LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP103122\
Data File : BP@12412.D

Acqg On : 01 Nov 2022 06:24
Operator : CG/JU

Sample : N5216-12

Misc :

ALS Vvial : 33  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-BP102522.M
Title : SVOA CALIBRATION

Signal : TIC: BP@12412.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.234 39 42 54 rVB 51370 77388 0.61% 0.071%
2 3.511 84 89 93 rBv 9516 13645 0.11% 0.012%
3 3.670 114 116 122 rBV 165295 269508 2.13% 0.246%
4 3.723 122 125 134 rW2 65165 134931 1.07% 0.123%
5 3.817 136 141 146 rW2 64732 120427 ©.95% 0.110%
6 3.875 147 151 159 rVB 43146 71875 ©.57% 0.066%
7 3.970 164 167 174 rVB 21267 33456 0.26% ©0.031%
8 4.075 181 185 191 rvB2 9619 14896 ©0.12% 0.014%
9 4.917 319 328 336 rVB2 19712 45905 0.36% 0.042%
10 6.964 671 676 689 rBV 260683 479449  3.79%  0.438%
11  7.128 698 704 718 rBV 1193991 1942011 15.34% 1.775%
12 7.322 730 737 755 rBV 1083243 1816230 14.35% 1.660%
13 7.793 809 817 828 rBV 1216344 2017944 15.94% 1.845%
14 8.505 931 938 954 rBV 886662 1560814 12.33% 1.427%
15 8.893 996 1004 1008 rBV9 6054 17819 0.14% 0.016%
16 8.958 1008 1015 1033 rVV 1383443 2377749 18.79% 2.174%
17 9.116 1033 1042 1059 rVW 415921 920314 7.27% 0.841%
18 9.234 1060 1062 1069 rvB2 13352 23386 ©0.18% 0.021%
19 9.346 1077 1081 1087 rVB2 20967 34422 0.27% 0.031%
20 9.593 1116 1123 1128 rBV3 10138 18701 0.15% 0.017%
21  9.681 1130 1138 1151 rBV 1101301 1885580 14.90% 1.724%
22 9.781 1151 1155 1164 rVB6 10037 20311 0.16% 0.019%
23 9.863 1164 1169 1172 rBV2 11653 21142 0.17% 0.019%
24 9.969 1184 1187 1199 rVB8 17102 36983 0.29% 0.034%
25 10.216 1221 1229 1251 rBV 1713761 3091028 24.42% 2.826%
26 10.393 1252 1259 1263 rBV6 15306 33648 0.27% 031%

27 10.593 1285 1293 1300 rBV 1900857 3227624 25.50%
28 10.740 1311 1318 1335 rBV 1257313 2344948 18.53%
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29 10.863 1335 1339 1350 rvVB2 23176 52356 0.41% 048%
30 11.022 1360 1366 1371 rBv4 22588 39800 0.31% 036%
31 11.11e0 1378 1381 1385 rBV5 9898 14565 ©0.12% ©0.013%
32 11.169 1385 1391 1397 rVV3 39793 84140 0.66% 0.077%
33 11.440 1426 1437 1444 rBV 97205 263643 2.08% 0.241%
34 11.510 1444 1449 1454 rVV3 57007 123188 0.97% ©0.113%
35 11.552 1454 1456 1465 rVB 42250 72069 ©.57% 0.066%
36 11.710 1479 1483 1492 rVBS5S 14714 30385 0.24% 0.028%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP103122\
Data File : BP@12412.D

Acqg On : 01 Nov 2022 06:24
Operator : CG/JU

Sample : N5216-12

Misc :

