LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127019.D

Acqg On : 22 Feb 2022 20:17
Operator : CG\JU

Sample : N1626-11

Misc :

ALS Vvial : 13  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-BF021622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF127019.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.546 372 384 387 rBV 1338119 1488162 44.79%  2.942%
2 5.151 481 487 490 rBvV 806214 873257 26.28% 1.726%
3 5.546 550 554 557 rBV 1544454 1311210 39.47% 2.592%
4 6.545 719 724 727 rBV 1919923 1895272 57.04% 3.747%
5 6.922 785 788 792 rBV 612417 466462 14.04% ©.922%
6 6.975 793 797 801 rBV 176465 140489 4.23% 0.278%
7 7.487 879 884 886 rBV 1656483 1420236 42.75% 2.808%
8 8.092 985 987 990 rBV 69254 57345 1.73% 0.113%
9 8.134 990 994 999 rVB4 52479 86681 2.61% 0.171%
10 8.204 1003 1006 1009 rVB 696310 534204 16.08% 1.056%
11  9.281 1184 1189 1192 rBV 2692814 2168211 65.26% 4.287%
12 9.351 1199 1201 1203 rBV 66530 58469 1.76% 0.116%
13 9.381 1203 1206 1210 rVB2 378556 338850 10.20% 0.670%
14  9.545 1230 1234 1237 rBV 43842 62405 1.88% ©.123%
15 9.622 1243 1247 1249 rBV 74552 80116 2.41% ©0.158%
16 9.757 1268 1270 1276 rVB 96196 101819 3.06% 0.201%
17 9.881 1287 1291 1294 rVB2 65922 65949 1.98% 0.130%
18 9.963 1302 1305 1309 rVB 622901 488646 14.71%  0.966%
19 10.122 1327 1332 1334 rBV4 42656 60063 1.81% 0.119%
20 10.204 1343 1346 1350 rBvV2 70192 63059 1.90% 0.125%
21 10.275 1355 1358 1361 rBvV2 88386 97230 2.93% 0.192%
22 10.381 1373 1376 1379 rVB 222020 227153 6.84% 0.449%
23 10.604 1410 1414 1416 rBV 139909 157948 4.75% 0.312%
24 10.686 1425 1428 1432 rBV3 56846 54972 1.65% 0.109%
25 10.751 1436 1439 1444 rBV 449362 429059 12.91% 0.848%
26 10.857 1454 1457 1462 rBV 866506 1108779 33.37% 2.192%
27 11.051 1487 1490 1494 rBV 197919 271003 8.16% 0.536%
28 11.086 1494 1496 1499 rVB 166899 126105 3.80% 0.249%
29 11.116 1499 1501 1503 rBV 141644 105692 3.18% 0.209%
30 11.145 1503 1506 1510 rBV 227925 213925 6.44% 0.423%

31 11.180 1510 1512 1514 rBV 159940 147121  4.43%
32 11.204 1514 1516 1518 rVV 104550 75795 2.28%
33 11.310 1531 1534 1537 rBV 2096209 1921209 57.83%
34 11.339 1537 1539 1545 rVB 1226399 1118682 33.67%
35 11.398 1545 1549 1555 rBv4 229442 365520 11.00%
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36 11.457 1555 1559 1561 rBV2 658761 734802 22.12%  1.453%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127019.D

Acqg On : 22 Feb 2022 20:17
Operator : CG\JU

Sample : N1626-11

Misc :

