LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050823\
Data File : VX@35572.D

Acqg On : 08 May 2023 19:54

Operator : JC/MD

Sample : 02648-02

Misc : 5.0mL/MSVOA_X/WATER ORA-1635

ALS Vvial : 23  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@35572.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 1.471 57 63 97 rBV 1752076 4837233 22.20% 7.471%
2 5.391 693 706 719 rBV 150177 468723 2.15% 0.724%
3 5.556 719 733 754 rVB 278344 845146  3.88% 1.305%
4 5.964 788 800 818 rBV 154734 445533  2.05% 0.688%
5 6.763 922 931 944 rBV 418120 1025866 4.71% 1.584%
6 6.903 944 954 976 rBV2 288584 1081617 4.96% 1.671%
7 8.653 1235 1241 1248 rBV 883552 1442960 6.62% 2.229%
8 9.189 1325 1329 1330 rBV 429446 556585 2.55% 0.860%
9 9.415 1344 1366 1371 rBV 4032417 21786309 100.00% 33.649%
10 9.634 1393 1402 1403 rBV 1985947 4780474 21.94% 7.384%

11 11.885 1635 1640 1648 rVB 753868 970192 4
12 11.969 1780 1785 1790 rVV 5226780 6536408 30.
13 12.024 1790 1794 1800 rVWW 1009591 1447527  6.64%
4
4

2.236%
14 12.103 1803 1807 1817 rVB 625882 966353 44%  1.493%
15 12.225 1822 1827 1832 rBV 679961 889241 .08% 1.373%
16 12.286 1832 1837 1840 rBV6 120441 245006 1.12% 0.378%
17 12.768 1912 1916 1918 rBvV2 211873 308096 1.41% 0.476%
18 12.792 1918 1920 1923 rVV3 257983 340300 1.56% ©.526%
19 12.859 1927 1931 1937 rVB 660874 911915 4.19% 1.408%
20 12.975 1946 1950 1956 rBV2 399619 568073 2.61% ©.877%
21 13.073 1962 1966 1968 rBV 313216 361172 1.66% ©.558%
22 13.103 1968 1971 1974 rVV2 691901 854242 3.92% 1.319%
23 13.133 1974 1976 1985 rVB4 376027 582222 2.67% ©.899%
24 13.219 1986 1990 1994 rBV 309782 406025 1.86% ©.627%
25 13.268 1994 1998 2001 rBV 342847 389629 1.79% ©.602%
26 13.426 2019 2024 2028 rBV 645036 974780 4.47%  1.506%
27 13.511 2035 2038 2047 rVB2 454725 818103 3.76%  1.264%
28 13.707 2067 2070 2075 rVV 262286 359336 1.65% ©.555%
29 13.749 2075 2077 2083 rVB3 220980 318533 1.46% 0.492%
30 13.859 2088 2095 2098 rBV3 257249 556384 2.55% ©.859%
31 13.889 2098 2100 2105 rBV 177644 226789 1.04% ©.350%
32 14.036 2121 2124 2128 rVB 365850 414010 1.90% 0.639%
33 14.402 2181 2184 2188 rBV = 392727 505988 2.32% 0.782%
34 14.615 2216 2219 2221 rBV2 207750 244741 1.12% ©.378%
35 15.542 2366 2371 2386 rVB 2064902 4366838 20.04% 6.745%

36 15.694 2393 2396 2403 rVB 240407 351821 1.61% ©.543%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050823\
Data File : VX@35572.D

Acqg On : 08 May 2023 19:54
Operator : JC/MD

Sample : 02648-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 23  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
37 16.468 2519 2523 2543 rVB 1128958 2561006 11.76%  3.956%

Sum of corrected areas: 64745176
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050823\
Data File : VX@35572.D

Acqg On : 08 May 2023 19:54
Operator : JC/MD

Sample : 02648-02

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 23  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

