LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@21424\
Data File : BN©29793.D

Acqg On : 15 Feb 2024 ©5:52
Operator : MA/JU

Sample : P1329-05

Misc :

ALS Vvial : 72  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_ N\Methods\SFAM-EPA-BN©20724.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BN@29793.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.323 36 40 46 rVB 33492 46702 1.21% ©0.113%
2 3.734 107 110 121 rBV 214459 363906 9.46% 0.877%
3  3.846 125 129 135 rW 50815 68785 1.79% 0.166%
4 3,911 138 140 145 rBV5 4709 7608 0.20% ©0.018%
5 4.052 162 164 171 rVB 17396 17638 0.46% 0.043%
6 4.428 225 228 234 rVB8 5818 8112 0.21% 0.020%
7 4.617 256 260 264 rVB6 14741 22095 ©.57% 0.053%
8 4.776 284 286 291 rVVé6 3339 5519 0.14% 0.013%
9 4.823 291 295 298 rVB5 6232 7586 0.20% 0.018%
106 4.970 316 320 324 rBV 15328 22829 0.59% 0.055%
11 5.081 335 339 344 rVB4 7904 11925 0.31% 0.029%
12 5.317 373 379 385 rBV3 9636 18471 0.48% 0.045%
13 5.528 412 415 418 rVB4 5593 6093 0.16% 0.015%
14 5.564 420 421 423 rBV2 5392 5285 0.14% 0.013%
15 5.852 465 470 477 rBV5 10010 16093 0.42% 0.039%
16 6.099 509 512 516 rBV6 4599 4945 0.13% 0.012%
17 6.540 582 587 593 rVW3 21117 32957 0.86% 0.079%
18 6.740 616 621 624 rBV7 3394 5953 0.15% 0.014%
19 6.846 636 639 648 rBvVl1e 4916 12925 0.34% 0.031%
20 7.034 664 671 685 rVB 543150 949625 24.68%  2.289%
21  7.211 695 701 712 rBV 460202 714886 18.58% 1.723%
22 7.293 712 715 721 rVB6 6581 10722 0.28% 0.026%
23 7.399 725 733 742 rBV 572360 930651 24.19% 2.243%
24 7.481 743 747 752 rVB6 4563 8250 0.21% 0.020%
25 7.693 778 783 788 rVB8 2985 6487 0.17% 0.016%
26 7.869 802 813 818 rBV 637442 1028605 26.73% 2.480%
27 7.928 818 823 839 rVB 544220 848605 22.05% 2.046%
28 8.081 845 849 854 rVB6 10136 15740 0.41% 0.038%
29 8.334 888 892 897 rvB7 3764 7431 0.19% 0.018%
30 8.393 897 902 906 rBV4 8543 13765 0.36% 0.033%
31 8.528 920 925 927 rBV5 6700 8716 0.23% 0.021%
32 8.581 927 934 947 rVB 505647 820422 21.32% 1.978%
33 8.699 947 954 964 rBvV 80302 143964 3.74% 0.347%
34 9.034 1003 1011 1019 rBV 545381 906007 23.55% 2.184%
35 9.193 1034 1038 1043 rVB6 5820 8549 0.22% 0.021%
36 9.422 1073 1077 1089 rVB3 14796 34379 0.89% 0.083%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@21424\
Data File : BN©29793.D

Acqg On : 15 Feb 2024 ©5:52
Operator : MA/JU

Sample : P1329-05

Misc :

