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Coordinates of the compounds 3a-f represented in the CIE map 1931.

Fig S120. Pictures of compounds a) 3a and b) 3b in different solvents were taken under a 365 nm

UV lamp.
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Fig SI1. *H NMR spectrum (CDCI;) of 3a derivative.
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Fig SI2. 3C NMR spectrum (CDCl;) of 3a derivative.
Data:322 MEHF-48 Acquired:2/7/2017 8:39:16 AM
Sample Name:Dr Martinez Roberto/ Operador:Carmen Garcia-Javier Perez Operator:AccuTOF
Description: Mass Calibration data:Cal Peg 600
lonization Mode:ESI+ Created:2/7/2017 4:35:19 PM
History:Determine m/z[Peak Detect[Centroid,50,Area];Correct Base[50.0%]]:Correct Base[5.0%];Average(MS[1] 1.1) Created by:AccuTOF
Charge number:1 Tolerance:20.00(mmu) Unsaturation Number:1.0 .. 30.0 (Fraction:Both)

Element:'?C:0 .. 24, 'H:1 .. 30, ™N:1..1,1%0:0 .. 2

Relative Intensity

a0 248.16563
50 4
e R T o o o o I
247.50 248.00 248.50

miz
Mass Intensity Calc. Mass MessDiference | Massibliierence Possible Formula Unsaturation Number |
(mmu) (ppm) |
24816563  711487.30  248.16505 0.57] 2.31 2C15'Hz2""N1"80; | 5.5

Fig SI3. HRMS spectrum of 3a derivative.
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Fig S14. *H NMR spectrum (CDCl;) of 3b derivative.
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Fig SI5. 3C NMR spectrum (CDCl;) of 3b derivative.
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Data:321 MEHF-47- Acquired:2/9/2017 8:01:25 AM

Sample Name:Dr Martinez Roberto/Operador:Carmen Garcia-Javier Perez Operator:AccuTOF
Description: Mass Calibration data:Cal Peg 600
lonization Mode:ESI+ Created:2/9/2017 11:02:14 AM

History:Determine m/z[Peak Detect[Centroid 50,Area];Correct Base[50.0%]);Correct Base[5.0%];Average(MS[1] 1..1) Created by:AccuTOF

Charge number:1 Tolerance:3.00(mmu) Unsaturation Number:1.0 .. 30.0 (Fraction:Both)
Element:"2C:1 .. 30, H:1 .. 50, ¥N:1 .. 2, 60:2 .. 4

Relative Intensity

344.16477
50
D_||‘||||v|||||||1||||||v||\|||||v|v|
343.90 344.00 344.10 344.20 344.30
miz
Mass Intensity Calc. Mass Mass Diftersnce. | Mass. Dlﬁarence‘ Possible Formula Unsaturation Number
(mmu) (ppm) |
| 34416477 451692.30  344.16505 -0.28 -0.83] "?Cz3"Hz2 N1 50, 13.5

Fig SI6. HRMS spectrum of 3b derivative.
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Fig SI7. *H NMR spectrum (CDCI;) of 3¢ derivative.
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Fig SI8. 13C NMR spectrum (CDCl;) of 3c derivative.

Data:323 MEHF-49

Sample Name:Dr Martinez Roberto/ Operador:Carmen Garcia-Javier Perez

Description:

lonization Mode:ESI+

History:Determine m/z[Peak Detect[Centroid,50,Area];Correct Base[50.0%]];Correct Base[5.0%];Average(MS[1] 1..1)

Charge number:1
Element:"2C:0 .. 24, '"H:1 .. 30, %0:0 .. 4

Tolerance:5.00({mmu})

Relative Intensity

20 275.12751

Acquired:2/7/2017 8:41:35 AM
Operator:AccuTOF

Mass Calibration data:Cal Peg 600
Created:2/7/2017 4:51:59 PM
Created by:AccuTOF

Unsaturation Number:1.0 .. 30.0 (Fraction:Both)
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miz
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Mass Difference
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Mass ‘ Intensity ‘ Calc. Mass

T
276.00
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7.5

Fig SI9. HRMS spectrum of 3c derivative.
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Fig S110. *H NMR spectrum (CDCI;) of 3d derivative.
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Fig SI11. 3C NMR spectrum (CDCl;) of 3d derivative.
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Data:324 MEHF-50

Sample Name:Dr Martinez Roberto/ Operador:Carmen Garcia-Javier Perez

Description:

lonization Mode:ESI+

History:Determine m/z[Peak Detect[Centroid,50,Area];Correct Base[50.0%]];Correct Base[5.0%];Average(MS[1] 1..1)

Charge number:1
Element:'2C:0 .. 24, 'H:1 .. 30, ™N:1 .. 1, 600 .. 4

Tolerance:5.00(mmu)

Relative Intensity
100

Acquired:2/7/2017 8:43:33 AM
Operator:AccuTOF

Mass Calibration data:Cal Peg 600
Created:2/7/2017 4:55:06 PM
Created by:AccuTOF

Unsaturation Number:1.0 .. 30.0 (Fraction:Both)
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miz
Mass Intensity Calc. Mass Mass Difference | Mass Difference Possible Formula Unsaturation Number
(mmu) (ppm)
262.14483 131235645  262.14432 0.51 1,94] C1s'Hz N1 005 6.5
Fig SI12. HRMS spectrum of 3d derivative.
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Fig SI113. 'H NMR spectrum (CDCI;) of 3e derivative.
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Fig SI14. 13C NMR spectrum (CDCl;) of 3e derivative.
+ Scan (rt: 0.071-0.221 min)
%108 +ESI Scan (rt: 0.071-0.221 min, 10 scans) Frag=175.0V 3e-5074.d
T 234.1146
4
-
P
.
L A L sl A
0= T T T T T T T T T T T T T T T T
100 200 300 400 500 600 700 800 900 1000 1100 1200 1300 1400 1500 1600 1700

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

Fig SI15. HRMS spectrum of 3e derivative.
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Fig SI117. 3C NMR spectrum (CDCl;) of 3f derivative.
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Data:325 MEHF-51 Acquired:2/7/2017 8:45:44 AM

Sample Name:Dr Martinez Roberto/ Operador:Carmen Garcia-Javier Perez Operator:AccuTOF
Description: Mass Calibration data:Cal Peg 600
lonization Mode:ESI+ Created:2/7/2017 4:58:05 PM

History:Determine m/z[Peak Detect[Centroid,50, Area];Correct Base[50.0%]];Correct Base[5.0%];Average(MS[1] 1..1) Created by:AccuTOF

Charge number:1 Tolerance:5.00(mmu) Unsaturation Number:1.0 .. 30.0 (Fraction:Both)
Element:'2C:0 .. 24, "H:1 .. 30, 160:0 .. 5

Relative Intensity
100

267.12294
50 4
0, 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
266.90 267.00 267.10 267.20 267.30 267.40
miz
Mass Intensity Calc. Mass Mass Difference Mass Difference Possible Formula Unsaturation Number
(mmu) (ppm) |
| 26712294 39245381  267.12329 031 -1.15/"2C14™H1e"*0s 5.5

Fig SI18. HRMS spectrum of 3f derivative.
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Fig SI20. Pictures of compounds a) 3a and b) 3b in different solvents were taken under a 365 nm
UV lamp.



