LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92624\
Data File : BF139568.D

Acqg On : 27 Sep 2024 01:42
Operator : RC/JU

Sample : P4197-01 5X

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: BF139568.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.134 3 7 22 rVB 430717 639234 66.70% 5.158%
2 3.381 214 219 230 rBV 3305 11216 1.17% 0.091%
3  3.934 304 313 320 rVB 6493 11450 1.19% 0.092%
4 5.075 498 507 512 rVB 18852 25918 2.70%  0.209%
5 5.487 566 577 593 rVB 281743 375075 39.14% 3.026%
6 6.498 744 749 757 rBV 305096 387706 40.46%  3.128%
7 6.704 780 784 789 rBV3 8043 11483 1.20% 0.093%
8 6.875 808 813 818 rBV 435677 525215 54.81% 4.238%
9 7.433 899 908 913 rBV 200689 260415 27.17% 2.101%
10 7.516 917 922 926 rVB5 6146 10119 1.06% 0.082%
11 7.681 945 950 957 rVB5 11706 22471  2.34% 0.181%
12 7.775 957 966 967 rBV5 4881 9737 1.02% 0.079%
13 7.892 979 986 989 rBv4 10287 16685 1.74% 0.135%
14  8.157 1017 1031 1038 rBV 553089 748591 78.11% 6.040%
15 8.445 1075 1080 1082 rBv4 11545 18300 1.91% 0.148%
16 8.539 1093 1096 1099 rBvV2 9053 9787 1.02% 0.079%
17 8.657 1113 1116 1120 rBV 24034 30720 3.21% 0.248%
18 8.745 1127 1131 1134 rBV2 18861 24725 2.58% 0.200%
19 8.816 1140 1143 1149 rVB4 11219 16698 1.74% 0.135%
20 8.869 1149 1152 1155 rVB 22975 24973 2.61% 0.202%
21 8.975 1164 1170 1176 rBV3 39225 69529  7.26% 0.561%
22 9.104 1188 1192 1197 rBV5 10523 18263 1.91% 0.147%
23 9.175 1201 1204 1209 rVvv4 10749 15491 1.62% 0.125%
24 9.227 1209 1213 1218 rBV 357578 428661 44.73%  3.459%
25 9.310 1223 1227 1230 rBV 35399 47846  4.99% 0.386%
26 9.380 1235 1239 1245 rVB 15497 22661 2.36% 0.183%
27 9.492 1253 1258 1263 rBV2 19662 33373  3.48% 0.269%
28 9.569 1264 1271 1273 rVV2 33496 62635 6.54% 0.505%
29 9.627 1277 1281 1284 rVV3 32358 53936 5.63% 0.435%
30 9.686 1288 1291 1296 rVB2 23117 31178 3.25% 0.252%
31 9.769 1301 1305 1309 rBV 60586 81998 8.56% 0.662%
32 9.839 1313 1317 1321 rVB 49329 62942 6.57% 0.508%
33 9.910 1324 1329 1333 rBV 557876 689747 71.97% 5.565%
34 10.010 1343 1346 1351 rVB3 16048 22730 2.37% 0.183%
35 10.069 1352 1356 1358 rBV4 12702 20890 2.18% 0.169%
36 10.116 1361 1364 1367 rVB2 28888 37809 3.95% 0.305%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92624\
Data File : BF139568.D

