LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92724\
Data File : BG063109.D

Acqg On : 28 Sep 2024 15:45
Operator : RC/JU

Sample : P3910-12DL2 20X
Misc :

ALS Vvial : 38 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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:\svoasrv\HPCHEM1\BNA_ G\Methods\SFAM-EPA-BG092524.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO63109.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.739 108 111 115 rBV3 8642 11412 0.29% 0.059%
2 4.063 162 166 172 rVB6 8601 13187 0.34% 0.069%
3 4.967 315 320 325 rBV2 33671 46185 1.18% 0.240%
4 5.878 470 475 477 rBV5 18279 24255 0.62% 0.126%
5 6.160 518 523 529 rBV 84931 133409 3.42% 0.695%
6 6.236 532 536 540 rBv4 9026 16141 0.41% ©0.084%
7 6.342 549 554 556 rBV3 10274 13121 ©0.34% 0.068%
8 6.413 564 566 571 rVB3 9062 11909 0.30% 0.062%
9 6.848 635 640 644 rVB6 11690 18850 0.48% 0.098%
106 6.906 646 650 653 rBV3 13955 17755 0.45% 0.092%
11 6.942 653 656 661 rVB2 12002 18421 0.47% 0.096%
12 7.000 661 666 667 rBvV2 24076 29032 0.74% 0.151%
13 7.077 676 679 684 rVB2 13498 19844 0.51% 0.103%
14 7.177 691 696 702 rBV6 15169 30924 0.79% 0.161%
15 7.276 709 713 719 rVW4 21102 38886 1.00% 0.202%
16 7.382 727 731 737 rVB3 13751 26271 0.67% 0.137%
17 7.482 742 748 756 rVV3 52087 120731 3.09% 0.629%
18 7.846 804 810 817 rBV 260636 437363 11.20% 2.277%
19 7.911 817 821 827 rVB3 27720 49503 1.27% 0.258%
20 8.140 859 860 866 rVB4 10728 12018 0.31% 0.063%
21 8.275 877 883 887 rBv2 111079 181921 4.66% 0.947%
22 8.399 898 904 908 rVvB7 17749 38136 0.98% 0.199%
23 8.469 908 916 926 rBv9 37310 140197 3.59% 0.730%
24 8.557 926 931 937 rVW6 19880 42172 1.08% 0.220%
25 8.616 937 941 944 rVW3 16198 26341 0.67% 0.137%
26 8.645 944 946 952 rvVB2 17369 28562 0.73% 0.149%
27 8.798 967 972 975 rBv4 16638 23459 0.60% 0.122%
28 8.839 975 979 988 rVB6 31650 70092 1.79% 0.365%
29 8.963 988 1000 1004 rBV7 31218 77812 1.99% 0.405%
30 9.004 1005 1007 1012 rVV4 13216 20904 0.54% 0.109%
31 9.074 1015 1019 1024 rVB3 55508 93095 2.38% 0.485%
32 9.433 1077 1080 1083 rVB5 9483 11416 0.29% 0.059%
33 9.468 1083 1086 1091 rBV5 8453 14679 0.38% 0.076%
34 9.697 1120 1125 1126 rBV3 14462 15098 ©0.39% 0.079%
35 9.779 1136 1139 1145 rVB6 9794 11790 0.30% 0.061%
36 9.997 1172 1176 1180 rBvV6 10764 20315 0.52% 0.106%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92724\
Data File : BG063109.D

Acqg On : 28 Sep 2024 15:45
Operator : RC/JU

Sample : P3910-12DL2 20X
Misc :

