LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080924\
Data File : BF138899.D

Acqg On : 09 Aug 2024 20:36
Operator : RC/JU

Sample : P3394-02

Misc :

ALS Vvial : 22 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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_ F\Methods\8270-BF073024.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF138899.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.122 3 5 12 rvB 714721 880862 66.96% 6.183%
2 3.381 215 219 227 rBV 10741 27141 2.06% 0.191%
3 5.069 501 506 519 rVB 51984 85136 6.47% ©.598%
4 5.475 569 575 592 rBV 914779 1214486 92.32% 8.524%
5 6.487 741 747 763 rBV 927284 1248366 94.90% 8.762%
6 6.663 773 777 790 rBV3 9972 24717 1.88% 0.173%
7 6.840 802 807 813 rBV 224678 269228 20.47%  1.890%
8 6.893 813 816 823 rVB 13951 18916 1.44% 0.133%
9 7.110 850 853 856 rvB 20535 22333 1.70% 0.157%
106 7.151 856 860 867 rVB 50989 64522  4.90%  0.453%
11 7.228 868 873 877 rBV 12658 15629 1.19% 0.110%
12 7.298 881 885 887 rBvV 31849 40703 3.09% 0.286%
13 7.322 887 889 893 rVB 40703 43110 3.28% 0.303%
14 7.369 893 897 899 rBV 89954 110737 8.42% 0.777%
15 7.404 899 903 912 rVB 636003 843941 64.15% 5.924%
16 7.481 912 916 919 rBv3 31581 39266 2.98% 0.276%
17 7.516 919 922 925 rW 33130 41680 3.17% ©0.293%
18 7.545 925 927 931 rVW3 13613 14742 1.12% 0.103%
19 7.604 931 937 939 rVV 101038 137765 10.47% 0.967%
20 7.628 939 941 951 rVB 146605 200214 15.22% 1.405%
21 7.722 951 957 958 rBV2 30272 40962 3.11% ©0.288%
22 7.787 962 968 973 rVW2 77153 159915 12.16% 1.122%
23 7.857 973 980 983 rVWVv2 128250 233468 17.75% 1.639%
24 7.881 983 984 988 rVWW2 56365 55366 4.21% 0.389%
25 7.928 988 992 998 rVWW3 37210 64655 4.91%  0.454%
26 7.987 998 1002 1006 rVB 28664 35818 2.72% 0.251%
27 8.122 1018 1025 1036 rVB 268971 390679 29.70% @ 2.742%
28 8.434 1074 1078 1085 rBV 45108 67891 5.16% 0.477%
29 8.698 1112 1123 1128 rBV 17252 25258 1.92% 0.177%
30 8.987 1167 1172 1175 rBV3 12991 23898 1.82% 0.168%
31 9.063 1182 1185 1189 rVB 18881 22030 1.67% 0.155%
32 9.104 1189 1192 1194 rBV 20030 24492 1.86% 0.172%
33 9.128 1194 1196 1200 rVB 28090 31561 2.40% 0.222%
34 9.192 1202 1207 1212 rBV 1065882 1315493 100.00% 9.233%
35 9.263 1215 1219 1224 rBV 205721 270957 20.60%  1.902%
36 9.428 1242 1247 1249 rBvV3 7389 14807 1.13% 0.104%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080924\
Data File : BF138899.D

Acqg On : 09 Aug 2024 20:36
Operator : RC/JU

Sample : P3394-02

Misc :

