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Table S1  MS details of nodes in partial cluster 1 and cluster 110.
	No.
	Node
	Formula
	Exact mass
	[M+H]+
	MS/MS product ion

	1
	205.122
	C13H16O2
	204.1150
	205.1223
	105.07, 115.05, 129.07, 131.08, 159.11, 187.11

	2
	205.158
	C14H20O
	204.1514
	205.1587
	105.07, 145.10, 159.11, 177.14, 187.14

	3
	217.118
	C14H16O2
	216.1150
	217.1223
	105.07, 115.05, 128.06, 129.07, 141.07, 199.12

	4
	219.133
	C14H18O2
	218.1307
	219.1380
	105.07, 119.08, 129.07, 131.08, 145.09, 201.14

	5
	219.174
	C15H22O
	218.1671
	219.1743
	105.07, 119.08, 131.08, 145.10, 177.13, 201.15

	6
	221.117
	C13H16O3
	220.1099
	221.1172
	105.07, 119.08, 133.10, 142.08

	7
	221.153
	C14H20O2
	220.1463
	221.1536
	105.07, 119.08, 161.12, 178.08, 203.13

	8
	221.189
	C15H24O
	220.1827
	221.1900
	105.07, 119.08, 133.10, 178.08, 203.17

	9
	229.122
	C15H16O2
	228.1150
	229.1223
	115.05, 128.06, 129.07, 131.08, 153.07, 199.10

	10
	229.158
	C16H20O
	228.1514
	229.1587
	115.05, 128.06, 129.07, 141.07, 153.07, 199.10, 201,12

	11
	231.139
	C15H18O2
	230.1307
	231.1380
	105.07, 128.06, 129.07, 142.08, 143.08, 185.13, 213.13

	12
	232.145
	C15H21NO
	231.1623
	232.1696
	105.07, 119.09, 133.06, 189.12, 199.11, 214.12

	13
	233.063
	C13H12O4
	232.0736
	233.0808
	105.07, 115.05, 128.06, 129.07, 145.09, 203.06

	14
	233.118
	C14H16O3
	232.1099
	233.1172
	105.07, 128.06, 129.07, 131.08, 145.09, 187.11, 215.11

	15
	233.153a
	C15H20O2
	232.1463
	233.1536
	105.07, 131.08, 145.10, 159.11, 215.12

	16
	233.153b
	C15H20O2
	232.1463
	233.1536
	105.07, 119.08, 128.06, 131.07, 145.09, 159.09, 215.15, 274.83

	17
	235.168
	C15H22O2
	234.1620
	235.1693
	105.07, 119.08, 131.08, 159.11, 205.12, 217.13

	18
	237.185
	C15H24O2
	236.1776
	237.1849
	105.07, 119.08, 145.10, 159.11, 177.11, 191.12, 201.15, 219.15

	19
	239.128
	C13H18O4
	238.1205
	239.1278
	105.07, 119.08, 133.09, 179.10

	20
	247.132
	C15H18O3
	246.1256
	247.1329
	105.07, 128.06, 129.07, 131.09, 145.10, 201.12, 219.12, 229.12

	21
	247.173
	C16H22O2
	246.1620
	247.1693
	125.06, 131.09, 145.10, 159.11, 173.11, 187.14, 229.15

	22
	248.164
	C15H21NO2
	247.1572
	248.1645
	128.06, 143.08, 157.10, 231.14

	23
	249.113
	C14H16O4
	248.1049
	249.1121
	105.07, 115.05, 128.06, 129.07, 141.07, 189.09, 203.09, 231.11

	24
	249.148
	C15H20O3
	248.1412
	249.1485
	105.07, 119.08, 128.06, 142.08, 143.09, 203.12, 213.13, 231.12

	25
	249.185
	C16H24O2
	248.1776
	249.1849
	105.07, 119.08, 133.06, 147.11, 189.13, 217.12

	26
	249.221
	C17H28O
	248.2140
	249.2213
	105.07, 119.08, 133.10, 203.17

	27
	250.180
	C15H23NO2
	249.1729
	250.1802
	105.07, 131.08, 145.10, 159.08, 187.15, 215.14

	28
	251.128
	C14H18O4
	250.1205
	251.1278
	105.07, 107.08, 131.09, 145.10, 159.11, 187.11, 205.12, 215.11, 223.09, 233.11

	29
	251.164
	C15H22O3
	250.1569
	251.1642
	105.07, 119.08, 131.08, 145.10, 147.11, 187.13, 215.12, 233.14

	30
	253.143
	C14H20O4
	252.1362
	253.1434
	105.07, 119.08, 131.09, 133.10, 171.12, 189.12, 199.11, 206.09, 217.13, 235.13

	31
	253.180
	C15H24O3
	252.1725
	253.1798
	105.07, 119.08, 131.08, 133.10, 159.11, 189.12, 207.11, 217.13, 235.14

	32
	257.189
	C18H24O
	256.1827
	257.1900
	105.07, 131.08, 145.10, 159.11, 183.11, 201.13

	33
	259.169
	C17H22O2
	258.1620
	259.1693
	131.08, 145.10, 157.10, 159.11, 182.11, 215.14

	34
	261.148
	C16H20O3
	260.1412
	261.1485
	105.07, 131.08, 145.09, 159.10, 173.10, 201.12, 215.13, 244.14

	35
	261.184
	C17H24O2
	260.1776
	261.1849
	105.07, 131.08, 145.10, 201.15, 215.14, 243.16

	36
	261.220
	C18H28O
	260.2140
	261.2213
	131.08, 145.10, 159.11, 173.13, 217.16, 243.15

	37
	263.128
	C15H18O4
	262.1205
	263.1278
	115.05, 128.06, 129.07, 141.07, 143.09, 156.09, 171.12, 199.11, 217.11, 227.11, 245.13

