LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052323\
Data File : BP@15243.D

Acqg On : 23 May 2023 16:33
Operator : CG/JU

Sample : 02861-20

Misc :

ALS Vvial : 14 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-BP951123.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@15243.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.428 37 41 49 rVB 44256 61628 1.18% 0.099%
2 3.875 116 117 130 rBV 120750 205141 3.93% 0.331%
3 4.111 152 157 162 rBV 12374 22610 0.43% 0.036%
4 4,211 169 174 178 rVB 14880 20630 0.40% 0.033%
5 4.599 236 240 244 rVV6 4224 6901 0.13% 0.011%
6 4.669 246 252 257 rVB 17520 28045 0.54% 0.045%
7 5.658 417 420 425 rVB3 5796 7283 0.14% 0.012%
8 5.781 434 441 448 rBvV2 10268 18154 ©0.35% 0.029%
9 7.122 663 669 672 rBV8 3874 6986 0.13% 0.011%
106 7.222 681 686 689 rBV 14854 19664 0.38% 0.032%
11 7.269 689 694 705 rVB 177751 297046 5.69% 0.479%
12 7.440 714 723 733 rBvV 731630 1146461 21.97% 1.848%
13 7.646 750 758 768 rBV 712612 1145477 21.95% 1.846%
14 7.934 802 807 812 rVBS8 2687 5293 0.10% ©0.009%
15 8.122 832 839 847 rBV 892124 1444719 27.68% 2.329%
16 8.828 950 959 973 rBV 553132 941192 18.03% 1.517%
17 9.246 1022 1030 1031 rBV7 4072 6846 0.13% 0.011%
18 9.299 1031 1039 1051 rVV 901882 1500227 28.74% 2.418%
19 9.457 1051 1066 1082 rVV 603013 1659438 31.79% 2.675%
20 9.687 1100 1105 1112 rVB 53326 80839 1.55% 0.130%

21 10.022 1154 1162 1174 rBV ~ 739993 1257238 24.09%
22 10.210 1183 1194 1200 rBV 244952 583626 11.18%
23 10.563 1245 1254 1273 rBV 1090454 1880736 36.03%
24 10.728 1278 1282 1288 rVV8 4167 7835 0.15%

wowoenN
[}
w
=
S

25 10.952 1311 1320 1332 rBV 1307034 2226041 42.65% 588%
26 11.087 1336 1343 1359 rBV 507534 917333 17.58% 1.479%
27 11.622 1428 1434 1438 rBV9 3854 8107 0.16% 0.013%
28 11.746 1446 1455 1462 rBV9 11691 34387 ©0.66% ©0.055%
29 11.863 1465 1475 1486 rBV 218687 467252  8.95% 0.753%
30 12.181 1524 1529 1538 rVB 35216 53572 1.03% ©0.086%
31 12.257 1538 1542 1547 rBV8 2935 5592 ©0.11% ©0.009%
32 12.346 1553 1557 1562 rVB8 6647 10165 ©0.19% 0.016%
33 12.434 1567 1572 1575 rBV6 4184 6526 0.13% 0.011%
34 12.522 1580 1587 1595 rBV 20464 38593 ©.74% 0.062%
35 12.663 1605 1611 1614 rBV7 4389 7666 0.15% 0.012%
36 12.746 1618 1625 1632 rVB2 8619 15841 ©.30% ©0.026%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052323\
Data File : BP@15243.D

Acqg On : 23 May 2023 16:33
Operator : CG/JU

Sample : 02861-20

Misc :

