LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051923\
Data File : BP015201.D

Acqg On : 20 May 2023 07:33
Operator : CG/JU

Sample : 02689-18

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_ P\Methods\SFAM-EPA-BP951123.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@15201.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.434 38 42 51 rVB 38288 61393 0.87% 0.083%
2 3.869 114 116 131 rBV 377868 618678 8.74% 0.838%
3  3.987 132 136 144 rVB3 20583 34349 0.49% 0.047%
4 4,111 152 157 163 rVB 35680 56882 0.80% 0.077%
5 4.211 170 174 181 rVvB2 14152 22817 ©0.32% 0.031%
6 4.605 237 241 246 rVB6 10339 16089 0.23% 0.022%
7 4.669 246 252 259 rVB 62159 94434  1.33% 0.128%
8 4.964 300 302 309 rVB4 5182 8041 0.11% 0.011%
9 5.164 331 336 342 rVV 25292 40015 0.57% 0.054%
16 5.287 350 357 361 rVB7 8937 20181 0.29% 0.027%
11 5.658 416 420 425 rVB 14568 21552 0.30% 0.029%
12 5.781 436 441 448 rVB 29828 42907 0.61% 0.058%
13 6.763 605 608 617 rVB 3465 7111 0.10% 0.010%
14 7.228 681 687 689 rBV 51542 74117 1.05% 0.100%
15 7.275 689 695 707 rVB 993395 1651048 23.32% 2.237%
16 7.446 715 724 735 rVB 828403 1325865 18.73% 1.796%
17 7.646 752 758 768 rBV 1047750 1674260 23.65% 2.268%
18 7.728 769 772 781 rVB9 8246 18420 0.26% 0.025%
19 7.840 788 791 797 rVB2 5911 8492 0.12% 0.012%
20 7.934 802 807 810 rBV2 8888 12226 0.17% 0.017%
21 8.122 831 839 846 rBV 827524 1296869 18.32% 1.757%
22 8.181 846 849 854 rVB5 6705 10036 0.14% 0.014%
23 8.834 952 960 973 rBV 1379949 2273796 32.12% 3.080%
24 8.957 977 981 988 rVB2 13676 22369 0.32% 0.030%
25 9.299 1030 1039 1051 rBV 1091452 1760902 24.87% 2.385%
26 9.404 1051 1057 1061 rVv8 6505 14153 0.20% 0.019%
27 9.452 1061 1065 1073 rVBS8 7044 12487 0.18% 0.017%
28 9.693 1098 1106 1112 rBV 160909 246445  3.48% 0.334%
29 10.028 1154 1163 1177 rBV 926446 1575605 22.25% 2.134%
30 10.569 1247 1255 1269 rBV 1374752 2371980 33.50% 3.213%
31 10.951 1312 1320 1333 rVB 1199069 1994369 28.17% 2.702%
32 11.087 1336 1343 1359 rBV 1229917 2172714 30.69% 2.943%
33 11.481 1405 1410 1415 rBV6 12899 23905 0.34% 0.032%
34 11.734 1446 1453 1460 rBV7 11756 27343 0.39% 0.037%
35 12.140 1517 1522 1525 rBV3 8350 14134 0.20% 0.019%

36 12.187 1525 1530 1535 rVV 118194 170632 2.41% 0.231%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051923\
Data File : BP015201.D

Acqg On : 20 May 2023 07:33
Operator : CG/JU

Sample : 02689-18

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_ P\Methods\SFAM-EPA-BP951123.MA.M
Title : SVOA CALIBRATION
37 12.257 1537 1542 1548 rVB9 3884 8690 0.12% 0.012%
38 12.345 1553 1557 1561 rBV7 5148 7550 0.11% 0.010%
39 12.428 1566 1571 1579 rBvV3 14522 26405 0.37% 0.036%
40 12.528 1584 1588 1596 rVB2 16484 26641 0.38% 0.036%
41 13.575 1762 1766 1773 rVV5 7274 11933 0.17% 0.016%
42 13.645 1773 1778 1783 rVWV2 38429 57048 0.81% 0.077%
43 13.734 1785 1793 1799 rVB4 14981 34280 0.48% 0.046%
44 14.081 1847 1852 1859 rBVi1e 9790 12631 0.18% ©0.017%

