7    0 . 0 2 1 2 5  

 C                     - 1 . 6 6 8 8 6    0 . 6 9 5 1 6    2 . 4 7 1 6 2  

 H                     - 0 . 6 7 0 3 8    0 . 8 5 1 4 9    2 . 0 5 0 0 8  

 C                     - 3 . 8 11 6 7   - 1 . 5 7 9 3 7    0 . 6 0 4 4 8  

 C                     - 1 . 4 8 4 4 3   - 0 . 0 5 0 9     3 . 7 9 1 9 7  

 H                     - 2 . 4 4 5 9 3   - 0 . 2 7 3 5 8    4 . 2 7 5 5 3  

 H                     - 0 . 8 9 5 5 4    0 . 5 6 7 3 7    4 . 4 8 4 6 8  

 H                     - 0 . 9 5 0 4 8   - 0 . 9 9 7 8 1    3 . 6 2 8 5 8  

 C                      3 . 3 1 5 5 8    0 . 7 3 8 0 2    2 . 1 5 1 6 1  

 H                      2 . 3 3 2 1 5    1 . 2 2 4 4 1    2 . 1 0 8 1 5  

 C                      4 . 1 4 4 5 8   - 3 . 1 8 0 0 4   - 0 . 9 6 8 9 1  

 H                      3 . 4 6 9 8 4   - 4 . 0 3 3 9 5   - 0 . 8 0 9 7 3  

 H                      5 . 1 2 1 9 5   - 3 . 4 4 3 2 7   - 0 . 5 4 8 0 6  

 H                      4 . 2 7 1 8 8   - 3 . 0 5 0 1 4   - 2 . 0 5 1 7 5  

 C                     - 3 . 6 7 1 5    - 0 . 6 2 7 1 3    1 . 5 6 7 11  

 C                      1 . 2 2 0 8 3   - 2 . 7 6 9     - 2 . 2 1 7 6 8  

 H                      1 . 9 9 6 1 4   - 3 . 5 0 3 9 9   - 2 . 4 7 1 9 5  

 H                      0 . 5 0 3 8 2   - 2 . 7 4 1 7 3   - 3 . 0 5 0 8 2  

 H                      0 . 6 8 8 2 1   - 3 . 0 9 3 8 3   - 1 . 3 1 3 9  

 C                      2 . 6 5 9 4    - 0 . 8 7 0 8 3   - 3 . 1 4 8 7 9  

 H                      3 . 0 0 0 0 6    0 . 1 5 4 7 1   - 2 . 9 4 9 5 5  

 H                      2 . 0 7 3 2 7   - 0 . 8 6 1 3 5   - 4 . 0 7 8 4  

 H                      3 . 5 4 0 1 1   - 1 . 5 0 9 2 7   - 3 . 3 0 8 9  

 C                     - 3 . 3 1 2 2 3   - 2 . 2 2 2 1    - 2 . 3 8 2 3 4  

 H                     - 4 . 2 1 0 9 6   - 2 . 8 3 2 3 3   - 2 . 2 1 9 2 7  

 H                     - 2 . 8 7 2 0 4   - 2 . 5 3 7     - 3 . 3 3 9 6  

 H                     - 3 . 5 6 6 8 3   - 1 . 1 5 6 5 1   - 2 . 4 5 2 3 3  

 C                      3 . 4 8 8 8 2    0 . 1 3 9 4 1    3 . 5 4 4 1 7  

 H                      2 . 7 9 0 3 2   - 0 . 6 9 4 4 9    3 . 7 0 1 6 4  



S67 
 

 H                      3 . 2 7 2 0 7    0 . 9 1 3 1 9    4 . 2 9 3 6 1  

 H                      4 . 5 11 8 5   - 0 . 2 1 4 9     3 . 7 2 6 1 2  

 C                     - 2 . 3 2       2 . 0 6 7 2 4    2 . 6 2 3 2 9  

 H                     - 2 . 5 7 8 8 7    2 . 4 7 2 3 4    1 . 6 3 3 0 9  

 H                     - 3 . 2 2 1 5     2 . 0 2 5 8 3    3 . 2 5 0 1 3  

 C                     - 1 . 9 7 0 4 9   - 3 . 8 7 7 11   - 0 . 9 7 8 8 1  

 H                     - 1 . 1 9 7 4 4   - 3 . 9 6 3 4 9   - 0 . 2 0 1 7 2  

 H                     - 1 . 6 1 4 6    - 4 . 3 8 7 0 2   - 1 . 8 8 6 0 2  

 H                     - 2 . 8 7 0 3 4   - 4 . 4 0 4 9 2   - 0 . 6 2 8 2 2  

 C                     - 4 . 7 1 5 5 6   - 0 . 0 5 0 9 1    2 . 4 6 2 7 6  

 H                     - 5 . 6 2 3 1 3   - 0 . 6 6 3 6 8    2 . 4 0 9  

 H                     - 4 . 4 0 0 8 5   - 0 . 0 0 6 4     3 . 5 1 4 0 5  

 H                     - 4 . 9 7 5 9 4    0 . 9 6 7 9 9    2 . 1 4 0 1 7  

 C                     - 5 . 0 2 9 7 7   - 2 . 3 6 2 2 9    0 . 2 4 3 0 4  

 H                     - 5 . 5 3 8 2 9   - 1 . 9 4 2 4 4   - 0 . 6 3 6 5 3  

 H                     - 4 . 7 8 5 0 2   - 3 . 4 1 0 5 6    0 . 0 2 5 2 5  

 H                     - 5 . 7 3 7 2 7   - 2 . 3 5 2 5 9    1 . 0 8 0 9 7  

 C                      5 . 2 6 3 2 2   - 1 . 7 0 7 2 7    1 . 6 7 2 3 9  

 H                      5 . 8 8 6 1    - 0 . 8 3 4 5 7    1 . 9 1 2 4 6  

 H                      4 . 9 5 1 3 3   - 2 . 1 6 9 9 4    2 . 6 2 0 3 4  

 H                      5 . 8 9 4 6 1   - 2 . 4 2 7 9 5    1 . 1 3 9 9 2  

