LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37827.D

Acqg On : 02 Dec 2022 13:56
Operator : CG/JU

Sample : N5738-17

Misc :

ALS vial : 9 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_M\Methods\SFAM-EPA-BM120122.M
Title : SVOA CALIBRATION

Signal : TIC: BM@37827.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 4 7 14 rVB 39422 59873 ©0.22% 0.037%
2 4.105 119 122 130 rVB2 41979 69317 0.25% 0.043%
3 6.599 535 546 551 rBV2 35694 69347 0.25% 0.043%
4 6.763 568 574 579 rBV 46254 73604 0.27% 0.046%
5 7.075 621 627 639 rBV3 57227 109530 0.40% 0.068%
6 7.251 649 657 671 rVB 880305 1530962 5.56% 0.947%
7 7.422 675 686 693 rBV 644035 1067091 3.87% 0.660%
8 7.528 699 704 713 rVB7 25195 61610 0.22% ©0.038%
9 7.628 713 721 729 rBV 843356 1345954 4.88% 0.832%
10 7.704 729 734 743 rVB3 23264 55022 0.20% 0.034%
11 8.098 793 801 807 rBV 933215 1453562 5.28% ©0.899%
12 8.163 807 812 820 rVB 142054 242923 0.88% 0.150%
13 8.810 916 922 930 rVB 1008731 1596229 5.79% 0.987%
14 8.928 936 942 951 rVB 277156 450625 1.64%  0.279%
15 9.269 993 1000 1007 rBV 836173 1331254 4.83% 0.823%
16 9.492 1034 1038 1048 rVB7 28237 60088 ©0.22% 0.037%
17 9.675 1064 1069 1076 rVB3 63853 119070 ©0.43% 0.074%
18 9.992 1117 1123 1130 rBV 680613 1153320 4.19% 0.713%
19 10.081 1134 1138 1143 rVV6 35759 62865 0.23% 0.039%
20 10.169 1144 1153 1159 rWV 135406 315987 1.15% 0.195%
21 10.222 1159 1162 1173 rVB8 39871 99911 0.36% 0.062%
22 10.334 1175 1181 1190 rBv2 103887 234003 0.85% 0.145%
23 10.439 1194 1199 1205 rVB1lo 23260 51956 0.19% 0.032%
24 10.534 1208 1215 1223 rBV 1069207 1763087 6.40% 1.090%
25 10.686 1237 1241 1246 rBV6 34967 58573 ©0.21% 0.036%
26 10.798 1252 1260 1263 rBV9 34249 89824 0.33% 0.056%
27 10.875 1269 1273 1275 rBV2 56160 73310  0.27% 0.045%
28 10.922 1275 1281 1287 rVB 1459820 2352793  8.54% 1.455%
29 11.186 1322 1326 1336 rVB3 76172 156262 0.57% 0.097%
30 11.416 1359 1365 1369 rBv2 122751 223696 0.81% 0.138%
31 11.451 1369 1371 1379 rVB7 46483 92300 ©0.33% 0.057%
32 11.704 1411 1414 1417 rBV5 46283 66705 0.24% 0.041%
33 11.798 1425 1430 1432 rBV2 78034 131878 0.48% 0.082%
34 11.928 1448 1452 1455 rBV 171450 254222 ©.92% 0.157%
35 11.969 1456 1459 1462 rVv4 61387 96668 0.35% ©0.060%
36 12.139 1485 1488 1492 rBV 106999 150562 0.55% 0.093%

SFAM-EPA-BM120122.M Mon Dec 05 14:17:45 2022 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37827.D

Acqg On : 02 Dec 2022 13:56
Operator : CG/JU

Sample : N5738-17

Misc :

ALS vial : 9 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_M\Methods\SFAM-EPA-BM120122.M
Title : SVOA CALIBRATION
37 12.322 1509 1519 1520 rBV3 480282 988497 3.59% 0.611%
38 12.369 1522 1527 1532 rVV 1729832 3008270 10.92% 1.860%
39 12.416 1533 1535 1539 rVB2 154685 196702 0.71% 0.122%
40 12.633 1568 1572 1573 rBv2 132537 179342 0.65% 0.111%
41 12.963 1620 1628 1632 rBvV2 651153 1483910 5.39% 0.918%
42 13.257 1674 1678 1684 rVB 1802183 2534209 9.20% 1.567%
43 13.539 1719 1726 1730 rBV3 1166602 2366848 8.59% 1.464%
44 13.780 1765 1767 1772 rVB4 397383 491859 1.78% 0.304%
45 14.004 1801 1805 1809 rBV4 1831473 2684207 9.74% 1.660%
46 14.051 1810 1813 1817 rVV3 886520 1215712 4.41% 0.752%
47 14.139 1825 1828 1833 rVV2 1266588 2158182 7.83% 1.335%
48 14.204 1834 1839 1843 rVB 5610606 7720652 28.02% 4.774%
49 14.251 1843 1847 1852 rBV6 1108221 2005760 7.28% 1.240%
50 14.374 1865 1868 1871 rBV3 938133 1169004 4.24% 0.723%

51 14.422 1871 1876 1880 rVV3 2079171 3917840 14.22%  2.423%
52 14.557 1895 1899 1904 rVB2 2374828 3846832 13.96%  2.379%
53 14.622 1904 1910 1916 rBV 11722979 19306018 70.06% 11.939%
54 14.686 1917 1921 1924 rBV3 2454739 3852511 13.98%  2.382%
55 15.239 2011 2015 2019 rBV4 3747697 5534083 20.08%  3.422%

