LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102824\
Data File : BM0@48274.D

Acqg On : 29 Oct 2024 03:45
Operator : RC/JU

Sample : P4529-16

Misc :

ALS Vvial : 28 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-BM102624.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@48274.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.169 27 31 40 rVB 73733 96483 1.74% 0.150%
2 3.463 78 81 85 rBvV3 8468 10574 0.19% 0.016%
3 3.587 98 102 123 rBV 924418 1393025 25.09% 2.171%
4 3,910 154 157 163 rVB3 14907 21697 ©0.39% 0.034%
5 4.840 309 315 321 rVvB7 7642 19915 0.36% 0.031%
6 6.075 520 525 528 rBV6 4530 6028 0.11% 0.009%
7 6.892 654 664 680 rBV 1020825 1774149 31.96% 2.765%
8 7.051 684 691 705 rVW 918212 1444850 26.03% 2.252%
9 7.251 718 725 738 rBV 1092651 1756336 31.64% 2.737%
10 7.716 797 804 812 rBV 803602 1275512 22.98% 1.988%
11 7.792 815 817 824 rVB5 12158 20406 0.37% 0.032%
12 7.975 840 848 852 rBV9 8500 18527 0.33% 0.029%
13 8.434 918 926 947 rBV 1332028 2241366 40.37% 3.493%
14 8.875 993 1001 1012 rBV 1049637 1738599 31.32% 2.709%
15 9.045 1025 1030 1042 rVB1e 7329 17372  0.31% 0.027%
16 9.304 1069 1074 1081 rVB2 15269 25319 0.46% 0.039%
17 9.445 1092 1098 1107 rBV 74002 127487 2.30% 0.199%
18 9.592 1116 1123 1138 rBV 830964 1455281 26.21% 2.268%
19 9.710 1138 1143 1149 rVB3 11504 21591 0.39% 0.034%
20 10.133 1208 1215 1235 rBV 1253815 2211294 39.83% 3.446%
21 10.304 1240 1244 1247 rVB6 3967 5872 0.11% 0.009%
22 10.504 1271 1278 1288 rBV 1129092 1915732 34.51% 2.985%
23 10.645 1295 1302 1324 rBV 1197485 2295981 41.36% 3.578%
24 11.080 1368 1376 1383 rBV5 23399 51619 ©.93% ©0.080%
25 11.792 1490 1497 1501 rBv4 12035 20866 0.38% 0.033%
26 11.939 1518 1522 1526 rVB7 4561 7780 0.14% 0.012%
27 12.116 1545 1552 1563 rVB 18189 40511 0.73% 0.063%
28 12.357 1590 1593 1597 rVB2 6181 9796 0.18% 0.015%
29 12.716 1648 1654 1659 rBV7 3103 7084 0.13% 0.011%
30 12.822 1667 1672 1675 rBV3 7407 9411 0.17% 0.015%
31 12.904 1681 1686 1694 rBV9 3834 9262 0.17% 0.014%
32 12.969 1694 1697 1704 rVB7 6760 9639 0.17% 0.015%
33 13.192 1731 1735 1742 rVB4 11122 18825 0.34% 0.029%
34 13.339 1753 1760 1767 rVB8 9526 19420 ©0.35% 0.030%
35 13.774 1827 1834 1844 rBV 2320993 3269586 58.90% 5.095%
36 13.892 1850 1854 1857 rVB6 5838 10048 0.18% 0.016%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102824\
Data File : BM0@48274.D

Acqg On : 29 Oct 2024 03:45
Operator : RC/JU

Sample : P4529-16

Misc :