	38
	265.143
	C15H20O4
	264.1362
	265.1434
	105.07, 131.08, 145.10, 159.11, 173.13, 219.13, 229.12, 247.12

	39
	267.159
	C15H22O4
	266.1518
	267.1591
	105.07, 119.08, 131.08, 143.09, 157.10, 185.13, 213.13, 231.14, 249.15

	40
	275.164
	C17H22O3
	274.1569
	275.1642
	105.07, 129.07, 131.09, 145.10, 155.09, 201.10, 215.13, 247.14, 257.15

	41
	275.200
	C18H26O2
	274.1933
	275.2006
	105.07, 119.08, 159.10, 187.11, 201.12, 215.13, 229.12, 247.16

	42
	277.180
	C17H24O3
	276.1725
	277.1798
	105.07, 119.08, 133.10, 147.12, 217.16, 231.17

	43
	285.125
	C15H24O5
	284.1624
	285.1697
	105.07, 131.09, 143.09, 157.10, 185.13, 213.13, 221.11, 267.12

	44
	286.215
	C19H27NO
	285.2093
	286.2165
	131.07, 135.09, 145.09, 159.10, 164.11, 212.12, 233.15, 268.20

	45
	291.159
	C17H22O4
	290.1518
	291.1591
	128.06, 131.09, 143.08, 157.10, 185.13, 213.13, 231.14

	46
	307.154
	C17H22O5
	306.1467
	307.1540
	105.07, 131.09, 145.10, 159.11, 187.10, 205.09, 233.12, 261.15, 289.15

	47
	311.186
	C17H26O5
	310.1780
	311.1853
	105.07, 131.08, 145.10, 159.10, 173.12, 201.12, 229.12, 247.13, 265.11, 283.15

	48
	321.242
	C20H32O3
	320.2351
	321.2424
	105.07, 107.06, 119.08, 133.10, 159.12, 177.13, 201.15, 219.16, 229.16, 275.18

	49
	335.185
	C19H26O5
	334.1780
	335.1853
	131.09, 145.10, 157.10, 159.10, 173.12, 201.13, 229.14, 247.13, 271.13, 299.17
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Figure S1 UV spectrum of compound 1
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Figure S2 HRESIMS spectrum of compound 1
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Figure S3 1H NMR (500 MHz) spectrum of compound 1 in CDCl3
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Figure S4 13C NMR (125 MHz) spectrum of compound 1 in CDCl3
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Figure S5 DEPT135 (125 MHz) spectrum of compound 1 in CDCl3
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Figure S6 1H-1H COSY (500 MHz) spectrum of compound 1 in CDCl3
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Figure S7 HSQC (500 MHz) spectrum of compound 1 in CDCl3
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Figure S8 HMBC (500 MHz) spectrum of compound 1 in CDCl3
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Figure S9 NOESY (500 MHz) spectrum of compound 1 in CDCl3
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Figure S10 UV spectrum of compound 2
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Figure S11 HRESIMS spectrum of compound 2
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Figure S12 1H NMR (500 MHz) spectrum of compound 2 in CDCl3
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Figure S13 13C NMR (125 MHz) spectrum of compound 2 in CDCl3
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Figure S14 DEPT135 (125 MHz) spectrum of compound 2 in CDCl3
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Figure S15 1H-1H COSY (500 MHz) spectrum of compound 2 in CDCl3
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Figure S16 HSQC (500 MHz) spectrum of compound 2 in CDCl3
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Figure S17 HMBC (500 MHz) spectrum of compound 2 in CDCl3
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Figure S18 NOESY (500 MHz) spectrum of compound 2 in CDCl3
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Figure S19 1H NMR (500 MHz) spectrum of compound 2 in DMSO-d6
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Figure S20 13C NMR (125 MHz) spectrum of compound 2 in DMSO-d6
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Figure S21 DEPT135 (125 MHz) spectrum of compound 2 in DMSO-d6
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Figure S22 1H-1H COSY (500 MHz) spectrum of compound 2 in DMSO-d6
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Figure S23 HSQC (500 MHz) spectrum of compound 2 in DMSO-d6
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Figure S24 HMBC (500 MHz) spectrum of compound 2 in DMSO-d6
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Figure S25 ROESY (500 MHz) spectrum of compound 2 in DMSO-d6
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Figure S26 UV spectrum of compound 6
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Figure S27 HRESIMS spectrum of compound 6
[image: ]Figure S28 1H NMR (500 MHz) spectrum of compound 6 in CDCl3
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Figure S29 13C NMR (125 MHz) spectrum of compound 6 in CDCl3
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Figure S30 DEPT135 (125 MHz) spectrum of compound 6 in CDCl3
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Figure S31 1H-1H COSY (500 MHz) spectrum of compound 6 in CDCl3
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Figure S32 HSQC (500 MHz) spectrum of compound 6 in CDCl3
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Figure S33 HMBC (500 MHz) spectrum of compound 6 in CDCl3
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Figure S34 NOESY (500 MHz) spectrum of compound 6 in CDCl3
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Figure S35 UV spectrum of compound 7
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Figure S36 HRESIMS spectrum of compound 7
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Figure S37 1H NMR (500 MHz) spectrum of compound 7 in CDCl3
[image: ]
Figure S38 13C NMR (125 MHz) spectrum of compound 7 in CDCl3
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Figure S39 DEPT135 (125 MHz) spectrum of compound 7 in CDCl3
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Figure S40 1H-1H COSY (500 MHz) spectrum of compound 7 in CDCl3
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Figure S41 HSQC (500 MHz) spectrum of compound 7 in CDCl3
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Figure S42 HMBC (500 MHz) spectrum of compound 7 in CDCl3
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Figure S43 NOESY (500 MHz) spectrum of compound 7 in CDCl3
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Figure S44 1H NMR (500 MHz) spectrum of compound 7 in DMSO-d6
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Figure S45 ROESY (500 MHz) spectrum of compound 7 in DMSO-d6
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NAME           XRZ-19-2

