LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@70824\
Data File : VU@59876.D

Acqg On : 08 Jul 2024 12:20
Operator : MD/SY

Sample : P3137-17

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTRO61724WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@59876.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.345 625 639 666 rVB 267525 537518 1.54% 1.069%
2 4.657 1017 1047 1110 rBV 15766124 34852041 100.00% 69.327%
3 5.718 1354 1377 1388 rBV3 172636 451840 1.30% 0©.899%
4 7.570 1938 1953 1982 rBV3 351555 680831 1.95% 1.354%
5 7.891 2043 2053 2068 rVB 215660 370072 1.06% 0.736%
6 8.306 2163 2182 2198 rBV 826881 1402314 4.02% 2.789%
7 8.628 2266 2282 2306 rBV 250557 521426 1.50% 1.037%
8 9.187 2445 2456 2473 rBV 321154 522303 1.50% 1.039%
9 9.412 2515 2526 2537 rBV 278684 472600 1.36% 0.940%
10 9.875 2660 2670 2684 rVB2 251020 407919 1.17% 0.811%
11 10.496 2845 2863 2882 rBV 1355714 2277121 6.53% 4.530%
12 11.245 3081 3096 3112 rBV6 127244 357794 1.03% 0.712%
13 11.492 3160 3173 3184 rBV 310540 520754 1.49% 1.036%
14 11.650 3209 3222 3237 rVW 370530 707753  2.03% 1.408%
15 11.804 3255 3270 3285 rVB3 319521 649723  1.86% 1.292%
16 12.013 3325 3335 3346 rVB3 505664 1063117 3.05% 2.115%
17 12.148 3366 3377 3385 rBV 642278 1080693 3.10% 2.150%
18 12.187 3385 3389 3412 rVB4 260139 649099 1.86% 1.291%
19 12.309 3412 3427 3433 rBV3 202898 399825 1.15% 0.795%
20 12.357 3433 3442 3453 rVB5 238222 545357 1.56%  1.085%
21 12.817 3575 3585 3602 rVB2 210093 356461 1.02% 0.709%
22 14.155 3992 4001 4021 rVB2 333768 588839 1.69% 1.171%
23 14.576 4122 4132 4140 rBV2 215244 385022 1.10% 0.766%
24 15.563 4430 4439 4450 rVB4 268821 471574 1.35% ©.938%
Sum of corrected areas: 50271996
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvUe70824\

: VUe59876.D

: 08 Jul 2024 12:20

: MD/SY

. P3137-17

: 25.0mL/MSVOA_U/WATER

: 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.M

Quant Title

TIC Library

: TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1.4e+07

1.2e+07

le+07

8000000

6000000

4000000

2000000

0

TIC: VU059876.D\data.ms
4.657

3.345 5.718

Time-->

.
L L L L L L L L L L L L I L L L L L L L B I RO

1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60

Abundance

1.4e+07

1.2e+07

1le+07

8000000

6000000

4000000

2000000

TIC: VU059876.D\data.ms

8.306 10.496

0
Time-->

7.570 7.891 0 8.628 9.1879.412 9.875

—— — — N\ S —

2.0;
00 T i ‘1:I.‘£4‘151‘1-4‘191‘2-/§!‘SD.8011 ‘%
7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

Abundance

1.4e+07

1.2e+07

1le+07

8000000

6000000

4000000

2000000

Time-->

TIC: VU059876.D\data.ms

12230957 12.817 14.155 14576 15.563
I T ‘ T T T T ‘ T

T ‘ T T ‘ T
12.50 13.00 13.50 14.00

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘
14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070824\
Data File : VU@59876.D

