LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091824\
Data File : BF139449.D

Acqg On : 19 Sep 2024 02:26
Operator : RC/JU

Sample : P4097-01

Misc :

ALS Vvial : 23  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-BF091324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF139449.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.175 6 14 26 rVB 558351 858641 74.59% 4.730%
2 3.963 313 318 324 rVB 12093 17949 1.56% 0.099%
3 5.093 501 510 517 rBV 55669 82989 7.21% 0.457%
4 5.498 573 579 584 rBV 892180 1138844 98.93% 6.273%
5 6.504 744 750 758 rBV 871150 1140178 99.05% 6.281%
6 6.7106 780 785 790 rBv4 8973 14516 1.26% ©.080%
7 6.881 808 814 819 rVB 282337 347590 30.20%  1.915%
8 7.439 899 909 914 rBV 552143 694811 60.36% 3.827%
9 7.692 948 952 956 rBV 15564 19054 1.66% 0.105%
10 7.739 956 960 964 rvVB 14454 18562 1.61% 0.102%
11  7.963 993 998 1005 rVB7 6359 13410 1.16% ©0.074%
12 8.163 1024 1032 1038 rBV 296749 413996 35.97% 2.280%
13 8.216 1038 1041 1045 rVV2 13120 15301 1.33% 0.084%
14 8.375 1062 1068 1073 rVB 27338 38292 3.33% 0.211%
15 8.434 1074 1078 1087 rBv4 25635 51247 4.45% 0.282%
16 8.575 1099 1102 1106 rBV 23876 31557 2.74% 0.174%
17 8.663 1114 1117 1120 rBV3 10211 12739 1.11% 0.070%
18 8.745 1127 1131 1135 rBV 29599 35788 3.11% 0.197%
19 8.869 1150 1152 1156 rVB2 15526 16699 1.45% 0.092%
20 8.975 1166 1170 1175 rBV2 16848 22525 1.96% 0.124%
21  9.045 1177 1182 1184 rBV3 14068 23930 2.08% 0.132%
22 9.110 1189 1193 1197 rBV4 15498 21313 1.85% 0.117%
23 9.151 1197 1200 1201 rBV 20541 20798 1.81% 0.115%
24 9.175 1201 1204 1209 rVB 42468 52821 4.59% 0.291%
25 9.233 1209 1214 1219 rBV 747256 898255 78.03%  4.948%
26 9.310 1223 1227 1232 rBvV 97664 136814 11.89% 0.754%
27 9.628 1277 1281 1285 rBv4 104195 158904 13.80% 0.875%
28 9.686 1289 1291 1295 rVB2 24546 27638 2.40% 0.152%
29 9.775 1302 1306 1310 rBV2 40365 67296 5.85% 0.371%
30 9.839 1311 1317 1321 rWV 141402 210610 18.30% 1.160%
31 9.910 1322 1329 1333 rVV 273443 389900 33.87% 2.148%
32 9.945 1333 1335 1338 rVB 62655 63469 5.51% 0.350%
33 10.075 1353 1357 1359 rBV3 29348 47704 4.14% 0.263%
34 10.163 1368 1372 1380 rVB5 53910 104528 9.08% 0.576%
35 10.251 1380 1387 1390 rBV5 28521 78186 6.79% 0.431%

36 10.339 1396 1402 1406 rBV 195241 268066 23.29% 1.477%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091824\
Data File : BF139449.D

Acqg On : 19 Sep 2024 02:26
Operator : RC/JU

Sample : P4097-01

Misc :

