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Precise investigations of phenomena related to generation of the signal in the collector electrode of ion
mobility spectrometer have been conducted. A two-dimensional mathematical model of electric field
considering the structure of the aperture grid has been developed. Based on that model static properties of
the aperture grid—collector system, i.e., the transmittance of the aperture grid as a function of polarisation
potential and shielding efficiency of the grid were estimated. Dynamic effects have also been modeled.
For this purpose, a computer simulation of ionic swarm movement and calculation of the electric field
generated by elements of that swarm have been applied. The procedure enabled estimation of time
dependence of collector current components, and in consequence, determination of a peak shape in the
drift time spectrum.

Results of theoretical considerations and calculations have been verified by comparison with experi-
mental data obtained with ion mobility spectrometer prepared for investigation of structural parameters
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1. Introduction

Detectors used in the ion mobility spectrometry (IMS) can be
classified as selective ionisation detectors. A classic IMS detector
consists of an ion reactor, in which a sample is ionised, and a
drift section destined for separation of ions. This technology was
developed nearly 40 years ago [1]. Since that time, alternative con-
structions such as aspiration spectrometers [2] and devices with
high electric field [3,4] have been studied and used in commer-
cial instruments. However, due to their advantages, classic IMS
detectors are still successfully used in practice. High selectivity is
a feature distinguishing those detectors from more modern tech-
nical solutions. It depends mainly on the resolving power defined
as quotient of drift time and width-at-half-height of the peak in
the drift time spectrum. In case of the best detectors the value of
this parameter exceeds 100 [5,6], but usually it is lower, e.g., for
the IMS detector used for this study the resolving power was about
30.

Width of the peak in the drift time spectrum depends on many
factors. Spangler and Collins [7] analysed the most important phe-
nomena affecting the shape of the peak. In their model, the shape
of ion concentration distribution in the beginning of the drift sec-
tion is rectangular. Finite width of that distribution is the main
instrumental factor affecting the peak shape. The most significant
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physical mechanism responsible for peak broadening is diffusion
occurring during movement of ions along the drift section. The
Spangler and Collins’ model allows effective optimisation of the
drift section length and value of electric field, in which drift of ions
takes place. Apart from diffusion, broadening of ion swarm may
be caused by a phenomenon of mutual repulsion, defined also as a
space charge effect [8]. That effect is noticeable when charge den-
sity in an ion cloud is high. A significant effect of that phenomenon
on resolving power was observed for the IMS detector in which
laser ionisation was used [9].

More precise analysis of phenomena occurring in IMS detec-
tors shows that the peak shape in the drift time spectrum depends
on the details of the drift section structure and the construction
of neighbouring elements. Portion of ions is introduced into the
drift region through a shutter grid, constituting a kind of electro-
static valve, which separate the ion reactor from the drift space.
Electric field in vicinity of the grid is not uniform and is variable
in time [10]. If distance between the grid electrodes is comparable
with space covered by ions in time equal to gating pulse duration,
initial distribution of ion concentration significantly differs from
one-dimensional rectangular distribution. Using simple computer
simulations it may be shown that ions are introduced to the drift
section between grid electrodes in form of numerous swarms sep-
arated from each other [11]. Therefore, phenomena taking place
in the neighbourhood of the shutter grid constitute an instrumen-
tal factor influencing the peak shape at the first phase of the drift.
Another often described effect associated with construction of the
IMS detector is non-homogeneity of electric field in the drift sec-
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tion [12,13]. It causes diversity of the drift times for ions moving in
different distances from the axis of the detector.

An enhanced model of phenomena influencing signal shape
from the IMS detectors was presented by Spangler [14]. Accord-
ing to that model, processes occurring in the last passage of the
drift path, i.e., in the space between the aperture grid and the col-
lector electrode, play a very important role. Here, two mechanisms
of current generation are crucial: electric induction and transfer of
ionic charge to the collector. A signal from the detector is already
created in the time when ions are able to induce the charge on col-
lector surface. In the Spangler’s model [14] electric field produced
by ions affects the collector after ions cross the aperture grid. Ionic
movement in front of the grid does not influence the value of the
collector current. Generation of the current ends when all ions are
collected. Therefore, the shape of the peak resulting from the pre-
viously mentioned effects depends also on the instrumental factor
associated with construction of aperture grid and ion collector.

The main objective of this work is to describe processes of cur-
rent generation in the collector electrode using a model involving
structure of the aperture grid. Inreality the grid is not an amorphous
plane perfectly shielding the collector but it is made of electrodes
having definite dimensions and placed in a determined distance
from the collector. Mathematical model of the system involving
the aperture grid and the collector, fitted to real geometry, cannot
be one-dimensional. In this work a two-dimensional model was
applied. The model proved sufficient for correct description of phe-
nomena occurring in the neighbourhood of the ion collector. Unlike
one-dimensional models [7,14] in that case it is impossible to per-
form effective analytical calculations. Therefore, all the presented
theoretical results were obtained by the numerical methods.

