Bilaga 4 - 2D kromatogram

SWECO ﬁ

Sida 1 Lakvatten 1, In, Bas/Neutral
Sida 2 Lakvatten 2, In, Bas/Neutral
Sida 3 Lakvatten 3, In, Bas/Neutral
Sida 4 Lakvatten 4, In, Bas/Neutral, spadd 10x

Sida 5 Lakvatten 1, Ut, Bas/Neutral
Sida 6 Lakvatten 2, Ut, Bas/Neutral
Sida 7 Lakvatten 3, Ut, Bas/Neutral
Sida 8 Lakvatten 4, Ut, Bas/Neutral
Sida 9 Lakvatten 5, Ut, Bas/Neutral
Sida 10  Lakvatten 6, Ut, Bas/Neutral, spadd 10x

Sida 11 Lakvattensediment 1
Sida 12 Lakvattensediment 2

Sida 13 Lakvatten, Sura, Blank

Sida 14 Lakvatten 1, In, Sura

Sida 15 Lakvatten 2, In, Sura

Sida 16  Lakvatten 3, In, Sura, Spadd 10x
Sida 17 Lakvatten 4, In, Sura

Sida 18 Lakvatten 1, Ut, Sura
Sida 19 Lakvatten 2, Ut, Sura
Sida 20 Lakvatten 3, Ut, Sura
Sida 21 Lakvatten 4, Ut, Sura
Sida22  Lakvatten 5, Ut, Sura, Spadd 10x
Sida 23 Lakvatten 6, Ut, Sura

Sida24  Lakvattensediment, DCM blank
Sida 25 Lakvattensediment, TMS blank
Sida26  Lakvattensediment 1, Sura
Sida 27 Lakvattensediment 2, Sura
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Lakvatten 1, In, Bas/Neutral Masses: TIC
L
2H-Indol-2-one,
1,3-dihydro- '
(gummi?) | —
Caffeine
2,4(1H,3H)- \
Pyrimidinedione, —»
1,3-dimethyl-
0| N-(2-Cyano-ethyl)-
= Vanilin — benzenesulfonamide
Tri(2-chloroethyl) l
1,4-Cyclohexanedione, phosphate N
2,2,6-trimethyl-
1H-Pyrrole-2,5-dione,
Benzenemethanol, 0 iy
a,3,4-trimethyl- b7 LTty “Bep
m/z: Phenol, +_ 3-Octyne,
68,96 4-methyl 2,2-dimethyl-
- miz \4 \J m/z:
1,91
o B Y ' l 1 56, 83 \
| |*
/ ‘ 1H-Pyrrole-2,5-dione, 1,3-Benzene- ¥
‘ 3-ethyl-4-methyl- diamine, Triisopropyl- ArAEaE 4,8,12,16—Tetramethyl—
Benzaldehyde A I N,N'-diethyl- phosphate syra heptadecan-4-olide
Carbamic acid, /
phenyl ester
2-Cyclohexen-1-ol \ e I‘ Vltanl: =
o ‘ 7-Oxabicyclo[4.1.0]heptane | 1,5-dimethyl- i! ‘
2,4,7,9-Tetramethyl-
Chlorobenzene 5-decyn-4,7-diol | ' N Methyl 8,11,14,17-
u ‘ eicosatetraenoate | |
Phytol (fettsyra, metylester) —
Hexanal I Langa fettsyraestrar (see prov 2)
ettsyra,
* Fumaric acid, metyla|k0h0|er Sterel (88)
ethyl 2-methylallyl ester
Propanoic acid Eller
2-chlorophenyl ethyl ester
5 [ | | |
240 1240 2240 3240 4240



Lakvatten 2, In, Bas/Neutral

Masses: TIC

4-Aminophenyl methyl sulphone
2H-Indol-2-one,
1,3-dihydro- \ Benzenesulfonic acid, E—
Morpholine, \ methyl ester
4-(methylsulfonyl)- \
o |
Pyridine ‘ <4— Benzothiazole, 2-(methylthio)-
T <4— Benzenesulfonamide, N-butyl-
3,5-Diisopropyl- ‘ <— Tris(chloroethylpropyl)phosphate
1,2,4-trithiolane
Phenol Tris-dichloropropyl-
phosphate
i X Diisobutyl 1,2-Benzenedicarboxylic acid,
44 phthalate diisooctyl ester
Tris-
(chloro- Tetradecanoic acid,
1,3-Oxathiolane propyl)- ol 2-bu'toxy—, tetradecyl ester
\ phosphate ~ Phosphate (3:1) (C14-CO-O-C14; 14/14)
2-Cyclo-
4 hexen-1-ol \ 12 l 1/4 1/6
! /
Dioxan || 4—Oxabicyclo- 2,4,7,9-Tetramethyl- 14 Lol £
0 | l heptane |4 5_decyn-4,7-diol [ ] ’
N 13 14 15
’ Chloro-\ \ /3 / )
EERe e Isocyano- 2-Cyclopenten-1-one, A‘\Ik 14 15 16
\Z-methyl- cyclohexane 2,3,4,5-tetramethyl- e
1,5-Hexadien-
3-yne ? Svavel (S8)
Dimethyldisulfide Hexathiepane
Sl [ | | |
240 1240 2240 3240 4240




