LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1I\BNA_N\Data\BN042624\
Data File : BN031241.D

Acg On : 26 Apr 2024 11:50

Operator : MA/JU

Sample : P2249-02

Misc :

ALS Vial : 5 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 : 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN041924 _MA_M
Title : SVOA CALIBRATION
Signal : TIC: BNO31241.D\data.ms
peak R.T. first max last PK peak corr.  corr. % of
# min scan scan scan TY height area % max.  total
1 3.064 9 13 20 rvB4 17751 29368 0.74% 0.046%
2 3.140 22 26 33 7rVB 40073 55589 1.41% 0.087%
3 3.411 68 72 83 rBvV 55795 88726 2.25% 0.139%
4 3.546 93 95 113 rBV 490433 713704 18.06%  1.116%
5 3.858 145 148 154 rvB2 12387 18788 0.48% 0.029%
6 4.081 182 186 189 rBV5 5609 6619 0.17% 0.010%
7 4.187 199 204 208 rBv2 92154 179449  4.54%  0.281%
8 4.775 300 304 310 rvB2 13420 19160 0.48% 0.030%
9 5.705 458 462 463 rBvV2 4278 5599 0.14% 0.009%
10 5.728 463 466 475 rVB2 9365 17327 0.44% 0.027%
11  6.593 608 613 616 rBV3 19972 31449 0.80% 0.049%
12 6.628 616 619 626 rvB2 19566 33827 0.86% 0.053%
13 6.799 642 648 663 rBV 839067 1325807 33.55% 2.072%
14 6.963 670 676 686 rVB 648551 1012916 25.63% 1.583%
15 7.157 699 709 718 rBV 836319 1330549 33.67% 2.080%
16 7.246 719 724 728 rVW7 10487 20164 0.51% 0.032%
17 7.316 732 736 745 rvB8 9539 17031 0.43% 0.027%
18 7.499 762 767 771 rVvB4 4047 6332 0.16% 0.010%
19 7.622 781 788 795 rBV 1040484 1607480 40.68% 2.513%
20 7.699 795 801 810 rVvB7 11630 29460 0.75% 0.046%
21 8.193 880 885 888 rBVv5 10507 18514  0.47% 0.029%
22 8.216 888 889 896 rvVB6 5678 9808 0.25% 0.015%
23 8.328 901 908 925 rVV 1043144 1679282 42.49% 2.625%
24  8.775 977 984 993 rBV 764142 1281658 32.43% 2.003%
25 8.940 1006 1012 1019 rVB 38935 63284 1.60%  0.099%
26 9.169 1046 1051 1056 rVvB2 25880 37838 0.96%  0.059%
27 9.346 1074 1081 1089 rBV 34005 59426 1.50% 0.093%
28 9.493 1099 1106 1120 rBVY 683005 1096036 27.74% 1.713%
29 9.610 1120 1126 1128 rVV5 3768 5939 0.15% 0.009%
30 9.728 1139 1146 1153 rBVY 23897 42645 1.08% 0.067%
31 9.816 1158 1161 1166 rBV6 3906 7093 0.18% 0.011%
32 9.916 1171 1178 1179 rBV5 4960 8855 0.22% 0.014%
33 10.028 1189 1197 1208 rBV 1028857 1750606 44.30% 2.736%
34 10.187 1217 1224 1239 rBV 94817 203586 5.15% 0.318%
35 10.398 1250 1260 1269 rBV 1494767 2466464 62.41%  3.855%
36 10.546 1277 1285 1306 rBVY 786534 1362888 34.49% 2.130%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1I\BNA_N\Data\BN042624\
Data File : BN031241.D

Acg On : 26 Apr 2024 11:50

Operator : MA/JU

Sample : P2249-02

Misc :

ALS Vial : 5 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 : 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEMI\BNA_N\Methods\SFAM-EPA-BN041924 .MA.M
Title : SVOA CALIBRATION

