LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP030823\
Data File : BP@13987.D

Acqg On : 08 Mar 2023 20:36
Operator : CG/JU

Sample : 01729-02

Misc :

ALS Vvial : 18 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-BP030723.M
Title : SVOA CALIBRATION

Signal : TIC: BPO13987.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 3.44e0 39 43 48 rVB 23703 32153 0.65% 0.083%
2 3.875 114 117 131 rBV 146947 242663 4.90% 0.625%
3 4.099 151 155 161 rVB 14547 21963 0.44% 0.057%
4 4.205 169 173 178 rVB 9703 11950 0.24% 0.031%
5 4.311 186 191 197 rBV3 8604 12043 0.24% 0.031%
6 5.140 328 332 338 rBV 8132 14100 0.28% 0.036%
7 6.458 549 556 559 rBV2 8091 12958 0.26% ©0.033%
8 7.234 682 688 705 rVB 90859 167941 3.39% 0.433%
9 7.405 710 717 731 rBV 398381 647740 13.07% 1.669%
10 7.610 745 752 762 rBV 387149 628934 12.69% 1.620%
11 8.081 825 832 841 rBV 442909 695587 14.03% 1.792%
12 8.787 946 952 967 rBvV 266186 468550 9.45% 1.207%
13 9.257 1024 10632 1046 rBV 472748 824589 16.63% 2.124%
14 9.640 1091 1097 1106 rVB5 6028 10879 0.22% 0.028%
15 9.981 1147 1155 1164 rBV 414987 692517 13.97% 1.784%

16 10.522 1240 1247 1256 rBV ~ 553189 955102 19.27%
17 10.857 1299 1304 1305 rBV3 5491 6045 0.12%
18 10.904 1305 1312 1325 rVB 572500 951826 19.20%

ONNON
IN
U
N
R

19 11.040 1325 1335 1355 rBV 498853 922565 18.61% 377%
20 12.298 1544 1549 1554 rBV3 6420 10708 0.22% 028%
21 12.487 1576 1581 1589 rVB 9504 16558 ©.33% 0.043%
22 13.528 1752 1758 1762 rBV3 12064 17014 0.34% 0.044%
23 14.122 1851 1859 1873 rVV 1410376 1962135 39.58% 5.055%
24 14.234 1874 1878 1885 rVBl1eo 4637 8200 0.17% 0.021%
25 14.298 1885 1889 1893 rVB7 3140 5213 0.11% ©.013%
26 14.416 1902 1909 1922 rVB 1439848 2064476 41.64% 5.318%
27 14.592 1935 1939 1945 rVB2 13359 18543 0.37% 0.048%
28 14.722 1952 1961 1972 rBV 967125 1439297 29.03%  3.708%
29 14.922 1988 1995 2009 rBvV2 54371 142418 2.87% 0.367%
30 15.122 2026 2029 2039 rVB2 6772 14985 ©0.30% 0.039%
31 15.545 2095 2101 2106 rVB2 18512 22232 0.45% 0.057%
32 15.710 2123 2129 2140 rBV 1894636 2764550 55.77% 7.122%
33 15.828 2143 2149 2164 rVV 706805 985412 19.88%  2.538%
34 15.951 2165 2170 2176 rVB4 12845 21997 0.44% 0.057%
35 16.075 2184 2191 2203 rVB 336510 464614  9.37% 1.197%
36 16.410 2243 2248 2258 rBV 18876 29607 0.60% 0.076%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP030823\
Data File : BP@13987.D

Acqg On : 08 Mar 2023 20:36
Operator : CG/JU

Sample : 01729-02

Misc :

