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Copies of NMR Spectra

Figure S1. Copy of *H NMR spectrum of the derivative 6a.
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Figure S2. Copy of 1*C NMR spectrum of the derivative 6a.
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Figure S3. Copy of *H NMR spectrum of the derivative 7a.
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Figure S4. Copy of 3C NMR spectrum of the derivative 7a.
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Figure S5. Copy of 'H NMR spectrum of the derivative 12a.
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Figure S6. Copy of 3C NMR spectrum of the derivative 12a.
NeQO
BG133C.ESP '%‘gg
G
3 o b §
0.45 3 ('36) 2 g8
3 N _CFs Ty
0.40 *HCI b
' ~A\_OEt
3 N Yo
“5: HN\) 12a 0© O .
0.30 4 2 Q
E 53 E B
0.25 5 g qa &
E o~ g [
I o E
1 5 = i
1 Y

165 160 155 150 145 140 135 130 125 120 15 110 105 100 95 90 85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 1
Chemical Shift (ppm)

S5



Normalized Intensity

Mormalized Intensity

BG267 £SP 8
0.8 4
- o
"3 F N® cF,
N
06 3 HCl j@: Pz OEt
3 N No g g 3
0‘5: HN\) 12b 0© O o® K %
:v'
0.4 3 L
03 4
E 88 3
02 3 3 "i,olj I; 2l
i3 b
0.1 4
i J ) J N
0 3 AN L /.
1.95 099 1.00 n 404 406 3.07
e = = [ (=] = =
95 9.0 85 8.0 75 7.0 65 6.0 55 5.0 45 40 35 30 25 20 1.5 1.0
Chemical Shift (ppm)
Figure S8. Copy of 1*C NMR spectrum of the derivative 12b.
DNN-OD
BG26T_CESP Noggaa
TOnNOnNm
L
0.20 o@
|
F N® cF, -
. . = R
HCI \__OEt g |yl®
01s N Ng | ! °
] \ B
HN\) 12b OO O 8 o
0.10 g
o
] B B =
| 2
! 4

Figure S7. Copy of *H NMR spectrum of the derivative 12b.
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Figure S9. Copy of *H NMR spectrum of the derivative 12c.
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Figure S10. Copy of $3C NMR spectrum of the derivative 12c.
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Figure S11. Copy of *H NMR spectrum of the derivative 13a.
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Figure S12. Copy of **C NMR spectrum of the derivative 13a.
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Figure S13. Copy of *H NMR spectrum of the derivative 13b.
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Figure S14. Copy of 13C NMR spectrum of the derivative 13b.
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Figure S15. Copy of *H NMR spectrum of the derivative 13c.
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Figure S16. Copy of 3C NMR spectrum of the derivative 13c.
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Figure S17. Copy of 'H NMR spectrum of the derivative 14a.
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Figure S18. Copy of *C NMR spectrum of the derivative 14a.
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Figure S19. Copy of *H NMR spectrum of the derivative 14b.
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Figure S20. Copy of *C NMR spectrum of the derivative 14b.
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Figure S21. Copy of *H NMR spectrum of the derivative 14c.

BG126H.ESP
0.60
0.55 3
050 5 o®
3 '®
3 cl N cF,
3 —
0.40 (\N N@ .
3 | [ -
035 3 HN\) 14¢c O O - 9 -
3 | &
030 & |
3 ® 2
0.25 3 N
0.20 3
E 8
015 3 @
0.10 3
0.05 3
3 ’Jl
U et
[S—
9.0 85 8.0 75 7.0 65 6.0 55 5.0 45 40 35 0 25 20 15 1.0
Chemical Shift (ppm)
Figure S22. Copy of 3C NMR spectrum of the derivative 14c.
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Figure S23. Copy of 'H NMR spectrum of the derivative 15a.
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Figure S24. Copy of 3C NMR spectrum of the derivative 15a.
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Figure S25. Copy of *H NMR spectrum of the derivative 15b.
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Figure S26. Copy of *C NMR spectrum of the derivative 15b.
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Figure S27. Copy of *H NMR spectrum of the derivative 15c.
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Figure S28. Copy of $3C NMR spectrum of the derivative 15c.
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Figure S29. Copy of *H NMR spectrum of the derivative 15d.
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Figure S30. Copy of $3C NMR spectrum of the derivative 15d.
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Figure S31. Copy of *H NMR spectrum of the derivative 16a.
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Figure S32. Copy of $3C NMR spectrum of the derivative 16a.
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Figure S33. Copy of *H NMR spectrum of the derivative 16b.
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Figure S34. Copy of *C NMR spectrum of the derivative 16b.
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Mormalized Intensity

Normalized Intensity

Figure S35.

Copy of 'H NMR spectrum of the derivative 16c.
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Figure S36. Copy of 3C NMR spectrum of the derivative 16c.
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Figure S37. Copy of *H NMR spectrum of the derivative 16d.
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Figure S38. Copy of 13C NMR spectrum of the derivative 16d.
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MNormalized Intensity
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Figure S39. Copy of 'H NMR spectrum of the derivative 17a.

BG410_H.ESP
104
09
084 (I)@
E N® _cF,
0.7 4 ~N S
i *HCI /©: \
~ N
064 (\N N@ - 3
| © ®
3 HN\) 17a 0o O o r@
054
044
034 L 8Aro nn 8
f ghness R
. 2 LN aly
|~
u
. JU _ JJY -
1.90 100115153 112 099 1.186 436 408
| HHH & [} = (] 5]
B R R R R ———————,
95 9.0 85 8.0 75 70 635 6.0 55 5.0 45 40 35 30 25
Chemical Shift (ppm)
Figure S40. Copy of 3C NMR spectrum of the derivative 17a.
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Figure S41. Copy of *H NMR spectrum of the derivative 17b.
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Figure S42. Copy of *C NMR spectrum of the derivative 17b.

BIGNG
BG411_CESP A-ar
s OOM
o L4
?
020 F N® cF, 8
*HCI _ \
3 (\N N@ A R 8
N 0o O 2|1
0.15 ] 17b OO |
] o,
o 2
< ©
-
0104 -
°
@
@
] b i
o=
& 8 @k 8g 52
o - noo 8- [
05y E |3 B8 og S8
zo i 2
IH@| Bro gof [
© IS ‘_‘05‘92
- ™ “_\‘N"N- a2c
PR
0 Wi
m
180 175 170 165 180 155 150 145 140 135 130 125 120 115 110 105 100 95 90 85 80 75 70 65 60 S5 S0 45 40 38

Chemical Shift (ppm)

S23




Figure S43. Copy of *H NMR spectrum of the derivative 17c.
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Figure S46. Copy of 13C NMR spectrum of the derivative 17d.
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Figure S47. Copy of *H NMR spectrum of the derivative 18a.
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Figure S49. Copy of *H NMR spectrum of the derivative 18b.
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Figure S50. Copy of $3C NMR spectrum of the derivative 18b.
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Figure S51. Copy of *H NMR spectrum of the derivative 18c.
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Figure S52. Copy of *C NMR spectrum of the derivative 18c.
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Figure S53. Copy of *H NMR spectrum of the derivative 18d.
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Figure S54. Copy of $3C NMR spectrum of the derivative 18d.
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Figure S55. Copy of *H NMR spectrum of the derivative 7d.
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Figure S56. Copy of 3C NMR spectrum of the derivative 7d.

