LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101821\
Data File : BP0@7494.D

Acqg On : 19 Oct 2021 15:21
Operator : CG/JU

Sample : M4196-05

Misc :

ALS Vvial : 43 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@@7494.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  3.375 11 15 22 rVB 37375 54876 1.01% 0.094%
2 3.652 59 62 67 rBV 19628 30090 0.55% 0.051%
3 3.799 84 87 98 rBV 176888 254405 4.68% 0.434%
4 4.040 125 128 133 rVB2 13631 16663 0.31% 0.028%
5 4.134 140 144 147 rBV 10268 14420 0.27% 0.025%
6 5.058 297 301 306 rVB2 12109 17818 ©0.33% 0.030%
7 5.652 399 402 407 rBV6 3637 5436 ©0.10% 0.009%
8 6.016 459 464 466 rBv6 10378 18234 0.34% 0.031%
9 6.334 514 518 523 rVB7 7177 12135 0.22% 0.021%
106 6.946 618 622 630 rVB1O 5895 13653 ©0.25% 0.023%
11 7.116 644 651 660 rBV 913355 1412104 26.00% 2.410%
12 7.281 673 679 690 rVB 662191 1065738 19.62% 1.819%
13 7.487 705 714 722 rBV 880308 1406990 25.91% 2.402%
14 7.563 724 727 730 rBv4 5375 6965 0.13% 0.012%
15 7.957 788 794 801 rVW 675319 1055008 19.43% 1.801%
16 8.028 802 806 810 rVB3 6899 9853 0.18% 0.017%
17 8.663 904 914 924 rBV 1128516 1828682 33.67% 3.121%
18 9.110 983 990 997 rBV 820147 1339635 24.67% 2.287%
19 9.287 1017 1020 1025 rVB7 5924 8897 0.16% 0.015%
20 9.581 1063 1070 1077 rBV1e 6732 14525 ©.27% 0.025%
21  9.840 1105 1114 1123 rBV 636408 1061597 19.55% 1.812%
22 10.381 1198 1206 1214 rBV 1092965 1843817 33.95% 3.147%
23 10.546 1227 1234 1245 rBV 210017 345583 6.36% 0.590%
24 10.763 1263 1271 1280 rBV 876938 1502970 27.67% 2.565%
25 10.893 1284 1293 1303 rBV 1074042 1779093 32.76% 3.037%
26 11.128 1328 1333 1338 rBV9 2451 7128 0.13% 0.012%
27 11.557 1401 1406 1415 rVB10O 8525 16390 0.30% ©0.028%
28 12.287 1526 1530 1536 rVVé6 4819 8695 0.16% 0.015%
29 12.345 1536 1540 1547 rVB3 18899 30701 0.57% 0.052%
30 12.557 1573 1576 1581 rBV5 3922 6480 0.12% 0.011%
31 12.963 1640 1645 1648 rBV6 5802 8232 0.15% 0.014%
32 13.216 1684 1688 1692 rVB6 7356 10199 0.19% 0.017%
33 13.439 1722 1726 1731 rVB7 5672 8691 0.16% 0.015%
34 13.498 1731 1736 1743 rBV9 8477 170635 0.31% 0.029%
35 13.563 1743 1747 1752 rVB6 6309 11517 0.21% 0.020%
36 13.934 1803 1810 1815 rBV8 16182 32862 0.61% 0.056%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101821\
Data File : BP0@7494.D

Acqg On : 19 Oct 2021 15:21
Operator : CG/JU

Sample : M4196-05

Misc :