37 10.928 1346 1350 1351 rBV3 5798 7620 0.19% 0.012%
38 10.951 1351 1354 1358 rVB6 7920 13511 0.34% 0.021%
39 11.151 1379 1388 1392 rBV3 30726 68224 1.73% 0.107%
40 11.198 1392 1396 1409 rVvB2 59873 108861 2.75% 0.170%
41 11.345 1416 1421 1428 rVB 97379 147935 3.74% 0.231%
42 11.828 1498 1503 1513 rWV 27312 47101 1.19% 0.074%
43 11.916 1513 1518 1519 rVvv2 8321 12077 0.31% 0.019%
44 11.940 1519 1522 1526 rVv2 12040 18322  0.46% 0.029%
45 11.998 1527 1532 1536 rVv2 17169 27118 0.69%  0.042%
46 12.045 1536 1540 1544 rVB 6332 9011 0.23% 0.014%
47 12.163 1554 1560 1567 rBV 49076 81133 2.05% 0.127%
48 12.463 1604 1611 1615 rBV6 7408 11703 0.30% 0.018%
49 12.528 1618 1622 1629 rVV6 9733 19867 0.50% 0.031%
50 12.716 1649 1654 1661 rBV2 37642 61871 1.57% 0.097%
51 12.916 1682 1688 1694 rBv4 7277 11917 0.30% 0.019%
52 13.004 1700 1703 1708 rBV6 3865 6716 0.17% 0.010%
53 13.087 1712 1717 1723 rVB2 16870 24409 0.62% 0.038%
54 13.163 1723 1730 1737 rBvV2 30904 50090 1.27% 0.078%
55 13.687 1812 1819 1828 rBV 1819240 2486396 62.92% 3.887%
56 13.751 1828 1830 1834 rVV5 4723 6286 0.16% 0.010%
57 13.798 1834 1838 1847 rVB8 12491 20239 0.51% 0.032%
58 13.963 1853 1866 1875 rBVY 2102108 3120478 78.96% 4.878%
59 14.175 1898 1902 1906 rBv4 8761 11122  0.28% 0.017%
60 14.269 1911 1918 1928 rVV 2223918 3290805 83.27% 5.144%
61 14.486 1948 1955 1972 rBV 751796 1281486 32.43% 2.003%
62 14.692 1986 1990 1998 rVB8 13490 27902 0.71% 0.044%
63 15.075 2052 2055 2057 rBv4 5048 5701 0.14% 0.009%
64 15.128 2061 2064 2068 rVB2 8597 10236 0.26% 0.016%
65 15.269 2081 2088 2097 rBV 2655981 3734381 94.50% 5.837%
66 15.392 2103 2109 2123 rBV 689746 943314 23.87%  1.475%
67 15.504 2124 2128 2137 rVB7 15241 29177  0.74%  0.046%
68 15.845 2181 2186 2192 rVB9 4868 9018 0.23% 0.014%
69 15.992 2206 2211 2214 rBV6 10974 14593 0.37% 0.023%
70 16.051 2219 2221 2225 rVB5 9478 10260 0.26%  0.016%
71 16.222 2246 2250 2253 rBVS5 4136 5681 0.14% 0.009%
72 16.428 2282 2285 2291 rVB6 19323 27359 0.69%  0.043%
73 16.698 2327 2331 2333 rBVS5 5654 6940 0.18% 0.011%
74 16.786 2343 2346 2348 rBv4 6719 9286 0.23% 0.015%
75 16.939 2364 2372 2377 rBV4 5369 12746  0.32% 0.020%
76 17.022 2377 2386 2392 rBV 2718345 3756899 95.07% 5.873%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1I\BNA_N\Data\BN042624\
Data File : BN031241.D

Acg On : 26 Apr 2024 11:50
Operator : MA/JU

Sample : P2249-02

Misc :

ALS Vial : 5 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 : 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEMI\BNA_N\Methods\SFAM-EPA-BN041924 .MA.M
Title : SVOA CALIBRATION
77 17.122 2396 2403 2412 rBV 2683336 3755289 95.03% 5.870%
78 17.310 2432 2435 2441 rVB6 5189 7315 0.19% 0.011%
79 17.522 2468 2471 2477 rBV8 5867 7240 0.18% 0.011%
80 17.698 2493 2501 2507 rBV 31828 59293 1.50% 0.093%
81 17.798 2513 2518 2524 rBV9 14120 32705 0.83% 0.051%
82 17.857 2526 2528 2532 rBV5 4196 6367 0.16% 0.010%
83 17.927 2534 2540 2549 rBV 590356 935755 23.68% 1.463%
84 18.216 2587 2589 2593 rVB5 9565 9076 0.23% 0.014%
85 18.251 2593 2595 2598 rBV4 8306 11130 0.28% 0.017%
86 18.351 2610 2612 2616 rVB4 11027 12920 0.33%  0.020%
87 18.851 2695 2697 2700 rBv4 8407 9692 0.25% 0.015%
88 18.980 2713 2719 2724 rBV2 65907 116809 2.96% 0.183%
89 19.069 2728 2734 2735 rBV2 274182 344828 8.73%  0.539%
90 19.098 2735 2739 2755 rVV2 1929138 3820444 96.68% 5.972%
91 19.216 2755 2759 2772 rVB 1343089 1992420 50.42% 3.114%
92 19.422 2789 2794 2801 rVB 2839265 3951771 100.00% 6.177%
93 19.980 2885 2889 2893 rVB3 46783 62881 1.59%  0.098%
94 20.210 2925 2928 2934 rVB3 63515 82195 2.08% 0.128%
95 20.316 2940 2946 2961 rBV 1839642 2977932 75.36% 4.655%
96 20.474 2970 2973 2976 rBV 78320 89294  2.26%  0.140%
97 20.963 3051 3056 3064 rVB3 250502 472153 11.95% 0.738%
98 21.257 3101 3106 3119 rVB 2141623 3004927 76.04% 4.697%
99 23.957 3557 3565 3581 rVB 1297433 3209670 81.22% 5.017%
100 24.157 3591 3599 3608 rVB2 1150083 2810560 71.12% 4.393%

