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Figure S1: 1D F NMR spectra of 4 compounds alone and in the presence of MabA

Figure 52: Western blot showing overexpression of MabA in H37Rv_pMV261-MabA, as
compared to the parental control.

Figures S3-540: '"H NMR, *C NMR and HRMS data of compounds 2-20
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Figure S1: 1D “F NMR spectra of compound 12 (this study) and compounds 34, 32 and 33
from Faion L. et al. [20] (in blue, red, green and violet, respectively) at 100 uM alone (A.) and
in the presence of MabA at 20 uM (B. and C.). The spectra in C. correspond to the ones in B.
with a 10x magnification of the y-axis. The ICs for each compound is indicated at the

bottom.
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Figure S2: Western blot showing overexpression of MabA in H37Rv_pMV261-MabA, as
compared to the parental control. H37Rv_pMV261-MabA 1 through 6 correspond to
different clones tested.



1H NMR of compound 2 (300 MHz, DMSO-d6)
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Figure S3: 'H NMR and C NMR spectra of compound 2
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Elemental Composition Report OH Page 1
. . NH
Single Mass Analysis cl
Tolerance = 100.0 mDa / DBE: min =-1.5, max = 500.0 o
Element prediction: Off al
Number of isotope peaks used for i-FIT =3
Monoisotopic Mass, Even Electron lons 2
337 formula(e) evaluated with 55 results within limits (up to 10 best isotopic matches for each mass)
Elements Used:
C:0-30 H:0-40 N:04 O:06 CI:0-2 Br:1-1
1: TOF MS ES-
1.43e+005
10 387.8965
385.8989
389.8946
» 390.8985
343.9062.347.9016 __ 367.6771 3856420 SV 4019182 4550930433896 446.9802 4 g 4718566 3787924

340 350 360 370 380 390 400 410 420 430 440 450 460 470 480

Minimum: -1.5

Maximum: 100.0 5.0 500.0

Mass Calc. Mass mDa PPM DBE i-FIT Formula

385.8989 385.8986 0.3 0.8 10.5 6.7 Cl4 H7 N 03 Cl2 Br

Figure S4: HRMS spectrum of compound 2



1H NMR of compound 3 (300 MHz, MeOD-d4)
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13C NMR of compound 3 (75 MHz, MeOD-d4)
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Figure S5: "TH NMR and *C NMR spectra of compound 3
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Single Mass Analysis cl
Tolerance = 20.0 PPM / DBE: min =-1.5, max = 80.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 2

Monoisotopic Mass, Even Electron lons
768 formula(e) evaluated with 11 results within limits (up to 1 best isotopic matches for each mass)

Elements Used:
C:6-40 H:2-36 N:0-5 0:0-7 CL1-3 101
1: TOF MS ES-
1.78e+004
447.9026

898.8090

112.9859 212.0754 239.0620 687.9580.711.8635 848.0462
50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000

Minimum: -1.5

Maximum: 10.0 20.0 80.0

Mass Calc. Mass mDa PPM DBE i-FIT Formula

447.9026 447.95004 2.2 4.9 10.5 2.1 Cls H9 N O3 (Cl2 I

Figure S6: HRMS spectrum of compound 3



1H NMR of compound 4 (300 MHz, DMSO-d6)
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Figure S7: "H NMR and *C NMR spectra of compound 4
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Single Mass Analysis \©[
Tolerance = 10.0 PPM / DBE: min = -1.5, max = 50.0 Cl
Element prediction: Off
Number of isotope peaks used for i-FIT =3 4

Monoisotopic Mass, Even Electron lons

56 formula(e) evaluated with 1 resuits within limits (all results (up to 1000) for each mass)
Elements Used:

C:1-17 H:1-17 N:1-2 0:04 S:1-1 CL:0-2 1:0-1

1: TOF MS ES-
2.48e+004
469.8514

10

458.1180

502.7063 513.6379527.1915

435.8741 451.1601 491.4696

430 440 450 460 470 480 490 500 510 520 530 540 550 560m/z
Minimum: -1.5
Maximum: 5.0 10.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Formula
469.8514 469.8518 -0.4 -0.9 9.5 6.1 Cl13 H7 N 04 S Cl2 I

Figure S8: HRMS spectrum of compound 4



1H NMR of compound 5 (300 MHz, DMSO-d6)
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Figure S9: 'H NMR and *C NMR spectra of compound 5
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Single Mass Analysis

Tolerance = 20.0 PPM / DBE: min =-1.5 max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 2

Monoisotopic Mass, Even Electron lons

335 formula(e) evaluated with 7 results within limits (up to 1 best isotopic matches for each mass)
Elements Used:

