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FSRERYNEIESENT: BEEMEIRS mm2i9/hiR, 1245 CHTERETEL g MREF10 mL 2-F
B2 R A A9 ho

LCE MY

LCR%: ACQUITY UPLC I-ClassFTN

BiiE: CORTECS C1g, 90A, 1.6 pm, 2.1 mm X 100
mm (ZHS: 186007095)

R 40 °C

BT 1l

TR 0.4 mL/min

mEhtEA: 1 MMZEREEKABR + 0.1% 2.
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(min)

0.0 98 44
0.5 98 6
6.0 1 SIS 6
12.0 1 99 6
12.1 98 2 6
14.0 98 6

R1.ACQUITY UPLCREHTEIEE
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MSR%: Vion IMS QTof
BN ESI+, ESI-
RER: HDMSE
RETE: 50-1500 m/z
=N 0.2s
BFRRE: 120°C

BAFURE: 500 °C
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B 7 7 UM - 1000 L/h

HFL AR 50 L/h

SLEREH: ZRERMMERL, [M+H]* m/z556.276
EMEBE 0.6 kV

ftiERe 8 ESI+

SHEEMEE: B30 eVIEMZETO eV
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MSER: UNIFIB (S 8 R 451.9.4hR
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EDNE. DI REPNONGE, EAPBRTERNEEEEASNRERENCCSE, KELNLEYHR
ERITEIREN . RERE<3%ppm, CCSEX<2%,

KOMERT AMHABNRRENERIT: CCSEBEMAGRIFHLC-MS QCELiTER (B4S: 186007362
<https://www.waters.com/nextgen/in/en/shop/standards--reagents/186007362-quad-lcms-qc-
reference-material.html>) FRIFHELLRFEMEEIR (EBHS: 186008063 <
https://www.waters.com/nextgen/in/en/shop/standards--reagents/186008063-extractables--
leachables-screening-standard.html>) 10, E&LITEREE18MLEY), XLEVEMRRENNIURS
AT BT, BEOZNRETEE, TeEEABFESRIMERFESHRX TEENLEY.
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AR GE T HWHFENARIUNIFIEER FERFEELLLEY, HEFEE100

1%

B, —HREHFIEETR

BERBHEDPHNXRER, SELEYRM. IUPACRM. IRERBXI.molXft, AEAEREFINIIERSD

ERHEITHTES

X100 SFHMB LKA EE S HE. R2H. MEKFMUVEIERRERUESYNIIEES R, EFER
5 (BMESYHREEI~10MUEY) . ERAERMBIEMRISGE, BHENRENKTFE (5 ppm#0.5 ppm)

BUBAEBE DI TR. IRIBERNER (R2) , BFHCCSHMEEEESAUNIFIEF, EREMMNEEF
MERBFERREENMNZEELASHMNZEE (B2) . EREEHDHREREERNGESR, BIERD
EamESTHRERNRALEREE, MMEBTREAFPWEBAD EENE T

megms | R %RSD | S FEL | miy | wreD | L |ESive
(Da) (43) tR T ccs CES -ve
2R BfiE 152.0473 3.63 0.21 1.09 126.26 0.18 -H -ve
ERREES 180.0786 4,65 0.14 0.94 140.69 0.1 -H -ve
| SBE_FRES —Z BE 222.0892 4,76 0.15 0.28 159.54 0.25 +Na +ve
Tinuvin P 225.0902 6.15 0.1 0.6 146.81 0.12 +H +ve
0.86 196.83 0.1 +Na
R_m-TH 314.2457 649 | 0.08 L s £ +ve
(DBS) 199.34 0.21 +K
199.29 017 +Li
-0.16 181.74 0.18 +Na
PR R KRR 318.0892 5.62 0.1 180.28 0.24 +K +ve
185.52 0.64 +Li
0.45 283.57 0.23 +H
Irgafos 168 646.4515 10.71 0.17 281,32 0.33 +Na +ve
286.45 0.62 +K

