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¥ Search results (L0 TEMONTE Property Value =
! Name | | Item type Compound
1 rganox 1098 Item description
?  Cimassorb 81 TUPAL Haitie
3 3,3-Dimetilbencidina Formita CAOHEINIOA
4 Bis(2-ethylhexyl) adipate Hill formula C40HG64N204
5 Diethyl sebacate Average molar mass 636.9472 3
& 4-Metoxi-m-fenilenodiamina Monaisotopicimess 364806
7 SUCONOX-4 Item tag Antioxidant 1
8 1S5/C40HB4N204/c1-37 o
. TRITO_N )fmm (2,3)29-23-27(24-30(35(29)
2,6-Diaminotoluene 45)38(4,5)6)17-19-33(43)
10 (-)-Gallocatechin gallate (GCG) 41-21-15-13-14-16-22-42-
11 Tributyl citrate | InChl 34(44)20-18-28-25-31(39 P
12 4.4'-Metilenodi-o-toluidina (7.819)36(16)32(26-28140
: . (10,11)12/
13 Lauryl diethanol amine h23-26,45-46H,13-22H2,1-
14 2,6-Dimethylaniline 12H3,(H,41,43)(H 42,44) =
15 QUERCETINE I
15 Uvinul 3030 I ———— L
17 44'Tiodianilina fd Pt Delete
18 Phenoxyethanol Neutral Mass (Da)  Adduct Charge : Expected m/z  Expected RT (min) Observed CCS (A”)  lonization technique  Detail type
19 ¢ b 2908 . 4 Instrument model: Unknown, Instrument serial no: . Manually created, Created by administrator on Jul 28, 2015
20 T::z;)r & Detection result; o fiom soreadsheet . O (5 items)
. 6364866 +H i 637.4939 5.280 190.28 ESl+ MSe
21 Diisobutyl phthalate
re 100.1121 5.280 190.28 ESI+ MSe
22 Catequina
507.3581 5.280 190.28 ESI+ MSe
PR Y
5814313 5.280 190.28 ESI+ MSe
2 MXDA
= T L]EI 248.1645 5.280 190.28 ESI+ MSe
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Compenent name Formula Identification status +- * Meutral mass (Ds) Observed m/z Mass error (mDa) Mass error (ppm) Expected RT (min) Observed RT (min) Detector counts Response  Adducts B
1 Cyasorb 2008 C31H5403 Identified 47440730 4733996 04 -0.8 463 480 815535 516128 -H
2 Ethanox® 330 (rganox 1330)  C54H7803 Identified 77459510 439 1261891 564724 -H, +HCOO
: ; = :
Irganox 1010 CTHL0B012  Wentied 1176.78408 RT. BEE=2fEE 413 2540995 931926 -H
4 Irganox 1076 C35H6203 Identified 53046990 5.50 358988 244974 -H
5 Irganox 1098 C40HB4N204 Identified 63648661 6354784 -08 -14 298 301 1281611 580027 -H
6 Irganox 245 C34H5008 Identified 58635057 5853427 -06 -10 272 274 1033970 612482 -H, +HCOO
7 Methylparaben C8HBO3 Identified 15204734 151039 -04 -29 072 0.64 55086 50003 -H
8 Propylparaben C10H1203 Identified 18007864  179.0706 -08 -44 122 112 156010 139232 -H, +HCOO
9 Tinuvin 327 C20H24CIN30  Identified 35716079 3561531 05 13 409 418 152205 84380 -H
|22 Tinuvin 360 CALHSONGOZ _ Identified 658.39952 6573930 08 11 660 714 564639 351409 -H =l
Ttem name: ERA 08312015 Item name: ERA 08312015 Channel name: Low energy : Time 27425 +/- 00218 minutes
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pumnean 3721351 58534353 Llle?
74 1e7- Mass error: -0l mDa
7 leé] ¥ = ~ ~
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XIC , AR
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‘ [EH | -an0ze | ooy 72320148 95046093 _ 107538643
A A 1 A T : X3 T 3 0 20 00 40 S0 60 M0 800 %0 100 100 120
Retention time [min] Observed mass 2]