ALS Vvial : 22 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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_ F\Methods\8270-BF073024.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 9.522 1255 1263 1269 rBV2 37409 97150 7.39% 0.682%
38 9.581 1269 1273 1281 rVvV2 87478 189415 14.40%  1.329%
39 9.645 1281 1284 1287 rVB 28064 31123 2.37% 0.218%
40 9.734 1295 1299 1302 rBvV3 10553 15495 1.18% 0.109%
41  9.792 1302 1309 1314 rVV 274537 365914 27.82%  2.568%
42 9.834 1314 1316 1318 rVV 20821 25148 1.91% 0.177%
43  9.869 1318 1322 1327 rVB 230137 302535 23.00% 2.123%
44  9.963 1334 1338 1343 rVB 36802 55438 4.21% 0.389%
45 10.028 1344 1349 1351 rBV 28908 43805 3.33% 0.307%
46 10.116 1361 1364 1368 rBV3 35315 46041 3.50% 0.323%
47 10.151 1368 1370 1374 rVB 18964 19251 1.46% 0.135%
48 10.251 1382 1387 1390 rBV 160555 204656 15.56% 1.436%
49 10.292 1390 1394 1398 rVB 181315 213110 16.20% 1.496%
50 10.510 1426 1431 1438 rBV 62411 104017 7.91% 0.730%
51 10.598 1443 1446 1449 rVV2 16608 22117 1.68% 0.155%
52 10.633 1449 1452 1453 rVV 17863 19813 1.51% 0.139%
53 10.663 1453 1457 1466 rVV 394574 515354 39.18% 3.617%
54 10.769 1470 1475 1484 rVB 205923 332856 25.30% 2.336%
55 10.957 1503 1507 1510 rBV2 17837 27630 2.10% 0.194%
56 11.051 1520 1523 1526 rVB 12847 13514 1.03% 0.095%
57 11.092 1526 1530 1535 rBV5 10675 23008 1.75% 0.161%
58 11.216 1546 1551 1554 rBV 169574 240543 18.29% 1.688%
59 11.239 1554 1555 1561 rVB 75400 81439 6.19% 0.572%
60 11.357 1570 1575 1580 rBV 210394 290408 22.08%  2.038%
61 11.486 1594 1597 1600 rVB 13448 14804 1.13% 0.104%
62 11.522 1600 1603 1606 rBV 14866 17140 1.30% 0.120%
63 11.592 1611 1615 1619 rW 23918 29948 2.28% 0.210%
64 11.639 1619 1623 1629 rVV 181531 221891 16.87% 1.557%
65 11.804 1647 1651 1656 rBV3 17267 32263 2.45% 0.226%
66 11.886 1660 1665 1671 rBvV2 85157 149198 11.34% 1.047%
67 12.045 1688 1692 1697 rVB 160211 190014 14.44%  1.334%
68 12.327 1737 1740 1744 rVB 15040 16984 1.29% 0.119%
69 12.433 1754 1758 1763 rVB 128355 152231 11.57% 1.069%
70 12.575 1779 1782 1792 rBV5 20149 56151 4.27% 0.394%
71 12.669 1794 1798 1808 rVV 62247 111686 8.49% 0.784%
72 12.804 1817 1821 1833 rVB 98472 139658 10.62% 0.980%
73 12.939 1839 1844 1851 rVB 779613 1005917 76.47% 7.060%
74 13.157 1877 1881 1886 rBV 57469 76673 5.83% 0©.538%
75 13.469 1931 1934 1936 rBV 16560 18714 1.42% 0.131%
76 13.498 1936 1939 1952 rVB 35636 62463 4.75% 0.438%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080924\
Data File : BF138899.D

Acqg On : 09 Aug 2024 20:36
Operator : RC/JU

Sample : P3394-02

Misc

ALS Vvial : 22 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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_F\Methods\8270-BF073024.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 13.833 1992 1996 2009 rBV3 60671 158778 12.07% 1.114%
78 13.998 2020 2024 2035 rVB 171699 230106 17.49% 1.615%
79 15.463 2269 2273 2279 rVB 110664 161993 12.31% 1.137%

Sum of corrected areas: 14247136
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: 09 Aug 2024 20:36
: RC/JU
: P3394-02

. 22

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080924\
BF138899.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080924\
Data File : BF138899.D

Acqg On : 09 Aug 2024 20:36
Operator : RC/JU

Sample : P3394-02

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.122 65.44 ng 880862 1,4-Dichlorobenzene-d4 6.840

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
4 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 5 (2.122 min): BF138899.D\data.ms (-3) (-) m/z 73.10 100.00%

73.1
5000 43.1 /\\
A
2.202.302.40 2.50
I Js L 881 5
01— “““““y A m/z 43.10 47.76%
miz--> 0 20 40 60 80 100 120
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L L L R BRI L I

2.202.302.402.50

43.0
‘ m/z 55.10 32.28%
27.0 88.0
0\‘\\\\‘\“1\\“\\\\’\\\‘\’\\\\‘\\\\‘\\\\
miz--> 0 20 80 100 120
Abundance #15764 2 2,4- Tnmethyl -3-pentanol
73.0
iR R IR RRRRRRRERE
2.202.302.402.50
5000 55.0 m/z 87.10 27.24%
39
0 L ‘ Al | 880 1150 1200
“““““ “““ ““,‘ L e
miz--> 0 20 40 80 100 120
Abundance #2245: S|Iane, tetramethyl- A R ABRRRRENEEEES
73.0 2.202.302.402.50

m/z 41.10 15.53%

5000
430

m/z--> 0 20 40 60 80 100 120 2.202.302.40 2.50
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080924\

BF138899.D

: 09 Aug 2024 20:36
: RC/JU
: P3394-02

: 22 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Met

hods\8270-BF073024.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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

2 Benzene, 1,2,4,5-tetramethyl-

Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
7.604 7.05 ng 137765 Naphthalene-d8 8.122
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1oH14 000095-93-2 95
2 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 94
3 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 93
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 90
Abundance Scan 937 (7.604 min): BF138899.D\data.ms (-931) (-) m/z 119.10 100.00%
119.1
91.0 R e RARREES
391 651 ‘ 135.1 7.20 7.40 7.60 7.80 8.00
bt et e W I gz 134,05 42.35%
miz--> 20 40 60 80 100 120 140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
Al /Jk i
5000 | LI B L B
7.20 7.40 7.60 7.80 8.00
91.0 m/z 91.05 22.70%
65.0
O\]_\5\()‘\‘\\\“‘\\‘\\“\‘\\\“\\‘\\“\‘\\H‘\\]-\%\‘\\\\
miz--> 20 60 80 100 120 140
Abundance #17066. Benzene, 1,2,3,5-tetramethyl-
119.0
A e
7.20 7.40 7.60 7.80 8.00
5000 m/z 120.10 10.61%
91.0
41.0 63.0 | ‘ | 135.0
o} ARSI VN U i A N VIR SN P
m/iz--> 20 40 60 80 100 120 140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0 7.20 7.40 7.60 7.80 8.00
m/z 133.05 9.40%
5000
91.0
39.0 65.0 135.0 /\
15 0 E
m/z--> 20 40 60 80 100 120 140 7.20 7.40 7.60 7.80 8.00

