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APPENDIX

Key to file names: at the bottom of each chromatogram there is a file name, which
consists of the name of the sample, the date it was run and the type of the second
dimension column. A letter ‘a’, ‘b’, or ‘¢’ after the name of the second dimension column
indicates the number of the same sample runs in the same day. If there is a ‘bgs’ at the
end of the file name, it indicates that the second dimension retention times have been re-
aligned. Some file names also include the pressure (110) at the end of the file name. For
example, the file name ‘lemgrass_1_241002abgs_110_txt2 s’ indicates: lemongrass
sample 1 run on 24/10/2002, ‘a’ it was the first lemongrass sample 1 run on that day,
‘bgs’ the second dimension retention times have been re-aligned, ‘110’ it was run at 110
kPa and the file is a text file (all files are text files). The scales (s) on the X-Y axes are
time scales, the first dimension (D1) volatility axis retention times are in minutes and the
second dimension (D2) polarity axis retention times are in seconds.

The coloured bar at the bottom of the chromatograms is the key indicating the intensity
(abundance) of the components in the sample, from the lowest (green) to the highest
(blue).
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Lemongrass (Cymbopogon citratus) sample-2
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Lemongrass (Cymbopogon citratus) sample-3
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Lemongrass (Cymbopogon citratus) sample-4

o

25—
% 50 - o
L 1]
Fi —_—
o} =
= —
Ea —
E _ ——
m.. - _— o — —:_ ;:‘_ —
o P =
L] '
o 754 - ——
g S — -
. —
'_} —— —
=
v
I
u-l —
M
-—| i——
(=} 100

1254

150 _ |

| | | | T
n} 1 2 3 4 5 6

D2 retention times, seconds

S S

500100C150C200(250C300C3500400C4500000

lemgrass4 290503D21701bgs_txt_s

A-11



Appendix

University of Pretoria etd — Zellelow, A Z (2006)

25

50

minutes

75 —

D1 retention times,

100 -

1254

150+ -

| I | I
0 1 2 3 4

D2 retention times, seconds

—

500100C150020002 50030003 500400C4500000

lemgrass4 280503D21701bgs_txt_sS




Appendix University of Pretoria etd — Zellelow, A Z (2006)
0
20
40 '

n — "y —
Ui
i)
o -
[=]
= =
E s —
m 60
E — - e
e
2 — e — -
=
o -
Rl
5]
(=1
u
U 80-
“ -
—
[=]

100

1204

I I I | |
0 1 2 3 4 5 6

DZ retention times, seconds

I

2.50e5.00e7.50e1.00e1.25e1.50e+007

lemgrassq_lzDﬁDBRtanxhga_txt_s

A-13



; Universi i -
Appendix versity of Pretoria etd — Zellelow, A Z (2006)
0
20—
40 '

m —_— -f‘;.- —
L]
I —
=] =
a - -
i . -
& s - i
% 60—
=] TEm—— e —
-~
18] e — o ——
=}
o —
=
ful
[=}
u
o 80+
ES ——
ol
=] -

100 —

120+

I | I |
0 1 2 3 -

D2 retention times, seconds

[ .

12502 5003750500062 507500875(10000000

lemgrass4 130603RtxWaxbgs_txt_s




Appendix

University of Pretoria etd — Zellelow, A'Z (2006)
Lemongrass (Cymbopogon citratus) sample-5
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Lemongrass- (Cymbopogon citratus) sample-6
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Lemongrass (Cymbopogon citratus) run-to-run peak reproducibility