EXPNO                 7

PROCNO                1

Date_          20210318

Time              17.26 h

INSTRUM           spect

PROBHD   Z119470_0014 (

PULPROG     noesygpphpp

TD                 2048

SOLVENT           CDCl3

NS                    4

DS                   32

SWH            5000.000 Hz

FIDRES         4.882813 Hz

AQ            0.2048500 sec

RG               202.63

DW              100.000 usec

DE                 6.50 usec

TE                298.2 K

D0           0.00008588 sec

D1           2.00000000 sec

D8           0.60000002 sec

D11          0.03000000 sec

D12          0.00002000 sec

D16          0.00020000 sec

IN0          0.00020000 sec

ND0                   1

TD                  256

SFO1           500.1924 MHz

FIDRES        19.531250 Hz

SW                9.996 ppm

FnMODE      States-TPPI

SI                 1024

SF          500.1900000 MHz

WDW               QSINE

SSB                   2

LB                 0.00 Hz

GB                    0

PC                 1.00

SI                 1024

MC2         States-TPPI

SF          500.1900000 MHz

WDW               QSINE

SSB                   2

LB                 0.00 Hz

GB                    0

XRZ-19-2 NOE

CDCl3
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NAME             XRZ-26

EXPNO                 1

PROCNO                1

Date_          20201119

Time              17.47 h

INSTRUM           spect

PROBHD   Z119470_0014 (

PULPROG            zg30

TD                65536

SOLVENT           CDCl3

NS                   16

DS                    2

SWH           10000.000 Hz

FIDRES         0.305176 Hz

AQ            3.2768500 sec

RG               162.56

DW               50.000 usec

DE                 6.50 usec

TE                298.1 K

D1           1.00000000 sec

TD0                   1

SFO1        500.1930887 MHz

NUC1                 1H

P1                11.09 usec

SI                65536

SF          500.1900000 MHz

WDW                  EM

SSB                   0

LB                 0.30 Hz

GB                    0

PC                 1.00

XRZ-26 H

CDCl3

 


image13.emf
200 180 160 140 120 100 80 60 40 20 0

ppm

-0.00

8.07

16.22 22.20 24.29 34.82 36.09 40.57 44.04 49.64 76.76 77.01 77.27 78.70 93.21

106.57 130.01 149.70 151.92 174.52

NAME             XRZ-26

EXPNO                 2

PROCNO                1

Date_          20201201

Time              10.30 h

INSTRUM           spect

PROBHD   Z119470_0014 (

PULPROG          zgpg30

TD                65536

SOLVENT           CDCl3

NS                 1253

DS                    4

SWH           29761.904 Hz

FIDRES         0.908261 Hz

AQ            1.1010548 sec

RG               202.63

DW               16.800 usec

DE                 6.50 usec

TE                298.1 K

D1           2.00000000 sec

D11          0.03000000 sec

TD0                   2

SFO1        125.7854528 MHz

NUC1                13C

P1                15.00 usec

SI                32768

SF          125.7728760 MHz

WDW                  EM

SSB                   0

LB                 1.00 Hz

GB                    0

PC                 1.40

XRZ-26 C

CDCl3
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NAME             XRZ-26

EXPNO                 3

PROCNO                1

Date_          20201201

Time               9.23 h

INSTRUM           spect

PROBHD   Z119470_0014 (

PULPROG       deptsp135

TD                65536

SOLVENT           CDCl3

NS                  303

DS                    8

SWH           25252.525 Hz

FIDRES         0.770646 Hz

AQ            1.2976629 sec

RG               202.63

DW               19.800 usec

DE                 6.50 usec

TE                298.2 K

CNST2       145.0000000

D1           2.00000000 sec

D2           0.00344828 sec

D12          0.00002000 sec

TD0                   2

SFO1        125.7854533 MHz

NUC1                13C

P1                15.00 usec

P13             2000.00 usec

SI                32768

SF          125.7728760 MHz

WDW                  EM

SSB                   0

LB                 1.00 Hz

GB                    0

PC                 1.40

XRZ-26 DEPT135

CDCl3
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NAME             XRZ-26

EXPNO                 4

PROCNO                1

Date_          20201209

Time              20.42 h

INSTRUM           spect

PROBHD   Z119470_0014 (

PULPROG      cosygpmfqf

TD                 2048

SOLVENT           CDCl3

NS                   12

DS                   16

SWH            4504.504 Hz

FIDRES         4.398930 Hz

AQ            0.2273780 sec

RG               202.63

DW              111.000 usec

DE                 6.50 usec

TE                298.1 K

D0           0.00000300 sec

D1           2.00000000 sec

D13          0.00000400 sec

D16          0.00020000 sec

IN0          0.00022220 sec

ND0                   1

TD                  128

SFO1           500.1923 MHz

FIDRES        35.159767 Hz

SW                8.997 ppm

FnMODE               QF

SI                 1024

SF          500.1900000 MHz

WDW                SINE

SSB                   0

LB                 0.00 Hz

GB                    0

PC                 1.40

SI                 1024

MC2                  QF

SF          500.1900000 MHz

WDW                SINE

SSB                   0

LB                 0.00 Hz

GB                    0

XRZ-26 H-H COSY

CDCl3
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NAME             XRZ-26