 C                      4 . 3 6 7 7 6    1 . 7 8 8 3 1    1 . 8 0 8 1 7  

 H                      4 . 3 6 7 3 5    2 . 5 8 3 6 2    2 . 5 6 6 8  

 H                      5 . 3 7 7 3 7    1 . 3 5 2 6 2    1 . 7 7 1 8 5  

 H                      4 . 1 4 4 5 4    2 . 2 3 9 9 6    0 . 8 3 1 7 7  

 H                     - 1 . 6 0 8 5 1    2 . 7 4 5 5 3    3 . 11 6 0 9  

 C                      0 . 2 8 6 1 7    3 . 5 6 5 5 9   - 1 . 7 6 3 7 9  

 C                     - 0 . 9 1 6      3 . 6 6 3 6 8   - 2 . 7 1 0 9 7  

 H                     - 0 . 6 2 1 5 4    4 . 1 8 3 4 2   - 3 . 6 3 6 4 9  

 H                     - 1 . 2 8 5 9 7    2 . 6 6 4 7 5   - 2 . 9 8 4 7 4  



S68 
 

 H                     - 1 . 7 4 9 3 9    4 . 2 0 6 7 7   - 2 . 2 4 3 7 5  

 C                      1 . 3 6 1 7 8    2 . 6 9 3 7 4   - 2 . 4 1 5 8 7  

 H                      2 . 2 5 8 1 2    2 . 6 1 9 6    - 1 . 7 8 1 9 2  

 H                      0 . 9 7 6 8 2    1 . 6 7 4 9 8   - 2 . 5 7 8 5 6  

 H                      1 . 6 4 8 6 1    3 . 11 2 7 9   - 3 . 3 9 3 6 6  

 C                      0 . 8 4 5 8 7    4 . 9 6 7 0 3   - 1 . 5 0 2 6 2  

 H                      0 . 0 8 2 7 9    5 . 6 1 4 9 6   - 1 . 0 4 4 1 4  

 H                      1 . 7 1 4 2 3    4 . 9 2 8 7 7   - 0 . 8 2 5 6  

     H                      1 . 1 6 8 9 4    5 . 4 3 8 1 3   - 2 . 4 4 3 4 4 

2d 

 N                      0 . 9 2 9 9     0 . 3 3 2 3 6    0 . 2 5 3 1 5  

 N                      2 . 7 1 0 7 2    1 . 7 6 3 5    - 0 . 3 6 1 5  

 N                     - 2 . 3 2 4 0 7   - 1 . 7 4 0 7 6   - 0 . 8 5 5 9  

 N                     - 0 . 2 9 7 6 9   - 2 . 4 8 5 9 7   - 0 . 4 2 7 3 5  

 N                      0 . 7 7 2 0 7    2 . 7 3 9 3 9    0 . 0 0 9 0 5  

 N                     - 1 . 1 6 8 4 8   - 0 . 6 0 6 0 9    0 . 8 4 1 2 2  

 N                      0 . 0 3 9 1 8    0 . 6 8 8 0 2    2 . 3 7 6 6 1  

 C                      1 . 4 11 9 4    1 . 5 1 5 6 9    0 . 0 2 7 2 4  

 C                     - 0 . 0 7 0 2 9    0 . 1 4 6 4 9    1 . 2 1 4 7  

 C                     - 1 . 2 0 3 2    - 1 . 5 1 0 3 2   - 0 . 0 8 8 8 7  



S69 
 

 C                     - 0 . 8 7 7 8 3   - 3 . 3 4 6 8 6   - 1 . 3 7 1 4  

 C                     - 2 . 1 3 4 4 5   - 2 . 8 9 4 0 7   - 1 . 6 2 3 4 5  

 C                      2 . 8 6 6 8 3    3 . 1 2 6 5 3   - 0 . 6 4 6 8 9  

 C                     - 0 . 1 4 1 7 9   - 4 . 4 6 11 4   - 2 . 0 3 8 4 6  

 H                      0 . 6 6 6 8 8   - 4 . 0 7 8 8 6   - 2 . 6 7 9 8  

 H                     - 0 . 8 2 9 5 2   - 5 . 0 3 2 9 6   - 2 . 6 7 2 3 4  

 H                      0 . 3 0 6 8 7   - 5 . 1 6 0 1 2   - 1 . 3 1 9 3 2  

 C                      1 . 6 7 4 4     3 . 7 2 8 6 3   - 0 . 4 0 7 9 9  

 C                      1 . 3 6 0 3 8    5 . 1 8 8 2    - 0 . 4 2 4 11  

 H                      2 . 2 0 7 6     5 . 7 4 4 7 6   - 0 . 8 4 1 5 9  

 H                      0 . 4 7 4 0 3    5 . 4 2 7 9 7   - 1 . 0 2 7 4 3  

 H                      1 . 1 8 0 9 1    5 . 5 6 5 5 9    0 . 5 9 4 0 9  

 C                      4 . 1 5 6 3 7    3 . 7 6 6 1 8   - 1 . 0 4 5 6 3  

 H                      4 . 8 4 7 0 3    3 . 8 7 9 6 9   - 0 . 1 9 6 3  

 H                      4 . 6 7 5 4     3 . 1 8 9 6 2   - 1 . 8 2 3 1 4  

 H                      3 . 9 6 0 5 2    4 . 7 6 4 9 3   - 1 . 4 5 3 3 6  

 C                     - 3 . 1 4 1 3 6   - 3 . 4 3 1 3 9   - 2 . 5 8 4 6 1  

 H                     - 4 . 1 2 0 3 8   - 3 . 5 7 6 7 6   - 2 . 1 0 5 6 9  

 H                     - 3 . 2 8 5 4    - 2 . 7 6 6 4 6   - 3 . 4 4 9 1 8  

 H                     - 2 . 8 0 9 4 4   - 4 . 4 0 5 9 4   - 2 . 9 6 0 7 5  

 C                     - 0 . 3 2 11 7    0 . 5 6 2 7 9    4 . 7 6 1 6 8  

 H                     - 1 . 0 1 2 6 6    0 . 2 7 9 4 8    5 . 5 6 9 9 5  