56 15.363 2032 2036 2044 rVB2 4462771 7973658 28.94% 4.931%
57 15.551 2064 2068 2076 rVB3 6137998 12126000 44.01% 7.499%
58 15.980 2137 2141 2152 rVB 7609446 14220904 51.61%  8.794%
59 16.474 2219 2225 2236 rVB 11056549 27555661 100.00% 17.040%
60 24.086 3514 3519 3527 rVB 3144335 6053903 21.97% 3.744%

61 25.709 3787 3795 3800 rBV4 3879379 11996079 43.53% 7.418%

Sum of corrected areas: 161710626
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 02 Dec 2022 13:56
: CG/JU
: N5738-17

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
BM@37827.D

: 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.M
Quant Title : SVOA CALIBRATION

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

Abundance

4e+07

3e+07

2e+07

le+07

0

TIC: BM037827.D\data.ms

u28  4.105 6.589637. 0?%532%?{}?64 8098  ©81dped. 260195759 eRmHR B ARG 186

Time-->

L L L L L L L L B T \\‘\\\\‘ﬂ’ﬂ_v“\\\\‘\\\\‘\\\\‘\\\\‘

350 400 450 500 550 6.00 6.50 7 00 7. 50 8 00 8. 50 9.00 950 10.00 10.50 11.00 11.50

Abundance

4e+07

3e+07

2e+07

1le+07

TIC: BM037827.D\data.ms

Time-->

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 20.50

Abundance

4e+07

3e+07

2e+07

le+07

Time-->

TIC: BM037827.D\data.ms

24.086 25.709

N | ¥

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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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37827.D

Acq On : 02 Dec 2022 13:56
Operator : CG/JU

Sample : N5738-17

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.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 1 1-Hexanol, 2-ethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
8.163 3.34 ng/ul 242923 1,4-Dichlorobenzene-d4 8.098
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 56
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 50

4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 50
5 Heptyl isobutyl carbonate 216 C12H2403 959068-08-7 45

Abundance Scan 812 (8.163 min): BM037827.D\data.ms (-807) (-) m/z 57.05 100.00%

57.0
- Jv
R S SARARRER
‘ ‘83‘-1 7.80 8.00 8.20 8.40
bbb b p 222 2071 myz o a1.e5  39.12%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
5000 L L LN B BN B
7.80 8.00 8.20 8.40
29.0 83.0 m/z 43.05 33.60%
L o
O\\\\‘\\‘\\“‘\\\“\\‘\\“1\\\‘\\}\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15691: 1-Hexanol, 2-ethyl-
57.0
R RN E B
7.80 8.00 8.20 8.40
5000 m/z 55.05 26.97%
29.0
83.0
L] ‘ Lm0
0 kel bl e,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15685: 1-Hexanol, 2-ethyl- T

57.0 7.80 8.00 8.20 8.40
m/z 56.00 20.01%

5000
83.0

‘ ‘ 1120
| | ‘\ \‘ ‘ |

m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40

29.0

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37827.D

Acq On : 02 Dec 2022 13:56
Operator : CG/JU

Sample : N5738-17

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.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 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.169 2.69 ng/ul 315987 Naphthalene-d8 10.922
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzoic acid 122 C7H602 000065-85-0 94
2 Benzoic acid 122 C7H602 000065-85-0 91
3 Heptanediamide, N,N'-di-benzoyloxy- 398 C21H22N206 1000253-26-4 91
4 Benzoic acid 122 C7H602 000065-85-0 90
5 Cyclobutane-1,1-dicarboxamide, N... 382 C20H18N206 1000253-25-3 90
Abundance Scan 1153 (10.169 min): BM037827.D\data.ms (-1144) (- | m/z 105.05 100.00%
105.1
77.0
5000
—— =
39.0 . 10.00 10.50
Ol peredbble e e 2430, 1780 221 28l 122,05 86.37%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #11265: Benzoic acid
105.0
77.0
5000 e s
10.00 10.50
m/z 77.05 76.14%
45W il |
O’\\\\‘\‘\‘\‘\‘\”H“\‘\H‘\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #11261: Benzoic acid
105.0
== —
7.0 10.00 10.50
5000 m/z 51.00 44 .68%
20 4 1
O e bbb e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #300712: Heptanediamide, N,N'-di-benzoyloxy- — ‘ ‘ﬁf”
105.0 10.00 10.50
77.0 m/z 50.00 27.84%
5000
0,45'%,,14,3-0 AL
m/z--> 20 40 60 80 100120140160180200220240260280 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37827.D

Acq On : 02 Dec 2022 13:56
Operator : CG/JU

Sample : N5738-17

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.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 Sulfurous acid, 2-ethylhexy... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
11.928 2.16 ng/ul 254222  Naphthalene-d8 10.922
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Sulfurous acid, 2-ethylhexyl und... 348 C19H4003S 1000309-19-4 72
2 Sulfurous acid, 2-ethylhexyl hep... 432 C25H5203S 1000309-20-0 72
3 Nonane, 3-methyl- 142 C10H22 005911-04-6 62
4 Heptane, 5-ethyl-2-methyl- 142 C10H22 013475-78-0 59
5 Pentadecane, 7-methyl- 226 Cl6H34 006165-40-8 53
Abundance Scan 1452 (11.928 min): BM037827.D\data.ms (-1448) (1 m/z 57.10 100.00%
57.1
5000 M
——
H 85.1 113.2 1440 12.00
Ol L L 2430 18322090 s 7110 71.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #257564: Sulfurous acid, 2-ethylhexyl undecyl ester
57.0
5000 1
12.00
85.0 113.0 m/z 43.10  66.10%
i O I
O \‘\‘\\\“‘\\\1“\\“\\’H\\\“‘\\‘1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #318981: Sulfurous acid, 2-ethylhexyl heptadecyl ester
57.0
——
12.00
5000 m/z 41.10 37.96%
113.0
85.0
29.0 ‘
Ol ey AL 2399
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #22081: Nonane, 3-methyl- 7
57.0 12.00
m/z 56.10 18.07%
5000
29.0
0 B0 10 1420
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37827.D