2. Instrumentation and experimental procedures

Results obtained directly based on the mathematical model of
the IMS detector are multidimensional functions describing spa-
tial or surface distributions of values including electric field, ion
concentration, or the surface charge density. Unfortunately, exper-
imental verification of that kind of results is very difficult or even
impossible to accomplish. In practice the only parameter that can
be calculated and measured is the electric current flowing in the
circuit of the collector electrode. For that reason quantity of exper-
imental data collected in order to verify the mathematical model is
low.

Measurements were carried out for the detector named Med-
IMS. It was built in Military University of Technology in Warsaw
(Poland) in order to investigate effect of the detector’s elements
structure on operational parameters. Total length of this instru-
ment is equal to about 9.5 cm, length of drift section is 4.7 cm and
its diameter is 2.0 cm. As ionisation source 5mCi 3Ni is applied.
The outline of the detector structure with the voltage divider used
in measurements is presented in Fig. 1.

Phenomena described in this work take place in vicinity of
the collector and for that reason dimensions of elements in that
region are of particular importance. The aperture grid is made of
0.10-mm-thick etched beryllium bronze plate. Width of grid elec-
trodes is equal to 0.18 mm and the distance between their centres
is 1.00 mm. The grid is separated from the base electrode by 0.5-
mm-thick Teflon foil. A distance between the grid and the collector
electrode surface is about 1.0 mm.

The IMS detector co-operated with self-built electronic instru-
ments, i.e., electrometric amplifier and pulse generator controlling
the shutter grid. An amplifier was constructed on the principle
of the current-to-voltage converter. Its gain may be changed in
the range from 1.0 to 20V/nA. Time of the amplifier output signal
build-up (0-90%) for stimulus in form of step function is less than

UHT = URs + Ups + Ua-c = 2400 V + Ua¢
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Fig. 1. MedIMS detector—outline of structure with elements of the voltage divider.

10 ps. In measurements of constant current, the output signal from
the amplifier was measured with a digital voltmeter, whereas the
drift time spectra were registered with the digital scope Yokogawa
DL1620S interfaced with a computer. High voltage necessary for
polarisation of detectors electrodes was supplied from the power
supply ZWN-42 (POLON).

Measurements of constant current and the drift time spectra
were made for different values of voltage U,_. between the aperture
grid and the ion collector. During the current measurements shut-
ter grid electrodes were shorted what corresponds to “opening” of
the grid. Drift time measurements were conducted at gating pulses
duration, tg, equal to 0.2 ms. Uy_¢ voltage was adjusted by exchange
of Rq_c resistor in the voltage divider (see Fig. 1). For every Rq_. resis-
tance, the value of supplying voltage Uyr was selected in such a way
that the sum of potential drops along the reaction section Ugs and
the drift section Ups was maintained constant (Ugs + Ups =2400V).
Therefore, changes of the electric field in vicinity of the collector
did not affect the electric field in other regions of the IMS detector.

The R4 resistor is shunted with a 100 nF C,_ capacitor. This is a
common solution which aim is to reject the effect of parasitic capac-
ity existing between the grid and collector on dynamic properties
of current measurement circuit. Existence of the Cy_. capacitor does
not influence significantly the value of the electric field in vicinity
of the collector.

All measurements were carried out at the detector tempera-
ture of 80°C. The air dried with 5 A molecular sieves was flowing
through the reaction and drift sections of the detector. The drift gas
flow rate was 500 ml/min and carrier gas flow rate was typically
300 ml/min.

3. Modeling of phenomena in vicinity of collector electrode

Description of processes occurring in ionised gases requires
calculation of electric field values and distribution of ionic con-
centration. The first of the these problems leads to solution of
Laplace or Poisson’s equation, and the second one to solution of
transport equation defined for the phenomena taking place in the
IMS detectors as, so called, advection-diffusion problem [15]. In
case of analysis of phenomena occurring in vicinity of the collector
electrode, the solution of the non-stationary problems is essential,
because the final goal is to find time dependence of current flowing
from the collector. However, some practically significant properties
of a system consisting of the collector and the aperture grid can be
estimated based on static considerations.
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All the electric field distributions presented in this work were
determined with Partial Differential Equation Toolbox (PDE-T),
included in the MATLAB software package [16]. Matrixes of the
electric field potential generated with this software were used for
drawing electric field lines, determination of ion swarm location
and calculation of the charge induced in the collector. Most of these
operations were completed with a computer program IMS-AG cre-
ated for this purpose in DELPHI 7. Some calculations, e.g., multiple
solutions of Poisson equation in order to calculate the function used
for determination of surface charge in the collector, were carried
out using more sophisticated MATLAB’s functions.

