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Test Items Limit Test Method
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Cd (Cadmium)

=1 0'2

i

Cr (Chromium)

5= 0.3

Pb (Lead) 05
Heavy Metals i '
ELE Ni (Nickel) s Po009268

) '

As (Arsenic)

i 02

Hg (Mercury) 0.1

Fs .

Category Test Items Remark
PAE i IR B8

Cd (Cadmium)s® 0.2 mg/kg N N

Cr (Chromium)£& 0.3 mg/kg N N

Pb (Lead)th 0.5 mg/kg N N

Ni (Nickel)i2 0.5 mg/kg \ \ ‘
Heavy Metals Sb (Antimony)? . . ! lii?i;f:ll

MRS sor As (Arsenic)f 0.2 mg/kg x J -

Fe (Iron)§k x X J

Al (Aluminum)$g x x vV

Sn (Tin)is x % N

Hg (Mercury)zx 0.1 mg/kg X N

Cu (Coppenfd x x N
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52Cr (M-SQ-KED)
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#x) = 2532019903 oa;e-‘;u ) : N B %ul:nl * ¢ “
e 1) = 4556 1189+ 245,444
LoD = 00016 peo BEC = 0.054 ppb
LoD = 0.0088 ppb
1.2. FFRER
JtH=/ug/kg £ 1£2 HiEie B EMDL
Cr 0.21 0.19 0.18
Fe 12.35 11.57 0.75
METTE Cr, Fe, Ni, As, Cd, Sn, Sb, Hg, Pb N 0.51 0.58 0.08
=3 ] As 3.51 3.82 0.14
NESEE] Thermo iCAP RQ ICPMS Sn 251 10.32 0.08
M EIET PRGN B E T 3b 1.04 151 0.02
Hg <MDL <MDL 0.02
1.1 LR Pb 0.35 0.38 0.02

56Fe (KED) 60Ni (KED)
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4x) = 336614503 +66441 6713 4x) = 263741257 + 26389157
RY=099%9 R* - 09338

BEC = 1950 poo
LoD = 0.0377 poo

784 (KED)

Comcarerrns oo
#x) = 15516.3003"x +755.4199

Rr - 0993

BEC = 0.045 poo

LoD = 0.0088 ppo

111Cd (KED)
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R* - 09999

BEC = 0.001 poo

LoD =0.0013 poo
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1]
[R——
x) = £35359057'x +145.6676
R/ - 10000

BEC = 0.003 poo
LoD =0.0005 ppo

BEC = 0.104 poo
LoD = 00041 poo

78S= (KED)

PR——
§x) = 18312047 +35.0092
R = 1.0000
BEC =0.024 poo
LoD = 00022 poo

1185n (KED)

Cancarwarce seel
#x) = 311847335x + 5023433

RS = 10000

BEC =0.016 ppb

LoD = 0.0041 poo

22 (KED)

w———y b

Comsetutun ovi
x) = 295794595 + 1302257

- 0337

SEC - 0.005 oo

LoD = 00007 oo

2.2 RS
JT=

¥3 (ug/10000

Cr 0.02
Ni 0.04
As 0.03
Sb 0.08
Cd ND

Pb 0.02
Hg ND
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3.1 IC600{XEE5)

1C600

(e Dionex AG7(4.0*50mm)
i £E

TRahtE 70mmol/L NHANOS iET5pH7.1
IR 1.0mL/min

%HWR 100uL

FERTiE) 150s

3.2 tEHZENIEE

Traces of selected compounds
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ntensity (cps) (1043)

Time [8]
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VS 5pptEILE
3.3FMER

Traces of selected compounds

ntensity eps] (10%3)
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FEGBug/kg =11 RN TN 7 fS B EMDL
4 0.14 <MDL 0.10
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{FAE S PEGC-Orbitrap/MSYEBBFIH
B TRSLERA

&
Jane Cooper,1 Chris Allen,2 and Cristian Cojoca-

riut
1Thermo Fisher Scientific, Runcorn, UK

2Broughton Nicotine Services, Earby, UK

X i2inl

BRRE, CEVER, BTE, |®iK, S,
SHEEE, SoWEREEE (HRAM)
17 NER ( Orbitrap ) &I, EMEMEER
(SPME) , SPME Arrow