 H                      0 . 6 0 4 8 9   - 0 . 0 2 0 1 4    4 . 8 6 5 6 3  

 H                     - 0 . 0 5 9 5 6    1 . 6 2 5 9     4 . 8 7 5 2 2  

 C                     - 2 . 2 4 1 7 1    1 . 11 8 9 5    3 . 2 3 3 7 8  

 H                     - 2 . 0 5 0 0 7    2 . 1 9 9 3 9    3 . 3 3 0 5 7  

 H                     - 2 . 6 8 3 5 4    0 . 9 1 8 3 9    2 . 2 4 6 9 9  

 H                     - 2 . 9 7 1 8 8    0 . 8 3 1 4 2    4 . 0 0 6 5 9  

 C                     - 3 . 5 4 0 1 2   - 0 . 9 7 4 7 3   - 0 . 6 0 6 9 2  

 C                     - 4 . 2 9 7 9 1   - 0 . 5 3 9 7 1   - 1 . 8 6 1 9  



S70 
 

 C                     - 4 . 4 5 4 9 5   - 1 . 6 8 3 5 8    0 . 3 9 6 0 2  

 H                     - 3 . 1 7 1 6 4   - 0 . 0 6 2 5 3   - 0 . 11 0 5 1  

 C                     - 5 . 4 6 7 8     0 . 3 6 6 7 5   - 1 . 4 6 9 0 5  

 H                     - 4 . 7 0 4 8 4   - 1 . 4 1 2 5 4   - 2 . 3 9 3 7 3  

 H                     - 3 . 6 0 9 9 4   - 0 . 0 2 5 3    - 2 . 5 5 1 4 6  

 C                     - 5 . 6 4 5 0 2   - 0 . 7 9 6 2 2    0 . 7 6 11 4  

 H                     - 4 . 8 1 2 6 8   - 2 . 6 3 3 1 2   - 0 . 0 4 0 9 7  

 H                     - 3 . 8 6 4 0 7   - 1 . 9 3 11 8    1 . 2 9 0 7 5  

 C                     - 6 . 4 0 2 8 1   - 0 . 3 3 7 6 5   - 0 . 4 8 4 9 1  

 H                     - 6 . 0 1 7 7 2    0 . 6 8 0 2 7   - 2 . 3 6 8 8 9  

 H                     - 5 . 0 7 7 9 7    1 . 2 8 7 0 5   - 0 . 9 9 9 9 3  

 H                     - 6 . 3 1 7 7 1   - 1 . 3 2 7 4 2    1 . 4 5 0 6 2  

 H                     - 5 . 2 7 2 1 7    0 . 0 8 9 3 7    1 . 3 0 4 2 9  

 H                     - 7 . 2 3 3 9 1    0 . 3 2 6 9 7   - 0 . 2 0 5 4 8  

 H                     - 6 . 8 5 2 8 8   - 1 . 2 1 5 8 9   - 0 . 9 8 0 5 4  

 C                      0 . 8 3 6 9 1   - 2 . 7 8 5 5 6    0 . 4 4 2 3 4  

 C                      0 . 5 5 5 8 5   - 3 . 9 7 9 1 6    1 . 3 6 0 7 8  

 C                      2 . 1 6 3 6 5   - 2 . 9 1 6 6 2   - 0 . 3 0 0 6 7  

 H                      0 . 9 4 6 4    - 1 . 9 0 5 4 4    1 . 0 8 6 1 5  

 C                      1 . 7 0 6 5 6   - 4 . 1 6 0 0 1    2 . 3 5 1 2 8  

 H                      0 . 4 3 1 0 3   - 4 . 8 9 9 6     0 . 7 6 6 0 9  

 H                     - 0 . 3 9 2 4 1   - 3 . 8 0 3 7 9    1 . 8 9 1 8 3  

 C                      3 . 2 9 8 2 6   - 3 . 0 9 1 9 5    0 . 7 1 0 0 2  

 H                      2 . 1 5 1 4 8   - 3 . 7 8 3 9 6   - 0 . 9 7 9 5 2  

 H                      2 . 2 9 8 2 1   - 2 . 0 0 8 9 3   - 0 . 9 0 9 1 9  

 C                      3 . 0 4 6 2 1   - 4 . 2 9 11 6    1 . 6 2 6 0 2  

 H                      1 . 5 2 4 3 6   - 5 . 0 3 7 5 6    2 . 9 8 9 2 1  

 H                      1 . 7 4 1 8 6   - 3 . 2 8 3 0 7    3 . 0 2 0 0 1  

 H                      4 . 2 6 1 3 8   - 3 . 2 0 5 9 4    0 . 1 8 8 1 9  

 H                      3 . 3 7 2 11   - 2 . 1 7 7 5 5    1 . 3 2 5 5 8  



S71 
 

 H                      3 . 8 6 5 8 9   - 4 . 3 9 5 5     2 . 3 5 2 4 5  

 H                      3 . 0 4 1 5    - 5 . 2 1 3 5 9    1 . 0 1 8 6 9  

 C                     - 0 . 6 8 3 1 8    2 . 8 2 6 3 9   - 0 . 0 8 8 0 3  

 C                     - 1 . 3 11 5 5    3 . 8 2 7 7 2    0 . 8 7 9 2 5  

 C                     - 1 . 1 3 8 2 3    3 . 0 4 1 7 3   - 1 . 5 3 6 0 1  

 H                     - 1 . 0 6 2 3 9    1 . 8 3 9 7 4    0 . 2 0 5 5 7  

 C                     - 2 . 8 3 6 8     3 . 7 6 8 6 7    0 . 7 7 1 5 9  

 H                     - 0 . 9 7 7 8 1    4 . 8 5 1 5 9    0 . 6 4 9 7 5  

 H                     - 0 . 9 6 8 5 4    3 . 5 7 9 7 6    1 . 8 9 4 6 6  

 C                     - 2 . 6 6 2 6 5    2 . 9 8 8 7    - 1 . 6 1 8 0 4  

 H                     - 0 . 7 8 0 0 6    4 . 0 1 4 4 9   - 1 . 9 1 1 9 2  

 H                     - 0 . 6 8 4 9 2    2 . 2 6 2 6 3   - 2 . 1 6 8 5  