8270-BF073024.M Mon Aug 12 03:08:29 2024

Page:

6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080924\
Data File : BF138899.D

Acqg On : 09 Aug 2024 20:36
Operator : RC/JU

Sample : P3394-02

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
7.628 10.25 ng 200214  Naphthalene-d8 8.122

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 95
3 o-Cymene 134 C1eH14 000527-84-4 94
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 94
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 91
Abundance Scan 941 (7.628 min): BF138899.D\data.ms (-939) (-) m/z 119.10 100.00%
119.1
M\MJW
91.1 \\\\‘\\\\’\\\\‘\\\\‘\\\
39.0 65.0 7.40 7.60 7.80 8.00
Oberrrrprrrepreetere e e et el i m/z 134,05 38.44%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0

1340 MM I

5000 e L e
7.40 7.60 7.80 8.00

m/z 91.10 17.09%

91.0
41.0 63.0

O\\‘H\\‘H\‘\‘\H\“\H\i“H\‘\‘{.M‘\\\‘U‘\\H“\\H‘\‘“H‘\\ml\\\\‘\‘\‘\\‘\\

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0

7.40 7.60 7.80 8.00

5000 1340 m/z 120.10  9.66%
91.0
0“%559“”w“f%;?‘U““?ﬁcﬂ"MWH“w“w““www“hy“wJ”H\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16997: 0-Cymene
119.0 7.40 7.60 7.80 8.00

m/z 77.05 9.09%

5000
134.0
o
. 65.0
0 L] T | ‘ i LU /\ /\j\\ r'\/

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080924\
Data File : BF138899.D

Acqg On : 09 Aug 2024 20:36

Operator : RC/JU

Sample : P3394-02

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 4 Indan, 1-methyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
7.787 8.19 ng 159915 Naphthalene-d8 8.122
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 87
2 Cyclopropane, 1-methyl-1-phenyl- 132 C1eH12 002214-14-4 64
3 Benzene, 1,1'-(1,5-hexadiene-1,6... 234 C18H18 004439-45-6 53
4 3-Phenylbut-1-ene 132 C1OH12 000934-10-1 50
5 4-Ethynylaniline 117 C8H7N 014235-81-5 46
Abundance Scan 968 (7.787 min): BF138899.D\data.ms (-962) (-) m/z 117.10 100.00%
117.1
5000
s ol ol e o
51.0 ‘ 7.40 7.60 7.80 8.00 8.20
oH‘wmJ,‘uhw“ﬂm“,"Hmu“,u!‘m_H‘,w_m,www m/z 132.85  35.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16103: Indan, 1-methyl-
117.0
5000 DL L LN B R
7.40 7.60 7.80 8.00 8.20
910 m/z 115.05 26.51%
39.0 650 :
O\]\-\41\(‘)\‘\\\"\\“\\“‘m\\\’\\‘\\‘\\\1’\}‘1\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16147: Cyclopropane, 1-methyl-1-phenyl-
117.0 k
M ) LSV AN cen
7.40 7.60 7.80 8.00 8.20
5000 m/z 131.00 19.69%
91.0
51.0
ow_m‘,m“lh"M Huu‘;m“,‘w‘\u_H‘,w_m,www
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #116417: Benzene, 1,1'-(1,5-hexadiene-1,6-diyl)bis-
117.0 7.40 7.60 7.80 8.00 8.20
m/z 91.00 14.11%
5000
91.0
0 390 650 | “\ 1430 178.0203.0 234.0
T e e e e e e e e e A e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080924\
Data File : BF138899.D

Acqg On : 09 Aug 2024 20:36
Operator : RC/JU

Sample : P3394-02

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 Benzene, 1-methyl-2-(2-prop... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
7.857 11.95 ng 233468 Naphthalene-d8 8.122