Acqg On : 27 Sep 2024 01:42
Operator : RC/JU

Sample : P4197-01 5X

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 10.157 1367 1371 1375 rBV4 18402 23454  2.45% 0.189%
38 10.227 1379 1383 1385 rBV3 15480 21794  2.27% 0.176%
39 10.333 1395 1401 1405 rBV 75556 113361 11.83% 0.915%
40 10.457 1418 1422 1429 rBV 53427 73511 7.67% 0.593%
41 10.557 1434 1439 1444 rVB 34197 58462 6.10% 0.472%
42 10.610 1445 1448 1451 rBvV3 13993 16665 1.74% 0.134%
43 10.698 1457 1463 1467 rBV 155543 208612 21.77% 1.683%
44 10.810 1478 1482 1491 rVB 100349 171635 17.91% 1.385%
45 11.004 1511 1515 1518 rBvV2 22241 37164 3.88% 0.300%
46 11.133 1533 1537 1539 rBV2 14149 21913 2.29% 0.177%
47 11.257 1554 1558 1561 rBV 77987 102660 10.71% ©0.828%
48 11.286 1561 1563 1569 rVB2 53574 72409 7.56% 0.584%
49 11.398 1577 1582 1585 rBV 503978 748832 78.14% 6.042%
50 11.469 1591 1594 1598 rVB 43424 49949 5.21% 0.403%
51 11.504 1598 1600 1604 rVB 13800 14097 1.47% 0.114%
52 11.633 1618 1622 1626 rBv2 24284 34289 3.58% 0.277%
53 11.686 1627 1631 1635 rBV2 65130 82273 8.59% 0.664%
54 11.786 1644 1648 1655 rVB 79885 103656 10.82% 0.836%
55 11.921 1663 1671 1676 rBV2 74008 155757 16.25% 1.257%
56 11.974 1677 1680 1682 rVV2 20359 26933 2.81% 0.217%
57 12.010 1682 1686 1693 rVB 75056 133991 13.98% 1.081%
58 12.092 1696 1700 1704 rVvV 51546 62739 6.55% 0.506%
59 12.192 1714 1717 1720 rBV 19444 26216 2.74% 0.212%
60 12.374 1745 1748 1750 rBV 11708 13655 1.42% 0.110%
61 12.492 1756 1768 1779 rBv4 269539 664961 69.39% 5.365%
62 12.574 1779 1782 1784 rVV2 33896 39309 4.10% 0.317%
63 12.610 1784 1788 1800 rVV 358768 700870 73.13% 5.655%
64 12.704 1801 1804 1811 rVB 38921 57469 6.00% 0.464%
65 12.839 1820 1827 1833 rBV 298304 441548 46.07%  3.563%
66 12.980 1845 1851 1858 rVB 262085 390720 40.77%  3.153%
67 13.057 1859 1864 1867 rBV4 34200 61396 6.41% ©.495%
68 13.163 1875 1882 1886 rVB2 61721 110641 11.55% ©.893%
69 13.210 1886 1890 1891 rBV 27666 34100 3.56% 0.275%
70 13.233 1891 1894 1897 rVV2 46834 63994 6.68% 0.516%
71 13.268 1897 1900 1907 rVB2 42013 58710 6.13% 0.474%
72 13.363 1913 1916 1918 rBV 17060 18983 1.98% 0.153%
73 13.392 1919 1921 1924 rVB 16548 15973 1.67% 0.129%
74 13.786 1985 1988 1990 rBV 21905 25058 2.61% 0.202%
75 14.033 2024 2030 2041 rBV2 480212 958326 100.00% 7.733%

76 15.080 2203 2208 2216 rBV 182425 399844 41.72% 3.226%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92624\
Data File : BF139568.D

Acqg On : 27 Sep 2024 01:42
Operator : RC/JU

Sample : P4197-01 5X

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

77 15.380 2256 2259 2265 rVB 97979 153759 16.04%  1.241%
78 15.445 2266 2270 2276 rVV 142548 217801 22.73% 1.757%
79 15.509 2276 2281 2294 rVB2 248104 467499 48.78% 3.772%
80 16.980 2526 2531 2539 rVB2 67815 148569 15.50%  1.199%
81 17.427 2603 2607 2620 rVB 50587 109555 11.43% ©0.884%

Sum of corrected areas: 12393319
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092624\
Data File : BF139568.D

Acqg On : 27 Sep 2024 01:42
Operator : RC/JU

Sample : P4197-01 5X

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: BF139568.D\data.ms

500000
134 6.875
400000

6.498
300000 5.487

200000 7.433

100000

3.381 3.934 5.075 6.704 518.6¢

0\\"\\H‘\\H’HH‘\H\‘\H\‘\\H’HH‘HH‘\H\‘\\H‘HH’HH‘\H\‘\H\‘J\\\H‘HH‘\H\‘HH‘HH‘HH‘HH‘\H T T T it

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: BF139568.D\data.ms
8.157 9.910

11.398
500000

400000 9.227
300000

200000

100000 Lﬂ\ﬁ@%m 199 9_.89.
7802 8. a3 FFHHEY 9. 90457 :
IR ) o o

8.50

0 I I L HL A R A T T — — — —
Time--> 8.00 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF139568.D\data.ms

14.033
500000
400000 15.509
15.080
300000 15,405
15.3

200000

16980

13.786 :

100000382 [/ A

e

T ‘ 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\BF092624\
Data File : BF139568.D

