LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN111522\
Data File : BN022662.D

Acqg On : 15 Nov 2022 23:07
Operator : CG/JU

Sample : N5570-03

Misc :

ALS Vvial : 20 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_ N\Methods\SFAM-EPA-BN111522.M
Title : SVOA CALIBRATION

Signal : TIC: BN@22662.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.193 31 35 41 rBV 14233 18500 1.67% 0.104%
2 3.505 85 88 96 rBv 6485 10692 0.96% 0.060%
3  3.681 115 118 125 rBV 4145 8546 0.77% ©.048%
4 3.870 141 150 161 rBV4 7651 17344 1.56% 0.097%
5 3.958 161 165 173 rWwVW 5220 7987 0.72% 0.045%
6 5.934 497 501 509 rVB2 3423 6279 0.57% 0.035%
7 6.881 656 662 668 rBv 9457 16467 1.48% 0.092%
8 7.052 685 691 702 rVB2 48811 98715 8.90% ©.553%
9 7.205 710 717 727 rBV 133595 212194 19.13% 1.189%
10 7.405 744 751 760 rBV 142008 225074 20.29% 1.261%
11 7.487 760 765 772 rBV 6029 11631 1.05% 0.065%
12 7.875 824 831 839 rBV 280378 437034 39.40% 2.448%
13  7.940 839 842 847 rVv2 4185 6248 0.56% 0.035%
14 8.263 890 897 908 rBV3 5895 18250 1.65% 0.102%
15 8.610 949 956 963 rBV 120378 196001 17.67% 1.098%
16 8.869 995 1000 1007 rBV2 4611 9323 0.84% 0.052%
17 9.057 1025 1032 1044 rBV 166763 269250 24.27%  1.508%
18 9.181 1047 1053 1057 rVv2 9653 17670 1.54% 0.096%
19 9.222 1057 1060 1066 rVB3 6848 10800 0.97% 0.060%
20 9.440 1088 1097 1103 rBV3 4510 9248 0.83% 0.052%
21  9.781 1149 1155 1165 rBV 123753 210757 19.00% 180%
22 9.963 1181 1186 1192 rVWV4 9297 18910 1.70% 106%
23 10.028 1193 1197 1205 rVB4 6318 11202 1.01%

24 10.334 1242 1249 1260 rBV 194036 328296 29.59%

AR OoOOR
I
o)
w
xR

25 10.481 1266 1274 1291 rBV 490273 789307 71.15% 421%
26 10.704 1304 1312 1320 rVV 384404 654578 59.01% 3.666%
27 10.857 1332 1338 1346 rBV 43803 81656 7.36% 0.457%
28 11.510 1444 1449 1455 rBV3 5090 7710 0.70% ©0.043%
29 11.946 1518 1523 1530 rVB3 4114 6835 0.62% 0.038%
30 12.910 1683 1687 1693 rVB3 5094 7657 0.69% 0.043%
31 13.069 1709 1714 1722 rBV4 3785 6898 0.62% 039%
32 13.157 1725 1729 1735 rVB2 9772 13689 1.23% 077%

33 13.451 1772 1779 1785 rVWV 83862 133498 12.03%
34 13.975 1859 1868 1874 rBV 402483 561566 50.62%
35 14.204 1901 1907 1910 rBV 37614 58706  5.29%

WO
N
N
0
R

36 14.251 1910 1915 1923 rVB 406715 585214 52.75%  3.278%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN111522\
Data File : BN022662.D

Acqg On : 15 Nov 2022 23:07
Operator : CG/JU

Sample : N5570-03

Misc :