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 70
2 1-Phenyl-1-butene 132 C10H12 000824-90-8 70
3 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 70
4 Benzene, 2-butenyl- 132 C10H12 001560-06-1 64
5 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 64
Abundance Scan 980 (7.857 min): BF138899.D\data.ms (-973) (-) m/z 117.05 100.00%
117.1
5000
91.0 132.1 M
e R REREEERCE S
51.0 ‘ ‘ 7.60 7.80 8.00 8.20
0 HwWwm“pm‘}‘M:‘1‘”_”9_”“‘:”‘mm_Mm!‘_‘uw m/z 119.10  70.20%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16168: Benzene, 1-methyl-2-(2-propenyl)-
117.0
5000 L L I L L I L B
91.0 132.0 7.60 7.80 8.00 8.20
m/z 132.05 33.82%
39.0 65.0
O \\‘]-\\5\\0‘\\\‘\‘H\\“HHH“\\\‘1‘\‘\\‘\MM“\H\“\H\‘M‘\\‘HM‘H\‘““HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16107: 1-Phenyl-1-butene
117.0
AT A
7.60 7.80 8.00 8.20
5000 132.0 m/z 115.10  33.50%
91.0
027076
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 (k\
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)- ‘Wﬁ“‘u“‘u“‘u“‘
117.0 7.60 7.80 8.00 8.20
m/z 91.05 28.38%
132.0
5000
91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080924\
Data File : BF138899.D

Acqg On : 09 Aug 2024 20:36
Operator : RC/JU

Sample : P3394-02

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 6 Tetradecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.263 17.91 ng 270957  Acenaphthene-di10 9.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 95
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Nonadecane 268 C19H40 000629-92-5 90
4 Tridecane 184 C13H28 000629-50-5 90
5 Pentadecane 212 C15H32 000629-62-9 90
Abundance Scan 1219 (9.263 min): BF138899.D\data.ms (-1215) (-) m/z 57.10 100.00%
57.1
5000
85.1
R B R SE s
H 11311411 1081 9.00 9.20 9.40 9.60
Ol g 1301411169198 h 43,18 81.92%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #74004: Tetradecane
57.0
5000 R LR B R
85.0 9.00 9.20 9.40 9.60
290‘ m/z 71.10 49.42%
11
O H\‘\‘\‘\\‘HH‘H“}\“l‘\\\“‘\\ﬁ‘?‘%?"]:\(\)ﬁ?%\c‘)\]\-\g\?\(\)\\’HH‘\\H‘H\\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107218: Hexadecane
57.0
e
9.00 9.20 9.40 9.60
5000 m/z 41.10 45.15%
85.0
29.0
0 ‘\ ‘L‘ | o 113.0141.0169.0197.0226.0
e et e e e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158600: Nonadecane B RBREEERE ST S
57.0 9.00 9.20 9.40 9.60
m/z 85.10 31.40%
5000 85.0
29.0
0 \‘ h H\ Il ull§ 0\141 0169.0197.0 268.(
H‘_H‘_H‘_H‘_‘HM‘H_‘HM‘H_‘HM‘H‘HH,HH‘HH‘HH R R BRERE RS S
m/z--> 20 40 60 80 100120140160180200220240260 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080924\
Data File : BF138899.D

Acqg On : 09 Aug 2024 20:36
Operator : RC/JU

Sample : P3394-02

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.581 12.52 ng 189415  Acenaphthene-di10 9.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
2 Heptadecane 240 C17H36 000629-78-7 86
3 Nonadecane 268 C19H40 000629-92-5 83
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 83
5 10-Methylnonadecane 282 C20H42 056862-62-5 80
Abundance Scan 1273 (9.581 min): BF138899.D\data.ms (-1269) (-) m/z 57.10 100.00%
57.1
- ﬁ\AJ\\AANfJ\AxNAwywme
99.0 '9.50 ‘
| \H ) 110 1032 b
oh bl e L e m/z 43.10 94.21%
miz-> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 — :
9.50
m/z 71.10 76.07%
99.0
05— \“‘ “ ‘\ ”H‘ \‘H\ “‘ \H‘ T ‘]\_4\‘1‘0\ \18\‘3\0‘ T \2\3\9? T \2\96|(
miz--> 50 100 150 200 250
Abundance #123961: Heptadecane
57.0
T I
9.50
5000 m/z 41.10 50.45%
r7.0 99.0
ol Loy, 1410 1830 240.0
ey
miz--> 50 100 150 200 250
Abundance #158600: Nonadecane T
57.0 9.50
m/z 55.10 42.28%
- W
D 99.0
ok A, 1410 1830 2680 o
m/z--> 50 100 150 200 250 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080924\
Data File : BF138899.D

Acqg On : 09 Aug 2024 20:36
Operator : RC/JU

Sample : P3394-02

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 8 Pentadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.792 24.19 ng 365914  Acenaphthene-d10 9.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 93
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Tetradecane 198 C14H30 000629-59-4 90
4 Tridecane 184 C13H28 000629-50-5 86
5 Undecane 156 C11H24 001120-21-4 86
Abundance Scan 1309 (9.792 min): BF138899.D\data.ms (-1302) (-) m/z 57.10 100.00%
57.1
5000
85.1
e .
9.50 10.00
113 1
Ol bl 0= 1411 1692 2122 h, 43,10 81.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90189: Pentadecane
57.0
5000 —~ et
85.0 9.50 10.00
29.0 m/z 71.10 50.00%
0 \‘ ‘\\ H \‘\ N ‘11?0\14\1 0 169.0 212 0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
o o
9.50 10.00
5000 m/z 41.10 44 ,33%
85.0
29.0
0 \ ‘ | M‘ 113.0 141.0 169.0 197.0 226.0
e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74006: Tetradecane — ——
57.0 9.50 10.00
m/z 85.10 32.05%
5000
85.0
29 0
oL 190 a0 1g90 1980
“w“u‘u“_‘H“H‘_“w“u‘u“_‘H“H‘_“W‘H‘ = —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080924\
Data File : BF138899.D

