
0.00.51.01.52.02.53.03.54.04.55.05.56.06.57.07.5
f1 (ppm)

-100

0

100

200

300

400

500

600

700

800

900

1000

1100LBH-20
AV-400-1H 2016(Q)0411004-01

3.
09
3.
11
8.
74

0.
90

3.
17

1.
08
1.
08
1.
03

0.
99

1.
00

Electronic Supplementary Material (ESI) for Organic & Biomolecular Chemistry.
This journal is © The Royal Society of Chemistry 2016
Electronic Supplementary Material (ESI) for Organic & Biomolecular Chemistry.
This journal is © The Royal Society of Chemistry 2016

Administrator
图章

Administrator
图章



1.01.52.02.53.03.54.04.55.05.56.06.57.07.5
f1 (ppm)

-100

0

100

200

300

400

500

600

700

800

900

1000

1100

1200

1300

LBH-42
AV-400-1H 2016(Q)0425002-01

9.
48
3.
05

2.
98

3.
00

0.
99

0.
80

1.
43
1.
51
1.
53

2.
60

3.
89

4.
93

5.
24

Administrator
图章



-100102030405060708090100110120130140150160170180190200210220
f1 (ppm)

-500

0

500

1000

1500

2000

2500

3000

3500

4000

4500

5000

5500

6000

6500

7000

7500

LBH-42 13CNMR

11
.6
9

19
.8
6

28
.0
4

44
.3
7

51
.6
5

79
.7
0

12
7.
00

15
4.
68

15
6.
20

16
2.
35

16
2.
80



0.00.51.01.52.02.53.03.54.04.55.05.56.06.57.07.58.0
f1 (ppm)

0

50

100

150

200

250

300

350

400

450

LBH-09
AV-400-1H 2016(Q)0331001-02

3.
00
8.
90

0.
91

1.
02
1.
07

3.
00

1.
11
1.
07
1.
07

1.
01

1.
07

2.
96
1.
97

Administrator
图章

Administrator
图章



0.00.51.01.52.02.53.03.54.04.55.05.56.06.57.07.5
f1 (ppm)

-50

0

50

100

150

200

250

300

350

400

450

500

550

600

650

700

LBH-37
AV-400-1H 2016(Q)0421001-01

9.
73

2.
99

2.
12

3.
00

1.
87

2.
07
3.
00

1.
41

2.
58

3.
19
3.
22
3.
23
3.
25
3.
27

3.
93

5.
18

7.
06
7.
08
7.
23
7.
26
7.
27
7.
28

Administrator
图章



0102030405060708090100110120130140150160170180
f1 (ppm)

0

5000

10000

15000

20000

25000

30000

35000

40000
LBH-37  13CNMR

11
.7
2

28
.0
5

40
.1
7

49
.7
8

51
.7
6

79
.8
3

10
9.
17

12
0.
09

12
6.
78

12
8.
32

12
9.
11

13
5.
69

15
4.
69

15
6.
18

16
1.
58

16
2.
39



0.00.51.01.52.02.53.03.54.04.55.05.56.06.57.07.5
f1 (ppm)

-100

0

100

200

300

400

500

600

700

800

900

1000

1100

1200

1300

LBH-59

9.
14

3.
00

2.
08

2.
18
3.
35

0.
98

1.
09

0.
98
2.
01
3.
16

1.
43

2.
54
3.
19
3.
21
3.
22
3.
24
3.
26

3.
74
3.
75
3.
77
3.
79
3.
80
3.
88

5.
14
5.
42
5.
44
5.
46
5.
48

6.
81
7.
01
7.
03
7.
19
7.
21
7.
23
7.
24
7.
26

Administrator
图章



102030405060708090100110120130140150160170
f1 (ppm)

-2000

0

2000

4000

6000

8000

10000

12000

14000

16000

18000

20000

22000

24000

LBH-59

11
.8
7

28
.2
3

28
.3
0

39
.8
3

42
.2
2

44
.7
5

48
.3
4

51
.9
2

66
.2
8

66
.6
7

12
7.
10

12
7.
35

12
8.
56

12
9.
14

13
5.
43

15
6.
43

16
1.
16

16
2.
43

16
9.
00

Administrator
图章



1.52.02.53.03.54.04.55.05.56.06.57.07.5
f1 (ppm)

