LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100324\
Data File : BM@47830.D

Acqg On : 04 Oct 2024 05:48
Operator : RC/JU

Sample : P4084-05

Misc :

ALS Vvial : 29 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_ M\Methods\SFAM-EPA-BM092724.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@47830.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.251 42 45 53 rVB 47964 73608 1.62% 0.137%
2 3.675 113 117 128 rBV 190148 308674 6.79% 0.575%
3 3.998 168 172 178 rVB2 20278 27926 0.61% 0.052%
4 6.969 670 677 688 rBV 691835 1150638 25.32% 2.143%
5 7.128 698 704 715 rVvB 577581 930644 20.48% 1.733%
6 7.334 733 739 747 rBV 717771 1137255 25.03% 2.118%
7 7.798 810 818 826 rBV 1080965 1748681 38.48% 3.257%
8 7.875 826 831 839 rVB7 13485 25934 0.57% 0.048%
9 8.504 931 938 946 rBV 883590 1403146 30.88% 2.613%
10 8.951 1005 1014 1025 rBV 662264 1131093 24.89% 2.107%
11  9.398 1085 1090 1094 rVB7 9019 15154 ©0.33% 0.028%
12 9.522 1103 1111 1116 rBV 73460 120722 2.66% 0.225%
13 9.675 1129 1137 1148 rBV 523437 862792 18.99% 1.607%
14  9.833 1162 1164 1172 rBV4 3363 5456 0.12% 0.010%
15 10.086 1203 1207 1209 rBV4 4444 5502 0.12% 0.010%

16 10.216 1221 1229 1241 rBV 843372 1416418 31.17%
17 10.380 1254 1257 1262 rVB7 3979 6606 ©0.15%
18 10.592 1286 1293 1306 rBV 1444122 2440713 53.71%

oONPON
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o
R

19 10.727 1309 1316 1333 rVV 765048 1332789 29.33% 482%
20 11.139 1380 1386 1394 rVB2 27546 49867 1.10% 093%
21 12.021 1531 1536 1543 rVB8 4848 9908 0.22% 0.018%
22 12.180 1558 1563 1568 rBV3 14630 24819 0.55% 0.046%
23 13.045 1708 1710 1715 rVB5 3373 4902 0.11% 0.009%
24 13.268 1741 1748 1752 rBv4 11284 18137 ©.40% 0.034%
25 13.845 1839 1846 1853 rBV 1559690 2130547 46.89%  3.968%
26 13.968 1864 1867 1871 rVB5 3670 6478 0.14% 0.012%
27 14.127 1884 1894 1963 rBV 1900897 2717159 59.80% 5.061%
28 14.339 1926 1930 1934 rVB4 6413 9770 0.22% 0.018%
29 14.433 1937 1946 1957 rBV 2190488 3144630 69.21% 5.857%
30 14.627 1971 1979 1994 rBV 561715 902548 19.86% 1.681%
31 14.851 2012 2017 2022 rBV7 15350 21306  0.47%  0.040%
32 14.980 2035 2039 2045 rVvv3 10548 20134 0.44% 0.038%
33 15.027 2045 2047 2051 rVV5 3697 5003 0.11% ©0.009%
34 15.068 2051 2054 2060 rVB8 2897 4786 ©.11% ©.009%
35 15.233 2077 2082 2089 rBV7 6148 14201 0.31% 0.026%
36 15.292 2089 2092 2096 rVB5 4960 7324 0.16% 0.014%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100324\
Data File : BM@47830.D

Acqg On : 04 Oct 2024 05:48
Operator : RC/JU

Sample : P4084-05

Misc :

ALS Vvial : 29 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_ M\Methods\SFAM-EPA-BM092724.MA.M
Title : SVOA CALIBRATION
37 15.427 2106 2115 2124 rBV 2396564 3365313 74.06% 6.268%
38 15.539 2127 2134 2140 rBV 533958 725852 15.97%  1.352%
39 15.662 2152 2155 2160 rVB4 11809 16803 0.37% 0.031%
40 15.792 2169 2177 2183 rBV 402077 569941 12.54% 1.062%
41 16.351 2269 2272 2275 rBv4 9120 9904 0.22% 0.018%
42 16.580 2307 2311 2315 rBV5S 4290 7761 0.17% 0.014%
43 16.680 2325 2328 2331 rVB5 4630 5530 0.12% 0.010%
44 16.956 2371 2375 2380 rVB5 5736 10504 0.23% 0.020%
45 17.098 2397 2399 2405 rVB7 6440 6757 ©0.15% 0.013%
46 17.174 2405 2412 2422 rBV 2495481 3599272 79.21% 6.704%
47 17.268 2422 2428 2439 rVV 2396117 3595035 79.12% 6.696%
48 17.362 2439 2444 2450 rVB8 23640 40432 0.89% 0.075%
49 17.462 2459 2461 2464 rVB3 6726 5599 0.12% 0.010%
50 18.068 2559 2564 2572 rBV 305747 453100 9.97% 0.844%
51 18.374 2614 2616 2620 rBV5 8019 9907 0.22% 0.018%
52 18.650 2660 2663 2666 rBV5 7119 10729 0.24% 0.020%
53 18.792 2684 2687 2691 rVB4 16842 21178 0.47% 0.039%
54 19.127 2740 2744 2751 rBV3 33237 49014 1.08% ©0.091%
55 19.197 2752 2756 2759 rBV 34996 48473 1.07% ©.090%
56 19.339 2777 2780 2786 rBV2 55640 78684 1.73% 0.147%
57 19.556 2812 2817 2824 rBV 3131373 4230414 93.10% 7.879%
58 21.074 3070 3075 3086 rBV 384755 654869 14.41% 1.220%
59 21.397 3124 3130 3144 rBV 2733993 4002540 88.09% 7.455%
60 24.191 3596 3605 3620 rVB 1834561 4393866 96.70%  8.184%