3.1. Electric field in the system of detector’s electrodes

The IMS detector can be considered as a set of metal electrodes
surrounding space, where ions are moving. Electric potentials of
particular electrodes are determined by connecting them to the
voltage source with a suitable voltage divider. Metal electrodes pro-
duce the electric field Epe in the space inside the detector. If swarms
of ions are present in that space, they become a source of additional
field E;,,,. Total electric field is the sum of those two components:

E = Eme + Eion (1)

In typical constructions the electric field E;e produced by
metal electrodes of the drift section in the IMS has the value of
200-400V/cm. It is nearly uniform and directed along the detector
axis.

Electric field E;,,, generated by the charge of ions has different
properties than field E;e. If we assume that ionic cloud injected
through the shutter grid to the drift section of the detector has
diameter of 2 cm and thickness of 0.2 cm, then, forion concentration
equal to 107 cm~3 the maximum intensity of the electric field Epe
is less than 2 V/cm. That value is much smaller than intensity of
the field generated by metal electrodes. Therefore, for analysing
phenomena occurring in the drift space, it can be assumed (with
good accuracy) that ionic movement occurs under the effect of the
field Epe only. In more precise analyses of resolving power of the
IMS detectors, effect of mutual repulsion related to the field E;,, is
also considered [8]. Electrostatic repulsion effect was neglected in
calculations carried out in this work because of a great difference
in intensities of both field components.

The electric field Ej,, is not homogeneous. If the disc-shaped
cloud of the ions is placed far from the collector then the field
in vicinity of this electrode has axial symmetry and its intensity
strongly depends on the distance between the ionic swarm and the
collector. When ions are very close to the collector, i.e., the dis-
tance between edge of swarm and collector is much smaller than
the diameter of the swarm, the electric field can be calculated using
flat, two-dimensional geometry.

The most important feature distinguishing both components of
the electric field is that the field Epe is constant in time, while the
component E;,, depends on the position of ionic swarm, so it is
variable in time. It causes the induction of variable electric charge
on surfaces of electrodes surrounding the moving swarm of ions.
This effect occurs also in the collector and results in generation
of induced current being a component of the signal from the IMS
detector. Problems of signal generation are discussed in details in
Section 3.2.

Electric field produced by metal electrodes En in vicinity of the
collector was computed by solving the Laplace’s equation for geom-
etry presented in Fig. 2a. Boundary conditions for that problem
correspond to the constant value of the electric field far from the
grid and to defined potentials of the grid and the collector. Because
of symmetry of the problem, zeroing of normal component of the
electric field for remaining planes can be assumed. Distribution of
the electric potential value ¢ depends on dimensions of discussed
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Fig. 2. Method of electric field calculation: (a) geometry and boundary conditions
and (b) illustration of superposition rule.

electrodes system, the electric field far from the grid Ej;;, and differ-
ence of potentials between the grid and collector U,_c. In order to
avoid the necessity of solving the Laplace equation for each change
of the electric field E;; or the grid polarisation voltage Uy one can
take advantage of the fact that the considered problem is linear
and the rule of superposition is in force here. The resultant elec-
tric potential @me is a linear combination of potentials generated
by the electric field of the drift space and the voltage polarising the
aperture grid:
Einf Ua—c

Pme = m(ﬁﬂme)f + m(‘ﬂme)c (2)
where (¢me)r and (¢me )¢ are the solutions of the Laplace’s equation
obtained for special boundary conditions. The potential (@me )k is
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Fig. 3. Electric field lines for three different U,_. voltage values polarizing the grid.

calculated for Ejnr=(Ejn)r=1V/cm and Us-=0V and the potential
(¢me)c for Ejng= 0V/cm and Ug-¢ =(Ug—¢)g =1 V. The potential distri-
butions (¢me)r and (¢me ) are characteristic for given geometry and
are independent of the potentials of the aperture grid, the collector
and the electrodes in the drift section.

