LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101821\
Data File : BP0@7493.D

Acqg On : 19 Oct 2021 14:47
Operator : CG/JU

Sample : M4196-07

Misc :

ALS Vvial : 42 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@@7493.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 55145 73480 1.09% 0.103%
2 3.652 59 62 73 rVB 22861 34003 0.51% 0.048%
3 3.793 83 86 108 rVB 588955 875271 13.01% 1.231%
4 4.040 125 128 133 rVB2 13949 21495 0.32% 0.030%
5 4.134 140 144 151 rVvB2 13667 18697 0.28% 0.026%
6 4.228 156 160 164 rVB6 6611 8975 0.13% 0.013%
7 5.058 297 301 307 rVB3 9737 15416 ©0.23% 0.022%
8 6.940 618 621 627 rVB5S 9570 14412 0.21% 0.020%
9 7.116 643 651 661 rBV 1086578 1703571 25.33% 2.395%
10 7.281 672 679 689 rVB 811234 1276098 18.97% 1.794%
11 7.487 706 714 721 rBV 1045912 1676531 24.93% 2.357%
12 7.558 723 726 733 rVB 14362 20558 0.31% 0.029%
13 7.958 787 794 801 rBV 713487 1155566 17.18% 1.625%
14 8.022 801 805 812 rVB6 6716 10565 ©0.16% 0.015%
15 8.663 903 914 922 rBV 1341948 2212366 32.90% 3.111%
16 9.110 982 990 1001 rBvV 978924 1615155 24.02% 2.271%
17 9.234 1007 1011 1015 rVB7 4051 6974 0.10% 0.010%
18 9.287 1015 1020 1026 rBv4 18887 30009 0.45% 0.042%
19 9.587 1067 1071 1075 rVB6 6674 9438 0.14% 0.013%
20 9.834 1104 1113 1122 rBV 767685 1310159 19.48% 1.842%
21 10.069 1151 1153 1160 rVBS8 6088 11633 0.17% 016%

22 10.375 1198 1205 1214 rBV 1344615 2222144 33.04%
23 10.540 1227 1233 1249 rBV 425704 673155 10.01%
24 10.763 1261 1271 1278 rVB 981151 1633764 24.29%

WNO W
0
S
N
3R

25 10.893 1284 1293 1304 rBV 1245813 2161400 32.14% 039%
26 11.557 1401 1406 1410 rVB6 9805 14569 ©0.22% 0.020%
27 12.251 1521 1524 1529 rVB6 5151 7095 0.11% 0.010%
28 12.346 1535 1540 1547 rVB3 23485 34291 ©.51% ©0.048%
29 12.704 1594 1601 1608 rBV3 4649 12047 0.18% 0.017%
30 12.963 1638 1645 1650 rBV6 7848 13250 ©0.20% ©0.019%
31 13.210 1682 1687 1693 rVB5 11509 20417 ©.30% 0.029%
32 13.440 1720 1726 1730 rBVS8 5402 9560 ©0.14% 0.013%
33 13.504 1733 1737 1741 rVB4 11708 17135 0.25% 0.024%
34 13.563 1743 1747 1752 rVB5 8611 12097 ©0.18% 0.017%
35 13.934 1805 1810 1815 rBV7 21496 43425 0.65% 0.061%

36 13.998 1815 1821 1835 rVB 2165865 3092349 45.98%  4.348%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101821\
Data File : BP0@7493.D

Acqg On : 19 Oct 2021 14:47
Operator : CG/JU

Sample : M4196-07

Misc :

