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Figure S1. 'TH NMR (500 MHz, CDCl;) spectrum of compound 1
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Figure S2. 13C NMR (125 MHz, CDCl3) spectrum of compound 1
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Figure S8. 'TH NMR (500 MHz, CDCl;) spectrum of compound 2
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Figure S9. 13C NMR (125 MHz, CDCl;) spectrum of compound 2
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Figure S10. HSQC spectrum of compound 2 in CDCl;
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Figure S12. HMBC spectrum of compound 2 in CDCl;
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Figure S14. HRESI-MS spectrum of compound 2
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Figure S15. 'TH NMR (500 MHz, CDCls) spectrum of compound 3
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Figure S17. HSQC spectrum of compound 3 in CDCl;
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Figure S19. HMBC spectrum of compound 3 in CDCl;
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Figure S22. 'TH NMR (500 MHz, CDCls) spectrum of compound 4
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Figure S23. 3C NMR (125 MHz, CDCls) spectrum of compound 4
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Figure S29. 'TH NMR (500 MHz, CDCls) spectrum of compound 5
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Figure S31. HSQC spectrum of compound 5 in CDCl;
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Figure S33. HMBC spectrum of compound 5 in CDCl;
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Figure S35. HRESI-MS spectrum of compound 5
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Figure S36. 'TH NMR (500 MHz, CDCls) spectrum of compound 6
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Figure S37. 3C NMR (125 MHz, CDCls) spectrum of compound 6
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Figure S38. HSQC spectrum of compound 6 in CDCl;
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Figure S39. 'H-'H COSY spectrum of compound 6 in CDCl;
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Figure S40. HMBC spectrum of compound 6 in CDCl;
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Figure S41. ROESY spectrum of compound 6 in CDCl;
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Figure S42. HRESI-MS spectrum of compound 6

Qualitative Analysis Report

Data Filename RG-92.d Sample Name  RG-92

Sample Type Sample Position P1-A3

Instrument Name Instrument 1 User Name

Acg Method SIBU.m Acquired Time  8/27/2015 3:03:09 PM
IRM Calibration Status = oA Method Default.m

Comment

Sample Group Info.

Acquisition SW 6200 series TOF/6500 series

Version Q-TOF B.05.01 (B5125.2)

User Spectra

Fragmentor Voltage Collision Energy Ionization Mode
135 0 Esl
10 4 |+ Scan (0.191-0.208 min, 2 Scans) RG-82.d Subtract
7073038
3 (M+Na)+
25
2
15
1
05
706.4 7066 706.8 707 707.2 707.4 70726 707.8 708 708.2
Counts vs. Mass-to-Charge (m/z)
Peak List
z [Abund Form T
274.2738 1 16279.34
695.3041 1 |7179.71
702.3484 1 |26799.08
703.3517 1 [11469.27
707.3038 1 [29351.12 C37 H48 012 (M+Na)+
708.3068 1 ]12226.95 C37 H48 012 (M+Na)+
723.2784 1 [35351.13
724.2817 1 |14076.85
Formula Calculator Element Limits
Element Min Max
C 3] 60
H 0] 120
30
Formula Calculator Results

ormula alculal ass alculal Iz Mz [Gilt. (mba) TG, (ppm) [OBE 1
37 Ha8 012 | 684.3146] 707.3038] 707.3038] 0.1] 0.1] 14,000




Figure S43. 'TH NMR (500 MHz, CDCls) spectrum of compound 7
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Figure S44. 3C NMR (125 MHz, CDCls) spectrum of compound 7
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Figure S45. HSQC spectrum of compound 7 in CDCl;
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Figure S46. 'H-'H COSY spectrum of compound 7 in CDCl;
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Figure S50. 'TH NMR (500 MHz, CDCls) spectrum of compound 9
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Figure S51. 3C NMR (125 MHz, CDCls) spectrum of compound 9
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Figure S52. HSQC spectrum of compound 9 in CDCl;
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Figure S53. 'H-'H COSY spectrum of compound 9 in CDCl;
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Figure S54. HMBC spectrum of compound 9 in CDCl;

RG-88 CDC13 HMBC
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Figure S55. ROESY spectrum of compound 9 in CDCl;
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Figure S56. HRESI-MS spectrum of compound 9

ppm

500

sFol

FL - Acquisil
™

EXPNO
PRONG 1

F2 - Acquisition
Date_ 20!

0.00000300 ssc
50 0

26
14,00000000 ¥
500.1520006 Mz

Fl - Roquisition parameters
™ 128

SFoL 1257749 iz
FIDRES 176,878298 Hz
£ 180,008 ppm
FrlCDE &

F2 - Processing parameters
s1 024

= 5001500000 bz
D E

5B 0

1B 0 Hz

@ 0

re 1.00

0000000001
1000
200000 .01

100,00 usec
16.99000000 W

as W

1.14
500,1520008 MHz

tion param
24

500.152 M8

16.265106 Hz

£.000 ppm
States-TPPI




Qualitative Analysis Report
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Figure S57. 'TH NMR (500 MHz, CDCls) spectrum of compound 10
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Figure S58. 13C NMR (125 MHz, CDCls) spectrum of compound 10
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Figure S59. HSQC spectrum of compound 10 in CDCl;
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Figure S64. 'TH NMR (500 MHz, CDCls) spectrum of compound 11
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Figure S66. HSQC spectrum of compound 11 in CDCl;
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Figure S68. HMBC spectrum of compound 11 in CDCl;

NAME R
Eitio s
Erocio 1
F2 - Acquiszition Parameters
to 20130103
Time 14.54
F TisTROM seect
IS LJ PPM FROBHD 5 e PASEO EB-

Current Data Parameters
G55
3

Tmbogpndqs
4046

5
i " - souva ce1s
08 4,4 g - 20 &% 13
" b Flbres
g
i o s FG
® oo "ﬂ o
B o ® % ‘lnn‘n, - 40 =
] .0 ¢ 3 4 St
0 ¢ 40
LI ] D1
dg
- o1% 0-00020000 sec
. B0 O soonditesiomaone ees
Taww 120
' a " d0arig 0.00000309 2ec
Fhiloop o
z 1100p
] ~ 80 o 10
] ohe LI ¥ © ‘ ] 1 12.00 umsc
2 24100 bace
14.00000000 W
061530070 Mz
e
~100
(3 ]
45010100
o o L] 120 Hoth0 «
30000 &
20110 &
1000000 usec
§ [ o [ §
o -140
L 0 ' B 1257555
F1pras 231250348
E) 235.99¢
EndcDE 3
160
2 - Processtng
1 :
0 » ) = o
wow SIE
[ o 13 0,090 “ el
v | = 0 Hz
180 & ¢
b 1.00
F1 - Brocesaing pakameters
51 1024
= o2 o
200 125, 7528160 Mz
® e
s
T T T T T T T Bl T T T T i omz
80 75 7. 65 60 55 50 45 40 35 30 25 20 15 10 05 ppm

Figure S69. ROESY spectrum of compound 11 in CDCly

T T T T T T T T T T T T
55 50 45 40 35 30 25 20 15 1.0 05 0.0 ppm

CUrrent DAta Parametérs
RG-66

kl
FROCHO 1

act
5 mm PABBO BE-
rossyph

3.5 K
25000090, 0
2.00000000 sac
0.03000000 sac
0.00002000 sac
50000000.00000000 sec
1000
200000.00 nsec
25000000.00000000 sec
Q
0
12.00 usec
2500.00 usec
100.00 usec
14.90000000 W

80640000 W
0.1530009 MHz

quisition paramsters

sFOL 500.153 MHz
FIDRES 77.404526 Bz
sw 13.000 ppm
FoMODE States-TFPI

F2 - Processing paramsters
s1 1024

sF 500.1500000 MHz
WOM QSINE

s58 2

LB 0 Hz

GB 0

FC 1.00

- Procsssing parameters
1024

States-TPRI
500.1500000 MHz




Figure S70. HRESI-MS spectrum of compound 11

Qualitative Analysis Report
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Figure S71. 'TH NMR (500 MHz, CDCls) spectrum of compound 12
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Figure S72. 3C NMR (125 MHz, CDCls) spectrum of compound 12
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Figure S73. HSQC spectrum of compound 12 in CDCl;
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Figure S75. HMBC spectrum of compound 12 in CDCl;
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Figure S77. HRESI-MS spectrum of compound 12

Qualitative Analysis Report
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Figure S78. 'TH NMR (500 MHz, CDCls) spectrum of compound 13
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Figure S79. 3C NMR (125 MHz, CDCls) spectrum of compound 13
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Figure S80. HSQC spectrum of compound 13 in CDCl;
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Figure S81. 'H-'H COSY spectrum of compound 13 in CDCl;