ALS Vvial : 43 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 14.004 1815 1822 1836 rVB 1797720 2592327 47.73%  4.425%
38 14.175 1848 1851 1856 rVB7 5486 7078 0.13% 0.012%
39 14.286 1858 18760 1878 rBV 2111003 3232330 59.52% 5.517%
40 14.592 1915 1922 1935 rVB 1361167 2038107 37.53%  3.479%
41 14.775 1945 1953 1966 rBV 910663 1304716 24.02%  2.227%
42 15.004 1989 1992 1997 rVB5 17472 24554  0.45% 0.042%
43 15.263 2029 2036 2042 rBV7 7713 17056 0.31% 0.029%
44 15.404 2055 2060 2065 rBV5 7841 14534 0.27% 0.025%
45 15.463 2066 2070 2074 rVB5 4063 6818 ©0.13% 0.012%
46 15.586 2084 2091 2102 rVB 2683308 3936959 72.49% 6.720%
47 15.692 2103 2109 2120 rBV 491382 711357 13.10% 1.214%
48 15.828 2127 2132 2138 rVB2 33183 49925 0.92% ©0.085%
49 15.957 2150 2154 2155 rBv4 5037 6211 0.11% 0.011%
50 16.033 2163 2167 2172 rVB8 5612 9109 0.17% 0.016%
51 16.151 2181 2187 2193 rBVS8 4689 9668 ©0.18% 0.017%
52 16.269 2204 2207 2213 rVWW7 6913 10450 0.19% 0.018%
53 16.386 2221 2227 2231 rVB9 8364 16743 0.31% 0.029%
54 16.751 2286 2289 2293 rVB6 8151 9957 0.18% 0.017%
55 17.022 2331 2335 2337 rBV5 5678 6911 0.13% 0.012%
56 17.133 2345 2354 2357 rBv4 12516 25672 0.47% 0.044%
57 17.345 2383 2390 2399 rVB 1737326 2483820 45.73%  4.240%
58 17.445 2400 2407 2417 rVV 2994657 4239759 78.07% 7.237%
59 17.539 2418 2423 2427 rW5 27771 46133 0.85% 0.079%
60 17.580 2427 2430 2436 rVB5 21684 32223 0.59% ©.055%
61 17.886 2478 2482 2485 rBV5 4769 8577 0.16% 0.015%
62 18.027 2502 2506 2512 rBV 32521 43757 0.81% 0.075%
63 18.239 2537 2542 2551 rBV 308193 430459 7.93% ©.735%
64 19.098 2684 2688 2697 rBV 144753 214397 3.95% ©.366%
65 19.251 2711 2714 2719 rBV2 37565 49773 0.92% ©0.085%
66 19.327 2722 2727 2729 rBV3 119247 157558 2.90% 0.269%
67 19.357 2729 2732 2744 rVV2 145561 306476 5.64% ©.523%
68 19.469 2747 2751 2762 rVV 255595 386816 7.12% ©.660%
69 19.604 2770 2774 2775 rBV2 77966 96778 1.78% 0.165%
70 19.674 2781 2786 2791 rBV 3866871 5175601 95.30%  8.834%
71 19.821 2808 2811 2818 rVB3 55929 78978 1.45% ©.135%
72 20.392 2903 2908 2920 rBV 603900 1031913 19.00% 1.761%
73 20.580 2934 2940 2948 rBV 565594 730508 13.45%  1.247%
74 21.151 3033 3037 3042 rBV 371589 497105 9.15% ©0.848%
75 21.427 3079 3084 3091 rBV 2159855 2931763 53.98% 5.004%
76 22.357 3239 3242 3248 rVB2 237834 306761 5.65% ©.524%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101821\
Data File : BP0@7494.D

Acqg On : 19 Oct 2021 15:21
Operator : CG/JU

Sample : M4196-05

Misc

ALS Vvial : 43 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 22.574 3274 3279 3291 rBV3 664770 1236790 22.77% @ 2.111%
78 23.168 3377 3380 3386 rVB2 142762 215185 3.96% ©.367%

79 23.727 3468 3475 3485 rVB2 2659874 5431057 100.00% 9.270%
80 23.880 3495 3501 3512 rVB2 1444498 3147251 57.95% 5.372%

Sum of corrected areas: 58587037
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101821\
Data File : BP0O@7494.D

Acqg On : 19 Oct 2021 15:21
Operator : CG/JU

Sample : M4196-05

Misc :

ALS Vvial : 43 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 .
4000000 TIC: BP0O07494.D\data.ms

3500000
3000000
2500000
2000000

1500000

8.663 10.381 10.893
1000000 7.116 7.487 9.110 10.7
7281  7.957 9.840

500000
3.799 0.54
o -378.652 40434 5.058  5.6526.0166.334 __ 6.94 563 §l028 9.28M.581 A J1]111.12811.557
‘ ‘ T T ‘

Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance TIC: BP007494.D\data.
4000000 aa.ms 19.674

3500000
17.445
3000000
15.586

2500000
14.286
2000000 14.004 17.345

1500000 14.592

1000000 4.775
15.692

500000

0 122284555712.963. 21183389831 3.9B4. 1 15.008; SPRERRAGCTRA 6. 7371028311 5517 18862 :
L B e e e e L B e e e e e L e e e e L LA e e e |