C:220 H:2-36 N:0-5 0:0-7 Cl:1-2 Br:1-1 1101

1: TOF MS ES-
5.24e+003
387.8970

385.8975 | 389 gga7

281.5089 390.8970 4152300 470.3176 501.8878 513.7655

3162307 343.9070 365 2126 494.3180 550.7278  575.8023

m/z

280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580

Minimum: -1:5

Maximum: 10.0 20.0 50.0

Mass Calc. Mass mDa PPM DBE i-FIT Formula

385.8975 385.8986 -1.% =2.9 10.5 0.2 Cl4 H7 N O3 Cl2 Br

Figure 510: HRMS spectrum of compound 5



1H NMR of compound 6 (300 MHz, DMSO-d6)
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Figure S511: '"H NMR and *C NMR spectra of compound 6
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. . 6
Single Mass Analysis
Tolerance = 20.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 2
Monoisotopic Mass, Even Electron lons
489 formula(e) evaluated with 16 results within limits (up to 1 best isotopic matches for each mass)
Elements Used:
C:2-20 H:2-36 N:0-5 0:0-7 S:0-1 Cl:1-2 Br:1-1
1: TOF MS ES-
5.52e+003
101 403.8747
401.8764
o 405.8715
404.8800
51400 0518 ag0 7836 4071443 402.8302 | 406ET61 07604 gopgryy 4094604
HRJAR IUULELELE IR AL SR LU I ILLELILE BN ULLELE EURELSUN ISR BN ILALIILE LALELNL NLLELEL BRI LI B SRR I
400.0 401.0 402.0 403.0 404.0 405.0 406.0 407.0 408.0 409.0
Minimum: -1.5
Maximum: 10.0 20.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Formula
401.8764  401.8758 0.6 1.5 10.5 1.8 Cl4 H7 N 02 S Cl2 Br

Figure S12: HRMS spectrum of compound 6



H NMR of compound 7 (300 MHz, DMSO-d6)

NOYwOor~w [+))
o OO O ™ -
on).ocioo.w.ct;a;cx;l\-t\.t\.r\.!\. I
L - ——
S\
i
Br OH
N
= cl
o Q
cl
7
M'»\UL I\ :
IR e~ S

~
|
Br OH
N
g Cl
oy Q
Cl
7
’ J ‘l.l N " o "
T T T T T T T T T T T T T T T T T T T T T 1
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20

Figure 513: "H NMR and *C NMR spectra of compound 7



Elemental Composition Report Br OH Page 1
N

Single Mass Analysis s cl

Tolerance = 100.0 mDa / DBE: min =-1.5, max = 500.0 O-N

Element prediction: Off Cl

Number of isotope peaks used for i-FIT =3 7

Monoisotopic Mass, Even Electron lons

562 formula(e) evaluated with 159 results within limits (up to 10 best isotopic matches for each mass)
Elements Used:

C:0-30 H:0-40 N:04 O:06 CI:0-2 Br:1-1 1:0-1

1: TOF MS ES-
1.26e+005

412.8915
410.8935 | 414 ago7

355.8520 409.9292

415.8924
368.9026 386.9130 433.7488 458.8965 480 8798 5088759 5268865 5454628 5644042
330 340 350 360 370 380 390 400 410 420 430 440 450 460 470 480 490 500 510 520 530 540 550 560 570

/z

Minimum: -1.5

Maximum: 100.0 5.0 500.0

Mass Calc. Mass mDa PPM DBE i-FPIT Formula

410.8935 410.8939 -0.4 -1.0 125 59.1 Cl15 H6 N2 03 Cl2 Br

Figure S14: HRMS spectrum of compound 7



1H NMR of compound 8 (300 MHz, DMSO-d6)
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13C NMR of compound 8 (75 MHz,DMSO-d6)
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Figure 515: 'H NMR and *C NMR spectra of compound 8
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Elemental Composition Report Cl Page 1
Single Mass Analysis 8
Tolerance = 20.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 2
Monoisotopic Mass, Even Electron lons
391 formula(e) evaluated with 10 results within limits (up to 1 best isotopic matches for each mass)
Elements Used:
C:2-20 H:2-36 N:0-5 0O:0-7 CL1-2 1:0-1
1: TOF MS ES-
1.48e+004
10 419.9054
421.9031
293.1785
294 1807 4238088  933.8979 842,815 956.8008
. 112.9849 2120741 265.1442 |( . 361.164 L537-39‘4 683.8788714.0899 754 0773 | . 8787872 ‘L%g_aus?
T T T T T T | T T T T T T T |RARRLI T T | T T T T T T T | T T T T T T T T 1 T T 1 miz
50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000
Minimum: -1.5
Maximum: 10.0 20.0 0.0
Mass Calc. Mass mDa PPM DBE i-FIT Formula
419.9054  419.9055 -0.1 -0.2 9.5 0.2 Cl4 H9 N 02 Cl2 I