RG-101 CDC13 COSY

Current Data Parameters
NAME RG-101
EXENO 3
BROCHO 1
F2 - Acquisition Paramsters
Data 20150302

ime .19
il 1 PPM rusrron 3
BROBHD & mm PABEO BE-
o PULPROG cosyapppat
™ 2048
SOLVENT cpels
ns 20
&
]
Lo 0.00000400 sec
0.00020000 sac
1 50000000,
(] 9
a
1H
2500.00 usec
14.00000000 W
4 2.9821999L W
500,1535010 Milz
(] 10.100
CP; 10.00
4 Bl6 1000.00 usec
] F5 L - Aequisition paramsters
P01 500,135 Miz
FIDRES 62,519127 Hz
W 16.000 ppm
9 0! [] FrMoDE oF
i @@ ] Processing parameters
102
0 9 0 0 £00.1500000 Miz
& e & ' QSTNE
v 5 g
| a 0 it
0 0
’6 1.00
[ FlL - ssing parameters
s ST 1024
° 8 Moz aF
8 sF 500.1500000 Mz
WO
558 0
T T T ey T T T T T T T T T T T L 0 Bz

80 75 7.0 65 60 55 50 45

.0 35 30 25

T
20 15 10 05 0.0 ppm

Figure S82. HMBC spectrum of compound 13 in CDCl;
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Figure S83. ROESY spectrum of compound 13 in CDClj
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Figure S84. HRESI-MS spectrum of compound 13



Qualitative Analysis Report

Data Filename RG-101.d Sample Name  RG-101
Sample Type Sample Position P1-B4
Instrument Name Instrument 1 User Name
Acq Method SIBU.m Acquired Time  8/27/2015 3:17:48 PM
IRM Calibration Status S oA Method Default.m
Comment
Sample Group Info.
6200 series TOF/6500 series
Q-TOF B.05.01 (B5125.2)
User Spectra
Fragmentor Voltage Collision Energy Ionization Mode
135 0 ESL
x10 5 |+ Scan (0.202-0.218 min, 2 Scans) RG-101.d Subtract (2)
7812833
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Counts vs. Mass-to-Charge (miz)
Peak List
m/z z [Abund Formula Ton
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El
‘Formula Calculator Results
[Formula [CalculatedMass [CalculatedMz Mz i (mDa T (ppm,
[c39 Hs0 014 [ 742.3201] 781.2632]  781.2833| 0.1 -0.4] 15.0000|

Figure S85. 'TH NMR (500 MHz, CDCls) spectrum of compound 14
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Figure S86. 13C NMR (125 MHz, CDCls) spectrum of compound 14
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Figure S87. HSQC spectrum of compound 14 in CDCl;
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Figure S88. 'H-'H COSY spectrum of compound 14
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Figure S89. HMBC spectrum of compound 14 in CDCl;
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Figure S90. ROESY spectrum of compound 14 in CDClj
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Figure S91. HRESI-MS spectrum of compound 14

Qualitative Analysis Report

Data Filename RG-110.d Sample Name RG-110
Sample Type Sample Position P1-B5
Instrument Name Instrument 1 User Name
Acq Method SIBU.m Acquired Time  8/27/2015 3:1%:15 PM
IRM Calibration Status EEEE oA Method Defauit.m
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Acquisition SW 6200 series TOF/6500 series
Version Q-TOF B.05.01 (B5125.2)
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Figure S92. Key ROESY correlations of 1-4, 5-7 and 10-14







Experimental parameters of all 2D NMR

Table 1 HSQC experimental parameters of compound 1
Table 2 'H-'H COSY experimental parameters of compound 1
Table 3 HMBC experimental parameters of compound 1

Table 4 ROESY experimental parameters of compound 1

Table 5 HSQC experimental parameters of compound 2
Table 6 'H-'H COSY experimental parameters of compound 2
Table 7 HMBC experimental parameters of compound 2

Table 8 ROESY experimental parameters of compound 2

Table 9 HSQC experimental parameters of compound 3
Table 10 '"H-"H COSY experimental parameters of compound 3
Table 11 HMBC experimental parameters of compound 3

Table 12 ROESY experimental parameters of compound 3

Table 13 HSQC experimental parameters of compound 4
Table 14 'H-"H COSY experimental parameters of compound 4
Table 15 HMBC experimental parameters of compound 4

Table 16 ROESY experimental parameters of compound 4

Table 17 HSQC experimental parameters of compound 5
Table 18 '"H-"H COSY experimental parameters of compound 5
Table 19 HMBC experimental parameters of compound 5§

Table 20 ROESY experimental parameters of compound 5



Table 17 HSQC experimental parameters of compound 5
Table 18 'H-"H COSY experimental parameters of compound 5
Table 19 HMBC experimental parameters of compound 5

Table 20 ROESY experimental parameters of compound 5

Table 21 HSQC experimental parameters of compound 6
Table 22 'H-"H COSY experimental parameters of compound 6
Table 23 HMBC experimental parameters of compound 6

Table 24 ROESY experimental parameters of compound 6

Table 25 HSQC experimental parameters of compound 7
Table 26 'H-"H COSY experimental parameters of compound 7
Table 27 HMBC experimental parameters of compound 7

Table 28 ROESY experimental parameters of compound 7

Table 29 HSQC experimental parameters of compound 9
Table 30 'H-"H COSY experimental parameters of compound 9
Table 31 HMBC experimental parameters of compound 9

Table 32 ROESY experimental parameters of compound 9

Table 33 HSQC experimental parameters of compound 10
Table 34 'H-"H COSY experimental parameters of compound 10
Table 35 HMBC experimental parameters of compound 10

Table 36 ROESY experimental parameters of compound 10

Table 37 HSQC experimental parameters of compound 11



Table 38 'H-"H COSY experimental parameters of compound 11
Table 39 HMBC experimental parameters of compound 11

Table 40 ROESY experimental parameters of compound 11

Table 41 HSQC experimental parameters of compound 12
Table 42 'H-"H COSY experimental parameters of compound 12
Table 43 HMBC experimental parameters of compound 12

Table 44 ROESY experimental parameters of compound 12

Table 45 HSQC experimental parameters of compound 13
Table 46 'H-"H COSY experimental parameters of compound 13
Table 47 HMBC experimental parameters of compound 13

Table 48 ROESY experimental parameters of compound 13

Table 49 HSQC experimental parameters of compound 14
Table 50 'H-"H COSY experimental parameters of compound 14
Table 51 HMBC experimental parameters of compound 14

Table 52 ROESY experimental parameters of compound 14



Table 1 HSQC experimental parameters of compound 1

Parameter Value (12, 1)
1 |Comment RG-29 CDCl; HSQC
2 |Origin Bruker BioSpin GmbH
3 |Owner nmrsu
4 |Site
5 |Spectrometer spect
6 |Author
7 |Solvent CDCl;
8 |Temperature 296.4 K
9 |Pulse Sequence hsqcedetgpsisp2.3
10 |Experiment 2D-HSQC-EDITED
11 |Number of Scans 4
12 |Receiver Gain 185
13 |Relaxation Delay 2.0000 sec
14 |Pulse Width 12.0000 usec
15 |Acquisition Time 0.1462 sec
16 |Acquisition Date 2013-06-27T09:23:53
17 |Modification Date 2013-06-27T09:35:40
18 |Spectrometer Frequency (500.15 MHz, 125.76 MHz)
19 |Spectral Width (7002.8 Hz, 27670.4 Hz)
20 |Lowest Frequency (-250.4 Hz, -630.1 Hz)
21 [Nucleus (1H, 13C)
22 |Acquired Size (1024, 82)
23 |Spectral Size (1024, 512)

Table 2 '"H-'H COSY experimental parameters of compound 1

Parameter Value (f2, f1)
2 |Comment RG-29 CDCIl; COSY
3 |Origin Bruker BioSpin GmbH




4 |Owner nmrsu

5 |[Site

6 |Spectrometer spect

7  |Author

8 |[Solvent CDCl;

9 |Temperature 2954 K

10 |Pulse Sequence cosygpppqf
11 |Experiment 2D-COSY
12 |Number of Scans 4

13 |Receiver Gain 59

14 |Relaxation Delay 2.0000 sec
15 |Pulse Width 12.0000 usec
16 |Acquisition Time 0.1532 sec

17 |Acquisition Date

2013-07-01T10:08:52

18 |Modification Date

2013-07-01T10:27:34

19 |Spectrometer Frequency

(500.15 MHz, 500.15MHz)

20 |Spectral Width

(6684.5 Hz, 6684.5 Hz)

21 |Lowest Frequency

(-335.2 Hz, -335.2 Hz)

22 |Nucleus

(1H, 1H)

23 |Acquired Size

(1024, 128)

24 |Spectral Size

(1024, 1024)

Table 3 HMBC experimental parameters of compound 1

Parameter Value (2, f1)
1 |Comment RG-29 CDCl; HMBC
2 |Origin Bruker BioSpin GmbH
3 |Owner nmrsu
4 |Site
5 |Spectrometer spect
6 |Author
7 |Solvent CDCl;
8 |Temperature 2949 K
9 |Pulse Sequence hmbcgpndqf
10 [Experiment 2D-HMBC
11 |Number of Scans 24