ALS Vvial : 38 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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:\svoasrv\HPCHEM1\BNA_ G\Methods\SFAM-EPA-BG092524.MA.M
Title : SVOA CALIBRATION
37 10.267 1217 1222 1229 rVB4 26428 52098 1.33% 0.271%
38 10.332 1229 1233 1236 rBV4 21704 26749 0.68% 0.139%
39 10.508 1258 1263 1268 rBvVv7 14763 26864 0.69% 0.140%
40 10.631 1275 1284 1296 rBV2 711935 1354411 34.67% 7.051%
41 10.755 1299 1305 1311 rBV3 126368 231154 5.92% 1.203%
42 10.931 1329 1335 1340 rBV6 17592 32987 0.84% 0.172%
43 11.019 1344 1350 1356 rVB4 44920 84058 2.15% 0.438%
44 11.113 1362 1366 1369 rBV6 14915 21391 ©@.55% 0.111%
45 11.148 1370 1372 1378 rVB5 18996 23551 0.60% 0.123%
46 11.536 1432 1438 1439 rBV4 26069 45645 1.17% 0.238%
47 11.665 1457 1460 1468 rBV6 14338 27644 0.71% 0.144%
48 11.742 1468 1473 1480 rVB3 31645 51914 1.33% 0.270%
49 11.883 1492 1497 1505 rBv7 20063 53221 1.36% 0.277%
50 12.059 1520 1527 1531 rBV5 50288 99214 2.54% 0.517%
51 12.312 1564 1570 1575 rVB6 28483 60506 1.55% ©.315%
52 12.482 1592 1599 1601 rVV5 22896 42386 1.09% 0.221%
53 12.523 1605 1606 1613 rVW6 15716 20336 0.52% 0.106%
54 12.888 1663 1668 1671 rBV6 7100 11799 0.30% 0.061%
55 13.052 1692 1696 1702 rVB2 43958 68768 1.76% ©.358%
56 13.311 1736 1740 1744 rBV3 30435 43396 1.11% 0.226%
57 13.534 1772 1778 1783 rVBl1le 17918 37565 ©.96% 0.196%
58 13.657 1793 1799 1804 rVB8 22435 48773  1.25% 0.254%
59 13.810 1820 1825 1831 rVWVv7 26523 67212 1.72% 0.350%
60 13.863 1831 1834 1835 rVV3 21069 25629 0.66% 0.133%
61 13.886 1835 1838 1844 rVB 66846 97123  2.49% 0.506%
62 13.969 1849 1852 1856 rVB6 17519 21851 0.56% 0.114%
63 14.027 1856 1862 1868 rBV9 25962 51026 1.31% 0.266%
64 14.133 1873 1880 1883 rBV8 31077 64665 1.66% ©.337%
65 14.180 1883 1888 1892 rVV 62673 81382 2.08% 0.424%
66 14.386 1917 1923 1927 rBV3 51751 76967 1.97% 0.401%
67 14.427 1928 1930 1933 rVW4 18794 15367 ©.39% ©0.080%
68 14.486 1933 1940 1947 rVB 787808 1258712 32.22% 6.553%
69 14.627 1960 1964 1970 rVB2 59401 89545 2.29% 0.466%
70 14.703 1972 1977 1980 rBV7 20140 41257 1.06% 0.215%
71 14.826 1996 1998 2003 rVB6 12320 13687 ©0.35% 0.071%
72 14.956 2018 2020 2025 rVB5 12955 16492 0.42% 0.086%
73 15.009 2025 2029 2030 rBv4 15028 14384 0.37% 0.075%
74 15.114 2042 2047 2056 rVB2 219253 344033 8.81% 1.791%
75 15.244 2066 2069 2074 rVV3 46582 66338 1.70% 0.345%
76 15.314 2078 2081 2082 rBV3 12445 14204 0.36% 0.074%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92724\
Data File : BG063109.D

Acqg On : 28 Sep 2024 15:45
Operator : RC/JU

Sample : P3910-12DL2 20X
Misc :

ALS Vvial : 38 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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:\svoasrv\HPCHEM1\BNA_ G\Methods\SFAM-EPA-BG092524.MA.M
Title : SVOA CALIBRATION