ALS Vvial : 23  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-BF091324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 10.457 1418 1422 1433 rBV 84167 154603 13.43% 0.852%
38 10.557 1435 1439 1445 rVB 124460 186105 16.17% 1.025%
39 10.622 1446 1450 1457 rW2 73647 110571 9.61% 0.609%
40 10.698 1458 1463 1468 rVW 450586 571854 49.68% 3.150%
41 10.822 1479 1484 1491 rVB 307181 531403 46.16% 2.927%
42 11.263 1555 1559 1561 rBV 169556 216584 18.82% 1.193%
43 11.292 1561 1564 1570 rVB2 175245 236751 20.57% 1.304%
44 11.398 1578 1582 1584 rBV 293627 411326 35.73% 2.266%
45 11.422 1584 1586 1591 rvVv 564071 663826 57.67% 3.657%
46 11.474 1591 1595 1598 rVB 144987 172638 15.00% 0.951%
47 11.633 1619 1622 1627 rVB2 78268 118914 10.33% ©.655%
48 11.686 1627 1631 1635 rVB 164169 195055 16.95% 1.074%
49 11.922 1668 1671 1677 rVB2 151974 207576 18.03% 1.143%
50 12.010 1683 1686 1694 rVB2 138339 238448 20.71% 1.313%
51 12.092 1697 1700 1704 rVB 123001 149068 12.95% ©0.821%
52 12.480 1763 1766 1771 rVB 117503 147960 12.85% 0.815%
53 12.616 1784 1789 1793 rVB 877044 1130036 98.17% 6.225%
54 12.845 1821 1828 1833 rBV 723772 1151104 100.00% 6.341%
55 12.980 1845 1851 1858 rVB 673000 936169 81.33% 5.157%
56 13.057 1860 1864 1868 rBV2 39430 68633 5.96% ©.378%
57 13.163 1879 1882 1886 rVB 101036 138277 12.91% ©.762%
58 13.210 1887 1890 1891 rBV2 36004 39975 3.47% ©0.220%
59 13.233 1891 1894 1897 rW 81606 95400 8.29% 0.526%
60 13.268 1897 1900 1903 rVB2 41524 48476 4.21% 0.267%
61 13.786 1984 1988 1990 rBV3 53870 75177 6.53% 0.414%
62 13.880 2001 2004 2011 rVB 88674 132457 11.51% 0.730%
63 14.027 2024 2029 2033 rBvV2 411459 740194 64.30% 4.077%
64 14.063 2033 2035 2041 rVB 290559 317583 27.59% 1.749%
65 14.139 2045 2048 2052 rBV 52079 58856 5.11% 0.324%
66 15.080 2203 2208 2217 rBV 218244 486115 42.23% 2.678%
67 15.380 2255 2259 2265 rVB 124809 191584 16.64%  1.055%
68 15.445 2265 2270 2275 rVB 164511 244378 21.23%  1.346%
69 15.504 2276 2280 2284 rBV 121340 198287 17.23% 1.092%
70 16.974 2526 2530 2540 rVB2 68903 141653 12.31% ©.780%
71 17.421 2602 2606 2614 rVB 48263 91892 7.98% ©.506%
Sum of corrected areas: 18153848
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091824\
Data File : BF139449.D

Acqg On : 19 Sep 2024 02:26
Operator : RC/JU

Sample : P4097-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF139449.D\data.ms
1000000

800000

6000009 175 7.439

400000
6.881

200000

5.093
3.963 6.710 7.6!

\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ Aﬁ“rr\

T T
Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance TIC: BF139449.D\data.ms
1000000 12.616

o

800000 9.233

11.422

600000

400000

8.163

200000

07397 963 21%3 756 %Qﬁﬁ

= : ‘ — — — — — — — —
Time--> 8. OO 8.50 9 OO 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF139449.D\data.ms

1000000

800000

600000 14.027

400000

200000

‘ T T ‘ T T ’ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091824\
Data File : BF139449.D

Acqg On : 19 Sep 2024 02:26
Operator : RC/JU

Sample : P4097-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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.
2.175 49.41 ng 858641 1,4-Dichlorobenzene-d4 6.881

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 Boronic acid, ethyl-, dimethyl e... 102 C4H11B02 007318-82-3 10
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
Abundance  Scan 14 (2.175 min): BF139449.D\data.ms (-6) (-) m/z 73.10 100.00%
73.1
5000 43.0 /\
R RRARaE
‘ J 881 2.202.302.402.502.60
o"HH_‘HWH?‘,‘“m,m‘_m_m m/z 43.05 51.03%
m/z--> 0 20 40 80 100 120
Abundance #5054: Butane, 2 methoxy -2-methyl-
73.0
5000 T T T T T [T T[T T[T T 77T

2.202.302.402.502.60

43.0
‘ m/z 55.10 33.29%
27.0 88.0
0\‘\\\\‘\“1\\“\\\\’\\\‘\’\\\\‘\\\\‘\\\\
miz--> 0 20 80 100 120
Abundance #15764 2 2,4- Tnmethyl -3-pentanol
73.0
G
2.202.302.402.502.60
5000 55.0 m/z 87.10 27.97%
39
0 L ‘ Al | 880 1150 1200
“““““ “““ ““,‘ L e
miz--> 0 20 40 80 100 120
Abundance #2245.Suane,teUanKthL R RRARaEE e
73.0 2.202.302.402.502.60

m/z 41.10 16.86%

5000
150 43.0
0 \. I H 580 ‘\ 88.0
L L L e B I

m/z--> 0 20 40 60 80 100 120 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091824\
Data File : BF139449.D

Acqg On : 19 Sep 2024 02:26
Operator : RC/JU

Sample : P4097-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
5.093 4.78 ng 82989 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
4 1-Butene, 4-ethoxy- 100 C6H120 044611-46-3 23
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 23
Abundance Scan 510 (5.093 min): BF139449.D\data.ms (-501) (-) m/z 43.05 100.00%
43.0
59.1
5000
RN A mERRR R
| 60 10‘1'1 4.80 5.00 5.20 5.40
Ol bbb e e et e M/z 59,10 53.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L B L B L LA B
4.80 5.00 5.20 5.40
101.0 m/z 101.10 14.97%
31.0 83.0
O \\‘\\\\‘\\\‘\“‘\\\\“H\\\‘\\‘}‘\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
e EARRsEEES R
4.80 5.00 5.20 5.40
5000 m/z 58.00 13.19%
41.0
29.0 101.0
oyl 730 880 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9492: 2-Hexanol, 2-methyl- e EERREEEES R
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.63%
5000
43.0
31.0 ‘ gao Or° /\
IR TR T N N S P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091824\
Data File : BF139449.D

