1. The molecular docking results

Figure S1. 2D image of DNA gyrase docked with Sa

Figure S2. 2D image of DNA gyrase docked with Sb

Figure S3. 2D image of DNA gyrase docked with 7a
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Figure S4. 2D image of DNA gyrase docked with 9a

Figure S5. 2D image of DNA gyrase docked with 13a
2. Characterizations of some representative compounds

2.1. Spectra of compound 3

'H NMR spectrum (600 MHz, 25 °C, DMSO-ds)
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Meas. m/z # Ion Formula Sum Formula Adduct m/z err [ppm] mSigma # mSigma Score rdb e;¥ Conf N-Rule
298.1184 1 CLE6HLEN303 C16H15N303 M+H 298.1186 0.8 35.3 1 100.00 11.0 even ok

2.2. Spectra of compound Sa

'H NMR spectrum (600 MHz, 25 °C, DMSO-ds)
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Intens. ZCM-45.d: +MS, 0.05-0.07min #3-4
x105]
4]
4471426 H
3 o N Chemical Formula: Cp5HyoN4O3
d ) RN \ Exact Mass: 424.1535
] — +Nalt =
2 4371930 / [M+Na]* = 447.1428
. 413.2664 o NC
390.3578 4003786 473.2646
428.3347 | 463.1166 484.4725 502.3744
0 \ L 1 i | Lo, L | i 1 Ll
400 420 440 460 480 500 m/z
Meas. m/z # Ion Formula Sum Formula Adduct m/z err [ppm] mSigma # mSigma Score rdb e;¥ Conf N-Rule
447.1426 1 C25H20N4NaO3 C25H20N403 M+Na 447.1428 0.4 12.8 1 100.00 18.0 even ok
2.3. Spectra of compound 5b
1 0
H NMR spectrum (600 MHz, 25 °C, DMSO-dp)
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Meas. m/z # Ion Formula Sum Formula Adduct m/z err [ppml mSigma # mSigma Score rdb ej¥ Conf N-Rule
459.1218 1 C25H20C1N403 C25H19C1N403 M+H 459.1218 0.1 13.1 1 100.00 21.0 even ok

2.4. Spectra of compound S¢

'H NMR spectrum (600 MHz, 25 °C, DMSO-ds)
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Intens. ZCM-18.d: +MS, 0.09-0.12min #5-7
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Meas. m/z # Ion Formula Sum Formula Adduct m/z err [ppml mSigma # mSigma Score rdb e;¥ Conf N-Rule
459.1221 1 C25H20C1N403 C25H19C1N403 M+H 459.1218 -0.5 9.2 1 100.00 21.0 even ok
2.5. Spectra of compound 5d
1 0
H NMR spectrum (600 MHz, 25 °C, DMSO-dp)
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465.1334 1 C25H19FN4Na03 C25H19FN403 M+Na 465.1333 -0.0 32.1 1 100.00 18.0 even ok

2.6. Spectra of compound Se

'H NMR spectrum (600 MHz, 25 °C, DMSO-ds)
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Intens. { ZCM-20.d: +MS, 0.09-0.14min #5-8
x104
H
N
3 o) \ Br
o) / N N 5030713 505.0695
21
O NC
Chemical Formula: Cos5H1gBrN4O3
14 .
Exact Mfss. 502.0641 504.0746 506.0731
[M+H]™ = 503.0713
0 502.3748 506.6583
i
501 502 503 504 505 506 507 m/z
Meas. m/z # Ion Formula Sum Formula Adduct m/z err [ppm] mSigma # mSigma Score rdb e;j¥ Conf N-Rule
503.0713 1 C25H20BrN403 C25H1SBrN403 M+H 502.0713 0 3 100.00 20.0 even ok
2.7. Spectra of compound 5f
1 0
H NMR spectrum (600 MHz, 25 °C, DMSO-dp)
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Meas. m/z # Icon Formula Sum Formula 2Zdduct m/z err [ppm] mSigma # mSigma Score rdb e;¥ Conf N-Rule
439.1765 1 C26H22N402 C26H22N403 M+H 439.1765 0.0 15.4 1 100.00 18.0 even ok

