LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63042.D

Acqg On : 25 Sep 2024 20:41
Operator : RC/JU

Sample : P3879-09DL 20X
Misc :

ALS vial : 9 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: BGO63042.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.917 139 141 145 rVB4 5927 6432 0.22% 0.048%
2 4.376 216 219 221 rBV3 6908 7470 0.25% 0.055%
3 4.969 316 320 325 rBv4 24074 42381 1.44% 0.314%
4 5.204 358 360 367 rvB6 5911 9184 ©0.31% 0.068%
5 5.939 482 485 488 rBv3 6057 7892 0.27% 0.059%
6 6.714 615 617 620 rVv2 5622 7171 0.24% 0.053%
7 6.744 620 622 627 rVB3 6627 8874 0.30% 0.066%
8 6.791 627 630 634 rBVS 6300 9356 ©.32% 0.069%
9 7.067 674 677 681 rBV3 4075 6408 0.22% 0.048%
10 7.161 689 693 694 rBvV3 4902 6671 0.23% 0.049%
11  7.178 694 696 697 rBv2 6988 6480 ©0.22% 0.048%
12 7.231 703 705 708 rBV3 4817 6613 0.22% 0.049%
13 7.278 709 713 720 rVB2 20533 31884 1.08% 0.236%
14 7.384 726 731 735 rVB5 10667 20030 0.68% 0.148%
15 7.502 745 751 754 rVB4 10477 19688 0.67% 0.146%
16 7.848 803 810 817 rVW 213624 386102 13.09% 2.862%
17 7.907 818 820 824 rVB4 8999 10162 ©0.34% 0.075%
18 8.271 877 882 887 rBv2 71293 111560 3.78% 0.827%
19 8.324 887 891 895 rvwv4 16250 19158 0.65% 0.142%
20 8.565 928 932 934 rVB4 7213 9070 0.31% 0.067%
21 8.647 940 946 954 rBV7 9704 18672 0.63% 0.138%
22 8.747 961 963 966 rVB3 8016 7671 0.26% 0.057%
23 8.841 973 979 988 rvB7 19051 42333 1.44% 0.314%
24  8.953 995 998 1003 rVB5 10678 16599 0.56% 0.123%
25 9.006 1003 1007 1014 rVB4 8004 16565 ©0.56% 0.123%
26 9.435 1075 1080 1084 rVB3 10948 19394 0.66% 0.144%
27 9.564 1097 1102 1107 rVB4 12574 22284 0.76% 0.165%
28 9.634 1113 1114 1119 rVB4 5330 7170 0.24% 0.053%
29 9.711 1123 1127 1136 rVB8 13948 33032 1.12% 0.245%
30 9.787 1136 1140 1142 rBV5 6297 9687 0.33% 0.072%
31 9.887 1154 1157 1160 rVB4 6835 8148 0.28% 0.060%
32 10.234 1211 1216 1217 rVV3 6777 9274 0.31% 0.069%
33 10.269 1217 1222 1232 rVB4 13491 33941 1.15% 0.252%
34 10.633 1277 1284 1291 rBV 385068 721547 24.46%  5.349%
35 10.774 1301 1308 1312 rBV6 22979 47673 1.62% ©0.353%
36 10.903 1326 1330 1333 rBV4 8556 15193 ©0.52% 0.113%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63042.D

Acqg On : 25 Sep 2024 20:41
Operator : RC/JU

Sample : P3879-09DL 20X
Misc :

