Adduct lon Approach -+ No Adduct -+~ Adduct —=- Combined

Match Count

Correct Fraction

Rsqg0.8 Fraction

Incorrect Rsq0.8 Fraction

150+

120

90

I
b
L

0.8+

0.7 1

0.9-_____._.\./___/.,./'

o.e-h_k\k/f

1.00-
0.99
0.98
0.97

0.96 -

1.0 1

0.9

0.8+

000 025 050 075

000 025 050 0.75

000 025 050 075

000 025 050 0.75

Correlation Approach -+ Dataset1 Correlation -+~ Dataset2 Correlation —=- All Correlation

Match Count

175+

150 -
125+
100+

000 025 050 0.75

Match Count

180+

160+

140

120

100+

i’

000 025 050 0.75

Match Count

1504

125+

100+

by
L

000 025 050 0.75

Correct Fraction

Rsq0.8 Fraction

Incorrect Rsq0.8 Fraction

0.96

0.92

0.88

0.84

1.00 1.0-
0.98 - 0.81
0.6-
0.96 -
0.4+
094" ==5===g====-=] p===-----c------

000 025 050 0.75

000 025 050 0.75

Match Type —=- Multiple -~ Unique —= Reciprocal

000 025 050 0.75

Correct Fraction

Rsq0.8 Fraction

0.92

0.90 4

0.88

0.86 -

1.00 -

0.99 -

0.98 -

0.97 -

0.96 -

L

Incorrect Rsq0.8 Fraction
1.0 1
0.9 1
0.8 1
0.7 1

000 025 050 0.75

000 025 050 0.75

Partition Approach —= Within Method —- Across Method

Correct Fraction

Rsg0.8 Fraction

000 025 050 0.75

0.92

0.90

0.88

0.86 1

1.00 -
0.99 -
0.98 -
0.97 -
0.96 -

Incorrect Rsq0.8 Fraction
1.0+
0.9 1
0.8 1
0.7 1

000 025 050 0.75

000 025 050 0.75
Matching Correlation Cutoff

000 025 050 0.75