B#x
B Thermo Scientific™ Exactive™ GC Orbitrap ™=, [EaBx FR{Y X B F 1R
PR D HI T REE

JI23

BAHEEINF2007E, EEAEaRENERRe—, HERE2HRAEE
EZMZR., REBFIHNAEERMS, ENARIBEEENNZE
b WFBFRPTEANNEBEER. B85 AMNFILUEREMERS
ERMMINYR, BRSNS, FEXERRAIEE.,

012FXEERAORREEERS (FDA) R TRE., SIREFMTEE
BERFPBMHEEREBEEEY (HPHCs) ik, HA, 904 (a) (3
) B R M. milIZ@iES (FD&C Act) BEERH, BHEFIEHIR
HNEETAME - R E 20i AR E MR L. S, I108RER
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FRRETEEERS (ENDS) fUREFI EHERIS (PMTA) #
N5 4 7 29FHPHCS

2016558, 2014/14/EUEFRIES (TPD) T T a6
BT IR IR RN R HIE (Article 20) , LUR
PALBREHBTHREDEADRERFHIERALNS, =
EHARIREREES (MHRA) NAT EiRarticle 20
B AZSHER. HittMBEERBIERE~RIESEKIE
CERIEEFHERIIGHI TS,

=, WFEAERNEEIIEED TERKABLC-MSHIGC-
MS, BR-EHZRMTEREBE. REEMNTELIET
B, =ZEMRATFSEREBMSESIEFDENZE—RRA
TP EANINEED . MeDHIEE (HRAM) BTLL
Sohl B SERVECEIFNAREE R TE o

FEAGCHIGC-MSD T FIHMBEEEESHER. TERRK
NEFBERT, ATRI2EMENES, EXRGCH
GC-MSEERIFNRHEMIEEMY . GCEAS D #IRIEN
SRYUESEETNEREETUMEXFNITE. GC-
Orbitrap EEEBIZHNBMERIEEBppmKRERE. SHEHF
FE@RXELN . REEZNENRSIRRGFFEBmAVE
E, FReAmEXRREYHNEETE, B FHEBR
AIFIZS

XEDITRZKBRAEFED TR, BILIRBERME:
B (SPME) A . SPMELRFZEUAR, —PSTER
E&, FERBNEFIRERGRIARTLERNSERMEIRMHTT
ZEFNESE.
FRNALETLURAMTZFERER TSNS HAITE
£, Thermo Scientific™ SPME ArrowfE &= IISPMERYERE
BUH TARRNRIT. BT REE. RISSENRIETE
ST AFHESNYIERE, = T EARSPMERT LR,

A5 RE R 7 SPME  Arrow#E 4 GC-OrbitrapX E8 F4EH H Y
HER D TIEOIRE AN ES DT . AT EETENE
HER, EENBTFERTEER (E) Bt RT3
BFR (tkF8BE, Cl) .

TS
RS
AibWLA0FB TN, SESFMAEEIMEE (F1
) o ML THHAZEETH “shortfill” MEHHITD
o “shortfil” MBEFEATFMENIOML, BRILUE

ERRBTAIEET . BT ZEr mEWLNAZen
T, EERERZTPOIENAIES

1 DRPRINBEFRE, SFESENLASE, inehd T
BE=/IK¥F. 0. 6f112mg/mL

RELTSE

a TE 10 0
b FRhE 10 0
c AR 50 0
d BE 10 0
e A 10 0
f FRhE 10 6
g TE 10 6
h FriE 10 12
i K= 50

j TR 10

EEEEFNIEE@EE S, FA10mLK (HPLCY ) #kE
100pLiEiBF R, BOEBEERRERE0uLHE—EHER1mL
7K (HPLC#R ) #r, FEAN20mUIROH#EE (P/N 20-MCBC-
ST3) T=s#E (P/N 20-CV) #1, EFZHITSPME Arrowsy
o

HREEXRAIMLK (HPLCZ ) ZEAN20mLIAEEH, 1
g, FREHRINZEATIMAS-REEMEANRIFD, BERIR
FE£10pg/mL.

