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) Translate Original Method Parameters Calculated Method Parameters
) Best Efficiency Gas He - Gas H2 -
eneinim) s
Inner Diameter jum) [ (250 km | [ill |180 pm | (]
Film Thickness {um) ) |D.?_’+ pum | [ﬂ |u_13 um | P
acerane g e e
Inlet Pressure (gauge) g |3.2317 psi | Iill |7.595 psi | A
Outlet Flow [mL/min) 8 [L mL/min | [ﬁ [£-84008 mL/min| P
Average Velocity (cm/s) . |35.523 cm/sec | [ill |51.u33 em/sec | .
Outlet Pressure [abs) 8 0 psi o [ill 0psi o
vormeTne e |

Outlet Velocity (cm/s) Infinity cm/sec

Infinity cm/sec

# Ramp Rate Final Temp Final Time " Ramp Rate Final Temp Final Time
*C/min *C min “C/min *C] min
) Isothermal (*C/min) [*C) [min} {°C/min) (€ (min]
Init 60 ] Init 60 o
R
(&) Ramps 1|3 240 o 1 |75 240 0
1 B
Total Run Time Total Run Time
Pressure Units Qriginal Column Capacity: 17 Translated Column Capacity: 061
PS5l - The column capacity of the translated
method is 36% of the original column
capacity. You may need to adjust your
injection volume.
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ALY 2 EO| HE BARO| Rt JIAZE AL E S LICH MSD 0|23} OfERE =S8Y F=7| Agilent Hydrolnert 22
== (3mm #= (9mm =)
et QAX| @YU (EetA FMX) o HER| QY (ZED o1% atol 2 300°C
IAXNE Sigma-Aldrich (Milwaukee, W1, USA) 2 £ H e e 300°C
| SH A = i) . . B SHA
TARSLICE LY S HIEFZ0 20:1(viv) 2 Bl M} SLICE NEIR eE 150G
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ESRILICE Thaba 5 R 2 WHO BE Y E 500°C2 S, RIAURTE 7= 22 SAS TAS I 0180) rto
SIMEUOH =4 IZ0LE M| A mAF 2 (Carryover) SEAE HYELILE 0l |25 a2 UHOR 210|222
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SE0tEIo| M7 SR 2 Bl HATHOl A
SEE LIEfELICH M= HZH|7H H 24617] Z0l| RI 22
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A O|2 AZ20tEJ(TIC)ECt Hir=lgL|Ct.
1 13
1.91
18] A 19.377 EE
]Z O E HP-5ms Ul, 30m x 0.25mm L{Z, 0.25um
1.5
1.4
13{ 9 10 18
1.21 4.804 7.485 11 38.694
1.1
£ 10| e 240°C(N B MY ER)
3 0.9 ' i 22
© 0.8 23.577 15 51960
on 27622 41489 17 ' 28 .
0.4 42049 20 21 56.792 )
03l 45257 40 390 23 | 25| 26 27 29 3p
0.2 54.087 59400 61.918 64.339| 68.953 71 138
°4 : [
4 6 8 10 12 14 16 18 20 22 24 26 28 30 32 34 36 38 40 42 44 46 48 50 52 54 56 58 60 62 64 66 68 70 72 74
Acquisition time (min)
x105 A
30 B 7.757 "'il
o8 15.485 O = E HP-5ms UI, 20m x 0.18mm LHZ, 0.18um
2.6 20532
5»‘21 240°C(AE A3 Z2)
f-g 1.985 3.036 4 440 26.737
2 b ’ 6.068 9432 11.049 1259 1475 22.754
S 16 : 16.828 29.390
3 14 18116 19.348 | 21666 | 24817
o T 23.806 25792
]'S 27.648 5g 53
0.8
0.6
0.4
0.2
Ay
2 3 4 5 6 7 8 21 22 23 24
Acquisition time (min)
T2 3. R A& EZ0ll tet m/z 572 EIC. (A) 2& 249, (B) =4 249



ug 2AY
0|, CAS, RI, RT
h-C5,189-66-8 ,588,1.682

n-C6,110-54-3 ,600,1.801
n-C7,142-82-5 ,708,2.236
n-C8,111-65-9,800,3.139

A BEMH
0|, CAS, Rl, RT
h C5,189-66-8 ,500,8.094

n-C6,110-54-3 ,688,5.??4
n-[?,142-82-5 ,700,0.946
n-C8,111-65-9,800,1.299

n-9,111-84-2,900,4.864 n-9,111-84-2,900,1.985
n-C18,124-18-5,1000,7.485 n-C18,124-18-5,1000,3.036
n-C11,1120-21-4,1100,11.850 n-C11,1120-21-4,1100,4.446
n-C12,112-40-3,1200,15.137 n-C12,112-40-3,1200,6.068
n-C13,629-50-5,1300,19.377 n-C13,629-50-5,1300,7.757
n-C14,629-59-4,1400,23.577 n-C14,629-59-4,1400,9.432
n-C15,629-62-9,1500,27.622 n-C15,629-62-9,1500,11.049
n-C16,544-76-3,1600,31.489 n-C16,544-76-3,1600,12.596
n-C17,629-78-7,1700,35.117 n-C17,629-78-7,1700,14.675
n-C18,593-45-3,1800, 38.694 n-C18,593-45-3,1800,15.485
n-C19,629-92-5,1900,42.049 n-C19,629-92-5,1900,16.828
n-C20,112-95-8,2000,45.257 n-C20,112-95-8,2000,18.116
n-C21,629-94-7,2100,48.320 n-C21,629-94-7,2100,19.348
n-C22,629-97-0,2200,51.260 n-C22,629-97-0,2200,20.532
n-C23,638-67-5,2300,54.087 n-C23,638-67-5,2300,21.666
n-C24,646-31-1,2400,56.792 n-C24,646-31-1,2400,22.754
n-C25,629-99-2,2500,59. 400 n-C25,629-99-2,2500,23.806
n-C26,630-01-3,2600,61.918 n-C26,630-01-3,2600,24.817
n-C27,593-49-7,2700,64.339 n-C27,593-49-7,2700,25.792
n-C28,630-02-4,2800,66.686 n-C28,630-02-4,2800,26.737
n-C29,630-83-5,2900,68.953 n-C29,630-03-5,2900,27.648
n-C30,638-68-6,3000,71.138 n-C30.638-68-6.3000,28.532

T2l 4. Agilent MassHunter Unknowns AnalysisOll AHS == Rl A& A E T4 (ric)
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A | mEt 2 Qe St E7|QLICH 47| A 2 2 QIS0| 2 2252 0T d& 2AHI Aol SLeLIch

Hot7] 7|52 Ar85tH 22|51 ORtIIX| 2 T 39| HTiH
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H 2. Agilent MassHunter Unknowns Analysis £ T}2}0/E]. 16.98020 MEHEl ME |3 = TIC I 20tE 1240 A

e PP YIMO 2 A BAIEH, ZATHSIO] AEM|S] HArR = RASLICE
RT#9] 37| 91Xt | 10,25, 50,100, 200, 400, 600, 800 7t E5% 5719] 0[20] —’F;%EIO'I AHEY C|AZ0| &%
Sjo|maa] NIST23L SOl FAIELICE O[S Sol I3 22 I8 DR S Ats
RTEIQE| 7= Nz GAargh = AELICH =S 0|2 S ot H RT = 20|
R pre, CHE o2 S8l L2 &2, 0l= 710l /= + 2SS
ST oz o|n[stE 2 IDE difAle wf 0|2 11243l{oF BfLICt
RT 22%| H2E] | mom ANZ Z20E AEY M= 0iX| 21 S2S LHATHHA K] A4
HCHRTHLE | 100 (Et0IE2{2] OhX| A30]), HEFRI A 7|2 T|2 HX S &feldhs=
2 ofA] A~ 70 HEE HELICH 16,9892 I|FE 0| 2 SO{EH, AHEZO|

H7|=l 98.22] D-carvoneO| CHH T EA | O 242 JHA|H
HZ|-TE2| RALF2t0|E2{2| AHEZO| A|ZX O 2 EF
UK[ELICH 32 0|29 EICE ANEH 25 St It B
RTE Z&LICH T30 CHol ZH = RI2 2F0|E2[0f| A 2

