LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061724\
Data File : VX041907.D

Acqg On : 17 Jun 2024 14:11
Operator : JC/MD

Sample : P2908-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Integration Parameters: RTEINT3.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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\624X061424W.M

Title : METHOD 624 VOLATILE ORGANIC ANALYSIS

Signal : TIC: VX@41907.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.612 84 8 92 rVB 8711 12345 1.80% 0.246%
2 1.660 92 94 96 rBv 19610 9960 1.45% 0.198%
3 1.7e3 99 101 108 rVB 32070 31859 4.64% 0.634%
4 2.124 162 170 195 rBV 408716 686877 100.00% 13.675%
5 2.410 210 217 227 rVB2 16431 37190 5.41% 0.740%
6 4.904 615 626 647 rBV 52592 178091 25.93%  3.546%
7 5.093 647 657 673 rVB 48961 151309 22.03% 3.012%
8 5.391 698 706 719 rVB4 3353 10085 1.47% 0.201%
9 5.556 724 733 745 rVB3 4530 12607 1.84% 0.251%
10 5.958 789 799 817 rBV 61408 168237 24.49% 3.349%
11 6.763 922 931 950 rBV 143907 344317 50.13% 6.855%
12 7.830 1100 1106 1115 rVB 3606 6996 1.02% 0.139%
13 8.647 1234 1240 1249 rBV 295086 469290 68.32% 9.343%
14  8.726 1249 1253 1260 rVB2 4792 9637 1.40% 0.192%
15 10.055 1465 1471 1490 rBV 298628 401941 58.52% 8.002%
16 10.836 1594 1599 1606 rVB 9595 14050 2.05% ©0.280%
17 10.976 1619 1622 1631 rVB 6619 9085 1.32% 0.181%
18 11.085 1634 1640 1650 rVV 232488 319238 46.48% 6.356%
19 11.171 1650 1654 1661 rVB2 19323 27427 3.99% 0.546%
20 11.4706 1698 1703 1707 rBV6 3458 7042 1.03% 0.140%
21 11.518 1707 1711 1718 rVB3 6671 10218 1.49% 0.203%
22 11.591 1718 1723 1728 rBV 31879 42668 6.21% 0.849%
23 11.744 1741 1748 1756 rBVe6 3706 7549 1.10% 0.150%
24 11.969 1780 1785 1790 rVB 23641 30986 4.51% 0.617%
25 12.024 1790 1794 1799 rVB4 5136 7934 1.16% ©0.158%
26 12.104 1799 1807 1812 rBV4 10971 18095 2.63% 0.360%
27 12.219 1821 1826 1835 rBV 65535 101042 14.71% 2.012%
28 12.421 1855 1859 1865 rBV 8566 9478 1.38% 0.189%
29 12.579 1880 1885 1907 rBV 190312 251725 36.65% 5.011%
30 12.768 1911 1916 1920 rBV2 5521 8046 1.17% 0.160%
31 12.817 1920 1924 1935 rBV 160422 204124 29.72%  4.064%
32 12.939 1941 1944 1947 rVB 6772 7669 1.12% 0.153%
33 13.116 1963 1973 1978 rBV6 6285 15117 2.20% 0.301%
34 13.170 1978 1982 1990 rvv2 11958 19123 2.78% 0.381%
35 13.268 1994 1998 2002 rvVv 79465 84944 12.37% 1.691%
36 13.341 2006 2010 2013 rVB2 11975 14187 2.07% 0.282%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061724\
Data File : VX041907.D