Figure S16: HRMS spectrum of compound 8



1H NMR of compound 9 (300 MHz, DMSO-d6)
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Figure 517: 'H NMR and *C NMR spectra of compound 9



Elemental Composition Report NH, Page 1

Single Mass Analysis NH

Tolerance = 20.0 PPM / DBE: min =-1.5, max = 80.0 (o]
Element prediction: Off
Number of isotope peaks used for i-FIT = 2 cl

Monoisotopic Mass, Even Electron lons

635 formula(e) evaluated with 12 results within limits (up to 1 closest results for each mass)

Elements Used: 9
C:6-40 H:2-36 N:04 0:0-7 CE1-3 1:0-1

1: TOF MS ES-
6.49e+004

432.9001

10i

3425804 2995971 999 ggg5 414 8952 546.8922 5608149 579 05q 623.9532

miz

320 340 360 380 400 420 440 460 480 500 520 540 560 580 600 620

Minimum: -1.5

Maximum: 10.0 20.0 80.0

Mass Calc. Mass mDa PPM DBE i-FIT Formula

432.9001 432.9008 -0.7 -1.6 10.5 5.6 Cl4 H8 N2 02 cCl2 I

Figure S18: HRMS spectrum of compound 9



1H NMR of compound 10 (300 MHz, DMSO-d6)
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Figure 519: 'H NMR and *C NMR spectra of compound 10



Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 20.0 PPM / DBE: min =-1.5, max = 80.0

Element prediction: Off 10
Number of isotope peaks used for i-FIT = 2

Monoisotopic Mass, Even Electron lons

603 formula(e) evaluated with 12 results within limits (up to 1 closest results for each mass)
Elements Used:

C:6-40 H:2-36 N:04 0:0-7 CI1-3 1101

1: TOF MS ES-
1.30e+005

709.0751
112.9858 587.3634 731,056 8327858 8687612 9467780 .

50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000

Minimum: -1.5

Maximum: 10.0 20.0 80.0

Mass Calc. Mass mDa PPM DBE i-FIT Formula

414.8906 414.8902 0.4 1.0 11.5 1.1 Cl4 H6 N2 O Cl2 I

Figure 520: HRMS spectrum of compound 10



!H NMR of compound 11 (300 MHz, DMSO-d6)
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Figure 521: "TH NMR and *C NMR spectra of compound 11



Elemental Composition Report Sre) Page 1
Single Mass Analysis Cl

Tolerance = 20.0 PPM / DBE: min = -1.5, max = 80.0 cl

Element prediction: Off

Number of isotope peaks used for i-FIT = 2

Monoisotopic Mass, Even Electron lons

783 formula(e) evaluated with 17 results within limits (up to 1 closest results for each mass)
Elements Used:

C:6-40 H:2-36 N:0-5 0O:0-7 CI1-3 1:041

1: TOF MS ES-

3.90e+004
101 457.9073

265.1477

461.9051 918.8224
212.0749 571.9001 620.7542 7240626 797.4587 8728164

50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000

112.9862

Minimum: -1.5

Maximum: 10.0 20.0 80.0

Mass Calc. Mass mDa PEM DBE i-FIT Formula

457.9073 457.9072 0.1 0.2 12.5 8.0 Cl4 H7 N5 O Cl2 I

Figure 522: HRMS spectrum of compound 11



1H NMR of compound 12 (300 MHz, DMSO-d6)
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Figure 523: "H NMR and *C NMR spectra of compound 12



Elemental Composition Report | "g-CF3 Page 1
NS
. . H ©
Single Mass Analysis NH
Tolerance = 10.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off o
Number of isotope peaks used for i-FIT =3 &
Monoisotopic Mass, Even Electron lons Cl
11796 formula(e) evaluated with 19 results within limits (up to 5 closest results for each mass)
Elements Used: 12
C:15-15 H:0-60 N:0-10 0O:0-15 F:1-3 S:0-3 CL0-2 1:0-1
1: TOF MS ES-
1.60e+005
10 564.8505
566.8472
% 568.8441
339.1963 ’ 960.0329