ALS Vvial : 20 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_ N\Methods\SFAM-EPA-BN111522.M
Title : SVOA CALIBRATION
37 14.445 1941 1948 1953 rBV7 6444 12688 1.14% 0.071%
38 14.557 1961 1967 1977 rBV 616236 909944 82.03% 5.097%
39 14.728 1991 1996 2001 rBV5 8787 16751 1.51% 0.094%
40 14.804 2001 2009 2019 rVV3 40775 85151 7.68% 0.477%
41 14.975 2035 2038 2046 rVB3 = 22622 37648 3.39% 0.211%
42 15.192 2070 2075 2081 rVB2 12866 21835 1.97% 0.122%
43 15.351 2095 2102 2105 rBV 17883 25147 2.27% 0.141%
44 15.392 2105 2109 2116 rVB2 18087 32309 2.91% 0.181%
45 15.481 2118 2124 2128 rBV 17417 28356 2.56% 0.159%
46 15.557 2128 2137 2148 rVB 575523 867649 78.21% 4.860%
47 15.687 2154 2159 2168 rBV 191467 273466 24.65% 1.532%
48 15.792 2172 2177 2183 rBV5 6209 12161 1.10% ©0.068%
49 15.887 2189 2193 2195 rBV5 4565 7342 0.66% 0.041%
50 15.922 2196 2199 22062 rVV3 6403 9261 0.83% 0.052%
51 15.957 2202 2205 2209 rVvB2 13330 16867 1.52% 0.094%
52 16.010 2209 2214 2220 rBv2 39981 62229 5.61% 0.349%
53 16.122 2225 2233 2239 rBV4 33004 60677 5.47% 0.340%
54 16.181 2239 2243 2248 rBV5 14212 23837 2.15% 0.134%
55 16.234 2248 2252 2254 rVW2 12682 16392 1.48% 0.092%
56 16.269 2254 2258 2266 rVB2 28762 49761 4.49% 0.279%
57 16.451 2284 2289 2298 rVB3 24587 43486 3.92% 0.244%
58 16.581 2307 2311 2313 rBV3 8421 13406 1.21% 0.075%
59 16.675 2323 2327 2329 rBvV3 6411 8304 0.75% 0.047%
60 16.710 2329 2333 2340 rVWV 30200 48134 4.34% 0.270%
61 16.786 2343 2346 2351 rVV3 12313 20184 1.82% 0.113%
62 17.034 2383 2388 2391 rVV 38292 59592 5.37% 0.334%
63 17.063 2391 2393 2396 rW 29347 32951 2.97% 0.185%
64 17.110 2399 2401 2407 rVB4 13405 22095 1.99% 0.124%
65 17.228 2417 2421 2426 rVB 32604 39582 3.57% 0.222%
66 17.316 2431 2436 2447 rBV 741309 1108006 99.88% 6.206%
67 17.416 2447 2453 2461 rVB 637859 921453 83.06% 5.161%
68 17.486 2461 2465 2470 rBV2 22797 31332 2.82% 0.175%
69 17.610 2482 2486 2488 rBV3 15719 23758 2.14% 0.133%
70 17.669 2494 2496 2499 rBV4 6110 7963 0.72% 0.045%
71 17.810 2516 2520 2524 rBV 12610 19826 1.79% 0.111%
72 17.986 2546 2550 2556 rVB 111488 139848 12.61% 0.783%
73 18.086 2563 2567 2576 rBV3 31614 49689 4.48% 0.278%
74 18.222 2584 2590 2599 rBV 592201 804149 72.49%  4.504%
75 18.504 2635 2638 2644 rBV3 23019 31611 2.85% 0.177%
76 18.763 2679 2682 2687 rBV6 12980 21622 1.95% 0.121%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN111522\
Data File : BN022662.D

Acqg On : 15 Nov 2022 23:07
Operator : CG/JU

Sample : N5570-03

Misc :

ALS Vvial : 20 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_ N\Methods\SFAM-EPA-BN111522.M