IXEFIiL

Fra iR FHThermo Scientific™ Exactive™ GC Orbit-
rap ™G {Y Bk A Thermo Scientific™ TRACE™ 1310 StHE
EHE#E Thermo Scientific™ TriPlus™ RSH™ SPME ArrowH
PSR FHECE T Thermo  Scientific ™MBPIRZUS /A9 i
FEOFOSPME Arrow i&ACES .

®1E4E K HThermo Scientific™ TG-WaxMS 30 m x 0.25 mm
i.d.x 0.25 um (P/N 26088-1420).

SERIEH T . WIRFHERFC43 (CAS  311-89-7) &
HE<1.5minIkE<2ppmiIRERE . FRESHEEEX
El. PCIFOINCHEZLH{THRIEAIIHE . 7E600000HFR (m/
200FIETE ) T fTERMEIERE .. EMUEEssE2-4

o

X
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X2 TriPlus RSHE i FEES

Extraction parameters

SPME Arrow fi- Thermo Scientific™ DVB / Carbon
ber: WR / PDMS (P/N 36SA11T1)
Vial: Fiber depth in vial (mm): 35
Temperature (C): 60
Incubation: Time (min): 10
Agitator speed (rpm): 500
Temperature (C): 60
Extraction: Time (min): 10
Stirring speed (rpm): 500
Temperature (C): 230
Fiber desorption: Time (min): 3.0
Fiber depth in injector (mm): 70
. .. Temperature (C): 280
E:ggr conalitio- ;e pre desorb (min): 3.0
' Time - post desorb (min): 15
&3 GCHIHEO S

TRACE 1310 GC system parameters

T SPME Arrow Liner 1.7 mm i.d.
iner:
(P/N 453A0415-Ul)
Inlet tempera-
230
ture (C):
Carrier gas,
He, 1.2
(mL/min):
Inlet module )
SSL, split mode
and mode:
Split ratio: 100:1
Purge flow
(mL/min):
TG-WaxMS 30 m x 0.25 mm i.d. x 0.25 pm
film capillary column (Thermo Scientific™
Column:
TraceGOLD™ GC Column) (P/N 26088-
1420)
Oven tempe- Target
P IrRT  |Rate J Hold
rature (min) |(C/min) temperature |time
min .
program: (C) (min)
Initial 0 - 40 3.00
Final 3.00 |13 250 6.00
Run time 25 -

&4 RESH

lonization type: El NCI PCI
Transfer line (C): 250

lon source (C): 230 170 170
Cl gas type: n/a Methane | Methane
Cl gas flow (mL/min): n/a 1.2 1.3
Electron energy (eV): 70

Acquisition mode: Full-scan

Mass range (Da): 35-400 | 100-400 | 80-400

Mass resolution:

60,000 FWHM at m/z 200

IR 12

fEHThermo Scientific™ TraceFinder MER (£ THIEINE,
ZEIEMINEERES . BEFAIEME=HIELIE I—

K, BIEBEEES

ESRI0ITie

PRSI B RS R ILECINRE .

MR o £ Z 5T X EE FDARIHPHCSA R P AL S HITE
i, Lo, BREFFERS B FENEEY

FR#HITRE.
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| Compound Database - e-liquid

[Compound l.dame Beta-Nicotyrine

ETCRIREFERMIEIR T, Exactive GC
HERIMSRERERETEMLEY

Peak View Pane

=3

1
2
3

Expand All
4
[] 1,3-Butadiene
L__I 2-Aminonapthalene
[ 4-(methylinitrosamine)-1-(3-pyridyl)-1-butanone
[[] 4-Aminonapthalene
[ 4-Anibobiphenyl
[] Acetaldehyde

