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S2. The following amino acid ethyl esters 2a-v (22 compounds) have been prepared as per
the standard literature procedure from corresponding amino acids with thionyl chloride in the

presence of ethyl alcohol.!?
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S3. Copies of 'H-NMR, *C-NMR and HRMS of the compounds 3a-v, 3x-z, 3zb and 3ze-zg
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BCR_OX_LPA_361 CSIR-Indian Institute of Chemical Technology 03-Aug-201720:02:42
Division of Natural Product Chemistry

20170803_05 4 (0.254) AM2 (Ar,22000.0,0.00,0.00); ABS; Cm (2:4) 1: TOF MS ES+
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BCR DL PA 362

0BAUG2019_8 15 (D 293) AM2 (Ar,22000 0,0.00,0 00); ABS 1- TOF MS ES+
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BCR_BR_L_PA_440 CSIR-Indian Inistiute of Chemical Technology XEVO-G2-X$-QToF
R

DADEC2019_1 15 {0.253) AM2 (Ar:22000.0,0.00,0.00); ABS
100
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Single Mass Analysis

TOF MS ES+
4420485 813e5

4320

Page 1
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BCR_BR_DPA_439 CSIR-Indian Institute of Chemical Technology 04-Aug-201710:19:25
Division of Natural Product Chemistry

20170804_02 6 (0.288) AM2 (Ar,22000.0,0.00,0.00); ABS; Cm (3:10-(1+17:61)) 1: TOF MS ES+
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BCR_CL_LP_385 CSIR-Indian Institute of Chemical Technology 04-Aug-201710:25:25
Division of Natural Product Chemistry
20170804_04 6 (0.288) AM2 (Ar,22000.0,0.00,0.00); ABS; Cm (2:11-(1+19:84}) 1: TOF MS ES+
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BCR_CL_DP_395 CSIR-Indian Institute of Chemical Technology 04-Aug-201710:22:25)
Division of Natural Product Chemistry
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BCR_OM_LPA_391 CSIR-Indian Institute of Chemical Technology 03-Aug-201720:08:42
Division of Natural Product Chemistry
20170803_07 5 (0.271) AM2 (Ar,22000.0,0.00,0.00); ABS; Cm (3:10-(1+16:84)) 1: TOF MS ES+
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Sample Name Position Vial Instrument Name jment 1 User Name
Inj Vol 1 InjPosition SampleType Sample IRM Calibration Status
Data Filename BCR-OME-DPA-391 ACQ Method Comment Acquired Time
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Sample Name BCR-ME-DPA-375 Position Vial 72 Instrument Name Instrument 1 User Name
Inj Vol 1 InjPosition SampleType Sample IRM Calibration Status
Data Filename BCR-ME-DPA-375.d ACQ Method SCS...m Comment Acquired Time
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Division of Natural Product Chemistry
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Sample Name

Inj Vol
Data Filename

0.85
0.8
0.75
0.7
0.65

0.55
0.5
0.45 |
0.4
0.35 |
0.3
0.25
0.2
0.15
0.1
0.05 4

0O —

BCR-3ME-DPA-375

BCR-3ME-DPA-375.d

Position

InjPosition
ACQ Method

Vial 54 Instrument Name
SampleType

SCS...m Comment

+ES| Scan (0.088 min) Frag=175.0v BCR-3ME-DPA-375.d

0% OCoHs
H
§ a0y
° :
CHs

Instrument 1

Sample

380

386

388 390 392 394

Counts vs Mass—lo-CharQé '(m//)

396

User Name

IRM Calibration Status
Acquired Time

398 402

404

Success
6/27/2017 1

“a06  aos

18:27 PM

HRMS Spectrum of compound 3m
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BCR_GLE_271 22-Aug-201717:37:42,
20170822_21 6 (0.288) AM2 (Ar,22000.0,0.00,0.00); ABS; Cm (4:10-(1+21:56)) 1: TOF MS ES+
272.0920 8.22e5
100+
=
271.0796
273.0936
0 T T T T miz
271 Xf2 273 274

HRMS Spectrum of compound 3n
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Sample Name

Inj Vol

Data Filename

x10 5
1.5
1.45
1.4
1.35
1.3
1.25
1.2
1.15
1.1
1.05
1
0.95
0.9

0.85 |

0.8

BCR-OX-LAL-285 Position
1 InjPosition
BCR-OX-LAL-285.d ACQ Method SCS....m

Vial 55 Instrument Name
SampleType

Comment

trument 1

Sample

+ESI Scan (0.126 min) Frag=175.0V BCR-OX-LAL-285.d -
275.1481 279.1604 286.1090
(M+H)+
273.1346

O, OCHs

H
NICH3
| 0~ ~o

284.2022

User Name
IRM Calibration Status
Acquired Time

289.1490

Success

6/27/2017 12:28:29 PM

272 273 274 275 276 277 278 279 280 281 282 283 284 285 286 287 288 289 290 291 292 293 294 295 296

Counts vs. Mass-to-Charge (m/z)

HRMS Spectrum of compound 30
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TH NMR Spectrum of compound 3p
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BCR_OXE_DALANINE_285

05072019_28 132 (0.281) AM2 (Ar,22000.0,0.00,0.00); ABS; Cm (105:166-(1:97+176:318)) 1: TOF MS ES+
286.1094 1.10e7
1004
338.1015
240.0678 C02C|2r|5
N, _CH,
316.1198 0 0
ey
2120728
354.0941
258.0786
210.0572 287 1127
386.1180
355.0859
184.0777 3700810 413.2672
157.0310 JWSEDS?D ‘ 3871236 1414 2709
- 533.1684 545 1940
459.1563 45 1238
Dbt Ml \'.l"l. .'-l'!.\‘.".'(\ .l\.‘ VARl s e e s bass ks e s sy B LT
120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560
Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 10.0 PPM / DBE: min = -1.5, max = 50.0
Element prediction: On (Carbon range + 5) (Set 0 < Cl<9,0<Br<9and 0 < S < 7 for enhanced filtering)
Number of isotope peaks used for I-FIT = 3
Monoisotopic Mass, Even Electron lons
34 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass)
Elements Used
C:0-19 H:0-22 N:0-1 0:0-5 Na:0-1
BCR_OXE_DALANINE_285
05072019_29 132 (0.291) AM2 (Ar,22000.0,0.00,0.00); ABS; Cm (105:168-(1:97+176:316)) 1: TOF MS ES+
1.10e+007
2120728 240.0678 286.1004 338.1015 354.0941
1 184.0777. 361180 4130670 4991563 533 ygasmas qoan s
120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 480 480 500 520 540 560
5.0 10.0
Mass Calc. Mass mDa BEM DBE i-FI Norm Conf (%) Formula
286.1094 286.1079 1.5 52 9.5 €59.8 n/a Cle Hi16 N o4

HRMS Spectrum of compound 3p
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BCR_L_VALINE_314
06092019_19 16 (0.310) AM2 (Ar,22000.0,0.00,0.00); ABS; Cm (13:3141:12+31:47))

1004

314.1391

04 -0CaHs
2e o
N

L

DA

%

315.1426
268.0973

2951334

240.1024

170.0603 192.0691] 199 0587 2250781 ) 256.0873 | 2860671 Lol | |

1. TOF MS ES+

198.0556 2961371
286.1075 328.1549 344.1140 366.![}953
|

1.75e7

38?.? E}ﬁ?z

O e T LA WA el sy wiad e ) sy MRS Mg LAR) Lty e s T

170 180 180 200 210 220 230 240 250 260 270 280 200 300 310 320 = 330

Single Mass Analysis

Tolerance =5.0 PPM / DBE: min =-1.5, max =50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisctopic Mass, Even Electron lons