RI Zto| XtO[QI HEt Rl Zt2 22 A OFF Z&LICH O[22,

FH| 0| 0| H2IS|B IS HEY 4+ YLt 17 78
UE PSS So1E QK| 2| ZS LIEFYLICH
LIEl 2t 5 ohLtof T2t ofEre HAS 0feA B BECR

Z={otH 2to|=2a{2] AHEH 0 ot 8| =0 M B XX

=

Cl222ME N2 AHEZ0| TA|EL|CH TIC ZZ20E | BE= T3 F7|2F 7|2 0|3 HE2
UI0| FS EAO| AHEHS M B3 26| Ak S
LIEFLICE of2{et ZH 22 D-carvone?| ID= =2 MZEE
Rl AS LI

R Agilent MassHunter Unknowns Analysis - He_3mmINCL Reference ONLY.uaf — [m] x

File Edit View Analyze Method Report Tools Help

NEH|BE |9 &~ @Ana\yzaAll Al Target Non-TargetNon-Hlt Manual Components B5B B\ankSubtracted |H|

Samples + & X |Chromatogram - 1x
Sample Name File Name Components Hits Path Name | +TIC Scan Gn 0-1_Braz Orange 3mm He run 1.0 (Brazil Orange 5% in ETCH)
] & =
Brazil Orangs 5%in £ [CAURIE Jmm He un 1.0 14092 83| C:AMS General Consuting | £ *'°
3
(o] 4
2 TIC AZ0EDH
34
254
2] -
g g 5
154 = wi @ =1
=~ 7 g = =
© s} e w
1 5 n g o g
< > B » ~ o m = [T R N Qoo & [SEE-=Y P
1 s | 2w B B = = = B g =1 Bo o =l BB
o CEEEN LRI EVARIE AR L
Base N ol 4 o i hd WR T W | Ao DosE oo
Componer ¢\ 61ind Name Match  Dska Deks 5270 case Componen Library 2500 5000 7500 10000 12500 15000 17500 20000 22500 25000 27500 30000 32500  35.000
RT Factor Al RT = Rl RI Acquisition Time {mir)
14,5955 | p-Mentha-1(7).8ien-2l 97.1| -1|-0.0307| 628747 | 35307-10-9 1187|1186 |1 |[lon Peaks ~ & X |Spectrum - 1 x
14.7300 | alpha -Temineol 950| -1|-00425| 18392998555 1180 1183|1  [|Component RT: 16.9830 Companent RT: 16.9850
B H b 2]
14.9657 |Bicyclo[3.1.1hept-2ene-2me... | 841 -1|-00331| 2696983 | 515004 ERE I | *10% | E "101_ 220 ME AHEH
15.3735 | Decanal 539 0| 00173 98287112312 1208 1208 (|9 ] ©  ps
15.6630 | Acetic acid, octyl ester 914| 2|-01020| 108188 | 112141 1212 12101 , gf,:
15.7564 | Diydro carveol jso- 845 3| 01106 6565918675359 1216 12121 ] 06 1080
15.9464 |trang Carveol 948 2| 00885 950616.1 1197075 1219 1217 1 184 051
044 540 930
16.2812 |trans-3(10}Caren-2-0l 534| 0| 00006  2083491010151665 1227 1227 164 0.3
024
16.4233 | 2Cyclohexen-1ol, 2methyl5-.. | 95.8| 1| 00567 2952193 | 1197064 1230 1229 1 12 01 .nlo [moeo ‘ ” 1220 1350 ‘5[|’°
16.6057 2 4Cycloheptadien-Tone, 26..| 810 3| 01425 38436503535 135 12380 0 bt — } |
12 o1 || Tedg elg 11 I ” 1220 qabp |
16.7963 | Benzaldehyde, 4{1methyleth... | 727 0| 00057 30796 122032 1239 1239 1 2] w0 150.0
| reaso (YO o 2| ooser 031266 |22aeise 1244 12461 i 03 0
17.4855 | Geranicl 7230|0065 15147.0 | 108241 1255 12551 0.8 g'g: 340 1080
17,6172 | p-Mentha-1(7) 8(1 D)dien-9-l 746| 4| 01486 5421829548138 1258 12621 064 06
i 0.7
17.8714 | 4Cyclohexylidenebutyraldehyde | 748 4| 01488 113540 337597 1264 1268 |1 04 el NIST 23 2/0|E2{2| AW ER]
18.1399 | 2Cyclohexen-l-one, 3methyl- | 907| -1/ 00349 1586525 16750-82:6 1271, 12700 0 -05-
24 -1
18.2331 | 1Cyclohexene-1carbaxaldeh... | 571 0| 00003 246264 | 2111753 1273 1273 )1 1] 820
ol
18.4298 |C d 955 1| 00568 233608 33204749 1278 127 L < R A7 S - S F N N N N S
arvens oade s v 163 17 17.1 40 50 60 70 80 90 100 110 120 130 140 150 16D 170
< > isition Time (min] Mass-to-Charge (m/z)
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=X O =2, p-mentha-1(7),8(10)-dien-9-0l2 A= 17.61722) FAQHO| AA LY BHZ HI}
O 3= 7462 2 LMSe 42h= 2 HEFRIE X1 EIC S 3mm AET}AFRE 28M RET| AAL SZ AL A
StLb= ™ RTZH =0 = A TH2H 7|2 0|3 B2 D-carvone FZO0|X|2F A U AFR A|0f= MEHE|X| QHSLICH AA
A ELLEOF 1908 AELICE Of= ME[E=7F 52 AERLICE Lo 24 HHS A0 AA0| AL M2 X} Af0[2] IS S
dEXIZL 0|2 Bt g7 |2 20t 8%, 0|52 0iRA QER EZXISH= H0| IO, 0| 2 QI8 YL S1er=0f| Chet I3
HEO=Z 22/8t1 Delete Components/Hits(A &/01 x| Z 1} HQ2nf AT E 2] HSE o} SHANSHL|CH 2k 0= 3mm 2lx2
AR E MEHSHO] Zatof A Of DX Z2HE MAY =~ USLICE Omm ==7| A X2 M| AF2810] B|U2laf ATES HE 2
CIE2 HEO| oMt Al M7} oAl AL HEXS Zat Ol H& SXOLE MASH = ZELICE O|2{¢t O|R=E
EH|O|E0] M 0|22 0IRA REX HEO 2 22/5t1 Show Hydrolnert &27F =[RS LICE.
Alternate Hits(CHA| DHX| 22t EA)S MES = ASLICH 0| AIM0fl A= Carvone oxide (CAS HZ 33204-74-9)0] CHsH
Ol 8t LMS 3 RI 7| &S SHSHX| T LMSY} LIS & Hydrolnert 24, 3mm % Omm #=XE &t 22y F=7|
X101 ofX| AotECE 22 2fo|Ee{2|Qf LHE AHEYH ==0| AAOM AAR QS ATEZN UZOZ H2 ATEZS
HAELICH 2= M2 0fX] 222 LMSIF1ZEQIEE xf o HIZSO 2 AA HISMO| of&tS MOiBtL|CH B20|| T 71X
S| H| 7| h20f| 0|2 A SHe 20| SEBLICE Ast= AL Ch2 of 7} Liet 9lLich
AEXH= CHA| OiX| 22t = SHLHE MEiSt D 0|5 ID2 48 E = 5 .
AL R 08 82 HNSHE KZ0IM WE W 44 BHYES AST
' Carvone oxide I| 32| IZOtE Y1 AHERZ S Ho{FLICH
Ol dE ZENAE= & 0K 22HE YIt5th= o AFEE LT NIST232| 20|EE{2| &X AHEZH2 H|WEZ Qe HR=2
AREHHAEE BME NEY = UCH ot 3R BEOME BAEJELICH & 71K 248 ZF0|M CIZE2FME
Mg 4~ ASLICH AHEZHO LMS 22 > 952 =0} 4 28 7FA S Hydrolnert
AATFHIBOHE S ABEY HEHES QB ELICH
A B
x10° | o - - x10° .
g |2 3mm 2&4 £27], He o 3 |2 9 mm Hydrolnert, H, 8
261 || S e 5 3 , <
2.4 - - ) ™ 4.0 © © Carvone oxide @
Carvone oxide
%% o N o 3.5 2
8 8 58 3.0 g | 8
2 16 s Y X ¢ L2 5] 2 i
S 14 o 79 S g " S 2 - 2
S 12k s |2 § 520 ¢g g 'S 2
Yo == o 15 2 ) ~ 0
0.81~ S : Ol | S~ ~ ©
0.6 1.0 22 UL
o} W oo 1 ks Ut
0 04
16,5 17.0 17.5 180 185 190 195 200 205 21.0 66 68 70 72 74 76 78 80 82 84 )
Acquisition time (min) Acquisition time (min)
: HERT: : HERT7.
X107 g3 a5 1g3q SERT18.4298 X0 RT: 7.3999
67.1 1.0 67.1
0.8+ 951 0.8 84.9 123.1
0.6- 109.1 06l 951
0.4] 55.1 . 0.4 55.1 1091
O YO Y A S YT Y Y Y D tess
=1 0 HH [t ‘1‘ 1“ \H b \J\‘U \Jw w‘H ‘ \‘ Ly % 0 ! ‘L‘ ‘1‘ \M 1” : 1\‘“ Mw I Ll“ . -
3 02] H I ‘ 10\90 ‘ 1370 1480 1660 S oo [ ]| A ‘ ‘ 109\0 ‘ 137.0 1480 166.0
-0.44 . 0.4 .
044 55.0 95.0 1230 _8‘6{ 55.0 95.0 123.0
: 670 850 S X : 670 850
-0.84 . 3mm 284 FE7], He -0.84 : 9 mm Hydrolnert H,
14 LMS = 95.5 -1.04 LMS =958
43.0 a9l 430
T T T T T T T T T T T T T T T B T T T T T T T T T T T T T T
40 50 60 70 80 90 100 110 120 130 140 150 160 170 40 50 60 70 80 90 100 110 120 130 140 150 160 170
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H @S 28 22! 90{= Hydrolnert A2 A 2F 9mm & 3mm F&7|
HXE DF ALSStE 28 FEI| AAE AFESHH =4