Acqg On : 19 Sep 2024 02:26

Operator : RC/JU

Sample : P4097-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method

Quant Tit

TIC Libra

le

ry

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 3 Tridecane Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
9.310 7.02 ng 136814  Acenaphthene-di10 9.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 62
2 Hexadecane 226 C16H34 000544-76-3 58
3 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 58
4 Heptadecane 240 C17H36 000629-78-7 58
5 Dodecane 170 C12H26 000112-40-3 58
Abundance Scan 1227 (9.310 min): BF139449.D\data.ms (-1223) (-) m/z 57.10 100.00%
57.1
e M
R EE s
‘ 370 193.2 9.00 9.20 9.40 9.60
— A bl ”“ o ‘}u . m/z 43.16  87.06%
miz--> 50 100 15 200 250 300
Abundance #59026: Tridecane
57.0
5000 L B LR B B
9.00 9.20 9.40 9.60
m/z 41.10 52.69%
99.0
0150 ‘\“”H‘\ ‘!‘ \“‘\ “‘ \“\]\-4\1‘0\ \18\4\0‘ L B B B
miz--> 50 100 150 200 250 300
Abundance #107218: Hexadecane
57.0
R EmaaE R
9.00 9.20 9.40 9.60
5000 m/z 71.10 47.93%
0 25Jo““ 4 “‘99{ 0 1410 1830 2260
' A
m/iz--> 50 100 150 200 250 300
Abundance #284588: Sulfurous acid, butyl heptadecy! ester A REmaaE T S
57.0 9.00 9.20 9.40 9.60
m/z 55.10 33.22%
- /VVWJAﬁJkVJ\WxﬁJWJKVJV
; \\\Mw%?mlss‘o_\%3??\‘2‘9‘10
m/z--> 50 100 150 200 250 300 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091824\
Data File : BF139449.D

Acqg On : 19 Sep 2024 02:26
Operator : RC/JU

Sample : P4097-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 4 Tetradecane, 1l-iodo- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.628 8.15 ng 158904  Acenaphthene-di10 9.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86
2 Hexadecane 226 C16H34 000544-76-3 86
3 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 83
4 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 80
5 Dodecane 170 C12H26 000112-40-3 80

Abundance Scan 1281 (9.628 min): BF139449.D\data.ms (-1277) (-) m/z 57.10 100.00%
7.1

5
5000

—
‘ ”‘mgﬁo 154.1 1932 9.50 10.00
ol Bl S+ m/z 43.18  96.96%
mi/z--> 50 100 150 200 250 300
Abundance #228592: Tetradecane, 1-iodo-
57.0
5000 — ——
9.50 10.00

m/z 71.10  75.80%

99.0 1550
O T L ‘\“ “‘ T h“‘ \H‘\ “‘ \‘ T ‘\ \‘ “ T \l\gil(\) LI ‘ L L ‘ \32\4\.|
m/z--> 50 100 150 200 250 300
Abundance #107220: Hexadecane
57.0

T
9.50 10.00
5000 m/z 41.10 50.64%

99.0
a0 | ) | [, 1410 1830 2260
miz--> 50 100 150 200 250 300

Abundance #194605: Heptadecane, 2,6,10,14-tetramethyl- —— ——
57.0 9.50 10.00
m/z 55.10 40.43%

o

5000

%

ol Ll | M3014901830 2530 206.0
bl 77714901830 2530 206.0 S —

m/z--> 50 100 150 200 250 300 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091824\
Data File : BF139449.D

Acqg On : 19 Sep 2024 02:26
Operator : RC/JU

Sample : P4097-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.839 10.80 ng 210610  Acenaphthene-di10 9.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tridecane 184 C13H28 000629-50-5 90
3 Pentadecane 212 C15H32 000629-62-9 81
4 Tetradecane 198 C14H30 000629-59-4 72
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 72
Abundance Scan 1317 (9.839 min): BF139449.D\data.ms (-1311) (-) m/z 57.10 100.00%
57.1
5000
85.1
— —
9.50 10.00
113.1 145.0
0 m‘mJ“:HUw‘wm“_m_m_““‘13““1‘”“2“1‘2“2“” m/z 43.10  83.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
5000 — .
9.50 10.00
290 85.0 m/z 71.10  48.68%
0 ‘\ “ L | M‘ ,113.0 141.0 169.0 197.0 226.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59029: Tridecane
57.0
— —
9.50 10.00
5000 m/z 41.10 43.23%
85.0
29.0
0 d h‘ Loy 411801410 184.0
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90192: Pentadecane — —
57.0 9.50 10.00
m/z 85.10 32.42%
85.0
5000
29.0
0 L0069 2120 A
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\BF091824\
Data File : BF139449.D

