LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112522\
Data File : BM@37711.D

Acqg On : 26 Nov 2022 00:46
Operator : CG/JU

Sample : N5591-18

Misc :

ALS Vvial : 22 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-BM112322.M
Title : SVOA CALIBRATION

Signal : TIC: BM@37711.D\data.ms

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

# min scan scan scan TY height area % max. total
1  3.434 4 8 16 rvVB 57716 86887 1.48% 0.123%
2 3.722 54 57 67 rBv 44953 77950 1.33% 0.111%
3 3.869 79 82 100 rBV 773038 1314151 22.38% 1.867%
4 4.075 113 117 119 rBv4 8717 12720 0.22% 0.018%
5 4.216 137 141 148 rVB3 16349 30843 0.53% 0.044%
6 4.281 149 152 157 rVB2 8934 12580 0.21% 0.018%
7 4.846 243 248 249 rBV4 5765 8848 0.15% 0.013%
8 5.169 297 303 310 rBV 277803 394810 6.73% 0.561%
9 6.163 468 472 475 rBV6 6169 10340 0.18% 0.015%
106 7.069 620 626 633 rBV 26239 53379 0.91% 0.076%
11 7.257 651 658 674 rVB 1156015 1788320 30.46% 2.540%
12 7.434 678 688 698 rBv 847869 1344548 22.90% 1.910%
13 7.634 715 722 732 rBV 1015991 1619209 27.58% 2.300%
14 7.716 732 736 742 rVB3 14730 24774 0.42% 0.035%
15 7.899 762 767 770 rBV5 4566 7902 0.13% 0.011%
16 8.110 796 803 810 rVV 848539 1322078 22.52% 1.878%
17 8.169 810 813 818 rVB5 7048 9514 0.16% 0.014%
18 8.663 894 897 904 rvB9 6133 12063 0.21% 0.017%
19 8.816 915 923 935 rBV 1338280 2102350 35.81% 2.986%
20 8.934 941 943 950 rVB6 5703 7976 0.14% 0.011%
21  9.281 995 1002 1012 rBV 1113263 1768431 30.12% 2.512%
22 9.375 1012 1018 1023 rVVé6 11453 22233 0.38% 0.032%
23 9.446 1024 1030 1035 rVB5 18141 29407 0.50% 0.042%
24  9.693 1067 1072 1080 rVB9 13793 27981 0.48% 0.040%
25 10.010 1117 1126 1135 rBV 855521 1377316 23.46% 1.956%
26 10.222 1156 1162 1167 rBV6 11243 18768 0.32% 027%

27 10.545 1210 1217 1231 rBV 1251191 2024244 34.48%
28 10.698 1237 1243 1258 rBV 755863 1165132 19.85%

WNER N
(o))
Ul
Ul
R

29 10.934 1274 1283 1294 rVB 1249533 2059002 35.07% 925%
30 11.069 1298 1306 1316 rVV 1288766 2160134 36.80% 068%
31 11.292 1340 1344 1347 rBV6 10280 17266 ©.29% ©.025%
32 11.457 1370 1372 1379 rVB8 5456 10094 0.17% 0.014%
33 11.516 1379 1382 1387 rBV7 4454 8445 0.14% 0.012%
34 11.698 1408 1413 1419 rBV6 17377 30076 0.51% 0.043%
35 11.934 1447 1453 1454 rBV6 6417 10974 0.19% ©0.016%
36 12.098 1475 1481 1484 rBV8 6305 10004 0.17% 0.014%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112522\
Data File : BM@37711.D

Acqg On : 26 Nov 2022 00:46
Operator : CG/JU

Sample : N5591-18

Misc :