Acqg On : 27 Sep 2024 01:42
Operator : RC/JU

Sample : P4197-01 5X

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.
2.134  24.34 ng 639234 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 43
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
5 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 38
Abundance Scan 7 (2.134 min): BF139568.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 43.1
87.1
R R ARARRmEREL
‘ 570 2.202.302.402.50
Ol O e m/z 43.10  46.84%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 UL LA B R R I
43.0 2.202.302.402.50
87.0 m/z 55.10  31.86%
h\ \‘ 9 0 ||
O \H‘\H\‘HH‘HH‘HH‘HH‘HH’HH‘\\H‘\H\‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9527: 3-Pentanol, 2,4-dimethyl-
73.0
A
2.202.302.402.50
5000 m/z 87.10 26.13%
55.0
27.0 41l
0130 Ll 980 110
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol R EARARERREEE LSS
73.0 2.202.302.402.50
87.0 m/z 41.10 15.00%
5000 41.0 55.0
27.0
0 1], ‘ 112.0 129.0
H‘_‘H‘HH‘H‘w‘H‘_H‘_‘H,HH‘H‘W‘HW‘H‘W‘HM‘H‘H“ A RAREAREREEES
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092624\
Data File : BF139568.D

Acqg On : 27 Sep 2024 01:42
Operator : RC/JU

Sample : P4197-01 5X

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 Dodecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.333 3.29 ng 113361  Acenaphthene-di10 9.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 93
2 Hexadecane 226 C1l6H34 000544-76-3 87
3 Heptadecane 240 C17H36 000629-78-7 86
4 Pentadecane 212 C15H32 000629-62-9 86
5 Tetracosane 338 C24H50 000646-31-1 80

Abundance Scan 1401 (10.333 min): BF139568.D\data.ms (-1395) (- m/z 57.10 100.00%

57.1
5000
85.1
“ —
10.00 10.50
113.1
0 Ao as21 m/z 43.10  72.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45479: Dodecane
43.0
71.0
5000 . —
10.00 10.50
m/z 71.10 49.58%
‘ ‘ H 98.0 1270 170.0
O‘\‘\H‘HHH\“H‘M\‘1\\\”‘\\”\‘\“H’\“\\H‘H‘H‘HH‘HH‘H\\‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107217: Hexadecane
57.0
“ —
10.00 10.50
5000 ITI/Z 41.10 38.08%
85.0
29.0
0 ‘\‘ \‘\ M\ H\ A \\\11%0‘14‘1'0 169.0 226.0
B e S SR ARRRRRRRETSES
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 36.30%
5000
85.0
29.0
. L 130300 1690 240.¢
e e e e e e e — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092624\
Data File : BF139568.D

Acqg On : 27 Sep 2024 01:42
Operator : RC/JU

Sample : P4197-01 5X

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 Tridecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.810 4.58 ng 171635  Phenanthrene-di10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Nonadecane 268 C19H40 000629-92-5 91
3 Hexadecane 226 C1l6H34 000544-76-3 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Eicosane 282 C20H42 000112-95-8 87
Abundance Scan 1482 (10.810 min): BF139568.D\data.ms (-1478) (- m/z 57.10 100.00%
57.1
5000
85.0
— ——
113.1 10.50 11.00
. 184.1
O rrrrrrrthel o 7 2410 m/z 43.10  75.95%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #59029: Tridecane
57.0
5000 — —
85.0 10.50 11.00
29.0 m/z 71.10 53.16%
| “ | |, 11301410 184.0
OH\‘HH‘H\H“\M\“l‘\\\“‘\\w\‘\‘\\\“\\\\‘\\HH\H‘HH‘HH‘H\\‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158600: Nonadecane
57.0
— ——
10.50 11.00
m/z 41.10 35.88%
5000 85.0
29.0
e A e e e e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107218: Hexadecane “ 7
57.0 10.50 11.00
m/z 85.05 34.26%
5000
85.0
29.0
0 ‘\ ‘L‘ L\ H‘ 113.0141.0169.0197.0226.0
P e P e e T e T e e — —
m/z--> 20 40 60 80 100120140160180200220240260 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092624\
Data File : BF139568.D

Acqg On : 27 Sep 2024 01:42
Operator : RC/JU

Sample : P4197-01 5X

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 Nonadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.257 2.74 ng 102660  Phenanthrene-di10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Pentadecane 212 C15H32 000629-62-9 91
4 Hexadecane 226 C16H34 000544-76-3 90
5 Eicosane 282 C20H42 000112-95-8 87