77 15.343 2082 2086 2089 rVB2 39022 50834 1.30% 0.265%
78 15.479 2105 2109 2113 rVB 96783 128443 3.29% 0.669%
79 15.843 2167 2171 2177 rVB3 56597 95561 2.45% 0.498%
80 16.043 2201 2205 2209 rBV7 10695 17294 0.44% 0.090%
81 16.113 2214 2217 2223 rVB6 25146 44055 1.13% 0.229%
82 16.207 2229 2233 2236 rBV2 55651 82891 2.12% 0.432%
83 16.542 2287 2290 2294 rVB6 22662 34146 0.87% 0.178%
84 16.889 2343 2349 2360 rBV 2554832 3906500 100.00% 20.338%
85 16.994 2365 2367 2371 rVB5 45382 51323 1.31% 0.267%
86 17.235 2402 2408 2417 rBV 1279497 1876441 48.03% 9.769%
87 17.335 2420 2425 2430 rVB2 116877 178388 4.57% 0.929%
88 17.629 2471 2475 2476 rBV4 9973 11762 0.30% 0.061%
89 17.735 2490 2493 2498 rVB4 51012 75225 1.93% 0.392%
90 17.811 2502 2506 2510 rBV3 28235 43494 1.11% 0.226%
91 18.428 2608 2611 2615 rBV3 41825 50802 1.30% 0.264%
92 18.516 2621 2626 2627 rBV5 12390 18929 0.48% 0.099%
93 19.063 2716 2719 2722 rBV4 21713 31762 0.81% 0.165%
94 19.633 2811 2816 2822 rVV 176495 270768 6.93% 1.410%
95 20.179 2906 2909 2910 rBV2 23100 24461 0.63% 0.127%
96 21.160 3073 3076 3082 rVB6 49231 72884 1.87% ©.379%
97 21.489 3125 3132 3140 rBV 1510179 2389890 61.18% 12.442%
98 22.905 3371 3373 3381 rVB9 33166 55258 1.41% 0.288%

99 24.315 3608 3613 3621 rVB2 88161 213128 5.46% 1.110%
100 24.527 3640 3649 3669 rVB 1001978 2754265 70.50% 14.339%

Sum of corrected areas: 19208014
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92724\
Data File : BGO63109.D

Acqg On : 28 Sep 2024 15:45
Operator : RC/JU

Sample : P3910-12DL2 20X
Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG063109.D\data.ms
2500000

2000000

1500000

1000000
10.631

500000
0 3.739.063 4.967 878 ,;,. @mwmm 19 1SS 8

Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 1100 11.50 12.00 12.50
Abundance TIC: BG063109.D\data.ms
2500000 16.889

2000000

21.489
1500000
17.235

1000000

14.486

500000

19.633

994 7057681 1941886 19-‘%&%@& -

O e e T B e B R B R S A S A

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BG063109.D\data.ms
2500000

2000000

1500000

24.527
1000000

500000

905 24.31

S
L L L I B L L L L L L L L B B L BN O T

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92724\
Data File : BGO63109.D

Acqg On : 28 Sep 2024 15:45
Operator : RC/JU

Sample : P3910-12DL2 20X
Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.MA.M
Quant Title : SVOA CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
4.967 2.11 ng/ul 46185 1,4-Dichlorobenzene-d4 7.846

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 42
3 2-Acetoxyisobutyryl chloride 164 C6H9C103 040635-66-3 42
4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 37
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 36
Abundance Scan 320 (4.967 min): BG063109.D\data.ms (-315) (-) m/z 43.10 100.00%
43.1
101.0
5000

Ly 207.0 268.03251 4023 495, 4.60 4.80 5.00 8.20
O bbbt b e R e b m/z 59,10 64.26%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 \‘\\\\‘\\A\\‘\\\\‘\\\\’\
4.60 4.80 5.00 5.20
101.0 m/z 101.00 53.63%
O‘\\”\H\‘“\\‘\H\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #9492: 2-Hexanol, 2-methyl-
59.0
4.60 4.80 5.00 5.20
5000 ITI/Z 41.10 13.74%
o_u\\“““"Hw“m_m_m_m_m_m,uu,uu,‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #40075: 2-Acetoxyisobutyryl chloride
43.0 4.60 4.80 5.00 5.20
m/z 58.10 10.07%
5000
101.0
O‘HM““\‘\'\“H‘\\H‘\\H‘HH‘\\H‘\\H‘HH‘HH‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 4.60 4.80 5.00 5.20
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Data Path : Z:

Data File : BG
Acqg On : 28
Operator : RC
Sample : P3

Misc
ALS vial : 38

Quant Method
Quant Title

TIC Library

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG092724\
063109.D

Sep 2024 15:45

/3U

910-12DL2 20X

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524 .MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 2 Hexylene glycol Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
6.160 6.10 ng/ul 133409 1,4-Dichlorobenzene-d4 7.846
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexylene glycol 118 C6H1402 000107-41-5 72
2 Hexylene glycol 118 C6H1402 000107-41-5 64
3 Hexylene glycol 118 C6H1402 000107-41-5 64
4 Hexylene glycol 118 C6H1402 000107-41-5 50

