LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@41625\
Data File : VN©86310.D

Acqg On : 16 Apr 2025 20:28
Operator : JC\MD

Sample : Q1791-12 10X

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 26 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_N\methods\82N©41525W.M

Title : SW846 8260

Signal : TIC: VN@86310.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.806 140 145 151 rVB 9017 22085 1.53% 0.125%
2 4.430 408 421 430 rBv2 21274 66227 4.60% 0.374%
3 7.477 930 939 950 rBvV 15258 39743 2.76% 0.224%
4 8.165 1045 1056 1060 rBV 118916 286835 19.91% 1.620%
5 8.218 1060 1065 1077 rVB 246502 555536 38.56% 3.137%
6 8.577 1115 1126 1134 rBV 157659 354640 24.61% 2.003%
7 8.959 1185 1191 1199 rVB 7903 16114 1.12% 0.091%
8 9.100 1206 1215 1227 rBV 390544 801138 55.60% 4.524%
9 9.530 1280 1288 1294 rBV 17655 36275 2.52% 0.205%
10 10.441 1437 1443 1450 rBvV2 16269 31328 2.17% 0.177%
11 10.565 1455 1464 1472 rW 623519 1147174 79.62% 6.478%
12 10.653 1472 1479 1489 rVB3 11008 25556 1.77% 0.144%
13 11.194 1562 1571 1578 rBV2 13477 25662 1.78% 0.145%
14 11.865 1676 1685 1692 rBV 525575 958098 66.50% 5.410%
15 11.959 1692 1701 1706 rVB3 18622 44854  3.11% ©0.253%
16 12.088 1714 1723 1729 rBV2 14003 29406 2.04% 0.166%
17 12.376 1765 1772 1781 rBV 23142 44466 3.09% 0.251%
18 12.476 1781 1789 1793 rBV3 10882 27230 1.89% 0.154%
19 12.747 1829 1835 1838 rBV4 12275 24455 1.70% 0.138%
20 12.847 1841 1852 1859 rVV2 400674 906527 62.92% 5.119%
21 12.923 1859 1865 1869 rVV3 20269 45308 3.14% 0.256%
22 12.988 1869 1876 1886 rVB3 80603 192191 13.34% 1.085%
23 13.112 1892 1897 1901 rBV2 14680 22471 1.56% 0.127%
24 13.194 1901 1911 1916 rBV 65437 168791 11.72%  0.953%
25 13.359 1935 1939 1941 rBV3 17780 23927 1.66% 0.135%

26 13.418 1941 1949 1956 rVB 369429 682303 47.36%
27 13.482 1956 1960 1963 rBV3 30295 52131 3.62%
28 13.535 1963 1969 1977 rBV 761574 1440803 100.00%
29 13.641 1977 1987 1993 rVB 508634 1026682 71.26%
30 13.706 1993 1998 2001 rBV2 50320 76114  5.28%

O U100 O W
=
w
o))
R

31 13.753 2001 2006 2008 rBV2 100664 167481 11.62%
32 13.788 2008 2012 2016 rBV 468163 712305 49.44%
33 13.835 2016 2020 2024 rBV 710449 1343799 93.27%
34 13.935 2031 2037 2041 rBV 770049 1407470 97.69%
35 13.976 2041 2044 2046 rBV 200360 285317 19.80%
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36 14.135 2064 2071 2074 rBV3 110167 219615 15.24% 1.240%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@41625\
Data File : VN©86310.D