12 |Receiver Gain 185

13 |Relaxation Delay 1.5000 sec

14 |Pulse Width 12.0000 usec

15 |Acquisition Time 0.3072 sec

16 |Acquisition Date 2013-07-01T09:08:03
17 [Modification Date 2013-07-01T10:08:18
18 |Spectrometer Frequency (500.15 MHz, 125.76 MHz)
19 [Spectral Width (6666.7 Hz, 29683.0 Hz)
20 |Lowest Frequency (-326.3 Hz, -378.8 Hz)
21 [Nucleus (1H, 13C)

22 |Acquired Size (2048, 81)

23 |Spectral Size (2048, 512)

Table 4 ROESY experimental parameters of compound 1

Parameter Value (2, 1)
1 |Comment RG-29 CDCl; roesy
2 |Origin Bruker BioSpin GmbH
3 |Owner nmrsu
4 |Site
5 |Spectrometer spect
6 |Author
7 |Solvent CDCl;
8 |Temperature 295.6 K
9 |Pulse Sequence roesyphpp.2
10 [Experiment 2D-ROESY
11 Number of Scans |16
12 |[Receiver Gain 59
13 |Relaxation Delay  |2.0000 sec
14 |Pulse Width 12.0000 usec
15 |Acquisition Time |0.1577 sec
16 |Acquisition Date  |2013-07-01T10:29:34
17 [Modification Date |2013-07-01T13:13:20
18 |[Spectrometer (500.15 MHz, 500.15 MHz )
19 [Spectral Width (6493.5 Hz, 6502.0 Hz)




20 |Lowest Frequency [(-245.9 Hz, -250.1 Hz)
21 [Nucleus (1H, 1H)

22 |Acquired Size (1024, 256)

23 [Spectral Size (1024, 1024)

Table 5 HSQC experimental parameters of compound 2

Parameter Value (2, 1)
1 |Comment RG-30 CDCl; HSQC
2 |Origin Bruker BioSpin GmbH
3 |Owner nmrsu
4 |Site
5 |Spectrometer spect
6 |Author
7 |Solvent CDCl;
8 |Temperature 0.0K
9 |Pulse Sequence hsqcedetgpsisp2.3
10 [Experiment 2D-HSQC-EDITED
11 |[Number of Scans |4
12 |Receiver Gain 185
13 |Relaxation Delay  |2.0000 sec
14 |Pulse Width 12.0000 usec
15 |Acquisition Time |0.1462 sec
16 |Acquisition Date  |2013-07-09T12:07:57
17 [Modification Date [2013-07-09T12:28:40
18 [Spectrometer (500.15 MHz, 125.76 MHz)
19 [Spectral Width (7002.8 Hz, 27670.4 Hz)
20 |Lowest Frequency |(-250.4 Hz, -630.1 Hz)
21 |Nucleus (1H, 13C)
22 |Acquired Size (1024, 143)
23 |Spectral Size (1024, 1024)

Table 6 '"H-"H COSY experimental parameters of compound 2

Parameter

Value (2, f1)

Comment

RG-30 CDCl; COSY




2 |Origin Bruker BioSpin GmbH
3 |Owner nmrsu

4 |Site

5 |Spectrometer spect

6 |Author

7 |Solvent CDCl;

8 |Temperature 2953 K

9 |Pulse Sequence cosygpppqf

10 [Experiment 2D-COSY

11 Number of Scans |4

12 |[Receiver Gain 59

13 |Relaxation Delay  2.0000 sec

14 [Pulse Width 12.0000 usec

15 |Acquisition Time  [0.1532 sec
16|Acquisition Date  |2013-07-22T15:30:57
17 [Modification Date |{2013-07-22T15:48:24
18 |Spectrometer (500.15 MHz, 500.15 MHz)
19|Spectral Width (6684.5 Hz, 6684.5 Hz)
20 |Lowest Frequency |(-335.2 Hz, -335.2 Hz)
21 |Nucleus (1H, 1H)

22 |Acquired Size (1024, 119)

23 |Spectral Size (1024, 1024)

Table 7 HMBC experimental parameters of compound 2

Parameter Value (f2, f1)
1 |Comment RG-30 CDCl; HMBC
2 |Origin Bruker BioSpin GmbH
3 |Owner nmrsu
4 |Site
5 [Spectrometer spect
6 |Author
7 |Solvent CDCl;
8 |Temperature 2954 K
9 |Pulse Sequence hmbcgpndqf




10 [Experiment 2D-HMBC

11 [Number of Scans |8

12|Receiver Gain 185

13 |Relaxation Delay  |1.5000 sec

14|Pulse Width 12.0000 usec
15|Acquisition Time [0.3072 sec
16|Acquisition Date  |2013-07-22T14:58:32
17|Modification Date {2013-07-22T15:30:24

18 [Spectrometer (500.15 MHz, 125.76 MHz)
19|Spectral Width (6666.7 Hz, 29683.0 Hz)
20 |Lowest Frequency |(-326.3 Hz, -378.8 Hz)
21|Nucleus (1H, 13C)

22 |Acquired Size (2048, 128)

23 |Spectral Size (2048, 512)

Table 8 ROESY experimental parameters of compound 2

Parameter Value (f2, f1)
1 |Comment RG-30 CDCl; roesy
2 |Origin Bruker BioSpin GmbH
3 |Owner nmrsu
4 |Site
5 |Spectrometer spect
6 |Author
7 [Solvent CDCl;
8 |Temperature 2954 K
9 |Pulse Sequence roesyphpp.2
10 [Experiment 2D-ROESY
11|Number of Scans |24
12|Receiver Gain 59
13 |[Relaxation Delay  |2.0000 sec
14|Pulse Width 12.0000 usec
15|Acquisition Time [0.1577 sec
16|Acquisition Date  |2013-07-22T15:50:43
17|Modification Date |2013-07-22T16:51:44
18 [Spectrometer (500.15 MHz, 500.15 MHz)




19 [Spectral Width

(6493.5 Hz, 6502.0 Hz)

20 |Lowest Frequency

(-245.9 Hz, -250.1 Hz)

21 |Nucleus

(1H, 1H)

22|Acquired Size

(1024, 64)

23 |Spectral Size

(1024, 1024)

Table 9 HSQC experimental parameters of compound 3

Parameter Value (f2, f1)
3 |Comment RG-77 CDCl; HSQC
4 |Origin Bruker BioSpin GmbH
5 |Owner nmrsu
6 |Site
7 |Spectrometer spect
8 |Author
9 |[Solvent CDCl;
10| Temperature 296.1 K

11|Pulse Sequence

hsqcedetgpsisp2.3

12 |Experiment

2D-HSQC-EDITED

13|Number of Scans |8
14|Receiver Gain 185

15 |[Relaxation Delay  |2.0000 sec
16 [Pulse Width 12.0000 usec
17|Acquisition Time |0.1278 sec

18 |Acquisition Date

2014-08-29T08:07:22

19 {Modification Date

2014-08-29T08:43:06

20 [Spectrometer

(500.15 MHz, 125.76 MHz)

21 |Spectral Width

(8012.8 Hz, 29683.1 Hz)

22 |Lowest Frequency

(-505.4 Hz, -378.8 Hz)

23 [Nucleus (1H, 13C)
24|Acquired Size (1024, 125)
25 |Spectral Size (1024, 512)

Table 10 'H-'"H COSY experimental parameters of compound 3




Parameter Value (f2, f1)
1 |Comment RG-77 CDCIl; COSY
2 |Origin Bruker BioSpin GmbH
3 |Owner nmrsu
4 |Site
5 |Spectrometer spect
6 |Author
7 [Solvent CDCl;4
8 |Temperature 2955 K
9 |Pulse Sequence cosygpppqf
10 [Experiment 2D-COSY
11|Number of Scans |8
12|Receiver Gain 59
13|Relaxation Delay  |{2.0000 sec
14|Pulse Width 12.0000 usec
15|Acquisition Time  |0.1278 sec
16|Acquisition Date ~ |2014-09-03T19:38:08
17|Modification Date |2014-09-03T20:15:02
18|Spectrometer (500.15 MHz, 500.15 MHz)
19|Spectral Width (8012.8 Hz, 8002.4 Hz)
20 {Lowest Frequency |(-505.4 Hz, -500.2 Hz)
21 |Nucleus (1H, 1H)
22 |Acquired Size (1024, 128)
23 |Spectral Size (1024, 1024)

Table 11 HMBC experimental parameters of compound 3

Parameter Value (12, f1)
1 |Comment RG-77 CDCl; HMBC
2 |Origin Bruker BioSpin GmbH
3 |Owner nmrsu
4 |Site
5 |Spectrometer spect
6 |Author
7 |Solvent CDCl;
8 |Temperature 2954 K




9 |Pulse Sequence hmbcgpndqf

10 [Experiment 2D-HMBC
11|Number of Scans |24
12|Receiver Gain 185

13 |Relaxation Delay  |1.5000 sec
14|Pulse Width 12.0000 usec

15|Acquisition Time [0.2731 sec

16|Acquisition Date  {2014-09-03T14:39:02

17 |Modification Date [2014-09-03T15:27:14

18 [Spectrometer (500.15 MHz, 125.76 MHz)

19|Spectral Width (7500.0, 29683.0)