ALS Vvial : 72  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_ N\Methods\SFAM-EPA-BN©20724.MA.M
Title : SVOA CALIBRATION
37 9.569 1098 1102 1104 rBV4 3824 4789 0.12% 0.012%
38 9.752 1126 1133 1138 rBV 426863 727067 18.89% 1.753%
39 9.793 1138 1140 1150 rVB3 47459 68801 1.79% 0.166%
40  9.905 1153 1159 1161 rBV4 16662 26656 0.69% 0.064%
41 10.116 1190 1195 1202 rVB4 10077 18135 0.47% 0.044%
42 10.287 1217 1224 1238 rVB 651296 1087915 28.27% 2.623%
43 10.663 1279 1288 1297 rVB 816246 1403436 36.47% 3.383%
44 10.816 1307 1314 1331 rBV 366749 700766 18.21% 1.689%
45 11.022 1343 1349 1350 rBV5 3434 5840 0.15% 0.014%
46 11.222 1377 1383 1389 rVBS8 7459 14857 0.39% 0.036%
47 11.469 1422 1425 1432 rVB7 5968 10872 0.28% 0.026%
48 11.710 1460 1466 1471 rBV9 3992 6063 0.16% 0.015%
49 11.934 1496 1504 1506 rBvVS8 2577 5110 0.13% 0.012%
50 12.093 1529 1531 1535 rVB3 5733 7049 0.18% 0.017%
51 12.257 1556 1559 1564 rvB4 12751 15993 0.42% 0.039%
52 12.434 1587 1589 1593 rBV5 3803 4776 0.12% 0.012%
53 12.646 1620 1625 1626 rBV5 3305 4179 0.11% 0.010%
54 12.810 1647 1653 1657 rBV4 5275 8259 0.21% 0.020%
55 13.057 1692 1695 1698 rBV5 3231 5804 0.15% 0.014%
56 13.116 1702 1705 1709 rVB6 2781 4314 0.11% 0.010%
57 13.293 1728 1735 1739 rBV1e 4368 9883 0.26% 0.024%
58 13.340 1739 1743 1746 rBV3 10135 14379 0.37% 0.035%
59 13.375 1746 1749 1752 rVV3 11351 13774 0.36% 0.033%
60 13.416 1752 1756 1760 rVB2 27475 41733 1.08% 0.101%
61 13.469 1764 1765 1772 rVB7 5039 8435 0.22% 0.020%
62 13.622 1784 1791 1796 rBV5 11464 19868 0.52% 0.048%
63 13.740 1800 1811 1822 rBV 206951 347405 9.03% 0.837%
64 13.934 1837 1844 1857 rBV 1074450 1499509 38.97% 3.615%
65 14.116 1871 1875 1878 rBV6 4746 5698 0.15% 0.014%
66 14.204 1879 1890 1903 rVV 1170699 1782492 46.32% 4.297%
67 14.328 1909 1911 1914 rVB4 3983 4391 0.11% 0.011%
68 14.416 1924 1926 1931 rVB6 5021 8397 0.22% 0.020%
69 14.510 1934 1942 1949 rBV 1117535 1670660 43.42% 4.027%
70 14.563 1949 1951 1956 rVB6 9021 14186 0.37% 0.034%
71 14.722 1971 1978 1991 rBV 390015 671687 17.46% 1.619%
72 14.881 1999 2005 2011 rBV2 33023 59212 1.54% 0.143%
73 14.940 2011 2015 2022 rVB9 15177 29374 0.76% 0.071%
74 15.181 2052 2056 2058 rBV5S 6121 8751 0.23% 0.021%
75 15.51@ 2105 2112 2119 rBV 1520706 2212822 57.51% 5.334%
76 15.575 2119 2123 2127 rVB6 17153 21339 0.55% 0.051%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@21424\
Data File : BN©29793.D

Acqg On : 15 Feb 2024 ©5:52
Operator : MA/JU

Sample : P1329-05

Misc :

