LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112423\
Data File : BP018381.D

Acqg On : 25 Nov 2023 22:40
Operator : MA/JU

Sample : 05261-08

Misc :

ALS Vvial : 64 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-BP112223.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@18381.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.270 28 31 37 rVB 60528 81034 1.02% 0.084%
2 3.558 78 80 88 rvVB4 13100 17079 0.21% 0.018%
3 3.693 98 103 111 rBV 360300 542455 6.80% 0.560%
4 3.805 120 122 126 rVB5 10405 11467 ©0.14% 0.012%
5 4.028 156 160 164 rvB2 21707 32140 0.40% 0.033%
6 4.252 196 198 204 rVB6 10577 12937 0.16% 0.013%
7 5.058 330 335 338 rVB7 5413 10080 0.13% 0.010%
8 6.846 635 639 645 rBV5 12500 26518 ©0.33% 0.027%
9 7.028 664 670 679 rVB 1261362 1934664 24.25% 1.997%
106 7.199 693 699 707 rVB 963096 1453881 18.23% 1.500%
11 7.393 725 732 740 rBV 1160093 1801564 22.59% 1.859%
12 7.464 740 744 753 rVB 93378 143430 1.80% 0.148%
13 7.805 796 802 804 rBV7 5897 8877 0.11% 0.009%
14 7.864 806 812 820 rVV 1643285 2559418 32.09% 2.641%
15 7.934 820 824 828 rVBS 8210 11323 0.14% 0.012%
16 8.422 901 907 912 rVB10 4669 9855 0.12% 0.010%
17 8.575 925 933 946 rBV 1707873 2786341 34.93% 2.875%
18 9.022 1000 1009 1017 rBV 1222155 1986518 24.90% 2.050%
19 9.199 1034 1039 1043 rVB7 10521 20083 0.25% 0.021%
20 9.463 1079 1084 1089 rVB7 15693 28806 0.36% 0.030%
21 9.746 1121 1132 1145 rBV 982641 1603948 20.11% 1.655%
22 9.875 1150 1154 1157 rBVe6 5036 8050 0.10% 0.008%
23 9.969 1165 1170 1176 rVB10 12379 22623 0.28% 0.023%
24 10.281 1214 1223 1231 rBV 1912501 3170276 39.74% 3.272%
25 10.352 1231 1235 1244 rVV9 30138 71137 ©0.89% 0.073%
26 10.440 1248 1250 1255 rVB6 6294 11276 0.14% 0.012%
27 10.663 1280 1288 1297 rVB 2215156 3740442 46.89%  3.860%
28 10.799 1303 1311 1326 rBV 1205491 2113366 26.49% 2.181%
29 11.457 1418 1423 1431 rVB 8613 15862 0.20% 0.016%
30 11.752 1470 1473 1478 rVB7 6565 10078 0.13% 0.010%
31 11.899 1489 1498 1500 rBvV1e 5342 8976 0.11% 0.009%
32 11.957 1502 1508 1513 rVBS8 8419 16573 0.21% 0.017%
33 12.099 1526 1532 1538 rvVvB8 7130 15887 0.20% 0.016%
34 12.157 1538 1542 1547 rBV8 7909 13039 0.16% 0.013%
35 12.252 1550 1558 1564 rBV2 39290 70781 0.89% 0.073%
36 12.875 1657 1664 1669 rBV2 11579 28402 0.36% 0.029%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112423\
Data File : BP018381.D

Acqg On : 25 Nov 2023 22:40
Operator : MA/JU

Sample : 05261-08

Misc :