Thi— M

) aLse—
mmmmu. 60 6E— 29'86 W
zreed ee6e~ viop—
o
L
(] (@]
ONOY/ /@%
o-z zZ-
°
~
PLGLL—
196LLy e LLL—
S00ZL—= o
BTETL—"
YOBZTL-y o
seazL—~
LEEEL— 89'8Z1L
PZPEL e
b el — E
vy ect
a
&
o
] L6 PBL—
2
R e S L NAAAaRasarsaaadoans nioss nenas sanns o
~ w© w - = o~ —

Ausuall| pazieuLon]

40 2 24 186

43

2

80

184 176 168 160 152 144 136 128 120 12 104
Chemical Shift (ppm)

192

S30



Table S1. BC chemical shifts (5c, ppm) and characteristic increments (Ic) for the *3C chemical shift
differences (relative to 2-propionyl-3-trifluoromethylquinoxaline 1,4-dioxide (7d)) for the piperazine
group for 14a—c.

o
@
o,

00 e
©[ /@: F 10 N\ CFs Gl _A'N@_CF;
3
7 2 7 2
NG K\N SNB N SND

Position ~_ de § W ) B b W) e &
oc dc I oc (J, ') I€ oc I€
C-2 138.44 1387  +0.3 1362  —22 1380  +0.3
C-3 128.2 1244 38 1265  -17 1273  -38
C-9 138.41 13906 +1.2 1384  -0.03 1389  +12
C-10 138.3 1314  -69 1335(115) -48 1343 6.9
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Copies of 2D NMR Spectra
Figure S57. H-3C HSQC spectrum for compound 13b.
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Figure S58. *H-*C CIGAR-HMBC spectrum for compound 13b.
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Figure S59. *H-*C HSQC spectrum for compound 13c.
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Figure S60. *H-*C CIGAR-HMBC spectrum for compound 13c.
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Copies of HRMS ESI Analysis

Figure S61. Copy of HRMS ESI analysis of the derivatives 6a.

Intens._: +MS, 0.1-0.3min #(4-17)
x10%7

2.5

204 1+ (A)

1291.0414

1.5

1.04

0.5

0-0__ ||‘|||||||||||||||||-|-|

500 1000 1500 2000 2500 m/z

# m/z Res. S/N | 1 %

1 291.0414 8243 5426 15860 100.0

2 3443170 7188 1266 4345 274

3 3723455 7659 896 3495 220

4 4371918 7576 138.0 6878 434

5 5405333 7924 609 4077 257

6 568.5627 9071 81.4 5428 34.2

7 596.5946 9277 1235 8192 517

8 5975950 8224 493 3289 207

9 624.6259 8501 60.5 4018 253
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Figure S62. Copy of HRMS ESI analysis of the derivatives 7a.

Intens. +MS, 0.1-0.2min, Deconvoluted
X104
1.00+
. 1+ (A)
0.757 305.0507
0.50
0.257
0.003!—.....J.LA..............L.—
300 310 320 330 m/z
# m/z Res. S/IN l | %
1 292.0451 841 11.6
2 305.0507 7273 100.0
3 308.0185 969 133
4 338.3345 1727 237
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Figure S63. Copy of HRMS ESI analysis of the derivatives 12a.

Intens. ] +MS, 0.0-0.2min, Deconvoluted
x10°]
25
B 1+ (A)
2.04 387.1248
1.5§
1.0
0.5 J
O.D:.--..----IA-....“----.---.
386 387 388 389 390 m/z
# m/z Res. S/N I | %
1 387.1248 173053 100.0

S38



Figure S64. Copy of HRMS ESI analysis of the derivatives 12b.

Intens. | +MS, 0.0-0.1min, Deconvoluted
x10° |
69 1+ (A)
1405.1233
4-
2_
O|||||||||||||||||||||||||||||
405.0 4055 406.0 06.5 407.0 4075 m/z
# m/z Res. SI/IN | | %
1 405.1228 528259 100.0
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Figure S65. Copy of HRMS ESI analysis of the derivatives 12c.

Intens.; +MS, 0.0-0.2min, Deconvoluted
x106-
1.257
1.001 1+ (A)
1421.0883
0.75+
0.50+
. 1+ (B)
0.251 423.0857
O.OD:“.--..A----lﬂ-.-.."----.---.
421 422 423 424 425 m/z
# m/z Res. S/N I | %
1 421.0881 795749 100.0
2 423.0857 219559 276
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Figure S66. Copy of HRMS ESI analysis of the derivatives 13a.
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L
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357.1153

L

0.0

ISASI

m/z Res.

SIN

1350 ' 355 m/z

I | %

#
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Figure S67. Copy of HRMS ESI analysis of the derivatives 13b.

Intens. +MS, 0.1-0.2min, Deconvoluted
x104
6_
1 1+ (A)
375.1091
4
2 1+ (D)
jl 385.3814
O|l||||||||l||||Il|l|||||||||||||||
370 380 39 40 410 42 m/z
# m/z Res. SI/N | 1 %
1 369.3856 45475 100.0
2 375.1091 42464 934
3 385.3814 5987 13.2

S42



Figure S68. Copy of HRMS ESI analysis of the derivatives 13c.

Intens.] +MS, 0.0-0.1min, Deconvoluted
X102
1.5
i 1+ (A)
- 391.0797
1.0:
] 1+ (C)
i 369.3838
0.5 '
O_D-..I.|....|...-|l....|....|....|....|.I‘..‘
360 365 370 375 380 385 390 m/z
# m/z Res. SIN | | %
1 357.1185 56018 493
2 369.3838 54242 478
3 391.0797 113521 100.0
4 3930772 25846 22.8
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Figure S69. Copy of HRMS ESI analysis of the derivatives 14a.

Intens. +MS, 0.1-0.7min, Deconvoluted
x106
3]
i 1+ (A)
371.1338
2]
1-
O- |" T T T T T T T T T T T T T T T T T
355 360 365 370 m/z
# m/z Res. S/N I | %
1 355.1379 1584219 764
2 371.1338 2074941 100.0
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Figure S70. Copy of HRMS ESI analysis of the derivatives 14b.

Intens.
x104

+MS, 0.1-0.2min, Deconvoluted
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#

375 380
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Figure S71. Copy of HRMS ESI analysis of the derivatives 14c.