ALS Vvial : 33  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-BP102522.M
Title : SVOA CALIBRATION
37 11.922 1513 1519 1525 rBV 26904 46840 0.37% 0.043%
38 12.010 1530 1534 1540 rBV7 7705 15183 0.12% 0.014%
39 12.140 1548 1556 1559 rBvVi1e 9977 24979 0.20% 0.023%
40 12.187 1559 1564 1573 rVV3 32635 70982 0.56% 0.065%
41 12.275 1574 1579 1585 rVB9 11439 24382 ©0.19% 0.022%
42 12.587 1627 1632 1640 rVB2 32529 55786 0.44% 0.051%
43 12.663 1641 1645 1648 rBV5 9448 14985 0.12% 0.014%
44 12.728 1654 1656 1661 rVB6 10254 13106 ©0.10% 0.012%
45 13.116 1717 1722 1727 rBV3 18720 37365 ©0.30% 0.034%
46 13.257 1742 1746 1752 rBV4 17204 26386 0.21% 0.024%
47 13.410 1768 1772 1775 rBV6 10221 16460 ©0.13% 0.015%
48 13.451 1775 1779 1785 rWw2 64106 94691 0.75% 0.087%
49 13.628 1803 1809 1813 rBV6 23720 43679 0.35% 0.040%
50 13.781 1832 1835 1840 rVB5 20762 29205 ©0.23% 0.027%
51 13.857 1842 1848 1858 rVV 3670554 5165209 40.81% 4.722%
52 13.975 1863 1868 1876 rVB3 54500 104229 0.82% 0.095%
53 14.093 1885 1888 1889 rBvV3 11851 13179 ©0.10% 0.012%
54 14.134 1889 1895 1909 rVB 4225360 6327080 49.99% 5.784%
55 14.257 1910 1916 1927 rBV 443204 775694 6.13% 0.709%
56 14.375 1933 1936 1937 rBV3 13288 13464 0.11% 0.012%
57 14.445 1941 1948 1964 rVB 3003198 4559154 36.02% 4.168%
58 14.669 1981 1986 1997 rBV 247550 557215 4.40% 0.509%
59 14.769 1998 2003 2007 rBV8 25696 61838 0.49% 0.057%
60 14.869 2016 2020 2029 rVB9 46013 102478 0.81% 0.094%
61 15.057 2049 2052 2055 rBV4 14478 24805 ©0.20% 0.023%
62 15.192 2070 2075 2085 rVB 188865 303044 2.39% 0.277%
63 15.275 2085 2089 2097 rVB4 50865 90959 0.72% 0.083%
64 15.387 2106 2108 2111 rBV3 23642 29002 0.23% 0.027%
65 15.440 2111 2117 2125 rVB 5369635 8031552 63.46% 7.342%
66 15.575 2134 2140 2145 rBV 1982388 2663333 21.04% 2.435%
67 16.181 2241 2243 2245 rBV 22563 25778 ©.20% 0.024%
68 17.204 2411 2417 2423 rBV 3864957 5446815 43.04% 4.979%
69 17.304 2428 2434 2445 rBV 6482856 9317231 73.62% 8.517%
70 18.092 2564 2568 2579 rBV2 854286 1409012 11.13% 1.288%
71 18.298 2600 2603 2612 rVB 146107 212400 1.68% 0.194%
72 19.122 2739 2743 2748 rBV2 106508 163877 1.29% 0.150%
73 19.186 2751 2754 2758 rBV 116177 151216 1.19% 0.138%
74 19.328 2774 2778 2790 rBV 942864 1427713 11.28% 1.305%
75 19.545 2809 2815 2827 rBV 8757683 11616681 91.79% 10.619%
76 20.545 2982 2985 2989 rBV2 147734 165332 1.31% 0.151%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP103122\
Data File : BP@12412.D

Acqg On : 01 Nov 2022 06:24
Operator : CG/JU

Sample : N5216-12

Misc

ALS Vvial : 33  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-BP102522.M
Title : SVOA CALIBRATION

77 21.004 3060 3063 3071 rBV 346849 521655 4.12% 0.477%
78 21.298 3108 3113 3124 rBV 5383023 6898273 54.51% 6.306%

79 23.533 3486 3493 3506 rVB2 6308488 12655798 100.00% 11.569%
80 23.686 3513 3519 3532 rVB2 3368559 6710844 53.03% 6.135%

Sum of corrected areas: 109391169
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Metho
Quant Title

TIC Library

: 01 Nov 2022 06:24
: CG/JU
: N5216-12

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP103122\
BP012412.D

: 33  Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M
. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BP012412.D\data.ms
8000000
6000000
4000000
2000000 6058 10.216:0-593
7.1 7.793 0.740
72822 8.505 9. 681
o\ 238 5EEMB TS 4.917 6.969 A f\ 8.8 3,@3314@5 98850 10.393| 10 EEHAIGHASHT
T T T T ‘ T T T I ‘ T T T T ‘ T T T \ ‘ T T T T ‘ T T T T ‘ T T T T ’ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 1000 10.50 1100 1150

0

Abundance TIC: BP012412.D\data.ms
19.545
8000000
17.304
6000000 15.440
14.134
4000000 13.857 112#4
14.445
15.575
2000000
18.092 19.328
25 8.298 19912 LJA/
o | L AT T2 3P A 374 A5 16.181
L e e e e e e e e T I B e e e e L A e e L A S B T T

Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18,00 1850 19.00 19.50 20.00
Abundance TIC: BP012412.D\data.ms

8000000

23.533
21.298
6000000
23.686
4000000
2000000
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Time--> 20.

50 21.00 21.50 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 :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

. 01

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP103122\
BP012412.D

Nov 2022 06:24

: CG/JU
: N5216-12

. 33

Quant Method :

Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 1 Hexanoic acid, 2-ethyl- Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T.
9.116 9.12 ng/ul 920314  1,4-Dichlorobenzene-d4 7.793
Hit# of 5 Tentative ID MW MolForm CAS# 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 86
5 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 83

Abundance Scan 1042 (9.116 min): BP012412.D\data.ms (-1033) (-)| | m/z 73.00 100.00%
3.0

