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Analysis Conditions — Exactive Quantitation

* Column: Hypersil Gold, 50 x 2.1 mm, 1.9 um particles

* Mobile Phase A: 5mM Ammonium Acetate + Acetic acid (0.1%) in
Water

* Mobile Phase B: 5 mM Ammonium Acetate + Acetic acid (0.1%) in
Acetonitrile

* Gradient — Ty ey e
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* Column temp: 400°C
* Injection Volume: 2.5 ul
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Stip testmengsel
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8 Thermo ToxID

O (=]
About

Source File:

Processing Configuration File

C:\Documents and Settings\ExactivetDesktop\tosbieb MCL cav
Screening Method:  |Based on Exactive screening method
¥ Summary Report [~ Long Report
I Print M View r =

ToxID

MCL

Summary Report

Raw File Name: D:\MCL'\data\Tox onderzoek G\Stip 1974 2.raw
Config File Name: C:\Documents and Settings\Exactive'\Desktop\toxbieb  MCL.csv

Sample Name:

Laboratory: Apotheek lab MCL

Acquistion Start Time: March 14,2013 11:58:59 AM

Screening Conditions: Based on Exactive screening method. Accurate mass window (ppm): 10. Adducts: H+, NH4+, Na+, RT window (min): 1.00. The Delta. Actual RT and

intensity are reported based on the adduct labeled with "*",
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Summary report Tox|D

# Comp. Compound Name Formula Detected Delta  Expected Actual Intensity Adducts Fragments

Index m/z (ppm) RT RT H+ NH4+Na+t 1 2 3
1 145 4-Hydroxynordiazepam/de C15H11CIN202 287.05820 0.1 6.88 7.15 209265 Y* - - - - -

moxepam(?)

2 391 Amitriptyline C20H23N 278.18768 -9.5 8.77 8.73 13506 Y* - - N N N
3 134 Atenolol C14H22N203 267.17197 6.2 8.85 8.81 1766796 Y* - - - - -
4 604 Caffeine C8H10N402 195.08783 0.9 5.10 5.10 56047 Y* - - N N N
5 329 Clindamycine C18H33CIN205S 425.18695 -0.5 6.62 6.62 52404986 Y* - - - - -
6 186 Clobazam CI16HI3CIN202 301.07382 -0.0 7.76 7.59 985112 Y* - - N N N
7 140 Desalkylflurazepam CISHIOCIFN20O 289.05521 4.7 7.58 7.15 65831 Y* - - N N N
8 223 Desmethylvenlafaxine Cl16H25N0O2 264.19580 -0.0 5.72 573 2605174  Y* - - N N N
9 185 Diazepam C1l6HI3CINZ2O 285.07898 0.2 8.09 8.05 1910027 Y* - - N N N
10 119 Diclofenac CIl4HI11CIZNO2 296.02408 04 8.70 8.70 75042 Y* - - - - -
11 464 Gentamicin C21H43N507 478.32813 9.6 10.54 10.31 20953 Y - - N N N
12 641 Lamortrigine COHTCI2NS 256.01511 -0.1 6.16 6.19 28142 Y* - - N N N
13 143 N-Desmethyl clobazam C15H11CIN20O2 287.05820 0.1 7.32 7.15 209265 Y* - - N N N
14 148 Nitrazepam C15HIIN303 282.08734 0.1 7.44 7.40 1117916  Y* - - N N N
15 142 Nordiazepam CI5HIICINZO 271.06329 0.1 7.63 7.62 8650667 Y* - - N N N
16 249 Omeprazole C17HI9N303S 346.12201 0.1 7.04 7.04 26499 Y* - - N N N
17 144 Oxazepam C15HI11CIN202 287.05820 0.1 7.19 7.15 209265 Y* - - N - -
18 257 Promazine C17H20N2S 285.14203 0.1 8.45 8.43 1330360 Y* - - N N N
19 258 Promethazine C17H20N2S 285.14203 0.1 8.30 8.43 1330360 Y* - - N N N
20 187 Temazepam Cl6HI3CIN202 301.07382 -0.0 7.61 7.59 985112 Y* - - N N N
21 85 Tolbutamide CI2HISN203S 271.11096 -0.5 7.59 7.57 11400 Y* - - N N N
22 282 Venlafaxine C17H27NO2 278.21152 0.2 6.77 6.86 749631 Y* - - N N N
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Metoprolol
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Metoprolol/aOH metoprolol
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B Thermo Xcalibur Quan Browser - 20130828 _uitwerking 20130912.sld (Bracket 1, View All)
File Wiew Zoom Options GoTo Help
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1 b3 Standard Method Settings G0327 1} 0.000 5.000 0.000 -100.00 & Excluded 1 ugh GdE
2 ro I ettings 004 5.000 0.00 1
3 5125 Standard Method Settings 319927 2606345 0123 12500 12241 =207 368 2 ugd 6451
4 SH25_2 Standard Method Settings 335330 2561481 0131 12 500 12832 345 368 2 ug 6431
5 St25 Standard Method Settings 630910 2614382 0.260 25.000 23858 -4.57 0.04 3 ugl 6451
[ St25 2 Standard Method Settings B51842 2501194 0281 25.000 23872 -4.51 0.04 3 ugl 6501
7 =ta0 Standard Method Settings 1431600 2559887 0559 50.000 48064 <187 203 4 ugd 6491
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a SH25 Standard Method Settings 3732073 25317 1474 125.000 126.226 098 0.14 Response High |5 gl 6491
10 SH25 2 Standard Method Settings S4BT 2353145 147 125.000 125975 078 0.14 Response High ‘5 ug 6491
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n Browser - 20130828 _uitwerking 20130912.sld (Bracket 1, View All)
File View Zoom Options GoTo Help
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Psychofarmaca | en Il

1 2 3 4 ] & 7 3 g 10 12 13
Curve Index  Weighting Index Origin Index Origin Index  Equation
Linear Equal Force W= 2891877 R'2 = 0.0000
Component Hame
Clozapine
Filename Level RT I18TD Area Exp Conc  Cale Conc Units % tov theor
Cal Peych_| 1 CalPeychl .90 0.683 0699
Cal_Psych_|_2  CalPsychl .90 0.693 0.887
Ref_KKGT2014_ A 8.81 3006304.05 A 0.472 94.82
Component Hame
Dezmethyl-clozaping
Filename Level RT Area 157D Area Exp Cone  Cale Cone Units
Cal_Psych_|_1  CalPsychl 8.61 437628883 2 0.7 0718
Cal Psych_|_2  CalPsychl 882 4781547 88 0 0534
Ref_KKGT2014_ A NF NF HA NF
Component Name Origin Index
Amiriptyling Force { R"2=0.0000
Filename Level RT ISTD Area Exp Conc Calc Conc Units
Cal_Psych_[_1  CalPsychl 10.01 208544352 0.144 0.147
Cal Peych_|_2  CalPsychl 10.03 2133 0.144 0141
Ref_KKGT2014_ NA 10.02 5 A 0.088 96.16
Component Name Origin Inclex Equation
Nortriptyling Force Y = 408933" R"2 =0.0000
Filename Level 1870 Area Exp Conc  Cale Conc Units
Cal Psych_|_1  CalPsychl 208544352 0141 0.143
Cal_Psych_|_2  CalPsychl 2123 0141 0.13%
Ref_KKGT2014_ NA b NA, 0.084 92.63
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