The method for calculation of the resultant field based on the
rule of superposition is illustrated in Fig. 2b. Three-dimensional
graphs of potential distributions enable prediction of ionic move-
ment direction. Positive ions move always along decreasing
potential. Shape of the resultant potential indicates that, in the
presented case, ions moving towards the collector electrode will
bypass the grid electrodes. Analysis of ionic trajectories for flat,
two-dimensional geometry can be effectively completed using
graphs of the electric field lines. Graphs for the grid constructed
of rectangular-cross-section wires are presented in Fig. 3. Elec-
trode dimensions taken for calculations were similar to real
size of the aperture grid electrodes in the MedIMS detector,
i.e, 0.18 mm x 0.10mm. The plane passing through centres of
electrodes was 1.05mm away from the surface of the collector
electrode. It was assumed that electric field value at appropriate
distance from the grid was 275 V/cm.

Three graphs shown in Fig. 3 correspond to different values of
the Uy_ voltage between the grid and the collector. If the value of
that voltage is not too high (Fig. 3a), then most of the electric field
lines end on the surface of the grid electrodes. Field lines are good
approximation of ion trajectories, therefore it can be concluded that
the most of the ions will transfer their charge to the grid electrodes.
Increasing the Uy_ voltage causes that more and more ions reach
the collector. The electric field lines presented in Fig. 3b were drawn
for specific case, i.e., for situation when the electric field in the drift
section E,»nfis approximately equal to quotient Uy_¢/ls—c, where I is
adistance between the plane passing through the centres of the grid
electrodes and surface of the collector. For a very high difference
of potentials between the grid and the collector ionic trajectories
bypass the grid electrodes (Fig. 3c).

Analysis of the electric field lines course allows calculation of the
grid transmittance, i.e., the ratio of ions flux reaching the collector
and ion flux in front of the grid. Relation between transmittance
and voltage U, is presented in Fig. 4a. Calculations were made
for grids placed in a distance of 0.55 and 1.05 mm from the col-

lector. In both cases dimensions of the grid electrodes were the
same as for calculation of field lines course. Values of the aperture
grid transmittance measured for the MedIMS detector are also pre-
sented in Fig. 4a. Measurements were made for an “open” shutter
grid. Voltage between the aperture grid and the collector electrode
was adjusted using the voltage divider presented in Fig. 1. Quotient
of constant current measured in the collector electrode circuit at
given U, voltage and the current measured at a very high value
of that voltage (120V) was accepted as the experimental value of
transmittance. As it is shown, experimental data are close to results
of theoretical calculations obtained for the distance [;_ of 1.05 mm.

Measurements of the electric charge carried by the reactant ions
in dependence of U,_. voltage were also conducted. During those
measurements the shutter grid was working in a normal mode,
i.e., it was periodically opened for a short time. Charge of ions was
calculated by means of integration of the peak in the drift time spec-
trum. Obtained results were compared with values of the current
measured for open shutter grid (Fig. 4b). The correlation between
both quantities, i.e., the charge of ions in the swarm creating the
peak and the current being a measure of transmittance, is excellent.
Relationships presented in Fig. 4 show that application of relatively
high values of U,_. voltage is advantageous from the point of view
of signal magnitude.

3.2. Components of the current in collector electrode

Signal of the IMS detector, i.e., a time-dependent current flowing
in the collector electrode circuit is a result of two phenomena. The
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Fig. 4. Calculated and experimental values of the aperture grid transmittance (a)
and correlation between current measured for “open” shutter grid and the charge
carried by ions creating reactant ions peak (b).
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first one is electrical induction caused by ions moving in the drift
section and the second one is transfer of ionic charge to the collector
electrode. Two components of the collector current i correspond
to these two phenomena. They are called induced current i;,4 and
direct current iy, respectively.

i(t) = fina(t) + igir(t) 3)

Induced current i;,4(t) results from the fact that the electric field
E;on generated by ion swarm varies in time. According to Gauss’ law,
the charge density on the surface of the collector is dependent on
the value of electric field in the closest vicinity of the surface:

Oce = —EEce = —€Eme,ce — €Ejon, ce (4)

where ¢ is permittivity constant of gas, in which movement of ions
occurs and Ece, Eme,ce and Ejy, o are values of electric fields E, Epe
and E;,, on the surface of the collector electrode, respectively. Total
electric charge Qe produced in the collector can be calculated using
integrals of the surface charge density over the collector area Sce.
Current flowing in the collector circuit is time derivative of total
charge. If we define the current flowing out from the collector as a
positive one, then the expression for the current induced by ionic
movement will have the following form:

. d d d
Iing(t) = *Ech(f) = Sdt/sceEce(t)dsce = SmlceEion,ce(f)dsce (5)

The electric field E;e is constant in time, therefore it does affect
the induced current value. However, it is necessary to realize that
for different values of the Ey;. field, movement of ions in the drift
section can be slower or faster. Therefore, time dependence of the
ion-generated field varies.