Abundance Scan 1558 (11.257 min): BF139568.D\data.ms (-1554) (- m/z 57.10 100.00%

57.1
5000
85.1

— —
11.00 11.50

113.1
141.1
O rrrprrrrthrle Al S 24121690 213.0 m/z 43.10  73.55%
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #158600: Nonadecane
57.0
5000 —r —
85.0 11.00 11.50

29.0 m/z 71.10 52.36%

L e omore e
H\‘HH‘\\H‘HH‘\\H‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #123959: Heptadecane
57.0

7 —
11.00 11.50

o

m/z 85.10  35.75%
5000 85.0
0 h g o1a10160.01970 2400
HWH‘WHH‘HH‘HH_‘H_‘H_H‘_H‘_HW‘HWH‘WH‘WHH
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #90189: Pentadecane T —
57.0 11.00 11.50

m/z 41.10  33.22%

5000 85.0
29.0

| ‘\‘ | || 18014101690 2120

0‘H_H‘_ku‘wuuh‘M_MW‘HWHH‘HHMH‘_HWH‘WHH —

‘ T
m/z--> 20 40 60 80 100120140160180200220240260 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092624\
Data File : BF139568.D

Acqg On : 27 Sep 2024 01:42
Operator : RC/JU

Sample : P4197-01 5X

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 Tridecane, 1-iodo- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.686 2.20 ng 82273  Phenanthrene-dle 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 1-iodo- 310 C13H271 035599-77-0 74
2 Eicosane 282 C20H42 000112-95-8 74
3 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 72
4 Octacosane 394 C28H58 000630-02-4 72
5 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 72

Abundance Scan 1631 (11.686 min): BF139568.D\data.ms (-1627) (- m/z 57.10 100.00%
7.1

57.
5000

— —
99.0 203.1 11.50 12.00
o

141.1
o—hpl “h‘ \”‘w‘“,“ I P ‘“‘“\ T m/z 43.10 72.41%
miz-> 50 100 150 200 250 300
Abundance #211086: Tridecane, 1-iodo-
57.0
5000 —r ——
11.50 12.00

m/z 71.10  49.50%

99.0 183.0
z‘a\l‘pw bl |udato jo 3i0
m/z--> 50 100 150 200 250 300
Abundance #176386: Eicosane
57.0

T T
11.50 12.00

o

5000 ITI/Z 85.10 38.69%
99.0
J260, | | *7% 1410 1830 2250 2820
T L e e B R A A B AT o
m/z--> 50 100 150 200 250 300
Abundance #107244: Dodecane, 2-methyl-6-propyl- T —
57.0 11.50 12.00
m/z 41.10 33.29%
99.0 140.0
182.0
OHM\M b b 2280 e
m/z--> 50 100 150 200 250 300 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092624\
Data File : BF139568.D

Acqg On : 27 Sep 2024 01:42
Operator : RC/JU

Sample : P4197-01 5X

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 Hexadecanoic acid, methyl e... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.786 2.77 ng 103656  Phenanthrene-di10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 97
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 96
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 95
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 83
5 Undecanoic acid, 10-methyl-, met... 214 C13H2602 005129-56-6 72
Abundance Scan 1648 (11.786 min): BF139568.D\data.ms (-1644) (- m/z 74.05 100.00%
74.0
5000 43.1
1431 227.2 A\ ' T
M H 910 185.1 . 270 11.50 12.00
owHH_HwHhu“mwHH_ww_m_hwwwwwm m/z 87.05  74.70%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 /\
43.0 11.50 12.00
143.0 m/z 43.10 44.68%
‘u \“ ‘\‘ \\\1(\)\10 | 17\10\199022\70 270
O\‘HH‘\H\‘H‘H‘\‘H\“HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘H‘H‘

m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester

74.0
— —
11.50 12.00
5000{ 43.0 m/z 55.10  34.38%
oo 130 g0 220 o
\‘HH‘\H\‘HH‘\H\“HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140160 180 200220 240 260
Abundance #109337: Tridecanoic acid, methyl ester T —
74.0 11.50 12.00
m/z 41.10 33.56%
5000{ 43.0
g0 MO 1850 g,
e e e e e e e e —— —
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092624\
Data File : BF139568.D

