Sample Set 1

Files in this set were generated using retention times and peak areas listed in the tables
below. Components are fully resolved. Simulations were generated using a sampling rate
of 20 points/sec and efficiency of N= 10000. No noise or baseline treatments were

applied.

Component and Sample Identification

Peak ID Time sample 1 | sample 2 [ sample 3 | sample 4 | sample 5 | sample 6 | sample 7 | sample 8 | sample 9 |sample 10
min area area area area area area area area area area
IS 1 1 1 1 1 1 1 1 1 1 1
peak 2 2 2.2 6.3 4 1.1 2.9 8.2 3.3 54 8.8 0.5
peak 3 3 3.4 3.4 9.4 2.6 7.3 3.3 4.7 8.2 3.8 5.2
peak 4 4 8.3 9.3 6.3 5.3 4.4 4.2 1.2 5.8 0.5 3.1
peak 5 5 1.8 4.7 2.3 9.1 5.2 7.2 2.1 3.8 7.2 8.2
peak 6 6 3.9 3.7 5.5 3.9 1.9 7.3 6.3 5.5 1.1 6.6
peak 7 7 2.2 9.3 3.9 2.5 3.1 6.3 4.3 9.3 41 0.8
peak 8 8 6.5 4.7 23 8.5 7.7 4.9 1.1 6.2 3.8 4.9
peak 9 9 9.2 1.2 9.2 8.3 3.4 2.7 9.3 9.3 34 9.2
peak 10 10 4.6 4.9 3.1 5.3 8.3 3.4 8.6 5.5 0.7 5.8




Sample1

1ol x]
Instructions for Use
— Peak Model
Hetention  Relative Theoretical Tau Heszolution * gaussian Sampling rate
Time Response FPlates [N] IRl ™ exponentially modified Gausgian |2|:| pointsdzec
W 1 |1 |1 |1[||:|[||:| |1 [~ constant bandwidth
Vo2 |z |22 | 10000 | [16.656665 paseline
W 3 |3 [3.4 | 10000 | [10 & flat
" linear f* up " down
4 %=
v [4 3.3 10000 | 71428571  quadiatic & up  down |
W 5 |5 18 10000 | (55555555
— Noize
W 6 |5 (33 10000 | 45454545 & omi
%l I value=|
W 7|7 (22 10000 | [3.8451538 (™ random noise L
- diift 8N = |
W 8 g 65 10000 | [3.3333333 !
W 3 3 9.2 | 10000 | [23411764  _ Efficiency
v 10 J1p (45 10000 | (25315789 (+ typical LC
" typical GC
™ custaom N=|
Feset Update Wiiite dataile ™ custom; set peaks individually

M\Am




Sample 2

%Ch romatogram Simulator

Instructions for Use

=10l %]

— Peak Model
Hetention  Relative Theoretical Tau Heszolution * gaussian Sampling rate
Time Response FPlates [N] IRl ™ exponentially modified Gausgian |2|:| pointsdzec
W 1 |1 |1 |1[||:|[||:| |1 [~ constant bandwidth
Vo2 |z [4 | 10000 | [16.656665 paseline
W 3 |3 (3.4 10000 | [10 (+ flat
" linear f* up " down
4 %=
v [4 (6.3 10000 | 71428571 & quadatic & up down |
W 5 |5 (23 10000 | (55555555
— Moize
W 6 |5 55 10000 | 45454545 & omi
o " value=|—
W 7|7 (33 10000 | [3.8451538 (™ random noise L
" diift 8N = |
W 8 g (23 10000 | [3.3333333 !
W 3 3 9.2 | 10000 | [23411764  _ Efficiency
¥ 10 [in EX [1o000 | [26315789 + typical LT
" typical GC
 custom I I
Feset Update Wiiite dataile ™ custom; set peaks individually

R

oo\




Sample 3

%Ch romatogram Simulator

Instructions for Use

=10l %]

