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Table S6: Determination of activation energy (4G7) from coalescence temperatures T and rate exchange Kexch
at different chemical shift for the isomers of 5.

Figure S3: Stability of compound 1d in DMSO; A) From top to bottom: full-MS of compound 1d upon

overnight incubation in DMSO; compound 1d freshly dissolved; INH dissolved in DMSO. B) Fragmentation
pattern of the compounds (MS-MS (ESI)@cid30.0).

Figure S4: a. UV-vis spectra obtained for compound 1c as function of pH variation. b. Plots of absorbance for 3
wavelength values (A/nm) as function of pH.

Figure S5: a. UV-vis spectra obtained for compound 1a as function of pH variation. b. Plots of absorbance for 3
wavelength values (A/nm) as function of pH.

Figure S6: a. UV-vis spectra obtained for compound 1b as function of pH variation. b. Plots of absorbance for 3
wavelength values (A/nm) as function of pH.

Figure S7: a. UV-vis spectra obtained for compound 5 as function of pH variation. b. Plots of absorbance for 4
wavelength values (A/nm) as function of pH.

Figure S8: a. UV-vis spectra obtained for compound 7 as function of pH variation. b. Plots of absorbance for 4
wavelength values (A/nm) as function of pH.

Mass HRMS and NMR data of compounds 2-11 synthetized



geometry E(HF) AE(ua) AE(kcal) %
transE_1la -801,482133 | 0,00219939 | 1,38016121 | 8,87
cisE_la -801,484332 | 0 0 91,12
transZ_1la -801,475096 | 0,0092361 | 5,79583747 | 0,0005
cisZ_1la -801,475228 | 0,00910358 | 5,71267852 | 0,0006

Table S1: Geometries and energies (in atomic units) of minima for cis and transE-isomers of 1a obtained at the
HF STO-3G level in the gas phase.




Table S2: Calculated and experimental *H and *3C NMR chemical shifts in the DMSO, for cis and trans E
isomers of 1a using the numbering of the modelling.

transE-1a cisE-1a
nuclei calculated &(ppm) experimental &(ppm)
C trans cis majo mino
1,5 129.35 128.94 128.88 128.41
2,4 113.60 113.48 115.57 115.47
3 158.28 157.87 159.5 159.12
6 125.16 125.14 124.8 124.79
7 146.08 143.45 149.16 144.82
10 160.15 166.16 161.08 167.18
12 140.67 141.31 140.49 141.68
14,15 119.86 122.50 121.27 122.92
13,16 150.06 148.92 150.07 149.16
H trans cis majo mino
19.22 7.73 7.66 7.81 7.6
20.21 6.87 6.78 6.88 6.8
23 7.82 7.44 8.37 8.01
25.28 8.72 8.74 8.78 8.72
26.27 7.57 7.55 7.6 7.35
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Figure S1: *H NMR spectra at increasing temperature (298 to 388K and then return to 298K) of compound 1a

Table S3: Determination of activation energy (4G*) from coalescence temperatures T, and rate exchange Kexch
at different chemical shift for the 1a isomers.

Nuclei T (K) Kexch (HZ) AG* (kcal/mol)
Hss 338 33.97 17.52
H-C=N 368 239.1 17.71
H2s 352 102.6 17.50
Hye 362 153.2 17.73
Hs s 342 51.28 17.45

Mean value : AG*= 17.58 kcal.mol*



geometry E(HF) AE (kcal/mol) %
transE_5_1 -872,506656 2,57 0,94
transe_ 5 _2 -872,508008 1,72 3,94
transZ_5_1 -872,501501 5,81 0,004
transZ_5_2 -872,500381 6,51 0,001
ciseE 5_1 -872,509651 0,69 22,49
CisE_5_2 -872,510757 0 72,54
cisZ_5_1 -872,504306 4,05 0,078
cisZ 5 2 -872,49888 7,45 0,0002

Table S4: Geometries and energies of minima for cis and transE-isomers of 5 obtained at the HF STO-3G level
in the gas phase.




Table S5: Calculated and experimental *H and 3C NMR chemical shifts in the DMSO, for cis and trans E
isomers of 5 using the numbering of the modelling.

