LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101821\
Data File : BP0OO7504.D

Acqg On : 19 Oct 2021 22:44
Operator : CG/JU

Sample : M4196-13

Misc :

ALS Vvial : 56 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_P\METHODS\SFAM-EPA-BP101421.M
Title : SVOA CALIBRATION

Signal : TIC: BP@O7504.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.381 12 16 23 rVB 48824 63991 1.42% 0.111%
2 3.646 58 61 73 rBV 70129 108295 2.41% 0.187%
3 3.793 83 86 98 rBV 626405 897412 19.95% 1.551%
4 4.040 125 128 134 rVB2 12863 17391 0.39% 0.030%
5 4.134 139 144 148 rBV 14559 21432 0.48% 0.037%
6 4.222 157 159 164 rVB6 6316 7568 0.17% 0.013%
7 4.505 203 207 210 rBV6 4475 5821 ©.13% 0.010%
8 5.052 296 300 306 rvVB3 9460 15407 0.34% 0.027%
9 5.216 325 328 334 rBVS8 3510 5863 0.13% 0.010%
106 5.269 334 337 341 rBV 10520 14262 0.32% 0.025%
11 5.646 398 401 409 rVB9 5559 11452 0.25% 0.020%
12 6.011 455 463 467 rBV4 38386 71745 1.59% 0.124%
13 6.152 486 487 494 rVB7 3310 4970 0.11% 0.009%
14 6.328 514 517 524 rVB8 6253 11001 0.24% 0.019%
15 6.940 617 621 626 rBV6 7666 14139 0.31% 0.024%
16 7.110 643 650 657 rBV 786462 1223973 27.21% 2.115%
17 7.281 671 679 692 rVB 618011 998172 22.19% 1.725%
18 7.481 706 713 720 rVW 767978 1224331 27.21% 2.116%
19 7.557 723 726 735 rVB2 9196 16474 0.37% 0.028%
20 7.952 785 793 802 rBV 836466 1342041 29.83% 2.319%
21 8.022 802 805 810 rVB6 7074 9670 0.21% 0.017%
22 8.516 884 889 896 rBV7 7908 14878 0.33% 0.026%
23 8.657 906 913 925 rBV 1004799 1578861 35.09% 2.729%
24 9.110 982 990 998 rBV 697941 1133975 25.21% 1.960%
25 9.287 1014 1020 1028 rBV9 11931 24559 0.55% 0.042%
26 9.581 1065 1070 1075 rVB6 5660 8520 0.19% 0.015%
27 9.834 1106 1113 1120 rBV 521136 860445 19.13% 1.487%
28 10.069 1150 1153 1157 rVB6 4893 6943 0.15% 0.012%
29 10.169 1166 1170 1177 rVB9 6875 13065 0.29% 0.023%
30 10.375 1197 1205 1219 rBV 956562 1580621 35.13% 2.732%

31 10.540 1225 1233 1246 rBV 238409 384025 8.54%
32 10.757 1261 1276 1279 rVB 1124988 1933787 42.98%
33 10.887 1285 1292 1303 rBV 890323 1533708 34.09%

OO NWO
[9)]
w1
=
S

34 11.163 1335 1339 1342 rBV6 4498 6485 0.14% 011%
35 11.551 1400 1405 1412 rVB9S 6497 12048 0.27% 021%
36 11.645 1416 1421 1426 rVW5 19525 32250  0.72% 0.056%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101821\
Data File : BP0OO7504.D

Acqg On : 19 Oct 2021 22:44
Operator : CG/JU

Sample : M4196-13

Misc :