Collapse All

Compound Name

beta-Nicotyrine
beta-Nicotyrine
beta-Nicotyrine

Peak Label 1 Peak Workflow

T1: 158.08385
T1F1: 130.06513
T1F2: 157.07602

TaraetPeak
Fraoment

Fraament

Associated
Target Peak

T1: 158.08385
T1: 158.08385

4 | Precursor m/z

158.08385
130.06513
157.07602

[[] Acetyl Propionyl
[ Acrolein

] Acrylonitrile

[] Anabasine

[] Anatabine Nicotine

O Benofalpyrene
Benzene

] beta-Nicotyrine

] Cotinine

D Crotonaldehyde

] Diacetyl
Isoprene

O Myosmine

] N-nitrosonormicotine

[C] Nicotine

Peak View Pane
E2

Compound Name
Nicotine
Nicotine

Nicotine

1| Peak Label

=

Peak Workflow

T1:161.10732
T1F1: 133.07602
T1F2: 84.08078

TarcetPeak
Fraoment

Fraoment

Associated
Target Peak

=

T1:161.10732
T1:161.10732

3 Precursor m/z

161.10732
133.07602
84.08078

[[] Nicotine n-oxide
[C] Nornicotine
[[] Toluene

1. WEYEGREEF TR H T RIRIR.

Data Review - e-liquids 7th ——-""——sening]*

EEMEMBRTFHER

Compounds - x
8 1 eliquid =
g0 SN Selected «~ MZ « RT @ | FI w | Flag = CompoundName = MatchResult Name «~ Formula « Adduct « Confirmed = m/z(Expected) = m/z(Apex) =~ m/z(Delta(ppm)) = RT (Expected) &«
= =Q1vY v - - - Aa - Aa - A v A v Aa - Aa - Aa - Aa - = -
1 | 690256 ° ° ° ®  beta-Nicotyrine beta-Nicotyrine@RT 173 CIOHION2 M+ 2outof2 15808385 15808386 007784 1728
2 715798 ° L] ° ®  Nicotine Nicotine@RT 13.8 CI0HI4N2 M+ 2 outof 2 16110732 16110733 006407 1379
= — — — —
Minimum # of fragments needed: 1
Chromatogram v B X Spectrum 5 -
m = = #2 Expected: 157.07602 *2 Measured: 157.07610 A: 0481 ppm
- pectrum | ® Fragments (2 of 2)|
h-infussed_vanilla_2mg_180713150021 beta-Nicotyrine NL:229E6 ... || h-infussed_vanilla_12mg_180713150921 # 2455 RT: 17.22 !
F: FTMS + p EI Full ms [35.0000-400.0000] F: FTMS + p EI Full ms [35.0000-400.0000] } m - 1 ox|
x ;23'?367.57 00 45.03353 Spectrum | @ Fragments (2 of 2)
AH: 2278785.85 Minimum # of fragments needed: 1
100 9 95 29 I3 Expected: 157.07602 * 2 Measured: 157.07610 A 0.481 ppm
2 3
95- - 4 B
35 -
85.
80 1.0E6-
80- 1
75
75 70 8 0ES5-
70 158.08386 1
65 6.0E5{
65- & ]
Z 60 £ 4.0E5
§ g 55 ]
E 55 E
% 50 g 50 2.085-]
2 3 45 87.04414 = ]
45 4 2 o —
40- g #2
40 167.07610 £ 1.2E6
35 4
= 1.0E6
0 30 145.05229 T
25
8.0E5
® - 17.05737 ]
20-
i 15 73.02847 a—
10- L 4.0E5
5 o ]
16.94 171 1720 17.37 1747 1759 o 205+
o T T ]
170 172 174 1786 50 100 150
RT(min) I T T
157.0755 157.0760 157.0765
miz

B2.hi¥6m (TR ) NEBKESR: 1ETHAET (5ppmBEA ) N EWMETEER, 2MERWEMIERE T

(XIC) EE, MLE¥IRiLE, 4Ll
£ (IBICREBF RS REL )

BF (L), BiewrRs7T (F) , t5SppmEEETRED, 5AMEE FINRER
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W?HEEEWE’\]Uﬁﬁﬁ, WIERERSFERE#MTE2AE, AR
TSRS EEER,

NTEINARNEETEE, Ko LUEREAZRMTLE
& (PCIFONCI) #i7iH—E A,

Detect Isolate Search Identify

Elemental Confirmation
Deconvolution Library

[El3 Exactive GC OrbitrapEE FIRMAFEEHE LIFME: BRI OHEE; BERMEELEREEHEY); KFB
BiR (Cl) H—LHIAER