C transE CisE majo mino

1 119.85 122.39 121.55 122.01
2 150.15 148.99 150.77

4 150.15 148.99 150.77

5 119.85 122.39 121.55 122.01
6 140.43 141.46 140.35 140.35
7 160.20 166.75 162.1 168.4
11 147.40 144.73 150.03 149.99
12 131.44 131.72 132.43 132.27
13 121.33 121.29 122.01 122.01
14 119.16 117.15 119.02 118.57
15 118.96 120.81 119.02 118.57
16 147.50 147.45 140.97 140.97
17 121.80 121.36 124.36 124.2
20 121.76 121.73 122.01 122.01
H transE CcisE majo mino

21 7.63 7.59 7.86 7.68

22 8.76 8.55 8.80 8.8

23 8.76 8.55 8.80 8.8

24 7.63 7.59 7.86 7.68

26 8.08 7.82 8.60 8.23

27 7.91 7.76 7.82 7.75

28 7.71 7.49 7.61 7.3

29 8.15 7.81 7.84 7.66

31 8.08 8.02 8.13 8.08
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Figure 2-Sl: 'H NMR spectra at increasing temperature (298 to 388K and then return to 298K) for 5

Table S6: Determination of activation energy (AG#) from coalescence temperatures T and rate exchange Kexch
at different chemical shift for the isomers of 5.

Nuclei T (K) Kexch (H2) AG” (kcal/mol)
Hss 328 26.64 17.14
H-C=N 358 239.76 17.20
Hs: 338 35.30 17.49
Hy o/H26 348 108.56 17.25
H7: 358 199.80 17.33

Mean value: AG” =17.28 kcal/mol



Figure S3: Stability of compound 1d in DMSO; A) From top to bottom: full-MS of compound 1d upon
overnight incubation in DMSO; compound 1d freshly dissolved; INH dissolved in DMSO. B) Fragmentation
pattern of the compounds (MS-MS (ESI)@cid30.0).
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Figure S4: a. UV-vis spectra obtained for compound 1c as function of pH variation.
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Figure S4: b. Plots of absorbance for 3 wavelength values (A/nm) as function of pH.
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Figure S5: a. UV-vis spectra obtained for compound la as function of pH variation.

Figure S5: b. Plots of absorbance for 3 wavelength values (\/nm) as function of pH.
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Figure S6: a. UV-vis spectra obtained for compound 1b as function of pH variation.
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Figure S6: b. Plots of absorbance for 3 wavelength values (A/nm) as function of pH



Figure S7: a. UV-vis spectra obtained for compound 5 as function of pH variation.
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Figure S7: b. Plots of absorbance for 4 wavelength values (A/nm) as function of pH
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Figure S8: a. UV-vis spectra obtained for compound 7 as function of pH variation.
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Figure S8: b. Plots of absorbance for 4 wavelength values (A/nm) as function of pH
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Compound 2

Elemental Composition Report 9 I/\NH Page 1
N
- X NT X X
Single Mass Analysis I
Tolerance = 3.0 PPM / DBE: min=-1.5, max = 80.0 N =~

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

Monoiscotopic Mass, Even Electron lons

225 formula(e) evaluated with 1 results within limits (up to 20 closest results for each mass)
Elements Used:

C:0-50 H:0-100 N:0-10 0O:0-10

Cone voltage = 30 V XEVO-G2QTOF#YCA210 17-Jan-2017 10:01:44
ISO-1 50 (0.499) AM2 (Ar,14000.0,0.00,0.00); Cm (47:59-31:38x2.000) 1: TOF MS ES+
2.80e+006

