LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM041823\
Data File : BM@39492.D

Acqg On : 19 Apr 2023 13:05
Operator : CG/JU

Sample : 02336-06

Misc :

ALS Vvial : 44 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-BM@41823.MA.M
Title : SVOA CALIBRATION
Signal : TIC: BM@39492.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 3.213 27 30 39 rVvB 42347 67693 1.02% 0.114%
2 3.654 103 105 123 rBV 106916 214819 3.24% 0.363%
3 3.966 155 158 166 rvB2 13979 22984 ©0.35% 0.039%
4 7.019 671 677 694 rBV 93669 234306  3.53% 0.396%
5 7.160 695 701 721 rVW 646595 1147188 17.30% 1.940%
6 7.360 729 735 758 rVB 561527 1046738 15.78% 1.770%
7 7.825 808 814 831 rBV 643146 1156957 17.44% 1.957%
8 8.560 933 939 965 rBV 367448 801275 12.08%  1.355%
9 9.001 1006 1014 1034 rBV 759013 1450384 21.87% 2.453%
10 9.389 1077 1080 1086 rVB2 8947 11081 0.17% 0.019%
11  9.448 1086 1090 1096 rVB7 12538 21106  ©0.32% 036%

12 9.725 1130 1137 1160 rBV 612031 1182155 17.82%
13 10.272 1223 1230 1254 rBV 729617 1581364 23.84%
14 10.636 1284 1292 1310 rBV 1040802 1826314 27.53%
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N
N
R

15 10.789 1311 1318 1350 rBV 388975 961583 14.50% 626%
16 12.248 1560 1566 1577 rVB4 9256 24138 ©0.36% 0.041%
17 12.460 1597 1602 1605 rBV6 5074 8949 0.13% 0.015%
18 13.301 1739 1745 1753 rBV2 96771 154643 2.33% 0.262%
19 13.377 1753 1758 1764 rVB2 11022 19821 0.30% 0.034%
20 13.501 1773 1779 1787 rVB 44449 67160 1.01% 0.114%
21 13.901 1840 1847 1863 rBV 2306497 3307946 49.87%  5.594%
22 14.013 1865 1866 1871 rVB5 8943 7987 0.12% 0.014%
23 14.177 1887 1894 1916 rBV 2434423 3718383 56.06% 6.288%
24 14.371 1924 1927 1934 rVB7 6827 13011 0.20% ©0.022%
25 14.483 1939 1946 1959 rBV 1768978 2644446 39.87% 4.472%
26 14.765 1986 1994 1997 rBVS8 15927 41028 0.62% 069%
27 15.324 2083 2089 2094 rBV3 14936 23854  0.36% 040%

28 15.477 2106 2115 2132 rBV 3208868 4791567 72.24%
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29 15.612 2132 2138 2153 rVV 989692 1505159 22.69% 545%
30 15.724 2154 2157 2166 rVB3 20326 39599 0.60% 067%
31 15.848 2173 2178 2191 rBV 352809 505995 7.63% ©0.856%
32 16.189 2231 2236 2245 rBV 33564 60966 ©0.92% 0.103%
33 16.989 2367 2372 2375 rBV 30917 41278 0.62% ©.070%
34 17.030 2375 2379 2384 rVB6 10685 21736  ©.33% 0.037%
35 17.236 2407 2414 2424 rBV 2195462 3137790 47.31% 5.306%
36 17.336 2425 2431 2451 rVB 3726769 5455610 82.25% 9.226%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM041823\
Data File : BM@39492.D

Acqg On : 19 Apr 2023 13:05
Operator : CG/JU

Sample : 02336-06

Misc :

ALS Vvial : 44 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-BM@41823.MA.M
Title : SVOA CALIBRATION
37 17.724 2493 2497 2503 rBV3 24585 34389 ©0.52% 0.058%
38 17.906 2524 2528 2532 rBV3 23042 30419 0.46% 0.051%
39 18.136 2562 2567 2577 rBV 182344 346257 5.22% 0.586%
40 18.206 2577 2579 2589 rVB 24383 43599 0.66% ©0.074%
41 18.424 2613 2616 2624 rBV5 13991 17675 ©0.27% 0.030%
42 19.195 2743 2747 2754 rBV3 49812 74830 1.13% 0.127%
43 19.271 2756 2760 2767 rBV 45539 78963 1.19% 0.134%
44 19.418 2781 2785 2795 rBV2 67094 140635 2.12% 0.238%
45 19.559 2806 2809 2813 rBvV2 17607 22931 0.35% 0.039%
46 19.636 2815 2822 2840 rBV 4648366 6632856 100.00% 11.217%
47 21.147 3074 3079 3089 rBV 298121 634608 9.57% 1.073%
48 21.430 3122 3127 3141 rBV 2404479 3284192 49.51% 5.554%
49 22.512 3308 3311 3317 rVB 158303 215120 3.24% 0.364%
50 23.053 3400 3403 3413 rVB 231334 366595 5.53% 0.620%