Lakvatten 3, In, Bas/Neutral Masses: TIC
> ,
2(3H)-Benzo- |
thiazolone el |
Sulfamide, 1] ", i
N,N-dimethyl- j i [\
2-Piperidinone N'-phenyl- ‘ Blephensls \
1(3H)-Isobenzo-
furanone \ Column bleed
Cyclohexan-
dione ' Caffein
0| X ‘
2H-Indol-2-one,
1,3-dihydro- N-(2-Cyano-ethyl)-
2-methyl- _ ‘ 4 penzenesulfonamide
phenol Triethyl |
phosphate
| ' Phenol, Tris(1,3-dichloro-
hZ-CyIco— & 2,6-dimethyl- isopropyl)
Saiens 4-nitro- phasphate
2-Cylco- | Diisobutyl-
hexanol ( ' ‘ / phthalate
we | Camphor ‘
2-Piperidinol? / « | ' '\ DEHP
‘ ' ‘ " ‘ 2,6-Di-tert-buty! |
1,3-Oxa- i e
] 4-nitrophenol
thiolane PhinOI 11 DINP
W
=3 Cyclo alkanes
Linear and branched
l alkanes
Cs1
Co7 Cog C20 C30
’ ‘ Aliphatic Chy C2al Cz5l P2
Cao Ca1 C22
ethers Cis, cig Cao
Cis Cie  ©5 prswne C17,
‘ Phytan
Toluene C12
1,4-Dioxan (Cilal
D T | | |
240 1240 2240 3240 4240



Lakvatten 4, In, Bas/Neutral, spadd 10x

15

05

Masses: TIC

' Antipyrine

Sulfamide,
N,N-dimethyl- Bisphenol A
N'-phen{ \ .
| 2(3H)-Benzo-
thiazolone —— =
l
) <4— Coffein Primarily
Benzothiazole terpenoids
\ / Meprobamate
Morpholine, | N-(2-Cyano-ethyl)-
4-acetyl- &~ benzenesulfonamide
Benzenemethanol,
a,a-dimethyl-§
Triethyl-
Tetramethyl- phosphate
butanedinitrile
[ cis-
l Verbenone| l . '
| J Nl
1,3-Oxa- ‘ ' ' ’ Aliphatic
thiolane | (poly)
‘ | ethers
' Tributyl phosphate
2-Ethyl-4- |
Methyl-
thiazole ' | Diethyldiethylene
| glycol Tris(isopropyl )
’ phosphate
'L Propane, Acetylenic glycol
1,2-di-
Toluene methoxy- Tripropylene glycol
monomethyl ether
‘ ” 5,7-Octadien-2-ol,
| 2-Propanol eIy
1-butoxy-
1,4-Dioxane
T T T l T T
1240 2240 3240 4240

240



Lakvatten 1, Ut, Bas/Neutral

Masses: TIC

]
|
- ‘
i
i )
1 |
|
|
|\ | '
“o” LV L1
R L
|
C>2’40 12140 22|40 32|40 42[40




Lakvatten 2, Ut, Bas/Neutral Masses: TIC




Lakvatten 3, Ut, Bas/Neutral




Lakvatten 4, Ut, Bas/Neutral Masses: TIC




Lakvatten 5, Ut, Bas/Neutral

Masses: TIC

|
| ee——T
Cloro-2-methylthio-
Benzothiazole
2— Benzothiazole
Dimethyl
phthalate
1,3-Diacetylbenzene e
23 Phthalate
’ DIBP
Phenol D-Verbenone 17/ o
Tributyl DEHP
ghloro- phosphate
enzene
<4— Camphor l
X l v Cyclohexan-
\ analogen
g g till DEHP
‘ 2-Cyclohexen-1-ol \Terpineol
Long-chain
To)
o] ’ \ \ Nonanoic acid Bl ety e
\ Decanal Y !
myristrat Linear and branched
7-Oxabicyclo- Heptanoic acid alkanes
[4.1.0]heptane
Ca7 Cag C29C30 C31
Cos Coa C 50
Cig Cin  Gaol Cat X7
Cua Sulfur
Toluene
sl l | | |
240 1240 2240 3240 4240



|
Pyridine
—_| 1,.3-Oxa- ‘
thiolane

0|5
é%

ity o

IM

‘ Limonene

D5

2-Methyl-
5-acetylpyridine

2-methyl-
phenol

il
i

Lakvatten 6, Ut, Bas/Neutral, spadd 10x

Masses: TIC
2(3H)-Benzothiazolone
N-(2-Cyano-ethyl)-
benzenesulfonamid%
1-methyl-
indole