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance : . .
4000000 TIC: BP0O07494.D\data.ms

3500000
23.727

3000000
2500000 21427
2000000 23.880

1500000

1000000

500000

0 \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 2500 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 : BP0O@7494.D

Acqg On : 19 Oct 2021 15:21
Operator : CG/JU

Sample : M4196-05

Misc :

ALS Vvial : 43 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 4
R.T. EstConc Area Relative to ISTD R.T.
10.546 4.60 ng/ul 345583  Naphthalene-d8 10.763
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 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 72
4 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 72
5 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 72

Abundance Scan 1234 (10.546 min): BP007494.D\data.ms (-1227) (- m/z 57.10 100.00%

57.1
5000
1

10.50
132.0 ‘
ol m‘!u“’u‘h e 20012670 8427 421.2 4889548, /7 44.95  89.42%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
87.0
5000 T T
10 50

41.05 34.03%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0

o

1050
5000 m/z 75.00 20.76%
ol‘mwzc’,,,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10091: Ethylene glycol monoisobutyl ether ‘
57.0 10 50

m/z 86.95 15.02%

0 “H\w“ 18.0 /\M

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 1050
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101821\
Data File : BP0O@7494.D

Acqg On : 19 Oct 2021 15:21
Operator : CG/JU

Sample : M4196-05

Misc :

ALS Vvial : 43

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

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

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 5

R.T. EstConc Area Relative to ISTD R.T.
18.239 3.47 ng/ul 430459  Phenanthrene-d10 17.345
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 97
5 Tetradecanoic acid 228 C14H2802 000544-63-8 93

Abundance Scan 2542 (18.239 min): BP007494.D\data.ms (-2537) (-

m/z 73.00 100.00%

73.0
5000
213.2
e —
HHF H \ 18.00 18.50
oA H‘HMWmJH‘2*‘3‘1‘?"3?""‘941‘5“2“‘“7‘5”3_‘54‘2? m/z 59.95 83.98%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 L T
18.00 18.50
“ 213.0 m/z 43.05 73.90%
O‘\\\‘ \L"!H“}\l‘\\\!\\“\\‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
430 256.0
—r —
18.00 18.50
5000 ITI/Z 57.10 70.11%
129.0
ATt
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid R e
43.0 18.00 18.50
m/z 55.10 63.85%
5000 256.0
129.0
oL e
et A A e e e e e e : : ‘ :

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 : BP0O@7494.D

Acqg On : 19 Oct 2021 15:21
Operator : CG/JU

Sample : M4196-05

Misc :

ALS Vvial : 43 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 (Z)-Tetradec-11-en-1-yl 2,2... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

19.357 2.47 ng/ul 306476  Phenanthrene-d10 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (zZ)-Tetradec-11-en-1-yl 2,2,3,3,... 358 C17H27F502 1000385-85-5 91
2 9-Octadecenoic acid 282 (C18H3402 002027-47-6 91
3 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 90
4 Oleyl alcohol, trifluoroacetate 364 C20H35F302 1000352-68-4 87
5 Oleic Acid 282 C18H3402 000112-80-1 70

Abundance Scan 2732 (19.357 min): BP007494.D\data.ms (-2729) (- m/z 55.00 100.00%

55.0
5000
P P
) Hﬂ il M | H’ \ 3561 4201 5350 o o2
o_HJ_‘H"H\"“wuwwHJ"w_wwwww m/z 69.10  77.73%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #267489: (Z)-Tetradec-11-en-1-yl 2,2,3,3,3-pentafluoropr
55.0
5000 . —
19.00 19.50
1{190 m/z 41.10  69.42%
358.0
O‘\\\!M#W f‘\[‘l’\l\IW‘ \%\9\4‘\0\\\‘2\7\:3\\()‘\\1\‘l\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176210: 9-Octadecenoic acid
55.0
P P
19.00 19.50
5000 264.0 m/z 83.05  63.45%
MU T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176223: 9-Octadecenoic acid, (E)- — ——
55.0 19.00 19.50
m/z 97.05 55.34%
5000
264.0
e 1 LN
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 : BP0O@7494.D

Acqg On : 19 Oct 2021 15:21
Operator : CG/JU

Sample : M4196-05

Misc :

ALS Vvial : 43

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 4 Octadecanoic acid Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
19.469 2.64 ng/ul 386816  Chrysene-di12 21.433
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 98
4 Octadecanoic acid 284 C18H3602 000057-11-4 95
5 Octadecanoic acid 284 C18H3602 000057-11-4 95