Acq On : 02 Dec 2022 13:56
Operator : CG/JU

Sample : N5738-17

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.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 1-(4-Acetoxy-3-methoxypheny... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.322 8.40 ng/ul 988497  Naphthalene-d8 10.922
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-(4-Acetoxy-3-methoxyphenyl)-2-... 222 C12H1404 1000308-75-0 50
2 Phenol, 2-methoxy-4-(methoxymeth... 168 C9H1203 005533-03-9 45
3 2,4-Dihydroxybenzoic acid, (2,3-... 324 C14H10C12N203 1000302-76-7 45
4 Benzaldehyde, 3-hydroxy-, oxime 137 C7H7NO2 022241-18-5 45
5 1-(2,4-Dihydroxyphenyl)-2-(4-flu... 246 C14H11FO3 015485-70-8 42
Abundance Scan 1519 (12.322 min): BM037827.D\data.ms (-1509) (- | m/z 137.05 100.00%
137.1
5000
57.1
= =
H ‘ 1.0 12.00 12.50
ol Ml by L, 1802 ee1d s 10 36.61%
m/z--> 50 100 150 200 250 300
Abundance #101151: 1-(4-Acetoxy-3-methoxyphenyl)-2-propanone
137.0
5000 — —
12.00 12.50
180.0 m/z 41.10 26.79%
55"0 . | 222.0
Ob—— “1“‘\““\“‘\““‘\ el } T T T S
miz--> 50 100 150 200 250 300
Abundance #44186: Phenol, 2-methoxy-4-(methoxymethyl)-
137.0
— ——
12.00 12.50
5000 ITI/Z 43.05 26.38%
39.0 94.0
oL h\‘h w‘wi‘\\\‘\‘\w\h‘\ ‘\‘m‘ I ‘”\‘ “ ‘\\1‘7‘\‘ "0‘ T
miz--> 50 100 150 200 250 300
Abundance #228519: 2,4-Dihydroxybenzoic acid, (2,3-dichlorobenzyl P ——
137.0 12.00 12.50
m/z 55.10 18.15%
5000 W
81.0
0 39‘.‘0“‘ T ‘ bl \‘ 187.0 324.(
e P e
m/z--> 50 100 150 200 250 300 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37827.D

Acq On : 02 Dec 2022 13:56
Operator : CG/JU

Sample : N5738-17

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.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 5 Safrole Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.369  25.57 ng/ul 3008270  Naphthalene-d8 10.922
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Safrole 162 C10H1002 000094-59-7 98
2 Safrole 162 C10H1002 000094-59-7 98
3 Safrole 162 C10H1002 000094-59-7 98
4 1,3-Benzodioxole, 5-(1-propenyl)- 162 C10H1002 000120-58-1 97
5 1,3-Benzodioxole, 5-(1-propenyl)- 162 C10H1002 000120-58-1 97
Abundance Scan 1527 (12.369 min): BM037827.D\data.ms (-1522) (- | m/z 162.10 100.00%
162.1
5000 104.1
51.0
— —
1321 1200 12.50
0l 19112221 2670 n/z 104.10  47.63%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #37547: Safrole
162.0
104.0
5000 — S| —
12.00 12.50
51.0 132.0 m/z 131.05 45.53%
O H\‘HH‘\\‘L\‘\“‘i‘\\Hl“‘\\“\\“\“H‘\“‘H!w‘HH"HH’HH’HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #37544: Safrole
162.0
- e
104.0 12.00 12.50
5000 m/z 103.10 39.38%
51.0
132.0
0,
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #37546: Safrole — =
162.0 12.00 12.50
m/z 77.10 34.45%
104.0
5000
51.0
132.0
0l15.0
= =
m/z--> 20 40 60 80 100120140160180200220240260 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37827.D

Acq On : 02 Dec 2022 13:56
Operator : CG/JU

Sample : N5738-17

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.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 6 Heptyl tetradecyl ether Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.963 7.70 ng/ul 1483910  Acenaphthene-d10 14.733
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptyl tetradecyl ether 312 C21H440 1000406-39-3 59
2 2-Undecene, 4,5-dimethyl-, [R*,S... 182 C13H26 055170-93-9 52
3 Dodecane, 1-fluoro- 188 C12H25F 000334-68-9 46
4 1-Hexene, 3,3-dimethyl- 112 C8H16 003404-77-1 43
5 Isodecyl methacrylate 226 C14H2602 029964-84-9 35
Abundance Scan 1628 (12.963 min): BM037827.D\data.ms (-1620) (- | m/z 57.10 100.00%
57.1
e J
97.1 B
139.2 13.00
0 - w“u‘h\ i L A792 2211 2811 3270 .y 5519 77.24%
miz--> 50 100 150 200 250 300
Abundance #215091: Heptyl tetradecyl! ether
57.0
5000 T
13.00
970 m/z 69.10 64.74%
0 \“‘\ ‘\“ “‘\ “‘H \‘M\‘m‘ b \‘]\.4\1.‘0\ T \1\96‘9 L B B B B s
miz—-> 50 100 150 200 250 300
Abundance #56985: 2-Undecene, 4,5-dimethyl-, [R*,S*-(Z)]-
57.0
——
13.00
5000 m/z 43.10 63.37%
‘ 112.0
o2dol L 1| | om0
miz--> 50 100 150 200 250 300
Abundance #62862: Dodecane, 1-fluoro- —
57.0 13.00
m/z 41.10 60.63%
5000
i
ol thl L], 2400 ags0 .
m/z--> 50 100 150 200 250 300 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37827.D