216.0886238.0704

453.1 500 485 .0876?—07'0688 685.4357 242.0382

126.4946

331.2088348.0214 574.9848 710.0972

miz

100 150 200 250 300 350 400 450 500 550 600 650 700 750 800
Minimum: -1.5
Maximum: 1.0 3.0 80.0
Mass Calec. Mass mDa FEM DBE i-FIT Norm Cenf (%) Formula
216.0886 216.0885 0.1 0.5 8.5 691.3 n/a nfa C10 K10 NS O
Cone voltage = 30 V XEVO-G2QTOF#YCA210 17-Jan-2017 10:01:44
1SO-1 50 (0.499) AM2 (Ar,14000.0,0.00,0.00); Cm (47:59-31:38x2.000) 1: TOF MS ES+
216.0886 2.80e6
100+
3
238.0704
1 126.4946
178.9466
l o010 2070 3312088 3632139 4531500 4850876
Ll |. l v i Ll. JL PR SN | N 1 L
0— 1 | B 1 T 1 T 1 Ll 1 |l Ll |l 1 Ll Ll | 1 |l |l |l 1 |l |l |l 1 Ll 1 m,z
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800
1ISO-1 (0.033) Is (1.00,1.00) C10HSN50O 1: TOF MS ES+
216.0885 8.79e12
100+
| e
) 217.0910
0 T T T T T T T T 1 miz

100 150 200 250 300 350 400 450 = 500 = 550 600 650 700 750 800



Elemental Composition Report Com pound 3 Page 1

Single Mass Analysis O / '\i

Tolerance = 3.0 PPM / DBE; min =-1.5, max = 50.0 _N >

Element prediction: Off | ~N H AN H

Number of isotope peaks used fori-FIT =3 N,

Monoisotopic Mass, Even Electron lons

321 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass)

Elements Used:

C:0-50 H:0-100 N:0-10 0O:0-10

30

ISO 2C 75 {0.493) AM2 (Ar,14000.0,0.00,0.00); Cm (66:75-34:46x2.000) 1: TOF MS ES+
1.66e+006

1 239.0905 2561048 3500573

133.5542 S .288.0865 vV 4451217 503.1110 553.1832 6556.3803. 678.3665 758.4560

100 150 200 250 300 350 400 450 500 550 600 650 700 750 800

Minimum: -1.5
Maximum: 1.0 3.0 30.0
Mzss Calec. Mass mDa PPM DBE i-FIT Norm Conf (%) Fermula
266.1048 266.1042 0.6 2.3 11.5 431.7 n/fa n/a Cl4 H12 NS ©
30
ISO 2C 75 (0.493) AM2 (Ar,14000.0,0.00,0.00); Cm (66:75-34:46x2.000) 1: TOF MS ES+
266.1048 1.66e6
100+
T
267.1074
288.0865
5 133.5542 2151263 )39 0905 | | 289.0898 3500573 4454517 5031110 553.1832 6563803 678.3665 7584560
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800
ISO 2C (0.031) Is (1.00,1.00) C14H11N50 1: TOF MS ES+
266.1042 8.42e12
100+
5
267.1069
268.1094
0 T T T T T T T T T T T T T T  miz

100 150 200 250 300 350 400 450 500 550 600 650 700 750 800



Elemental Composition Report

Single Mass Analysis

Tolerance = 3.0 PPM / DBE: min =-1.5, max = 50.0

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

Menoisotopic Mass, Even Electron lons

321 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass)

Elements Used:

C:0-50 H:0-100 N:0-10 0O:0-10

30

ISO 3C 80 (0.521) AM2 (Ar,14000.0,0.00.0.00); Cm (72:101)

10041021248 238.0722 2551041

288.0B62352.2409 413.2661

493.3469  553.1826

615.1

527

6578.3632

Compound 4

758.4487

Page 1

1: TOF MS ES+
4.17e+006

781.1721

100 150 200 250 300 350 400 450 500 550 500 650 700 750 800
Minimum: -1.5
Maximum: 1.0 3.0 30.0
Mzss Calec. Mass mDa PPM DBE i-FIT Norm Conf (%) Fermula
266.1041 266.1042 -0.1 -0.4 11.5 586.7 n/fa n/a Cl4 H12 NS ©
30
ISO 3C 80 (0.521) AM2 (Ar,14000.0,0.00,0.00); Cm (72:101) 1: TOF MS ES+
266.1041 4.17e6
100~
LIS
| 267.1068
102.1248 '
11 289.0891 ! 53.1826
o — 214.0901.236.0722 | [PV 365 9409 413.2661 493.3469 \ 615.1527  678.3632 758 44877511721
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800
ISO 3C (0.031) Is (1.00,1.00) C14H11N50 1: TOF MS ES+
266.1042 8.42e12
100~
Pl
267.1069
268.1094
o 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 1 mlz
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800



