1. HeapMS files format and export tutorial
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File Definitions

information.

1. Skyline.csv: Peak boundary selection data exported from skyline.
2. Human.csv: Peak boundary selection data revised by human in skyline.

3. Time_intensity.tsv: Peak boundary data includes time, intensity and area

1.1 Skyline.csv file format and export

Step 1.

After running the data in Skyline software[1], please click File — Export — Report to

save the file.

Step 2.
Click Edit list...
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Step 3.
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Click Add...
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Step 4.

(A)Use the search engine(blue box in the figure) on the upper left and search for the
fields on the lower right as shown in the red box.

(B) Remember to type "Report Name", such as Peak Boundaries.

(C) Click OK.
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Step 5.
Click OK.



{4 Manage Reports X

Group: Main v
_A_Mixed Transition List

_/i_Peak Boundaries

? Peptide Quantification

@ Peptide Ratio Results

@ Peptide RT Results

_/i_Peptide Transition List

_/_Small Molecule Transition List

A time_intensity

_A_ Transition Results Import...

Add...

Step 6.
Select the named report file(e.g. Peak Boundaries) and select Export.
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Step 7.
(A) File name can be arbitrary, just remember if it is Skyline.csv or Human.csv (next

section).
(B) Please make sure the file format is CSV or CSV UTF-8.

(C) Click the file and save it, it can be used as the input file for HeapMS.
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1.2 Human.csv file format and export
After running the data in skyline software and select the boundary manually, follow

Step 1 to Step 7 in 1.1 section.

*** Skyline.csv and Human.csv file final format ***
Final file format for both skyline.csv and human.csv will be look like the figure below.
Required columns:
File Name, Peptide Modified Sequence, Min Start Time, Max End Time,
Precursor Charge, Fragment Ion, Product Charge and Isotope Label Type

1.3 Time_intensity.tsv file format

Step 1.

In Skyline software[1], please click File — Export — Chromatograms to save the file.
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Step 2.
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Depending on your choices and check the items here. Then click OK.

Step 3.
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Naming your tsv file and click Save.
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File name: [time_intensity ~

Save as type: | Chromatogram Export Files (".tsv) v
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*Notes:

Please make sure that the tsv format and column names are exactly the same as in the

picture.
A B C D E F G H | J
1 |FileName PeptideModifiedSequence PrecursorCharge ProductMz Fragmentlon ProductCharge IsotopelabelType TotalArea Times Intensities
2 |2017101606_CKD 0456_: YILDGISALR 2 844.48387y8 1 light 922.3954 25.50903,20,0,0,0,0,0,0,0,0,0
3 12017101606_CKD 0456_: YILDGISALR 2 7314046 y7 1 light 1002.372 25.50903,20,0,0,0,0,0,0,0,0,0
4 |2017101606_CKD 0456_:YILDGISALR 2  616.3777 y6 1 light 906.9944 25.50903,20,0,0,0,0,0,0,0,0,0
5 |2017101606_CKD 0456_: YILDGISALR 2 854.4969 y8 1 heavy 4414.989 25.50903,20,35.79615,101.91
6 12017101606_CKD 0456_: YILDGISALR 2 741.4129y7 1 heavy 1888.561 25.50903,20,35.79615,57.507
7 |2017101606_CKD 0456_: YILDGISALR 2 626.3859 y6 1 heavy 7194.809 25.50903,242,6.203847,74.71
8 12017101605_CKD 0456_: YILDGISALR 2 844.4887y8 1 light 209.6218 25.51858,20,0,0,0,0,0,0,0,0,0
9 |2017101605_CKD 0456_: YILDGISALR 2 7314046 y7 1 light 833.807 25.51858,221,3.101924,0,0,0,
10 |2017101605_CKD 0456_: YILDGISALR 2 616.3777 y6 1 light 977.5748 25.51858,%21,57.64844,18.88
11 |2017101605_CKD 0456_: YILDGISALR 2 854.4969 y8 1 heavy 4723.957 25.51858,221,3.101924,0,47.:
12 /12017101605_CKD 0456_: YILDGISALR 2 7414129 y7 1 heavy 2778.125 25.51858,221,57.64844,64,28
13 I 2017101605_CKD 0456_: YILDGISALR 2

626.3859 y6 1 heavy 7619.657 25.51858,221,129.2408,43.67

** Required Column Names (from left to right) :
FileName, PeptideModifiedSequence, PrecursorCharge, ProductMZ, Fragmentlon,
ProductCharge, IsotopeLabelType, TotalArea, Times, Intensities.
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