ALS Vvial : 72  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_ N\Methods\SFAM-EPA-BN©20724.MA.M
Title : SVOA CALIBRATION
77 15.634 2127 2133 2143 rBV 312069 451791 11.74% 1.089%
78 15.751 2149 2153 2155 rVB5 5376 7089 0.18% 0.017%
79 16.040 2200 2202 2205 rBV4 4784 5314 0.14% 0.013%
80 16.175 2222 2225 2230 rBV 27607 36694 0.95% 0.088%
81 16.228 2230 2234 2239 rVWW7 13424 24596 0.64% 0.059%
82 16.298 2242 2246 2251 rVB7 8892 15250 0.40% 0.037%
83 16.451 2270 2272 2279 rBV8 4879 10724 0.28% 0.026%
84 16.816 2331 2334 2339 rBV7 13088 18251 0.47% 0.044%
85 17.263 2404 2410 2419 rBV 1361118 1926882 50.08% 4.645%
86 17.363 2421 2427 2439 rBV 1494456 2120442 55.11% 5.111%
87 18.175 2560 2565 2575 rBV 367666 609693 15.84% 1.470%
88 18.498 2617 2620 2625 rVB2 40077 60272 1.57% 0.145%
89 18.610 2637 2639 2643 rVB3 30187 30938 0.80% 0.075%
990 18.751 2660 2663 2670 rVB 31458 45533 1.18% 0.110%
91 19.210 2736 2741 2750 rBV 960735 1311140 34.07% 3.161%
92 19.345 2760 2764 2774 rVB3 134887 211988 5.51% 0.511%
93 19.463 2780 2784 2792 rBV 215165 324442 8.43% 0.782%
94 19.663 2813 2818 2826 rVB 1996949 2701622 70.21% 6.512%
95 20.951 3033 3037 3041 rBV 486684 556907 14.47%  1.342%
96 21.198 3077 3079 3091 rVB 703932 1066363 27.71% 2.571%
97 21.463 3120 3124 3133 rBV 1456023 1924665 50.02% 4.640%
98 21.898 3193 3198 3206 rBV 3116538 3847970 100.00% 9.276%
99 23.686 3496 3502 3508 rBV2 1176823 2340433 60.82% 5.642%
100 23.839 3523 3528 3537 rVB 1019279 2117919 55.04% 5.105%

Sum of corrected areas: 41483825
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 15 Feb 2024 ©5:52
: MA/JU
: P1329-65

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©21424\
BN©29793.D

: 72 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©20724.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BN029793.D\data.ms

10.663
10.287

7.034{£99 j}fs 8581 9.034  4.c) ﬁ

33“}& 52443%73&91&}1313755535 853.099 65@%@@&2)\ 169 g8 99 193423 Wn11 1.0222PP 46D 71(
T 1T T T T \\\\‘\\\\’\\\\ \\\\‘\\\\ T T \\‘ \‘\\\\‘\\\’ \\’\\\\‘\\ ‘\\\\‘\\\\‘\

0.816

Time-->

3. 50 4. 00 450 5.00 5. 50 6.00 6. 50 7. 00 7. 50 8.00 8.0 9.00 9.50 10.00 10.50 11.00 11.50

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BN029793.D\data.ms

19.663

15.510

13.034-20% 510 19.210

4 722 634
13.74 :
ER0R25 A2 STECRRSNIND 1811 saﬂmmasns 816 18.898.051

O

Time-->

1200 12,50 13.00 1350 1400 1450 1500 1550 1600 1650 1700 1750 18.00 18.50 19.00 19.50 20.00

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

Time-->

TIC: BN029793.D\data.ms
21.898

23.686

21.463 3.839

21.198

20.951,

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00

SFAM-EPA-BN020724.MA.M Thu Feb 15 12:07:28 2024 Page: 4




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@21424\
Data File : BN©29793.D

