Sample Set 2

Files in this set were generated using retention times and peak areas listed in the tables
below. Some components are only partially 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 11|sample 12|sample 13|sample 14|sample 15{sample 16|sample 17|sample 18|sample 19{sample 20
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 1 0.7 0.1 0.07 0.04
peak 3 3 1 5 3.7 7.3 34 0.4 1.3 1.5 1.9
peak 4 4 0.1 0.4 3.2 0.01 22.5 1.8
peak 5 5 1 6.3 3.5 7.7 0.1 63 23 0.7
peak 6 6 2.1 0.03 2.1
peak 7 7 1 4 0.7 0.6 4.2 2.4 6.1 3 0.1 0.5
peak 7a 7.23 1 1 1 7.4 2.1 8.3 1.8 5.2 1.1 8.9
peak 8 8 1 4.6 4.6 2.9 5.2 4 2.2 3.1 21
peak 9 9 1 2.2 0.2 5.3 2.1 9.5 4.3 0.3 108 0.1
peak 9a 9.5 1 8.5 5.3 1.1 8.3 0.5 0.05 0.9 2.1 0.2
peak 10 10 1 0.4 8 9.9 4.8 1.3 8.1 2.1 2.1 0.3




Sample 11
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Instructions for Use

—
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— Peak Model
Hetention  Relative Theoretical Tau Heszolution * gaussian Sampling rate
Time Response FPlates [N] IRl ™ exponentially modified Gausgian IH pointsdzec
|1 |1 | 10000 |1 [~ constant bandwidth
I3 I1 I 10000 I |25 — Bazeline
(5 [1 10000 | (125 0 flat
= linear * up O down o,
I? I1 |1E":'E":I I IB'3333333 " quadratic v up down “= I_
(72276422 |1 10000 | 0.7333339
_N 1
3 [1 10000 | 25360384 D;E ot
E i [1ooo0 | [2.3411764 € random noise & zles [~ seed
(35 [1 10000 | [1.3513513 £ it Csm f
[10 [1 10000 | [1.2820512  Efficiency
| | | | {* typical LC
" typical GC
" cusztom M= I
Update Wiiite dataile ™ custom; set peaks individually




Sample 12

%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
v 2 I3 |5 |1E":IE":I I |25 — Bazeline
W 3 |5 (6.3 10000 | (125 " flat
" linear f* up " down
4 %=
v 7 [4 10000 | 3.3333333 & quadatic & up down |
W 5 7zzvee2z |1 10000 | 0.7333339
— Moize
W 6 g (45 10000 | 25360384 & omi
o " value=|—
W ¥ (22 10000 | (29411764 " random noise [ seed
" diift 8N = |
v 8 |35 (35 10000 | [1.3513513 !
N S T f0.4 | 10000 | [1.2820512 _ Efficiency
b 10 g [X o000 | [21.4z867 & typical L
" typical GC
 custom I I
Feset Update Wiiite dataile ™ custom; set peaks individually




Sample 13

=
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
v 2 I3 |3-? |1E":IE":I I |25 — Bazeline
W 3 |5 [35 10000 | (125 (" flat
" linear f* up " down
4 =
v 7 (0.7 10000 | 3.3333333  quadiatic & up  down |
W 5 7zzvee2z |1 10000 | 0.7333339
—MNoize
W 6 g (45 10000 | 25360384 & omi
O vl i value=|
7 g 0.2 | 10000 | [2.9411764 £ random noise [ seed
£ dift i 5/M =| |
v 8 |35 (5.3 10000 | [1.3513513 !
W 3 10 3 10000 | [1.2820512 _ Efficiency
v 10 |4 (0.4 10000 | [-21.42857 (*" typical LC
" typical GC
™ custom N=|
Feset Update Wiiite dataile ™ custom; set peaks individually




Sample 14

%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
v 2 I3 I?-3 |1E":IE":I I |25 — Bazeline
W 3 |5 7.7 10000 | (125 (+ flat
" linear f* up " down
4 %=
v 7 (05 10000 | 3.3333333  quadiatic & up  down |
. 5 |7227e422 |74 10000 | 0.7333339
— Moize
W 6 g (23 10000 | 25360384 & omi
o " value=|—
W ¥ (5.3 10000 | (29411764 " random noise [ seed
" diift 8N = |
v 8 |35 1.1 10000 | [1.3513513 !
W 3 10 EE 10000 | [1.2820512 _ Efficiency
v 10 |4 (3.2 10000 | [-21.42857 (+ typical LC
" typical GC
 custom I I
Feset Update Wiiite dataile ™ custom; set peaks individually