20 |Lowest Frequency |(-249.0 Hz, -378.8 Hz)

21 [Nucleus (1H, 13C)
22 |Acquired Size (2048, 66)
23 |Spectral Size (2048, 512)

Table 12 ROESY experimental parameters of compound 3

Parameter Value (12, f1)
1 |Comment RG-77 CDCl; roesy
2 |Origin Bruker BioSpin GmbH
3 |Owner nmrsu
4 |Site
5 |Spectrometer spect
6 |Author
7 [Solvent CDCl;
8 |Temperature 295.8 K
9 |Pulse Sequence roesyphpp.2
10 [Experiment 2D-ROESY
11|{Number of Scans |24
12|Receiver Gain 59
13 |Relaxation Delay  |2.0000 sec
14|Pulse Width 12.0000 usec
15|Acquisition Time |0.1278 sec
16|Acquisition Date  {2014-09-03T15:29:32




17|Modification Date {2014-09-03T19:31:56

18 [Spectrometer (500.15 MHz, 500.15 MHz)
19|Spectral Width (8012.8 Hz, 8002.4 Hz)

20 |Lowest Frequency |(-505.4 Hz, -500.2 Hz)

21 |Nucleus (1H, 1H)

22|Acquired Size (1024, 256)

23 |Spectral Size (1024, 1024)

Table 13 HSQC experimental parameters of compound 4

Parameter Value (2, f1)
1 |Comment RG-80 CDCI; HSQC
2 |Origin Bruker BioSpin GmbH
3 |Owner nmrsu
4 |Site
5 |Spectrometer spect
6 |Author
7 |Solvent CDCl;
8 |Temperature 296.1 K
9 |Pulse Sequence hsqcedetgpsisp2.3
10|Experiment 2D-HSQC-EDITED
11|Number of Scans |4
12|Receiver Gain 185
13 |Relaxation Delay  |2.0000 sec
14|Pulse Width 12.0000 usec
15|Acquisition Time [0.1577 sec
16|Acquisition Date ~ {2014-09-12T13:43:50
17|Modification Date |{2014-09-12T14:21:06
18 [Spectrometer (500.15 MHz, 125.76 MHz)
19|Spectral Width (6493.5 Hz, 27670.6 Hz)
20 Lowest Frequency |(-245.9 Hz, -630.2 Hz)
21 [Nucleus (1H, 13C)
22 |Acquired Size (1024, 256)
23 |Spectral Size (1024, 1024)




Table 14 '"H-'H COSY experimental parameters of compound 4

Parameter Value (12, f1)
1 |Comment RG-80 CDCl; COSY
2 |Origin Bruker BioSpin GmbH
3 |Owner nmrsu
4 |Site
5 |Spectrometer spect
6 |Author
7 |Solvent CDCl;
8 |Temperature 295.5K
9 [Pulse Sequence cosygpppqf
10 |[Experiment 2D-COSY
11 Number of Scans |24
12 |Receiver Gain 185
13 |Relaxation Delay  |{2.0000 sec
14 [Pulse Width 12.0000 usec
15|Acquisition Time [0.1278 sec
16|Acquisition Date  |2014-09-25T14:18:16
17|Modification Date |{2014-09-25T15:56:58
18 |Spectrometer (500.15 MHz, 500.15 MHz)
19 [Spectral Width (8012.8 Hz, 8002.4 Hz)
20 |Lowest Frequency |(-505.4 Hz, -500.2 Hz)
21 [Nucleus (1H, 1H)
22 |Acquired Size (1024, 114)
23 |Spectral Size (1024, 1024)

Table 15 HMBC experimental parameters of compound 4

Parameter Value (2, 1)
1 |Comment RG-80 CDCl; HMBC
2 |Origin Bruker BioSpin GmbH




3 [Owner nmrsu

4 |Site

5 |Spectrometer spect

6 |Author

7 |Solvent CDCl;

8 |Temperature 295.5 K

9 |Pulse Sequence hmbcgpndqf
10|Experiment 2D-HMBC
11|Number of Scans |48

12 [Receiver Gain 185

13 |[Relaxation Delay  |1.5000 sec

14 |Pulse Width 12.0000 usec
15|Acquisition Time  |0.2731 sec

16 |Acquisition Date  |2014-09-25T11:31:18
17|Modification Date |{2014-09-25T14:17:00
18 |Spectrometer (500.15 MHz, 125.76 MHz)
19|Spectral Width (7500.0 Hz, 29683.0 Hz)
20 |Lowest Frequency |(-249.0 Hz, -378.8 Hz)
21|Nucleus (1H, 13C)

22 |Acquired Size (2048, 113)

23 |Spectral Size (2048, 512)

Table 16 ROESY experimental parameters of compound 4

Parameter Value (f2, f1)
1 |Comment RG-80 CDCL; roesy
2 |Origin Bruker BioSpin GmbH
3 |Owner nmrsu
4 |Site
5 [Spectrometer spect
6 |Author
7 |Solvent CDCl,
8 |Temperature 295.6 K
9 |Pulse Sequence roesyphpp.2
10|Experiment 2D-ROESY




11 [Number of Scans 48

12|Receiver Gain 59

13|Relaxation Delay 2.0000 sec

14|Pulse Width 12.0000 usec
15|Acquisition Time 0.1278 sec
16|Acquisition Date 2014-09-25T16:00:11
17|Modification Date  [2014-09-25T21:55:58
18 [Spectrometer (500.15 MHz, 500.15 MHz)
19|Spectral Width (8012.8 Hz, 8002.4 Hz)
20 |Lowest Frequency  |(-505.4 Hz, -500.2 Hz)
21 [Nucleus (1H, 1H)

22 |Acquired Size (1024, 188)

23 |Spectral Size (1024, 1024)

Table 17 HSQC experimental parameters of compound 5

Parameter Value (12, f1)
1 |Comment RG-69 CDCl; HSQC
2 |Origin Bruker BioSpin GmbH
3 |Owner nmrsu
4 |Site
5 |Spectrometer spect
6 |Author
7 |Solvent CDCl;
8 |Temperature 294.7 K
9 |Pulse Sequence hsqcedetgpsisp2.3
10 [Experiment 2D-HSQC-EDITED
11 [Number of Scans |4
12|Receiver Gain 185
13 |[Relaxation Delay  |2.0000 sec
14 |Pulse Width 12.0000 usec
15|Acquisition Time  |0.1462 sec
16|Acquisition Date  |2013-12-12T12:17:59
17|Modification Date |2013-12-12T12:27:48
18 |Spectrometer (500.15 MHz, 125.76 MHz)




19 [Spectral Width (7002.8 Hz, 27670.4 Hz)
20 |Lowest Frequency |(-250.4 Hz, -630.1 Hz)
21 [Nucleus (1H, 13C)

22 |Acquired Size (1024, 68)

23 |Spectral Size (1024, 512)

Table 18 'H-'H COSY experimental parameters of compound 5

Parameter Value (2, 1)
1 |Comment RG-69 CDCl; COSY
2 |Origin Bruker BioSpin GmbH
3 |Owner nmrsu
4 |Site
5 |Spectrometer spect
6 [Author
7 |Solvent CDCl;
8 |Temperature 293.7K
9 [Pulse Sequence cosygpppqf
10 [Experiment 2D-COSY
11 Number of Scans |4
12 |[Receiver Gain 59
13 [Relaxation Delay  {2.0000 sec
14 [Pulse Width 12.0000 usec
15|Acquisition Time |0.1532 sec
16|Acquisition Date  {2014-01-02T17:03:07
17 [Modification Date |{2014-01-02T17:21:48
18 |[Spectrometer (500.15 MHz, 500.15 MHz)
19|Spectral Width (6684.5 Hz, 6684.5 Hz)
20 |Lowest Frequency |(-335.2 Hz, -335.2 Hz)
21 |Nucleus (1H, 1H)
22 |Acquired Size (1024, 128)
23 [Spectral Size (1024, 1024)




Table 19 HMBC experimental parameters of compound 5

Parameter Value (f2, f1)
1 |Comment RG-69 CDCl; HMBC
2 |Origin Bruker BioSpin GmbH
3 |Owner nmrsu
4 |Site
5 |Spectrometer spect
6 |Author
7 |Solvent CDCl4
8 |Temperature 2938 K
9 |Pulse Sequence hmbcgpndqf
10 |[Experiment 2D-HMBC
11 [Number of Scans 8
12 |Receiver Gain 185
13 |Relaxation Delay 1.5000 sec
14 [Pulse Width 12.0000 usec
15|Acquisition Time 0.3072 sec
16 |Acquisition Date 2014-01-02T16:47:11
17 [Modification Date 2014-01-02T17:02:34
18 |Spectrometer (500.15 MHz, 125.76 MHz)
19|Spectral Width (6666.7 Hz, 29683.0 Hz)
20 |Lowest Frequency  |(-326.3 Hz, -378.8Hz)
21 [Nucleus (1H, 13C)
22 |Acquired Size (2048, 62)
23 |Spectral Size (2048, 256)

