SvVOC
SvoC

GC/MS

DEHP DBP BBP DIDP DINP DNOP
DIBP 7

SvOoC

LC/MS/MS
SvOC 100 pm 100-250 pm

PET

A
Semi Volatile Organic

Compounds SVOC
VVOC Very Volatile

Organic Compounds 1 - 3
VOC Volatile Organic

Compounds

(240~400 ) SVOC 22 9 6

10




336
DEHP

6 DEHP DINP

(DBP)

(DIDP)

(DNOP)  Table. 1

4
DEHP 11.6

2016

DBP 0.1

DINP 7.7 ton

Fig.1

Hand-to-mouth

LC/MS/MS
LC/MS/MS

GC/MS

LC/MS/MS

DINP

(BBP)

- N-

0.1%
EU

20.4 ton

DIDP 0.3
0.9 ton

DEHP DINP

GC/MS

LC/MS/MS

LC/MS/M

90

100 um
500 pm 500 pm

svocC
PTFE

SvOoC

11

S
DBP
DIBP

mm um
63um

100 pm

100-250 pym 250-

SUS

PET



B
1
BBP
2- DEHP
DINP DBP
-n- DNOP
DIDP 6
i
DIBP
-ds BBP-ds (2-
)-ds DEHP-dq -ds
DBP-d.4 -n- -d4« DNOP-
ds
EDS-Pak Millipore Milli-Q
Integral 3
2
MS-200
100 250 500um 3
Fig. 2 4
<100 pm 100-250 ym 250-500 pm
500 pm< 10mg 10 mL
2mL
20
LC/MS/MS
3 LC/MS/NS
Waters
ACQUITY UPLC
ACQUITY UPLC BEH C18 2.1 x 50
mm 1.7um Waters
40°C 25puL
100mM
A B
0.35 mL/ 0-0.5
A 80% B 60% 0535 A 25%

B 75% 3.5-7.5 A 5% B 95%
7.5-11.5 A 5% B 95%  11.5-135
A 40% B 60%
20
Vevo TQ-S Waters
ESI
2.0kV
Table 2 Fig.3
4
PET
2
Fig. 4
3
PET
PET PET
2V @ 185 8y m
LC/MS/MS
C
1 LC/MS/MS
ED-Pak LC/MS/MS
7
0.5-250 ng/mL
Table 3 GC/MS

12



DINP DIDP LC/MS/MS
10
0.5 ng/mL
LC/MS/MS
LC/MS/MS 20
2
Fig. 2
500 pm 250-
500 um
100-250 ym 100 pm
4
2
7 1
Table 4 2
DIBP DBP DEHP DINP
DIDP BBP DNOP
2 DEHP DINP
Table5 BBP
DIBP
1g
DEHP
DINP A DEHP DINP
68 30 B 98 2
Fig.5
2 100 pm

100-250 pm

100 pm

Table 5

500 pm

100 pm

19
1398 g

Table 6

DBP
BBP DNOP DINP DIDP

DBP DEHP

HPLC

DEHP

0.5pg
DBP

1.3 pg/ 1.6ng/

PET

DEHP

DEHP

PET



10
100 pm
50
D
LC/MS/MS
7
4
1lg 100 pm
100-250 pm
500 pm
1
500u m
100y m
1g DEHP 715 1398
ng
3
PET
PET
E

Kolarik B NaydenovK Larsson M
et.al. The association between phthalates

in dust and allergic diseases among

Bulgarian children. Environ Health
Perspect. 2008 ;116:98-103.
Ait Bamai Y Shibata E  Saito |

et.al. Exposure to house dust phthalates in

relation to asthma and allergies in both

14

children and adults. Sci Total Environ.
2014;485-486:153-63.

Larsson M
Kolarik B

Higerhed-Engman L
et al.. PVC--as flooring
material--and its association with incident
asthma in a Swedish child cohort study.
Indoor Air 2010; 20:494-501.

http://www.kasozai.gr.jp/data/toukei-

pdf/2017-03syuka.pdf 2017 5 8

0906 4

SvOC
2016;81(720): 199-207.

2005;42:29-38.