2.8. Spectra of compound 5g

'H NMR spectrum (600 MHz, 25 °C, DMSO-ds)
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Intens, ZOM-22.d: +MS, 0.10-0.14min #5-8
x10%
1.25
H CHs
N .
1.00 4394765 o Chemical Formula: CogHpoN4O3
0.754 o / N N Exact Mass: 438.1692
j— — [M+H]* = 439.1765
0.50 NC
0.35 440.1797
| 441.1825
0.00 | | 4403698 1
438 439 440 441 442 443 m/z
Meas. m/z # Icn Formula Sum Formula Adduct m/z err [ppm] mSigma # mSigma Score xdb e;¥ Conf N-Rule
435.1766 1 C26H23N403 C2EHZZNAO3 M+H 435.1765 -0.4 15.0 100.00 18.0 even ok
2.9. Spectra of compound 7a
1 0
H NMR spectrum (600 MHz, 25 °C, DMSO-dp)
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Im.ens.i CH ZCM-24.d: +MS, 0.07-0.10min #4-6
x104 3
1.5 481,2232
[ .
| o N Chemical Formula: CygHogN4O4
10] | g NN \ Exact Mass: 480.2161
| 7N \— [M+H]* = 481.2234
0.5 || (o) NC 482.2261
|
|
0.0 T T T T ; ‘ 51,3841 T T ‘I T T 4833285
479.5 480.0 480.5 481.0 481.5 482.0 482.5 483.0 m/z
Meas. m/z # Ion Formula Sum Formula Adduct m/z err [ppm] mSigma # mSigma Score rdb e;¥ Conf N-Rule
481.2232 1 C29H29N402 C29H28N403 M+H 481.2234 0.4 5.5 1 100.00 1B.0 even ck
2.11. Spectra of compound 7¢
1 0
H NMR spectrum (600 MHz, 25 °C, DMSO-dp)
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(CHz)sCH3
/o N
20 0 / N N \ 509.2547
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1.5 o) =S
‘ NC
1.0 Chemical Formula: C31H3,N4O3
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503.3762 [M+H]+ =509.2547 511.2825
0.0 i 504.3745 506,450 508.2501 | i | 5145107 516.3867
502 504 506 508 510 512 514 516 iz
Meas. m/z # Ion Formula Sum Formula Adduct m/z err [ppm] mSigma # mSigma Score 1rdb ;¥ Conf N-Rule
509.2547 1 C31H33N403 C31H32N403 M+H 509.2547 -0.0 20.7 1 100.00 18.0 even ok

2.12. Spectra of compound 7d

'H NMR spectrum (600 MHz, 25 °C, DMSO-ds)
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Intens. | HC = ZCM-37.d: +MS, 0.1-0.2min #4-10
x104 \\\
15 N
//\ 0O \ 4634764
o / N N
1.0 — —
9] . NC
] Chemical Formula: CogH2oN403 16,3864
05 Exact Mass: 462.1692 464.1796
+H]" =
4503131 se03a18 (M*H] 463‘1765452-‘4150 4651844 ‘ fo7.8a88
0.0 A 1 Il i l
459 460 461 462 463 464 466 467 mjz
Meas. m/z # Ion Formula Sum Formula Adduct m/z err [ppm] mSigma # mSigma Score rdb ;¥ Conf N-Rule
462.1764 1 C28H23IN403 C2BH22N403 M+H 463.1765 0.2 13.0 100.00 20.0 even ok
2.13. Spectra of compound 7e
1 0
H NMR spectrum (600 MHz, 25 °C, DMSO-dp)
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HRMS spectrum
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25 “\\
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1.01
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05 |
462.4153 467.3899 468.4016
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b T T = T - T T 4 T
460 462 464 466 468 470 m/z
Meas. m/z # Ion Formula Sum Formula Adduct m/z err [ppm] mSigma # mSigma Score rdb e:;¥ Conf N-Rule
465.1923 1 C28H25N403 C2BH24N403 M+H 465.1921 -0.2 31.5 1 100.00 19.0 even ok

2.14. Spectra of compound 7f

'H NMR spectrum (600 MHz, 25 °C, DMSO-ds)
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x10

