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Figure S1. LC-HRMS analyses of 1 on an LTQ Orbitrap XL™ Hybrid FT Mass Spectrometer system: (A) 

Extracted ion Chromatogram (XIC) obtained by selecting the ion at m/z 208.1078, (B) relevant HRMS spectrum 

and (C) relevant HRMS2 spectrum (Collision Induced Dissociation mode) obtained by using the ion at m/z 

208.1 as precursor. 
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Figure S2. LC-HRMS analyses of 2 on an LTQ Orbitrap XL™ Hybrid FT Mass Spectrometer system: (A) 

Extracted ion Chromatogram (XIC) obtained by selecting the ion at m/z 194.0809, (B) relevant HRMS spectrum 

and (C) relevant HRMS2 spectrum (Collision Induced Dissociation mode) obtained by using the ion at m/z 

194.1 as precursor. 
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Figure S3. LC-HRMS analyses of 3 on an LTQ Orbitrap XL™ Hybrid FT Mass Spectrometer system: (A) 

Extracted ion Chromatogram (XIC) obtained by selecting the ion at m/z 210.0584, (B) relevant HRMS spectrum 

and (C) relevant HRMS2 spectrum (Collision Induced Dissociation mode) obtained by using the ion at m/z 

210.1 as precursor. 
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Figure S4. LC-HRMS analyses of 4 on an LTQ Orbitrap XL™ Hybrid FT Mass Spectrometer system: (A) 

Extracted ion Chromatogram (XIC) obtained by selecting the ion at m/z 195.0650, (B) relevant HRMS spectrum 

and (C) relevant HRMS2 spectrum (Collision Induced Dissociation mode) obtained by using the ion at m/z 

195.1 as precursor. 

 

 

 

 

18052023PABMEOH10 #2672 RT: 25,59 AV: 1 NL: 1,36E6
T: FTMS + c ESI d Full ms2 195,07@cid25,00 [50,00-210,00]

50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210

m/z

0

5

10

15

20

25

30

35

40

45

50

55

60

65

70

75

80

85

90

95

100

R
e

la
ti
v
e

 A
b

u
n

d
a

n
c
e

121,0283

135,0440
89,0596 163,0387 195,0873177,111657,7548 130,965173,8503 150,4900111,1594

RT: 25,36 - 38,28

26 27 28 29 30 31 32 33 34 35 36 37 38

Time (min)

0

5

10

15

20

25

30

35

40

45

50

55

60

65

70

75

80

85

90

95

100

R
e

la
ti
v
e

 A
b

u
n

d
a

n
c
e

28,62

30,64

29,63 31,5727,77 32,13 32,71 33,40 33,77 34,33 35,09 35,93 37,8036,6926,48 26,9025,76

NL: 3,63E8

m/z= 
266,1119-266,1145 
F: FTMS + c ESI Full 
ms [150,00-1100,00]  
MS 
18052023PABMEOH
10



9 
 

 

 

18052023PABMEOH10 #2965 RT: 28,57 AV: 1 NL: 2,23E8
F: FTMS + c ESI Full ms [150,00-1100,00]

200 300 400 500 600 700 800 900 1000 1100

m/z

0

5

10

15

20

25

30

35

40

45

50

55

60

65

70

75

80

85

90

95

100

R
e

la
ti
v
e

 A
b

u
n

d
a

n
c
e

266,1134

288,0954

453,1335304,0693162,9913 601,5012
220,9344

537,2278409,2844 968,2176 1070,1674676,4283 890,8328731,9571 833,5780

18052023PABMEOH10 #2996 RT: 28,90 AV: 1 NL: 4,08E6
T: FTMS + c ESI d Full ms2 266,11@cid25,00 [60,00-280,00]

60 80 100 120 140 160 180 200 220 240 260 280

m/z

0

5

10

15

20

25

30

35

40

45

50

55

60

65

70

75

80

85

90

95

100

R
e

la
ti
v
e

 A
b

u
n

d
a

n
c
e

135,0439

266,1135

201,324172,0440 92,0253 107,0490 129,9479 177,0673150,3706 273,0742213,6346



10 
 

 

 

Figure S5. LC-HRMS analyses of 5 on an LTQ Orbitrap XL™ Hybrid FT Mass Spectrometer system: (A) 

Extracted ion Chromatogram (XIC) obtained by selecting the ion at m/z 266.1134, (B) relevant HRMS spectrum 

and (C) relevant HRMS2 spectrum (Collision Induced Dissociation mode) obtained by using the ion at m/z 

266.1 as precursor. 
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Figure S6. LC-HRMS analyses of 6 on an LTQ Orbitrap XL™ Hybrid FT Mass Spectrometer system: (A) 

Extracted ion Chromatogram (XIC) obtained by selecting the ion at m/z 236.0487, (B) relevant HRMS spectrum 

and (C) relevant HRMS2 spectrum (Collision Induced Dissociation mode) obtained by using the ion at m/z 

236.0 as precursor. 
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Figure S7. LC-HRMS analyses of 7 on an LTQ Orbitrap XL™ Hybrid FT Mass Spectrometer system: (A) 

Extracted ion Chromatogram (XIC) obtained by selecting the ion at m/z 222.0695, (B) relevant HRMS spectrum. 
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Figure S8. LC-HRMS analyses of 8 on an LTQ Orbitrap XL™ Hybrid FT Mass Spectrometer system: (A) 

Extracted ion Chromatogram (XIC) obtained by selecting the ion at m/z 280.0750, (B) relevant HRMS spectrum 

and (C) relevant HRMS2 spectrum (Collision Induced Dissociation mode) obtained by using the ion at m/z 

280.1 as precursor. 
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Figure S9. 1H NMR spectrum (700 MHz) in CDCl3 of PAB2. 

 

 

Figure S10. COSY spectrum in CDCl3 of PAB2. 
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Figure S11. Downfield region enlargement of COSY spectrum in CDCl3 of PAB2. 

 

 

 

Figure S12. HSQC spectrum in CDCl3 of PAB2. 
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Figure S13. HMBC spectrum in CDCl3 of PAB2. 

 

 

Figure S14. Downfield region enlargement of HMBC spectrum in CDCl3 of PAB2. 

 


