LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050823\
Data File : VX@35574.D

Acqg On : 08 May 2023 20:42

Operator : JC/MD

Sample : 02648-04

Misc : 5.0mL/MSVOA_X/WATER ORA-1637

ALS Vvial : 25 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 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 X\Method\82X042523W.M

Title : SW846 8260

Signal : TIC: VX@35574.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.459 56 61 83 rBV 578287 1009368 4.15% 2.072%
2 2.300 176 199 211 rBV2 249529 1471173 6.05% 3.020%
3  4.233 503 516 535 rBV 444474 1311903 5.40% 2.693%
4 5.385 693 705 719 rBV2 152584 452078 1.86% ©.928%
5 5.550 719 732 747 rBV 271785 773093 3.18% 1.587%

6 5.958 787 799 809 rBV 163883 442935 1 0

7 6.757 921 930 942 rBV = 420379 1010662 4.16% 2.075%

8 7.281 1000 1016 1034 rBV3 62132 318306 1 0

9 8.647 1234 1240 1247 rBV 890937 1396347 5 2
9.646 1384 1404 1426 rBV 5082042 24302968 100.00% 49.893%

11 10.055 1466 1471 1481 rVB 896677 1331989 5
12 10.165 1485 1489 1504 rVB 158692 332143 1
13 10.756 1581 1586 1594 rVB 347028 435382 1.79%
14 11.079 1634 1639 1644 rBV 799505 977130 4
15 11.683 1734 1738 1743 rBV 444819 502074 2

RPNVNOON
0
O
S
3R

16 12.024 1790 1794 1799 rVB 949894 1185831 4.88%
17 12.219 1821 1826 1836 rBV 4532393 5435082 22.36% 11.
18 14.194 2147 2150 2159 rVB 175447 246731 1.02%
19 15.176 2304 2311 2316 rBV5 190236 486058 2.00%
20 15.542 2366 2371 2382 rVB 1690374 2531510 10.42%

VOO RrN
%
S
~N
R

21 15.694 2392 2396 2406 rVB2 223767 437662 1.80%
22 16.474 2518 2524 2533 rVB 1328643 2319735 9.55% 4.762%

(]
00
O
]
R

Sum of corrected areas: 48710160
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: 02648-04
: 5.0mL/MSVOA_X/WATER
. 25

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VXe50823\

: VX@35574.D
: 08 May 2023 20:42

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042523W.M
. SW846 8260

: C:\Database\NIST20.L
LSCINT.P

Abundance
5000000

4000000

3000000

2000000

1000000

0
Time-->

TIC: VX035574.D\data.ms

1.459 4.233

2.300 5.3g8-250

aavAN

5.958

1.20 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 5.20 540 5.60 5.80 6.00 6.20

Abundance
5000000

4000000

3000000

2000000

1000000

TIC: VX035574.D\data.ms

9.646

10.055

8.647 11.079

0.165 10.756

N

0
Time-->

T
8.50 9.00 9.50 10.00 10.50 11.00

Abundance
5000000

4000000

3000000

2000000

1000000

Time-->

TIC: VX035574.D\data.ms

12.219

15.542
16.474

wm AR S GQLJWJ\

12.024

J

11.683

T T
12.00 12 50 13 00 13 50 l4 00 l4 50 15 00 15 50 16 00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050823\
Data File : VX@35574.D

Acqg On : 08 May 2023 20:42
Operator : JC/MD

Sample : 02648-04

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042523W.M
Quant Title : SW846 8260

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 unknown2.300 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
2.300 95.15 ug/l 1471176  Pentafluorobenzene 5.550