Acqg On : 17 Jun 2024 14:11
Operator : JC/MD

Sample : P2908-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Integration Parameters: RTEINT3.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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\624X061424W.M
Title : METHOD 624 VOLATILE ORGANIC ANALYSIS
37 13.384 2013 2017 2020 rVB2 7461 8565 1.25% 0.171%
38 13.420 2020 2023 2027 rBV4 5636 7371  1.07% 0.147%
39 13.512 2033 2038 2042 rBV 31993 42400 6.17% 0.844%
40 13.591 2042 2051 2058 rBV2 251034 435955 63.47% 8.679%
41 13.658 2058 2062 2070 rVB 25671 42451 6.18% ©0.845%
42 13.731 2070 2074 2079 rBv2 27347 37893 5.52% 0.754%
43 13.841 2088 2092 2096 rBV4 4740 8650 1.26% 0.172%
44 13.884 2097 2099 2107 rVB6 5571 10306 1.50% 0.205%
45 13.981 211e 2115 2119 rBV2 14112 23037 3.35% 0.459%
46 14.036 2121 2124 2130 rVB 14272 15345 2.23% 0.305%
47 14.103 213e 2135 2137 rBV2 11759 14725 2.14% 0.293%
48 14.128 2137 2139 2143 rVB 6574 7845 1.14% 0.156%
49 14.195 2143 2150 2155 rBV 26304 38009 5.53% 0.757%
50 14.451 2186 2192 2208 rVB 238427 315103 45.87% 6.273%
51 14.591 2211 2215 2222 rW 27381 39706 5.78% 0.790%
52 14.658 2222 2226 2230 rVB2 8534 11158 1.62% 0.222%
53 14.756 2234 2242 2247 rBV 72789 82471 12.01% 1.642%
54 14.829 2247 2254 2265 rVWVW 81786 141511 20.60% 2.817%

Sum of corrected areas: 5022989
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

: P2908-01
: 5.0mL/MSVOA_X/WATER
: 9 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VXe61724\

: VX041907.D
: 17 Jun 2024 14:11

JC/MD

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\624X061424W.M

Quant Title

TIC Library

: METHOD 624 VOLATILE ORGANIC ANALYSIS

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
400000

350000

300000

250000

200000

150000

100000

50000

0

TIC: VX041907.D\data.ms
2.124

49045093 5.9¢

. 83
4515; 2.410 5.3915.556

Time-->

L e e e e e e e e e
I I I I I I I I I T I I T I T I I | I | I | 1

160 180 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

Abundance
400000

350000

300000

250000

200000

150000

100000

50000

TIC: VX041907.D\data.ms

8.647 10.055

6.763

7.830 726

0
Time-->

6.20 6.40 6.60 680 7.00 7.20 7.40 7.60 7.80 8.00 8.20 8.40 8.60 880 9.00 9.20 9.40 9.60 9.80 10.00 10.20 10.40

Abundance
400000

350000

300000

250000

200000

150000

100000

50000

0

TIC: VX041907.D\data.ms

13.591
11.085 14.451

12579
12.817
13.268 14:829
12.219 1475
11.591 13.513165831 95 14.591
11.9 - :
10.836.976 1+ 1 1_@%,74%@10 12421 || 1276829393349 03 G4ha 1843PTRY .65

Time-->

10.60 10.80 11.00 11.20 11.40 11.60 11.80 12.00 12.20 12.40 12.60 12.80 13.00 13.20 13.40 13.60 13.80 14.00 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061724\
Data File : VX041907.D

Acqg On : 17 Jun 2024 14:11
Operator : JC/MD

Sample : P2908-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\624X061424W.M
Quant Title : METHOD 624 VOLATILE ORGANIC ANALYSIS

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 Sulfur dioxide Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
1.703 5.37 ug/1 31859  Bromochloromethane 4.898

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 90
2 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 74
3 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 64
4 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 64
5 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 64
Abundance  Scan 101 (1.703 min): VX041907.D\data.ms (-99) (-) m/z 63.95 100.00%
64.0
5000 48.0 N\UL‘
R AEE R
359 1.40 1.60 1.80 2.00
Ol o b 00 938 m/z 48.00  50.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #415: Sulfur dioxide
64.0
5000 480 L B R R B B
1.40 1.60 1.80 2.00
m/z 65.95 4.89%
16.0 32.0
0\‘\\1\‘\\\\‘\\\\‘\\\\i\\\\‘\}\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6976: Aminomethanesulfonic acid
64.0
A
48.0 1.40 1.60 1.80 2.00
5000 m/z 50.00 2.29%
0 DL | 810 940 1110
N RRRAa e e T e RARRREERE
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6975: Aminomethanesulfonic acid “w“‘w“‘w“‘w“m
64.0 1.40 1.60 1.80 2.00
48.0 m/z 64.95 1.95%
5000
0 [T T N 8]7'0 96.0 111.0 MM\ W\ M
T e e o e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061724\
Data File : VX041907.D

