LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42023\
Data File : BM@39531.D

Acqg On : 20 Apr 2023 19:01
Operator : CG/JU

Sample : 02378-11

Misc :

ALS Vvial : 12  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@39531.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 26 30 35 rVB 45482 57633 1.16% 0.099%
2 3.525 80 83 88 rBv2 8899 15882 0.32% 0.027%
3 3.643 101 103 118 rBV 162730 288962 5.83% 0.497%
4 3.749 118 121 128 rVB3 24592 41326 0.83% 0.071%
5 3.966 154 158 164 rVB 16445 25923 0.52% 0.045%
6 4.202 194 198 204 rVB 25414 33354 0.67% 0.057%
7 4.919 317 320 326 rVB 18443 26366 ©.53% 0.045%
8 5.019 333 337 342 rVB5 6940 10641 0.21% 0.018%
9 5.113 350 353 360 rVBS8 5152 8806 0.18% 0.015%
106 7.013 669 676 689 rBV 139730 326638 6.59% 0.562%
11  7.154 694 700 720 rVW 626062 1093252 22.06% 1.880%
12 7.354 728 734 751 rBV 646418 1159108 23.39% 1.993%
13 7.707 789 794 800 rVB 30290 49194 0.99% 0.085%
14 7.825 807 814 836 rBV 672358 1209537 24.40% 2.080%
15 8.178 869 874 884 rvB2 21370 43720 0.88% 0.075%
16 8.554 931 938 965 rBV 484512 1025404 20.69% 1.764%
17 8.995 1006 1013 1034 rBV 751502 1364040 27.52% 2.346%
18 9.148 1037 1039 1048 rVB10 8466 17038 ©0.34% 0.029%
19 9.384 1074 1079 1085 rVB2 16023 26262 0.53% 0.045%
20 9.719 1128 1136 1151 rBV 619583 1149948 23.20% 1.978%
21 9.878 1160 1163 1167 rVB6 3355 5095 0.10% ©0.009%
22 10.266 1222 1229 1251 rBV 785269 1730221 34.91% 2.976%
23 10.631 1283 1291 1307 rBV 1027259 1824336 36.81% 3.138%
24 10.783 1310 1317 1339 rBV 452208 1074770 21.68% 1.848%
25 11.483 1431 1436 1437 rBV5 3104 5502 0.11% 0.009%
26 11.883 1501 1504 1512 rVB4 7931 12602 0.25% 0.022%
27 11.983 1514 1521 1522 rBV4 4018 7297 0.15% 0.013%
28 12.054 1527 1533 1537 rBV9 5296 9110 ©0.18% 0.016%
29 12.154 1545 1550 1556 rBv4 5918 13605 0.27% 0.023%
30 12.230 1559 1563 1572 rVB3 11464 23313 0.47% 0.040%
31 13.030 1697 1699 1704 rVB6 3465 5665 ©0.11% 0.010%
32 13.295 1740 1744 1749 rBV3 11578 14689 0.30% 0.025%
33 13.348 1749 1753 1755 rVWW3 13024 21363 0.43% 0.037%
34 13.372 1755 1757 1765 rVB 18484 28948 ©0.58% 0.050%
35 13.460 1769 1772 1777 rVB7 4043 5720 0.12% 0.010%

36 13.895 1837 1846 1858 rBV 2138313 3150439 63.56% 5.418%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42023\
Data File : BM@39531.D

Acqg On : 20 Apr 2023 19:01
Operator : CG/JU

Sample : 02378-11

Misc :