Intens. - +MS, 0.0-0.1min, Deconvoluted
x10°]
37
i 1+ (A)
- 405.0937
27
&
D-.lf‘|....|....|....|...|||knn'n
385 390 395 400 405 m/z
# m/z Res. S/N l | %
1 383.1023 29871 14.6
2 405.0937 203999 100.0
3 407.0904 54865 26.9
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Figure S72. Copy of HRMS ESI analysis of the derivatives 15a.

Intens. | +MS, 0.0-0.1min, Deconvoluted
x104]
1+ (A)
4 4191322
2_
| 1+ (D)
403.1369
O 'l T T T I‘ T lll T T T !
380 400 420 440 m/z
# m/z Res. SIN | 1 %
1 369.3823 23177 61.3
2 403.1369 5143 13.6
3 419.1322 37838 100.0
4 453.0924 7223 19.1
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Figure S73. Copy of HRMS ESI analysis of the derivatives 15b.

Intens. ] +MS, 0.1-0.2min, Deconvoluted
x105;
ch
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11
O: |l T T T T | T T T T T T T T T T T T T T T T T T T | T T T T | T T T j T
370 0 390 400 410 420 430 m/z
# m/z Res. SIN | 1 %
1 369.3849 50780 21.3
2 437.1251 238037 100.0
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Figure S74. Copy of HRMS ESI analysis of the derivatives 15c.

Intens. +MS, 0.1-0.1min, Deconvoluted
x1043
251
201
153
1.0
] 1+ (D)
053 453.0911 L
D.D: 1 T T T T L T T L
380 400 420 440 m/z
# m/z Res. SIN | 1 %
1 369.3809 17802 100.0
2 437.0975 2282 128
3 453.0918 7963 447
4 4550892 3674 206
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Figure S75. Copy of HRMS ESI analysis of the derivatives 15d.

Intenség +MS, 0.1-0.6min, Deconvoluted
x10°1

1,25
1.00
0.75
0.50

O.OOE... f\ S

503 504 505 © 506 miz

# m/z Res. SIN | 1 %
1 503.2001 810008 100.0
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Figure S76. Copy of HRMS ESI analysis of the derivatives 16a.

Intens. ] +MS, 0.0-0.2min, Deconvoluted

o O

o N

S O
111

w
ey
o
[9)]
Qo
o
w
(D_
o
o
3
™

# m/z Res. SIN | 1 %
1 369.3793 22877 254
2 409.1073 89917 100.0
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Figure S77. Copy of HRMS ESI analysis of the derivatives 16b.

Intens. +MS, 0.0-0.2min, Deconvoluted
x10°7

N
ol

N
o

— —
o w
11

o
a
1

480 m/z

o
o

430 440 450 460

470

# mfz Res. SIN | 1%
1 427.1028 166372 100.0
2 483.2318 35718 215
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Figure S78. Copy of HRMS ESI analysis of the derivatives 16c.

Intens. +MS, 0.0-0.1min, Deconvoluted
x1047
6_
| 1+ (A)
44 443.0733
2_
D |l' T T T T T T T IL T T T T |l
380 400 420 440 460 m/z
# m/z Res. SIN | 1 %
1 369.3839 27579 711
2 443.0733 38793 100.0
3 445.0718 10844  28.0
4 483.2339 4797 124
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Figure S79. Copy of HRMS ESI analysis of the derivatives 16d.

+MS, 0.0-0.1min #(2-8)

Intens. +MS, 0.0-0.1min #(2-8)
x10°4
1.0+
] 1+ (A)
087 493.1806
0.6
0.4+
0.2
O.D_ rrTrrP:TrrrTrorr r mrr .. . m—rr—mrrmrrorT1/Tr/T1
500 1000 150 200 2500 m/z
# m/z Res. SIN | 1 %
1 369.3840 23224 338
2 477.1856 9119 13.3
3 483.2308 33499 487
4 493.1803 68762 100.0
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Figure S80. Copy of HRMS ESI analysis of the derivatives 17a.

Intens.] +MS, 0.1-0.4min, Deconvoluted
X106
2.5§
: 1+ (A)
2.0 425.0890
1.5§
1.07
0.5
0.0:.l.*.............. l*
410 415 420 425 m/z
# m/z Res. S/N | 1 %
1 409.0925 265624 15.2
2 425.0890 1749713 100.0
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Figure S81. Copy of HRMS ESI analysis of the derivatives 17b.

Intens. ] +MS, 0.1-0.4min, Deconvoluted
x1063
1.25
3 1+ (A)
1.00 509.1575
0.75
0.50-
0.25
O.OOE‘A Il T™ T T T T T T T T T T T T T T |h |" T T
495 500 505 510 m/z
# m/z Res. S/N I 1 %
1 493.1608 235929 263
2 509.1575 898682 100.0
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Figure S82. Copy of HRMS ESI analysis of the derivatives 17c.

Intens. +MS, 0.1-0.4min, Deconvoluted
x106
2.0
1.5- 1+ (A)
] 459.0511
1.0
0.5
0.0:I#..........|... l..‘.‘..
445 450 455 460 m/z
# m/z Res. SI/IN | | %
1 443.0547 285054  23.1
2 459.0511 1235932 100.0
3 461.0467 474006 384
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Figure S83. Copy of HRMS ESI analysis of the derivatives 17d.

Intens. - +MS, 0.1-0.4min, Deconvoluted
x106:
2.5
2.0 1+ (A)
3 443.0774
1.5
1.0
0.57
o.o:.lr:.. |
430 435 440 445 m/z
# m/z Res. S/IN | 1 %
1 427.0815 505638 31.0
2 443.0774 1630288 100.0
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Figure S84. Copy of HRMS ESI analysis of the derivatives 18a.

Intens. | +MS, 0.8-1.9min, Deconvoluted
x10°
6 1+ (A)
i 469.1492
4_
2_
0 l 'l | T 1 ! T I T ! 1 ! | ! T ! T | 'A T
455 460 465 470 m/z
# m/z Res. SI/IN l 1 %
1 453.1517 81992 17.0
2 469.1492 481758 100.0
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Figure S85. Copy of HRMS ESI analysis of the derivatives 18b.

Intens._|
x106
1.0

0.8+
0.6+
0.4+

+MS, 0.1-0.4min, Deconvoluted

1+ (A)
487.1414

L.

475

m/z Res.

485 m/z

I 1%

#
1

471.1455

2 487.1414

74406 109
683657 100.0
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Figure S86. Copy of HRMS ESI analysis of the derivatives 18c.

Intens.
x10°7]

1.5

O.OELL.

+MS, 0.1-0.4min, Deconvoluted

1+ (A)
503.1071

IL

500 520 540 560
# m/z Res. S/N | 1 %
1 487.1108 33433 302
2 503.1071 110735 100.0
3 505.1058 39076 35.3

580

n";fz
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Figure S87. Copy of HRMS ESI analysis of the derivatives 18d.

