LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121024\
Data File : VX044210.D

Acq On : 10 Dec 2024 16:00
Operator : JC/MD

Sample : P5243-01 100X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 15 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\82X112124W.M

Title : SW846 8260

Signal : TIC: VXe4421e@.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 1.142 6 9 22 rVB 60591 63574 6.04% 0.425%
2 1.264 26 29 37 rVV 23956 25346 2.41% 0.169%
3 1.374 40 47 52 rBV 40532 45484 4.32% 0.304%
4 1.624 68 88 90 rBv4 28091 121999 11.59% 0.816%
5 1.709 98 102 109 rVB2 36457 59974 5.70% 0.401%
6 1.922 133 137 144 rBV 21619 31442 2.99% 0.210%
7 2.806 278 282 288 rVB 12208 21569 2.05% 0.144%
8 3.087 319 328 338 rBV3 9467 22386 2.13% 0.150%
9 3.428 376 384 395 rBV2 14293 32828 3.12% 0.219%
10 3.696 417 428 434 rBV4 8087 22415 2.13% 0.150%
11 4.288 518 525 532 rBv4 7625 19771 1.88% 0.132%
12 5.385 694 705 712 rBV 70090 203296 19.32% 1.359%
13 5.458 713 717 723 rVV4 25360 77246 7.34% 0.516%
14 5.550 723 732 752 rVB2 108520 342949 32.59% 2.293%
15 5.824 767 777 789 rBV8 15038 56791 5.40% 0.380%
16 5.952 789 798 804 rVV 85085 217962 20.71% 1.457%
17 6.031 804 811 825 rVB2 147911 406899 38.66% 2.720%
18 6.604 897 905 914 rBV 23015 54989 5.22% 0.368%
19 6.757 922 930 943 rBV 182344 441923 41.99% 2.955%
20 7.245 1002 1010 1021 rBvV4 9101 26857 2.55% 0.180%
21 7.373 1021 1031 1044 rVB2 78749 181103 17.21% 1.211%
22 8.269 1174 1178 1182 rVV 17288 29782 2.83% 0.199%
23 8.433 1200 1205 1210 rBV3 16864 29954 2.85% 0.200%
24 8.598 1224 1232 1235 rBV2 19932 36303 3.45% 0.243%
25 8.647 1235 1240 1246 rVV 392209 613759 58.32% 4.103%
26 8.714 1246 1251 1265 rVB 420446 680792 64.69% 4.552%
27 8.909 1277 1283 1288 rBV 35067 54440 5.17% 0.364%
28 8.970 1288 1293 1301 rVB4 11769 22560 2.14% 0.151%
29 9.500 1370 1380 1386 rBV6 12252 30980 2.94% 0.207%
30 9.561 1386 1390 1395 rVB2 13336 20649 1.96% 0.138%
31 9.903 1442 1446 1451 rVB2 20736 28323 2.69% 0.189%
32 10.006 1456 1463 1466 rBV 16106 22144 2.10% 0.148%
33 10.055 1466 1471 1486 rVV2 389567 669132 63.58% 4.474%
34 10.195 1486 1494 1502 rVvV 44557 67696 6.43% 0.453%
35 10.299 1502 1511 1517 rVvV 205357 292498 27.79% 1.956%

36 10.360 1517 1521 1529 rVB 38227 54704 5.20%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121024\
Data File : VX044210.D