Peak D1 retention times in minutes D2 retention times in seconds D2 Peak width at half height, msec
no. | 2 3 4 5 I 2 3 4 5 1 2 3 4 3
1. 28.1 28.0 28.1 | 272 28.1 2.5 2.6 2.6 2.6 2.5 130 160 125 130 120
2. 303 30.2 304 | 294 304 0.8 0.8 1.0 1.0 1.0 100 110 140 90 100
3. 36.4 36.3 36.5| 35.6 36.4 0.9 0.9 1.1 1.1 1.0 55 55 60 50 55
4., 37.8 37.6 37.8 | 37.0 37.8 1.0 1.0 1.1 1.2 1.1 55 60 60 50 60
5. 44.5 443 444 | 432 444 4.4 4.5 4.5 4.6 4.5 200 220 200 | 200 200
6. 49.1 49.1 492 | 487 49.1 2.6 2.7 2.7 2.8 2.7 120 120 135 120 130
% 50.8 50.8 509 | 503 50.9 22 22 2.3 2.1 2.2 100 100 105 100 100
8. 52.5 524 524 52.0 52.4 2.9 3.0 3.0 3.0 29 120 140 150 | 135 120
9. 55.0 54.9 549 | 54.6 54.9 3.1 3.1 3.1 3.2 31 140 150 150 | 140 130
10. 71.0 71.0 71.0 [ 70.7 g ! 2.0 2.0 2.0 2.0 2.0 90 90 80 80 80
11. 82.8 82.9 829 827 82.9 2.6 2.6 2.6 2.7 2.6 120 120 125 | 100 105
12. 97.0 97.2 972 | 97.0 97.2 1.9 1.9 2.0 2.0 2.0 100 90 90 70 80

(1) lemgrass6090603RtxWaxbgs, (2) lemgrass6140603RtxWaxbgs, (3) lemgrass6170603RtxWaxb (4) lemgrass6210603RtxWaxbgs, and
(5) lemgrass6210603Rtx Waxbbgs

Peak Mean D1 tr, minutes Mean D2 tr, seconds Mean D2 Wh, msec

no. Mean STD %RSD | Mean STD %RSD Mean STD %RSD
1. 27.90 0.35 1.26 2.56 0.05 1.91 133.00 14.00 10.53
2. 30.14 0.38 1.25 0.92 0.10 10.65 108.00 17.20 15.93
3. 36.24 0.33 0.90 1.00 0.09 8.94 55.00 3.16 5.75
4, 37.60 0.31 0.82 1.08 0.07 6.93 57.00 4.00 7.02
3. 44.16 0.48 1.10 4.50 0.06 1.41 204.00 8.00 3.92
6. 49.04 0.17 0.36 2.70 0.06 2.34 125.00 6.32 5.06
T 50.74 0.22 0.44 2.20 0.06 2.87 101.00 2.00 1.98
8. 52.34 0.17 0.33 2.96 0.05 1.66 133.00 11.66 8.77
9, 54.86 0.14 0.25 3:12 0.04 1.28 142.00 7.48 5.27
10. 70.96 0.14 0.19 2.00 0.00 0.00 84.00 4.90 5.83
11. 82.84 0.08 0.10 2.62 0.04 1.53 114.00 9.70 8.50
12. 97.12 0.10 0.10 1.96 0.05 2.50 86.00 10.20 11.86
Mean 0.59 3.50 7.53
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Lemongrass (Cymbopogon flexuosus)
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Lemongrass (Cymbopogon flexuosus) run-to-run peak reproducibility

Peak | DI retention times in minutes D2 retention times in seconds D2 Peak width at half height, msec
no. 1 2 3 4 5 1 2 3 4 5 I 2 3 4 5
I 24.1 242 242 | 240 24.0 0.8 0.8 0.9 0.7 0.9 50 50 50 45 45
2. 28.2 28.3 284 | 28.0 28.1 2.8 2.8 2.8 2.6 2.8 125 120 125 | 110 120
3. 34.6 34.7 34.7| 345 34.5 1.1 1.1 1.2 1.0 1.2 60 50 50 50 50
4. 40.1 40.1 40.2 | 399 40.0 1.7 1.7 1.8 1.6 1.8 70 70 80 70 70
5 44.5 44.6 446 | 442 443 4.8 48 4.8 4.5 4.7 225 200 200 | 200 200
6. 52.5 52.6 526 | 523 52.2 33 3.2 24 3.0 3.2 150 140 150 [ 140 140
7. 55.0 55.1 55.1| 548 54.9 3.5 34 3.5 3.2 33 140 130 150 | 150 140
8. 82.9 81.9 83.0 | 82.7 82.8 3.0 3.6 3.0 2.7 29 125 125 110 120
9. 98.9 98.9 99.0 | 98.7 98.8 1.9 1.9 1.9 1.7 1.9 70 70 70 65 70
10. | 105.7 | 105.7 105.8 | 105.5 105.5 32 31 32 2.9 3.1 125 120 125 110 120