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol 46 C2H60 000064-17-5 37
2 Propanal 58 C3H60 000123-38-6 27
3 Dimethyl ether 46 C2H60 000115-10-6 9
4 Trimethylene oxide 58 C3H60 000503-30-0 9
5 Propylene oxide 58 C3H60 000075-56-9 9
Abundance Scan 199 (2.300 min): VX035574.D\data.ms (-170) (-) m/z 45.10 100.00%
45.1 58.0
5000
REEE R
“ ‘ 2.00 2.20 2.40 2.60
Obrr et 691 912 n/z sglee 92.33%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #106: Ethano
31.0
5000 45.0 T T T T T TR
2.00 2.20 2.40 2.60
m/z 46.10 42.43%
15.0 ‘ ‘
O\\\‘\\‘\\“\\‘!}}\\\\‘}‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #247: Propanal
29.0 58.0
A AR RN R
2.00 2.20 2.40 2.60
5000 m/z 57.00 26.57%
15.0 $2.0
O vt b
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #109: Dimethyl ether R e AN
45.0 2.00 2.20 2.40 2.60
m/z 43.00 22.88%
5000 29.0
15.0
O+ e e R EARRsE R E
m/z--> 10 20 30 40 50 60 70 80 90 100 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050823\
Data File : VX@35574.D

Acqg On : 08 May 2023 20:42
Operator : JC/MD

Sample : 02648-04

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042523W.M
Quant Title : SW846 8260

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 Butanal Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
4,233 84.85 ug/l 1311900  Pentafluorobenzene 5.550

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanal 72 C4H80 000123-72-8 94
2 Ethene, ethoxy- 72 C4H80 000109-92-2 50
3 Propanal, 2-methyl- 72 C4H80 000078-84-2 43
4 2-Propanone, hydrazone 72 C3H8N2 005281-20-9 43
5 1-Propene, 3-methoxy- 72 C4H80 000627-40-7 37
Abundance Scan 516 (4.233 min): VX035574.D\data.ms (-503) (-) m/z 44.05 100.00%
44.0
72.1
5000
57.0
R ENEERRENEES
37 ‘ 4.00 4.20 4.40 4.60
L . 821 o
YANNRES——————————1 1 RSOOSR R 2% S (Y P 0 I Y BV
m/z--> 5 101520 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #739: Butanal
44.0
72.0
29.0
5000 \\\\‘\\\\’\\\\‘\\/‘\\\/\‘
57.0 4.00 4.20 4.40 4.60
m/z 41.10 83.46%
15\0 “ 37\‘\‘ | I in
O \‘HH‘\\H’HH‘HH‘HH‘HH‘HH‘H ‘HH"HM‘HH‘\\H‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 5 101520 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #774: Ethene, ethoxy-
44.0
R RREEE e AR
720 4.00 4.20 4.40 4.60
5000 29.0 m/z 72.10 77 .90%
0 lsro,| 570 ‘
Oy e R e e e e e e e e
m/z--> 5 101520 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #785: Propanal, 2-methyl- A SARNEEEE N R
43.0 4.00 4.20 4.40 4.60
m/z 39.05 43.13%
5000 27.0 72.0
0 H‘ 36,(J | 57\'0 |
R L s R N E S AN RS
m/z--> 5 101520 25 30 35 40 45 50 55 60 65 70 75 80 85 90 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050823\
Data File : VX@35574.D

Acqg On : 08 May 2023 20:42
Operator : JC/MD

Sample : 02648-04

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042523W.M
Quant Title : SW846 8260

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 Propylene Glycol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.646 912.28 ug/l 24303000 Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 90
2 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 78
3 Isopropyl Alcohol 60 C3H80 000067-63-0 56
4 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 40
5 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 40

Abundance Scan 1404 (9.646 min): VX035574.D\data.ms (-1384) () | m/z 45.10 100.00%

45.1
5000

T
9.50 10.00

Ol el 780 105012511450 1833 /7 43,10  21.05%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #1083: Propylene Glycol
45.0
5000 - ——=
9.50 10.00

m/z 61.00 7.52%

19.9]] ‘\ ., 760
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #1091: R-(-)-1,2-propanediol
45.0

e
9.50 10.00

o

5000 ITI/Z 44.05 6.89%
19.0‘ ‘
0*H“*‘\*‘H“*‘w‘l”*“\‘**7*6*'\0”H\HHWHWHWHMH
mlz--> 20 40 60 80 100 120 140 160 180
Abundance #342: Isopropyl Alcohol T —T
45.0 9.50 10.00

m/z 42.10 3.86%

5000
19.0 ‘
0 | “ ‘\ iy

—T
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_X\Data\VX050823\
Data File : VX@35574.D

