LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100520\
Data File : BN012079.D

Acqg On : 06 Oct 2020 05:39
Operator : CG/JU

Sample : L4184-06

Misc :

ALS Vvial : 25 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\SOM-EPA-BN100220.M
Title : SVOA CALIBRATION

Signal : TIC: BN@12079.D
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.193 32 35 46 rvB 87393 118001 1.86% ©.151%
2 3.469 79 82 88 rBV 40508 58616 0.92% 0.075%
3 3.911 153 157 160 rBV5 15642 22684 0.36% 0.029%
4 4.640 275 281 284 rBV5 5444 10347 ©.16% 0.013%
5 6.652 619 623 626 rBv6 7265 12116 ©.19% ©0.016%
6 6.828 646 653 666 rBV 1343256 2096981 33.07% 2.690%
7 6.999 676 682 691 rBV 968003 1474991 23.26% 1.892%
8 7.193 708 715 724 rBV 1387998 2147401 33.86% 2.755%
9 7.269 724 728 741 rW 156897 290892 4.59% 0.373%
10 7.375 744 746 753 rVB8 5538 11749 0.19% 0.015%
11 7.658 786 794 801 rBV 1129049 1738505 27.42% @ 2.230%
12 7.716 802 804 811 rVB6 16189 25571 0.40% 0.033%
13 7.969 841 847 848 rBv4 5276 9222 0.15% 0.012%
14 8.357 906 913 923 rBV 1560591 2443928 38.54%  3.135%
15 8.805 982 989 1001 rVB 1218421 1924220 30.34% 2.469%
16 8.928 1006 1010 1013 rVB6 8171 12230 0.19% 0.016%
17 8.975 1013 1018 1023 rBV8 9851 18383 ©.29% 0.024%
18 9.234 1055 1062 1067 rVB5 14740 22091 ©.35% ©0.028%
19 9.522 1102 1111 1120 rBV 1007942 1648633 26.00% 2.115%
20 9.740 1147 1148 1155 rVB6 6313 10189 0.16% 0.013%

21 10.051 1194 1201 1210 rBV 1598102 2508490 39.56%
22 10.428 1258 1265 1274 rBV 1383581 2324670 36.66%
23 10.569 1281 1289 1301 rBV 1270395 2174413 34.29%
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24 10.946 1349 1353 1354 rBV2 7032 6986 0.11% 009%
25 10.957 1354 1355 1360 rVB4 7974 9058 0.14% 012%
26 12.022 1531 1536 1541 rBV4 23526 34979 ©.55% 0.045%
27 12.645 1638 1642 1644 rBV4 7135 9284 0.15% 0.012%
28 12.798 1664 1668 1671 rBV4 4706 7643 0.12% ©0.010%
29 12.904 1680 1686 1690 rVB6 10343 12939 0.20% 0.017%
30 13.193 1731 1735 1744 rVW2 47154 74618 1.18% 0.096%

31 13.710 1816 1823 1827 rBV 2410793 3382037 53.33%
32 13.751 1827 1830 1840 rVB 1028950 1419167 22.38%
33 13.987 1860 1870 1882 rBV 2837912 4110888 64.83%
34 14.204 1904 1907 1912 rVB4 8316 12997 0.20%
35 14.292 1916 1922 1930 rVV 2042357 2980558 47.00%
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36 14.492 1948 1956 1970 rBV 1111838 1601870 25.26%  2.055%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100520\
Data File : BN012079.D

Acqg On : 06 Oct 2020 05:39
Operator : CG/JU

Sample : L4184-06

Misc :