ALS Vvial : 42 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 14.175 1847 1851 1857 rVB6 8484 12745 0.19% ©0.018%
38 14.281 1859 1869 1877 rBV 2450971 3871615 57.57% 5.444%
39 14.363 1879 1883 1887 rVB6 10597 15411 0.23% 0.022%
40 14.592 1913 1922 1931 rBV 1519980 2213247 32.91% 3.112%
41 14.775 1944 1953 1965 rBV 1112402 1647883 24.50% 2.317%
42 15.004 1988 1992 1998 rBV7 22293 35893 0.53% 0.050%
43 15.257 2028 2035 2040 rBV7 7550 19087 0.28% 0.027%
44 15.410 2056 2061 2066 rBV3 10237 16483 0.25% 0.023%
45 15.587 2084 2091 2098 rBV 3252521 4727206 70.29% 6.647%
46 15.692 2103 2109 2121 rBV 687373 976486 14.52%  1.373%
47 15.828 2126 2132 2136 rVV2 39011 59040 ©0.88% ©0.083%
48 15.951 2151 2153 2159 rVB7 4797 7560 0.11% 0.011%
49 16.034 2163 2167 2171 rVB7 8894 14381 0.21% 0.020%
50 16.151 2182 2187 2194 rBV7 6951 14353 0.21% 0.020%
51 16.257 2202 2205 2212 rVB8 6460 13354 0.20% ©0.019%
52 16.386 2220 2227 2230 rVB9S 13010 24161 0.36% 0.034%
53 16.592 2260 2262 2268 rBV7 5323 9989 0.15% 0.014%
54 16.751 2284 2289 2294 rVB6 19151 28030 0.42% 0.039%
55 16.957 2318 2324 2325 rBV6 4506 8604 0.13% 0.012%
56 17.022 2332 2335 2341 rVB7 6326 10609 ©.16% ©0.015%
57 17.128 2351 2353 2357 rVB2 9073 11839 0.18% 0.017%
58 17.345 2383 2390 2397 rBV 1916672 2731200 40.61%  3.840%
59 17.445 2399 2407 2416 rBV 3556241 5180571 77.03% 7.285%
60 17.533 2417 2422 2427 rVV3 43837 65188 ©0.97% 0.092%
61 17.639 2438 2440 2449 rVB9 5945 12421 0.18% 0.017%
62 17.710 2449 2452 2455 rBV2 7004 9696 0.14% 0.014%
63 18.028 2502 2506 2512 rVB 40436 55658 ©.83% 0.078%
64 18.110 2518 2520 2525 rVB6 9524 11006 ©.16% ©0.015%
65 18.239 2537 2542 2550 rBV 462316 635767 9.45% 0.894%
66 19.010 2671 2673 2677 rVB4 14240 15898 0.24% 0.022%
67 19.098 2680 2688 2696 rBV 300140 452100 6.72% 0.636%
68 19.251 2710 2714 2718 rBV2 51643 70542 1.05% ©.099%
69 19.327 2722 2727 2729 rVV2 118216 169173 2.52% 0.238%
70 19.357 2729 2732 2743 rVW2 179405 379437 5.64% 0.534%
71 19.469 2747 2751 2763 rVV 268127 407660 6.06% ©.573%
72 19.675 2780 2786 2791 rBV2 4530497 6293633 93.58%  8.850%
73 19.822 2808 2811 2818 rVB5 37961 52462 0.78% 0.074%
74 20.392 2903 2908 2925 rBV 763912 1394571 20.74% 1.961%
75 20.580 2934 2940 2948 rBV 1064156 1301281 19.35% 1.830%

76 21.145 3032 3036 3047 rBV 584317 844736 12.56%  1.188%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101821\
Data File : BP0@7493.D

Acqg On : 19 Oct 2021 14:47
Operator : CG/JU

Sample : M4196-07

Misc :

ALS Vvial : 42 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 21.427 3079 3084 3091 rBV 2419604 3343164 49.71% 4.701%
78 22.016 3181 3184 3190 rVB5 115100 152598 2.27% ©0.215%
79 22.574 3274 3279 3287 rBV 901035 1476897 21.96% 2.077%
80 23.727 3467 3475 3483 rBV2 3292885 6725465 100.00%  9.457%

81 23.886 3495 3502 3511 rVB2 1616904 3531045 52.50%  4.965%

Sum of corrected areas: 71117215
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

Abundance

4000000

3000000

2000000

1000000

: 19 Oct 2021 14:47
: CG/JU
: M4196-07

42

0 -388.652 404328

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101821\
BP007493.D

Sample Multiplier: 1

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

: SVOA CALIBRATION

: C:\DATABASE\NIST20.L
tion Parameters: LSCINT.P

TIC: BP007493.D\data.ms

10.375 1 go3
10.7

7.116 7.487

8.663
7.281 9.834

0.540
558 022 [0.587 /110.069 A 11.557

3.793 7958

5.058 6.94

Time-->
Abundance

4000000

3000000

2000000

1000000

400 450 5.00

5.50 6.00 6.50 7.00 7.50 8.00 8.50 900 950 10.00 10.50 11.00 11.50
TIC: BP007493.D\data.ms

19.

