LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100824\
Data File : BP022270.D

Acqg On : 08 Oct 2024 14:04
Operator : RC/JU

Sample : P4162-22

Misc :

ALS vial : 7 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@22270.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.223 37 40 45 rVB 17329 21450 0.69% 0.073%
2 3.640 107 111 125 rBV 205208 311507 10.08% 1.059%
3 3.958 162 165 172 rVB3 6478 9588 ©0.31% 0.033%
4 4.328 224 228 233 rvB8 2206 3973  0.13% 0.014%
5 4.858 314 318 324 rBV3 3980 7077 0.23% 0.024%
6 5.993 503 511 515 rBVS8 3256 6307 0.20% 0.021%
7 6.887 652 663 674 rBV 305523 493293 15.97% 1.677%
8 7.046 681 6990 701 rBV 219809 361105 11.69%  1.228%
9 7.246 716 724 733 rBV 296011 477589 15.46% 1.624%
106 7.7065 793 802 810 rBV 398633 659478 21.35%  2.242%
11 7.775 810 814 817 rVB6 3157 5470 0.18% 0.019%
12 8.399 913 920 932 rBV 388960 629407 20.37% 2.140%
13 8.840 986 995 1005 rBV 273888 490700 15.88% 1.668%
14  9.258 1056 1066 1070 rBV6 3547 7693 0.25% 0.026%
15 9.393 1083 1089 1099 rBvV2 26156 40730 1.32% 0.138%

16 9.552 1106 1116 1126 rBV 242695 423107 13.69%
17 10.081 1198 1206 1222 rBV 389847 684850 22.17%
18 10.457 1259 1270 1284 rBV 537187 925534 29.96%

O NWN R
=
N
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R

19 10.593 1284 1293 1309 rBV 366346 654844 21.20% 226%
20 10.999 1357 1362 1368 rBV9 6134 14712 0.48% 050%
21 11.263 1401 1407 1416 rBV9 1388 4444  0.14% 0.015%
22 12.040 1532 1539 1545 rBV2 7608 13857 0.45% 0.047%
23 13.122 1720 1723 1729 rVB7 2693 4227 0.14% 0.014%
24 13.722 1818 1825 1834 rBV 893345 1263446 40.89%  4.296%
25 13.993 1862 1871 1885 rBv2 773921 1331748 43.10% 4.528%
26 14.157 1892 1899 1904 rVBS 1958 3598 0.12% 012%
27 14.216 1904 1909 1913 rVB7 1841 3210  ©@.10%

28 14.304 1915 1924 1935 rBV 813677 1438409 46.56%
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29 14.516 1952 1960 1977 rBV 259762 494416 16.00% 681%
30 14.751 1994 2000 2009 rVB10 8858 20298 0.66% 0.069%
31 15.128 2059 2064 2065 rBV5 2801 3529 0.11% 0.012%
32 15.316 2089 2096 2103 rBV 1290123 1790082 57.94% 6.086%
33 15.451 2111 2119 2134 rBV 374068 500202 16.19% 1.701%
34 15.575 2134 2140 2146 rVB4 12992 26322 ©0.85% ©0.089%
35 15.693 2153 2160 2169 rBV 207984 335317 10.85% 1.140%
36 16.216 2240 2249 2253 rBV 5898 14614 0.47% 0.050%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100824\
Data File : BP022270.D

Acqg On : 08 Oct 2024 14:04
Operator : RC/JU

Sample : P4162-22

Misc :

ALS vial : 7 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 16.316 2264 2266 2272 rVB2 7199 9584 0.31% 0.033%
38 16.463 2289 2291 2296 rBV6 1998 3532  0.11% 0.012%
39 16.504 2296 2298 2302 rVWVv4 3861 5227 0.17% 0.018%
40 16.628 2316 2319 2325 rVB8 5519 7802 0.25% 0.027%
41 16.981 2375 2379 2382 rBV5 8691 10485 0.34% 0.036%
42 17.010 2382 2384 2393 rVBS8 8341 12586 0.41% 0.043%
43 17.104 2393 2400 2410 rBV 1392947 1923508 62.26% 6.540%
44 17.210 2411 2418 2427 rBV 1417524 2026407 65.59% 6.890%
45 17.292 2429 2432 2433 rBV2 10146 10016 0.32% 0.034%
46 17.581 2479 2481 2484 rBv4 5118 5240 0.17% 0.018%
47 17.716 2500 2504 2511 rVB7 11858 22716 0.74% 0.077%
48 18.045 2554 2560 2566 rBV 298925 435717 14.10% 1.481%
49 19.134 2742 2745 2750 rBvV3 21302 30473 0.99% 0.104%
50 19.204 2753 2757 2759 rBV 23013 29893 0.97% 0.102%
51 19.375 2781 2786 2796 rBV2 65143 121743  3.94% 0.414%
52 19.581 2816 2821 2830 rBV2 1891329 2589816 83.83% 8.805%
53 21.210 3094 3098 3109 rVB 186273 316027 10.23% 1.074%
54 21.545 3149 3155 3166 rBV2 1463224 2467850 79.88%  8.391%
55 24.610 3667 3676 3689 rVB 1248439 3089547 100.00% 10.504%