Acq On : 10 Dec 2024 16:00
Operator : JC/MD

Sample : P5243-01 100X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 15 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\82X112124W.M
Title : SW846 8260
37 10.640 1563 1567 1577 rVB 72578 105690 10.04% ©.707%
38 10.756 1581 1586 1594 rBVS5 17085 34128 3.24% 0.228%
39 10.854 1594 1602 1606 rBV7 9943 18901 1.80% ©.126%
40 11.079 1634 1639 1650 rVV 315100 428743 40.74%  2.867%
41 11.293 1669 1674 1684 rBV2 16031 34155 3.25% ©0.228%
42 11.378 1684 1688 1694 rBV 39589 76659  7.28% ©.513%
43 11.451 1696 1700 1702 rVV 40722 59240 5.63% 0.396%
44 11.475 1702 1704 1710 rVB 59847 64788 6.16% ©0.433%
45 11.573 1716 1720 1723 rBV4 11868 17127 1.63% ©0.115%
46 11.610 1723 1726 1734 rVB2 28636 46098 4.38% ©0.308%
47 11.683 1734 1738 1741 rBV 17788 23541 2.24%  ©.157%
48 11.750 1745 1749 1759 rVB 83625 118658 11.27% 0.793%
49 11.988 1782 1788 1790 rBV 207367 251788 23.92% 1.683%
50 12.018 1790 1793 1799 rVW 370450 522326 49.63% 3.492%
51 12.085 1799 1804 1810 rVB3 30911 67947 6.46% ©0.454%
52 12.219 1821 1826 1837 rBV 771977 1052427 100.00%  7.036%
53 12.311 1837 1841 1849 rVB5 42669 83939 7.98% 0.561%
54 12.420 1854 1859 1863 rBV 69729 81149 7.71% ©.543%
55 12.658 1893 1898 1901 rBVv4 12494 18475 1.76% ©.124%
56 12.811 1916 1923 1927 rBV3 36436 60781 5.78% ©0.406%
57 12.920 1933 1941 1946 rBV7 30666 84362 8.02% 0.564%
58 12.969 1946 1949 1953 rVv3 32360 49710 4.72%  0.332%
59 13.042 1957 1961 1964 rVv2 24933 26499 2.52% ©0.177%
60 13.268 1993 1998 2001 rBV 231051 282112 26.81% 1.886%
61 13.384 2013 2017 2020 rVV2 51868 77080  7.32% ©.515%
62 13.420 2020 2023 2026 rVV3 38636 68147 6.48% 0.456%
63 13.457 2026 2029 2033 rVV 98122 117314 11.15% ©.784%
64 13.609 2050 2054 2060 rVB4 36906 54273 5.16% ©.363%
65 13.676 2060 2065 2071 rBV4 76394 140942 13.39% 0.942%
66 13.737 2071 2075 2077 rVV2 66948 87795 8.34% 0.587%
67 13.768 2077 2080 2084 rVV2 93470 127951 12.16% ©.855%
68 13.841 2087 2092 2099 rVB3 126401 219147 20.82% 1.465%
69 13.908 2099 2103 2111 rBV7 37236 83168 7.90% ©.556%
70 14.036 2120 2124 2128 rBVY 555663 580508 55.16%  3.881%
71 14.103 2132 2135 2137 rBV 17375 17968 1.71% ©0.120%
72 14.134 2137 2140 2144 rVV4 37242 49983 4.75% 0.334%
73 14.225 2151 2155 2160 rVB3 66913 109463 10.40% ©.732%
74 14.268 2160 2162 2165 rVB2 20309 18747 1.78% ©.125%
75 14.304 2165 2168 2171 rBV4 15299 19655 1.87% ©0.131%
76 14.408 2181 2185 2187 rVV2 83584 104248 9.91% ©.697%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121024\
Data File : VX044210.D