\‘\

D6

Benzenamine, ‘
2,5-dichloro- '

\ [\

- 7-Acetyl-2-hydroxy-2-methyl-
5-isopropylbicyclo[4.3.0]nonane

2,4,7,9-Tetramethyl-
5-decyn-4,7-diol

Sulfur

3,5-distert-Butyl-4-
Hydroxyphenyl-

Bisphenal A

propianic acid

llﬁ"‘l||\“" 1 i
by |
'ﬁwt‘ia”‘*

o

Dehydroabietic acid
+ methyl ester
(hartssyra)

‘ ' DEHP

240

|
2240

|
3240

T
4240



Masses: TIC

Alkyl-isopropylbenzenes?




Masses: TIC




Lakvatten, Sura, Blank

15

05
I

Masses: TIC

|
240 1240

|
2240

|
3240

T
4240



Lakvatten 1, In, Sura Masses: TIC
* ! - e
Impurity from derivatization agent
I
—«I et s
w2 _|
Benzeneacetic acid,
methyl ester
X Benzenepropionic acid,
methyl ester *
*
‘* * a-methyl-Benzeneacetic
' J acid, methyl ester
*

* |* £
2 |
= * | Fatty acid methyl esters

* l
Low molecular weight acids
*
i *
* i * it *
% Siloxanes (*)
S | | | |
240 1240 2240 3240 4240



05

Lakvatten 2, In, Sura Masses: TIC

i Impurity from derivatization agent

15

' *
‘ *
*
* |* \
*
* ’* i
’ ' < Monounsaturated FAMEs
_* ' I { l < Saturated FAMEs
* \
' Fatty acid methyl esters (FAMES)
| Low molecular weight acids
*|
i *
* i * % ‘ *
l* Siloxanes (*)

! | | .
240 1240 2240 3240 4240



Lakvatten 3, In, Sura, Spadd 10x

i Impurity from derivatization agent

Masses: TIC

w_|
Same pattern as Base-Neutral
(=residues and few new polar
compounds besides FAMES)
| < Monounsaturated FAMEs
10| ‘ |
= ” < Saturated FAMES

Fatty acid methyl esters (FAMES)

Low molecular weight acids

| | | |
240 1240 2240 3240 4240



Lakvatten 4, In, Sura

Masses: TIC

P 3H-1,2-Dithiole- |
3-thione, [ 4
4-methyl- \ ’ i ‘ ',‘

I
(L0 4
4 ---llllﬂ
3-Methyl-3H- Eaif e
Dimethyl, benzothiazol-
pentasulfide 2-one | Terpenoid background
Dimethyl
] tetrasulfid
Carbonodithioic acid, ‘
0,S-dimethyl ester |
Dimetyl
Methanesulfonic trisulfide
acid, m({yAl ester / ’ |
Sulfuric acid, B! _ Benzoic acid, Acetic acid,
dimethyl este 3 4neri;1|cet|c 2,6-dichloro-, ‘ (4-chloro-2-
\ ' 4 h-<|: Oro-, | methyl ester methylphenoxy)-, ‘
| TFY RS j | methyl ester
— i 4 l/ Mecoprop
| / methyl ester
Dimethyl, l ' I ' ’
disulfide ' | ’ | ‘ ' ‘ ‘
| " < Monounsaturated FAMEs

w0 _| |

2 ‘ " | | < Saturated FAMEs
1

L ‘ Fatty acid methyl esters (FAMES)
T Benzeneacetic acid, a-methyl-
‘ / Low molecular weight acids  4-(2-methylpropyl)-, methyl ester
] Hexanoic acid, Sulfur
2-ethyl-,
methyl ester
Hexathiepane
= | | |
3240 4240

|
240 1240

2240



Lakvatten 1, Ut, Sura Masses: TIC
‘-—'
w0 _|
|
l | u
N
o
il |
|

[an]