Acqg On : 17 Jun 2024 14:11
Operator : JC/MD

Sample : P2908-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\624X061424W.M
Quant Title : METHOD 624 VOLATILE ORGANIC ANALYSIS

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 Ethanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.124 115.71 ug/l 686877  Bromochloromethane 4.898

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol 46 C2H60 000064-17-5 64
2 Ethanol 46 C2H60 000064-17-5 64
3 Ethanol 46 C2H60 000064-17-5 64
4 Dimethyl ether 46 C2H60 000115-10-6 9

5 Ethanol 46 C2H60 000064-17-5 9
Abundance Scan 170 (2.124 min): VX041907.D\data.ms (-162) (-) m/z 45.10 100.00%

451
5000

1.80 2.00 2.20 2.40
obr e 23l 640 819 n/z 46.10  41.48%

miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #105: Ethano
31.0
45.0

5000 e aaaat
1.80 2.00 2.20 2.40

m/z 43.00 20.79%

0
O \\\‘\\\\‘\N\\“\\11‘\\\\‘}\\\’\\\\‘\\\\‘\\\\’\\\\‘
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #107: Ethano
31.0

1.80 2.00 2.20 2.40

45.0
5000 ITI z 42.00 7.90%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #106: Ethano
31.0 1.80 2.00 2.20 2.40

m/z 44.00 3.10%

5000 45.0
o Il
L |

oL et e e e e ey e
miz--> 0 10 20 30 40 50 60 70 80 90 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061724\
Data File : VX041907.D

Acqg On : 17 Jun 2024 14:11
Operator : JC/MD

Sample : P2908-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\624X061424W.M
Quant Title : METHOD 624 VOLATILE ORGANIC ANALYSIS

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 1-Hexanol, 2-ethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.219 7.54 ug/1 101042  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 86
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 86
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 86
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 59

Abundance Scan 1826 (12.219 min): VX041907.D\data.ms (-1821) (- m/z 57.05 100.00%

57.0
5000

H\‘\ L 2811120 4574 1200 1250

H_H‘_H‘_H‘_H‘_H‘_H‘_H‘_L‘_H‘_H‘_HW‘HW‘H m/z 41.18  38.56%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
5000

o

41.0 12.00 12.50
27.0 83.0 m/z 43.10 31.22%
‘M N ‘ ﬂ ‘\ %89 1120
OH‘\H\‘H\i‘\H\‘\H\‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15694: 1-Hexanol, 2-ethyl-
57.0
e =
12.00 12.50
5000 m/z 55.10 30.68%
83.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15695: 1-Hexanol, 2-ethyl- —— P
57.0 12.00 12.50

m/z 70.00  24.32%

5000
43.0
29.0 83.0
980
o150 | L L] 112.0 Al

T T T T T uu\\u\u\\u\\u\uu RERERERRERRE ¥
T f f I f f [ f f [ | I I T

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061724\
Data File : VX041907.D

Acqg On : 17 Jun 2024 14:11

Operator : JC/MD

Sample : P2908-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\624X061424W.M
: METHOD 624 VOLATILE ORGANIC ANALYSIS

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 7-Octen-2-0l, 2,6-dimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.579 18.79 ug/1l 251725  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Octen-2-0l1, 2,6-dimethyl- 156 C10H200 018479-58-8 53
2 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 35
3 10-Undecenal 168 C11H200 000112-45-8 35
4 3,3,5-Trimethylcyclohexyl acrylate 196 C12H2002 087954-40-3 25
5 8-Dodecenol 184 C12H240 042513-42-8 25