ALS Vvial : 25 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\SOM-EPA-BN100220.M
Title : SVOA CALIBRATION
37 14.716 1992 1994 2001 rVB7 14332 20466  ©.32% 0.026%
38 15.128 2054 2064 2067 rBV2 54338 83631 1.32% ©0.107%
39 15.222 2077 2080 2083 rVB4 5286 7002 0.11% 0.009%
40 15.292 2085 2092 2106 rVV 3533453 4951253 78.08% 6.352%
41 15.410 2106 2112 2124 rVV 1111817 1547002 24.40%  1.985%
42 15.528 2127 2132 2138 rBV2 42629 62914 0.99% 0.081%
43 15.657 2153 2154 2158 rVB4 7359 6868 0.11% 0.009%
44 15.851 2183 2187 2188 rBv4 9701 9371 0.15% 0.012%
45 15.869 2188 2190 2194 rVB5 9221 10334 0.16% ©0.013%
46 15.922 2194 2199 2202 rBV4 9512 13230 0.21% 0.017%
47 16.028 2213 2217 2219 rBV5 6785 8359 0.13% 0.011%
48 16.075 2219 2225 2231 rVB7 16554 27372  0.43% 0.035%
49 16.192 2242 2245 2249 rVB6 8307 13611 0.21% 0.017%
50 16.316 2260 2266 2267 rBv4 5082 8966 0.14% 0.012%
51 16.451 2286 2289 2298 rVB7 44892 64014 1.01% ©0.082%
52 16.545 2303 2305 2312 rVB5 8050 15055 0.24% 0.019%
53 16.828 2347 2353 2357 rBV6 12807 32619 0.51% 0.042%
54 17.039 2382 2389 2395 rBV 2422228 3346018 52.77%  4.293%
55 17.139 2400 2406 2414 rVV 3722014 5087632 80.23% 6.527%
56 17.222 2417 2420 2425 rVW4 44273 58764 ©.93% 0.075%
57 17.339 2435 2440 2444 rBV 58158 78417 1.24% 0.101%
58 17.386 2444 2448 2454 rBV 115895 133032 2.10% ©0.171%
59 17.557 2474 2477 2480 rVB5 7755 10124 0.16% 0.013%
60 17.716 2502 2504 2510 rBV7 9162 12775 0.20% 0.016%
61 17.816 2516 2521 2528 rBV3 79974 122322 1.93% ©.157%
62 17.945 2538 2543 2553 rBV 674264 1029859 16.24% @ 1.321%
63 18.369 2612 2615 2617 rBvV4 9167 7254 0.11% 0.009%
64 18.622 2655 2658 2661 rBv4 16367 17479 ©.28% 0.022%
65 18.663 2661 2665 2669 rvVv 47285 61066 ©.96% 0.078%
66 18.704 2669 2672 2678 rVB 114288 129045 2.04% 0.166%
67 18.886 2700 2703 2708 rVB5 23683 31907 ©.50% 0.041%
68 19.080 2731 2736 2738 rBV3 48802 72715 1.15% ©.093%
69 19.104 2738 2740 2747 rVV8 41049 72228 1.14% 0.093%
70 19.233 2757 2762 2772 rBV2 300703 455952 7.19% 0.585%
71 19.327 2775 2778 2783 rVB 43533 61732 ©.97% 0.079%
72 19.439 2791 2797 2806 rBV 4232054 5733489 90.42% 7.356%
73 19.510 2806 2809 2815 rVB4 51962 74013 1.17% 0.095%
74 19.792 2853 2857 2860 rBV 561153 617206 9.73% 0.792%
75 19.833 2860 2864 2869 rVB 1217259 1296865 20.45% 1.664%
76 19.969 2884 2887 2889 rBv4 33241 39914 0.63% 0.051%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100520\
Data File : BN012079.D

Acqg On : 06 Oct 2020 05:39
Operator : CG/JU

Sample : L4184-06

Misc :

ALS Vvial : 25 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\SOM-EPA-BN100220.M
Title : SVOA CALIBRATION

77 20.004 2891 2893 2897 rVB2 43649 46828 0.74% 0.060%
78 20.380 2951 2957 2963 rBV 325893 424905 6.70%  ©.545%
79 20.504 2976 2978 2982 rVB2 79811 70701 1.11% 0.091%
80 20.774 3020 3024 3026 rBV 204667 210005 3.31% ©0.269%
81 20.804 3026 3029 3034 rVB 440324 474551 7.48%  0.609%
82 20.963 3051 3056 3064 rBV 926037 1333471 21.03% 1.711%
83 21.239 3098 3103 3112 rBV 2915380 3693079 58.24% 4.738%
84 21.404 3128 3131 3134 rBV 143927 154753 2.44%  ©.199%
85 21.674 3174 3177 3180 rVB2 207279 214816  3.39% 0.276%
86 21.833 3201 3204 3211 rBV4 161915 258784  4.08%  0.332%
87 22.416 3299 3303 3310 rVB 534551 688879 10.86% 0.884%
88 23.304 3448 3454 3467 rVB 3378775 6341239 100.00%  8.136%
89 23.445 3472 3478 3485 rVB 2108660 3834045 60.46% 4.919%

