LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101824\
Data File : BP©22460.D

Acqg On : 18 Oct 2024 14:49

Operator : RC/JU

Sample : P4346-07

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-BP100724.MA.M
Title : SVOA CALIBRATION
Signal : TIC: BP@22460.D\data.ms

peak R.T. first

# min
1 3.199
2 3.611
3 3.928
4 5.069
5 6.616
6 6.681
7 6.816
8 6.858
9 7.011
10 7.210
11 7.663
12 7.734
13 7.893
14 7.958
15 8.199
16 8.369
17 8.805
18 8.875
19 8.969
20 9.216
21 9.363
22 9.516
23 9.781
24  9.846
25 10.057
26 10.152
27 10.204
28 10.422
29 10.557
30 10.899
31 10.963
32 11.240
33 11.446
34 11.610
35 11.693
36 11.840

SFAM-EPA-BP10

scan
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709

787
804
829
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881
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982
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1009
1052
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1497

0724.

628
651
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684
718

795
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915
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last
scan

45
120
166
360
622

631
652
674
697
727

804
813
837
851
891

931
998
1004
1020
1065

1094
1122
1158
1168
1216

1223
1233
1278
1299
1349

1363
1411
1446
1467
1487

1509

PK  peak
TY height
rvB 28561
rBv 338014
rvB 16750
rBv3 5694
rVB9 3897
rBv7 2155
rBv 17009
rvv 445444
rvB 351767
rBV 465862
rBV 511109
rvB3 9427
rBv7 3791
rvB8 2285
rBvs 6057
rVB 568423
rvw 451170
rvB5 4510
rBv8 3827
rvv 42742
rvB 50153
rBv 393323
rBv8 2585
rBv9 2630
rvw 636311
rvveé 4201
rVB9 3231
rBv 655182
rBv 476238
rBv8 3746
rvBe 11239
rvveé 3004
rvB1e 5249
rBve 2389
rBv2 10591
rvB9S 5910

corr. corr.
area % max
38166 1.41%
495190 18.36%
22583 0.84%
9553 0.35%
6668 0.25%
3503 0.13%
21660 0.80%
768735 28.50%
567940 21.05%
765140 28.36%
844751 31.32%
14900 0.55%
6346 0.24%
4751 0.18%
12287 0.46%
970095 35.96%
753082 27.92%
5999 0.22%
7835 0.29%
65061 2.41%
82827 3.07%
665439 24.67%
5699 0.21%
5511 0.20%
1047544 38.83%
6955 0.26%
6426 0.24%
1135688 42.10%
877926 32.55%
7120 0.26%
20710 0.77%
7818 0.29%
12452 0.46%
3635 0.13%
18426 0.68%
14744 0.55%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101824\
Data File : BP022460.D