84 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass)
Elements Used:

C:025 H:0-32 N:0-1 O:04 S:0-2

BCR_L_VALINE_314

340 350 360

370

06092019_19 16 (0.310) AM2 (Ar,22000.0,0.00,0.00); ABS; Cm (13:31-{1:12+31:47)) 1: TOF MS ES+
1.75e+007

3141391 400 1540 344 1140

Wkg 192.0691.198.0556 2250781 240.1024 268 0873 205.1334 366.0953 386.?'5;%?Z
170 180 190 200 210 220 230 240 250 260 270 280 290 300 310 320 330 340 350 360 3¥0 380
Minimums bt i
Maximum: 5.0 3.0 50.0
Mass Calc. Mass mDa EEM DEBE i-FIT Norm Conf (%) Formula
314.1391 314.1392 =0, =0.3 9.5 741.9 nfa n/a Cl8 HZ0 N 04

HRMS Spectrum of compound 3q
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Sample Name BCR-OX-DVA-313 Position Vial & Instrument Name
Inj Vol 1 InjPosition SampleType
Data Filename 3CR-OX-DVA-313 ACQ Method Comment

%10 4 | +ESI Scan (0.076-0.092 min, 2 scans) Frag=175.0V BCR-OX-DVA-313

GG/'; FS—— O OC;HS CH,
6.25 N,
: 0
575 |
5.5 (e) (o)
5.25 |
5 |

310.2007

312.2088

303 304 305 306 307 308 309 310 311

Counts vs

312 313 314 315
Mass-1o-Charge (m/z)

316

User Name
IRM Calibration Status Suce
Acquired Time 5/25/201

319.1683

317.1444

318 319 320 321 322

HRMS Spectrum of compound 3r
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TH NMR Spectrum of compound 3s
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BCR_OXE_LEUICNE_328

05072019_28 144 (0.314) AM2 (Ar,22000.0,0.00,0.00); ABS 1: TOF MS ES+
328.1557 6.67e4
100+
<
CO,Cpfs
298.1445
\
=
270.1138
329.1591 3961471 4261097
282.1136
252 1038 2080 4281700
374.1609 4132657
4413010
2450510 356.1512
198.0568 442.3000 556.1965
1410585 157.0320 ‘ | r 4794888 510.1559 553.4681 |557.2D4B
Dl" WLl .ﬁ....‘ b ™ T .\Iulnllhn..‘lu ||l]\|||||\| |‘||\h||II|L‘| ||I ok Iﬂr.’ it

440 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 450 4BO 500 520 540 560

Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 10.0 PPM / DBE: min =-1.56, max = 50.0

Element prediction: On (Carbonrange £ 5) (Set0<Cl<9,0<Br<9and 0 < § < 7 for enhanced filtering)
Number of isotope peaks used fori-FIT =3

Monoisatopic Mass, Even Electron lons
22 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass)

Elements Used:
G019 H:022 N:0O1 O:0-5 Na 01
BCR_OXE_LEUICNE_328

05072019_28 144 (0.314) AM2 (Ar,Z2000.0,0.00,0.00); ABS 1: TOF MS ES+
6.67Te+004

270.1138 £ 328 1557
1 1419585 1930568245 .0810 2D 3400820 396.1421 426.1097 441-3010 510.1559 5561965

140 160 180 200 220 240 260 280 300 320 2340 360 380 400 420 440 460 480 500 520 540 G560

Min immam: 5

Max imam: 5.0 10.0 50.0

Mass Calc. Mass mDa EEM DEE i-FIT Norm Conf (%) Formula
328.1557 0.8 2.4 9.5 Z45._0 nfa n/a cl8 H2Z N 04

HRMS Spectrum of compound 3s
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BCR_OXEDLEVP_328

15JUNE2019_21 30 (0.297) AM2 (Ar,22000.0,0.00,0.00); ABS; Cm (24:37-(1:20+40:65)) 1: TOF MS ES+
378.1321 3.12e6
100
N
2 |2r|5 356.1501
N/h
\
2l
328.1531
379.1355
410.1568
2300820  26B.0602 326.1397 i 459.1§g1535
223 D644 . o
301357, 555.2052
it | e |." H sl ‘ |: L—— .'|'| N e O s
160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580 600 620
Elemental Composition Report Page 1
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
Menoisotopic Mass, Even Electron lons
11 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:
C:019 H 025 N 01 0:05
BCR_OXEDLEVP_328
15JUNE2019_21 30 (0.297) AM2 (Ar,22000.0,0.00,0.00); ABS; Cm (24:37-(1:20+40:65)) 1: TOF MS ES+
S 3.12e+006
26. 378.1321
R 212.0728 09p gaoo 2880802 328.1531 | 4101568 asgysey 11381 5552057 g9 g7 oomiopy
,,,,,,‘,,,,,,,,‘25

150

Minimmam:
Maximam:

176 200 235 250

275 300 325 350 375 400 425 450 475 500 525 550 5Y5 600 6

BEM DBE i-FIT Horm Conf{%) Formula

=5.3 8.5 306.5 n/a nia Cl9 H2Z2 N O4

HRMS Spectrum of compound 3t
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BCR_L_METHIONINE_346
11072019_24 132 (0.291) AM2 (Ar,22000.0,0.00,0.00); ABS; Cm (104:172-(30:97+173:360)) 1: TOF MS ES+
G 346.1104 1.00e7

398.1035

COCpfs

NI\/S\
o 0

3440959
"
199 0393 201103 4140976
374.1059
2670631 300.0734
272.0608
2450814
4461248
187.0391
4300038
200.0425 585.1694
468.1836 494.6128

H053 157.0287 ||.|“ i | | 5111364 5401646 574.1537
o R PO R PSR OO T I o it L b e A el

B ot b e L v e o e oy ittt b B e e 1112
100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580

Elemental Composition Report Page 1

Single Mass Analysis

Tolerance =5.0 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

36 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass)
Elements Used:

C:0-18 H:0-20 N:0-1 ©:0-5 S:0-2

BCR_L_METHIONINE_346

T1072019_24 132 (0.251) AM2 (A7,22000.0,0.00,0.00): ABS: Cm (1041 72-(30:87+173:360)) 1: TOF MS ES+
1.00e+007
3281183 346.1104 3081035414 0978 B
"9Pgus05ta  187.0301199.0393 N S T 4481246 404 5128 574 1537 5681694
e0se3 A e e e el s bl e o7 AMBIR 574 153700

100 126 160 175 200 226 250 275 300 325 360 375 400 425 450 475 500 5625 550 5675

Mass Calc. Mass mDa FEM DBE i-FIT Norm Conf (%) Formula

346.1104 346.1113 =08 -2.8 9.5

3.9 nfa n/a C18 HZ0 N 04 S

HRMS Spectrum of compound 3u
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BCR_D_METHIONINE_346

11072019_22 108 (0.247) AM2 (Ar,22000.0,0.00,0.00); ABS; Cm (100:161-(14:84+173:359)) 1: TOF MS ES+
- 3413045 6.53e5
3812971
CO.Cpfs
N//, S\
346.1102
(@) 0] 313.2736
353.2659
= 494.8124
398.1027 P
267.0626
199.0387
300.0703 443.2640)
4152364
3142755 359.3147 o,
o EVENALS 281.0512
185.1220 293.0620 255.0633 4928155 |495.8132
oo | L] i
M o O OO P [ (Il o LI. .“"H NS 4|‘|l I.JA |.‘ L .'I L ..\! I L. [. N 10
120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 430 500

Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min =-1.5 max =500
Element prediction: Off

Number of isotope peaks used fori-FIT=3

Monoisotopic Mass, Even Electron lons

249 formula(e} evaluated with 1 results within limits (up to 50 closest results for each mass)

Elements Used

C:0-18 H:0-20 N:01 O:04 5:0-2

BCR_D_METHIONINE_346

11072019_22 109 (0.247) AM2 (Ar,22000.0,0.00,0.00); ABS; Cm (100:161-(14:84+173:359)) 1: TOF MSES+
6.53e+005

313 2736 3413045 3812971 3981027 453,786 494 8124

1 131.0027 185.1220 199.0387 215.6474 267.0626
o 1610614 l -

120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500

Minimum: =15

Maximumsz 5.0 5.0 50.0

Magzg Calc. Mass mDa PEM DEE i=FIT Norm Conf (%) Formula
346.1102 346.1113 e EPE -3.2 9.5 376.6 n/a n/a Cl8 H20 W 04 S

HRMS Spectrum of compound 3v
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BCR_L TYRO 378

16AUG2019_8 16 (0.310) AM2 (Ar,22000.0,0.00,0.00); ABS 1: TOF MS ES+
378.1346 5.98e5
100+
(0] OCzHs
H
N
(6] ] OH
e
272.0566
410.1606
340.0805
376.118
®[a72.1380
4081454
4241408
301.1424
577.5206
1380672 177103  219.1824 5234744 551.5054
815214553076 | | | 2300526 | | L | L|.
B e PP FL
60 80 100 120 140 160 180 200 220 240 260 280 300 320 2340 360 380 400 420 440 460 480 500 520 540 560 580 600
Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 5.0 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
61 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used
C:022 H 020 NO0O3 O05 o1
BCR_L_TYRO_378
16AUGZ019_8 16 (0.310) AM2 (Ar,22000.0,0.00,0.00); ABS 1: TOF MS ES+
5.98e+005
3781346 410.1606
"3 soso7e 1380672 177.1031 2191804 2720566 3400805 | b 4781476 5515054 5770206
1 1 1 1 1 T 1 i T 1 1 1 1 T 1 1 1 1 I} 1 1 I 1
50 75 100 125 150 175 200 225 250 275 300 325 350 375 400 425 450 475 500 525 550 575 600

=105

50.0

DBE i-FIT Norm Conf (%) Formula
13.5 nfa

HRMS Spectrum of compound 3x
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Sample Name BCR-OX-DTYR-377 Position Vial 5 Instrument Name Instrument User Name

Inj Vol 1 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename BCR-OX-DTYR-377.. ACQ Method Comment Acquired Time 5/25/2017 12:38:55 PM

x10 4 |+*ESI| Scan (0.121-0.137 min, 2 scans) Frag=175.0Vv BCR-OX-DTYR-377..........d
400.114
52| (M+Na)+

5
4.8
4.6
4.4 |
4.2 Oy OCHs

4 H

3s N,

3.6

14 L
P 0 o OH
3l

28
2.6
2.4
2.24
a.|
1.8 |
1.6 g |
1.4

1.2
1
os!
06
0.4 |
0.2
0 e

393 394 395 396 397 401 402 403 404

" aos 399 400
Counts vs. Mass-to-Charge (m/z)

HRMS Spectrum of compound 3y
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TH-NMR Spectrum of compound 3z
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Sample Name BCR-OX-LSR-301 Position Vial 3 Instrument Name Instrument 1 User Name
Inj Vol 1 InjPosition SampleType Sample IRM Calibration Status Suce
Data Filename BCR-OX-LSR-301 ACQ Method Comment Acquired Time 5/25 28:51 P
x10 5 | +ESI Scan (0.096-0.128 min, 3 scans) Frag=175.0Vv BCR-OX-LSR-301..........d
2.8
24 21
2.7
324 .0827
2.6 M+ N
25
2.4
23] (6] OC3Hs
2.2 H
2 b OH
2
1.9 (o) 0
1.8
1.7
1.6
1.5
1.4
1.3
1.2
1.14
14
0.9
0.8
0.7
086
05
0.4
03
0.2
0.1
oL s S e - e
323.8 323.9 324 324.1 3242 324.3 324.4

Counts vs. Mass-to-Charge (m/z)

HRMS Spectrum of compound 3z
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BCR_OXEISOLEVP_ 328
15JUNE2019_24 30 (0.297) AM2 (Ar,22000.0,0.00,0.00); ABS; Cm (24:36-(1:22+39:76))

1: TOF MS ES+
S0 328.1553 2.39e6
COCpfts =
N :
=
236.1442
150.1052 3291583
254 1543
300.1234
152.1027 S 356.1501
2821135 | 325 1318_)||340.0003 o
1400471 187.0400 198.0580 .o | 322.0703} | 376.1306 | UT 48N 7 4931058 510.1554
RS- SRERETEn | | IR Y O Y . YN Lopht L Ly ekl 55 N
B L B e e A R L e L L L A R L S sy M B L s RS Rasng Rasad nosny i sesos naans tonnsaons ol TS
1200 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500
Elemental Composition Report Page 1
Single Mass Analysis
Tolerance =100.0 PPM / DBE: min =-15, max=50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons
8 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:
C:0-19 H:0-22 N:0-1 0:0-4
BCR_OXEISOLEVP_328
15JUNEZ2019_24 30 (0-297) AM2 (Ar,22000.0,0.00,0.00), ABS,; Cm (24:36-(1:22+39:76)) 1:TOF M3 ES+
239e+006
328.1553
1@% 1980560 2361442 2941943 550 494y 3561501 diaiipes, 4261230 455Ny sta1554,
140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 4680 480 SO0
-1.5
5.1 100.0 50.¢
Mass Calc. Mass mDa PEM DBE i-FIT Horm Conf (%) Formula
328.1553 328.154¢6 0.4 § 9.5 189,11 n/a n/a Cl9 H2Z N o4

HRMS Spectrum of compound 3zb
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BCR_PH_GLY 347 CSIR-Indian Inistiute of Chemical Technology

XEVO-G2-X5-QToF

07012020_24 24 (0.457) AM2 (Ar,22000.0,0.00,0.00); ABS 1: TOF MS ES+
100 3481240 2.99¢5
7 CO,CpHs
=
] 153.1397
3491274
274.0876
4 302.0818
o — 301.1413]
1714540 210477 2692 jzrsaTEe e S
o I ||,| il 255) i 2595667 | | . “ 3860763 413.2651 441.3002 467.4095 495.4413 523.4744 5515052 6775235 6101923
100 120 140 160 @ 180 ' 200 ' 220 ' 240 = 260 = 280 @ 300 320 = 340 @ 360 = 360 400 = 420 440 @ 460 = 480 = 500 @ 520 ' 540 ' 560 | 580 @ 600 620
Elemental Composition Report Page 1
Single Mass Analysis
Tolerance =50 PPM / DBE: min =-15, max =50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons
184 formula(e) evaluated with 1 results within limits {up to 50 closest results for each mass)
Elements Used:
C:0-30 H:045 N:0-3 0O:05 Si:01
BCR_PH_GLY_347 CSIR-Indian Inistiute of Chemical Technology XEVO-G2-X5-QToF
07012020_24 24 (0.457) AM2 (Ar,22000.0,0.00,0.00); ABS 1: TOF MS ES+
2 99e+005
1 1711510 246.0921 348.1240 350 gg0g 467 4095 577.5235
%313& 0676.153.1387 = 274.0876 441.3002 551.5052 i £10.1923
B B LI B e B A o o B R o e e B R
100 125 150 175 200 225 250 275 300 325 350 375 400 425 450 475 500 525 550 575 600 625
5.0 5.0
Mass Calc. Mass mDa FEM DEBE i-FIT Norm Conf (%) Formula
348.1240  348.123¢ 0.4 1.1 13.5 456.7 =n/a n/a o

