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1. Infrared characterization

Amino acids-1,4-naphthoquinone derivatives:
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Amino acids-2,3-dichloronaphthoquinone derivatives:
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2. NMR characterization.
Amino acids-1,4-naphthoquinone derivatives:
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'H NMR (300 MHz, DMSO-dj)
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13C NMR (75 MHz, DMSO)
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© 13C NMR (75 MHz, DMSO)

NAsn.2.fid

WLWWMMWWW —

280 260 240 220 200 180 160 140 120 100 80 60 40 20
f1 (ppm)

00

Amino acids-2,3-dichloronaphthoquinone derivatives:
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3C NMR (101 MHz, MeOD)
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3. Mass spectrometry characterization of compounds 3c, 3e, 4b, 4c and 4e.
(3¢)
Data:U-278 NM1-MS-GC Acquired:2/28/2018 10:26:25 AM
Sample Name:Lizbeth Rodriguez Operator:AccuTOF
Description: Mass Calibration data:Cal Peg 600
lonization Mode:ESI+ Created:3/7/2018 9:26:00 AM
History:Determine m/z[Peak Detect{Centroid,30,Area];Correct Base[1.0%]];Comect Base[5.0%];Average(MS[1] 0..1)  Created by:

Charge number:1 Tolerance:2.00(mmu) Unsaturation Number:0.0 .. 20.0 (Fraction:Both)
Element:2C:0 .. 22, 'H:1.. 50, *N:0 .. 3, %0:3 .. 5, 28:1 .. 1

Relative Intensity

15

10

5_

] 306.08012

: 307.08466
i 306.48090 306.79377 [

e e L E e o e e e e L E e e e e B e B e e R s s s s
305.50 306.00 306.50 307.00
miz
Mass | Intensity | Calc. Mass Mass(mﬁ;e""e M&(%e)‘e‘“’e Possible Fomula Unsaturation Number
306.08012 759135  306.08000) 0.12 0.38"2C15'H1s™N1°04%2S+ 95




(3e)

Data Filename NAsn.d Sample Name NAsn

Sample Type Sample Position P1-B3

Instrument Name LC QTOFLANCIC User Name

Acq Method Ine directa pos.m Acquired Time 8/2/2018 2:19:53 PM
IRM Calibration Status E==== oA Method Default.m

Comment

Sample Group Info.

Stream Name

User Spectra

Version

Acquisition SW

6200 series TOF/6500 series
Q-TOF B.06.01 (B6172 SP1)

Fragmentor Voltage

150

Collision Energy Ionization Mode
0 ESI

x10 S
5-

2.5

+ESI Scan (rt: 0.232 min) Frag=150.0V NAsn.d

311.0675

599.1448

Lk ll.lj Ak

953.1676

0

200 COLﬂ’RQ vs.

(4b)

Data:U-279 NCLA-MS

Sample Name:Lizbeth Rodriguez

Description:
lonization Mode:ESH

History:Determine m/z[Peak Detect{Centroid, 30, Area.Correct Base[1.0%]}:Correct Base[5.0%]Average(MS{1] 1..1)

Charge number:1

Element:2C:0 .. 22, 'H:1 .. 50, *CI'1 ..

Relative Intensity

Tolerance:2.00(mmu)
1,¥C0 .. 1,“N0 .. 3, %03 .5

YTy -850 (/290

Acquired:2/28/2018 10:29:53 AM
OperatorAccuTOF

Mass Calibration data:Cal Peg 600
Created:3/7/2018 9:35:13 AM
Created by:

Unsaturation Number:5.0 .. 20.0 (Fraction:Both)

) 280.03875
- 279.15629
o 27975547 enlieest 28183933
279‘.00 ' 28(;.“] ' 28{00 ' 282‘.00
miz
Mass Intensity_] Calc. Mass Mass('?“‘“:;"“ce M&(%e{em Possible Formula Unsaturation Number
280.03879 689879 280.03766 1.09 3.8 2C1a'Hi=Cli *Ny' 84




(4¢)
Data:U-280 NCLM-MS
Samp!e Nanel.lzbeth Rodriguez

Description:
lonization Mode:ESI+
History:Determine m/z[Peak Detect{Centroid, 30, Area];,Comrect Base[1.0%]];Comrect Base([5.0%]:Average(MS[1] 1..1)

Acquired:2/28/2018 10:32:39 AM
Operator:AccuTOF

Mass Calibration data:Cal Peg 600
Created:3/7/2018 9:48:45 AM
Created by:

Charge number: 1 Tolerance:2.00(mmu) Unsaturation Number:5.0 .. 20.0 (Fraction:Both)
Element:2C:0 .. 22, 'H:1 .. 50,%CL1 .. 1, ¥CLO .. 1, N:0 .. 3, %0:3 .. 5, ¥S:1 .. 1
Relative Intensity
10-
5]
: 340.04014
1 339.05995 S 341.3i1204
-1 T ~r T T T T T T T T T T T T T
! 339l 00 34CII 00 341[ 00
miz
Mass | Intensity | Calc.Mass M“‘“&ﬁ"‘f‘“ Mass("-;"p“me)‘e'“ Possible Formuia Unsaturation Number
340.04014 4128489  340.04103 -0.89 -2.612C15™His=Cly N1 %0425, 94
(4e)
Data Filename NCL2Asn.d Sample Name NCI2Asn
Sample Type Sample Position P1-B5
Instrument Name LC QTOF-LANCIC User Name
Acq Method Ine directa pos.m Acquired Time 8/2/2018 2:34:02 PM
IRM Calibration Status EiEES oA Method Default.m
Comment
Sample Group Info.
Stream Name LC1 Acquisition SW 6200 series TOF/6500 series
Version Q-TOF B.06.01 (B6172 SP1)

User Spectra

Ionization Mode

Fragmentor Voltage
150 ESI

Collision Energy
o

6
x10 345.0287

11 667.0678

l

+ESI Scan (rt: 0.246 min) Frag=150.0V NCL2A...

1029.0485

200 COLﬂ’Qg vs. I\m—to—Cﬁngge (n:||&90