ALS Vvial : 13  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-BF021622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.492 1561 1565 1569 rvB2 371525 569442 17.14% 1.126%
38 11.528 1569 1571 1573 rVB2 196830 146797 4.42%  0.290%
39 11.557 1573 1576 1578 rBV 285872 242310 7.29% 0.479%
40 11.586 1578 1581 1584 rBV 419815 436470 13.14% 0.863%
41 11.622 1584 1587 1591 rBV2 554656 615704 18.53% 1.217%
42 11.657 1591 1593 1595 rBV 340652 283090 8.52% 0.560%
43 11.692 1596 1599 1602 rBV 684982 658801 19.83% 1.302%
44 11.745 1604 1608 1611 rBV 3848525 3322453 100.00% 6.568%
45 11.904 1632 1635 1637 rBV 712331 742132 22.34% 1.467%
46 11.975 1645 1647 1649 rBV 372821 289845 8.72% 0.573%
47 12.004 1649 1652 1655 rVV2 686134 596728 17.96%  1.180%
48 12.039 1655 1658 1660 rBV 530415 579656 17.45% 1.146%
49 12.092 1664 1667 1670 rVvV 594996 532072 16.01% 1.052%
50 12.157 1674 1678 1680 rBV 3197659 2886883 86.89% 5.707%
51 12.263 1694 1696 1700 rVB3 335629 312170 9.40% 0.617%
52 12.304 1700 1703 1705 rBV 634115 649474 19.55% 1.284%
53 12.433 1723 1725 1728 rVB 874555 782658 23.56% 1.547%
54 12.504 1735 1737 1741 rVB2 588247 520215 15.66% 1.028%
55 12.545 1741 1744 1747 rBV 2589416 2106404 63.40% 4.164%
56 12.645 1759 1761 1765 rBV2 423364 592717 17.84% 1.172%
57 12.757 1778 1780 1782 rBV2 654698 566648 17.06%  1.120%
58 12.916 1805 1807 1810 rVB 1647914 1373834 41.35% 2.716%
59 13.051 1824 1830 1833 rBV 2486751 3016534 90.79% 5.964%
60 13.274 1865 1868 1871 rBV2 2143072 1938513 58.35%  3.832%
61 13.621 1924 1927 1932 rVB2 2091577 2030421 61.11% 4.014%
62 13.951 1980 1983 1985 rVB 1990348 1700860 51.19% 3.363%
63 14.269 2034 2037 2040 rBV 1851886 1699087 51.14%  3.359%
64 14.574 2086 2089 2092 rVB 1816797 1641469 49.41%  3.245%
65 15.245 2201 2203 2206 rBV 810908 832505 25.06% 1.646%

Sum of corrected areas: 50581792
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127019.D

Acqg On : 22 Feb 2022 20:17
Operator : CG\JU

Sample : N1626-11

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF127019.D\data.ms

5000000
4000000
3000000

6.545
2000000 5 546 7487
4.546

1000000
5.151 6.922

975
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\/‘L\\\\‘\\\\‘\\\\‘\\\\‘\
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Abundance TIC: BF127019.D\data.ms

o

5000000
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9.281

2000000

1000000 8.204

0—r T — R — — — —
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF127019.D\data.ms
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8270-BF021622.M Wed Feb 23 14:34:35 2022 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127019.D

Acqg On : 22 Feb 2022 20:17
Operator : CG\JU

Sample : N1626-11

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 3-Penten-2-one, 4-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.546 63.81 ng 1488160 1,4-Dichlorobenzene-d4 6.922

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 95
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
4 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 86
Abundance Scan 384 (4.546 min): BF127019.D\data.ms (-372) (-) m/z 83.10 100.00%
55.0 83.1
5000
43.0 98.1
T
‘ ‘ 67.0 4.20 4.40 4.60 4.80
0Frrr e e e e by M/ 55.05 96.24%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3653: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 LI L L A LA AL BN R
43.0 98.0 4.20 4.40 4.60 4.80
29.0
m/z 43.05 34.85%
‘ Ll ull 670 | ‘
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3553: 3-Hexen-2-one
55.0
83.0 T
290 43.0 4.20 4.40 4.60 4.80
5000 m/z 98.10 32.27%
98.0
M‘\ \\‘\ 67.0 |
owwwwwm e EEEEEES R
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3817 2-Pentene, 3,4-dimethyl-, (E)- T
55.0 83.0 4.20 4.40 4.60 4.80
m/z 39.10 27.62%
41.0
5000
27.0 98.0
15.0 ‘ 69.0
oM‘H‘HWH“M:UM;MHWHWlewmwm‘ S | S —
m/z--> 10 20 30 40 50 60 70 80 90 100 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127019.D

Acqg On : 22 Feb 2022 20:17
Operator : CG\JU

Sample : N1626-11

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 6
R.T. EstConc Area Relative to ISTD R.T.
5.151 37.44 ng 873257 1,4-Dichlorobenzene-d4 6.922