Title : SVOA CALIBRATION

77 18.886 2699 2703 2705 rBV4 12564 15882 1.43% ©0.089%
78 18.951 2711 2714 2715 rBV3 9374 10168 ©0.92% 0.057%
79 19.080 2733 2736 2743 rVB3 29634 44558 4.02% 0.250%
80 19.169 2747 2751 2755 rVB 133558 148326 13.37% 0.831%
81 19.304 2770 2774 2780 rVB2 59537 82540 7.44% 0.462%
82 19.357 2780 2783 2784 rBV 26408 29155 2.63% 0.163%
83 19.380 2784 2787 2794 rVB5 49673 86484 7.80% 0.484%
84 19.498 2803 2807 2817 rBV 162323 232676 20.97% 1.303%
85 19.598 2822 2824 2829 rVB4 16658 20929 1.89% 0.117%
86 19.722 2840 2845 2853 rBV 776322 1046513 94.34% 5.862%
87 19.963 2882 2886 2893 rBV2 51646 70966 6.40% ©.397%
88 20.233 2928 2932 2940 rBV 101638 152897 13.78% 0.856%
89 20.357 2950 2953 2957 rVB3 30892 33976 3.06% 0.190%
90 20.433 2963 2966 2973 rVB3 24349 30686 2.77% 0.172%
91 20.598 2989 2994 2998 rBvV2 112792 138255 12.46% 0.774%
92 20.663 3003 3005 3007 rvv2 16257 13203 1.19% 0.074%
93 20.722 3012 3015 3017 rVB2 24097 24423 2.20% 0.137%
94 21.227 3096 3101 3110 rVB 431153 605608 54.59%  3.392%
95 21.433 3133 3136 3141 rBV 46380 59246 5.34% 0.332%
96 21.527 3147 3152 3157 rVB 837485 1109323 100.00% 6.213%
97 21.616 3165 3167 3170 rBV3 24038 25022 2.26% 0.140%
98 22.774 3360 3364 3375 rVB 442099 672548 60.63% 3.767%
99 23.798 3532 3538 3551 rVB2 481148 1053819 95.00% 5.903%
100 23.957 3558 3565 3574 rVB2 503317 1046682 94.35% 5.863%

Sum of corrected areas: 17853479
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN111522\
Data File : BN@©22662.D

Acqg On : 15 Nov 2022 23:07
Operator : CG/JU

Sample : N5570-03

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BN022662.D\data.ms
800000
600000
10.481
400000 10.704
7.875
10.33
200000 9.057
7.285405 8.610 9.781
7.05 0.857
3.193.5958 8968 5.934 6.881, || 71487 7/9408.263 || 8.869D1B%440 |9(9628 11.510
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\
Time--> 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BN022662.D\data.ms
19.722
800000 17.316
17.416
14.557 18.222
600000 15.557
.251
400000 13.9%8
15.687 9.498 '
200000 19.16 20-233.0..
13.451 19.963 .
14.204 14, 18504 5 Mﬂ
01946 120384867 f\ 4.448. 178168 i
e o e e L e e R e e e B A o o
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: BN022662.D\data.ms
21.627
800000
2323857
600000 22.774

400000

200000

O \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
Time--> 21.00 21.50 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 :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

. 15

Library Search Compound Report

Nov 2022 23:07

: CG/IU
: N5570-03

. 20

Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN111522\
BN©22662.D

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.M
: SVOA CALIBRATION

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 1

Ethanol, 2-(2-butoxyethoxy)-

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
10.481 24.12 ng/ul 789307 Naphthalene-d8 10.704
Hit# of 5 Tentative ID MW MolForm CASH# 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, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
4 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
5 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 72

Abundance Scan 1274 (10.481 min): BN022662.D\data.ms (-1266) (1 m/z 57.10 100.00%
57.1
5000 J\\
75.0 P
39 ‘ 101.1 10.50
 EAEREE ““ﬂu ‘MHH‘M J“‘ A _l?’}}l‘ R m/z 45.10  98.96%
m/z--> 20 40 0 80 100 120 140 160
Abundance #38400: Ethanol, 2-(2-butoxyethoxy)-
45.0
5000 T
10.50
27r 750 m/z 41.05  38.92%
100.0
\\\“\H\\““\‘\\MH\\W‘\“\“‘1‘\\“\\\\‘}\312.\0‘\\\]\-‘63\.\()\
miz--> 20 40 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
=
10.50
5000 m/z 75.00 21.18%
29.0
75.0
S U
m/z--> 20 40 60 80 100 120 140 160 ﬁ&
Abundance #38404: Ethanol, 2-(2-butoxyethoxy)- o=
57.0 10.50
m/z 56.10 16.24%
5000
29.0 75.0
101.0
m/z--> 20 40 0 80 100 120 140 160 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN111522\
Data File : BN@©22662.D