56 24.833 3705 3714 3726 rVB 1169869 2817911 91.21%  9.581%

Sum of corrected areas: 29412213
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100824\
Data File : BP022270.D

Acqg On : 08 Oct 2024 14:04
Operator : RC/JU

Sample : P4162-22

Misc

ALS vial : 7 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
Abundance TIC: BP022270.D\data.ms
1500000
1000000
10.457
500000 6.3577 7.705 8.399 10.081 1p.593
. .246
3.640 04 8.840 9552
\3.223 k3.9584.328 4.858 5.993 7/\7 775 9.25,}5?& L 10.990263  12.040
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BP022270.D\data.ms
19.581
21.545
1500000 144840
15.316
1000000 13.722
13.944-304
500000 15.451 21.210
4516 18.045
. 5.693 JLJ%}L«/J
1 i
ol13.122 1516 |14.7515.12815.575 16 @B6RBIET. IAT) 202138116
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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: BP022270.D\data.ms
24.610
1500000 54,833
1000000
SOOOOOMMM/LAJ
0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\ T
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_P\Data\BP100824\
Data File : BP022270.D

Acqg On : 08 Oct 2024 14:04
Operator : RC/JU

Sample : P4162-22

Misc

ALS vial : 7 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.
15.693 4.66 ng/ul 335317  Acenaphthene-d10 14.304
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 C13H1e0 000119-61-9 95
4 Benzophenone 182 C13H1e0 000119-61-9 91
5 1,2,4-Trioxolane, 3,3,5-triphenyl- 304 C20H1603 023246-12-0 72
Abundance Scan 2160 (15.693 min): BP022270.D\data.ms (-2153) (- m/z 105.00 100.00%
105.0
182.1
5000
— —
25 15.50 16.00
o 9P L] 2826 356.0 4382 5285 .., 76 95  74.51%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56927: Benzophenone
105.0
182.0 A
5000 A —
15.50 16.00
m/z 182.10  65.36%
O\\\\‘\\“\\‘\\\\’JI\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56925: Benzophenone
105.0
S —
182.0 15.50 16.00
5000 m/z 50.95 26.58%
27.0
O r e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56922: Benzophenone = —
105.0 15.50 16.00
m/z 181.00  10.55%
5000 182.0
027‘0‘ 1 | I
e e e e e e e e e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.50 16.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

. 08

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100824\
BP022270.D

Oct 2024 14:04

: RC/JU
. P4162-22

7

hod
le

ry

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.
18.045 4.53 ng/ul 435717  Phenanthrene-d10 17.104
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 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
5 Tetradecanoic acid 228 C14H2802 000544-63-8 90

Abundance Scan 2560 (18.045 min): BP022270.D\data.ms (-2554) (- m/z 73.00 100.00%

73.0
5000
213.2
T \
JLassia L gono
0l e ‘J‘HMW L, 2810 854.94168475.15350 17 ce.e0  74.34%
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
m/z 43.05 66.55%
0 I “ [ m J\ .M il ‘ }?ﬂ b l
‘\\\‘ \\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
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Abundance #143510: n-Hexadecanoic acid
18.00
5000 1290 m/Z 55 . 09 62 .4400
“ 213.0
(" ‘I‘NMH“‘Hm_m‘“um,uwww_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid T ‘
73.0 18.00
m/z 57.10 60.33%
256.0
5000
“ 57.0
Ok J"}HJJM\\\\‘ =
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00
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Data Path

Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Library Search Compound Report

: Z:\svoasrv\HPCHEM1\BNA_P\Data\BP100824\

BP©22270.D
: 08 Oct 2024 14:04
: RC/JU
. P4162-22
: 7 Sample Multiplier: 1

Quant Title

TIC Library

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

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

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 1-Heneicosanol Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
21.210 2.56 ng/ul 316027 Chrysene-d12 21.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 Nonacos-1-ene 406 C29H58 018835-35-3 94
4 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 94
5 1-Heptacosanol 396 C27H560 002004-39-9 94

Abundance Scan 3098 (21.210 min): BP022270.D\data.ms (-3094) (- m/z 57.05 100.00%

57.0
5000

5.1 o S

| ‘ || 2000 2820 35724152 2199 2150
ol Ly 2280 T SRR 24799 549 mjz 83.05

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosano
55.0

5000 T ——
21.00 21.50
125.0 m/z 55.05 85.37%
O‘\\J\M\"\\l \J}‘l\l\‘\\‘!‘h\l\]-\g\e‘.\o\\\z‘e\e\.\o\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #232316: Behenic alcoho
83.0
—— —
21.00 21.50
5000 m/z 43.05 85.23%
o190 |12590 zzpzm00
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #306022: Nonacos-1-ene e ——
57.0 21.00 21.50
m/z 69.05 80.63%
5000
125.0
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\BP100824\
Data File : BP022270.D

Acqg On : 08 Oct 2024 14:04
Operator : RC/JU

Sample : P4162-22

Misc

ALS vial : 7 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 15.693 4.7 ng/ul 335317 3 14.304 1438410 20.0
n-Hexadecanoic ... 18.045 4.5 ng/ul 435717 4 17.104 1923510 20.0
1-Heneicosanol 21.210 2.6 ng/ul 316027 5 21.545 2467850 20.0
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