ALS Vvial : 12  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 14.171 1886 1893 1911 rBV 2257968 3501569 70.65% 6.022%
38 14.295 1911 1914 1922 rVB9 13029 24291 0.49% 0.042%
39 14.371 1922 1927 1933 rVB4 10975 17924 0.36% 0.031%
40 14.477 1937 1945 1959 rBV 1654164 2540475 51.26% 4.369%
41 14.754 1986 1992 1993 rBvV2 25457 42175 0.85% 0.073%
42 15.024 2034 2038 2042 rBV6 11544 17605 0.36% 0.030%
43 15.224 2066 2072 2084 rBV 634658 900566 18.17%  1.549%
44 15.318 2086 2088 2091 rVB2 7020 8020 0.16% 0.014%
45 15.477 2108 2115 2132 rBV 2926364 4429857 89.38% 7.619%
46 15.607 2132 2137 2152 rW 753196 1187409 23.96% 2.042%
47 15.713 2152 2155 2162 rVB4 15185 29497 0.60% 0.051%
48 15.842 2171 2177 2191 rBV 1664539 2351639 47.45% 4.044%
49 16.042 2207 2211 2216 rVB6 6728 11870 0.24% 0.020%
50 16.165 2224 2232 2246 rBV 138226 420355 8.48% 0.723%
51 16.407 2268 2273 2279 rBV 45611 71376  1.44% 0.123%
52 16.642 2310 2313 2319 rBVS8 10668 17326 0.35% 0.030%
53 16.865 2349 2351 2355 rBv4 4921 6023 0.12% 0.010%
54 16.912 2355 2359 2361 rBv4 7596 9842 0.20% 0.017%
55 16.983 2368 2371 2373 rBV3 11115 14533 0.29% 0.025%
56 17.107 2390 2392 2395 rBv4 5250 6551 0.13% 0.011%
57 17.230 2407 2413 2423 rBV 1934200 2856191 57.63% 4.912%
58 17.330 2424 2430 2442 rVV2 3055386 4475971 90.31% 7.698%
59 17.554 2463 2468 2479 rBV 312495 515941 10.41% 0.887%
60 18.136 2561 2567 2576 rBV 996383 1515982 30.59% 2.607%
61 18.418 2613 2615 2622 rBV7 14680 26299 0.53% 0.045%
62 19.195 2743 2747 2755 rBv4 38497 66777 1.35% 0.115%
63 19.265 2756 2759 2762 rBV2 44711 66353 1.34% 0.114%
64 19.412 2779 2784 2804 rBV 1326548 2094883 42.27% 3.603%
65 19.630 2815 2821 2834 rBV 3692761 4956444 100.00%  8.524%
66 21.059 3062 3064 3070 rVB2 71310 91494  1.85% ©.157%
67 21.136 3073 3077 3089 rVW 573236 1106135 22.32% 1.902%
68 21.424 3121 3126 3138 rBV 1972535 2653934 53.55% 4.564%
69 23.636 3495 3502 3516 rBV2 1927411 4046873 81.65% 6.960%
70 23.789 3522 3528 3539 rVB2 1059508 2156716 43.51% 3.709%

Sum of corrected areas: 58144605
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM042023\
Data File : BM@39531.D

Acq On : 20 Apr 2023 19:01
Operator : CG/JU

Sample : 02378-11

Misc

ALS Vial : 12  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

Abundance TIC: BM039531.D\data.ms

3500000
3000000
2500000
2000000

1500000
10.631

1000000

391 3.643 7.01
0 M%Gﬁgum‘s A 7.7 8.178 148384 ]9.878 11.483
T T T ‘ T T T ‘ T T T ‘ L ‘ T T T ‘ T T T ’ T T T ’ T T T ‘ T T T ‘ T T T T ‘ T T T ‘ T T T ‘ T T T ‘ T T T T ’ T T T 7T ’ T T T 7T ‘ 1 T 7T ‘ T T T

Time--> 350 400 450 500 550 600 650 700 750 800 850 900 950 10.00 1050 11.00 11.50
Abundance TIC: BM039531.D\data.ms

19.630
3500000

17.330
3000000 15.477

2500000
13898 "

2000000 17.230
14.477 15.842

1500000 19.412

18.136
1000000 5 607
15.224:l '

500000 7.554 L/My
16,
BEBAS30 13.038FBEB0 295114.758.024,31815.7 .oﬁ%m@g 18.418 1999

C’T"T”FH‘HH‘H\f‘wH‘HH‘\\H‘\\H‘HH"HH‘HH‘HH,HH,H\\‘HH‘HH‘HH‘HH‘\

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 1850 19.00 19.50 20.00
Abundance TIC: BM039531.D\data.ms

3500000
3000000
2500000 21.424 23.636
2000000
1500000
1000000

500000

0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 21.00 2150 22.00 2250 23.00 2350 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_M\Data\BM042023\
Data File : BM@39531.D

Acq On : 20 Apr 2023 19:01
Operator : CG/JU

Sample : 02378-11

Misc

ALS Vial : 12  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 Diethyltoluamide Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.224 7.09 ng/ul 900566  Acenaphthene-d10 14.477
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Diethyltoluamide 191 C12H17NO 000134-62-3 97
2 Diethyltoluamide 191 C12H17NO 000134-62-3 97
3 Diethyltoluamide 191 C12H17NO 000134-62-3 94
4 Benzamide, 2-methyl-N-methyl-N-p... 191 C12H17NO 1000421-44-4 87
5 Benzamide, 3-methyl-N-butyl- 191 C12H17NO 1000407-41-1 87
Abundance Scan 2072 (15.224 min): BM039531.D\data.ms (-2066) (- | m/z 119.00 100.00%
119.0
5000
190.1
— —
67'0 wos | ( 15.00 15.50
Ol 32l b b 200 L2808 sz 91,00 40.97%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #65682: Diethyltoluamide
119.0
5000 190.0 T A
15.00 15.50
65.0 m/z 190.10  36.75%
0 29Q I I ‘ 1480\ | |
\H‘H\\‘\H\’HH‘HH‘HH‘HH‘\H\’\H\‘HH‘HH‘HH‘HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #65681: Diethyltoluamide
119.0
—— —
15.00 15.50
5000 m/z 64.95 14 .80%
190.0
65.0
0 29‘0“ L Il ‘ 1480\ , ‘
e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #65680: Diethyltoluamide — — =
119.0 15.00 15.50
m/z 191.05 13.23%
5000 190.0
65.0
m/z--> 20 40 60 80 100120140160180200220240260280 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM042023\
Data File : BM@39531.D