HRMS Spectrum of compound 3ze
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BCR_D_PH_GLY_347

CSIR-Indian Inistiute of Chemical Technology

XEVO-G2-XS-QToF

07012020_25 15 (0.293) AM2 (Ar,22000.0,0.00,0.00); ABS; Cm (13:47-(1:11+18:25)) 1: TOF MS ES+
A 348.1240 2.40e5
CO,Cofs
2751763
=
249.1395
266.2245
259.5687 349.1285
346.1082
] 223.0634 ¥ 302.0813
el 2764797 1711046
230.0821 297,082 318 0735200'0939 Rt 3721037
1690698 000341 g, sss027.] | I 2 ﬁl i 3 ‘?21.1035 asngesd) | |‘ g anpsse
o g . X bl
1 "300 " 210 "o 0 z80 28 310 320 330 | 340 | 350 360
Elemental Composition Report Page 1
Single Mass Analysis
Tolerance=5.0PPM / DBE: min =-1.5, max =50.0
Element prediction: Off
Number of isotope peaks used for i-FIT =3
Monoisotopic Mass, Even Electron lons
184 formulale) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:
C:0-30 H:0-45 N:0-3 0O:0-5 Sii0-1
BCR_D_PH_GLY_347 CSIR-Indian Inistiute of Chemical Technology XEVO-G2-XS-QToF
07012020_25 15 (0.293) AM2 (Ar,22000.0,0.00,0.00), ABS; Cm (13:17-(1:11+18:25)) 1: TOF MS ES+
2.40e+005
1 249 1395 2751763 8120 419.3181
%a 2000341 223.0634 | ) 302.0813 320.0938 | 371.1046 3027419 411.0996 ok
T e e e e e e e e e A e T e e e e
180 200 2 240 260 280 300 320 360 380 400 420
-1.5
St 5.0 50.0
Mass Calc. Mass mDa EFEM DBE i-FI Norm Conf (%) Formula
348.1240  348.1236 0.4 s 13.5 335.9 n/a n/a

HRMS Spectrum of compound 3zf
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BCR_CH3_PH_GLY_361

CSIR-Indian Inistiute of Chemical Technology

07012020_33 15 (0.203) AM2 (Ar,22000.0,0.00,0.00); ABS; Cm (11:18)

XEVO-G2-XS-QTof
1: TOF MS ES+
4.68et

e 384.1219
CO,CpHs
N/,'
| 362.1400
CHs,
}Q—
153.1400
| 301.1424
i 385.1253
1419601 2aLiaon
288.1035 348.1245
127.9805 441.2997
163.0410 245.0815 565 4975 302.1462 il M ey
244.0984 414.2724 : i
113.96!
o JI” IS#"I} JI'II H l 'F II Irl18|5l|117I2|l II‘- I\] T II J\ I\I III |II T III II 1 III : T IJ \“ \L IJ{I T II(I ILI |446|9‘32|39 ;‘95.\383\0 T ISS:TAGIZDI BIos‘llial}‘ll\‘JlI miz
100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580 600
Elemental Composition Report Page 1
Single Mass Analysis
Tolerance=50PPM / DBE:min=-15 max=500
Element prediction: Off
Number of isotope peaks used for I-FIT =3
Monoisotopic Mass, Even Electron lons
22 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:
C:0-25 H:0-20 N:0-3 0:0-4
BCR_CH3_PH_GLY_361 CSIR-Indian Inistiute of Chemical Technology XEVO-G2-XS-QToF
07012020_33 15 (D.293) AM2 (Ar,22000.0,0.00,0.00); ABS; Cm (11:18) 1: TOF MS ES+
A0 4.68e+006
- 384.1219
1[;% 153.1400 245.0815 00 402301.1424 4412907 462.06644853830 oo 4oon 6093419
100 125 150 175 200 225 250 275 300 325 350 375 400 425 450 475 500 525 550 575 GO0
-1.5
5.0 5.0 50.0
Mass Calc. Mass mDa FEM DBE i-FIT Norm Conf (%) Formula
362.1400  362.1392 0.8 2:2 13.5 563.2 n/a n/a C22 H20 N 04

HRMS Spectrum of compound 3zg
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S54. HRMS & HPLC Spectrums of Compounds 2e-f and 2p-q

BCR_L_ALANINE_117

CSIR-Indian Inistiute of Chemical Technology

XEVO-G2-XS-QToF

07012020_26 15 (0.293) AM2 [Ar,22000.0,0.00,0.00); ABS; Cm (14:17-[8:12+18:22)) 1: TOF MS ES+
118.0878 1.62¢4
100+
HSCYCOZCZHS
NH,
130.1600
&
102.1284
132.1045
T 16.0703 1251102
181141 1208149
o 109.7154 HLT63 . bﬂ'ﬂ’” 1946346 305977 W82 q4g08a1 1474418
B TP P P WPRRPIRRTI NPT ST V0 TROTIIPN IS P SN ST O e L T (T T T ooy sl 001
T 1 T 1 T 1 T 1 T 1 T i 1 T i T T i T 1 T I T 1 T 1 T T T 1 T 1 T T T 1 T 1 T 1 T T T i T 1 miz
100 102 104 106 108 110 112 114 116 118 120 122 124 126 128 130 132 134 136 138 140 142 144 146 148
Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 50.0 PPM / DBE: min=-1.5 max =500
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

39 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)

Elements Used:
C:0-30 H:045 N:0-3 0:0-56
BCR_L_ALANINE_117

CSIR-Indian Inistiute of Chemical Technology

XEVO-G2-X5-QToF

07012020 26 15 (0.293) AM2 (A1,22000.0,0.00,0.00), ABS, Cm (14.17-(8.12+18.:22)) 1. TOF MS ES+
162e+004
118 0878 ——
133 1021284 405 525 110016 1160703 125.1102 il ] 1202377 1412822145 0gaq
L 0 el )
1000 105.0 1100 1150 1200 1250 1450
-1.5
5.0 50.0 50.0
Mass Calc. Mass mDa PPM DBE i~FET Norm
1.0 8.5 0.5 788.0 n/a o

HRMS of Compound 2e
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BCR_D_ALANINE_117 CSIR-Indian Inistiute of Chemical Technology XEVO-G2-XS5-QToF

1: TOF MS ES+
3.65e4

0701202027 15 (0.293] AM2 (Ar,22000.0,0.00,0.00); ABS; Cm (13:18-(6:12+20:28))
1021285
1004
HaC_CO,CoHs
NH»
b
130.1603
1160856
1031304
104220 MB.ETE 1211809 e 1360771 1376477
1047297 3053293 0120 111.0030 1135146 1442615 § T 1227424 125843 128.0054 |1§3.z1wu.uun ;
o & N At ] . L

6 | M8 42 | 1z oA

t T T T t T T T 1 T I T T
126 128 130 132

12 ' a4 | 06 08 | 410 | Mz | 114

Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 50.0 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

39 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used

C:0-30 H:045 N:0-3 0O:05

BCR_D_ALANINE_117 CSIR-Indian Inistiute of Chemical Technolagy XEVO-B2-XS-QToF
07012020 27 15 (0.293) AM2 (Ar,22000.0,0.00,0.00); ABS; Cm (13:18-(6:12+20:28)) 1: TOF MS ES+
102.1285 3.65e-004
5