ALS Vvial : 22 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-BM112322.M
Title : SVOA CALIBRATION
37 12.175 1487 1494 1500 rVB5 13855 34621 ©.59% 0.049%
38 12.510 1546 1551 1556 rVB2 22591 34381 ©.59% 0.049%
39 12.728 1583 1588 1594 rVB6 6821 11104 0.19% 0.016%
40 13.104 1646 1652 1659 rVB4 23728 39280 0.67% 0.056%
41 13.245 1671 1676 1681 rBvV8 8320 10210 0.17% 0.015%
42 13.351 1689 1694 1698 rBV2 31406 45157 0.77% 0.064%
43 13.628 1737 1741 1746 rBvV 19453 30174 0.51% 0.043%
44 13.692 1748 1752 1759 rVB6 31028 47886 0.82% 0.068%
45 13.933 1786 1793 1797 rBvV9 11027 18378 ©0.31% 0.026%
46 14.139 1821 1828 1834 rBV 2331832 3156391 53.76% 4.483%
47 14.263 1844 1849 1852 rBV6 8531 11112 ©0.19% 0.016%
48 14.369 1862 1867 1871 rBV 73640 105526 1.80% 0.150%
49 14.433 1871 1878 1889 rVB 2612504 3693627 62.92% 5.246%
50 14.616 1905 1909 1914 rVB7 7102 10857 0.18% 0.015%
51 14.739 1922 1930 1938 rBV 1885167 2782953 47.40%  3.953%
52 14.816 1938 1943 1950 rVB7 8964 21918 0.37% 0.031%
53 14.916 1950 1960 1975 rBV 1321339 2023308 34.46% 2.874%
54 15.133 1992 1997 2003 rVB7 23978 48313 0.82% 0.069%
55 15.228 2010 2013 2021 rVB10 4978 10222 0.17% 0.015%
56 15.363 2031 2036 2040 rVB5 13013 18591 ©0.32% 0.026%
57 15.522 2056 2063 2069 rBvV2 52687 113784 1.94% 0.162%
58 15.722 2087 2097 2108 rBV 3278832 4595616 78.28% 6.527%
59 15.827 2108 2115 2128 rBV 1033137 1414790 24.10% 2.010%
60 15.963 2133 2138 2142 rVB3 23096 36823 0.63% 0.052%
61 16.075 2154 2157 2161 rVW5 16559 24362 0.41% 0.035%
62 16.116 2161 2164 2168 rVB3 19197 24400 0.42% 0.035%
63 16.169 2168 2173 2180 rVB7 17769 25026 ©0.43% 0.036%
64 16.251 2183 2187 2191 rBV6 12998 17308 ©0.29% 0.025%
65 16.351 2201 2204 2207 rBV5 11476 14414 0.25% 0.020%
66 16.392 2208 2211 2213 rVV3 21888 26731 0.46% 0.038%
67 16.422 2213 2216 2224 rW5 31970 69584 1.19% 0.099%
68 16.498 2226 2229 2235 rVB7 15196 22446 0.38% 0.032%
69 16.604 2241 2247 2251 rVB4 36223 53956 0.92% 0.077%
70 16.769 2269 2275 2278 rBvS8 11147 22232 0.38% 0.032%
71 16.827 2281 2285 2286 rvv4 9423 11160 ©0.19% 0.016%
72 16.857 2286 2290 2299 rVBS8 22564 40763 0.69% 0.058%
73 16.939 2299 2304 2308 rBV5 23733 40389 0.69% ©.057%
74 16.998 2312 2314 2318 rVB5 8010 9093 0.15% 0.013%
75 17.210 2344 2350 2354 rBV3 45780 70626 1.20% ©.100%
76 17.374 2371 2378 2382 rBV 67465 94881 1.62% 0.135%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112522\
Data File : BM@37711.D

Acqg On : 26 Nov 2022 00:46
Operator : CG/JU

Sample : N5591-18

Misc :