R2IEFH X RAREZREKLERIEF USRS, ERBITHCCSHMERE RS B EE



4 Comeerenmrame P L e pe———

T}

2 Tapoy prasprse (7 W
3 Eraraes 30 ggmon 1200 s a1
4 e e )
5 e e a2 Fm——
6 w0t asLum a1 o Ssiyha 4
T igeen s e a4 Fyscmysheny 1o
[ ="y T T " H o ester
SendTo . Scientfic Library Foml CIMim012
d iR ] S
emname fm Lngs | Fdsnes Average maw man uneu
Crarmel name: 2 41308 Remove assigenent. + 0 nse 501500 66 851 anosoncoe e wema
5 e | o e g D, Mx 8 E& L Mo Artoxcint
Label components.. 1SACTIMI0A01/C] 5502, 340-33.45 =
Asvign s in source ragment ) =
17363 -
Vi s i [ osecton i< .
155 View comporent detais o B Do .
L— MmOy Ao Cage ctpe  BosTAIWE  ODMAMSTE | OBMSMGRT(me | EpeSCCSAY  CoMmecCCSWY  Cmsnacsmiw  jonaos endd
1355 oy i = Deecion et " )
i Parr .
) 1 177914 B
g - r b 5 Dtction ewst Instrument modek Osprey, ACQUITY Binary Sk ACQUATY Samp e s i o Anlysis, Created by admin e May 08, 2017 (21 nara)
i y 1 18985406 +NH 1 11948179 1194.8164 37429 1507 ESI+
- Propemes_ 2 2300779 11767841 +K L None 12157472 12157470 7203 1499 ESI+
s 4 2172951 C44H5909 1 ao 7314154 7314147 1478 Esl+
3 1009636 11767841 +Na 1 None 11997733 11997748 369.31 1488 ESl+
o 5 469518 C4BHG709 1 ao 7874780 7874775 1479 ESI+
6 460447 C36H8309 1 Lae] 8996032  899.6017 1486 ESI+
? 7 425042 CS2HTSO9 1 ao 8435406 B43.5395 1480 ESI+
o P 2 3 8 51950 C61H85012 1 ao 10096036 1009.6020 1490 ESl+
9 50031 C23H2707 1 ap 4151751 4151748 1469 Esl+
10 22709 C31H4307 1 ap 5213003 527.3006 1474 Esl+
1 21895 C27H3507 1 o 4702377 4712374 1476 ESi+
12 16946 CI6H45010 1 [a(s] 6373007 637.3028 1477 ESI+
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Camganent name Identification status Neutrsl mass (Da)  Observed neutral mass [Da) Observed m/2  Mass ermor (mDa) Mass ervor (ppm) Expected RT fmin)  Oobserved RT (.. Observed it ims)  Obsernved CCS A"  Bxpected CCS{A%)  CCS.  Detectorcounts : - Response  Adducts
1 rgesox 1076 loertified 43044950 5304701 5534503 2 3 L3 8 Lo 3018 M 0% 1762063 1180973 +Na
2 Igenoxl0i0 loertified 117678408 1eTen 11548175 04 Q3 T4 T4E 1299 36334 s 038 74702 321613 ~Nrd
3 veemos ieertied 015 aome o a1 a3 70 738 (R w30 0 034 wsoss  0s61s -M
4 DbuyiSebscatelDBS ldentifed fer suns waMe 43 %8 ™ e 65 19873 19683 008 250w N
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4 Component name Ovserved m/z ¢ Observed RT (min)  Observes CCS () | Response  Adducts o)
4 Candigate Mass 6494343 484343 €15 23670 1218075

5 Candidate Mass 561.3814 5613614 €13 1551 1204277

L] Candicate Mass 6714472 714472 616 24167 1145564

7 Candidate Mass 6275224 6279224 €15 3/n 1061602

g Candicate Mass 635.5091 6059091 €15 22649 1014596

9 Cangicate Mass 649.9355 649.9355 616 23678 995450
10 Candidate Mass 583.5960 583.8960 €14 mm 935231
11 Candioate Mass 530.3683 538.3683 613 21007 232101
12 Candidate Mass 671.5490 £71.9480 16 46 BTBETE

Tem name: Sampie a Ttem name: Sample s Channel name: Low enesgy : Time 6.1405 +/- 0.0259 minutes : Drift Times; 7.80 +/- 0.27 ms
Channel name: 2 +583.3345 (31.3 PPM) : DT=7.53 to 5.08 ms : HD TOF MSe (50-1500) 6eV ESl= : Integrated : Smoo... Item description:
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- . - . - - -
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& 'l'r_a'r 2E3 L | '? Sample a N »{j ?odiﬂau Mass 278.... T Fiers >

[ |

A Unicnown component name 4« Refierence component... | Label Match type Unkrown m/z  Reference m/z  Observedm/z  Observed RT (min) | Unknown RT (mir) | Reference RT (min) | Observed CCS (A%  Uninown intensity (Counts) El!