ALS Vvial : 56 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_P\METHODS\SFAM-EPA-BP101421.M
Title : SVOA CALIBRATION
37 11.710 1429 1432 1438 rVB8 5125 9412 0.21% 0.016%
38 12.345 1532 1540 1546 rBV 18307 33232 0.74% 0.057%
39 12.557 1572 1576 1579 rBV6 2716 4511 0.10% ©0.008%
40 12.916 1634 1637 1641 rVB5 4486 6342 0.14% 0.011%
41 12.969 1641 1646 1650 rBV6 6713 13910 ©.31% 0.024%
42 13.210 1683 1687 1691 rBV5 8380 12858 0.29% 0.022%
43 13.334 1703 1708 1711 rBV7 3169 4837 ©0.11% ©.008%
44 13.428 1721 1724 1729 rBV7 3459 4996 ©0.11% ©0.009%
45 13.498 1732 1736 1741 rVB6 10787 17401 0.39% ©0.030%
46 13.557 1743 1746 1752 rVB7 7080 11110 0.25% 0.019%
47 13.792 1782 1786 1791 rVB7 6410 7708 0.17% 0.013%
48 13.998 1814 1821 1827 rBV 1587968 2184951 48.57% 3.776%
49 14.281 1857 1869 1878 rBV 1870218 2741774 60.94%  4.738%
50 14.504 1903 1907 1910 rVB6 4054 4639 0.10% ©0.008%
51 14.587 1914 1921 1930 rBV 1730182 2624137 58.33% 4.535%
52 14.769 1943 1952 1965 rBV 710250 1061793 23.60% 1.835%
53 15.004 1986 1992 1996 rBV7 16165 23902 0.53% 0.041%
54 15.069 1999 2003 2006 rVB5 4863 7069 0.16% 0.012%
55 15.234 2026 2031 2038 rBV5 5035 10691 0.24% ©0.018%
56 15.404 2054 2060 2065 rBV5 11356 20396  0.45% 0.035%
57 15.457 2067 2069 2074 rVB6 5402 6311 0.14% 0.011%
58 15.581 2081 2090 2101 rBV 2381120 3407993 75.75% 5.890%
59 15.692 2103 2109 2118 rBV 429645 593956 13.20% 1.026%
60 15.822 2127 2131 2138 rVB2 29692 43706 0.97% 0.076%
61 16.028 2161 2166 2170 rBV8 7227 13390 ©0.30% 0.023%
62 16.145 2182 2186 2192 rVB9 5105 10439 0.23% 0.018%
63 16.251 2198 2204 2205 rBV6 5702 7627 0.17% 0.013%
64 16.386 2222 2227 2232 rVB9 10244 16996 ©.38% 0.029%
65 16.486 2239 2244 2248 rBV7 5968 10727 ©.24% 0.019%
66 16.598 2260 2263 2269 rVB5 5300 7652 0.17% 0.013%
67 16.739 2285 2287 2293 rVB6 7773 10586 ©.24% ©0.018%
68 17.022 2333 2335 2339 rVB5 4770 4942 0.11% 0.009%
69 17.098 2345 2348 2349 rBV3 7316 6751 0.15% 0.012%
70 17.128 2349 2353 2357 rVB3 11517 17839 0.40% 0.031%
71 17.339 2381 2389 2398 rBV 2221046 3210198 71.35%  5.548%
72 17.439 2399 2406 2415 rBV2 2589786 3654432 81.23% 6.316%
73 17.533 2418 2422 2427 rVB7 24202 38311 0.85% 0.066%
74 17.716 2450 2453 2454 rBV3 4778 5278 ©.12% 0.009%
75 18.022 2501 2505 2512 rVB 32501 48385 1.08% ©.084%

76 18.233 2536 2541 2548 rBV 238382 324311 7.21% ©.560%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101821\
Data File : BP0OO7504.D

Acqg On : 19 Oct 2021 22:44
Operator : CG/JU

Sample : M4196-13

Misc :

ALS Vvial : 56 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_P\METHODS\SFAM-EPA-BP101421.M
Title : SVOA CALIBRATION

77 18.304 2551 2553 2560 rVB 16386 25189 ©.56% 0.044%
78 19.010 2671 2673 2677 rVB5 10594 10852 ©.24% 0.019%
79 19.098 2683 2688 2703 rBV 285290 458774 10.20% 0.793%
80 19.251 2710 2714 2718 rBV2 38982 49718 1.11% ©0.086%
81 19.322 2722 2726 2729 rBV2 60738 94421 2.10% ©.163%
82 19.351 2729 2731 2743 rVB5 47040 89046 1.98% 0.154%
83 19.469 2747 2751 2757 rBV 114834 146246 3.25% 0.253%
84 19.616 2773 2776 2779 rW 44955 42747 0.95% 0.074%
85 19.669 2780 2785 2790 rVV 3227662 4406222 97.94% 7.615%
86 19.710 2790 2792 2804 rVB 95666 148481 3.30% ©.257%
87 20.386 2903 2907 2919 rBV 361533 641853 14.27% 1.109%
88 20.574 2933 2939 2947 rBV 699408 923855 20.53% 1.597%
89 21.145 3032 3036 3046 rBV 409586 588980 13.09% 1.018%
90 21.427 3079 3084 3089 rBV 2865667 3758119 83.53% 6.495%
91 22.351 3238 3241 3246 rVB 248649 317735 7.06%  ©.549%
92 22.568 3273 3278 3292 rBV 1337389 2238990 49.77%  3.869%
93 23.715 3466 3473 3483 rVB2 2184315 4498992 100.00% 7.775%
94 23.874 3494 3500 3510 rVB2 1894013 3968751 88.21% 6.859%

