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Formula Predictor Report - Ach.s-1-42-45.lcd Page 1 of 1 

Data File: C:¥LabSolutions¥Data¥SYOY AKU¥hirata¥20190924¥Ach.s-1-42-45.lcd 

Elmt Val. Min Max Elmt Val. 
H 1 10 20 0 2 
8 3 0 0 F 1 
c 4 15 20 Na 1 
N 3 0 3 Si 4 

Error Margin (mDa): 10.0 
HC Ratio: unlimited 

Max Isotopes: all 
MSn !so RI (%): 75.00 

1.600e7 

1.400e 7 

1.200e7 

1.000e7 

8.000e6 

6.000e6 

4.000e6 

2.000e6 

Min Max Elmt Val. Min 
0 10 p 3 0 
0 0 s 2 0 
0 0 Cl 1 0 
0 0 K 1 0 

DBE Range: not fixed 
Apply N Rule: no 

Isotope RI (%): 1.00 
MSn Logic Mode: AND 

Max Elmt Val. Min Max Use Adduct 
0 Zn 2 0 0 H 
0 Br 1 0 0 Na 
0 1 3 0 0 
0 108 3 0 0 

Electron Ions: both 
Use MSn Info: no 

Isotope Res: 10000 
Max Results: 100 

367.l667

367.1213 
346.1027 368.4180 383.0495
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_]
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,,, r J 385.2920 I +--,--.---,_.._,._........,--,,...1...,__._.,._.�,.........�-,,..��'�' .�,._.._.-,.__,__._,._,, ..,.......,.........�.._,.._�11�1..,__._�.....,_�-r--........................... .,_,._.._�_...........,_, 
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Measured region for 345.0967 m/z 

345.0981 
100.0 

,I 
,, 

/ I 

/ I 
I 

50.0 

l -

345.0 

C18H1607[M HJ P d' d + +: re ,cte rel(1on or 

100.0 

50.0 

0 

Rank Score Formula (M) 
2 84.45 C18H1607 

345.0969 

ji 
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,l ·"T• '"r· 

345.5 

345 0969 I m z 

345.5 

Ion 
[M+H)+ 

346.1027 
' 
\ 

\/ -+,.._ 

346.0 346.5 347.0 347.5 

346.1003 

'
j I 

., 
346.0 346.5 347.0 347.5 

Meas. m/z Pred. m/z Df. (mDa) Df. ( m) lso DBE 
345.0967 345.0969 -0.2 -0.58 84.45 11.0 
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