Sum of corrected areas: 63973723
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN042624\
Data File : BN031241.D

Acq On I 26 Apr 2024 11:50
Operator : MA/JU

Sample 1 P2249-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN041924 .MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BN031241.D\data.ms

2500000

2000000

1500000 10.398

000000 7.622 8328 10.028

1

6.7997.157 8.775 10.546
96 0.493
500000 3.546
0?@?‘\?\8\5é@‘\4\7\7\5‘\\\\‘5?@‘\\\\?\\\\‘\\\\‘\\g\g\‘ail\\\‘\\\\9‘\\\g\‘jeg“i\i‘rl]\is\ia\‘\\\\‘\\\\5\]-\\\‘\\\\\l'
Time--> 3.00 350 400 450 500 550 600 650 7.00 750 800 850 900 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BN031241.D\data.ms
19.422
15.269 11:p322
2500000 21.257
14.269
I 13.963 19.098 20.316
13.687
1500000 1p-218
1000000
14.486 -
15.392
17.927 20.963
500000 Lﬁkwwwﬂjk~\p\mjk,
. 0474
19
KEFO8G3  UR7ZBA. 175 14.69 5051 BANHER0 2 DSETRG307 370 e

Time--> mm1%0Mm1%0wm1%0mm1M0nm1m0wmlwomm1%0mmzmoum2monm2mo
Abundance TIC: BN031241.D\data.ms

2500000
2000000
23.957

1500000 4.157

1000000

500000
o N

0\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ 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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN042624\
Data File : BN031241.D

Acq On I 26 Apr 2024 11:50
Operator : MA/JU

Sample 1 P2249-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN041924 .MA.M
Quant Title : SVOA CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 1 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
4.187 2.23 ng/ul 179449 1,4-Dichlorobenzene-d4 7.622

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 76
2 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 76
3 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 72
4 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 64
5 2-Pentene, 2,3-dimethyl- 98 C7H14 010574-37-5 64
Abundance Scan 204 (4.187 min): BN031241.D\data.ms (-199) (-) m/z 82.95 100.00%
43.0 83.0
5000 A\
PR e
H‘ ‘ ‘ 1140 146.9 2070 3.80 4.00 4.20 4.40 4.60
Ol el L2200 1409 2070 sz 43.00  91.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3817: 2-Pentene, 3,4-dimethyl-, (E)-
55.0 83.0
5000 L B LU B I
27.0 3.80 4.00 4.20 4.40 4.60
m/z 55.00 86.36%
O\\\‘\‘\w‘\\‘ \\w‘\‘\‘\“\\“\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3811: 2-Pentene, 3,4-dimethyl-, (E)-
55.0 83.0
T T T
3.80 4.00 4.20 4.40 4.60
5000 m/z 98.00 40.91%
27.0
0"m‘wuw&NM‘ﬂhwﬂ‘H\H“_‘H‘H“_‘H‘H“_‘H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3646 3-Penten-2-one, 4-methyl- pr
55.0 83.0 3.80 4.00 4.20 4.40 4.60
m/z 41.00 38.24%
h i JL
0 .
m/z--> 20 40 60 80 100 120 140 160 180 200 3.80 4.00 4.20 4.40 4.60

SFAM-EPA-BN041924 .MA.M Mon Apr 29 02:11:51 2024 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN042624\
Data File : BN031241.D