ALS vial : 9 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 11.021 1347 1350 1353 rVB4 13001 13663 0.46% 0.101%
38 11.144 1368 1371 1374 rBV4 10687 16620 0.56% 0.123%
39 11.526 1434 1436 1437 rBv2 8036 6898 0.23% 0.051%
40 11.585 1445 1446 1451 rVB4 6976 8358 0.28% 0.062%
41 11.879 1493 1496 1499 rVV5 13348 17198 ©0.58% 0.127%
42 12.049 1520 1525 1531 rBV6 19757 40114 1.36% 0.297%
43 12.173 1544 1546 1551 rBV3 5975 10303 0.35% 0.076%
44 12.296 1564 1567 1569 rBvV2 6470 6809 0.23% 0.050%
45 12.408 1580 1586 1589 rBvV2 13774 24771 0.84% 0.184%
46 12.466 1591 1596 1597 rBV4 16388 21112 0.72% 0.156%
47 12.525 1603 1606 1609 rVB4 6933 8313 0.28% 0.062%
48 12.654 1625 1628 1629 rVv2 8372 10003 0.34% 0.974%
49 12.731 1638 1641 1644 rVB4 6643 9104 0.31% 0.067%
50 12.795 1648 1652 1654 rBV5 5976 9038 0.31% 0.067%
51 12.919 1666 1673 1680 rBV2 50396 90733 3.08% 0.673%
52 13.001 1682 1687 1691 rBV6 11060 21129 0.72% 0.157%
53 13.054 1691 1696 1702 rVV 64376 97733  3.31% 0.724%
54 13.130 1707 1709 1713 rVB4 5643 6800 0.23% 0.050%
55 13.383 1746 1752 1757 rVB5 7807 16381 0.56% 0.121%
56 13.453 1761 1764 1766 rBV4 6014 6981 0.24% 0.052%
57 13.530 1771 1777 1784 rBV5 21933 42136 1.43% 0.312%
58 13.641 1794 1796 1797 rvv2 7411 6590 0.22% 0.049%
59 13.659 1797 1799 1804 rVWv4 12310 20326 0.69% 0.151%
60 13.700 1804 1806 1812 rVB3 6525 8638 0.29% 0.064%
61 13.806 1820 1824 1825 rBV4 5580 6912 ©0.23% 0.051%
62 13.829 1825 1828 1833 rVVé6 13826 18139 0.62% 0.134%
63 13.894 1834 1839 1843 rVB 37054 53974 1.83% 0.400%
64 14.176 1882 1887 1892 rBV2 42002 71874  2.44% 0.533%
65 14.282 1901 1905 1909 rVB5 11706 21179 0.72% 0.157%
66 14.482 1933 1939 1946 rBV 636323 983012 33.33% 7.287%
67 14.675 1969 1972 1974 rVB4 7708 8343 0.28% 0.062%
68 14.711 1974 1978 1980 rBV2 6605 8170 ©.28% 0.061%
69 14.905 2008 2011 2014 rBV3 4649 7288 0.25% 0.054%
70 14.946 2014 2018 2022 rVB4 7339 9464 0.32% 0.070%
71 15.022 2027 2031 2032 rBV3 6639 8549 0.29% 0.063%
72 15.081 2036 2041 2042 rBV3 8782 10995 0.37% 0.082%
73 15.110 2042 2046 2055 rVV3 145839 244174 8.28% 1.810%
74 15.204 2059 2062 2065 rVV4 5354 7458 0.25% 0.055%
75 15.345 2083 2086 2091 rBV6 6751 11100 0.38% 0.082%

76 15.480 2104 2109 2117 rBV2 65685 100178 3.40% 0.743%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63042.D

Acqg On : 25 Sep 2024 20:41
Operator : RC/JU

Sample : P3879-09DL 20X
Misc :

ALS vial : 9 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 15.627 2126 2134 2141 rBV5 29735 67727 2.30% 0.502%
78 15.721 2147 2150 2152 rBV4 8605 9693 0.33% 0.072%
79 15.845 2167 2171 2177 rBV3 20978 28322 0.96% 0.210%
80 15.992 2194 2196 2198 rBV2 6461 7028 0.24% 0.052%
81 16.091 2211 2213 2216 rBV3 9745 9511 ©0.32% 0.071%
82 16.297 2244 2248 2250 rBV3 14227 17715 0.60% 0.131%
83 16.403 2264 2266 2270 rBV3 5086 6435 0.22% 0.048%
84 16.450 2272 2274 2279 rVB4 10792 14486 ©0.49% 0.107%
85 16.485 2279 2280 2283 rBV2 6689 6540 ©0.22% 0.048%

86 16.885 2342 2348 2357 rBV 852323 1341072 45.47% .941%
87 17.231 2401 2407 2416 rBV 1319289 2003495 67.93% 14.851%