Acqg On : 08 Jul 2024 12:20
Operator : MD/SY

Sample ¢ P3137-17

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Propane, 2-(ethylthio)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.570 7.53 ug/L 680831 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 2-(ethylthio)- 104 C5H12S 005145-99-3 96
2 Propane, 2-(ethylthio)- 104 C5H12S 005145-99-3 86
3 Propane, 2-(ethylthio)- 104 C5H12S 005145-99-3 83
4 Butane, 2-(ethylthio)- 118 C6H14S 005008-72-0 50
5 1-(1-(Methylthio)propyl)-2-propy... 196 C7H16S3 126876-22-0 47
Abundance Scan 1953 (7.570 min): VU059876.D\data.ms (-1938) (-) m/z 89.00 100.00%
89.0
104.0
61.9
5000 43.0
R Ras A AREEaREE
‘ ‘ M % 7.20 7.40 7.60 7.80
0 H_m_MWW‘MW\ Wl b B39 /7 104,00 70.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5425: Propane, 2-(ethylthio)-
89.0
104.0
62.0
5000 L L L N B LA BN R B
43.0 7.20 7.40 7.60 7.80
27.0 m/z 61.990 50.59%
P
0H‘\\H‘\H\“\\‘\\‘HH\‘H‘\}‘HH‘HH‘\H\‘\H\‘HM\\‘HH’H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5429: Propane, 2-(ethylthio)-
89.0
104.0 \‘\\\\‘\\\\‘\\\\’\\\\‘\
62.0 7.20 7.40 7.60 7.80
5000 43.0 m/z 60.99  47.92%
27.0
‘ 75.0
AT S T S O N N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5428: Propane, 2-(ethylthio)- A A RRRSaREE
89.0 7.20 7.40 7.60 7.80
430 62,0 104.0 m/z 42.95 39.87%
5000
27.0
‘ 75.0
WS O S O P NSO Y G W | W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070824\
Data File : VU@59876.D

Acqg On : 08 Jul 2024 12:20
Operator : MD/SY

Sample ¢ P3137-17

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Diisopropyl sulfide Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.306 14.84 ug/L 1402310 Chlorobenzene-d5 9.412
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diisopropyl sulfide 118 C6H14S 000625-80-9 94
2 Diisopropyl sulfide 118 C6H14S 000625-80-9 93
3 Diisopropyl sulfide 118 C6H14S 000625-80-9 90
4 Diisopropyl sulfide 118 C6H14S 000625-80-9 78
5 N-Methoxy-N-methylacetamide 103 C4H9NO2 078191-00-1 43
Abundance Scan 2182 (8.306 min): VU059876.D\data.ms (-2163) (-) m/z 60.90 100.00%
60.9
430 103.0
118.0
5000
76.0

‘ ‘ “ 8.00 8.20 8.40 8.60
0“WHH‘HH‘HH_‘AHWWMHWUuwﬂﬂwuu‘uuwhuwmﬁpuw m/z 43.00  74.81%

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120

Abundance #10107: Diisopropy! sulfide

43.0 61.0
5000 103.0
270 118.0 8.00 8.20 8.40 8.60
76.0 m/z 103.00 70.32%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #10104: Diisopropyl sulfide
43.0 61.0
e RRRRREE L
8.00 8.20 8.40 8.60
5000 1039, s m/z 118.00  60.66%
76.0
27.0 ‘
0‘H‘HH_‘H_HL_H«!NWH‘NNH,JMM‘H_H‘_Mw‘uqu‘w
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #10105: Diisopropy! sulfide e RRRRRE S
43.0 61.0 8.00 8.20 8.40 8.60
m/z 41.00 42.38%
5000 103.0
118.0
27.0 76.0
0120,, T T T
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070824\
Data File : VU@59876.D

Acqg On : 08 Jul 2024 12:20
Operator : MD/SY

Sample ¢ P3137-17

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Propane, 1-[(1-methylethyl)... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.187 5.53 ug/L 522303 Chlorobenzene-d5 9.412