In practice, the charge induced by swarm of ions in the collector
appears when those ions are relatively close to the aperture grid
and the collector. Initially that charge increases because ion swarm
approaches to the collector and the value of E;,, field on its sur-
face is growing. Ions reaching the collector and other electrodes
become discharged. As a result, the number of ions producing the
field E;,, decreases and induced charge begins to decrease. Consid-
ering movement of positive ions towards the collective electrode,
induced current is initially positive and than negative. The charac-
teristic feature of the induced current is that the time integral of
this value equals to zero.

Direct current is defined by ion flux reaching a collector. The
value of the flux can be calculated on the basis of ionic charge den-
sity pce and their velocity ve in the neighbourhood of the collector
surface. If we consider only one kind of ions with mobility coef-
ficient of K, the formula for the direct current has the following
form:

igir =/ PceVeedSce = K/ PceEcedSce ~ K/ OceEme,cedSce (6)
Sce Sce Sce

In typical conditions of IMS detector operation, electric field pro-
duced by ions is low compared to the field generated by metal
electrodes and for this reason the approximation applied in the
formula (6) is justified.

Movement of ions in vicinity of the collector electrode shielded
by the aperture grid is illustrated in Fig. 5. When ions are in front
of the grid (Fig. 5a), their influence on the collector is low because
majority of ion-produced electric field is screened by the grid. Low,
increasing current is generated in the collector. After first ions pass
through the grid (Fig. 5b), induced current rapidly increases up to
the time when ions fill the whole space between the grid and the
collector. Then the induced current decreases and direct current
starts to flow. In most cases, width of the ionic swarm is greater
than the distance from the grid to the collector. During the time in
which the space between the grid and the collector is filled by ions

(Fig. 5¢), induced current is not very high and direct current value
results from spatial ion concentration distribution and velocity of
ionic movement. In the next phase, number of ions in the space
between the grid and the collector quickly decreases. As a result,
induced current becomes negative. A schematic course of induced
charge, induced and direct current and total current are shown in
Fig. 5d.

3.3. Shielding efficiency

Purpose of applying the aperture grid is to limit the region from
which ions effectively interact with the collector. An ideal aper-
ture grid should completely eliminate induction of current by ions
positioned in front of the grid. In reality, as it is shown in Fig. 5d,
ions moving in the drift space generate some small signal. As a
result, specific ionic peak is preceded by some relatively slowly
growing current. That undesirable signal is lower when shielding
of the collector by the grid is more effective. If the total electric
charge induced in the collector without the grid is equal Qg and
introduction of the grid reduces that charge by AQ, then quotient
of AQ/Qg can be accepted as a measure of grid shielding properties.
That value may be referred to as shielding efficiency. Calculations
were carried out in order to determine the relationship between
shielding efficiency and width of the grid electrodes as well as the
distance between the grid and the collector. It was assumed that
the source of electric field is a 0.25-cm-thick layer of space charge
of 1.6 x 10~12 C/cm3 placed in front of the grid. Dimensions and
boundary conditions for the space, in which solution of Poisson’s
equation was sought, are presented in Fig. 6a. The surface charge
was calculated from the Gauss’s law on the basis of electric field in
the vicinity of the collector surface.

If no grid is present in the system we obtain a one-dimensional
problem for which the calculation of the electric field is very easy
to be accomplished. Value of the electric field on the right side of
ionic cloud in Fig. 6a is constant and equal to 4.52 V/cm. Surface
charge density o, corresponding to that value of electric field
is —0.4 pC/cm?. Presence of the grid causes non-homogeneity of
electric field between the grid and the collector. Therefore, sur-
face charge density depends on y coordinate and for calculation of
shielding efficiency an average surface charge density o qy should
be applied:

d/2
shielding efficiency = G“OG_ Teeaw _q _ 02 y / oce(y)dy (7)
ce0 ce0
0

A relationship between shielding efficiency and width of the
grid electrodes hgp, calculated for different distances l,-c between
the grid and collector is presented in Fig. 6b.

3.4. The shape of current pulse—theoretical considerations

In order to estimate the shape of current pulse in the collector
electrode circuit, time dependencies of induced and direct current
have to be calculated. Calculations may be based on Egs. (5) and (6),
but time-dependent distributions of charge density must be deter-
mined previously. That task consists in quite complicated solution
of advection problem in two-dimensional geometry. Description
of a simple numeric method for solution of the problem of the cur-
rent pulse shape calculation is presented below. The fundamental
idea of the method consists in finding the time relationships of the
average charge density ocqv(t) and direct current iy (t) for spe-
cific initial conditions and then using the convolution of functions
to obtain the solution for real initial condition given by the charge
density distribution in large distance in front of the grid.
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Let us consider a narrow and flat layer of ions with the con-
stant charge density pg placed at the time t =0 along the plane x =xq
located in large distance in front of the aperture grid (Fig. 7). In suc-
cessive moments of time the ion cloud moves towards the aperture
grid and the collector. The shape of the cloud changes simultane-
ously. On the final stage of the movement, ions reach electrodes
of the aperture grid and the collector. For the time t=0, the layer
can by divided into small elements with cross-section of Ax x Ay.
If the electric field and mobility coefficient of ions are known, the
position of each element of the layer can be tracked in time. Algo-
rithms for determination of successive positions of elements may
be different but in the simplest case for the short time steps At; a
relationship between the consecutive positions of i-th element can
be expressed by the following formulae:

