Ingmar

25-0Oct-2012 09:16:40
25102012 kasette2 3: MRM of 4 Channels ES+
_ 0.08 TIC (theophylline)
181.1595 4.54e6
4.98
181.1595
LI
1.67
181.1595
0 T T T T T T T T T T T T T T T T T T T T T T T T
0.20 0.40 0.60 0.80 1.00 1.20 1.40 1.60 1.80 2.00 220 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80
25102012 kasette2 2: MRM of 4 Channels ES+
1.59 TIC (caffeine)
195.1595 1.10e6
° 284
= 1951505
010 0.75 150
- 1951595 088 102 135 1951595 2.09 - 2.98
195,1595 0.60 1951595 105.1505  195.1595 106.1505 195.1595 1951595 362
’ 195,1595
1 T T T T T T T T T T T T T T T T T T T T T
0.20 0.40 0.60 0.80 1.00 1.20 1.40 1.60 1.80 2.00 220 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80
25102012 kasette2 1: MRM of 4 Channels ES+
132 TIC (theobromine)
181.1595 9.75e6
Bl
0 T T T T T T T T T T T T T T T T T T T T T T
0.20 0.40 0.60 0.80 1.00 1.20 1.40 1.60 1.80 2.00 220 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00

T Time
4.20 4.40 4.60



Ingmar

25-Oct-2012 09:44:18
25102012 nu2 ohne substrat

3: MRM of 4 Channels ES+
TIC (theophylline)

1811595

497 3.68e6
181.1595
LIS
0.74
181.1595
1.01 1.40
0.87 181.1595 181.1595 212
1595 1811595
1 T T T T T T T T T T T T T T T T T T T T T T T T
0.20 0.40 0.60 0.80 1.00 1.20 1.40 1.60 1.80 2.00 220 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80
25102012 nu2 ohne substrat 2: MRM of 4 Channels ES+
1.58 TIC (caffeine)
195.1595 6.55e5
2.82
= 0.77 195.1595
195.1595

4.92
0.03

195.1595

025 033 0.48
195.1595 195.1595 1951505

2.55 262
182 210 229
1951505 1951505 1951505 195.1595195.1505

2.96 3.11
195,1595 195.1595

1 T T T T T T T T T T T T T T T T T T T T T T T T
0.20 0.40 0.60 0.80 1.00 1.20 1.40 1.60 1.80 2.00 220 240 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 420 4.40 4.60 4.80
25102012 nu2 ohne substrat 1: MRM of 4 Channels ES+
2.82 TIC (theobromine)
181.1595 1.82e5
131
181.1595
B 095
181.1595
097 234 248 190 2855 302 340 3.58
1811505 112 172 183 1811595 1811595 2.69 : - - 1811505 387 413 424 439
0.00 063 1901208 18111595 161 1811505 1811595 209 1811595 181.1595 1811505 1511 1811505 o2 18L155 1811595 1511505
lig1.1505 020 039 1811595 v 181.15% 1811595 ) 4.60 496
“T7T1811595 1811595 181.1595 181.1595
2 T T T T T T T T T T T T T T T T T T T T T T T T Time
0.20 0.40 0.60 0.80 1.00 1.20 1.40 1.60 1.80 2.00 220 240 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 420 4.40 4.60 4.80