composition using ClI

BN BFEEBEFE, £P3E
XEE (BIE) #80E, THmE4

100 100
90 90
80 80 —
0 Blank R Blank
8 - g -
g = c ]
S60 S60
[ | b3 |
3 | 3 |
250 250 16.41
@ - (o) ]
2 40 2 a0
w40 - %40 -
o S 3
“ 30 | 16.41 ®30 -
20 - 20 — \
10 - 10 - 665
= 612 663 865 1036 1190 1385 1560 | 1832 1989 102 226 420 6.12 O3 °T° 1036 1190 1385 1616 | 1866 1989,
1267
100 100 8.18
90 Sample j 90 Sample c
80 - 80 —
3 12.22 e
70 - 70 -
8 - 8 -
= ~ c -
J60 360 -
= | = |
3 | 3 |
250 250 -
PR o 16.41
2 40 2 a0
T4 - 540 |
T - ol 9.06
F30 12.81 16.41 T
3 10.86 - - ] 5.g7 660
20 1357 20 - - |
1 ] 11.89 16.15
10 - 10 - 12.82
] 4.20 6.60 691 7.8 1017 | 1102225 455 | 740 10.36 | 1s1e | 1861
0 “‘\“‘\“‘\“‘\“‘\‘L“\‘\"\‘\*\'T‘\"\‘\\\\\"\—\‘\ 0\\‘\\\ll\\\\\\\\\\\\\'\\\\\\\\\\\\\\\"\\\\\
0 2 4 6 8 10 12 14 16 18 20 0 2 4 6 8 10 12 14 16 18 20
Time (min) Time (min)

B4 #Fmj (50K ) (ETF) fMtFme (@REXK) (BT ) HGC-MSREFRE (TICs, RIEMNEERSIFRIA—K
ME) , MMNNEEFR. AAEER, FRMEENFESII—K. RT=16.4 minftARIRI8-ZEEMm



B, BR. £E: BER
TraceFinderf X (R el iE NEEIRTNEE, ICHR BRI SRR
RSN E, B TEFERR,

EsMEtFmi (1715R0K ) hAv4-SRERRIBRERRESR,
ERAESIURG D TSENEZHEYINRS.

Deconvolution Plugin

View Help
2 FTMS = p EI Full ms [35.0000-400.0000] @ X “vaxﬁvg @~ & M- ] Scoretouse: Reversesearch  ~

Staty Sampl S: le Id - i ~ ~

sl Gl il s e {| | EomiontitBene s R Score  Matched Compound Formula  + CAS s HRFScore RSl RHRF Score

@ [bw13180713102131 [1 T g 5 a0 s 01257834 62006346
» | [ [jemon_te0713201155 [ fl» 119.085617 | 116627603 | 26302519 seizesy. [ * :‘9“ P Eymmene: ‘c,,'?\"‘“ }w‘j’?ﬁ's 931“,“3‘

| 79.054237 | 84882558 8720398 5627391 97:1| o-Cymene o4 i
5 > P T e 3 2 2T y ¥
— | phetocital 8. 63320004 10694137 aba367el 968 o-Cymene. (CI0HT

Acquisition date: 7/13/2018 &:42:05 PM ~ : - eear | ) e R ) 96.9 | Benzene, 1-methyl-3-(1-... | C10H14
InstrumentName type:Exactive GC Orbitrap vll¢ 5| =

Total lon Chromatogram

8.00E+009—]
6.00E+009—| 4
4.00E+009—| \ ‘
2.00E+009—| ‘
0005000 | T A
0.00552 400577 800601 12.00626 16.00650 20.00675
Actual Normalized
Component specirum
BP: 119.085617 @ 2.63E+007 100,
2.50E+007)
2.00E+007 5 & 7
1.50E+007 4l
1.00E+007
5.00E+006 A 1)
0.00E+000. .
7.7696%0 7870766 7972842 807418 8176994 8279070 g2
= [ -g ol L e T oY L e TS --|‘ , u“l
@ % |- 6 5
. Measured . M ~
Active T Area Height FragmentlD  Theom/z (p:‘rf‘)‘""’ %0
» [=] 119.085617 116627603 | 26302519 | C9H [119.085526 |0.764156
= . som 91054226
=] 26905374 "
8 100 19935728, 075273 C10H14 134109001 M|
M| 1505 ’9?2‘57“_ 2806922 | C9HT 115054226 |0 34000000 58412070 82824140 107.236209 131648279 156.06049
B 120087 10066329 2679381 C(12)8 C(13)1 H... 120.088881 0.7
™ 118.073334 2364878 ‘ 620371 | C(12)8 C(13)1 HI9 [118.073231 0.874033 v Library spectrum
< > |
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x5 BAREPIERHNEY), SEFREA, TERHINEEY, TUFECHEIERETLL, BEENRERE (ppm)
, B EYIRIBTRREMCASS, (REERTE], £EFHDSI (search index score) , HRF ( High-resolution Filtering score )
FORSI ( reverse index score )