Acqg On : 19 Sep 2024 02:26
Operator : RC/JU

Sample : P4097-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 unknownl1®.251 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.251 4.01 ng 78186  Acenaphthene-di1e 9.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 43
2 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 43
3 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 35
4 3-(2-Methyl-propenyl)-1H-indene 170 C13H14 1000187-78-5 35
5 5-Methyl-1,2,3,4-tetrathiane 170 C3H6S4 116664-30-3 35
Abundance Scan 1387 (10.251 min): BF139449[ndMarns(1380)( m/z 155.10 100.00%
193.2
5000
/\ T ‘ T T ‘ T
2222 10.00 10.50
(o} m/z 170.15 97.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45532: Naphthalene, 1,4,6-trimethyl-
155.0
5000 : NN\ /\(\/\ ‘M\‘ :
10.00 10.50
128.0 m/z 159.10 58.91%
63.0 ‘ ‘
O \\\‘\\\\‘\\‘\\““\\‘U‘Hl‘\‘\\’\\\\‘\‘\\\‘\\ ‘\“\‘\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45538: Naphthalene, 2,3,6-trimethyl-
170.0
—— —
10.00 10.50
5000 m/z 193.15 58.30%
128.0
LI CIA o L S S—
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45533: Naphthalene, 1,6,7-trimethyl- —— ——
170.0 10.00 10.50
m/z 63.90 58.07%
5000
0 27.0 510 76.0 1020\12?0 ) HH n {\!\M/\V
R R e RARAZ e e R I A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50

8270-BF091324.M Thu Sep 19 15:21:32 2024 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091824\
Data File : BF139449.D

Acqg On : 19 Sep 2024 02:26
Operator : RC/JU

Sample : P4097-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.339 13.75 ng 268066  Acenaphthene-di10 9.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Tridecane 184 C13H28 000629-50-5 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Eicosane 282 C20H42 000112-95-8 90
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 90
Abundance Scan 1402 (10.339 min): BF139449.D\data.ms (-1396) (- m/z 57.10 100.00%
57.1
5000
85.1
— —
10.00 10.50
113.2
0 m‘mJ“um“_“Mmn“wu_u“,‘1‘5“7“"1“152‘1{,‘“‘2‘2“??“‘ m/z 43.10 81.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107220: Hexadecane
57.0
5000 85.0 r UL
10.00 10.50
290 m/z 71.10 50.36%
113.0
Ot T \H‘\ \“‘1 e “ \WH} T “‘1‘\ T \H“ TT ”\ T \M\]\-L\l";\.g \]‘_\62\0‘ \]\-\QZ\O\ \\z‘sz(\)‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59029: Tridecane
57.0
. —
10.00 10.50
5000 m/z 41.10 41.35%
85.0
29.0
| ‘ | | | 11301410 1840
0 H““H““hu‘_M“‘m‘““H1“mH,‘m“mmm,uwuuw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123961: Heptadecane — —
57.0 10.00 10.50
m/z 85.10 33.42%
5000
85.0
29.0
o \\ L M3014101680 240,
R R L R R e B e R RN SRR r— —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50

8270-BF091324.M Thu Sep 19 15:21:34 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091824\
Data File : BF139449.D

Acqg On : 19 Sep 2024 02:26
Operator : RC/JU

Sample : P4097-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Dodecane, 1-iodo-

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
10.557 9.55 ng 186105  Acenaphthene-di10 9.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 87
2 Octacosane 394 (C28H58 000630-02-4 72
3 Dodecane, 2-methyl-8-propyl- 226 C1l6H34 055045-07-3 72
4 Tridecane 184 C13H28 000629-50-5 68
5 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 68

Abundance Scan 1439 (10.557 min): BF139449.D\data.ms (-1435) (- m/z 57.10 100.00%
57.1
1050 |
9.0 .
0 Hu“‘u‘l‘ F w‘m‘lé?'}‘ A — m/z 43.10 54.07%
miz--> 50 100 150 200 250 300 350
Abundance #193302: Dodecane, 1-iodo-
57.0
5000 RS
10.50
F m/z 71.10  42.71%
9.0
0 \“\ U‘ ‘\ ‘V\”\ “ \‘\‘\ T ‘]‘-\6?\0\ [T T T \\29\6‘9\ L B
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
T \
10.50
5000 m/z 41.10 29.00%
9.0
oL, L1 ;141.0183.0225.0 281.0 337.0 394.
B o o R EL e e S
m/z--> 50 100 150 200 250 300 350
Abundance #107243: Dodecane, 2-methyl-8-propyl- ——
57.0 10.50
m/z 85.10 23.07%
5000
112.0 183.0
ol il e o)
m/z--> 50 100 150 200 250 300 350 10.50

8270-BF091324.M Thu Sep 19 15:21:35 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091824\
Data File : BF139449.D

