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(LCMS/
data
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7]
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de-
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and
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to
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ef-
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tive
us-
ing
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uid
ul-
tra
per-
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il-
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2.20ombination

Mass
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tra

The
first
two
pro-
cess-
ing
steps
search
for
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oo
vant
mass
bins
In

C_

KO
KO
KO
KO
KO
KO
WT
WT
WT
WT
WT
WT

usu- ,
dustion
done
by
the
un-
ex-
ported
method
xcms: : :jphenoDataFromPaths.
R> clasls <- as.data.frame(c(rep("K0",6),
+ rep("wWr", 6)))
R> rownames(class) <- basename(my.input.files)
R> xs@phenoData <- class
The
P8raPHY s
ob-
ject
XS
will
GCMgS
used
as
con-
tainer
to
keep
~all
pmIcs,
data.
S
R> xs.attr <- attributes(xs)
R> xs.attr$phenoData
c(rep("KO", 6), rep("wWT", 6))
kol5.CDF
kol6.CDF
kol8.CDF
kol9.CDF
ko21.CDF
ko22.CDF
wtl5.CDF
wtl6.CDF
wt1l8.CDF
wt19.CDF
wt21.CDF
wt22.CDF
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2.4Gene

and
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tures

matograms

Until
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the
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ma-
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ered.
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low-
ing
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i
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Im-
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tween
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for
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cu-
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am-
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overlay of 12
samples using faahKO

Figure 1: A
“feature map”,
generated by
using cosmiq, of
the faahKO data is
shown

mz mzmin mzmax rt  rtmin  rtmax npeaks kol5.CDF  kol6.CDF  kol8.CDF  kol9.CDF  ko21.CDF  ko22.CDF  wtl5.CDF  wtl6.CDF  wt18.CDF  wt19.CDF wt21.CDF  wt22.CDF
13 480.12 479.62 480.62 3308.89 3269.77 3346.45 12.00 50056574.74 49188673.99 42604200.43 32851699.17 32167083.04 28232603.93 50843961.77 53491143.06 44170197.70 31030987.86 33940727.49 26817322.53
16 481.12 480.62 481.62 3308.89 3269.77 3346.45 12.00 13099238.89 12892410.39 11239240.82 8722475.72 8416403.21 7386527.17 13329889.37 13761043.95 11389325.40 8178813.42 8871975.10 7162358.69
20 482.12 481.62 482.62 3587.46 3556.16 3625.01 12.00 9236048.74 9808221.16 9208820.69 5944352.74 6643532.65 4673246.58 6213538.11 9478365.28 8806738.76 7065545.40 6784720.21 5304007.67
1 475.12 474.62 475.62 2543.63 2501.38 2620.32 12.00 5186949.19  487408.49 5335581.42 6752927.55 1041640.40 325511.86 5199329.83  390509.41 4955607.87 7390373.01 1091444.77  332135.57
14 480.12 479.62 480.62 3563.98 3517.03 3599.97 12.00 3793218.13 3609194.92 3262888.26 2278957.11 2281625.97 1919592.19 3233217.08 3710765.24 3778748.06 2791484.26 2661819.89 1700321.22
18 482.12 481.62 482.62 3308.89 3269.77 3346.45 12.00 2436222.04 2411748.96 2178509.21 1850595.04 1760884.74 1513305.56 2430863.62 2558690.87 2246852.34 1680230.77 1852048.69 1488797.21
24 483.12 482.62 483.62 3587.46 3556.16 3625.01 12.00 2453488.79 2644783.20 2465869.41 1600305.36 1788174.64 1259131.65 1710400.41 2486024.63 2350213.82 1842232.12 1838208.47 1479050.87
10 478.12 477.62 478.62 3609.36 3557.72 3659.44 12.00 1781011.37 1530799.56 2339941.43 1746024.01 2002111.10 2306808.53 2315119.37 1184549.17 2596885.26 1610089.96 2152341.25 1936846.77
19 482.12 481.62 482.62 3532.68 3507.64 3556.16 12.00 2894511.13 2223288.19 1837688.94 1028426.47 1058758.71  937052.39 2817059.31 2387335.47 1801587.69 1226877.24 1316071.33 1132986.62
3 475.12 474.62 475.62 3623.45 3582.76 3676.66 12.00 1645767.46  327646.28 2111210.41 3635674.44 313337.16  134904.64 266162.14  264337.89 1828129.46 3371455.60 300460.78 116042.21
2 475.12 474.62 475.62 3488.86 3456.00 3523.29 12.00 1365292.03 207845.48 197445250 2501026.19  328727.49  138709.97 1562604.41  130589.92 1736168.07 3149059.84  288418.70  106937.94
12 480.12 479.62 480.62 2931.74 2891.05 2970.86 12.00 320143.15 224407491 970810.56  708970.12  453703.41  265494.04 1273170.72 530927.03 1143132.91 681184.49  878490.94  459179.04
5 476.12 475.62 476.62 3632.84 3556.16 3707.96 12.00 1326705.40 223602.11  991497.73 1793404.15 408466.66 219508.80 267728.22  214672.89  953058.81 155215554  330294.32  199937.41
4 476.12 475.62 476.62 3277.59 3250.99 3304.20 12.00 1017097.52 566738.36  938016.24 1006652.05  322057.40 277767.96 1014075.61 530283.76  776078.79  957879.55  330335.47  261446.90
23 483.12 482.62 483.62 3532.68 3506.08 3556.16 12.00 82472445 717630.28 501639.82 300146.18 302852.18 259151.41  789391.93  633351.60 488747.06  340751.93  363169.24  318034.35
6 476.12 475.62 476.62 3837.85 3726.74 3938.01 12.00 75128.82  981658.22  713584.23  696291.39  128107.82  119574.53 61482.87  724052.74 901890.74  621936.43  124351.98 117733.72
9 478.12 477.62 478.62 3224.39 3189.96 3260.38 12.00 593890.64 624494.43  434788.25  274664.24 264986.46  230329.59  620885.22  589401.87  411366.45 300202.21  304203.29  238878.11
8 478.12 477.62 478.62 3157.09 3125.79 3189.96 12.00 496893.92 530543.66  454704.22  300974.64 313026.09 273014.41 569016.99  492274.06 405468.26  313791.05 331575.42  267200.70
22 483.12 482.62 483.62 3307.33 3274.47 3343.32 12.00 338584.18 350909.53  309209.05 294198.03 280731.04 238100.47 354019.82 359693.84 367188.74 254850.40  287734.63  263301.99
25 483.12 482.62 483.62 3725.17 3693.87 3758.04 12.00 106202.28 1157183.66  162057.02 50980.25 50969.98 97685.46 7783850 449676.22  185229.53 45302.75 45332.99  191087.01

Table 1: The
spreadsheet
shows the top 20

most intense rows

(or

der(rowSums (peaktable[,8:19]),

decreasing=TRUE))
of the peakTable

result
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