Sum of corrected areas: 57864050
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101821\
Data File : BP0OO7504.D

Acqg On : 19 Oct 2021 22:44
Operator : CG/JU

Sample : M4196-13

Misc :

ALS Vvial : 56 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP0O07504.D\data.ms

3000000
2500000
2000000

1500000

6657 10.757
1000000 ' 10.375 1 gg7

7.1107.481 7952

3.793 7081 9.110

9.834
500000
0.540

0-383-64 4404322505 5.082269 5.646 63116328  6.94 557 8l022 8.51, 9.2879.581]\1(10% |1\ 111631 15250
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 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: BP0O07504.D\data.ms

19.669
3000000

17.439

2500000 15.581
17.339

2000000 14.281
14.587
13.998

1500000

1000000
4.769

500000 15.692

18.233
4.504 || 155)08! -4 BPaR A B BIALD $3¥118.025,304

s R e e e e

Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 1650 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance TIC: BP0O07504.D\data.ms
21.427

3000000

2500000

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_P\Data\BP101821\
Data File : BP0OO7504.D

Acqg On : 19 Oct 2021 22:44
Operator : CG/JU

Sample : M4196-13

Misc :

ALS Vvial : 56 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.M

Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.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-butoxyethoxy)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.540 3.97 ng/ul 384025 Naphthalene-d8 10.757
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, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
5 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
Abundance Scan 1233 (10.540 min): BPO07504.D\data.ms (-1225) (- m/z 57.10 100.00%
57.1
5000 JL
T \
‘ \ 132.0 10.50
ol kLI 320 2079 2809 356.0417.04747542.C 1/, 45 05  88.71%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38404: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 1
1050
’ 41.05 34.69%
O‘\\I\l ‘!Iinfml!l\g!
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
1050
5000 m/z 75.05 20.55%
0‘1 F I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38400: Ethanol, 2-(2-butoxyethoxy)- — ‘
45.0 10.50
56.10 15.63%
- \__/JU/\\
' 132.0
o_w“!IA"‘A\L‘u‘H_‘H‘HH‘HH_‘H_Mw_ww_

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101821\
Data File : BP@@7504.D

Acqg On : 19 Oct 2021 22:44

Operator : CG/JU

Sample : M4196-13

Misc :

ALS Vvial : 56 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.M
: SVOA CALIBRATION

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 7

R.T. EstConc Area Relative to ISTD R.T.
18.233 2.02 ng/ul 324311  Phenanthrene-d10 17.339
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 95
4 Tridecanoic acid 214 C13H2602 000638-53-9 93
5 Pentadecanoic acid 242 C15H3002 001002-84-2 90

Abundance Scan 2541 (18.233 min): BPO07504.D\data.ms (-2536) (-  m/z 73.00 100.00%

73.0
5000
213.2
T —
“’ \ \ 18.00 18.50
Ol AL “H,‘CM_m??‘1‘93“‘9‘9‘40‘2‘?“‘499‘5‘5““?" m/z 59.95 84.25%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
43.0
256.0
5000 —— —
129.0 18.00 18.50
m/z 43.05 72.32%
O‘\\\‘““ ij"%“!“\’\}?ﬂnb\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
S —
18.00 18.50
5000 129.0 m/z 57.05 67.32%
“ 213.0
[ — ‘l“i‘“\"w,\”“\ww\w_m_ww_m‘w_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143507: n-Hexadecanoic acid T T
43.0 18.00 18.50
m/z 55.10 65.40%
5000
129.0 256.0
o_“« l‘u “‘H'{‘“\“H,‘JrgwM\HH‘m‘wwm‘w_uw e ———
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101821\
Data File : BP0OO7504.D