515:2055
‘ N
2 —\ 0 \
Q / N N
5125037 \— —
o NC

ZCM-39.d: +MS, 0.09-0.17min #5-10

HaC_CHs

Chemical Formula: C3pHogN4O4
Exact Mass: 492.2161
[M+Na]* = 515.2054

4 | 516.2086
513.5071 |
! 5112561 | | 514.5103 | 5172119
0 ! )
511 512 513 514 515 516 517 518 519 m/z
Meas. m/z # Ion Formula Sum Formula Adduct m/z err [ppm] mSigma # mSigma Score rdb e;¥ Conf N-Rule
515.2055 1 (C30H28N4NaO3 C20H28N4032 M+Na 515.2054 -0.2 10.39 1 100.00 19.0 even ok
2.15. Spectra of compound 9a
1 0
H NMR spectrum (600 MHz, 25 °C, DMSO-dp)
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ol

NC
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i \

Meas. m/z #
479.2077 1

2.16. Spectra of compound 9b

474
Icn Formula
C2OH2TN402

476

478

Sum Formula Adduct
C29H26N403

M+H

480 182 484 486 288 m/z

m/z err [ppm] mSigma # mSigma Score rdb e;¥ Conf N-Rule
479.2078 0.1 4.5 1 100.00 19.0 even ok

'H NMR spectrum (600 MHz, 25 °C, DMSO-ds)
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Intens, ZCM-27.d: +MS, 0.09-0.14min #5-8
x104
3
N
/\ o] \ 507.2393
Q /N N
21 / — 5125038
o NC
Chemical Formula: C31HzoN4O3
14 Exact Mass: 506.2318 508.2424
5023741 [M+H]" = 507.2391 513.5069
500.3928 503.3767 506.4440 509.2449 510.4134 514.5101 516.3871
0 I L : 1 1 d i PR I
500 502 504 506 508 510 512 514 516 m/z
Meas. m/z # Ion Formula Sum Formula Adduct m/z err [ppm] mSigma # mSigma Score =rdb e;¥ Conf N-Rule
507.2293 1 C31H31N403 C21H30N402 M+H 507.2391 -0.4 7.8 1 100.00 19.0 even ok
2.17. Spectra of compound 9¢
1 0
H NMR spectrum (600 MHz, 25 °C, DMSO-dp)
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13C NMR spectrum (151 MHz, 25 °C, DMSO-ds)
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Intens. ZCM-28.d: +MS, 0.1-0.2min #4-10
x10%
0.8
o N 5212547
/N
0.6 o] p N N \
/ —
523.1817
o4 0 NC 522.2572
5163871 Chemical Formula: C3;H35N403 |
0.2 .
517380  ExactMass: 520.2474 524.1849
+
0.0 _IM+HJ" = 521.2547 1 ) ‘ 254103 | “
518 520 522 524 526 528 m/z
Meas. m/z # Icn Formula Sum Formula Adduct m/z err [ppm] mSigma # mSigma Score 1rdb ei¥ Conf WN-Rule
521.2547 1 C32H33IN402 C32H3ZN403 M+H 521.2547 -0.0 24.1 100.00 18.0 even ck

2.18. Spectra of compound 11a

'H NMR spectrum (600 MHz, 25 °C, DMSO-ds)
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ZCM-29.d: +MS, 0.09-0.16min #5-9
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Exact Mass: 532.1911
[M+H]" = 533.1983

538.4315)
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2.19. Spectra of compound 11b

"H NMR spectrum (600 MHz, 25 °C, DMSO-dy)
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Intens. | Cl ZCM-30.d: +MS, 0.10-0.19min #6-11

6000 5491686 N Chemical Formula: C3yH»5CIN4O3
\ 0 1 Exact Mass: 548.1615
4000 o} / N N [M+H]" = 549.1688
/ —
[¢] NC

2000 550.1724 551.1669

552.1696

546.4008
545.:204 ] 547.n1081 550.4743 1

545 546 547 548 549 550 551 552 553 554 m/z

Meas. m/z # Ion Formula Sum Formula Adduct m/z err [ppm] mSigma # mSigma Score 1rdb ej¥ Conf N-Rule
549.1686 1 (C32H26C1IN403 C32H25CIN403 M+H 549.1688 0.3 29.9 1 100.00 25.0 even ok

2.20. Spectra of compound 11¢

'H NMR spectrum (600 MHz, 25 °C, DMSO-ds)
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ZCM-31.d: +MS, 0.03-0.17min #5-10