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 487 (5.151 min): BF127019.D\data.ms (-481) (-) m/z 43.05 100.00%
43.0
59.1
5000
am0500 52050
T - S 05
ot m/z 59.10 65.63%
m/z--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 LI L L L L B L
4.80 5.00 5.20 5.40
101.0 m/z 101.10 21.92%
2710 ‘ 83.0
O\\\‘\‘\“\\“‘\\\W‘\\\\“\\\\“\\\\’\\\\’\\
miz-> 20 40 60 80 100 120 140
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
T
4.80 5.00 5.20 5.40
5000 41.0 m/z 58.10 15.90%
H ‘ 87.0
oz Wl L T
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester “‘H“‘H““H“‘A“
59.0 4.80 5.00 5.20 5.40
m/z 41.05 9.33%
5000 41.0
0 \H \‘ \‘ 1y ‘ 12\6'0 142.0
— 7= R e RamEnEan e
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127019.D

Acqg On : 22 Feb 2022 20:17
Operator : CG\JU

Sample : N1626-11

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Nonadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.857 30.18 ng 1108780  Phenanthrene-d10 11.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Tridecane 184 C13H28 000629-50-5 90
5 Tetradecane 198 C14H30 000629-59-4 90

Abundance Scan 1457 (10.857 min): BF127019.D\data.ms (-1454) (-  m/z 57.10 100.00%
57.1

- M
T 1 7
‘ 991 1412 10.50 11.00
ol b d o fA12 1832 2403 m/z 43.10  70.85%
m/z--> 50 100 150 200 250
Abundance #158600: Nonadecane
57.0
5000 = =
10.50 11.00
m/z 71.10 56.82%
99.0
0 | \‘\ Ml ‘H\ L H‘ Il 1410 183.0 268.0
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
Abundance #194590: Heneicosane
57.0
= T
10.50 11.00
5000 m/z 85.10 38.18%
‘ 99.0
41.0
obzsiol || 11| | 140 1830 220 296
m/z--> 50 100 150 200 250
Abundance #123961: Heptadecane — T
57.0 10.50 11.00
m/z 41.10 37.85%
5000
o \\ L1070 10 ass0 2000
e e = T
m/z--> 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\BF022222\
Data File : BF127019.D

Acqg On : 22 Feb 2022 20:17
Operator : CG\JU

Sample : N1626-11

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Octadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.310 52.29 ng 1921210  Phenanthrene-d10 11.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 91
3 Eicosane, 10-methyl- 296 C21H44 054833-23-7 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Hexadecane 226 C16H34 000544-76-3 90

Abundance Scan 1534 (11.310 min): BF127019.D\data.ms (-1531) (- m/z 57.10 100.00%
57.1

= ——
99.1 141 2 11.00 11.50
ob A d lg g 1412 1832217.12543 2024 331 /7 4310 67.21%
miz--> 50 100 150 200 250 300
Abundance #141057: Octadecane
57.0
5000 - o
11.00 11.50
m/z 71.10 59.48%
99.0
\ h L] 1410 1830 254.0
O\h\‘\‘ \‘\‘H‘\“’\‘\“\i“‘\‘\\‘\‘\\\\“\\\\|\\\\
miz--> 100 150 200 250 300
Abundance #141070: Heptadecane, 8-methyl-
57.0
= —
11.00 11.50
5000 m/z 85.10 42.71%
126.0
L ‘H Lifol heso 20
miz--> 100 150 200 250 300
Abundance #194595: Eicosane, 10-methyl- =4 “
57.0 11.00 11.50
m/z 41.10 36.19%
5000
99.0
ol b b Ty 1070 2300 2810 e
m/z--> 50 100 150 200 250 300 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127019.D

Acqg On : 22 Feb 2022 20:17
Operator : CG\JU

Sample : N1626-11

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Tridecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

11.339 30.45 ng 1118680  Phenanthrene-d10 11.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 91
2 Octadecane 254 C18H38 000593-45-3 90
3 Tetracosane 338 (C24H50 000646-31-1 90
4 Docosane 310 C22H46 000629-97-0 90
5 Decane, 5-propyl- 184 C13H28 017312-62-8 87