L2 AL Carvone oxide I|32| AHEZS LIEFLHUSL|C]

112) 9B| ATEZ0| EAIE Omm S X357 AlxE

AFE S LMS 22 03] 9122 Abets| E&LICH T2iLt s
AHE 0| HE|QICHs 22 SHBLIC JHE 2 pist
e 0|2 8291 1082] ZMH| 7t AHEZ] LIT{X| 0|20 I3
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AEEASLICH LMS 2{0| 84.80| 10 EELRIZL-10]| =23t
T RIOHXE EH O] A/E0| 2HZ3l HO[X|2 SHIEX|=
efgLoh.

A x102 gE‘ RT: 7.3999
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Counts
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B3 dE MY 4 2AHM HetE QX @Yol 24 Zt (LR = %2 8, Int=7Hd)
s HydroinertS 0| 8% 4 Rl He- | LMS He-
ofet= 93 CAS LibRl | RT RI | ZELRI |LMS| RT RI | ZELRI [LMS| RIH, | LMSH,
Ethane, 1,1-diethoxy- 105-57-7 726 2.445 723 3 98 1.061 732 -6 96 -9 2
Nonane 111-84-2 900 4.807 900 0 95 1.983 900 0 91 0 4
(1R)-2,6,6-Trimethylbicyclo[3.1.1]hept-2-ene 7785-70-8 932 | 5.688 | 933 -1 99 | 2.332 | 933 -1 97 0 2
1-Heptanol 111-70-6 970 6.566 966 4 98 | 2.699 968 2 95 -2 2
Bicyclo[3.1.0]hexane, 4-methylene-1-(1-methylethyl)- 3387-41-5 974 | 6.757 | 973 1 98 | 2.759 | 974 0 98 -1 0
beta-Myrcene 123-35-3 991 7.240 991 0 97 | 2.953 992 -1 95 -1 2
Octanal 124-13-0 1,003 | 7.616 | 1,004 -1 98 | 3.116 | 1,006 -3 97 -2 1
3-Carene 13466-78-9 | 1,011 | 7.883 | 1,011 0 98 | 3.211 | 1,012 -1 89 -1 9
D-Limonene 5989-27-5 1,031 | 8.682 | 1,034 -3 99 3.562 | 1,037 -6 99 -3 0
1-Methylbicyclo[2.2.1]heptan-exo-2-ol 766-25-6 1,039 | 8796 | 1,037 2 76 | 3.593 | 1,039 0 74 2 2
trans-Sabinene hydrate 17699-16-0 | 1,070 | 9.837 | 1,066 4 74 | 3.985 | 1,067 3 77 -1 -3
1-Octanol 111-87-5 1,070 | 9.919 | 1,068 2 98 4.016 | 1,070 0 97 -2 1
cis-Linalool oxide 5989-33-3 1,074 | 10.039 | 1,072 2 94 4.063 | 1,073 1 94 -1 0
trans-Linalool oxide (furanoid) 34995-77-2 | 1,086 | 10.630 | 1,088 2 95 | 4.297 | 1,089 -3 94 -1 0
Benzene, 1-methyl-4-(1-methylethenyl)- 1195-32-0 | 1,090 | 10.665 | 1,089 1 91 | 4.306 | 1,090 0 92 -1 -1
Epoxymyrcene,6,7- 29414-559 | 1,090 | 10.804 | 1,093 -3 73 | 4.365 | 1,094 -4 79 -1 -6
Linalool 78-70-6 1,099 | 11.051 | 1,100 -1 97 4.462 | 1,101 -2 95 -1 1
Nonanal 124-19-6 1,104 | 11.232 | 1,104 0 96 4.533 | 1,105 -1 86 -1 10 LR
cis-Pinen-3-ol 1010292-85-2| 1,108 | 11.324 | 1,107 1 81 4.574 | 1,108 0 73 -1 8
2-Cyclohexen-1-ol, 1-methyl-4-(1-methylethenyl)-, trans- 7212-40-0 | 1,123 | 11.872 | 1,120 3 95 | 4799 | 1,122 1 96 -2 -1
5-Undecene, 4-methyl- 143185-91-5 | 1,132 | 12.217 | 1,129 3 74 4925 | 1,130 2 71 -1 4
7-Oxabicyclo[4.1.0]heptane,
1-methyl-4-(1-methylethenyl)- 1195-92-2 1,133 | 12.401 | 1,133 0 86 5.003 | 1,134 -1 90 -1 -4
cis-p-Mentha-2,8-dien-1-ol 3886-78-0 1,133 | 12.462 | 1,135 -2 79 5.042 | 1,137 -4 89 -2 -10
(+)-(E)-Limonene oxide 6909-30-4 | 1,139 | 12.586 | 1,138 1 97 | 5.082 | 1,139 0 98 -1 -1
Cyclohexanol, 1-methyl-4-(1-methylethenyl)-, cis- 7299-41-4 | 1,144 | 12.826 | 1,143 1 95 | 5.171 | 1,145 -1 93 -2 1
Cyclohexanol, 1-methyl-4-(1-methylethenyl)-, trans- 7299-40-3 | 1,161 | 13.610 | 1,163 2 88 | 5.480 | 1,164 -3 83 -1 4
Bicyclo[3.3.0]octan-2-one, 7-methylene- 1000151-92-1| 1,166 | 13.822 | 1,168 -2 84 5.578 | 1,170 -4 64 -2 19 Int
1-Nonanol 143-08-8 1,173 | 13.921 | 1,170 3 98 5.603 | 1,171 2 96 -1 2
Ethanone, 1-(4-methylphenyl)- 122-00-9 1,183 | 14.452 | 1,183 0 93 5.822 | 1,185 -2 95 -2 -2
p-Mentha-1(7),8-dien-2-ol 35907-10-9 | 1,186 | 14.596 | 1,187 -1 97 5.873 | 1,188 -2 96 -1 1
alpha-Terpineol 98-55-5 1,189 | 14.730 | 1,190 -1 95 5.928 | 1,191 -2 94 -1 1
Bicyclo[3.1.1]hept-2-ene-2-methanol, 6,6-dimethyl- 515-00-4 1,195 | 14.966 | 1,196 -1 84 | 6.018 | 1,197 2 86 -1 2
Decanal 112-31-2 1,206 | 15.374 | 1,206 0 94 | 6.173 | 1,206 0 93 0 1
Acetic acid, octyl ester 112-14-1 1,210 | 15.663 | 1,212 -2 91 6.287 | 1,213 -3 79 -1 12 LR, Int
Dihydro carveol, iso- 18675-359 | 1,212 | 15.756 | 1,215 -3 85 | 6.334 | 1,216 -4 78 -1 7
trans-Carveol 1197-07-5 1,217 | 15.946 | 1,219 -2 95 | 6.427 | 1,221 -4 96 -2 -1
trans-3(10)-Caren-2-ol 1010151-66-5| 1,227 | 16.281 | 1,227 0 89 6.550 | 1,229 -2 85 -2 4
2-Cyclohexen-1-ol, 2-methyl-5-(1-methylethenyl)-, cis- 1197-06-4 | 1,229 | 16.423 | 1,230 -1 96 | 6.616 | 1,232 -3 97 -2 -1
2,4-Cycloheptadien-1-one, 2,6,6-trimethyl- 503-93-5 1,238 | 16.606 | 1,235 3 81 6.693 | 1,237 1 73 -2 8
Benzaldehyde, 4-(1-methylethyl)- 122-03-2 1,239 | 16.796 | 1,239 0 73 6.753 | 1,241 -2 58 -2 14 LR
D-Carvone 2244-16-8 1,246 | 16.989 | 1,244 2 98 6.842 | 1,246 0 98 -2 0
Geraniol 106-24-1 1,255 | 17.486 | 1,255 0 72 7.026 | 1,257 -2 77 -2 -5
p-Mentha-1(7),8(10)-dien-9-ol 29548-13-8 | 1,262 | 17.617 | 1,258 4 75 | 7.070 | 1,259 3 73 1 2