Table 20 ROESY experimental parameters of compound 5

Site

Parameter Value (12, f1)
1 |Comment RG-69 CDCl; roesy
2 |Origin Bruker BioSpin GmbH
3 |Owner nmrsu
4




5 [Spectrometer spect

6 |Author

7 |Solvent CDCl;

8 |Temperature 293.7K

9 |Pulse Sequence roesyphpp.2
10|Experiment 2D-ROESY
11|Number of Scans |24

12|Receiver Gain 59

13 |[Relaxation Delay  |2.0000 sec

14 |Pulse Width 12.0000 usec
15|Acquisition Time |0.1577 sec

16 |Acquisition Date  [2014-01-02T17:24:07
17 Modification Date [2014-01-02T19:16:14
18 [Spectrometer (500.15 MHz, 500.15 MHz)
19|Spectral Width (6493.5 Hz, 6502.0 Hz)
20 |Lowest Frequency |(-245.9 Hz, -250.1 Hz)
21 |Nucleus (1H, 1H)

22|Acquired Size (1024, 117)

23 |Spectral Size (1024, 1024)

Table 21 HSQC experimental parameters of compound 6

Parameter Value (2, f1)
1 |Comment RG-92 CDCI; HSQC
2 |Origin Bruker BioSpin GmbH
3 |Owner nmrsu
4 |[Site
5 |Spectrometer spect
6 |Author
7 |Solvent CDCl;
8 |Temperature 296.5 K
9 |Pulse Sequence hsqcedetgpsisp2.3
10|Experiment 2D-HSQC-EDITED
11|{Number of Scans |8
12 [Receiver Gain 185
13 [Relaxation Delay (2.0000 sec




14 |Pulse Width 12.0000 usec
15|Acquisition Time [0.1278 sec

16|Acquisition Date  (2014-10-17T10:24:57
17|Modification Date (2014-10-17T10:47:13

18 |Spectrometer (500.15 MHz, 125.76 MHz)
19|Spectral Width (8012.8 Hz, 29683.1Hz)

20 {Lowest Frequency ((-505.4 Hz, -378.8 Hz)
21|Nucleus (1H, 13C)

22 |Acquired Size (1024, 78)

23 |Spectral Size (1024, 512)

Table 22 'H-'H COSY experimental parameters of compound 6

Parameter Value (2, f1)
1 |Comment RG-92 CDCl; COSY
2 |Origin Bruker BioSpin GmbH
3 |Owner nmrsu
4 |Site
5 [Spectrometer spect
6 |Author
7 |Solvent CDCl;
8 |Temperature 2948 K
9 |Pulse Sequence cosygpppqf
10|Experiment 2D-COSY
11|Number of Scans |20
12|Receiver Gain 59
13 |[Relaxation Delay  |2.0000 sec
14 |Pulse Width 12.0000 usec
15|Acquisition Time |0.1278 sec
16 |Acquisition Date  [2015-01-17T01:13:00
17 Modification Date [2015-01-17T02:45:14
18 |[Spectrometer (500.15 MHz, 500.15 MHz)
19|Spectral Width (8012.8 Hz, 8002.4Hz)
20 |Lowest Frequency |(-505.4 Hz, -500.2 Hz)
21 |Nucleus (1H, 1H)




22

Acquired Size

(1024, 128)

23

Spectral Size

(1024, 1024)

Table 23 HMBC experimental parameters of compound 6

Parameter Value (2, f1)
1 |Comment RG-92 CDCl; HMBC
2 |Origin Bruker BioSpin GmbH
3 |Owner nmrsu
4 |Site
5 |Spectrometer spect
6 |Author
7 |Solvent CDCl;
8 |Temperature 2945 K
9 |Pulse Sequence hmbcgpndqf
10 |Experiment 2D-HMBC
11|Number of Scans |56
12 |[Receiver Gain 185
13 |Relaxation Delay |1.5000 sec
14 |Pulse Width 12.0000 usec
15|Acquisition Time [0.2731 sec
16 |Acquisition Date  |2015-01-16T21:33:11
17 [Modification Date [2015-01-17T01:11:52
18 [Spectrometer (500.15 MHz, 125.76 MHz)
19 [Spectral Width (7500.0 Hz, 29683.0 Hz)
20 (Lowest Frequency |(-249.0 Hz, -378.8 Hz)
21 [Nucleus (1H, 13C)
22 |Acquired Size (2048, 128)
23 [Spectral Size (2048, 512)

Table 24 ROESY experimental parameters of compound 6

Parameter Value (12, 1)
Comment RG-92 CDCI; roesy
Origin Bruker BioSpin GmbH
Owner nmrsu




4 |[Site

5 |Spectrometer spect

6 |Author

7 |Solvent CDCl;

8 |Temperature 2949 K

9 |Pulse Sequence roesyphpp.2
10|Experiment 2D-ROESY
11|Number of Scans |48

12 [Receiver Gain 59

13 |[Relaxation Delay  {2.0000 sec
14 |Pulse Width 12.0000 usec
15|Acquisition Time  [0.1278 sec

16 |Acquisition Date 2015-01-17T02:48:27

17 [Modification Date |2015-01-17T10:08:39

18 [Spectrometer (500.15 MHz, 500.15 MHz)
19|Spectral Width (8012.8 Hz, 8002.4 Hz)

20 |Lowest Frequency |(-505.4 Hz, -500.2 Hz)
21|Nucleus (1H, 1H)

22 |Acquired Size (1024, 232)

23 |Spectral Size (1024, 1024)

Table 25 HSQC experimental parameters of compound 7

Parameter Value (2, f1)
1 |Comment RG-95 CDCl; HSQC
2 |Origin Bruker BioSpin GmbH
3 |Owner nmrsu
4 |Site
5 |Spectrometer spect
6 |Author
7 |Solvent CDCl,
8 |Temperature 295. 7K
9 |Pulse Sequence hsqcedetgpsisp2.3
10|Experiment 2D-HSQC-EDITED
11|{Number of Scans |8




12|Receiver Gain 185

13 |Relaxation Delay  |2.0000 sec

14|Pulse Width 12.0000 usec
15|Acquisition Time  |0.1278 sec
16|Acquisition Date 2014-11-05T09:04:11
17|Modification Date  {2014-11-05T09:25:53

18 [Spectrometer (500.15 MHz, 125.76 MHz)
19|Spectral Width (8012.8 Hz, 29683.1 Hz)
20 |Lowest Frequency |(-505.4 Hz, -378.8 Hz)
21 [Nucleus (1H, 13C)

22 |Acquired Size (1024, 76)

23 |Spectral Size (1024, 512)

Table 26 'H-'H COSY experimental parameters of compound 7

Parameter Value (12, f1)
1 |Comment RG-95 CDCl; COSY
2 |Origin Bruker BioSpin GmbH
3 |Owner nmrsu
4 |Site
5 |Spectrometer spect
6 |Author
7 |Solvent CDCl;
8 |Temperature 2944 K
9 |Pulse Sequence cosygpppqf
10 [Experiment 2D-COSY
11 {Number of Scans (12
12 [Receiver Gain 59
13|Relaxation Delay |2.0000 sec
14|Pulse Width 12.0000 usec
15|Acquisition Time [0.1278 sec
16|Acquisition Date  |2015-01-15T00:50:50
17|Modification Date (2015-01-15T01:46:11
18 [Spectrometer (500.15 MHz, 500.15 MHz)
19|Spectral Width (8012.8 Hz, 8002.4Hz)
20 {Lowest Frequency ((-505.4 Hz, -500.2 Hz)




21 [Nucleus (1H, 1H)
22 |Acquired Size (1024, 128)
23 |Spectral Size (1024, 1024)

Table 27 HMBC experimental parameters of compound 7

Parameter Value (12, f1)
1 |Comment RG-95 CDCl; HMBC
2 |Origin Bruker BioSpin GmbH
3 |Owner nmrsu
4 |[Site
5 |Spectrometer spect
6 |Author
7 |Solvent CDCl;
8 |Temperature 2945 K
9 |Pulse Sequence hmbcgpndqf
10|Experiment 2D-HMBC
11|{Number of Scans |36
12 [Receiver Gain 185
13 |[Relaxation Delay 1.5000 sec
14 |Pulse Width 12.0000 usec
15|Acquisition Time  |0.2731 sec
16 |Acquisition Date 2015-01-14T22:29:24
17 [Modification Date  [2015-01-15T00:50:00
18 [Spectrometer (500.15 MHz, 125.76 MHz)
19|Spectral Width (7500.0 Hz, 29683.0 Hz)
20 |Lowest Frequency |(-249.0 Hz, -378.8 Hz)
21|Nucleus (1H, 13C)
22 |Acquired Size (2048, 128)
23 |Spectral Size (2048, 512)

Table 28 ROESY experimental parameters of compound 7

Site

Parameter Value (12, 1)
1 |Comment RG-95 CDCl; roesy
2 |Origin Bruker BioSpin GmbH
3 |Owner nmrsu
4




5 |Spectrometer spect

6 |Author

7 |Solvent CDCl;