Sum of corrected areas: 77945278
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100520\
Data File : BN@©12079.D

Acqg On : 06 Oct 2020 05:39
Operator : CG/JU

Sample : L4184-06

Misc :

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN100220.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BN012079.D
4000000

3500000
3000000
2500000

2000000

8.357 10.051

1500000 7.193 10
6.828 658 8.805 ¥Bs9

1000000 6.99 9.522

500000
o 3.193.469 3.911 4.640 6.65 2%Y57.718.969 9PE8.234 | 9.740 10.958
Tt 7 [T

Time--> 300 350 400 450 500 550 600 650 700 750 800 850 900 950 10.00 1050 11.00 11.50
Abundance TIC: BN012079.D

19.439

4000000 17.139

15.292
3500000

3000000 13.987

2500000 13.710 17.039

14.292
2000000

1500000
130751 4.492 15.410
1000000

500000

O12.022 126139848.193 4.204 /14.716134; 5¢ 5. P B8 E 38 it
T e e e e S e e e

Time--> 12.00 12,50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance TIC: BN012079.D
23.304

4000000
3500000 21.239
3000000 23.445
2500000
2000000

1500000

1000000

500000+Y-

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_N\Data\BN100520\
Data File : BN@©12079.D

Acqg On : 06 Oct 2020 05:39
Operator : CG/JU

Sample : L4184-06

Misc :

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN100220.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.270 3.35 ng/ul 290892 1,4-Dichlorobenzene-d4 7.657

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 90
2 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 83
3 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 56
4 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 47
5 2-Butanol, 3-methyl-, (S)- 88 C5H120 001517-66-4 47
Abundance Scan 728 (7.269 min): BN012079.D\data.ms (-724) (-) m/z 45.10 100.00%
4]:
5000 /\\
721 \\\‘\\\\‘\\\\‘\\\\’\\\\
7.00 7.20 7.40 7.60
1041
2069 m/z 59.e0 35.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15100: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 LI L L L I LA A B
7.00 7.20 7.40 7.60
72.0
m/z 72.10 25.07%
L
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #15098: Ethanol, 2-(2-ethoxyethoxy)-
45.0
A RaRRl SELI SISV
7.00 7.20 7.40 7.60
5000 m/z 43.00 15.62%
72.0
20 | | 1080 ase
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #44468: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]- R AREREE SRR
45.0 7.00 7.20 7.40 7.60
m/z 72.95 14.67%
5000
72.0
150, | 1| 1990 waso bty U e
m/z--> 20 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100520\
Data File : BN@©12079.D

Acqg On : 06 Oct 2020 05:39
Operator : CG/JU

Sample : L4184-06

Misc :

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN100220.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.950 6.16 ng/ul 1029860  Phenanthrene-d10 17.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
4 Tridecanoic acid 214 C13H2602 000638-53-9 87
5 Tetradecanoic acid 228 C14H2802 000544-63-8 83

Abundance Scan 2543 (17.945 min): BN012079.D\data.ms (-2538) (-  m/z 73.00 100.00%
43.0 73.0

5000
129.1

%

213.2
171 1 256.1 18.00

”’ m/Z 43.05 88.31%

o

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T T
18.00
97.0 o 2130 2560 m/z 60.00 83.71%
\’HH“}‘HH!H\H‘\\‘H\L\wh““\\‘”‘1‘\“\‘\\[HH’H\\‘H\\‘H\‘\‘HH‘\H!’HH’\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107548: n-Hexadecanoic acid
43.0 73.0
e
18.00
5000 256.0 m/Z 41.05 78.86%
129.0
213.0
WIS W
H Il W H‘ M‘H \H‘\ - \ " | |

m/z--> 20 40 60 80 100120140160180200220240260280

%

Abundance #107547: n-Hexadecanoic acid
43.0 73.0 18.00
m/z 55.10 77.21%
5000
129.0 2150 256.0
Ll g | o
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\BN100520\
Data File : BN@©12079.D