Table 1 7

JTHWETIATIV EES Cas. No {t#=H M.W. wBeEn EAR®

JHIEEZTFIL DBP 84-72-2 C16H2204 278.34 o DN _EFRH0E
e (BH. $ERH)
e NP

THIEBITFILAR )L BBP 85-68-7 C19H2004 312:37 5 DT R
/\© (BEAL >—U>OH)
o

IHNED-n-ATFIL DNOP 117-84-0  C24H3804 390.56 o (EEFE ]85
NN (BIRHTE. T )LL)
B R T e e W

THINBESA VT DIDP 26761-40-0 C28H4604 446.66 {ERIERMET]EERI, ABRIECRERAINF
oo, (R, LY )
el
0.
NN NN,

CHg
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Table 2 LC/MS/MS

Parent Cone Collision Collision
Daughter 1 Daughter 2

mass  voltage voltage 1 voltage 2
JHIEET XTIV Ez= m/z \% m/z \% m/z \
JHIVEEZTFIL DBP 279.1 12 149 10 205 7
TS AV TFIL DIBP 279.1 12 149 10 223.2 7
THIVEETFILR )L BBP 313.2 16 149 10 205 5
TS (2-TFILANFZIL) DEHP 391.28 19/15 279 10 167 12

TIINEEZ-n-ADFIL DNOP 391.28 18 261 10
TNV )L DINP 419.6 15 149 23 275 10
THIVESA VT DIDP 447.35 15 149 23 289.2 10
Table 3 7

1ERA{RER EE2E6H
JHIEBET XTI RERR ¢ ng/mL

DBP y = 0.103455x+0.0548437 0.981 2.5 - 100

DIBP y = 0.0924732x+0.022812 0.995 0.5 - 50

BBP y = 0.0781715x+0.00276658 0.999 0.5 - 50

DEHP y = 0.0158592x+0.00454349 0.996 0.5 - 100

DNOP y = 0.003661x+0.000340959 0.999 1 - 250

DINP y = 0.00702715x-0.0306312 0.999 10 - 250

DIDP y = 0.00848145x-0.000504462 0.998 0.5 - 250
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Table 4

A
Amounts (ug/g)
BBP DIBP DBP DEHP DINP DIDP DNOP
AER (um)  DHEE Mean * SD Mean * SD Mean * SD Mean * SD Mean * SD Mean * SD Mean * SD
<500 7 7.6 £ 1.0 3.6 £ 0.9 11.1 £ 2.6 775 = 154 358 + 42 4.7 £ 0.7 n.d.
250-500 3 53 £ 238 24 £ 0.2 10.6 £ 0.9 743 + 58 299 = 179 53 £ 44 n.d.
100-250 7 14.3 £ 5.7 56 £ 2.2 39.6 = 27.7 1171 £ 235 436 + 68 6.5 £ 2.4 n.d.
100< 7 12.6 £ 0.6 8.2 = 9.6 229 = 7.1 1374 £+ 51 559 + 18 8.7 = 0.6 n.d.
B
Amounts (pg/g)
BBP DIBP DBP DEHP DINP DIDP DNOP
RAERI (um)  DHFEER Mean * SD Mean * SD Mean * SD Mean #* SD Mean #* SD Mean #* SD Mean #* SD
<500 7 n.d. 1.3 = 0.5 6.2 + 1.8 5770 + 1257 9 + 17 3.1 £ 3.7 8.6 = 3.8
250-500 3 n.d. 1.0 £ 0.3 51 + 0.8 4500 + 874 4 £ 6 1.0 £ 0.3 2.1 £ 0.7
100-250 6 n.d. 29 £ 04 16.6 £ 6.1 5446 + 475 138 £ 36 3.0 £ 1.9 2.6 £ 0.2
100< 7 n.d. 25 £ 0.5 14.5 £ 2.3 6656 + 762 152 £ 20 46 + 1.1 55 £+ 1.3
Table 5

A

Amounts (Hg)

FER (um) #HEE (g) BBP DIBP DBP DEHP DINP DIDP  DNOP

<500 2.66 203 9.5 295 2060 952 125 n.d.
250-500 0.05 0.3 0.1 0.5 37 15 0.3 n.d.
100-250 0.29 4.1 1.6 115 340 126 1.9 n.d.
100< 0.52 6.6 4.3 119 715 291 45 n.d.
Total 3.5 31.3 155 53.4 3152 1384 19 n.d.