uE HydroinertS 0| 8%t 2 Rl He- | LMS He-

stetE B3 CAS LibRI | RT RI | 2EIRI |LMS| RT Rl | 2ELRI |LMS| RIH, | LMSH,
4-Cyclohexylidenebutyraldehyde 937-59-7 1,268 | 17.871 | 1,264 4 75 7.178 | 1,266 2 76 -2 -2
2-Cyclohexen-1-one, 3-methyl-6-(1-methylethenyl)-, (S)- 16750-82-6 | 1,270 | 18.140 | 1,271 -1 91 | 7.290 | 1,272 2 83 -1 7
1-Cyclohexene-1-carboxaldehyde, 4-(1-methylethenyl)- 2111-75-3 | 1,273 | 18.233 | 1,273 0 97 | 7.320 | 1,274 -1 84 -1 14 LR
Carvone oxide 33204-74-9 | 1,279 | 18.430 | 1,278 1 96 7.400 | 1,279 0 96 -1 0
Pinocarvyl acetate, cis- 73366-18-4 | 1,285 | 18.757 | 1,285 0 80 7.523 | 1,286 -1 82 -1 -2
Verbenyl acetate, trans- 1203-21-0 1,291 | 18.907 | 1,289 2 79 7.588 | 1,290 1 80 -1 0
p-Mentha-1,8-dien-7-ol 536-59-4 1,297 | 19.266 | 1,297 0 95 7.731 | 1,298 -1 93 -1 2
2-Propanol, 1-[(1-ethynylcyclohexyl)oxy]- 54644-17-6 | 1,303 | 19.534 | 1,304 -1 77 | 7.842 | 1,305 2 79 -1 -1
1,2-Cyclohexanediol, 1-methyl-4-(1-methylethenyl)- 1946-00-5 | 1,321 | 20.266 | 1,321 0 80 | 8.134 | 1,323 2 84 2 -4
(1S,4R,5R)-1,3,3-Trimethyl-2-oxabicyclo[2.2.2]octan-5-yl
acetate 81781-24-0 | 1,343 | 21.019 | 1,339 4 83 8.459 | 1,342 1 82 -3 1
exo-2-Hydroxycineole acetate 57709-95-2 | 1,344 | 21.273 | 1,345 -1 86 8.549 | 1,347 -3 89 -2 -2
1-Cyclohexene-1-methanol, 4-(1-methylethenyl)-, formate | 29621-55-4 | 1,356 | 21.612 | 1,353 3 87 | 8.664 | 1,354 2 90 -1 -4
2-Cyclohexen-1-ol, 2-methyl-5-(1-methylethenyl)-,
acetate, (1R-cis)- 7111-29-7 1,358 | 21.856 | 1,359 -1 80 8.775 | 1,361 -3 79 -2 1
Copaene 3856-25-5 1,376 | 22.546 | 1,375 1 91 9.024 | 1,376 0 84 -1 6
2-Methyl-4-(2,6,6-trimethylcyclohex-2-enyl)but-3-en-2-ol 56763-65-6 | 1,406 | 23.737 | 1,404 2 83 | 9.528 | 1,406 0 85 2 -2
cis-B-Copaene 18252-44-3 | 1,432 | 24.728 | 1,428 4 93 9.897 | 1,429 3 89 -1 3
Sesquicineole, 7-epi-1,2-dehydro- 149067-90-3 | 1,471 | 26.498 | 1,472 -1 78 |10.618 | 1,473 -2 79 -1 -1
3-Tetradecen-5-yne, (E)- 74744-44-8 | 1,488 | 27.032 | 1,485 3 72 |10.842 | 1,487 1 73 -2 -1
Valencene 4630-07-3 1,492 | 27.311 | 1,492 0 97 [10.930 | 1,493 -1 96 -1 0
Caryophyllene oxide 1139-30-6 | 1,581 | 30.784 | 1,582 -1 73 |12.320 | 1,582 -1 81 0 -7
1,5,9-Cyclododecanetriol 2938-55-8 2,007 | 45.413 | 2,005 2 72 |18.190 | 2,006 1 76 -1 -4
3-Eicosyne 61886-66-6 | 2,032 | 46.366 | 2,036 -4 75 |18.573 | 2,037 -5 76 -1 -2
Uvidin C, diacetate 1000501-90-0 | 2,707 | 48.516 | 2,107 0 75 |19.432 | 2,107 0 73 0 2
(9E,11E)-Octadecadienoic acid 544-71-8 2,237 | 52.406 | 2,241 -4 74 {20997 | 2,241 -4 73 0 2
Incensole oxide, acetate 1000513-23-1| 2,270 | 53.383 | 2,275 -5 72 |21.395| 2,276 -6 69 -1 3
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Ethane, 1,1-diethoxy- 105-57-7 726 2.445 723 3 98 1.060 732 -6 97 -9 1
3-Hexen-1-ol 544-12-7 856 3.982 851 5 93 1.685 856 0 80 -5 13 LR
1-Hexanol 111-27-3 868 4184 863 5 95 1.762 867 1 92 -4 3
Bicyclo[3.1.0]hex-2-ene, 2-methyl-5-(1-methylethyl)- | 2867-05-2 929 5.501 926 3 98 | 2.258 | 926 3 92 0 6
(1R)-2,6,6-Trimethylbicyclo[3.1.1]hept-2-ene 7785-70-8 932 | 5688 | 933 -1 98 | 2.334 | 933 -1 98 0 1
Camphene 79-92-5 952 6.087 948 4 98 2.496 949 3 97 -1 1