Acqg On : 18 Oct 2024 14:49
Operator : RC/JU

Sample : P4346-07

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-BP100724.MA.M
Title : SVOA CALIBRATION
37 12.e016 1526 1535 1539 rVvW3 10702 22748 0.84% 0.066%
38 12.075 1542 1545 1552 rVvB3 6207 12410 0.46% 0.036%
39 12.228 1564 1571 1574 rBVS 4588 10030 0.37% 0.029%
40 12.298 1580 1583 1587 rBV3 4628 6230 0.23% 0.018%
41 12.434 1600 1606 1607 rBV6 2161 3498 0.13% 0.010%
42 12.804 1664 1669 1674 rVB4 9517 14586 0.54% 0.042%
43 13.075 1713 1715 1716 rVV 5160 4549 0.17% 0.013%
44 13.098 1716 1719 1726 rVB4 7533 14423 ©.53% 0.042%
45 13.316 1751 1756 1757 rBV5 3556 5266 0.20% 0.015%
46 13.445 1772 1778 1784 rVWV5 4159 10653 0.39% 0.031%
47 13.598 1798 1804 1810 rBvV8 8745 18068 0.67% 0.052%
48 13.693 1810 1820 1829 rVV 906484 1468715 54.45%  4.257%
49 13.757 1829 1831 1835 rVWv3 12726 17787 0.66% 0.052%
50 13.810 1835 1840 1848 rVB3 5357 14799 0.55% 0.043%
51 13.975 1857 1868 1878 rBV 1090122 1709885 63.39% 4.956%
52 14.116 1888 1892 1895 rVB5 4501 7458 0.28% 0.022%
53 14.187 1898 1904 1967 rBVS8 5851 10732 0.40% 0.031%
54 14.281 1910 1920 1927 rBV 983124 1491701 55.30% 4.323%
55 14.345 1927 1931 1936 rVvV 25802 38885 1.44% 0.113%
56 14.410 1940 1942 1948 rVB7 5293 7806 0.29% 0.023%
57 14.504 1953 1958 1969 rBV 259793 401878 14.90% 1.165%
58 14.687 1985 1989 1990 rBvV3 6102 7188 0.27% 0.021%
59 14.810 2007 2010 2016 rVB7 6601 12158 0.45% 0.035%
60 14.898 2023 2025 2028 rVB4 4099 3374 0.13% 0.010%
61 15.087 2055 2057 2059 rBV3 4798 4001 0.15% 0.012%
62 15.163 2068 2070 2077 rVB5 6652 9509 0.35% 0.028%
63 15.281 2083 2090 2097 rBV 1268764 2026081 75.11% 5.872%
64 15.345 2097 2101 2107 rVB3 22142 34040 1.26% 0.099%
65 15.422 2108 2114 2126 rBV 196428 318422 11.80% 0.923%
66 15.504 2126 2128 2129 rBV2 4065 3449 0.13% 0.010%
67 15.557 2135 2137 2141 rVB2 13127 16473 0.61% 0.048%
68 15.657 2148 2154 2161 rVB 245994 365220 13.54% 1.059%
69 15.722 2161 2165 2166 rBV4 3310 3869 0.14% 0.011%
70 15.775 2170 2174 2175 rBV3 9644 11103 0.41% 0.032%
71 16.028 2212 2217 2220 rBV7 11593 23329 0.86% 0.068%
72 16.057 2220 2222 2225 rVV 19794 25839 0.96% 0.075%
73 16.086 2225 2227 2233 rVB 11732 15106 0.56% 0.044%
74 16.475 2290 2293 2295 rBV4 9325 11256 0.42% 0.033%
75 16.728 2333 2336 2346 rBV4 14844 29542 1.10% ©.086%
76 16.834 2346 2354 2358 rVV8 19746 42549 1.58% 0.123%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101824\
Data File : BP022460.D

Acqg On : 18 Oct 2024 14:49
Operator : RC/JU

Sample : P4346-07

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-BP100724.MA.M
Title : SVOA CALIBRATION
77 16.898 2361 2365 2372 rVB3 29186 46937 1.74% 0.136%
78 17.075 2388 2395 2400 rBV 980670 1650526 61.19% 4.784%
79 17.128 2400 2404 2409 rVB 208000 327569 12.14% 0.949%
80 17.186 2409 2414 2419 rBV 1432112 1988965 73.73% 5.765%
81 17.275 2425 2429 2435 rVB4 21827 41013 1.52% ©0.119%
82 17.404 2446 2451 2456 rVB5 14345 24842 0.92% 0.072%
83 17.504 2465 2468 2469 rBV 12638 13627 ©0.51% 0.039%
84 17.822 2518 2522 2528 rVB7 15071 20891 0.77% 0.061%
85 17.980 2545 2549 2551 rBV 34678 46691 1.73% ©0.135%
86 18.022 2551 2556 2567 rVB2 223136 391628 14.52%  1.135%
87 18.181 2578 2583 2588 rBV2 63411 111870 4.15% 0.324%
88 18.504 2635 2638 2642 rBV 29000 35819 1.33% 0.104%
89 19.210 2753 2758 2763 rVB 615819 805521 29.86% 2.335%
90 19.275 2766 2769 2773 rVB3 37416 43070 1.60% 0.125%
91 19.351 2778 2782 2789 rBV3 50968 102675 3.81% 0.298%
92 19.557 2812 2817 2821 rBV 1924020 2697523 100.00% 7.818%
93 20.116 2909 2912 2915 rVB 94202 107056 3.97% 0.310%
94 20.216 2926 2929 2933 rVB 84375 101791 3.77% 0.295%
95 21.422 3130 3134 3139 rBV 146355 209754 7.78% 0.608%
96 21.504 3140 3148 3154 rVV2 1240858 2508148 92.98% 7.269%
97 21.551 3154 3156 3168 rVB 266974 410431 15.22% 1.190%
98 23.739 3523 3528 3536 rBV 198334 493511 18.29% 1.430%
99 24.557 3657 3667 3674 rBV 860689 2522378 93.51% 7.311%
100 24.774 3694 3704 3712 rBV 852268 2242646 83.14% 6.500%