Acq On : 10 Dec 2024 16:00
Operator : JC/MD

Sample : P5243-01 100X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 15 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\82X112124W.M
Title : SW846 8260
77 14.432 2187 2189 2192 rVV2 80749 82618 7.85% ©.552%
78 14.469 2192 2195 2198 rVV2 84006 115102 10.94% ©.770%
79 14.499 2198 2200 2206 rVB3 115883 176778 16.80% 1.182%
80 14.560 2207 2210 2215 rVB 83790 109815 10.43% ©.734%
81 14.615 2215 2219 2225 rBV3 155882 302376 28.73% 2.022%
82 14.719 2233 2236 2237 rBV2 17626 19938 1.89% ©.133%
83 14.755 2238 2242 2245 rBV 603539 643809 61.17%  4.304%
84 14.841 2251 2256 2260 rBV4 58957 94084 8.94% 0.629%
85 14.877 2260 2262 2264 rVB2 20494 18313 1.74% 0.122%
86 15.097 2294 2298 2302 rBV3 92486 159786 15.18% 1.068%
87 15.133 2302 2304 2307 rVV 63670 7779  7.39% ©.520%
88 15.176 2308 2311 2313 rVV2 86641 110806 10.53% 0.741%
89 15.213 2313 2317 2324 rVV 255424 374701 35.60%  2.505%
90 15.274 2324 2327 2332 rVB2 102513 137154 13.03% 0.917%
91 15.371 2339 2343 2345 rBV3 28035 45506 4.32% 0.304%
92 15.487 2357 2362 2369 rVB 478039 660833 62.79% 4.418%
93 15.560 2369 2374 2380 rVV3 144232 275439 26.17% 1.842%
94 15.621 2381 2384 2395 rVB4 62894 136161 12.94% 0.910%
95 15.883 2422 2427 2433 rBV3 93860 225306 21.41%  1.506%
96 15.932 2433 2435 2439 rVV2 45664 61882 5.88% 0.414%
97 15.987 2441 2444 2448 rVV3 42791 64323 6.11% 0.430%
98 16.030 2448 2451 2456 rVB 64957 92511 8.79% 0.619%
99 16.115 2456 2465 2469 rBv4 49554 125136 11.89% ©.837%
100 16.377 2502 2508 2516 rVB 131178 230692 21.92%  1.542%

Sum of corrected areas: 14957010
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Data Path
Data File
Acqg On
Operator
Sample
Misc

ALS Vvial

LSC Report - Integrated Chromatogram

¢ Z:\voasrv\HPCHEM1\MSVOA_X\Data\VvXx121024\
1 VXe44210.D

: 10 Dec 2024 16:00

: JC/MD

: P5243-01 100X

: 5.0mL/MSVOA_X/WATER

: 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112124W.M

Quant Title

: SW846 8260

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX121024\
Data File : VXe44210.D

Acqg On : 10 Dec 2024 16:00
Operator : JC/MD

Sample : P5243-01 100X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112124W.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 1 1-Hexanol, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.219 100.74 ug/l 1052430 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
2 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 50
3 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 50
4 2-Propyl-1-pentanol 130 C8H180 058175-57-8 47
5 Carbonic acid, heptyl prop-1l-en-... 200 C11H2003 1000382-54-1 43
Abundance Scan 1826 (12.219 min): VX044210.D\data.ms (-1821) (-t  m/z 57.10 100.00%
57.1
5000 K\A
83.1 e P
37 k ‘ 1121 12. oo 12.50
Ol el b e 22 m/z 41. 43.22%
m/z--> 20 40 60 80 100 120 140 160
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
5000 ‘
12 00 12 50
29.0 83.0 m/z . 33.63%
L 2
0 m‘mwmwm‘ e
m/z--> 60 100 120 140 160
Abundance
57.0
12. 00 12.50
5000 m z .05 28.72%
\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z-->
Abundance #15785: 1-Pentanol, 2-ethyl-4-methyl- I
m/z 70.10 22.19%
‘\‘\ L_u H‘ ‘\ i , ‘K\A
\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX121024\
Data File : VXe44210.D

Acqg On : 10 Dec 2024 16:00
Operator : JC/MD

Sample : P5243-01 100X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112124W.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 2 Dodecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.268 27.01 ug/1 282112 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 96
2 Tridecane 184 (C13H28 000629-50-5 90
3 Undecane 156 C11H24 001120-21-4 90
4 Tetradecane 198 C14H30 000629-59-4 86
5 Hexadecane 226 C16H34 000544-76-3 72
Abundance Scan 1998 (13.268 min): VX044210.D\data.ms (-1993) (-t  m/z 57.05 100.00%
57.0
5000
85.1
o 7
13.00 13.50
112.1 170.3
N wHu el M2t a2 08 s 10 s4.c0%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45478: Dodecane
57.0
5000 RN 1
85.0 13.00 13.50
m/z 71.05 53.95%
29.0 170.0
O 1120 10 1700
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0
T ‘ T T ‘ T
13.00 13.50
5000 m/z 41.10 50.06%
\\\\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\
m/z-->
Abundance #33080: Undecane I I
m/z 85.10 33.71%
“ H\ i ‘\‘\ I I . | /V\/\J/\/\IV»V
\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\\\\
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX121024\
Data File : VXe44210.D