Benzaldehyde 100-52-7 962 6.380 959 3 98 2.628 961 1 96 -2 2
Bicyclo[3.1.1]heptane, 6,6-dimethyl-2-methylene-,
(9)- 18172-67-3 978 6.899 978 0 97 2.824 980 -2 98 2 0
m-Mentha-4,8-diene, (1S,3S)-(+)- 5208-51-5 983 7.047 984 -1 82 2.875 985 -2 77 -1 5
beta-Myrcene 123-35-3 991 7.240 991 0 97 2.952 992 -1 97 -1 0
Cyclohexane, 1-methylene-4-(1-methylethenyl)- 499-97-8 1,004 | 7.667 | 1,005 -1 98 | 3.121 | 1,006 2 97 -1 1
cis-Anhydrolinalool oxide 54750-69-5 | 1,007 | 7.775 | 1,008 -1 93 3.166 | 1,009 -2 79 -1 14 LR, Int
3-Carene 13466-78-9 | 1,011 | 7.874 | 1,011 0 97 3.203 | 1,012 -1 97 -1 1
1,3-Cyclohexadiene, 1-methyl-4-(1-methylethyl)- 99-86-5 1,017 | 8.082 | 1,017 0 97 | 3.285 | 1,018 -1 97 -1 0
D-Limonene 5989-27-5 | 1,031 | 8.536 | 1,029 2 99 3.476 | 1,031 0 99 2 0
1,3,6-Octatriene, 3,7-dimethyl-, (2)- 3338-55-4 | 1,038 | 8.782 | 1,036 2 97 3.562 | 1,037 1 97 -1 0
trans-beta-Ocimene 3779-61-1 1,049 | 9.174 | 1,047 2 97 3.724 | 1,049 0 97 -2 0
gamma-Terpinene 99-85-4 1,060 | 9.540 | 1,058 2 99 | 3.860 | 1,058 2 99 0 0
trans-Sabinene hydrate 17699-16-0 | 1,070 | 9.843 | 1,066 4 90 3.994 | 1,068 2 81 -2 9
cis-Linalool oxide 5989-33-3 1,074 | 10.047 | 1,072 2 98 4.071 1,073 1 96 -1 2
1,4-Undecadiene, (2)- 55976-14-2 | 1,080 | 10.241 | 1,077 3 81 4138 | 1,078 2 80 -1 1
Cyclohexene, 1-methyl-4-(1-methylethylidene)- 586-62-9 1,088 | 10.638 | 1,088 0 98 | 4.294 | 1,089 -1 98 -1 0
Linalool 78-70-6 1,099 | 11.285 | 1,106 -7 98 4618 | 1,111 -12 98 -5 0
Phenylethyl alcohol 60-12-8 1,116 | 11.611 | 1,114 2 98 4725 | 1,117 -1 96 -3 1
2-Cyclohexen-1-ol, 1-methyl-4-(1-methylethyl)-, cis- | 29803-82-5 | 1,122 | 11.938 | 1,122 0 93 | 4.837 | 1,124 2 93 2 0
2,4,6-Octatriene, 2,6-dimethyl-, (E,Z)- 7216-56-0 1,131 | 12.231 | 1,129 2 99 4935 | 1,130 1 99 -1 0
2-Isopropylimidazole 36947-68-9 | 1,132 | 12.318 | 1,131 1 71 4973 | 1,132 0 70 -1 1
cis-p-Mentha-2,8-dien-1-ol 3886-78-0 1,133 | 12.460 | 1,134 -1 83 5.029 | 1,136 -3 82 -2 1
Benzyl nitrile 140-29-4 1,144 | 12.594 | 1,138 6 98 5.095 | 1,140 4 94 -2 5
Myroxide 28977-57-3 | 1,140 | 12.747 | 1,142 -2 92 5.144 | 1,143 -3 71 -1 20 LR, Int
Terpinen-4-ol 562-74-3 1177 | 14182 | 1,177 0 96 5.709 | 1,178 -1 96 -1 1
Benzenemethanol, alpha,alpha,4-trimethyl- 1197-01-9 | 1,183 | 14.515| 1,185 -2 91 5.864 | 1,187 -4 90 -2 1
alpha-Terpineol 98-55-5 1,189 | 14.790 | 1,192 -3 99 | 5972 | 1,194 -5 99 -2 0
1,3-Cyclohexadiene-1-carboxaldehyde,
2,6,6-trimethyl- 116-26-7 1,201 | 15.153 | 1,200 1 78 6.099 | 1,202 -1 79 -2 -2
(3E,5E)-2,6-Dimethylocta-3,5,7-trien-2-ol 206115-88-0 | 1,202 | 15.481 | 1,208 -6 88 | 6.229 | 1,210 -8 89 -2 -1
Acetic acid, octyl ester 112-141 1,210 | 15.648 | 1,212 -2 92 | 6.285 | 1,213 -3 89 -1 3
Benzofuran, 2-ethenyl- 7522-79-4 | 1,220 | 15994 | 1,220 0 89 6.428 | 1,221 -1 86 -1 4
2,6-Octadien-1-ol, 3,7-dimethyl-, (2)- 106-25-2 1,228 | 16.337 | 1,228 0 97 6.577 | 1,230 -2 98 -2 0
Neral 106-26-3 1,240 | 16.860 | 1,241 -1 90 6.776 | 1,242 -2 88 -1 2
Carvone 99-49-0 1,242 | 16.966 | 1,243 -1 87 6.821 | 1,245 -3 86 -2 2
Linalyl acetate 115-95-7 1,257 | 17.587 | 1,258 -1 95 7.079 | 1,260 -3 92 -2 3
Citral 5392-40-5 1,273 | 18.124 | 1,270 3 93 7.283 | 1,272 1 89 -2 4