Acqg On : 15 Feb 2024 05:52
Operator : MA/JU

Sample : P1329-05

Misc

ALS vial : 72  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©20724.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 1-Hexanol, 2-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.928 16.50 ng/ul 848605 1,4-Dichlorobenzene-d4 7.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 90
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 74
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 59
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 50
Abundance Scan 823 (7.928 min): BN029793.D\data.ms (-818) (-) m/z 57.05 100.00%
57.0
5000 /\\
R e RERE
‘ ‘98.1 7.60 7.80 8.00 8.20
Obrrrrrr b b 07 1850 1930 28LU uu 41,00 41.65%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
5000 L L R R B
7.60 7.80 8.00 8.20
m/z 43.00 32.27%
‘ ‘ ‘980
0 \H‘H‘H“\H ’HH‘l\H‘HH‘H\\‘HH’\H\’HH‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #15685: 1-Hexanol, 2-ethyl-
57.0
T
7.60 7.80 8.00 8.20
5000 m/z 55.00 27 .34%
27,0 ‘ ‘980
S T S —
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #15695: 1-Hexanol, 2-ethyl- R A REEEL s e SRR R
57.0 7.60 7.80 8.00 8.20
m/z 70.00  22.79%
5000
27.0 ‘ ‘ ‘980
N RGNl nak e
m/z--> 20 40 60 80 100120140160180200220240260280 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@21424\
Data File : BN©29793.D

Acqg On : 15 Feb 2024 05:52
Operator : MA/JU

Sample : P1329-05

Misc

ALS vial : 72  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©20724.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 Octyl thioglycolate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.740 4.16 ng/ul 347405  Acenaphthene-d10 14.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octyl thioglycolate 204 C1eH2002S 007664-80-4 86
2 2-Ethylhexyl mercaptoacetate 204 C10H2002S 007659-86-1 86
3 Octane, 3-ethyl- 142 C10H22 005881-17-4 76
4 Oxalic acid, 2-ethylhexyl octyl ... 314 C18H3404 1000309-39-1 72
5 Oxalic acid, bis(2-ethylhexyl) e... 314 C18H3404 1000309-39-0 72
Abundance Scan 1811 (13.740 min): BN029793.D\data.ms (-1800) (- m/z 57.10 100.00%
57.1
5000 Jk
112.1 T ‘ T T ‘ T
| | | 1449 2070 281.( 1359 1490
0b— MW“‘WW¢ﬂW ﬂ“ e T m/z 71.00 77.50%
miz-> 50 100 150 200 250
Abundance #79333: Octyl thioglycolate
57.0
5000 e —
13.50 14.00
ZTO ‘ 113.0 m/z 42.95 60.73%
O T T “\ “ ‘\ ‘HM‘ \“ ‘\H“ \H T \1\4.‘1'()\ T T \20‘4\.0\ T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #79337: 2-Ethylhexyl mercaptoacetate
57.0
= et
13.50 14.00
5000 m/z 41.00 47 .78%
2710 112.0
LU Ly, | wsouse
miz--> 50 100 150 200 250
Abundance #22070: Octane, 3-ethyl- = T
43.0 13.50 14.00
m/z 54.95 31.69%
5000
112.0
o Lm0 Taeo
m/z--> 50 100 150 200 250 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@21424\
Data File : BN©29793.D

Acqg On : 15 Feb 2024 05:52
Operator : MA/JU

Sample : P1329-05

Misc

ALS vial : 72  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©20724.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.175 6.33 ng/ul 609693  Phenanthrene-di10 17.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
4 Tetradecanoic acid 228 C14H2802 000544-63-8 93
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91

Abundance Scan 2565 (18 175 min): BN029793.D\data.ms (-2560) (- m/z 73.00 100.00%

5000
129.1
T

‘:1;7‘ ‘ ‘ ‘ 2561 18.00 18.50

iy w“h“ A 25 m/z 43.00  78.66%

mi/z--> 5 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
256.0

5000 T —
129.0 18.00 18.50
213.0 m/z 60.00 77 .86%
171.0 ‘
o P R
m/z--> 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
= =
18.00 18.50
5000 129.0 m/Z 57.00 62.16%
171.0 213.0 256.0
oL— “ m\h”wﬂ‘\h\ \ ‘ “‘ \““\H“\HH‘HH“
m/z--> 50 100 150 200 250 300 350
Abundance #143509: n-Hexadecanoic acid T —
18.00 18.50
m/z 55.00 62.05%
5000 256.0
129.0
3.0 213.0
‘ 171.0
L \\‘H ‘H‘\ A il ‘ ‘ ‘H ‘

m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@21424\
Data File : BN©29793.D