 C                     - 3 . 3 0 5 6 9    3 . 9 9 7 7 3   - 0 . 6 6 6 1  

 H                     - 3 . 2 9 3      4 . 5 0 4 5 7    1 . 4 5 0 5 5  

 H                     - 3 . 1 7 9 7 3    2 . 7 7 5 3 5    1 . 1 0 6 6 6  

 H                     - 2 . 9 9 9 3     3 . 1 5 6 5 3   - 2 . 6 5 2 5 6  

 H                     - 2 . 9 9 0 7     1 . 9 7 2 4 1   - 1 . 3 3 8 1 4  

 H                     - 4 . 4 0 3 3 8    3 . 9 3 4     - 0 . 7 2 5 2 6  

 H                     - 3 . 0 3 1 8 6    5 . 0 1 9 6    - 0 . 9 8 3 4 3  

 C                      3 . 6 8 3 5 5    0 . 6 8 8 3 8   - 0 . 4 8 3 0 9  

 C                      3 . 9 3 4 1 7    0 . 3 0 0 7 2   - 1 . 9 4 5 1 4  

 C                      4 . 9 8 9 8 8    0 . 9 5 4 9 4    0 . 2 7 0 4 8  

 H                      3 . 1 8 7 2 4   - 0 . 1 6 5 5 1    0 . 0 0 4 8 3  

 C                      4 . 9 0 1 4    - 0 . 8 7 9 8 2   - 2 . 0 4 7 1 2  

 H                      4 . 3 5 1 3 9    1 . 1 6 4 9 3   - 2 . 4 9 0 0 3  

 H                      2 . 9 6 8 4     0 . 0 6 0 0 8   - 2 . 4 1 6 3 3  

 C                      5 . 9 1 8 5    - 0 . 2 5 5 9 8    0 . 1 7 2 3 5  

 H                      5 . 5 1 0 4 1    1 . 8 2 2 8 5   - 0 . 1 6 0 6 8  

 H                      4 . 7 5 8 9 9    1 . 1 9 6 7 5    1 . 3 1 8 8 8  

 C                      6 . 2 0 0 9 9   - 0 . 6 11 4 4   - 1 . 2 8 7 8 4  



S72 
 

 H                      5 . 1 0 8 9    - 1 . 1 0 7 4 1   - 3 . 1 0 3 4 2  

 H                      4 . 4 1 8 2 7   - 1 . 7 7 4 9 8   - 1 . 6 2 11 3  

 H                      6 . 8 5 7 0 3   - 0 . 0 5 4 0 9    0 . 7 0 9 5 2  

 H                      5 . 4 4 6 6 9   - 1 . 11 9 1 7    0 . 6 7 0 2 1  

 H                      6 . 8 6 6 2 3   - 1 . 4 8 6 0 4   - 1 . 3 4 9 0 8  

 H                      6 . 7 3 6 5     0 . 2 2 7 3 5   - 1 . 7 6 6 8  

 C                     - 0 . 9 3 9 7 9    0 . 3 3 0 0 1    3 . 3 8 6 2 6  

     H                     - 1 . 2 0 3 1 7   - 0 . 7 4 1 9 3    3 . 2 9 3 4 9 

TS2d-3d 

 N                      0 . 6 4 6 6 7    0 . 2 1 7 4 4   - 0 . 2 4 4 7 1  

 O                      2 . 6 8 2 0 2    0 . 0 2 1 5 3    2 . 1 4 8 7 2  

 O                      2 . 2 9 4 5 4    2 . 2 8 5 5 4    2 . 3 0 3 6 8  

 N                      2 . 6 1 7 5 4    1 . 3 8 8 5 3   - 0 . 8 8 3 6 7  

 N                     - 2 . 7 2 2 9    - 1 . 7 7 4 3 2   - 0 . 7 5 6 4 5  

 N                     - 0 . 7 4 1 9 1   - 2 . 6 2 1 0 1   - 0 . 3 2 2 8 8  

 N                      0 . 8 4 5 8 8    2 . 6 1 4 7    - 0 . 4 8 0 2 5  

 N                     - 1 . 3 7 1 7 3   - 0 . 5 2 9 6 9    0 . 7 1 6 6 6  

 N                      0 . 1 4 4 9     0 . 7 1 7 3 3    1 . 9 7 6 3  

 C                      1 . 3 0 8 7 4    1 . 3 2 4 2 4   - 0 . 4 8 2 7 8  



S73 
 

 C                     - 0 . 1 8 7 2 8    0 . 1 4 6 7 9    0 . 8 5 2 2 3  

 C                     - 1 . 5 4 8 3    - 1 . 5 3 8 9 7   - 0 . 0 8 9 4 7  

 C                     - 1 . 4 3 8 7 2   - 3 . 5 5 3 4    - 1 . 1 0 2 8 8  

 C                      2 . 2 5 8 1 2    1 . 11 8 8     2 . 2 0 5 0 7  

 C                     - 2 . 6 6 9 2    - 3 . 0 3 4 8 6   - 1 . 3 6 1 0 4  

 C                      2 . 9 6 0 5     2 . 7 1 8 4    - 1 . 1 5 3 0 1  

 C                     - 0 . 8 4 0 3 2   - 4 . 8 2 0 9    - 1 . 6 1 5 7 8  

 H                     - 0 . 0 4 6 5 7   - 4 . 6 2 1 3 2   - 2 . 3 5 11 2  

 H                     - 1 . 6 1 2 7 3   - 5 . 4 2 0 8 3   - 2 . 11 0 9 1  

 H                     - 0 . 4 0 5 6 2   - 5 . 4 3 2 5 1   - 0 . 8 1 3 4 1  

 C                      1 . 8 6 8 2     3 . 4 7 8 7 3   - 0 . 8 7 7 5 6  

 C                      1 . 7 7 5 0 8    4 . 9 6 8 5 1   - 0 . 8 5 0 4 9  

 H                      2 . 6 3 8 7 5    5 . 4 0 1 5 3   - 1 . 3 6 8 5 5  