%3 (1047267 110.1220.111.0930 1125116 1180856 1211800 1250431250054 1309603 454 yas3  q3g o7y 1376177

B L L e L
105.0 1100 1150 1200 1250 1350

Minimum:

Maximuam: 2.0 50.0

Mass Calc. Mass mDa PEM DBE i-FIT Norm Conf (%) Formula

118.0856 118.0868  -1.2 -10.2 0.5 576.7 n/a  n/a cS HIZ N o2

HRMS of Compound 2f

tha 13

(e iz
38

S55



BCR_L_Serine_133 CSIR-Indian Inistiute of Chemical Technology

XEVO-G2-X5-(

07012020_32 12 (0.243) AM2 (Ar,22000.0,0.00,0.00); ABS 1: TOF M.
L00: 134.0825 .
HO/\rCO2C2H5
NH,
33-
116.0719
141.9602
1259877  127.9806 135.0859 1430029
117.0743 1319319 136.0862 139.9894
” AT o oen o.0104 112.9798 b T ‘ i 120.9955 r 143811 149,
14 | b6 T tbe | 410 | 112 | 414 | 116 | 418 | 120 | 132 124 | 126 128 130 @ 132 | 434 | 436 | 138 | 140 | 42 | 444 | 146 | 148
Elemental Composition Report Page 1
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
54 formula(e) evaluated with 1 results within limits {up to 50 closest results for each mass)
Elements Used:
C:0-25 H:0-30 N:0-5 0:0-4
BCR_L_Serine_133 CSIR-Indian Inistiute of Chemical Technology XEVO-G2-XS-QToF
07012020_32 12 (D.243) AM2 (Ar,22000.0,0.00,0.00); ABS 1: TOF MS ES+
4.79e+005
1 104.1077 1230569 127.0806 240825 4399504 143.9611
%} 5 110.0104112.9798 116.0719 - 1259877 7 | 2 141.9602 F 1¢9.D2§_|1.Z
T T T T T e T e e e e e e e e e e e e e
105.0 1100 115.0 1200 125.0 1300 135.0 140.0 145.0
-1.5
5.0 10.0 50.0
Mass Calc. Mass mDa PEM DBE i-FIT Nozxrm Conf (%) Formula
134.0825 134.0817 0.8 6.0 0.5 814.3 n/a nfa €5 H12 N 03

HRMS of Compound 2p
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BCR_D_SERINE_E_133 CSIR-Indian Inistiute of Chemical Technology
07012020_29 15 (0.293) AM2 (Ar,22000.0,0.00,0.00); ABS; Cm (14:17-(3:12+19:25))
153.1397

XEVO-G2-XS-QToF
1: TOF MS ES+
2.19¢6

1004
Ho/\/COZCZHS
NH,
ey
134.0822
154.1416
116.0716

156.0641 2751767
110045 |1irores | 1350860 202.0624
gl - 157.0665.169.1360 ; 2180351, 223.0847 2491398 266.2249 76.1807 3051020 321.0756 aoret
Gfrrreperrejrrre e e T L TR T e ey e e e e e e e e e e e e e b e e
1 10 420 430 140 150 460 470 80 190 200 210 220 230 240 250 260 270 280 200 300 310 320 330 40

Elemental Composition Report

Single Mass Analysis

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

Number of isotope peaks used for I-FIT = 3

Menoisotopic Mass, Even Electron lons

44 formula(e) evaluated with 1 results within limits {up to 50 closest results for each mass)
Elements Used:

C:0-30 H:0-45 N:0-3 O:0-5

BCR_D_SERINE_E_133 CSIR-Indian Inistiute of Chemical Technology

Page 1

XEVO-G2-X3-QToF

07012020_29 15 (0.293) AM2 (Ar,22000.0,0.00,0.00); ABS; Cm (14:17-(3:12+19:25)) 1: TOF M3 ES+
2.19e+006
1 134.0822 Ak ] 209.0120
an 116.0716 h | 169.1360 ¥ 223 0647 249.1393 2751767 305.1029321.0756 341 'D??’AFZ
BRI I L B L e L L e e R R R R RN R
100 120 140 160 180 200 220 240 260 280 300 320 340
Minimum:
Maximums: 5.0 50.0
Mass Calc. Mass mDa PEM DEE i-FIT Norm Conf (%) Formula
134.0817 0.5 3.7 0.5 397.1 n/a n/a C5 H1Z N 03

HRMS of Compound 2q
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Acquired by
Sample Name
Sample ID

Tray#
Vail #

Injection Volume
Data File Name
Method File Name

==== Shimadzu LCsolution Analysis Report

C:\LabSolutions\Data\Project1\DR.B.CHINNA RAJU\L-ALANINE-ESTER-R2.Icd

: Admin
. L-ALANINE-ESTER-R
. L-ALANINE-ESTER-R
i1
20

Batch File Name

Report File Name

Data Acquired
Data Processe

210 uL
. L-ALANINE-ESTER-R2.lcd
:1C-3-CHIRAL.lcm

: Default.lcr

112/16/2019 5:42:42 AM
d 1 12/16/2019 6:02:46 AM

<Chromatogram>

C:\LabSolutions\Data\Project1\DR.B.CHINNA RAJU\L-ALANINE-ESTER-R2.lcd

12/21/2019 13:57:31 1/

mv
| lg Det.A Ch1
':‘f
- 1
] i Hsc\rcozcsz
250 [
[ NH;
i (|
|
1 [ |
4 |
[ |
| | "‘ 5
07 777\‘ ‘ \ f -M,/J -
1 \ o/
\ [/
N \ \#‘/
" ' ‘ v : T : ' ‘ v :
0.0 25 5.0 7.5 10.0
min
1Det.A Ch1/
PeakTable
Detector A Chl
Peak# Ret. Time Area Height Area %
1 4.065 4123098 494891 99.779
2 5.112 9136 538 0.221
Tota 4132233 495429 100.000
HPLC of compound 2e
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12/21/2019 14:03:41 1 /1

==== Shimadzu LCsolution Analysis Report ====

C:\LabSolutions\Data\Project1\DR.B.CHINNA RAJU\18-12-2018\BCR-ALAMINE-ESTER1 .lcd

Acquired by - Admin

Sample Name : BCR--ALAMINE-ESTER
Sample ID : BCR--ALAMINE-ESTER
Tray# =

Vail # L,

Injection Volume 120 uL

Data File Name : BCR--ALAMINE-ESTER1.Icd
Method File Name 1 IC-3-CHIRAL.Icm

Batch File Name :

Report File Name - Default.ler

Data Acquired
Data Processed

<Chromatogram>

1 12/18/2019 6:17:33 PM
:12/19/2019 11:30:10 AM

C:\LabSolutions\Data\Project1\DR.B.CHINNA RAJU\18-12-2019\BCR--ALAMINE-ESTER1 .lcd

mV
kT 5 DetA Chi
] :13
| ‘ H3C._ CO,C3H5
250 NH;
o : s ~y
0 — T
1 T T T ‘ T T T I T T ‘ T T T T
00 25 5.0 T8 10.0
min
1Det.A Ch1/
PeakTable
Detector A Chl
Peal# Ret. Time Area Height Area %
1 4.067 5432753 535069 99.784
2 7.521 11772 986 0.216
Tota 5444525 536055 100.000
HPLC of compound 2f

S59



12/21/2019 13:47:07 1/

==== Shimadzu LCsolution Analysis Report ====

C:\LabSolutions\Data\Project1\DR.B.CHINNA RAJU\18-12-2019\L-SERINE-ESTER2.lcd

Acquired by - Admin

Sample Name . L-SERINE-ESTER
Sample ID . L-SERINE-ESTER
Tray# 1

Vail # 20

Injection Volume :20uL

Data File Name . L-SERINE-ESTER2.lcd
Method File Name - IC-3-CHIRAL.Ilcm
Batch File Name