xi(t + Aty) = Xi(t) + KEme x(X;, i) Aty

(8)
Yi(t + Aty) = yi(t) + KEme,y(x;, i) Aty

where Epex and Epe,y are components of the electric field produced
by metal electrodes. For successive time steps the electric field and
the charge induced on the collector surface by all elements of the
layer can be calculated. However, this kind of calculation is compli-
cated and time-consuming because solving the Poisson’s equation
is necessary for each time step and for each element of layer. In
this work another method of calculation of the surface charge was
used. It is based on a specifically defined function s(x,y) assigning to
each point of space in vicinity of the aperture grid and the collector
a special ability to induce an electric charge on the surface of the
collector. A brief explanation of the s(x,y) function is given below.
A space charge with the density of p(x,y) contained in a small
element having dimensions of Ax x Ay causesinduction of a charge

with density of Ao(y) with average value of Ao ceqy. The function
s is defined as the quotient of average surface charge density and
the linear charge which induces that surface charge:

s(x,y)déf lim Adce,av

Ty o AVAG 9
Ax,Ay—0 p(X, V) AXAy C)

Similarly to potentials (¢me)r and (@me)c used for calculation of
the electric field according to Eq. (2), function s(x,y) depends only
on geometry of the system, i.e., it depends on dimensions of grid
electrodes, spacing between them and the distance between the
grid and the collector. Knowledge of the s(x,y) function for a given
system of electrodes is very useful because it facilitates calculation
of the average surface charge density for a given distribution of the
charge density in the vicinity of the electrode.

d/2xce
/ p(x, y, t)s(x, y)dxdy
00

Uce,av(t) = (10)

Calculations of the s(x,y) function were carried out for the same
electrode system as considered in Section 3.1 for determination of
the field lines course. Those calculations consisted in multiple (400
times) solution of the Poisson’s equation for electric field potential
generated by a charge placed in a small volume. For each position
of the charge, the value of the electric field on the collector sur-
face was computed and then, based on the Gauss’s law, the charge
induced on surface was determined. Boundary conditions for the
Poisson’s equation were as shown in Fig. 6a. Obtained shape of the
s(x,y) function is presented in Fig. 8a. It is noticeable that the s(x,y)
function is in practice constant in the space in front of the grid, if the
distance from the grid is greater than the distance between elec-
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Fig.6. Geometry assumed for calculation of shielding efficiency (a) and relationship
between the collector-grid distance and shielding efficiency (b).

trodes. It is an obvious result of the assumed boundary conditions.
Constancy of the s(x,y) function means that independently from the
distance from the grid a swarm of ions induces a constant charge
in the collector. It is justified for ideally flat geometry, which is a
good approximation for small distances between the ionic swarm
and the grid. Generally rather strong relationship between the elec-
tric field generated by ions near the surface of the collector and a
distance should be taken into account. For the MedIMS detector
the calculations of the electric field generated by the disc-shaped
ionic swarms were carried out. Those calculations showed that
when the centre of ionic swarm is placed 0.5 cm from the aperture
grid, induced charge is equal to about 14% of the maximum value.
For 1.0 cm distance it is only 3%. We found that the relationship
between the induced charge and the distance may be approximated
by cubic function. Therefore, an appropriate correction of s(x,y) was

aperture grid surface of
Va4 Ax electrode ion mllect{A
]
F ] | S ——— \I{]\ ------------ -
g & o, "o nnn
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: i 9 &
i bR
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Xp xag Xce X

Fig. 7. Movement of ion layer elements in vicinity of the collector electrode—an
illustration of the method of peak shape calculation.
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Fig. 8. A function describing a relationship between position of the charge and the
average charge induced in the collector electrode. (a) s(x,y) function defined by Eq.
(9), (b) values of s(x,y) function after correction given by Eq. (11).

applied:
Scor(X,y) =0 for x < xg
3
Seor(%, ¥) = X=X s(x,y) forxg <X < Xqg (11)
Xag — X0
Scor(X, ¥) = s(x,¥) for X > Xqg

where x4 is a position of the aperture grid, xo the smallest value of
the x coordinate, for which induction of the charge in the collector
electrode should be taken into account. A beginning of the x-axis is
located in the middle of the shutter grid. For the MedIMS detector
the “constructional” value of x,¢ is 4.595 cm. The selected value of
Xp is 3.60 cm. The course of the corrected s(x,y) function is shown
in Fig. 8b.