Acq On : 02 Dec 2022 13:56
Operator : CG/JU

Sample : N5738-17

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.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 7 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

13.257 13.16 ng/ul 2534216  Acenaphthene-die 14.733

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 83

2,6
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 80
3 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 72
4 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 62
5 Heptacosane 380 C27H56 000593-49-7 59

Abundance Scan 1678 (13.257 min): BM037827.D\data.ms (-1674) (- | m/z 57.10 100.00%
7.1

57.
5000

113.2 13.00 13.50

159.1 .
ol b 29 895 nyz 71010 76.61%
m/z--> 50 100 150 200 250 300 350
Abundance #90208: Dodecane, 2,6,11-trimethyl-
57.0
5000 — ——

13.00 13.50
m/z 43.10 56.54%

113.0
T “‘\ “\ H‘ \“‘\ ”“ \“‘ i ‘1\6\9\0 \2‘07\(\) L L L B
m/z--> 50 100 150 200 250 300 350
Abundance #90204: Dodecane, 2,7,10-trimethyl-

57.0

T T
13.00 13.50

o

5000 m/z 41.10 34.93%
113.0
oL h“ “‘ \!\ ‘H“ \‘ L T \]\-8\3\'0‘ Ly s O e JJN/\/“
m/z--> 50 100 150 200 250 300 350
Abundance #90206: Dodecane, 2,6,10-trimethyl- —— ——
57.0 13.00 13.50

m/z 85.10  29.25%

B \//\/\jw/\
113.0
\‘ ‘ | ‘ ! 183.0

ol b e -

‘ T
m/z--> 50 100 150 200 250 300 350 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37827.D

Acq On : 02 Dec 2022 13:56
Operator : CG/JU

Sample : N5738-17

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.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 8 Dodecane, 1-chloro- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.539  12.29 ng/ul 2366850  Acenaphthene-d10 14.733
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecane, 1-chloro- 204 C12H25C1 000112-52-7 74
2 Carbonic acid, undecyl vinyl ester 242 C14H2603 1000382-54-9 72
3 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 64
4 2-Methyl-Z-4-tetradecene 210 C15H30 1000130-78-3 62
5 Decane, 3-methyl- 156 C11H24 013151-34-3 53
Abundance Scan 1726 (13.539 min): BM037827.D\data.ms (-1719) (- | m/z 57.10 100.00%
57.1
5000 M
111.2 1250 ‘
13.50
173.2 .
N — b “%ﬂl‘ IR0 28 4310 77.58%
miz--> 50 100 150 200 250
Abundance #79824: Dodecane, 1-chloro-
43.0
91.0
5000 — :
13.50
m/z 41.10 56.86%
0140“ “ ““\H‘\\\M \‘ ‘\ “’]‘_2‘10 1610 2040
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #125950: Carbonic acid, undecyl vinyl ester
57.0
R \
13.50
5000 m/z 71.10 49,78%
97.0
7o, | |77 150 semo
ol B o L T
m/z--> 50 100 150 200 250
Abundance #197167: Carbonic acid, prop-1-en-2-yl tetradecyl ester —— ‘
57.0 13.50
m/z 55.10 48.29%
- VMAJL\/h/tAﬂ\NMJVK
97.0
o 210 L L amo w80 zm0 -
m/z--> 50 100 150 200 250 13.50

SFAM-EPA-BM120122.M Mon Dec 05 14:18:04 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37827.D

Acq On : 02 Dec 2022 13:56
Operator : CG/JU

Sample : N5738-17

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.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 9 unknown-01 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.780 2.55 ng/ul 491859  Acenaphthene-d10 14.733
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Oxalic acid, decyl propyl ester 272 C15H2804 1000309-26-3 25
2 Undecane, 3-methyl- 170 C12H26 001002-43-3 25
3 Undecane, 2-methyl- 170 C12H26 007045-71-8 25
4 Dodecyl nonyl ether 312 C21H440 1000406-37-5 25
5 Hexadecane 226 C16H34 000544-76-3 25
Abundance Scan 1767 (13.780 min): BM037827.D\data.ms (-1765) (- | m/z 57.10 100.00%
57.1
119.1
1451  190.2 = ——
13.50 14.00
oww“,‘m m/z 43.10 91.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #163237: Oxalic acid, decyl propyl ester
43.0
5000 . ——
710 13.50 14.00
' m/z 41.10 62.34%
O T \H\ \"“ T T ’970 T ‘:!-\3\3\‘0\ T \%‘8\‘5\? BERRERER
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45490: Undecane, 3-methyl-
57.0
—— —
13.50 14.00
m/z 55.10 58.62%
5000 85.0
29.0
0 “ 1 N T “11‘2'0 170.0
R W A A B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45487: Undecane, 2-methyl- T —
43.0 13.50 14.00
m/z 71.10 55.95%
71.0
5000
99.0 127.0
155.0
o%ﬁ-?““w,‘:H‘\wm,wmw\m_‘”WwwWH_HW = e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50 14.00

SFAM-EPA-BM120122.M Mon Dec 05 14:18:05 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37827.D