ALS Vvial : 18 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-BP030723.M
Title : SVOA CALIBRATION
37 16.639 2281 2287 2294 rBvV4 9407 16669 ©0.34% 0.043%
38 16.857 2320 2324 2331 rBV6 8068 16202 ©0.33% 0.042%
39 17.204 2379 2383 2388 rVV 17029 21598 0.44% 0.056%
40 17.257 2390 2392 2402 rVB1eO 7128 14936 0.30% 0.038%
41 17.475 2422 2429 2439 rVV 1354630 1946504 39.26% 5.014%
42 17.575 2439 2446 2453 rVV 2321834 3274789 66.06% 8.436%
43 17.657 2456 2460 2467 rVB4 25022 53381 1.08% ©0.138%
44 17.945 2505 2509 2513 rVB3 11588 13983 0.28% 0.036%
45 18.116 2535 2538 2544 rVB7 11253 15124 ©0.31% 0.039%
46 18.216 2551 2555 2560 rBv7 12894 24209 0.49% 0.062%
47 18.328 2570 2574 2584 rBV 157321 243834  4.92% 0.628%
48 18.463 2595 2597 2600 rBV4 4744 6431 0.13% 0.017%
49 18.604 2619 2621 2626 rVB2 9005 9837 0.20% 0.025%
50 18.733 2640 2643 2648 rVB6 23920 27549 0.56% 0.071%
51 19.157 2711 2715 2720 rBV7 11172 22012 0.44% 0.057%
52 19.210 2721 2724 2726 rBV3 20214 20276 0.41% 0.052%
53 19.375 2748 2752 2756 rVB4 35927 49006 0.99% 0.126%
54 19.439 2758 2763 2770 rBV 48623 95302 1.92% 0.245%
55 19.557 2779 2783 2792 rBV2 47569 85453  1.72%  0.220%

56 19.792 2817 2823 2834 rBV 3225531 4362966 88.01% 11.239%
57 21.222 3062 3066 3076 rBV 269530 410705 8.28% 1.058%
58 21.551 3117 3122 3128 rBV 1928057 2572155 51.89% 6.626%
59 22.833 3336 3340 3346 rVB 361795 503793 10.16% 1.298%
60 23.921 3518 3525 3539 rVB2 2392873 4957354 100.00% 12.770%

61 24.086 3546 3553 3564 rVB 1290845 2747432 55.42%  7.077%

Sum of corrected areas: 38819564
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: 08 Mar 2023 20:36
: CG/JU
: 01729-02

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©30823\
BP013987.D

: 18 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP030723.M
. SVOA CALIBRATION

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

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BP013987.D\data.ms

7.405%10 8081 9.257

10.52210,90)
. 9.981 39640
3.875 '
513440 ) dagmm1 5.140 6.458 7%3% }\ /\ | j\ 9.640 /\ 10. lk
\\‘\\\\‘

500000

o

Time--> 350 4.00 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BP013987.D\data.ms
19.792

3000000

2500000 17,575

2000000 15.710

1500000 14.12#4.416 17.475

1000000 14.722

15.828
500000 16.075 t(’ﬂ‘/fﬁ¢w
18.328
ol 12.208187 13.528 2208159549221 2215.54515.951 16.40616308517720871 7,637 A8 PABLAE733 LU IBRB9ED
R e e e e e e A e e

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BP013987.D\data.ms

3000000

23.921
2500000
21.551
2000000
24.086
1500000
1000000

22.833

el

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP030823\
Data File : BP@13987.D

Acq On : 08 Mar 2023 20:36
Operator : CG/JU

Sample : 01729-02

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP030723.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 Benzophenone Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.075 6.46 ng/ul 464614  Acenaphthene-d10 14.722
Hit# of 5 Tentative ID MW MolForm CAS# 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 C13H100 000119-61-9 91
5 Azobenzene 182 C12H1ON2 000103-33-3 64
Abundance Scan 2191 (16.075 min): BP013987.D\data.ms (-2184) (- m/z 104.95 100.00%
105.0
182.1
5000
1 \
39 16.00
Ofrobider i L 2651 3549 43124954 n/z 77.e0  73.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56927: Benzophenone
105.0
182.0
5000 A1 :
16.00
m/z 182.10 60.18%
O \\\\‘\\“\\‘\\\\’JI\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56925: Benzophenone
105.0
T \
182.0 16.00
5000 m/z 50.95 27.89%
27.0
Ot e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56922: Benzophenone —
105.0 16.00
m/z 181.05 10.59%
5000 182.0
0 27.0‘ il | I
R B B R s B e AR =13
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP030823\
Data File : BP@13987.D

Acq On : 08 Mar 2023 20:36
Operator : CG/JU

Sample : 01729-02

Misc

ALS vial : 18

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP030723.M

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2

n-Hexadecanoic acid

Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T.
18.328 2.51 ng/ul 243834  Phenanthrene-di0 17.475
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
5 Tridecanoic acid 214 C13H2602 000638-53-9 86