Having known the s(x,y) function and positions of particular ele-
ments of ionic layer from Fig. 7 it is easy to calculate the time
dependence of the average surface charge density induced by all
elements of the layer. If the number of elements in the layer
is N; and the width of each element is equal to its height, i.e.,
Ax=Ay=d/(2N;), then the average induced charge density oggy)a,,(t)
can be expressed by the following formula:

4\ o
000 = (357 ) A0 seortx(0). 7(0) (12)
i=1

Let us assume that the space charge density in the drift sec-
tion at the moment t=0 depends only on x coordinate and can be
described by function p(x,0) different from zero only in the range
Xo—Xswarm <X <Xg, where Xsywqrm is the width of ionic swarm. For the
initial condition defined that way, the average density of the charge
induced on the collector surface is determined by convolution of the
solution for single layer given by the formula (12) and the space
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charge density at the moment t=0:

tmax

2Ny
Oce,an(t) = ==L / o3t = mp(xo — vn, 0)dn (13)

Pod
0

where Vg =KEjyy is ion velocity in the drift section and
tmax = Xswarm/Vdrife 1S the time during which ions cover the distance
equal to the swarm width. Eq. (13) can be written in the form of the
sum, convenient for conducting the numerical calculations:

2N . .
Oce.anlt) = "’”ﬂAthoéé)avt — jAt)p(Xo ~ Varipf Ate, 0) (14)

Pod

where N; = tmax/ Atc is the number of time steps and At is the length
of the time step used in calculation of the convolution of functions
by numerical integration.

Differentiating of the surface charge density described by Eq.
(14) with respect to time gives the average density of the induced
current. Total induced current can be obtained from the following
formula:

doce,av
dt

Calculation of direct current is very easy. Tracking the move-
ment of elements of a thin ionic layer from Fig. 7, a number
of elements nj reaching the collector in k-th time step can be
estimated. Multiplying that value by the charge contained in the
element and dividing by time step duration the value of the direct
current ifjlir)(t) generated by the ions contained initially in the nar-
row flat layer is obtained:

ind(t) = Sce (15)

(1) d
i4ir(£) = Sce +— At 2N2 pon, for (k—1)At; <t < kAt (16)

Total direct ion-generated current, for which the initial charge
density distribution was described by function p(x,0), can be cal-
culated in the way similar to the surface density of the induced
charge. The formula analogous to Eq. (14) has the following form
for the direct current:

2N . .
(0= 0 Athz;}E(t—JAtc)puo—wArc,O) (17)

3.5. Practical calculations of the peak shape and comparison of
results with experimental data

Calculations of relationships between time and the charge
induced in the collector and the direct current were carried out with
the IMS-AG program. Input data used for further calculations were
matrixes containing the values of functions (@me)E, (@me)c and Scor-
They are characteristic for given dimensions of electrodes shaping
the electric field in the vicinity of the collector. Those data were
calculated with the MATLAB software. User-changed parameters
in the IMS-AG program are: the mobility coefficient K, value of the
electric field in great distance from the aperture grid E;ys, potential
difference between the grid and the collector U,_¢, duration of time
step At; and gating time of the shutter grid t,. It was assumed that
the space charge density p(x,0) in the ionic cloud in front of the
aperture grid can be described by difference of error functions. The
equation, according to which calculations were carried out, was
obtained after suitable transformations of the well-known formula
brought out by Spangler and Collins [7]:

Po X —Xq X—X2
p(x,0) = > [erf (Axdyf) —erf (Axdyf>:| (18)

where Xy =Xg — 2AXqyr — Varifetg,
2+/D;ty are the width of the edge of distribution, D; the longi-
tudinal diffusion coefficient, to = xo/vy4 the time of ions’ drift
from shutter grid to position x = xg, pg are the space charge density
directly after the injection of ions into the drift section.

Value of the diffusion coefficient D; was estimated from the Ein-
stein’s formula based on ion mobility coefficient. All calculations
were made for the space charge density pg of 1.6 x 1012 C/cm?3.
It is easy to show that the charge density described by Eq. (18) is
practically different from zero only in the range Xg-Xswarm <X <Xg,
for the width of the swarm of Xswarm =4 AXgys + Varifitg.