Abundance Scan 2751 (19.469 min): BPO07494.D\data.ms (-2747) (- m/z 73.00 100.00%

185.2 —
‘ HH \ 4. w550 19.50
0 b h“wuﬁnm‘_mmu‘m“mf"‘l“?:‘?wﬁl“?:?‘w m/z 57.10 81.47%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 -
185.0 19.50
" m/z 43.10 80.97%
()l ’ ’h\”\h\\‘“\\\\“\HL\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid
43.0
——
19.50
5000 129.0 m/z 60.00  77.94%
284.0
R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid T
73.0 19.50
m/z 55.10 72.57%
5000
H 185.0 284.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101821\
Data File : BP0O@7494.D

Acqg On : 19 Oct 2021 15:21
Operator : CG/JU

Sample : M4196-05

Misc :

ALS Vvial : 43 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-Octadecenoic acid, 12-hyd... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.392 7.04 ng/ul 1031910 Chrysene-d12 21.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid, 12-hydroxy- 298 C18H3403 007431-95-0 62
2 Ricinoleic acid 298 (C18H3403 000141-22-0 58
3 9-Octadecenoic acid, 12-hydroxy-... 312 C19H3603 000141-24-2 58
4 Ricinoleic acid 298 C18H3403 000141-22-0 52
5 9-Octadecenoic acid, 12-hydroxy-... 312 C19H3603 000141-24-2 52

Abundance Scan 2908 (20.392 min): BP007494.D\data.ms (-2903) (-  m/z 55.05 100.00%
558.0

.

5000
24.1
(I e—
Ol bl | \,Hu 28213411 415747495350 n/z 97.10  46.53%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #197153: 9-Octadecenoic acid, 12-hydroxy-
58.0
5000 166.0 5 7

20.00 20.50
m/z 98.05 44.27%

\“IJ‘HLMI}J\\’ TT “’ TTTT ‘2\8\?\.?\ TTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #197150: Ricinoleic acid
55.0

[ T
20.00 20.50

5000 m/z 69.10  38.53%

1’130
MM" 1“ i 2800

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

Abundance #214802: 9-Octadecenoic acid, 12-hydroxy-, methyl ester
55.0 20.00 20.50

m/z 41.10 33.01%

o

o

-

5000 166.0

=

OMH“HI\JH,H\,2630‘ S
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101821\
Data File : BP0O@7494.D

Acqg On : 19 Oct 2021 15:21
Operator : CG/JU

Sample : M4196-05

Misc :

ALS Vvial : 43 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 6 9-Octadecenamide, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.580 4.98 ng/ul 730508  Chrysene-d12 21.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 99
2 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 97
3 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 97
4 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 95
5 Hexadecanamide 255 C16H33NO 000629-54-9 87

Abundance Scan 2940 (20.580 min): BP007494.D\data.ms (-2934) (-~ m/z 59.00 100.00%
59.0

AE::::::::=>»

5000
T \
Whidfs? 20 g —
ol ALl a“u“ ”u 2 297.0355.0417.0 4912549, /7 72,00 69.67%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
5000 —r :
20.50
‘ m/z 55.05 37.05%
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 #174777: 9-Octadecenamide, (Z2)-
59.0
T \
20.50
5000 ITI/Z 41.10 30.49%
' 126.0
281 0
ob Il geso o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #174776: 9-Octadecenamide, (2)- —
59.0 20.50
m/z 43.05 24.22%
5000
‘ 126.0 281.0
ob bl 20050 -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP101821\

Data File : BP@@7494.D

Acqg On : 19 Oct 2021 15:21
Operator : CG/JU

Sample : M4196-05

Misc :

ALS Vvial : 43 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 7 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.151  3.39 ng/ul 497165  Chrysene-di2 21.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetracosene 336 CoaHas 010192-32-2 94

2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
3 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
4 Nonacos-1-ene 406 C29H58 018835-35-3 94
5 1-Hexacosene 364 C26H52 018835-33-1 93

Abundance Scan 3037 (21.151 min): BP007494.D\data.ms (-3033) (- m/z 57.10 100.00%
57.1