Acq On : 20 Apr 2023 19:01
Operator : CG/JU

Sample : 02378-11

Misc

ALS Vial : 12  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
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Peak Number 2 Benzophenone Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.842  18.51 ng/ul 2351640  Acenaphthene-d10 14.477
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 91
5 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 52
Abundance Scan 2177 (15.842 min): BM039531.D\data.ms (-2171) (- | m/z 104.95 100.00%
105.0
77.0
5000 182.0
51.0
1550 1600
152.0
Ol b 22800 2281 sz 77,00 69.28%
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  49.76%
P L D D 1520
\\\‘\\\\‘\\!\‘\\\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56925: Benzophenone
105.0
77.0 182.0 1550 1600
5000 m/z 51.00 26.37%
51.0
0 27.0 ‘ ull | 15\2'0 Il
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56927: Benzophenone
105.0 1550 1600
m/z 50.00 8.24%
77.0 182.0
5000
51.0
Ot 42807220 L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 1550 1600
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM042023\
Data File : BM@39531.D

Acq On : 20 Apr 2023 19:01
Operator : CG/JU

Sample : 02378-11

Misc

ALS Vial : 12  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 3 sec-Butyl 2-(2-hydroxyethyl... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.166 2.94 ng/ul 420355 Phenanthrene-d10 17.230
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 sec-Butyl 2-(2-hydroxyethyl)pipe... 229 C12H23NO3 119515-38-7 94
2 1-Alanine, N-allyloxycarbonyl-, ... 229 C11H19NO4 1000313-42-4 64
3 Azacyclohexan-2-carboxylic acid,... 229 C11H19NO4 1010126-80-6 64
4 1-Alanine, N-allyloxycarbonyl-, ... 341 C19H35NO4 1000313-43-3 59
5 1-Alanine, N-allyloxycarbonyl-, ... 213 C10H15NO4 1010313-43-8 59

Abundance Scan 2232 (16.165 min): BM039531.D\data.ms (-2224) (- m/z 128.00 100.00%
128.0

5000 84.0
184.1

;:::::::::::>

= ——
16.00 16.50
m/z 84.05 48.44%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #110181: sec-Butyl 2-(2-hydroxyethyl)piperidine-1-carbox
128.0

41.0
‘ b | 229.1 281.(

o

N

5000 — e
84.0 16.00 16.50
41.0 184.0 m/z 184.10 26.03%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #110073: I-Alanine, N-allyloxycarbonyl-, butyl ester

128.0 A

o

T 7
16.00 16.50

41.0 m/z 57.00 25.94%
5000 84.0
0 \\\‘\‘U\\Wu‘}“,\\‘u,wlu‘mm T T T T T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #110068: Azacyclohexan-2-carboxylic acid, 1-BOC- F — T
128.0 16.00 16.50
84.0 m/z 41.00 19.13%
5000
41.0
Orerprrrefiedbrerebere et rrererepbrerre 2290 e Bk =
m/z--> 20 40 60 80 100120140160180200220240260280 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM042023\
Data File : BM@39531.D

Acq On : 20 Apr 2023 19:01
Operator : CG/JU

Sample : 02378-11

Misc

ALS Vial : 12  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 Caffeine Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.554 3.61 ng/ul 515941  Phenanthrene-d10 17.230
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Caffeine 194 C8H10N402 000058-08-2 97
2 Caffeine 194 C8H10N402 000058-08-2 96
3 Caffeine 194 C8H10N402 000058-08-2 95
4 Caffeine 194 C8H10N402 000058-08-2 94
5 Caffeine 194 C8H10N402 000058-08-2 94

Abundance Scan 2468 (17.554 min): BM039531.D\data.ms (-2463) (- | m/z 194.00 100.00%

194.0
109.0
5000 67.0
T

‘ 17.50
oL 38R b b | 1499 ““ 2L n/z 109.00  51.89%
iz 50 100 150 200 250
Abundance #69694: Caffeine
194.0
109.0
5000 55.0 \
1750