Acqg On : 16 Apr 2025 20:28
Operator : JC\MD

Sample : Q1791-12 10X

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 26 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_N\methods\82N©41525W.M
Title : SW846 8260
37 14.176 2074 2078 2089 rVB2 146699 354188 24.58% 2.000%
38 14.270 2090 2094 2095 rBV3 16767 22338 1.55% 0.126%
39 14.306 2095 2100 2102 rBV 58701 96176 6.68% 0.543%
40 14.341 2102 2106 2118 rVB2 128590 251332 17.44% 1.419%
41 14.441 2118 2123 2127 rBV 89226 139731 9.70% 0.789%
42 14.494 2127 2132 2144 rVB6 104373 304318 21.12% 1.718%
43 14.653 2148 2159 2163 rBV6 33571 91906 6.38% ©.519%
44 14.735 2167 2173 2182 rBV2 234841 464588 32.25% 2.623%
45 14.812 2184 2186 2189 rVv4 17589 20416 1.42% 0.115%
46 14.847 2189 2192 2195 rwv2 30097 49483 3.43% 0.279%
47 14.912 2199 2203 2206 rVB2 27671 33405 2.32% 0.189%
48 15.070 2225 2230 2234 rBV2 103892 177959 12.35% 1.005%
49 15.106 2234 2236 2242 rVB2 43671 62301 4.32% 0.352%
50 15.212 2242 2254 2256 rBV3 135433 377668 26.21% 2.133%
51 15.247 2257 2260 2262 rVV3 40824 55160 3.83% 0.311%
52 15.317 2268 2272 2280 rVB2 131413 324360 22.51% 1.832%
53 15.400 2280 2286 2291 rBV2 157572 312461 21.69% 1.764%
54 15.553 2300 2312 2325 rVV5 116451 550576 38.21% 3.109%
55 15.659 2325 2330 2338 rVB3 39525 74344  5.16% 0.420%
56 15.823 2354 2358 2369 rVB 112901 206243 14.31% 1.165%
57 15.941 2370 2378 2384 rVV9 18885 67525 4.69% 0.381%
58 16.017 2387 2391 2401 rVB5 28083 68145 4.73% 0.385%
59 16.300 2436 2439 2444 rBv4 14720 23900 1.66% 0.135%
60 16.400 2452 2456 2460 rBV3 18562 28923 2.01% 0.163%
61 16.453 2460 2465 2469 rBvV2 22276 40993 2.85% ©0.231%
62 16.535 2476 2479 2485 rVB2 39852 68884 4.78% 0.389%

63 16.606 2485 2491 2503 rVB2 62318 132121 9.17% 0.746%

Sum of corrected areas: 17709501
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@41625\
Data File : VN@86310.D

Acqg On : 16 Apr 2025 20:28

Operator JC\MD

Sample : Q1791-12 10X

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@41525W.M
: SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VN086310.D\data.ms
800000
600000
400000
200000
2.806 4.430
O‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\
Time--> 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 6.80
Abundance TIC: VN086310.D\data.ms
800000
10.565
600000
400000 9.100
8.218
200000 8.577
8.1
0 7.4/\77 8.959 9.530 10.4410.653 11./%94
— —— —— — e — —— — A ———
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VN086310.D\data.ms
1383335
800000 13.535
13.78
600000 bes H3.641
12.847
400000 13.418
45,400
200000 3.753 15.553 15.823
12.9893.194 706 15.659 aHaBR0
. 5164317 16.86!
o[Lomm08s 1297676 12.7 9783.11213. J
T ‘ T T T T ‘ T T T T ‘ T T T ‘ T T ‘ T 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_N\Data\VN@41625\
Data File : VN@86310.D

Acqg On : 16 Apr 2025 20:28
Operator : JC\MD

Sample : Q1791-12 10X

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©41525W.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 1 Decane, 2,2-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.418 47.89 ug/l 682303 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,2-dimethyl- 170 C12H26 017302-37-3 78
2 Tetradecane, 2,2-dimethyl- 226 C1l6H34 059222-86-5 72
3 Decane, 2,2,5-trimethyl- 184 C13H28 062237-96-1 72
4 Octane, 2,2,6-trimethyl- 156 C1l1H24 062016-28-8 72
5 Heptane, 2,2,4,6,6-pentamethyl- 170 C12H26 013475-82-6 72
Abundance Scan 1949 (13.418 min): VN086310.D\data.ms (-1941) (- | m/z 57.00 100.00%
57.0
5000
85.1 13.50
1131
O e bbb e S22 e | M/Z 56.00  40.28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45509: Decane, 2,2-dimethyl-
57.0
5000
13.50
m/z 41.00 23.16%
290
0 || 80 1120 1550
\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #107240: Tetradecane, 2,2-dimethyl-
57.0
T
13.50
5000 m/z 43.00 20.83%
oL 2200 L 1%80 1130 1410 1680 2110
L o L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59093: Decane, 2,2,5-trimethyl- T
57.0 13.50
m/z 71.05 14.41%
5000
S0 80 1270 1690
e e e e e e e e e .
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@41625\
Data File : VN@86310.D