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1-[(1-methylethyl)thio]- 118 C6H14S 005008-73-1 96
2 Propane, 1-[(1-methylethyl)thio]- 118 C6H14S 005008-73-1 96
3 Diisopropyl sulfide 118 C6H14S 000625-80-9 52
4 Ethanethioic acid, S-(1-methylet... 118 C5H100S 000926-73-8 41
5 Acetamide, N-(aminothioxomethyl)- 118 C3H6EN20S 000591-08-2 38
Abundance Scan 2456 (9.187 min): VU059876.D\data.ms (-2445) (-) m/z 43.00 100.00%
43.0 103.0 118.0
60.9 75.9
5000 89.0
‘ ‘ ‘ H ‘ 8.80 9.00 9.20 9.40 9.60
Obrrprererrrer et sl iy - m/z 118.00 99.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10130: Propane, 1-[(1-methylethyl)thio]-
43.0
5000 z0 103.0
) Pt eSS
61.0 6.0 118.0 8.80 9.00 9.20 9.40 9.60
" 89.0 m/z 103.00 93.56%
0 [AARASERRRERRRRERRRRE|
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10129: Propane, 1-[(1-methylethyl)thio]-
43.0
Prre e e
8.80 9.00 9.20 9.40 9.60
5000 103.0 118.0 m/z 40.95  75.85%
61.0
76.0
27.0 89.0
Otrrrit it el el el ety
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10104: Diisopropy! sulfide BREREREEEEESEEE e
43.0 610 8.80 9.00 9.20 9.40 9.60
m/z 75.90 59.53%
5000 103.0 1180
76.0
27.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070824\
Data File : VU@59876.D

Acqg On : 08 Jul 2024 12:20
Operator : MD/SY

Sample ¢ P3137-17

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Sulfide, sec-butyl isopropyl Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
9.875 4.32 ug/L 407919  Chlorobenzene-d5 9.412
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfide, sec-butyl isopropyl 132 C7H16S 022438-36-4 87
2 Ethane, 1,1,2,2-tetraethoxy- 206 C10H2204 003975-14-2 27
3 1-Propoxy-3,3-diethyltriazene 2-... 175 C7H17N302 112753-64-7 22
4 Butanedioic acid, hydroxy-, dime... 162 C6H1005 001587-15-1 17
5 Ethanethioamide, N,N-dimethyl- 103 C4HONS 000631-67-4 16
Abundance Scan 2670 (9.875 min): VU059876.D\data.ms (-2660) (-) m/z 60.90 100.00%
60.9 103.0
5000 40.9 132.0
P i
‘ 9.50 10.00
) By e m/z 102,95 82.49%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16589: Sulfide, sec-butyl isopropyl
61.0
103.0
41.0
5000 - L
1320 9.50 10.00
m/z 132.00 49.407%
O ‘.(\)\‘\\‘}‘\\\“\\\‘\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #81991: Ethane, 1,1,2,2-tetraethoxy-
103.0
P Fepe
47.0 75.0 9.50 10.00
5000 m/z 40.90 46.13%
133.0 161.0
Y S| S I ' v
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #50304: 1-Propoxy-3,3-diethyltriazene 2-oxide — .
103.0 9.50 10.00
m/z 56.95 39.54%
s000{ 290
75.0
7.0
m/z--> 20 40 60 80 100 120 140 160 180 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070824\
Data File : VU@59876.D

