LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP0@7588.D

Acqg On : 22 Oct 2021 14:07
Operator : CG/JU

Sample : M4281-06

Misc :

ALS Vvial : 48 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@@7588.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 19 rBV 45021 54193 1.12% 0.109%
2 3.652 59 62 68 rBV 20680 32897 0.68% 0.066%
3 3.793 83 86 99 rBV 251294 400421 8.27% 0.806%
4 4.034 123 127 132 rW 26331 38910 0.80% 0.078%
5 4.128 139 143 148 rBV 21544 30010 0.62% 0.060%
6 4.787 247 255 259 rBV 24785 43266 0.89% 0.087%
7 4.934 272 280 287 rBV 60674 98504 2.04% ©.198%
8 5.381 352 356 363 rVWW2 22653 37446 0.77% 0.075%
9 5.516 374 379 386 rVB3 12226 22287 0.46% 0.045%
10 6.028 462 466 472 rVB 19428 28798 0.60% 0.058%
11 6.334 511 518 523 rBV2 70769 124231 2.57% 0.250%
12 6.440 531 536 543 rVB9 10084 19460 0.40% 0.039%
13 6.934 612 620 622 rBV5 10640 18262 0.38% 0.037%
14 7.105 644 649 658 rVB2 97212 190969 3.95% 0.384%
15 7.275 669 678 689 rBV 547829 872696 18.03% 1.756%
16 7.475 705 712 722 rBV 279839 454532 9.39% 0.915%
17 7.552 722 725 731 rBV3 16089 31122 0.64% 0.063%
18 7.634 737 739 749 rVB7 12643 30003 0.62% 0.060%
19 7.875 772 780 784 rBV 42723 72288 1.49% 0.145%
20 7.946 785 792 800 rVW 653244 1033470 21.35% @ 2.080%
21 8.022 800 805 811 rVB2 16865 30803 0.64% 0.062%
22 8.652 906 912 917 rVVv2 272873 446204 9.22% 0.898%
23 8.710 917 922 928 rW 65373 115815 2.39% 0.233%
24 8.987 960 969 977 rBv4 23182 50444 1.04% 0.102%
25 9.104 979 989 1000 rBV 624736 1036116 21.41% 2.085%
26 9.281 1014 1019 1024 rVvv2 22722 35730 0.74% 0.072%
27 9.510 1050 1058 1064 rBV2 81494 133789 2.76% 0.269%
28 9.569 1064 1068 1076 rVB2 37864 60712 1.25% ©0.122%
29 9.828 1103 1112 1119 rBV 223526 389888 8.06% 0.785%
30 9.887 1119 1122 1126 rVWV 19452 26307 0.54% 0.053%
31  9.951 1127 1133 1138 rVvV3 23922 42934 0.89% 0.086%
32 10.104 1154 1159 1163 rVV3 45312 75934 1.57% 0.153%
33 10.151 1163 1167 1174 rVWV5 19155 34314 0.71% 0.069%
34 10.240 1174 1182 1188 rVvV5 18311 39302 0.81% 0.079%
35 10.369 1195 1204 1213 rBV 405847 684729 14.15% 1.378%

36 10.534 1225 1232 1244 rBV 761178 1190699 24.60% 2.396%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP0@7588.D

Acqg On : 22 Oct 2021 14:07
Operator : CG/JU

Sample : M4281-06

Misc :

ALS Vvial : 48 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 10.751 1259 1269 1276 rBV 889231 1463688 30.24%  2.945%
38 10.881 1283 1291 1304 rBV 718219 1285370 26.56% 2.587%