45 14.163 1859 1866 1881 rVV 2853921 3951289 55.81% 5.353%

46 14.281 1881 1886 1889 rwv7 7778 12654 0.18% 0.017%
47 14.340 1892 1896 1900 rVB 10653 13259 ©0.19% ©0.018%
48 14.457 1908 1916 1933 rVB2 2971176 4402480 62.18% 5.964%
49 14.763 1961 1968 1976 rBV 1848590 2783055 39.31% 3.770%
50 14.857 1981 1984 1991 rVB9 4196 8117 0.11% 0.011%
51 14.951 1993 2000 2021 rBV 910690 1507842 21.30% 2.043%
52 15.110 2023 2027 2031 rVVé6 11083 21259 0.30% 0.029%
53 15.169 2031 2037 2047 rVB2 60097 113772 1.61% ©0.154%
54 15.704 2123 2128 2131 rBV 107549 146448 2.07% ©.198%
55 15.751 2131 2136 2150 rVV 3813809 5508258 77.80% 7.462%
56 15.869 2150 2156 2167 rVV 956352 1300718 18.37% 1.762%
57 15.992 2171 2177 2184 rVB3 21663 38775 0.55% ©.053%
58 16.116 2191 2198 2212 rBV 1079874 1499629 21.18% 2.032%
59 16.451 2251 2255 2259 rBV7 6103 10477 ©0.15% 0.014%
60 16.681 2288 2294 2302 rVB 102656 145138 2.05% 0.197%
61 16.892 2326 2330 2333 rBV6 6415 11647 ©.16% ©0.016%
62 16.957 2336 2341 2346 rBV 94563 125604 1.77% 0.170%
63 17.186 2376 2380 2385 rVB8 8422 13167 ©0.19% 0.018%
64 17.257 2387 2392 2395 rBV7 8247 15125 0.21% ©0.020%
65 17.516 2429 2436 2445 rBV 2314999 3375179 47.67% 4.572%
66 17.610 2446 2452 2462 rVV 4018428 6028730 85.15% 8.167%
67 17.698 2462 2467 2476 rVB2 90172 142959 2.02% ©0.194%
68 18.028 2518 2523 2527 rBV 78491 102767 1.45% ©.139%
69 18.157 2542 2545 2549 rVB5 15962 18001 0.25% 0.024%
70 18.369 2576 2581 2591 rBV 451307 650940 9.19% 0.882%
71 18.439 2591 2593 2602 rVB 24219 41319 0.58% 0.056%
72 18.927 2673 2676 2682 rVB 83141 99828 1.41% ©.135%
73 19.251 2728 2731 2737 rBV 39550 48357 0.68% 0.066%
74 19.410 2754 2758 2761 rBV 69891 89403 1.26% ©.121%
75 19.451 2762 2765 2767 rVV3 65835 80393 1.14% ©.109%

76 19.475 2767 2769 2779 rVB3 74200 122783 1.73% 0.166%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051923\
Data File : BP015201.D

Acqg On : 20 May 2023 07:33
Operator : CG/JU

Sample : 02689-18

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_ P\Methods\SFAM-EPA-BP951123.MA.M
Title : SVOA CALIBRATION

77 19.592 2785 2789 2801 rBV 238022 380750 5.38% 0.516%
78 19.692 2802 2806 2810 rVV 106681 132304 1.87% 0.179%
79 19.833 2823 2830 2840 rBV 5153656 7079908 100.00% 9.591%
80 20.322 2910 2913 2917 rBV 126144 135658 1.92% 0.184%
81 20.363 2917 2920 2926 rVB 100160 118951 1.68% 0.161%
82 20.674 2970 2973 2977 rBV4 71936 120840 1.71% 0.164%
83 20.804 2992 2995 2999 rBV 217007 252102 3.56% 0.342%
84 20.974 3021 3024 3029 rBV 121150 145075 2.05% 0.197%
85 21.263 3069 3073 3080 rBV2 477367 703642 9.94%  0.953%
86 21.545 3118 3121 3123 rBV2 121761 132828 1.88% 0.180%
87 21.586 3123 3128 3136 rVB 1997137 2759355 38.97% 3.738%
88 21.716 3146 3150 3157 rVB 275570 332024 4.69%  0.450%
89 22.198 3229 3232 3236 rVB 263138 282311 3.99% 0.382%
90 22.727 3319 3322 3328 rVB 220345 300595 4.25% 0.407%
91 23.321 3419 3423 3432 rVB 236704 379181 5.36% 0.514%
92 23.980 3528 3535 3546 rVB2 2604180 5576210 78.76% 7.554%