 H                      0 . 8 6 8 1 1    5 . 3 5 1 0 4   - 1 . 3 3 5 7  

 H                      1 . 7 8 6 5 5    5 . 3 4 0 3 1    0 . 1 8 5 1 6  

 C                      4 . 3 0 2 1 3    3 . 1 8 4 2    - 1 . 6 1 4 8 3  

 H                      5 . 0 4 0 9 9    3 . 2 0 7 4 7   - 0 . 8 0 0 5 7  

 H                      4 . 7 0 0 3 8    2 . 5 4 6 2 8   - 2 . 4 1 5 4 7  

 H                      4 . 2 1 5 1 3    4 . 2 0 0 5 2   - 2 . 0 1 7 0 2  

 C                     - 3 . 7 6 8 1    - 3 . 6 1 4 11   - 2 . 1 8 8 0 8  

 H                     - 4 . 7 3 3 7 5   - 3 . 5 7 6 5 9   - 1 . 6 6 4 2 8  

 H                     - 3 . 8 8 5 2 9   - 3 . 0 8 9 7 1   - 3 . 1 4 8 1 6  

 H                     - 3 . 5 5 0 4 8   - 4 . 6 6 6 3 2   - 2 . 4 0 4 9 3  

 C                      0 . 1 8 0 5 7    0 . 7 0 7 9 8    4 . 4 0 5 9 8  

 H                     - 0 . 4 0 1 2 6    0 . 5 1 5 9 9    5 . 3 1 9 4 8  

 H                      1 . 0 5 9 9 5    0 . 0 4 7 3 3    4 . 4 0 9 3 1  

 H                      0 . 5 3 4 9 3    1 . 7 4 9 9 9    4 . 4 2 9 4 6  

 C                     - 1 . 9 2 5 3 8    1 . 3 3 8 9 3    3 . 1 8 5 5 1  

 H                     - 1 . 6 5 4 5 2    2 . 4 0 5 0 9    3 . 2 3 4 2  

 H                     - 2 . 5 2 4 1 7    1 . 1 5 8 9 1    2 . 2 8 1 2 3  



S74 
 

 H                     - 2 . 5 4 4 5 1    1 . 1 0 3 1 6    4 . 0 6 4 9 8  

 C                     - 3 . 8 5 1 6 9   - 0 . 8 6 4 1 5   - 0 . 5 9 4 8 2  

 C                     - 4 . 5 8 3 3 8   - 0 . 5 2 1 1 6   - 1 . 8 9 3 4  

 C                     - 4 . 8 1 2 5 1   - 1 . 3 4 6 6 3    0 . 4 9 5 4 7  

 H                     - 3 . 3 8 4 6 9    0 . 0 6 1 7 3   - 0 . 2 2 3 6 8  

 C                     - 5 . 6 6 2 5 9    0 . 5 2 9 6 6   - 1 . 6 2 0 0 8  

 H                     - 5 . 0 7 1 2 1   - 1 . 4 1 4 6    - 2 . 3 1 0 7 5  

 H                     - 3 . 8 5 8 8    - 0 . 1 6 1 2 2   - 2 . 6 4 0 3 4  

 C                     - 5 . 9 0 6 9 1   - 0 . 3 0 8 9 2    0 . 7 4 5 2 9  

 H                     - 5 . 2 6 7 8 1   - 2 . 3 0 4 7 9    0 . 1 8 8 4 5  

 H                     - 4 . 2 3 4 4 6   - 1 . 5 3 4 5 1    1 . 4 1 2 7 1  

 C                     - 6 . 6 4 0 7     0 . 0 4 9 5 7   - 0 . 5 4 7 1 5  

 H                     - 6 . 1 9 6 8     0 . 7 6 8 4 7   - 2 . 5 5 1 5 3  

 H                     - 5 . 1 8 5 7 1    1 . 4 6 5 1 1   - 1 . 2 8 11 4  

 H                     - 6 . 6 1 3 6 2   - 0 . 6 7 7 9 2    1 . 5 0 3 0 9  

 H                     - 5 . 4 4 3 7     0 . 6 0 1 7 1    1 . 1 6 3 0 7  

 H                     - 7 . 4 0 3 8 5    0 . 8 1 8 2 2   - 0 . 3 5 4 4 4  

 H                     - 7 . 1 7 6 2    - 0 . 8 4 1 4 1   - 0 . 9 1 9 7 3  

 C                      0 . 4 4 0 7    - 2 . 8 6 9 2     0 . 5 0 1 4 5  

 C                      0 . 1 5 1 2 5   - 3 . 8 5 9 7 8    1 . 6 3 2 6 8  

 C                      1 . 6 8 5 0 3   - 3 . 2 4 0 1 3   - 0 . 2 9 9 1 8  

 H                      0 . 6 7 8 9 1   - 1 . 9 0 9 8 3    0 . 9 7 5 8 4  

 C                      1 . 3 6 3 9 6   - 3 . 9 5 4 8 8    2 . 5 5 9 3  

 H                     - 0 . 0 8 1 6    - 4 . 8 5 5 8 8    1 . 2 1 9 0 4  

 H                     - 0 . 7 3 8 3    - 3 . 5 1 9 7 9    2 . 1 8 5 3  

 C                      2 . 8 8 3 6    - 3 . 3 2 7 2 4    0 . 6 4 7 7 1  

 H                      1 . 5 5 5 6 6   - 4 . 2 0 9 1 3   - 0 . 8 0 6 2 9  

 H                      1 . 8 3 2 2 7   - 2 . 4 6 8 6 8   - 1 . 0 7 1 2 5  

 C                      2 . 6 2 5 3    - 4 . 3 2 4 8 9    1 . 7 7 8 3 6  

 H                      1 . 1 7 4 1 3   - 4 . 6 8 4 9 9    3 . 3 6 0 0 1  



S75 
 

 H                      1 . 5 1 7 8 7   - 2 . 9 7 6 0 4    3 . 0 4 4 8 4  

 H                      3 . 7 8 7 5 4   - 3 . 6 1 2 8 2    0 . 0 8 7 2 5  

 H                      3 . 0 6 7 2 2   - 2 . 3 2 9 9 8    1 . 0 8 5 1 2  

