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Proposed EI-MS fragmentation pathways (1cP-AL-LAD) 
 
 
 
 
 
 
 
 
 
 
 

N

O N

N
O

N

O N

N
O

N

O N

N
m/z 348

N

N

M = 417

N

O N

N
O

O N

N
O m/z 348

Loss of O N

H

O

Loss of H

N

N
O m/z 315

N

HN

m/z 247

m/z 316

N

HN
m/z 248

N

HN

m/z 207

N

N
O m/z 275

Loss of

Loss of

N

HN

N

O N

N
O

N
O

m/z 100
Loss of 
ethene 
or CO

m/z 72

N

HN
m/z 205

H

N

HN

Loss of C O

Loss 
of H2

N

O N

N
O

O

m/z 69 m/z 41

NH2
O

m/z 44

N

O N

N
O

N

HN
N

HN m/z 167

H
H
N

HN HN

m/z 221

O N

Loss of

and
C O

N

HN m/z 221

N

O N

N
O

N

O N

HN

N

HN m/z 249

Loss of

m/z 192

H2N

N

N
O

m/z 290

Loss of
N

N
O

m/z 249

Loss of N

HN
m/z 181

HN

Loss of 
ethyne

m/z 128

C ON

O N

N
O

N

N
O

N

N
O

A

A

Loss 
of HCN

m/z 154

C

HN

Loss of
C O

N

HN
m/z 180

N

O N

N
O

H

α-1,2-H
N

m/z 72

m/z 417



Supporting Information – Drug Testing and Analysis 
	

	 S4 

 
Proposed EI-MS fragmentation pathways (1cP-AL-LAD) 
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GC-MS XIC traces (powdered sample of 1cP-AL-LAD) including GC-induced artifacts   
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Proposed EI-MS fragmentation pathways for 1cP-AL-LAD-A (-C2H6) 
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Proposed EI-MS fragmentation pathways (1cP-AL-LAD isomer) 
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Proposed ESI-QTOF-MS/MS fragmentation pathways 
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LC-QTOF-MS/MS trace of 1cP-AL-AL-LAD (+bbCID MS/MS; 10 µg/mL 1cP-AL-LAD 
powder) and comparison with AL-LAD and 1P-AL-LAD standards 
 

 
 

 
AL-LAD standard at 5.6 min (+bbCID MS; 1 µg/mL) 
 

 
1P-AL-LAD standard at 7.0 min (+bbCID MS; 1 µg/mL) 
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Additional tandem mass spectrum recorded in full scan/AutoMS/MS mode (powdered 
sample) and tentative identification 
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Additional tandem mass spectra recorded in full scan/AutoMS/MS mode (powdered 
sample) 
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Additional tandem mass spectrum recorded in full scan/AutoMS/MS mode (powdered 
sample) and tentative identification 
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Additional tandem mass spectrum recorded in full scan/AutoMS/MS mode (powdered 
sample)  
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Additional tandem mass spectrum recorded in full scan/AutoMS/MS mode (powdered 
sample) and tentative identification 
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Additional tandem mass spectrum recorded in full scan/AutoMS/MS mode (powdered 
sample) and tentative identification 
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Peak at 10.2 min (1cP-AL-LAD powdered sample) following LC-QTOF-MS/MS 
analysis and tentative identification as dimethyldibenzylidene sorbitol (DBS), a 
plastics additive, presumably detected as part of the analytical procedure. 
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Proposed ESI-QTOF-MS/MS fragmentation pathways for DBS
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Detection of 1P-AL-LAD in methanolic blotter extract (10 blotters) 
 
 

LC-ion trap-MS; XIC [M+H]+ at m/z 406 
 

GC-MS; XIC [M�+] at m/z 405 
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LC-MS analysis results involving contaminated 1cP-AL-LAD blotters posted anonymously on the Internet 
(https://pdfhost.io/v/qq9z.MDx6_Bad_blotter_reportpdf.pdf) 
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