Acqg On : 15 Feb 2024 05:52
Operator : MA/JU

Sample : P1329-05

Misc

ALS vial : 72  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©20724.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 Drometrizole Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.210 13.61 ng/ul 1311140  Phenanthrene-d10 17.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Drometrizole 225 C13H11N30 002440-22-4 98
2 Drometrizole 225 C13H11N30 002440-22-4 98
3 Drometrizole 225 C13H11N30 002440-22-4 97
4 Drometrizole 225 C13H11N30 002440-22-4 95
5 2-(2H-Benzotriazol-2-yl)-5-methy... 225 C13H11N30 004998-48-5 95

Abundance Scan 2741 (19.210 min): BN029793.D\data.ms (-2736) (- | m/z 225.05 100.00%

225.1
5000
93.0

‘ “ ‘ 1270 ‘16‘81 19.00 1950
ol ) f ] A1 27013060  n/; 93,00 36.25%
miz--> 50 100 150 200 250 300
Abundance #105391: Drometrizole
225.0
5000 ”‘
93.0 19 00 19 50

m/z 65.00 22.71%

39 0 “ 168.0
T ‘ T H hh \“ T “\ T L ‘ = 1?? (\) ‘ ‘ T ‘L\ T ‘ ‘ T T ‘ T T ‘ T T T T ‘ T L
m/z--> 50 100 150 200 250 300
Abundance #105390: Drometriz
225.0

=
19 00 19.50

o

=3
©

5000 ITI/Z 66.00 22.47%
93.0
51.0 168.0
oL ‘u hh “H\ \“ \ \11279 ‘ “ “‘ . “‘ O
m/z--> 100 150 200 250 300 /\
Abundance #105392: Drometrizole —— ——
225.0 19.00 19.50
m/z 78.00 15.66%
5000
93.0
168.0
ol Pl a0 T e S
m/z--> 50 100 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@21424\
Data File : BN©29793.D

Acqg On : 15 Feb 2024 05:52
Operator : MA/JU

Sample : P1329-05

Misc

ALS vial : 72  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©20724.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 9-Octadecenoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.345 2.20 ng/ul 211988 Phenanthrene-di10 17.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid 282 C18H3402 002027-47-6 95
2 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 94
3 6-Octadecenoic acid, (Z)- 282 C18H3402 000593-39-5 93
4 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 89
5 Oleic Acid 282 C18H3402 000112-80-1 89

Abundance Scan 2764 (19.345 min): BN029793.D\data.ms (-2760) (- | m/z 55.00 100.00%
55.0
— ——
39.0 180.1 2021 264.1 19.00 19.50
0! m/z 69.00 91.52%
miz--> 50 100 150 200 250 300
Abundance #176210: 9-Octadecenoic acid
55.0
5000 — —
19.00 19.50
m/z 83.00 80.88%
38.0 180.0 222.0
oL bl
miz--> 50 100 150 200 250 300
Abundance #176224: 9-Octadecenoic acid, (E)-
55.0
— ——
97.0 19.00 19.50
5000 m/Z 41.00 75.68%
264.0
| ‘ 3‘7'0 180.0 222.0
o] Mum— “\‘M‘\ d‘\\\”‘h \M’H\ i I . | i —
miz-> 50 100 150 200 250 300
Abundance #176219: 6-Octadecenoic acid, (Z)- — —
55.0 19.00 19.50
m/z 97.05 57.13%
5000 97.0
264.0
37.0 180.0 222.0
0,18' ‘mm‘\u H’H\h ol \1\ e N‘ e ‘\‘ ‘L T — ——
m/z--> 50 100 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@21424\
Data File : BN©29793.D