 H                      3 . 4 9 2 8 9   - 4 . 3 6 5 5 4    2 . 4 5 3 4 4  

 H                      2 . 5 0 6 0 5   - 5 . 3 3 6 9 2    1 . 3 5 1 8 2  

 C                     - 0 . 5 7 0 2     2 . 9 3 9 8 5   - 0 . 3 3 9 7  

 C                     - 0 . 8 5 2 2 8    3 . 9 2 7 1 9    0 . 7 9 1 9  

 C                     - 1 . 1 9 4 11    3 . 3 7 0 4 1   - 1 . 6 7 2 2 6  

 H                     - 1 . 0 6 3 0 5    1 . 9 9 8 0 4   - 0 . 0 6 5 4 6  

 C                     - 2 . 3 5 9 9 4    4 . 1 3 8 11    0 . 9 3 6 7 5  

 H                     - 0 . 3 7 7 6 6    4 . 8 9 7 4 8    0 . 5 7 9 0 3  

 H                     - 0 . 4 0 0 1 9    3 . 5 2 7 4 8    1 . 7 1 2 3 5  

 C                     - 2 . 6 9 7 1 9    3 . 5 8 7 2 9   - 1 . 4 9 9 0 4  

 H                     - 0 . 7 2 9 7 7    4 . 3 0 1 8 3   - 2 . 0 3 4 3  

 H                     - 0 . 9 9 3 0 2    2 . 5 9 4 1 3   - 2 . 4 2 6 3 8  

 C                     - 2 . 9 8 8 2     4 . 5 9 0 6 2   - 0 . 3 8 2 2 5  

 H                     - 2 . 5 6 4 1 2    4 . 8 6 7 6 9    1 . 7 3 4 7 2  

 H                     - 2 . 8 2 7 0 4    3 . 1 8 9 7 7    1 . 2 4 9 7 8  

 H                     - 3 . 1 4 6 4 9    3 . 9 1 6 9 8   - 2 . 4 4 7 8 6  

 H                     - 3 . 1 6 6 7     2 . 6 2 0 7 7   - 1 . 2 4 4 1 9  

 H                     - 4 . 0 7 4 0 6    4 . 7 2 5 3 8   - 0 . 2 6 3 5  

 H                     - 2 . 5 7 6 4 4    5 . 5 7 5 5    - 0 . 6 6 5 4 5  

 C                      3 . 4 4 3 9 6    0 . 1 8 8 4 5   - 0 . 9 9 4 8 9  

 C                      3 . 5 3 1 3 3   - 0 . 2 9 8 8 3   - 2 . 4 4 4 7 9  

 C                      4 . 8 2 7 4 8    0 . 3 3 8 7 2   - 0 . 3 5 5 6 8  

 H                      2 . 8 9 0 5    - 0 . 5 6 5 6 6   - 0 . 4 1 3 1 9  

 C                      4 . 3 4 5 9 7   - 1 . 5 8 9 5 4   - 2 . 5 4 5 0 4  

 H                      4 . 0 0 1 7 4    0 . 4 8 4 1 9   - 3 . 0 6 5 3 6  

 H                      2 . 5 1 0 2 5   - 0 . 4 4 6 9 1   - 2 . 8 2 9 4 4  

 C                      5 . 6 0 3 7    - 0 . 9 7 4 7 9   - 0 . 4 5 0 2 6  



S76 
 

 H                      5 . 4 0 9 7 1    1 . 1 1 0 9 6   - 0 . 8 7 7  

 H                      4 . 7 0 9 1 7    0 . 6 5 1 3 7    0 . 6 9 2 0 3  

 C                      5 . 7 2 4 6 6   - 1 . 4 3 7 3 2   - 1 . 9 0 2 6 9  

 H                      4 . 4 3 8 7 1   - 1 . 8 9 5 6    - 3 . 5 9 7 8 7  

 H                      3 . 8 0 0 8 9   - 2 . 3 9 7 4 2   - 2 . 0 2 8 7 1  

 H                      6 . 5 9 9 9 4   - 0 . 8 4 9 7 6   - 0 . 0 0 0 8 7  

 H                      5 . 0 8 4 9 5   - 1 . 7 4 6 8 6    0 . 1 3 8 7 4  

 H                      6 . 2 7 8 6 2   - 2 . 3 8 6 6 4   - 1 . 9 5 9 9 6  

 H                      6 . 3 11 2 9   - 0 . 6 9 4 1 9   - 2 . 4 7 1 5 2  

 C                     - 0 . 6 6 6 6     0 . 4 7 1 0 1    3 . 1 5 8 1 8  

     H                     - 1 . 0 0 0 3 6   - 0 . 5 8 4 0 5    3 . 1 5 3 2 6 

3d 

 N                      0 . 4 9 8 8 6    0 . 2 7 4 2 5   - 0 . 2 8 1 4 4  

 O                      2 . 4 5 3 9 3    0 . 9 4 3 0 6    1 . 7 4 9 6 4  

 O                      1 . 2 0 3 6 5    2 . 5 6 0 0 1    2 . 7 0 7 4 3  

 N                      2 . 3 0 7 7 4    1 . 5 4 8 2 4   - 1 . 1 5 3 0 6  

 N                     - 2 . 4 3 9 6 8   - 2 . 1 0 4 6 4   - 0 . 7 1 4 1 5  

 N                     - 0 . 4 2 8 2 5   - 2 . 7 8 1 4 7   - 0 . 1 7 2 4 3  

 N                      0 . 5 3 9 4 2    2 . 6 7 7 6 6   - 0 . 5 2 7 6 6  



S77 
 

 N                     - 1 . 2 5 5 0 6   - 0 . 7 6 3 9 5    0 . 8 4 3 7 8  

 N                      0 . 1 7 6 11    0 . 6 0 7 4 3    2 . 0 2 7 2 9  

 C                      1 . 0 8 5 8 8    1 . 4 2 6 9 5   - 0 . 5 7 5 9  

 C                     - 0 . 1 6 7 6 1    0 . 0 4 7 4 3    0 . 8 6 0 8 6  

 C                     - 1 . 3 3 3 7 6   - 1 . 7 7 7 2 2    0 . 0 11 0 2  