Acqg On : 19 Sep 2024 02:26
Operator : RC/JU

Sample : P4097-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Benzophenone Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.622 5.67 ng 110571  Acenaphthene-di10 9.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 95
2 Azobenzene 182 C12H1ON2 000103-33-3 64
3 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 60
4 Benzoylformic acid 150 C8H603 000611-73-4 49
5 Benzenepropanenitrile, .beta.-oxo- 145 C9H7NO 000614-16-4 47
Abundance Scan 1450 (10.622 min): BF139449.D\data.ms (-1446) (- m/z 105.05 100.00%
105.1
77.1
182.1
5000
51.0
— —
10.50 11.00
152.1
. 232.1 o
Ol el 328070 22D sz 77.10 76.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 — ——
10.50 11.00
510 m/z 182.10  64.76%
0 2?.0 | L ‘ 152.0 I
‘\\\\"\\\\’\\\”\‘\\\\‘\\\\‘\\\\‘\\}‘\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56777: Azobenzene
71.0
cn Uln oy
182.0 10.50 11.00
5000 m/z 51.05 37.14%
51.0 105.0
027.0 ‘ 12801%20 |
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #30106: Benzenecarbothioic acid, S-methyl ester — ——
105.0 10.50 11.00
m/z 181.10  20.16%
77.0
5000
51.0
152.0
28.0 ‘ |
O R A R e R RSRNREREES sl ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50 11.00

8270-BF091324.M Thu Sep 19 15:21:36 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091824\

Data File : BF139449.D

Acqg On : 19 Sep 2024 02:26

Operator : RC/JU

Sample : P4097-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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, 3-methyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
10.822 25.84 ng 531403  Phenanthrene-d10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 3-methyl- 240 C17H36 006418-43-5 91
2 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 86
3 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 86
4 Heptacosane 380 C27H56 000593-49-7 83
5 Tridecane, 2-methyl- 198 C14H30 001560-96-9 74

Abundance Scan 1484 (10.822 min): BF139449.D\data.ms (-1479) (-] ' m/z 57.10 100.00%

57.1
5000
85.1
— ——
113.1 10.50 11.00
Obrerrtbeh o L A0 18312132 2440 m/z 43.10  68.79%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #123966: Hexadecane, 3-methyl-
57.0
5000 — ——
10.50 11.00
85.0 m/z 71.10 60.73%
113.0 211.0
O ’HHH‘M\ ‘Hh\\“!‘\\\“\\\‘\‘\‘\:I-\?‘:I\-\O\\‘H]\-ﬁ?’\g‘\\“\\‘\\2\4\.99\‘\\\\‘\\

m/z--> 20 40 60 80 100120140160180200220240260280

1y

Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
10.50 11.00
5000 m/z 41.10 34.28%
85.0
29 0
ol L HP%a0 183051102300
,HH‘HH‘HH,HH‘HH‘HH‘H‘WH‘WH‘WH‘WH‘WH‘WH‘WH
m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl- — —
57.0 10.50 11.00
m/z 85.10  27.88%
5000
85.0
29.0 3.0
oL L a0 1890010 ssaozm

e e e T e e F e
m/z--> 20 40 60 80 100120140160180200220240260280 10.50 11.00

8270-BF091324.M Thu Sep 19 15:21:38 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091824\
Data File : BF139449.D

Acqg On : 19 Sep 2024 02:26
Operator : RC/JU

Sample : P4097-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Pentadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.263 10.53 ng 216584  Phenanthrene-di10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 96
2 Heptadecane 240 C17H36 000629-78-7 91
3 Hexadecane 226 C1l6H34 000544-76-3 91
4 Nonadecane 268 C19H40 000629-92-5 91
5 Octadecane 254 C18H38 000593-45-3 90

Abundance Scan 1559 (11.263 min): BF139449.D\data.ms (-1555) (- m/z 57.10 100.00%

57.1
5000 85.1

-
11.00 1150

‘ 113171411 1821 2131 254 9

bl LEAALL 1821 2131 2545 s g0 g 16y

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #90193: Pentadecane
57.0

5000 —— —r
85.0 11.00 11.50

m/z 71.10 51.11%

' 212.0
| | 3014101600
M1 | 1 |
\‘\H\‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘\\H‘\\H‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123961: Heptadecane
57.0

o

o

— —
11.00 11.50
5000 m/z 41.10 38.82%
85.0
29.0
oL msomoy o
w‘u‘_‘H‘H‘W‘H‘MH‘_‘H‘H‘w‘u‘_‘u‘u‘w‘u‘_‘u‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107218: Hexadecane T —
57.0 11.00 11.50

m/z 85.10  37.58%

5000
85.0
29.0
“ ‘ i H‘ 1113.0141.0 169.0 197.0 226.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.00 11.50

o

8270-BF091324.M Thu Sep 19 15:21:39 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091824\
Data File : BF139449.D