Abundance Scan 1539 (11.339 min): BF127019.D\data.ms (-1537) (- m/z 57.10 100.00%
57.1

ll‘Od ELl‘Sd
41.2183.2 ' :
ol ”wu“, HH_H‘_“2‘5‘2‘3”_”‘_‘3?9‘ m/z 71.10  70.54%
m/z--> 50 100 150 200 250 300 350
Abundance #59029: Tridecane
57.0
5000 = —
11.00 11.50
# m/z 43.10 49.37%
9.0
Ol\s\d\ ’ “ \“\“] \‘\]‘-\4'\]-‘0\]\_8\4\0‘\ T ‘ T T ‘ T T ‘ L
m/z--> 50 100 150 200 250 300 350
Abundance #141056: Octadecane
57.0
- —
11.00 11.50
5000 m/z 85.10 41.57%
‘ 9.0
ol Lilii] 3op0ums0 25e0
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane =5 T
57.0 11.00 11.50
m/z 41.10 30.24%
5000
9.0
ol L1 14101830225.0267.0  338.0
e A A e e e T — —
m/z--> 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\BF022222\
Data File : BF127019.D

Acqg On : 22 Feb 2022 20:17
Operator : CG\JU

Sample : N1626-11

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Octadecane, 3-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.622 16.76 ng 615704  Phenanthrene-di10 11.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 3-methyl- 268 C19H40 006561-44-0 90
2 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 86
3 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1010309-18-1 83
4 Tetratetracontane 619 C44H90 007098-22-8 80
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 74

Abundance Scan 1587 (11.622 min): BF127019.D\data.ms (-1584) (-] m/z 57.10 100.00%
57.1

20 Aﬂ~ﬁﬂh$ﬂvﬂkﬂﬂmﬂf\MﬂW
0.1 nso 120
' 141.2 239.3 :
Y — “‘1‘ A |y g%m5 1882 S90S 2773 n/z 43,18 51.52%
m/z--> 50 100 150 200 250 300
Abundance #158607: Octadecane, 3-methyl-
57.0
5000 — ——
11.50 12.00
239.0 m/z 71.10 46.44%
141.0 '
05— ‘r ‘“‘\ “h‘ \“‘\ “‘ \“ T ‘\ \‘ “\ ‘\18\‘3\0‘ T ‘1 ‘2\6\9(\)\ T
m/z--> 50 100 150 200 250 300
Abundance #141066: Heptadecane, 2-methyl-
43.0
—— —
11.50 12.00
5000 ITI/Z 41.10 39.96%
85.0
o Ll 2210 1090 2410 asao
m/z--> 50 100 150 200 250 300
Abundance #241461: Sulfurous acid, butyl tetradecyl ester 7 —
57.0 11.50 12.00
m/z 85.10 32.37%
97.0
. 197.
o%?r%‘w ‘hw‘!‘ Lipere | 100zt 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\BF022222\
Data File : BF127019.D

Acqg On : 22 Feb 2022 20:17
Operator : CG\JU

Sample : N1626-11

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 17
R.T. EstConc Area Relative to ISTD R.T.
11.692 17.93 ng 658801 Phenanthrene-di10 11.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 90
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Octadecane 254 C18H38 000593-45-3 90
5 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 87
Abundance Scan 1599 (11.692 min): BF127019.D\data.ms (-1596) (- m/z 57.10 100.00%
57.1
- JﬁANAAMANAAfoWNMWA
91 —— ——
141.1 11.50 12.00
183.2
ol M“ L1/ 3832 23022813 36l 1/, 71.10 82.13%
mlz--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane
57.0
5000 Sk —
11.50 12.00
m/z 43.10 74.53%
9.0
0 \‘ \L ‘ H\ L H‘ | %4%\0 :\L8\3(‘) 225.0 26\80
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
—— —
11.50 12.00
5000 m/z 85.10 49.77%
9.0
0 L\ “‘\ i \‘ | ]\-4\10 183.0 239.0 296.0
e A
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane R —
57.0 11.50 12.00
m/z 41.10 29.65%
5000
9.0
obsd L L1y 30m0zs0 20 W T
m/z--> 50 100 150 200 250 300 350 11.50 12.00

8270-BF021622.M Wed Feb 23 14:34:47 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127019.D