93 24.145 3557 3563 3574 rVB 1198224 2575349 36.38%  3.489%

Sum of corrected areas: 73818249
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051923\
Data File : BP015201.D

Acqg On : 20 May 2023 07:33
Operator : CG/JU

Sample : 02689-18

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51123.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP015201.D\data.ms
5000000

4000000
3000000

2000000

8.834 10.
0 56910],95(187
7.275 7.646 9.299 10.028
1000000 446 8.122 :
T

3.869
8| 7\778934.181 957 a5 11.481.73
\\\\‘\\

53434 8.9872111 44069 96456287 5.65881 6.763 7. B
T ‘ T T ‘ L ‘ T ’ T T ‘ T T 1T ‘ T ’ T rT ‘ T T T ‘ T T 1T ‘ T T 17T ‘ T T 17T ‘ T T ‘ T T T T ‘ T T ‘ L

Time--> 350 4.00 450 5.00 5.50 6.00 6.50 7.00 7.50 8.00 850 9.00 9.50 10.00 1050 11.00 11.50
Abundance TIC: BP015201.D\data.ms

5000000

19.833

17.610
4000000 15.751

3000000 14.164-457
17516
2000000 14.763

5.8%@'116

=

1000000 4.951
18.369

P10 5]
Hdazas 13385544.080840 1488551169 1570 090 1646488971857 -Gﬁ@fﬁﬂ&wﬂﬁ S o

O\ L "\ LI R "\ L B T [T 7 T T T T [Tt ‘7\ T \.\ LN ) B B I BB
Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BP015201.D\data.ms

5000000

4000000

23.980
3000000
21.586

2000000 4.145

1000000 716 22.198 22727 23.321

SN

0\ T T ‘ T T ‘ L ‘ T T ‘ T T ‘ L ‘ T T ‘ T T ‘ L ‘ T T ‘ L ‘ T T ‘ T T ‘ L ‘ T T ‘ T T ‘ L ‘ T
Time--> 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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051923\
Data File : BP015201.D

Acqg On : 20 May 2023 07:33
Operator : CG/JU

Sample : 02689-18

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51123.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 Cyclopentasiloxane, decamet... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.693 2.47 ng/ul 246445 Naphthalene-d8 10.951

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentasiloxane, decamethyl- 370 C10H3005Si5 000541-02-6 81
2 3-Hydroxymandelic acid, 3TMS der... 384 C17H3204Si3 068595-69-7 38
3 3-Amino-2-phenazinol ditms 355 C18H25N30Si2 1000332-15-5 38
4 1-(4-Hydroxyphenyl)propane-1,2-d... 384 C18H3603Si3 1000495-85-7 38
5 4-(2-amino-1-hydroxypropyl)pheno... 311 C15H29N02Si2  1000478-98-6 38
Abundance Scan 1106 (9.693 min): BP015201.D\data.ms (-1098) (-) m/z 73.00 100.00%
73.0
266.9
5000 355.1
‘9 150‘ ‘10‘00‘
192.9 : :

ol 23290 L L4181 8093 s 066,95 64.73%

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

Abundance #278394: Cyclopentasiloxane, decamethyl-

73.0
5000 355.0 T T
267.0 9.50 10.00
m/z 355.05 45.12%
ol 133.0193.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ f\’\\\1‘1\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #290365: 3-Hydroxymandelic acid, 3TMS derivative
267.0
73.0 o —pr
9.50 10.00
5000 m/z 268.00 18.60%
147.0
341.0
O R ST O . £ A S W —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #264541: 3-Amino-2-phenazinol ditms — T
73.0 9.50 10.00
m/z 356.05 16.45%
355.0
5000
268.0
g zozong | L
m/z--> 50 100 150 200 250 300 350 400 450 500 550 9.50 10.00

SFAM-EPA-BP@51123.MA.M Mon May 22 11:32:01 2023 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051923\
Data File : BP015201.D