(1) lemgrassflexuosus140603RtxWax, (2) lemgrassflexuosus140603RtxWaxb, (3) lemgrassﬂexuosu3150603Rthax (4) lemgrassflexuosus220603RtxWax and
(5) lemgrassflexuosus220603RtxWaxb

Peak Mean D1 tr, minutes Mean D2 tr, seconds Mean D2 Wh, msec
no. Mean STD %RSD | Mean STD %RSD Mean STD %RSD
1. 24.10 0.09 0.32 0.82 0.07 9.13 48.00 2.45 5.10
2. 28.20 0.14 0.41 2.76 0.08 2.90 120.00 5.48 4.56
3. 34.60 0.09 0.22 1.12 0.07 6.68 52.00 4.00 7.69
4, 40.06 0.10 0.23 142 0.07 4.35 72.00 4.00 5.56
5. 44.44 0.16 0.31 4.72 0.12 2.47 205.00 10.00 4.88
6. 52.44 0.16 0.30 3.02 032 10.76 144.00 4.90 3.40
7. 54.98 0.12 0.14 3.38 0.12 3.45 142.00 7.48 5.27
8. 82.66 0.39 0.40 3.04 0.30 9.89 120.00 6.12 5.10
0. 08.86 0.10 0.10 1.86 0.08 430 69.00 2.00 2.90
10. 105.64 0.12 0.11 3.10 0.11 3.53 120.00 5.48 4.56
Mean 0.25 5.75 4,90
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African Wormwood (Artemisia afra)
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Artemisia afra run-to-run peak reproducibility

University-of Pretoria etd = Zellelow, A Z (2006)

Peak | D1 retention times in minutes D2 retention times in seconds D2 Peak width at half height, msec
no. i 2 3 4 5 1 2 3 4 5 1 4 3 A 5
| &8 15.) 15.0 15.0| 15.0 15.0 1.0 1.0 1.1 1.0 | 9! 50 50 40 50 45
2. 24.1 24.0 24.0| 239 24.0 L:2 B 1.3 1.2 1.3 50 40 50 50 50
3. 313 31.3 31.2| 313 313 4.1 4.1 4.2 4.1 43 180 160 175 | 160 175
4. 33.3 332 33.2 | 33.2 33.2 2.0 20/ 24 2.0 2.1 70 70 70 70 80
3. 342 34.1 34.1 | 34.1 34.1 1.7 1.6 1.7 1.7 | 7 80 70 80 75 70
6.| 35.7| 357 35.6| 35.5 35.7 34 34| 35 3.4 3.5 150 | 135 130 | 135 125
7. 474 47.5 474 | 474 47.5 3.6 3.5 3.7 3.6 3./ 150 150 150 | 180 125
8. 52.1 52.0 520 | 519 5241 1.1 1.1 1.2 1.2 1.2 245 260 275 | 275 250
9. 55.1 55.0 55.0 | 55.0 55.0 M| 2.1 2.2 2.2 2.2 90 90 100 | 100 90
10. 65.2 65.2 65.1 | 65.2 65.2 3.6 35 3.7 3.6 3.7 140 140 130 | 130 125
11. 66.2 66.1 66.1 | 66.1 66.2 2.7 26| 27 2.7 2.8 90 100 90 90 100
| 12.] 105.2 105.1 105.1 | 105.1 | 105.1 53 9.2 5.3 54 5.5 200 180 200 | 175 2@

(1) wildeals180603RtxWax. (2) wildeals 180603RtxWaxb, (3) wildeals!80603Rtx

Waxc, (4) wildeals190603RtxWax and (5) wildeals190603RtxWaxb

Peak Mean D1 tr, minutes Mean D2 tr, seconds Mean D2 Wh, msec

no. Mean STD %RSD | Mean STD %RSD Mean STD %RSD
1. 14.30 0.06 0.44 0.58 0.04 6.90 51.00 2.00 3.92

