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HPLC-DAD data
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UHPLC-QTOF-MS/MS data of N-demethyl-U47700 detected in femoral blood and extracted

ion chrom

atograms obtained from femoral blood and urine

+
N-Desmethyl-U-47700 -H
LC-QTOF-MS/MS O
Partial spectrum cl
31510274 (Blood) III
HN
317.09959 CI >
Cy5H,1CIoN,O
315.10255 (calculated)
316.10595 318.10255 319(19683 A =0.60 ppm

320.10129 323.31913

312 3125 313 3135 314 3145 315 3155 316 3165 317 317.5 318 3185 319 3195 320 3205 321 3215 322 3225 323 3235 324 3245

Counts vs. Mass-to-Charge (m/z)

+ESI Product lon (2.286 min) Frag=110.0V CID@23.0 (315.10268[z=1] -> **) Case39072bl1968MSMSbasic.d

325 3255 326 3265

N-Desmethyl-U-47700
LC-QTOF-MS/MS
Partial spectrum

284.05972 (Blood)
81.06978
17295520
205.99418
102.12750
58.02846
133.10086  151.90511 185.98631 316.10578
*
1 1l Wl .

50 60 70 80

' v
90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

Counts vs. Mass-to-Charge (m/z)

310 320 330 340

N-Desmethyl-U-47700
LC-QTOF-MS/MS
Partial spectrum

+ESI Product lon (2.286 min) Frag=110.0V CID@23.0 (315.10268[z=1] -> **) Case39072bl1968MSMSbasic.d
284.05972 (Blood)
286.05736
285.06152 287.06012
287.79779 291.27231
T T T T T T T T T T T T T T T T T T T T
274 275 276 277 278 279 280 281 282 283 284 285 286 287 288 289 250 291 262 293 294 295 296 297
Counts vs. Mass-to-Charge (m/z)

N-Desmethyl-U-47700
LC-QTOF-MS/MS

+ES| Product lon (2.286 min) Frag=110.0V CID@23.0 (315.10268[z=1] -> **) Case39072bl1968MSMSbasic.d Partial spectrum
(Blood)

172.95520
174.95180
203.99878 205.99418
173.95775|
175.95493 180.90107 185.98631 205.00080 208.25248

171 172 173 174 175 1

0.84
0.64
0.44

0.24

| ' ' L L
76 177 178 179 180 181 182 183 184 185 186 187 188 189 190 191 192 193 194 195 196 197 198 199 200 201 202 203 204 205 206 207 208 209 210 211

Counts vs. Mass-to-Charge (m/z)

U-47700

LC-QTOF-MS (EIC)

(Blood)

N-Desmethyl-U-47700

x10 6
3.254

34
2.754
254
2.254
24
1.754
1.54
1.254
14
0.754
0.54
0.254
04

011 02 03 04 05 0607 08 09 1 1112 13 14 15 16 17 18 19 2 2.1 22 23 24 2.5 26 27 28 20 3 3.1 32 33 34 35 36 3.7 38 39 4

Counts vs. Acquisition Time (min)

U-47700 LC-QTOF-MS (EIC)
(Urine)

N-Desmethyl-U-47700 ~

01102 03 04 0506070809 1 111213 14 15 1617 18 19 2 21 22 2.3 24 25 26 27 28 29 3 3.1 32 33 34 35 36 37 38 3.9

Counts vs. Acquisition Time (min)

4

T



