Instructions for LipidQuant for shotgun MS:
After measurements the raw data are processed with the LipidViewTM Software from Sciex in order to obtain txt-files of the m/z vs. intensitiy for each scan modus (NL and PS).
LipidView:
For creating the tables of m/z vs intensity, a method including the experimental settings has to be applied on the raw data. Only data for neutral loss and precursor ion scan in positive ion mode with a tolerance of 0.5 Da, a minimum intensity of 0.1%, and a minimum S/N = 3 after smoothing using direct infusion are included. The final table including the m/z vs intensity for all loaded samples and all scan types is exported as txt-file. In case of the PDAC study, 3 txt-files were generated in order to have a data size convinient for LipidQuant. 
LipidQuant for Shotgun MS:
Starting LipidQuant:
Enable the use of Makros.
Open LipidQuant and go to the start sheet.
Open the txt-file, select all, copy the content into LipidQuant into the cell A1, and press the button “Order”. Sometimes an message occure, just press “OK”. 
Click in the cell “list” (G8) and press Ctrl+* for selecting the whole table. Sort the table by size of the scan types (column G) by clicking “Sort A to Z” in the main Excel menu.  
For Cholesterol and the Cholesterol ester a special precedure has to be applied: Find the rows with the scan 376.1 with M+H 411.5 and M+H 650.0. Change 376.1 in the column G and I to 369.1 (non-deuterated product ion). (The deuterated standards of cholesterol and cholesterol ester are measured using a different precursor ion scan as the product ion varies according to the isotopic labeling, in comparison to the non-deuterated species. For quantitation of the non-deuterated CE and cholesterol by using the signal intensities of the the deuterated analogues, the transitions of 411.5_376.1 and 650.0_376.1 have to changed manually from 376.1 to 369.1.)
The whole table is newly sorted by the size of the transitions (column G) and the button “scan” as well “start” is pressed. Now the m/z experimentally obtained are compared with the embedded database for the corresponding scan type. Press “Move” in order to quantify the lipid species via the concentration and intensity of the internal standard.
[bookmark: _GoBack]Repeat the procedure for each scan type (always pressing “start” and “move”). Once all lipids are quantified for each scan type, go to the “Results” sheet and press “Insert data” for getting a cancentration summary table of all lipid species for all scan types and samples.