Abundance Scan 1885 (12.579 min): VX041907.D\data.ms (-1880) (- m/z 58.95 100.00%
59.0
5000
411 95.0 A\
1231 s
78 ] ' g
(o} e m/z 55.05 55.74%
m/z--> 20 40 60 80 100 120 140 160
Abundance #32936: 7-Octen-2-ol, 2,6-dimethyl-
59.0
5000 — :
12.50
m/z 67.10 47.52%
83.0 123.0 /
0\\\‘\\\\““\\\\}\\\“H\\\10‘1\(\)\\“\\\1\4.‘1\(\)\\‘\\\\
miz-> 20 60 80 100 120 140 160
Abundance #48846.1B—N0nanemoh84nemyh
59.0
T T
12.50
5000 m/z 41.10 42 .59%
410
0 Ll g 830 123.0141.0159.0
e
m/z--> 20 40 60 80 100 120 140 160
Abundance #43325: 10-Undecenal P ‘
55.0 12.50
m/z 95.00 36.10%
5000
290 82.0
121.0
ol 00, | 15001680
R mma
m/z--> 20 40 60 80 100 120 140 160 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061724\
Data File : VX041907.D

Acqg On : 17 Jun 2024 14:11
Operator : JC/MD

Sample : P2908-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\624X061424W.M
Quant Title : METHOD 624 VOLATILE ORGANIC ANALYSIS

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 3-Carene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.817 15.24 ug/1 204124  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Carene 136 C1OH1l6 013466-78-9 95
2 3-Carene 136 C1OH16 013466-78-9 94
3 3-Carene 136 C1OH16 013466-78-9 94
4 3-Carene 136 C1OH16 013466-78-9 91
5 1,3,6-Octatriene, 3,7-dimethyl-,... 136 C10H16 003338-55-4 90
Abundance Scan 1924 (12.817 min): VX041907.D\data.ms (-1920) (- | m/z 92.95 100.00%
93.0
41.0
5000 69.1
55.0 _
“ “ ‘ ‘ 1? 1361 12:50 13.00
0 ‘,‘HwHH;su‘Uu:‘_uh“m‘\Mwm_HMmu“wwww m/z 41.85 52.57%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #17992: 3-Carene
93.0
5000
79.0 12.50 13.00
121.0 9
o oo 070 ‘ 136.0 m/z 69.10 39.29%
O \’\2\\7\‘0\\H"U‘H\“\‘\‘H‘\\‘\‘\‘H\1!\H\‘\!H‘\‘\}‘\‘HH‘HH‘H!\‘HH
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #17998: 3-Carene
93.0
1250 1300
5000 m/z 71.05 36.66%
41.0
27.0
121.0 136.0
Lo \ o
O+ m“m;‘m“‘mm‘wuu_m R EEN M-
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #17999: 3-Carene ~A‘ Ar
93.0 12.50 13.00
m/z 90.95 35.26%
5000
77.0
o 41.0 H H 121.0 136.0
‘ ‘ 107.0
0‘M‘M_H‘JHWWNWHUHHHM‘H_H‘_RW‘HWM‘WH«_‘H ‘A>ﬁ —r
m/z--> 20 30 40 50 60 70 80 90 100110120130140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061724\
Data File : VX041907.D

Acqg On : 17 Jun 2024 14:11
Operator : JC/MD

Sample : P2908-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\624X061424W.M
Quant Title : METHOD 624 VOLATILE ORGANIC ANALYSIS

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 Dodecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.268 6.34 ug/1 84944  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 95
2 Dodecane 170 C12H26 000112-40-3 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Hexadecane 226 C16H34 000544-76-3 80
5 Undecane 156 C11H24 001120-21-4 80

Abundance Scan 1998 (13.268 min): VX041907.D\data.ms (-1994) (- m/z 57.05 100.00%

57.0
5000
85.0
=

13.00 13.50
112.1 170.1
m_‘H‘MHM‘H,‘!‘H”_Hu‘u“lﬁl“lwmww m/z 43.10  76.31%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45478: Dodecane
57.0

5000 P T
85.0 13.00 13.50

m/z 71.05 55.74%

29.0
| Ll | 120 1410 1700
\\\‘\\\\‘\\\\‘\\\\"\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45481: Dodecane
57.0
—

o

o

[

13.00 13.50
5000 ITI/Z 41.10 38.73%
85.0
29.0
0 H"Jm‘ﬂi‘w“”H,l"ﬂ“UW“‘W““_‘M‘_““
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74006: Tetradecane o T
57.0 13.00 13.50
m/z 85.05 32.76%
5000
85.0
29.0
L 190 1810 e 1900 .
‘H“‘H"H“‘H‘,H“‘H“_“‘_“w“‘w“u“ = e
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061724\
Data File : VX041907.D