UE HydroinertS 0| 8% 2 Rl He- | LMS He-

stetE 23 CAS LibRI | RT RI ZELRI | LMS | RT RI | 2EIRI| LMS | RIH, | LMSH,
2,6-Octadien-1-ol, 3,7-dimethyl-, formate, (2)- 2142-94-1 1,282 | 18.575 | 1,281 1 89 7.452 | 1,282 0 89 -1 0
Levo-bornyl acetate 5655-61-8 | 1,285 | 18.780 | 1,286 -1 99 | 7.534 | 1,287 2 95 -1 4
Indole 120-72-9 1,294 | 18.998 | 1,291 3 99 7.637 | 1,293 1 99 2 0
Benzene, (2-nitroethyl)- 6125-24-2 | 1,302 | 19.280 | 1,298 4 89 7.746 | 1,299 3 86 -1 3
Geranyl formate 105-86-2 1,300 | 19.483 | 1,303 -3 91 7.811 | 1,303 -3 91 0 1
6-Elemene 20307-84-0 | 1,338 | 20.958 | 1,338 0 86 8.392 | 1,338 0 96 0 -10
Methyl anthranilate 134-20-3 1,343 | 21.020 | 1,339 4 94 8.439 | 1,341 2 98 -2 -4
alpha-Terpinyl acetate 80-26-2 1,350 | 21.445 | 1,349 1 97 8.593 | 1,350 0 96 -1 2
6-Octen-1-ol, 3,7-dimethyl-, acetate 150-84-5 1,354 | 21.647 | 1,354 0 84 | 8.669 | 1,354 0 81 0 2
2,6-Octadien-1-ol, 3,7-dimethyl-, acetate, (2)- 141-12-8 1,364 | 22.133 | 1,366 -2 99 8.881 1,367 -3 99 -1 0
Copaene 3856-25-5 | 1,376 | 22.543 | 1,375 1 82 9.026 | 1,376 0 80 -1 2
Geranyl acetate 105-87-3 1,382 | 22.966 | 1,385 -3 98 9.222 | 1,387 -5 98 -2 0
levo-B-Elemene 515-13-9 1,391 | 23.236 | 1,392 -1 96 9.307 | 1,393 -2 95 -1 1
Benzoic acid, 2-amino-, ethyl ester 87-25-2 1,414 | 24.091 | 1,413 1 86 9.662 | 1,414 0 93 -1 -7
Caryophyllene 87-44-5 1,419 | 24.340 | 1,419 0 99 9.751 | 1,420 -1 99 -1 0
gamma-Elemene 29873-99-2 | 1,434 | 24.921 | 1,433 1 83 9.977 | 1,434 0 88 -1 -6
Humulene 6753-98-6 1,454 | 25.707 | 1,453 1 92 |10.293 | 1,453 1 91 0 1
(E)-beta-Farnesene 18794-84-8 | 1,457 |25.894 | 1,457 0 96 |10.363 | 1,458 -1 96 -1 0
Alloaromadendrene 25246-27-9 | 1,461 | 26.002 | 1,460 1 92 110.408 | 1,460 1 84 0 8
gamma-Muurolene 30021-74-0 | 1,477 | 26.657 | 1,476 1 93 |10.669 | 1,476 1 91 0 2
Germacrene D 23986-74-5 | 1,481 | 26.824 | 1,480 1 95 |10.736 | 1,481 0 97 -1 -2
Bicyclogermacrene 24703-35-3 | 1,496 | 27.445| 1,496 0 98 | 10.985| 1,496 0 97 0 1
alpha-Muurolene 10208-80-7 | 1,499 | 27.605 | 1,500 -1 96 | 11.048 | 1,500 -1 93 0 3
alpha-Farnesene 502-61-4 1,508 | 27.955 | 1,509 -1 94 | 11.186 | 1,509 -1 96 0 -1
y-Cadinene 39029-41-9 | 1,513 | 28.137 | 1,513 0 97 | 11.261 | 1,514 -1 96 -1 1
6-Cadinene 483-76-1 1,524 | 28.519 | 1,523 1 97 |11.413 | 1,524 0 97 -1 1
a-Cadinene 24406-05-1 | 1,538 | 29.047 | 1,537 1 80 | 11.626 | 1,537 1 81 0 -2
alpha-Calacorene 21391-99-1 | 1,542 | 29.254 | 1,542 0 94 | 11.710 | 1,543 -1 82 -1 13 LR
B-Germacrene 15423-57-1 | 1,557 |29.779 | 1,556 1 96 | 11.915| 1,556 1 87 0 10 Int
1,6,10-Dodecatrien-3-ol, 3,7,11-trimethyl- 7212-44-4 | 1,564 | 30.146 | 1,565 -1 97 ]12.091 | 1,567 -3 97 -2 0
Spathulenol 6750-60-3 1,576 | 30.574 | 1,576 0 93 | 12.244 | 1,577 -1 85 -1 9
Caryophyllene oxide 1139-30-6 | 1,581 |30.788 | 1,582 -1 92 | 12.329 | 1,583 2 90 -1 2
tau-Cadinol 5937-11-1 1,640 | 32.985 | 1,641 -1 96 |13.198 | 1,641 -1 95 0 2
6-Cadinol 19435-97-3 | 1,645 | 33.163 | 1,646 -1 92 |13.276 | 1,646 -1 88 0 4
alpha-Cadinol 481-34-5 1,653 | 33.462 | 1,654 -1 96 | 13.396 | 1,654 -1 94 0 2
Naphthalene, 1,6-dimethyl-4-(1-methylethyl)- 483-78-3 1,674 |34.205| 1,675 -1 92 |13.695| 1,674 0 78 1 14 LR, Int
8-Heptadecene 2579-04-6 1,677 | 34.320 | 1,678 -1 95 |13.731 | 1,677 0 94 1 2
6,10-Dodecadien-1-ol, 3,7,11-trimethyl- 51411-24-6 | 1,692 | 34.795| 1,691 1 81 |13.928 | 1,690 2 87 1 -6
2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl-, (Z,E)- 3790-71-4 | 1,697 | 35.110 | 1,700 -3 92 |14.058 | 1,699 -2 89 1 3
trans-Farnesol 106-28-5 1,722 | 35968 | 1,724 -2 97 |14.418 | 1,724 -2 98 0 -1
Farnesol, 2E, 6Z- 3879-60-5 1,742 | 36.652 | 1,743 -1 79 |14.676 | 1,743 -1 78 0 1
all-trans-Farnesyl acetate 4128-17-0 1,843 | 40.112 | 1,842 1 94 |16.057 | 1,843 0 92 -1 3
Cubitene 66723-19-1 | 1,878 | 41.166 | 1,874 4 82 |16.479 | 1,874 4 78 0 3
m-Camphorene 20016-73-3 | 1,960 | 43.728 | 1,952 8 95 | 17.508 | 1,953 7 93 -1 3
p-Camphorene 20016-72-2 | 1,995 | 44.815| 1,986 9 92 |17.942 | 1,986 9 91 0 1
Hexadecanoic acid, ethyl ester 628-97-7 1,993 | 45.083 | 1,995 2 73 |18.054 | 1,995 2 75 0 2




Y
[

0t

At=0f

x

1z
L rin
mo

4 H
o

o
s
i)l

N

>

mo

W HI o A ro
AT

% Ol ot
o 00
0 r
<l
>
C
n
o
U
x
Q
o
>
}

I
)
T
o
40

IE |
A
> ok riok

F
3

bl

=23
™ Hu

ro
N

OFET2Hm 22|sit Atid 85 = ME
SHi Ol ®ELICE MER 2MES
ALt 2o BMHO  36%E E0EEE

Hoffor g = UASLICH

q X oM 2 2M0

HSet 217t FoiXl= A e

assHunter Unknowns AnalysisOi|Af

HRE X+ M HEZS AHESHH 0o
AM ZNE S 5 AJASLICE

2 MEnt FEHEl OIOJE & Zehet NIST23

2| E Sl EXste ot =9 oY 2FES AEY

=

Agilent Hydrolnert &A= 38l =4 Fetof Sy

QAQLICEH O] AATFQOMH AA LY

StefEo| AHMEZ AHO| &R QlAE

o= LIEfgELICE

e = oom HU

o
4y 0
AL MO @O 4> 4

°

o o > |U
u

<@ OoF ok
fjo o
P

b
i
1
F
njo
4n

ojo
=
H

1z
1T =+
=
)

r

o OF o
2
e
o
_q_l-
MY

I
inl
T >

oo 4o o A |

ne.
>~ @D
=
<

Iz}
0% o
n
rH
B

O W oz M $

>
-

r

-

1> > et | oY >z 90 M ox o riT
FO IE
0]

g
o
rt

f

O
2 K
2 oot
rot oz
ot T

e
Q Oz
HH
Q't
O

—_

0
g

ay

—_

10.

29

Agilent EI GC/MS 7170 M 28t TIAS AE0IM A=
Mot OfEEHE AEAf 710/ LHE M
5994-2312K0, 2020.

Blumberg, L. M. Method Translation in Gas
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1. File(TF) > New Analysis(M| 2A)E S2/2fL|Ct H[O|E
mpJol ZetE ClAE 2|2 olsLCh

242 97 I 0|53 UBLICE

File(Zt¥) > Add Samples(AZ F£7H)S S2lstL|Ct.
XMelste]= 0| U S MEdSL|Ct S 20tETMQ| TICHt

— 1-
LIEfLE= A2 2 4 ASFUICH

4. Method(244) > Edit(HE)S 22/gL|Ct 22 12 1-50
HAIE CH2 matole2 MR et o

Method

Peak Detection Deconvolution  Library Search  Compound Identification  Target Match  Blank Subtraction
Peak detection

Deconvalution ~
Specify scan/signal for TIC Analysis...

Peak fitter:

Excluded m/z [28

Example: 28,951,145
lon Peak SNR threshold:

Maximum number of peaks
Rank by: -

Maximum number of peaks:

Prea filters
[ Absolute area >= |0 counts
[] Relative area >= |0 % of largest peak
Height fitters
[ Absolute height >= |0 counts
[ Relative height >= |0 % of largest peak
7|12U2E ]X|
Advanced... Apply to All Samples Apply to Selected Sample Default Close

Method

Peak Detection Deconvolution
Resolution:

RT window size factor:

Extraction window

Left m/z dekta:

Right m/z delta:

m/z defta units:

Use integer m/z values

Componert shape
[] Use base peak shape

Sharpness threshold:

lon peaks:

Min # of ion peaks:

Max # of ion peak shapes to store 0

Sensitivity:
Senstivity:
Sub Region RT Window:

PAdvanced..
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Apply to All Samples

Library Search  Compound ldentfication  Target Match  Blank Subtraction

A4 [10,2550,100,200 400,600,300

)
AMU ~

— 7|12 e=E RX|

Apply to Selected Sample Default Close
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Peak Detection  Deconvolution