Acqg On : 15 Nov 2022 23:07
Operator : CG/JU

Sample : N5570-03

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.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 2 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.451 2.93 ng/ul 133498  Acenaphthene-di10 14.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 91
2 Metacetamol 151 C8HSNO2 000621-42-1 64
3 Diacetamate 193 C10H11NO3 002623-33-8 59
4 m-Isopropoxyaniline 151 C9H13NO 041406-00-2 59
5 3-Pyridinol, 4-methyl-, acetate ... 151 C8H9NO2 001006-96-8 59
Abundance Scan 1779 (13.451 min): BN022662.D\data.ms (-1772) (- | m/z 43.05 100.00%
3.0
109.1
5000 151.1
=
‘ 69“0 13.50
\\\‘\\\\"‘V\‘\“i“‘ \“‘\‘\ \H“‘\‘\‘\Hi’\“\H‘\‘\“\H‘\“\\1\‘\\‘\\‘%\9\3\.%\\\\‘ m/Z 109.10 89.4300
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 T
13.50
69.0 m/z 151.05 48.03%
\1\5\.‘0\ ‘\‘\ \"“V T ‘\“\‘H‘ \“‘\“\ \H“‘\‘ T ‘\H\ f \“i”‘\‘\ “\ = \“ T 1 T \‘\ T ‘]‘.‘9‘2‘?‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28724: Metacetamol
109.0
e
13.50
5000 151.0 m/z 41.05 22.55%
43.0
80.0
\1\5\.(‘)\‘\\\"\\1‘\‘H\\“‘\\H’\{‘H‘\H\‘Hl\‘uu‘um‘mu‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67529: Diacetamate 7
109.0 13.50
m/z 69.00 16.71%
5000 151.0
43.0
80.0 193.0
50 e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN111522\
Data File : BN@©22662.D

Acqg On : 15 Nov 2022 23:07
Operator : CG/JU

Sample : N5570-03

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.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 3 Hexadecanoic acid, methyl e... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.986 2.52 ng/ul 139848  Phenanthrene-di10 17.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 96
3 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 94
4 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 91
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 91

Abundance Scan 2550 (17.986 min): BN022662.D\data.ms (-2546) (- | m/z 74.00 100.00%
74.0

5000
43.1 k
143.1 227.2 1800
| o | 1881 T 2704 ' ;
‘M‘H_‘m_H‘muW‘HWH‘WHH‘HM_MHMH‘_HW‘HWH‘WH m/z 86.95  71.59%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 1 T
43.0 18.00
143.0 m/z 43.10  32.86%
‘u “ ‘\ ‘ il \1‘11 0 | ‘ 171 o\ 22/ O 270 0

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester

74.0
e
18.00
5000 43.0 m/z 55.05 28.62%
‘ M\M‘m 0130 1850 2270 2700
WH‘WH‘WH‘WH‘WH‘WH‘WH‘WH‘WH‘WH‘WH‘WH‘WH‘WH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #161211: Hexadecanoic acid, methyl ester =
74.0 18.00
m/z 41.05 26.30%
50001 43.0
143.0
LA il g, | fene |
‘MH‘_Hﬂ‘ﬂWM‘&HH‘JHM‘HMA‘NHA‘HWA‘WHH,HHM‘ ==
m/z--> 20 40 60 80 100120140160180200220240260280 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN111522\
Data File : BN@©22662.D

Acqg On : 15 Nov 2022 23:07
Operator : CG/JU

Sample : N5570-03

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.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 4 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.222 14.52 ng/ul 804149  Phenanthrene-di10 17.316
Hit# of 5 Tentative ID MW MolForm CASH# 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 Tridecanoic acid 214 C13H2602 000638-53-9 95
Abundance Scan 2590 (18.222 min): BN022662.D\data.ms (-2584) (- | m/z 73.10 100.00%
73.1
43.1
5000
129.1
= =
H M ‘ 1711 ‘ 256.3 18.00 18.50
‘ w A W | \“uh‘\\ ;‘H‘\‘u} N : “‘ “ ““\‘ S L m/z 60.00 83.24%
miz-> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
18.00 18.50
97.0 1o 2130 2560 m/z 43.10  80.45%
N ‘M‘H‘H W “H“‘\‘ Hh“‘\ ;‘H‘\‘n} ‘\ | “ “ “‘ \‘ “‘ T “\‘ N
miz--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
3 3
43.0 73.0 256.0
== —
18.00 18.50
5000 m/z 55.05 67.24%
129.0
213.0
L, 75 ]
ol Wl L L
miz--> 50 100 150 200 250
Abundance #143509: n-Hexadecanoic acid T —
43.0 73.0 18.00 18.50
m/z 57.05 66.93%
5000 256.0
129.0
LU g a3
. “‘ ‘} \‘ ‘H ll H“ ‘H‘u‘ Hh“w M‘H} ol ‘ “ “ “‘m‘ R W ‘ “ == T
m/z--> 50 100 150 200 250 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN111522\
Data File : BN@©22662.D

