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1. Purity of the target compounds 4a-4i and 7a-7i

Instrumental equipment and conditions: An Agilent 1260 HPLC (Waldbronn,
Germany) with diode array detection (DAD) was employed for chromatographic
analyses. The column employed was an Agilent Eclipse Plus C18 (250 x 4.6 mm,
5 um). The mobile phase used methanol and water (85:15 v/v) with a flow rate of
1.0 mLmin!, and the column temperature was held at 25 °C. The injection volume
was set at 10 uLL with detection wavelength of 283 nm.

Table S1. Purity of the target compounds 4a-4i and 7a-7i

Compounds tr (min) Purity (%)
4a 14.214 96.45
4b 14.364 98.72
4c 9.369 99.45
4d 18.244 99.68
4e 14.272 98.69
4f 10.649 99.70
4g 12.303 98.20
4h 15.154 97.52
4i 14.220 97.60
7a 12.713 99.59
7b 12.669 99.20
Tc 16.682 99.86
7d 16.266 97.57
Te 14.819 98.71
7f 12.499 99.35
7g 10.980 98.97
7h 13.250 99.07
7i 15.614 99.84

2. NMR data of the target compounds 4a-4i and 7a-7i
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3. HRMS data of the target compounds 4a-4i and 7a-7i

HRMS (ESI): m/z calcd for C43HgN,O4 [M+H]T669.4631, found 669.4654

1004 569.4850 6.00e5

670 4588

6714702

21



HRMS (ESI): m/z calcd for C43HgFN,O4 [M+H]" 687.4537, found 687.4558

22

LtJ-24-1201 6 {0.068) Cm (1:15) 1: TOF MS ES+
100 688.1615 12506
=]
674558
688.4587
L T T miz
87 588 60y
HRMS (ESI): m/z calcd for C43HeoCIN,O4 [M+H]" 703.4242, found 703.4258
00 7034259 23865
|
7044295
705,
kS 707 1485
2 o mnam
L T T T T iz
oz 03 04 05 705 7 [ 709



HRMS (ESI): m/z calcd for C44HesN,O4 [M+H] 683.4788, found 683.4810.

Li-29-1201 6 (0.083) Cm (1:10) Ms
e GE34810 4
i
944841
6542053
68!
£86.2013
66
o T
663 684 [
HRMS (ESI): m/z calcd for C44HgoF3N,O4 [M+H]* 737.4505, found 737.4526
Li-23-1201 6 (0.003) ©m (1:13) 1: TOF MS ES+
100+ T37.4526 1266
|
384526
739.481
o T T T T T T T T T miz
733 TH 36 37 738 739 740 il 74z

23
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OCHs

HRMS (ESI): m/z caled for C44HgsN,Os [M+H]* 699.4737, found 699.4765

LKJ-28-1201 6 (0.063) Cm [1:15)

TOF MS ES
1004 4994765 6558
|
* T T T T T miz
696 639 700 01 02
HsCO
OCH,
S OCHj3
0]
HRMS (ESI): m/z caled for C46He7N,O7 [M+H]" 759.4948, found 759.4978
LiJ-26-1201 € {0.088) Cm (1:16) 1: TOF MS ES+
100+ 764978 8
=
7814001
0 T ‘ miz
7 758 759 760 761 62

24



HRMS (ESI): m/z caled for C4qHgsNoO4 [M+H]* 683.4788, found 683.4813

K-31-1201 6 {0.088) Cm (1:13) 1: TOF MS ES+
00 6834813 51166
=]
684 4541
685 4336
o T miz
[ 6Tt 617 3 9 a0 581 682 6 60 3 35 a7 88 689

HRMS (ESI): m/z caled for C43He3sN,O4 [M+H]"671.4788, found 671.4811

LXJ-30-1201 6 (0.068) Cm (2:15) 1: TOF MS ES+
oo 574481 13685

5672.4641

T T T T
B0 &1 &2 673 674 &i5 676

25



HRMS (ESI): m/z caled for C4;HsoN,O4 [M+H]" 643.4475, found 643.4500

LXJ-32-1201 6 (0.053) Cm (1:12)

100+ 642.4500

B4 2570

LJ-34-1201 6 (0.068) Cm (1.19)

100+ £61.4402
|
6624433
8534485
[

HRMS (ESI): m/z caled for C4;HsgFN,O4 [M+H]* 661.4381, found 661.4402

T T T T T T T T T T T T T T T T T T T
646 &7 648 649 650 651 652 653 654 655 656 657 G658 669 660 661 662 663 664 655 656 87 668 663 6T0  &T1 L1¢



Cl

HRMS (ESI): m/z calcd for C4;HssCIN,O4 [M+H]" 677.4085, found 677.4112

37-1201 6 {0.083) Cm (3:12) 1 TOF MS B+

1004 §77.4m2

=
8734142
879.4104
6804118
0 T T
674 &7 76 678 6T 660 a1 82 683 684 6!
CHs
HN X
o)
HRMS (ESI): m/z caled for C4oHgiN,O4 [M+H]* 657.4631, found 657.4657
L6-39-1201 6 (0.068) Cm (Z17) 1: TOF MS ES+
100+ 857.46587 1.73
7
G58.4680
OG.A L1 6 & a [‘9 660 661 662 63 4 65! 666 GE? 660 668 0 e

27



CF,

HRMS (ESI): m/z caled for C4pHsgF3N,O, [M+H]* 711.4349, found 711.4374

Li-33-1201 6 {0.068) ©m (1:15) 1: TOF MS ES+
1004 7122368 5.06e5
7132377
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7142338
#
Az 7152314
7162264
o T T T T T T . T T T mz
710 T 712 3 Ti4 15 716 mr 18 18 720

HRMS (ESI): m/z caled for C4oHgN2Os [M+H]* 673.4580, found 673.4603

LJJ-38-1201 6 {0.089) Cm {1:12) 1. TOF MS ES+
e 734602 8.1305
|
6744830
0

T T T T T T T T T T T T — —T—T T — — — T T 7 miz
652 653 654 655 656 657 658 659 660 661 662 Gb3 664 665 666 G667 668 G663 670 671 672 673 674 G/5 676 67 678 G679 680 661 682 6B3 GO4 GBS G696 GB7 GBO
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HRMS (ESI): m/z caled for C44HesN,O; [M+H]* 733.4792, found 733.4821

LXJ-36-1201 & (0.088) Cm (2:17)

NS
(e}
HRMS (ESI): m/z caled for C4pHgN2O4 [M+H]* 657.4631, found 657.4654

o . -
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G 618 619 650 661 G52 643 G50 G35 646 657 G 69 660 61 Ga2 64O
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HO 7i

HRMS (ESI): m/z caled for C4;HgN,O4 [M+H]* 645.4631, found 645.4659

LHJ-40-1201 & {0.068) Cm (2:18)
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