575

17.445
15.587

14.281

13.998
17.345

14.592
4.775

12.2544.2.702.953. 21KB3ARE3L 3. 9B4. 145363) | |115.008 2571

0
Time-->
Abundance

4000000

3000000

2000000

1000000

12.00 1250 13.00

13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
TIC: BP007493.D\data.ms

23.727

21.427

Time-->
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21.00 2150 22.00 2250 23.00 2350 24.00 2450 2500 2550 26.00 2650 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@7493.D

Acqg On : 19 Oct 2021 14:47
Operator : CG/JU

Sample : M4196-07

Misc :

ALS Vvial : 42 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 8.24 ng/ul 673155 Naphthalene-d8 10.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 91
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, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 72

Abundance Scan 1233 (10.540 min): BP007493.D\data.ms (-1227) (- m/z 57.10 100.00%

57.1 ‘
5000
—

10.50
132.0
o"HkJMWQ‘m‘_‘%959‘E?%???%?ﬁ?%?ﬁ?%?ﬁ%??_ m/z 45.10  92.14%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38404: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 T T

1050

41.05 34.77%

J‘l sz
O‘\\f\‘f\fl\1f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38400: Ethanol, 2-(2-butoxyethoxy)-
45.0

1050
5000 m/z 75.05 21.82%
oL kil 320
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)- S ‘
57.0 10.50

m/z 56.05 15.80%

- AJLUL
1 Wl B

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101821\

Library Search Compound Report

Data File : BP@07493.D

Acqg On : 19 Oct 2021 14:47
Operator : CG/JU

Sample : M4196-07

Misc :

ALS Vvial : 42

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 2 n-Hexadecanoic acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
18.239 4.66 ng/ul 635767  Phenanthrene-die 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 99
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
5 Tetradecanoic acid 228 C14H2802 000544-63-8 94

Abundance Scan 2542 (18.239 min): BP007493.D\data.ms (-2537) (-~ m/z 73.00 100.00%

73.0
5000
213.2 s S
‘HTI 9 \ oo 18.00 18.50
0l HHMWNHM?“1“”‘355‘1”4‘2?‘? 5049 . m/z 59.95 80.45%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid
73.0
256.0
5000 — —
18.00 18.50
‘ 57.0 m/z 43.05 72.12%
O‘\\Jr‘r“‘ JMHJJ‘"“‘“,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
== —
18.00 18.50
5000 129.0 m/z 57.05 66.57%
“ 213.0
Ol ‘w‘l\mm“Hm,m‘,‘um‘Hwawww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid = e
43.0 256.0 18.00 18.50
m/z 55.05 63.40%
5000
129.0
o‘m““‘ mmﬂlwu,b,\ T —
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 : BP0O@7493.D

Acqg On : 19 Oct 2021 14:47
Operator : CG/JU

Sample : M4196-07

Misc :

ALS Vvial : 42 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 7
R.T. EstConc Area Relative to ISTD R.T.
19.098 3.31 ng/ul 452100  Phenanthrene-d10 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Hexyloxacyclotridec-10-en-2-one 280 C18H3202 127062-51-5 99
2 13-Hexyloxacyclotridec-10-en-2-one 280 C18H3202 127062-51-5 95
3 2-(1-Methyl-3-butenyl)cyclohexanone 166 C11H180 1000424-67-7 43
4 (Cyclopentylamino)acetic acid, m... 157 C8H15NO2 190904-15-5 43

5 4-Chloro-N-[2-(1-piperidinyl)eth... 266 C14H19CIN20  189203-75-6 43

Abundance Scan 2688 (19.098 min): BP007493.D\data.ms (-2680) (-  m/z 98.05 100.00%

98.0
5000
41

L Sk
o\‘“’I““MU“W222-9\354'9429-1538-2 m/z 55.10  44.90%

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

5000 — —
19.00 19.50
41. m/z 67.00 37.52%
fse =
0 \\‘\“‘\‘!h.l\d“lT\‘T‘A\h\\“l\Jl\\\‘r\\\‘\\\r\‘\\\\‘\\H‘\\\\‘\H\‘\\\\‘\
m/z--> 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
50001 41.0 m/z 41.05 36.10%
' 166.0 280.0
oL, l.223-0‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #41422: 2-(1-Methyl-3-butenyl)cyclohexanone —— ‘
98.0 19.00 19.50

m/z 54.00 30.89%

5000
‘ ‘ ’ 166.0
0 18 1) T

m/z--> 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@7493.D

Acqg On : 19 Oct 2021 14:47
Operator : CG/JU

Sample : M4196-07

Misc :

ALS Vvial : 42 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 4 Oleyl alcohol, chlorodifluo... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

19.357 2.78 ng/ul 379437  Phenanthrene-d10 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oleyl alcohol, chlorodifluoroace... 380 C20H35C1F202 1000447-47-7 96
2 6-Octadecenoic acid, (Z)- 282 (C18H3402 000593-39-5 87
3 cis-7-Hexadecenoic acid 254 C16H3002 002416-19-5 83
4 9-Octadecenoic acid 282 (C18H3402 002027-47-6 81
5 6-Octadecenoic acid 282 C18H3402 1000336-66-8 81