39 11.545 1395 1404 1409 rBV10 15163 36660 0.76% 0.074%
40 11.657 1417 1423 1427 rBV2 15803 26034 0.54% 0.052%
41 11.734 1431 1436 1441 rBV2 14129 21867 ©.45% 0.044%
42 11.804 1443 1448 1450 rBV3 15101 22932 0.47% 0.046%
43 11.951 1468 1473 1476 rVV3 13827 20955 0.43% 0.042%
44 11.993 1476 1480 1487 rVV7 13528 35183 0.73% 0.071%
45 12.069 1487 1493 1501 rVB4 33277 86881 1.80% ©.175%
46 12.222 1510 1519 1520 rBV7 10561 21727 ©0.45% 0.044%
47 12.240 1520 1522 1527 rVV4 13598 21240 0.44% 0.043%
48 12.340 1534 1539 1549 rvv4 28361 60947 1.26% ©.123%
49 13.175 1671 1681 1688 rBV 67206 124049 2.56% 0.250%
50 13.428 1719 1724 1728 rVB4 15525 20540 0.42% 0.041%
51 13.492 1728 1735 1741 rBV2 33201 63177 1.31% ©0.127%
52 13.628 1754 1758 1762 rVB 13918 18076 ©0.37% 0.036%
53 13.710 1767 1772 1779 rBV8 19940 41655 0.86% ©0.084%
54 13.804 1779 1788 1797 rVB2 44269 89070 1.84% ©.179%
55 13.992 1807 1820 1826 rBV 1582396 2256033 46.61%  4.540%
56 14.275 1858 1868 1877 rBV 1715339 2519311 52.05% 5.070%
57 14.398 1885 1889 1893 rVB 22823 30724 0.63% 0.062%
58 14.504 1901 1907 1912 rBV 101677 148807 3.07% ©.299%
59 14.581 1913 1926 1931 rVB 1350987 1970316 40.71%  3.965%
60 14.739 1942 1947 1948 rBV2 14350 18644 ©.39% ©0.038%
61 14.769 1948 1952 1960 rVB2 73697 119315 2.47%  ©.240%
62 14.975 1983 1987 1990 rBV2 17529 26903 0.56% 0.054%
63 15.134 2009 2014 2026 rVV2 24657 74263 1.53% 0.149%
64 15.228 2026 2030 2036 rVB8 21099 34864 ©.72% ©0.070%
65 15.328 2041 2047 2054 rVB3 19294 39351 0.81% 0.079%
66 15.575 2082 2089 2097 rBV 2294854 3357230 69.36% 6.756%
67 15.686 2103 2108 2114 rBV 182833 259399 5.36% ©.522%
68 15.816 2127 2130 2134 rBV2 26047 37893 0.78% 0.076%
69 16.022 2159 2165 2172 rBV6 24107 38347 0.79% 0.077%
70 16.133 2180 2184 2192 rVB6 13389 25276 ©.52% 0.051%
71 16.369 2220 2224 2228 rVB5 13491 19476 ©.40% 0.039%
72 16.739 2283 2287 2292 rBv4 29529 39208 0.81% 0.079%
73 17.116 2348 2351 2354 rVW4 17705 25322 0.52% 0.051%
74 17.151 2354 2357 2365 rVB1o 13483 22296 0.46% 0.045%

75 17.333 2378 2388 2395 rBV 1742096 2705595 55.90%  5.445%

76 17.433 2399 2405 2415 rBV2 2761429 3926111 81.12% 7.901%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP0@7588.D

Acqg On : 22 Oct 2021 14:07
Operator : CG/JU

Sample : M4281-06

Misc :

ALS Vvial : 48 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 17.645 2437 2441 2448 rVB1o 20756 33384 0.69% 0.067%
78 18.022 2500 2505 2509 rBV 164807 192752 3.98% ©.388%
79 18.104 2516 2519 2526 rVB7 21519 29754 0.61% 0.060%
80 18.233 2536 2541 2550 rBV 812213 1124167 23.23%  2.262%
81 18.527 2587 2591 2597 rBV5 24582 43575 0.90% ©0.088%
82 19.151 2689 2697 2704 rBV3 203659 310850 6.42% 0.626%
83 19.245 2710 2713 2716 rBV2 41202 51837 1.07% ©0.104%
84 19.280 2716 2719 2721 rVB 35297 33466 ©.69% 0.067%
85 19.316 2721 2725 2728 rBV2 76739 106371 2.20% ©0.214%
86 19.345 2728 2730 2734 rVB4 37721 43672 0.90% 0.088%
87 19.463 2746 2750 2757 rBV2 308240 409466 8.46%  0.824%
88 19.610 2773 2775 2779 rVB3 31717 31699 ©.65% 0.064%
89 19.669 2779 2785 2791 rBV 3590366 4839977 100.00%  9.740%
90 19.722 2791 2794 2801 rVB2 103853 114238 2.36% ©.230%
91 20.210 2873 2877 2880 rVB 111451 118053 2.44%  ©.238%
92 20.692 2956 2959 2962 rVB 186954 180140 3.72% 0.363%
93 21.145 3031 3036 3044 rBV2 712807 1030588 21.29% 2.074%
94 21.421 3078 3083 3089 rBV 2170287 2787342 57.59% 5.609%
95 21.592 3108 3112 3118 rVB 274772 314542 6.50% ©0.633%
96 22.063 3188 3192 3197 rBV 260129 370733 7.66%  0.746%
97 22.574 3276 3279 3290 rVB2 240998 370055 7.65%  ©.745%
98 23.151 3373 3377 3382 rVB 208014 313120 6.47% ©.630%
99 23.715 3465 3473 3482 rBV2 2320818 4773953 98.64% 9.607%
100 23.868 3493 3499 3509 rVB2 1362349 2887628 59.66% 5.811%