Acqg On : 15 Feb 2024 05:52
Operator : MA/JU

Sample : P1329-05

Misc

ALS vial : 72  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©20724.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 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.463 3.37 ng/ul 324442  Chrysene-d12 21.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 96
3 Octadecanoic acid 284 C18H3602 000057-11-4 95
4 Octadecanoic acid 284 C18H3602 000057-11-4 93
5 Octadecanoic acid 284 C18H3602 000057-11-4 90
Abundance Scan 2784 (19.463 min): BN029793.D\data.ms (-2780) (- | m/z 73.00 100.00%
73.0
5000 129.1 J\/JL
185.1 e
‘ 24‘1'1 284.3 ‘ 19.50
o038 btk Ll b L 3540 s 43 00 91.81%
miz--> 50 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 ‘19‘50‘
B3.0 .
284.0 o
185.0 5410 ‘ m/z 60.00 72.43%
O\\“\H‘ \\\‘Hh“h‘\ w““\‘ ‘L“\‘ “ ‘\‘\‘ “\‘\““““““
miz--> 50 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
73.0
=
19.50
129.0
5000/ 28.0 284.0 m/z 57.00  72.33%
185.0 241.0
oL -l \“H‘H‘ \H‘\M“uw‘d“ u‘\‘ ‘ L “\ AL “ il ‘\“ ‘\ ‘\‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #179092: Octadecanoic acid —
43.0 19.50
m/z 41.00 67.36%
5000
129.0
3.0 284.0
‘ 185.0 241.0
ok ‘h‘ H‘\\‘u‘ ‘uh\‘\‘ “‘H‘\‘h‘\ e ] “‘ R “‘ ““ g R ——
m/z--> 50 100 150 200 250 300 350 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@21424\
Data File : BN©29793.D

Acqg On : 15 Feb 2024 05:52
Operator : MA/JU

Sample : P1329-05

Misc

ALS vial : 72  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©20724.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 Octicizer Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.951 5.79 ng/ul 556907 Chrysene-d12 21.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octicizer 362 C20H2704P 001241-94-7 95
2 Phosphoric acid, isodecyl diphen... 390 C22H3104P 1346599-15-2 72
3 Octicizer 362 C20H2704P 001241-94-7 60
4 7-Amino-2,3-dihydro-5-phenyl-1H-... 251 C15H13N30 004928-02-3 50
5 N,N-Dimethyl-4-(6-methyl-1H-benz... 251 C16H17N3 069570-95-2 50
Abundance Scan 3037 (20.951 min): BN029793.D\data.ms (-3033) (- | m/z 251.05 100.00%
251.1
5000
94.0
P
41"0 | 17“5-0 s6o1 | 21.00
o bl ] 3031 3621 428! .94 00  29.32%
miz--> 50 100 150 200 250 300 350 400
Abundance #271568: Octicizer
251.0
5000 R
21.00
94.0 362.0 m/z 250.00 24.79%
. 175.0
0 \4\.:‘\-“3\“1“1‘\“ \‘\H‘\‘\‘\\‘\H\ \\\3\95\-9\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance  #295461: Phosphoric acid, isodecyl diphenyl ester
251.0
e
21.00
5000 m/z 249.00 18.42%
94.0
43.0 170.0
bbbk e 3900
m/z--> 50 100 150 200 250 300 350 400
Abundance #271569: Octicizer 7
251.0 21.00
m/z 41.00 16.47%
5000 94.0
41.0
Wil T
ol A —
m/z--> 50 100 150 200 250 300 350 400 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@21424\
Data File : BN©29793.D

Acqg On : 15 Feb 2024 05:52
Operator : MA/JU

Sample : P1329-05

Misc

ALS vial : 72  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©20724.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 n-Heptadecanol-1 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.198 11.08 ng/ul 1066360  Chrysene-d12 21.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Heptadecanol-1 256 C17H360 001454-85-9 91
2 n-Nonadecanol-1 284 C19H400 001454-84-8 90
3 Isoheptadecanol 256 C17H360 057289-07-3 83
4 1-Tricosene 322 C23H46 018835-32-0 80
5 Cyclopentane, undecyl- 224 C16H32 006785-23-5 72

Abundance Scan 3079 (21.198 min): BN029793.D\data.ms (-3077) (- | m/z 55.00 100.00%