Acqg On : 19 Sep 2024 02:26
Operator : RC/JU

Sample : P4097-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Pentadecane, 2,6,10,14-tetr... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.292 11.51 ng 236751  Phenanthrene-di10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 50
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 49
3 Decane, 3-methyl- 156 C1l1H24 013151-34-3 43
4 2,5-Cyclohexadiene-1,4-dione, 2,... 184 C8H805 000085-23-4 41
5 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 38
Abundance Scan 1564 (11.292 min): BF139449.D\data.ms (-1561) (- m/z 57.10 100.00%
57.1
184.1
5000
85.1
— —
| | 139.1 S161 11.00 11.50
Obperrlbebdiidiid e Ll ) 21602952 T es 16 71.53%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #158621: Pentadecane, 2,6,10,14-tetramethyl-
57.0
5000 A‘ T ]
11.00 11.50
85.0 m/z 71.10  67.86%
183.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0
— —
11.00 11.50
5000 m/z 43.10 44 ,94%
85.0
1270
ol h‘ i d | 183.0 253.0282.(
WH‘WH‘WH‘WH‘WH‘WH‘WH‘WH‘WH‘WH‘WH‘WH‘WH‘WH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33092: Decane, 3-methyl- — —
57.0 11.00 11.50
m/z 85.10 32.86%
5000
85.0
27.0
o A e —— —
m/z--> 20 40 60 80 100120140160180200220240260280 11.00 11.50

8270-BF091324.M Thu Sep 19 15:21:40 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091824\
Data File : BF139449.D

Acqg On : 19 Sep 2024 02:26
Operator : RC/JU

Sample : P4097-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 11
R.T. EstConc Area Relative to ISTD R.T.
11.686 9.48 ng 195055  Phenanthrene-di10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 87
2 Heneicosane 296 C21H44 000629-94-7 87
3 Tetracosane 338 (C24H50 000646-31-1 86
4 Hexadecane 226 C16H34 000544-76-3 86
5 Octacosane 394 (C28H58 000630-02-4 86

Abundance Scan 1631 (11.686 min): BF139449.D\data.ms (-1627) (- m/z 57.10 100.00%
57.1

5000 M

T T
99.1 11.50 12.00

ol by 3411 ‘Z‘Oﬁl‘ 283 m/z 43.10 80.12%
miz--> 50 100 150 200 250 300
Abundance #141056: Octadecane
57.0
5000 — e
11.50 12.00

m/z 71.10 50.57%

99.0
0 “\ } T “H‘ \‘H‘\ ““ \“‘ \:‘!-\41‘1.‘0‘\ :!\_8\3\0‘ T \25“4\0\ L B
miz-> 50 100 150 200 250 300
Abundance #194588: Heneicosane
57.0

T T
11.50 12.00

5000 ITI/Z 85.10 38.39%
‘ 99.0
oisQ L)) 340 1830 2250 2060
m/z--> 50 100 150 200 250 300
Abundance #246481: Tetracosane T —
57.0 11.50 12.00
m/z 41.10 38.15%
5000
99.0
0 \‘ | \“\ \‘h h‘ | :“L4‘10‘ :!'830 225.0 267.0 338.
e L S B oo B B o o e — —
m/z--> 50 100 150 200 250 300 11.50 12.00

8270-BF091324.M Thu Sep 19 15:21:41 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091824\
Data File : BF139449.D

Acqg On : 19 Sep 2024 02:26
Operator : RC/JU

Sample : P4097-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Tridecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.922 10.09 ng 207576  Phenanthrene-di10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 78
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
3 Pentadecanoic acid 242 C15H3002 001002-84-2 60
4 n-Decanoic acid 172 C10H2002 000334-48-5 53
5 Tetradecanoic acid 228 C14H2802 000544-63-8 53

Abundance Scan 1671 (11.922 min): BF139449.D\data.ms (-1668) (- m/z 43.10 100.00%

43.1
73.1
5000

1921

——
H 12.00
(R m/z 41.18  75.60%

m/z--> 20 40 60 80 100120140160180200220240260
Abundance #92063: Tridecanoic acid
e
43.0 730

5000 129.0 —
12.00
171.0 m/z 57.10 74.19%
e ) L e
0 u\‘\‘u\“\‘u”!“\H\‘\[Hw‘wu““u‘w‘w‘w‘u“uM“uu‘\‘\u‘u\‘\‘\\u‘uu‘uu‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0 256.0
12.‘00
5000 ITI/Z 60.00 73.13%
129.0
213.0
1 157 01850
0]“‘5“0‘”‘ HH!H‘MC‘ % A\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid —=4
43.0 73.0 12.00
m/z 73.10 72.69%
5000 129.0
L s 20 e
0H“Hu“u”“‘“M‘”wm“““1‘1“”“”‘”H‘H‘H“‘m‘mwm‘mwm‘ \ |
m/z--> 20 40 60 80 100120140160180200220240260 12.00

8270-BF091324.M Thu Sep 19 15:21:43 2024 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091824\
Data File : BF139449.D

Acqg On : 19 Sep 2024 02:26
Operator : RC/JU

Sample : P4097-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.010 11.59 ng 238448  Phenanthrene-di10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 81
2 Thiophene-3-carboxaldehyde, 5-ch... 190 C5H4BC103S 036155-87-0 50
3 6H-Cyclobuta[jk]phenanthrene 190 C15H1e 083469-43-6 50
4 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 36
5 Cyclohexanone, 2-(2-furanylmethy... 190 C12H1402 056053-07-7 27

