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Spectrum of Compound 3a, 1H NMR, 400MHz, CDCl3
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Spectrum of Compound 3a, 13C NMR, JMOD, 100MHz, CDCl3
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High resolution mass spectrum of compound 3a, Tsource=90°C, Tprobe=200°C
[image: ]
Calculated 	m/z=568.3871 (C34H52O5N2) +
Found 		m/z=568.3876

Spectra of compound 3a, 1H NMR, 500MHz, CDCl3–CD3OD (bottom); 13C NMR, JMOD, 125MHz, CDCl3–CD3OD (top)
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Spectra of compound 3a, 1H–1H 2D NMR, COSY, 500MHz, CDCl3–CD3OD
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Spectra of compound 3a, 1H–13C 2D NMR, HSQC, 500MHz, CDCl3–CD3OD
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Spectra of compound 3a, 1H–13C 2D NMR, HMBC, 500MHz, CDCl3–CD3OD
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Spectrum of Compound 4a, 1H NMR, 400MHz, CDCl3
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Spectrum of Compound 4a, 13C NMR, JMOD, 100MHz, CDCl3
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High resolution mass spectrum of compound 4a, Tsource=<50°C, Tprobe=260°C
[image: ]
Calculated		m/z=550.3765 (C34H50O4N2) +∙
Found			m/z= 550.3764

Spectrum of Compound 4a, 1H NMR, 500MHz, CDCl3
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Spectrum of Compound 4a, 13C NMR, JMOD and BB, 125MHz, CDCl3
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Spectra of compound 4a, 1H–1H 2D NMR, COSY, 500MHz, CDCl3–CD3OD
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Spectra of compound 4a, 1H–13C 2D NMR, HSQC, 500MHz, CDCl3–CD3OD
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Spectra of compound 4a, 1H–13C 2D NMR, HMBC, 500MHz, CDCl3–CD3OD
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Spectrum of Compound 5a, 1H NMR, 400MHz, CDCl3
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Spectrum of Compound 5a, 13C NMR, JMOD, 100MHz, CDCl3
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High resolution mass spectrum of compound 5a, Tsource=70°C, without heating the probe
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Calculated		m/z= 508.3660 (C32H48O3N2)+
Found			m/z= 508.3651

Spectrum of Compound 5a, 1H NMR, 500MHz, CDCl3
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Spectrum of Compound 5a, 13C NMR, JMOD and BB, 125MHz, CDCl3
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Spectra of compound 5a, 1H–1H 2D NMR, COSY, 500MHz, CDCl3–CD3OD
[image: ]

Spectra of compound 5a, 1H–13C 2D NMR, HSQC, 500MHz, CDCl3–CD3OD
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Spectra of compound 5a, 1H–13C 2D NMR, HMBC, 500MHz, CDCl3–CD3OD
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Spectrum of Compound 3b, 1H NMR, 400MHz, CDCl3
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Spectrum of Compound 3b, 13C NMR, JMOD, 100MHz, CDCl3
[image: ]
High resolution mass spectrum of compound 3b, Tsource=90°C, Tprobe=230°C
[image: ]
Calculated		m/z=582.4027 (C35H54O5N2)+
Found			m/z=582.4026 

Spectrum of Compound 4b, 1H NMR, 400MHz, CDCl3
[image: ]

Spectrum of Compound 4b 13C NMR, JMOD, 100MHz, CDCl3
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High resolution mass spectrum of compound 4b, Tsource=110°C, Tprobe=200°C
[image: ]
Calculated		m/z= 564.3922 (C35H52O4N2)+
Found			m/z= 564.3919

Spectrum of Compound 5b, 1H NMR, 400MHz, CDCl3
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Spectrum of Compound 5b 13C NMR, JMOD, 125MHz, CDCl3
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High resolution mass spectrum of compound 5b, Tsource=85°C, Tprobe=310°C
[image: ]
Calculated		m/z=522.3816 (C33H50O3N2)+
Found			m/z=522.3820