B

Amounts (Hg)

RIZR (um) HES (g) BBP DIBP DBP DEHP DINP DIDP  DNOP

<500 2.97 n.d. 3.9 18.4 17137 285 9.2 25.5
250-500 0.04 n.d. 0.0 0.2 180 2 0.0 0.1
100-250 0.48 n.d. 1.4 8.0 2614 66 1.4 1.2

100< 0.21 n.d. 0.5 3.0 1398 32 1.0 1.2

Total 3.7 n.d. 5.8 29.6 21329 385 12 28

17



Table 6

J4IL5—
RE (ng/HR)
%
(FEr=FJ—IL)
0.03 0.21
PET 13 5.8 0.05 0.23
T o 55.6 125 2.23 0.50
14.2 12.0 0.57 0.48
27 1.1 0.11 0.04
ol DBP

2.6 1.2 0.10 0.05
PE 22.0 9.2 0.88 0.37

DEHP
1616 10.6 0.66 0.42
1.9 9.6 0.27 1.34

DBP

- 1.3 11.5 0.19 1.61
18.6 0.2 2.61 0.02

DEHP
0.6 3.4 0.09 0.48
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Table 1
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<0.25 um
DEHP
785% BBP-149 57.4% DIBP
48.0%
BBP-149 93.5%
DIDP-149 67.0% DINP-149 56.0%

<0.25 pm

E
1. Jaakkola, J. J., Oie, L., Nafstad, P.,

Botten, G., Samuelson, S.O., and
Magnus, P. (1999) Interior surface
materials in the home and the
development of bronchial obstruction in
young children in Olso, Norway. Am. J.
Public Health, 89, 188-192.

2. Sheldon L, Clayton A, Keever J,
Perritt R, Whitaker D. 1994. PTEAM:
Monitoring of Phthalates and PAHs in
Indoor and Outdoor Air Samples in
Riverside California, Vol 2. Sacramento,
CA:California Air Resources Board.

3. Rudel, R.A., Brody, J.G., Spengler,
J.D., Vallarino, J., Geno, P.W. and Yau, A.
(2001) Identification of selected
hormonalla active agents and animal
mammary carcinogens in commercial
and residential air and ust samples, J.
Air Waste Manage. Assoc., 51, 499-513.
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Table 1 Concentrations of phthalate diesters detected in sampling of particulate

(ng/m?)
Diameter
DIBP BBP DBP DEHP DINP DIDP DNOP
(Wm)
House >2.5 3.53 0.01 11.10 1.48 0.35 0.03 N.D.
1.0-2.5 3.51 0.01 10.40 3.98 0.45 0.03 N.D.
0.50-1.0 3.00 N.D. 7.11 1.08 0.37 0.02 N.D.
0.25-0.5 2.10 N.D. 4.57 2.04 0.68 0.04 N.D.
<0.25 1121 0.02 2719 3128 1.10 0.10 N.D.
Total 23.35 0.04 6037 39.87 2.95 0.21 N.D.
Office >25 1.28 0.01 4.51 8.40 0.05 N.D. N.D.
1.0-25 1.49 N.D. 4.32 7.54 0.18 N.D. N.D.
0.50-1.0 1.06 N.D. 3.00 6.15 0.17 N.D. N.D.
0.25-0.5 0.82 N.D. 1.69 11.28 0.26 0.01 N.D.
<0.25 4.56 0.10 1129 3764 0.83 0.04 N.D.
Total 9.21 0.11 2481 7101 148 0.07 N.D.

matters in house and office.
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Fig.1 Chromatograms of phthalic acid esters detected in the sample of particulate matter
(<0.25um) collected at house.
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(n =134)

(n=712)

g~ W N e

2.03 (0.99-4.12)
1.78 (0.78-4.08)
1.18 (0.46-3.02)
0.86 (0.05-14.0)

0.84 (0.30-2.40)

3.25 (1.12-9.49)*

1.33 (0.56-3.12)

0.42 (0.04—4.78)

0.63 (0.14-2.93)
0.28 (0.03-2.73)
0.86 (0.17—4.40)
0.27 (0.05-1.37)
0.76 (0.34-1.69)