ALS Vvial : 22 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-BM112322.M

Title : SVOA CALIBRATION

77 17.416 2382 2385 2388 rvB4 8263 9633 0.16% 0.014%
78 17.474 2388 2395 2401 rBV 2296389 3293663 56.10% 4.678%
79 17.569 2405 2411 2420 rBV2 3429287 4889293 83.28% 6.945%
80 17.839 2453 2457 2462 rBVS8 22991 39595 0.67% 0.056%
81 17.957 2473 2477 2481 rBV5 23506 33982 0.58% 0.048%
82 18.127 2501 2506 2511 rVB 131269 163416 2.78% 0.232%
83 18.227 2518 2523 2530 rBV6 36962 83938 1.43% 0.119%
84 18.345 2539 2543 2550 rBV 492163 719066 12.25% 1.021%
85 18.639 2590 2593 2599 rBV2 26268 35827 ©0.61% 0.051%
86 18.768 2612 2615 2619 rVB 91868 108323 1.85% 0.154%
87 18.945 2643 2645 2649 rVB5 22285 25009 0.43% 0.036%
88 19.198 2685 2688 2692 rBV6 24729 39687 0.68% 0.056%
89 19.415 2722 2725 2729 rBvV3 39309 50080 0.85% 0.071%
90 19.486 2733 2737 2748 rVB4 67517 161729 2.75% 0.230%
91 19.615 2754 2759 2765 rBV 296517 433102 7.38% 0.615%
92 19.851 2793 2799 2806 rBV 4358358 5564513 94.78% 7.904%
93 20.821 2961 2964 2968 rBV 86939 98148 1.67% 0.139%
94 21.321 3045 3049 3056 rBV 545003 730169 12.44% 1.037%
95 21.633 3097 3102 3107 rBV 2893857 3717733 63.33% 5.281%
96 22.909 3316 3319 3326 rVB 156771 228974 3.90% 0.325%
97 23.339 3389 3392 3398 rVB 202656 274674 4.68%  0.390%
98 23.968 3491 3499 3513 rVB2 2706440 5870723 100.00%  8.339%
99 24.127 3519 3526 3536 rVB2 1701142 3462959 58.99% 4.919%
100 24.745 3627 3631 3639 rVB 265914 506934 8.63% 0.720%

Sum of corrected areas: 70404312
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112522\
BM@37711.D

: 26 Nov 2022 00:46

: CG/JU

: N5591-18

: 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM112322.M
Quant Title : SVOA CALIBRATION

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

Time-->

4000000

3500000

3000000

2500000

2000000

Abundance TIC: BM037711.D\data.ms

1500000 8.816 10.54510193269

7.257 9.281
1000000 3.869 7. 434 8.110 10.010 0.698
500000 ,\_& 5.169
o{f?in 4.0m2281  4.846 || 6 163 7 06 7\71£398.169 8 668.934 2586.693 [10.222 mzmmgs
‘ T T T ‘ T T T T

350 400 450 500 550 6. 00 6.50 7. 00 750 800 8. 50 9.00 950 10.00 10.50 11. 00 11.50

Time-->

4000000
3500000 15.722
3000000
2500000 14.139 17.474
2000000 14.739

1500000 4.916
1000000

500000

Abundance TIC: BM037711.D\data.ms

19.851

17.569

14.433

15.827

18.34
8.345 19.615

D9852. amnasmmgsai@é@a Lﬂgﬁsgz:} 171838 ﬁ@@ﬁﬂ@é I

gl = e T A
T T T T T [ T T T [T T[T T T T[T T[T L T et L L B B

1250 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 20.50

Time-->

4000000
3500000 21633
3000000
2500000
2000000

1500000

Abundance TIC: BM037711.D\data.ms

23.968

4.127

1000000 21.321 24.745

22.90923.339
500000} go1 L$MWMM,J\M~¢MMAAA o N oo~

O T ‘ T T ‘ T T ’ T T ‘ T T ’ L ‘ T T ‘ L ‘ T T ‘ L ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ L ‘ T
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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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Met
Quant Tit

TIC Libra

z

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_M\Data\BM112522\

BM@37711.D

: 26 Nov 2022 00:46
: CG/JU
: N5591-18

: 22 Sample Multiplier: 1

hod :

le

ry

. SVOA CALIBRATION

: C:\Database\NIST20.L

Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM112322.M

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T EstConc Area Relative to ISTD R.T.
5.169 5.97 ng/ul 394810 1,4-Dichlorobenzene-d4 8.110
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
4 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 39
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28

Abundance Scan 303 (5.169 min): BM037711.D\data.ms (-297) (-) m/z 43.10 100.00%
3.1

5000

101.1 T T T T

1731 | 1351 220.9 280.¢ 480500 5.20 540
Obprrrdbrd B 2351 2209 2808 /7 59.10  47.05%

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L LN NN B B B
4.80 5.00 5.20 5.40
m/z 101.10 15.33%
H 101.0
.0
O\’\“f”\\“H}\\w‘HH“VVVV“‘HH‘HH‘\\H‘HH‘HH‘\H\‘HH‘HH‘HH‘H