T | | T
240 1240 2240 3240 4240



akvatten 2, Ut, Sura

Masses: TIC

| —
Lo
| ' |
Lo
o | “ [
\
| ‘
| |
= T | | T
240 1240 2240 3240 4240






Lakvatten 4, Ut, Sura

15
I

05
——
L —

T
2240

T
3240

T
4240




Lakvatten 5, Ut, Sura, Spadd 10x Masses: TIC
Bisphenol A
2(3H)-Benzothiazolone |
1LY
|
3-Methyl-3H-
benzothiazol-2-one
1-Phenanthrenecarboxylic acid,
1,2,3,4,4a,10a-hexahydro-
o Pentasulfide, 1,4a-dimethyl-7-(1-methylethyl)-,
— dimethyl ’ methyl ester, [1R-(1a,4a4,10aa)]-
Tetrasulfide, \ B bl
Amey Ze{]rrf::hlalltzhci’oe),
Phthalic i
' anhydride Terpenoids
. Sterol, methyl esters
Trisulfide,
dimethyl 4-methyl- Terpin
\4 phenol hydrate
| |
/ | | Butanoic acid,
| ' ' 2-methyl-
| ' J ‘ A Phenols,
’ | ‘ | benzoic Dehydroabietic acid,
' acids, methyl ester
2-methyl- ‘ | Ibuprofen phhenoxly
phenol \Camphor = (+ metylated) PIICNOS
Butoxyacetic acid (————» | ‘ ‘ T \
Benzoic acid, _di-tert- 4-
Butanoic acid, i 3,5-di-tert-Butyl-4
2-methyl- B L p YIS Hydroxyphenyl-
| : methylated propionic acid
0| , ' ' ” 1-ethoxymethyl
© 7| Disulfide, ’ . " -4-tert-butyl-
dimethyl
* 2,2-Dimethylglutaric acid
| ) Sulfur
Low molecular weight acids
\ Hexanoic acid, Hexanoic acid,
Toluene methyl ester  3,5,5-trimethyl-
Hexathiepane
o

240

l
1240

|
2240

|
3240

.
4240



Lakvatten 6, Ut, Sura Masses: TIC

* b et
Impurity from derivatization agent
|
*
- — * *
| I
* * ~ Benzene, Nonanedioic acid,
1-ethoxymethyl- dimethyl ester
* J 4-tert-butyl- TS ol
m— ‘
N * Fatty acid methyl esters
’*
*|
Low molecular weight acids
*
i *
* it * i *
| % Siloxanes (*)
o

l | | .
240 1240 2240 3240 4240



Lakvattensediment, DCM blank Masses: TIC




Lakvattenement TMS blank Masses: TIC

. . = "l ’
Cal | " b |
4l i ' .u».i.‘ ‘

: oF D dag o -




La‘kvattensediment 1

Sura

Masses: TIC

& Impurity from deri{ atization agent
w0
Dimethyl phtalat%
\4| { *l {
i |
‘J i *
* |
1 .
| l Aromatic
i *l } sterols &
: I recin acids
l
|
i i | mor?cI)’:sF;er a-Sitosterol, Cholestane,
methylated 3-methoxy I 3-methoxy-
g \
|
Tt \l I Aliphatic
I i|5 ’!‘ |L sterols
| il Nl Ty 1
* L . g' |
* ‘ , ’
Olei id, methyl est Mono
;ll i/ | l)/es 1l | unsaturated
i * | l : ,
) i | v ' 1 l <4— Saturated
o] Tl !
10
- | Alkane residues
’i } |
! I F
* ¥ x| ] ] | ‘ | *
’ ’ | l* ' Siloxanes (*)
e l | : : T T
240 1240 2240 3240 4240




—

15

05

?kvattensediment 2, Sura Masses: TIC

b

f Impurity from derilatization agent

| 2,4-Imidazolidinedione,

' P 5-phenyl-

Benzoic acid,
[ I 2-(methoxycarbonyl-
|

*: « methylamino)-,
] methyl ester
ol *
| *
* *{ \4H-1-Benzopyran-4-one,
‘ 2,3-dihydro-3-hydroxy-
" | 2-(4-methoxyphenyl)-3-phenyl-
-~ —1 I
*
08 R
L *|
*| L% k&
aJ‘] I }‘ ' ‘ |
1 -
A :; l ‘* *i | Mono
Oleic acid, methyl ester
. I" | ‘ “/ f unsaturated
g | FAMEs * | i -
i ik | | l 'l <4— saturated
1 1
k |
1| [ Alkane residues
L |

L | | I ‘ ‘ ‘ Siloxanes ()

[ | | |
240 1240 2240 3240 4240
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