LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101923\
Data File : BP@17729.D

Acqg On : 19 Oct 2023 14:41
Operator : MA/JU

Sample : 04864-02

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_ P\Methods\SFAM-EPA-BP101823.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@17729.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.258 25 29 35 rVB 34996 44654 1.38% 0.122%
2 3.564 78 81 85 rBv 11094 17247 0.53% 0.047%
3 3.693 99 103 118 rBV 267566 460364 14.21% 1.261%
4 3.876 130 134 141 rVB 21809 37443 1.16% 0.103%
5 3.993 150 154 166 rVB 29096 47187 1.46% ©0.129%
6 4.211 188 191 194 rBV5 4108 4987 0.15% 0.014%
7 4.387 217 221 225 rBV6 6658 9357 0.29% 0.026%
8 4.928 309 313 319 rVB 19793 31089 0.96% 0.085%
9 5.334 378 382 387 rBV2 16787 23391 0.72% 0.064%
10 5.470 401 405 408 rBV3 8268 13817 ©0.43% 0.038%
11 5.699 438 444 445 rBV6 3388 5129 0.16% 0.014%
12 5.840 464 468 475 rVB3 7935 12993 0.40% 0.036%
13 5.934 477 484 494 rBVS8 8002 20547 0.63% 0.056%
14 6.828 632 636 639 rBVS 9765 14750 0.46% 0.040%
15 6.869 639 643 651 rVW5 11211 22883 0.71% 0.063%
16 6.958 655 658 662 rVB6 3940 5107 ©0.16% 0.014%
17 7.052 667 674 684 rBV 242554 417170 12.88% 1.143%
18 7.234 697 705 714 rBV 526640 816053 25.19%  2.236%
19 7.317 714 719 728 rVvV3 26060 53457 1.65% 0.146%
20 7.411 728 735 746 rW 571242 896321 27.67% 2.456%
21 7.499 746 750 757 rVB3 14261 27535 0.85% 0.075%
22 7.887 809 816 828 rBV 402902 664029 20.50% 1.819%
23 8.187 860 867 871 rBV9 3462 8474 0.26% 0.023%
24  8.428 903 908 910 rBV6 3013 5365 ©0.17% 0.015%
25 8.611 930 939 956 rBV 539466 882085 27.23%  2.417%
26 8.752 959 963 968 rVB7 4585 7436 0.23% 0.020%
27 9.093 1013 1021 1027 rBV 553677 940933 29.04%  2.578%
28 9.140 1027 1029 1036 rVV 64018 93278 2.88% 0.256%
29 9.211 1037 1041 1044 rVB5 6937 9723 0.30% 0.027%
30 9.275 1049 1052 1053 rvv3 4155 4931 0.15% 0.014%
31 9.287 1053 1054 1060 rVB6 5282 6059  0.19% 017%
32 9.810 1133 1143 1153 rBV 481175 786960 24.29% 156%
33 10.010 1169 1177 1184 rBV4 17398 41126 1.27%

34 10.340 1225 1233 1246 rBV 675463 1181394 36.47%
35 10.722 1291 1298 1305 rBV 517432 842507 26.01%

NWONO
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=
w
R

36 10.899 1319 1328 1341 rBV 490847 926467 28.60%  2.538%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101923\
Data File : BP@17729.D