Acqg On : 19 Oct 2021 22:44
Operator : CG/JU

Sample : M4196-13

Misc :

ALS Vvial : 56 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.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 13-Hexyloxacyclotridec-10-e... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

19.098 2.86 ng/ul 458774  Phenanthrene-d10 17.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Hexyloxacyclotridec-10-en-2-one 280 C18H3202 127062-51-5 96
2 13-Hexyloxacyclotridec-10-en-2-one 280 C18H3202 127062-51-5 95
3 Pimeclone 195 C12H21NO 000534-84-9 47
4 N-[(3-Ethylisoxazol-5-yl)methyl]... 373 C20H27N304 1000482-49-0 47
5 2,4-Benzoxazin-1-one, 2-[2-(1-pi... 258 C15H18N202 1000192-63-8 47

Abundance Scan 2688 (19.098 min): BPO07504.D\data.ms (-2683) (- m/z 98.05 100.00%

98.0
5000
=

T
M i H ||| u‘\ u|

A TT339.0 4290 4976y 55,05 43.92%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #173593: 13-Hexyloxacyclotridec-10-en-2-one
98.0

o

5000 T —
19.00 19.50
m/z 67.10 37.26%
H 166.0 2800
O‘\\3%‘."\L‘!'\J“"h!ﬂ\h\l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #173591: 13-Hexyloxacyclotridec-10-en-2-one
98.0
- —
19.00 19.50
5000 ITI/Z 41.10 34.11%
‘ 166.0 280.0
o AL
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #70287: Pimeclone 7 ‘
98.0 19.00 19.50

m/z 54.05 30.69%

5000 J\v\_‘
0 ng I IJ\ 195.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101821\
Data File : BP0OO7504.D

Acqg On : 19 Oct 2021 22:44
Operator : CG/JU

Sample : M4196-13

Misc :

ALS Vvial : 56 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.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 Ricinoleic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
20.386 3.42 ng/ul 641853  Chrysene-d12 21.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ricinoleic acid 298 C18H3403 000141-22-0 80
2 9-Octadecenoic acid, 12-hydroxy- 298 C18H3403 007431-95-0 74
3 Oxacyclotetradecan-2-one, 14-met... 226 C14H2602 027198-63-6 72
4 Ricinoleic acid 298 (C18H3403 000141-22-0 52
5 9-Octadecenoic acid, 12-hydroxy-... 312 C19H3603 000141-24-2 50

Abundance Scan 2907 (20.386 min): BPO07504.D\data.ms (-2903) (-  m/z 55.05 100.00%

55.0
5000
241 = ——
\’ lﬂ 2070 5, 20.00 20.50
ob bbbl | oo 2831343.1400.6 47605384 1/ 97,05  44.86%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #197150: Ricinoleic acid
55.0
5000 = —

20.00 20.50
m/z 98.05 44.82%

\‘L hl"""‘““lhl‘\\‘ !\\\‘2\\8\0\(‘)\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #197153: 9-Octadecenoic acid, 12-hydroxy-
55.0

o

20.00 20.50
5000 166.0 m/z 69.05 39.01%
OMML 722020
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #106938: Oxacyclotetradecan-2-one, 14-methyl- - ——
55.0 20.00 20.50
m/z 41.05 31.33%
5000
‘ 401820
AN 1111 O S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50

SFAM-EPA-BP101421.M Fri Oct 22 14:30:21 2021 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101821\
Data File : BP0OO7504.D

Acqg On : 19 Oct 2021 22:44
Operator : CG/JU

Sample : M4196-13

Misc :

ALS Vvial : 56 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.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 9-Octadecenamide, (Z)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.574 4.92 ng/ul 923855  Chrysene-d12 21.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 98
2 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 94
3 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 91
4 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 87
5 Dodecanamide 199 C12H25NO 001120-16-7 59

Abundance Scan 2939 (20.574 min): BPO07504.D\data.ms (-2933) (- m/z 59.00 100.00%
59.0

f%

5000
‘ \
‘ ‘ 20.50
oLl ‘H“U“}a“m 42070, 2811 355.1 429.0489.0547 /7 73 00  68.45%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
5000 — :
20.50
‘ m/z 55.05 40.04%
O\‘\d\\‘ H\\\m\m}l\“\h\%"}\8\4\‘0\\\\‘2\\8\].\(‘)\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #174776: 9-Octadecenamide, (Z)-
59.0
—
20.50
5000 ITI/Z 41.10 30.77%
‘ 126.0 281.0
0 m‘"“ ‘Hm‘m}!“"hwHw u?_ul‘_‘waw_m,w,‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #174777: 9-Octadecenamide, (2)- —
59.0 20.50
m/z 43.10 23.63%
5000
' 126.0
281.0
ol gose @0 )
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101821\