 C                     - 0 . 9 8 9 3 9   - 3 . 7 6 2 7 3   - 0 . 9 9 3 8 3  

 C                      1 . 4 3 1 4     1 . 4 8 1 2 2    2 . 1 7 2 1 1  

 C                     - 2 . 2 4 4 6 8   - 3 . 3 4 9 5 8   - 1 . 3 2 2 11  

 C                      2 . 5 1 8 0 8    2 . 8 7 9 1 7   - 1 . 5 1 6 7 6  

 C                     - 0 . 2 5 7 6 5   - 4 . 9 7 7 3 2   - 1 . 4 5 9 1 5  

 H                      0 . 5 3 9 4 2   - 4 . 7 1 6 8 3   - 2 . 1 7 11 9  

 H                     - 0 . 9 5 2 3 9   - 5 . 6 5 5 5 6   - 1 . 9 6 8 11  

 H                      0 . 2 0 2 1 9   - 5 . 5 2 9 5 6   - 0 . 6 2 8 7 2  

 C                      1 . 4 2 1 9 2    3 . 5 8 2 2 2   - 1 . 1 2 6 2  

 C                      1 . 1 9 2 3 1    5 . 0 5 0 0 5   - 1 . 2 7 0 1 6  

 H                      1 . 9 3 6 6 1    5 . 4 6 3 11   - 1 . 9 6 1 2 4  

 H                      0 . 1 9 6 9 1    5 . 2 8 3 6 9   - 1 . 6 7 1 0 6  

 H                      1 . 3 0 4 3 2    5 . 5 7 2 4    - 0 . 3 0 9 3 8  

 C                      3 . 7 3 0 8 1    3 . 4 0 0 7 1   - 2 . 2 1 8 1 8  

 H                      4 . 5 3 0 1 9    3 . 6 8 0 7 6   - 1 . 5 1 7 0 9  

 H                      4 . 1 4 0 0 3    2 . 6 6 3 0 1   - 2 . 9 1 9 11  

 H                      3 . 4 6 4 9 2    4 . 2 9 3 8 6   - 2 . 7 9 7 3 7  

 C                     - 3 . 2 4 6 6 9   - 4 . 0 3 0 2 5   - 2 . 1 9 4 3 9  

 H                     - 4 . 2 4 7 2 1   - 4 . 0 2 5 8 6   - 1 . 7 4 0 3  

 H                     - 3 . 3 2 3 6 4   - 3 . 5 6 2 0 4   - 3 . 1 8 6 7 3  

 H                     - 2 . 9 5 4 3 8   - 5 . 0 7 6 8 4   - 2 . 3 3 9 8 6  

 C                      0 . 3 2 0 0 2    0 . 2 9 8 4 7    4 . 4 7 4 5 4  

 H                     - 0 . 2 3 9 7 2   - 0 . 0 9 2 7 7    5 . 3 3 5 9 5  

 H                      1 . 1 8 3 5 8   - 0 . 3 5 6 5 3    4 . 2 8 8 4 1  

 H                      0 . 6 9 7 4 3    1 . 3 0 0 3 6    4 . 7 1 4 8 7  



S78 
 

 C                     - 1 . 7 2 1 7 5    1 . 3 5 2 3 5    3 . 4 0 8 2 9  

 H                     - 1 . 2 9 1 9 8    2 . 3 6 4 1 2    3 . 4 3 9 9 3  

 H                     - 2 . 4 1 6 4 2    1 . 2 7 2 4 7    2 . 5 5 7 6 4  

 H                     - 2 . 2 8 8 0 8    1 . 1 6 9 1 8    4 . 3 3 3 8 3  

 C                     - 3 . 6 1 4 2 1   - 1 . 2 3 6 0 5   - 0 . 7 1 4 6 7  

 C                     - 4 . 1 8 7 6 9   - 0 . 9 7 0 2 5   - 2 . 1 0 7 5 5  

 C                     - 4 . 6 8 7 7 1   - 1 . 7 2 0 5     0 . 2 6 2 6 6  

 H                     - 3 . 2 2 8 1 3   - 0 . 2 8 1 2 4   - 0 . 3 2 4 2 9  

 C                     - 5 . 3 2 3 8 7    0 . 0 5 0 4 6   - 2 . 0 1 7  

 H                     - 4 . 5 9 1 4 3   - 1 . 8 9 8 0 7   - 2 . 5 3 8 9 8  

 H                     - 3 . 3 8 6 4 1   - 0 . 6 1 6 1    - 2 . 7 7 4 2 5  

 C                     - 5 . 8 3 3 2 8   - 0 . 7 1 0 1 7    0 . 3 3 4 2 9  

 H                     - 5 . 0 7 3 8 5   - 2 . 7 0 0 9 5   - 0 . 0 6 7 3 6  

 H                     - 4 . 2 2 7 9    - 1 . 8 6 3 0 2    1 . 2 5 1 8  

 C                     - 6 . 4 11 8 1   - 0 . 4 2 2 1 8   - 1 . 0 5 1 5 1  

 H                     - 5 . 7 4 5 9 6    0 . 2 2 8 8 6   - 3 . 0 1 6 9 2  

 H                     - 4 . 9 1 9 8 6    1 . 0 1 4 5 2   - 1 . 6 6 6 9 8  

 H                     - 6 . 6 1 7 3 5   - 1 . 0 7 4 6 5    1 . 0 1 3 9 3  

 H                     - 5 . 4 5 0 9 4    0 . 2 2 9 5 6    0 . 7 6 9 2 9  

 H                     - 7 . 2 1 3 6 5    0 . 3 2 7 7 7   - 0 . 9 8 2 7 1  

 H                     - 6 . 8 7 3 4    - 1 . 3 4 2 7 6   - 1 . 4 5 0 0 3  

 C                      0 . 7 6 8 9 4   - 2 . 8 8 2 6 6    0 . 6 6 2 1 2  

 C                      0 . 6 0 3 7 3   - 3 . 8 9 9 3 7    1 . 7 9 4 8 7  

 C                      2 . 0 5 8 11   - 3 . 0 9 0 9 8   - 0 . 1 2 4 3 3  