Acqg On : 22 Feb 2022 20:17
Operator : CG\JU

Sample : N1626-11

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 1
R.T. EstConc Area Relative to ISTD R.T.
11.745 90.43 ng 3322450  Phenanthrene-d10 11.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Nonadecane 268 C19H40 000629-92-5 91
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 91

Abundance Scan 1608 (11.745 min): BF127019.D\data.ms (-1604) (- m/z 57.10 100.00%

57.1
5000
—— —
9‘1 1412 11.50 12.00
ol d bdy 139218322253 2683 3412 4/, 7116 67.10%
m/z--> 50 100 150 2000 250 300 350
Abundance #90189: Pentadecane
57.0
5000 R ——
11.50 12.00
m/z 43.10 65.71%
M | | ‘9‘01410 212.0
O\\\\“‘\\““\“\‘\!“\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
—— —
11.50 12.00
5000 m/z 85.10 48.72%
‘ 9.0
41.0
ots0 L1 [1410m0 250 200
m/z--> 50 100 150 2000 250 300 350
Abundance #123960: Heptadecane R —
57.0 11.50 12.00
m/z 41.10 34.44%
5000
9.0
olsd L 1L u‘ L}if218s0 2400 Sl
m/z--> 50 100 150 200 250 300 350 11.50 12.00

8270-BF021622.M Wed Feb 23 14:34:47 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127019.D

Acqg On : 22 Feb 2022 20:17
Operator : CG\JU

Sample : N1626-11

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 1@-Methylnonadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.904 20.20 ng 742132  Phenanthrene-di10 11.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10-Methylnonadecane 282 C20H42 056862-62-5 64
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 53
3 Tetradecane 198 C14H30 000629-59-4 52
4 Nonadecane 268 C19H40 000629-92-5 46
5 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 46
Abundance Scan 1635 (11.904 min): BF127019.D\data.ms (-1632) (. m/z 57.10 100.00%
57.1
20 e MM
12.00
140.2 :
N “h‘ J“‘W‘H‘ A 1822 2382 2804 341 ., 7119 70.65%
miz-> 50 100 150 200 250 300
Abundance #176388: 10-Methylnonadecane
57.0
5000 1
12.00
09.0 154.0 m/z 43.10 69.94%
O T \“‘\ ‘\““ T ““‘ \‘“‘\““‘ \M \H‘\ T “‘\ LI ‘ L ‘2\67\.(\)\ ‘ L
miz--> 50 100 150 200 250 300
Abundance #132769: 2-Bromo dodecane
57.0
——
12.00
5000 m/z 85.10 51.83%
99.0 169.0
AL O N T R
miz--> 50 100 150 200 250 300
Abundance #74005: Tetradecane ‘
57.0 12.00
m/z 55.10 42.63%
99.0
‘ 141.0 198.0
olso [l |1, 1e10 1980 —
m/z--> 50 100 150 200 250 300 12.00

8270-BF021622.M Wed Feb 23 14:34:48 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127019.D

Acqg On : 22 Feb 2022 20:17
Operator : CG\JU

Sample : N1626-11

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Octadecane, 2-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

12.004 16.24 ng 596728 Phenanthrene-d10 11.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 2-methyl- 268 C19H40 001560-88-9 94
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 91
3 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 91
4 Eicosane, 2-methyl- 296 C21H44 001560-84-5 91
5 Hentriacontane 437 C31H64 000630-04-6 90

Abundance Scan 1652 (12.004 min): BF127019.D\data.ms (-1649) (- m/z 57.10 100.00%

57.1
5000
12.00 |
13.1 -
69.2 239.3 .
ol ‘i [ 11 f092 23032880 3718 452 ./, 43.10  75.01%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #158610: Octadecane, 2-methyl-
43.C
5000 - :
12.00
0.0 m/z 71.10 56.14%
J J 155.0 225.0
0\\‘“‘“\h\“f‘\‘\f‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
T T \
12.00
5000 ITI/Z 85.10 42.89%
140.0
ol |y 2260
miz--> 50 100 150 200 250 300 350 400 450
Abundance #176392: Nonadecane, 2-methyl- — !
57.0 12.00
m/z 41.10 35.37%
h MMMwAAAAfwﬁMAﬁ/WJ%MAV
‘ | 11130 169.0 239.0
ok L e ——
m/z--> 50 100 150 200 250 300 350 400 450 12.00