Successive positions of the layer elements were calculated based
on Eq. (8). The surface charge of the collector and the direct current
generated by moving ions from the narrow layer were calculated
from Eqs. (12) and (16). Egs. (14) and (17) were used for calculation
of the total charge and the direct current. Those results constitute
output data from the IMS-AG program and may be saved in text
files.

Time dependencies of the induced charge and components of
the current are presented in Fig. 9. Those graphs were prepared
for two values (5 or 40V) of voltage U,_ between the grid and the
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Fig. 9. Induced charge, current components and total current for lowered (5V) and
normal (40 V) voltage between the aperture grid and the collector (a). Experimental
results of collector current measurements (b).
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collector. The higher value of voltage corresponds to normal polar-
isation of the grid, guarantying appropriately high transmittance
(about 80%). Pulses of the induced and direct currents have high
amplitude and are relatively short. For U, voltage equals to 5V
amplitude of the induced current is lower because changes of the
surface charge occur more slowly. Amplitude of the direct current
is also lower, which is caused by low grid transmittance (26%). An
interesting phenomenon occurring for small voltages polarising the
grid is presence of two peaks in the drift time spectra. Explanation
of that effect is relatively simple. For high values of U,_. voltage,
the drop of the induced current resulting from filling of the space
between the grid and the collector by ions is compensated by fast
increasing direct current, which is generated by almost all the ions.
If the U, voltage is low, then the direct current does not compen-
sate the drop of induced current because most of the ion charge is
transferred to the grid electrodes.

Drift time spectra of reactant ions in the air measured with the
MedIMS spectrometer for two different values of U,_. voltage are
presented in Fig. 9b. It is noticeable by analysing graphs a and
b that the proposed theoretical model allows prediction of basic
effects evident from measurements. As U,_ voltage increases the
amplitude and the area of the peak increase as well. That effect is
obviously associated with the relationship between transmittance
and U, voltage. Another phenomenon is shifting the peak maxi-
mum towards the shorter drift times with increasing U,_. voltage.
It is evident from both theoretical and experimental data.

The exact comparison of peak shapes obtained from measure-
ments and calculations is impossible because calculations were
made for arbitrarily assumed distribution of space charge in a
swarm in front of the grid. Furthermore, modeling was carried
out for one kind of ions only, while there are three ionic species
(ammonium, NO*(H,0), and hydronium) in the experimental drift
time spectra. However, theoretical calculations allow predicting
two characteristic peak shape-related effects. Firstly, presence of
two maxima in the drift time spectra, shown in Fig. 9a as a result
of calculations for small values of U,_. voltage is experimentally
verifiable. That is clearly visible in Fig. 9b for U,_-=2.3V and also
can be found in experimental data from the literature [17]. The sec-
ond qualitative effect associated with generation of current in the
collector electrode is a slow increase of the current preceding a
characteristic peak. That effect can be observed in results of calcu-
lations as well as in the experimental data. For both kinds of results
intensity of the current preceding the peak is independent on the
Ug-c voltage.

4. Conclusions

Phenomena occurring in the system of the aperture grid and
the collector electrode in the IMS detectors significantly influence
magnitude and shape of peaks in drift time spectra. The model of
processes related to generation of signal in the collector electrode
presented in this paper allows correct prediction of current pulse
shapes and estimation of signal parameters.

Development of a model of such accuracy required consider-
ation of two mechanisms of the collector current generation, i.e.,
electrostatic induction and collection of ions. Those phenomena
had to be described for aperture grid of determined structure with

electrodes of defined shape and dimensions, located in a defined
distance from the collector. It was necessary to solve mathemat-
ical problems in two-dimensional geometry. That approach gave
proper explanation of amplitude and the peak area relationships
with voltage between the grid and the collector. Determination of
shielding efficiency for different dimensions of the grid electrodes
was also possible.

Of course, every mathematical model is only an approxima-
tion of a real system. Complex three-dimensional models can also
be created for the ion collector and the aperture grid in the IMS
detector. Models of that kind may be justified for shapes of metal
electrodes in the drift section. Usually those electrodes have form
of rings with axis of symmetry perpendicular to the grid elec-
trodes. Calculations carried out for three-dimensional geometry are
much more complicated and analysis of obtained results is more
difficult. In the present study we have avoided those problems
using suitable correction for calculation of the charge induced in
the collector by ions moving deep in the drift section. Therefore
it was possible to determine shape of the initial part of current
pulse.

Effect of aperture grid and collector electrode structure on peak
width, i.e., on the resolving power, was not studied. It is possible to
perform such investigations by “computer experiments” with use
of IMS-AG program. Results obtained that way could be applied for
optimisation of construction of IMS detectors.
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