Acqg On : 06 Oct 2020 05:39
Operator : CG/JU

Sample : L4184-06

Misc :

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN100220.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.230 2.47 ng/ul 455952  Chrysene-di12 21.239
Hit# of 5 Tentative ID MW MolForm CASH# 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 98
5 Octadecanoic acid 284 C18H3602 000057-11-4 95

Abundance Scan 2762 (19.233 min): BN012079.D\data.ms (-2757) (- m/z 73.00 100.00%
73.0

5000 129.1

%

185.1 5412

19.00 19.50
m Bl L \“ \ 32‘68‘”“4‘1‘5‘ 1A% m/z 43.05 97.08%

i

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #131261: Octadecanoic acid
73.0
5000 129.0 e —
19.00 19.50
1.0

1850 m/z 57.05 78.63%
I -
| ” ‘i\ L

m/z--> 0 50 100 150 200 250 300 350 400 450

%

Abundance #131258: Octadecanoic acid
43.0
19.00 19.50
5000 129.0 ITI/Z 60.00 77 .89%
} 185.0 284.0
bl L
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #131262: Octadecanoic acid psspndfg Py
73.0 19.00 19.50

m/z 55.05 75.52%

129.0
5000 284.0

185.0

\‘m” } ‘\u L] .

m/z--> 0 50 100 150 200 250 300 350 400 450 19.00 19.50

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100520\
Data File : BN@©12079.D

Acqg On : 06 Oct 2020 05:39
Operator : CG/JU

Sample : L4184-06

Misc :

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN100220.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 unknown-01 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.790 3.34 ng/ul 617206  Chrysene-d12 21.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Lauric anhydride 382 C24H4603 000645-66-9 38
2 Lauric anhydride 382 C24H4603 000645-66-9 32
3 Fumaric acid, hexyl 3-hexyl ester 284 C16H2804 1000348-60-5 32
4 Lauric acid, 3,4-dichlorophenyl ... 344 C18H26C1202 1000357-92-7 27
5 Fumaric acid, cyclobutyl isohexy... 254 C14H2204 1000345-03-5 25

Abundance Scan 2857 (19.792 min): BN012079.D\data.ms (-2853) (-  m/z 43.00 100.00%

43.0
183.2
5000
98'1 T ‘ T T

“ \\‘ l 2272 285.1 < 19.50 20.00
ol ddlhuliarg | 2272 2851  387.1 414 ., 18329  56.49%
mlz--> 50 100 150 200 250 300 350 400
Abundance #203642: Lauric anhydride
188.0
5000 ‘
19.50 20.00
57.0 m/z 159.00  34.54%
\‘ \‘ J n\\ H m ‘ 227.0270.03120 3820
\1\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 50 100 150 200 250 300 350 400
Abundance #203643: Lauric anhydride
183.0
19 50 20 00
5000 ITI z 57.10 %

43.0
‘ 98.0
im0 | amoroo
mfz--> 50 100 150 200 250 300 350 400
Abundance #130923: Fumari i

ic acid, hexyl 3-hexyl ester
183.0 19 50 20 00

m/z 98.10  23.87%

5000
430 990
I h 1410 | 2270

m/z--> 50 100 150 200 250 300 350 400 19 50 20 00

SOM-EPA-BN100220.M Wed Oct 07 11:53:50 2020 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100520\
Data File : BN@©12079.D

Acqg On : 06 Oct 2020 05:39
Operator : CG/JU

Sample : L4184-06

Misc :

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN100220.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Eicosanoic acid, 2,3-bis(ac... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.830 7.02 ng/ul 1296870 Chrysene-d12 21.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosanoic acid, 2,3-bis(acetylo... 470 C27H5006 055429-67-9 50
2 Dodecanoic acid, 2-hydroxy-1-(hy... 274 C15H3004 001678-45-1 47
3 Dodecanoic acid, 2,3-dihydroxypr... 274 C15H3004 000142-18-7 35
4 Dodecanoyl chloride 218 C12H23Cl10 000112-16-3 32
5 Eicosanoic acid, 2-(acetyloxy)-1... 470 C27H5006 055429-68-0 14

Abundance Scan 2864 (19.833 min): BN012079.D\data.ms (-2860) (- m/z 43.00 100.00%

