LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081423\
Data File : BP016567.D

Acqg On : 14 Aug 2023 18:25
Operator : MA/JU

Sample : 03965-06

Misc :

ALS Vvial : 17 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-BP081423.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BPO16567.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.399 15 19 30 rVB 54321 85421 1.46% 0.121%
2 3.693 67 69 75 rVB2 10644 13188 0.22% 0.019%
3 3.840 91 94 108 rBV 126846 246533  4.21% 0.350%
4 3,952 108 113 121 rW 43389 69465 1.18% ©.099%
5 4.040 122 128 139 rVB 82624 148014  2.52% 0.210%
6 4.152 143 147 153 rBV 30057 48816 0.83% 0.069%
7 4.546 210 214 218 rBv4 14635 24558 0.42% 0.035%
8 4.740 243 247 253 rW 27638 41592 0.71% ©0.059%
9 4.799 255 257 260 rVB4 5596 5901 0.10% 0.008%
106 5.099 301 308 316 rBV 58537 94613 1.61% 0.134%
11  5.211 323 327 335 rVW2 12877 22277 0.38% 0.032%
12 5.293 339 341 347 rVB7 5104 6684 0.11% 0.009%
13 5.681 398 407 412 rBv4 11931 27092 0.46% 0.038%
14 6.005 458 462 469 rVB6 11497 20456 ©0.35% 0.029%
15 6.505 544 547 550 rBV4 4465 5943 0.10% 0.008%
16 6.652 567 572 575 rBV7 4062 6641 0.11% 0.009%
17 6.993 628 630 634 rBv4 8274 12538 0.21% 0.018%
18 7.199 657 665 678 rBV 937761 1624013 27.70% 2.307%
19 7.393 691 698 706 rBvV 771273 1213407 20.70% 1.724%
20 7.575 722 729 737 rBV 908497 1467041 25.02% 2.084%
21 7.646 737 741 752 rVB 60428 108132 1.84% 0.154%
22 7.863 773 778 781 rBV3 9134 11739 0.20% 0.017%
23 8.063 804 812 825 rBV 1434193 2319069 39.56%  3.294%
24 8.310 848 854 859 rBV9 5444 9931 0.17% 0.014%
25 8.534 889 892 897 rVB7 4303 6910 0.12% 0.010%
26 8.587 897 901 903 rBV5 5946 8608 0.15% 0.012%
27 8.757 923 930 938 rBV 1017618 1606415 27.40% @ 2.282%
28 8.9065 949 955 963 rVB 293914 464880 7.93% 0.660%
29 9.040 973 978 984 rBV4 8362 16732 0.29% 0.024%
30 9.257 1006 1015 1023 rBV 846039 1409495 24.04%  2.002%
31 9.493 1049 1055 1062 rBV9 8059 15768 ©0.27% 0.022%
32 9.969 1129 1136 1147 rBV 622817 1042862 17.79% 1.481%
33 10.075 1147 1154 1162 rVV 30448 64342 1.10% 0.091%
34 10.140 1162 1165 1171 rVB8 6358 12748 0.22% 0.018%
35 10.334 1193 1198 1206 rVB3 27203 46793 0.80% 0.066%

36 10.493 1212 1225 1237 rBV 983184 1688898 28.81% 2.399%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081423\
Data File : BP016567.D

Acqg On : 14 Aug 2023 18:25
Operator : MA/JU

Sample : 03965-06

Misc :