8 |Temperature 2944 K

9 |Pulse Sequence roesyphpp.2

10 [Experiment 2D-ROESY

11 [Number of Scans 32

12 |[Receiver Gain 59

13 |Relaxation Delay  (2.0000 sec

14 |Pulse Width 12.0000 usec
15|Acquisition Time  [0.1278 sec

16 |Acquisition Date 2015-01-15T01:48:46
17 [Modification Date |2015-01-15T07:11:57
18 [Spectrometer (500.15 MHz, 500.15 MHz)
19 [Spectral Width (8012.8 Hz, 8002.4 Hz)
20 (Lowest Frequency |(-505.4 Hz, -500.2 Hz)
21 [Nucleus (1H, 1H)

22 |Acquired Size (1024, 256)

23 [Spectral Size (1024, 1024)

Table 29 HSQC experimental parameters of compound 9

Parameter Value (12, f1)
1 |Comment RG-89 CDCIl; HSQC
2 |Origin Bruker BioSpin GmbH
3 |Owner nmrsu
4 |[Site
5 |Spectrometer spect
6 |Author
7 |Solvent CDCl;
8 |Temperature 2959 K
9 |Pulse Sequence hsqcedetgpsisp2.3
10|Experiment 2D-HSQC-EDITED
11|Number of Scans |8
12 [Receiver Gain 185
13 |[Relaxation Delay  |2.0000 sec




14 |Pulse Width 12.0000 usec
15|Acquisition Time  |0.1278 sec

16|Acquisition Date 2014-10-17T08:20:06
17|Modification Date |2014-10-17T08:40:53

18 |Spectrometer (500.15 MHz, 125.76 MHz)
19|Spectral Width (8012.8 Hz, 29683.1 Hz)
20 {Lowest Frequency [(-505.4 Hz, -378.8 Hz)
21|Nucleus (1H, 13C)

22 |Acquired Size (1024, 73)

23 [Spectral Size (1024, 512)

Table 30 'H-'H COSY experimental parameters of compound 9

Parameter Value (12, f1)
1 |Comment RG-89 CDCl; COSY
2 |Origin Bruker BioSpin GmbH
3 |Owner nmrsu
4 |Site
5 |Spectrometer spect
6 |Author
7 |Solvent CDCl,
8 |Temperature 204.2
9 |Pulse Sequence cosygpppqf
10 [Experiment 2D-COSY
11|Number of Scans 12
12|Receiver Gain 59
13|Relaxation Delay  |2.0000 sec
14|Pulse Width 14.3200 usec
15|Acquisition Time |0.2560 sec
16|Acquisition Date ~ |2015-04-10T00:27:37
17 Modification Date |2015-04-10T02:26:31
18 [Spectrometer (500.15 MHz, 500.15 MHz)
19|Spectral Width (4000.0 Hz, 4001.2 Hz)
20 |Lowest Frequency |(0.6 Hz, 0.0 Hz)
21 [Nucleus (1H, 1H)
22 |Acquired Size (1024, 256)
23|Spectral Size (1024, 1024)




Table 31 HMBC experimental parameters of compound 9

Parameter Value (£2, f1)
1 |Comment RG-89 CDCl; HMBC
2 |Origin Bruker BioSpin GmbH
3 |Owner nmrsu
4 |Site
5 |Spectrometer spect
6 |Author
7 |Solvent CDCl;
8 |Temperature 294.2 K
9 |Pulse Sequence  |hmbcgpndqf
10 [Experiment 2D-HMBC
11|Number of Scans (32
12 |Receiver Gain 185
13|Relaxation Delay [1.5000 sec
14|Pulse Width 14.3200 usec
15|Acquisition Time [0.5120 sec
16|Acquisition Date  (2015-04-09T22:05:11
17|Modification Date [2015-04-10T00:26:23
18 |Spectrometer (500.15 MHz, 125.76 MHz)
19|Spectral Width (4000.0 Hz, 22639.9 Hz)
20 |Lowest Frequency [(0.6 Hz, 627.5 Hz)
21 [Nucleus (1H, 13C)
22 |Acquired Size (2048, 128)
23 |Spectral Size (2048, 512)

Table 32 ROESY experimental parameters of compound 9

Parameter Value (2, f1)
1 |Comment RG-89 CDCl; roesy
2 |Origin Bruker BioSpin GmbH
3 |Owner nmrsu
4 |Site
5 |Spectrometer spect




6 |Author

7 |Solvent CDCl;

8 |Temperature 2943 K

9 |Pulse Sequence roesyphpp.2
10|Experiment 2D-ROESY
11|{Number of Scans |32

12|Receiver Gain 59

13|Relaxation Delay  |2.0000 sec

14|Pulse Width 14.3200 usec
15|Acquisition Time  |0.2560 sec

16 |Acquisition Date 2015-04-10T02:29:19
17|Modification Date |2015-04-10T07:58:06
18 [Spectrometer (500.15 MHz, 500.15 MHz)
19|Spectral Width (4000.0 Hz, 4001.2 Hz)
20|Lowest Frequency |(0.6 Hz, 0.0 Hz)

21 |Nucleus (1H, 1H)

22|Acquired Size (1024, 246)

23 |Spectral Size (1024, 1024)

Table 33 HSQC experimental parameters of compound 10

Parameter Value (£2, f1)
1 |Comment RG-40 CDCI; HSQC
2 |Origin Bruker BioSpin GmbH
3 |Owner nmrsu
4 |Site
5 |Spectrometer spect
6 |Author
7 |Solvent CDCl,
8 |Temperature 296.5 K
9 |Pulse Sequence |hsqcedetgpsisp2.3
10 |Experiment 2D-HSQC-EDITED
11 [Number of Scans |4
12 |[Receiver Gain 185
13 |Relaxation Delay |2.0000 sec
14 |Pulse Width 12.0000 usec




15

Acquisition Time

0.1462 sec

16 |Acquisition Date |2013-08-19T16:40:42

17 [Modification Date[2013-08-19T17:06:36

18 |Spectrometer (500.15 MHz, 125.76 MHz)
19 |Spectral Width ~ ((7002.8 Hz, 27670.4 Hz)
20 [Lowest (-250.4 Hz, -630.1 Hz)

21 [Nucleus (1H, 13C)

22 |Acquired Size (1024, 114)

23 |Spectral Size (1024, 512)

Table 34 'H-'H COSY experimental parameters of compound 10

Parameter Value (2, f1)
1 |Comment RG-40 CDCI13 COSY
2 |Origin Bruker BioSpin GmbH
3 |Owner nmrsu
4 |Site
5 |Spectrometer spect
6 |Author
7 |Solvent CDCl;
8 |Temperature 295.6 K
9 |Pulse Sequence cosygpppqf
10 [Experiment 2D-COSY
11 [Number of Scans |4
12|Receiver Gain 59
13 |Relaxation Delay |2.0000 sec
14|Pulse Width 12.0000 usec
15|Acquisition Time [0.1532 sec
16|Acquisition Date  [2013-10-09T15:06:08
17|Modification Date [2013-10-09T15:24:50
18 [Spectrometer (500.15 MHz, 500.15 MHz)
19|Spectral Width (6684.5 Hz, 6684.5 Hz)
20 {Lowest Frequency |[(-335.2 Hz, -335.2 Hz)
21 [Nucleus (1H, 1H)
22 |Acquired Size (1024, 128)
23 |Spectral Size (1024, 1024)




Table 35 HMBC experimental parameters of compound 10

Parameter Value (2, f1)
1 |Comment RG-40 CDCl; HMBC
2 |Origin Bruker BioSpin GmbH
3 |Owner nmrsu
4 |Site
5 |Spectrometer spect
6 |Author
7 [Solvent CDCl;
8 |Temperature 295.8 K
9 |Pulse Sequence hmbcgpndqf
10|Experiment 2D-HMBC
11 |Number of Scans 16
12 [Receiver Gain 185
13 |[Relaxation Delay 1.5000 sec
14 |Pulse Width 12.0000 usec
15|Acquisition Time  |0.3072 sec
16 |Acquisition Date 2013-10-09T14:34:22
17 Modification Date |2013-10-09T15:05:36
18 |[Spectrometer (500.15 MHz, 125.76 MHz)
19|Spectral Width (6666.7 Hz, 29683.0 Hz)
20 |Lowest Frequency |(-326.3 Hz, -378.8 Hz)
21|Nucleus (1H, 13C)
22|Acquired Size (2048, 63)
23 |Spectral Size (2048, 256)

Table 36 ROESY experimental parameters of compound 10

Parameter Value (12, f1)
1 |Comment RG-40 CDCl; roesy
2 |Origin Bruker BioSpin GmbH
3 |Owner nmrsu
4 |Site




5 |Spectrometer spect

6 |Author

7 |Solvent CDCl;