Acq On : 02 Dec 2022 13:56
Operator : CG/JU

Sample : N5738-17

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.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 10 Longifolene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.004 13.93 ng/ul 2684210  Acenaphthene-d10 14.733
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Longifolene 204 C15H24 000475-20-7 95
2 Longifolene 204 C15H24 000475-20-7 95
3 Azulene, 1,2,3,5,6,7,8,8a-octahy... 204 C15H24 003691-11-0 92
4 Longifolene 204 C15H24 000475-20-7 91
5 1H-Cyclopropa[a]naphthalene, dec... 204 C15H24 020071-49-2 89

Abundance Scan 1805 (14.004 min): BM037827.D\data.ms (-1801) (- | m/z 91.10 100.00%

911 161.2
41.1
5000

04.2 L I

MW ‘ 14.00
0 e 251 3414 /7 161.20  87.53%

m/z--> 50 100 150 200 250 300
Abundance #80114: Longifolene
410 94.0 161.0
5000 04.0 ——
14.00
m/z 105.10  87.51%
O' H‘h\‘\“\1“\\\\‘\\\\‘\\\\
mi/z--> 50 150 200 250 300
Abundance #80100.Longﬁmene
91.0

161.0 . .
41.0 1 1
14.00
5000 m/z 93.10 71.22%
‘ 040
0 ““‘wum_m_”w
miz--> 50 150 200 250 300
Abundance #80489: Azulene, 1,2,3,5,6,7,8,8a-octahydro-1,4-dimethy — !
93.0 161.0 14.00
m/z 94.10 70.67%
5000
04.0
0 —— H Mm “ m‘m‘\“\‘ ! “\‘ ! “\‘ I LA e o . ‘ .
m/z--> 100 150 200 250 300 14.00

SFAM-EPA-BM120122.M Mon Dec 05 14:18:06 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37827.D

Acq On : 02 Dec 2022 13:56
Operator : CG/JU

Sample : N5738-17

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.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 11 2-Epi-.alpha.-funebrene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.051 6.31 ng/ul 1215710  Acenaphthene-d10 14.733
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Epi-.alpha.-funebrene 204 C15H24 065354-33-8 80
2 (1S,55)-2-Methyl-5-((R)-6-methyl... 204 C15H24 159407-35-9 70
3 1H-3a,7-Methanoazulene, 2,3,4,7,... 204 C15H24 000469-61-4 64
4 1H-3a,7-Methanoazulene, 2,3,4,7,... 204 C15H24 000469-61-4 64
5 (R)-1-Methyl-4-(6-methylhept-5-e... 204 C15H24 028976-67-2 53

Abundance Scan 1813 (14.051 min): BM037827.D\data.ms (-1810) (- | m/z 119.10 100.00%

119.1
57.1
5000
159.2
T T
‘ 204.2 14.00
0 ol b e 2870wy 57.10 74.47%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #80228: 2-Epi-.alpha.-funebrene
119.0
5000 — :
14.00
m/z 69.10 61.30%
4.0 770 1610 204.0
0 L \‘\ M ‘\\ I mHu al
’HH‘HVV‘HH‘H\\‘\\H‘\\\\‘\\\\‘\H\‘\\H‘HH‘HH‘HH‘HH‘H\

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #80359: (1S,5S)-2-Methyl-5-((R)-6-methylhept-5-en-2-yl)
119.0

é

14.00
m/z 55.10  59.46%
5000 69.0

M H \\H i \‘n “\ \‘m \‘ 161.0 204.0

m/z--> 20 40 60 80 lOO 120140160180200220240260280

Abundance #80526: 1H-3a,7-Methanoazulene, 2,3,4,7,8,8a-hexahyd — ‘
119.0 14.00

m/z 41.10 58.80%

¢

o

50001 41,0

L Tm Ll

m/z--> 20 40 60 80 100120140160180200220240260280 14.00

161.0 204.0

s

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37827.D

Acq On : 02 Dec 2022 13:56
Operator : CG/JU

Sample : N5738-17

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.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 12 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.204 40.08 ng/ul 7720650  Acenaphthene-d10 14.733
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90
2 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 90
3 Undecane, 4,8-dimethyl- 184 C13H28 017301-33-6 78
4 Tridecane, 5-propyl- 226 C16H34 055045-11-9 72
5 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 72

Abundance Scan 1839 (14.204 min): BM037827.D\data.ms (-1834) (- | m/z 57.10 100.00%

57.1
5000

I
99.2 14.00 14.50
1412
1833
- ‘H | AP 1833 2263 2811y 43.10  82.16%

miz--> 100 150 200 250 300
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0

5000 e e
14.00 14.50

m/z 71.10 80.87%

0 L‘ §vl ‘\ 1410 1830 2390 2960
L ‘ T T ‘ T \ T T T T T ‘ T T T 7T ‘ L
miz--> 50 100 150 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
=

14.00 14.50
5000 m/z 85.10  40.06%

ol e d | 1410 1820 2520 325
Al [ R
miz--> 50 100 150 200 250 300

Abundance #59073: Undecane, 4,8-dimethyl- — —
43.0 14.00 14.50

m/z 41.10 31.77%

5000
85.0
141.0
184.0

miz--> 50 100 150 200 250 300 14.00 14.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37827.D

Acq On : 02 Dec 2022 13:56
Operator : CG/JU

Sample : N5738-17

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.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 13 unknown-02 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.251 10.41 ng/ul 2005760  Acenaphthene-d10 14.733
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tricyclo[2.2.1.0(2,6)]heptane, 1... 204 C15H24 000512-61-8 43
2 7-epi-cis-sesquisabinene hydrate 222 C15H260 1000374-17-9 41
3 cis-Thujopsene 204 C15H24 000470-40-6 35
4 1-Cyclohexene-1-propanol, .alpha... 196 C13H240 003293-47-8 35
5 Caryophyllene 204 C15H24 000087-44-5 30