67 Candicate Mass 2782119 Unknown Unique 2712 0.000 /s 649 €43 oo 18645 462267 (1|
68  Candidate Mass 2782119 Uninown Unigue 712 0.000 ma.se 649 E43 c.00 28920 15896
69 Cangidate Mass 2782118 Uninown Unigue a7 2.000 2782118 649 643 Qo0 46482 11548
70 Canciate Mass 276.2119 Uninown Unigue 278212 2000 2782119 649 643 000 31136 17403
7L Candigate Mass 2782119 Uniengwm Unigue 78212 0,000 2782119 648 648 0.00 22842 11423
72 Cancicate Mass 2783678 Unknown Unigue 278368 0000 278.3678 643 €43 000 18641 15035
73 Candicate Mass 279.0831 Uninown Unique 279.083 2.000 279.0831 842 842 c.oe 16190 20676
178 cancioate Mass 279.0932 Unknown Unigue 79.083 2000 279.0932 859 8359 000 16195 19025
75 Candicate Mass 279.0933 Unicnown Unique 279.083 2.000 79.0933 754 754 0.00 16168 15893

Chromatograms »

Irem name: [PA
Channel name: 2; HD TOF MSe (50-1500) 6eV £Sls (BPY) : Integrated : Smoothed
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| tem description: , Channel name: Low energy : Time 64383 «/- 0.0255 minutes

BPI [Counts]

B9 mM S = B (IPA)R T ZmtbiRfE, BiFrmPURINUEYIIAEERER, L ERILRER
HIFREGEE, BURERFPEXRBITEX.

4. T T E&E

EMRHMNANE, PHMARAUEAUNIFINEZRTABRBS “BMIAL” BEREIEREPEEAS! (0

E10FiR) » ZTEEBEETRAMITES, INEHRERERTERITENUER. FAI-FITEZX, RIE

ARMERFENURRR S EEREFBLENATEEURSIPRRFRRENELERY S MEEAH#ITITSD.
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& Ter 284 < gp Semeleb © g Candidate Mass 653... <

Item name: Sample b Channel name: Low energy : Time 7.2723 +/- 0.02... P - - a
Item description:
i 18567 | | | Discovery | BementalComposition | Chemspide | Frogment Match |
: 55150410 Flemental Composition @ ChemSpider © Scientific Libiary
Minimum i-FIT Confidence: 20 % Minimum citations: 0
12567 ’
Number of compositions: Fil Number of hits: 50
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2
L 1506 Results (5 found) &
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LC/MS standard report