61 24.397 3631 3640 3655 rVB 1690670 4543908 100.00%  8.463%

Sum of corrected areas: 53690655
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100324\
Data File : BM@47830.D

Acqg On : 04 Oct 2024 05:48
Operator : RC/JU

Sample : P4084-05

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM047830.D\data.ms
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1500000 10.592
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1000000 8.504 10.216
6.976%;-334 8.951 10.727
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3.675
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Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50
Abundance TIC: BM047830.D\data.ms

3000000

500000

19.556 21.397

2500000 15.427 Y 158s
14.433

2000000 14.127

13.845
1500000

1000000

4.627 1 21.074

5,539
500000 15.792 16.068 L
51308268 13.0684.330 .6£@ 16.385806195E3082 | 18 3716509 8R0S

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: BM047830.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100324\
Data File : BM@47830.D

Acqg On : 04 Oct 2024 05:48
Operator : RC/JU

Sample : P4084-05

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.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.
15.792 3.62 ng/ul 569941  Acenaphthene-d10 14.433
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 90
5 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 52
Abundance Scan 2177 (15.792 min): BM047830.D\data.ms (-2169) (- | m/z 105.10 100.00%
105.1
77.0
182.1
5000
51.0 — ——
15.50 16.00
152.1
O e 2L R 2071 sz 77,05 65.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 — —
15.50 16.00
510 m/z 182.10  54.99%
oh 200, A | 12701520 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56927: Benzophenone
105.0
— —
770 182.0 15.50 16.00
5000 ’ ’ m/z 51.05 25.19%
51.0
Ob et e e RO D
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56922: Benzophenone = e
105.0 15.50 16.00
m/z 181.10 8.73%
77.0
5000 182.0
51.0
0 27\.0 ‘\ H‘\ ‘ 127'0 15\2.0 H
R A R o B e L e R R —e —
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100324\
Data File : BM@47830.D

Acqg On : 04 Oct 2024 05:48
Operator : RC/JU

Sample : P4084-05

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.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.

18.068 2.52 ng/ul 453100  Phenanthrene-d10 17.174
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 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
5 Tridecanoic acid 214 C13H2602 000638-53-9 94

Abundance Scan 2564 (18.068 min): BM047830.D\data.ms (-2559) (- | m/z 73.05 100.00%

73.0
5000 1201
213.2 RN
H ‘ :1-71-2 ‘ 256.3 18.00
ob— A L L L T 35 s 4318 92.07%
50

mi/z--> 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid

60.0
5000 129.0 LT \
18.00
‘ 1710 213.0 256.0 m/z 60.10 87.54%
0! i L \\h“\ M‘ ul ‘\ ‘ “‘ “ “‘ \‘ “\ L ‘ L‘ I I

N

—

m/z--> 100 150 200 250 300 350
Abundance #143511: n-Hexadecanoic acid
73.0
T T \
5000 ITI/Z 55.10 74.67%
213.0
29.0 ‘ ‘ T“'O
ol b L L
m/z--> 50 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid =
3
43.0 256.0 18.00
m/z 57.10 71.95%
5000
129.0
3.0 213.0
171.0 ‘
m/z--> 50 100 150 200 250 300 350 18.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100324\
BM047830.D

: 04 Oct 2024 05:48
: RC/JU
: P4084-05

: 29  Sample Multiplier: 1

hod
le

ry

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM092724 .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 3 Trichloroacetic acid, hexad... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
21.074 3.27 ng/ul 654869  Chrysene-di12 21.397
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
3 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 94
4 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
5 Octacosanol 410 C28H580 000557-61-9 91

Abundance Scan 3075 (21.074 min): BM047830.D\data.ms (-3070) (- | m/z 57.10 100.00%
57.1
5000
11.1
I \
b} ], 1672 282.1 21.00
ol Al ‘ 14141672 2242 2821 3851 4151 . 4319 g7.75%
miz--> 50 100 150 200 250 300 350 400
Abundance #292190: Trichloroacetic acid, hexadecyl ester
43.0
5000 = :
21.00
m/z 55.10 77.63%
m/z--> 50 100 150 200 250 300 350 400
Abundance #326112: Heptadecy! heptafluorobutyrate
57.0
N \
21.00
5000 m/z 83.10 68.26%
11.0
169.0
oL L 230000 s
m/z--> 50 lOO 150 200 250 300 350 400
Abundance #275003: Dichloroacetic acid, heptadecyl ester = :
57.0 21.00
m/z 97.05 64.09%
5000 11.0 J&W“ﬂm/\
oL w\ ULt 280 2380 p050 ) e
m/z--> 50 100 150 200 250 300 350 400 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100324\
Data File : BM@47830.D

Acqg On : 04 Oct 2024 05:48
Operator : RC/JU

Sample : P4084-05

Misc

ALS Vvial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.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 15.792 3.6 ng/ul 569941 3 14.433 3144630 20.0
n-Hexadecanoic ... 18.068 2.5 ng/ul 453100 4 17.174 3599270 20.0
Trichloroacetic... 21.074 3.3 ng/ul 654869 5 21.397 4002540 20.0
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