Intens. +MS, 0.1-0.4min, Deconvoluted
x104-
1.5 1+ (A)
] 553.2147
1.0
. 1+ (D)
0.5 487.1383
0-0:'||llllllllllllllllllllllll
400 450 500 550 600 m/z
# m/z Res. S/N | 1 %
1  487.1383 3352 267
2 553.2147 12541 100.0
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Copies of HPLC Analysis

Figure S88. Copy HPLC analysis of the derivative 12a.

Chromatogram
BG-133 C:\LabSolutions\Data\CHEK\BG M0802-13.lcd
-AUmV e o A o o - R p— e
[ ! !
1 .
300 \
1 r
250 1
]
] 'l
150 1 |
] |
100 |
"
| 3
0— ui
| . : X \ fmreas ——— S . 1PDA Multi 1
1] s 10 15 20 25 30 35
min
I PDA Multi 1/270nm 4nm
PeakTable
PDA Chl 270nm 4nm : e R
Peak# _ Ret. Time | Area | Height _Area% |
1] 11.917] 35314) 5197 0.983
2| 12.596 3531604 | 332109] 98258
3. 14639 16625 1606 0.463|
4/ 15.056 10678 | 1623 0297
Total 3594221 340534)  100.000
Method
<<LC Program>>
Time Unit Command Value
0.10 Pumps B.Conc 20
30.00 Pumps B.Conc 70
33.00 Pumps B.Conc 20
43.00 Controller Stop
Method Filename : FOS Bv.lem

Shimadzu LC-20AD; 2-System FOS, Colon Kromasil 100-C18,.size Smkm, 4,6*250mm, N 86912
Elution: A - H3PO4 0.01M pH 2.6; B - MeCN, fl. 1,0 ml/min, loop 20mkI.
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Figure S89. Copy HPLC analysis of the derivative 12b.

Chromatogram
BG-267 C:\LabSolutions'\Data\CHEK\BG 00514-007.led

uV -
g
400000 -
300000
200000
100000 ‘
3 8
e — . -1PDA Multi 1
I Ma——— ,
0 5 10 15 20 25 30
min
1 PDA Multi 1/335am 4nm
PDAChI 33nmdnm -
| Pealt Ret. Time Area __ Height Arca% |
[ 1 10963  59020| 5953 1.023
| ] 11935 5570934 419270 96.538
s 14.483 58454 8588 1.013
4 14.586 82319 10042 1.426
Total - 5770728, 443853 100.000
Method Filename :FOS Cvlem  15.05.2019 12:02:57
Time Unit Command Valu
0.10 Pumps B.Conc 20
30.00 Pumps B.Conc 80
33.00 Pumps B.Conc 20
45.00 Controller Stop

Shimadzu LC-20 AD; System - FOS Colon- Kromasil-100-5mkm. C-18, 4,6x250 mm. N 62511
Elution: A - H3PO4 0,01M pH 2,6; B - MeCN, 11 - 1.0 mlmin, loop 20 mil
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Figure S90. Copy HPLC analysis of the derivative 12c.

Chromatogram
BG-131 C:\LabSolutions\Data\CHEK\BG 0111201 Jed
mAU AT
i
m,
250
200
150~ l ‘
100 ’
S()‘l '
n
] S
0 AL E | n2 — 1
it | 1PDA Multi 1
U PN e S S TR e NS
0 5 10 15 0 25 30
min
1 PDA Multi 1 /280nm dnm
PeakTable
PDAChl 280nmdnm il s
CPeké | ReTime | Aea | Heaght A%
1 9635  msmy 12878 2261
[a s omg| 1720| 019,
313861 _dsanses|  eesl| 96,640
4 16.744| 26363 4086 0515
— 8| [6.914) 0w 2083 0394,
Mol | 5119488 WI8I8] 100000
Method
<<LC Program>>
Time Unit Command Value
0.10 Pumps B.Conc 20
30.00 Pumps B.Cone 80
3300 Pumps B.Conc 20
4500 Controller Stop
Method Filename : FOS Bv.km

Shimadzu LC-20AD; 2-System FOS, Colon Kromasil |

Elution: A - H3P04 0.01M pH 2.6; B - MeCN, fl. 10 mUmin, loop 20mkl.

00-C18,size Smkm, 4,6°250mm, N 86912
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Figure S91. Copy HPLC analysis of the derivative 13a.

Chromatogram
BG-233 C:\LabSolutions\Data\CHEK\BG 00320-003.lcd

uV
4 R
o
200000
150000-
100000 y
50000 |
| |~
=
g ;E 33
S chn e “T*“IPDA Muti 1
T U T T 1 AT R L
0 5 10 15 20 2 30
min
1 PDA Multi 1/336nm 4nm
PDA Ch1 336nm 4nm e
[ Peid | RetTime [ Am [ Heght T Ama%
i 8.602. 2828 1522, 0473
T 12,093 _28383| 4661 1.046.
3 12307 2577588 25758 95.026
)T 66260 6593 243
s 14.807 9100 1706 0335
6 16678 18348 Wi 0676
Total [ 2m2s07 242689 100.000
Method Filename ~ :FOSBJlem  22.03.2019 12:06:12
Time Unit Command Valu
0.01 Pumps B.Conc 10
30.00 Pumps B.Conc 9%
33.00 Pumps B.Conc 10
4500 Controller Stop

Shimadzu LC-20 AD; System - FOS Colon- Kromasil-100-5mkm. C-18, 4,6x250 mm. N 62511
Elution: A-H3PO4 0,01M pH 2,6; B - MeCN, fl- 1.0 mUmin, loop 20 mki
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Figure S92. Copy HPLC analysis of the derivative 13b.

Chromatogram .
BG-263 C/\LabSolutions\Data\CHEK\BG 00514-001.Jed

uv
. 2
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150000
100000
50000 |
- ) -
\  _ - L A —
. r | 1PDA Multi 1
T T T T T T T T T r T T T I T T T
0 5 10 15 20 15 30
min
1 PDA Multi 1 /335nm 4nm
PDAChl 335am 4nm
| Peal# | Ret Time Area Height Area %
1 8252 16229 1052 1056
[ 2 9553 1476035 167291 96034
|_ 3] 12.787 44726 3030 2910
T Tewl | issessel  i71372]  160.000]
Method Filename (FOS Cvlem  14.05.2019 11:35:44
Time Unit Command Valu
0.10 Pumps B.Conc 20
30,00 Pumps B.Conc 80
33.00 Pumps B.Conc 0
45.00 Controller Stop

Shimadeu LC-20 AD; System - FOS Colon- Kromasil-100-5mkm. C-18, 4,6x250 mm. N 62511
Elution: A - HIPO4 0,001M pH 2,6; B - MeCN, 11- 1.0 mlimin, loop 20 mkl
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Figure S93. Copy HPLC analysis of the derivative 13c.