8 |Temperature 295.6 K

9 |Pulse Sequence roesyphpp.2

10 [Experiment 2D-ROESY

11 [Number of Scans |24

12 |[Receiver Gain 59

13 |Relaxation Delay  |2.0000 sec

14 |Pulse Width 12.0000 usec
15|Acquisition Time  |0.1577 sec

16 |Acquisition Date 2013-10-09T15:27:08
17 [Modification Date |[2013-10-09T16:31:04
18 [Spectrometer (500.15 MHz, 500.15 MHz)
19 [Spectral Width (6493.5 Hz, 6502.0 Hz)
20 (Lowest Frequency |(-245.9 Hz, -250.1 Hz)
21 [Nucleus (1H, 1H)

22 |Acquired Size (1024, 67)

23 [Spectral Size (1024, 1024)

Table 37 HSQC experimental parameters of compound 11

Parameter Value (2, 1)
1 |Comment RG-66 CDCI; HSQC
2 |Origin Bruker BioSpin GmbH
3 |Owner nmrsu
4 |Site
5 |Spectrometer spect
6 |Author
7 |Solvent CDCl;
8 |Temperature 0.0K
9 |Pulse Sequence hsqcedetgpsisp2.3
10 [Experiment 2D-HSQC-EDITED
11 [Number of Scans |4
12 |[Receiver Gain 185
13 |Relaxation Delay  |2.0000 sec




14 [Pulse Width 12.0000 usec

15 |Acquisition Time  |0.1462 sec

16|Acquisition Date 2013-11-26T16:39:31

17 [Modification Date  {2013-11-26T16:52:12

18 |[Spectrometer (500.15 MHz, 125.76 MHz)
19 [Spectral Width (7002.8 Hz, 27670.4 Hz)
20 |Lowest Frequency |(-250.4 Hz, -630.1 Hz)

21 |Nucleus (1H, 13C)

22 |Acquired Size (1024, 88)

23 |Spectral Size (1024, 512)

Table 38 'H-'H COSY experimental parameters of compound 11

Parameter Value (f2, f1)
1 |Comment RG-66 CDCl; COSY
2 |Origin Bruker BioSpin GmbH
3 |Owner nmrsu
4 |Site
5 |Spectrometer spect
6 |Author
7 |Solvent CDCl;
8 |Temperature 293.4 K
9 [Pulse Sequence |cosygpppqf
10 [Experiment 2D-COSY
11 [Number of Scans |4
12 |[Receiver Gain 59
13 [Relaxation Delay (2.0000 sec
14 |Pulse Width 12.0000 usec
15|Acquisition Time |0.1532 sec
16 |Acquisition Date |{2014-01-04T15:27:11
17 [Modification Date {2014-01-04T15:45:52
18 |Spectrometer (500.15 MHz, 500.15 MHz)
19|Spectral Width (6684.5 Hz, 6684.5 Hz)
20 |Lowest Frequency |(-335.2 Hz, -335.2 Hz)
21 [Nucleus (1H, 1H)
22 |Acquired Size (1024, 128)
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Spectral Size

(1024, 1024)

Table 39 HMBC experimental parameters of compound 11

Parameter Value (12, f1)
3 |Comment RG-66 CDCl; HMBC
4 |Origin Bruker BioSpin GmbH
5 |Owner nmrsu
6 |Site
7  |Spectrometer spect
8 |Author
9 |Solvent CDCl,
10 |Temperature 2935 K
11 |Pulse Sequence |hmbcgpndqgf
12 |Experiment 2D-HMBC
13 |Number of Scans |8
14 |Receiver Gain (185
15 |Relaxation Delay |1.5000 sec
16 |Pulse Width 12.0000 usec
17 |Acquisition Time|0.3072 sec
18 |Acquisition Date [2014-01-04T14:54:47
19 |Modification 2014-01-04T15:26:38
20 [Spectrometer (500.15 MHz, 125.76 MHz)
21 |Spectral Width [(6666.7 Hz, 29683.0 Hz)
22 |Lowest (-326.3 Hz, -378.8 Hz)
23 |Nucleus (1H, 13C)
24 |Acquired Size  [(2048, 128)
25 |Spectral Size (2048, 512)

Table 40 ROESY experimental parameters of compound 11

Parameter Value (f2, f1)
1 |Comment RG-66 CDCl; roesy
2 |Origin Bruker BioSpin GmbH
3 |Owner nmrsu
4 |Site




5 [Spectrometer spect

6 |Author

7 |Solvent CDCl;

8 |Temperature 2935 K

9 |Pulse Sequence  |roesyphpp.2
10|Experiment 2D-ROESY
11|Number of Scans |24

12|Receiver Gain 59

13 [Relaxation Delay |2.0000 sec

14 |Pulse Width 12.0000 usec

15 |Acquisition Time [0.1577 sec

16 |Acquisition Date [2014-01-04T15:48:12
17 Modification Date [2014-01-04T17:08:44
18 [Spectrometer (500.15 MHz, 500.15 MHz)
19|Spectral Width (6493.5 Hz, 6502.0Hz)
20 |Lowest Frequency |(-245.9 Hz, -250.1 Hz)
21 |Nucleus (1H, 1H)

22 |Acquired Size (1024, 84)

23 |Spectral Size (1024, 1024)

Table 41 HSQC experimental parameters of compound 12

Parameter Value (2, f1)
1 |Comment RG-94 CDCI; HSQC
2 |Origin Bruker BioSpin GmbH
3 |Owner nmrsu
4 |Site
5 |Spectrometer spect
6 |Author
7 |Solvent CDCl;
8 |Temperature 297.0K
9 |Pulse Sequence hsqcedetgpsisp2.3
10 [Experiment 2D-HSQC-EDITED
11 Number of Scans |4
12 |[Receiver Gain 185
13 |[Relaxation Delay (2.0000 sec




14 [Pulse Width 12.0000 usec

15 |Acquisition Time |0.1577 sec

16|Acquisition Date  [2014-11-04T10:20:46

17 [Modification Date (2014-11-04T10:44:55

18 |[Spectrometer (500.15 MHz, 125.76 MHz)
19|Spectral Width (6493.5 Hz, 27670.6 Hz)
20 |Lowest Frequency ((-245.9 Hz, -630.2 Hz)

21 |Nucleus (1H, 13C)

22 |Acquired Size (1024, 166)

23 |Spectral Size (1024, 1024)

Table 42 'H-'H COSY experimental parameters of compound 12

Parameter Value (f2, f1)
1 |Comment RG-94 CDCl; COSY
2 |Origin Bruker BioSpin GmbH
3 |Owner nmrsu
4 |Site
5 [Spectrometer spect
6 |Author
7 |Solvent CDCl;
8 |Temperature 294.2
9 |Pulse Sequence cosygpppqf
10|Experiment 2D-COSY
11|{Number of Scans |8
12|Receiver Gain 59
13 [Relaxation Delay |2.0000 sec
14 |Pulse Width 12.0000 usec
15 |Acquisition Time [0.1278 sec
16 |Acquisition Date |2015-01-14T18:47:07
17 |Modification Date [2015-01-14T19:24:01
18 |[Spectrometer (500.15 MHz, 500.15 MHz)
19|Spectral Width (8012.8 Hz, 8002.4 Hz)
20 |Lowest Frequency |(-505.4 Hz, -500.2 Hz)
21 |Nucleus (1H, 1H)
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Acquired Size

(1024, 128)

23

Spectral Size

(1024, 1024)

Table 43 HMBC experimental parameters of compound 12

Parameter Value (12, f1)
1 |Comment RG-94 CDCl; HMBC
2 |Origin Bruker BioSpin GmbH
3 |Owner nmrsu
4 |Site
5 |Spectrometer spect
6 |Author
7 |Solvent CDCl;
8 |Temperature 294.0 K
9 |Pulse Sequence hmbcgpndqf
10 |Experiment 2D-HMBC
11 [Number of Scans (24
12 |[Receiver Gain 185
13 |Relaxation Delay [1.5000 sec
14 |Pulse Width 12.0000 usec
15|Acquisition Time [0.2731 sec
16 |Acquisition Date |2015-01-14T17:12:41
17 [Modification Date |2015-01-14T18:46:26
18 [Spectrometer (500.15 MHz, 125.76 MHz)
19 [Spectral Width (7500.0 Hz, 29683.0 Hz)
20 |Lowest Frequency ((-249.0 Hz, -378.8 Hz)
21 [Nucleus (1H, 13C)
22 |Acquired Size (2048, 128)
23 [Spectral Size (2048, 512)

Table 44 ROESY experimental parameters of compound 12

Parameter Value (12, 1)
1 |Comment RG-94 CDCI; roesy
2 |Origin Bruker BioSpin GmbH
3 |Owner nmrsu
4 |Site
5 |Spectrometer spect




6 |Author

7 |Solvent CDCl,

8 |Temperature 2942 K

9 |Pulse Sequence |roesyphpp.2

10 [Experiment 2D-ROESY

11 [Number of Scans |24

12 |Receiver Gain 59

13 |Relaxation Delay [2.0000 sec

14 |Pulse Width 12.0000 usec

15 |Acquisition Time [0.1278 sec

16 [Acquisition Date (2015-01-14T19:26:17
17 Modification Date |[2015-01-14T22:17:14
18 [Spectrometer (500.15 MHz, 500.15 MHz)
19 |Spectral Width  (8012.8 Hz, 8002.4 Hz)
20 |Lowest Frequency|(-505.4 Hz, -500.2 Hz)
21 [Nucleus (1H, 1H)