-100

0

100

200

300

400

500

600

700

800

900

1000

1100

1200

1300

1400

1500

1600

1700

2016(Q)0708006-01
AV-400-1H 2016(Q)0708006-01

9.
80

2.
98

2.
87
2.
74

2.
37

1.
96
3.
00

2.
29

2.
32
3.
20

1.
11

1.
41

2.
55
2.
59
3.
14
3.
16
3.
18
3.
20
3.
22

3.
77
3.
79
3.
80
3.
87

5.
34
5.
36
5.
38
5.
40
5.
41

7.
01
7.
02
7.
03
7.
20
7.
22
7.
24
7.
26
7.
48
7.
50

Administrator
图章



0102030405060708090100110120130140150160170180
f1 (ppm)

-500

0

500

1000

1500

2000

2500

3000

3500

4000

4500

5000

5500

6000

6500

7000

7500

80002016(Q)0509001-01
AV-100-13C 2016(Q)0509001-01

1.
00

11
.3
5

11
.8
0

19
.2
7

28
.0
7

29
.4
2

38
.9
8

39
.1
7

42
.3
8

42
.4
3

43
.8
9

48
.1
3

48
.3
4

51
.6
6

79
.7
5

12
6.
77

12
7.
11

12
8.
29

12
8.
60

12
8.
95

13
0.
69

15
3.
71

15
5.
84

15
6.
30

15
9.
92

16
0.
06

16
0.
89

16
0.
97

16
2.
32

16
2.
56

16
9.
30

Administrator
图章



0.00.51.01.52.02.53.03.54.04.55.05.56.06.57.07.5
f1 (ppm)

-100

0

100

200

300

400

500

600

700

800

900

1000

1100

1200

LBH-49
AV-400-1H 2016(Q)0427004-01

3.
17
1.
04

1.
23
2.
37

1.
86
3.
07

1.
25
0.
98

2.
22

0.
93

3.
67
5.
18

1.
92
1.
94
1.
95
2.
18
2.
19
2.
90
2.
94
2.
96
2.
98
2.
99
3.
09
3.
11
3.
13
3.
15
3.
16
3.
18
3.
20
3.
22
3.
23
3.
54
3.
57
3.
59
3.
64
3.
67
3.
77
4.
51
4.
52
4.
53
4.
70
4.
72
4.
74
4.
76
5.
06
5.
08
5.
11
5.
53
5.
55
7.
24
7.
25
7.
27
7.
28
7.
29
7.
31
7.
33
7.
34
7.
36

Administrator
图章



0.00.51.01.52.02.53.03.54.04.55.05.56.06.57.07.5
f1 (ppm)

-50

0

50

100

150

200

250

300

350

400

450

500

550

600

650

700

750

800
2016(Q)0331001-01
AV-400-1H 2016(Q)0331001-01

3.
67
3.
18
1.
24
9.
67
1.
17
1.
04

3.
36
1.
25
1.
28
1.
21

1.
12

1.
09

1.
00

0.
82
0.
83
0.
85
0.
89
0.
90
1.
07
1.
08
1.
09
1.
09
1.
11
1.
35
1.
48
1.
49
1.
50
1.
51
1.
74
1.
76

3.
69
3.
81
3.
82
3.
87
3.
88
3.
90
3.
96
3.
98
4.
00

4.
61
4.
62
4.
63

5.
48
5.
50

7.
33
7.
35

Administrator
图章



0.00.51.01.52.02.53.03.54.04.55.05.56.06.57.07.58.08.5
f1 (ppm)

-50

0

50

100

150

200

250

300

350

400

450

500

550

600

650

700

LBH-21
AV-400-1H 2016(Q)0412002-01

3.
01
3.
13
1.
08
9.
45
0.
90

1.
08

3.
09

1.
06

0.
92

1.
00

0.
85
0.
86
0.
88
0.
90
0.
92
1.
15
1.
17
1.
18
1.
42
1.
44

1.
94

3.
91

4.
83
4.
86
4.
87
5.
28
5.
30

7.
26

8.
17

Administrator
图章



0102030405060708090100110120130140150160170
f1 (ppm)

-2000

-1000

0

1000

2000

3000

4000

5000

6000

7000

8000

9000

10000

11000

12000

13000

14000

15000

16000

17000

18000

19000

20000

21000

22000

23000
LBH-21  13CNMR

11
.0
9

14
.9
3

24
.8
3

28
.0
4

39
.2
0

51
.9
2

53
.1
4

79
.7
1

13
2.
94

14
3.
61

15
5.
02

16
1.
33

16
4.
89

Administrator
图章



0.00.51.01.52.02.53.03.54.04.55.05.56.06.57.07.58.08.5
f1 (ppm)