Acqg On : 16 Apr 2025 20:28
Operator : JC\MD

Sample : Q1791-12 10X

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©41525W.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 Cyclobutane, 1,2-diethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.535 101.14 ug/1 1440800 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclobutane, 1,2-diethyl- 112 C8H16 061141-83-1 64
2 1-Dodecanol 186 C12H260 000112-53-8 50
3 1,3-Cyclopentanediol, trans- 102 C5H1002 016326-98-0 50
4 Cyclopentanone, 2,3-dimethyl- 112 C7H120 1000151-06-7 47
5 Propanoic acid, octyl ester 186 C11H2202 000142-60-9 47
Abundance Scan 1969 (13.535 min): VN086310.D\data.ms (-1963) (- | m/z 57.00 100.00%
57.0
5000
84.0
N
13.50
112.1
0 Mw‘;‘\m Aol M Lo 195 2069 sz 43,00 71.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7605: Cyclobutane, 1,2-diethyl-
56.0
5000 e :
84.0 13.50
m/z 41.00 66.44%
27.0
Pl o
0 \\\‘\\\\‘\\\ ‘\‘“\\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61039: 1-Dodecano
43.0
N
69.0 13.50
5000 m/z 56.00 65.61%
97 0
AR “"‘H"_“‘_“w“‘w“‘w“u“‘u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4859: 1,3-Cyclopentanediol, trans-
55,0 13.50
m/z 55.00 62.64%
5000 84.0
29.0
0 “ ‘ . “mu““‘H‘w"H‘W_WHWWW A
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@41625\
Data File : VN@86310.D

Acqg On : 16 Apr 2025 20:28
Operator : JC\MD

Sample : Q1791-12 10X

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©41525W.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 Heptadecane, 8-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.641 72.07 ug/l 1026680 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 78
2 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 72
3 Nonane, 5-methyl-5-propyl- 184 C13H28 017312-75-3 64
4 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 64
5 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 64

Abundance Scan 1987 (13.641 min): VN086310.D\data.ms (-1977) (- | m/z 57.00 100.00%

57.0
5000 851
ALY

“ 127.1 13.50 14.00

155.2 ,
e b L1882 w/z 71.00 72.24%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #141070: Heptadecane, 8-methyl-
57.0
85.0

o

5000 A .
13.50 14.00
12601540 m/z 85.10  49.81%
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #178950: Carbonic acid, tetradecyl vinyl ester
57.0
e ——
13.50 14.00
5000 85.0 m/z 43.00  49.53%

h‘ ‘H ‘H' 140.0 168.0196.0  241.0
Wm_mw R RS ARARRARRARRARRRE!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance :

290 h
0 lll
#59109: Nonane, 5-methyl-5-propyl- — —
71.0 13.50 14.00
43.0 m/z 41.80 31.86%
5000
127.0
| ‘ | (90 \‘ |
T e e aea T ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@41625\
Data File : VN@86310.D

Acqg On : 16 Apr 2025 20:28
Operator : JC\MD

Sample : Q1791-12 10X

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©41525W.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 1.alpha.,2.beta.,3.alpha.,4... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.935 98.80 ug/l 14074760  1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1.alpha.,2.beta.,3.alpha.,4.beta... 126 C9H18 002532-67-4 83
2 1-Heptanol, 4-methyl- 130 C8H180 000817-91-4 78
3 2-Octene, 2,6-dimethyl- 140 C1eH20 004057-42-5 59
4 (S)-3-Ethyl-4-methylpentanol 130 C8H180 1000144-07-1 59
5 Ornithine 132 C5H12N202 000070-26-8 50
Abundance Scan 2037 (13.935 min): VN086310.D\data.ms (-2031) (- | m/z 69.00 100.00%
69.0
41.0
5000
14.00
97.0 :
0 AT 1250 1551 207.00 nu o s5.00  73.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13296: 1.alpha.,2.beta.,3.alpha.,4.beta.-Tetramethylcycl
69.0
41.0
5000
14.00
126.0 m/z 41.00 72.15%
14.0 M ‘ ‘ 97.0 '
O\\“\‘\\\\\\‘\‘\“\“\\\““\\\\‘.‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15699: 1-Heptanol, 4-methyl-
41.0 69.0
——
14.00
5000 m/z 43.00 68.13%
olteoll ol A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20705: 2-Octene, 2,6-dimethyl- T
41.0 69.0 14.00
m/z 84.05 62.80%
5000
L e
0 ‘H‘mqm‘u"ww‘H“H“‘,‘ml‘m‘mwm_m —r
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@41625\
Data File : VN@86310.D