Spectrum of Compound 3c, 1H NMR, 300MHz, CDCl3
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Spectrum of Compound 3c 13C NMR, JMOD, 75MHz, CDCl3
[image: ]

High resolution mass spectrum of compound 3c, Tsource=95°C, Tprobe=280°C
[image: ]
Calculated		m/z=596.4184 (C36H56O5N2)+
Found			m/z=596.4178  

Spectrum of Compound 4c, 1H NMR, 400MHz, CDCl3
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Spectrum of Compound 4c 13C NMR, BB, 125MHz, CDCl3
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High resolution mass spectrum of compound 4c, Tsource=90°C, Tprobe=250°C
[image: ]
Calculated		m/z= 578.4078 (C36H54O4N2)+
Found			m/z= 578.4073

Spectrum of Compound 5c, 1H NMR, 500MHz, CDCl3
[image: ]

Spectrum of Compound 5c 13C NMR, JMOD, 125MHz, CDCl3
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High resolution mass spectrum of compound 5c, Tsource=90°C, Tprobe=250°C
[image: ]
Calculated		m/z=536.3973 (C34H52O3N2) +∙
Found			m/z= 536.3975 

Spectrum of Compound 3d, 1H NMR, 500MHz, CDCl3
[image: ]

Spectrum of Compound 3d 13C NMR, JMOD, 125MHz, CDCl3
[image: ]

High resolution mass spectrum of compound 3d, Tsource=85°C, Tprobe=250°C
[image: ]
Calculated		m/z= 610.4340 (C37H58O5N2)+
Found			m/z= 610.4346 

Spectrum of Compound 4d, 1H NMR, 400MHz, CDCl3
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Spectrum of Compound 4d 13C NMR, BB, 125MHz, CDCl3
[image: ]

High resolution mass spectrum of compound 4d, Tsource=90°C, Tprobe=230°C
[image: ]
Calculated		m/z=592.4235 (C37H56O4N2) +∙
Found			m/z=592.4243 

Spectrum of Compound 5d, 1H NMR, 400MHz, CDCl3
[image: ]
Spectrum of Compound 5d 13C NMR, JMOD, 100MHz, CDCl3
[image: ]

High resolution mass spectrum of compound 5d, Tsource=95°C, Tprobe=250°C
[image: ]
Calculated		m/z=550.4129 (C35H54O3N2)+
Found			m/z=550.4132

Spectrum of Compound 3e, 1H NMR, 500MHz, CDCl3
[image: ]
Spectrum of Compound 3e 13C NMR, JMOD, 125MHz, CDCl3
[image: ]
High resolution mass spectrum of compound 3e, Tsource=65°C, Tprobe=250°C
[image: ]
Calculated		m/z=630.4027 (C39H54O5N2)+
Found			m/z=630.4021 

Spectrum of Compound 4e, 1H NMR, 400MHz, CDCl3
[image: ]
Spectrum of Compound 4e 13C NMR, JMOD, 100MHz, CDCl3
[image: ]
High resolution mass spectrum of compound 4e, Tsource=60°C, Tprobe=250°C
[image: ]
Calculated		m/z=612.3922 (C39H52O4N2) +∙
Found			m/z=612.3929

Spectrum of Compound 5e, 1H NMR, 400MHz, CDCl3
[image: ]
Spectrum of Compound 5e 13C NMR, JMOD, 125MHz, CDCl3
[image: ]
High resolution mass spectrum of compound 5e, Tsource=55°C, Tprobe=300°C
[image: ]
Calculated		m/z= 570.3816 (C37H50O3N2) +∙
Found			m/z= 570.3814


Spectrum of Compound 3f, 1H NMR, 400MHz, CDCl3
[image: ]
Spectrum of Compound 3f 13C NMR, JMOD, 100MHz, CDCl3
[image: ]
High resolution mass spectrum of compound 3f, Tsource=85°C, Tprobe=300°C
[image: ]
Calculated		m/z= 631.3980 (C38H53O5N3) +∙
Found			m/z= 631.3975