Report File Name - Default.lcr

Data Acquired 1 12/18/2019 5:51:54 PM
Data Processed 1 12/19/2019 4:55:12 PM

<Chromatogram>

C:\LabSolutions\Data\Project1\DR.B.CHINNA RAJU\18-12-2019\L-SERINE-ESTER2.Icd

mv
| 2 Det.A Ch1
2
4 jies
1 il
[
il ‘ CO,CoH
500 I Ho/\f 2425
] ' NH,
250 ‘ |
0 p?—" 4 S ——
: T ‘ T T : I T T T T T T
0.0 25 5.0 75 10.0
min
1Det.A Ch1/
PeakTable
Detector A Chl
Peak# Ret. Time Area Height Area %
1 3.012 74505 5665 0.920
2 3.316 8025627 705744 99.080
Tota 8100133 711409 100.000
HPLC of compound 2p
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12/21/2019 13:45:36 1/ 1

==== Shimadzu LCsolution Analysis Report ====

C:\LabSolutions\Data\Project1\DR.B.CHINNA RAJU\18-12-2019\D-SERINE-ESTER1.lcd

Acquired by
Sample Name
Sample ID

Tray#

Vail #

Injection Volume
Data File Name
Method File Name
Batch File Name
Report File Name
Data Acquired
Data Processed

<Chromatogram>

- Admin

. D-SERINE-ESTER
. D-SERINE-ESTER
71

-0

20 uL

. D-SERINE-ESTER1.lcd
- 1C-3-CHIRAL.lcm

: Default.lcr
- 12/18/2019 5:26:35 PM
- 12/18/2019 5:36:40 PM

C:\LabSolutions\Data\Project1\DR.B.CHINNA RAJU\18-12-2019\D-SERINE-ESTER1.lcd

mV
] ] Det.A Ch1
4 ey
S
| i N
| I
500 ‘ CO,C,H
] I HO™ >\ ~-2-2r5
| -
1 i NH,
4 ‘ ‘I
250+ | \‘
j |
|
| [ 5
|\ o
Pt - * 4ﬁ—{c_,}__¢,, I e
T T T T T T T T T T T T T T T T
0.0 25 50 75 10.0
min
1Det.A Ch1/
PeakTable
Detector A Chl
Peak# Ret. Time Area Height Area %
1 3.289 6438301 671641 99.813
2 4.881 12045 141 0.187
Tota 6450345 671782 100.000
HPLC of compound 2q
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HPLC spectrums of the target compounds 3a-v, 3x-z, 3zb and 3ze-zg

INDIAN INSTITUTE OF CHEMICAL TECHNOLOGY
CROP PROTECTION CHEMICALS DIVISION

Acquired by : T RAMESH BABU
Sample Name :NAPHTHOXINONE
Sample ID : BCR-L-PA 85:15
Data Filename : NAPHTHO-11.led 3C\
Method Filename : ramesh.lem
Date Acquired : 18/07/2019
DABCR\WWAPHTHO-11.led
mAU
z
2250 i
} ]
2000
| e A
- O OCyH
1750 2
H

( N
(Seee>
! | O 0" Yo
|

1250 }

1000+ ‘
750 |

500 \

250 |

min
1 PDA Multi 1 /200nm - 500nm 2nm

PDA Chl 200nm - 500nm 2nm

Pealké# | ° Ret. Time | Area Area %
1] 15.08 28638753 99.89
2 16.23 32525 0.11
Total . ! 28671279 100.00

HPLC Spectrum of compound 3a
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Acquired by
Sample Name
Sample ID

Data Filename
Method Filename
Date Acquired

mAU

700~
600
500

100
300-
zom;

100

0 h'_r\f\_._ﬁ_ﬁ

0

INDIAN INSTITUTE OF CHEMICAL TECHNOLOGY
CROP PROTECTION CHEMICALS DIVISION

: T RAMESH BABU
: NAPHTHOXINONE

: BCR-D-PA

85:15

: NAPHTHO-10.led

: ramesh.lem
: 18/07/2019

5

D:ABCRINAPHTHO-10.1ed

16.19

b

pe

! @) OC3Hs

N/,'

1 PDA Multi 1 /200nm - 500nm 2nm

PDA Chl 200nm - 500nm 2nm

Peak# |
1

_ Total

Ret. Time |
1508
16.19

Area | Area%
= Rl = o0l
~12399144] 99.95
12405468 100.00

HPLC Spectrum of compound 3b
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INDIAN INSTITUTE OF CHEMICAL TECHNOLOGY

CROP PROTECTION CHEMICALS DIVISION

Acquired by : T RAMESH BABU

Sample Name : NAPHTHOXINONE

Sample ID : BCR-DL-PA 85:15

Data Filename : NAPHTHO-14.led

Method Filename : ramesh.lem 2C.

Date Acquired : 18/07/2019 i

DABCRNAPHTHO-14.lcd

mAU Tt .2, e = * o E

700 =

16.25

600-j COZC|2|H5

500 O o

400
|
300~ |
200+ / )
‘1 ’ ‘
100~ ‘ ‘ |
| i \
B 1\
| n J U \
0 et e e R s R J 3= e Mmoo
0 R 5 ! 10 15 20 . 25 .
min
1 PDA Multi 1 /200nm - 500nm 2nm
PDA Chl 200nm - 500nm 2nm e SR
Peak# | Ret. Time | Area |  Area%
| 15:11 11628652 i 50.61
e SRR | 11350082 49.39
Total 22978734  100.00]

HPLC Spectrum of compound 3¢
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Acquired by
Sample Name
Sample [D

Data Filename
Method Filename
Date Acquired

mAU
6501

600

550~
500
450 |
400
35&5
300
250-
200
150{
100 |

50

| A N n
e st )
0 Rl A ———— ‘“‘\U,———.__—

0.0

INDIAN INSTITUTE OF CHEMICAL TECHNOLOGY

CROP PROTECTION CHEMICALS DIVISION

: T RAMESH BABU

: NAPHTHOXINONE
: BCR-Br-L-PA
:NAPHTHO-18.led

: ramesh.lcm
1 19/07/2019

D:\BCR\NAPHTHO-18.lcd

o)

Br

OC,Hs

H
e
0] e}

2.5

|

5.0 7.5 10.0 12.5

1 PDA Multi 1 / 200nm - 500nm 2nm

PDA Chl 200nm - 500nm 2nm

_ Peakd#

Ret. Time

_15.08

Area |  Area%

10562341 | 99.76
24918)  0.24

10587259 ~100.00

HPLC Spectrum of compound 3d

<A

15.08

15.0

15

20.0
min
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INDIAN INSTITUTE OF CHEMICAL TECHNOLOGY
CROP PROTECTION CHEMICALS DIVISION

Acquired by : T RAMESH BABU
Sample Name : NAPHTHOXINONE
Sample ID : BCR-Br-D-PA
Data Filename : NAPHTHO-19.led
Method Filename : ramesh.lem 28
Date Acquired : 19/07/2019
D:ABCRWAPHTHO-19.led
mAU i
| 2
| g
400- > [
~\ ||
O _OC,Hs |
| H ‘
- g N£\© |
| (0) 6]
300+ |
' Br :
250 |
i
[ |
11
200 f
i
|
i
150 ‘ \
|
‘ [
100
| |
50 [ | I‘
[ |
\ FW |‘
M\ Z -2l | |
1 | il A vio|f \
0+ 2 L ‘\_.-__/‘[‘\_/’\ h_(_,/ \_4/\-,\—_—_,/\,#” .
0.0 2.5 5.0 T8 10.0 2.5 15.0 17.5 20.0