Sum of corrected areas: 49693582
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP0@7588.D

Acqg On : 22 Oct 2021 14:07
Operator : CG/JU

Sample : M4281-06

Misc :

ALS vial : 48 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: BP007588.D\data.ms
3500000

3000000
2500000
2000000
1500000

1000000

10,751
10.534p 881

7975 7.946 9.104

10.36
500000 3.793 7.475 8.652 9.828

0.37@.652 40328 478934 53mie  6.0288%0 6.954°% Jmeaagisz  8/718.93p. 2R3, 1158830
T \‘

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: BP0O07588.D\data.ms

3500000

19.669

3000000 17.433

2500000 15575
2000000 )
14.275 17.333
1500000

1000000

500000

Q722 20.10

8204

5.686
, A2z 11500604 143504 7ra a0 i, A 0023 3696737 1] A

T e e R A B e e e e e e e e e B B e e e e e e L AL B A A e A S B
Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BP0O07588.D\data.ms

3500000

3000000 23.715
21.421

2500000
2000000 3.868

1500000

21.145

1000000

1.502 22.063 22.574 23151

5000007-

O \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
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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Data Path : Z:\

Library Search Compound Report

svoasrv\HPCHEM1\BNA_P\Data\BP102121\

Data File : BP@@7588.D

Acqg On : 22 Oct 2021 14:07
Operator : CG/JU

Sample : M4281-06

Misc :

ALS vial : 48

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 1 Pentanoic acid, 2-methyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.

6.334 2.40 ng/ul 124231 1,4-Dichlorobenzene-d4 7.946
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 80
2 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 72
3 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 72
4 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 64
5 Hexanoic acid, 2-methyl- 130 C7H1402 004536-23-6 64

Abundance Scan 518 (6.334 min): BP007588.D\data.ms (-511) (-) m/z 74.00 100.00%

74.0
5000
R RREREE e RARARE:
” | 1351 2070 ‘ 6.00 6.20 6.40 6.60
ol kAl 1351 207.0267.0327.8 42874915549, ./, 43,05  36.70%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9217: Pentanoic acid, 2-methyl-
74.0
5000 L B R R B B
6.00 6.20 6.40 6.60
m/z 41.05 22.21%
O%?\‘PU"L‘J\’\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9230: Pentanoic acid, 2-methyl-
74.0
R R
6.00 6.20 6.40 6.60
5000 m/z 87.00 17.93%
oLS-M,n
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9228: Pentanoic acid, 2-methyl- PR e e
74.0 6.00 6.20 6.40 6.60
m/z 73.00 17.04%
- \/\AAJ\J\W(
ol L)

[
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP0@7588.D

Acqg On : 22 Oct 2021 14:07
Operator : CG/JU

Sample : M4281-06

Misc :

ALS vial : 48 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 2 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.534 16.27 ng/ul 1190700 Naphthalene-d8 10.751
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
3 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
4 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
5 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83

Abundance Scan 1232 (10.534 min): BP007588.D\data.ms (-1225) (-  m/z 57.05 100.00%