Acqg On : 08 May 2023 20:42
Operator : JC/MD

Sample : 02648-04

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042523W.M
Quant Title : SW846 8260

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 Butanoic acid, butyl ester Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.683  21.17 ug/1 502074 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 91
2 Propanoic acid, 2-methyl-, butyl... 144 C8H1602 000097-87-0 78
3 Butanoic acid, hexyl ester 172 C1eH2002 002639-63-6 78
4 Butanoic acid, 2-methylpropyl ester 144 C8H1602 000539-90-2 72
5 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602 000097-85-8 64
Abundance Scan 1738 (11.683 min): VX035574.D\data.ms (-1734) (- m/z 71.05 100.00%
71.0
5000 2100
—— —
‘ M 01.0 11.50 12.00
7 135.1165.3 213.2 256.3 o
Obrrrrrrefbrobbe e et 13551653 2132 2563 1 y/7 g9.05  60.09%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #24131: Butanoic acid, butyl ester
71.0
5000 410 — —A
11.50 12.00
m/z 43.10 51.15%
01.0
012'0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #24238: Propanoic acid, 2-methyl-, butyl ester
43.0
89.0 —— —
11.50 12.00
5000 m/z 56.10 46.67%
0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #47016: Butanoic acid, hexyl ester — =
43.0 11.50 12.00
89.0 m/z 41.85 38.02%
5000
m/z--> 20 40 60 80 100120140160180200220240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050823\
Data File : VX@35574.D

Acqg On : 08 May 2023 20:42
Operator : JC/MD

Sample : 02648-04

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042523W.M
Quant Title : SW846 8260

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 1-Hexanol, 2-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.219 229.17 ug/1 5435080 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 90
2 Chloroacetic acid, 2-ethylhexyl ... 206 C10H19C102 005345-58-4 59
3 Pentadecafluorooctanoic acid, 2-... 526 C16H17F1502 1000406-80-9 59
4 1-Decene, 2,4-dimethyl- 168 C12H24 055170-80-4 53
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 53
Abundance Scan 1826 (12.219 min): VX035574.D\data.ms (-1821) (- | m/z 57.10 100.00%
57.1
5000 k
‘ 12 00 12 50
- ‘ 1, 14131850 23402765 sy 41, 38.05%
miz--> 50 100 150 200 250 300 350
Abundance #15694: 1-Hexanol, 2-ethyl-
57.0
5000
12 OO 12 50
m/z 43. 31.81%
8.0
Ol\s\df“
miz--> 50 100 150 200 250 300 350
Abundance #81976: Chloroacetic acid, 2-ethylhexyl ester
57.0
12 OO 12 50
5000 m/z 55. 27.42%
j 2o
ow\‘_‘Mm‘ml???”_m_m_m_H
m/z--> 50 100 150 200 250 300 350
Abundance #341435: Pentadecafluorooctanoic acid, 2-ethylhexyl est
57.0 12 OO 12 50
m/z 70.1 24.58%
5000
112.0
ol M | M20 1600 2190 369,
- e
m/z--> 50 100 150 200 250 300 350 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050823\
Data File : VX@35574.D

Acqg On : 08 May 2023 20:42
Operator : JC/MD

Sample : 02648-04

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042523W.M
Quant Title : SW846 8260

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 unknownl5.176 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.176  20.49 ug/1 486058 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 41
2 Tridecane, 7-propyl- 226 C1l6H34 055045-09-5 41
3 Cyclopropane, 1,2,3-trimethyl- 84 C6H12 042984-19-0 38
4 2-Pentene, 3-methyl-, (Z)- 84 C6H12 000922-62-3 38
5 Oxalic acid, 6-ethyloct-3-yl iso... 286 C16H3004 1010309-34-1 38