— Peak Model
Hetention  Relative Theoretical Tau Heszolution * gaussian Sampling rate
Time Response FPlates [N] IRl ™ exponentially modified Gausgian |2|:| pointsdzec
W 1 |1 |1 |1[||:|[||:| |1 [~ constant bandwidth
Vo2 |z [4 | 10000 | [16.656665 paseline
W 3 |3 (3.4 10000 | [10 (+ flat
" linear f* up " down
4 %=
v [4 (6.3 10000 | 71428571 & quadatic & up down |
W 5 |5 (23 10000 | (55555555
— Moize
W 6 |5 55 10000 | 45454545 & omi
o " value=|—
W 7|7 (33 10000 | [3.8451538 (™ random noise L
" diift 8N = |
W 8 g (23 10000 | [3.3333333 !
W 3 3 9.2 | 10000 | [23411764  _ Efficiency
¥ 10 [in EX [1o000 | [26315789 + typical LT
" typical GC
 custom I I
Feset Update Wiiite dataile ™ custom; set peaks individually

R

oo\




Sample 4

1ol x]
Instructions for Use
— Peak Model
Hetention  Relative Theoretical Tau Heszolution * gaussian Sampling rate
Time Response FPlates [N] IRl ™ exponentially modified Gausgian |2|:| pointsdzec
W 1 |1 |1 |1[||:|[||:| |1 [~ constant bandwidth
Vo2 |z [1.1 | 10000 | [16.656665 paseline
Vo3 3 2.5 | 10000 | [10 (+ flat
" linear f* up " down
4 %=
v [4 (5.3 10000 | 71428571  quadiatic & up  down |
W 5 |5 3.1 10000 | (55555555
— Noize
W 6 |5 (33 10000 | 45454545 & omi
%l I value=|
W 7|7 (25 10000 | [3.8451538 (™ random noise L
- diift 8N = |
W 8 g (35 10000 | [3.3333333 !
W 3 3 EE | 10000 | [23411764  _ Efficiency
v 10 J1p (5.3 10000 | (25315789 (+ typical LC
" typical GC
™ custaom N=|
Feset Update Wiiite dataile ™ custom; set peaks individually




Sample 5

%Ch romatogram Simulator

Instructions for Use

=10l %]

— Peak Model
Hetention  Relative Theoretical Tau Heszolution * gaussian Sampling rate
Time Response FPlates [N] IRl ™ exponentially modified Gausgian |2|:| pointsdzec
W 1 |1 |1 |1[||:|[||:| |1 [~ constant bandwidth
Vo2 |z 2.3 | 10000 | [16.656665 paseline
W 3 |3 7.3 10000 | [10 (+ flat
" linear f* up " down
4 %=
v [4 4.4 10000 | 71428571 & quadatic & up down |
W 5 |5 5.2 10000 | (55555555
— Moize
W 6 |5 E 10000 | 45454545 & omi
o " value=|—
W 7|7 3.1 10000 | [3.8451538 (™ random noise L
" diift 8N = |
W 8 g 7.7 10000 | [3.3333333 !
W 3 g (3.4 10000 | (29411764  Efficiency
¥ 10 [in EE [1o000 | [26315789 + typical LT
" typical GC
 custom I I
Feset Update Wiiite dataile ™ custom; set peaks individually




Sample 6

%Ch romatogram Simulator

Instructions for Use

=10l %]

— Peak Model
Hetention  Relative Theoretical Tau Heszolution * gaussian Sampling rate
Time Response FPlates [N] IRl ™ exponentially modified Gausgian |2|:| pointsdzec
W 1 |1 |1 |1[||:|[||:| |1 [~ constant bandwidth
Vo2 |z |5.2 | 10000 | [16.656665 paseline
W 3 |3 (33 10000 | [10 (+ flat
" linear f* up " down
4 %=
v [4 4.2 10000 | 71428571 & quadatic & up down |
W 5 |5 7.2 10000 | (55555555
— Moize
W 6 |5 7.3 10000 | 45454545 & omi
o " value=|—
W 7|7 (6.3 10000 | [3.8451538 (™ random noise L
" diift 8N = |
W 8 g (43 10000 | [3.3333333 !
W 3 3 |27 | 10000 | [23411764  _ Efficiency
¥ 10 [in [24 [1o000 | [26315789 + typical LT
" typical GC
 custom I I
Feset Update Wiiite dataile ™ custom; set peaks individually

NN




Sample 7

%Ch romatogram Simulator

Instructions for Use

=10l %]