Abundance TIC: VX035572.D\data.ms
1.6e+07

1.4e+07
1.2e+07
1le+07
8000000
6000000
4000000

2000000 1471
5.395.556 5.964

0H‘\H\‘HH‘\H\‘\H\‘HH‘\H\‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘\H\‘HH‘\H\‘HH‘\\\\‘\H\‘\\H‘\H\/ﬁu\‘u T

W_Y_Y—TY_Y_F
Time--> 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 5.40 5.60 5.80 6.00 6.20

Abundance TIC: VX035572.D\data.ms
1.6e+07

1.4e+07

1.2e+07

le+07

8000000

6000000

9.415
4000000 9.634

2000000 8.653 9.189 11.085

0T ‘ ‘ — — T T —T T
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX035572.D\data.ms

1.6e+07

1.4e+07
1.2e+07
1le+07
8000000

6000000 11.969

4000000
15.542
2000000 16.468
1
Bhe i HoalR 05 onumes 036 144024615 se04

0 ‘ ‘ ‘ ‘ T ‘ T ‘ T ‘ T T ‘ T T T T ‘ T T T T ‘ T T T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 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@35572.D

Acqg On : 08 May 2023 19:54
Operator : JC/MD

Sample : 02648-02

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 23  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 1,3-Dioxane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.903 52.72 ug/l 1081620 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dioxane 88 C4H802 000505-22-6 58
2 1,3-Dioxane, 2-methyl- 102 C5H1002 000626-68-6 42
3 2-(2-Methoxyethoxy)ethyl acetate 162 C7H1404 1000351-95-4 39
4 1,3-Dioxolane, 2-butyl-4-methyl- 144 C8H1602 074094-60-3 33
5 1,3-Dioxolane, 4-methyl-2-propyl- 130 C7H1402 004352-99-2 25

Abundance Scan 954 (6.903 min): VX035572.D\data.ms (-944) (-) m/z 87.00 100.00%

87.0
43.0
5000 59.0
o EANREAREEEES S S
‘ H 101.1 6.60 6.80 7.00 7.20
Obrrprrrrprreepreetilee prellicer bbb ey | m/z 43.05  78.98%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #2261: 1,3-Dioxane
87.0
28.0
5000 L B R R B R
6.60 6.80 7.00 7.20
58.0 m/z 59.00 50.89%
OH\‘\\-H‘\\}‘\MH\\4‘.\3\.9‘\\\‘“‘\\\\[\\H’H\1‘HH‘HH‘HH‘HH‘HH’
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4802: 1,3-Dioxane, 2-methyl-
87.0
o RAEEEEEE T
43.0 6.60 6.80 7.00 7.20
5000 m/z 58.10 50.65%
27 59.0
O i 3020
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #38277: 2-(2-Methoxyethoxy)ethyl acetate RN A RRRAE AR
43.0 6.60 6.80 7.00 7.20
87.0 m/z 41.05 28.19%
5000 59.0
NI [ | | 1020117.01350
P e e e e e AT e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050823\
Data File : VX@35572.D

Acqg On : 08 May 2023 19:54
Operator : JC/MD

Sample : 02648-02

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 23  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 Propylene Glycol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.415 227.87 ug/l 21786300  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 1366 (9.415 min): VX035572.D\data.ms (-1344) (-) m/z 45.10 100.00%
45.1
5000 f//\/
[T T T[T T T[T T T T[T T T[T
9.00 9.20 9.40 9.60 9.80
Ol el £8:0 105:0129.1 1589 2023 /7 43.e5  20.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1083: Propylene Glycol
45.0
5000 [ L L B
9.00 9.20 9.40 9.60 9.80
m/z 61.00 7.30%
O\\\].\9‘"9\”\\““1‘\\\“\\\\-‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1091: R-(-)-1,2-propanediol
45.0
RERRRREEEE S S
9.00 9.20 9.40 9.60 9.80
5000 m/z 44.05 6.84%
19.0
YU T A S —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #342: Isopropyl Alcohol R e
45.0 9.00 9.20 9.40 9.60 9.80
m/z 42.10 3.86%
5000 J
19.
oHu“mhu““‘m‘m"m_m_m‘HH_M‘HH_HWH e
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050823\
Data File : VX@35572.D