Peak Detection Deconvolution Library Search  Compound Identfication  Target Match  Blank Subtraction
Libraries:
Change Library...
Select NIST23.L Add Library.
Maove Up Move Down Open Library... Remove Library
Search criteria Forward-Reverse Search:
Pre-search type Pure Weight Factor: HILO
i : s
o
Example I
Adust Score 0.0far reverse ssarch
[ Remove Duplicate Hits 1.0for forwanrd search
Match factor:
=
UseRTMach CfS 20 2F
RT penalty function: RT mismatch penalty:
(® Trapezoidal () Multiplicative
RT range: ® Additive
Penaltydree RT range: Max RT penalty:
() Gaussian
Standard deviation:
RT calibration file:
[C\key DataFies\HeH2N2 Oils Test\RTC CF He 3mm Grl-1tc |
H2EOf| A HME rtc TFY MEY Mew... Choose...
Advanced.. Apply to All Samples Apply to Selected Sample Default Close

X

Library Search Compound Identification ' Target Match  Blank Subtraction

| Min match factar: 4— 7002 AE'i g
Min MZ: 30
Library Search Type: Spectral Search ~
Multi-Library Search Type Al ~
[ Perform Exact Mass xl:g
E | pr—
_ 2oz
= e £4
I : 27
Z Delta PP 10
Peak Sele = Mass
i
|
|
Advanced... Apply to All Samples Apply to Selected Sample Default Close
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Method

Peak Detection Deconvolution  Library Search  Compound Identfication  Target Match  Blank Subtraction

Target requirements:
[ Final concentration [ Gualier ionis)

[] Target response [1 Gualfiier ion ratios

Hit ion match criteria:

[ Targetion [ Qualfier ionis)
[ Qualfier ion ratios

Hit RT match criteria:
Within target RT window

Additional tanget hit match

Use compound name Use CASH
Estimation response factor:
Estimation
No estimation ~
Manual response factor:
257|230z /X
Advanced... Apply to All Samples Apply to Selected Sample Default Cloge
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Peak Detection Deconvolution  Library Search  Compound Identification  Target Match  Blank Subtraction

[ Perform Blank Subtraction <€— ﬂEﬁH 3HI‘”

Retention Time Window
(O Na retention time window

® FWHM
times e R,
O Minutes XI [= == 7|%ZA9E -|-|—X|
min.
Peak Threshold
Component Area P

Sample <= % of Blank

(Example: 100)

Mgzt A 20| Apply(X8)E ME3 TS Close(271)E
EF%

Metgh|ct.
&2: M2lsts o AlZto] ZALICE

Advanced Apply to All Samples Apply to Selected Sample Default

=2, Analyze(24) H|'+2 0| S3t0] Analyze Sample(AZ
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File Edit View Analyze Method Report Tools Help
T e |9 [()Analyze All | All Target Non-Target

Nen-Hit  Manual Components  BSE Blank Subtracted

Samples ~ 1 % [Chromatogram - x
Sample Name Fie Name Companerts His Pt Name ‘ +T\C5c:anGr|{H _Braz Orarge Jmm He run 1.0 (Brs2l Orange 57 in ETOH)
e
F S Y LN i (-1_Braz Orange Jmm He run 1.0 14092 83| C:AMS General Consuting § x10
o 44
254
1]
o o = E 2215
ME EAES 0IRA QEZ HEOR ZE(9} 259
P st
Add/Remove Columns("' FIH/HAH)S MEiRiLICE 2 @ B _
o . = Z =
XZEolzfet ES MEHSfL|CE 154 = R =
= R & =
1 = ] ] - = a2
< Z = = o o [To R o =R ] & za © ©
Components v - A% 051 ET 28| E= ST 28 ElE2 T =8 2% B8
2| 2 e IR RE £ g
Base = nly = Lol e B sl WY Y T W Al o 0o
Componer - ound Name Match  Defta Deta o7 case Componen Library 2500 5000 7. 10000 120 15000 17500 20000 22600 25000 27Bo0 aoboo 32500 35000
AT Factor R RT oS RI Rl Acquisition Time (i)
14,5955 | p-Mentha-1(7).B-dien-2-ol 97| 1] 00307 628747 35907109 1187| 1186)1 | lon Peaks ~ & X |Spectrum -1 x
14.7300 | alpha -Terpineol 950| -1|-00425| 18392998555 1190 1188| | |Component RT: 16.3830 Component RT: 16.9830
5 o 2
149657 Bicyclo[3.1.Thept2ene2me.. | 841| 1| 0.0331| 2696983 | 515004 nes| mes) ||z ¥ £ 07 820
: : 4
153735 Decanal 939 o0 oo 982m7| 112312 1208 r20s) |9, = nad
15,6630 | Acetic acid, octyl ester 914 2 01020 108183 | 112141 22| 12100 35’
2 1
15.7564 | Dihydro carveol iso- 45| -3 01106 6565918675350 1215 12120 064 1020
153464 |trans Carveol 948| 2| 00886 9506161 1137075 1218 1217 s 184 054
04 540 %30
16.2812 |trans-¥10}Caren-2-l 894| 0| 00006 208349 1010151665 1227 1z27 o 164 034
164233 | 2Cyclohexsn-1ol, Zmethyl5- | 958| 1| 0.0567| 2852193 | 1197064 1230| 12290 14] 33: 410 sz €70 ‘ ” 1m0 150 15{|).D
16,6057 |24Cycloheptadien-1one, 26..|  81.0| 3| 01425 35436503935 1235 1238 0 0 —h i } it : + |
- o] T Medo gy T ” 120 g%
167363 | Benzaldshyds, 4{1-methylsth 727| 0] 00057) 30796122032 1239 1239 s o2l 0 150.0
| reosso (IO sa2| 2| 00w 10331236 | 2204163 1244 12481 i 0.3 w0
04
174855 | Geraniol 723 000165 151470 106244 1255|1255 084 o] 0 1080
17 6172 | p-Mentha-1(7)5(10}dien-S-ol 746| 4| 01486 5471829548138 1258 12821 064 06 atoleaa a4
27 to|Ea{2| AHEH
17.8714 | 4Cyclohexyidenebutyraldehyde | 74.8| 4| 01488 113540 |337.597 1264| 1268 )1 04 e
181399 | 2Cyclohexsn-lone, 3methy- | 907| 1| 0.038| 1586525 | 16750-82-6 27| 1z i o2 05
i 1]
18.2331 | 1Cyclohexene-1caboxaldeh... | 97.1| 0| 0.0009| 246264 | 2111753 1273|273 )i 11 820
ol
18.4298 |C d 955| 1| 00568 233608 33204749 1278|1279 i LI < A A St = B U PR S S N
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Hatd Q#IX|: Linalool (CAS 78-70-6)

¢ & RT: 4.4841

1211

136.1
|, 1519

T it
107.0 ‘

|
T
| 04210 1360

Imm =2 FEI|H,
LMS = 89.5

41.0 93.0

71.0

I’ | [ 24 | Taa T | | | | | | |
40 50 60 70 80 90 100 110 120 130 140 150 160 170
M ME RT: 4.4812
69.1 93.1
411

136.2

55.1 79.1 1211
‘ . \H‘ \‘J‘ ‘M 154.0

Counts

1
136.0 154.0

121.0

3mm 224 FE7|H,

93.0 LMS =89.7

71.0

B 1 T 2. 1 & T T T T T T T 1
40 50 60 70 80 90 100 110 120 130 140 150 160 170

Mass-to-charge (m/z)

g 137 E2tE 28X 2 W Linalool. 7t oA = 44 2| 21 H| Hydrolnert 2201 A 2t

=

BatE Q#IX|: cis-Carveol (CAS 1197-06-4)

Counts

M2 RT: 6.6374
Imm =2EM FE7| H, 91.1 119.1

84.0

T

%102,

1.0
0.8
0.6
0.4
0.2

T T T T B T T & T& 7T T T 1
40 50 60 70 80 90 100 110 120 130 140 150 160 170
N ! M2 rRr66350

3mm 22 FEIH,

119.0
LMS = 90.0 91.0

v v 134.0

Counts
o

-0.24
-0.4
-0.6
-0.84

-1.24

134.0

84.0

220

T T T T& B& T T & T&AT T T 1T
40 50 60 70 80 90 100 110 120 130 140 150 160 170
Mass-to-charge (m/z)

x10?
1.04
0.8
0.64
0.44
0.2

H 2 RT: 4.4621
93.1

80.1 121.1
‘ 1367 1499 1669

Counts

-0.24
-0.44
-0.64
-0.84
-1.04

I
136.0 154.0

9 mm Hydrolnert, H,
93.0 LMS = 95.3

71.0

IS [ I 2 I TA& T I [ [ I [ [ I
40 50 60 70 80 90 100 110 120 130 140 150 160170
HE RT:11.0513
93.0

121.0
‘ 1360 4500

Counts

‘ In L
T T T
‘ | 1360 1540
121.0

3mm 24 F=7(, He
93.0 LMS = 96.7

71.0

%102

1.04
0.8
0.6
0.4+
0.2

Al

BT A4 R ] TA T I TA T | I | I
40 50 60 70 80 90 100 110 120 130 140 150 160 170

Mass-to-charge (m/z)