43.0
5000 183.2
98.1
H ‘ ‘ ‘ ‘ 2272 2851 19. 50 20 00
ol A d bl bl 220 2850 3951 4290 p/7 183.20  39.32%
mlz--> 50 100 150 200 250 300 350 400
Abundance #231045: Eicosanoic acid, 2,3-bis(acetyloxy)propyl ester
43.0
5000 159.0 [ ! '
19.50 20.00
98.0 o
m/z 159.10 37.95%
m/z--> 50 100 150 200 250 300 350 400
Abundance #122640: Dodecanoic acid, 2-hydroxy-1-(hydroxymethyl)c
43.0 88.0
19. 50 20 OO
5000 m/z 98.10  20.97%
2430
L
miz-> 50 100 150 200 250 300 350 400
Abundance #122635: Dodecanoic acid, 2,3-dihydroxypropyl ester
43.0 98.0 183.0 19. 50 20 00
' m/z 57.10 18.13%
5000
243.0
1l HM»\
m/z--> 50 100 150 200 250 300 350 400 19. 50 20 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100520\
Data File : BN@©12079.D

Acqg On : 06 Oct 2020 05:39
Operator : CG/JU

Sample : L4184-06

Misc :

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN100220.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 9-Octadecenamide, (Z)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

20.380 2.30 ng/ul 424905  Chrysene-di12 21.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 97
2 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 97
3 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 95
4 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 94
5 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 91

Abundance Scan 2957 (20.380 min): BN012079.D\data.ms (-2951) (- m/z 59.00 100.00%

59.0
5000
20‘06 ‘20‘50‘
207.0 : -
0 " LMH\H A w“w‘n ek oy P02 3411 4300 20 60 64.97%
mlz--> 50 100 150 200 250 300 350 400
Abundance #128447: 9-Octadecenamide, (Z)-
59.0
5000 - O
20.00 20.50
126.0 m/z 55.00 40.50%
2810
H\ ‘\H‘J\MH ‘T‘“\““\ h‘ “\\1\8\4\(‘)\2\34‘0\ 1T ‘ L ‘ L ‘ TTTT
m/z--> 50 100 150 200 250 300 350 400
Abundance #128446: 9-Octadecenamide, (Z2)-
59.0
— ——
20.00 20.50
5000 m/z 41.10 36.35%
‘ 125.0 281.0
\‘HMH; m‘m‘.‘ 47502200 C
miz--> 50 100 150 200 250 300 350 400
Abundance #128445: 9-Octadecenamide, (2)- — —
59.0 20.00 20.50
m/z 43.05 23.53%
h /J
126.0
L0 sse0 2o
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\BN100520\
Data File : BN@©12079.D

Acqg On : 06 Oct 2020 05:39
Operator : CG/JU

Sample : L4184-06

Misc :

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN100220.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Myristin, 2,3-diaceto-1- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.800 2.57 ng/ul 474551  Chrysene-di12 21.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Myristin, 2,3-diaceto-1- 386 C21H3806 014473-55-3 72
2 Myristin, 1,3-diaceto-2- 386 C21H3806 014290-23-4 38
3 Eicosanoic acid, 2,3-bis(acetylo... 470 C27H5006 055429-67-9 16
4 Eicosanoic acid, 2-(acetyloxy)-1... 470 C27H5006 055429-68-0 10
5 9-Octadecenoic acid (Z)-, 2-(ace... 440 C25H4406 055401-63-3 9
Abundance Scan 3029 (20.804 min): BN012079.D\data.ms (-3026) (-  m/z 43.10 100.00%
43.1
5000 159.0
211.2
98.0 = =
| ” | \ 2810 20.50 21.00
AU-«M“ bbb S 3969 4171 480 n7 159,00 41.36%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #205566: Myristin, 2,3-diaceto-1-
43.0
159.0
5000 P o
98.0 2110 20.50 21.00
m/z 211.20 30.09%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #205565: Myristin, 1,3-diaceto-2-
43.0 MA
el P
20.50 21.00
5000 159.0,11 0 m/z 98.85  22.88%
98.0
L ”“HM | PO TN PO <N
m/z--> 50 100 150 200 250 300 350 400 450 k
Abundance #231045: Eicosanoic acid, 2,3-bis(acetyloxy)propyl ester . /‘V’\ oy A
43.0 20.50 21.00
m/z 55.05 18.41%
5000 159.0
98.0
UL o200 .
m/z--> 50 100 150 200 250 300 350 400 450 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100520\
Data File : BN@©12079.D