Acqg On : 19 Oct 2023 14:41
Operator : MA/JU

Sample : 04864-02

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_ P\Methods\SFAM-EPA-BP101823.MA.M
Title : SVOA CALIBRATION
37 11.140 1365 1369 1373 rBV7 3416 6117 0.19% 0.017%
38 11.422 1411 1417 1421 rBV 18463 31829 0.98% 0.087%
39 11.499 1425 1430 1441 rVB2 23291 43112 1.33% 0.118%
40 11.793 1474 1480 1485 rVBS 6116 12686 0.39% 0.035%
41 12.322 1565 1570 1575 rBV 12413 20540 0.63% 0.056%
42 12.381 1575 1580 1584 rBv2 13855 26942 0.83% 0.074%
43 12.799 1647 1651 1653 rBV3 9932 13672 0.42% 0.037%
44 12.975 1676 1681 1686 rBV9 2989 6007 0.19% 0.016%
45 13.057 1692 1695 1701 rVB5 5954 10771 0.33% 0.030%
46 13.146 1704 1710 1716 rVB5 5941 8784 0.27% 0.024%
47 13.328 1734 1741 1745 rBvV8 6911 12324 0.38% 0.034%
48 13.428 1750 1758 1770 rBV 1413920 2192518 67.68% 6.007%
49 13.540 1775 1777 1781 rW5 4031 5865 0.18% 0.016%
50 13.581 1781 1784 1789 rVB6 8788 13195 0.41% 0.036%
51 13.763 1810 1815 1818 rBV7 5260 8816 0.27% 0.024%
52 13.934 1840 1844 1848 rBvV7 5360 8444 0.26% 0.023%
53 14.004 1848 1856 1862 rVV 1384843 1824309 56.31% 4.998%
54 14.051 1862 1864 1876 rVB7 23248 35681 1.10% ©0.098%
55 14.198 1883 1889 1894 rBV9 6724 13493 0.42% 0.037%
56 14.281 1894 1903 1915 rVV 1428761 2136586 65.95% 5.854%
57 14.369 1915 1918 1919 rvv3 5082 6179 0.19% 0.017%
58 14.410 1922 1925 1929 rVB6 5676 8714 0.27% 0.024%
59 14.498 1935 1940 1945 rBv4 9346 17129 0.53% 0.047%
60 14.587 1947 1955 1963 rW 757749 1085381 33.50% 2.974%
61 14.846 1991 1999 2016 rVV2 95031 260698 8.05% 0.714%
62 14.975 2017 2021 2027 rVB5 13625 23685 0.73% 0.065%
63 15.204 2056 2060 2069 rVB8 11005 18930 0.58% 0.052%
64 15.340 2077 2083 2086 rBV7 5956 9072 0.28% 0.025%
65 15.593 2118 2126 2137 rBV 1840404 2663967 82.23% 7.299%
66 15.734 2142 2150 2158 rW 550099 758142 23.40% 2.077%
67 15.828 2162 2166 2171 rVB4 12390 18918 ©0.58% 0.052%
68 15.981 2188 2192 2200 rVB4 14178 23592 0.73% 0.065%
69 16.387 2256 2261 2265 rBV2 53419 89215 2.75% 0.244%
70 16.616 2295 2300 2306 rBV 26159 38769 1.20% 0.106%
71 16.722 2313 2318 2327 rBV4 31774 61684 1.90% 0.169%
72 16.851 2336 2340 2346 rVB 30186 42934 1.33% 0.118%
73 17.028 2365 2370 2372 rBV6 4981 7915 0.24% 0.022%
74 17.163 2390 2393 2396 rBV5 4314 4976 ©0.15% 0.014%
75 17.375 2423 2429 2437 rBV 896999 1267575 39.13% 3.473%
76 17.481 2440 2447 2463 rBV 1992557 2863630 88.39% 7.846%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101923\
Data File : BP@17729.D