Abundance Scan 2732 (19.357 min): BP007493.D\data.ms (-2729) (- m/z 55.10 100.00%

55.1
5000
1000 19.50
264.1 : :
ol ‘““J“““"\‘*‘” 13249 4291 5359 ., 4910 72.24%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #287527: Oleyl alcohol, chlorodifluoroacetate
55.0
5000 — e
19.00 19.50
} m/z 69.05 65.67%
O‘\\\ll\’\\\\‘\\"l\ll\fl\‘flf9\4‘10f\\2[61?F(\)[1\\\‘%??\'c‘)\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176219: 6-Octadecenoic acid, (2)-
55.0
— —
19.00 19.50
5000 m/z 83.10  62.01%
264.0
O,Lmﬂm“““
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #140807: cis-7-Hexadecenoic acid “ —
55.0 19.00 19.50
m/z 67.05 53.29%
5000
J %H
o"‘L‘,‘m\uwluhfu‘H_‘H_H‘_Hwwwwwww = —
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 : BP@@7493.D

Acqg On : 19 Oct 2021 14:47

Operator : CG/JU

Sample : M4196-07

Misc :

ALS Vvial : 42 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 5 Octadecanoic acid Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
19.469 2.44 ng/ul 407660  Chrysene-di12 21.427
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 96
5 Octadecanoic acid 284 C18H3602 000057-11-4 95

Abundance Scan 2751 (19.469 min): BP007493.D\data.ms (-2747) (-

m/z 73.00 100.00%

s

5000
241.2
I
ol M L, | 89524177 4901548 /) 43,95 82.61%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 T
185.0 19.50
‘ ‘} m/z 59.95 81.52%
O‘HIH‘JUMH\\\ Lol |

W H\\‘le‘\\\\‘\\\\‘\\\\‘\H\‘\H\‘\\H‘\

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 57.85 65.77%
284.0
Ml 2 L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid —
73.0 19.50
m/z 55.10  65.50%
5000
‘ } 185.0  284.0
o_w"k‘p ‘J"‘HMM“Ww‘H“wH‘w‘wwww —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101821\

Data File : B
Acqg On 01
Operator : C
Sample H
Misc :

ALS Vvial : 4

Quant Method
Quant Title

TIC Library
TIC Integrati

Library Search Compound Report

PO07493.D

9 Oct 2021 14:47
G/JU

4196-07

2  Sample Multiplier: 1

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

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L
on 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

Concentration Rank 2

Peak Number 6 9-Octadecenoic acid, 12-hyd...

R.T. EstConc Area Relative to ISTD R.T.
20.392 8.34 ng/ul 1394570 Chrysene-d12 21.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid, 12-hydroxy- 298 C18H3403 007431-95-0 87
2 Ricinoleic acid 298 C18H3403 000141-22-0 87
3 Ricinoleic acid 298 C18H3403 000141-22-0 68
4 Ricinoleic acid 298 C18H3403 000141-22-0 64

5 Chloromethyl 9-chloroundecanoate 268 C12H22C1202 080418-95-7 64

Abundance Scan 2908 (20.392 min): BP007493.D\data.ms (-2903) (-
55.1

m/z 55.10 100.00%

5000

E

H‘ I‘ 1951 5gpq 20.00 20.50
AL 28013391 414.9 4839548,/ 9705 45.23%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #197153: 9-Octadecenoic acid, 12-hydroxy-
53.0
166.0 ‘

5000 : = —
20.00 20.50

m/z 98.05 43.44%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #197150: Ricinoleic acid
55.0

\
20.00 20.50
5000 m/z 69.05 35.84%

1’13 0
MummﬂM‘hH\ 280.0

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

o

o

o

=

Abundance #197148: Ricinoleic acid — —

55.0 20.00 20.50
m/z 41.10 32.21%
5000
‘ 166.0
280.0

oJ*’”"\ml‘l\‘ = —
m/z--> 0 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@7493.D

Acqg On : 19 Oct 2021 14:47
Operator : CG/JU

Sample : M4196-07

Misc :

ALS Vvial : 42 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 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.580 7.78 ng/ul 1301280 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 96
3 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 95
4 Palmitoleamide 253 C16H31NO 106010-22-4 72
5 Dodecanamide 199 C12H25NO 001120-16-7 59

Abundance Scan 2940 (20.580 min): BP007493.D\data.ms (-2934) (- m/z 59.00 100.00%
59.0