Acqg On : 08 Jul 2024 12:20
Operator : MD/SY

Sample ¢ P3137-17

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 wunknown-01 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.496  24.09 ug/L 2277120  Chlorobenzene-d5 9.412
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2-dihydro-2-methyl- 144 C11H12 021564-79-4 32
2 Ethanone, 1-(2-ethynylphenyl)- 144 C10H80 104190-22-9 25
3 (1-Methylbuta-1,3-dienyl)benzene 144 C11H12 054758-36-0 23
4 Benzene, (2-cyclopropylethenyl)- 144 C11H12 1000142-01-6 23
5 (1-Methylenebut-2-enyl)benzene 144 C11H12 070588-46-4 23
Abundance Scan 2863 (10.496 min): VU059876.D\data.ms (-2845) (- | m/z 129.00 100.00%
129.0
95.0
5000
550 (0 A
% ‘ ‘ 10.50
O O b ML 14701681 L/ 95 60 58.62%
m/z--> 20 40 60 80 100 120 140 160
Abundance #23572: Naphthalene, 1,2-dihydro-2-methyl-
129.0
5000
1050
m/z 144.00  33.31%
270 510 770
. 102.0 | m
O\\\‘\‘\‘\H“\\“H“H‘\‘\‘\“\H\‘HH T \\‘M\‘\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #23547: Ethanone, 1-(2-ethynylphenyl)-
129.0
101.0 10.50
5000 m/z 75.00 28.54%
75.0
owwm‘_“‘um “ ""w“m,w‘”,ﬁm,””
m/iz--> 20 40 60 100 120 140 160
Abundance #23567: (1—Methylbuta—1,3—dienyl)benzene
129.0 10.50
m/z 58.85 22.62%
5000
39.0 77.0
102.0
S X e Y oy
m/z--> 20 40 60 80 100 120 140 160 1050
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070824\
Data File : VU@59876.D

Acqg On : 08 Jul 2024 12:20
Operator : MD/SY

Sample ¢ P3137-17

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 unknown-02 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.245 2.75 ug/L 357794  1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Ethylphenylacetylene 130 C1oH1e 040307-11-7 43
2 1H-Phosphole, 2,3-dihydro-1,4-di... 130 C6H110P 015450-68-7 38
3 Butanedioic acid, dimethyl ester 146 C6H1004 000106-65-0 38
4 Butanoic acid, 2,3-dimethyl-2-(1... 172 C10H2002 055519-33-0 37
5 2,6-Difluoropyridine 115 C5H3F2N 001513-65-1 35

Abundance Scan 3096 (11.245 min): VU059876.D\data.ms (-3081) (- | m/z 115.00 100.00%
15

15.0
5000 58.9 fL«A
41.0 81.0 A, P B

11.00 11.50

ok b JM‘}E%PV“‘ m/z 130.00  46.56%
miz--> 20 40 60 80 100 120 140
Abundance #15033: 4-Ethylphenylacetylene
115.0
5000 /\‘ /‘L A

11.00 11.50
m/z 58.85 40.75%

63.0 89.0
O T \1\5\.9 T \:3\9“-0\ \“\ T “M‘\ \H“‘ T \‘\ T “\ T ! ‘ \].‘\H]\-'\O‘ T
miz--> 20 40 60 80 100 120 140
Abundance #15299: 1H-Phosphole, 2,3-dihydro-1,4-dimethyl-, 1-oxid
115.0

— .
11.00 11.50

5000 m/z 54.95 38.14%
- 47.0 670 97.0
ok O PRI M 2
miz--> 20 40 60 80 100 120 140
Abundance #25234: Butanedioic acid, dimethyl ester — T
115.0 11.00 11.50

m/z 80.95 24.64%

5000
55.0
15.0 87.0
0 ‘ 310 H‘ 70 1310

Y ‘
m/z--> 20 40 60 80 100 120 140 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070824\
Data File : VU@59876.D