Acqg On : 10 Dec 2024 16:00
Operator : JC/MD

Sample : P5243-01 100X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112124W.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 3 Tridecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.036 55.57 ug/1 580508 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecane 184 (C13H28 000629-50-5 96
2 Tetradecane 198 C14H30 000629-59-4 90
3 Hexadecane 226 C16H34 000544-76-3 86
4 Dodecane 170 C12H26 000112-40-3 83
5 Undecane 156 C11H24 001120-21-4 83

Abundance Scan 2124 (14.036 min): VX044210.D\data.ms (-2120) (- m/z 57.10 100.00%

57.1
5000
85.0
N \
14.00
112.2 184.2
O bl ol 2, 1412 m/z 43.10  89.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59028: Tridecane
57.0
5000 85.0 17 1
14.00
29.0 m/z 71.10 59.49%
B H | 1120 3470 1840
obrr e b 3400
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
] T \
14.00
5000 m/z 41.10 53.37%
\\\\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\\\\\
m/z-->
Abundance #107217: Hexadecane I I
m/z 85.05 36.47%
“ ‘\ H H\ | MLM

m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX121024\
Data File : VXe44210.D

Acqg On : 10 Dec 2024 16:00
Operator : JC/MD

Sample : P5243-01 100X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112124W.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 4 Hexadecane, 2,6,11,15-tetra... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.615 28.95 ug/1 302376 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 70
2 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 70
3 Decane, 2-methyl- 156 C11H24 006975-98-0 70
4 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 64
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 58
Abundance Scan 2219 (14.615 min): VX044210.D\data.ms (-2215) (- m/z 57.10 100.00%
57.1
5000
85.1 118.1
T T
‘ ‘ | \H ‘16‘0'2 1961 14.50 15.00
0“WHHJHUMWWMAMJNM‘MNMuWHHpHHp‘H_H‘_HW‘H‘ m/z 71.10 78.75%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #176402: Hexadecane, 2,6,11,15-tetramethyl-
57.0
5000 e -
85.0 14.50 15.00
113.0 169.0 m/z 41.10 59.31%
29.0 '
o IO LML 970 ey
m/z--> 20 40 60 80 100120140160180200220240260
Abundance
57.0
T ‘ T T ‘ T
14.50 15.00
5000 m/z 43.10 50.77%
\HHHHH‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HHHHHH
m/z-->
Abundance #33083: Decane, 2-methyl- I
m/z 118.05 32.23%
‘NJ\\
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX121024\
Data File : VXe44210.D

Acqg On : 10 Dec 2024 16:00
Operator : JC/MD

Sample : P5243-01 100X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112124W.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 5 Tetradecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.755 61.63 ug/1 643809 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 97
2 Hexadecane 226 C16H34 000544-76-3 91
3 Tridecane 184 (C13H28 000629-50-5 90
4 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 80
5 Decane, 3-bromo- 220 C10H21Br 030571-71-2 64

Abundance Scan 2242 (14.755 min): VX044210.D\data.ms (-2238) (- m/z 57.10 100.00%

57.1
5000 85.1
I

1132 198.3
1412 169.2 m/z 43.10 84.11%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74005: Tetradecane
57.0

5000 85.0 —
14.50 15.00
29.0 m/z 71.10 62.94%

L TR01101699 1990
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0

T ‘ T
14.50 15.00

o

o

5000 m/z 41.10 51.31%
\\\\\\\\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\\\\\
m/z-->
Abundance #59027: Tridecane I I
m/z 85.10 41.75%
H\ MH‘ “\ by | | Mm
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\\\\\
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX121024\
Data File : VXe44210.D