Acqg On : 15 Nov 2022 23:07
Operator : CG/JU

Sample : N5570-03

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.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 5 9-Octadecenoic acid (Z)-, m... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.169 2.68 ng/ul 148326  Phenanthrene-di10 17.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 95
2 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 91
3 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 91
4 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 91
5 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 91

Abundance Scan 2751 (19.169 min): BN022662.D\data.ms (-2747) (- | m/z 55.10 100.00%

55.1
5000 97.1

7
38.1 180.1 222.2 264.3 19.00 19.50

A o L 398 s 69,05 67.04%

miz--> 50 100 150 200 250 300 350
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
558.0

5000 7.0 —— e
19.00 19.50

m/z 41.05 60.91%

‘ ‘ 37.0 18?.0 222.0 26‘4.0
1 bl | L .
T ‘ ‘ T ‘ 1T ‘ T T T T ‘ T T T T ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #194419: 10-Octadecenoic acid, methyl ester
55.0

7
19.00 19.50
5000 m/z 74.00 56.28%

m/z--> 50 100 150 200 250 300 350 j\L
Abundance #194421: 14-Octadecenoic acid, methyl ester o

55.0 19.00 19.50
m/z 83.10  49.66%

5000
7.0
264.0
|| p00 1002220 |
H 1A

7 T
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN111522\

BN©22662.D

: 15 Nov 2022 23:07
: CG/IU
: N5570-03

: 20 Sample Multiplier: 1

: SVOA CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.M

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

19.498

Hit# of 5

1 Octadeca
2 Octadeca
3 Octadeca
4 Octadeca

6 Octadecanoic acid

Concentration Rank 5

EstConc Area Relative to ISTD R.T.
4.19 ng/ul 232676  Chrysene-di2 21.527
Tentative ID MW MolForm CASH# Qual
noic acid 284 C18H3602 000057-11-4 99
noic acid 284 C18H3602 000057-11-4 99
noic acid 284 C18H3602 000057-11-4 98
noic acid 284 C18H3602 000057-11-4 95
noic acid 284 C18H3602 000057-11-4 94

5 Octadeca

Abundance Scan 2807 (19.498 min): BN022662.D\data.ms (-2803) (- | m/z 73.00 100.00%

43.0 73.0
5000 129.0
1851 o410 ) S
‘ ‘ 284.% 19.50
— ! hh“‘ (i b L mjz 43.e5  95.89%
miz-> 50 100 150 200 250
Abundance #179093: Octadecanoic acid
73.0
43.0
129.0
5000 284.C —
1850 2410 19.50
m/z 59.95 87.84%
— \“‘ ! I ‘n‘u H“H‘H‘\“‘ Hh“m;‘ﬂ‘\ ‘H‘M H“‘ | L ‘L e “ - “ | — “‘
m/z--> 50 100 150 200 250
Abundance #179091: Octadecanoic acid
43.0 73.0
=
19.50
5000 129.0 m/z 57.85 81.27%
284.C
‘ 1850 2410 ‘
. “‘ “ \“ h!\‘ \‘H‘w“‘ Hh“\ ‘M " M \“‘ | I ‘L “\‘ “ e \‘ “\ ‘\‘ ‘\‘
miz--> 50 100 150 200 250
Abundance #179089: Octadecanoic acid e
3
43.0 73.0 19.50
m/z 55.05 76.53%
5000 129.0
‘ 1850 5410 284
‘\“ \‘M l W \‘H‘ ‘Hh“‘ ‘M\‘M ‘\ — ‘\ u' \‘ . “‘ . ““ —
m/z--> 50 100 150 200 250 19.50