Acqg On : 08 May 2023 19:54
Operator : JC/MD

Sample : 02648-02

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 23  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 R-(-)-1,2-propanediol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.634 50.00 ug/l 4780470  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 12

Abundance Scan 1402 (9.634 min): VX035572.D\data.ms (-1393) (-) m/z 45.10 100.00%

45.1
5000

T
9.50 10.00

Olrrrrprrretls [ P81 A17.0140.91630 2025 =y 7 43.10  21.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1083: Propylene Glycol
45.0
5000 T AL
9.50 10.00

m/z 61.00 7.63%

\\\]-\9“'9\”\\““1‘\\\“‘\\7\6\.‘()\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1091: R-(-)-1,2-propanediol
45.0

—
9.50 10.00

o

5000 ITI/Z 44.10 7.19%
19.0‘ ‘
0*H‘H\*‘H“*‘*\‘1‘”*‘\‘**7*6*'\0**”\*Hw”w”wmwmw””
mlz--> 20 40 60 80 100 120 140 160 180 200
Abundance #342: Isopropyl Alcohol — T
45.0 9.50 10.00

m/z 42.10 4.20%

5000
19.(1 ‘
0 |l “\ Ay

T
m/z--> 20 40 60 80 100 120 140 160 180 200 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050823\
Data File : VX@35572.D

Acqg On : 08 May 2023 19:54
Operator : JC/MD

Sample : 02648-02

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 23  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 D-Limonene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.969 225.78 ug/1 6536410 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 D-Limonene 136 C1OH1l6 005989-27-5 98
2 Limonene 136 C1OH16 000138-86-3 91
3 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 CleH1l6 000488-97-1 86
4 Cyclohexene, 1-methyl-4-(1-methy... 136 C1@H16 005989-54-8 68
5 Cyclohexene, 4-ethenyl-1,4-dimet... 136 C10H16 001743-61-9 58
Abundance Scan 1785 (11.969 min): VX035572.D\data.ms (-1780) (- m/z 68.10 100.00%
68.1
93.0
5000
391 121.1 A
‘ ‘ Jl i 12.00
0 pllof #48.01710 2010 2362 sz 67.05  74.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #18009: D-Limonene
68.0
93.0
5000 iﬁod
121.0 .
41.0 m/z 93.05 70.95%
O”’ ’.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #17996: Limonene
68.0
——
39.0 93.0 12.00
5000 m/z 79.00 38.34%
136.0
0 N

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #18216: Tricyclo[2.2.1.0(2,6)]heptane, 1,3,3-trimethyl- e
93.0 12.00

m/z 94.10  27.27%

5000

121.0

41.0 67.0‘ |
0\’\‘\‘\\"“HHM\’\M}HH"H‘\"\H}H“‘\H!‘\H\‘HH‘HH‘HH‘HH‘\ A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050823\
Data File : VX@35572.D

Acqg On : 08 May 2023 19:54
Operator : JC/MD

Sample : 02648-02

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 23  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 Eucalyptol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.103 33.38 ug/l 966353  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eucalyptol 154 C10H180 000470-82-6 99
2 Trifluoroacetyl-.alpha.-terpineol 250 C12H17F302 1000058-17-6 43
3 1,2-Cyclohexanediol, 3-methyl-6-... 172 C10H2002 042962-93-6 42
4 2-Cyclohexen-1-0l, 1-methyl-4-(1... 154 C10H180 029803-82-5 35
5 2-Acetylcyclopentanone 126 C7H1002 001670-46-8 35
Abundance Scan 1807 (12.103 min): VX035572.D\data.ms (-1803) (- m/z 43.10 100.00%
43.1
81.1
5000 108.1
139.1
—— —
‘ I 12.00 12.50
0 Mw;m‘, HJ“ by 671922171 sz 81,10 61.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #30918: Eucalyptol
43.0
81.0
108.0
5000 = —
154.0 12.00 12.50
m/z 108.10 49.15%
015.0’1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #135218: Trifluoroacetyl-.alpha.-terpineol
43.0
. —
69.0 12.00 12.50
5000 108.0 154.0 m/z 71.10 47.19%
o1l
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #47211: 1,2-Cyclohexanediol, 3-methyl-6-(1-methylethyl) —— —
43.0 12.00 12.50
m/z 111.10 43.02%
84.0 111.0 1390
5000
18.
‘ ‘ 172.0
0! e — S e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050823\
Data File : VX@35572.D