Acqg On : 08 Jul 2024 12:20
Operator : MD/SY

Sample ¢ P3137-17

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 1H-Indene, 1-ethenyl-2,3-di... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.492 4.01 ug/L 520754 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 1-ethenyl-2,3-dihydro- 144 C11H12 051783-46-1 52
2 Naphthalene, 1,2-dihydro-4-methyl- 144 C11H12 004373-13-1 50
3 2-Methallyl alcohol, TMS derivative 144 C7H160Si 025195-85-1 43
4 1,3-Disilacyclobutane, 1,1,3,3-t... 144 C6H16Si2 001627-98-1 40
5 Naphthalene, 1,2-dihydro-2-methyl- 144 C11H12 021564-79-4 40
Abundance Scan 3173 (11.492 min): VU059876.D\data.ms (-3160) (- | m/z 129.00 100.00%
129.0
5000
58.9 144.0 /\‘
41.0 73.9 95.0 ‘ T
LD e
oH_m_m“\umm:\M‘u“‘w“uwumH‘HwHw“}uw:uw m/z 58.90  34.49%
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #23568: 1H-Indene, 1-ethenyl-2,3-dihydro-
129.0
5000 144.0 1
11.50
m/z 144.00 31.08%
39.0 63.0 91.0
O\\‘H\‘\‘HH“HH‘HH‘\‘\‘H‘HH‘HH“‘HH‘HH‘\\!RH\‘\}HH“\‘\‘H‘H
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #23573: Naphthalene, 1,2-dihydro-4-methyl-
120.0 [\ J
: e ‘
11.50
5000 144.0 m/z 55.00 22.87%
51.0 710
Obrprrrrrrerrre ey e o g e bl o
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #23976: 2-Methallyl alcohol, TMS derivative —
129.0 11.50
m/z 69.00 22.23%
5000 75.0
144.0
0 59.0 “ 101.0 ‘ ‘
T T T T T e T
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070824\
Data File : VU@59876.D

Acqg On : 08 Jul 2024 12:20
Operator : MD/SY

Sample ¢ P3137-17

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 4(1H)-Pyrimidinone, 6-amino... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.650 5.45 ug/L 707753  1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4(1H)-Pyrimidinone, 6-amino-2,3-... 143 C4H5N30S 001004-40-6 50
2 Sclareol, bis(trimethylsilyl) ether 452 C26H5202Si2 1000463-82-9 43
3 3H-1,2,4-Triazole-3-thione,2,4-d... 143 C5H9N3S 037526-42-4 43
4 5-Nonanol, 5-butyl- 200 C13H280 000597-93-3 38
5 Quinoline, 2-methyl- 143 C10HSN 000091-63-4 38

Abundance Scan 3222 (11.650 min): VU059876.D\data.ms (-3209) (- | m/z 143.00 100.00%

143.0
5000 69.0
T T

I 11.50 12.00
N 69.00  40.64%

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #23215: 4(1H)-Pyrimidinone, 6-amino-2,3-dihydro-2-thiox
143.0

5000
68.0 11,50 1200
‘ m/z 108.95 31.87%

s

18. m

O‘\\\ \\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz—> 0 50 100 150 200 250 300 350 400
Abundance #326289: Sclareol, bis(trimethylsilyl) ether
143.0 AJ\‘
s e
11.50 12.00
5000 40.95  28.70%
73.0
ol270. J . |, 21002720 3620 437
R T I T e AL
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #23249: 3H-1,2,4-Triazole-3-thione,2,4-dihydro-2,4,5-trim
143.0 11 50 12 00
m/z 158.00 28.68%
74.0
5000
m/z--> 0 50 100 150 200 250 300 350 400 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070824\
Data File : VU@59876.D

Acqg On : 08 Jul 2024 12:20
Operator : MD/SY

Sample ¢ P3137-17

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 unknown-03 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.309 3.08 ug/L 399825 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Chloroaniline 127 C6H6CIN 000095-51-2 35
2 p-Chloroaniline 127 C6H6CIN 000106-47-8 35
3 o-Chloroaniline 127 C6H6CIN 000095-51-2 30
4 o-Chloroaniline 127 C6H6CIN 000095-51-2 30
5 p-Chloroaniline 127 C6H6CIN 000106-47-8 30
Abundance Scan 3427 (12.309 min): VU059876.D\data.ms (-3412) (- | m/z 126.95 100.00%
12y7.0
5000
55.0 878 144.0
— Py
7 110.0 12.00 12.50
0! m/z 129.00 51.19%
miz--> 20 40 60 80 100 120 140 160
Abundance #13429: o-Chloroaniline
127.0
5000
12.00 12.50
650 920 m/z 54.95  36.09%
0 \1\5\.9\ 7 \“““ \‘\ 1 T iy T \“\ \‘}“]\-]\-0\.(\)‘ T 1‘\ L B
miz--> 20 40 60 80 100 120 140 160
Abundance #13440: p-Chloroaniline
127.0
— ——
12.00 12.50
5000 m/z 58.90 33.25%
65.0 92.0
ol 2800 | oo |
m/z--> 20 40 60 80 100 120 140 160
Abundance #13433: o-Chloroaniline = —
127.0 12.00 12.50
m/z 144.00 30.81%
5000
650 99
o
ol dl o mi00 LA
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070824\
Data File : VU@59876.D