Elemental Composition Report Com pound 5 Page 1

(@] —

Single Mass Analysis NH
Tolerance = 3.0 PPM [/ DBE; min =-1.5, max = 50.0 = N/N ~ \N/
Element prediction: Off | H

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

Menoisotopic Mass, Even Electron lons

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

C:0-50 H:0-100 N:0-10 O:0-10

30
ISO 4C 81 (0.526) AM2 (Ar,14000.0,0.00.0.00); Cm (74:89) 1: TOF MS ES+
1.88e+007
1005 102.1249 266.1046
214,0904 288.0862 410.1359 §31.2002 553.1826  615.1523  689.1584 765.1663

100 150 200 250 300 350 400 450 500 550 600 650 700 750 800

Minimum: -1.5
Maximum: 1.0 3.0 30.0
Mzss Calec. Mass mDa PPM DBE i-FIT Norm Conf (%) Fermula
266.1046 266.1042 0.4 1.5 11.5 721.2 n/fa n/a Cl4 H12 NS ©
30
ISO 4C 81 (0.526) AM2 (Ar,14000.0,0.00,0.00); Cm (74:89) 1: TOF MS ES+
266.1046 1.88e7
100+
3
267.1070
1 288.0862
102.124
ok pelan 214.0904 ( 410.1359 531.2002 953.1826  g45 1523 689.1584 765.1663
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800
ISO 4C (0.031) Is (1.00,1.00) C14H11N50 1: TOF MS ES+
266.1042 8.42e12
100+
| S
267.1069
268.1094
0 T T T . T T T T T T T T T T y mfz
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Elemental Composition Report Com pound 6 Page 1

Single Mass Analysis 0 / NH

Tolerance = 3.0 PPM / DBE: min =-1.5, max = 50.0 N

Element prediction: Off Zd H

Number of isotope peaks used fori-FIT =3 N |

Monoisotopic Mass, Even Electron lons

352 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass)

Elements Used:

C:0-50 H:0-100 N:0-10 0O:0-10

30

ISO 5C 80 {0.521) AM2 (Ar,14000.0,0.00,0.00); Cm (77:91) 1: TOF MS ES+
1.18e+007

279.1250

1 102.1250 1860.0753

301.1067 413.2667  478.2237 557.2420_579.2240597.2717 _ 691.3836709.1810 799.4%
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800

Minimum: -1.5
Maximum: 1.0 3.0 30.0
Mzss Calec. Mass mDa PPM DBE i-FIT Norm Conf (%) Fermula
279.1250 279.1246 0.4 1.4 11.5 701.7 =nfa  n/fa C16 H15 N4 ©
30
ISO 5C 80 (0.521) AM2 (Ar,14000.0,0.00,0.00); Cm (77:91) 1: TOF MS ES+
279.1250 1.18¢7
100-
=
280.1278
301.1067
102.1250 i 579.2240
: 1600753 790719 | | 302.1008 4132667 478.2237 557.2420 |~ 597.2717 _ 691.3836709.1810__799.496
100 150 200 | 250 | 300 = 350 | 400 450 500 550 | 600 | 650 700 750 | 800
ISO 5C (0.031) Is (1.00,1.00) C16H14N4O 1: TOF MS ES+
279.1246 8.26012
100+
"
280.1275
281.1302
0 T T T T - T T T T T T T T T lmlz

100 150 200 250 300 350 400 450 500 550 600 650 700 750 800



Elemental Composition Report Com pound 7 Page 1

e X NH

Single Mass Analysis 0 ]

Tolerance = 3.0 PPM [/ DBE; min =-1.5, max = 50.0 N~ v N

Element prediction: Off = | ” \

Number of isotope peaks used for i-FIT =3 N~ =~

Menoisotopic Mass, Even Electron lons

248 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass)

Elements Used:

C:0-50 H:0-100 N:0-10 O:0-10

30

ISO BC 77 {0.504) AM2 (Ar,14000.0,0.00,0.00); Cm (71:90-8:51x2.000) 1: TOF MS ES+
1.34e+006

1 201.0898 230-1038 ,c) 0gss 314.0564 371.0094
; I ' A 481.1815 £15.1579 635.1585 684.1509 764.1920