Acqg On : 09 Aug 2024 20:36
Operator : RC/JU

Sample : P3394-02

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 9 Diethyltoluamide Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.251 13.53 ng 204656  Acenaphthene-di10 9.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethyltoluamide 191 C12H17NO 000134-62-3 97
2 Benzamide, 3-methyl-N-methyl-N-p... 191 C12H17NO 1000421-46-2 90
3 Benzamide, N,N-diethyl-4-methyl- 191 C12H17NO 002728-05-4 90
4 Benzamide, 3-methyl-N-butyl- 191 C12H17NO 1000407-41-1 87
5 Benzamide, 2-methyl-N-methyl-N-p... 191 C12H17NO 1000421-44-4 87
Abundance Scan 1387 (10.251 min): BF138899.D\data.ms (-1382) (- m/z 119.10 100.00%
119.1
5000
91.0 100.1
680 1000 10,50
39.0 ‘ | 1621 | : ' B
R NS | EE N e m/z 91.5 42.11%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #65682: Diethyltoluamide
119.0
5000 190.0 —= — ‘J\N
91.0 10.00 10.50
65.0 m/z 190.10 36.40%
0 390 L iy 16\20\ |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #65774: Benzamide, 3-methyl-N-methyl-N-propyl-
119.0
—— —
10.00 10.50
m/z 65.05 16.88%
5000 91.0
65.0
41.0 190.0
olts0 i L TR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #65755: Benzamide, N,N-diethyl-4-methyl- = o
119.0 10.00 10.50
m/z 191.20 13.29%
5000
91.0
190.0
65.0
0y 4%0 AERRARRARY | 14901?20 I “\
R e e T e I e I P P
m/z--> 20 40 60 80 100 120 140 160 180 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080924\
Data File : BF138899.D

Acqg On : 09 Aug 2024 20:36
Operator : RC/JU

Sample : P3394-02

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 10 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.292 14.09 ng 213110  Acenaphthene-di10 9.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 97
2 Nonadecane 268 C19H40 000629-92-5 91
3 Heptadecane 240 C17H36 000629-78-7 90
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 86
5 Tridecane 184 C13H28 000629-50-5 86
Abundance Scan 1394 (10.292 min): BF138899.D\data.ms (-1390) (- m/z 57.10 100.00%
57.1
5000
85.1
= =
10.00 10.50
113.1
o‘,‘HwH‘h‘_J‘:wH‘_m"1‘?}1“1“1‘?9‘1“1‘9‘7“2‘259‘2"m_m m/z 43.10  75.56%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #107218: Hexadecane
57.0
5000 e =l )
10.00 10.50
290 85.0 m/z 71.10  47.82%
0 “ ‘ L H‘ 113.0141.0169.0197.0 226.0
\’\H\‘HH‘\H\‘HH‘HH‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #158600: Nonadecane
57.0
o =
10.00 10.50
m/z 41.10 42.73%
5000 85.0
29.0
w‘H‘_H‘_‘H_‘H‘HH‘H‘WH‘W‘HW‘H‘_H‘_‘H_‘H‘HH
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #123961: Heptadecane T —
57.0 10.00 10.50
m/z 85.10 35.23%
5000
85.0
29.0
‘MHwH‘WHHMH‘_HWHHM‘HMHWH‘WHHMH‘_HWHH — .
m/z--> 20 40 60 80 100120140160 180 200220240260 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080924\
Data File : BF138899.D

Acqg On : 09 Aug 2024 20:36
Operator : RC/JU

Sample : P3394-02

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 11 Heptacosane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.510 6.88 ng 104017  Acenaphthene-di10 9.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Heneicosane 296 C21H44 000629-94-7 80
3 Tetracosane 338 C24H50 000646-31-1 80
4 Octacosane 394 C28H58 000630-02-4 80
5 Nonadecane 268 C19H40 000629-92-5 72
Abundance Scan 1431 (10.510 min): BF138899.D\data.ms (-1426) (- m/z 57.10 100.00%
57.1
1050 |
L Fu\ [, 1632 ' 9
0 ——Apledorb b m/z 43.10 54.01%
m/z--> 0 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 =
10.50
m/z 71.10 46.15%
ol ‘ e ‘\ ) %41 0183.0225.0267.0 323.0 380.(
\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 0 0 100 150 200 250 300 350
Abundance #194588: Heneicosane
57.0
U \
10.50
5000 m/z 41.05 33.09%
9.0
. e e e e A R
m/z--> 0 50 100 150 200 250 300 350
Abundance #246481: Tetracosane — ‘
57.0 10.50
m/z 85.05  23.24%
5000
9.0
ol Ll 141018302250267.0 3380
A e e e =
m/z--> 0 50 100 150 200 250 300 350 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080924\
Data File : BF138899.D