Acqg On : 08 Jul 2024 12:20
Operator : MD/SY

Sample ¢ P3137-17

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 1H-Pyrazole, 5-chloro-1-met... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.357 4.20 ug/L 545357 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Pyrazole, 5-chloro-1-methyl-3... 158 C7H11CIN2 1000319-90-4 50
2 4-Amino-2-fluorothiophenol 143 C6H6FNS 015178-52-6 47
3 2H-Azepine-2-thione, hexahydro-1... 143 C7H13NS 034949-15-0 47
4 Quinoline, 2-methyl- 143 C10HSN 000091-63-4 43
5 5-Methyl-2-N-methylethylamino-2-... 158 C7H14N2S 077158-37-3 42
Abundance Scan 3442 (12.357 min): VU059876.D\data.ms (-3433) (- | m/z 143.00 100.00%
148.0
5000
s 690 N oY
) ‘ ‘ | 109.0 12.00 12.50
o‘_m\uu wmmu etk bl 1800 s 58 05 30.82%
miz--> 20 60 80 100 120 140 160 180
Abundance #34960: 1H-Pyrazole, 5-chloro-1-methyl-3-(1-methylethyl
148.0
5000 T T /\\‘/\\ T ‘/\/\A/\\ T
12.00 12.50
m/z 69.00  24.28%
39.0 o 810 123.
102. 161.0
0 T \“w\ ,‘H”\ \H‘U\ T \\P\ \“‘\ i M‘\ L L
m/z--> 20 60 80 100 120 140 160 180
Abundance #23279: 4-Amino-2-fluorothiophenol
143.0
— ——
12.00 12.50
5000 m/z 58.90 24.15%
111.0
450 690 \ ‘
O‘FIQ‘VLWJVMW‘mH;ﬂ“ ‘HW“““‘_““H
m/z--> 20 40 60 100 120 140 160 180
Abundance #23402:2H—Azepme—24hmne,hexahydn}l—methyh — ——
143.0 12.00 12.50
m/z 40.95 16.57%
5000 110.0
42.0
82.0 | ‘
OMMMHM ANLAVY O
m/z--> 20 40 60 80 100 120 140 160 180 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070824\
Data File : VU@59876.D