Spectrum of Compound 4f, 1H NMR, 400MHz, CDCl3
[image: ]
Spectrum of Compound 4f 13C NMR, JMOD, 100MHz, CDCl3
[image: ]
High resolution mass spectrum of compound 4f, Tsource=70°C, Tprobe=320°C
[image: ]
Calculated		m/z= 613.3874 (C38H51O4N3) +∙
Found			m/z= 613.3871


Spectrum of Compound 5f, 1H NMR, 400MHz, CDCl3
[image: ]
Spectrum of Compound 5f 13C NMR, JMOD, 100MHz, CDCl3
[image: ]
High resolution mass spectrum of compound 5f, Tsource=90°C, Tprobe=250°C
[image: ]
Calculated		m/z=571.3768 (C36H49O3N3) +∙
Found			m/z=571.3774

Spectrum of Compound 3g, 1H NMR, 500MHz, CDCl3
[image: ]
Spectrum of Compound 3g 13C NMR, JMOD, 125MHz, CDCl3
[image: ]
High resolution mass spectrum of compound 3g, Tsource=90°C, Tprobe=330°C
[image: ][image: ]
Calculated		m/z=631.3980 (C38H53O5N3) +∙
Found			m/z=613.3868
Calculated		m/z=613.3868 (C38H51O4N3) +∙ [M–H2O]+

Spectrum of Compound 4g, 1H NMR, 500MHz, CDCl3
[image: ]
Spectrum of Compound 4g 13C NMR, JMOD, 125MHz, CDCl3
[image: ]
High resolution mass spectrum of compound 4g, Tsource=100°C, Tprobe=320°C
[image: ]
Calculated		m/z= 613.3874 (C38H51O4N3) +∙
Found			m/z= 613.3866

Spectrum of Compound 5g, 1H NMR, 400MHz, CDCl3
[image: ]
Spectrum of Compound 5g 13C NMR, JMOD, 100MHz, CDCl3
[image: ]
High resolution mass spectrum of compound 5g, Tsource=90°C, Tprobe=330°C
[image: ]
Calculated		m/z=571.3768 (C36H49O3N3) +∙
Found			m/z=571.3772

Spectrum of Compound 3h, 1H NMR, 500MHz, CDCl3
[image: ]
Spectrum of Compound 3h 13C NMR, JMOD, 125MHz, CDCl3
[image: ]
High resolution mass spectrum of compound 3h, Tsource=90°C, Tprobe=280°C
[image: ]
Calculated		m/z=631.3980 (C38H53O5N3) +∙
Found			m/z=613.3870 [M-H2O]+

Spectrum of Compound 4h, 1H NMR, 500MHz, CDCl3
[image: ]
Spectrum of Compound 4h 13C NMR, JMOD, 125MHz, CDCl3
[image: ]
High resolution mass spectrum of compound 4h, Tsource=85°C, Tprobe=280°C
[image: ]
Calculated		m/z= 613.3874 (C38H51O4N3) +∙
Found			m/z= 613.3871 

Spectrum of Compound 5h, 1H NMR, 400MHz, CDCl3
[image: ]
Spectrum of Compound 5h 13C NMR, JMOD, 100MHz, CDCl3
[image: ]
High resolution mass spectrum of compound 5h, Tsource=65°C, Tprobe=320°C
[image: ]
Calculated		m/z= 571.3768 (C36H49O3N3)+
Found			m/z= 571.3762
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PI-380_180126155331 #7RT:0.41AV:1NL:1.26E6
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PI-382cr2 #17RT:1.09AV:1NL:1.05E6
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 PI-383   #5RT:0.27AV:1NL:1.13E6

T:+ c EI Full ms [ 32.50-540.50]
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PI-375 #344RT:3.65AV:1NL:3.14E6

T:+ c EI Full ms [ 32.50-600.50]
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PI_377  #4RT:0.26AV:1NL:2.88E7