1 PDA Multi 1/200nm - 500nm 2nm

PDA Chl 200nm - 500nm 2Znm

Peak# | Ret.Time |  Area Area% |
1 15.16] 108859 1.37

| S 16.19] 7845797 98.63
Total i | 7954655 ~100.00

HPLC Spectrum of compound 3e
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INDIAN INSTITUTE OF CHEMICAL TECHNOLOGY
CROP PROTECTION CHEMICALS DIVISION

Acquired by : TRAMESH BABU
Sample Name : NAPHTHOXINONE
Sample ID : BCR-CI-L-PA
Data Filename : NAPHTHO-28.lcd
Method Filename : ramesh.lcm
Date Acquired : 23/07/2019
D:\BCR\NAPHTHO-28.lcd }%
mAU
=
800 ( N =
ORTOC;H
4 H |
O 0" Yo |
600 ‘
' cl
500+
|
400- i ‘
! |
| |
I
300+ ‘
! \
i ‘
1 |
200 |
100~ |
W i
| &
0 _h‘w S \)\ﬁ Y e S o e D T el
0 5 10 15 20 25
min
1 PDA Multi 1 /200nm - 500nm 2nm
PDA Ch1 200nm - 500nm 2nm
Peak# = Ret. Time Area | Area%
1| 15.16] 14300643 99.99
2 1 6.5?_| 916 0.01
Total 14301559 100.00

HPLC Spectrum of compound 3f
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INDIAN INSTITUTE OF CHEMICAL TECHNOLOGY

CROP PROTECTION CHEMICALS DIVISION

Acquired by : T RAMESH BABU
Sample Name : NAPHTHOXINONE
Sample ID : BCR-CI- D-PA
Data Filename : NAPHTHO-29.led
Method Filename - ramesh.lem
Date Acquired : 23/07/2019
D:ABCR\WAPHTHO-29.led
mAU 700 —
| g
| =
6504 3
(0] OC3Hs
600 H
! Ny,
i e
O PN
450 ‘
400~ l
350+
300
250+ i
200~ ‘
150 ‘
] \
| \ |
100 \ \
1 \
‘ \ ]
2| \ I
50~ \ |
0 iyl
1
0 5 10 15 20

1 PDA Mulii 1 /200nm - 500nm 2nm

PDA Chl 200nm - 500nm 2nm

Peak# | Ret.Time  Area | Area% |
1] 1645 12991219] 100,00
“Total 12991219 100.00

HPLC Spectrum of compound 3g

25
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Acquired by
Sample Name
Sample ID

Data Filename
Method Filename
Date Acquired

mAU

600~
550
500
450-
400-
350~
300~
250-
200
150~
100

50

=

INDIAN INSTITUTE OF CHEMICAL TECHNOLOGY

CROP PROTECTION CHEMICALS DIVISION

: T RAMESH BABU

: NAPHTHOXINONE
: BCR-OMe-L-PA

: NAPHTHO-25.led

: ramesh.lcm

: 22/07/2019

DABCR\WNAPHTHO-25.led

@) OC2Hs

H
&) f@
EEEs
Hs;CO

Imf\_w.vk ey

|
|
|

0

3 10 15

1 PDA Multi 1 / 200nm - 500nm 2nm

PDA Chl 200nm - 500nm Znm

Peaké |
|

_T_o_ta{ e

Ret. Time

lime | Area Area %
_22.13] 16536011 100.00
16536011 100.00

20

HPLC Spectrum of compound 3h

b

22.13

o~

¥
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INDIAN INSTITUTE OF CHEMICAL TECHNOLOGY
CROP PROTECTION CHEMICALS DIVISION

Acquired by : T RAMESH BABU

Sample Name : NAPHTHOXINONE

Sample ID : BCR-OMe-D-PA

Data Filename : NAPHTHO-26.lcd

Method Filename : ramesh. lem

Date Acquired 1 22/07/2019 e
D:\BCR\NAPHTHO-26.lcd 2\

mAU PO a5 W Py ¥ = == - o

23.78

200 g .
(@) OC5yHs

|
|
' H |
175 O Nm !
O O ‘

|

|

150+ HsCO O

100 - |
1
75
|
i
50
|
|
, |
i
b J |
| t , |
A o 2/ |
2 LR | M T e i) RN T
0 5 10 15 20 25

min

1 PDA Multi 1/200nm - 500nm 2nm

PDA Ch1 200nm - 500nm 2nm

Peak# | Ret. Time | Area | Area%
1| 2201 1331 0.02
2 Taam T R ~99.98
_ Total | 6496528 100.00

HPLC Spectrum of compound 3i
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INDIAN INSTITUTE OF CHEMICAL TECHNOLOGY

CROP PROTECTION CHEMICALS DIVISION

Acquired by 1 TRAMESH BABU
Sample Name : NAPHTHOXINONE
Sample ID : BCR-Me- L- PA
Data Filename : NAPHTHO-32.lcd
Method Filename : ramesh.lem
Date Acquired 1 23/07/2019
DABCRINAPHTHO-32.led
mAU
2
900+ N |
| 02 LoCH; g
f H !
i O NI\© |
(0) 0]
700
HsC |
600
500+
|
|
300 |
| |
200 {
] ||
100 r
| \ \
J| I S -
s e = Rl Sy B S| R Ll
0 5 10 15 20 25

min

I PDA Multi 1 /200nm - 500nm 2nm

PDA Chl 200nm - 500nm 2nm

Peak# = Ret. Time | Area Area %
1] 18.06 20616846 99.56
2 19.54 91109 0.44
Total 20707954 100.00

HPLC Spectrum of compound 3j .



INDIAN INSTITUTE OF CHEMICAL TECHNOLOGY
CROP PROTECTION CHEMICALS DIVISION

Acquired by T RAMESH BABU
Sample Name - NAPHTHOXINONE
Sample ID : BCR-Me- D- PA
Data Filename : NAPHTHO-33.lcd
Method Filename : ramesh.lem
Date Acquired 1 23/07/2019 €] o
DABCRINAPHTHO-33.led
mAU .
400 a
o
J
s A |:
I
350 e) OCyHs il

H
i N/,' 1]
I
300 ‘ £\© |
O 0" o .
HsC |

250 S g

150~ ‘
100 i
1
50 }
|
|

LA 54 #
0 —mrmed M A A e —— A \ - /

[ 18.06

min

1 PDA Multi 1/200nm - 500nm 2nm

PDA Chl 200nm - 500nm 2nm

Peak# = Ret.Time |  Area | Area%
A 1 1806] 39311 041
3| 19.55] 9536473 99,59
Total 9575784 100.00

HPLC Spectrum of compound 3k
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INDIAN INSTITUTE OF CHEMICAL TECHNOLOGY
CROP PROTECTION CHEMICALS DIVISION

Acquired by : T RAMESH BABU
Sample Name : NAPHTHOXINONE
Sample ID : BCR-3Me- L- PA
Data Filename : NAPHTHO-35.1ed
Method Filename : ramesh.lem
Date Acquired :23/07/2019
DABCR\NAPHTHO-35.lcd Sg.