Abundance Scan 1847 (14.251 min): BM037827.D\data.ms (-1843) (1 | m/z 41.10 100.00%
41.1

5000

-
14.00 14.50
0 2342 m/z 57.10  98.27%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #80383: Tricyclo[2.2.1.0(2,6)]heptane, 1,7-dimethyl-7-(4-r
41.0 94.0

5000 - -
69.0 14.00 14.50
121.0 m/z 55.10  93.84%
‘ H ‘ 161.0 189.0
0 ‘\!H“‘H‘M“\ \‘\‘H“\H‘Hi“\wu“‘\H}‘H“H‘luwuu‘u
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #101983: 7-epi-cis-sesquisabinene hydrate
41.0 69.0 119.0
93.0 T ‘ T T ‘ T
14.00 14.50
5000 ITI/Z 43.10 83.89%
1610 204.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #80141.: cis-Thujopsene —
.0 14.00 14.50
m/z 69.10 75.57%

204.0 M\N
147.0

175.0
0 N

1 T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.00 14.50

5000 93.0

41.0 69.0

SFAM-EPA-BM120122.M Mon Dec 05 14:18:10 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37827.D

Acq On : 02 Dec 2022 13:56
Operator : CG/JU

Sample : N5738-17

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.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 14 (DEL) Alkane: Straight-Chai... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.374 6.07 ng/ul 1169000  Acenaphthene-d10 14.733
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 49
2 Dodecane, 6-cyclohexyl- 252 C18H36 013151-86-5 49
3 Hexacosyl propyl ether 424 C29H600 1000406-28-4 49
4 Hexatriacontyl trifluoroacetate 619 C38H73F302 1000351-88-6 46
5 Octatriacontyl trifluoroacetate 647 C40H77F302 1000351-88-7 46
Abundance Scan 1868 (14.374 min): BM037827.D\data.ms (-1865) (1 m/z 57.10 100.00%
57.1
o M
111.2
— ——
| H ’ M 14.00 14.50
ol Al "“‘MN““271‘?" e Mz 41.10 81.15%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #336402: 17-Pentatriacontene
43.0
5000 — ——
7.0 14.00 14.50
m/z 55.10 72.38%
0 ‘ ﬂ 411530 210.0 267.0321.0 490.(
\\‘\\\\‘\\\\‘\\\\\\\\‘ 1\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #138530: Dodecane, 6-cyclohexyl-
57.0
— ——
14.00 14.50
5000 m/z 43.10 69.70%
111.0
\ 168.0
O‘J‘_““ Aoy ‘wﬂW“u“u‘_“W“u‘u“_“
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #315392: Hexacosyl propy! ether “ T
43.0 14.00 14.50
m/z 97.10 64.51%
o M/\NMM
ol | ‘ ﬂ ‘ 1530 210.0 266.0  364.0
H“‘H“‘H“‘H“‘H“‘H“ R AR EAEEEa P P
m/z--> 50 100 150 200 250 300 350 400 450 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37827.D

Acq On : 02 Dec 2022 13:56
Operator : CG/JU

Sample : N5738-17

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.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 15 unknown-03 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

14.557 19.97 ng/ul 3846830  Acenaphthene-d10 14.733
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,7-Nonadiene, 4,8-dimethyl- 152 C11H20 062108-28-5 41
2 2-Anthracenamine 193 C14H11N 000613-13-8 38
3 2(5H)-Furanone, 5,5-dimethyl- 112 C6H802 020019-64-1 25
4 Bromoacetic acid, pentadecyl ester 348 C17H33Br02 131143-01-6 25
5 1,1'-Bicyclohexyl, 2-ethyl-, cis- 194 C14H26 050991-12-3 25

Abundance Scan 1899 (14.557 min): BM037827.D\data.ms (-1895) (- | m/z 55.10 100.00%

=
581 9l 193.2
5000
137.2 — :
‘ 14.50
ow‘;‘m“w‘w 2203 280 myz 97.10 92.12%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29498: 1,7-Nonadiene, 4,8-dimethyl-
41.0
5000 i4%d
81.0 :
m/z 41.10 87.74%
L d ] oo s
O\‘HHi\\\‘f‘\‘H\“‘\H‘\‘H‘H“HH“HH’\\H‘HH‘HH’HH‘HH‘HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #68073: 2-Anthracenamine
1938.0
T \
14.50
5000 ITI/Z 57.10 87.45%
or.0 163.0
obr B0 a0 T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #7238: 2(5H)-Furanone, 5,5-dimethyl- —— ‘
43.0 97.0 14.50
m/z 193.20 81.90%
m/z--> 20 40 60 80 100120140160180200220240260280 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37827.D

Acq On : 02 Dec 2022 13:56
Operator : CG/JU

Sample : N5738-17

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.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 16 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.621 100.23 ng/ul 19306000  Acenaphthene-d10 14.733
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 64
2 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 64
3 Sulfurous acid, butyl octyl ester 250 C12H2603S 1000309-17-5 64
4 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 59
5 2-Ethylhexyl mercaptoacetate 204 C10H2002S 007659-86-1 59
Abundance Scan 1910 (14.622 min): BM037827.D\data.ms (-1904) (- | m/z 57.10 100.00%
57.1
112.2 —— ——
‘ ‘ H 1431 ' 14.50 15.00
oWW\MHuu‘m,mw_‘w‘ﬁ?,%%‘,’f‘u?_?ﬁ?h‘%“3‘1‘; m/z 71.16  72.16%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22091: Octane, 2,6-dimethyl-
57.0
5000 - ——
14.50 15.00
1130 m/z 43.10 43.07%
27, 0‘
OH\‘\‘\H“‘\H“‘HH}\’\‘\H‘\\1‘\‘H\\‘H\\‘\H\’HH’HH‘\\H‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22095: Octane, 3,6-dimethyl-
57.0
— —
14.50 15.00
5000 m/z 41.10 34.48%
2710 113.0
0 N R RN S . O —————
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #135263: Sulfurous acid, butyl octyl ester — ——
57.0 14.50 15.00
m/z 55.10 20.28%
o 2L R0 es0 N
m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37827.D