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
ey
4.80 5.00 5.20 5.40
5000 m/z 58.10 13.74%
101.0
Okt e

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl- A EaasRamEsEEE
43.0 4.80 5.00 5.20 5.40
m/z 41.10 9.40%
5000
‘ 101.0
73.0 ‘
SRR s

m/z--> 20 40 60 80 100120140160180200220240260280 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112522\
Data File : BM@37711.D

Acq On : 26 Nov 2022 00:46

Operator : CG/JU

Sample : N5591-18

Misc

ALS Vial : 22 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM112322.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T.
10.698 11.32 ng/ul 1165130  Naphthalene-d8 10.934
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
3 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
4 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 72
5 Di-sec-Butyl ether 130 C8H180 006863-58-7 59

Abundance Scan 1243 (10.698 min): BM037711.D\data.ms (-1237) (- | m/z 45.10 100.00%
45.1
5000 /k
75.1
‘ ‘ 131.0 1050 1100
Obrrperr bl ol Ly 1310 1649 2071 28LC .., 57,05  88.14%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #38400: Ethanol, 2-(2-butoxyethoxy)-
45.0
5000 T
1050 1L00
75.0 m z 41.05 39.41%
ol6.0 m‘ﬂ\u 132.0163.0
HH’\\H‘H\\‘HH’HH‘HH‘\H\‘HH‘HH’HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
=
1050 11.00
5000 m/z 75.10 16.89%
27.0 ‘87.0
ol b b 320 e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0 10.50 11.00
m/z 56.10 14.56%
5000
87.0
owmeWWMﬁ?ﬁwwwwwwww‘ —
m/z--> 20 40 60 80 100120140160180200220240260280 1050 1100
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112522\
Data File : BM@37711.D

Acq On : 26 Nov 2022 00:46
Operator : CG/JU

Sample : N5591-18

Misc

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM112322.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.345 4.37 ng/ul 719066  Phenanthrene-di0 17.474
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 97
5 Tridecanoic acid 214 C13H2602 000638-53-9 93
Abundance Scan 2543 (18.345 min): BM037711.D\data.ms (-2539) (- | m/z 43.10 100.00%
431
3y 1290 = —
H | 1711 2132 e o 18.00 18.50
ol A d L L L. L35 myz 73.85  89.99%
m/z--> 50 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 = —
129.0 18.00 18.50
3.0 , 2130 m/z 60.05 80.05%
o ‘J w“M‘\ \‘\MH\ u‘ﬂ‘\‘w\\‘\ ‘\\ “ “ “‘u\ “\‘ - “‘ R R
miz--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
60.0 /L
— e
18.00 18.50
5000 129.0 m/Z 41.10 74.11%
H 171.0 213.0 256.0
0! H‘ \\h”\ “ﬂ‘\‘n‘\ ‘\ ‘ ‘ “ \ “\‘\‘ . “\‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #143511: n-Hexadecanoic acid o ——
73.0 18.00 18.50
m/z 57.10 68.38%
129.0 256.0
5000 213.0
=4 i, 1
ol Ll L ] e
m/z--> 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\BM112522\
Data File : BM@37711.D

Acq On : 26 Nov 2022 00:46

Operator : CG/JU

Sample : N5591-18

Misc

ALS Vial : 22 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

. SVOA CALIBRATION

: C:\Database\NIST20.L

Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM112322.M

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 Octadecanoic acid Concentration Rank 6

R.T EstConc Area Relative to ISTD R.T.
19.616 2.33 ng/ul 433102  Chrysene-d12 21.633
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 97
4 Octadecanoic acid 284 (C18H3602 000057-11-4 97
5 Pentadecanoic acid 242 C15H3002 001002-84-2 90