1.12 (0.65-1.95)
1.04 (0.50-2.19)
2.00 (0.93-4.28)
17.4 (2.85-106.5)

1.33 (0.63-2.80)

1.48 (0.76-2.90)

2.43 (0.89-6.62)

5.69 (1.02-31.8)*

2.33 (0.86-6.32)
0.69 (0.09-5.27)

4.95 (1.68-14.6)**

0.92 (0.12-7.21)
0.87 (0.48-1.59)

*

p <0.05, ** p<0.01,

(n =134)

(n=712)

2.24 (0.42-12.0)

1.38 (0.69-2.75)
0.80 (0.39-1.63)

0.56 (0.20-1.57)

0.55 (0.15-2.04)
0.73 (0.25-2.13)

0.63 (0.14-2.93)

1.25 (0.48-3.28)

0.91 (0.54-1.56)
0.71 (0.38-1.34)

0.97 (0.45-2.11)

3.09 (1.10-8.60)*
0.74 (0.22-2.47)

3.46 (1.23-9.75)*

e N oo oo

p <0.05, ** p <0.01
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95%

(n =134)

(n=712)

g~ W N e

0.55 (0.15-2.04)
1.43 (0.44-4.61)
1.08 (0.28-4.22)

0.28 (0.09-0.84)*

0.50 (0.11-2.16)

0.96 (0.35-2.67)
2.65 (0.27-26.2)

1.35 (0.51-3.55)
1.78 (0.76-4.13)
1.74 (0.70-4.28)
0.72 (0.81-3.66)

3.38 (1.47-7.77)**

2.12 (1.08-4.20)*
1.70 (0.49-5.88)

* p <0.05, ** p <0.01

95%

(n = 134)

(n=712)

1.46 (0.73-2.92)
0.49 (0.20-1.23)
1.68 (0.58—4.85)
1.04 (0.48-2.23)
0.56 (0.09-3.48)

1.16 (0.57—2.34)
0.44 (0.14-1.39)
1.78 (0.88-3.60)
0.75 (0.31-1.85)

0.94 (0.54-1.63)
1.91 (0.97-3.76)
0.82 (0.38-1.78)
0.90 (0.45-1.77)
0.65 (0.08—4.93)

0.78 (0.45-1.37)
1.14 (0.47-2.76)
1.70 (0.99-2.90)
1.17 (0.61-2.23)

* p <0.05, ** p <0.01
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95%

(n =134)

(n=712)

0.63 (0.27-1.47)
1.30 (0.21-8.07)
0.70 (0.34-1.46)
2.28 (0.76-6.88)
1.19 (0.58-2.43)

0.45 (0.18-1.11)
3.59 (0.39-33.0)
0.82 (0.37-1.82)
1.86 (0.79-4.39)
0.85 (0.42-1.73)

0.96 (0.51-1.83)
0.36 (0.05-2.67)
1.20 (0.69-2.10)
0.77 (0.32-1.84)
1.04 (0.60—1.82)

1.14 (0.60-2.17)
1.06 (0.24—4.62)
0.80 (0.43-1.49)
1.38 (0.74—2.60)
0.98 (0.56-1.71)

* p <0.05, ** p <0.01

95%

(n = 134)

(n=712)

1.43 (0.70-2.95)

0.62 (0.36-1.05)

* p<0.05, ** p<0.01
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95%

(n =134)

(n=712)

© o N O~ ODNE

e e e o e
a s~ b ke o

16.

(

0.75 (0.45-1.25)
1.09 (0.63-1.88)
0.68 (0.39-1.21)
0.75 (0.53-1.08)
0.82 (0.60-1.11)
1.04 (0.67—1.61)
0.73 (0.47-1.16)
0.74 (0.43-1.25)
0.97 (0.63-1.49)
0.92 (0.56-1.49)
0.33 (0.12-0.89)*
0.67 (0.37-1.21)
0.51 (0.59-1.31)
1.15 (0.77-1.72)
0.30 (0.10-0.89)*
0.49 (0.25-0.95)*