ALS Vvial : 14 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-BP951123.MA.M
Title : SVOA CALIBRATION
37 13.040 1670 1675 1677 rBV5 3356 5757 0.11% 0.009%
38 13.351 1726 1728 1736 rVB9 4938 9107 0.17% 0.015%
39 13.569 1758 1765 1769 rBv2 18711 27462 0.53% 0.044%
40 13.645 1773 1778 1783 rVB3 12765 20718 0.40% 0.033%
41 13.728 1785 1792 1796 rBVi1e 3966 7868 ©.15% 0.013%
42 14.087 1846 1853 1858 rBV1e 4352 8681 0.17% 0.014%
43 14.163 1858 1866 1874 rBV 2367138 3296350 63.16% 5.313%
44 14.275 1881 1885 1892 rVB7 12762 20184 0.39% 0.033%
45 14.334 1892 1895 1900 rVB 8679 11248 0.22% 0.018%
46 14.404 1901 1907 1908 rBV6 4886 8032 0.15% 0.013%
47 14.451 1908 1915 1923 rBV 2527214 3669020 70.30% 5.914%
48 14.569 1926 1935 1944 rBV 978970 1848779 35.42%  2.980%
49 14.757 1961 1967 1973 rBV 2001327 2985409 57.20% 4.812%
50 14.804 1973 1975 1979 rVB4 15160 15452 0.30% 0.025%
51 14.951 1995 2000 2011 rBV 120132 237312 4.55% 0.383%
52 15.040 2011 2015 2021 rVB 18682 29529 0.57% 0.048%
53 15.157 2031 2035 2047 rVB 20871 45565 0.87% 0.073%
54 15.463 2082 2087 2096 rBV2 24136 64322 1.23% 0.104%
55 15.581 2104 2107 2112 rVB7 10745 13571 0.26% 0.022%
56 15.704 2122 2128 2130 rBV2 25858 38959 0.75% 0.063%
57 15.751 2130 2136 2149 rVB 3176675 4659937 89.28% 7.511%
58 15.869 2149 2156 2165 rBV 975828 1390117 26.63% 2.241%
59 15.987 2172 2176 2182 rVB3 19148 28522 0.55% 0.046%
60 16.110 2190 2197 2207 rBV 917203 1246244 23.88% 2.009%
61 16.287 2225 2227 2229 rBV3 4871 5883 0.11% 0.009%
62 16.445 2251 2254 2257 rBV5S 11262 14980 0.29% 0.024%
63 16.675 2289 2293 2304 rVB 70342 101534 1.95% 0.164%
64 16.886 2325 2329 2337 rVV9 10666 26006 0.50% 0.042%
65 16.957 2337 2341 2346 rVWV 24411 31216 0.60% 0.050%
66 17.004 2346 2349 2352 rBV5 7119 10760 0.21% 0.017%
67 17.186 2377 2380 2384 rBV7 7645 12074 0.23% 0.019%
68 17.245 2386 2390 2394 rVV6 13583 18942 0.36% 0.031%
69 17.510 2428 2435 2445 rBV 2444109 3454962 66.20% 5.569%
70 17.610 2445 2452 2464 rVV2 3388349 4858033 93.08% 7.830%
71 18.028 2519 2523 2528 rVB2 20300 28278 ©0.54% 0.046%
72 18.081 2528 2532 2537 rBV 11470 17936 0.34% 0.029%
73 18.210 2551 2554 2557 rBv4 9440 9957 0.19% 0.016%
74 18.245 2557 2560 2564 rVV5 9441 14598 0.28% 0.024%
75 18.369 2574 2581 2590 rBV 578450 863754 16.55% 1.392%
76 18.775 2647 2650 2654 rVB5 22540 23918 0.46% 0.039%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052323\
Data File : BP@15243.D

Acqg On : 23 May 2023 16:33
Operator : CG/JU

Sample : 02861-20

Misc

ALS Vvial : 14 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-BP951123.MA.M
Title : SVOA CALIBRATION

77 18.928 2673 2676 2680 rVB 21714 25268 0.48% 0.041%
78 18.975 2681 2684 2687 rBV3 27675 29423 0.56% 0.047%
79 19.404 2754 2757 2762 rVB2 50705 64732 1.24% 0.104%
80 19.475 2766 2769 2779 rVB 68693 107610 2.06% 0.173%
81 19.592 2785 2789 2796 rBV 161242 236622 4.53% 0.381%
82 19.686 2803 2805 2809 rVB3 26104 29271 ©.56% 0.047%
83 19.828 2823 2829 2835 rBV 3981186 5219364 100.00%  8.413%
84 21.269 3069 3074 3088 rBV 582646 1198515 22.96% 1.932%
85 21.586 3123 3128 3136 rVB 1999368 2694815 51.63% 4.344%
86 23.974 3527 3534 3543 rVB2 2080531 4365103 83.63% 7.036%
87 24.139 3555 3562 3574 rVB 1273403 2744024 52.57% 4.423%

Sum of corrected areas: 62040813
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052323\
Data File : BP@15243.D

Acqg On : 23 May 2023 16:33
Operator : CG/JU

Sample : 02861-20

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51123.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP015243.D\data.ms
4000000

3500000
3000000
2500000
2000000

1500000 10.952

10.563

8.122 9.299
1000000 7.440646 10.022

8.828  [9.457 .087
0.210 11.¢

(L3428 387pap11 445009 5.65881 1192 || 7.03 92469687 || | po7eg| || 1mezm
L ‘ L ‘ T T T ‘ L ’ T T T 7T ‘ T T T 7T ‘ T T T 7T ’ T T T T ‘ T T T T ‘ T T T 7T ‘ L ‘ T T T 7T ‘ 1 T 7T ‘ T T T ‘ T T T T ‘ T T T T ‘ T T T ‘ T T

Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance TIC: BP015243.D\data.ms
4000000 19.828