Acqg On : 19 Oct 2023 14:41
Operator : MA/JU

Sample : 04864-02

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_ P\Methods\SFAM-EPA-BP101823.MA.M
Title : SVOA CALIBRATION
77 18.004 2531 2536 2544 rBV4 30745 45668 1.41% ©0.125%
78 18.104 2550 2553 2560 rBV9 11253 20593 0.64% 0.056%
79 18.234 2569 2575 2587 rBV 493486 714548 22.06% 1.958%
80 18.628 2640 2642 2649 rVB7 9938 14016 0.43% 0.038%
81 18.875 2682 2684 2688 rBV5 7076 8204 0.25% 0.022%
82 19.051 2711 2714 2721 rBV6 19624 36735 1.13% 0.101%
83 19.122 2723 2726 2728 rVV3 14283 19479 0.60% 0.053%
84 19.151 2728 2731 2742 rVB3 91896 110299 3.40% 0.302%
85 19.275 2749 2752 2754 rBV3 17864 21469 0.66% 0.059%
86 19.304 2754 2757 2760 rVV2 22758 29241 0.90% 0.080%
87 19.339 2760 2763 2764 rVV3 23203 24591 0.76% 0.067%
88 19.375 2764 2769 2775 rVB2 146029 213243 6.58% 0.584%
89 19.475 2782 2786 2797 rBV 250375 370933 11.45% 1.016%
90 19.616 2806 2810 2812 rBVv4 20517 25415 0.78% 0.070%
91 19.733 2825 2830 2837 rBV 2394343 3239593 100.00% 8.876%
92 20.204 2906 2910 2914 rBV4 35869 51051 1.58% 0.140%
93 20.557 2967 2970 2976 rVB3 57023 73942 2.28% 0.203%
94 20.698 2991 2994 2996 rBV2 39847 41422 1.28% ©0.113%
95 21.186 3070 3077 3081 rBV6 164196 388968 12.01% 1.066%
96 21.292 3092 3095 3101 rVB 50978 64382 1.99% 0.176%
97 21.516 3129 3133 3143 rVB 953671 1269337 39.18% 3.478%
98 23.210 3418 3421 3428 rVB2 116750 171631 5.30% 0.470%
99 23.904 3531 3539 3550 rVB2 1482220 3177309 98.08% 8.706%
100 24.074 3561 3568 3580 rVB 598021 1280199 39.52% 3.508%

Sum of corrected areas: 36497312
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101923\
Data File : BP@17729.D

Acqg On : 19 Oct 2023 14:41
Operator : MA/JU

Sample : 04864-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BP017729.D\data.ms
2000000
1500000
1000000
§ " 10.340
7.2 8.611 9.093 10.
500000 7. 887 9.810 8399
3.693 705
0335;'&53&&55%24387 4.928 5.3347 608434 m@\g 3199 81&}’42 752 9985 0.010 111404299 -
\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BP017729.D\data.ms
19.¥Y33
2000000 17.481
15.593
1500000 13.428 14084281
1000000 17.375
14.587
15.734 18.234
500000
%4 16.387 20.204
oL 1mEm12 Tasmsas s enzonno 1500110 RICHRs e | 12908
T T T T T T T T e T T T T R T T T T e e T T
Time--> 12.00 1250 13.00 13,50 14.00 1450 15.00 1550 16. OO 16,50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BP017729.D\data.ms
2000000
23.904
1500000
21.516
1000000 b4 074
500000
0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101923\
Data File : BP@17729.D

Acqg On : 19 Oct 2023 14:41
Operator : MA/JU

Sample : 04864-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.428 40.40 ng/ul 2192520  Acenaphthene-d10 14.587
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 91
2 2,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 83
3 Metacetamol 151 C8HINO2 000621-42-1 59
4 3-Pyridinol, 4-methyl-, acetate ... 151 C8H9NO2 001006-96-8 59
5 N-Cyclopropyl-p-fluorobenzylamine 165 C10H12FN 1000250-88-9 47

Abundance Scan 1758 (13.428 min): BP017729.D\data.ms (-1750) (- m/z 43.05 100.00%

43.0
109.1
5000
A
|Jﬂ‘u 69.2  267.1 341.1 415.3475.3536.4 13.50
Ol b L5705 STLL TR R92308  m/z 109.10  79.01%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
5000 T
13.50
m/z 151.20  50.07%
69.0

M“l \J\ u‘;‘ \“ “\ ]|

‘H‘\\[HH‘ L L A B B L N R B L L R BRI I B

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #106947: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
109.0

—

43.0
13.50

5000 m/z 41.10 26.57%

69.0
! \lw\‘n\"w H‘\‘ | \‘\ L Ll \ ‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

>

Abundance #28724: Metacetamol =
109.0 13.50
m/z 85.10 17.29%
5000
43.0
‘\\l\J\“\”\\‘\‘\\\“\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ T ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101923\