2. 16.80 0.06 0.38 0.88 0.04 4.55 59.00 2.00 3.39

3. 27.20 0.06 0.23 0.60 0.06 10.54 46.00 3.74 8.13

4. 34.52 0.07 0.22 0.80 0.06 7.91 70.00 7.07 10.10

5. 36.30 0.06 0.17 0.96 0.05 5.10 85.00 12.65 14.88

6. 37.40 0.00 0.00 1.46 0.05 3.36 124.00 18.55 14.96
7. 41.24 0.05 0.12 1.54 0.05 3.18 80.00 0.00 0.00

8. 44.02 0.04 0.09 1.72 0.07 4.35 86.00 8.00 9.30

0. 49.80 0.00 0.00 2.34 0.05 2.09 116.00 4.90 422
10. 154.72 0.04 0.03 4.28 0.04 0.93 178.00 12.88 7.24
11. 160.10 0.06 0.04 4.48 0.07 1.67 180.00 12.65 7.03
12, 164.62 0.04 0.02 4.96 0.05 0.99 195.00 10.00 5.13
Mean 0.15 4.30 7.36
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Bourbon Geranium (Pelargonium capitatum x P. radens)
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Bourbon Geranium run-to-run peak reproducibility

Peak | DI retention times in minutes D2 retention times in seconds D2 Peak width at half height, msec
no. 1 2 3 4 4 1 2 3 4 5 1 2 3 4 5
1. 44.4 44.3 44.4 | 443 442 4.8 5.1 4.9 4.9 4.8 200 225 200 225 200
. 45.7 45.7 45.7 45.7 45.7 1.6 1.8 1.8 1.9 1.7 70 90 70 70 70
3 479 47.9 47.9 47.8 47.8 1.6 1.8 1.8 1.9 1.7 70 80 70 70 60
4. 49.8 49.8 497 | 4938 49.7 2.3 2.5 24 2.5 2.4 100 95 90 90 90
5. 79.4 79.4 792 793 79.3 22 24 2.3 24 2.3 90 90 80 90 90
6. 83.2 83.2 83.1 83.0 83.1 12 1.4 1.4 1.5 14 50 55 50 50 50
7. 87.3 87.3 87.1 87.1 87.4 1.5 1.7 1.6 1:7 1.6 60 65 60 70 60
8. 104.8 104.8 104.6 | 104.7 104.7 24 2.6 2.5 2.6 2.5 100 90 100 90 90
9. 105.6 105.6 105.6 | 105.5 105.5 3.1 3.3 32 33 3.1 110 120 125 110 100
10. 106.1 106.0 105.8 | 106.0 105.9 43 4.6 4.4 4.5 4.3 170 180 160 150 160
1. 116.9 117.0 116.8 | 116.9 116.9 2.4 2.6 & 2.6 25 90 100 90 90 80
12. 120.4 120.4 120.2 | 120.3 120.3 3.0 3.3 3.1 3.2 3.1 120 120 120 110 105
(1) pelargonium150603RtxWaxbgs, (2) pelargonium160603RtxWax, (3) pelargonium170603RtxWax, (4) pelargonium180603RtxWax and (5)
pelargonium2 10603 RtxWax
Peak Mean D1 tr, minutes Mean D2 tr, seconds Mean D2 Wh, msec
no. Mean STD %RSD | Mean STD %RSD Mean STD %RSD
1. 44.32 0.07 0.17 4.90 0.11 2.24 210.00 12.25 5.83
2. 45.70 0.00 0.00 1.76 0.10 5.79 74.00 8.00 10.81
3. 47.86 0.05 0.10 1.76 0.10 5.79 70.00 6.32 9.04
4, 49.76 0.05 0.10 242 0.07 3.09 93.00 4.00 4.30
5. 79.32 0.07 0.09 2.32 0.07 3.23 88.00 4.00 4.55
6. 83.12 0.07 0.09 1.38 0.10 7.10 51.00 2.00 392
7. 87.24 0.12 0.14 1.62 0.07 4,62 63.00 4.00 6.35
8. 104.72 0.07 0.07 2.52 0.07 2.97 94.00 4.90 5.21
9. 105.56 0.05 0.05 3.20 0.09 2.80 113.00 8.72 7.71
10. 105.96 0.10 0.10 4.42 0.12 2.64 164.00 10.20 6.22
11. 116.90 0.06 0.05 2.52 0.07 297 90.00 6.32 7.03
12. 120.32 0.07 0.06 3.14 0.10 3.25 115.00 6.32 5.50
Mean 0.09 3.87 6.37
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Tagetes minuta (Kakiebos)
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Tagetes minuta run-to-run peak reproducibility