Acq On I 26 Apr 2024 11:50
Operator : MA/JU

Sample 1 P2249-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN041924 .MA.M
Quant Title : SVOA CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 2 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.927 4.98 ng/ul 935755  Phenanthrene-di10 17.022
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
5 Tetradecanoic acid 228 C14H2802 000544-63-8 91

Abundance Scan 2540 (17.927 min): BN031241.D\data.ms (-2534) (' | m/z 73.00 100.00%
3.0
43.0
5000 129.1
213.2 —
‘ “ 157.1185.1 ‘ 256.1 18.00
owuw‘“ww ll MH‘Mw‘umm‘p‘H‘H_“H\WMH_HW m/z 43.05 81.39%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 CT
18.00
0
157.01g5 92130  256.0 m/z 60.00 79.64%
0,
m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #143511: n-Hexadecanoic acid
73.0
I
43.0 129.0 256.0 18.00
5000 m/z 57.10 66.93%
213.0
H 157.0185.0
o“meAWw$‘“ Nk‘W‘M‘MMWM‘q‘m‘NHJ_HM_LH‘HHMH
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid T
3 2
43.0 73.0 256.0 18.00
m/z 41.00 65.21%
5000
129.0
213.0
‘ H (ﬂ 157.0185.0 ‘
LI 1t G O O -
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN042624\
Data File : BN031241.D

Acq On I 26 Apr 2024 11:50
Operator : MA/JU

Sample 1 P2249-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN041924 .MA.M
Quant Title : SVOA CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 3 6-Octadecenoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.098 20.34 ng/ul 3820440  Phenanthrene-d10 17.022
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 6-Octadecenoic acid 282 C18H3402 1000336-66-8 95
2 6-Octadecenoic acid, (2)- 282 C18H3402 000593-39-5 95
3 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 91
4 Oleic Acid 282 C18H3402 000112-80-1 91
5 trans-13-Octadecenocic acid 282 C18H3402 000693-71-0 86

Abundance Scan 2739 (19.098 min): BN031241.D\data.ms (-2735) (- | m/z 55.00 100.00%

55.0
5000 91.0
‘ 19.00 19'50
37.0 1g0.2 2222 2641 : :
0 L pops e L 8L m/z 69.05  74.49%
miz--> 50 100 150 200 250 300
Abundance #176211: 6-Octadecenoic acid
580 970
5000

— =
19.00 19.50
m/z 41.10 72.00%

37.0 1g0.0 222.0

O,
miz--> 50 100 150 200 250 300
Abundance #176219: 6-Octadecenoic acid, (2)-
55.0
— —
19.00 19.50
5000 97.0 m/z 83.05  60.74%
264.0
37.0 180.0 222.0
o8- PP ST SOV TRV B
miz--> 50 100 150 200 250 300
Abundance #176223: 9-Octadecenoic acid, (E)- — ==
55.0 19.00 19.50
m/z 43.00 53.21%
5000
38.0 180.0 222.0
o! — 4
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\BN042624\
Data File : BN031241.D

Acq On I 26 Apr 2024 11:50
Operator : MA/JU

Sample 1 P2249-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN041924 .MA.M
Quant Title : SVOA CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 4 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.216  13.26 ng/ul 1992420 Chrysene-di12 21.257
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 99
4 Octadecanoic acid 284 C18H3602 000057-11-4 98
5 Octadecanoic acid 284 C18H3602 000057-11-4 94
Abundance Scan 2759 (19.216 min): BN031241.D\data.ms (-2755) (-~ | m/z  73.00 100.00%
73.0
5000 129.1 J\\A\NM
1851 2412 — =
| ‘ ‘ 284.1 19.00 19.50
0 gt L 885 4310 04.87%
m/z--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid
73.0
5000 — S
129.0 19.00 19.50
m/z 60.00 82.14%
29. 185.0 549 284.0
O' \HM“\““\“““‘“\“"““““““
miz--> 50 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
73.0
— —
19.00 19.50
129.0
5000/ 28.0 284.0 m/z 57.05  78.05%
' 1850 2410
0 mm\ M “ L ‘\ AL ‘ ‘\‘\H\’\H““HH“
m/z--> 50 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid — 7
43.0 19.00 19.50
m/z 55.00 72.76%
5000 129.0
3.0
284.0
185.0 2410 ‘
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN042624\
Data File : BN031241.D