Abundance Scan 2574 (18.328 min): BP013987.D\data.ms (-2570) (- m/z 73.00 100.00%
73.0
5000
213.2
= —
’ M ’ 18.00 18.50
ol il H}HW\ M | 2829 3562 4291 8031 L/ cp 0 79.71%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid
73.0
256.0
5000 — P i
18.00 18.50
‘ 157.0 m/z 43.05 66.65%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
= —
18.00 18.50
5000 129.0 m/Z 55.05 64.81%
“ 2130
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid T —
43.0 18.00 18.50
m/z 57.05 61.33%
5000 256.0
129.0
oLl s WENLSY
m/z--> 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\BP030823\
Data File : BP@13987.D

Acq On : 08 Mar 2023 20:36
Operator : CG/JU

Sample : 01729-02

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP030723.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.221 3.19 ng/ul 410705  Chrysene-d12 21.551
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 95
3 Behenic alcohol 326 C22H460 000661-19-8 95
4 1-Tetracosene 336 (C24H48 010192-32-2 94
5 Cyclopentadecane 210 C15H3e 000295-48-7 94
Abundance Scan 3066 (21.222 min): BP013987.D\data.ms (-3062) (- m/z 57.05 100.00%
57.0
- JLM\AWwNNAKMAJxMAVJK
125.1 ; : ; ;
207.0 T T
‘ 281.1 ‘ 21.00 21.50
bbbt b L1 3571 43024891549, /7 83.10  94.14%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosano
55.0
5000 — P,
21.00 21.50
‘ 125.0 m/z 55.05 91.22%
O‘\\J\“Il’\J\l\\J}‘l\l\‘l\‘!“\"\1\9\6‘.\9\\2‘6\6\.\9‘\H\‘\H\‘\H\‘\H\‘\H\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #264236: n-Tetracosanol-1
57.0
e =
21.00 21.50
5000 m/z 69.10 87.75%
125.0
olll,th“\'“hl95'°3?8'0,,,,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #232316: Behenic alcohol e TS
83.0 21.00 21.50
m/z 97.05 82.21%
5000
0191 1 ‘. | h ‘l'l} 13‘.0 222'0280'0
R L e e RAARA EREE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP030823\
Data File : BP@13987.D

Acq On : 08 Mar 2023 20:36
Operator : CG/JU

Sample : 01729-02

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP030723.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 Squalene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
22.833 3.67 ng/ul 503793 Perylene-d12 24.086
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Squalene 410 C30H50 000111-02-4 94
2 1,5,9-Undecatriene, 2,6,10-trime... 192 C14H24 062951-96-6 87
3 2,6,10,14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 83
4 Hexadeca-2,6,10,14-tetraen-1-o0l,... 290 C20H340 007614-21-3 72
5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 64

Abundance Scan 3340 (22.833 min): BP013987.D\data.ms (-3336) (- m/z 69.10 100.00%

69.1
5000

‘ 22.50 23.00
ool JuuH??ﬁ%"2‘?‘1“1‘311_1‘3‘9?”1"ﬁ??w‘}?n nz 81.10  49.03%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #308258: Squalene
69.0
5000
22'50 23100

‘ m/z 41.00 21.98%

137.0
obotthilil]i 2080 2730 3410 4100
\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #66996: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)-
69.0

2250 2300
5000 ITI z 95.05 14.26%
0“”‘““" \IH\“‘JI"\]]:f‘l\‘g:(‘)”‘””“”""H‘HH‘HH‘HH‘HH“ i
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #239668: 2,6,10,14-Hexadecatetraenoic acid, 3,7,11,15-t | w
69.0 22. 50 23. 00

m/z 68.05 12.30%

5000
136.0
ol Lilhy u.MHI,I 204.0 27503320

m/z--> 50 100 150 200 250 300 350 400 450 500 550 2250 2300
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP030823\
Data File : BP@13987.D

Acqg On : 08 Mar 2023 20:36
Operator : CG/JU

Sample : 01729-02

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP030723.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 16.075 6.5 ng/ul 464614 3 14.722 1439300 20.0
n-Hexadecanoic ... 18.328 2.5 ng/ul 243834 4 17.475 1946500 20.0
1-Heneicosanol 21.221 3.2 ng/ul 410705 5 21.551 2572160 20.0
Squalene 22.833 3.7 ng/ul 503793 6 24.086 2747430 20.0
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