Intens.
10
1.25
F N Chemical Formula: C3oHosFN4O3 5331983
1.00
/\ 0 \ Exact Mass: 532.1911
0751 Q. )=N N [M+H]* = 533.1983
/ —
0.50
o) NC 530.4057 ‘ 534.2013
0.25
531.4079
528.4985 535.2042
0.001 B 5295025 | il L . | . i ‘ i
526 528 530 532 534 536 538 m/z
Meas. m/z # Ion Formula Sum Formula Adduct m/z err [ppm] mSigma # mSigma Score rdb e;¥ Conf N-Rule
533.1983 1 C32H26FN403  C32H25FN403  M+H 533.1983 0.1 24.3 1 100.00 22.0 even ok
2.21. Spectra of compound 11d
1 0
H NMR spectrum (600 MHz, 25 °C, DMSO-dp)
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1.00 Cl Chemical Formula: Ca,HpsCIN,O3
0751 7\ 0 A Exact Mflss. 548.1615
Q / N N [M+H]" = 549.1688
0509 — 550.1719
lo} NC . 551.1672
0.25
543.2252 552.1682
0.00 544.2277 545.2227 547.1078 550.6282
544 546 548 550 552 554 m/z
Meas. m/z # Ion Formula Sum Formula Adduct m/z err [ppm] mSigma # mSigma Score rdb e;¥ Conf N-Rule
549.1687 1 C32H26C1N403 C32H25C1N403 M+H 549.1688 0.2 20.3 1 100.00 25.0 even ok

2.22. Spectra of compound 11e

'H NMR spectrum (600 MHz, 25 °C, DMSO-ds)
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Intens. = 2CM-33.d: +MS, 0.05-0.14min #3-8
x104
1.25
5331983 Chemical Formula: C3,H,5FN4O3
1.001 0 \ Exact Mass: 532.1911
+
0.751 // N [M+H]" = 533.1983
0.50
534. 1012
530.4057
0.25
. 531.;081 5324053 5334885 534.4873 555‘:036
530 531 532 533 534 535 536 537 m/z
Meas. m/z # Ion Formula Sum Formula Adduct m/z err [ppm] mSigma # mSigma Score rdb ej¥ Conf N-Rule
533.1983 1 C32H26FN403  C32H25FN403  M+H 533.1983 0.1 8.9 1 100.00 22.0 even ok
2.23. Spectra of compound 11f
1 0
H NMR spectrum (600 MHz, 25 °C, DMSO-dp)
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Intens.

ZCM-34.d: +MS, 0.07-0.16min #4-9

%104 Cl
1.25
1.00 491688 N Chemical Formula: C3;H25CIN,O3
7\ o) \ Exact Mass: 548.1615
0.759 0 /N N [M+H]" = 549.1688
0.50 0
550.1720 N0551.1673
0.25
552.1693
546.4009 547.1088
0.00 4 A .
545 546 547 548 549 550 551 552 553 554m/z
Meas. m/z # TIon Formula Sum Formula Adduct m/z err [ppm] mSigma # mSigma Score rdb e;¥ Conf N-Rule
549.1688 1 C32H26CIN403 C32H25CIN402 M+H 549.1688 - 18.9 1 100.00 25.0 even ok
2.24. Spectra of compound 11g
1 0
H NMR spectrum (400 MHz, 25 °C, DMSO-dp)
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13C NMR spectrum (101 MHz, 25 °C, DMSO-dy)
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Intens. ZCM-27.d: +MS, 0.0-0.1min #2-8
x104
5931180
10 Br:
0.8 .
N Chemical Formula: C3,H,5BrN4O3 <94.5820
0.6 /\ o) \ Exact Mass: 592.1110 ‘
+H]" = |
o o )N N [M+H]" = 593.1183 5941211
o NC ‘ ’ \
0.2 | ' |
i I [ |
0.0 J b Pz, e, ] Al i Al
589 530 591 592 593 594 m/z
Meas. m/z # Sum Formula Adduct Ion Formula m/z err [ppm] mSigma # mSigma Score rdb e;¥ Conf N-Rule
593.1180 1 C32H25BrN403 M+H C32H26BrN403  593.1183 0.4 43.7 1 100.00 24.0 even ok