— Peak Model
Hetention  Relative Theoretical Tau Heszolution * gaussian Sampling rate
Time Response FPlates [N] IRl ™ exponentially modified Gausgian |2|:| pointsdzec
W 1 |1 |1 |1[||:|[||:| |1 [~ constant bandwidth
Vo2 |z EE | 10000 | [16.656665 paseline
W 3 |3 (47 10000 | [10 " flat
" linear f* up " down
4 %=
v [4 1.2 10000 | 71428571 & quadatic & up down |
W 5 |5 {21 10000 | (55555555
— Moize
W 6 |5 (6.3 10000 | 45454545 & omi
o " value=|—
W 7|7 4.3 10000 | [3.8451538 " random noise [ seed
" diift 8N = |
W 8 g 1.1 10000 | [3.3333333 !
W 3 3 EE | 10000 | [23411764  _ Efficiency
v 10 J1p (35 10000 | (25315789 {+ typical LC
" typical GC
 custom I I
Feset Update Wiiite dataile ™ custom; set peaks individually

—

I




Sample 8

%Ch romatogram Simulator

Instructions for Use

=10l %]

— Peak Model
Hetention  Relative Theoretical Tau Heszolution * gaussian Sampling rate
Time Response FPlates [N] IRl ™ exponentially modified Gausgian |2|:| pointsdzec
W 1 |1 |1 |1[||:|[||:| |1 [~ constant bandwidth
Vo2 |z |5.4 | 10000 | [16.656665 paseline
W 3 |3 3.2 10000 | [10 (+ flat
" linear f* up " down
4 %=
v [4 5.8 10000 | 71428571 & quadatic & up down |
W 5 |5 (38 10000 | (55555555
— Moize
W 6 |5 55 10000 | 45454545 & omi
o " value=|—
W 7|7 [3.3 10000 | [3.8451538 (™ random noise L
" diift 8N = |
W 8 g 6.2 10000 | [3.3333333 !
W 3 3 EE | 10000 | [23411764  _ Efficiency
¥ 10 [in [55 [1o000 | [26315789 + typical LT
" typical GC
 custom I I
Feset Update Wiiite dataile ™ custom; set peaks individually

LU




Sample 9

%Ch romatogram Simulator

Instructions for Use

=10l %]

— Peak Model
Hetention  Relative Theoretical Tau Heszolution * gaussian Sampling rate
Time Response FPlates [N] IRl ™ exponentially modified Gausgian |2|:| pointsdzec
W 1 |1 |1 |1[||:|[||:| |1 [~ constant bandwidth
Vo2 |z |5 | 10000 | [16.656665 paseline
W 3 |3 (38 10000 | [10 (+ flat
" linear f* up " down
4 %=
v [4 (05 10000 | 71428571  quadiatic & up  down |
W 5 |5 7.2 10000 | (55555555
— Moize
W 6 |5 1.1 10000 | 45454545 & omi
o " value=|—
W 7|7 4.1 10000 | [3.8451538 " random noise [ seed
" diift 8N = |
W 8 g (38 10000 | [3.3333333 !
W 3 g (3.4 10000 | (29411764  Efficiency
¥ 10 [in [07 [1o000 | [26315789 + typical LT
" typical GC
 custom I I
Feset Update Wiiite dataile ™ custom; set peaks individually




Sample 10

1ol x]
Instructions for Use
— Peak Model
Hetention  Relative Theoretical Tau Heszolution * gaussian Sampling rate
Time Response FPlates [N] IRl ™ exponentially modified Gausgian |2|:| pointsdzec
W 1 |1 |1 |1[||:|[||:| |1 [~ constant bandwidth
Vo2 |z |05 | 10000 | [16.656665 paseline
Vo3 3 |5.2 | 10000 | [10 (+ flat
" linear f* up " down
4 %=
v [4 3.1 10000 | 71428571  quadiatic & up  down |
W 5 |5 3.2 10000 | (55555555
— Noize
W 6 |5 6.5 10000 | 45454545 & omi
%l I value=|
W 7|7 (0.8 10000 | [3.8451538 (™ random noise L
- diift 8N = |
W 8 g (43 10000 | [3.3333333 !
W 3 3 9.2 | 10000 | [23411764  _ Efficiency
v 10 J1p 5.8 10000 | (25315789 (+ typical LC
" typical GC
" cusztom N=|
Feset Update Wiiite dataile ™ custom; set peaks individually