EXPNO                 5

PROCNO                1

Date_          20201209

Time              17.57 h

INSTRUM           spect

PROBHD   Z119470_0014 (

PULPROG  hsqcetgpsisp2.2

TD                 2048

SOLVENT           CDCl3

NS                    2

DS                   32

SWH            4504.504 Hz

FIDRES         4.398930 Hz

AQ            0.2273780 sec

RG               202.63

DW              111.000 usec

DE                 6.50 usec

TE                298.2 K

CNST2       145.0000000

CNST17       -0.5000000

D0           0.00000300 sec

D1           1.50000000 sec

D4           0.00172414 sec

D11          0.03000000 sec

D16          0.00020000 sec

D24          0.00086200 sec

IN0          0.00001990 sec

ND0                   2

TD                  100

SFO1           125.7855 MHz

FIDRES       251.256287 Hz

SW              199.750 ppm

FnMODE    Echo-Antiecho

SI                 1024

SF          500.1900000 MHz

WDW               QSINE

SSB                   2

LB                 0.00 Hz

GB                    0

PC                 1.40

SI                 1024

MC2       echo-antiecho

SF          125.7728760 MHz

WDW               QSINE

SSB                   2

LB                 0.00 Hz

GB                    0

XRZ-26 HSQC

CDCl3
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NAME             XRZ-26

EXPNO                 6

PROCNO                1

Date_          20201209

Time              18.57 h

INSTRUM           spect

PROBHD   Z119470_0014 (

PULPROG      hmbcgpndqf

TD                 4096

SOLVENT           CDCl3

NS                   24

DS                   16

SWH            4504.504 Hz

FIDRES         2.199465 Hz

AQ            0.4547060 sec

RG               202.63

DW              111.000 usec

DE                 6.50 usec

TE                298.2 K

CNST13        8.0000000

D0           0.00000300 sec

D1           1.50000000 sec

D6           0.06250000 sec

D16          0.00020000 sec

IN0          0.00001990 sec

ND0                   2

TD                  128

SFO1           125.7855 MHz

FIDRES       196.293976 Hz

SW              199.750 ppm

FnMODE               QF

SI                 4096

SF          500.1900000 MHz

WDW                SINE

SSB                   0

LB                 0.00 Hz

GB                    0

PC                 1.40

SI                 1024

MC2                  QF

SF          125.7728760 MHz

WDW                SINE

SSB                   0

LB                 0.00 Hz

GB                    0

XRZ-26 HMBC

CDCl3
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NAME             XRZ-26

EXPNO                 7

PROCNO                1

Date_          20201209

Time              18.06 h

INSTRUM           spect

PROBHD   Z119470_0014 (

PULPROG     noesygpphpp

TD                 2048

SOLVENT           CDCl3

NS                    4

DS                   32

SWH            4504.504 Hz

FIDRES         4.398930 Hz

AQ            0.2273780 sec

RG               202.63

DW              111.000 usec

DE                 6.50 usec

TE                298.2 K

D0           0.00009698 sec

D1           2.00000000 sec

D8           0.60000002 sec

D11          0.03000000 sec

D12          0.00002000 sec

D16          0.00020000 sec

IN0          0.00022220 sec

ND0                   1

TD                  256

SFO1           500.1923 MHz

FIDRES        17.579884 Hz

SW                8.997 ppm

FnMODE      States-TPPI

SI                 1024

SF          500.1900000 MHz

WDW               QSINE

SSB                   2

LB                 0.00 Hz

GB                    0

PC                 1.00

SI                 1024

MC2         States-TPPI

SF          500.1900000 MHz

WDW               QSINE

SSB                   2

LB                 0.00 Hz

GB                    0

XRZ-26 NOE

CDCl3
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NAME           XRZ-26-1

EXPNO                 1

PROCNO                1

Date_          20210428

Time              10.16 h

INSTRUM           spect

PROBHD   Z119470_0014 (

PULPROG            zg30

TD                65536

SOLVENT            DMSO

NS                   16

DS                    2

SWH           10000.000 Hz

FIDRES         0.305176 Hz

AQ            3.2768500 sec

RG               162.56

DW               50.000 usec

DE                 6.50 usec

TE                298.1 K

D1           1.00000000 sec

TD0                   1

SFO1        500.1930887 MHz

NUC1                 1H

P1                11.09 usec

SI                65536

SF          500.1900026 MHz

WDW                  EM

SSB                   0

LB                 0.30 Hz

GB                    0

PC                 1.00

XRZ-26-1 H

DMSO
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NAME           XRZ-26-1

EXPNO                 2

PROCNO                1

Date_          20210911

Time               6.06 h

INSTRUM           spect

PROBHD   Z119470_0014 (

PULPROG          zgpg30

TD                65536

SOLVENT            DMSO

NS                 7410

DS                    4

SWH           29761.904 Hz

FIDRES         0.908261 Hz

AQ            1.1010548 sec

RG               202.63

DW               16.800 usec

DE                 6.50 usec

TE                302.8 K

D1           2.00000000 sec

D11          0.03000000 sec

TD0                  20

SFO1        125.7854528 MHz

NUC1                13C

P1                15.00 usec

SI                32768

SF          125.7728760 MHz

WDW                  EM

SSB                   0

LB                 1.00 Hz

GB                    0

PC                 1.40

XRZ-26-1 C

DMSO
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NAME           XRZ-26-1