4%

5000
T T
‘ ‘ 20.50
0 ’ ‘; it a“w e P00-2296.6355.1416.0474.8 5481 /7 73 00 69.09%
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 55.10 38.03%
O\‘\d\\‘ H\\\m\m‘l\“\h\%"%\8\4\‘0\\\\‘2\\8\].\‘0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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 29.47%
‘ 126.0 281.0
0 mL’J ‘HWJ‘NMw D e
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 23.86%
5000
' 126.0
281.0
bl gose @0 -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50
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Data Path :
Data File :
Acqg On

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101821\
BP007493.D
: 19 Oct 2021 14:47

Operator : CG/JU

Sample
Misc :
ALS Vvial : 42

Quant Method
Quant Title

TIC Library

: M4196-07

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 8 n-Nonadecanol-1 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
21.145 5.05 ng/ul 844736  Chrysene-d12 21.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 n-Nonadecanol-1 284 C19H400 001454-84-8 94

2 Behenic alcohol 326 C22H460 000661-19-8 94
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
4 Pentacos-1-ene 350 C25H50 016980-85-1 94
5 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94

Abundance Scan 3036 (21.145 min): BP007493.D\data.ms (-3032) (- m/z 57.10 100.00%
1.1

%

5000
1p5.1
} 207.0 g1 4 21.00 21.50
o Ly oy 28113402 429.8489.0547. /1, g3 19  95.28%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179253: n-Nonadecanol-1
83.0
5000 e 7
21.00 21.50
m/z 55.10 94.55%
19 M;LIMO 238.0

o

‘\\\\“\\H‘H\\‘\H\‘\H\‘\H\‘\\H‘\\H‘H\\‘H\\‘\H\‘\

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

B

Abundance #232316: Behenic alcoho
83.0
21.00 21.50
5000 ITI/Z 97.05 86.79%
R A e e R e A ARARARRE REEa s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #326113: Heptadecy! heptafluorobutyrate — —r—
57.0 21.00 21.50
m/z 69.05 83.62%
5000
‘ i 238.0
o_m‘HH‘HJM'JMM“WWm_m_m_m‘uu_ = -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Data Path : Z:
Data File : BP
Acqg On : 19

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP101821\
007493.D
Oct 2021 14:47

Operator : CG/JU
Sample : M4196-07
Misc :

ALS Vvial : 42

Quant Method
Quant Title

TIC Library
TIC Integratio

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L
n 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 8.84 ng/ul 1476900 Chrysene-d12 21.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 90
2 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 87
3 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 80
4 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 76
5 Tetradecanamide 227 C14H29NO 000638-58-4 59

Abundance Scan 3279 (22.574 min): BP0O07493.D\data.ms (-3274) (-
59.0

m/z 59.00 100.00%

f;::::::::=:—

5000
‘ \
‘ul 184.1 249.0 320.3 2250
0rrrd L“WWul“_"W‘H‘_‘H‘H4QE%“H595§“‘ m/z 72.10  71.66%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #245083: 13-Docosenamide, (Z)-
59.0
5000 —r ‘
22.50
m/z 55.10 51.77%
J 337.0
0 J\\ ﬂH“MMmH184'O 276.0 1}
‘\\\\’\\\\\\\‘\\\\‘\\\\‘\\\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

%

Abundance #174775: 9-Octadecenamide, (Z)-
59.0
22.50
5000 m/z 41.10 31.80%
o Ll s zmo
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
T

Abundance #174773: 9-Octadecenamide, (Z)-
59.0 22.50
m/z 43.10 30.13%
5000
26.0 281.0
od“,“nww8“-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 : BP0O@7493.D

Acqg On : 19 Oct 2021 14:47
Operator : CG/JU

Sample : M4196-07

Misc :

ALS Vvial : 42 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 8.2 ng/ul 673155 2 10.763 1633760 20.0
n-Hexadecanoic ... 18.239 4.7 ng/ul 635767 4 17.345 2731200 20.0
13-Hexyloxacycl... 19.098 3.3 ng/ul 452100 4 17.345 2731200 20.0
Oleyl alcohol, ... 19.357 2.8 ng/ul 379437 4 17.345 2731200 20.90
Octadecanoic acid 19.469 2.4 ng/ul 407660 5 21.427 3343160 20.0
9-Octadecenoic ... 20.392 8.3 ng/ul 1394570 5 21.427 3343160 20.0
9-Octadecenamid... 20.580 7.8 ng/ul 1301280 5 21.427 3343160 20.0
n-Nonadecanol-1 21.145 5.0 ng/ul 844736 5 21.427 3343160 20.0
13-Docosenamide... 22.574 8.8 ng/ul 1476900 5 21.427 3343160 20.0
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