AHEZ HSLS LHEFLICH

4= RT:6.6160
9 mm Hydrolnert, H, g4.0
LMS =96.7 .0
119.0 1340

Counts
o

-0.24
0.4
0.6
-0.84
-1.04
1.24

550 109.0

84.0

%102,
1.0
0.8 1
0.6
0.4
0.2 1

T 1 1T T 1 T&K T & & T&T T T 1
30 40 50 60 70 80 90 100 110120 130 140 150 160 170

. 84.1 A& RT: 16.4233
St XX

3mm &84 57|, He 100.1 1341
LMS =95.8 91.0

411 991 69.0

-0.2
-0.4
-0.6 1
-0.8 1
-1.01

Counts

-1.24

8. E2tH QaIX| 2U9| cis-Carveol. WZHH SHA T = A 2UHK| 2 H| Hydrolnert A0 A

=

B} ‘ ;\“\‘ H‘ 1
LA L I

69.0 93.0 119.0
55.0 ’ 109.0 134.0

41.0

84.0

T T T T 1 T1& K T & & T&T T T 1
30 40 50 60 70 80 90 100 110120 130 140 150 160 170

Mass-to-charge (m/z)
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Ba}E 2#IX|: trans-Carveol (CAS 1197-07-5)

x102 T M RT: 6.4486 x10? ‘Y& RT: 6.4268
Imm EZH FEI|H, 91.1 1191 9 mm Hydrolnert, H, 109.1
1.0 LMS = 84.4 v e 1.07 LMS=96.0
0.8 109.1 0.8
0.61 134.1 0.6
| 771 ] 84.0
o4 s50 04 551  69.1 1191
1 1 a1 : . :
g 2 Ll 1519 g 02 A |, T s
E ol ‘\H ‘\‘\ A A 17 M\ Wiy, N E bl Hm TR A \
| ‘*\‘ ] I L N e o e
O -0.29 O -0.24 119.0 137.0 -
134.0 X
-0.4 69.0 91 0 119.0 152.0 0.4 69.0 91.0
55.0 : 55.0
0.6 41.0 0.6 41.0 84.0
-0.81 -0.8- )
84.0
-1.01 -1.04
; 2 109.0 1 2 109.0
T T T T T T BT a4 A T T T T T o AI T T T T T & T a A T T T T T
40 50 60 70 80 90 100 110 120 130 140 150 160 40 50 60 70 80 90 100 110 120 130 140 150 160
x102 ME .
X 1 ShM XX d& RT: 15.9464
0 smmemg @, p [ BERT e 0] S BES FEL e 109.0
1.0 LMS=87.6 91.0 ' 0.8 o
oo v T 061 84.0
gi« 840 134.0 044 : 119.0
21 410 ss0 670 o 02/ 410 550 690 77.0‘ ‘ ‘ 1840 o
2 b ‘ ‘ m H M ‘ ‘ ‘H “ | 152.0 S 0 T N T 1 R L |
S of—h—itoetille il bl sl L 3 T ‘\‘H L et R !
3 o] ‘ AL u‘ A K ‘ 3 o2l ‘ ‘ ‘ ‘ ‘ T are 1920
-0. 1340 69.0 77.0 :
-0.44 69.0 1520 -0.4 91.0
: 55.0 91.0 119.0 410 550
061 410 -0.6 1 - 4.0
-0.8 -0.84
104 84.0 104
1'0< 109.0 10 109.0
12 T T T T T T BT A A T T T T T _1'2AN T T T T T K T & A T T T T T
40 50 60 70 80 90 100 110 120 130 140 150 160 40 50 60 70 80 90 100 110 120 130 140 150 160
Mass-to-charge (m/z) Mass-to-charge (m/z)
B2E 33l 9. 2atd @X| 299 trans-Carveol. W7HH St = a4 284 9 H| Hydrolnert 2 A0 HEE AMEZ Hot S LIEFALICH
HE2| 2: p-Cymen-8-ol (CAS 1197-01-9)
X102, }  ysgrrosases X102, A5 RT: 5.8637
10] 1170 1320 104 431
08 .0 08 134.9
0.6 : 0.6 911
0.4+ 650 91.0 0.44 116.9
0.2 0.2 64.9 77.1
£ e oo i, e £ i 1L AL T2
3 3
3 02 51.0 650 70 10501170 ‘ 150.0 302 510 650 770 105.0 1170 ‘ 150.0
049 135.0 041 135.0
0.6+ ot -0.6-
o8l Imm =24 FE7|,H, 0.8 9 mm Hydrolnert, H,
1.0 LMS =75.4 -1.0 LMS =89.6
43.0 12l 43.0
_1'2<I T& T T T T T T T 24T TAET T | T ’ T T&A T T T T B T T T [AAT T T T
40 50 60 70 80 90 100 110 120 130 140 150 160 170 40 50 60 70 80 90 100 110 120 130 140 150 160 170
%102 %1021
1 135.0 &2 RT:
10l 117.0 1320 A& RT:5.8907 1.04 14 5145
0.8 ¢ 087 431
0.6 430 0.61 1170
0.4 91.0 0.4
£ 027 51.0 65‘0 77.0 M 1050 M‘ | 1500 o 027 511 087 77‘0 1051 “ ) 1501
S 0 : | i ; |- i wllis \ € 0 T | b | : 1l
o =] 150.0
8 0ol 510 450 77.0 91\.0 10501170 ‘ 150.0 3 0o, 30 510 50 77.0 \ 10501170 ‘
-0.41 135.0 041 1350
0.6 -0.64
s XX
08l 3mm =84 F&7|,H, 0.8 3mm 22 F£7|, He
byd LMS =79.8 104 LMS =91.0
191 43.0 43.0
o TAe T T T T T T T AT AR T T T T 1.24 T& T T AT T & T T T TAA T T T T
40 50 60 70 80 90 100110 120 130 140 150 160 170 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Mass-to-charge (m/z) Mass-to-charge (m/z)
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H|E2| 2: (3E,5E)-2,6-Dimethylocta-3,5,7-trien-2-ol (CAS 206115-88-0)

¢ & RT: 6.2480
121.0

93.0

Counts
o

Imm 22 FEI| H,

%102

1.0
0.8
0.6
0.4
0.2

T 1T T 1 24 P& 1 T & T T T T 1
40 50 60 70 80 90 100 110 120 130 140 150 160 170

93.0 A T A& RT: 6.2447

Counts
o

0.2
_O_4<
,0_6<
,0_8<
1.0

152.0

3mm =224 FE7|H,
LMS =75.6

-1.24

T T T T T &7 B& T E T
40 50 60 70 80
Mass-to-charge (m/z)

BE 12l 11. yl=22| 2¥9| (3E,5E)-2,6-Dimethylocta-3,5,7-trien-2-ol. 7t o}
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2AME])

T I T T T
90 100 110 120 130 140 150 160 170

Counts

Counts

%107,

A& RT: 6.2287

81.0
91.0

119.0
9 mm Hydrolnert, H,

LMS =88.9

109.0

%102,

0.8
0.6
0.4
0.2

T T T 1 A aa
40 50 60 70 80 90
91.0

43.0

T 1 T 1 T T
100 110 120 130 140 150 160 170

d& RT:15.4812
119.0

0
-0.24
0.4
-0.64
-0.84
-1.04
-1.24

91.0

119.0
109.0  3mm =4 FE7|, He
LMS =88.1

43.0

7 A A R S S S S S U R N |
40 50 60 70 80 90 100 110 120 130 140 150 160 170
Mass-to-charge (m/z)
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