25-0ct-2012 09:49:50

Ingmar
25102012 u + substrat 3: MRM of 4 Channels ES+
003 TIC (theophylline)
1811595 3.78¢6
49%
181.1595
LIS
1 T T T T T T T T T T T T T T T T T T T T T T T
020 040 0.60 0.80 100 120 1.40 1.60 1.80 2.00 220 240 260 2.80 3.00 320 340 3.60 380 4.00 420 440 4.60 480
25102012 u + substrat 2: MRMof 4 Channels ES+
- 158 TIC (caffeine)
195,159 75765
095
195,159
117
S 195.15%
282
195,159
074 492
004 15,155 286 359 195,55
195.1595 195.1595 1951505
0 § 176 211 228 253 338 g 376
1951595 1951595 195.1595 1951595 195,159 195.1595 1965.1505 s 192131595
1 T T T T T T T T T T T T T T T T T T T T T T T
020 040 0.60 0.80 100 120 1.40 1.60 1.80 2.00 220 240 260 280 3.00 320 340 3.60 380 4.00 420 440 4.60 480
25102012 u + substrat 1: MRM of 4 Channels ES+
E 131 282 TIC (theobromine)
1811595 1811595 19265
095 433
N 1811595 246 181.1595
181159 412
- - 1811595 434
099 222 249 ) 1811595
185 1811595 270 1811595 352 360 367 206
e 1811595 15 16 1T jgiies  18LID 18L15% 151 1505 . 328 1811505 1811505181155 1811505 415 048
00L 016 o5 ' > 1811505 18115% 1811595 1811506 181505 464
181159% 1011505 . & 051 181.159%5 1811505 495
- 181.1595 181.1595 - 8
181.1595
o o o L I L e e e e e e e L L o e e e o L e e e R 11012
020 040 0.60 0.80 100 120 140 1.60 1.80 2.00 220 240 260 2.80 300 320 340 3.60 380 4.00 420 440 4.60 480



Ingmar

25-0Oct-2012 10:00:54

25102012 nul ohne p rot 3: MRM of 4 Channels ES+
_ 0.03 TIC (theophylline)
181.1595 4.1566
LIS
0.96
140
181.1595 1811595
1 T T T T T T T T T T T T T T T T T T T T T T T T
0.20 0.40 0.60 0.80 1.00 120 140 160 180 2.00 2.20 240 2.60 2.80 3.00 320 3.40 3.60 3.80 4.00 4.20 440 4.60 4.80
25102012 nul ohne p rot 2: MRM of 4 Channels ES+
_ 158 TIC (caffeine)
195.159% 5.30e5
282
195.1595
S 491
S 195.1595
o 074 149 g o
. 195.1595 195.1595 289 195.1505
047 059 100 13 o 200 10ni 108155 1961565 1051505 | SO0 22 348 379
0.12,195.1595 " . y 1951595 . 195.1595 195. . - 195.1595 195.1595 - -
1951595 1951505 195159 195.15% 1951595 195.1595 421 241
1951595 1051595
1 T T T T T T T T T T T T T T T T T T T T T T T T
0.20 0.40 0.60 0.80 1.00 120 140 1.60 1.80 2.00 220 240 2.60 2.80 3.00 320 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80
25102012 nul ohne p rot 1: MRM of 4 Channels ES+
_ 2.82 TIC (theobromine)
181.1595 15865
131
181.1595
|
2.86
181.159%5 358 439
0.74 2.23 245 } 368 g
1811505 135 1811505, 2% _ 1811505 270 305 335 1BLI5® 1411505 412 181.1506
097 1811505 150 173 180 208 181.1595 181.1595 181.1595 1811595 385 g 1811595 448
s 031 055 1811595 121 1811505 1811505 1159 1811505 1811595181 1505 tplises | 404 292
- 181.1595 181.1595 181.1595 - 181.1595
5 T T T T T T T T T T T T T T T T T T T T T T T T Time
0.20 0.40 0.60 0.80 1.00 120 1.40 160 180 2.00 220 240 2.60 2.80 3.00 3.20 3.40 3.60 3.80 400 4.20 440 4.60 4.80



Ingmar
25102012 u ohne substrat

1811595

25-0ct-2012 09:55:24
3: MRM of 4 Channels ES+

1 T
0.20 0.40 0.60 0.80 100 120 1.40

25102012 u ohne substrat

%

TIC (theophylline)
4.43e6
4.98
181.1595
T T T T T T T T T T T T
2.60 2.80 3.00 320 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80