Acqg On : 27 Sep 2024 01:42
Operator : RC/JU

Sample : P4197-01 5X

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 Phenanthrene, 1-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.921 4.16 ng 155757  Phenanthrene-di10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 95
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 92
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 91
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 86
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 83
Abundance Scan 1671 (11.921 min): BF139568.D\data.ms (-1663) (- m/z 192.05 100.00%
192.1
5000 /\M
43.1 73.0 165.1 T
129.0 ’ 12.00
101.0 256.1
o 2211 m/z 191.10  61.49%
m/z--> 20 40 60 80 100120140 160180 200 220 240
Abundance #67035: Phenanthrene, 1-methyl-
192.0
5000 T
12.00
m/z 189.10  30.28%
165.0
0 27‘0\ 630 9?0 1260\ . h‘\ | HH
\H‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘H \‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #67028: Anthracene, 1-methyl-
192.0
=
12.00
5000 ITI/Z 73.00 22.71%
0,
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #67024: Anthracene, 2-methyl- ! ; A CopHT TR
192.0 12.00
m/z 43.10 22.42%
165.0
0 39.0 . ‘8%10\\ 115.0 . h‘ . \‘H
R RRARa RaE e A e
m/z--> 20 40 60 80 100120140 160 180 200 220 240 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092624\
Data File : BF139568.D

Acqg On : 27 Sep 2024 01:42
Operator : RC/JU

Sample : P4197-01 5X

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 4H-Cyclopenta[def]phenanthrene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.010 3.58 ng 133991  Phenanthrene-di10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 86
2 Pyrazole-4-carboxaldehyde, 3-(4-... 190 C1@H7FN20 306936-57-2 43
3 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 37
4 Carbonic acid, ethyl 2-formyl-4,... 262 C10H8C1204 1000331-34-4 32
5 Benzaldehyde, 3,5-dichloro-2-hyd... 190 C7H4C1202 000090-60-8 28

Abundance Scan 1686 (12.010 min): BF139568.D\data.ms (-1682) (- m/z 190.10 100.00%
19p.1

=

5000
94.8 4
40.0 63.0 130.1 187 218.1 12.00
Obrreprr bt ot iyl 2555 | m/z 189.10  95.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64924: 4H-Cyclopenta[deflphenanthrene
190.0
5000 e
12.00
95.0 m/z 192.10 45.74%
o 3050 | ammg 1990
\H‘\”\H‘”H”H“\\\h\“\‘\\‘\“H‘\\‘HH‘HH‘”HH‘\‘ M‘HH“\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64421: Pyrazole-4-carboxaldehyde, 3-(4-fluorophenyl)-
190.0
e ‘
12.00
5000 ITI/Z 191.10 39.68%
95.0 134.0 162.0
40.0 67.0 ‘ ‘ QHJ ‘
oSSR IR TS NHEN SIS RIS N
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64350: 2,2'-Bis(4,5-dimethylimidazole) — ‘
189.0 12.00
m/z 94.80 22.67%
5000
42.0 1220
0 ‘1‘2‘3‘.(‘)“ e 1”??1.9\ i \?\5‘\‘0\ e }‘w - \]‘-‘\1‘18;(\)“\ : \‘\ r 1‘\ RRRRRRS ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092624\
Data File : BF139568.D

Acqg On : 27 Sep 2024 01:42
Operator : RC/JU

Sample : P4197-01 5X

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@ 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.492 17.76 ng 664961  Phenanthrene-di10 11.398
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
2 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 98
3 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 97
4 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 96
5 9-Octadecenoic acid, methyl ester 296 C19H3602 002462-84-2 95
Abundance Scan 1768 (12.492 min): BF139568.D\data.ms (-1756) (| m/z 55.85 100.00%
.0
200 VJLNvﬂwﬁ/\J]KﬁxmA
——
12.50
0° m/z 41.10 73.02%
miz--> 50 100 150 200 250 300
Abundance #194441: 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 T
87.0 12.50
m/z 43.10 58.17%
‘ ‘ H 1(230 180.0 222.0 264.0
0]_‘5 ‘q‘ Hu‘ ! HH u“u\ ‘\‘Hur\\h‘h bt — NA— ‘h‘ ‘2960
miz-> 50 100 150 200 250 300
Abundance #194420: 13-Octadecenoic acid, methyl ester
55.0
——
12.50
5000 m/z 69.05 53.81%
87.0
264.0
‘ HH ‘ ‘ 23.0 180.0 222.0 ‘ 2960
ok, ‘h‘ “ ‘\ HM\ \‘ ‘d‘mu‘ T ‘\h BN - 1“‘\ - “‘ :
miz--> 100 150 200 250 300
Abundance #194421: 14-Octadecenoic acid, methyl ester ——
55.0 12.50
m/z 74.10 43.90%
5000
87.0
264.0
250 1800 2220 ‘
olb— ““ “‘ ‘\‘““ h \ \‘H “ ‘Mn‘ \\H‘H e, }‘ e ;‘L‘ , “‘ ‘2‘96‘0 o ‘/\‘
m/z--> 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092624\
Data File : BF139568.D