Acqg On : 09 Aug 2024 20:36
Operator : RC/JU

Sample : P3394-02

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 12 Heptadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.769  22.92 ng 332856  Phenanthrene-d10 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Nonadecane 268 C19H40 000629-92-5 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90
5 Eicosane 282 C20H42 000112-95-8 86

Abundance Scan 1475 (10.769 min): BF138899.D\data.ms (-1470) (- m/z 57.10 100.00%
7.1

5
5000

99.1
b b Ly 2410 1832 2402 m/z 43.10  74.78%

m/z--> 50 100 150 200 250
Abundance #123959: Heptadecane
57.0

5000 T
10.50 11.00
m/z 71.10 56.96%

99.0
oL L L] 1410 1m0 200
mi/z--> 50 100 150 200 250
Abundance #158600: Nonadecane
57.0

o

ldSO 1£00
5000 m/z 41.10 38.77%
99.0
ob— \‘ \“\ “\‘ H\ A u“ A \]"4"1"0‘ :‘1'8‘3"0‘ R ‘2‘68"9 ™ w
miz--> 50 100 150 200 250
Abundance #194588: Heneicosane o P
57.0 10.50 11.00

m/z 85.05 34.64%

5000
99.0
15 q‘ Ll 1410 1830 2250 296.(

O e e = s
miz--> 50 100 150 200 250 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080924\
Data File : BF138899.D

Acqg On : 09 Aug 2024 20:36
Operator : RC/JU

Sample : P3394-02

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 13 Octadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

11.216 16.57 ng 240543  Phenanthrene-di10 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 97
2 Heptacosane 380 C27H56 000593-49-7 91
3 Pentadecane 212 C15H32 000629-62-9 91
4 Tetracosane 338 (C24H50 000646-31-1 91
5 Nonadecane 268 C19H40 000629-92-5 90

Abundance Scan 1551 (11.216 min): BF138899.D\data.ms (-1546) (- m/z 57.10 100.00%

57.1
5000

=
11.00 1150
141.1
% ‘““¥§3%‘“??43“““‘,““ m/z 43.10  73.61%

m/z--> 50 100 150 200 250 300 350
Abundance #141058: Octadecane
57.0

5000 - o
11.00 11.50

m/z 71.05 52.56%

9.0
\“ “\ L H‘ \‘ \‘ \(\)]\_830 25\40
\\\\‘ \\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
mi/z--> 0 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0

T
11.00 11.50

o

o

5000 m/z 41.10 36.57%
ol L\h F ‘}410183022502670 323.0 380.
R A e e e
m/z--> 50 lOO 150 200 250 300 350
Abundance #90189: Pentadecane 7 —
57.0 11.00 11.50

m/z 85.10 34.11%

h M
9.0
15.0 L‘ k F | ;1410 2120 |

0 “‘u“ e s -
miz--> 50 100 150 200 250 300 350 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080924\
Data File : BF138899.D

Acqg On : 09 Aug 2024 20:36
Operator : RC/JU

Sample : P3394-02

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 14 Nonadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.639 15.28 ng 221891  Phenanthrene-di10 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Tetracosane 338 (C24H50 000646-31-1 91
5 Heptadecane 240 C17H36 000629-78-7 91

Abundance Scan 1623 (11.639 min): BF138899.D\data.ms (-1619) (- m/z 57.10 100.00%

57.1
5000

1150  12.00
1412
ol b d W MH"1‘53‘1‘?2“5?‘29?‘3‘_m_m m/z 43.10  71.31%

m/z--> 50 100 150 200 250 300 350
Abundance #158600: Nonadecane
57.0

5000 R ——
11.50 12.00

m/z 71.10 50.98%
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

0 I “\ I H‘ I ]\'41 0 183.0 268.0
mi/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0

11.50 12.00

5000 m/z 85.10 36.94%
oL L || F | 141.0183.0225.0267.0 323.0 380.l
e e e S S
m/z--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane 1 —
57.0 11.50 12.00

m/z 41.10  34.55%

5000
1 Fgo
L Ay

| 141.0183.0225.0 282.0

\ \ T
m/z--> 50 100 150 200 250 300 350 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080924\
Data File : BF138899.D

Acqg On : 09 Aug 2024 20:36
Operator : RC/JU

Sample : P3394-02

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 15 n-Hexadecanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.886 10.28 ng 149198  Phenanthrene-di10 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 Tridecanoic acid 214 C13H2602 000638-53-9 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 64
Abundance Scan 1665 (11.886 min): BF138899.D\data.ms (-1660) (- m/z 43.10 100.00%
43.1
73.1
5000
129.0
213.2 T IR
H 101.0 157.1185.1 256.1 | 11.50 12.00
0“W‘H¢‘m m/z 73.10 77.56%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 — —
129.0 11.50 12.00
213.0 m/z 41.10 77.53%
‘ H (ﬂ 157.0185.0 ‘
O ]\-ﬁ‘o\\\\ HH\H \M{‘\ ‘HH\H““HH‘N “\H\‘H‘HH‘H‘H‘\‘\ \‘H‘HH‘\‘\ H‘HH“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
— —
11.50 12.00
5000 129.0 m/z 60.00 76.42%
199.0
s e L
EETTIN 1 O O P
m/z--> 20 40 60 80 100 120140 160 180 200 220 240 260
Abundance #109279: Tetradecanoic acid — —
73.0 11.50 12.00
43.0 m/z 55.10 76.36%
5000 129.0
185.0
H 228.0
0;§RWAMNJWmwk%_ﬁuLM‘HHMAW‘HWHH_!HMHW‘ — —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080924\
Data File : BF138899.D