100 150 200 250 300 350 400 450 500 550 600 650 700 750 800

Minimum: -1.5
Maximum: 1.0 3.0 30.0
Mzss Calec. Mass mDa PPM DBE i-FIT Norm Conf (%) Fermula
230.1038 230.1042 -0.4 =1.7 8.5 370.9 nfa n/a Cll H12 N5 ©
30
ISO 6C 77 (0.504) AM2 (Ar,14000.0,0.00,0.00); Cm (71:90-9:51x2.000) 1: TOF MS ES+
230.1038 1.34e6
100+
=
252.0858
253.0886
; 120.0530  201.0896 314.0564 371.0994 BLAR 615.1579.635.1585 684.150 7641920
1 1 T IL 1 1 . T 1 - T 1 ‘I 1 1 1 T s |l 1 1 T 1 . 1 + U T * 1 1 1 T 1 m Z
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800
ISO 6C (0.031) Is (1.00,1.00) C11H11N50O 1: TOF MS ES+
230.1042 8.69e12
100+
e
231.1067
0 T T T T T T T T T T T T T T T T y mfz

100 150 200 250 | 300 350 400 450 500 550 600 650 700 750 800



Elemental Composition Report

Single Mass Analysis

Tolerance = 3.0 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

327 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass)

Elements Used:

C:0-50 H:0-100 N:0-10 O:0-10

30

ISO 7C 80 {0.521) AM2 {Ar,14000.0,0.00.0.00); Cm (71:96)

265.1094

1 102.1249 413.2656

214,0901 _287.0909 349.0609

Compound 8 Page 1
0 NH
N |
— N/ N
| H
N
1: TOF MS ES+
1.71e+007
520.2106 551.1918 _ 613.1630 __ 681.1520 703.1882 1>/ 4536

100 150 200 250 300 350 400 450 500 550 600 650 700 750 800
Minimum: -1.5
Maximum: 1.0 3.0 30.0
Mzss Calec. Mass mDa PPM DBE i-FIT Norm Conf (%) Fermula
265.1094 265.1089 0.5 1.9 11.5 703.6 nfa n/a Cl5 H13 N4 ©
30
ISO 7C 80 (0.521) AM2 (Ar,14000.0,0.00,0.00); Cm (71:96) 1: TOF MS ES+
265.1094 1.71e7
100+
O\O‘_
266.1118
287.0909
102.1249 288.0938
il 214.0901 . 349.0809 4132656 5595106 511918 6134630 6811520 757.4536 o
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800
ISO 7C (0.031) Is (1.00,1.00) C15H12N40 1: TOF MS ES+
265.1089 8.35e12
1004
| IS
266.1118
267.1144
0 T T T T g T T T T T T T T T T T 1 m/Z
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800



Elemental Composition Report Com pound 9 Page 1

. : 0 NH

Single Mass Analysis |

Tolerance = 3.0 PPM [/ DBE; min =-1.5, max = 50.0 = N/N NS

Element prediction: Off | H

Number of isotope peaks used for i-FIT =3 N~

Monoisotopic Mass, Even Electron lons Br

759 formula(e) evaluated with 3 results within limits (up to 50 best isotopic matches for each mass)

Elements Used:

C:0-50 H:0-100 N:0-10 O:0-10 Br:0-1

30

ISO 8C 78 {0.510) AM2 (Ar,14000.0,0.00,0.00); Cm (74:96-4:55x2.000) 1. TOF MS ES+
1.90e+005

10 343.0189 65,0010 559.1316 685.4354 781.1923

157.0829 239.0901 294.9413 (OO 4451183 519.1404 ' VT 709.0118 757.2764 L7

miz
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800

Minimum: -1.5
Maximum: 1.0 3.0 50.0
Mass Calc. Mass mbDa EEM DBE i=FIT Norm Conf (%) Fermula
343.0189 343.0181 0.8 2.3 6.5 185.7 0.075 92.78 Cl4 E16 05 Br
343.019%94 -0.5 -1.5 1.5 188.3 2.628 7.22 Cl5 H12 N4 QO Br
343.0184 0.5 1S 26.5 212.0 26,401 0,00 C27 H3 ©
30
ISO 8C 78 (0.510) AM2 (Ar,14000.0,0.00,0.00); Cm (74:96-4:55x2.000) 1: TOF MS ES+
343.0189 1.90e5
1004
™ 365.0010
i57.0829 368.0011 !
. | 239.3901 294.9413 , . 445.1183 519.1404 259-1316 685.4354 709 0118 757 27647811923
1 T T lI + Ll 1 - T |l T Il "I 1 Ih .I 1 1 1 1 > T 1 T 1 T 4 1 Ll I“‘ Ih' Im’z
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800
ISO 8C (0.031) Is (1.00,1.00) C15H11N4OBr 1: TOF MS ES+
343.0194 4.24e12
100+
2
346.0203
T T T T T T T T T T T T T T T T T miz