1.96 (1.33-2.88)**
2.21 (1.60-3.04)**
1.87 (1.34-2.62)**
1.48 (1.16-1.88)**
1.43 (1.13-1.82)**
1.77 (1.24-2.51)**
1.64 (1.27-2.12)**
2.00 (1.41-2.83)**
1.66 (1.26-2.17)**
1.60 (1.18-2.17)**
2.56 (1.57—4.16)**
3.49 (2.13-5.69)**
1.67 (1.26-2.21)**
1.32 (0.98-1.78)
3.01 (1.85-4.90)**
2.14 (1.43-3.19)**

* p<0.05, ** p<0.01

*k

*k

p p
n =87 n =182 n= n =43
597
CHS 22.3 (8.1) 17.3 (9.3) <0.001 12.5(9.5) 18.7 (9.3) <0.001
CSS-SHR 34.9 (8.7) 31.4 (7.8) <0.001 29.9(7.9) 30.5 (8.5) 0.621
SSAS 35.3 (5.5) 32.5 (5.7) <0.001 29.3(6.4) 32.6 (6.8) 0.001
APQ 123.8 (53.2) 95.0(50.9) <0.001 68.8(43.0) 124.7 (47.0) <0.001
TAS 11.6 (9.6) 8.7 (8.2) 0.016 7.2 (7.5) 11.7 (9.0) 0.003
MCSDS 16.3 (4.2) 17.0 (4.8) 0.288 18.0 (4.8) 17.0 (4.1) 0.224
TMAS 10.9 (4.5) 9.2 (4.3) 0.003 7.5 (4.0) 10.3 (4.1) <0.001
TAS20 52.2 (8.8) 50.0 (8.0) 0.042 47.8 (7.9) 52.8 (10.5) 0.003
TAS20-DIF 15.9 (5.3) 13.3 (5.3) <0.001 11.6(5.0) 15.5 (6.1) <0.001
TAS20-DDF 13.5 (3.0) 13.2 (3.1) 0.371 12.5(3.2) 14.1 (3.8) 0.002
TAS20-EOT 22.8 (3.3) 23.6 (2.9) 0.043 23.7 (3.0) 23.2 (3.1) 0.346
NAS 36.4 (11.4) 31.4 (11.4) <0.001 26.9(9.3) 35.6 (12.8) <0.001
RTE 3.2 (5.5) 2.2 (3.0) 0.124 1.5 (3.3) 3.3 (4.4) 0.012
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**t

26)

DEP DnBP DiBP BBP DEHP
295 340 320 370 384
25 mm Hg 2.10x103 2.01x10° 4.76x10° 8.25x10 1.42x107
% 0.6 6.0 3.2 75.6 93.5
% 13.2 10.0 9.8 6.5 54
% 86.0 83.6 86.8 16.7 0.9
% 0.01 0.08 0.04 0.5 0.09
DEHP %)
0-6 6 -4 5-11 12-19 20-70
0.00003-0.0003 0.00003-0.0003 0.00004-0.0004 0.00003-0.0003 0.00003-0.0003
0.86 0.99 12 0.95 0.85
0.13-0.38 0.06-0.18 0.03-0.10 0.02-0.07 0.02-0.06
7.9 18 13 7.2 49
0.000064 0.000042 0.000014 0.000004 0.000003
8.9-9.1 19 14 8.2 5.8
ng/l kg
DBP 14)
2010 2005
0.029u g/g 4.0 4.6 0.029u g/g 4.0 5.0
70u g/L p g/kg/day U g/kg/day 70u g/L p g/kg/day U g/kg/day
1.4p g/m?3 0.48 2.4y g/m3 0.96
u g/kg/day u g/kg/day
0.1y g/mg 0.1
u g/kg/day
DEHP 16)
2010 2009
95 50 95
53 2.5 8.7
0.24 0.6 13
6.9 8.8 7.9
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12 11.8 17.9
u g/kg/day
BBP 18
0.17uy g/m3 3.4y g/ /day 3.25u g/kg/day
50u g/L 100p g/ /day
0.0271p g/g 54.2u g/ /day
431,000u g/kg 21.55p g/ /day

DINP 20)
0.192p g/ms3 3.84p g/ /day 15p g/kg/day
5u g/L 10p g/ /day
0.024y g/g 48u g/ /day
15,500,000 775p g/ Iday
M g/kg

DNOP %)