Sample 15

%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 0.7 | 10000 | [16.656665 paseline
W 3 |3 (3.4 10000 | [10 (+ flat
™ linear f* up down
4 = |
I I? |4'2 |1EIEIEIEI I |2EI " quadratic v up down
W 5 |72zmeezz |21 10000 | 0.7333339
—MNoize
W 6 g 5.2 10000 | 25360384 & omi
O vl i value=|—
W ¥ {21 10000 | (29411764 ™ random noise I~ seed
£ dift i 5/M =| |
v 8 |35 3.3 10000 | [1.3513513 !
N S T 4.5 | 10000 | [1.2820512 _ Efficiency
10 s [21 o000 | [1z5 & typical L
" typical GC
™ custom N=|
Feset Update Wiiite dataile ™ custom; set peaks individually




Sample 16

=
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 [0.1 | 10000 | [16.656665 paseline
W 3 |3 [0.4 | 10000 | [10 & flat
" linear f* up " down
4 E= |
4 I? |2'4 |1E":IE":I I IED ™ guadratic * up down
W 5 72276422 |83 10000 | 0.7333339
— Noise
W 6 |5 [4 10000 | [-4.540442¢ & omi
> . value=|
M 7 [35 [oo00 | [0 € random naise o
£ dhrift {5/ =| |
v 8 |35 (05 10000 | [1.3513513 !
N S T [1.3 | 10000 | [1.2820512 _ Efficiency
W 10 |5 0.1 10000 | [-16.66666¢ (+ typical LC
" typical GC
™ custom N=|
Feset Update Wiiite dataile ™ custom; set peaks individually




Sample 17

%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 007 | 10000 | [16.656665 paseline
W 3 |3 1.3 10000 | [10 " flat
" linear f* up " down
4 %=
4 I? IE'1 |1E":IE":I I IED ™ guadratic * up down
W 5 |72z7e422 |18 10000 | 0.7333339
— Moize
W 6 g (22 10000 | 25360384 & omi
o " value=|—
W ¥ 4.3 10000 | (29411764 " random noise [ seed
" diift 8N = |
v 8 |35 0.05 10000 | [1.3513513 !
W 3 10 [5.1 10000 | [1.2820512 _ Efficiency
W 10 g 003 | 10000 | [-125 f* typical LC
" typical GC
 custom N=|
Feset Update Wiiite dataile ™ custom; set peaks individually
A J




Sample 18

=
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
v 2 I3 |1-5 |1E":IE":I I |25 — Bazeline
W 3 |4 f0.01 10000 | 71428571 (+ flat
" linear f* up " down
4 =
v 7 3 10000 | [13536363 & quadatic & up down |
W 5 72276422 |52 10000 | 0.7333339
—MNoize
W 6 g 3.1 10000 | 25360384 & omi
O vl i value=|
7 g [0.3 | 10000 | [2.9411764 £ random noise [ seed
£ dift i 5/M =| |
v 8 |35 {03 10000 | [1.3513513 !
N S T 2.1 | 10000 | [1.2820512 _ Efficiency
v 10 |5 63 [1o000 | 16 EeGae: + typical LT
" typical GC
™ custom N=|
Feset Update { Wiiite dataile ™ custom; set peaks individually




Sample 19

%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 |04 | 10000 | [16.656665 paseline
W 3 |4 (225 10000 | [16.556665 (+ flat
" linear f* up " down
4 %=
v 7 0.1 10000 | [13536363  quadiatic & up  down |
W 5 |72zmee2z 11 10000 | 0.7333339
— Noize
W 6 g {21 10000 | 25360384 & omi
%l I value=|—
W ¥ {108 10000 | (29411764 (™ random noise L
- diift 8N = |
v 8 |35 {21 10000 | [1.3513513 !
W 3 10 {21 10000 | [1.2820512 _ Efficiency
W 10 |5 23 10000 | [-16.66666¢ (+ typical LC
" typical GC
™ custaom M= I
Feset Update Wiiite dataile ™ custom; set peaks individually




Sample 20

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
i 2 I3 |1-9 |1E":IE":I I |25 — Bazeline
W 3 |4 18 10000 | 71428571 (+ flat
" linear f* up " down
4 %=
v 7 (05 10000 | [13536363  quadiatic & up  down |
W 5 72276422 |39 10000 | 0.7333339
— Noize
W 6 |5 {21 10000 | [-4.540442¢ & omi
%l I value=|
M 7 [0 [oo00 | [0 € random naise o
- diift 8N = |
v 8 |35 0.2 10000 | [1.3513513 !
N S T [0.3 | 10000 | [1.2820512 _ Efficiency
W 10 |5 (0.7 10000 | [-16.66666¢ (+ typical LC
" typical GC
™ custaom N=|
Feset Update Wiiite dataile ™ custom; set peaks individually

o