| Basepeak | Identification scores
o . Mass Exact mass .
Sample / description | Compounds detected Formula Measured | Theoretical oo (m/2) RT(min) si HRE
(m/2) (m/2) e
2,2,4-trimethyl-1,
. Hmety C.H..0 101.05974 101.05974 0.3 116.08373 1193-11-9 3.1 808 87 810
3-Dioxolane 6 e
a |Plavorless 1,3-Dioxolane
' ' CH.,0, 87.04409 87.04406 0.4 116.08373 4359-46-0 |4.3 838 85 841
2-ethyl-4-methyl-
Butanoic acid, ethyl ester|C,H,,0, 43.05413 43.05423 2.2 116.08373  |105-54 4.5 809 |86 810
b |Flavored (branded) |Ethyl maltol C,H,0, 140.04663 |140.04680 |1.2 140.04734  |4940-11-8 151 890 100 940
Vanillin CHO,4 151.03903 151.03897 0.0 152.04734 121-33-5 18.9 878 94 886
n-Amyl isovalerate C,,H,0, 70.07770 70.07770 0.0 17214633 25415-62-7 8.2 829 86 859
2-Pentyl acetate CH,0, 43.01774 43.01784 2.4 130.09938 |626-38-0 5.8 874 83 899
Acetic acid, pentyl ester |C.H,,0, 43.01774 43.01784 2.4 130.09938 |628-63-7 6.6 840 7 880
c |Flavored (branded)
2,3-Nonanedione C,H,0, 43.05412 43.05423 2.3 1566.11503 6175-23-1 9.1 764 68 839
Eugenol C,H..0, 164.08296 |164.08318 1.3 164.08373 |97-53-0 16.2 856 99 878
Ethyl vanillin C,H,,0, 137.02341 137.02332 0.6 166.06299 |121-32-4 18.6 818 91 837
Piperonal C,HO, 149.02318 149.02332 1.0 150.03169 120-57-0 16.7 875 66 875
d |Flavored (vanilla)
Vanillin C,H,O, 151.03905 151.03897 0.5 1562.04734 121-33-5 18.9 876 92 878
(+)-Menthol C,H,,0 81.06996 81.06988 1.7 1566.15142 156356-70-4 |11.8 807 95 808
D-menthone C,,HO 139.11166 139.11174 0.6 15413577 1196-31-2 101 785 93 843
e |Flavored (mint) (£)-Menthol C,,H,,0 81.06996 81.06988 1.1 166.15142 16356-70-4 |11.4 823 93 824
DL-menthone C,,H,s0 112.08820 112.08827 0.6 15413577 89-80-5 10.4 795 92 851
Eucalyptol C,HO 93.07005 93.06988 1.9 156413577  |470-82-6 7.0 783 86 783
Propyl pyruvate CH,,0, 43.05417 43.05423 1.4 130.06299 |20279-43-0 (12.7 761 95 904
cis-Verbenol CH,0 79.05421  |79.05423  |0.2 15212012 [18881-04-4 |12.2 728 |84 728
f |Flavored (branded)
Butanoic acid, ethyl ester|C,H,,0, 43.05417 43.05423 1.4 116.08373  |105-54 4.6 813 89 814
Nicotine C,oHuN, 84.08093 84.08078 1.9 162.11570 54-11-5 13.8 872 98 873
g |Flavorless Nicotine C,,HN, 84.08093 84.08078 1.9 162.11570 54-11-5 13.8 872 98 873
Nicotine C,oHuN, 84.08093 84.08078 1.9 162.11570 54-11-5 13.8 879 99 880
h |Flavored (lemon) Piperonal C,HO, 149.02333 |149.0233 0.1 150.03169 120-57-0 16.7 880 98 881
Butanoic acid, ethyl ester|C,H,,0, 43.05412 43.05423 2.4 116.08373 105-54 4.6 882 91 882
Gi i id, methy!
es'?:f?;)c acia metWl e H,0,  |131.04919 |131.04914 |0.4 162.06808 |1754-62-7 |155  |s59 |97 |e78
y-Decalactone C,,H,0, 85.02843 85.02841 0.3 170.13068 706-14-9 16.0 801 95 807
. |Flavored
B Butanoic acid, ethyl ester|C,H,,0, 4305415  |43.05423 |17 116.08373  |105-54 46 814 |86  |815
Ethyl 2-methylbutanoate |CH,,0, 102.06757 102.06753 |0.4 130.09938 |7452-79-1 4.8 786 89 809