Chromatogram
BG-240 C:\LabSolutions\Data\CHEK\BG P0730-001.led

Y
] s
R L
250000 a
200000-
150000
100000+
50000-
i :
] — o 5 [ 1ppAMulti 1
T =T T Ter
0 5 10 15 2 2 30
min
I PDA Multi 1 / 282nm dnm
PDA Chl 2820m 4nm
| Peakd | Rel.Tine Area Height Arca%
=1 11288 16610 2356 0.791
2 13914] 2043760 261903 91370
3 18091 38589 I704] 1838
Total 2098959 268505 100.000
Method Filename :FRA02Bvlem  30.07.2020 11:47:43
Time Unit Command Valu
0.1 Pumgps B.Conc 2
3000 Pumps B.Conc 60
33.00 Pumps B.Conc 2
45,00 Controller Stop

Shimadzu LC-20 AD; System - FOS Colon- Kromasil-100-Smkm. C-18, 4,6x250 mm, N 62511
Elution: A~ H3PO4 0,01M pH 2,6,B - MeCN, f1- 1.0 mimin, loop 20 mk!
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Figure S94.

mAU

350

250

150

BG-124 C:\LabSolutions\Data\CHEK\CA M0607-13.kcd

s 10

I PDA Multi 1/335am dnm

PDA Chl 335nm 4nm
Peaks#

<<LC Program=>>

Time
0.10

30.00
33.00
43,00

Method Filename

Shimadzu LC-20AD; 2-System FOS, Colon Kromasil 100-C18, size Smkm, 4,64250mm, N 86912
Elution: A - H3PO4 0,01M pH 2.6; B - MeCN, 11, 1,0 ml/min, loop 20mki,

Ret. Time Area
12,070 71650

12923 5496103

16,366 53490

16.604 128246
5749489

Unit
Pumps
Pumps
Pumps
Controller

. FOS Bv.lem

Copy HPLC analysis of the derivative 14a.

Chromatogram

Method

B
2 ' g
& |
ad N AT
15
PeakTable
Height Area %
7000 1.246
365027 95.593
6481 0.930
15340 2231
303848 100,000
Command
B.Conc
B.Conc
B.Conc
Stop

1PDA Mukti
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Figure S95. Copy HPLC analysis of the derivative 14b.

‘Chmnom
BG-255 C:\LabSolutions\Data\CHEK\BG 00320-007.lcd

““1PDA Multi 1

Y
] -
250000 )
200000
150000-
100000
50000
§ % §
ol » o Lﬂ
Lo B T T L e e e e e
5 10 15 20 2%
1 PDA Multi 1/335nm 4nm
PDA Chl 335m dnm
Peak# Ret. Time Area Height Area%
1 8.496 90003 9615 2308
2 12878 16135 2004 0414
3 13.584 33972 289 0871
4 13814 14572 1811 0374
5 14,520 3719342 256981 05.380
6 15.406 25470 212 0653
Total 3899494 276516 100.000
Method Filename ~ :FOSBlem  22.03.2019 15:32:07
Time Unit Command
0.01 Pumps B.Conc
30.00 Pumps B.Conc
33.00 Pumps B.Cone
45.00 Controller Stop

Shimadzu LC-20 AD; System - FOS Colon-
Elution: A - H3PO4 0,01M pH 2,6; B - MeCN, {1~ 1.0 m/min,

Valu
10

10

Kromasil-100-Smkm, C-18,4,6x250 mm. N 62511
loop 20 mkl
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Figure S96. Copy HPLC analysis of the derivative 14c.

Chromatogram
o BG-123 C:\LabSolutions\Data\CHEK\BG M0802-03.Icd
m
g
> §
]
300+
m- |
100
B |l o
= d J Le‘
0 J - b WRe 'y
| 1PDAMulti1
0 5 10 15 20 25 30 35
min
1 PDA Multi 1 /280nm 4nm
PeakTable
PDA Chl 280nm 4nm ) ) e
PeakV | RetTime | Area | Height Area% _
i 1 11700 84428 10293 1217
2 12842 44681 6264 0.644
| 3 14833 6782069,  375700] 97787
1 4 16.163 24403 3024 0.352
Total | 6935581 395280 100.000
Method
<<LC Program>>
Time Unit Command Value
0.10 Pumps B.Conc 20
30.00 Pumps B.Conc 70
33.00 Pumps B.Conc 20
43.00 Controller Stop

Method Filename : FOS Bv.lem

Shimadzu LC-20AD; 2-System FOS, Colon Kromesil 100-C18, size Smkm, 4,6*250mm, N 86912
Elution: A - H3PO4 0.01M pH 2.6; B - MeCN, f1. 1,0 ml/min, loop 20mkI.
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Figure S97. Copy HPLC analysis of the derivative 15a.

Chromatogram
BG-242 C:\LabSolutions\Data\CHEK\BG 00320-006.lcd

uv
-
8
<
150000
100000
.
I 3
4 - k
| e )
2 : “IPDA Multi 1
= T T U | TP ¢ T
0 5 10 15 20 25 30
min
1 PDA Multi 1 /340nm 4nm
PDA Ch1 340nm 4nm 5
| Peakd | Ret.Time |  Area |  Height Area%
[ 1 3.270 21969 8485 0.853
2 15.578 26467 2958 1027
3] 16.053] 2516775 195299 97.695
4 17.179 10948 1669 0.425
Total 2576159 | 208412 100.000
Method Filename :FOSBlem  22.03.2019 14:46:27
Time Unit Command Valu
0.01 Pumps B.Conc 10
30.00 Pumps B.Conc 90
33.00 Pumps B.Conc 10

45.00 Controller Stop

Shimadzu LC-20 AD; System - FOS Colon- Kromasil-100-Smkm, C-18, 4,6x250 mm. N 62511
Elution: A - H3PO4 0,01M pH 2,6; B - MeCN, fl- 1.0 mU/min, loop 20 mk!
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Figure S98. Copy HPLC analysis of the derivative 15b.

Chromatogram
BG-266 CALabSolutions\Data CHEK\BG 100514-006.1ed
uV -
250000-; g
200000+
150000
100000- |
50000 ‘
&
b
L — ~|-1PDA Multi 1
¥ T T T T T T T T T T T Ly T — Y T T T | T T T
0 5 10 15 0 2 0
min
1 PDAMulti 1 /270nm 4nm
PDACHhI 270nmdnm e
Mi Ret. Time Area Height Area %
- 1, 132 20817] 2455 0.688
L2 136|366 &1 129
]| 14.102] 16347] 1907 0.538
4 4TIl 2892005 242934 95.164
5| 15488 70245 E37 71 I %11
| Towl | 3mm981 260s16]  100.000)
Method Filename :FOS Cvlem  15.08.2019 11:03:01
Time Unit Command Valu
.10 Pumps B.Conc bl
e Pumps B.Conc 8
33.00 Pumps B.Cone 0
43,00 Controller Stop

Shimadzu LC-20 AD; System - FOS Calon- Kromasil-100-Smkem, C-18, 4,6x250 mm. N 62511

Elution: A - HIPO4 0,01M pH 2,6, B - MeCN, 11+ 1.0 mb/min, loop 20 mki
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Figure S99. Copy HPLC analysis of the derivative 15c.