57.0
5000

1050
132.1 c
o‘H‘w!u'Ju“HMcu‘H‘2‘("?:9‘2“?7:1‘_“354"94‘1‘3"‘2‘4(‘7‘1;‘3"5”4%"‘ m/z 45.05 92.18%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000
1050

41.10  34.60%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0

o

10 50
5000 ITI/Z 75.05 20.79%
O“IHH“J‘H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 /L jL
Abundance #38400: Ethanol, 2-(2-butoxyethoxy)- o ]
45.0 10.50

56.05 15.70%

5000
‘ 132.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP0@7588.D

Acqg On : 22 Oct 2021 14:07
Operator : CG/JU

Sample : M4281-06

Misc :

ALS vial : 48 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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.233 8.31 ng/ul 1124176 Phenanthrene-d10 17.333
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 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95

Abundance Scan 2541 (18.233 min): BP007588.D\data.ms (-2536) (- m/z 73.00 100.00%

73.0
5000
213.2 — —
‘HP JH \ 18.00 18.50
ob - AMRALLLITT [ 1) PBLO 8561 429048935481 /) 59 95  g3.07%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T Tl
18.00 18.50
“ 213.0 m/z 43.10 74.55%
O‘\\\\‘H \l\‘i‘IWh\“\\‘]\1!\\‘\‘\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid
73.0
—= ==
256.0 18.00 18.50
5000 m/z 57.10 66.31%
“ 57.0
o LML s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid —= e
3
43.0 256.0 18.00 18.50
m/z 55.10 63.23%
5000
129.0
o Ml s -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\

Library Search Compound Report

Data File : BP@@7588.D

Acqg On : 22 Oct 2021 14:07
Operator : CG/JU

Sample : M4281-06

Misc :

ALS vial : 48 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

Concentration Rank 8

Peak Number 4 8-Octadecenoic acid, methyl...

R.T. EstConc Area Relative to ISTD R.T.
19.151 2.30 ng/ul 310850 Phenanthrene-d10 17.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual

-Octadecenoic acid, methyl este... 296 C19H3602 026528-50-7 99
-Octadecenoic acid, methyl ester 296 C19H3602 002462-84-2 99
1-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 99
0-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 99
-Octadecenoic acid, methyl ester 296 C19H3602 052355-31-4 99

uih wnN PR
AR P O

Abundance Scan 2697 (19.151 min): BP007588.D\data.ms (-2689) (-  m/z 55.10 100.00%
55.1

5000

é

3.1
26Tl 19.00 19.50

It WadSSR L. 35594152 484.0546. /) 69 10 70.090%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194444: 8-Octadecenoic acid, methyl ester, (E)-

o

Abundance  #194453: 11-Octadecenoic acid, methyl ester, (2)-
55.0 19.00 19.50

m/z 83.10  58.28%

55.0
264.0
5000 e B
19.00 19.50
m/z 41.10  67.10%
O ‘ \d\\‘\ \ ‘ h\ \‘"I\I\\h‘l\“l“““\E‘F\“‘\ \‘l L “ \l\ T \‘l TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194409: 9-Octadecenoic acid, methyl ester
55.0
— —
19.00 19.50
5000 m/z 74.00 61.63%
264.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
e -

5000
264.0

ofL | } \

m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.00 19.50

=
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP0@7588.D

Acqg On : 22 Oct 2021 14:07
Operator : CG/JU

Sample : M4281-06

Misc :

ALS vial : 48

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 5 Octadecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
19.463 2.94 ng/ul 409466  Chrysene-di12 21.421
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 2750 (19.463 min): BPO07588.D\data.ms (-2746) (- m/z 73.00 100.00%

2% M%NJMM#~WNMA\WJwawwW“A
185.2 ——
i L2 s
0 bl “W‘JMmmw 3550 4291 5357 /7 43.10  80.38%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 S
185.0 19.50
" m/z 59.95 73.11%
()l ’ ’I‘\”\MIW\“\\H\“\H‘\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid
43.0
T
19.50
5000 129.0 m/z 57.18  69.25%
284.0
o 22
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 59.17%
5000
185.0 284.0
o_w"k‘,‘ HwmJM‘Hw“_m_Wwwww —
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\BP102121\
Data File : BP0@7588.D