ALS Vvial : 17 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-BP081423.MA.M
Title : SVOA CALIBRATION
37 10.646 1247 1251 1257 rVB8 8190 14220 0.24% 0.020%
38 10.893 1285 1293 1300 rBV 2066400 3449916 58.85% 4.901%
39 11.046 1312 1319 1336 rBV 687259 1238436 21.12% 1.759%
40 11.428 1377 1384 1391 rBV9 22947 42794 0.73% 0.061%
41 11.628 1415 1418 1425 rBV6 8530 13153 0.22% 0.019%
42 11.704 1425 1431 1435 rBV 16097 25961 0.44% 0.037%
43 11.893 1456 1463 1464 rBV7 6394 10287 0.18% 0.015%
44 11.916 1464 1467 1474 rVB7 7805 17169 0.29% 0.024%
45 12.269 1517 1527 1536 rBV 16036 35168 0.60% 0.050%
46 12.363 1540 1543 1546 rBV5 4167 5877 ©.10% ©0.008%
47 12.469 1554 1561 1567 rBV 22178 39948 0.68% 0.057%
48 12.769 1605 1612 1615 rBvV9 4097 9122 0.16% 0.013%
49 12.875 1626 1630 1637 rBvVi1e 4661 6927 0.12% 0.010%
50 13.040 1651 1658 1662 rBV9 12093 20437 0.35% 0.029%
51 13.293 1695 1701 1707 rBV6 11678 20318 ©0.35% 0.029%
52 13.475 1728 1732 1739 rBV6 8762 16768 0.29% 0.024%
53 13.557 1739 1746 1757 rBV 674228 1047635 17.87% 1.488%
54 13.645 1757 1761 1764 rBV5 6612 8781 0.15% 0.012%
55 13.898 1800 1804 1809 rvB4 19137 31388 0.54% 0.045%
56 14.116 1835 1841 1856 rBV 1743498 2445731 41.72% 3.474%
57 14.410 1884 1891 1908 rBV 2011725 2998742 51.15% 4.260%
58 14.545 1910 1914 1918 rVB7 7641 11509 0.20% 0.016%
59 14.628 1925 1928 1934 rVB5 7146 10037 0.17% 0.014%
60 14.710 1935 1942 1950 rVV 3081756 4370691 74.55% 6.209%
61 14.769 1950 1952 1960 rVB9 12987 21319 0.36% 0.030%
62 14.904 1968 1975 1988 rBV 699605 1154647 19.70% 1.640%
63 15.087 2001 2006 2012 rBV6 47034 93623 1.60% ©.133%
64 15.139 2012 2015 2024 rVB6 24751 40429 0.69% 0.057%
65 15.298 2040 2042 2049 rVBS8 9361 15620 0.27% 0.022%
66 15.457 2064 2069 2073 rBV5 8111 11037 0.19% 0.016%
67 15.504 2073 2077 2078 rBV4 6378 8036 0.14% 0.011%
68 15.704 2103 2111 2117 rBV 2677147 3796540 64.76% 5.393%
69 15.751 2117 2119 2125 rVV4 26703 43459 0.74% 0.062%
70 15.816 2125 2130 2139 rW 492266 722860 12.33% 1.027%
71 15.939 2148 2151 2156 rVB4 12791 16541 0.28% 0.023%
72 16.045 2165 2169 2175 rVB8 6624 10909 0.19% 0.015%
73 16.363 2221 2223 2229 rBV7 6171 9283 0.16% 0.013%
74 16.428 2229 2234 2242 rVB 67431 97442 1.66% ©.138%
75 16.516 2245 2249 2252 rBV2 13451 15945 0.27% 0.023%
76 16.616 2264 2266 2270 rVB3 6198 5901 ©0.10% ©0.008%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081423\
Data File : BP016567.D

Acqg On ¢ 14 Aug 2023 18:25
Operator : MA/JU

Sample : 03965-06

Misc :

ALS Vvial : 17 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-BP081423.MA.M
Title : SVOA CALIBRATION

77 16.710 2278 2282 2287 rBV2 22488 35594 0.61% 0.051%
78 16.816 2296 2300 2307 rBV5 16654 33445 0.57% 0.048%
79 17.475 2406 2412 2417 rBV 3689304 5277091 90.02% 7.497%
80 17.516 2417 2419 2423 rVV 137544 160223 2.73% 0.228%
81 17.575 2423 2429 2439 rVV 2965657 4058681 69.23% 5.766%
82 18.098 2514 2518 2524 rVB2 54940 71919 1.23% 0.102%
83 18.316 2550 2555 2562 rBV2 368336 592834 10.11% 0.842%
84 18.875 2647 2650 2653 rBV5 36233 45882 0.78% ©0.065%
85 19.127 2690 2693 2695 rBV 62402 89986 1.53% 0.128%
86 19.198 2702 2705 2707 rBV3 50965 64255 1.10% 0.091%
87 19.227 2707 2710 2717 rVB3 148099 197696 3.37% 0.281%
88 19.475 2749 2752 2756 rVB 307063 346465 5.91% 0.492%
89 19.545 2761 2764 2771 rBV2 178781 266317 4.54% 0.378%
90 19.804 2803 2808 2819 rBV 3820281 5408026 92.25% 7.683%
91 20.610 2942 2945 2949 rBvV4 132303 175109 2.99% 0.249%
92 21.227 3046 3050 3056 rBV 574345 904349 15.43% 1.285%
93 21.569 3103 3108 3113 rBV 4136941 5491735 93.68% 7.801%
94 23.986 3512 3519 3538 rVB2 2304748 5339310 91.08% 7.585%
95 24.157 3541 3548 3564 rVB 2638513 5862452 100.00% 8.328%

Sum of corrected areas: 70393490
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library

: 14 Aug 2023 18:25
: MA/JU
: 03965-06

17

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081423\
BPO16567.D

Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP081423.MA.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: BP016567.D\data.ms
4000000
3000000
10.893
2000000
8.063
8.757 10.493
75
1000000 9.257 9969 1.046
.905
o2 39% e?gﬁ%zis_m&ﬁ 3&9293 5.6816.005 6.506526.99 47686 8.3 040/ 9493 646/ || 11.4285204%
T L L L L T \ L ‘ L ‘ L ‘ L ‘ L I N S S B B B L ‘ L \ T \ T ‘ [ L ‘ L
Time--> 350 400 450 500 550 6.00 650 7.00 7.50 800 850 900 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BP016567.D\data.ms
19.804
4000000 17475
3000000 14.710 17.575
15.704
14.410
2000000 14.116
1000000
13.557 4.904
1@216 % 18316 g 3d'83s LM
17.516 .
o 1226905%1769.940.20317515.89 zmﬁsq%@umﬁ joamstebmae 110 18008 188
R i e e e e e o T i T e R e e e e R R BT R R R
Time--> 12.00 1250 13.00 13.50 14.00 1450 1500 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BP016567.D\data.ms
21.569
4000000
24157
23.98
3000000
2000000
21.227
1000000
610
0 LI ‘ L L ‘ L ‘ L L ‘ L L ‘ L ‘ L L ‘ L ‘ L ‘ L ‘ L L ‘ L ‘ L
Time--> 21.00 21. 50 22.00 2250 23. 00 23.50 24. 00 2450 25.00 25. 50 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\BP081423\
Data File : BP@16567.D