Acqg On : 20 May 2023 07:33
Operator : CG/JU

Sample : 02689-18

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51123.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 Benzophenone Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.116  10.78 ng/ul 1499630  Acenaphthene-d10 14.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzophenone 182 C13H100 000119-61-9 95
3 Benzophenone 182 C13H100 000119-61-9 94
4 Benzophenone 182 C13H1e0 000119-61-9 91
5 Benzophenone 182 C13H1e0 000119-61-9 90
Abundance Scan 2198 (16.116 min): BP015201.D\data.ms (-2191) (- m/z 105.00 100.00%
105.0
182.1
5000
—— —
39 16.00 16.50
oot L2948 37974411 5372 n/z 76.95  67.14%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56925: Benzophenone
105.0
182.0
5000 — —
16.00 16.50
m/z 182.10  55.51%
0 2?O 1 |
\\\‘\‘\\l\\‘\\\\‘h\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56927: Benzophenone
105.0
—— —
182.0 16.00 16.50
5000 ’ m/z 51.00 24 .89%
O e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 ]L
Abundance #56922: Benzophenone ———r —
105.0 16.00 16.50
m/z 181.10 8.94%
5000 182.0
0 27‘0‘ 1 i I
e e e e e e e e e e — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

. 20

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051923\
BP915201.D

May 2023 07:33

: CG/IU
: 02689-18

. 38

hod
le

ry

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51123.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 3 n-Hexadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.369 3.86 ng/ul 650940  Phenanthrene-di10 17.516
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 96
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95

Abundance Scan 2581 (18.369 min): BP015201.D\data.ms (-2576) (- m/z 73.00 100.00%

73.0
5000
2132 A% =
m | 1430 1800 18.50
0l H\Hw um‘wH‘w‘m“‘3‘2“?:7_““9‘1‘-‘1“‘%‘??‘-?‘5‘4?:' m/z 59.95  79.50%

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

Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 — =
129.0 18.00 18.50
“ m/z 43.05 75.73%
O ‘ TT \“ ‘ “ ‘II’“ M\\lh\ f\ ‘ ‘\ %?ﬁ \i)\ \ T ‘ TTrTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T

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

D
Q
1=

Abundance #143510: n-Hexadecanoic acid
18.00 18.50
5000 1290 m/Z 57 . 65 63 . 6900
“ 213.0
(- ‘LMWM\Jﬂﬂ‘uunWL‘H“‘H“H“H“_“‘_“w‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid == —
43.0 18.00 18.50
m/z 55.00 63.02%
5000 256.0
129.0
NI TRNEE) I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051923\

Data File : BP@
Acqg On 1 20
Operator : CG/
Sample : 026
Misc

ALS vial : 38

Quant Method
Quant Title

TIC Library

Library Search Compound Report

15201.D

May 2023 07:33
Ju

89-18

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51123.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 5

R.T. EstConc Area Relative to ISTD R.T.
19.592 2.76 ng/ul 380750  Chrysene-d12 21.586
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 98
5 Octadecanoic acid 284 C18H3602 000057-11-4 94

Abundance Scan 2789 (19.592 min): BP015201.D\data.ms (-2785) (- m/z 73.00 100.00%
3.0

9.

5000 MM
185.1 M ‘
‘ | ‘ 28‘4 1 19.50
Ol MMM L 36914203 8446 1, 43 09 89.35%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 . |
185.0 19.50
‘ " m/z 57.05 74.86%
O ‘ T \‘f U“\ ’ h‘ ‘“\1‘1 T‘ \\ \l\\\ ‘ \‘ T L T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T

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

%

Abundance #179089: Octadecanoic acid
73.0
19.50
5000 m/z 60.00 74 .39%
‘ 185.0 284.0
ol w,lwn“,m‘“ugm\‘H‘MHww_www‘_

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

Abundance #179090: Octadecanoic acid == ‘
43.0 19.50
m/z 55.00 72.67%
5000
129.0
284.0
o |
o_“‘ ““HW',‘PW i
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051923\
Data File : BP015201.D

Acqg On : 20 May 2023 07:33
Operator : CG/JU

Sample : 02689-18

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51123.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
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 2