Abundance Scan 1686 (12.010 min): BF139449.D\data.ms (-1683) (- m/z 190.10 100.00%

19p.1
5000
12.00 |
95.1 163.1 :
63.0
Ol b o3 0 l ML 2862 2701y 189 10 99.55%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 UL
940 12.00
4. m/z 192.10  35.43%
310 630 | 1220 1630 |
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #64996: Thiophene-3-carboxaldehyde, 5-chloro-2-dihydr
45.0 190.0
' 146.0 S :
12.00
5000 82.0 m/z 191.10  33.24%
117.0
0! u‘u“wu‘l‘w N —
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene ——
189.0 12.00
m/z 187.10 20.63%
5000
94.0
o‘HH_HwH‘“‘H“‘_‘H_Hw‘H“‘HH"H‘H_Wwwww S
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091824\
Data File : BF139449.D

Acqg On : 19 Sep 2024 02:26
Operator : RC/JU

Sample : P4097-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Dodecane, 2-methyl-6-propyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.092 7.25 ng 149068  Phenanthrene-di10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 94
2 Pentadecane 212 C15H32 000629-62-9 93
3 Heptadecane 240 C17H36 000629-78-7 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 1700 (12.092 min): BF139449.D\data.ms (-1697) (- m/z 57.10 100.00%
57.1
5000 M
99.1 iZ‘Od |
1411 193.1 : :
O ey AL 1931 24322741 . 4316 ge.62%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
5000 — :
12.00
m/z 71.10 52.04%
H 99.0 140.0 182.0
O H\‘\H\“MH‘\“\\h}\‘w‘\Hh“\\‘!“\‘\‘\H“H\\’H\\“‘HH‘HH‘\H‘\‘HH’HH‘\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #90189: Pentadecane
57.0
T \
12.00
5000 m/z 41.10 38.15%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #123961: Heptadecane T
57.0 12.00
m/z 85.10 37.90%
B M
JLFO %0 a0 s 20
A o R a e aaanat! ——
m/z--> 20 40 60 80 100120140160180200220240260 12.00

8270-BF091324.M Thu Sep 19 15:21:45 2024 Page: 19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091824\
Data File : BF139449.D

Acqg On : 19 Sep 2024 02:26
Operator : RC/JU

Sample : P4097-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Nonadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.480 7.19 ng 147960  Phenanthrene-di10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 81
2 Eicosane 282 C20H42 000112-95-8 76
3 Pentadecane, 7-methyl- 226 Cl6H34 006165-40-8 76
4 Heneicosane 296 C21H44 000629-94-7 76
5 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 74

Abundance Scan 1766 (12.480 min): BF139449.D\data.ms (-1763) (- m/z 57.10 100.00%
57.1

?

5000
99.1 12:50
206.1 .
Obprrrethed bbb e ATL2 ) 242.2272.0 m/z 43.10  77.44%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #158600: Nonadecane
57.0
5000 T
12.50
m/z 71.10 52.11%
27 99.0
0 ‘\ H\ L H‘ I \1410 183.0 268.0
\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176385: Eicosane
57.0
—
12.50
5000 ITI/Z 85.10 37.94%
27.0
R NSNS i it o SRR R
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107232: Pentadecane, 7-methyl- —
57.0 12.50
m/z 41.10 34.95%
112.0
0 |
0 N N5 ¥ -
m/z--> 20 40 60 80 100120140160180200220240260280 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091824\
Data File : BF139449.D

Acqg On : 19 Sep 2024 02:26

Operator : RC/JU

Sample : P4097-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 18 Fluoranthene, 2-methyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
13.163 3.74 ng 138277  Chrysene-di12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 95
2 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 93
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 91
4 Pyrene, 1-methyl- 216 C17H12 002381-21-7 91
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 90

Abundance Scan 1882 (13.163 min): BF139449.D\data.ms (-1879) (- m/z 216.10 100.00%
216.1
5000
106.7 13.00 13.50
63.0 © 1631 ‘ : : :
=0 O 1 (2031 3117 215,10 77.12%
mfz--> 50 100 150 200 250 300
Abundance #94579: Fluoranthene, 2-methyl-
216.0
5000 - =
13.00 13.50
m/z 213.10 23.02%
108.0
0 39.0 ‘74‘.0‘ f \“ 1630 o \H‘
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
m/z--> 50 100 150 200 250 300
Abundance #94572: 11H-Benzol[b]fluorene
216.0
—— —
13.00 13.50
5000 m/z 217.10 16.14%
107.0
0280 630 | 163.0 H‘
— el
miz--> 50 100 150 200 250 300
Abundance #94575: 11H-Benzol[a]fluorene T T
216.0 13.00 13.50
m/z 106.70  12.06%
5000
108.0
b 30 a0 | ] "7
m/z--> 50 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091824\
Data File : BF139449.D