58.0
5000 111.1

——
21.00 21.50
177.1
o“wkw‘wﬁudM'm~w"?ﬁgfgﬁff‘H‘?§§§““w4?§‘ m/z 83.1 99.37%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #143654: n-Heptadecanol-1
55.0
5000 —— e
1.0 21.00 21.50

’ m/z 69.00 90.46%

‘\\‘U‘\“J\‘\\\““\‘}\q‘l\\\\2‘19\0\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #179253: n-Nonadecanol-1
83.0

o

21i00 21i50
5000 m/z 97.10 90.20%
29. 139.0
1T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #143653: Isoheptadecanol — —
83.0 21.00 21.50

m/z 43.00 83.01%

5000
i /thLKﬁf//\\m~www¢J“
UL o 220

YIRIEY S N N P S — —
miz—> 0 50 100 150 200 250 300 350 400 450 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@21424\
Data File : BN©29793.D

Acqg On : 15 Feb 2024 05:52
Operator : MA/JU

Sample : P1329-05

Misc

ALS vial : 72  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©20724 .MA.M

: SVOA CALIBRATION

: 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

Concentration Rank 1

Peak Number 9 Bis(2-ethylhexyl) 2,2'-disu...

R.T. EstConc Area Relative to ISTD R.T.
21.898 39.99 ng/ul 38479760  Chrysene-d12 21.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Bis(2-ethylhexyl) 2,2'-disulfane... 406 C20H3804S2 062268-47-7 95
2 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 47
3 Sulfurous acid, dodecyl 2-ethylh... 362 C20H4203S 1000309-19-5 46
4 Undecane, 6-ethyl- 184 C13H28 017312-60-6 43
5 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1010309-19-2 43

Abundance Scan 3198 (21.898 min): BN029793.D\data.ms (-3193) (- | m/z 57.10 100.00%
57.1
5000 163.9
276.1 21%6 2256
0 Hm"u“\mﬂ‘”‘mJH"w_“"“34‘2‘9“4‘?92“7‘35“1“‘5‘45" n/z 71.16  83.76%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #305718: Bis(2-ethylhexyl) 2,2"-disulfanediyldiacetate
57.0
5000 — —
164.0 21.50 22.00
m/z 43.05 56.54%
| P
0 \\‘\"‘\l\m‘\\“‘f“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158620: Pentadecane, 2,6,10,14-tetramethyl-
57.0
— —
21.50 22.00
5000 m/z 163.90  41.86%
183.0
oLl 1299"%7 2500
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #271596: Sulfurous acid, dodecyl 2-ethylhexyl ester — —
57.0 21.50 22.00
m/z 41.00 40.82%
5000
1, 1690
om‘HM‘HH"m‘HH"m‘mwuu_m_m_uw P e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.50 22.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@21424\
Data File : BN©29793.D

Acqg On : 15 Feb 2024 05:52
Operator : MA/JU

Sample : P1329-05

Misc

ALS Vvial : 72 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@20724.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|
1-Hexanol, 2-et... 7.928 16.5 ng/ul 848605 1 7.869 1028610 20.0
Octyl thioglyco... 13.740 4.2 ng/ul 347405 3 14.510 1670660 20.0
n-Hexadecanoic ... 18.175 6.3 ng/ul 609693 4 17.263 1926880 20.0
Drometrizole 19.210 13.6 ng/ul 1311140 4 17.263 1926880 20.0
9-Octadecenoic ... 19.345 2.2 ng/ul 211988 4 17.263 1926880 20.0
Octadecanoic acid 19.463 3.4 ng/ul 324442 5 21.463 1924670 20.0
Octicizer 20.951 5.8 ng/ul 556907 5 21.463 1924670 20.0
n-Heptadecanol-1 21.198 11.1 ng/ul 1066360 5 21.463 1924670 20.0
Bis(2-ethylhexy... 21.898 40.0 ng/ul 3847970 5 21.463 1924670 20.0
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