R.T. EstConc Area Relative to ISTD R.T.
21.263 5.10 ng/ul 703642  Chrysene-di12 21.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 94
3 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 91
4 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 91
5 Carbonic acid, octadecyl vinyl e... 340 C21H4003 1000382-54-4 91

Abundance Scan 3073 (21.263 min): BP015201.D\data.ms (-3069) (- m/z 57.05 100.00%

57.0
5000

—
} ‘FE 209.0 281.1 21.00 21.50
0 H‘M‘%ﬂ'« ‘m‘W‘H“H?§§}‘ﬁ?%}ﬂ$%7§49 m/z 43.05 68.62%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158600: Nonadecane
57.0

5000 S -
21.00 21.50

m/z 71.10 66.84%

ol L] 2210 197.0 2680
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #277469: Carbonic acid, eicosyl vinyl ester

57.0

T
21.00 21.50

5000 m/z 85.05  49.20%

I ﬁ, 01820 2520 3250
Al 182:0 2520 8250
miz-> 50 100 150 200 250 300 350 400 450 500 550
Abundance : i i

|
#232083: Carbonic acid, hexadecyl prop-1-en-2-yl ester T T
57.0 21.00 21.50

m/z 55.00 43.61%

B JJ
l, ,} 1 196.0 269.0

o, ""‘H""""‘H""‘_H‘_m_wwww — —
miz--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50

o
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Data Path

¢ Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051923\

Data File :
: 20 May 2023 07:33
: CG/JU

: 02689-18

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

BP915201.D

: 38 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51123.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

Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
21.716 2.41 ng/ul 332024 Chrysene-d12 21.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 94
2 Docosane, 11-butyl- 366 C26H54 013475-76-8 93
3 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 93
4 Docosane, 9-butyl- 366 C26H54 055282-14-9 93
5 Eicosane 282 C20H42 000112-95-8 93

Abundance Scan 3150 (21.716 min): BP015201.D\data.ms (-3146) (- m/z 57.10 100.00%

57.1
5000

— —
3.1 21.50 22.00
207.0 282.0
o“"LWﬁWAW‘H“H‘W‘H‘_‘?ﬁﬁg‘ﬁ???u5ﬂ4?“‘ m/z 71.10 74.36%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-
57.0

5000 s =
21.50 22.00

m/z 43.10 60.67%

23 .0
0 \ﬁhjlﬁgo 296.0352.0
TT \\\\‘\\\\‘\\1\[!\\1’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275544: Docosane, 11-butyl-
57.0

T
21.50 22.00

5000 m/z 85.05 55.40%
113.0
oAl 200 0seo
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194597: Pentadecane, 8-hexyl- T T
43.0 21.50 22.00

m/z 41.00 21.84%

5000
‘ 9.0 196.0

252.0
o“‘“H*ﬁm“u‘}J“w“u‘“H“H“H“_“w“u“ — —

m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051923\
Data File : BP015201.D

Acqg On : 20 May 2023 07:33
Operator : CG/JU

Sample : 02689-18

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51123.MA.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

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 7 (DEL) Alkane: Straight-Chai... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
22.198 2.05 ng/ul 282311  Chrysene-di12 21.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 10-methyl- 296 C21H44 054833-23-7 94
2 2-Methyltetracosane 352 C25H52 001560-78-7 94
3 Docosane, 11-butyl- 366 C26H54 013475-76-8 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 10-Methylnonadecane 282 C20H42 056862-62-5 91

Abundance Scan 3232 (22.198 min): BP015201.D\data.ms (-3229) (- m/z 57.05 100.00%

57.0
5000

—
22.00 22.50

127.1 207.0 »gq1
0 ‘ H‘ f“m‘u\m‘mwm‘m‘%6‘39‘]‘““72‘9&‘499“2‘5‘}% m/z 71.10 79.91%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194595: Eicosane, 10-methyl-
57.0
5000 T —
22.00 22.50

m/z 43.10 66.63%

\\\‘\\\J\J“\J\l\\‘h\h\\2\%\]-\\0\‘2\\8\1\‘0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262016: 2-Methyltetracosane
57.0