ALS Vvial : 64 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-BP112223.MA.M
Title : SVOA CALIBRATION
37 13.251 1722 1728 1730 rBV6 6747 12510 0.16% 0.013%
38 13.287 1730 1734 1738 rVV6 13162 20915 0.26% 0.022%
39 13.334 1738 1742 1746 rVV6 16063 24141 0.30% 0.025%
40 13.404 1746 1754 1761 rVV 494395 765523 9.60% 0.790%
41 13.469 1761 1765 1770 rVB6 9998 17657 0.22% 0.018%
42 13.587 1780 1785 1792 rBV6 16192 29761 0.37% 0.031%
43 13.681 1796 1801 1804 rVV4 12799 21377 0.27% 0.022%
44 13.728 1804 1809 1814 rVB5 20483 32594 0.41% 0.034%
45 13.828 1819 1826 1831 rVB3 75638 116634 1.46% 0.120%
46 13.910 1834 1840 1850 rBV 3778233 5378818 67.43% 5.551%
47 14.022 1857 1859 1866 rVB8 6573 11232 0.14% 0.012%
48 14.193 1877 1888 1897 rBV 4185087 6391935 80.13% 6.596%
49 14.351 1911 1915 1921 rBVS 7717 14786 0.19% 0.015%
50 14.410 1921 1925 1927 rBV5 7078 8035 0.10% 0.008%
51 14.498 1927 1940 1947 rBV 3441608 4969757 62.30% 5.129%
52 14.687 1965 1972 1981 rBV 1206007 1724552 21.62% 1.780%
53 14.751 1981 1983 1991 rVV8 22547 53510 0.67% 0.055%
54 14.840 1991 1998 2005 rVV5 37054 80142 1.00% ©.083%
55 14.916 2005 2011 2017 rVBl1e 24578 40875 ©.51% 0.042%
56 15.116 2039 2045 2047 rBV7 8716 14723 0.18% 0.015%
57 15.316 2074 2079 2082 rBV6 9437 13927 0.17% 0.014%
58 15.357 2082 2086 2090 rVV6 16154 22447 0.28% 0.023%
59 15.487 2102 2108 2117 rBV 5490071 7976766 100.00% 8.232%
60 15.598 2121 2127 2137 rW 945704 1318976 16.54% 1.361%
61 15.728 2146 2149 2159 rVB3 30469 48380 0.61% 0.050%
62 15.828 2163 2166 2172 rVV8 10892 19110 0.24% 0.020%
63 15.981 2187 2192 2196 rVV2 43050 64926 0.81% 0.067%
64 16.051 2200 2204 2215 rVB2 11474 26310 ©0.33% 0.027%
65 16.222 2230 2233 2236 rBV5 9477 9555 ©0.12% 0.010%
66 16.275 2240 2242 2246 rVB5 7856 9005 0.11% 0.009%
67 16.387 2257 2261 2269 rVB5 11116 20339 0.25% 0.021%
68 16.504 2277 2281 2286 rBV2 24250 36497 0.46% 0.038%
69 16.610 2296 2299 2302 rBV3 11907 14834 0.19% 0.015%
70 16.645 2303 2305 2312 rVB6 18497 27240 0.34% 0.028%
71 16.798 2327 2331 2336 rBv8 10272 15521 0.19% 0.9016%
72 16.928 2350 2353 2356 rVB5 8922 12388 0.16% 0.013%
73 17.028 2366 2370 2372 rBV5 12135 14699 0.18% 0.015%
74 17.122 2382 2386 2393 rBV9 13732 29304 0.37% 0.030%
75 17.181 2393 2396 2400 rVVe6 9298 15082 0.19% 0.016%

76 17.245 2400 2407 2413 rVV 3614838 4968111 62.28% 5.127%

SFAM-EPA-BP112223.MA.M Mon Nov 27 07:42:14 2023 2



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112423\
Data File : BP018381.D

Acqg On : 25 Nov 2023 22:40
Operator : MA/JU

Sample : 05261-08

Misc :

ALS Vvial : 64 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-BP112223.MA.M
Title : SVOA CALIBRATION

77 17.345 2417 2424 2434 rVB 5209777 7237820 90.74% 7.469%
78 17.622 2467 2471 2473 rBV5S 8010 12743 0.16% 0.013%
79 17.857 2509 2511 2515 rVB4 10809 12512 0.16% 0.013%
80 17.934 2520 2524 2528 rVB 90796 110272 1.38% 0.114%
81 18.145 2554 2560 2568 rBV 416894 602886 7.56% 0.622%
82 18.451 2606 2612 2619 rBV3 48313 96525 1.21% 0.100%
83 18.563 2629 2631 2634 rBVv4 10295 11110 0.14% 0.011%
84 18.598 2634 2637 2646 rVV5 42928 66744 0.84% 0.069%
85 19.004 2699 2706 2708 rBV4 54964 92955 1.17% 0.096%
86 19.039 2709 2712 2713 rW 43423 48651 0.61% 0.050%
87 19.069 2713 2717 2721 rVB 212872 248854  3.12% 0.257%
88 19.163 2729 2733 2736 rBV 69406 88988 1.12% ©0.092%
89 19.233 2741 2745 2747 rVV 68892 106687 1.34% 0.110%
90 19.263 2747 2750 2753 rVB 69433 89425 1.12% 0.092%
91 19.381 2767 2770 2779 rBV3 150660 198661 2.49% 0.205%
92 19.586 2799 2805 2814 rBV 5833586 7875500 98.73% 8.128%
93 20.916 3027 3031 3040 rBV 1054354 1216847 15.25% 1.256%
94 21.092 3057 3061 3067 rBV2 337249 486201 6.10% ©.502%
95 21.357 3101 3106 3124 rVB 3787648 6793344 85.16% 7.011%
96 23.639 3486 3494 3506 rVB 3863777 7876545 98.74%  8.129%

97 23.798 3514 3521 3530 rVB 2325989 4834024 60.60% 4.989%

Sum of corrected areas: 96899374
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112423\
Data File : BP018381.D

Acqg On : 25 Nov 2023 22:40

Operator : MA/JU

Sample : 05261-08

Misc

ALS vial : 64 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP112223.MA.M
: SVOA CALIBRATION

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST20.L
LSCINT.P

Abundance TIC: BP018381.D\data.ms

5000000
4000000
3000000

2000000 7 864

199
5 058 6.84 ﬂ{L647

1000000
3.693
022 3.27Q, 553_805023252

JLM 8.42 91994

10.663

8.575 10.281

10.799
9.746

BBHIN 11.450.7

350 4.00 4.50

Time--> 500 550 600 650 7.00 750 8.00

8.50

950

10.00

10.50

11.00 11.50

Abundance TIC: BP018381.D\data.ms
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Abundance TIC: BP018381.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112423\
Data File : BP018381.D