Acqg On : 16 Apr 2025 20:28
Operator : JC\MD

Sample : Q1791-12 10X

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©41525W.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 Nonane, 5-methyl-5-propyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.176  24.86 ug/1l 354188 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 5-methyl-5-propyl- 184 C13H28 017312-75-3 72
2 Ether, hexyl pentyl 172 C11H240 032357-83-8 64
3 Carbonic acid, nonyl vinyl ester 214 C12H2203 1000383-25-6 56
4 4-Octanone 128 C8H160 000589-63-9 53
5 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 50

Abundance Scan 2078 (14.176 min): VN086310.D\data.ms (-2074) (- m/z 71.10 100.00%
7

11
43.0
5000
127.1

A
bos L5 1 14.00 14.50
ol bl PR S m/z 57.e0  75.75%

m/z--> 20 40 60 80 100 120 140 160
Abundance #59109: Nonane, 5-methyl-5-propyl-
71.0
43.0

5000 LN T
14.00 14.50
127.0 m/z 43.00 74.90%
O T ‘Z\B‘Tb\ T LI M“ T \H\ T ‘ u‘\ \9\9“.(\) L ’ T ‘\ T i L ‘ L
m/z--> 20 40 60 80 100 120 140 160
Abundance #47383: Ether, hexyl pentyl
43.0
—— —=
71.0 14.00 14.50
5000 m/Z 85.10 51.60%

%9.0
e T
m/z--> 20 40 60 80 100 120 140 160
Abundance

o f ]
#91843: Carbonic acid, nonyl vinyl ester T
43.0 14.00 14.50

71.0
5000
97.0 1260
0 26,0 \m 171.0 Lo

T \
m/z--> 20 40 60 80 100 120 140 160 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@41625\
Data File : VN@86310.D

Acqg On : 16 Apr 2025 20:28
Operator : JC\MD

Sample : Q1791-12 10X

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©41525W.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 Dodecane, 2,7,10-trimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.735 32.61 ug/l 464588 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 80
2 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 64
3 Octane, 2,6-dimethyl- 142 C1leH22 002051-30-1 64
4 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 64
5 Dodecane 170 C12H26 000112-40-3 64

Abundance Scan 2173 (14.735 min): VN086310.D\data.ms (-2167) (-~ | m/z 57.00 100.00%
1.0

5
5000

——
H ‘ 113.1 14.50 15.00
b L L, ass2 m/z 71.85 50.27%
mi/z--> 50 100 150 200 250
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
5000 = ——
14.50 15.00

m/z 56.00 31.74%

113.0
26\!0 “\ ‘1‘ \H‘ T “ \“ T “\ T ‘ T :\L8\3.\0’ T T T ‘ T T T
m/z--> 50 100 150 200 250
Abundance #193304: 1-lodo-2-methylundecane

.0

5000 m/z 43.00 25.02%

.
99.0
A I Lo 1999 2110 296
m/z--> 50 100 150 200 250

Abundance #22091: Octane, 2,6-dimethyl- —
57.0 14.50 15.00
m/z 41.00 24.55%

5000
113.0
\\

15.0‘
o‘““M““Ww“_HWHH,HH_H‘

— —
miz--> 50 100 150 200 250 14.50 15.00

o

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@41625\
Data File : VN@86310.D