Acq On : 02 Dec 2022 13:56
Operator : CG/JU

Sample : N5738-17

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.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 17 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.239  28.73 ng/ul 5534080  Acenaphthene-d10 14.733
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecane, 2-methyl-6-propyl- 226 CleH34 055045-08-4 89
2 Nonadecane 268 C19H40 000629-92-5 81
3 Tridecane 184 C13H28 000629-50-5 80
4 Tetradecane 198 C14H30 000629-59-4 72
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 72

Abundance Scan 2015 (15.239 min): BM037827.D\data.ms (-2011) (- m/z 57.10 100.00%

57.1
85.1
5000

—
H ‘ ‘ 133.1 165 2 15.00 15.50
T Y

‘ 196.2 ( 0,
e b b g L SO0 19822283 2806 s 1 78 87%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0

5000 85.0 — —
15.00 15.50

m/z 71.10 76.91%

140.0
182.0
’\\\\“M\\U‘H‘M\“}‘\H“HH‘\\Hl‘\\\\‘HH“‘HH‘\\\2\‘2\6\\\0‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #158598: Nonadecane
57.0

—
15.00 15.50

o

o

5000 85.0 m/z 85.180 55.77%
29.0
ol b L PRt O1000070 2600,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59027: Tridecane 7 —
57.0 15.00 15.50

m/z 41.10 44.73%

50001, 85.0 M

Ol b b b e e e — —
miz--> 20 40 60 80 100120140160 180200220240 260 280 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37827.D

Acq On : 02 Dec 2022 13:56
Operator : CG/JU

Sample : N5738-17

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.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 18 2-Ethylhexyl 2-ethylhexanoate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
15.551  62.95 ng/ul 12126000  Acenaphthene-d10 14.733
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Ethylhexyl 2-ethylhexanoate 256 C16H3202 007425-14-1 74
2 2-Ethylhexyl 2-ethylhexanoate 256 C16H3202 007425-14-1 72
3 3-Methylbutyl 2-ethylhexanoate 214 C13H2602 1000099-99-3 43
4 1-Ethylpropyl 2-ethylhexanoate 214 C13H2602 1000099-98-7 43
5 Undecane, 4,5-dimethyl- 184 C13H28 017312-79-7 38

Abundance Scan 2068 (15.551 min): BM037827.D\data.ms (-2064) (- | m/z 57.10 100.00%
57.1
gg1 1272 o |
L] e | Foe
Ol I L1812 2183 2520281 1/, 79.10  5e.50%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143552: 2-Ethylhexyl 2-ethylhexanoate
57.0
5000 — :
15.50
88.0 127.0 m/z 41.10  32.96%
0 H h ‘\ H ‘\ W ‘u ‘ {]'570 200.0
‘HH‘HH‘\H\‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160 180200220240260280
Abundance #143548: 2-Ethylhexyl 2-ethylhexanoate
57.0
N T
15.50
5000 m/z 43.10 32.19%
20.0 112.0
145.0
ok bl L L 220 amo
m/z--> 20 40 60 80 100120140160 180200220240260280
Abundance #92132: 3-Methylbutyl 2-ethylhexanoate — ‘
70.0 15.50
m/z 127.15 30.12%
5000
4340 127.0
99.0
ol Ll | 158.0186.0214.0
B LR e
m/z--> 20 40 60 80 100120140160 180200220240260280 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37827.D

Acq On : 02 Dec 2022 13:56
Operator : CG/JU

Sample : N5738-17

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.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 19 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.980 73.83 ng/ul 14220900  Acenaphthene-d10 14.733
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 91
2 5,5-Dibutylnonane 240 C17H36 006008-17-9 72
3 Hexadecane 226 C16H34 000544-76-3 59
4 Decane, 2,9-dimethyl- 170 C12H26 001002-17-1 50
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 50
Abundance Scan 2141 (15.980 min): BM037827.D\data.ms (-2137) (- | m/z 57.10 100.00%
57.1
85.1 ——
‘ \ ‘ 3200 1833 16.00
Oy L 2412 1833211.323932672 0 4310 50.80%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
5000 1
16.00
9.0 8.0 m/z 71.10 47.59%
0 Lk “ (1701410 183051102300
\’HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #123962: 5,5-Dibutylnonane
57.0
—
16.00
5000 85.0 m/z 41.10 23.19%
29.0 183.0
113.0
||| o
0‘V‘MWHH‘HWMHWH‘WHH‘HH_‘HMH‘_HW‘HWH‘WHH
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #107218: Hexadecane —
57.0 16.00
m/z 85.10 22.98%
5000
85.0
29.0
0 ‘\ ‘ L H‘ 113.0141.0169.0197.0 226.0
e e e e e e e
m/z--> 20 40 60 80 100120140160 180200 220 240 260 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37827.D