Analysis Information
h=m name 2 A E and L METHOD 12th May 2017 +ve Analysis Method [tem name: E & L METHOD 1lth May 2017 +ve
Version: 3 Analysis Methog Version: 3
Modified dater Jun 02, 2017 10:40:08 GMT Daylight Tame Sample Set Created date: May 13, 2017 01:10:54 GMT Daylight Time
Modified by Admiénistrater, UNIFI Sample Set Instrument system  Vion, SM-FTN and BSM
name:
Foider: Company/E and L Sample Set Insrument system  Csprey, ACQUITY Binary Solvent Manager,
type: ACQUITY Sample Manager FTN,
Sampile Information
[r=m name: LOMS MIX_+ve Sample ype Unknown
[wem description: Sample position: D2
Acguisition start time: May 13, 2017 01:23:538 GMT Dayfight  Acquisition time: 1000
Time
E Cord ID: 01303626315346
em name: LCMS MIX_+ve . "
er B pam: "
Reserpine
BAMI6  gog27a
1256 b
A
]
'g Terfenadine
Sulfadimethoxine
75t | 4713146
W . 3100741
g
L™ g |
¢ Caffeine
! 1540808
2525 e
L1
Sulfaguanidine
2140526
oL . ~ - - - ,
1 15 2 15 3 is < 45 5 55 ] 65 7 75
Retention time [min)
Item name: LCMS MIX_+ve Sample positiore 1:D.2, Replicate number: 1
Mass
Component name | Observed RT (E"?:c“dccs Observed CCS (A%) | CCS delta (%) :Iannml m/ wror Adducts MS Response
ippm)
i Acetammnophen 107 13040 12009 «177 152.0706 021 oH 11541
2 Caffeine 276 13820 13555 -192 195.0880 197 |+H 175643
3 Reserpane 449 25230 2332 041 609.2803 051 |[+H 1290000
4 Sulfadimethoxine 357 16840 16822 011 311.0813 158 |+H 629253
s Sulfaguanidine 094 14680 14482 -13§ 215.0599 080 |+H 13547
6 Terfenadine 499 22870 233.08 191 472.3219 193 e 1381480
¥ Val-tyr-val 273 15170 19410 125 3802182 057 +H 43847
8 Verapamil 418 20880 21255 180 4552809 100 o 1202682
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UNIFI E&LTFETERIZADITARRET —ERAF BEXBRATLERE, BBTINRERNHIE. €A
PNERT A TR BIERE. REMERRS, BEMFRONEIREERIE, B - AR
REE R EMIFLERIFE, ENEAFBARITIIINGTE, FINMFEER. RiELLRURTRFEIER
12 PR RS M RR AT

MZENRBEFEBIREN TIERIERNFRBETHRIEEFELLER, BRAILUIREM/z. REE. CCSHME
FEFERHTER. JENER, ETEEFNENET AN TARBREITERMADHER.

BFHERERANERERNDBRMETIIEE, ERAIUEMCCSHE, T EIRYMALR LY
, BERERNNNSERE TR VMRIATERH ESEENAEE. NAFSHNENFFRIGHIEEBMERE
BYEEERS, BPTEMRANCSYEENHIAENLED.

1. Food and Drug Administration, 2000, Code of Federal Regulation Chapter 21.
2. Official Journal of the European Union, 2004, Regulation 1935/2004/EC.

3. Official Journal of the European Union, 2006, Regulation 2023/2006/EC.

4. Official Journal of the European Union, 2011, Regulation 10/2011/EU.

5. Official Journal of the European Union, 2006, Regulation 1907/2006/EC.

6. Official Journal of the European Union, 2009, Regulation 2009/49/EC.

7. Official Journal of the European Union, 1987, Directive 87/357/EEC.

8. The Use of Collision Cross Section (CCS) Measurements in Food and Environmental Analysis,
Technical Note 720005374EN <
https://www.waters.com/webassets/cms/library/docs/720005374en.pdf>, 2015.

9. Using lon Mobility for Enhanced Spectral Cleanup in Food and Environmental Analysis, Technical
Note 720005375EN <https://www.waters.com/webassets/cms/library/docs/720005375en.pdf>
2015.

10. Extractables & Leachables Screening Standard.Care and Use Manual 720005660EN <
https://www.waters.com/webassets/cms/support/docs/720005660en.pdf> .October 2016.
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11. Screening Workflow for Extractable Testing Using the UNIFI Scientific Information System,
Technical Note 720005688EN <
https://www.waters.com/webassets/cms/library/docs/720005688en.pdf>, April 2016.

12. Quantitation of High Resolution MS Data Using UNIFI: Acquiring and Processing Full Scan or Tof-
MRM (Targeted HRMS) Datasets for Quantitative Assays, Application Note 720005605EN <
https://www.waters.com/webassets/cms/library/docs/720005605en.pdf>, 2016.
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ACQUITY UPLC I-Class PLUS&%; <https://www.waters.com/134613317>
UNIFIRIZ(E B R4S <https://www.waters.com/134801648>

Vion IMS QTof B Fk E kAT TR (B FTiE{Y <https://www.waters.com/134845751>
B FMERE <https://www.waters.com/134656158>

ETFUNIFINTEE E SRR SR <https://www.waters.com/134682903>
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