Acqg On : 06 Oct 2020 05:39
Operator : CG/JU

Sample : L4184-06

Misc :

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN100220.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Heptadecyl heptafluorobutyrate Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
20.960 7.22 ng/ul 1333470 Chrysene-d12 21.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91
4 Eicosyl trifluoroacetate 394 C22H41F302 1000351-75-2 91
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 91

Abundance Scan 3056 (20.963 min): BN012079.D\data.ms (-3051) (- m/z 57.10 100.00%
57.1

5000
111.1

‘

‘ {11, 2070 28213432 41514751 21.00
o VH“M“““waw“H“H‘ S e m/z 43.10 88.25%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #227400: Heptadecy! heptafluorobutyrate
57.0
==

5000
111.0 21.00
m/z 55.10 82.24%

169.0
\\J\ ‘ilﬂ‘f1231804340
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #155046: 1-Heneicosanol
55.0
P
21.00
5000 111.0 m/z 83.05 79.14%
\h [l ll \‘\ } 1\167 0 266.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance  #220103: Heptafluorobutyric acid, pentadecyl ester P
57.0 21.00

m/z 69.05 71.35%

b

5000 111.0

‘} 169.0
‘h ‘ H‘H}ﬂ“l | 255.0 406.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.00

.
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100520\
Data File : BN@©12079.D

Acqg On : 06 Oct 2020 05:39
Operator : CG/JU

Sample : L4184-06

Misc :

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN100220.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Supraene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.420 3.59 ng/ul 688879  Perylene-d12 23.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 87
2 Squalene 410 C30H50 000111-02-4 87
3 Squalene 410 C30H50 000111-02-4 83
4 (.+/-.)-Lavandulol, pentafluorop... 300 C13H17F502 1000352-63-1 72
5 Squalene 410 C30H50 000111-02-4 72

Abundance Scan 3303 (22.416 min): BN012079.D\data.ms (-3299) (- m/z 69.05 100.00%

69.0
5000
‘v—v—v—v—y—v—v—v—r
22.50
Orri bl eﬂ‘ ! M . “29‘3‘%“‘25?7‘1‘”335‘ 14150 4911549, ./, g1.@5  48.44%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215928: Supraene
69.0
5000 1
22.50
m/z 41.05 27.73%
137.0
o liliy ], 203.0 273.0 341.0 410.0
\\\‘\ \\‘f!\\‘\\\\‘\\f\‘T\\\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215930: Squalene
69.0
—
22.50
5000 ITI/Z 95.10 14.87%
e “ ,|J 203.0 273.0 341.0 410.0
R o R e R e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215929: Squalene e
69.0 22.50
m/z 68.10 12.05%
5000
137.0
LA ﬂ 1) ‘ 203.0 273.0 341.0 410.0 N
e A e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100520\
Data File : BN012079.D

Acqg On : 06 Oct 2020 05:39
Operator : CG/JU

Sample : L4184-06

Misc :

ALS Vvial : 25 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN100220.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Ethanol, 2-(2-e... 7.270 3.4 ng/ul 290892 1 7.657 1738510 20.0
n-Hexadecanoic ... 17.950 6.2 ng/ul 1029860 4 17.039 3346020 20.0
Octadecanoic acid 19.230 2.5 ng/ul 455952 5 21.239 3693080 20.0
unknown-01 19.790 3.3 ng/ul 617206 5 21.239 3693080 20.0
Eicosanoic acid... 19.830 7.0 ng/ul 1296870 5 21.239 3693080 20.0
9-Octadecenamid... 20.380 2.3 ng/ul 424905 5 21.239 3693080 20.0
Myristin, 2,3-d... 20.800 2.6 ng/ul 474551 5 21.239 3693080 20.0
Heptadecyl hept... 20.960 7.2 ng/ul 1333470 5 21.239 3693080 20.0
Supraene 22.420 3.6 ng/ul 688879 6 23.445 3834050 20.0
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