Acq On : 02 Dec 2022 13:56
Operator : CG/JU

Sample : N5738-17

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.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 20 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.474  20.00 ng/ul 275557060  Phenanthrene-d10 17.539
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 86
2 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 86
3 Decane, 5-ethyl-5-methyl- 184 C13H28 017312-74-2 78
4 Tridecane, 5-propyl- 226 C16H34 055045-11-9 78
5 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 78
Abundance Scan 2225 (16.474 min): BM037827.D\data.ms (-2219) (1 m/z 57.10 100.00%
57.1
5000 m
113.2 T
‘ ‘ ‘ ‘ 1833 16.50
ol by LTI 28332891 g1 10 76.77%
miz--> 50 100 150 200 250 300
Abundance #158620: Pentadecane, 2,6,10,14-tetramethyl-
57.0
5000 T
16.50
113.0 ITI/Z 43.10 57.98%
Ll
02\61\0‘\‘ “‘\ H‘ “ T “‘ \‘ T “\ \‘ "\ T \“ T ‘ T T T \2!5’3.\0\ T T ‘ T
miz—-> 50 100 150 200 250 300
Abundance #158621: Pentadecane, 2,6,10,14-tetramethyl-
57.0
——
16.50
5000 m/z 85.15 26.97%
113.0
183.0
of8lol L Ll | 1450 | 21602530
m/z--> 50 100 150 200 250 300
Abundance #59105: Decane, 5-ethyl-5-methyl- ——
57.0 16.50
m/z 41.10 20.83%
113.0
h ‘ 1550
m/z--> 50 100 150 200 250 300 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37827.D

Acq On : 02 Dec 2022 13:56
Operator : CG/JU

Sample : N5738-17

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.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 21 unknown-04 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

25.709  39.63 ng/ul 11996100  Perylene-d12 24.150
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetrabromocatechol 422 C6H2Br402 000488-47-1 18
2 5,5'-Dibromo-2,2"'-bibenzo(b)thio... 422 C16H8Br2s2 007312-21-2 18
3 4-(2-Bromophenyl)-2-[(2-bromophe... 424 C16H10Br2s2 1000444-65-0 15
4 Acetic acid, (4-chloro-2-methylp... 424 C25H41C103 1000415-16-9 11
5 2-Chloro-9,10-bis(p-methoxypheny... 424 C28H21Cl02 110904-87-5 9

Abundance Scan 3795 (25.709 min): BM037827.D\data.ms (-3787) (- | m/z 247.00 100.00%

247.0 428.9 495.9
87.0
5000
167.0

‘ 360.9 25.50 26.00
0 %N“M‘ﬂﬁ%%‘w“_‘aw“u e m/z 423.90 99.93%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #314346: Tetrabromocatechol
426.0
5000 L T
25.50 26.00

157.0 237.0 m/z 425.990  97.54%

49.0
WO N
\\\\T\I}Wu“\u‘“\%‘ﬂh\““\\\\“I\m}\\‘\\11‘\1\\““\\\\‘\\\\‘\\\\’\\\\’
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #313900: 5,5'-Dibromo-2,2'-bibenzo(b)thiophene
424.0

o

25.50 26.00
5000 m/z 495.85 90.87%
132.0 264.0
0 690‘l194ﬂi34ﬁ0vv
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #314725: 4-(2-Bromophenyl)-2-[(2-bromophenyl)methylid — —
426.0 25.50 26.00

m/z 87.00 70.68%
5000

89.0 1650 2000 J\M
17.0
0 ‘ ‘ LUl i 347 O - ‘ ; ; .

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 25.50 26.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120222\
Data File : BM@37827.D

Acqg On : 02 Dec 2022 13:56
Operator : CG/JU

Sample : N5738-17

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM120122.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|
1-Hexanol, 2-et... 8.163 3.3 ng/ul 242923 1 8.098 1453560 20.0
Benzoic acid 10.169 2.7 ng/ul 315987 2 10.922 2352790 20.0
Sulfurous acid,... 11.928 2.2 ng/ul 254222 2 10.922 2352790 20.0
1-(4-Acetoxy-3-... 12.322 8.4 ng/ul 988497 2 10.922 2352798 20.0
Safrole 12.369 25.6 ng/ul 3008270 2 10.922 2352790 20.0
Heptyl tetradec... 12.963 7.7 ng/ul 1483910 3 14.733 3852510 20.0
(DEL) Alkane: S... 13.257 13.2 ng/ul 2534210 3 14.733 3852510 20.0
Dodecane, 1-chl... 13.539 12.3 ng/ul 2366850 3 14.733 3852510 20.0
unknown-01 13.780 2.5 ng/ul 491859 3 14.733 3852510 20.0
Longifolene 14.004 13.9 ng/ul 2684210 3 14.733 3852510 20.0
2-Epi-.alpha.-f... 14.051 6.3 ng/ul 1215710 3 14.733 3852510 20.0
(DEL) Alkane: S... 14.204 40.1 ng/ul 7720650 3 14.733 3852510 20.0
unknown-02 14.251 10.4 ng/ul 2005760 3 14.733 3852510 20.0
(DEL) Alkane: S... 14.374 6.1 ng/ul 1169000 3 14.733 3852510 20.0
unknown-03 14.557 20.0 ng/ul 3846830 3 14.733 3852510 20.0
(DEL) Alkane: S... 14.621 100.2 ng/ul 19306000 3 14.733 3852510 20.0
(DEL) Alkane: S... 15.239 28.7 ng/ul 5534080 3 14.733 3852510 20.0
2-Ethylhexyl 2-... 15.551 63.0 ng/ul 12126000 3 14.733 3852510 20.0
(DEL) Alkane: S... 15.980 73.8 ng/ul 14220900 3 14.733 3852510 20.0
(DEL) Alkane: S... 16.474 20.0 ng/ul 27555700 4 17.539 27555700 20.0
unknown-04 25.709 39.6 ng/ul 11996100 6 24.150 6053900 20.0
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