500000

3500000 17.610
15.751

3000000

14.451
2500000 14.163 17.510

14.757

2000000

1500000

1000000 : >-868.110
18.369

| 124882MRRGAR. 0403, IFEEIIA4. 9 L__g@ng LLWL&WMD

Time--> 1200 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16. 50 17. 00 17.50 18.00 18. 50 19.00 19.50 20.00

Abundance TIC: BP015243.D\data.ms
4000000

500000

3500000
3000000
23.974
2500000
2000000
1500000
1000000

500000

0\ T T ‘ T T ‘ L ‘ T T ‘ T T ‘ L ‘ T T ‘ T T ‘ L ‘ T T ‘ L ‘ T T ‘ T T ‘ L ‘ T T ‘ T T ‘ L ‘ T
Time--> 21.00 2150 22.00 2250 23.00 23.50 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:\svoasrv\HPCHEM1\BNA_P\Data\BP052323\

Library Search Compound Report

Data File : BP@15243.D

Acqg On : 23 May 2023 16:33
Operator : CG/JU

Sample : 02861-20

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51123.MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Hexanoic acid, 2-ethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
9.457  22.97 ng/ul 1659440 1,4-Dichlorobenzene-d4 8.122
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
2 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
3 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 86
4 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 83
5 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 83

Abundance Scan 1066 (9.457 min): BP015243.D\data.ms (-1051) (-) m/z 73.00 100.00%
3.0

-

5000
L ARRLSEaEE
\ ‘ 9.20 9.40 9.60 9.80
ol Adi] 144.0207.0 282.9 3571 450.25085 ./, 87.95 79.80%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24100: Hexanoic acid, 2-ethyl-
38.0
5000 LB L R B A R R R
29, 9.20 9.40 9.60 9.80
m/z 41.05 32.97%
0‘\\‘\‘“"\51}\ J\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24093: Hexanoic acid, 2-ethyl-
73.0
RN ARARRR RS
9.20 9.40 9.60 9.80
5000 m/z 57.05 29.86%
015-ﬁ>H,leh44-0,,,,,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24101: Hexanoic acid, 2-ethyl- R EE e N a
88.0 9.20 9.40 9.60 9.80
m/z 55.00 22.84%
5000
29.T
oL

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

9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052323\
Data File : BP@15243.D

Acqg On : 23 May 2023 16:33
Operator : CG/JU

Sample : 02861-20

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51123.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Benzoic acid, 4-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.863 4.20 ng/ul 467252  Naphthalene-d8 10.951
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 96
2 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 95
3 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 94
4 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 94
5 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 91

Abundance Scan 1475 (11.863 min): BP015243.D\data.ms (-1465) (- m/z 91.00 100.00%
91.0

T

5000
I
‘ 11.50 12.00
C
Ol v kbhsd 1116022078 283.1344.1402.14632 B43< /7 135,95  62.53%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18705: Benzoic acid, 4-methyl-
91.0
5000 — =
11.50 12.00
’ m/z 119.00 59.27%
0‘\\\9"”\1‘\\ “\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18704: Benzoic acid, 4-methyl-
91.0
— A
11.50 12.00
5000 ITI/Z 65.00 21.89%
27"1\4'1\’1 L |
Ot e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18697: Benzoic acid, 4-methyl- — 2
91.0 11.50 12.00
m/z 91.95 13.83%
5000 j\¥
O‘H‘wa‘“H“H“_‘H“H"H“_‘H“H“H‘w“u“ — e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052323\
Data File : BP@15243.D

Acqg On : 23 May 2023 16:33
Operator : CG/JU

Sample : 02861-20

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51123.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Benzoic acid, p-tert-butyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.569 12.39 ng/ul 1848780  Acenaphthene-d10 14.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, p-tert-butyl- 178 C11H1402 000098-73-7 96
2 3-tert-Butylbenzoic acid 178 C11H1402 007498-54-6 94
3 Benzoic acid, p-tert-butyl- 178 C11H1402 000098-73-7 93
4 Benzoic acid, 4-acetyl-, methyl ... 178 C10H1003 003609-53-8 72
5 Benzaldehyde, 5-(1,1-dimethyleth... 178 C11H1402 002725-53-3 72

Abundance Scan 1935 (14.569 min): BP015243.D\data.ms (-1926) (- m/z 163.10 100.00%
168.1

—

5000
91.0
LN \
14.50
O pad bl | 222.1282.0 3548 42924910549 /7 135.00  30.03%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52526: Benzoic acid, p-tert-butyl-
163.0
5000 — ‘
91.0 14.50

m/z 91.00  29.84%

27“'?‘ i

O‘\\\W[I\!\[\!W\‘]\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52511: 3-tert-Butylbenzoic acid
163.0
o T
14.50
5000 ITI/Z 178.10 13.17%
91.0
0‘uu‘u“u“‘\“u\,\m\‘\u\‘uu‘\u\‘HHWHWHWH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52528: Benzoic acid, p-tert-butyl- e
163.0 14.50

m/z 41.00 11.90%

5000

©
=
=}

29“'1\“““\ |
Ottt e e e e -

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052323\
Data File : BP@15243.D