5 2-Propanol, 1-methoxy-2-methyl- 104 C5H1202 003587-64-2 47

Abundance Scan 523 (6.160 min): BG063109.D\data.ms (-518) (-) m/z 59.10 100.00%
59.1

—

5000
PP P
H 166.5 283.6  387.9 4715 547 >806.006.20 640
. . . . -‘ 0
o L L 222> 2830 2879 ATLS ALY mjz 43.10  63.63%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10018: Hexylene glycol
59.0
5000
5.80 6.00 6.20 6.40
m/z 41.10 21.55%
O‘\‘\”\‘JIH‘ \\‘\]-‘u\-?-\o\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10017: Hexylene glycol
59.0
5.80 6.00 6.20 6.40
5000 m/z 56.10 20.47%
o_‘\“‘“‘Hw“HWm_m,m‘,‘m_mwwuwm_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10020: Hexylene glycol
59.0 5.80 6.00 6.20 6.40
m/z 85.10 19.98%
5000
o_u““\“‘H“‘MH‘_H‘_HWH“mwwwwww ‘@L‘L‘%—A“(

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92724\
Data File : BGO63109.D

Acqg On : 28 Sep 2024 15:45
Operator : RC/JU

Sample : P3910-12DL2 20X
Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.MA.M
Quant Title : SVOA CALIBRATION

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 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.482 5.52 ng/ul 120731 1,4-Dichlorobenzene-d4 7.846

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 4-ethyl- 170 C12H26 001636-44-8 59
2 Undecane, 3,7-dimethyl- 184 C13H28 017301-29-0 59
3 Decane, 2,3,6-trimethyl- 184 C13H28 062238-12-4 50
4 Decane, 2,4-dimethyl- 170 C12H26 002801-84-5 50
5 4-Heptanone, 2-methyl- 128 C8H160 000626-33-5 49
Abundance Scan 748 (7.482 min): BG063109.D\data.ms (-742) (-) m/z 57.10 100.00%
57.1
5000 / ﬂ
20.0
| ]T | 220.9 281.0 3937  485. 720 7.407.60 7.80
Ol bl T e T eI m/z 43.20 96.09%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #45483: Decane, 4-ethyl-
43.0
5000
7.20 7.40 7.60 7.80
m/z 71.10 66.86%
“ ’ 140.0
O \\\"”\l‘\‘\”\m‘\\h\\l‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #59052: Undecane, 3,7-dimethyl-
43.0
7.20 7.40 7.60 7.80
5000 m/z 41.15 65.11%
op bl e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #59080: Decane, 2,3,6-trimethyl-
43.0 7.20 7.40 7.60 7.80
m/z 85.10 48.02%
5000
141.0
0 H“m_\uw\mj_m‘mwHu_m_m_m_m‘
m/z--> 0 50 100 150 200 250 300 350 400 450 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92724\
Data File : BGO63109.D

Acqg On : 28 Sep 2024 15:45
Operator : RC/JU

Sample : P3910-12DL2 20X
Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.MA.M
Quant Title : SVOA CALIBRATION

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-Hexanol, 2-ethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.911 2.26 ng/ul 49503 1,4-Dichlorobenzene-d4 7.846

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 50
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 50
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 50

4 2-Propyl-1-pentanol 130 C8H180 058175-57-8 43
5 1-Decene, 2,4-dimethyl- 168 C12H24 055170-80-4 43

Abundance Scan 821 (7.911 min): BG063109.D\data.ms (-817) (-) m/z 57.20 100.00%

57.2

=

5000
| J“ 127.9 193.0 378.1 4544 532 7.60 7.80 8.00 8.20
ol e e ey | M/z 41,15 45.86%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #15685: 1-Hexanol, 2-ethyl-
57.0
5000
7.60 7.80 8.00 8.20
m/z 55.00 42.63%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #15694: 1-Hexanol, 2-ethyl-
57.0
7.60 7.80 8.00 8.20
5000 ITI/Z 43.20 38.29%
om““,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0 7.60 7.80 8.00 8.20
m/z 70.05 32.45%
5000
ol
m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92724\
Data File : BGO63109.D