Acqg On : 10 Dec 2024 16:00
Operator : JC/MD

Sample : P5243-01 100X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112124W.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 6 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.213 35.87 ug/1 374701 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Tridecane, 6-propyl- 226 CléH34 055045-10-8 89
3 Nonadecane 268 C19H40 000629-92-5 87
4 Hexadecane 226 C16H34 000544-76-3 87
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
Abundance Scan 2317 (15.213 min): VX044210.D\data.ms (-2313) (-t  m/z 57.10 100.00%
57.1
=T —
99.2 15.00 15.50
141.2 . :
ol b b | L7 1833 2243 m/z 43.10  91.44%
m/z--> 50 100 150 200 250
Abundance #194588: Heneicosane
57.0
5000 RN ]
15.00 15.50
m/z 71.10 72.20%
99.0
iso | 1410 1830 o950 296
e R e e B AE i
m/z--> 50 100 150 200 250
Abundance
43.0
T ‘ T T ‘ T
15.00 15.50
5000 m/z 41.10 53.71%
T T T T T T T T ‘ T T T T ‘ T T T T ‘ T T T T T T T T
m/z-->
Abundance #158600: Nonadecane I
m/z 85.10 49.38%
T \“\ H‘ \H‘\ ““ \“ ——t T T T T T T T m
m/z-->
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Data Path
Data File
Acqg On
Operator
Sample
Misc

ALS Vvial

Library Search Compound Report

¢ Z:\voasrv\HPCHEM1\MSVOA_X\Data\VvXx121024\
1 VXe44210.D

: 10 Dec 2024 16:00

: JC/MD

: P5243-01 100X

: 5.0mL/MSVOA_X/WATER

: 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112124W.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 7 Pentadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.487 63.26 ug/1 660833 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 93
2 Hexadecane 226 C16H34 000544-76-3 91
3 Tetradecane 198 C14H30 000629-59-4 90
4 Tridecane 184 (C13H28 000629-50-5 90
5 Heptadecane 240 C17H36 000629-78-7 86
Abundance Scan 2362 (15.487 min): VX044210.D\data.ms (-2357) (-t  m/z 57.10 100.00%
57.1
> e JJ\L
‘ 1550
113.2 141.2 212.3
o“W‘H‘W‘JummWWHMh‘w‘m‘w‘u‘_‘%?%?w‘u“u“ m/z 43.10  88.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90192: Pentadecane
57.0
85.0
5000 R
15.50
29.0 m/Z 71.10 62.84%
oh L M0 1010 1690 2120
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
T ‘ T
15.50
5000 m/z 41.10 52.06%
\\\\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\\\\\
m/z-->
Abundance #74004: Tetradecane
m/z 85.10 42.58%
J L H LA ! AJAJLx«wJ\AAm«AJVV
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\‘\\\\\\\\
m/z-->

82X112124W.M Wed Dec 11 14:41:49 2024

Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX121024\
Data File : VXe44210.D

Acqg On : 10 Dec 2024 16:00
Operator : JC/MD

Sample : P5243-01 100X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112124W.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 8 Phenol, 2,6-bis(1,1-dimethy... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.560  26.37 ug/1l 275439 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenol, 2,6-bis(1,1-dimethylethyl)- 206 C14H220 000128-39-2 93
2 3-(4-(tert-Butyl)phenyl)-2-methy... 206 C14H220 056107-04-1 87
3 Phenol, 2,5-bis(1,1-dimethylethyl)- 206 C14H220 005875-45-6 81
4 2,4-Di-tert-butylphenol 206 C14H220 000096-76-4 74
5 4'-Diethylaminoacetanilide 206 C12H18N20 005326-57-8 72
Abundance Scan 2374 (15.560 min): VX044210.D\data.ms (-2369) (- m/z 191.20 100.00%
191.2
5000 57.1 A
911 1311 — :
H | ‘ 163.2 ‘ 15.50
Olrrprerdi ““‘1“‘\‘ I "l Mw ek w“ - I 42285 w7 s7.10  44.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #82764: Phenol, 2,6-bis(1,1-dimethylethyl)-
191.0
5000 S :
15.50
131.0 163.0 m/Z 41.10 25.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
191.0
U \
15.50
5000 m/z 43.10 20.17%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z-->
Abundance #82759: Phenol, 2,5-bis(1,1-dimethylethyl)- ‘ I
m/z 131.05 20.17%
R AT Ul e, \‘ i J«\A
TTT \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX121024\
Data File : VXe44210.D