Acqg On : 08 Jul 2024 12:20
Operator : MD/SY

Sample ¢ P3137-17

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 unknown-04 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.817 2.74 ug/L 356461 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Naphthalenamine 143 C10HSN 000134-32-7 38
2 Quinoline, 7-methyl- 143 C10HSN 000612-60-2 35
3 1H-Indazole-6-carbonitrile 143 C8H5N3 141290-59-7 35
4 5-Nonanol, 5-butyl- 200 C13H280 000597-93-3 35
5 Quinoline, 2-methyl- 143 C10HSN 000091-63-4 35
Abundance Scan 3585 (12.817 min): VU059876.D\data.ms (-3575) (- | m/z 143.00 100.00%
143.0
5000
83.0 1090
‘ ‘ ‘ 12.50 13.00
o E— ‘H‘H ! ““H““““““”“‘mu“wm‘m”‘ul“i 1722 'm/z 157.95  38.33%
m/z--> 20 100 120 140 160
Abundance #23132.1-Naphthﬂenanﬂne
143.0
5000 115.0 ‘W L Mﬂ
12.50 13.00
m/z 54.95 36.38%
71.0
0 \]\_7\‘0\\\3\9’(\)\”\ \““‘\‘\H\H} ?\9‘\\\‘ ‘\\\\i!\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #23152: Quinoline, 7-methyl-
143.0
— —
12.50 13.00
5000 m/z 69.00 35.95%
115.0
390 630 g9 |
0 H“‘“ﬂ“m‘wm‘W“H““‘M““M““‘H‘
m/z--> 20 60 80 100 120 140 160
Abundance #23492:1H4ndazob—6cafbonnme — —
143.0 12.50 13.00
m/z 58.90 35.09%
5000
116.0
. 38.0 ‘620 8%0 |
\\\‘\\\\“’\\H\\“\‘\\‘\‘\\\‘\\\M\“\\\\“\\\\‘\\\\ ‘\ \‘\
m/z--> 20 40 60 80 100 120 140 160 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070824\
Data File : VU@59876.D

Acqg On : 08 Jul 2024 12:20
Operator : MD/SY

Sample ¢ P3137-17

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 unknown-@5 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.155 4.53 ug/L 588839 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (bromomethyl)- 176 C7H13Br 002550-36-9 47
2 Cyclohexane, 1l-ethyl-1-methyl- 126 CSH18 004926-90-3 38
3 Cyclohexane, 1-bromo-3-methyl- 176 C7H13Br 013905-48-1 38
4 4-Octen-3-one 126 C8H140 014129-48-7 38
5 Cyclohexane, 1l-ethyl-2-methyl-, ... 126 C9H18 004923-78-8 38
Abundance Scan 4001 (14.155 min): VU059876.D\data.ms (-3992) (- | m/z 97.00 100.00%
97.0
55.0
5000 162.0
‘ # 14.00 14.50
129.9 : :
S “NL“ Ul 1 2200 L 1881 Tes e 79.86%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #51234: Cyclohexane, (bromomethyl)-
97.0
55.0
5000 e e
14.00 14.50
m/z 162.00  46.22%
o 27.0 \‘ L 1770 | 1100 1480 1760
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘f\\\‘\\!\‘\\\\‘\\\\‘\\\\
m/z--> 20 60 80 100 120 140 160 180
Abundance #13269. Cyclohexane, 1-ethyl-1-methyl-
55.0 97.0
Apg P
14.00 14.50
5000 m/z 40.90 31.15%
29.0 ‘
ol b a0 L 2280
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #51236: Cyclohexane, 1-bromo-3-methyl- — ——
97.0 14.00 14.50
55.0 m/z 58.90 30.55%
- MM
0 210 770 | 1190 147.0 176.0
e A e R e e R P
m/z--> 20 40 60 80 100 120 140 160 180 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070824\
Data File : VU@59876.D

Acqg On : 08 Jul 2024 12:20
Operator : MD/SY

Sample ¢ P3137-17

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 14 unknown-06 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.576 2.96 ug/L 385022 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Methyl-3,6-dihydro-1,2-dithiin... 176 C6H802S2 959252-25-6 20
2 2-(Butyliden-2-one)tetrahydrofuran 140 C8H1202 343270-50-8 14
3 Cyclohexane, 1,4-dimethyl-2-(2-m... 168 C12H24 054411-17-5 14
4 1,3-Dimethyl-5-n-decylcyclohexane 252 C18H36 086710-36-3 12
5 1,1,4-Trimethylcyclohexane 126 CSH18 007094-27-1 12

Abundance Scan 4132 (14 576 min): VU059876.D\data.ms (-4122) (| m/z 110.95 100.00%