ALS Vvial : 28 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-BM102624.MA.M
Title : SVOA CALIBRATION
37 14.051 1870 1881 1894 rBV 2749220 4086942 73.62% 6.369%
38 14.263 1913 1917 1923 rVB7 9460 14473 0.26% 0.023%
39 14.363 1926 1934 1947 rVV 1708669 2551194 45.95% 3.976%
40 14.492 1952 1956 1960 rVB6 4489 6459 0.12% 0.010%
41 14.580 1965 1971 1994 rBV 492868 1134269 20.43% 1.768%
42 14.786 2002 2006 2013 rVB6 19894 35986 0.65% 0.056%
43 15.163 2066 2070 2076 rBVv4 10442 19934 0.36% 0.031%
44 15.210 2076 2078 2085 rVB5 8983 13267 0.24% 0.021%
45 15.357 2096 2103 2115 rBV 3377915 4945519 89.08% 7.707%
46 15.480 2118 2124 2139 rVB 837585 1208872 21.78% 1.884%
47 15.598 2139 2144 2147 rBV4 17491 25248 0.45% 0.039%
48 15.721 2159 2165 2172 rBV 703976 975101 17.56% 1.520%
49 15.768 2172 2173 2180 rVB5 9280 11033 0.20% 0.017%
50 15.998 2207 2212 2215 rVV6 3951 6104 0.11% 0.010%
51 16.074 2221 2225 2227 rVWV5 7140 11807 0.21% 0.018%
52 16.098 2227 2229 2234 rW5 9970 16339 0.29% 0.025%
53 16.139 2234 2236 2240 rVB4 5000 6097 0.11% 0.010%
54 16.280 2253 2260 2265 rBV3 20722 32581 ©.59% 0.051%
55 16.598 2308 2314 2318 rvVvB8 6490 10620 0.19% 0.017%
56 17.027 2383 2387 2393 rVBS 9672 13455 0.24% 0.021%
57 17.104 2393 2400 2410 rBV 1942288 2760830 49.73% 4.302%
58 17.204 2410 2417 2429 rVV 3407107 5045210 90.88% 7.862%
59 17.309 2431 2435 2443 rVB5 38552 75324 1.36% 0.117%
60 17.509 2463 2469 2471 rBV7 4566 8704 0.16% 0.014%
61 18.004 2547 2553 2563 rBV 718797 1046300 18.85% 1.631%
62 18.180 2581 2583 2587 rVB5 8591 10352 0.19% 0.016%
63 18.298 2598 2603 2610 rBV5 17445 33128 0.60% 0.052%
64 18.927 2708 2710 2714 rBV5S 7767 9784 0.18% 0.015%
65 19.062 2728 2733 2738 rBV4 45810 70311 1.27% 0.110%
66 19.133 2741 2745 2748 rBV 61524 86006 1.55% 0.134%
67 19.280 2765 2770 2784 rBV 179154 311943 5.62% 0.486%
68 19.492 2800 2806 2813 rBV 4100715 5551546 100.00%  8.651%
69 20.039 2897 2899 2904 rVB3 29126 30802 0.55% 0.048%
70 21.009 3060 3064 3076 rBV2 268850 465374 8.38% 0.725%
71 21.327 3112 3118 3130 rBV 1677286 2639618 47.55% 4.114%
72 24.068 3576 3584 3600 rVB 1967567 4832411 87.05% 7.531%

73 24.274 3610 3619 3633 rVB 1011170 2688887 48.43% 4.190%

Sum of corrected areas: 64169073
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Data Path
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: 29 Oct 2024 03:45
: RC/JU
: P4529-16

. 28

LSC Report - Integrated Chromatogram

¢ Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102824\

BM048274.D

Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM102624.MA.M

: SVOA CALIBRATION

: C:\Database\NIST20.L
tion Parameters: LSCINT.P

Abundance
4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BM048274.D\data.ms

8.434
8.875

"

5

6.8021.251

7.716

1013ﬁﬂ
3.587 9.592

9@!‘&710

3168 463 3.910 4.840 6.075 \70975 11 080 1nmq;1263512223

Time-->

3.00 350 400 450 500 550 6.00 650 7.00 750 800 8.50 900 9.50 10. 00 10.50 ll 00 11. 50 12. 00 12.50

Abundance
4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BM048274.D\data.ms

19.492

15.357 17.204

14.051

13.774

17.1 21.327

14.363

1% 18.004

ﬁ 721
opacEIR39 18.8 a.wEmﬂﬂ am 59817.087.89%09 L&M@”

4.580 21.009

24

Time--> 1

L B R B R R T\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\7\\\\‘\\\\‘\\\\\\\\’\\\\\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\
3.00 13.50 1400 1450 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
4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BM048274.D\data.ms

24.068

4.274

0

Time-->

23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102824\
Data File : BM@48274.D

Acqg On : 29 Oct 2024 03:45
Operator : RC/JU

Sample : P4529-16

Misc

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM102624.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.
15.721 7.64 ng/ul 975101  Acenaphthene-di1e 14.363
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 95
4 Benzophenone 182 C13H1e0 000119-61-9 93
5 Benzophenone 182 C13H1e0 000119-61-9 91
Abundance Scan 2165 (15.721 min): BM048274.D\data.ms (-2159) (- | m/z 105.10 100.00%
105.1
77.0
182.1
5000
51.0
15 50 16 00
152.1
bt e A2 R L 20T sz 77,05 64.23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000 \
15 50 16 00
510 m/z 182. 52.93%
o270 1270 1520 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘!\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56922: Benzophenone
105.0
‘
77.0 15.50 16.00
5000 182.0 m/z 51.05 24.62%
51.0
0 270 | A | 127.0 15?.0 L
R R A ALA N Rama s o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56927: Benzophenone 7 ™
105.0 15.50 16.00
m/z 181.10 8.21%
77.0 182.0
5000
51.0
. | 12701520 |
R AR R R e RS RARER RS —r— —
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\BM102824\
Data File : BM@48274.D

Acqg On : 29 Oct 2024 03:45

Operator : RC/JU

Sample : P4529-16

Misc

ALS vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM102624 .MA.M
: 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 2