3. 7= LEa—BEBEDH

YO TN OHBICETGREARDN DTSN, REGNMERAREBESIE. I TRESNIZ—T Y bOEEN
BJBET Y,

BAEINZ—7y bHBBETHRVWAZLE2—L. ThSEREELEVOU X MO SHIBRLEB. XROEML
LT T ZIICIMBICANREENATVEA? 1« HEWE TS oMK > FILERDE L. £ 2
DOV TIILOEWMIMAA? ] EWSEWIEZXF T, UNIFIIZIF. BB L URADTOTHDY—ILH 2 DH
DET, 1 DBIF. 2EDFANZLRTZEHNTEZINAFU LB T, FAD1IDICLT7LYIAY T
(COTr—RTIFMETS>Y) EIRIGITTIBRELRBD £,

L77LYRZART MLEIVRMARY MLOBENMEE LICHEHBREOHERNICHZHE. BLRATHS
EHBEINET, ERIF. XR—E—7BEDOI/OX NI FL (BPl) . h=—FIIAF>ATYNIOXNIT T4
(TIC) DEF—AX—JE LTI TTRRTBEDNTE, FEHEEORLLTERRTZCDHTEFEYT (K

4) o Fles L7 7LYAH Y TIINBDUEYDIRI MLE, RIAY > TILCHBRLTRRTZECHTITET
o [MatchType]l (v FofEEH) cRRINIIIE BEFLPRMNT > TILICOAFETZON. LTFLVR
FUTNICORFETZION. HBIVEZOEAFICEET IO ZRLET. WLTBIYvFOEEIF. [
Unknown Uniquel CGREIEFHIER) . [Reference Uniquel (L77LYXRICEAR) « £l [

Common] (Hi&) TY, BEE. YO FIICEET. LI 7L YIY Y ZILHFICEELAVELEYHSRICEW
TRLEEBCEZ SN, AET #B X 2 E1F 1SO 10993-18 IZHE > TR T A3 HMENH D £ 7,



S * it

| Unknown component name  Reference component name  Match type Unknown RT (min) Reference RT (min) Unknown intensity (Counts) : Reference intensity (Counts) L]
|8 Candidate Mass 1107.2988  Reference Unique 0.00 6.90 0 5110
%35 Irganox 1076 Candidate Mass 553.4546  Common 634 6.35 458310 163
|88 Candidate Mass 125.9867 Unknown Unique 045 0.00 16485 0
187 Candidate Mass 149.0117 Unknown Unique 265 0.00 10103 0
|
|¥  Candidate Mass 158.0122 Unknown Unigue 219 0.00 10527 0
iag Candidate Mass 233.1045 Unknown Unigue 249 0.00 81321 0 =
ETECFRN - —Y -
| Item name: IPA extract as reference
| Channel name: 1: TOF MS* (50-1200) deV EST+ - Low CE (871)
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Ttem name: Sample A
ltem descnption: , Channel name: Low energy : Time 3.7403 +/- 0.0215 minutes
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m/z Retention time (min)  Comment i l2]
38431 233.1046 2.34 Sample A vs IPA
38432 233.1046 249 Sample A vs IPA
38433 337.1041 3.16 Sample A vs IPA
38434 284.1407 3.38 Sample A vs IPA
38435 365.1354 3.38 Sample A vs IPA
38436 350.1984 3.99 Sample A vs IPA
38437 803.5425 4.04 Sample A vs IPA
38438 413.2655 4,04 Sample A vs IPA
38439 963.7103 4.28 Sample A vs IPA
38440 493,349 4,28 Sample A vs IPA
33441 1019.7717 4.58 Sample A vs IPA
3812 521.3808 4.59 Sample A vs IPA
38443 418.1667 4,78 Sample A vs IPA
33444 5494119 4.98 Sample A vs IPA
38445 685.4350 5.34 Sample A vs IPA
38446 663.4530 5.34 Sample A vs IPA
38447 559.5165 5.60 Sample A vs IPA
38448 1074.0616 5.60 Sample A vs IPA
33449 537.5344 561 Sample A vs IPA 5
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Results (16 found) &

+ Component Name m/z | Elemental Comp...l i-FIT... Common Name [ Fragment Matches  Citations ] B