Library Search Compound Report

Data File : BP@@7504.D

Acqg On : 19 Oct 2021 22:44
Operator : CG/JU

Sample : M4196-13

Misc :

ALS Vvial : 56

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.M
: SVOA CALIBRATION

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 1-Heneicosanol Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
21.145 3.13 ng/ul 588980  Chrysene-di2 21.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
3 1-Tetracosene 336 C24H48 010192-32-2 94
4 2- Chloropropionic acid, octadec... 360 C21H41Cl102 088104-31-8 94
5 Behenic alcohol 326 C22H460 000661-19-8 94

Abundance Scan 3036 (21.145 min): BPO07504.D\data.ms (-3032) (-  m/z 57.05 100.00%
57.0

%

5000
5.1
‘ 7.0 4014 21.00 21.50
oA Hw\u!‘mH‘km"?H_‘?"?‘7‘94‘1‘99_"7?%?‘?4‘7‘ m/z 83.10 93.03%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosano
53.0
5000 = -
21.00 21.50
{ 1P5.0 m/z 55.10 89.96%
0 J‘M h ‘\ I .1960 266.0
‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester
57.0

B

21.00 21.50
5000 m/z 97.05 84.70%

5.0
i ‘\ 210.0 406.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

o

%

Abundance #244230: 1-Tetracosene
55.0 21.00 21.50
m/z 69.05 80.46%
5000
125.0
336.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101821\
Data File : BP0OO7504.D

Acqg On : 19 Oct 2021 22:44
Operator : CG/JU

Sample : M4196-13

Misc :

ALS Vvial : 56 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.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 13-Docosenamide, (Z)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
22.569 11.92 ng/ul 2238990 Chrysene-d12 21.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 98
2 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 93
3 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 83
4 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 72
5 Palmitoleamide 253 C16H31NO 106010-22-4 58

Abundance Scan 3278 (22.568 min): BPO07504.D\data.ms (-3273) (- m/z 59.00 100.00%
59.0

—

5000
=T T
d“‘126.1184-2 294.3 22.50
ob - AbALL, 1842 29433881 431049035481 /. 75,16 72.51%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #245085: 13-Docosenamide, (Z)-
59.0
5000 7 T

22.50
m/z 55.10 51.28%

126.0
! \H‘ “ lm Jh I“ xh A 240.0 337.0

O\\\f‘f\\‘T!\!‘\\1\‘\f\f‘\\\\‘\}\1‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #174777: 9-Octadecenamide, (Z2)-
59.0
T 1 \
22.50
5000 ITI/Z 43.10 31.49%
126.0
281.0
- Nﬂ\‘mum{l!““‘w‘lJ}ﬁf'lR‘m‘m,‘HWH_MWWW
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #174775: 9-Octadecenamide, (2)- —
59.0 22.50
m/z 41.05 30.83%
- R/JL
126.0
ol ee0 o _J
m/z--> 0 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_P\Data\BP101821\
Data File : BP0OO7504.D

Acqg On : 19 Oct 2021 22:44
Operator : CG/JU

Sample : M4196-13

Misc :

ALS Vvial : 56 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.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... 10.540 4.0 ng/ul 384025 2 10.757 1933790 20.0
n-Hexadecanoic ... 18.233 2.0 ng/ul 324311 4 17.339 3210200 20.0
13-Hexyloxacycl... 19.098 2.9 ng/ul 458774 4 17.339 3210200 20.0
Ricinoleic acid 20.386 3.4 ng/ul 641853 5 21.427 3758120 20.0
9-Octadecenamid... 20.574 4.9 ng/ul 923855 5 21.427 3758120 20.0
1-Heneicosanol 21.145 3.1 ng/ul 588980 5 21.427 3758120 20.0
13-Docosenamide... 22.569 11.9 ng/ul 2238990 5 21.427 3758120 20.0

SFAM-EPA-BP101421.M Fri Oct 22 14:30:23 2021 12