S

5000
-
H ‘ \1bo 9191.0 281.0341.0399.0460.6 527.8 880 9.00 9.2019.40
0l A4 i1 1809191.0  281.0341.0399.04606 5278 1/, 87,95  85.35%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24093: Hexanoic acid, 2-ethyl-
73.0
5000 U L R R RN
8.80 9.00 9.20 9.40
m/z 57.10 33.71%
15.6| \ ||| haao

o

‘HH’\H‘\‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘\

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

-

Abundance #24100: Hexanoic acid, 2-ethyl-
88.0
8.80 9.00 9.20 9.40
5000 ITI/Z 41.05 31.38%
29.
0"wuH‘,JHM‘Hm"m‘mWm‘mwuHWHWH_HW
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24101: Hexanoic acid, 2-ethyl- T
88.0 8.80 9.00 9.20 9.40
m/z 54.95 24.43%
5000

-

o ZW}. WL

‘\\\\’l\\\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP103122\
Data File : BP@12412.D

Acq On : 01 Nov 2022 06:24
Operator : CG/JU

Sample : N5216-12

Misc

ALS Vial : 33 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 Benzoic acid, p-tert-butyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.257 3.40 ng/ul 775694  Acenaphthene-di10 14.445
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzoic acid, p-tert-butyl- 178 C11H1402 000098-73-7 96
2 Benzoic acid, p-tert-butyl- 178 C11H1402 000098-73-7 93
3 Benzaldehyde, 5-(1,1-dimethyleth... 178 C11H1402 002725-53-3 72
4 6-tert-Butyl-2,4-dimethylphenol 178 C12H180 001879-09-0 72
5 Benzoic acid, 4-acetyl-, methyl ... 178 C10H1003 003609-53-8 72

Abundance Scan 1916 (14.257 min): BP012412.D\data.ms (-1910) (-} | m/z 162.95 100.00%
162.9

—

5000
91.0 T ‘ T T ‘ T
14.00 14.50
Orerebidbahd, || 222:8280.9341.9402.2 47695361 1/, 135,00 29.01%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52526: Benzoic acid, p-tert-butyl-
163.0
5000 “j\ \

; P
91.0 14.00 14.50
m/z 91.00 26.02%

27“'?‘ NI

O‘\\\1[f\f\[\T!\“\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52528: Benzoic acid, p-tert-butyl-
163.0
N —
14.00 14.50
5000 m/z 178.05 12.59%
91.0

Zg,h L ‘ i l

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52687: Benzaldehyde, 5-(1,1-dimethylethyl)-2-hydroxy- sy s
163.0 14.00 14.50
m/z 164.05 11.49%

o

ﬁ’

5000

41.0

ol | H | “19$\‘Oxl

e

—— P
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP103122\
Data File : BP@12412.D

Acq On : 01 Nov 2022 06:24
Operator : CG/JU

Sample : N5216-12

Misc

ALS Vial : 33 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.092 5.17 ng/ul 1409010  Phenanthrene-d10 17.204
Hit# of 5 Tentative ID MW MolForm CAS# 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 98
5 Tridecanoic acid 214 C13H2602 000638-53-9 95
Abundance Scan 2568 (18.092 min): BP012412.D\data.ms (-2564) (- m/z 73.00 100.00%
73.0
5000 JM
213 2 — :
[
o LML ‘\ jit281.0341.8401.0461.2 5366 ./, cp.00  83.00%
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
m/z 43.05 77 .66%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
T
18.00
5000 129.0 m/Z 57.05 67.91%
“ 213.0
0brrt ‘l‘““\w:wHm,mw‘um‘Hwawww,‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid . ‘
43.0 18.00
m/z 55.05 62.37%
5000 256.0
129.0
ol _J
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP103122\
Data File : BP@12412.D

Acq On : 01 Nov 2022 06:24
Operator : CG/JU

Sample : N5216-12

Misc

ALS Vial : 33 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.328 4.14 ng/ul 1427710  Chrysene-d12 21.298
Hit# of 5 Tentative ID MW MolForm CAS# 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 94
Abundance Scan 2778 (19.328 min): BP012412.D\data.ms (-2774) (-} ' m/z 73.00 100.00%
5000 /L
185.1 _— —
‘I | \ \ 284.1 19.00 19.50
O e M\m“u‘u“m ol 356.1417.1 489.6849. /. 43 1p  g9.88%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
5000 — -
19.00 19.50
H 1850 284.0 m/z 60.00 85.15%
O‘\\"\U’ "1"\'[““!“1\‘\!\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
— =
19.00 19.50
5000 284.0 m/z 57.85 75.97%
185.0
ob ‘Mh\“ S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid == ]
43.0 19.00 19.50
m/z 55.05 67.12%
5000 129.0
284.0
AR b
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP103122\
Data File : BP@12412.D

Acqg On : 01 Nov 2022 06:24
Operator : CG/JU

Sample : N5216-12

Misc

ALS vial : 33  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.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, ... 9.116 9.1 ng/ul 920314 1 7.793 2017940 20.0
Benzoic acid, p... 14.257 3.4 ng/ul 775694 3 14.445 4559150 20.0
n-Hexadecanoic ... 18.092 5.2 ng/ul 1409010 4 17.204 5446820 20.0
Octadecanoic acid  19.328 4.1 ng/ul 1427710 5 21.298 6898270 20.0
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