Acqg On : 08 May 2023 19:54
Operator : JC/MD

Sample : 02648-02

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 23  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 Hexane, 3-ethyl-4-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.859 31.50 ug/l 911915 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-ethyl-4-methyl- 128 C9H20 003074-77-9 50
2 Propanoic acid, pentyl ester 144 C8H1602 000624-54-4 43
3 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 43
4 Oxalic acid, 2-ethylhexyl isohex... 286 C16H3004 1000309-38-8 35
5 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H1e0 002402-06-4 35
Abundance Scan 1931 (12.859 min): VX035572.D\data.ms (-1927) (- m/z 57.10 100.00%
57.1
97.1
5000
— ——
H 12.50 13.00
ob—— il 4 I | 1383 18392174  28LL  n/; 55,10  85.93%
miz-> 50 100 150 200 250
Abundance #14589: Hexane, 3-ethyl-4-methyl-
57.0
5000 — ——
12.50 13.00
27.0 99.0 m/z 70.10  83.90%
O T T ‘\ H‘ “ ‘\ ‘\ T T “‘ T 1\29.\0 ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #24149: Propanoic acid, pentyl ester
57.0
= —
12.50 13.00
5000 m/z 41.10 74.97%
‘ ‘ 101.0
] B
miz--> 50 100 150 200 250
Abundance #14573: Hexane, 3,3,4-trimethyl- — —
71.0 12.50 13.00
m/z 71.10 70.71%
5000 41.0
HM | 13.0
T - —
m/z--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050823\
Data File : VX@35572.D

Acqg On : 08 May 2023 19:54
Operator : JC/MD

Sample : 02648-02

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 23  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 1-Nonanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.426  33.67 ug/l 974780  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonanol 144 C9H200 000143-08-8 87
2 5-Dodecene, (Z)- 168 C12H24 007206-28-2 83
3 Cyclopropane, 1-methyl-2-octyl- 168 C12H24 037617-26-8 80
4 1-Nonene 126 C9H18 000124-11-8 76
5 Cycloheptane 98 C7H14 000291-64-5 74

Abundance Scan 2024 (13.426 min): VX035572.D\data.ms (-2019) (- m/z 56.10 100.00%
56.1

5000

132.0 166.1193.3221.2 252.¢

(o] m/z 55.10 96.39%
m/z--> 20 40 60 80 100120140 160 180 200 220 240
Abundance #24382: 1-Nonano
56.0
5000 T
83.0 13.50
29.0 m/z 41.10 86.49%

o

126.0
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #43486: 5-Dodecene, (2)-
53.0

13.50
5000 m/z 70.05 77 .33%
83.0
27,0
168.0
S
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #43581: Cyclopropane, 1-methyl-2-octyl- —
56.0 13.50

m/z 69.10 72.78%

5000
83.0
29.0

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 13.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050823\
Data File : VX@35572.D

Acqg On : 08 May 2023 19:54

Operator JC/MD

Sample : 02648-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

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

. SW846 8260

: 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

Concentration Rank 4

9 Dodecane, 1-chloro-

R.T. EstConc Area Relative to ISTD R.T.
15.542 150.84 ug/1 4366840 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 1-chloro- 204 C12H25C1 000112-52-7 93
2 Tetradecane, 1-chloro- 232 C14H29C1 002425-54-9 91
3 1-Chloroundecane 190 C11H23Cl 002473-03-2 64
4 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 46
5 Undecane, 2,10-dimethyl- 184 C13H28 017301-27-8 43