.Chmumgmn
BG-241 C:\LabSolutions\Data\CHEK\BG 00320-005.lcd

uv
] b4
]
-]
150000-{
100000
50000+
83 35 &
0 —— oA 1S &
e o e
0 5 10 20 25 30
min
I PDAMulti 1/345nm 4nm
PDA Chl 345nm 4nm
Peak# Ret. Time |  Area Area %
1 1289 12848 1759 0.434
2 14213 79 0,305
316634 26626 3032 0899
, 4 17474] 2864072 756 96.726,
, 5 18.072 29139 378 0984
! D) 20.683 454 0652
" Total - 2961023 3175 100.000
Method Filename :FOSBJlem  22.03.2019 13:50:10
Time Unit Command Valu
0.01 Pumps B.Conc 10
30.00 Pumps B.Conc 90
33,00 Pumps B,Conc 0
45.00 Controller Stop

Shimadzu LC-20 AD; System
Elution: A-H3PO4

. FOS Colon- Kromasil-100-5mkm. C-18, 4,6x250 mm. N 62511
0,01M pH 2,6, - MeCN, - 1.0 mUmin, loop 20 mk!

“~1PDA Multi 1
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Figure S100. Copy HPLC analysis of the derivative 15d.

_ Chroenatogram
BG-261 C:\LabSolutions\DATA\CHEK\BG 00325-002.lcd

uV
300000- 5
. =
200000
1 |
100000
| : s
o] = = "~ -IPDA Malti 1
= PPN . SRS EST vy
0 5 10 15 20 25 30
min
| PDA Multi | /335am 4nm
PDA Chi 335am dpm
| Peak¥  Ret. Time
I 8768
2. 12.46¢
3 12801
4, 13.37¢ 86!
- 13.696 1413
| Toul 301028]  100.000)
Method Filename :FOSBlom  25.03.2019 12:44:40
Time Unit Command Valu
0.01 Pumps B.Conc 10
20.00 Pumps B.Conc %0
33.00 Pumps R.Conc 10
45.00 Controlter Stop

Shamulru LC-20 AD; System - FOS Coloa- Kromasil-100-Smkm. C-18, 4,6x250 men. N 62511
Flutson: A = HIPOS 0,01M pH 2,6 B - McCN, 11 - 1.0 mUmin, loop 20 mkl
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Figure S101. Copy HPLC analysis of the derivative 16a.

Chromatogram
i BG-283 C:\LabSolutions\Data\CHEK\BG 01028-04.lcd
700~f .g.
600
500 l [
| |
!
400+
300 : }
200 ‘
109 |
' A . ag ,
¢ B za |
0~ - A L —. = [
SEal— [ ) , ~ -IPDA Multi 1
, e e o —
0 5 10 15 20 25 30 35
min
I PDA Multi 1/ 300nm 4nm
PeakTable
PDA Chl 300nm dnm , »
Peak#  Ret. Time Area Height | Area%
l 4.031 54755 9470 05&{
2] 8214 62143 10153 0.675
3 1.070 9015662 710338 97.872.
) 14136 55219 7987 0599
5 15.056, 23880 4778, 0259,
Total _ 9211660, 742726 100,000,
Method
<<LC Program>>
Time Unit Command Value
0.10 Pumps B.Conc 20
30.00 Pumps B.Conc 80
33.00 Pumps B.Conc 20
45,00 Controller Stop

Method Filename :FOS Bv.lem

Shimadzu LC-20AD; 2-System FOS, Colon Kromasil 100-C18,.size Smkm, 4,6*250mm, N 86912
Elution: A - H3PO4 0.01M pH 2.6; B - MeCN, f1. 1,0 ml/min, loop 20mkI.
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Figure S102. Copy HPLC analysis of the derivative 16b.

Chromatogram
BG-295 C:\LabSolutions\Data\CHEK\BG 01028-05.lcd

~ "~ 1 -1PDAMulti1

mAU R - pidts o
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|
0
w
300
200
100-
1% g
1 —
0 A R .
| o LS ISR s S DN s S il Bl 7 S s [ v L D N P e (R
0 5 10 15 20 25 30 35
min
I PDA Multi 1/300nm 4nm
PeakTable
PDAChl 300nmdnm ] ,
Peak# | Ret.Time | Area Height | Area% |
o 11.301 70426 15169 0.798
; 2 12041 8430647 598641 95,525
, 3 12,749 139503 19092 1581
‘ 4 12.864 85081 14156 0.964
, 5 13186 38471 1836 0436,
1 6 19.966| 61480 7220 0.697,
I | 8825608 662114 100.000]
Method
<<LC Program>>
Time Unit Command Value
0.10 Pumps B.Conc 20
30.00 Pumps B.Conc 80
33.00 Pumps B.Conc 20
45,00 Controller Stop

Method Filename : FOS Bv.lem

Shimadzu LC-20AD; 2-System FOS, Colon Kromasil 100-C18,.size Smkm, 4,6*250mm, N 86912
Elution: A - H3PO4 0.01M pH 2.6; B - MeCN, 11. 1,0 ml/min, loop 20mkl.
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Figure S103. Copy HPLC analysis of the derivative 16c.

Chromatogram
BG-218 CaLabSolutions\DATAVCHEK'BG N11 15-008.led
uy R o ] R
T g
1 =
SO0000
400000+
00000
20000
100000-|
(l = I g
. g L.
! | ! MR
0 - o ~1PDA Multi 1
1 ———T T T T ] —rTr T |--|—|'-v—[
0 ] 10 15 20 15 30
min
I PDA Multi 1/ 2%0nm 4nm
PDA Chl 290nm 4nm
| Peak# | Ret Time Ara | Heigt | Aral
- 1 13.076] 5514284 552527 | 96,385
| | 17938 39610, 3897/ 0.692
3 21.664 130350 12504 2278,
4 23.882| 36860 | L 0.644|
Total ST21104 572501 100,000
Method Filename FOS Adem 16112018 14:07:52
Tims Unit Command Vo
001 Pumps B.Conc 5
30.00 . Pumps B.Conc n
33.00 Pumps B.Cone 5
4500 Controller Stop

Shimadzu LC-20 AD; Sysiem - FOS Colon- K romasil-100-Smkm. C-18, 4,6x250 mm. N 62511
Elution: A - H3PO4 0,01M pH 2.6, B - MeCN, 11- 1.0 mlimin, loop 20 mkl
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Figure S104. Copy HPLC analysis of the derivative 16d.