Abundance Scan 2311 (15.176 min): VX035574.D\data.ms (-2304) (- m/z 43.10 100.00%

43.1
85.1
5000

—
126.1 15.00 15.50
ob— ‘H‘ ‘,‘ A M““H‘v o i001190-2221325422854 0 57 16 99.04%

miz-> 50 100 150 200 250
Abundance #45512: Decane, 3,8-dimethyl-
57.0

5000 T
15.00 15.50
m/z 41.10 91.00%

‘ 99.0 1410
Ol \“ “\ ‘!‘ i “ \“\ T i‘ L s B Bt B B B
m/z--> 50 100 150 200 250
Abundance #107221: Tridecane, 7-propyl-

43.0

— —

15.00 15.50
85.0 9
5000 m/z 69.10 88.15%

140.0
183.0
ol bl T a0
mlz--> 50 100 150 200 250
Abundance #1707: Cyclopropane, 1,2,3-trimethyl- T —
41.0 15.00 15.50

m/z 85.10 67.01%

5000
4.0
L

8
0 , B L ‘ 7 —
miz--> 50 100 150 200 250 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050823\
Data File : VX@35574.D

Acqg On : 08 May 2023 20:42
Operator : JC/MD

Sample : 02648-04

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042523W.M
Quant Title : SW846 8260

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 Dodecane, 1-chloro- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.542 106.74 ug/1 2531510 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 1-chloro- 204 C12H25C1 000112-52-7 97
2 1-Chloroundecane 190 C11H23Cl 002473-03-2 91
3 Decane, 1-chloro- 176 CleH21Cl 001002-69-3 76
4 Tetradecane, 1-chloro- 232 C14H29Cl1 002425-54-9 58
5 Nonane, 1-chloro- 162 C9H19C1 002473-01-0 47
Abundance Scan 2371 (15.542 min): VX035574.D\data.ms (-2366) (- m/z 91.00 100.00%
91.0
43.1
5000
1 \
LLLAL sssa
oMl LfL), 1331 168.1 2042 2634294 1/, 43.1p  83.27%
miz-> 50 100 150 200 250
Abundance #79822: Dodecane, 1-chloro-
91.0
57.0
5000 —— ‘
15.50
‘ m/z 57.10 81.81%
0 \Z\G\\O‘V ’H“\‘H! ‘\“M\ “’ ”‘\‘ }373\0’1\68\9 ??4\0\ LA B B
m/z--> 50 100 150 200 250
Abundance #64557: 1-Chloroundecane
43.0 91.0
T 1 \
15.50
5000 m/z 41.10 66.65%
0 ‘\‘ ‘\ u‘hu“ M ‘\ “\1260 16101920
e e e e e
miz--> 50 100 150 200 250
Abundance #50556: Decane, 1-chloro- T
91.0 15.50
43.0 m/z 55.05 63.26%
B WL
ol ““ , L,‘u 1350 160 ——
m/z--> 50 100 150 200 250 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050823\
Data File : VX@35574.D

Acqg On : 08 May 2023 20:42
Operator : JC/MD

Sample : 02648-04

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042523W.M
Quant Title : SW846 8260

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 9 Z-5-Nonadecene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

15.694  18.45 ug/1 437662  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Z-5-Nonadecene 266 C19H38 1000131-11-8 94
2 2-Tetradecene, (E)- 196 C14H28 035953-54-9 93
3 1-Tetradecene 196 C14H28 001120-36-1 91
4 3-Hexadecene, (Z)- 224 C16H32 034303-81-6 91
5 7-Hexadecene, (Z)- 224 C16H32 035507-09-6 91

Abundance Scan 2396 (15.694 min): VX035574.D\data.ms (-2392) (- m/z 55.10 100.00%
55.1