Sum of corrected areas: 34502662
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101824\
Data File : BP©22460.D

Acqg On : 18 Oct 2024 14:49

Operator : RC/JU

Sample : P4346-07

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP100724 .MA.M
: SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: BP022460.D\data.ms
2000000
1500000
1000000
422
Jees 8369 10.05%0.
500000 6.8587.210 8.805 9.516 1D.557
3.611 .01
ES {ks.gzs 5.069 i j\ \T3a0Es19 9@9 Mmmmsssmz 8
\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \ T \\\‘\\\\‘\\\
Time--> 3.00 350 4.00 450 500 550 6.00 650 700 750 800 8.50 900 950 10 00 10 50 11 00 11 50 12.00 12.50
Abundance TIC: BP022460.D\data.ms
2000000 19.557
21.504
1500000 17.186
15.281
13.975 _
1000000 14.281 17.015
19.210
21551
500000 21.422
18.022 2@0.266 A AN
19935
il 6. A28 B Z‘M @_@504
O HH‘H\ L o e e e LA e e L e e L s
Time--> 13.00 13.50 14.00 14.50 15. 00 15. 50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BP022460.D\data.ms
2000000
1500000
24.557
4.774
1000000
500000 23.739
O\\‘\\\\\\\\‘\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\\\\\\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\\
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101824\
Data File : BP022460.D

Acqg On : 18 Oct 2024 14:49
Operator : RC/JU

Sample : P4346-07

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP100724.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 Benzophenone Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.657 4.90 ng/ul 365220  Acenaphthene-d10 14.281
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Benzophenone 182 C13H100 000119-61-9 96
3 Benzophenone 182 C13H100 000119-61-9 94
4 Benzophenone 182 C13H1e0 000119-61-9 93
5 Benzophenone 182 C13H1e0 000119-61-9 91
Abundance Scan 2154 (15.657 min): BP022460.D\data.ms (-2148) (- m/z 105.00 100.00%
105.0
182.1
5000
— —
39 15.50 16.00
o bl 2470 3601 4608 5407 .., 76.95  76.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56927: Benzophenone
105.0
182.0
5000 P et
15.50 16.00

m/z 182.10 67.78%

O\\\\“\\“\\‘\\\\‘h\\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56925: Benzophenone
105.0

—— ——
15.50 16.00

182.0
5000 ITI/Z 50.95 28.90%
27.0
Ot e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56922: Benzophenone T T
105.0 15.50 16.00
m/z 181.05  13.29%
5000 182.0
027‘0‘ I |
A e o B RS R AR R Tt b=
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101824\
Data File : BP022460.D

Acqg On : 18 Oct 2024 14:49
Operator : RC/JU

Sample : P4346-07

Misc

ALS vial : 9

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP100724 .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 2 n-Hexadecanoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
18.022 4.75 ng/ul 391628 Phenanthrene-d10 17.075
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
4 Tridecanoic acid 214 C13H2602 000638-53-9 90
5 Octadecanoic acid 284 C18H3602 000057-11-4 81

Abundance Scan 2556 (18.022 min): BP022460.D\data.ms (-2551) (- m/z 73.00 100.00%

2 . .
5000
213.2
L \
“H L 18.00
81.0
0l AL ‘ME-M‘M“‘\‘\“‘#“““‘35“‘9‘42‘9“2““91‘7‘”_ m/z 60.00 75.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid
73.0
256.0
5000 —— ‘
18.00
‘H 157.0 m/z 43.05 69.91%
O‘H‘JrH‘I\ ‘\J“r“‘\"\m\l‘”‘\l\“l\J\“\h“H‘H‘\H\‘\H\‘HH‘HH‘HH‘HH‘\

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

%

Abundance #143508: n-Hexadecanoic acid
420 256.0
18.00
5000 ITI/Z 57.10 64 .80%
129.0
R TR IS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid T
43.0 18.00
m/z 55.05 64.32%
5000 256.0
129.0
ol -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101824\
Data File : BP©22460.D

Acqg On : 18 Oct 2024 14:49
Operator : RC/JU

Sample : P4346-07

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP100724.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|
Benzophenone 15.657 4.9 ng/ul 365220 3 14.281 1491700 20.0
n-Hexadecanoic ... 18.022 4.8 ng/ul 391628 4 17.075 1650530 20.0
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