51 23.641 3496 3503 3519 rVV2 2821627 6243391 94.13% 10.558%
52 23.794 3523 3529 3542 rVB2 1505356 3059748 46.13% .174%
53 24.371 3623 3627 3634 rVB 302705 589251 8.88% 0.996%

2]

Sum of corrected areas: 59132472
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 19 Apr 2023 13:05
: CG/JU
: 02336-06

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41823\
BM@39492.D

: 44  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM041823.MA.M

Quant Title

TIC Library

. SVOA CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM039492.D\data.ms
4000000
3000000
2000000
1000000 10.636
7.160350 7.825 9001 g 755 10272
8.560 0.789
3213 3654 966 7o \
0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\F‘\\\\‘\\\\’\\\\’\\\\‘\\\
Time--> 350 400 450 500 550 600 650 7.00 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM039492.D\data.ms
19.636
4000000 17.336
15.477
3000000
13.90177 17246
2000000 14.483
1000000 1p-612
15.848
oL, 12.248460 1388%01 14,0144.37114.765 1532415774 16,189 1EIRM g;g@%u%u
o R e e e e S e e e e T T T
Time->  12.00 12,50 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM039492.D\data.ms
4000000
23.641
3000000
21.430
2000000 23.794
1000000
24.371
j@ 22.512 23.053
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 21.00 21.50 22.00 22,50 23.00 23.50 24.00 2450 25.00 25.50 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_M\Data\BM041823\
Data File : BM@39492.D

Acq On : 19 Apr 2023 13:05
Operator : CG/JU

Sample : 02336-06

Misc

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM041823.MA.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 3
R.T. EstConc Area Relative to ISTD R.T.
15.848 3.83 ng/ul 505995  Acenaphthene-d10 14.483
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzophenone 182 C13H100 000119-61-9 96
3 Benzophenone 182 C13H1e0 000119-61-9 95
4 Benzophenone 182 C13H100 000119-61-9 90
5 Benzophenone 182 C13H1e0 000119-61-9 90
Abundance Scan 2178 (15.848 min): BM039492.D\data.ms (-2173) (- | m/z 105.00 100.00%
105.0
77.0
5000 182.0
51.0
15. 50 16 00
152.0
bl L 32800655 2208 sz 77.00 71.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56922: Benzophenone
105.0
77.0
5000
182.0 15.50 16.00
51.0 m/z 182.00  50.15%
P L D U 1520
\\\‘\\\\‘\\!\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56925: Benzophenone
105.0
— —r—
77.0 182.0 15.50 16.00
5000 m/z 50.95 28.21%
51.0
0 27.0 ‘ ull l 15\2'0 IL
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56927: Benzophenone
105.0 15.50 16.00
m/z 181.00 8.38%
77.0 182.0
5000
51.0
L 128,01520
1L R E A R . <ol TS EE—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15. 50 16 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM041823\
Data File : BM@39492.D

Acq On : 19 Apr 2023 13:05
Operator : CG/JU

Sample : 02336-06

Misc

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM041823.MA.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 2 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.136 2.21 ng/ul 346257  Phenanthrene-di0 17.236
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
3 Tridecanoic acid 214 C13H2602 000638-53-9 95
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
5 Tridecanoic acid 214 C13H2602 000638-53-9 90

Abundance Scan 2567 (18.136 min): BM039492.D\data.ms (-2562) (- | m/z 73.00 100.00%

9.

5000
129.0

213.1 —
H‘ ‘ 171.1 ‘ 256.1 18.00 18.50
0! 4 ﬂ““w‘“‘w el e b 358 s 6e.e0  82.56%

m/z--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
]H;

5000 129.0 RN
18.00 18.50

m/z 43.00 79.91%

H 171.0 213.0 256.0
oL— “ “H“‘\‘ ﬂh“‘\ M‘h} ‘\ ‘ “‘ “ “‘ \‘ “‘ - “\‘ A
m/z--> 50 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
430 256.0
18f00 18.‘50
5000 m/z 55.00 62.89%
129.0
3.0 213.0
171.0

[ - I \M il g | “‘ “‘ “‘u\‘ “\ - ‘ “ e
m/z--> 50 100 150 200 250 300 350
Abundance

#92069: Tridecanoic acid

e
73.0 18.00 18.50
m/z 57.85  62.73%
5000 129.0
29. 171.0
‘ ‘ 214.0
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41823\
BM@39492.D