T:+ c EI Full ms [ 14.50-600.50]

50 100 150 200 250 300 350 400 450 500 550 600

m/z

0

5

10

15

20

25

30

35

40

45

50

55

60

65

70

75

80

85

90

95

100

Relative Abundance

355.3

564.5

42.9

135.0

175.1

565.5

314.2

549.5

121.1

17.9

69.0

95.0

159.1

286.2

55.0

189.1

353.2

489.4 357.3 215.1 271.2

504.5

41.0

466.4

299.2

231.1

257.2

316.2

385.3

521.5

449.4

578.6

435.3


image30.emf
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

0.67 0.69 0.73 0.78 0.98 1.09 1.11 1.27 1.29 1.30 1.32 1.37 2.13 2.32 2.70 2.72 2.73 2.75 2.76 2.77 2.78 2.79 2.79 3.18 3.19 3.20 3.21 3.22 5.67

7.37 5.33 6.05 9.69 6.07 5.69 1.98 3.98 1.01 3.01 1.00 0.93

0.8 0.9 1.0 1.1 1.2 1.3 1.4 1.5 1.6 1.7 1.8 1.9 2.0 2.1 2.2 2.3 2.4 2.5 2.6 2.7 2.8 2.9 3.0 3.1 3.2 ppm

0.67 0.69 0.73 0.78 0.98 1.09 1.11 1.27 1.29 1.30 1.32 1.37 2.13 2.32 2.70 2.72 2.73 2.75 2.76 2.77 2.78 2.79 2.79 3.18 3.19 3.20 3.21 3.22

7.37 5.33 6.05 9.69 6.07 5.69 1.98 3.98 1.01 3.01 1.00

HO

O

O

N

N

1

2

3

5

6

7

8

9

10

11

12

13

14

15

16

17

18

19

20

21

22

23

24

25

26

27

28

29

1'

2'

3'

4'

1''

5'

2''

4


image31.emf
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm

11.20 15.46 16.23 17.40 18.57 19.72 23.38 26.35 27.23 28.00 28.21 29.94 31.72 31.86 32.69 37.03 38.37 39.03 41.61 43.09 45.30 47.38 54.88 61.74 78.66

128.72 168.24 171.44 183.33 199.86

15 20 25 30 35 40 45 ppm

11.20 15.46 16.23 17.40 18.57 19.72 23.38 26.35 27.23 28.00 28.21 29.94 31.72 31.86 32.69 37.03 38.37 39.03 41.61 43.09 45.30

HO

O

O

N

N

1

2

3

5

6

7

8

9

10

11

12

13

14

15

16

17

18

19

20

21

22

23

24

25

26

27

28

29

1'

2'

3'

4'

1''

5'

2''

4


image32.emf
PI-379    #3RT:0.13AV:1NL:1.53E7

T:+ c EI Full ms [ 32.50-550.50]

50 100 150 200 250 300 350 400 450 500 550

m/z

0

5

10

15

20

25

30

35

40

45

50

55

60

65

70

75

80

85

90

95

100

Relative Abundance

355.3

522.5

356.3

507.5

314.2

135.0

524.5

175.1

353.2

121.1

286.2

95.0

357.3

159.1

189.1

489.4

215.1

424.4

271.2 69.0 43.0

381.3

341.2 525.5

241.1

479.4

452.4

422.4


image33.emf
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

0.77 0.84 1.08 1.11 1.17 1.18 1.19 1.20 1.21 1.33 2.01 2.31 2.57 2.60 2.62 2.64 2.67 2.72 2.76 4.44 4.46 4.48 4.50 4.65 5.58 7.24