67.00  39.92%

s I 10 R -
m/z--> 50 100 150 200 250
Abundance #69692: Caffeine
194.0

O

109.0
17 50
5000 67.0 55.00  32.94%
o H‘ \H\ H\ e ‘ \! — &5?9\ : ‘H R e
m/z--> 50 100 150 200 250
Abundance #69696: Caffeine
194.0 17 50

82.00 27.73%

109.0
5000 67.0
28 ‘
0 u\m Gl 1500 |

miz--> 50 100 150 200 250 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM042023\
Data File : BM@39531.D

Acq On : 20 Apr 2023 19:01
Operator : CG/JU

Sample : 02378-11

Misc

ALS Vial : 12  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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.136 10.62 ng/ul 1515980  Phenanthrene-d10 17.230
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 99
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 94

Abundance Scan 2567 (18.136 min): BM039531.D\data.ms (-2561) (- | m/z 72.95 100.00%

73.0
5000
128.9
L 355.1
50

2132 —
HH | 171.1 ‘ 256.1 18.00 1850
W\“ st l L DI m/z 60.00  81.74%
m/z--> 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid

60.0
5000 129.0 T LN
18.00 18.50
m‘ 1710 213.0 256.0 m/z 43.05 79.65
oL— “ “H‘u‘ ﬂh“\ M‘h} ‘\ ‘ “‘ “ “‘ \‘ ““\‘ . “\‘ A
m/z--> 50 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
430 256.0
= —
18.00 18.50
5000 ITI/Z 55.00 65.51%
129.0
3.0 213.0
H ‘ 171.0 ‘
[ - I w‘\\““‘whh“\ \M il g | “‘ “‘ “‘u\‘ o ‘ “ e
m/z--> 50 100 150 2000 250 300 350
Abundance #143509: n-Hexadecanoic acid

0

—
43.0 18.00 18.50
m/z 57.85 64.34%
5000 256.0
129.0
3.0 213.0

‘ HH 171.0
Y111 P P N A
miz--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM042023\
Data File : BM@39531.D

Acq On : 20 Apr 2023 19:01
Operator : CG/JU

Sample : 02378-11

Misc

ALS Vial : 12  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 6 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.412  15.79 ng/ul 2094880  Chrysene-d12 21.424
Hit# of 5 Tentative ID MW MolForm CAS# 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 99
4 Octadecanoic acid 284 (C18H3602 000057-11-4 97
5 Octadecanoic acid 284 C18H3602 000057-11-4 95
Abundance Scan 2784 (19.412 min): BM039531.D\data.ms (-2779) (- | m/z 73.00 100.00%
73.0
5000 129.0 —’h
185.1 2412 7
‘ 284.3 19.50
038 abd o L1827y 43,65 91.16%
m/z--> 50 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 ‘19‘50‘
83.0 .
1850 54y o 2200 m/z 59.95 84.35%
0! \HM‘“\“ “ L “‘\“’ ‘\‘\‘
miz--> 50 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
73.0
— ==
19.50
129.0
5000 28.0 284.0 m/z 57.05 75.17%
185.0 241.0
ol Hhhw \\‘L \\‘\ﬂ‘ﬁ‘y“\“““‘
m/z--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid T
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM042023\
Data File : BM@39531.D

Acq On : 20 Apr 2023 19:01
Operator : CG/JU

Sample : 02378-11

Misc

ALS Vial : 12  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 7 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.136 8.34 ng/ul 1106140  Chrysene-d12 21.424
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Pentacos-1-ene 350 C25H50 016980-85-1 94
3 1-Tetracosene 336 (C24H48 010192-32-2 93
4 1-Tetracosene 336 (C24H48 010192-32-2 91
5 1-Hexacosene 364 C26H52 018835-33-1 91

Abundance Scan 3077 (21.136 min): BM039531.D\data.ms (-3073) (- | m/z 57.10 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM042023\
Data File : BM@39531.D

Acqg On : 20 Apr 2023 19:01
Operator : CG/JU

Sample : 02378-11

Misc

ALS vial : 12  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|
Diethyltoluamide 15.224 7.1 ng/ul 900566 3 14.477 2540480 20.0
Benzophenone 15.842 18.5 ng/ul 2351640 3 14.477 2540480 20.0
sec-Butyl 2-(2-... 16.166 2.9 ng/ul 420355 4 17.230 2856190 20.0
Caffeine 17.554 3.6 ng/ul 515941 4 17.230 2856190 20.0
n-Hexadecanoic ... 18.136 10.6 ng/ul 1515980 4 17.230 2856190 20.0
Octadecanoic acid 19.412 15.8 ng/ul 2094880 5 21.424 2653930 20.0
1-Heneicosanol 21.136 8.3 ng/ul 1106140 5 21.424 2653930 20.0
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