Acqg On : 22 Oct 2021 14:07
Operator : CG/JU

Sample : M4281-06

Misc :

ALS vial : 48 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 Pentadecafluorooctanoic aci... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.145 7.39 ng/ul 1030590 Chrysene-d12 21.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 93
2 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 91
3 Oxalic acid, isobutyl tetradecyl... 342 C20H3804 1000309-37-9 91
4 Oxalic acid, isobutyl octadecyl ... 398 C24H4604 1000309-38-3 91
5 Oxalic acid, octadecyl propyl ester 384 C23H4404 1000309-27-0 91

Abundance Scan 3036 (21.145 min): BP007588.D\data.ms (-3031) (-  m/z 57.05 100.00%

57.0
5000 J&
——tr— =
| %5.1 2070 21.00 21.50
Oty 557 28303850 47615496  m/z 43.10  68.94%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 =S s
21.00 21.50
- m/z 71.10 62.04%
o L h o 2229 3690 648,
\H\‘HH‘HH[\H\‘HH‘HH‘H\\‘HH‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #126386: 1-Decanol, 2-hexyl-
57.0
== Ay
21.00 21.50
5000 m/z 55.10 51.06%
5.0
Obb L2980 e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #251125: Oxalic acid, isobutyl tetradecyl ester e —
57.0 21.00 21.50
m/z 83.10 49.96%
5000 L
241.0
o llzse = PR W
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.00 21.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP102121\

Data File : BP@@7588.D

Acqg On : 22 Oct 2021 14:07
Operator : CG/JU

Sample : M4281-06

Misc :

ALS vial : 48 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 9
R.T. EstConc Area Relative to ISTD R.T.
21.592 2.26 ng/ul 314542  Chrysene-di12 21.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Eicosane 282 C20H42 000112-95-8 93
3 Heptadecane 240 C17H36 000629-78-7 93
4 2-Methylpentacosane 366 C26H54 000629-87-8 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 3112 (21.592 min): BPO07588.D\data.ms (-3108) (-  m/z 57.10 100.00%
57.1

2150 |
127.1 207.0 282.1 ‘ ‘
Oum““““‘j‘“"ﬁ“““‘\m‘ﬁm“m"“3‘5‘6?9"4?9{?‘439"‘2‘54?(‘ m/z 71.10  73.17%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176384: Eicosane
57.0
5000 e i
21.50
m/z 43.10 57.94%
LR om0 2o
O\\‘\‘\“\‘\‘\‘\‘\J\‘\T““\‘%\‘\“f\\1‘\HH‘\\\\‘\\\\‘\H\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176386: Eicosane
57.0
T [
21.50
5000 ITI/Z 85.05 53.15%
oLl soe 220
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #123961: Heptadecane T
57.0 21.50
m/z 55.05 24.68%
5000
J | QZZO 240.0
ot e e —r
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP0@7588.D

Acqg On : 22 Oct 2021 14:07
Operator : CG/JU

Sample : M4281-06

Misc :

ALS vial : 48 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 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.063 2.66 ng/ul 370733  Chrysene-di12 21.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Eicosane 282 C20H42 000112-95-8 93
3 Nonacosane 408 C29H60 000630-03-5 93
4 Eicosane 282 C20H42 000112-95-8 93
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93

Abundance Scan 3192 (22.063 min): BP007588.D\data.ms (-3188) (- m/z 57.10 100.00%
57.1

22.00 |
127.1 :
o"u“xww““‘f‘w%?Zf)"2?«1{‘1”ﬁ??:l‘fﬁlf?:?f“??’-ﬁ?’ﬁ‘?f? n/z 71.10  69.39%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176384: Eicosane
57.0
5000 e ‘
22.00
m/z 43.10 55.89%
| J 197.0 282.0
O\\‘\\‘\\\\‘\\\!‘\‘%\‘\‘!\\T‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176387: Eicosane
57.0
U \
22.00
5000 ITI/Z 85.10 52.29%
282.0
it
om""l_"“wmhwmu‘m‘HH_wmwm,w_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #307031: Nonacosane T ‘
57.0 22.00
m/z 55.10  23.65%
5000
1
LT 1970 2670 3370 4080
"H“H"H"_"w"H‘H“_“w“u“u“u“w“w‘ —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP0@7588.D