-

5000
1P5.1 I — T T
207.0 283.0 21.00 21.50
Ok b Ly L 2550 3571 42994920 /7 83.10  89.24%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #244230: 1-Tetracosene
55.0
5000 — —
21.00 21.50
125.0 m/z 55.05  81.20%
\i 336.0
O‘\\\\\"\MM\“w\‘\“\"\H\‘\H\‘\H\‘H\‘\‘H\\‘H\\‘H\\‘H\\‘\

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

-

Abundance #326113: Heptadecy! heptafluorobutyrate
57.0
—r —
21.00 21.50
5000 m/z 97.05 80.36%
1P25.
2, o
oMl
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester — ——
57.0 21.00 21.50

m/z 69.10 79.69%

5000

-

f 5.0
210.0
1l h\‘\ b | 406.0

o_‘\““‘,“JuuwWm_mw“mWuwuwwmw o e
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 : BP0O@7494.D

Acqg On : 19 Oct 2021 15:21
Operator : CG/JU

Sample : M4196-05

Misc :

ALS Vvial : 43 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 8 Terephthalic acid, di(4-oct... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.357 2.09 ng/ul 306761  Chrysene-di12 21.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Terephthalic acid, di(4-octyl) e... 390 C24H3804 1000323-74-2 58
2 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 52
3 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 50
4 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 49
5 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 49

Abundance Scan 3242 (22.357 min): BP007494.D\data.ms (-3239) (- m/z 70.10 100.00%

70.1
149.0
261.1
5000
- =
M ‘ M | as51 4311 22.00 22.50
bbbl L L PR E 4811 8031 149.00  78.98%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #295634: Terephthalic acid, di(4-octyl) ester
261.0
167.0
5000 - Mna
22.00 22.50
m/z 261.10 66.49%
70.0
0 \\\h“l\”\\\h\‘\\‘\l\‘\‘\\\\‘\H\‘ ‘\H‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #295781: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
— ——
22.00 22.50
5000 m/z 112.10 51.86%
T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #295785: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl) = e
261.0 22.00 22.50
149.0 m/z 57.10 35.87%
70.0
5000
ST Y S e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP101821\

Data File : BP@@7494.D

Acqg On : 19 Oct 2021 15:21
Operator : CG/JU

Sample : M4196-05

Misc :

ALS Vvial : 43 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

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

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

Concentration Rank 1

Peak Number 9 13-Docosenamide, (Z)-

R.T. EstConc Area Relative to ISTD R.T.
22.574 8.44 ng/ul 1236790 Chrysene-d12 21.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 93
2 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 93
3 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 91
4 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 90
5 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 70

Abundance Scan 3279 (22.574 min): BP007494.D\data.ms (-3274) (-
59.0

m/z 59.00 100.00%

5000

o

22,50
208.0 2810
. ‘M"““w S 3551 4610 5349 ./, 75,05  68.22%

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

o

Abundance #174775: 9-Octadecenamide, (Z)-
59.0
5000 — ‘
22.50
‘ m/z 55.10 51.56%
0 \d ‘ H \m Jh i Jl 11840 281.0
\\\\ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

%

Abundance #174773: 9-Octadecenamide, (2)-
59.0
\ \
22.50
5000 m/z 41.10 31.58%
26.0 281.0
oLl omse YO
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
LN

Abundance #174777: 9-Octadecenamide, (Z)-

59.0 22.50
m/z 43.10 30.51%
5000
126.0
281.0

o Wl gsso 0 -
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 : BP0O7494.D

Acqg On : 19 Oct 2021 15:21
Operator : CG/JU

Sample : M4196-05

Misc :

ALS Vvial : 43 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... 10.546 4.6 ng/ul 345583 2 10.763 1502970 20.0
n-Hexadecanoic ... 18.239 3.5 ng/ul 430459 4 17.345 2483820 20.0
(Z)-Tetradec-11... 19.357 2.5 ng/ul 306476 4 17.345 2483820 20.0
Octadecanoic acid 19.469 2.6 ng/ul 386816 5 21.433 2931760 20.0
9-Octadecenoic ... 20.392 7.0 ng/ul 1031910 5 21.433 2931760 20.0
9-Octadecenamid... 20.580 5.0 ng/ul 730508 5 21.433 2931760 20.0
(DEL) Alkane: S... 21.151 3.4 ng/ul 497105 5 21.433 2931760 20.0
Terephthalic ac... 22.357 2.1 ng/ul 306761 5 21.433 2931760 20.0
13-Docosenamide... 22.574 8.4 ng/ul 1236790 5 21.433 2931760 20.0
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