M g/kg/day u g/kg/day

0.0036 0.0036
0.0004 0.004
0.04 0.04
0.044 0.0476
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Environmental Exposure AND Sensitivity Inventory QEESI
«“ ”  Chemical Sensitive Population: CcspP
IT 667 ,CSP
Temperament and Character Inventory (TCl)
Cloninger )
Temperament Character
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, CsP , ,
CsP , CsP
CsP ,
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Tablel
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[1]
9
5
4
1
1
EDTA-2K
80°C
Multiple Chemical Sensitivity (MCS) ,
, Miller
Quick Environmental Exposure AND Table
Sengitivity Inventory  QEESI 2
(2]
QEES| “ HMT
”  Chemical Senstive ,
Popul ation: CcspP (Figure 1),
QEESI CSP
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551 , 431
,2)MCS QEESI ,AMOS
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“Chemical Exposure
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, ’Symptoms ”, ”Masking
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” 5 , Impact
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Cloninger
1993
Temperament and Character Inventory (TCI)
Cloninger ,
Temperament
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(3] :
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3 (Figure
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DNA
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1
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time-of -flight
mass spectrometry: TOFMS
CE-TOFMS
HMT
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HMT
Sample Stat ver 3.14

(Figure3) :
(Table 3),
hexanoicacid C6:0
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Tablel

Mean + SD Mean + SD
( ) 9 (100%) 9 (100%)
442+ 8.8 41.1+£9.1
47-62 46-62
cm 158.8 £ 8.0 157.3+4.4
kg 51.9+8.3 52.8+4.1
Body Mass Index
20.5+2.1 213+1.0
( (ko) (m)?)

Value is mean + SD. A P-value of 0.05 was considered statistically significant. Statistical analysis
was carried out using the Statistical Package SPSS Version 21.
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Table 2

Mean + SD Mean = SD
(x10%/ul) 51.1+20.0 49.0+11.3
(x10 /pl) 4417+ 22.6 451.9 + 35.7
(g/dl) 13.1+0.6 135+1.4
(x10%ul) 24.6+6.3 282+6.0
(g/dL) 75+0.3 75+04
(g/dL) 45+0.3 4.6+0.3
LDL (g/dL)? 123.8+19.1 125.6 + 32.6
HDL (g/dL)? 79.0 + 24.3 78.4+16.4
(g/dL)2 922+44.3 122.6 +81.9
AST GOT umL °® 186+ 6.5 19.2+45
ALT GPT urL °® 142+ 6.6 177+ 7.0
y-GT y-GTP UL »® 20.6+13.8 22+75
(mg/dL) 05+0.1 0.6+0.1

Value is mean + SD. A P-value of 0.05 was considered statistically significant. Statistical analysis
was carried out using the Statistical Package SPSS Version 21.

If variables were not normally distributed, the statistical analyses were performed after variables
transformed Square root and °log-transformed.
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Table3

BHEARYATh-RBEESY (ER)