Acqg On : 09 Aug 2024 20:36
Operator : RC/JU

Sample : P3394-02

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 16 Heneicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.045 13.09 ng 190014  Phenanthrene-di10 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Pentadecane 212 C15H32 000629-62-9 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane 394 (C28H58 000630-02-4 91
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 1692 (12.045 min): BF138899.D\data.ms (-1688) (- m/z 57.10 100.00%
57.1
T \
99.1 410 1971 12.00
ol kb [ 240197 2823 0 43,10 76.03%
miz-> 50 100 150 200 250
Abundance #158600: Nonadecane
57.0
5000 —— ‘
12.00
m/z 71.10 53.18%
99.0
0= \‘\ ‘\““‘\ ‘H‘ \H‘\ H“ \“ T ‘]\_4\;‘0‘\ :\L8\3\0‘ T T ‘2\68\(\)\ T
miz--> 50 100 150 200 250
Abundance #90189: Pentadecane
57.0
T \
12.00
5000 m/z 85.10 40.33%
99.0
o0l LT e | 2o
miz--> 50 100 150 200 250
Abundance #194588: Heneicosane T ‘
57.0 12.00
m/z 41.10 36.32%
5000
99.0
015.q‘ L Ll 1410 1830 2250 296.(
B T A R e B e e —
m/z--> 50 100 150 200 250 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080924\
Data File : BF138899.D

Acqg On : 09 Aug 2024 20:36
Operator : RC/JU

Sample : P3394-02

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 17 Eicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.433 10.48 ng 152231  Phenanthrene-di10 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Nonadecane 268 C19H40 000629-92-5 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Eicosane 282 C20H42 000112-95-8 90
Abundance Scan 1758 (12.433 min): BF138899.D\data.ms (-1754) (- m/z 57.10 100.00%
57.1
" 250
ol 341108312052 L, 43.10 75.99%
miz--> 50 100 150 200 250 300 350
Abundance #123959: Heptadecane
57.0
5000 T
12.50
m/z 71.10 57.43%
9.0
0 \“‘\ ‘\“‘“‘\ “!‘ \”‘\ H“ \“ \%4}‘0\1\8\2\0‘ t \2\49‘0\ L B B
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
——
12.50
5000 m/z 85.10 38.62%
oL L || F | ‘%410183022502670 323.0 380.
e L B S S e
m/z--> 50 100 150 200 250 300 350
Abundance #158600: Nonadecane —
57.0 12.50
m/z 41.10 34.33%
5000
oL h b i u\ uulu“cl‘o‘l‘?:’??”HFF‘?P‘_H‘_W —_—
m/z--> 50 100 150 200 250 300 350 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080924\
Data File : BF138899.D

Acqg On : 09 Aug 2024 20:36
Operator : RC/JU

Sample : P3394-02

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 18 Octadecanoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.669 7.69 ng 111686  Phenanthrene-di10 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 94
2 Pentadecanoic acid 242 C15H3002 001002-84-2 64
3 n-Decanoic acid 172 C10H2002 000334-48-5 58
4 Undecanoic acid 186 C11H2202 000112-37-8 53
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 50

Abundance Scan 1798 (12.669 min): BF138899.D\data.ms (-1794) (- m/z 43.10 100.00%

431
73.0
5000 129.0

185.1 241.2

7
284. 12.50 13.00

ob— “\“ \;‘\\hw}\ TR A “u‘ \‘\ il ‘M‘ “\ R ‘L‘ m/z 57.10 98.68%
mi/z--> 50 100 150 200 250
Abundance #179093: Octadecanoic acid
73.0
43.0
129.0
5000 284. — e
185.0 241.0 12.50 13.00

m/z 41.10 83.60%

— ‘u‘u I wh H[“ ek ‘L e “ L “ 1 ‘\‘ : “‘
m/z--> 50 100 150 200 250
Abundance #126203: Pentadecanoic acid
43.0 73.0

0 y
—r —
12.50 13.00
5000 129.0 m/z 55.10 80.32%
199.0 2420
0— HJ ‘H‘u‘ M H;N‘\HM} " ‘\ ‘1‘15‘3-“0; “‘ I = —
m/z--> 50 100 150 200 250
Abundance #46965: n-Decanoic acid — e
60.0 12.50 13.00

m/z 73.00  78.55%

5000 129.0
29.0
M LH ‘M th‘ ‘uhpﬁ"\ou“ L : 17?'0

T ‘
m/z--> 50 100 150 200 250 12.50 13.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080924\
Data File : BF138899.D