EXPNO                 3

PROCNO                1

Date_          20210910

Time              21.51 h

INSTRUM           spect

PROBHD   Z119470_0014 (

PULPROG       deptsp135

TD                65536

SOLVENT            DMSO

NS                  958

DS                    8

SWH           25252.525 Hz

FIDRES         0.770646 Hz

AQ            1.2976629 sec

RG               202.63

DW               19.800 usec

DE                 6.50 usec

TE                301.3 K

CNST2       145.0000000

D1           2.00000000 sec

D2           0.00344828 sec

D12          0.00002000 sec

TD0                   5

SFO1        125.7854533 MHz

NUC1                13C

P1                15.00 usec

P13             2000.00 usec

SI                32768

SF          125.7728760 MHz

WDW                  EM

SSB                   0

LB                 1.00 Hz

GB                    0

PC                 1.40

XRZ-26-1 DEPT135

DMSO
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NAME           XRZ-26-1

EXPNO                 4

PROCNO                1

Date_          20210615

Time              17.39 h

INSTRUM           spect

PROBHD   Z119470_0014 (

PULPROG      cosygpmfqf

TD                 2048

SOLVENT            DMSO

NS                   16

DS                   16

SWH            4504.504 Hz

FIDRES         4.398930 Hz

AQ            0.2273780 sec

RG               202.63

DW              111.000 usec

DE                 6.50 usec

TE                298.1 K

D0           0.00000300 sec

D1           2.00000000 sec

D13          0.00000400 sec

D16          0.00020000 sec

IN0          0.00022220 sec

ND0                   1

TD                  128

SFO1           500.1923 MHz

FIDRES        35.159767 Hz

SW                8.997 ppm

FnMODE               QF

SI                 1024

SF          500.1900000 MHz

WDW                SINE

SSB                   0

LB                 0.00 Hz

GB                    0

PC                 1.40

SI                 1024

MC2                  QF

SF          500.1900000 MHz

WDW                SINE

SSB                   0

LB                 0.00 Hz

GB                    0

XRZ-26-1 H-H COSY

DMSO
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NAME           XRZ-26-1

EXPNO                 5

PROCNO                1

Date_          20210615

Time              12.55 h

INSTRUM           spect

PROBHD   Z119470_0014 (

PULPROG  hsqcetgpsisp2.2

TD                 2048

SOLVENT            DMSO

NS                    2

DS                   32

SWH            4504.504 Hz

FIDRES         4.398930 Hz

AQ            0.2273780 sec

RG               202.63

DW              111.000 usec

DE                 6.50 usec

TE                298.5 K

CNST2       145.0000000

CNST17       -0.5000000

D0           0.00000300 sec

D1           1.50000000 sec

D4           0.00172414 sec

D11          0.03000000 sec

D16          0.00020000 sec

D24          0.00086200 sec

IN0          0.00001990 sec

ND0                   2

TD                  256

SFO1           125.7855 MHz

FIDRES        98.146988 Hz

SW              199.750 ppm

FnMODE    Echo-Antiecho

SI                 1024

SF          500.1900000 MHz

WDW               QSINE

SSB                   2

LB                 0.00 Hz

GB                    0

PC                 1.40

SI                 1024

MC2       echo-antiecho

SF          125.7728760 MHz

WDW               QSINE

SSB                   2

LB                 0.00 Hz

GB                    0

XRZ-26-1 HSQC

DMSO
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NAME           XRZ-26-1

EXPNO                 6

PROCNO                1

Date_          20210615

Time              14.40 h

INSTRUM           spect

PROBHD   Z119470_0014 (

PULPROG      hmbcgpndqf

TD                 4096

SOLVENT            DMSO

NS                   40

DS                   16

SWH            4504.504 Hz

FIDRES         2.199465 Hz

AQ            0.4547060 sec

RG               202.63

DW              111.000 usec

DE                 6.50 usec

TE                298.2 K

CNST13        4.0000000

D0           0.00000300 sec

D1           1.50000000 sec

D6           0.12500000 sec

D16          0.00020000 sec

IN0          0.00001990 sec

ND0                   2

TD                  128

SFO1           125.7855 MHz

FIDRES       196.293976 Hz

SW              199.750 ppm

FnMODE               QF

SI                 4096

SF          500.1900000 MHz

WDW                SINE

SSB                   0

LB                 0.00 Hz

GB                    0

PC                 1.40

SI                 1024

MC2                  QF

SF          125.7728760 MHz

WDW                SINE

SSB                   0

LB                 0.00 Hz

GB                    0

XRZ-26-1 HMBC

DMSO
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NAME           XRZ-26-1

EXPNO                 7

PROCNO                1

Date_          20210615

Time              13.12 h

INSTRUM           spect

PROBHD   Z119470_0014 (

PULPROG     roesyphpp.2

TD                 2048

SOLVENT            DMSO

NS                    8

DS                   32

SWH            4504.504 Hz

FIDRES         4.398930 Hz

AQ            0.2273780 sec

RG               202.63

DW              111.000 usec

DE                 6.50 usec

TE                298.2 K

D0           0.00010004 sec

D1           2.00000000 sec

D11          0.03000000 sec

D12          0.00002000 sec

IN0          0.00022220 sec

L4                  463

P15           200000.00 usec

ND0                   1

TD                  256

SFO1           500.1923 MHz

FIDRES        17.579884 Hz

SW                8.997 ppm

FnMODE      States-TPPI

SI                 1024

SF          500.1900000 MHz

WDW               QSINE

SSB                   2

LB                 0.00 Hz

GB                    0

PC                 1.00

SI                 1024

MC2         States-TPPI

SF          500.1900000 MHz

WDW               QSINE

SSB                   2

LB                 0.00 Hz

GB                    0

XRZ-26-1 ROE

DMSO
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NAME             XRZ-64

