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Dendrogram of Data with Preprocessing: Normalize (1-Norm, Area = 1)
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Supporting Information Figure 1. Dendrogram from a cluster analysis of the 0, 5, and 10 %
electropherograms under consideration in this study. The data were pre-processed using range-
selection followed by normalization (1-norm). ‘Clean’, ‘D5%’, and ‘D10%’ represent the 0, 5,
and 10 % samples, and ‘A’, ‘B’, and ‘C’ represent the three subjects. The numbers after ‘A’, ‘B’,

or ‘C’ represent replica runs.



Dendrogram of Data with Preprocessing: Autoscale
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Supporting Information Figure 2. Dendrogram from a cluster analysis of the 0 %, 5 %, and 10 %
electropherograms under consideration in this study. ‘Clean’, ‘D5%’, and ‘D10%’ represent the
0 %, 5 %, and 10% samples, and ‘A’, ‘B’, and ‘C’ represent the three subjects. The numbers
after ‘A’, ‘B’, or ‘C’ represent replica runs. The data was pre-processed using range-selection

followed by autoscaling.
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Supporting Information Figure 3. RMSEC (orange) and RMSECV (blue) plots from PCA

calculations of the electropherograms from Subjects A, B and C for doped (5 % and 10 %) and
undoped samples.
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Supporting Information Figure 4. Scores on PC1 from replicate runs of Subjects A, B and C

for doped (5 % and 10 %) and undoped samples for a 1-Component PCA Model. Note: The
undoped samples are labeled as ‘Clean’ and the replicate runs are labeled with the subject name

and run number, i.e., A2 represents the second replicate run of Subject A.



T T T
L T ey 7
20r 7
[Brtavs B20% B3 T
" n | \ 5% "
— 10t .‘__D,n‘mn/., Al I‘rm\o/n A3 B | \ (05% s c2 _,/ el
e D5% A3 e i | \ /| \
:.I‘ DAl | " | TCeenRkanb2 " f \ / \ /
A D5% | \ \ \ f /
© gf--——- A TR B A AT Se e e o e waalle e ngle v a e e e e e —
..LP, '\Ic"ea" al I' \ [ ‘w "I‘Clean EBIJ .l"*. I‘u 'Q‘\%\an c1 f
1 | I \ [ f \ D5 B3 “Clean/€Ran €3
U \ | | | N \ [ |
a-10p) | ‘,' | . | ]
c | f [ \/ | |I
o | f | 'p10% 2 | |
» ' \/
o -20r || ‘”.I \ | Uoton 1 1l
(o) | .I 'D5% A2 ‘.‘
O I 'D5% B1
w 30 = I|L 4\‘ 7777777777777777777777777777777777777777777777777777777777
& - | =
|
|
|
I.‘I"
_40 = ‘CIeanAZ i
_50 | | |
5 10 15 20 25
Sample

Supporting Information Figure 5. Scores on PC1 from replicate runs of Subjects A, B and C
for doped (5 % and 10 %) and undoped samples for a 9-Component PCA Model. Note: The
undoped samples are labeled as ‘Clean’ and the replicate runs are labeled with the subject name

and run number, i.e., A2 represents the second replicate run of Subject A.
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Supporting Information Figure 6. Scores on PC2 from replicate runs of Subjects A, B and C
for doped (5 % and 10 %) and undoped samples for a 9-Component PCA Model. Note: The
undoped samples are labeled as ‘Clean’ and the replicate runs are labeled with the subject name
and run number, i.e., A2 represents the second replicate run of Subject A.
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Supporting Information Figure 7. Scores on PC3 from replicate runs of Subjects A, B and C
for doped (5 % and 10 %) and undoped samples for a 9-Component PCA Model. Note: The
undoped samples are labeled as ‘Clean’ and the replicate runs are labeled with the subject name
and run number, i.e., A2 represents the second replicate run of Subject A.
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Supporting Information Figure 8. Scores on PC4 from replicate runs of Subjects A, B and C

for doped (5 % and 10 %) and undoped samples for a 9-Component PCA Model. Note: The
undoped samples are labeled as ‘Clean’ and the replicate runs are labeled with the subject name

and run number, i.e., A2 represents the second replicate run of Subject A.
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Supporting Information Figure 9. Scores on PC5 from replicate runs of Subjects A, B and C
for doped (5 % and 10 %) and undoped samples for a 9-Component PCA Model. Note: The
undoped samples are labeled as ‘Clean’ and the replicate runs are labeled with the subject name
and run number, i.e., A2 represents the second replicate run of Subject A.
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Supporting Information Figure 10. Scores on PC6 from replicate runs of Subjects A, B and C
for doped (5 % and 10 %) and undoped samples for a 9-Component PCA Model. Note: The
undoped samples are labeled as ‘Clean’ and the replicate runs are labeled with the subject name
and run number, i.e., A2 represents the second replicate run of Subject A.
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Supporting Information Figure 11. Scores on PC7 from replicate runs of Subjects A, B and C

for doped (5 % and 10 %) and undoped samples for a 9-Component PCA Model. Note: The
undoped samples are labeled as ‘Clean’ and the replicate runs are labeled with the subject name

and run number, i.e., A2 represents the second replicate run of Subject A.
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Supporting Information Figure 12. Scores on PC8 from replicate runs of Subjects A, B and C
for doped (5 % and 10 %) and undoped samples for a 9-Component PCA Model. Note: The

undoped samples are labeled as ‘Clean’ and the replicate runs are labeled with the subject name
and run number, i.e., A2 represents the second replicate run of Subject A.
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Supporting Information Figure 13. Scores on PC9 from replicate runs of Subjects A, B and C

for doped (5 % and 10 %) and undoped samples for a 9-Component PCA Model. Note: The
undoped samples are labeled as ‘Clean’ and the replicate runs are labeled with the subject name

and run number, i.e., A2 represents the second replicate run of Subject A.
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Supporting Information Figure 14. Hotelling T? vs Q residual plot from replicate runs of
Subjects A, B and C for doped (5 % and 10 %) and undoped samples for a 1-Component PCA
Model. Note: The undoped samples are labeled as ‘Clean’ and the replicate runs are labeled with
the subject name and run number, i.e., A2 represents the second replicate run of Subject A.
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Supporting Information Figure 15. Hotelling T? vs Q residual plot from replicate runs of
Subjects A, B and C for doped (5 % and 10 %) and undoped samples for a 9-Component PCA
Model. Note: The undoped samples are labeled as ‘Clean’ and the replicate runs are labeled with
the subject name and run number, i.e., A2 represents the second replicate run of Subject A.
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Supporting Information Figure 16. RMSEC (orange) and RMSECYV (blue) plots from PLS
calculations of the electropherograms from Subjects A, B and C for doped (5 % and 10 %) and
undoped samples.
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Supporting Information Figure 17. Raw PRE values of electrophoretic separations of subjects
A, B and C for various doping levels (0 %, 5 % and 10 %).