55.0 111.0 175.9
5000
83.0
144.0 1450
0 bbb ol 20690 Py 54 95 98.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #51174: 5-Methyl-3,6-dihydro-1,2-dithiine-4-carboxylic ac
59.0 176.0
5000
130.0 14 50
m/z 105.90 90.09%
97.0
O ‘\\\\‘\‘\\\w‘l\”‘\\‘\\\\“H\\\\‘\\H\‘\‘\\\"\\\H‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21244: 2-(Butyliden-2-one)tetrahydrofuran
69.0 111.0 A
el
14.50
5000 m/z 68.95 87.81%
29.0
H ‘ 140.0
0 _H““MMHuwmm‘_‘!u_mluu,uu_m_m

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #43614: Cyclohexane, 1,4-dimethyl-2-(2-methylpropyl)-, — ‘
111.0 14.50

69.0
m/z 175.95 84.39%
41.0
5000
168.0
ob i %00 | 1320 1 VAWV
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070824\
Data File : VU@59876.D

Acqg On : 08 Jul 2024 12:20
Operator : MD/SY

Sample ¢ P3137-17

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 15 unknown-07 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.563 3.63 ug/L 471574  1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentanecarboxylic acid, cyc... 168 C10H1602 1000282-76-8 30
2 4-Hexen-3-one, 4,5-dimethyl- 126 C8H140 017325-90-5 27
3 2-Butyn-1-al diethyl acetal 142 C8H1402 002806-97-5 27
4 Cyclopentane, 1-butyl-2-ethyl- 154 C11H22 072993-32-9 22
5 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 18
Abundance Scan 4439 (15.563 min): VU059876.D\data.ms (-4430) (- | m/z 69.00 100.00%
69.0
176.0
38,9 S ‘
15.50
0 - 1439 “2‘0%]" P ‘2‘8‘0-f m/z 97.00 81.37%
miz-> 50 100 150 200 250
Abundance #43124: Cyclopentanecarboxylic acid, cyclobutyl ester
69.0
5000 A :
15.50
m/z 83.95 64.54%
390 115.0
O ‘\“.‘”‘\H“\‘\h‘ \‘\‘\ f ‘1\68\(\)\ LA B
m/z--> 50 100 150 200 250
Abundance #13075: 4-Hexen-3-one, 4,5-dimethyl-
41.0 97.0
T \
15.50
5000 m/z 176.00 62.26%
cbokids oo
miz--> 50 100 150 200 250
Abundance #22687: 2-Butyn-1-al diethyl acetal = ‘
97.0 15.50
m/z 55.00 59.17%
5000
41.0
I H\ - 141.0
O bt b S e
m/z--> 50 100 150 200 250 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@70824\
Data File : VU@59876.D

Acqg On : 08 Jul 2024 12:20
Operator : MD/SY

Sample ¢ P3137-17

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Propane, 2-(eth... 7.570 7.5 ug/L 680831 1 6.242 451840 5.0
Diisopropyl sul... 8.306 14.8 ug/L 1402310 2 9.412 472600 5.0
Propane, 1-[(1-... 9.187 5.5 wug/L 522303 2 9.412 472600 5.0
Sulfide, sec-bu... 9.875 4.3 ug/L 407919 2 9.412 472600 5.0
unknown-01 10.496 24.1 ug/L 2277120 2 9.412 472600 5.0
unknown-02 11.245 2.8 ug/L 357794 3 11.807 649723 5.0
1H-Indene, 1-et... 11.492 4.0 ug/L 520754 3 11.807 649723 5.0
A(1H)-Pyrimidin... 11.650 5.5 ug/L 707753 3 11.807 649723 5.0
unknown-03 12.309 3.1 ug/L 399825 3 11.807 649723 5.0
1H-Pyrazole, 5-... 12.357 4.2 ug/L 545357 3 11.807 649723 5.0
unknown-04 12.817 2.7 wug/L 356461 3 11.807 649723 5.0
unknown-05 14.155 4.5 ug/L 588839 3 11.807 649723 5.0
unknown-06 14.576 3.0 ug/L 385022 3 11.807 649723 5.0
unknown-07 15.563 3.6 ug/L 471574 3 11.807 649723 5.0
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