(o}

88 17.331 2418 2424 2430 rVV 118779 175389 5.95% 1.300%
89 17.549 2458 2461 2462 rVB3 7655 7084 0.24% 0.053%
90 17.596 2467 2469 2471 rVB3 10022 6576 0.22% 0.049%
91 17.977 2533 2534 2537 rVB2 8468 7032 0.24% 0.052%
92 18.136 2558 2561 2566 rVV5 9101 11718 ©0.40% ©0.087%
93 18.283 2582 2586 2587 rBvV4 7539 9486 0.32% 0.070%
94 18.859 2681 2684 2687 rBV4 6591 12204 0.41% ©0.090%
95 19.117 2725 2728 2730 rBV4 6490 7524 0.26% ©.056%

96 19.628 2809 2815 2821 rBV 179054 252461 .56% 1.871%
97 19.869 2854 2856 2858 rBV3 7107 7563 0.26% 0.056%
98 21.485 3125 3131 3137 rBV 1928860 2949414 100.00% 21.863%
99 24.311 3608 3612 3620 rVB 83498 183218 6.21% 1.358%
100 24.523 3638 3648 3661 rVB 933284 2496397 84.64% 18.505%

(o]

Sum of corrected areas: 13490419
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63042.D

Acqg On : 25 Sep 2024 20:41
Operator : RC/JU

Sample : P3879-09DL 20X
Misc

ALS vial : 9 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: BG063042.D\data.ms
1500000
1000000
500000 10.633
7.848
. 3.917 4376 4.96%04 5939 mmnﬂeo?s%@mm 0. oBAIBRIN 259 10, TRIIP A1 T85 KL i
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\
Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG063042.D\data.ms
21.485
1500000
17.231
1000000
16.885
14.482
500000
15.110 11331 19.628

UrcenRabiaBt 4 58 1 R S TGO D BT (B 718183883 18.880117 9.869 W

07
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: BG063042.D\data.ms

1500000

1000000 24.523

500000

24.31

e
0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\

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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63042.D

Acqg On : 25 Sep 2024 20:41
Operator : RC/JU

Sample : P3879-09DL 20X
Misc

ALS vial : 9 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

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 2
R.T. EstConc Area Relative to ISTD R.T.
4.969 2.20 ng/ul 42381 1,4-Dichlorobenzene-d4 7.848

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
3 Guanidine 59 CH5N3 000113-00-8 43
4 Hydrazine, 1-methyl-1-(2-methylp... 102 C5H14N2 020240-63-5 37
5 Guanidine 59 CH5N3 000113-00-8 37

Abundance Scan 320 (4.969 min): BG063042.D\data.ms (-316) (-)
3.0

9.

5000

101.1
}‘ | | 1629 2389 3415 4110 506
0“‘HﬂWwﬂw_‘u“muﬂpmMW}‘Hﬂ‘n‘uq“‘wJ‘J‘_“‘ﬂu
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
101.0
O‘\\H\H\““\\\‘\H\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
101.0
o‘mﬂﬂp‘m\‘u‘_"W‘H“H‘w“u‘u“_‘u“H‘_‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #296: Guanidine
59.0
5000
B ———

m/z--> 0 50 100 150 200 250 300 350 400 450 500

m/z 43.05 100.00%

-

4.60 4.80 5.00 5.20

m/z 59.10 83.77%

-

4.60 4.80 5.00 5.20

m/z 101.10  37.68%

TR AT [T

4.60 4.80 5.00 5.20

m/z 39.10 18.09%

-

4.60 4.80 5.00 5.20

m/z 56.30 14.57%

-

4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92524\
Data File : BGO63042.D

Acqg On : 25 Sep 2024 20:41
Operator : RC/JU

Sample : P3879-09DL 20X
Misc

ALS vial : 9 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 2 Cyclohexanone, 3,3,5-trimet... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.271 5.78 ng/ul 111560 1,4-Dichlorobenzene-d4 7.848