Acqg On : 19 Sep 2024 02:26
Operator : RC/JU

Sample : P4097-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 unknownl13.880 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.880 3.58 ng 132457  Chrysene-di12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[a]fluoren-11-one 230 C17H100 000479-79-8 49
2 7H-Benz[de]anthracen-7-one 230 C17H100 000082-05-3 45
3 Propionic acid, 3-iodo-, hexadec... 424 C19H37102 1000406-24-7 30
4 Propionic acid, 3-iodo-, octadec... 452 C21H411I02 1000406-24-9 30
5 Propionic acid, 3-iodo-, heptade... 438 C20H39I02 1000406-24-8 30
Abundance Scan 2004 (13.880 min): BF139449.D\data.ms (-2001) (- m/z 230.10 100.00%
230.1
57.1
5000
— ——
11.1 13.50 14.00
0l u‘u ﬂ ba ATEN 427613232 4/, 5716 55.48%
miz--> 50 100 150 200 250 300 350 400
Abundance #111819: 11H-Benzo[a]fluoren-11-one
230.0
5000 — —
13.50 14.00
101.0 m/z 43.10 51.38%
00,1 1ol
0 \\‘\i‘\“\“\“\“‘\‘\\\{‘\\m\\““\\‘\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #111823: 7H-Benz[de]anthracen-7-one
230.0
— ——
13.50 14.00
5000 ITI/Z 55.10 36.39%
o 500 10101500 |
e
m/z--> 50 100 150 200 250 300 350 400
Abundance  #314828: Propionic acid, 3-iodo-, hexadecyl ester — —
7.0 13.50 14.00
m/z 71.10 29.50%
5000 200.0
11_0155.0
oL AL e P90 o e
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091824\
Data File : BF139449.D

Acqg On : 19 Sep 2024 02:26

Operator : RC/JU

Sample : P4097-01

Misc

ALS vial : 23

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

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

Peak Number 20 Benzo[e]pyrene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
15.380 19.32 ng 191584  Perylene-di2 15.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 97
3 Benzo[a]pyrene 252 C20H12 000050-32-8 95
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 95
5 Perylene 252 C20H12 000198-55-0 90

Abundance Scan 2259 (15.380 min): BF139449.D\data.ms (-2255) (- m/z 252.10 100.00%
252.1
5000
125.1 15.00 15.50
0,500 870 ; | 16111980, | 3050 3562 ./, 350,10  29.74%
m/z--> 50 100 150 200 250 300 350
Abundance #138554: Benzo[e]pyrene
252.0
5000 = VA
15.00 15.50
m/z 253.10 21.89%
125.0
0390 830 | 2000 . |
\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #138563: BenzolKk]fluoranthene
252.0
— —
15.00 15.50
5000 m/z 125.10 11.10%
126.0
oSOyl w0, |
m/z--> 50 100 150 200 250 300 350
Abundance #138555: Benzo[a]pyrene “ T
252.0 15.00 15.50
m/z 251.05 9.92%
5000
126.0
0 59.0 87.0‘ N :‘L63.020‘0.0 - ‘ ‘
e e e e e e o e
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91824\
Data File : BF139449.D

Acqg On : 19 Sep 2024 02:26
Operator : RC/JU

Sample : P4097-01

Misc :

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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... 2.175 49.4 ng 858641 1 6.881 347590 20.0
2-Pentanone, 4-... 5.093 4.8 ng 82989 1 6.881 347590 20.0
Tridecane 9.310 7.9 ng 136814 3 9.910 389900 20.0
Tetradecane, 1-... 9.628 8.2 ng 158904 3  9.910 389900 20.0
Hexadecane 9.839 10.8 ng 210610 3  9.910 389900 20.0
unknown10.251 10.251 4.0 ng 78186 3 9.910 389900 20.0
Heptadecane 10.339 13.8 ng 268066 3 9.910 389900 20.0
Dodecane, 1-iodo-  10.557 9.6 ng 186165 3  9.910 389900 20.0
Benzophenone 10.622 5.7 ng 110571 3 9.910 389900 20.0
Hexadecane, 3-m... 10.822 25.8 ng 531403 4 11.398 411326 20.0
Pentadecane 11.263 10.5 ng 216584 4 11.398 411326 20.0
Pentadecane, 2,... 11.292 11.5 ng 236751 4 11.398 411326 20.0
Octadecane 11.686 9.5 ng 195055 4 11.398 411326 20.0
Tridecanoic acid 11.922 10.1 ng 207576 4 11.398 411326 20.0
4H-Cyclopenta[d... 12.010 11.6 ng 238448 4 11.398 411326 20.0
Dodecane, 2-met... 12.092 7.3 ng 149068 4 11.398 411326 20.0
Nonadecane 12.480 7.2 ng 147960 4 11.398 411326 20.0
Fluoranthene, 2... 13.163 3.7 ng 138277 5 14.033 740194 20.0
unknown13.880 13.880 3.6 ng 132457 5 14.033 740194 20.0
Benzo[e]pyrene 15.380 19.3 ng 191584 6 15.504 198287 20.0
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