2: MRMof 4 Channels ES+
TIC (caffeine)
6.97e5

1 T T T T T T T T T T T T T T T T T T T T T
0.20 040 0.60 0.80 100 120 1.40 220 240 2,60 2.80 3.00 320 340 3.60 380 4.00 420 440 4.60 4.80
25102012 u ohne substrat 1: MRM of 4 Channels ES+
_ 130 TIC (theobromine)
1811595 282 438 201e5
1811595 181.1595
095
181.1595 434
B app 18155
0% - 1811505
: : 246 269 2.81 205 358
181.1595 . 367
075 113 135 1 220 1811595 1811505 1811505 181156 | ree 33 1811595 1g1 1005 384 415
1811595 . 1811595 178 1811595 1811505 . 1811505 181.1595
o1 029 0.39 181.1595 181.1595 181_1595181.1595 - . 181531595 494
ol eiises 1115 151 1605 : 1811595
2 T T T T T T T T T T T T T T T T T T T T T Ti me
0.20 040 060 0.80 1.00 120 140 2.20 240 2,60 2.80 3.00 320 340 3.60 380 4,00 4.20 440 460 4.80



Ingmar

25102012 kasette3
0.04

181.1595

25-Oct-2012 09:33:16
3: MRM of 4 Channels ES+
TIC (theophylline)
3.80e6
4.96
181.1505
1.30
M 181.1595
0.74
181.1595 101
0.88 1.40
1811505 51159 i
0 T T T T T T T T T T T T T T T T T T T T T T T T
0.20 0.40 0.60 0.80 1.00 1.20 140 1.60 1.80 2.00 220 240 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80
25102012 kasette3 2: MRM of 4 Channels ES+
_ 158 TIC (caffeine)
195.1595 7.97e5
=
2.82
195.1595
153 4.95
0.05 0.76 195.1595 3.60 1951595
195.1595 195.1505 098 181 2,09 254 298 150595 370 387 4o
195.1595 1951505 1951505 1951505 1951595 1951595 1951505 195.1505
1 T T T T T T T T T T T T T T T T T T T T T T T T
0.20 0.40 0.60 0.80 1.00 1.20 1.40 1.60 1.80 2.00 220 240 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80
25102012 kasette3 1: MRM of 4 Channels ES+
1.31 TIC (theobromine)
181.1595 4.04e6
<
2.82
181.1595
0 T T T T T T T T T T T T T T T T T T T T T T T T T
0.20 0.40 0.60 0.80 1.00 1.20 1.40 1.60 1.80 2.00 220 240 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60

Time



25-Oct-2012 09:22:16
3: MRM of 4 Channels ES+
TIC (theophylline)
4.10ef

6

4.96
181.1595

Ingmar
25102012 wasser
0.06
181.1595
[
074
181.1595 0.86
1811595
2.10
181.1595
0 T T T T T T T T T T T T T T T T T T T T T T T T
0.20 0.40 0.60 0.80 1.00 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4,00 4.20 4.40 4.60 4.80
25102012 wasser 2: MRM of 4 Channels ES+
_ 159 TIC (caffeine)
1951595 8.91e5
B 283
1951595
192' 2295 180 2.10 257 2.96 361
) 035 059 074 091 112 ' y : 1051505 1951505 322 1951595
1951595 1051505 1951595 1951505 1951595 195.15% 195159 1951505 . : 1951595 1003965
1 T T T T T T T T T T T T T T T T T T T T T T T T
0.20 0.40 0.60 0.80 1.00 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 400 4.20 4.40 4.60 4.80
25102012 wasser 1: MRM of 4 Channels ES+
_ 2.83 TIC (theobromine)
181.1595 2.21e5
X
o073 132
d 181.1595 225 249 3.07 4.03 414
181.1595 150 236 2.72 301 1811505 334 354 3y 387 1811595 :
0.00 128 133 1g1is05 173 183 210 18LISS g7 5gp18L1595 o ikes 181.1595 1811505 1811595 1gv1o05 1811505 181.1505
81 150 027 037 0.63 0.99 181.1505 | | 181.1595 1811595 181.1595181.1595 492 450 e
1811595 lses 1811595 1811505 181.1595 1811595 151 1505 101 1605 2901
1811595
T T T T T T T T T T T T T T T T T T T T T T T T
0.20 0.40 0.60 0.80 1.00 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 400 4.20 4.40 4.60 4.80