10.30

8.68

10.02

7.78 4.63 0.76 0.80 4.83 0.62 0.80 0.54 0.56 0.51 1.16 0.72

0.8 0.9 1.0 1.1 1.2 1.3 1.4 1.5 1.6 1.7 1.8 1.9 2.0 2.1 2.2 2.3 2.4 2.5 2.6 2.7 2.8

ppm

0.77 0.84 1.08 1.11 1.17 1.18 1.19 1.20 1.21 1.33 2.01 2.31 2.57 2.60 2.62 2.64 2.67 2.72 2.76

10.30 8.68 10.02 7.78 4.63 0.76 0.80 4.83 0.62 0.80 0.54 0.56

1

2

3

5

6

7

8

9

10

11

12

13

14

15

16

17

18

19

20

21

22

23

24

25

26

27

28

29

30

31

32

O

O

O O

N

NH

2

O

1'

2'

3'

4'

1''

2''

3''

4


image34.emf
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10

ppm

16.23 16.50 17.19 18.50 20.01 20.06 21.17 23.15 23.38 26.21 26.30 27.87 28.06 28.66 30.70 31.24 31.78 32.51 36.76 37.30 37.85 38.61 41.37 43.04 44.02 45.22 48.20 54.82 61.58 80.43

128.18 162.44 169.45 170.89 172.74 200.02

20 25 30 35 40 45

ppm

16.23 16.50 17.19 18.50 20.01 20.06 21.17 23.15 23.38 26.21 26.30 27.87 28.06 28.66 30.70 31.24 31.78 32.51 36.76 37.30 37.85 38.61 41.37 43.04 44.02 45.22

1

2

3

5

6

7

8

9

10

11

12

13

14

15

16

17

18

19

20

21

22

23

24

25

26

27

28

29

30

31

32

O

O

O O

N

NH

2

O

1'

2'

3'

4'

1''

2''

3''

4


image35.emf
PI-374 #18RT:1.17AV:1NL:1.35E6

T:+ c EI Full ms [ 32.50-630.50]
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PI-376cr2_ #16RT:1.03AV:1NL:2.60E7

T:+ c EI Full ms [ 32.50-600.50]
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PI_378cr2 #5RT:0.34AV:1NL:1.29E7

T:+ c EI Full ms [ 14.50-580.50]
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sg-623 #40RT:3.37AV:1NL:2.22E6

T:+ c EI Full ms [ 14.50-640.50]
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SG-624_180302111601 #9RT:0.69AV:1NL:1.29E6

T:+ c EI Full ms [ 14.50-620.50]
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SG-625 #37RT:2.40AV:1NL:3.13E7

T:+ c EI Full ms [ 32.50-580.50]
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SG-610_  #12RT:0.77AV:1NL:3.27E6

T:+ c EI Full ms [ 32.50-650.50]
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SG-611  #1RT:0.00AV:1NL:3.47E6

T:+ c EI Full ms [ 32.50-650.50]
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sg-673   #3RT:0.17AV:1NL:5.71E6

T:+ c EI Full ms [ 14.50-600.50]
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SG-612 #14RT:0.91AV:1NL:1.13E7

T:+ c EI Full ms [ 32.50-680.50]
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sg-617   #9RT:0.56AV:1NL:9.19E7

T:+ c EI Full ms [ 32.50-650.50]
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SG-626 #50RT:3.31AV:1NL:1.38E7

T:+ c EI Full ms [ 32.50-600.50]
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SG-670_  #21RT:1.38AV:1NL:1.06E7

T:+ c EI Full ms [ 32.50-650.50]
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SG-670_  #35RT:2.35AV:1NL:1.63E6

T:+ c EI Full ms [ 32.50-650.50]
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SG-671  #5RT:0.28AV:1NL:4.94E7

T:+ c EI Full ms [ 32.50-640.50]
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SG-672  #6RT:0.34AV:1NL:1.02E7

T:+ c EI Full ms [ 32.50-600.50]
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PO-23_ #28RT:1.88AV:1NL:4.39E6

T:+ c EI Full ms [ 32.50-660.50]
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SG-608_609 #15RT:0.97AV:1NL:6.30E6

T:+ c EI Full ms [ 32.50-650.50]
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