EXPNO                 1

PROCNO                1

Date_          20210601

Time              21.46 h

INSTRUM           spect

PROBHD   Z119470_0014 (

PULPROG            zg30

TD                65536

SOLVENT           CDCl3

NS                   16

DS                    2

SWH           10000.000 Hz

FIDRES         0.305176 Hz

AQ            3.2768500 sec

RG               101.26

DW               50.000 usec

DE                 6.50 usec

TE                298.1 K

D1           1.00000000 sec

TD0                   1

SFO1        500.1930887 MHz

NUC1                 1H

P1                11.09 usec

SI                65536

SF          500.1900000 MHz

WDW                  EM

SSB                   0

LB                 0.30 Hz

GB                    0

PC                 1.00

XRZ-64 H

CDCl3
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NAME             XRZ-64

EXPNO                 2

PROCNO                1

Date_          20210604

Time              10.06 h

INSTRUM           spect

PROBHD   Z119470_0014 (

PULPROG          zgpg30

TD                65536

SOLVENT           CDCl3

NS                  107

DS                    4

SWH           29761.904 Hz

FIDRES         0.908261 Hz

AQ            1.1010548 sec

RG               202.63

DW               16.800 usec

DE                 6.50 usec

TE                298.2 K

D1           2.00000000 sec

D11          0.03000000 sec

TD0                   1

SFO1        125.7854528 MHz

NUC1                13C

P1                15.00 usec

SI                32768

SF          125.7728760 MHz

WDW                  EM

SSB                   0

LB                 1.00 Hz

GB                    0

PC                 1.40

XRZ-64 C

CDCL3
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NAME             XRZ-64

EXPNO                 3

PROCNO                1

Date_          20210604

Time              10.10 h

INSTRUM           spect

PROBHD   Z119470_0014 (

PULPROG       deptsp135

TD                65536

SOLVENT           CDCl3

NS                   40

DS                    8

SWH           25252.525 Hz

FIDRES         0.770646 Hz

AQ            1.2976629 sec

RG               202.63

DW               19.800 usec

DE                 6.50 usec

TE                298.2 K

CNST2       145.0000000

D1           2.00000000 sec

D2           0.00344828 sec

D12          0.00002000 sec

TD0                   1

SFO1        125.7854533 MHz

NUC1                13C

P1                15.00 usec

P13             2000.00 usec

SI                32768

SF          125.7728760 MHz

WDW                  EM

SSB                   0

LB                 1.00 Hz

GB                    0

PC                 1.40

XRZ-64 DEPT135

CDCL3
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NAME             XRZ-64

EXPNO                 4

PROCNO                1

Date_          20210708

Time              13.54 h

INSTRUM           spect

PROBHD   Z119470_0014 (

PULPROG      cosygpmfqf

TD                 2048

SOLVENT           CDCl3

NS                    4

DS                   16

SWH            4504.504 Hz

FIDRES         4.398930 Hz

AQ            0.2273780 sec

RG               202.63

DW              111.000 usec

DE                 6.50 usec

TE                298.2 K

D0           0.00000300 sec

D1           2.00000000 sec

D13          0.00000400 sec

D16          0.00020000 sec

IN0          0.00022220 sec

ND0                   1

TD                  128

SFO1           500.1923 MHz

FIDRES        35.159767 Hz

SW                8.997 ppm

FnMODE               QF

SI                 1024

SF          500.1900000 MHz

WDW                SINE

SSB                   0

LB                 0.00 Hz

GB                    0

PC                 1.40

SI                 1024

MC2                  QF

SF          500.1900000 MHz

WDW                SINE

SSB                   0

LB                 0.00 Hz

GB                    0

XRZ-64 H-H COSY

CDCl3
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NAME             XRZ-64

EXPNO                 5

PROCNO                1

Date_          20210708

Time              12.46 h

INSTRUM           spect

PROBHD   Z119470_0014 (

PULPROG  hsqcetgpsisp2.2

TD                 2048

SOLVENT           CDCl3

NS                    2

DS                   32

SWH            4504.504 Hz

FIDRES         4.398930 Hz

AQ            0.2273780 sec

RG               202.63

DW              111.000 usec

DE                 6.50 usec

TE                298.2 K

CNST2       145.0000000

CNST17       -0.5000000

D0           0.00000300 sec

D1           1.50000000 sec

D4           0.00172414 sec

D11          0.03000000 sec

D16          0.00020000 sec

D24          0.00086200 sec

IN0          0.00001990 sec

ND0                   2

TD                  256

SFO1           125.7855 MHz

FIDRES        98.146988 Hz

SW              199.750 ppm

FnMODE    Echo-Antiecho

SI                 1024

SF          500.1900000 MHz

WDW               QSINE

SSB                   2

LB                 0.00 Hz

GB                    0

PC                 1.40

SI                 1024

MC2       echo-antiecho

SF          125.7728760 MHz

WDW               QSINE

SSB                   2

LB                 0.00 Hz

GB                    0

XRZ-64 HSQC

CDCl3

 


image33.emf
ppm

9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5

ppm

20

40

60

80

100

120

140

160

180

NAME             XRZ-64

EXPNO                 6

PROCNO                1

Date_          20210708

Time              14.15 h

INSTRUM           spect

PROBHD   Z119470_0014 (

PULPROG      hmbcgpndqf

TD                 4096

SOLVENT           CDCl3

NS                    8

DS                   16

SWH            4504.504 Hz

FIDRES         2.199465 Hz

AQ            0.4547060 sec

RG               202.63

DW              111.000 usec

DE                 6.50 usec

TE                298.2 K

CNST13        8.0000000

D0           0.00000300 sec

D1           1.50000000 sec

D6           0.06250000 sec

D16          0.00020000 sec

IN0          0.00001990 sec

ND0                   2

TD                  106

SFO1           125.7855 MHz

FIDRES       237.034225 Hz

SW              199.750 ppm

FnMODE               QF

SI                 4096

SF          500.1900000 MHz

WDW                SINE

SSB                   0

LB                 0.00 Hz

GB                    0

PC                 1.40

SI                 1024

MC2                  QF

SF          125.7728760 MHz

WDW                SINE

SSB                   0

LB                 0.00 Hz

GB                    0

XRZ-64 HMBC

CDCl3
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NAME             XRZ-64