Acqg On : 10 Dec 2024 16:00
Operator : JC/MD

Sample : P5243-01 100X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112124W.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 9 Undecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.883  21.57 ug/1 225306 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 90
2 Undecane 156 C11H24 001120-21-4 86
3 Undecane, 5-methyl- 170 C12H26 001632-70-8 80
4 Heptacosane 380 C27H56 000593-49-7 72
5 Pentadecane, 7-methyl- 226 Cl6H34 006165-40-8 72
Abundance Scan 2427 (15.883 min): VX044210.D\data.ms (-2422) ('  m/z 57.10 100.00%
57.1
- J\W
— —
‘ | 11‘2-1151 196.2 | 1550 16.00
ol bl (9 1962 281 71010 81.23%
m/z--> 50 100 150 200 250
Abundance #45480: Dodecane
57.0
5000 P e
15.50 16.00
m/z 43.10 73.60%
27‘.0‘ H | 98.0 1579 1700
o S et
m/z--> 50 100 150 200 250
Abundance
57.0
‘ T T ‘ T
15.50 16.00
5000 m/z 41.10 53.17%
T T T T T T T T ‘ T T T T ‘ T T T T ‘ T T T T T T T T
m/z-->
Abundance #45495: Undecane, 5-methyl- ‘
m/z 85.10 42.50%
\\“\ ‘1 T T T T T T T \J\W
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX121024\
Data File : VXe44210.D

Acqg On : 10 Dec 2024 16:00
Operator : JC/MD

Sample : P5243-01 100X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112124W.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 10 Hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.377 22.08 ug/l 230692 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 97
2 10-Methylnonadecane 282 C20H42 056862-62-5 91
3 Nonadecane 268 C19H40 000629-92-5 91
4 Tridecane 184 (C13H28 000629-50-5 90
5 Heptadecane 240 C17H36 000629-78-7 90
Abundance Scan 2508 (16.377 min): VX044210.D\data.ms (-2502) (- m/z 57.10 100.00%
57.1
5000 85.1 N&vk/kxﬂﬂj\/\«meww
‘ 16.0016.2016.4016.60
113.1 . ) 226.3 . : : .
0 HWH‘\M!u“;Hw‘mh‘_‘:M_wlf‘ﬁug‘l‘??ﬁlﬂ:‘ﬁWWW‘ m/z 43.10 84.70%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107220: Hexadecane
57.0
5000 850 LA LA R BRI R R
16.0016.2016.4016.60
29.0 m/Z 71.10 71.43%
113.0
o 0016001070200
m/z--> 20 40 60 80 100120140160180200220240260
Abundance
57.0
‘\\\\‘\\\\‘\\\\‘\\\\‘
85.0 16.0016.2016.4016.60
5000 ’ m/z 41.10 49.81%
TTT]TTTTITITTT HH‘\\H‘HH‘HH‘HH‘HH‘HH TTTTTT T[T TITTI[ITITT
m/z-->
Abundance #158600: Nonadecane [T T T T T I T T
m/z 85.10 43.09%
\M\\H‘u‘d\‘ W
H\‘HH‘HH‘HH‘\\H‘HH‘HH‘HHHHHHHHHHHHHH L TT 1T L TT 17T
m/z-->
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121024\
Data File : VX044210.D

Acq On : 10 Dec 2024 16:00
Operator : JC/MD

Sample : P5243-01 100X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112124W.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-Hexanol, 2-et... 12.219 100.7 ug/l 1052430 4 12.024 522326 50.0
Dodecane 13.268 27.0 ug/l 282112 4 12.024 522326 50.0
Tridecane 14.036 55.6 ug/l 580508 4 12.024 522326 50.0
Hexadecane, 2,6... 14.615 28.9 ug/l 302376 4 12.024 522326 50.0
Tetradecane 14.755 61.6 ug/l 643809 4 12.024 522326 50.0
Heneicosane 15.213 35.9 ug/l 374701 4 12.024 522326 50.0
Pentadecane 15.487 63.3 wug/l 660833 4 12.024 522326 50.0
Phenol, 2,6-bis... 15.560 26.4 ug/l 275439 4 12.024 522326 50.0
Undecane 15.883 21.6 ug/l 225306 4 12.024 522326 50.0
Hexadecane 16.377 22.1 ug/l 230692 4 12.024 522326 50.0
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