o T 1
100 150 200 250 | 300 = 350 = 400 = 450 500 550 600 650 700 750 800
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Single Mass Analysis o) HN
Tolerance = 3.0 PPM [/ DBE; min =-1.5, max = 50.0 N —
Element prediction: Off 7 N
Number of isotope peaks used for i-FIT =3 | H

Menoisotopic Mass, Even Electron lons

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

C:0-50 H:0-100 N:0-10 O:0-10

30
ISO 9C 79 (0.515) AM2 (Ar,14000.0,0.00.0.00); Cm (71:94) 1: TOF MS ES+

6.520+006
1 265.1093 677.3691

102.1249 236.0723 747.2385

287.0912 335.0733 413.2664 493.3469  551.1926 571.1794 703.1924
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800

Minimum: -1.5
Maximum: 1.0 3.0 30.0
Mzss Calec. Mass mDa PPM DBE i-FIT Norm Conf (%) Fermula
265.1093 265.1089 0.4 1.5 11.5 621.3 n/fa  n/a C15 H13 N4 ©
30
ISO 9C 79 (0.515) AM2 (Ar,14000.0,0.00,0.00): Cm (71:94) 1: TOF MS ES+
265.1093 6.52e6
100+
o\‘O_
266.1122
102.1249 SaTme
o s 214.0901 236.0723 l,288.0941 335.0733 413.2664 4933469 011926 574 1794 6773691703 194  747.2385 -
100 150 200 = 250 300 350 400 450 500 = 550 600 650 700 750 800
ISO 9C (0.031) Is (1.00,1.00) C15H12N40 1: TOF MS ES+
265.1089 8.35¢12
100+
e
266.1118
267.1144
0 T T T T T T T T T T T T T miz

100 150 200 250 300 350 400 450 500 550 600 650 700 750 800
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0 NH

Single Mass Analysis |

Tolerance = 3.0 PPM / DBE: min =-1.5, max = 50.0 = N/N X

Element prediction: Off | H

Number of isotope peaks used for i-FIT =3 Nx ON

2

Menoisotopic Mass, Even Electron lons

393 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass)

Elements Used:

C:0-50 H:0-100 N:0-10 O:0-10

30

ISO 10C 79 (0.515) AM2 (Ar,14000.0,0.00,0.00); Cm (74:92-31:51x2.000) 1: TOF MS ES+
1.23e+006

1 310.0937 3320754 389.0800 445.1178

191.0452 213.0272259.0696 519.1391 615.9936 544 1625 722-3530 748.1765765.1605,

100 150 200 250 300 350 400 450 500 550 600 650 700 750 800

Minimum: -1.5
Maximum: 1.0 3.0 50.0
Mzss Calec. Mass mDa PPM DBE i-FIT Norm Conf (%) Fermula
310.0937 310.0%40 -0.3 -1.0 12.5 367.8 n/fa n/a Cl5 H12 NS 03
30
ISO 10C 79 (0.515) AM2 (Ar,14000.0,0.00,0.00); Cm (74:92-31:51x2.000) 1: TOF MS ES+
310.0937 1.23e6
100+
332.0754
LIS
333.0781
213.0272 f
’ 191.()452I | 259.?696 N .348'04?9394-0449445’1178 519.1391 615.993§ 641]1625 722.3539 748.1765765.16%572
100 150 200 250 300 350 400 450 = 500 550 600 650 700 750 800
ISO 10C (0.031) Is (1.00,1.00) C15H11N503 1: TOF MS ES+
310.0940 8.28e12
100+
°\°_
311.0968
312.0991
0 T T T T : T T T T T T T T T  miz

100 150 200 250 300 350 400 450 500 550 600 650 700 750 800
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