Acqg On : 16 Apr 2025 20:28
Operator : JC\MD

Sample : Q1791-12 10X

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©41525W.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 4-Heptafluorobutyryloxyhexa... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.212  26.51 ug/1 377668 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Heptafluorobutyryloxyhexadecane 438 C20H33F702 1010282-97-2 86
2 3-Trifluoroacetoxytridecane 296 C15H27F302 1000245-47-2 86
3 Decyl trifluoroacetate 254 C12H21F302 000333-88-0 50
4 5-Undecene, 6-methyl- 168 C12H24 083687-45-0 50
5 Cyclopentane, ethyl- 98 C7H14 001640-89-7 49

Abundance Scan 2254 (15.212 min): VN086310.D\data.ms (-2242) (- | m/z 55.00 100.00%

58.0
5000

97.0
1500 1550
166.0 : :
Hm‘w L u“hu”“p ji27.0 —es 2000 m/z 69.00  77.73%

miz--> 50 100 150 200 250
Abundance #321012: 4-Heptafluorobutyryloxyhexadecane
55.0

5000

o

T
97.0 15.00 15.50
m/z 57.00 72.06%

0 25J0 Al W\M | 13501690 2240 282
miz--> 50 100 150 200 250
Abundance #193728: 3-Trifluoroacetoxytridecane
41.0

7
15.00 15.50

5000 ITI/Z 43.05 68.22%
83.0
‘ ‘ ‘ 250 1820
oL MWMHM‘W N —
m/z--> 50 100 150 200 250
Abundance #140082: Decyl trifluoroacetate T —
53.0 15.00 15.50

m/z 41.00 62.99%

\H H 1400 1850 2360

1‘5-‘0\\‘\;\»
miz--> 50 100 150 200 250 15.00 15.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@41625\
Data File : VN@86310.D

Acqg On : 16 Apr 2025 20:28
Operator : JC\MD

Sample : Q1791-12 10X

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©41525W.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 unknownl5.317 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.317  22.77 ug/1 324360 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butanol, 3,3-dimethyl- 102 C6H140 000624-95-3 47
2 1,2-Cyclohexanediol, cyclic sulf... 162 C6H1003S 019456-19-0 43
3 2-Ethyl-1-pyrroline 97 C6H11IN 1000422-81-4 43
4 3-Octanol, acetate 172 C1eH2002 004864-61-3 38
5 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 27
Abundance Scan 2272 (15.317 min): VN086310.D\data.ms (-2268) (- | m/z 57.00 100.00%
57.0
5000 97.0 M/V\MW
39 — —
77. | 115.0 133.0 166.2 15.00 15.50
01 ol b m/z 69.00 86.06%
m/z--> 20 40 60 80 100 120 140 160
Abundance #5040: 1-Butanol, 3,3-dimethyl-
57.0
5000 — ——
15.00 15.50
29.0 m/z 41.00 66.09%
‘\ | ‘\ 870
O‘\‘\\11”\\‘M“\‘\h\\‘\H\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance  #38136: 1,2-Cyclohexanediol, cyclic sulfite, trans-
41.0 69.0
— ——
97.0 15.00 15.50
5000 m/z 55.00 61.19%
Ln L] 1140 162.0
[ R L L e R R
m/z--> 20 40 60 80 100 120 140 160
Abundance #3357: 2-Ethyl-1-pyrroline “ —
69.0 15.00 15.50
m/z 43.00 59.19%
5000 41.0 970 M\/\\J
0 — e
m/z--> 20 40 60 80 100 120 140 160 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@41625\
Data File : VN@86310.D