Data File : BP@17729.D

Acqg On : 19 Oct 2023 14:41

Operator : MA/JU

Sample : 04864-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.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 n-Hexadecanoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
18.234 11.27 ng/ul 714548  Phenanthrene-di10 17.375
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 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 94

Abundance Scan 2575 (18.234 min): BP017729.D\data.ms (-2569) (- m/z 73.10 100.00%

73.1
5000
213.3 — =
m ’ \ 18.00 18.50
or MBI || pe31 3552 4202 s352 a3 1 g1.gew
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T ‘ T T ‘ T
18.00 18.50
213.0 m/z 60.00 79.87%
¥ m ‘“ h Nl l ‘ \

[T H‘Hu]wr\wuu‘HH‘HH‘\H\‘HH‘HH‘HH‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #143508: n-Hexadecanoic acid
2
430 256.0
— —
18.00 18.50
5000 m/z 41.05 73.60%
129.0
Ml et
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid == —
73.0 18.00 18.50

m/z 55.05 66.03%

hh.mMﬂmefM | JVAA““WMVNV

L — —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

SFAM-EPA-BP101823.MA.M Fri Oct 20 ©6:33:16 2023 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101923\
Data File : BP@17729.D

Acqg On : 19 Oct 2023 14:41
Operator : MA/JU

Sample : 04864-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.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 unknown-01 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.375 3.36 ng/ul 213243  Phenanthrene-di10 17.375
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,7-Dimethyldibenzothiophene 212 C14H12s 001136-85-2 22
2 3-Hexanone 100 C6H120 000589-38-8 18
3 Harmine 212 C13H12N20 000442-51-3 15
4 3-Hexanone 100 C6H120 000589-38-8 14
5 [1,1'-Biphenyl]-4,4"'-diamine, 3,... 212 C14H16N2 000119-93-7 11
Abundance Scan 2769 (19.375 min): BP017729.D\data.ms (-2764) (- m/z 57.10 100.00%
57.1
1171 212.3
5000
{ ‘ 19.00 19.50
281.1 : :
M L 281 3552 4303 s122 o5 55 7826k
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #90038: 3,7-Dimethyldibenzothiophene
212.0
5000 — ——
19.00 19.50
m/z 71.05 76.79%
105.0 ‘
| l L1 W

‘\\\\‘\\\\‘\\\\‘\\\\’\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4261: 3-Hexanone

57.0

=

. T
19.00 19.50
5000 m/z 117.10  72.75%

[

‘\\‘\ ‘J\\\‘\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

N

Abundance #89688: Harmine 7 I
212.0 19.00 19.50
m/z 70.10 62.56%
5000
106.0
440 " ‘
e o e o e e . T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101923\

Data File : BP@
Acqg On : 19
Operator : MA/
Sample . 048
Misc

ALS vial : 9

Quant Method
Quant Title

TIC Library

Library Search Compound Report

17729.D

Oct 2023 14:41
Ju

64-02

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
: SVOA CALIBRATION

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 Octadecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
19.475 5.84 ng/ul 370933  Chrysene-d12 21.522
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 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 98
4 Octadecanoic acid 284 C18H3602 000057-11-4 94

5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 94

Abundance Scan 2786 (19.475 min): BP017729.D\data.ms (-2782) (- m/z 73.05 100.00%

73.0
5000
185.3 —
I b
ol Ay L | 350.34153475.35357 0 43 05 97.77%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 —

19.50
m/z 60.00 82.43%

185.0

| Hnm e

‘\\‘H‘\ H‘HH‘\\H‘\\H‘\H\‘\H\‘H\\‘H\\‘HH‘HH‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #179089: Octadecanoic acid