1 Candidate Mass 553.4590...  553.4591 7193 Octadecyl 3,5-di-t-butyl-4-hydroxyhydrocinnamate 8 75

2 Candidate Mass 553.4590...  553.4591 C35H6203 71.93 2-[4-Hydroxy-3,5-bis(2-methyl-2-propanyl)pheny... 7 10

3 Candidate Mass 553.4590...  553.4591 C35H6203 7193 Cholestan-3-yl heptyl carbonate 5 5 =
} ¥4 Assign

Information 2
Octadecy di-t-butyl-4-hydroxyhydrocinnamate - *

1e7 553.453¢

1 tearyl 3,5-di-tert-butyl-4-hydroxyhydrocinnamate
2 Qctadecyl 3,5-di-tert-butyl-4-hydroxyhydrocinnam
3 Octadecyl 3-(3,5-di-tert-butyl-4-hydroxyphenyl)pr
4 Benzenepropanoic acid, 3,5-bis(1,1-dimethylethyl)- '
5
6
7
8

Intensity [counts]
o
3

Octadecyl 3-(3,5-di-tert-butyl-4-hydroxyphenyl)prc-

Stearyl 3-(3,5-Di-tert-butyl-4-hydroxyphenyl)propic | 355,069 423,088
| 232079
Octadecyl 3-[4-hydroxy-3,5-bis(2-methyl-2-propan 3 T J I | l 503107
= b ¥ 4 P |
Octadecyl-3-(3,5-di-tert.butyl-4-hyd hi - 0 L R
Eado doeithull royp wa‘ pr 00 200 0 400 500
’_:Ll_._.g_.l___‘l_‘l_r_'l_r_l_‘_u._gl_‘_‘n._‘h_n_l_l. s s Bl e Mass [Dal
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Analysis Information
Item name: Medical Device Screening Analysis Method Item Medical Device Screening
name:
Version: 5 Analysis Method Version: 3
Medified date: Feb 11, 2016 07:46:24 Eastern Standard Sample Set Created date: Oct 19, 2015 10:16:07 Eastern Daylight
Time Time
Modified by: Administrator, UNIFI Sample Set Instrument Xevo G2QTof w I class no PDA
Folder: Company Targeted review
Analysis injection list Item name: Sample B, Sample position: 1:C,3, Replicate number: 1
i — ‘Samp\e type :EE.:E . Component name Formula :?T]bi'iI?NEd RT‘ Detector counts A
1 Blank Blank > 1 Bis{2-ethylhexyl) isophthalate(DOIP)  C24H3804 4.05 417928 +Na, +H, +K
2 Blank Blank 3 2 Bis(4-methylpentyl) phthalate C20H3004 3.75 52893 +Na
3 System suit start ctandard 1 3 Bis{8-methylnonyl) phthalate C28H4604 448 16846 +Na, +H, +K
4 System suit start Ctandard 5 4 Butyl isodecyl phthalate C22H3404 3.87 43461 +Na
2 e o > 5 Diisobutyl phthalate(DIBP) C16H2204 342 31405 +Na, =H
5 rmnecer Y = 6 Dinenyl Phthalate{DINP) C26Ha204 427 21501 +Na, +H
7 Erucamide C22H43NO 4.18 426727 +Na, +H, +K
8 Irgafos 168 C42H6303P 8.20 182270 +H, +Na
9 Irgafos 168 oxidized C42He304P 5.35 1022530 +Na, +H, +K
10 Irganox 1010 C73H108012 455 89050 +Na, +NH4
1 Isodecyl octyl phthalate(ODP) C26H4204 4 33666 +Na, +H, +K
12 stearamide C18H37NO 3.54 316181 +H, +Na

8. DMBE/RELVEZ—7 Y bHIU—ICDOVWTDLKR— ~DBI

UNIFI 2B S X7 LlId. BERESROMEYDOI I —Z VI omBICHaBISh T —o 7 0—ZRML.

ISO 10993-18 4 X DIZEIZX G L TWE T, UNIFI 7—270—Tld. YA IVRXZA4TZ)—T. 2—7v hD
RO —ZVIhBERAL. SiVWTY—A—FIBEEMEZRET SO DRFA D ZITVET T XAN—
V=L REEROBEBRHIEERET — X BFNICFAL. RIS BET —EIXN—RORRL TSI AYT—
PIVOEDETZITVWET, COMETNLT—770-ICE&D. BEMRBICEZMEMOR IV -2 I 53
ICHBEBRBIEEINE I,

S 3k

1. M McCullagh, V Hanot, and S Goscinny.Use of lon Mobility Spectral Cleanup and Collision Cross Section
Values to Increase Confidence and Efficiency in Pesticide Residues Screening Strategies.Waters
Application Note 720005080EN <https://www.waters.com/nextgen/us/en/library/application-

notes/2014/use-of-ion-mobility-spectral-cleanup-and-collision-cross-section-values-to-increase-
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