Acqg On : 14 Aug 2023 18:25
Operator : MA/JU

Sample : 03965-06

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP081423.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.
13.557 4.79 ng/ul 1047640  Acenaphthene-d10 14.710
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 74
3 Acetaminophen 151 C8HINO2 000103-90-2 49
4 3-Pyridinol, 4-methyl-, acetate ... 151 C8H9NO2 001006-96-8 47
5 Benzenamine, 4-propoxy- 151 CSH13NO 004469-80-1 47
Abundance Scan 1746 (13.557 min): BP016567.D\data.ms (-1739) (- m/z 43.00 100.00%
43.0
109.1
5000
T T
L. 169.1 ; 1350
Ol hbhilid, 1691 2809 350.8 419.647895432 1/, 169 65  66.63%
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 —
13.50
m/z 151.00 37.30%
‘ ’ ‘ 169.0
] “\ b ||
0‘\\\\[\\\\[ 1!\[\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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
T \
430 13.50
5000 m/z 41.05 24.28%
169.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28727: Acetaminophen s
109.0 13.50
m/z 69.00 17.01%
5000
43.0
miz--> 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\BP081423\
Data File : BP@16567.D

Acqg On : 14 Aug 2023 18:25
Operator : MA/JU

Sample : 03965-06

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP081423.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 3
R.T. EstConc Area Relative to ISTD R.T.
18.316 2.25 ng/ul 592834  Phenanthrene-d10 17.475
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 97
4 Tridecanoic acid 214 C13H2602 000638-53-9 93
5 Octadecanoic acid 284 C18H3602 000057-11-4 91
Abundance Scan 2555 (18.316 min): BP016567.D\data.ms (-2550) (- m/z 73.00 100.00%
73.0
5000 ’WMWMWAVMWA\MNWWMJM\
2132 = —
‘H 129 18.00 18.50
0l AL "w,‘H\M\AMZZ????‘?JH 4293 5348 n/7 43.10  84.10%
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 60.00 83.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
— =
18.00 18.50
5000 129.0 ITI/Z 41.05 71.75%
“ 2130
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid e T
43.0 18.00 18.50
m/z 55.05 69.54%
5000 256.0
129.0
o MLl 1000, e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081423\
Data File : BP@16567.D

Acqg On : 14 Aug 2023 18:25
Operator : MA/JU

Sample : 03965-06

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP081423.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 Fumaric acid, 2-chloropropy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.227 3.29 ng/ul 904349  Chrysene-di12 21.569
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fumaric acid, 2-chloropropyl tri... 374 C20H35C104 1010348-57-1 97
2 1-Docosene 308 C22H44 001599-67-3 95
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
4 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
5 Behenic alcohol 326 C22H460 000661-19-8 94

Abundance Scan 3050 (21.227 min): BP016567.D\data.ms (-3046) (- m/z 57.10 100.00%

57.1
5000
105.1 i e
‘h 207,067 0 1 | 21.00 21.50
O AR L, 7072070 355.1416.0 490.1548. /7 43,10 92.61%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #282874: Fumaric acid, 2-chloropropyl tridecyl ester
55.0
117.0
5000 — _—
193.0 21.00 21.50
m/z 83.10 87.13%
\

o

’ 281.0
0‘\\”\‘%!\\‘!1‘\“!“‘\‘1}@["!Hf”\l!\!\‘\:3\:\319‘\0\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #209741: 1-Docosene

55.0

T
21.00 21.50

5000 m/z 55.05 85.61%
125.0
o_M"I‘JW‘WwH‘wH‘3‘??;9‘_ww_ww_
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #292190: Trichloroacetic acid, hexadecyl ester T T
43.0 21.00 21.50

m/z 69.05 79.88%

5000 AMWWWMWWj\kwMMWAWWN
111.0
U, o

O‘H"‘H‘_“w‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_

— —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081423\
Data File : BP016567.D

Acqg On : 14 Aug 2023 18:25
Operator : MA/JU

Sample : 03965-06

Misc

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP@81423.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... 13.557 4.8 ng/ul 1047640 3 14.710 4370690 20.0
n-Hexadecanoic ... 18.316 2.3 ng/ul 592834 4 17.475 5277090 20.0
Fumaric acid, 2... 21.227 3.3 ng/ul 904349 5 21.569 5491740 20.0
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