112.9861 212.0752  293.1784 438.9481 5131705 700.8232 7368702 950 8047909.8365 2
50 100 150 200 250 300 350 400 450 =500 550 600 650 700 750 800 850 900 950 1000

Minimum: -1.5

Maximum: 5.0 10.0 50.0

Mass Calc. Mass mDa PPM DBE i-FIT Formula

564.8505 564.8500 0.5 0.9 10.5 35.5 Cl5 H7 N2 04 F3 S Cl2 I

Figure 524: HRMS spectrum of compound 12



1H NMR of compound 13 (300 MHz, DMSO-d6)
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Figure 525: "TH NMR and *C NMR spectra of compound 13
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A . Cl
Single Mass Analysis Cl
Tolerance = 20.0 PPM / DBE: min =-1.5, max = 80.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 2 13
Monoisotopic Mass, Even Electron lons
1636 formula(e) evaluated with 30 results within limits (up to 1 best isotopic matches for each mass)
Elements Used:
C:6-40 H:2-36 N:0-5 0:0-7 S:0-1 CIE1-3 1:0-1
1: TOF MS ES-
6.20e+003
10 510.8790
12.8754
514.8715
4758662 495.9041 5467468 2253156 57 516 584.0624 6225395 B3BT eappsag

460 470 480 490 500 510 520 530 540 650 560 570 580 590 600 610 620 630 640

Minimum: -1.5

Maximum: 10.0 20.0 80.0

Mass Calc. Mass mDa PPM DBE i-FIT Formula

510.8790 510.8783 0.7 1.4 10.5 0.2 Cl5 H10 N2 04 s Cl2 I

Figure 526: HRMS spectrum of compound 13



1H NMR of compound 14 (300 MHz, DMSO-d6)
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Figure S27: 'H NMR and *C NMR spectra of compound 14



Elemental Composition Report

Single Mass Analysis

Tolerance = 10.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons
2876 formula(e) evaluated with 6 results within limits (up to 5 closest results for each mass)

Elements Used:
C:10-50 H:0-60 N:0-10 0:0-15 CI0-2 Br:0-1 1:0-1

387.8971
3858998 389.8957

390.8943 406.2840 441 7735

312.0831326.9179 341.9462 363.8915

450.2654

o Page 1

OH
Br NH
Cl
0
cl
14
1: TOF MS ES-
5.20e+003
4718646 9019914500 7567

300 310 320 330 340 350 360 370 380 390 400 410 420 430 440 450 460 470 480 490 500 510 520

Minimum: -1.5

Maximum: 5.0 10.0 50.0

Mass Calc. Mass mDa PPM DBE i-FIT Formula
385.8998 385.8986 1.2 3.1 10.5 1.8 Ccl14

Figure 528: HRMS spectrum of compound 14
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1H NMR of compound 15 (300 MHz, DMSO-d6)
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Figure 529: 'TH NMR and *C NMR spectra of compound 15
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Single Mass Analysis cl

Tolerance = 20.0 PPM / DBE: min =-1.5, max = 50.0 15
Element prediction: Off
Number of isotope peaks used for i-FIT = 2

Monoisotopic Mass, Even Electron lons

343 formula(e) evaluated with 5 results within limits (up to 1 best isotopic matches for each mass)
Elements Used:

C:2-20 H:2-36 N:0-5 0O:0-7 CL1-2 1:0-1

1: TOF MS ES-
1.67e+004

307.9886

10

618.9799
112.9856 421.9802 447 8997 561.9000 754.9558 794 5143 927.9779951 .9584/
m/iz

50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000

311.9837
212.0743 248.9611

Minimum: -1.5

Maximum: 10.0 20.0 50.0

Mass Calc. Mass mDa PPM DBE i-PFIT Formula

307.9886 307.9881 0.5 1.6 10.5 1.2 Cl4 H8 N 03 Cl2

Figure S30: HRMS spectrum of compound 15



1H NMR of compound 16 (300 MHz, DMSO-d6)
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Figure S31: 'H NMR and *C NMR spectra of compound 16
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Single Mass Analysis cl
Tolerance = 20.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 2 16
Monoisotopic Mass, Even Electron lons
221 formula(e) evaluated with 5 results within limits (up to 1 best isotopic matches for each mass)
Elements Used:
C:2-20 H:2-36 N:0-5 0O:0-7 Cl:1-2