 H                      0 . 8 7 5 5 7   - 1 . 9 0 1 8     1 . 1 4 1 3 9  

 C                      1 . 8 0 5 1 5   - 3 . 8 1 3 5 7    2 . 7 3 7 8 3  

 H                      0 . 5 2 3 1    - 4 . 9 2 0 1 5    1 . 3 8 4 3 7  

 H                     - 0 . 3 3 2 4 9   - 3 . 6 8 7 8 9    2 . 3 3 4 1  

 C                      3 . 2 4 3 7 1   - 2 . 9 7 8 2 6    0 . 8 3 6 0 2  

 H                      2 . 0 7 1 4 6   - 4 . 0 8 2 5 3   - 0 . 6 0 4 4 9  



S79 
 

 H                      2 . 1 0 4 0 4   - 2 . 3 2 7 9    - 0 . 9 1 6 4  

 C                      3 . 1 2 1 8 3   - 3 . 9 8 7 4     1 . 9 8 0 0 6  

 H                      1 . 7 1 4 4 5   - 4 . 5 6 5 5 7    3 . 5 3 5 4 5  

 H                      1 . 8 0 0 3 7   - 2 . 8 2 5 7     3 . 2 2 8 5 9  

 H                      4 . 1 8 7 6 9   - 3 . 1 3 4 8     0 . 2 9 1 9  

 H                      3 . 2 7 0 5 9   - 1 . 9 5 3 7 6    1 . 2 5 0 1 4  

 H                      3 . 9 7 2 3 5   - 3 . 8 8 3 5     2 . 6 6 9 5 6  

 H                      3 . 1 7 0 6 5   - 5 . 0 1 0 7 2    1 . 5 6 7 1 7  

 C                     - 0 . 8 4 3 2 6    2 . 9 3 8 2 1   - 0 . 1 1 5 1  

 C                     - 0 . 9 8 0 6 3    4 . 1 2 6 5 2    0 . 8 4 1 7  

 C                     - 1 . 7 7 5 3     3 . 0 3 9 11   - 1 . 3 2 6 2 5  

 H                     - 1 . 1 5 7 9 8    2 . 0 5 6 4 3    0 . 4 5 6 6 4  

 C                     - 2 . 4 3 9 6 3    4 . 2 9 1 4 9    1 . 2 7 0 9 2  

 H                     - 0 . 6 7 0 0 7    5 . 0 5 6 1     0 . 3 4 5 3 4  

 H                     - 0 . 3 1 2 9 8    3 . 9 5 2 5     1 . 6 9 9 6 6  

 C                     - 3 . 2 2 1 6 4    3 . 2 2 2 7 6   - 0 . 8 6 5 9 9  

 H                     - 1 . 4 7 5 8 9    3 . 8 9 1 5 1   - 1 . 9 5 9 7 6  

 H                     - 1 . 6 6 8 0 6    2 . 1 2 6 9 3   - 1 . 9 3 4 4 8  

 C                     - 3 . 3 6 4 5 1    4 . 4 2 9 2 5    0 . 0 6 1 7 2  

 H                     - 2 . 5 3 2 3 5    5 . 1 6 6 2 6    1 . 9 3 1 3 1  

 H                     - 2 . 7 4 9 9 9    3 . 4 1 6 7 3    1 . 8 6 4 2  

 H                     - 3 . 8 8 8 4 6    3 . 3 1 4 7    - 1 . 7 3 6 9 5  

 H                     - 3 . 5 3 5 7     2 . 3 1 6 4 3   - 0 . 3 1 6 9 4  

 H                     - 4 . 4 1 0 4 7    4 . 5 3 9 7 9    0 . 3 8 5 3 8  

 H                     - 3 . 1 0 6 0 8    5 . 3 4 6 9    - 0 . 4 9 5 7 9  

 C                      3 . 2 7 9 5 2    0 . 4 5 2 6 8   - 1 . 1 3 6 6 3  

 C                      3 . 4 4 8 4 8   - 0 . 1 8 3 5 3   - 2 . 5 1 9 2  

 C                      4 . 6 1 0 8     0 . 8 7 2 6 9   - 0 . 5 0 7 6 6  

 H                      2 . 8 2 7 3 6   - 0 . 2 8 4 1    - 0 . 4 5 5 9 8  

 C                      4 . 4 5 6 0 1   - 1 . 3 3 4 8 3   - 2 . 4 7 7 3 1  



S80 
 

 H                      3 . 7 9 8 0 5    0 . 5 7 7 6 8   - 3 . 2 3 7 5 2  

 H                      2 . 4 6 6 3 2   - 0 . 5 3 2 1 2   - 2 . 8 7 6 0 3  

 C                      5 . 5 7 4 7 7   - 0 . 3 11 7 5   - 0 . 4 6 4 9 8  

 H                      5 . 0 8 2 6 2    1 . 6 6 8 6 8   - 1 . 1 0 1 5 3  

 H                      4 . 3 9 3 7     1 . 2 5 8 8 7    0 . 4 9 8 0 7  

 C                      5 . 7 8 6 0 2   - 0 . 9 0 1 6 6   - 1 . 8 5 9 9 4  

 H                      4 . 6 0 8 7 9   - 1 . 7 3 5 9 2   - 3 . 4 9 0 6 3  

 H                      4 . 0 3 8 1 8   - 2 . 1 5 7 6 9   - 1 . 8 7 3 8  

 H                      6 . 5 3 4 0 6    0 . 0 0 6 1 5   - 0 . 0 3 0 5 7  

 H                      5 . 1 6 8 7    - 1 . 0 8 7 2 6    0 . 2 0 3 1 6  

 H                      6 . 4 8 0 8 3   - 1 . 7 5 4 5 7   - 1 . 8 1 9 9 5  

 H                      6 . 2 5 7     - 0 . 1 4 0 8 6   - 2 . 5 0 7 6 7  

 C                     - 0 . 5 9 2 2 7    0 . 3 4 0 1 5    3 . 2 5 1 0 2  

     H                     - 1 . 0 3 3 8 5   - 0 . 6 5 6 7 3    3 . 11 3 6 9 