Abundance Scan 2371 (15.542 min): VX035572.D\data.ms (-2366) (- m/z 57.10 100.00%
57.1 91.0
5000
T \
\ Ll ‘ 27.2159.1 196.2 1550
oy w“w 1 Tedb 20 270-2225.4 260.0 m/z 91.00  89.96%
miz-> 50 100 150 200 250
Abundance #79824: Dodecane, 1-chloro-
43.0
91.0
5000 — :
15.50
m/z 43.10 89.92%
O . ““ “‘\‘u “\ ‘?12\10 1610‘ 204‘0‘ T
miz--> 50 100 150 200 250
Abundance #113921: Tetradecane, 1-chloro-
57.0
91.0 S ‘
15.50
5000 m/z 41.10 70.99%
27,0 H
o ZOLLLLL a0 amso w0
miz--> 50 100 150 200 250
Abundance #64557: 1-Chloroundecane T
43.0 91.0 15.50
m/z 55.10 65.86%
0 \‘ Ll H\‘ M ‘ 1210 16101020
A e e A A i ey — ——
m/z--> 50 100 150 200 250 15.50

82X042523W.M Tue May 09 17:38:21 2023 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050823\
Data File : VX@35572.D

Acqg On : 08 May 2023 19:54
Operator : JC/MD

Sample : 02648-02

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 23  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 1-Chloroundecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.468 88.46 ug/l 2561010 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Chloroundecane 190 C11H23Cl 002473-03-2 96
2 Dodecane, 1-chloro- 204 C12H25C1 000112-52-7 87
3 Decane, 1-chloro- 176 C1eH21C1l 001002-69-3 64
4 Oxalic acid, allyl pentadecyl ester 340 C20H3604 1000309-24-3 52
5 Nonane, 1-chloro- 162 C9H19C1 002473-01-0 50
Abundance Scan 2523 (16.468 min): VX035572.D\data.ms (-2519) (- m/z 91.00 100.00%
571 210
5000
L
H ‘ ‘ “ 1210 1622 16.20 16.40 16.60
ob Ml L1 1331015301822 2182 2641 ./, 57,10 83.44%
miz-> 50 100 150 200 250
Abundance #64557: 1-Chloroundecane
43.0 91.0
5000 LN Y B B B |
16.20 16.40 16.60
m/z 43.10 79.33%
0 L‘ I \\‘ i ‘42‘1.0 161.0192.0
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #79822: Dodecane, 1-chloro-
91.0
57.0 \\\‘\\\\‘\\\\‘\\\\‘
16.20 16.40 16.60
5000 m/z 41.10 66.88%
7l || I
ol Ll 1210 1610 2040
miz--> 50 100 150 200 250
Abundance #50553: Decane, 1-chloro- e R Rmm
43.0 16.20 16.40 16.60
91.0
m/z 55.10 62.62%
- WJLL
ol 1210 1760 I
m/z--> 50 100 150 200 250 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@35572.D

Acqg On : 08 May 2023 19:54
Operator : JC/MD

Sample : 02648-02

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 23  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|
1,3-Dioxane 6.903 52.7 ug/l 1081620 2 6.763 1025870 50.0
Propylene Glycol 9.415 227.9 ug/l 21786300 3 10.055 4780470 50.0
R-(-)-1,2-propa... 9.634 50.0 ug/l 4780470 3 10.055 4780470 50.0
D-Limonene 11.969 225.8 ug/l 6536410 4 12.024 1447530 50.0
Eucalyptol 12.103 33.4 ug/l 966353 4 12.024 1447530 50.0
Hexane, 3-ethyl... 12.859 31.5 wug/l 911915 4 12.024 1447530 50.0
1-Nonanol 13.426 33.7 wug/l 974780 4 12.024 1447530 50.0
Dodecane, 1-chl... 15.542 150.8 ug/l 4366840 4 12.024 1447530 50.0
1-Chloroundecane 16.468 88.5 ug/l 2561010 4 12.024 1447530 50.0
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