Acq On I 26 Apr 2024 11:50
Operator : MA/JU

Sample 1 P2249-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN041924 .MA.M
Quant Title : SVOA CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 5 12-Hydroxystearic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.316  19.82 ng/ul 2977930 Chrysene-d12 21.257
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 12-Hydroxystearic acid 300 C18H3603 000106-14-9 94
2 12-Hydroxystearic acid 300 C18H3603 000106-14-9 58
3 5-Methoxy-2-nitrobenzoic acid 197 C8H7NO5 001882-69-5 38
4 Terephthalonitrile, 2-amino-3,5,... 197 C8H2F3N3 133622-66-9 27
5 Glutaric acid, monoamide, N,N-di... 423 C27H37NO3 1000360-23-7 22
Abundance Scan 2946 (20.316 min): BN031241.D\data.ms (-2940) (- m/z 55.00 100.00%
55.0
197.1
5000
P T
l ﬁl'l 20.00 20.50
ol MARLAMLL ] 26413122 4009 197 05 77,77
miz--> 50 100 150 200 250 300 350 400
Abundance #199811: 12-Hydroxystearic acid
55.0
197.0
5000 — ——
20.00 20.50
0
" 11.0 m/z 97.05 61.31%
O \‘\ ‘LH‘TN‘H\‘ M ‘\““\““‘ ‘W \mH\ M\‘ ‘ ‘\‘ “\ ‘\l\ ‘ \‘\ T \2‘6\4\“\0\ ‘ TTTT ‘ TTTT ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #199813: 12-Hydroxystearic acid
55.0 197.0
P CT
20.00 20.50
5000 m/z 43.05 45 .56%
11.0
264.0
0,
m/z--> 50 100 150 200 250 300 350 400
Abundance #72906: 5-Methoxy-2-nitrobenzoic acid . —
197.0 20.00 20.50
63.0 m/z 41.05 45.41%
5000 123.0 VAka&\Vk\gﬁ/wﬂ
m/z--> 50 100 150 200 250 300 350 400 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN042624\
Data File : BN031241.D

Acq On I 26 Apr 2024 11:50
Operator : MA/JU

Sample 1 P2249-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN041924 .MA.M
Quant Title : SVOA CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.963 3.14 ng/ul 472153  Chrysene-di12 21.257
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Tetracosene 336 C24H48 010192-32-2 94
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 94
4 Bromoacetic acid, hexadecyl ester 362 C18H35Br02 005454-48-8 94
5 n-Tetracosanol-1 354 C24H500 000506-51-4 94
Abundance Scan 3056 (20.963 min): BN031241.D\data.ms (-3051) (- m/z 57.10 100.00%
7.1
5000 11.1 MNL/J\
P
H ‘ 68.0 229.1 20133419 400.9 2199
oL AL LA L3080, 2291 29133410 4009 /7 g3.10  96.47%
miz--> 50 100 150 200 250 300 350 400
Abundance #244231:; 1-Tetracosene
43.0 970
5000 1 7
21.00
m/z 55.00 92.55%
0 \\“\“‘\“ i ‘H‘ ‘\“\““\1“ “\‘\\\2‘1\0\9\‘\\\\‘\3\3\6\‘0\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #232316: Behenic alcoho
83.0
P
21.00
5000 m/z 43.10 88.31%
il
oLl AL, 1960 2800
m/z--> 50 100 150 200 250 300 350 400
Abundance #275003: Dichloroacetic acid, heptadecyl ester —
57.0 21.00
m/z 97.10 83.31%
5000 11.0 NMWANWN\»/\NwwaMWVﬁ
o \u\w |l,1680 2980 3950 _—
m/z--> 50 100 150 200 250 300 350 400 21.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN042624\
Data File : BN031241.D

Acg On : 26 Apr 2024 11:50
Operator : MA/JU

Sample : P2249-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEMI\BNA_N\Methods\SFAM-EPA-BN041924 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]|
(DEL) Alkane: S... 4.187 2.2 ng/ul 179449 1 7.622 1607480 20.0
n-Hexadecanoic ... 17.927 5.0 ng/ul 935755 4 17.022 3756900 20.0
6-Octadecenoic ... 19.098 20.3 ng/ul 3820440 4 17.022 3756900 20.0
Octadecanoic acid 19.216 13.3 ng/ul 1992420 5 21.257 3004930 20.0
12-Hydroxystear... 20.316 19.8 5 21.257 3004930 20.0
(DEL) Alkane: S... 20.963 3.1 5

ng/ul 2977930

ng/ul 472153 21.257 3004930 20.0
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