T
22.00 22.50
5000 m/z 85.10 54.09%

1270 309.0
e
S R R ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #275544: Docosane, 11-butyl- T T
57.0 22.00 22.50

m/z 55.00  25.23%

o R\NWWWWWV“«AWMVWMWNWRWM

[ ‘137 0 2100  309.0444

O+ ‘H“M‘ﬁMH\H‘bm“H“ﬁ“W“H“H“H“M“W‘ — ‘

m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051923\
Data File : BP015201.D

Acqg On : 20 May 2023 07:33
Operator : CG/JU

Sample : 02689-18

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51123.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 8
R.T. EstConc Area Relative to ISTD R.T.
22.727 2.18 ng/ul 300595 Chrysene-d12 21.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 93
3 Dodecane, 2-methyl- 184 C13H28 001560-97-0 93
4 Nonacosane 408 C29H60 000630-03-5 90
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 3322 (22.727 min): BP015201.D\data.ms (-3319) (- m/z 57.10 100.00%

57.1
5000

-

L 2250  23.00
1971 2821

O HLEWuu\L‘H‘W‘H“H§ﬁ§}‘ﬁ?9%ﬂ§%4§4ﬁ m/z 71.1e  80.36%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176386: Eicosane
57.0

5000 e S
22.50 23.00

m/z 43.10 65.37%

oL ‘ 1270 1970 2820
‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-

57.0

T
22.50 23.00

5000 m/z 85.05 55.33%
239.0
I I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59048: Dodecane, 2-methyl- T —
57.0 22.50 23.00

m/z 55.00  25.14%

5000
141.0

o_‘\\ ,HJ}we\mﬂm_‘H_m‘mWm_mwuww e e
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00
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Data Path :
Data File :
. 20
. CG
: 02

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Z:
BP

. 38

TIC Library

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP051923\
015201.D

May 2023 07:33

/3U

689-18

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51123.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 9 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.321  2.94 ng/ul 379181 perylene-di2 24.145
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 octacosane, 2-methyl- a08 C2oHe® 001560-98-1 91

2 Octacosane, 1-iodo- 520 (C28H57I 1000406-32-2 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Nonacosane, 2-methyl- 422 C30H62 001560-75-4 91
5 Triacontane, 1-iodo- 548 C30H611 1000406-32-3 91

Abundance Scan 3423 (23.321 min): BP015201.D\data.ms (-3419) (- m/z 57.05 100.00%
57.0

5000

-

a R
283.1341.0 23.00 23.50
oLy L 209 I00D 4171 5041 mjz 71.5  74.51%

iz 2ne

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #307033: Octacosane, 2-methyl-
57.0
5000 o —
23.00 23.50
m/z 43.05 62.72%
oL IO 1970 2670 3650
‘\\11‘\\!\‘f\\\‘\1\\‘!\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #340844: Octacosane, 1-iodo-
57.0
— —
23.00 23.50
5000 m/z 85.10 56.94%
127.0
T 2970 s 3980
A A e A e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane o T
57.0 23.00 23.50
m/z 55.00 23.58%
h J\/‘Mj\/\dy\ww
127.0
LT e e I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50

SFAM-EPA-BP@51123.MA.M Mon May 22 11:32:11 2023
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051923\
Data File : BP015201.D

Acqg On : 20 May 2023 07:33
Operator : CG/JU

Sample : 02689-18

Misc

ALS Vvial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP@51123.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|
Cyclopentasilox... 9.693 2.5 ng/ul 246445 2 10.951 1994370 20.0
Benzophenone 16.116 10.8 ng/ul 1499630 3 14.763 2783060 20.0
n-Hexadecanoic ... 18.369 3.9 ng/ul 650940 4 17.516 3375180 20.0
Octadecanoic acid 19.592 2.8 ng/ul 380750 5 21.586 2759360 20.0
(DEL) Alkane: S... 21.263 5.1 ng/ul 703642 5 21.586 2759360 20.0
(DEL) Alkane: S.. 21.716 2.4 ng/ul 332024 5 21.586 2759360 20.0
(DEL) Alkane: S.. 22.198 2.0 ng/ul 282311 5 21.586 2759360 20.90
(DEL) Alkane: S.. 22.727 2.2 ng/ul 300595 5 21.586 2759360 20.0
(DEL) Alkane: S.. 23.321 2.9 ng/ul 379181 6 24.145 2575350 20.0
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