1: TOF MS ES-

9.01e+003
10 372.0193
374.0169
% 375.0190 747.0403
1129857 2299771 965 1466 355 n29p 486.0113507 9991 36.0098 4 7e9.0178 8610366 o457 1ips

miz
50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000

Minimum: -1.5

Maximum: 10.0 20.0 50.0

Mass Calc. Mass mDa PPM DBE i-FIT Formula

372.0193 372.01%94 -0.1 -0.3 13.5 1.1 Cls H12 N 03 Cl2

Figure S32: HRMS spectrum of compound 16



H NMR of compound 17 (300 MHz, DMSO-d6)
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Figure S33: 'H NMR and *C NMR spectra of compound 17



Elemental Composition Report

Single Mass Analysis

o Page 1

Tolerance = 100.0 mDa / DBE: min = -1.5, max = 500.0 F NH

Element prediction: Off
Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons

350 formula(e) evaluated with 59 results within limits (up to 10 best isotopic matches for each mass)

Elements Used:
C:0-30 H:0-40 N:04 0:0-6 Cl:0-2

331.9895

112.9851

50 100 150 200 250 300 350

Minimum:

Maximum: 100.0 5.0
Mass Calc. Mass mDa PPM
331.9895 331.9881 1.4 4.2

445.9797467 9670

1: TOF MS ES-
4.88e+004

666.9845

965.1368 997.9813
630.1423 miz

450 500 550 600 650 700 750 800 850 900 950 1000

597.9698

-1.5

500.0

DBE i-FIT Formula

12.5 9.8 Cl6 H8 N 03 Cl2

Figure S34: HRMS spectrum of compound 17



H NMR of compound 18 (300 MHz, DMSO-d6)
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Figure S35: 'H NMR and *C NMR spectra of compound 18



Elemental Composition Report OH Page 1
Single Mass Analysis {ry NH
Tolerance = 10.0 PPM / DBE: min =-1.5, max = 50.0 =N 5
Element prediction: Off
Number of isotope peaks used for i-FIT = 3 al
Monoisotopic Mass, Even Electron lons el
2596 formula(e) evaluated with 22 results within limits (up to 5 closest results for each mass)
Elements Used: 18
C:10-50 H:0-60 N:0-10 0O:0-15 CL0-2 Br:0-1 1:0-1
1: TOF MS ES-
1.34e+003
10 374.0103
376.0085
L 377.0099
1247274 2234410 4499394 g) 1850 630.0851 1305654 7947965 892.0630.918.9415 9727519

m/z
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000

Minimum: -1.5

Maximum: 5.0 10.0 50.0

Mass Calc. Mass mDa PPM DBE i-FIT Formula

374.0103 374.0099 0.4 s s | 13.5 9:9 Cl17 H10 N3 03 Cl2

Figure S36: HRMS spectrum of compound 18



1H NMR of compound 19 (300 MHz, DMSO-d6)
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Figure S37: 'H NMR and *C NMR spectra of compound 19
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Single Mass Analysis “
Tolerance = 100.0 mDa / DBE: min = -1.5, max = 500.0 19

Element prediction: Off
Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons
360 formula(e) evaluated with 67 results within limits (up to 10 best isotopic matches for each mass)
Elements Used:
C:0-30 H:0-40 N:04 0O:0-6 Cl:0-2
1: TOF MS ES-
5.31e+004

358.0046

719.0118

93.8106 187.7419
50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000

Minimum: -1.5

Maximum: 100.0 5.0 500.0

Mass Calc. Mass mDa PPM DBE i-FIT Formula

358.0046 358.0038 0.8 2.2 13.5 54.2 Cc1l8 H10 N 03 Cl2

Figure S38: HRMS spectrum of compound 19



H NMR of compound 20 (300 MHz, DMSO-d6)
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Figure S39: 'TH NMR and *C NMR spectra of compound 20
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Single Mass Analysis cl
Tolerance = 20.0 PPM / DBE: min =-1.5, max = 50.0
20

Element prediction: Off

Number of isotope peaks used for i-FIT = 2

Monoisotopic Mass, Even Electron lons

403 formula(e) evaluated with 6 results within limits (up to 1 best isotopic matches for each mass)
Elements Used:

C:2-20 H:2-36 N:0-5 0:0-7 CI1-2 1:0-1

1: TOF MS ES-
3.83e+003

358.9989

5111581 597 1261 721.0012742 9755 8251660 893.7795 953_332ramz

400 450 500 550 600 650 700 750 800 850 900 950 1000

112.9860

50 100 150 200 250 300 350

Minimum: -1.5

Maximum: 10.0 20.0 50.0

Mass Calc. Mass mDa PPM DBE i-FIT Formula

358.9989 358.9990 -0.1 -0.3 13.5 0.0 Cl7 H9 N2 03 Cl2

Figure 540: HRMS spectrum of compound 20