Acqg On : 17 Jun 2024 14:11
Operator : JC/MD

Sample : P2908-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\624X061424W.M
Quant Title : METHOD 624 VOLATILE ORGANIC ANALYSIS

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 Cyclohexanol, 5-methyl-2-(1... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.591 32.54 ug/1 435955  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanol, 5-methyl-2-(1-meth... 156 C1@H200 001490-04-6 83
2 Cyclohexane, 1-methyl-4-(1-methy... 138 C1@H18 001879-07-8 83
3 Levomenthol 156 C10H200 002216-51-5 80
4 Levomenthol 156 C10H200 002216-51-5 72
5 dl1-Menthol 156 C10H200 000089-78-1 72
Abundance Scan 2051 (13.591 min): VX041907.D\data.ms (-2042) (- 81.00 100.00%
81.0
41.0
5000 123.1 i
\
154.0 13. 50
0 ; 00 4 1540 1818 0 95 19 87.51%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #32983: Cyclohexanol, 5-methyl-2-(1-methylethyl)-
71.0, 95.0

5000 \

123.0 13,50
m/z 71.00  75.77%

ol 18 b 154.0
‘ T TT ‘ TTT ‘ TT 1T ‘ TT 1T ‘ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19550: Cyclohexane, 1-methyl-4-(1-methylethenyl)-, cis
95.0

68.0 1350
5000 41.0 82.05  60.99%
138.0
0 \\\,\\H“\H‘\,H“H““Hu“ ““\H“HH‘HH‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32860: Levomenthol
81.0 13.50

41.0
67.05 54.22%

5000
123.0
a
0, Il

m/z--> 20 40 60 80 100 120 140 160 180 1350
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061724\
Data File : VX041907.D

Acqg On : 17 Jun 2024 14:11
Operator : JC/MD

Sample : P2908-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\624X061424W.M
Quant Title : METHOD 624 VOLATILE ORGANIC ANALYSIS

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 2(1H)-Pyridinone, 1-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.451  23.52 ug/1 315103 Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2(1H)-Pyridinone, 1-ethyl- 123 C7HONO 013337-79-6 50
2 m-Menth-1(7)-ene, (R)-(-)- 138 C10H18 013837-71-3 49
3 Cyclopropane, 1-methyl-2-(1-meth... 138 C10H18 024524-52-5 46
4 Hexahydroindole 123 C8H13N 018159-32-5 43
5 3,3,5,5-tetramethylcyclohexene 138 C10H18 1000510-60-7 38
Abundance Scan2192(14451num VX041907.D\data.ms (-2186) (- m/z 57.05 100.00%
82.0
123.1
5000
=
‘ ‘ 154.2 14.50
0 m!‘n‘plu““H“H“HHZ‘Q?? m/z 82.05 83.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11633: 2(1H)-Pyridinone, 1-ethyl-
67.0
123.0
95.0
5000 T
39.0 14.50
m/z 67.00 69.18%
0\\\‘\\\\ \\‘M\‘\U\\“‘\\\‘1‘\\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19437: m-Menth-1(7)-ene, (R)-(-)-
82.0
4
14.50
5000 m/z 81.00 57.80%
270 58.0 138.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19559: Cyclopropane, 1-methyl-2-(1-methylethyl)-3-(1-n | Adie, =
67.0 14.50
m/z 43.00 55.14%
5000 41.0
123.0
95.0
150, )L
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_X\Data\VX061724\
Data File : VX041907.D

Acqg On : 17 Jun 2024 14:11
Operator : JC/MD

Sample : P2908-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\624X061424W.M
Quant Title : METHOD 624 VOLATILE ORGANIC ANALYSIS