Peak | D1 retention times in minutes D2 retention times in seconds D2 Peak width at half height, msec
no. 1 2 3 4 5 1 2 3 4 5 1 2 3 4
1, 14.3 14.4 143 | 143 14.2 0.6 0.6 0.6 0.5 0.6 50 50 55 50 50
2. 16.8 16.9 16.8 16.8 16.7 0.9 0.9 0.9 0.8 0.9 60 60 60 35 60
3. 272 27.3 272 272 27.1 0.6 0.6 0.6 0.5 0.7 50 45 50 40 45
4. 34.6 34.6 345 | 345 344 0.8 0.8 0.8 0.7 0.9 80 60 75 65 70
5. 36.3 36.4 363 | 363 36.2 1.0 0.9 1.0 0.9 1.0 100 70 100 80 75
6. 37.4 374 374 | 374 374 1.5 1.4 1.5 1.4 1.5 140 100 150 110 120
7. 41.2 41.3 412 | 41.2 41.3 1.5 1.5 1.6 1.5 1.6 80 80 80 80 80
8. 44.0 44,1 440 | 44.0 44.0 1.7 1.7 1.8 1.6 1.8 100 90 80 80 80
9. 49.8 49.8 498 | 49.8 498 2.3 23 2.4 23 2.4 120 120 120 110 110
10. 154.8 154.7 154.7 | 154.7 154.7 43 43 4.3 4.2 4.3 200 180 175 175 160
11. 160.2 160.1 160.1 | 160.1 160.0 4.5 4.4 4.5 4.4 4.6 200 180 180 180 160
12 164.7 164.6 164.6 | 164.6 164.6 5.0 4.9 5.0 49 5.0 200 200 200 | 200 175

(1) kakiebos190603RtxWax, (2) kakiebos200603RtxWax, (3) kakiebos200603RtxWaxb (4) kakiebos190603RtxWax and (5) kakiebos190603RtxWax

Peak Mean D1 tr, minutes Mean D2 tr, seconds Mean D2 Wh, msec

no. | Mean STD %RSD | Mean STD %RSD Mean STD %RSD
1. 14.30 0.06 0.44 0.58 0.04 6.90 51.00 2.00 3.92
2. 16.80 0.06 0.38 0.88 0.04 4.55 59.00 2.00 3.39
3. 27.20 0.06 0.23 0.60 0.06 10.54 46.00 3.74 8.13
4, 34.52 0.07 0.22 0.80 0.06 7.91 70.00 7.07 10.10
5. 36.30 0.06 0.17 0.96 0.05 5.10 85.00 12.65 14.88
6. 37.40 0.00 0.00 1.46 0.05 3.36 124.00 18.55 14.96
7. 41.24 0.05 0.12 1.54 0.05 3.18 80.00 0.00 0.00
8. 44.02 0.04 0.09 1.72 0.07 4.35 86.00 8.00 9.30
0. 49.80 0.00 0.00 2.34 0.05 2.09 116.00 4.90 4.22
10. 154.72 0.04 0.03 4.28 0.04 0.93 178.00 12.88 7.24
11. 160.10 0.06 0.04 4.48 0.07 1.67 180.00 12.65 7.03
12, 164.62 0.04 0.02 4.96 0.05 0.99 195.00 10.00 5.13
Mean 0.15 4.30 7.36
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