Acqg On : 25 Nov 2023 22:40
Operator : MA/JU

Sample : 05261-08

Misc

ALS vial : 64 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP112223.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 2
R.T. EstConc Area Relative to ISTD R.T.
13.404 3.08 ng/ul 765523  Acenaphthene-di10 14.499
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 90
3 Pyridine, 2-butyl-, 1-oxide 151 C9H13NO 031396-32-4 53
4 2-Propenal, 3-(2,2,6-trimethyl-7... 194 C12H1802 055759-91-6 53
5 m-Isopropoxyaniline 151 CSH13NO 041406-00-2 53

Abundance Scan 1754 (13.404 min): BP018381.D\data.ms (-1746) (- m/z 43.00 100.00%
43.0 109.1
5000
A
lﬂ!u 1691 2490 340.9400.9 488.8548. 19:50
O bl L0 2090 S AR AoR890 m/z 109.10  87.23%
miz--> 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 U
13.50
m/z 151.80  58.94%
‘J’ 169.0
0‘\\“1\\fm\\\”l\h\lw[‘il!‘fu\A\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 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 1350
5000 m/z 41.85 22.19%
169.0
VL
miz-—-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28949: Pyridine, 2-butyl-, 1-oxide
109.0 13.50
m/z 68.95 17.99%
5000
RETININ
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\BP112423\
Data File : BP018381.D

Acqg On : 25 Nov 2023 22:40
Operator : MA/JU

Sample : 05261-08

Misc

ALS vial : 64 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP112223.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.
18.145 2.43 ng/ul 602886  Phenanthrene-di10 17.245
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 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
5 Tridecanoic acid 214 C13H2602 000638-53-9 90

Abundance Scan 2560 (18.145 min): BP018381.D\data.ms (-2554) (- m/z 73.00 100.00%

73.0
5000
213.2

I
“H 34| \ b 18.00 18.50
_— Hp" “H,m Jil L 2821 356.0 430.1489.1547." '/, 59,95  76.60%

0
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 PR

18.00 18.50
m/z 43.10 74.76%

“H 213.0
0‘\\\“‘ \\‘llh\hl\l\1!\\]\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid

430 256.0

\
18.00 18.50
5000 m/z 57.10 67.26%

129.0
R TR N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance : i i

#143511: n-Hexadecanoic acid . —
73.0 18.00 18.50

m/z 55.00 63.55%

L MMMM1f(O\ \*“”~kawJ\M”“”wA””“

o L ‘ ‘
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\BP112423\
Data File : BP018381.D

Acqg On : 25 Nov 2023 22:40
Operator : MA/JU

Sample : 05261-08

Misc

ALS vial : 64 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP112223.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 Cinnamyl cinnamate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

20.916 3.58 ng/ul 1216850 Chrysene-d12 21.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cinnamyl cinnamate 264 C18H1602 000122-69-0 91
2 Cinnamyl cinnamate 264 C18H1602 000122-69-0 87
3 (E)-4-Bromo-4-methyl-1-phenylpen... 252 C12H13BroO 1000443-02-8 53
4 2,2-Dimethyl-1-(2-vinylphenyl)pr... 188 C13H160 1000210-99-9 52
5 1-(4-Ethynylphenyl)-2-methylprop... 174 C12H140 1000466-39-4 50

Abundance Scan 3031 (20.916 min): BP018381.D\data.ms (-3027) (- m/z 131.00 100.00%

131.0
5000

51.0\ l‘ 21?'1 1+ 3551 21 00
Ok b 2891 359.1417.1475.145351  m/z 115.00  37.28%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #153419: Cinnamyl cinnamate
131.0
5000
2100
219.0 m/z 117.05  34.15%
51. o\ \‘
0 \\\‘\\\\‘l\‘\‘\‘\\‘\\‘\\l\‘\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #153420: Cinnamyl cinnamate
131.0
2100
5000 m/z 103.00  28.08%
51.0 ‘ 219.0
0 m“ulm“‘\‘\ \‘\\\\‘\Lu‘\‘\\\‘\\H‘HHWHWHWH_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #137543: (E)-4-Bromo-4-methyl-1-phenylpent-1-en-3-one =
131.0 21.00

m/z 77.00 20.70%

5000 ML
51.0 254.0

L S
miz--> 50 100 150 200 250 300 350 400 450 500 550 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112423\
Data File : BP018381.D

Acqg On : 25 Nov 2023 22:40
Operator : MA/JU

Sample : 05261-08

Misc

ALS Vvial : 64 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP112223.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... 13.404 3.1 ng/ul 765523 3 14.499 4969760 20.0
n-Hexadecanoic ... 18.145 2.4 ng/ul 602886 4 17.245 4968110 20.0
Cinnamyl cinnamate 20.916 3.6 ng/ul 1216850 5 21.357 6793340 20.0
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