Photocitral B C,HO 137.09610 137.09609 |0.1 162.12012 6040-45-5 |12.7 671 99 921
cis-Verbenol C,HO 79.05424 79.05423 0.1 162.12012 1845-30-3 |12.2 827 88 828
j |Flavored (lemon) cis-Geraniol C,,HO 93.06995 93.06985 0.8 15413577 106-25-2 13.6 742 79 743
p-Cymene CoH,, 119.08562 119.08553 |0.8 134.10955 99-87-6 7.9 862 100 873
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F P ‘Name: emon_180713201155%1741-1748 RT. 1220-12.24 AV. 8 SB: 19 12061217
100] MW N/A DA 114 DB; Text Fle
# Lb. Match RMatch  Prob.(%) RI Sm  DBs  Name ) 7 Comment: T: FTMS + p EI Full ms [35.0000-400.0000]
u“ 109 10largest peaks
@l M 844 &5 218 142 i 1 Bicyclo[3.1.1hept-3en-2l, 4,6 Grimethyl-, [15{. 67 419951 797901 837781 94749] 956781
m2 M 82 a5 21 144 33 rans Verbenol <ol ? 9 19 1096691 676021 815641 1195051 914641
? 9 Simonyms:
m3 M 829 89 120 140 6 2 (1R}cis Verbenal 39 S .
m4 M 87 8 19 142 4 cis-Verbenal el 7| 137
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m6 R 815 815 79 1140 4 2 Verbenol T 2 3 4 50 6 70 8 S 100 10 120 130 180 150 180
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%R 7B 7% 038 1095 6 7 30xatricyclo[4.1.1.024octane, 2.7.74rmetiy- EINECS
s ’ 19 Contrbutor: Chuck Anderson. Aldich Chemical Co.
BT M 7R M 02 ns 2 o rans 2Caren ol B e e e
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g®M 77 025 181 30 2Carendol Bicyclo(3.1 Thept-3en-29l, 45 Btimeiny- 15,25 55 Formula
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EEL ] 2] 020 1% 4 0 cis<1.2-Epoxypmenth-Sene e C,H.O
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AL B IS X B FMF EE T HNEE DRI T Exactive
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4[] 8-hydroxy quinoline
4 J*T1:145.05219
ATIC1: 117.05731
A'T1C2: 89.03863
4 [] Nicotine
4 *T1:84.08083
A'T1C1: 133.07614
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Nicotine results summary

Replicate number RT (min) Conc. (mg/mL) RT (min) Conc. (mg/mL)
5.523

227988757 13.78 274002489 13.78 7.053
2 234018241 13.77 5.619 290141336 13.77 7.422
3 245967546 13.77 5.463 29386353 13.77 7.297
Average 235991515 13.77 56815 285993392 13.77 7.257
Std dev 9150386 0.006 0.079 10547493 0.006 01877
%RSD 3.88 0.042 1.422 3.69 0.042 2.59
Claimed (mg/mL) 6.00 6.00
% of claimed 92.25 120.96
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Declared nico- |Nicotine
concentration
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Sample [Description

a Flavorless 0 <0.046
b Flavored (branded) 0 <0.046
c Flavored (branded) 0 <0.046
d Flavored (vanilla) 0 <0.046
e Flavored (mint) 0 <0.046
f Flavored (branded) 6 5
g Flavorless 6 7.3
h Flavored (lemon) 12 12.2
Flavored (strawberry) 0 <0.046
j Flavored (lemon) 0 <0.046
B
16 mconcentration W declared concentration
14 Flavored (lemon)
12 mg/mL

12

10

i Flavorless
€ Flavored 6 mg/mL
= & (branded)
£ 6 mg/mL
6
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