-100

-50

0

50

100

150

200

250

300

350

400

450

500

550

600

LBH-57
AV-400-1H 2016(Q)0504004-01

6.
74
1.
12
1.
30

2.
03
2.
02
1.
09

1.
05
1.
31
1.
07

1.
27

3.
00

1.
07
0.
99
1.
98
1.
32

0.
91

4.
02
6.
19
1.
30

1.
08

0.
89
0.
91
0.
92
0.
94
1.
19
1.
20
1.
23
1.
48
1.
50
1.
88
1.
90
2.
01
2.
02
2.
94
2.
95
3.
03
3.
04
3.
19
3.
59
3.
61
3.
90
4.
55
4.
57
4.
71
4.
73
5.
01
5.
04
5.
06
5.
09
5.
11
5.
13
5.
15
5.
55
5.
57
7.
19
7.
21
7.
24
7.
25
7.
27
7.
28
7.
31
7.
33
7.
35
7.
40
7.
42
8.
18

Administrator
图章



0102030405060708090100110120130140150160170180
f1 (ppm)

0

1000

2000

3000

4000

5000

6000

7000

8000

9000

10000

11000
2016(Q)0504004-01
AV-100-13C 2016(Q)0504004-01

11
.2
8

14
.1
3

15
.1
6

20
.9
5

25
.1
3

27
.3
6

38
.5
5

38
.9
1

47
.4
3

52
.0
6

52
.1
1

53
.7
5

59
.9
6

60
.3
1

60
.7
7

66
.8
0

12
6.
99

12
7.
89

12
8.
03

12
8.
43

12
8.
52

12
9.
33

13
3.
22

13
5.
92

14
3.
74

15
5.
70

16
1.
50

16
4.
34

17
0.
38

17
1.
48

Administrator
图章



0.00.51.01.52.02.53.03.54.04.55.05.56.06.57.07.58.0
f1 (ppm)

0

100

200

300

400

500

600

700

800

900

1000

1100LBH-55
AV-400-1H 2016(Q)0502003-01

5.
08
3.
80

3.
05

1.
07

2.
16

1.
00

2.
00

4.
70

1.
35
1.
45
1.
88
1.
94
1.
95
1.
96
1.
97
1.
98
3.
45
3.
47
3.
49
3.
51
3.
52
3.
53
3.
55
3.
59
3.
60
3.
61

5.
08
5.
11
5.
13
5.
16
5.
20

7.
26
7.
30
7.
32
7.
33
7.
34
7.
36

Administrator
图章



0.51.01.52.02.53.03.54.04.55.05.56.06.57.07.58.0
f1 (ppm)

-50

0

50

100

150

200

250

300

350

400

450

500

550

600

650

700

750

800
2016(Q)0612001-01

6.
54

2.
09
3.
85
1.
97

0.
69
1.
28
0.
63
0.
99
0.
78
1.
73
0.
79
1.
09
0.
70

2.
01
2.
04
2.
11
2.
00

1.
45
1.
46
1.
94
1.
95
1.
96
1.
97
1.
98
2.
02
2.
03
2.
04
2.
06
2.
16
2.
20
2.
21
3.
59
3.
78
4.
13
4.
14
4.
26
4.
28
4.
30
4.
32
4.
34
4.
37
4.
39
4.
40
4.
48
4.
49
4.
58
7.
28
7.
30
7.
32
7.
33
7.
38
7.
40
7.
40
7.
41
7.
42
7.
58
7.
59
7.
61
7.
64
7.
66
7.
74
7.
76
7.
78

Administrator
图章



1.01.52.02.53.03.54.04.55.05.56.06.57.07.58.0
f1 (ppm)

-100

0

100

200

300

400

500

600

700

800

900

1000

1100

1200

1300

2016(Q)0612001-02

2.
87
6.
90

1.
57
4.
26
2.
61

0.
91
1.
45
0.
86

1.
12
1.
67
1.
81
0.
70

0.
65

2.
08
2.
00
1.
95
2.
00

1.
41
1.
43
1.
45
1.
83
1.
96
1.
97
1.
98
2.
00
2.
02
2.
04
2.
05
2.
17
2.
18
2.
20
2.
21
2.
22
3.
60
3.
60
3.
62
3.
71
3.
80
3.
82
4.
22
4.
23
4.
34
4.
36
4.
49
4.
50
4.
51
4.
52
4.
53
4.
55
4.
57
4.
70
4.
71
4.
72
5.
70
5.
72
7.
29
7.
31
7.
33
7.
34
7.
59
7.
61
7.
75
7.
77