Acqg On : 23 May 2023 16:33
Operator : CG/JU

Sample : 02861-20

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51123.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.110 8.35 ng/ul 1246240  Acenaphthene-d10 14.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzophenone 182 C13H100 000119-61-9 95
3 Benzophenone 182 C13H100 000119-61-9 94
4 Benzophenone 182 C13H1e0 000119-61-9 91
5 Benzophenone 182 C13H1e0 000119-61-9 91
Abundance Scan 2197 (16.110 min): BP015243.D\data.ms (-2190) (- | m/z 104.95 100.00%
105.0
182.1
5000
—— —
39 16.00 16.50
Ofribid |y L 260.3  355.0416.0477.4535.9 /7 76.95  67.72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56925: Benzophenone
105.0
182.0
5000 — —
16.00 16.50
m/z 182.05 53.20%
\\\‘\‘\\‘\\‘\\\\[h\\!\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56927: Benzophenone
105.0
—— —
182.0 16.00 16.50
5000 ' m/z 51.00 26.10%
(A S M S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56922: Benzophenone —" —
105.0 16.00 16.50
m/z 181.10 8.72%
5000 182.0
R R R e R e R R AR — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052323\
Data File : BP@15243.D

Acqg On : 23 May 2023 16:33
Operator : CG/JU

Sample : 02861-20

Misc

ALS vial : 14

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51123.MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 n-Hexadecanoic acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
18.369 5.00 ng/ul 863754  Phenanthrene-di10 17.510
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 Tetradecanoic acid 228 C14H2802 000544-63-8 94
5 Tetradecanoic acid 228 C14H2802 000544-63-8 94

Abundance Scan 2581 (18.369 min): BP015243.D\data.ms (-2574) (- m/z 73.00 100.00%
73.0
5000
213.2 s =
m ’ \ 18.00 18.50
- H_M ‘\_HJHM‘???‘ 134104011 4761 5491 1/, 59.95  81.05%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 — —
129.0 18.00 18.50
m/z 43.05 77 .29%
O‘\\\‘““ ml’l!l\lﬂ‘\}?ﬂbl‘

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

D
Q
1=

Abundance #143510: n-Hexadecanoic acid
18.00 18.50
5000 1290 m/Z 57 . 65 65 . 6900
“ 213.0
(- ‘I‘NMJ“HHA_m“um,‘Hww_wwww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid = —
43.0 18.00 18.50
m/z 55.05 60.69%
5000 256.0
129.0
AT I
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\BP052323\
Data File : BP@15243.D

Acqg On : 23 May 2023 16:33
Operator : CG/JU

Sample : 02861-20

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51123.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Heptafluorobutyric acid, pe... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.269 8.89 ng/ul 1198520  Chrysene-d12 21.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
3 Pentacos-1-ene 350 C25H50 016980-85-1 94
4 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 94

Abundance Scan 3074 (21.269 min): BP015243.D\data.ms (-3069) (- m/z 57.05 100.00%

57.0
5000

51 ‘ -
r |, 193.0 355.0 2100 2150
Ok bbb 3220 267.0 3550 429.1488.9549. /7 s55.00  99.09%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester
57.0
5000 — S
21.00 21.50
5.0 m/z 83.05  96.99%
OlIIWIfE‘4‘\VW[1f21004OGO
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #245846: Trifluoroacetoxy hexadecane
57.0
= =
21.00 21.50
5000 ITI/Z 43.05 96.75%

125.0
ol il [, 1560 2680
e A e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance

#259982: Pentacos-1-ene T
55.0 21.00 21.50

m/z 69.00 87.84%

5000
125.0
ol ‘} ‘¢‘1950 2640 00

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052323\
Data File : BP@15243.D

Acqg On : 23 May 2023 16:33
Operator : CG/JU

Sample : 02861-20

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP@51123.MA.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|
Hexanoic acid, ... 9.457 23.0 ng/ul 1659440 1 8.122 1444720 20.0
Benzoic acid, 4... 11.863 4.2 ng/ul 467252 2 10.951 2226040 20.0
Benzoic acid, p... 14.569 12.4 ng/ul 1848780 3 14.757 2985410 20.0
Benzophenone 16.110 8.3 ng/ul 1246240 3 14.757 2985410 20.0
n-Hexadecanoic ... 18.369 5.0 ng/ul 863754 4 17.510 3454960 20.0
Heptafluorobuty... 21.269 8.9 ng/ul 1198520 5 21.586 2694820 20.0
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