mAU SN e N T -

600 =

550 - N

o OCyHs
H

500~ NI\©
450 ] (e ifichle]
CH3

400 L J

350

300
250 |

{
200~ ‘ ‘

150-

100+ |

o Jﬂ

O R L S e

0 5 10 15 20 25
min
1 PDA Multi 1 /200nm - 500nm 2nm

PDA Chl 200nm - 500nm 2nm

_ Peak# | Ret.Time |  Area 1 Area% |
1 1300 - 86773371 99.30
2] 14.64 "Gl ho

HPLC Spectrum of compound 3l
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INDIAN INSTITUTE OF CHEMICAL TECHNOLOGY
CROP PROTECTION CHEMICALS DIVISION

Acquired by : T RAMESH BABU
Sample Name : NAPHTHOXINONE
Sample ID : BCR-3Me- D- PA
Data Filename : NAPHTHO-34.lcd
Method Filename : ramesh.lem 2wy
Date Acquired :23/07/2019 =
DABCR\NAPHTHO-34.1cd
mAU s AL o
700+ ¥
Ox__OCoHs
| O O O
SOG-: CH3
4001
300+
|
\
|
200
\
100~ h |
[ |
. 4 | \
dﬂ = \
| A o S [\
0 A \
0 5 10 15 20 25
min
| PDA Multi 1/200nm - 500nm 2nm
PDA Ch1 200nm - 500nm 2nm
Peak# | Ret.Time | Area | Area%
el ) 13.80  20649| 0.17
(N ARSI . R, 99.83
Total o el 11911420,  100.00

HPLC Spectrum of compound 3m
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INDIAN INSTITUTE OF CHEMICAL TECHNOLOGY
CROP PROTECTION CHEMICALS DIVISION

Acquired by : TRAMESH BABU
Sample Name :NAPHTHOXINONE
Sample [D : BCR-L-ALA
Data Filename : NAPHTHO-38.lcd 20
Method Filename : ramesh. lem S
Date Acquired . 24/07/2019
D:ABCR\NAPHTHO-38.led
mAU s g s
1 o
275+ Z
250+ ( )
] Os_OCoHs
1 H
225 ‘ NICH3
200 l (0) O

175
150- I
125
100
75
50*7 ‘
25-|
] \ o N
] f | | 2 /\
B { Vw | \ A o /N
d l ‘ 3 O l(i i 15 20 25
I PDA Multi 1 /200nm - 500nm 2nm
PDA Ch1 200nm - 500nm 2nm
Peak Ret. Time | Area |  Area%
4 Jam - Aaneals 97.84
2] 1693 91619 2.16
Total 4233922 100.00

HPLC Spectrum of compound 30

min
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Acquired by
Sample Name
Sample ID

Data Filename
Method Filename
Date Acquired

mAU
150+

125

100~

75

50—

25+

) Aasny

0

: T RAMESH BABU
: NAPHTHOXINONE
: BCR-D-ALA
: NAPHTHO-37.lcd
: ramesh.lcm
: 24/07/2019
DABCR\NAPHTHO-37.lcd

CO,Cafs

B
[

Rl

ol

rf
14.69

16.90

3 10 15

1 PDA Multi 1 / 200nm - 500nm 2nm

PDA Chl 200nm - 500nm 2nm

Peak# |

L
~ Total

Faatare S —

Ret. Time

e | Area Area %
14.69 9977 0.37
1690 2702298 99.63
271227 ~100.00

20

HPLC Spectrum of compound 3p

INDIAN INSTITUTE OF CHEMICAL TECHNOLOGY
CROP PROTECTION CHEMICALS DIVISION

min



INDIAN INSTITUTE OF CHEMICAL TECHNOLOGY
CROP PROTECTION CHEMICALS DIVISION

Acquired by : TRAMESH BABU

Sample Name : NAPHTHOXINONE

Sample 1D : BCR-L-VAL

Data Filename : NAPHTHO-17.l¢cd

Method Filename : ramesh.lcm

Date Acquired : 19/07/2019 ZCL/

DABCRINAPHTHO-17.1cd

mAU

4

i

1100+

11.23

1000- Os__OC5Hs

CH
| H y
L

800~

700~

400~
300 ‘
200~

100- |

0 _____.*_,"_JI\_AA‘,\_J"\_J‘\-\,‘M__,,__,;\J} A

1 PDA Multi 1/200nm - 500nm 2nm

PDA Chl 200nm - 500nm 2nm

| Peak# | Ret.Time |  Area |  Area% |
54 (R 11.23] 12843476/ 100.00
~ Total 12843476  100.00

HPLC Spectrum of compound 3q

20.0
min
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INDIAN INSTITUTE OF CHEMICAL TECHNOLOGY
CROP PROTECTION CHEMICALS DIVISION

Acquired by : T RAMESH BABU
Sample Name : NAPHTHOXINONE
Sample ID : BCR-D-V At

Data Filename : NAPHTHO-15.1cd
Method Filename : ramesh.lem

Date Acquired 1 19/07/2019

37

DABCR\INAPHTHO-15.1ed

mAl‘i40(}_-——- e e 0

4

1300-

)
I

11.42

1200~ O OC2Hs

CH

: H 2
1

e

1000 |

900 L

800~
70
600
s00-
400

300-
200

100

0 e T WO

0.0 35 5.0

I PDA Multi | /200nm - 500nm 2nm

PDA Ch1 200nm - 500nm 2nm

Peak# | Ret.Time | Area |
I s 179%0]

[ 3 1143]  sa7ang|
Total 15492236

7.3 10.0 12.5 15.0 17.5

Area %
0.12
99.88
100.00

HPLC Spectrum of compound 3r

20.0
min
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INDIAN INSTITUTE OF CHEMICAL TECHNOLOGY
CROP PROTECTION CHEMICALS DIVISION

Acquired by : TRAMESH BABU
Sample Name : NAPHTHOXINONE
Sample ID : BCR-L-Leucine =
Data Filename : NAPHTHO-44.lcd o o
Method Filename : ramesh.lem
Date Acquired :25/07/2019
DABCR\NAPHTHO-44 lcd
mAU I 2

351

| 00yt
shas
o 0
25 |

20 ‘
|
1
15+
10
L
| ) |
i
0 Hdtrinny— it
0 5 10 15 20 25
min
1 PDA Multi 1/200nm - 500nm 2nm
PDA Chl 200nm - 500nm 2nm :
Peak# Ret. Time Area | Area%
= 11.32] 464145 100.00
Total T 464145 100.00

HPLC Spectrum of compound 3s
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INDIAN INSTITUTE OF CHEMICAL TECHNOLOGY
CROP PROTECTION CHEMICALS DIVISION

Acquired by : TRAMESH BABU
Sample Name : NAPHTHOXINONE
Sample ID : BCR-D-Leucine
Data Filename : NAPHTHO-45.lcd T
Method Filename : ramesh.lem 2%
Date Acquired 1 26/07/2019
DABCR\NAPHTHO-45 led
mAU s A 4
2
550 ‘
500 ’ﬁ COCpHs

] ' N,
450 O /g\(
* Sy
400 ’

350

300-; J
250- |
200 (
150-

100 ([

50 f |

I
I A e N ‘.n '

0 5 10 15 20 23
min
1 PDA Multi 1/200nm - 500nm 2nm

PDA Chl 200nm - 500nm 2nm

Peak# | Ret.Time |  Area [ Area% |
g 1.6 7189186 100.00
Total 7189186 100.00

HPLC Spectrum of compound 3t
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Acquired by
Sample Name
Sample ID

Data Filename
Method Filename
Date Acquired

mAU

900
0.
700
600
500
400
300

200+

INDIAN INSTITUTE OF CHEMICAL TECHNOLOGY
CROP PROTECTION CHEMICALS DIVISION

: T RAMESH BABU
: NAPHTHOXINONE
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S90. 2D NMR Spectrums of compounds 3zb, 3ze and 3zg
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