Administrator
图章



102030405060708090100110120130140150160170180
f1 (ppm)

-500

0

500

1000

1500

2000

2500

3000

3500

4000

4500

5000

5500

6000

6500

7000

7500

8000

8500

90002016(Q)0612001-02(1)

13
.6
7

17
.8
0

24
.2
1

24
.3
2

27
.4
7

27
.6
6

28
.3
8

46
.1
4

46
.6
6

47
.8
6

57
.3
4

58
.9
0

66
.4
2

80
.6
6

11
9.
41

11
9.
48

12
4.
65

12
6.
51

12
7.
13

12
7.
22

14
0.
75

14
3.
34

14
3.
45

15
5.
15

16
9.
44

17
0.
47

17
0.
76

Administrator
图章



0.51.01.52.02.53.03.54.04.55.05.56.06.57.07.58.0
f1 (ppm)

-1000

0

1000

2000

3000

4000

5000

6000

7000

8000

9000

10000

11000

12000

13000

14000

LBH-107
AV-400-1H 2016(Q)0617004-01

1.
73
3.
46
2.
21

11
.5
1

2.
66
7.
90
9.
96
3.
00
0.
73

2.
00
1.
66
1.
90
1.
96
2.
48

1.
75
1.
15
1.
22
1.
20
1.
23
1.
19
1.
51
0.
63

0.
60

10
.8
7

2.
38
1.
79
2.
50

0.
76

0.
79
0.
81
0.
86
0.
88
0.
90
0.
91
0.
94
0.
96
0.
98
1.
26
1.
28
1.
29
1.
42
1.
44
1.
45
1.
46
1.
51
1.
53
1.
64
1.
65
1.
91
1.
94
1.
96
1.
97
1.
98
2.
00
2.
02
2.
03
2.
06
2.
08
3.
74
3.
76
4.
13
4.
15
7.
28
7.
29
7.
31
7.
33
7.
39
7.
41
7.
73
7.
75
7.
76
7.
78
8.
10
8.
13

Administrator
图章



102030405060708090100110120130140150160170
f1 (ppm)

0

5000

10000

15000

20000

25000

30000

35000

40000

LBH-107 13CNMR

11
.0
0

11
.4
7

15
.0
6

15
.5
2

18
.0
9

24
.5
5

24
.6
9

24
.8
9

25
.1
7

25
.3
4

25
.5
3

27
.9
9

28
.0
1

28
.1
3

28
.7
2

28
.8
5

37
.8
7

38
.8
9

39
.0
1

46
.5
1

46
.6
1

47
.1
0

47
.2
5

47
.3
5

47
.5
3

52
.0
7

54
.0
1

57
.8
7

58
.0
4

59
.4
2

59
.4
7

60
.1
7

67
.0
8

11
9.
85

11
9.
96

12
5.
15

12
5.
26

12
7.
06

12
7.
16

12
7.
40

12
7.
68

12
8.
59

12
8.
78

12
9.
38

12
9.
53

14
0.
99

157159161163165
f1 (ppm)

0

2000

4000

6000

8000

10000LBH-107 13CNMR

15
5.
95

15
6.
55

15
9.
79

16
3.
10

16
4.
98

Administrator
图章



1.01.52.02.53.03.54.04.55.05.56.06.57.07.58.0
f1 (ppm)

0

500

1000

1500

2000

2500

3000

3500

4000

LBH-153

8.
48

38
.4
7

8.
32
5.
97
17
.1
9

6.
98
2.
60
3.
33

1.
92
4.
65
3.
21
3.
05
5.
84
1.
36
2.
61
1.
33
1.
46
1.
63
1.
87
2.
00
3.
49

3.
22
10
.7
7

1.
15
1.
95
1.
64
1.
02
1.
56
1.
12
0.
99

0.
84
0.
86
0.
88
0.
89
0.
93
0.
94
0.
96
0.
98
1.
39
1.
42
1.
44
1.
45
1.
57
1.
60
1.
62
1.
70
1.
72
1.
74
1.
89
1.
93
1.
95
1.
97
1.
98
2.
00
2.
02
2.
04
2.
06
2.
17
2.
19
2.
20
2.
40
2.
61
3.
22
3.
77
3.
82
4.
29
4.
31
4.
32
5.
30
7.
05
7.
07
7.
24
7.
27
7.
28
7.
30
8.
09