EXPNO                 7

PROCNO                1

Date_          20210708

Time              13.04 h

INSTRUM           spect

PROBHD   Z119470_0014 (

PULPROG     noesygpphpp

TD                 2048

SOLVENT           CDCl3

NS                    4

DS                   32

SWH            4504.504 Hz

FIDRES         4.398930 Hz

AQ            0.2273780 sec

RG               114.18

DW              111.000 usec

DE                 6.50 usec

TE                298.2 K

D0           0.00009698 sec

D1           2.00000000 sec

D8           0.60000002 sec

D11          0.03000000 sec

D12          0.00002000 sec

D16          0.00020000 sec

IN0          0.00022220 sec

ND0                   1

TD                  256

SFO1           500.1923 MHz

FIDRES        17.579884 Hz

SW                8.997 ppm

FnMODE      States-TPPI

SI                 1024

SF          500.1900000 MHz

WDW               QSINE

SSB                   2

LB                 0.00 Hz

GB                    0

PC                 1.00

SI                 1024

MC2         States-TPPI

SF          500.1900000 MHz

WDW               QSINE

SSB                   2

LB                 0.00 Hz

GB                    0

XRZ-64 NOE

CDCl3
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NAME           WBZ-44-1

EXPNO                 1

PROCNO                1

Date_          20210426

Time              17.55 h

INSTRUM           spect

PROBHD   Z119470_0014 (

PULPROG            zg30

TD                65536

SOLVENT           CDCl3

NS                   16

DS                    2

SWH           10000.000 Hz

FIDRES         0.305176 Hz

AQ            3.2768500 sec

RG               137.69

DW               50.000 usec

DE                 6.50 usec

TE                298.2 K

D1           1.00000000 sec

TD0                   1

SFO1        500.1930887 MHz

NUC1                 1H

P1                11.09 usec

SI                65536

SF          500.1900096 MHz

WDW                  EM

SSB                   0

LB                 0.30 Hz

GB                    0

PC                 1.00

WBZ-44-1 H

CDCl3
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NAME           WBZ-44-1

EXPNO                 2

PROCNO                1

Date_          20210528

Time              14.39 h

INSTRUM           spect

PROBHD   Z119470_0014 (

PULPROG          zgpg30

TD                65536

SOLVENT           CDCl3

NS                 1024

DS                    4

SWH           29761.904 Hz

FIDRES         0.908261 Hz

AQ            1.1010548 sec

RG               202.63

DW               16.800 usec

DE                 6.50 usec

TE                298.1 K

D1           2.00000000 sec

D11          0.03000000 sec

TD0                   1

SFO1        125.7854528 MHz

NUC1                13C

P1                15.00 usec

SI                32768

SF          125.7728760 MHz

WDW                  EM

SSB                   0

LB                 1.00 Hz

GB                    0

PC                 1.40

WBZ-44-1 C

CDCl3
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NAME           WBZ-44-1

EXPNO                 3

PROCNO                1

Date_          20210528

Time              14.46 h

INSTRUM           spect

PROBHD   Z119470_0014 (

PULPROG       deptsp135

TD                65536

SOLVENT           CDCl3

NS                  103

DS                    8

SWH           20161.291 Hz

FIDRES         0.615274 Hz

AQ            1.6253428 sec

RG               202.63

DW               24.800 usec

DE                 6.50 usec

TE                298.2 K

CNST2       145.0000000

D1           2.00000000 sec

D2           0.00344828 sec

D12          0.00002000 sec

TD0                   1

SFO1        125.7829374 MHz

NUC1                13C

P1                15.00 usec

P13             2000.00 usec

SI                32768

SF          125.7728760 MHz

WDW                  EM

SSB                   0

LB                 1.00 Hz

GB                    0

PC                 1.40

WBZ-44-1 DEPT135

CDCl3
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NAME           WBZ-44-1

EXPNO                 4

PROCNO                1

Date_          20210506

Time              18.07 h

INSTRUM           spect

PROBHD   Z119470_0014 (

PULPROG      cosygpmfqf

TD                 2048

SOLVENT           CDCl3

NS                    8

DS                   16

SWH            4504.504 Hz

FIDRES         4.398930 Hz

AQ            0.2273780 sec

RG               202.63

DW              111.000 usec

DE                 6.50 usec

TE                298.1 K

D0           0.00000300 sec

D1           2.00000000 sec

D13          0.00000400 sec

D16          0.00020000 sec

IN0          0.00022220 sec

ND0                   1

TD                   71

SFO1           500.1923 MHz

FIDRES        63.386620 Hz

SW                8.997 ppm

FnMODE               QF

SI                 1024

SF          500.1900000 MHz

WDW                SINE

SSB                   0

LB                 0.00 Hz

GB                    0

PC                 1.40

SI                 1024

MC2                  QF

SF          500.1900000 MHz

WDW                SINE

SSB                   0

LB                 0.00 Hz

GB                    0

WBZ-44-1 H-H COSY

CDCl3
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NAME           WBZ-44-1