Chromatogram
BG-260 C:\LabSolutions\ DATAVCHEKABG 00325-001.led
uVy
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200000
|
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. | g 2
i - - [-1PDA Multi 1
] L B e F e L I B L
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Controller
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10

10

Shimadzu L.C-20 AD; System - FOS Colon- Kromasil-100-3mkm. C-18, 4,6x250 mm. N 62511
Elution: A - HIPO4 0,01M pH 2,6; B - MeCN, fl- 1.0 ml/min, loop 20 mikl
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Figure S105. Copy HPLC analysis of the derivative 17a.

Chromatogram
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Method Filename : FRAO2BvAprlem  26.10.2021 15:52:58
Time Unit Command Valu
0.01 Pumps B.Conc 20
30.00 Pumps B.Conc 60
40.00 Pumps B.Conc 70
43.00 Pumps B.Conc 20
55.00 Controller Stop

Shimadzu LC-20 AD; System - FRA 02, Colon- Kromasil-100-Smkm. C-18, 4,6x250 mm. N86915
Eiution: A - COOHNH4 0.2% pH 6.4; B - MeCN, f1- 1.0 ml/min, loop 20 mk]
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Figure S106. Copy HPLC analysis of the derivative 17b.

Chromatogram
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Method Filename :FRAO2BvApriem  27.10.2021 12:16:40
Time Unit Command Valu
0.01 Pumps B.Cone 20
30,00 Pumps B.Conc 60
40.00 Pumps R.Conc 70
43.00 Pumps B.Conc 20
55.00 Controller Stop

Shimadzu LC-20 AD; System - FRA 02, Colon- Kromasil-100-5mkm. C-18, 4,6x250 mm. N86915
Elution: A - COOHNH4 0.2% pH 6,4; B - MeCN, 11~ 1.0 mU/min, loop 20 mkl
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Figure S107. Copy HPLC analysis of the derivative 17c.

Chromatogram
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2 19.839 983483 72850 97.692
Total 1006716/ 74526 100.000
Method Filename FRAO2BvAprlem  26.10.2021 11:29:18
Time Unit Command Valu
001 Pumps B.Conc 20
30.00 Pumps B.Conc 60
33.00 Pumps B.Conc 20
45.00 Controller Stop

Shimadzu LC-20 AD; System - FRA 02, Colon- Kromasil-100-5mkm. C-18, 4,6x250 mm. N86915
Elution: A - COOHNH4 0.2% pH 6,4; B- MeCN, 11+ 1.0 mUimin, loop 20 mkl
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Figure S108. Copy HPLC analysis of the derivative 17d.

Chromatogram
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Method Filename : FRAO2BvAprlem  26.10.2021 14:55:35
Time Unit Commend Valu
0.01 Pumps B.Conc 20
30.00 Pumps B.Conc 60
40.00 Pumps B.Conc 70
43.00 Pumps B.Conc 20
55.00 Controller Stop

Shimadzu LC-20 AD; System - FRA 02, Colon- Kromasil-100-5mkm. C-18, 4,6x250 mm. N86915
Elution: A - COOHNH4 0.2% pH 6,4; B - MeCN, 1~ 1.0 mUmin, loop 20 mk!
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Figure S109. Copy HPLC analysis of the derivative 18a.

Chromatogram
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Time Unit Command Valu
0.0! Pumps B.Conc 20
30.00 Pumps B.Conc 60
40.00 Pumps B.Conc 70
43.00 Pumps B.Conc 20
55.00 Controller Stop

Shimadzu LC-20 AD; System - FRA 02, Colon- Kromasil-100-5mkm. C-18, 4,6x250 mm. N86915
Elution: A - COOHNH4 0.2% pH 6.4; B - MeCN, 1 - 1.0 miimin, loop 20 mkI
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Figure S110. Copy HPLC analysis of the derivative 18b.

Chromatogram
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0ol Pumps B.Conc 20
30,00 Pumps B.Conc 60
40,00 Pumps B.Conc 0
43.00 Pumps B.Conc bl
55.00 Cantroller Siop

Shimadeu L.C-20 AD; System - FRA 02, Colon- Kromasil-100-5mkm. C-18, 4,6x250 mm. MEE91S
Elution: A - CODHNH4 0.2% pH 6,4; B - MeCHN, 1= 1.0 mUmin, loop 20 mkl
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Figure S111. Copy HPLC analysis of the derivative 18c.

Chromatogram
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Time Unit Command Valu
0.01 Pumps B.Conc 20
30,00 Pumps B.Cone 60
40.00 Pumps B.Conc T0
43,00 Pumps B.Conc o
55.00 Controller Stop

Shimadzu LC-20 ALY, System - FRA 02, Colon- Kromasil-100-5mkm, C-18, 4,6x230 mm. N36915
Elution: A - COOIMNHA 0.2% pH 6,4; B - MeCN, 11+ 1.0 mUmin, loop 20 mkl
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Figure S112. Copy HPLC analysis of the derivative 18d.
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Time Unit Command Valu
001 Pumps B.Conc 20
30.00 Pumps B.Conc 60
40.00 Pumps B.Conc 70
43.00 Pumps B.Conc 20
35.00 Controller Stop

Shimadzu LC-20 AD; System - FRA 02, Colon- Kromasil-100-Smkm. C-18, 4,6x250 mm. N86915
Elution: A - CODHNH4 0.2% pH 6,4; B - MeCN, 11+ 1.0 mUimin, loop 20 mk]
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The whole-genomic sequencing of M. smegmatis mutant MSMEG_4883