: 19 Apr 2023 13:05
: CG/JU
: 02336-06

. 44

Quant Method :

Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM041823.MA.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 3 (DEL) Alkane: Straight-Chai... Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T.
21.147 3.86 ng/ul 634608 Chrysene-di12 21.430
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 99
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 n-Nonadecanol-1 284 (C19H400 001454-84-8 94
5 n-Nonadecanol-1 284 C19H400 001454-84-8 94

Abundance Scan3079(21147num BMO039492.D\data.ms (-3074) (- m/z 57.10 100.00%
5000 1.1 JJ
oo a1s0
2070 281.0 . .
m— ‘u‘w \ | “‘ 2608 b o000 428 47 s5.00  95.92%
m/z--> 50 100 150 200 250 300 350 400
Abundance #173729: 5-Eicosene, (E)-
55.0
5000 T o
21.00 21.50
11.0 m/z 83.05 94.00%
O \\“\ ‘\ “ “ \‘”\‘H‘ \‘ \“\ ‘\l‘§7\\()\ ‘2\2\3\\0‘ \2\8\0\0‘ L ‘ L ‘ TTTT
m/z--> 50 100 150 200 250 300 350 400
Abundance #215083: 1-Heneicosano
55.0
—= o
21.00 21.50
5000 111.0 ITI/Z 43.05 91.23%
o L Lere a0
m/z--> 50 100 150 200 250 300 350 400
Abundance #232316: Behenic alcohol T —
83.0 21.00 21.50
m/z 97.05 83.82%
5000
29. ‘ ]{390
om“‘mum‘,u“w“"“‘1‘9?9”“‘2?9‘?””_m_m Sty it
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM041823\
Data File : BM@39492.D

Acq On : 19 Apr 2023 13:05
Operator : CG/JU

Sample : 02336-06

Misc

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM041823.MA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.053 2.40 ng/ul 366595 Perylene-d12 23.794
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tetracosane 338 C24H50 000646-31-1 87
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 87

Abundance Scan 3403 (23.053 min): BM039492.D\data.ms (-3400) (- | m/z 57.05 100.00%
57.0

-

5000
LN T
‘ m‘lF?-l 208.0 283.0341.0403.1 476.0 549. 23.00
0 AdedpaTESS SESESTSATERL RS OB m/z 71,10 68.88%
m/z—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane
57.0
5000 T \

23.00
m/z 43.10 60.43%

L1 P70 197.0 2670 367.0

O‘\\\"\\\\‘\\‘\‘\l“\‘\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194597: Pentadecane, 8-hexyl-
43.0
L
23.00
5000 ITI/Z 85.10 50.98%
196.0
o AL Lo
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane 7 I
57.0 23.00
m/z 55.00 26.21%
127.0
LS a0 0 -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM041823\
Data File : BM@39492.D

Acq On : 19 Apr 2023 13:05
Operator : CG/JU

Sample : 02336-06

Misc

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM041823.MA.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 5 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
24.371 3.85 ng/ul 589251  Perylene-di12 23.794
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87
4 Tetracosane 338 C24H50 000646-31-1 87
5 Triacontane, 1-iodo- 548 C30H611 1000406-32-3 87

Abundance Scan 3627 (24.371 min): BM039492.D\data.ms (-3623) (- | m/z 57.10 100.00%
57.1

N

5000
2400 2450
127.1 208.0 : :
o tHULFIE 208006705260 4030 astoses, " g 1o 6o e
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane
57.0
5000 \

[ T T
24.00 24.50
m/z 43.10 59.72%

\k ‘JWfTO 197.0 267.0 367.0

O‘\\\\’\‘\\\‘\\‘\‘\l“\‘\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0
— ——
24.00 24.50
5000 m/z 85.05 54.05%

Ljfffo 197.0  296.0

N

0 A A e = e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #307033: Octacosane, 2-methyl- == ‘ ‘
57.0 24.00 24.50
m/z 55.05 24.04%
B /WJMAJ
127.0
o LT sm0 200 wws0 el L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.00 24.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM041823\
Data File : BM@39492.D

Acqg On : 19 Apr 2023 13:05
Operator : CG/JU

Sample : 02336-06

Misc

ALS Vvial : 44 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM041823.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 15.848 3.8 ng/ul 505995 3 14.483 2644450 20.0
n-Hexadecanoic ... 18.136 2.2 ng/ul 346257 4 17.236 3137790 20.0
(DEL) Alkane: S... 21.147 3.9 ng/ul 634608 5 21.430 3284190 20.0
(DEL) Alkane: S... 23.053 2.4 ng/ul 366595 6 23.794 3059750 20.0
(DEL) Alkane: S... 24.371 3.9 ng/ul 589251 6 23.794 3059750 20.0
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