Abundance Scan 2759 (19.615 min): BM037711.D\data.ms (-2754) (- | m/z 43.05 100.00%
3.0
5000
129.1
—— —
H‘ ‘ 185 12412 5005 19.50 20.00
ob— ! ﬂh‘ i u b L8950 sz 73,10 86.61%
m/z--> 50 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 — —
83.0 19.50 20.00
’ 284.0 o
185.0 2410 ‘ m/z 57.10 76.72%
o HMh\j‘Mj‘y\‘uh S B
miz--> 50 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
73.0
—— —
19.50 20.00
129.0
5000| 280 284.0 m/z 60.10 75.61%
185.0 241.0
ol ‘ﬂwm \\ L‘\\‘\N‘J’y“\“““‘
m/z--> 50 100 150 200 250 300 350
Abundance #179090: Octadecanoic acid T P
43.0 19.50 20.00
m/z 55.10 71.91%
5000
30 129.0 284.0
185.0 2410
m/z--> 50 100 150 200 250 300 350 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112522\
Data File : BM@37711.D

Acq On : 26 Nov 2022 00:46
Operator : CG/JU

Sample : N5591-18

Misc

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM112322.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 4
R.T. EstConc Area Relative to ISTD R.T.
21.321 3.93 ng/ul 730169  Chrysene-d12 21.633
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 95
2 1-Hexacosene 364 C26H52 018835-33-1 94
3 E-14-Hexadecenal 238 C16H300 330207-53-9 93
4 Pentacos-1-ene 350 C25H50 016980-85-1 91
5 Cyclooctacosane 392 C28H56 000297-24-5 91
Abundance Scan 3049 (21.321 min): BM037711.D\data.ms (-3045) (- | m/z 43.10 100.00%
3.1
7.1
5000
H‘ 21.00 21'50
153.1207.0 281.1 ' :
owuum}"\"_H‘_""w““3‘5“5“1‘““‘?9&““5‘39‘2‘ m/z 57.85 99.19%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #209741: 1-Docosene
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5000 = =
1110 21.00 21.50
' m/z 55.10 90.08%
‘\\!‘\1\\‘f\\\‘\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #273800: 1-Hexacosene
57.0
= =
21.00 21.50
5000 111.0 m/z 83.10 75.30%
o ‘\_M },\1570 238.02020 364.0
““,“““‘ o T e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #121278: E-14-Hexadecenal = e
43.0 21.00 21.50
m/z 69.10 70.19%
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5000
o L ssno 20
e P e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112522\
Data File : BM@37711.D

Acq On : 26 Nov 2022 00:46
Operator : CG/JU

Sample : N5591-18

Misc

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM112322.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 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
24.744 2.93 ng/ul 506934  Perylene-d12 24.127
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 90
2 Octacosane 394 (C28H58 000630-02-4 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Eicosane 282 C20H42 000112-95-8 87
5 Heneicosane 296 C21H44 000629-94-7 87

Abundance Scan 3631 (24.745 min): BM037711.D\data.ms (-3627) (- | m/z 57.10 100.00%
7.1

5
5000

=
24.50 25.00
127.1 193.0 .
Owu‘\“\“\‘\'\\l”“ﬁ‘\ ey 2021 343.14010 4761 549. v 7 43.10  69.61%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158598: Nonadecane
57.0

5000 LN
24.50 25.00

m/z 71.10 67.57%

\\“\‘\“‘\I\ \‘|\I“].\“2\Z.\‘(‘)‘\\].\9\7‘.\(\)\\2‘6\§;0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298427: Octacosane
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T
24.50 25.00

o

5000 m/z 85.10 43.52%
ATV Y b T R—
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane T o
57.0 24.50 25.00

m/z 55.10  23.14%

5000 “J\/\\H/
L2279 1970 2670 3670

O A A e e e e e 7 T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.50 25.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112522\
Data File : BM@37711.D

Acqg On : 26 Nov 2022 00:46
Operator : CG/JU

Sample : N5591-18

Misc

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM112322.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|
2-Pentanone, 4-... 5.169 6.0 ng/ul 394810 1 8.110 1322080 20.0
Ethanol, 2-(2-b... 10.698 11.3 ng/ul 1165130 2 10.934 2059000 20.0
n-Hexadecanoic ... 18.345 4.4 ng/ul 719066 4 17.474 3293660 20.0
Octadecanoic acid 19.616 2.3 ng/ul 433102 5 21.633 3717730 20.0
(DEL) Alkane: S... 21.321 3.9 ng/ul 730169 5 21.633 3717730 20.0
(DEL) Alkane: S... 24.744 2.9 ng/ul 506934 6 24.127 3462960 20.0
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