SFAM-EPA-BN11

1522.M Wed Nov 16 07:14:19 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN111522\
Data File : BN@©22662.D

Acqg On : 15 Nov 2022 23:07
Operator : CG/JU

Sample : N5570-03

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.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 7 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.233 2.76 ng/ul 152897  Chrysene-di12 21.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octadecene 252 C18H36 000112-88-9 98
2 1-Octadecene 252 C18H36 000112-88-9 97
3 5-Octadecene, (E)- 252 C18H36 007206-21-5 97
4 n-Heptadecanol-1 256 C17H360 001454-85-9 95
5 n-Nonadecanol-1 284 C19H400 001454-84-8 95

Abundance Scan 2932 (20.233 min): BN022662.D\data.ms (-2928) (- | m/z 55.05 100.00%

58.0
5000 1.1

T T
20.00 20.50

L W‘NNWNMme%??}H‘u‘%959?44ﬂ“"fg?f m/z 83.10  99.53%

\
m/z--> 50 100 150 200 250 300 350 400
Abundance #138521: 1-Octadecene

57.0

5000 - -
11.0 20.00 20.50

m/z 57.05 97.07%

T ‘ “ T T‘\‘ }“ \“‘\ ‘! ]‘]\6§.f0\ ‘ T \2\'\5“2\.(\)\ T ‘ L ‘ TTTT ‘ TTTT
m/z--> 50 100 150 200 250 300 350 400
Abundance #138519: 1-Octadecene
43.0

T T
7.0 20.00 20.50

5000 m/z 69.10 91.57%
N
m/z--> 50 100 150 200 250 300 350 400
Abundance #138523: 5-Octadecene, (E)- — —
55.0 20.00 20.50

m/z 43.10 90.22%

5000
11.0
J ‘WLMH

j\h 168.0 2520

‘ T
m/z--> 50 100 150 200 250 300 350 400 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN111522\
Data File : BN@©22662.D

Acqg On : 15 Nov 2022 23:07
Operator : CG/JU

Sample : N5570-03

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.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 8 4,8,12,16-Tetramethylheptad... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.598 2.49 ng/ul 138255  Chrysene-di2 21.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4,8,12,16-Tetramethylheptadecan-... 324 C21H4002 096168-15-9 87
2 4,8,12,16-Tetramethylheptadecan-... 324 C21H4002 096168-15-9 55
3 D-Glucitol, cyclic 1,3:2,4:5,6-t... 296 C12H23B306 074779-72-9 53
4 3,7-Dimethyl-1-octyl methylphosp... 238 C11H24F02P 345260-82-4 53
5 2-Isobutylthiazole 141 C7H11INS 018640-74-9 52

Abundance Scan 2994 (20.598 min): BN022662.D\data.ms (-2989) (- | m/z 99.10 100.00%

99.1
5000
43.1
="

M M‘ Wl 176122112680 3571 429 20.50 21.00
“““"““”‘1‘mwm_"H_m_-m_”-‘ m/z 43.10  37.20%

miz--> 100 150 200 250 300 350 400
Abundance #229564. 4,8,12,16-Tetramethylheptadecan-4-olide
99.0

5000{ 430 — —
20.50 21.00

m/z 55.05 23.97%

TT \ “M h‘“ I‘ “‘l“\“‘h\l{s“].\qj\.g\e‘ \0\ \2\5‘4\(\)\ T ‘3\2\4\9‘ T T 1T ‘ T T 1T
miz--> 50 100 150 200 250 300 350 400
Abundance  #229563: 4,8,12,16-Tetramethylheptadecan-4-olide
99.0

7
20.50 21.00
5000 m/z 57.05 23.53%

43.0
M Lidd 15101960 2540 ae0
m/z--> 100 150 200 250 300 350 400

Abundance #193297: D-Glucitol, cyclic 1,3:2,4:5,6-tris(ethylboronate) —— —
99.0 20.50 21.00

m/z 69.05 23.01%

197.0
430 11430 | 267.0

m/z--> 50 100 150 200 250 300 350 400 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN111522\
Data File : BN@©22662.D