Acqg On : 16 Apr 2025 20:28
Operator : JC\MD

Sample : Q1791-12 10X

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©41525W.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 Cyclohexane, 1,2-dimethyl-,... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.400 21.93 ug/l 312461 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 76
2 1-Hexene, 3,3-dimethyl- 112 C8H16 003404-77-1 64
3 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H1l6 000583-57-3 58
4 1,2-Cyclohexanedione 112 C6H802 000765-87-7 53
5 1-Undecanol 172 C11H240 000112-42-5 50
Abundance Scan 2286 (15.400 min): VN086310.D\data.ms (-2280) (- | m/z 55.00 100.00%
55.0
5000
112.1
— ——
‘ | H 15.00 15.50
S Mm ol 1330 1661 0 69.00  57.55%
m/z--> 20 40 60 80 100 120 140 160
Abundance #7668: Cyclohexane, 1,2-dimethyl-, cis-
55.0
97.0
5000 — ——
15.00 15.50
270 “ m/z 41.00 53.76%
77.
O\\\‘\H\\‘\ “\\\‘!\\\“\\\‘\‘\\\\‘\\\\‘\\\\
miz--> 60 80 100 120 140 160
Abundance #7604: 1-Hexene, 3,3-dimethyl-
69.0
— ——
41.0 15.00 15.50
5000 m/z 57.00 49,04%
15.0 Il 970
0 m_‘m,hm“‘uﬂm‘luH‘Wl‘_m_m_m
m/z--> 20 60 80 100 120 140 160
Abundance #7699.Cyd0hexane,12—dkneﬂwk(cshrans) — —
55.0 15.00 15.50
97.0
m/z 70.00 48.41%
5000
27.0
H ‘\ ‘h‘ \77 ‘ | |
om_m,m_H_m‘mWm_m_m — —
m/z--> 40 60 80 100 120 140 160 15.00 15.50

82N041525W.M Thu Apr 17 12:58:52 2025 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@41625\
Data File : VN@86310.D

Acqg On : 16 Apr 2025 20:28
Operator : JC\MD

Sample : Q1791-12 10X

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©41525W.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 Cyclopropane, 1,2-dimethyl-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.553  38.65 ug/1l 550576 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1,2-dimethyl-1-pen... 140 C10H20 062238-04-4 50
2 3-Heptene, 2-methyl-, (E)- 112 C8H16 000692-96-6 49
3 3-Heptene, 4-methyl- 112 C8H16 004485-16-9 46
4 trans-1-Butyl-2-methylcyclopropane 112 C8H16 038851-70-6 45
5 3-Octene, (E)- 112 C8H16 014919-01-8 43

Abundance Scan 2312 (15.553 min): VN086310.D\data.ms (-2300) (- | m/z 69.00 100.00%
430 690
5000
112.1
T \
T 151 0 15.50
0! ““‘ m/z 43.00  85.94%
miz--> 20 40 60 100 120 140 160
Abundance #20762: Cyclopropane, 1,2-dimethyl-1-pentyl-
69.0
41.0
5000 — :
15.50
m/z 55.00 72.29%
97.0
0\\\\2]‘_\\\\ m“140'0
miz--> 20 40 60 80 100 120 140 160
Abundance #7616: 3-Heptene, 2-methyl-, (E)-
69.0
41.0 T T
15.50
5000 ITI/Z 41.00 67.71%
112.0
o 15.0 91.0
- \\\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #7551: 3-Heptene, 4-methyl- T ‘
55.0 15.50
m/z 70.00 60.76%
5000
112.0
27.0 83.0
A1 A .
m/z--> 20 40 60 80 100 120 140 160 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@41625\
Data File : VN©86310.D

Acqg On : 16 Apr 2025 20:28
Operator : JC\MD

Sample : Q1791-12 10X

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©41525W.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|
Decane, 2,2-dim... 13.418 47.9 ug/l 682303 4 13.788 712305 50.0
Cyclobutane, 1,... 13.535 101.1 wug/l 1440800 4 13.788 712305 50.0
Heptadecane, 8-... 13.641 72.1 ug/l 1026680 4 13.788 712305 50.0
l.alpha.,2.beta... 13.935 98.8 wug/l 1407470 4 13.788 712305 50.0
Nonane, 5-methy... 14.176 24.9 ug/l 354188 4 13.788 712305 50.0
Dodecane, 2,7,1... 14.735 32.6 ug/l 464588 4 13.788 712305 50.0
4-Heptafluorobu... 15.212 26.5 wug/l 377668 4 13.788 712305 50.0
unknown15.317 15.317 22.8 wug/l 324360 4 13.788 712305 50.0
Cyclohexane, 1,... 15.400 21.9 ug/l 312461 4 13.788 712305 50.0
Cyclopropane, 1... 15.553 38.6 ug/l 550576 4 13.788 712305 50.0
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