Acqg On : 27 Sep 2024 01:42
Operator : RC/JU

Sample : P4197-01 5X

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 Fluoranthene, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.163 2.31 ng 110641  Chrysene-di12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 95
2 Pyrene, 1-methyl- 216 C17H12 002381-21-7 94
3 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 93
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 92
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 72
Abundance Scan 1882 (13.163 min): BF139568.D\data.ms (-1875) (- m/z 216.10 100.00%
216.1
5000 JWU\L'
—r =
107.7
189.1 13.00 13.50
411 811 . ‘ . B
Ol Akt 8L | 1500 T 231 n/; 215,10 78.91%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #94579: Fluoranthene, 2-methyl-
216.0
5000 — e
13.00 13.50
m/z 213.05  22.29%
108.0
oL 390 740 " 500 %0 |
\H‘HH‘\\H‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘H\ ‘HH‘HH‘
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #94565: Pyrene, 1-methyl-
216.0 J\
s e
13.00 13.50
5000 m/z 217.10 16.46%
95.0 189.0
0,270 630 | 112201500 | ||
e e e e
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #94572: 11H-Benzol[b]fluorene \wﬂ T T
216.0 13.00 13.50
m/z 107.70  12.52%
5000
107.0
0l.280 630 ' 1300 _ 1890 L \
R L R ARasa A e e e — —
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092624\
Data File : BF139568.D

Acqg On : 27 Sep 2024 01:42
Operator : RC/JU

Sample : P4197-01 5X

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 Benzo[e]pyrene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.380 6.58 ng 153759  Perylene-di12 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 99
2 Benzo[b]fluoranthene 252 C20H12 000205-99-2 96
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 95
4 Benzo[j]fluoranthene 252 C20H12 000205-82-3 95
5 Benzo[a]pyrene 252 C20H12 000050-32-8 95
Abundance Scan 2259 (15.380 min): BF139568.D\data.ms (-2256) (- m/z 252.10 100.00%
252.1
- T
12‘5-1 yoo1 15.00 15.50
0390 780 | 1821 2221 || 2991 ./, 559 10 29.10%
miz--> 50 100 150 200 250 300
Abundance #138554: Benzo[e]pyrene
252.0
5000 - ERELAN
15.00 15.50
m/z 253.10 22.12%
125.0
0. 500 830 I 1740 2220 |
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 #138568: Benzol[b]fluoranthene
252.0
— —
15.00 15.50
5000 m/z 125.10 13.43%
126.0
ol 510 830 \H‘ 200.0 HH
— Tt
m/iz--> 50 100 150 200 250 300
Abundance #138565: Benzo[Kk]fluoranthene “ —
252.0 15.00 15.50
m/z 126.00 11.78%
5000
126.0
690 “ M
L = —
m/z--> 50 100 150 200 250 300 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92624\
Data File : BF139568.D

Acqg On : 27 Sep 2024 01:42
Operator : RC/JU

Sample : P4197-01 5X

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... 2.134 24.3 ng 639234 1 6.875 525215 20.0
Dodecane 10.333 3.3 ng 113361 3 9.910 689747 20.0
Tridecane 10.810 4.6 ng 171635 4 11.398 748832 20.0
Nonadecane 11.257 2.7 ng 102660 4 11.398 748832 20.0
Tridecane, 1-iodo- 11.686 2.2 ng 82273 4 11.398 748832 20.0
Hexadecanoic ac... 11.786 2.8 ng 103656 4 11.398 748832 20.0
Phenanthrene, 1... 11.921 4.2 ng 155757 4 11.398 748832 20.0
4H-Cyclopenta[d... 12.010 3.6 ng 133991 4 11.398 748832 20.0
9-Octadecenoic ... 12.492 17.8 ng 664961 4 11.398 748832 20.0
Fluoranthene, 2... 13.163 2.3 ng 110641 5 14.033 958326 20.0
Benzo[e]pyrene 15.380 6.6 ng 153759 6 15.509 467499 20.0
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