Acqg On : 09 Aug 2024 20:36
Operator : RC/JU

Sample : P3394-02

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 19 Tetracosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.804 12.14 ng 139658 Chrysene-di2 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 68
2 Tetracosane 338 (C24H50 000646-31-1 68
3 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 68
4 Heptacosane 380 C27H56 000593-49-7 68
5 Octacosane 394 (C28H58 000630-02-4 68
Abundance Scan 1821 (12.804 min): BF138899.D\data.ms (-1817) (- m/z 57.10 100.00%
57.1
w0 M
202.1 - i
99.1 412 12.50 13.00
ol b by 2422 2673 uz 4318 71.50%
miz-> 50 100 150 200 250 300
Abundance #176386: Eicosane
57.0
5000 — e
12.50 13.00
m/z 71.05 54.90%
99.0
0 \‘ “\ ‘H\ i M‘ | }4;(\) 1830 225.0 282.0
\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #246481: Tetracosane
57.0
— ——
12.50 13.00
5000 m/z 85.10 40.27%
9.0
0 \‘ ol M\ ‘h\ h‘ | %4\19 1830 225.0 267.0 338.
e e
miz--> 50 100 150 200 250 300
Abundance #158602: Tridecane, 7-hexyl- “ —
57.0 12.50 13.00
m/z 41.10 31.60%
5000
182.0
99.0 ‘
ol i ia0 | 22502000 o
m/z--> 50 100 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080924\
Data File : BF138899.D

Acqg On : 09 Aug 2024 20:36

Operator : RC/JU

Sample : P3394-02

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.M
: ASP BNA STANDARDS FOR 5 POINT 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 20 Pentadecafluorooctanoic aci... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

13.833 13.80 ng 158778  Chrysene-di12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
2 Cyclopentadecane 210 C15H30 000295-48-7 92
3 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 91
4 Tricosyl pentafluoropropionate 486 C26H47F502 1000351-81-0 91
5 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 91

Abundance Scan 1996 (13.833 min): BF138899.D\data.ms (-1992) (- m/z 57.10 100.00%
57.1
5000
1350  14.00
5.1 . .
194.0 281.1
o‘Hww[H‘Jﬁwum‘wwwmwHH_Hwwwwww m/z 43.10  85.92%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 — —
13.50 14.00
m/z 55.10 70.90%
%5'0 252.0
OHJ‘H‘H\J‘\IN\‘M['\”H\‘H‘H‘l\.u\‘H\:\3‘6\\9\.\0‘\H\‘\\\\‘\H\‘H\\‘\\Gﬂ.?\.'
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #87654: Cyclopentadecane
55.0
— —
13.50 14.00
5000 m/z 41.10 50.44%
F-O 210.0
om“m“‘w\‘a‘umL‘H_HwH‘wHH_HWH_WWWW
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #332270: Docosyl pentafluoropropionate P ——
57.0 13.50 14.00
m/z 71.10 48.94%
5000
fs.o
oillllllyas60 om0 aseo T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080924\
Data File : BF138899.D

Acqg On 1 09 Aug 2024 20:36
Operator : RC/JU

Sample : P3394-02

Misc :

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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|
Butane, 2-metho... 2.122 65.4 ng 880862 1 6.840 269228 20.0
Benzene, 1,2,4,... 7.604 7.0 ng 137765 2 8.122 390679 20.0
Benzene, 1,2,3,... 7.628 10.3 ng 200214 2 8.122 390679 20.0
Indan, 1-methyl- 7.787 8.2 ng 159915 2 8.122 390679 20.0
Benzene, 1-meth... 7.857 11.9 ng 233468 2 8.122 390679 20.0
Tetradecane 9.263 17.9 ng 270957 3 9.875 302535 20.0
Heptadecane, 2,... 9.581 12.5 ng 189415 3 9.875 302535 20.0
Pentadecane 9.792 24.2 ng 365914 3 9.875 302535 20.0
Diethyltoluamide 10.251 13.5 ng 204656 3 9.875 302535 20.0
Hexadecane 10.292 14.1 ng 213110 3 9.875 302535 20.0
Heptacosane 10.510 6.9 ng 104017 3  9.875 302535 20.0
Heptadecane 10.769 22.9 ng 332856 4 11.357 290408 20.0
Octadecane 11.216 16.6 ng 240543 4 11.357 290408 20.0
Nonadecane 11.639 15.3 ng 221891 4 11.357 290408 20.0
n-Hexadecanoic ... 11.886 10.3 ng 149198 4 11.357 290408 20.0
Heneicosane 12.045 13.1 ng 190014 4 11.357 290408 20.0
Eicosane 12.433 10.5 ng 152231 4 11.357 290408 20.0
Octadecanoic acid 12.669 7.7 ng 111686 4 11.357 290408 20.0
Tetracosane 12.804 12.1 ng 139658 5 13.998 230106 20.0
Pentadecafluoro... 13.833 13.8 ng 158778 5 13.998 230106 20.0
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