Acqg On : 28 Sep 2024 15:45
Operator : RC/JU

Sample : P3910-12DL2 20X
Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.MA.M
Quant Title : SVOA CALIBRATION

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 Cyclohexanone, 3,3,5-trimet... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.275 8.32 ng/ul 181921 1,4-Dichlorobenzene-d4 7.846

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 90
2 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 90
3 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 90
4 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 90
5 1H-1,2,4-Triazole, 3-methyl- 83 C3H5N3 007170-01-6 59
Abundance Scan 883 (8.275 min): BG063109.D\data.ms (-877) (-) m/z 83.05 100.00%
3.0

=

5000
140.0
8.00 8.20 8.40 8.60
474.1
- ”'w all [V 20712680 see1 471l g s s a5y
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #21572: Cyclohexanone, 3,3,5-trimethyl-
83.0
5000
8.00 8.20 8.40 8.60
m/z 56.10 38.13%
27}' 140.0 /
O‘\J\’\fh‘l‘\l\l\\l]\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #21577: Cyclohexanone, 3,3,5-trimethyl-
83.0

8.00 8.20 8.40 8.60
5000 m/z 140.00 35.73%

140.0
27. ‘
0‘\\”\\“H\Hm",u‘u‘\HWH\‘m\‘\m‘\m‘\m‘\m‘m
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #21576: Cyclohexanone, 3,3,5-trimethyl- R ARASRRREES
83.0 8.00 8.20 8.40 8.60

m/z 55.10  33.18%

5000

140.0

=

o_Hw‘um,u“!_HWHwmww_wwwwm
m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92724\
Data File : BGO63109.D

Acqg On : 28 Sep 2024 15:45
Operator : RC/JU

Sample : P3910-12DL2 20X
Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.MA.M
Quant Title : SVOA CALIBRATION

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 2-(3,3,5-Trimethylcyclohexy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.469  6.41 ng/ul 140197 1,4-Dichlorobenzene-ds 7.846
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-(3,3,5-Trinethylcyclohexyl)ace. .. 184 C11H2002 063213-73-8 53
2 1H-1,2,3,4-Tetrazole-1,5-diamine... 208 C8HOFNG 1000351-63-3 38

3 3,3-Dimethyl-5-methylenehept-6-e... 152 C10H160 1010424-30-5 35
4 (3-Fluorophenyl) methanol, tert.... 182 C11H15FO 1000374-63-2 35
5 6,7-Dihydro-5H-benzo[1,2,5]oxadi... 261 C13H12FN302 1000300-92-8 35

Abundance Scan 916 (8.469 min): BG063109.D\data.ms (-908) (-) m/z 109.10 100.00%
109.1
5000
39.0
‘161.9 236.8 32193732 458.¢ 8.20 8.40 8.60 8.80
0 Wl o S L e m/z 83.20 52.97%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #58669: 2-(3,3,5-Trimethylcyclohexyl)acetic acid
109.0
5000
8.20 8.40 8.60 8.80
410 m/z 67.00  29.53%
l ‘ 169.0
O \“\‘\““}‘\Lh\‘”\‘“}\w"\\M\\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #85716: 1H-1,2,3,4-Tetrazole-1,5-diamine, N'1'-[(4-fluoro
109.0
8.20 8.40 8.60 8.80
5000| 43 0 m/z 119.18  26.96%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #29270: 3,3-Dimethyl-5-methylenehept-6-en-2-one
109.0 8.20 8.40 8.60 8.80
m/z 85.10 23.53%
5000{ 43.0
AT
m/z--> 50 100 150 200 250 300 350 400 450 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92724\
Data File : BGO63109.D

Acqg On : 28 Sep 2024 15:45
Operator : RC/JU

Sample : P3910-12DL2 20X
Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.MA.M
Quant Title : SVOA CALIBRATION

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 unknown-01 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.839 3.21 ng/ul 70092  1,4-Dichlorobenzene-d4 7.846