Administrator
图章



102030405060708090100110120130140150160170
f1 (ppm)

-20000

0

20000

40000

60000

80000

100000

120000

140000

160000

180000

200000

220000

240000

260000

280000

300000

320000

340000

360000

LBH-138

11
.1
0

11
.3
7

11
.5
9

11
.6
6

14
.0
6

15
.2
1

17
.8
2

18
.0
3

19
.8
4

22
.6
3

24
.6
8

24
.7
8

24
.8
6

25
.3
1

27
.9
4

28
.0
7

28
.1
5

28
.2
3

28
.8
3

29
.2
7

29
.3
0

29
.5
6

29
.6
4

38
.6
8

39
.5
6

42
.5
7

46
.3
8

46
.5
9

47
.2
1

47
.5
4

48
.3
9

51
.4
6

51
.9
8

57
.8
4

59
.3
9

59
.8
7

12
6.
94

12
7.
04

12
7.
08

12
8.
54

12
8.
71

12
9.
20

12
9.
30

12
9.
64

13
5.
62

14
0.
96

Administrator
图章



1.01.52.02.53.03.54.04.55.05.56.06.57.07.58.08.59.09.5
f1 (ppm)

-200

0

200

400

600

800

1000

1200

1400

1600

1800

2000

2200

2400

2600

LBH-154

7.
74
4.
92
4.
65
4.
06
2.
41
1.
65
0.
84
1.
37
1.
45
1.
85
3.
10
3.
23

1.
20
1.
06
1.
18
6.
30
1.
70
1.
75

1.
00
0.
93
1.
01
0.
94
0.
93
2.
12

2.
01
2.
69
2.
88
1.
89
1.
89
0.
96
0.
91
1.
07
0.
87

0.
85

0.
88
0.
89
0.
92
0.
93
0.
94
0.
95
1.
57
1.
59
1.
66
1.
67
1.
69
1.
73
1.
74
2.
09
2.
40
2.
52
3.
32
3.
34
3.
41
3.
45
3.
48
3.
51
3.
78
3.
79
4.
61
5.
36
5.
37
7.
08
7.
10
7.
21
7.
23
7.
25
7.
28
7.
30
7.
32
7.
34
7.
42
7.
44
7.
54
7.
56
7.
71
7.
73
7.
95
8.
00
8.
02
8.
04



102030405060708090100110120130140150160170180
f1 (ppm)

-2000

0

2000

4000

6000

8000

10000

12000

14000

16000

18000

20000

22000

24000

2016(Q)0803003-01

11
.0
9

11
.6
3

11
.6
6

13
.5
4

14
.0
8

15
.6
9

18
.6
0

18
.6
4

21
.0
2

22
.1
2

24
.4
2

25
.5
1

27
.5
0

27
.9
1

29
.3
2

29
.6
7

30
.9
3

32
.2
4

32
.3
1

36
.9
3

37
.1
6

38
.8
8

42
.9
4

46
.1
6

46
.6
1

47
.1
8

47
.3
1

48
.0
3

52
.8
0

55
.3
8

58
.9
9

60
.9
2

60
.9
7

67
.3
1

12
7.
13

12
7.
61

12
8.
70

12
8.
81

12
8.
89

13
0.
18

13
6.
69

14
0.
38

16
8.
59

17
1.
11

17
1.
68

17
2.
64



Analysis Info 6/24/2016 3:08:29 PMAcquisition Date
Analysis Name D:\Data\ZHL\SCP\LBH-111-04.d

Tune_pos_Mid.mMethod RITSOperator
8282001.00129InstrumentXY-2 maXis impactSample Name

Comment

Acquisition Parameter
0.3 BarSet NebulizerIon Polarity Positive ESI Source Type
180 °CFocus Set Dry HeaterActive 

Set Dry Gas 4.0 l/minSet Capillary 3500 VScan Begin 50 m/z
-500 VSet End Plate OffsetScan End 3000 m/z Set Divert Valve Source 
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