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 91
2 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 87
3 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 80
4 1H-1,2,4-Triazole, 3-(2-methylpr... 125 C6H11N3 040515-29-5 53
5 2,4,6-Trimethyl-3-heptene 140 C10H20 1000113-56-9 50
Abundance Scan 882 (8.271 min): BG063042.D\data.ms (-877) (-) m/z 83.05 100.00%
83.0

—

5000
140.0
H 207.1 281.9341.3400.7 530.. 800 8.20 8.40 8.60
o""Hme‘w‘ww‘u:w"c,f"‘"‘3”“;””“_”;‘ m/z 69.05 49.03%
m/z--> 100 150 200 250 300 350 400 450 500
Abundance #21577: Cyclohexanone, 3,3,5-trimethyl-
83.0
5000
8.00 8.20 8.40 8.60
140.0 m/z 55.10 30.59%
27. ‘
0‘\\I‘\\“J\”\\‘\\‘\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #21576: Cyclohexanone, 3,3,5-trimethyl-
83.0
8.00 8.20 8.40 8.60
5000 m/z 56.20 30.30%
140.0
0“MJHA“_‘MM“H"H“H“W“w“u“u“u“_“
m/z--> 0 100 150 200 250 300 350 400 450 500
Abundance #21572: Cyclohexanone, 3,3,5-trimethyl-
83.0 8.00 8.20 8.40 8.60
m/z 140.00 28.18%
5000
140.0
o‘J‘H‘_[Hm!_m‘w_"‘,wwwwwww
m/z--> 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@92524\
Data File : BG@63042.D

Acqg On : 25 Sep 2024 20:41

Operator : RC/JU

Sample : P3879-09DL 20X

Misc

ALS vial : 9

Quant Method
Quant Title

TIC Library

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 3 unknown-01 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
e84l 2.19 ngul 42333 1,4-Dichlorobenzene-d4  7.848
Hit# of 5 Tentative ID MW MolForm CASH# Qual
"1 Oxalic acid, hexadecyl isohexyl ... 398 C24H4604 1000309-33-7 23

1000348-77-6 23
1000398-67-0 9
000141-30-0 9

1000406-35-3 9

2 Fumaric acid, eicosyl 2-methylpe... 480 C30H5604

3 benzamide, N-(2-hydroxy-4-methyl... 375 C18H21N304S
4 Pyridazine, 3,6-dichloro- 148 C4H2C12N2

5 1,3-Propanediol, ethyl hexadecyl... 328 C21H4402

Abundance Scan 979 (8.841 min): BG063042.D\data.ms (-973) (-) m/z 57.05 100.00%
57.0
5000
268.9
134.0 375.6
“ ‘ } ‘ | 472.6528- 8.60 8.80 9.00 9.20
ok L ULM JH‘ JH“WHJ‘H _‘WH o 3 m/z 85.10  92.43%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #301026: Oxalic acid, hexadecyl isohexyl ester
43.0
5000
8.60 8.80 9.00 9.20
m/z 43.05 66.09%
N11. 269.0
O I‘}I\\l?760\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #334146: Fumaric acid, eicosyl 2-methylpent-3-yl ester
85.0
8.60 8.80 9.00 9.20
5000 ITI/Z 58.10 44 ,98%
‘ 379.0
201.0
o8l o0 20 [ s
m/z--> 100 150 200 250 300 350 400 450 500
Abundance #283585: benzamide, N-(2-hydroxy-4-methylphenyl)-3-(1
85.0 8.60 8.80 9.00 9.20
m/z 41.10 43.60%
5000
375.0
029l(i') IN 169.0227.0 319.0
D S
m/z--> 50 100 150 200 250 300 350 400 450 500 8.60 8.80 9.00 9.20
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092524\
Data File : BGO63042.D

Acqg On : 25 Sep 2024 20:41
Operator : RC/JU

Sample : P3879-09DL 20X
Misc

ALS vial : 9 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

| --Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|

2-Pentanone, 4-... 4.969 2.2 ng/ul 42381 1 7.848 386102 20.0
Cyclohexanone, ... 8.271 5.8 ng/ul 111560 1 7.848 386102 20.0
unknown-01 8.841 2.2 ng/ul 42333 1 7.848 386102 20.0
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