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Succinic acid, 3,3-dimethylbut-2... 426 C26H5004 1000349-52-0 38
2 Thiophene, 2,3-dihydro-5-methyl- 100 C5H8S 004610-02-0 27
3 Thiophene, 2,3-dihydro-5-methyl- 100 C5H8S 004610-02-0 27
4 Thiophene, 2,3-dihydro-5-methyl- 100 C5SH8S 004610-02-0 27
5 [6-N-(N,N-dimethylaminomethylene... 200 C10H20N202 1000370-32-1 22

Abundance Scan 979 (8.839 min): BG063109.D\data.ms (-975) (-) m/z 57.15 100.00%

57.1
119.1
5000
‘ 184.9 5540  355.1 4175 490. 8.60 8.80 9.00 9.20
0 ‘M“H“WM‘H“"”H‘J‘mH“m\_“m_”\‘ m/z 119.05  79.26%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #316352: Succinic acid, 3,3-dimethylbut-2-yl hexadecyl e
119.0
5000
8.60 8.80 9.00 9.20
57.0 .
2950 m/z 85.05  64.48%
325.0
O+ !IH"h \H y \‘:‘I.I\?P\.q‘ T BRRRER \\\ T \‘\1-}\1\.(\)\ REREE
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #4238: Thiophene, 2,3-dihydro-5-methyl-
85.0
8.60 8.80 9.00 9.20
5000 m/z 58.10 64.34%
p7
0 L
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #4237: Thiophene, 2,3-dihydro-5-methyl-
85.0 8.60 8.80 9.00 9.20
m/z 41.20 48.64%
5000
I W
0 i L UL T L
m/z--> 50 100 150 200 250 300 350 400 450 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92724\
Data File : BGO63109.D

Acqg On : 28 Sep 2024 15:45
Operator : RC/JU

Sample : P3910-12DL2 20X
Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092524.MA.M
Quant Title : SVOA CALIBRATION

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 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.074 4.26 ng/ul 93095 1,4-Dichlorobenzene-d4 7.846

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 7,9-dimethyl- 254 C18H38 021164-95-4 87
2 Octadecane 254 C18H38 000593-45-3 78
3 Heptane, 2,6-dimethyl- 128 C9H20 001072-05-5 76
4 Undecane 156 C11H24 001120-21-4 74
5 Octane, 2-methyl- 128 C9H20 003221-61-2 74
Abundance Scan 1019 (9.074 min): BG063109.D\data.ms (-1015) (-) m/z 57.15 100.00%
57.1
5000
150.0 ‘ 8.80 9.00 9.20 9.40
223.1 3084 546.i
o_‘“‘MHM“‘w}m_m_Hw‘H‘?Z?‘%w_ww_ m/z 43.20 78.72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141075: Hexadecane, 7,9-dimethyl-
57.0
5000
8.80 9.00 9.20 9.40
m/z 71.20 74.79%
155.0
0‘\\\\‘\l\h\l‘II\I\W‘“J\L\\‘\2\:\319‘(\)\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141055: Octadecane
57.0
8.80 9.00 9.20 9.40
5000 m/z 41.20 60.11%
254.0
270
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14552: Heptane, 2,6-dimethyl- A RRRSREEEERE
43.0 8.80 9.00 9.20 9.40
m/z 85.10 43.62%
5000
13.0
ol ‘mﬁl‘HH‘HH_m_m"Hww_www‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.80 9.00 9.20 9.40
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92724\
Data File : BG063109.D

Acqg On : 28 Sep 2024 15:45
Operator : RC/JU

Sample : P3910-12DL2 20X
Misc

ALS Vvial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@92524.MA.M
Quant Title : SVOA CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... ng/ul 46185 .846 437363 20.
Hexylene glycol ng/ul 133409 .846 437363 20.
(DEL) Alkane: S... ng/ul 120731 .846 437363 20.
1-Hexanol, 2-et... ng/ul 49503 .846 437363 20.
Cyclohexanone, ... ng/ul 181921 846 437363 20.
2-(3,3,5-Trimet... ng/ul 140197 .846 437363 20.
unknown-01 ng/ul 70092 .846 437363 20.
(DEL) Alkane: S... ng/ul 93095 .846 437363 20.
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