22 |Acquired Size (1024, 181)

23 |Spectral Size (1024, 1024)

Table 45 HSQC experimental parameters of compound 13

Parameter Value (12, 1)
1 |Comment RG-101 CDCI; HSQC
2 |Origin Bruker BioSpin GmbH
3 |Owner nmrsu
4 |Site
5 |Spectrometer spect
6 |Author
7 |Solvent CDCl;
8 |Temperature 2954 K
9 [Pulse Sequence hsqcedetgpsisp2.3
10 |[Experiment 2D-HSQC-EDITED
11 Number of Scans |4
12 |[Receiver Gain 185
13 [Relaxation Delay  [2.0000 sec
14 |Pulse Width 12.0000 usec
15|Acquisition Time  [0.1712 sec




16 |Acquisition Date 2015-01-12T16:43:06

17 |Modification Date |2015-01-12T16:54:24

18 |[Spectrometer (500.15 MHz, 125.76 MHz)
19 [Spectral Width (5980.9 Hz, 27670.4 Hz)
20 |Lowest Frequency [(-239.6 Hz, -630.1 Hz)

21 |Nucleus (1H, 13C)

22 |Acquired Size (1024, 77)

23 [Spectral Size (1024, 512)

Table 46 'H-'H COSY experimental parameters of compound 13

Parameter Value (12, 1)
1 |Comment RG-101 CDCl; COSY
2 |Origin Bruker BioSpin GmbH
3 |Owner nmrsu
4 |Site
5 |Spectrometer spect
6 |Author
7 |Solvent CDCl,
8 |Temperature 294.6 K
9 |Pulse Sequence |cosygpppqf
10 |Experiment 2D-COSY
11 [Number of Scans |20
12 [Receiver Gain 59
13 [Relaxation Delay |2.0000 sec
14 [Pulse Width 12.0000 usec
15 |Acquisition Time |0.1278 sec
16 |Acquisition Date |2015-03-02T23:19:26
17 [Modification Date |2015-03-03T00:51:40
18 |Spectrometer (500.15 MHz, 500.15 MHz)
19|Spectral Width ~ |(8012.8 MHz, 8002.4 MHz)
20 (Lowest Frequency |(-505.4 Hz, -500.2 Hz)
21 [Nucleus (1H, 1H)
22 |Acquired Size (1024, 128)
23 [Spectral Size (1024, 1024)




Table 47 HMBC experimental parameters of compound 13

Parameter Value (f2, f1)
1 |Comment RG-101 CDCl; HMBC
2 |Origin Bruker BioSpin GmbH
3 |Owner nmrsu
4 |Site
5 |Spectrometer spect
6 |Author
7 |Solvent CDCl;
8 |Temperature 2949 K
9 |Pulse Sequence hmbcgpndqf
10 |[Experiment 2D-HMBC
11 [Number of Scans |40
12 |Receiver Gain 185
13 |Relaxation Delay [1.5000 sec
14 [Pulse Width 12.0000 usec
15|Acquisition Time [0.2731 sec
16|Acquisition Date  |2015-03-02T20:42:06
17|Modification Date |2015-03-02T23:18:18
18 |Spectrometer (500.15 MHz, 125.76 MHz)
19|Spectral Width (7500.0 Hz, 29683.0 Hz)
20 |Lowest Frequency |(-249.0 Hz, -378.8 Hz)
21 [Nucleus (1H, 13C)
22 |Acquired Size (2048, 128)
23 |Spectral Size (2048, 512)

Table 48 ROESY experimental parameters of compound 13

Parameter Value (2, f1)
1 |Comment RG-101 CDCI; roesy
2 |Origin Bruker BioSpin GmbH
3 |Owner nmrsu
4 |Site
5 |Spectrometer spect




6 |Author

7 |Solvent CDCl;

8 |Temperature 294.6 K

9 |Pulse Sequence |roesyphpp.2

10 [Experiment 2D-ROESY
11|Number of Scans |40

12 |Receiver Gain 59

13 [Relaxation Delay |2.0000 sec

14 |Pulse Width 12.0000 usec

15 |Acquisition Time [0.1278 sec

16 |Acquisition Date |2015-03-03T00:54:34
17 [Modification Date |2015-03-03T07:38:33
18 [Spectrometer (500.15 MHz, 500.15 MHz)
19 |Spectral Width (8012.8 Hz, 8002.4 Hz)
20 |Lowest Frequency |(-505.4 Hz, -500.2 Hz)
21 [Nucleus (1H, 1H)

22 |Acquired Size (1024, 256)

23 |Spectral Size (1024, 1024)

Table 49 HSQC experimental parameters of compound 14

Parameter Value (2, f1)
1 |Comment RG-110 CDCl; HSQC
2 |Origin Bruker BioSpin GmbH
3 |Owner nmrsu
4 |Site
5 |Spectrometer spect
6 |Author
7 |Solvent CDCl;
8 |Temperature 2952 K
9 |Pulse Sequence hsqcedetgpsisp2.3
10 |Experiment 2D-HSQC-EDITED
11|Number of Scans |4
12 |Receiver Gain 185
13 |Relaxation Delay  (2.0000 sec
14 |Pulse Width 12.0000 usec
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Acquisition Time

0.1712 sec

16 |Acquisition Date 2015-03-02T15:00:22

17 [Modification Date [2015-03-02T15:12:38

18 |[Spectrometer (500.15 MHz, 125.76 MHz)
19|Spectral Width (5980.9 Hz, 27670.4 Hz)

20 |Lowest Frequency [(-239.6 Hz, -630.1 Hz)

21 |Nucleus (1H, 13C)

22 |Acquired Size (1024, 84)

23 |Spectral Size (1024, 512)

Table 50 'H-'"H COSY experimental parameters of compound 14

Parameter Value (12, f1)
1 |Comment RG-110 CDCI; COSY
2 |Origin Bruker BioSpin GmbH
3 |Owner nmrsu
4 |Site
5 |Spectrometer spect
6 |Author
7 |Solvent CDCl;
8 |Temperature 294.2
9 |Pulse Sequence cosygpppqf
10 [Experiment 2D-COSY
11 [Number of Scans |8
12 |[Receiver Gain 59
13 |Relaxation Delay  [2.0000 sec
14 [Pulse Width 14.3200 usec
15 |Acquisition Time  [0.2273 sec
16|Acquisition Date  [2015-04-10T12:36:32
17 [Modification Date [2015-04-10T13:54:42
18 |[Spectrometer (500.15 MHz, 500.15 MHz)
19 [Spectral Width (4504.5 Hz, 4501.4 Hz)
20 |Lowest Frequency |(-1.6 Hz, 0.0 Hz)
21 |Nucleus (1H, 1H)
22 |Acquired Size (1024, 256)
23 |Spectral Size (1024, 1024)




Table 51 HMBC experimental parameters of compound 14

Parameter Value (12, f1)
1 |Comment RG-110 CDCl; HMBC
2 |Origin Bruker BioSpin GmbH
3 |Owner nmrsu
4 |Site
5 |Spectrometer spect
6 |Author
7 [Solvent CDCl;
8 |Temperature 2942 K
9 |Pulse Sequence hmbcgpndqf
10 [Experiment 2D-HMBC
11|Number of Scans |24
12|Receiver Gain 185
13 |Relaxation Delay  |1.5000 sec
14|Pulse Width 14.3200 usec
15|Acquisition Time [0.4547 sec
16|Acquisition Date  {2015-04-10T10:52:50
17|Modification Date |2015-04-10T12:35:49
18 [Spectrometer (500.15 MHz, 125.76 MHz)
19|Spectral Width (4504.5 Hz, 23897.7 Hz)
20 {Lowest Frequency |(-1.6 Hz, -1.4 Hz)
21 [Nucleus (1H, 13C)
22 |Acquired Size (2048, 128)
23 |Spectral Size (2048, 512)

Table 52 ROESY experimental parameters of compound 14

Site

Parameter Value (12, f1)
1 |Comment RG-110 CDClI; roesy
2 |Origin Bruker BioSpin GmbH
3 |Owner nmrsu
4




5 |Spectrometer spect

6 |Author

7 |Solvent CDCl;

8 |Temperature 2943 K

9 |Pulse Sequence  |roesyphpp.2

10 [Experiment 2D-ROESY

11 [Number of Scans (24

12 |[Receiver Gain 59

13 |[Relaxation Delay (2.0000 sec

14 |Pulse Width 14.3200 usec
15|Acquisition Time [0.2273 sec

16 |Acquisition Date [2015-04-10T13:57:04
17 [Modification Date |2015-04-10T17:44:24
18 [Spectrometer (500.15 MHz, 500.15 MHz)
19 [Spectral Width (4504.5 Hz, 4501.4 Hz)
20 (Lowest Frequency |(-1.6 Hz, 0.0 Hz)

21 [Nucleus (1H, 1H)

22 |Acquired Size (1024, 230)

23 [Spectral Size (1024, 1024)