Time



Ingmar
20120926 Caffeine+theob+theophl

1.41
181.1595

26-Sep-2012 11:17:34
3: MRM of 4 Channels ES+
TIC (theophylline)

7.37e6

[ IS 4.96
181.1595
.0 1.30
181.1595 -
0.75
181.1595 1811595
0 T T T T T T T T T T T T T T T T T T T T T T T
0.20 0.40 0.60 0.80 1.00 1.20 1.40 1.60 1.80 2.00 2.20 240 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80
20120926 Caffeine+theob+theophl 2: MRM of 4 Channels ES+
_ 1.58 TIC (caffeine)
195.1595 7.03e6
=
0 T T T T T T T T T T T T T T T T T T T T T T T
0.20 0.40 0.60 0.80 1.00 1.20 1.40 1.60 1.80 2.00 2.20 240 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80
20120926 Caffeine+theob+theophl 1: MRM of 4 Channels ES+
_ 1.30 TIC (theobromine)
181.1595 2.85e6
=
4.37
181.1595
0 T T T T T T T T 7 T T T T T T T T T T T T T T T Time
0.20 0.40 0.60 0.80 1.00 1.20 1.40 1.60 1.80 2.00 2.20 240 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80



25-Oct-2012 09:27:48
3: MRM of 4 Channels ES+
TIC (theophylline)

3.87e6

Ingmar
25102012 ptum 100
_ 0.05
181.1595
LIRS
- 06 161505
181,1595 ;
181.1595 208
1811595
0 T T T T T T T T T T T T T T T T
0.20 0.40 0.60 0.80 1.00 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80
25102012 ptum 100 2: MRM of 4 Channels ES+
_ 1.58 TIC (caffeine)
195.1595 8.86e5
B
2.83
195.1595
3.60
2.10 256 205 3 195.1595
195.1595 195.1595 1951595 1951595
1 T T T T T T T T T T T T T T
0.20 0.40 0.60 0.80 1.00 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80
25102012 ptum 100 1: MRM of 4 Channels ES+
_ 2.82 TIC (theobromine)
181.1595 2.07e5
2.84
181.1595
131
2] 181.1595
1.72 2.46 256 2.90
0.94 134 1811505 182 2.23 1811505 o2 181.1505 306 335 352 359
001 182-1295 181.1595 181.1595 i 1811505 212 1811595 181.1595 1811595 181 1595 181.1595181.1595 u&'iggs 205 413 421 nar
1811805 030 038 1824?295 . 112 181.1595 g 1811505 1811595 1811595 457 490
- 181.1595 151 1505 - 181.1595 : 4-66 181.1595
181.1595 g
5 T T T T T T T T T T T T Time
0.40 0.60 0.80 1.00 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80



25-Oct-2012 09:38:48
3: MRM of 4 Channels ES+

Ingmar
25102012 kasettel
_ 0.03 TIC (theophylline)
181.1595 3.54e6
4.96
181.1595,
LIS
0.75
181.1595
0.87 1.01 115
181.1595 181.1595 181.1595 2.10
181.1595
0 T T T T T T T T T T T T T T T T T T T T T T T T
0.20 0.40 0.60 0.80 1.00 1.20 1.40 1.60 1.80 2.00 2.20 240 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80
25102012 kasettel 2: MRM of 4 Channels ES+
_ 1.58 TIC (caffeine)
195.1595 7.54e5
B
075 a0 4.93
- .5 195.1595
0.04
195.1595
195.1595 211 225 257
195.1595 195 1595 195.1595

0.36 0.52
195.1595 195.1595

1.01 1.18

195.1595  195.1595

1

%

T T T T T T T T T T T T T T T T

0.20 0.40 0.60 0.80 1.00 1.20 1.40 1.60 1.80 2.00 2.20 240 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80
25102012 kasettel 1: MRM of 4 Channels ES+
_ 1.31 TIC (theobromine)
181.1595 5.27e6

2.82
181.1595

T T T T T T T T T T T T T T T T T Time

0.20 0.40 0.60 0.80 1.00 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80