Acqg On : 22 Oct 2021 14:07
Operator : CG/JU

Sample : M4281-06

Misc :

ALS vial : 48 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 9 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.574 2.66 ng/ul 370055  Chrysene-di12 21.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Octacosane 394 C28H58 000630-02-4 93
3 Eicosane 282 C20H42 000112-95-8 93
4 Eicosane 282 C20H42 000112-95-8 93
5 Hexadecane, 1-iodo- 352 C16H331I 000544-77-4 93

Abundance Scan 3279 (22.574 min): BP007588.D\data.ms (-3276) (- m/z 57.10 100.00%
57.1

F

5000
7.1 207.0 281.0 22.50
o_"H‘HﬁwwuwWm"373”9_2““9‘1‘9”“'17“?‘1‘”5““?‘ m/z 71.10  71.92%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0
5000 —r— |

22.50
m/z 85.10 51.83%

L HFﬁ“.lWO 296.0
O‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #298425: Octacosane
57.0
L
22.50
5000 ITI/Z 43.10 50.67%
0 394—0
o UL o asro sso™
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176386: Eicosane 7 ‘
57.0 22.50
m/z 55.10 20.37%
5000

0 J |, 227-0 197.0 282.0
e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.50

i
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP0@7588.D

Acqg On : 22 Oct 2021 14:07
Operator : CG/JU

Sample : M4281-06

Misc :

ALS vial : 48 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 10 Triacontane, 1-bromo- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
23.151 2.17 ng/ul 313120  Perylene-di2 23.868
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triacontane, 1-bromo- 500 C30H61Br 004209-22-7 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Triacontane 422 C30H62 000638-68-6 91

Abundance Scan 3377 (23.151 min): BP0O07588.D\data.ms (-3373) (- m/z 57.10 100.00%
57.1

%

5000
‘ } P 1971 267.0 23.00 23.50
o‘u‘u“u [[11 4971 2670 34204037 47505349 /7 71 10 80.32%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #338070: Triacontane, 1-bromo-
57.0
5000 i =
23.00 23.50
1350 m/z 85.10 60.90%
421.0
obd ‘ ! U M”m 197.0 267.0 3370 ] 500.0
‘\\\1‘\1!\[[1\1 \\\\‘!1\\‘!\WT‘\W\\‘Y\\\[\f\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0
— —
23.00 23.50
5000 m/z 43.10 58.84%

| ‘ PF7\‘1970 296.0
O‘H‘“H‘_‘m‘muW‘u‘_‘H‘H‘W‘H‘“‘H,H‘W‘H‘_

%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-
57.0 23.00 23.50
m/z 55.05 27.36%
B V\Wﬁlw‘
2390
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP0@7588.D

Acqg On : 22 Oct 2021 14:07
Operator : CG/JU

Sample : M4281-06

Misc :

ALS Vvial : 48 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|
Pentanoic acid,... 6.334 2.4 ng/ul 124231 1 7.946 1033470 20.0
Ethanol, 2-(2-b... 10.534 16.3 ng/ul 1190700 2 10.751 1463690 20.0
n-Hexadecanoic ... 18.233 8.3 ng/ul 1124170 4 17.333 2705600 20.0
8-Octadecenoic ... 19.151 2.3 ng/ul 310850 4 17.333 2705600 20.0
Octadecanoic acid 19.463 2.9 ng/ul 409466 5 21.421 2787340 20.0
Pentadecafluoro... 21.145 7.4 ng/ul 1030590 5 21.421 2787340 20.0
(DEL) Alkane: S... 21.592 2.3 ng/ul 314542 5 21.421 2787340 20.0
(DEL) Alkane: S... 22.063 2.7 ng/ul 370733 5 21.421 2787340 20.90
(DEL) Alkane: S... 22.574 2.7 ng/ul 370055 5 21.421 2787340 20.0
Triacontane, 1-... 23.151 2.2 ng/ul 313120 6 23.868 2887630 20.0
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