73.0

19.50
5000 m/z 57.10  77.65%

” } 185 0 284.0
e

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

-

Abundance #179090: Octadecanoic acid

43.0 19.50
m/z 55.05 73.47%
5000
129.0
‘ 284.0

) T ST S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101923\

BP017729.D
: 19 Oct 2023 14:41
: MA/JU
: 04864-02
: 9 Sample Multiplier: 1

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.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 5 (DEL) Alkane: Straight-Chai... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
21.186  6.13 ng/ul 388968 Chrysene-di2 21.522
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 s-Eicosene, (E)- 20 CooHao 674685-30-6 96
2 1-Heneicosyl formate 340 C22H4402 077899-03-7 94

3 Pentafluoropropionic acid, penta... 374 C18H31F502
4 n-Nonadecanol-1 284 C19H400
5 Behenic alcohol 326 C22H460

959092-08-1 94
001454-84-8 94
000661-19-8 94

Abundance Scan 3077 (21.186 min): BP017729.D\data.ms (-3070) (- m/z 55.10 100.00%

55.1
5000
207.1

5 2 T ‘ T T ‘ T
2811 21.00 21.50

4
ULl Bs02 a162 as02sas. T o

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #173729: 5-Eicosene, (E)-
55.0

5000 — —
21.00 21.50
m/z 83.10 98.20%
Jx‘ Ll 196.0 280.0
‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #248981: 1-Heneicosyl formate
57.0
T —
21.00 21.50
5000 m/z 57.10 94.97%

125.0
} L|”1960 2960
e “m"fq‘H‘MHH,H‘W‘H‘“‘H,H‘W‘H‘“
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550

Abundance #282680: Pentafluoropropionic acid, pentadecy! ester T —

57.0 21.00 21.50
m/z 69.10 90.38%
- An,mwh»mNJJ\%WMWW“w/\R
210.0
MW\%GO ol M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101923\
Data File : BP@17729.D

Acqg On : 19 Oct 2023 14:41
Operator : MA/JU

Sample : 04864-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.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 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.210 2.68 ng/ul 171631  Perylene-di2 24.074
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane, 11-butyl- 366 C26H54 013475-76-8 93
2 Nonadecane 268 C19H40 000629-92-5 93
3 Nonadecane 268 C19H40 000629-92-5 93
4 Docosane, 5-butyl- 366 C26H54 055282-16-1 93
5 Hexacosane 366 C26H54 000630-01-3 91

Abundance Scan 3421 (23.210 min): BP017729.D\data.ms (-3418) (- m/z 57.10 100.00%

57.1
5000

‘ | lﬂ H 23.00 23.50
|

1602 266.2
AL TS P02 8282 42984902 n/p 71,10 82.37%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #275544: Docosane, 11-butyl-
57.0

5000 e, —
23.00 23.50

m/z 43.10 70.35%

TT ‘\\\\J[‘l\J\J\\l‘l\‘\\2\::-9\\0\‘\\\:3\0‘?\(\)\3‘6\6\\(\)‘\\\\’\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #158600: Nonadecane
57.0

23.‘00 23.‘50
5000 ITI/Z 85.10 54.46%
L3000 2emo
m/z--> 5‘0 160 1%0 260 25‘0 3(50 3.."")0 4(50 45’0 560 |
Abundance #158598: Nonadecane P o
57.0 23.00 23.50

m/z 41.10  28.12%

o kamWWﬂwakwwawﬂ%wk

|1 28301600  268.0

‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 23.00 23.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101923\
Data File : BP017729.D

Acqg On : 19 Oct 2023 14:41
Operator : MA/JU

Sample : 04864-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.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|
2,4,7,9-Tetrame... 13.428 40.4 ng/ul 2192520 3 14.587 1085380 20.0
n-Hexadecanoic ... 18.234 11.3 ng/ul 714548 4 17.375 1267580 20.0
unknown-01 19.375 3.4 ng/ul 213243 4 17.375 1267580 20.0
Octadecanoic acid 19.475 5.8 ng/ul 370933 5 21.522 1269340 20.0
(DEL) Alkane: S... 21.186 6.1 ng/ul 388968 5 21.522 1269340 20.0
(DEL) Alkane: S... 23.210 2.7 ng/ul 171631 6 24.074 1280200 20.0
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