2.25. Spectra of compound 11h
'"H NMR spectrum (400 MHz, 25 °C, DMSO-dy)
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Intens. ZCM-28.d: +MS, 0.07-0.14min #4-8
x104
641,1042 |
1.5
N Chemical Formula: C3;H,5IN4O5
1.0 I\ o) \ Exact Mass: 640.0971
(o] / N N [M+H]" = 641.1044
642.1076 j— —
0.5 £39.3298 fo) NC 658.1309
0.0 L 4 R I l, JJllltkl i . " L ILl
637.5 640.0 642.5 645.0 647.5 650.0 652.5 655.0 657.5 mfz
Meas. m/z # Sum Formula Adduct Ion Formula m/z err [ppm] mSigma # mSigma Score rdb e;¥ Conf N-Rule
641.1042 1 C32H25TN403  M+H C32H26IN403 641.1044 0.4 36.1 1 100.00 25.0 even ok
2.26. Spectra of compound 11i
1 0
H NMR spectrum (600 MHz, 25 °C, DMSO-dp)
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Intens. | ZCM-35.d: +MS, 0.09-0.16min #5-9
cl Cl
6000
583,1297
4000 N Chemical Formula: C33H24CIoN4O5
— 0 1 Exact Mass: 582.1225 585.1278
o )N N [M+H]" = 583.1298 586.1683
2000+ / — 584.1330
586.1301
o NC i \ M 5855647 | 5874698
5785140 580.4187 ‘ . | ]
0 A w‘l 5814226 I 1l 1 I'I 1 ‘l \I‘ Il
578 579 580 581 582 583 584 585 586 587 m/z
Meas. m/z # Ion Formula Sum Formula Adduct m/z err [ppm] mSigma # mSigma Score 1rdb e;¥ Conf N-Rule
583.1297 1 C32H25C12N403 C32H24C12N403 M+H 583.1298 0.1 50.8 1 100.00 28.0 even ok

2.27. Spectra of compound 13a

'H NMR spectrum (600 MHz, 25 °C, DMSO-ds)
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Intens. ZCM-38.d: +M5, 0.1-0.2min #4-10
x10% Nao
20 \\‘
Chemical Formula: Cy7H1NsO.
4641718 N 27721753
15 ‘ /\ (0] \ Exact Mass: 463.1644
0] N N M+H]* = 464.1717
) )N B IM+H] :
1.04
‘ (@) NC
0.5 65,1747
| 466.3866
0.0 462.4150 463.3153 . I 467.;397
461 462 463 464 465 466 467 468 mz
Meas. m/z # Ion Formula Sum Formula Adduct m/z err [ppm] mSigma # mSigma Score 1rdb e;¥ Conf N-Rule
464.1718 1 C27H22N503 C27H21N503 M+H 464.1717 -0.2 9.4 1 100.00 20.0 even ok
2.28. Spectra of compound 13b
1 0
H NMR spectrum (600 MHz, 25 °C, DMSO-dp)
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Intens.
x104

ZCM-40.d: +MS, 0.10-0.14min #6-8

HO

65g&r2 o N Chemical Formula: C7H24N404
d N/—\N‘é_j\—@ Exact Mass: 468.1798
/N \— [M+H]* = 469.1870
e} NC

4701902
4732641

4711930 4723034 }

4633154 4643370 466.3866 474..2677 476.3731
L il i

Meas. m/z
469.1872

468 470

err [ppm]
-0.4

464

Icn Formula
C27H25N404

466

Sum Formula Adduct
C27H24N404 M+H

472

mSigma # mSigma
16.7 1

474

Score
100.00

476

e;¥ Conf HN-Rule
even ck

mfz
#
1

m/z
469.1870

rdb
18.0

2.29. Spectra of compound 13¢
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Intens. ZCM-41.d: +MS, 0.09-0.14min #5-8
x10% Q
HLO/\CHS
25
N 511,1975
20 /N 0 \ 512.5037
(o] / N N
1.54 j— —
0 (0] NC
-3 Chemical Formula: CpgH35N4O.
297267845 513.5071
0.51 Exact Mass: 510.1903
+
0.0 [M+H]" = 511.1976 544 500 | |‘ | ) |‘ 514.5094 517.2073
506 508 510 512 514 516 m/z
Meas. m/z # Ion Formula Sum Formula Adduct m/z err [ppm] mSigma # mSigma Score 1rdb e;¥ Conf N-Rule
511.1975 1 C23H27N40S C29H26N405 M+H 511.1976 0.2 21.7 1 100.00 19.0 even ok
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