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 Tetradecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.756 6.16 ug/1 82471  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 96
2 Tetradecane 198 C14H30 000629-59-4 95
3 Tetradecane 198 C14H30 000629-59-4 90
4 Tridecane 184 C13H28 000629-50-5 90
5 Hexadecane 226 C16H34 000544-76-3 86
Abundance Scan 2242 (14.756 min): VX041907.D\data.ms (-2234) (- | m/z 57.10 100.00%
57.1
- T M
‘ 14.50 1500/\
113.1 1412 198.2 : '
om,w,m!m“"_H‘_H‘_uH_Ml??‘l_mw m/z 43.05 70.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74005: Tetradecane
57.0
5000 85.0 P P
14.50 15.00
29.0 m/z 71.05 63.69%
0 \‘ I g 1130 1410 1690 198.0
\\\’\\\\’\\\\‘\\\\‘\\\\‘\\!\‘\!\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74006: Tetradecane
57.0
e —
14.50 15.00
5000 m/z 85.05 41.84%
85.0
29.0
oLl L L1130 sa0 90 1980
‘H,“H,“‘““w“‘w““_‘“_“‘_““H“‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 /Mj\
Abundance #74004: Tetradecane e I
57.0 14.50 15.00
m/z 41.00 38.74%
5000 85.0
29.0
0 L | 130 1410 1690 1980
‘H,“H,“‘w“lwuu‘w“d‘_‘“p“‘_““u“‘u = =
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061724\
Data File : VX041907.D

Acqg On : 17 Jun 2024 14:11
Operator : JC/MD

Sample : P2908-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\624X061424W.M
Quant Title : METHOD 624 VOLATILE ORGANIC ANALYSIS

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 unknownl4.829 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.829 10.56 ug/l 141511  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,4-bis(ethoxymethyl)- 200 C12H2402 054889-63-3 42
2 (3S,3aR)-3-Butyl-3a,4,5,6-tetrah... 194 C12H1802 004567-33-3 35
3 Glutaric acid, (2-methylcyclohex... 338 C20H3404 1010405-50-4 35
4 .alpha.-Campholenal 152 C10H160 004501-58-0 27
5 Sedanolide 194 C12H1802 006415-59-4 25
Abundance Scan 2254 (14.829 min): VX041907.D\data.ms (-2247) (- | m/z 108.10 100.00%
108.1
59.1
5000
154.1 /\‘ ‘ LI
‘ ‘ H ‘ ‘ 14.50 15.00
Obrrrprrr ol it ol 2069 281U sz 95,05  97.48%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #75806: Cyclohexane, 1,4-bis(ethoxymethyl)-
95.0
59.0
N
5000 T
29,0 14.50 15.00
155.0 m/z 59.10 59.47%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #69152: (3S,3aR)-3-Butyl-3a,4,5,6-tetrahydroisobenzofur
108.0
14. 50 15 00
5000 m/z 93.00 49, 35%
79.0
NI O 7Y R
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #246195: Glutaric acid, (2-methylcyclohex-1-enyl)methyl
108.0 14. 50 15 00
m/z 79.00 43.70%
5000
57.0
ol 2t A b 1680 2810
m/z--> 20 40 60 80 100120140160180200220240260280 14. 50 15 00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061724\
Data File : VX041907.D

Acqg On : 17 Jun 2024 14:11
Operator : JC/MD

Sample : P2908-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\624X061424W.M
Quant Title : METHOD 624 VOLATILE ORGANIC ANALYSIS

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Sulfur dioxide 1.703 5.4 ug/l 31859 1 4.898 178091 30.0
Ethanol 2.124 115.7 ug/1 686877 1 4.898 178091 30.0
1-Hexanol, 2-et... 12.219 7.5 ug/l 101042 3 10.055 401941 30.0
7-Octen-2-0l1, 2... 12.579 18.8 ug/l 251725 3 10.055 401941 30.0
3-Carene 12.817 15.2 ug/l 204124 3 10.055 401941 30.0
Dodecane 13.268 6.3 ug/l 84944 3 10.055 401941 30.0
Cyclohexanol, 5... 13.591 32.5 wug/l 435955 3 10.055 401941 30.0
2(1H)-Pyridinon... 14.451 23.5 ug/l 315103 3 10.055 401941 30.0
Tetradecane 14.756 6.2 ug/l 82471 3 10.055 401941 30.0
unknown14.829 14.829 10.6 ug/l 141511 3 10.055 401941 30.0
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