R.T. EstConc Area Relative to ISTD R.T.
18.003 7.58 ng/ul 1046300  Phenanthrene-d10 17.104
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 Tetradecanoic acid 228 C14H2802 000544-63-8 90

Abundance Scan 2553 (18.004 min): BM048274.D\data.ms (-2547) (- | m/z 73.05 100.00%
Q
5000
129.1
213.2 = ‘
171.1 256 3 18.00
0 I \u‘\ il \ ‘ ‘ ‘ \ I 355. ©
! | : S e m/z 43.05 90.30%
mfz--> 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 —i
129.0 18.00
213.0 m/z 60.10 83.45%
‘ 171.0 ‘
0 H‘J “\u‘m il “ ““H\ ‘\‘LH“HH’HH“
miz--> 50 100 150 200 250 300 350
Abundance #143510.n—Hexadecanok:add
T
18.00
5000 129.0 m/Z 57.05 72.35%
171.0 213.0 256.0
oL— ‘ w\h”wﬂ‘\m\ ‘ “‘ \““\H“\HH’HH“
m/z--> 5 100 150 200 250 300 350
Abundance #143509: n-Hexadecanoic acid — i
43.0 18.00
m/z 55.10 70.36%
5000 256.0
129.0
213.0
‘ ‘ 171.0
0 \\‘\ ‘\ \\‘H ‘H‘\ lig \ “ ““‘H \\‘\\“\\\\’\\\\‘\ - ‘ ;
m/z--> 5 100 150 200 250 300 350 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102824\
Data File : BM@48274.D

Acqg On : 29 Oct 2024 03:45
Operator : RC/JU

Sample : P4529-16

Misc

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM102624.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.280 2.36 ng/ul 311943  Chrysene-d12 21.327
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 96
4 Pentadecanoic acid 242 C15H3002 001002-84-2 91
5 Tetradecanoic acid 228 C14H2802 000544-63-8 87
Abundance Scan 2770 (19.280 min): BM048274.D\data.ms (-2765) (- | m/z 43.10 100.00%
43.1
5000 129.1
5.1
1852 9413 T 7 T
‘ ‘ 284.3 19.00 19.50
ol b L 388 s 73018 89.78%
miz--> 50 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
73.0
129.0
50001 28.0 284.0 T ]
185.0 2410 19.00 19.50
m/z 55.10 76.62%
0! HM\M ‘ o~ ‘L‘\‘ ‘\H‘\’\H““HH“
miz--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid
73.0
T —
19.00 19.50
5000 129.0 m/z 57.10 76.36%
29.0 185.0 541 284.0
0 3/ NERNE EOV M N—
m/z--> 50 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid = —
43.0 19.00 19.50
m/z 60.10 73.40%
5000 129.0
3.0
284.0
1850 2410 ‘
0\\“\”‘ ‘MM"\\‘\‘\‘\‘\‘\\"‘\\\‘\‘\\\\‘\ e e
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102824\
Data File : BM@48274.D

Acqg On : 29 Oct 2024 03:45
Operator : RC/JU

Sample : P4529-16

Misc

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM102624.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 4 Pentadecafluorooctanoic aci... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

21.689  3.53 ng/ul 465374 Chrysene-di2 21.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94

2 1-Hexacosanol 382 C26H540 000506-52-5 91
3 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 91
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
Abundance Scan 3064 (21.009 min): BM048274.D\data.ms (-3060) (- | m/z 57.10 100.00%
57.1
L L
‘ =T
{ Ffz 207.1 357.1 21.00
obr by T 285 A 35 420 ] m/z 43.16  83.96%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 —— :
21.00
m/z 55.10 71.93%
>0 252.0
ol Ll Ly 50 369.0 648
\H\‘HH‘HH[\H\‘HH‘\H\‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #289621: 1-Hexacosano
97.0
L \
21.00
5000 m/z 83.10 67 .64%
o221 157 02860 3640
R mARA A o RA RARARARARARaRAEE IS R R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #303470: Pentafluoropropionic acid, heptadecy! ester o = T
57.0 21.00
m/z 69.10 60.36%
5000
5.0
0 I J“ \‘J] i ?3\80 3840
A e e e e e =
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102824\
Data File : BM@48274.D

Acqg On : 29 Oct 2024 03:45
Operator : RC/JU

Sample : P4529-16

Misc

ALS Vvial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM102624.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 15.721 7.6 ng/ul 975101 3 14.363 2551190 20.0
n-Hexadecanoic ... 18.003 7.6 ng/ul 1046300 4 17.104 2760830 20.0
Octadecanoic acid 19.280 2.4 ng/ul 311943 5 21.327 2639620 20.0
Pentadecafluoro... 21.009 3.5 ng/ul 465374 5 21.327 2639620 20.0
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