>MSMEG_4883
ATGAGCATATCGCTGCTGCTCGAGATGGCATCGTCGGGAGATCCCGACCGCACCGCGGTGGTTTCCGACG
ACACCCGGCTCACCGCAGGCGAGTTGAGCACATTGGCCGACGGGGCAGCAGGCGTCATCGCCGGGTCAGG
CGCGGCACACGTCGCCTACGTGGGTACCGGTGGCGLGCTGCTGCCGCTGCTGCTGTTCGCCTCGGCACGC
GCGGCGATCCCCTTCACCCCCCTGAACTACCGTCTCAGCGCCGAAGGTCTGCGCGAGCTGGTCGACCGGT
TGCCCACACCGCTGGTGATCGCCGACGGCGAGTACGCCGGCATGCTCGCCGGAGCGGGCAGGCCGGTGCT
CACCTCCGAGGAGTTCCTGTCCCAGGCCCGCACGGCCGATCCGGCCGCAGAGTTCGCCGACCCCGACGCG
GTCGCGGTGGTGCTGTTCACCTCGGGCACCACATCGCGCCCCAAGGCCGTCGAACTCACCCACAACAACC
TCACGAGCTACATCACCGGGACCGTCGAATTCGGTTCGGCCGCACCGGAGGACGCCGCGCTGATCTGTGT
GCCGCCGTACCACATCGCGGGTGTCAGCGCGGCGATGTCCAACCTGTACGCCGGCCGGAAGATGGTGTAC
CTGCGCAACTTCGACGCACACCGCTGGGTCGAGTTGGTGCGCACCGAGGGCGTCACGTCTGCCACCGTGG
TGCCGACCATGCTCGACCGTATCGTCACCGCACTTGAGACCACGCGCGCCGAGCTGCCGACCCTGCGCAA
CCTCGCCTACGGCGGATCCAAGGTCGCGCTGCCCCTGGTCCGCAAGGCGCTGGAGCTGATGCCGAACGTC
GGATTCGTCAACGCCTACGGTCTCACCGAAACCAGCTCCACCATCGCGGTCCTCGGACCCGACGACCACC
GGGCCGCGCTGGCCTCCGACGACCCCGGTGTGACCCGCCGCCTCGGGTCGGTGGGACAGGTGGTGCCCGG
GATCGAGGTGCAGATCCGCGGCGAGGACGGCACCGTGCTGGGGCCCGGCGAGACCGGTGAGCTGTTCGTG
CGCGGCGAGCAGGTGTCCGGCCGGTACACCGAGATCGGGTCGGTGCTCGACGAGGACGGCTGGTTCCCCA
CCAAAGACGTTGCGATGCTTGACCAGGACGGCTATCTGTTCATCGGCGGCCGGTCGGACGACACCATCAT
CCGCGGCGGCGAGAACATCGCTCCCGCCGAGATCGAGGACGTTCTCGTGGAACATCCCGACGTGCGCGAC
GTCGCGGTGGTCGGCCCCGAGGACCCCCAGTGGGGCCAGATCATCGTCGCGGTCGTGGTGCCCGCCGACG
GCGCCGAACCCGACGCCGACGTACTCCGCGAGCACGTCCGCAAACACCTGCGCGGATCCCGCACCCCCGA
CCGCGTGGTCTTCCGCGCCGAACTGCCCACCAACGCCACCGGCAAGGTGCTGCGCCGTCAACTCGTCGAC
GAACTCCAGCCCATCTCGTAG

Figure S113. Nucleotide sequence of MSMEG_4883. The 9 bp repeats are underlined, while the deletion
region is highlighted as bold.
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Table S2. Unique SNPs in quinoxaline-resistant M. smegmatis mutants.

M. smegmatis tfgR1

Locus tag Protein ID annotation Codon SNP amino acid substitution
MSMEG_0232 YP_884647.1 sugar transporter family protein codon=170 TGG>GGG W>G
MSMEG_1914 YP_886280.1 RNA polymerase sigma-70 factor, family protein codon=30 TTC>TGC F>C
MSMEG_3954 YP_888243.1 trehalose 6-phosphate phosphorylase 4024145 C->CG (frameshift)
MSMEG_4043 YP_888329.1 amidohydrolase codon=208 TTC>CTC F>L
MSMEG_4495 YP_888767.1 hypothetical protein codon=312 CTG>CCG L>P
MSMEG_5893 YP_890119.1 hypothetical protein codon=100 GTG>GCG V>A

M. smegmatis tfgR2
Locus tag Protein ID annotation Codon SNP amino acid substitution
MSMEG_0341 YP_884754.1 F420-dependent LLM class oxidoreductase* codon=308 GTC>GCC V>A
MSMEG_0341 YP_884754.1 F420-dependent LLM class oxidoreductase* codon=229 CGG>CTG R>L
MSMEG_0342 YP_884755.1 hypothetical protein codon=221 ATC>AAC I>N
MSMEG_0363 YP_884776.1 TetR family transcriptional regulator codon=181 GAG>GAC E>D
MSMEG_0933 YP_885336.1 hypothetical protein 1013795 A->AC (frameshift)
MSMEG_1497 YP_885879.1 acyl-CoA dehydrogenase codon=330 GAC>AAC D>N
MSMEG_4272 YP_888549.1 HesB/YadR/YfhF family protein codon=94 ACC>CCC T>P
MSMEG_4323 YP_888598.1 pyruvate dehydrogenase subunit E1 codon=100 CCC>TCC P>S
MSMEG_4778 YP_889035.1 thiolase codon=198 ATG>ATC M>|
MSMEG_5159 YP_889405.1 DNA-binding response regulator codon=40 GCG>ACG AST

M. smegmatis tfqR4
Locus tag Protein ID annotation Codon SNP amino acid substitution
MSMEG_2172 YP_886526.1 dicarboxylate-carrier protein codon=181 TTC>GTC F>V
MSMEG_3864 YP_888155.1 cobaltochelatase subunit CobN codon=1109 TGG>TTG W>L
MSMEG_3886 YP_888177.1 twin arginine-targeting protein translocase TatC codon=206 CTG>CAG L>Q
MSMEG_4702 YP_888963.1 ABC transporter permease codon=80 GAA>GAC E>D
MSMEG_4863 YP_889119.1 LLM class flavin-dependent oxidoreductase* codon=224 GCG>GGG A>G
MSMEG_5943 YP_890168.1 peroxisomal multifunctional enzyme type 2 codon=106 TCG>TAG S>*
MSMEG_6294 YP_890512.1 caib/baif family protein codon=114 CCG>CTG P>L
MSMEG_6801 YP_891008.1 kinase, pfkB family protein codon=153 CAC>CAG H>Q

M. smegmatis tfgR5
Locus tag Protein ID annotation Codon SNP amino acid substitution
MSMEG_4189 YP_888468.1 cysteinyl-tRNA synthetase codon=52 CAT>AAT H>N
MSMEG_6392 YP_890605.1 polyketide synthase codon=229 GAT>GGT D>G

M. smegmatis tfqR6
Locus tag Protein ID annotation Codon SNP amino acid substitution
MSMEG_0889 YP_885292.1 succinate-semialdehyde dehydrogenase codon=306 AAG>GAG K>E
MSMEG_1515 YP_885897.1 two-component sensor histidine kinase codon=291 GGG>AGG G>R
MSMEG_1518 YP_885900.1 hypothetical protein codon=144 TCC>TAC S>Y

M. smegmatis tfgR7
Locus tag Protein ID annotation Codon SNP amino acid substitution
MSMEG_0529 YP_884940.1 serine/threonine protein kinase codon=1013 ATG>GTG M>V
MSMEG_1380 YP_885766.1 transcriptional regulator codon=15 GCG>TCG A>S
MSMEG_6440 YP_890653.1 monooxygenase, flavin-binding family protein codon=132 TCG>TGG S>W

All mutants

Locus tag Protein ID annotation Codon SNP amino acid substitution
MSMEG_ 4883 YP_889139.1 AMP-dependent synthetase/ligase 4979295 GCGCTGCTGC->G

* Functionally annotated by BLAST search.
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