97.1
5000
‘

L] 14021904 207.1 245.4 2814 16.50 1.0
ol L L) | T8 2070 2454 2814 sy 4110 82.90%

mi/z--> 50 100 150 200 250
Abundance #155962: Z-5-Nonadecene
55.0 97.0
|

5000 — I
15.50 16.00
266.0 m/z 69.10 81.16%
39.0 ‘
[ \““ ‘\““ ‘M‘ \“R ‘H “”\ }8\2.\0‘ \22\4\0‘\ T b
m/z--> 50 100 150 200 250
Abundance #71738: 2-Tetradecene, (E)-
55.0
— —
15.50 16.00
5000 m/z 43.10 78.30%
97.0
196.0
oiso (4L a0 0O
m/z--> 50 100 150 200 250
Abundance #71723: 1-Tetradecene — —
43.0 15.50 16.00

m/z 56.05 73.89%

83.0
B w&ﬂ\xﬁjkwjkw_wwfw\fﬂ
L]0 o
; ‘H“J‘\W;‘H P |

: —
miz--> 50 100 150 200 250 15.50 16.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050823\
Data File : VX@35574.D

Acqg On : 08 May 2023 20:42
Operator : JC/MD

Sample : 02648-04

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042523W.M
Quant Title : SW846 8260

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 Tetradecane, 1l-chloro- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.474 97.81 ug/1l 2319740  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 1-chloro- 232 C14H29C1 002425-54-9 91
2 Dodecane, 1-chloro- 204 C12H25C1 000112-52-7 91
3 1-Chloroundecane 190 C11H23Cl 002473-03-2 80
4 Dodecane, 1-fluoro- 188 C12H25F 000334-68-9 55
5 Decane, 1-chloro- 176 C1leH21Cl 001002-69-3 52
Abundance Scan 2524 (16.474 min): VX035574.D\data.ms (-2518) (- m/z 91.00 100.00%
57.1 91.0
5000
S ARREEES
‘ ‘ H ‘ 331 16.20 16.40 16.60
ol Ml 1) B33 1752 2182 26112933 ., 57,16 95.02%
miz-> 50 100 150 200 250 300
Abundance #113921: Tetradecane, 1-chloro-
57.0
91.0
5000 LN LA L LA L B |
16.20 16.40 16.60
m/z 43.10  89.40%
O T Z\QJ\O‘\“‘ ‘H T \ “h ‘h %33 0 175\ 0 ‘ T ?3\2 \0‘ T T T T ’
miz-> 50 100 150 200 250 300
Abundance #79823: Dodecane, 1-chloro-
43
91.0
A REmE
16.20 16.40 16.60
5000 m/z 41.10 71.70%
ol “ u‘\‘ ““ ‘425‘ 0 16802040
miz--> 50 100 150 200 250 300
Abundance #64557: 1-Chloroundecane e  AREmEEEE R
43.0 91.0 16.20 16.40 16.60
m/z 55.10 69.76%
B VJ\‘J\
0 L 1 “\‘ | ‘\ ‘1260 161.0192.0
e — T R e A e  AREmEEEE R
m/z--> 50 100 150 200 250 300 16.20 16.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050823\
Data File : VX@35574.D

Acqg On : 08 May 2023 20:42
Operator : JC/MD

Sample : 02648-04

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042523W.M
Quant Title : SW846 8260

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
unknown2.300 2.300 95.2 wug/l 1471170 1 5.550 773093 50.0
Butanal 4.233 84.8 wug/l 1311900 1 5.550 773093 50.0
Propylene Glycol 9.646 912.3 ug/l 24303000 3 10.055 1331990 50.0
Butanoic acid, ... 11.683 21.2 ug/l 502074 4 12.024 1185830 50.0
1-Hexanol, 2-et... 12.219 229.2 ug/l 5435080 4 12.024 1185830 50.0
unknown15.176 15.176 20.5 ug/l 486058 4 12.024 1185830 50.0
Dodecane, 1-chl... 15.542 106.7 ug/l 2531516 4 12.024 1185830 50.0
Z-5-Nonadecene 15.694 18.4 ug/l 437662 4 12.024 1185830 50.0
Tetradecane, 1-... 16.474 97.8 wug/l 2319740 4 12.024 1185830 50.0
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