HMT DB ' Relative Area Comparative Analysis
D Compotindiame KEGGD HMOB ID m/z MT R #FIndex Control Case Case vs Control
Mean S.D. Mean SD. Ratio * p-value "
A 0064 _Undecanok acid NoID HMDB00047 185154 785 — 12E04 1B6E-05 10E-04 37E-05 15 77E04_
C_0076 Ag C00062.C0079HMDBO0517H 175118 770 REE%, 73/ BAH (Gu G Hs Pl 36602 OOE-03 20E-02 28E-03 Q0E-04 ***
C 0050 _1Vethyhnicotinamide 02018 HMDBO0G9O __ 137.070 80 -oF BMEU-—F 7S FRE 11EQ4 36E-05 S1E-05 15605 0001 -
C 0111 _EDTA 00284 No D 203007 3332 226400 23E-01 18F+00 25601 08 0002 -
A_0021  Benzoic acid C00180 HMDB01870 121030  10.05 34E-04 31E-05 50E-04 11E-04 15 0002
A_0043 Pelargonic acid C01601 HMDBO0847  157.123 817 72E04 77E-05 OQOE-04 20E04 14 0005 -
A_0017 Hexanoic acid co1585 HMDB00S35 115077 201 66E-04 56E05 O5E-04 24E04 15 0005
C_0080 Paraxanthine C13747 HMDBO1860 181071  26.82 76£04 2004 3904 62605 [ oo -
A_0027  Heptanoic acid No D HMDBO0665  129.092 863 53E04 51E-05 78E-04 20E04 15 0006 ™
A_0034 m-Toluic acid cor211 No D 135045 031 46E03 74E-04 72E-03 21E03 16 0006
C_0011  2-Aminabutyric acid C02261C0235HMDBO0452 104070 1082 OSE03 23E-03 63E-03 20603 07 0007
A_0081  XA0027 NoID No D 227201 7.49 16E03 22604 21E-03 36E04 13 0007
LA 0028 = oxoneandic acid S02120 NolD 120022 224 31EQ4 48E05 S4E0s 20E04 18 0007 -
C_0092 Trp CO0078.C0052HMDBO00020 205006 1262 7 3 / BR# (FBE7 I/ 8) 25602 43E-03 20E-02 27E03 | 08 0009  *
A_0024 5-Oxoproline c01879 HMDBO0267  128.035 065 REEM, 73/ BAW (Gu Gn His, P 14E03 36E-04 18E-03 32E04 13 oots -+
C 0088 _ADMA C03626 HMDB01530 __203.149 837 20604 28E05 17604 22605 08 0.021 -
04 X 0 3 - ) 0 Q Qo2
A_0000 23-Diphosphoglyceric acid  C01159 HMDBO1204 264951 1065 RRBAMEH L, R b—R U LEEH £ 20604 17E-04 45E-05 18605 0022 -
C_0012  N.N-Dimethyiglycine C01026 HMDBO0092 ~ 104070 1251 7 = / el (Gly, Ser. Cys) 15603 32E-04 11E-03 28E-04 | 08 0023  *
C_0023 Creatinine Co0791 HMDBO0S62 114065 7@ REE®E, 73/ BRW (Gu Gn Hs, Pl 21E02 40E-03 17E-02 34E-03 08 0023 *
CouZs3
A_0025 gﬁ:;”ytgg:ﬁzzz zg Cooe71.co % 129,056 074 0SE03 23E-03 70E-03 18603 07 0024  *
C_0091  O-Acetyicamitine C02571 HMDBO0201 204122 1007 7 X/ BB (Asp, Ala Lys) 79E03 20E-03 59E-03 14E03 07 0026  *
A_0045 Terephthaic acid Co6337 HMDB02428 165019 17.31 16E-04 15E-05 19E-04 27E-05 12 0020 -
A_0007 Tigle acid C08279 HMDB01470 20045 290 13E04 16E-05 18E-04 53E05 14 0020
C_0005 _ Trimethylamine N-oxide  CO1104 HMDB00925 76.076 711 46603 45603 67604 soeo04 [N 0030
A_0074 Lauric acid C02679 HMDB00638  199.170 7.72 22603 37E-04 28E-03 6EED4 13 0031
A_0049 Uric acid C00366 HMDBO0289  167.021 005 U KRB, EUITURE 25602 30E-03 19E-02 58603 08 0031 .
C_0089 SDMA NoID HMDB03334  203.149 852 10E04 37E-05 16E-04 20605 08 0035  *
C 0013 __3-Aminoisob 0328 E 2

00000 HMDE00338 205,980 1204 U LR B S 2 A 10504 ZE-Q5 ZOF-05 QE0s 07 Q040

C_0061 Lys C00047.CO073HMDB0O0182H  147.112 7427 3/ BRE (Asp Aa Lys) 64E-02 14E-02 51E-02 1.1E-02 08 0.043 &
C_0063 Met C€00073.C0085 HMDB00696 150.058 1223 7 2 / BR¥E (Gly, Ser, Cys) 88E-03 41E-03 56E-03 11E-03 06 0.046 ,
C_0043 Asn C00152.C0190 HMDB00168 133.060 1192 7 3 / BR¥E (Asp Aa Lys) 11E02 31E-03 90E-03 1.5E-03 08 0.047 *
A_0065 XA0017 NoID No D 186114 793 70E05 71E-06 78E-05 7.2E-06 11 0.048 *
C_0029 Thr C00188.C0082 HMDB00167 120.065 11.96 7 = / R H (Gly, Ser, Cys) 44602 13E-02 33E-02 72E-03 08 0.049 .
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Fig4

CMIN=85.092
df=41

CFF.966
RMSEA=.050
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