Acqg On : 15 Nov 2022 23:07
Operator : CG/JU

Sample : N5570-03

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.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 9 Behenic alcohol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.227 10.92 ng/ul 605608 Chrysene-di12 21.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 1-Tricosene 322 C23H46 018835-32-0 94
3 1-Heneicosanol 312 C21H440 015594-90-8 94
4 n-Nonadecanol-1 284 C19H400 001454-84-8 94
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94

Abundance Scan 3101 (21.227 min): BN022662.D\data.ms (-3096) (-~ | m/z 57.05 100.00%
e

57.0
5000 111.1

207.1
W“w‘ll?‘l;?"u“2‘5‘2"2‘”_?’f“l"lmwf‘??a m/z 43.10 93.51%

m/z--> 50 100 150 200 250 300 350 400
Abundance #232316: Behenic alcoho
83.0

5000

m/z 55.10 91.89%

29. { ]{39.0
\\“\“\ : \“‘f“\”‘\‘h “I\“WJ\-Q\G‘.\O\\\‘\2\89;()‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #227234: 1-Tricosene
43.
97.0

2£00 2£50
5000 m/z 83.18 91.83%
| Liigsao mmo
m/z--> 50 100 150 200 250 300 350 400
Abundance #215083: 1-Heneicosanol e S
55.0 21.00 21.50

m/z 69.10 84.52%

5000 11.0 Aw/\NNNUM
\h Il 4 { \H\ \L \L‘ ‘h 1|670 266.0

T —
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_N\Data\BN111522\
Data File : BN@©22662.D

Acqg On : 15 Nov 2022 23:07
Operator : CG/JU

Sample : N5570-03

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.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 10 Supraene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

22.774  12.85 ng/ul 672548  Perylene-di12 23.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 72
3 2,6,10,14-Hexadecatetraen-1-0l1, ... 332 C22H3602 061691-98-3 72
4 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 72
5 Farnesol isomer a 222 C15H260 1000108-92-4 64

Abundance Scan 3364 (22.774 min): BN022662.D\data.ms (-3360) (- | m/z 69.10 100.00%

69.1
5000
‘ —
‘ | 071 22.50 23.00
0 wauﬂW‘““i"‘H‘“H‘?gﬁ}‘3f¥?wﬂ}93‘_4$9‘ m/z 81.05 48.55%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #308259: Supraene
69.0
5000
22.50 23.00

m/z 41.05 22.35%

137.0
ihglyy ), 1910 2730 341.0 410.0
\\\‘\\\‘\f!\‘\\\f‘\\\\‘\f\\‘\\\\‘\\\\’\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350 400 450
Abundance  #133568: 4,8,12-Tetradecatrienal, 5,9,13-trimethyl-
69.0

2250 2300
5000 ITI z 95.10 13.30%
136.0
T —
m/z--> 100 150 200 250 300 350 400 450
Abundance #239663: 2,6,10,14-Hexadecatetraen-1-ol, 3,7,11,15-tetr
69.0 2250 2300

m/z 68.05 12.08%

5000 J¥A/k
204.0
L \l \‘1 \‘d ﬂ} VLo, 27203320

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN111522\
Data File : BN022662.D

Acqg On : 15 Nov 2022 23:07
Operator : CG/JU

Sample : N5570-03

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.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|
Ethanol, 2-(2-b... 10.481 24.1 ng/ul 789307 2 10.704 654578 20.0
2,4,7,9-Tetrame... 13.451 2.9 ng/ul 133498 3 14.557 909944 20.0
Hexadecanoic ac... 17.986 2.5 ng/ul 139848 4 17.316 1108010 20.0
n-Hexadecanoic ... 18.222 14.5 ng/ul 804149 4 17.316 1108010 20.0
9-Octadecenoic ... 19.169 2.7 ng/ul 148326 4 17.316 1108010 20.0
Octadecanoic acid 19.498 4.2 ng/ul 232676 5 21.527 1109320 20.0
(DEL) Alkane: S... 20.233 2.8 ng/ul 152897 5 21.527 1109320 20.90
4,8,12,16-Tetra... 20.598 2.5 ng/ul 138255 5 21.527 1109320 20.0
Behenic alcohol 21.227 10.9 ng/ul 605608 5 21.527 1109320 20.0
Supraene 22.774 12.9 ng/ul 672548 6 23.957 1046680 20.0
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