EXPNO                 5

PROCNO                1

Date_          20210506

Time              16.25 h

INSTRUM           spect

PROBHD   Z119470_0014 (

PULPROG  hsqcetgpsisp2.2

TD                 2048

SOLVENT           CDCl3

NS                    2

DS                   32

SWH            4504.504 Hz

FIDRES         4.398930 Hz

AQ            0.2273780 sec

RG               202.63

DW              111.000 usec

DE                 6.50 usec

TE                298.2 K

CNST2       145.0000000

CNST17       -0.5000000

D0           0.00000300 sec

D1           1.50000000 sec

D4           0.00172414 sec

D11          0.03000000 sec

D16          0.00020000 sec

D24          0.00086200 sec

IN0          0.00001990 sec

ND0                   2

TD                   88

SFO1           125.7855 MHz

FIDRES       285.518494 Hz

SW              199.750 ppm

FnMODE    Echo-Antiecho

SI                 1024

SF          500.1900000 MHz

WDW               QSINE

SSB                   2

LB                 0.00 Hz

GB                    0

PC                 1.40

SI                 1024

MC2       echo-antiecho

SF          125.7728760 MHz

WDW               QSINE

SSB                   2

LB                 0.00 Hz

GB                    0

WBZ-44-1 HSQC

CDCl3
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NAME           WBZ-44-1

EXPNO                 6

PROCNO                1

Date_          20210506

Time              17.03 h

INSTRUM           spect

PROBHD   Z119470_0014 (

PULPROG      hmbcgpndqf

TD                 4096

SOLVENT           CDCl3

NS                   16

DS                   16

SWH            4504.504 Hz

FIDRES         2.199465 Hz

AQ            0.4547060 sec

RG               202.63

DW              111.000 usec

DE                 6.50 usec

TE                298.1 K

CNST13        8.0000000

D0           0.00000300 sec

D1           1.50000000 sec

D6           0.06250000 sec

D16          0.00020000 sec

IN0          0.00001990 sec

ND0                   2

TD                  116

SFO1           125.7855 MHz

FIDRES       216.600235 Hz

SW              199.750 ppm

FnMODE               QF

SI                 4096

SF          500.1900000 MHz

WDW                SINE

SSB                   0

LB                 0.00 Hz

GB                    0

PC                 1.40

SI                 1024

MC2                  QF

SF          125.7728760 MHz

WDW                SINE

SSB                   0

LB                 0.00 Hz

GB                    0

WBZ-44-1 HMBC

CDCl3
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NAME           WBZ-44-1

EXPNO                 7

PROCNO                1

Date_          20210506

Time              16.32 h

INSTRUM           spect

PROBHD   Z119470_0014 (

PULPROG     noesygpphpp

TD                 2048

SOLVENT           CDCl3

NS                    4

DS                   32

SWH            4504.504 Hz

FIDRES         4.398930 Hz

AQ            0.2273780 sec

RG               202.63

DW              111.000 usec

DE                 6.50 usec

TE                298.2 K

D0           0.00009698 sec

D1           2.00000000 sec

D8           0.60000002 sec

D11          0.03000000 sec

D12          0.00002000 sec

D16          0.00020000 sec

IN0          0.00022220 sec

ND0                   1

TD                  149

SFO1           500.1923 MHz

FIDRES        30.204363 Hz

SW                8.997 ppm

FnMODE      States-TPPI

SI                 1024

SF          500.1900000 MHz

WDW               QSINE

SSB                   2

LB                 0.00 Hz

GB                    0

PC                 1.00

SI                 1024

MC2         States-TPPI

SF          500.1900000 MHz

WDW               QSINE

SSB                   2

LB                 0.00 Hz

GB                    0

WBZ-44-1 NOE

CDCl3
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NAME           WBZ-44-2

EXPNO                 1

PROCNO                1

Date_          20210915

Time              10.15 h

INSTRUM           spect

PROBHD   Z119470_0014 (

PULPROG            zg30

TD                65536

SOLVENT            DMSO

NS                   16

DS                    2

SWH           10000.000 Hz

FIDRES         0.305176 Hz

AQ            3.2768500 sec

RG               137.69

DW               50.000 usec

DE                 6.50 usec

TE                294.6 K

D1           1.00000000 sec

TD0                   1

SFO1        500.1930887 MHz

NUC1                 1H

P1                11.09 usec

SI                65536

SF          500.1900015 MHz

WDW                  EM

SSB                   0

LB                 0.30 Hz

GB                    0

PC                 1.00

WBZ-44-1 H

DMSO
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NAME           WBZ-44-2

EXPNO                 7

PROCNO                1

Date_          20210915

Time              10.18 h

INSTRUM           spect

PROBHD   Z119470_0014 (

PULPROG     roesyphpp.2

TD                 2048

SOLVENT            DMSO

NS                    4

DS                   32

SWH            5000.000 Hz

FIDRES         4.882813 Hz

AQ            0.2048500 sec

RG               202.63

DW              100.000 usec

DE                 6.50 usec

TE                294.6 K

D0           0.00008894 sec

D1           2.00000000 sec

D11          0.03000000 sec

D12          0.00002000 sec

IN0          0.00020000 sec

L4                  463

P15           200000.00 usec

ND0                   1

TD                  234

SFO1           500.1924 MHz

FIDRES        21.367521 Hz

SW                9.996 ppm

FnMODE      States-TPPI

SI                 1024

SF          500.1900000 MHz

WDW               QSINE

SSB                   2

LB                 0.00 Hz

GB                    0

PC                 1.00

SI                 1024

MC2         States-TPPI

SF          500.1900000 MHz

WDW               QSINE

SSB                   2

LB                 0.00 Hz

GB                    0

WBZ-44-1 H

DMSO
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