8270-BF021622.M Wed Feb 23 14:34:50 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127019.D

Acqg On : 22 Feb 2022 20:17
Operator : CG\JU

Sample : N1626-11

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Eicosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.157 78.58 ng 2886880  Phenanthrene-d10 11.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Tetracosane 338 (C24H50 000646-31-1 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 90

Abundance Scan 1678 (12.157 min): BF127019.D\data.ms (-1674) (. m/z 57.10 100.00%
57.1

5000 W
—— —
‘ 1692 12.00 12.50
0 Hm“"e‘w £2252 2824 347.34013 484 n/; 71.10  68.27%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #176384: Eicosane
57.0
5000 — ——
12.00 12.50
m/z 43.10 64.99%
‘ ‘l‘l\ 169.0 225 0 282.0
O\‘\‘\‘\\\‘\‘\”\‘\f“‘\“\\‘\‘Y\\W’\\\l\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #246481: Tetracosane
57.0
—— —
12.00 12.50
5000 ITI/Z 85.10 51.40%
0 ‘\ ‘ 1] l,\lff)‘l690225028103380
“w“‘w“u‘ T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #141058: Octadecane T —
57.0 12.00 12.50
m/z 41.10 33.03%
- AAJWJNMWwﬂ/wJMMAwANv
” nfolego 254.0
om‘“Hu"wwmu_m,mH,HH_M‘HH_M — —
m/z--> 50 100 150 200 250 300 350 400 450 12.00 12.50

8270-BF021622.M Wed Feb 23 14:34:51 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127019.D

Acqg On : 22 Feb 2022 20:17
Operator : CG\JU

Sample : N1626-11

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-

BF021622.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 Sulfurous acid, 2-propyl te... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

12.384 17.68ng 649474 Phenanthrene-d16 11.457

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S

2 Dodecane, 2-methyl-6-propyl- 226 C16H34
3 9-methylheptadecane 254 C18H38
4 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42
5 Tetradecane 198 C14H30

Abundance Scan 1703 (12.304 min): BF127019.D\data.ms (-1700) (-]
57.1

1010309-12-5 86
055045-08-4 76
026741-18-4 68
000638-36-8 64
000629-59-4 64

m/z 57.10 100.00%

°

°

°

°

5000 M
P P
1682 12.00 12.50
oA ALl ‘ o 2102 2813329.13733416. .., 71,10 72.09%
mlz--> 50 100 150 200 250 300 350 400
Abundance  #224374: Sulfurous acid, 2-propyl tetradecyl ester
43.0
5000 — —
12.00 12.50
m/z 43.10 69.40%
O \“\ : ’ ‘“‘ \H\H“ \“\1-\4\]-‘0\ \]\-9\7‘\()\ T \2‘6\]_\0\ T ‘ L ‘ T T 1T ’ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
P P
12.00 12.50
5000 m/z 85.10  61.94%
140.0
ol bl li | 8302260
miz-> 50 100 150 200 250 300 350 400
Abundance #141059: 9-methylheptadecane — —
57.0 12.00 12.50
m/z 55.10 39.27%
5000
140.0
oLl iy | weoz3e0 BN
m/z--> 50 100 150 200 250 300 350 400 12.00 12.50

8270-BF021622.M Wed Feb 23 14:34:52 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127019.D

Acqg On : 22 Feb 2022 20:17

Operator : CG\JU

Sample : N1626-11

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 13 Pentadecane, 2,6,10-trimethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
12.433 2136 ng 782658 Phenanthrene-dio 11.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 Cl8H38 003892-00-0 90

2 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 90

3 Octadecane 254 C18H38 000593-45-3 86
4 Octacosane 394 C28H58 000630-02-4 86
5 Eicosane, 2-methyl- 296 C21H44 001560-84-5 86

Abundance Scan 1725 (12.433 min): BF127019.D\data.ms (-1723) (-] m/z 57.10 100.00%

57.1
5000
e
169.2 :
oh m‘u“ i M OP£215.1 26733171 37044173y 71,10 52.78%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
5000 T
12.50
m/z 43.10 42.66%
113.0
O \\‘\ gll \A\‘\ \“\]_‘\8\?\‘0\\2:\3\9‘0\\\ \‘\ TTT ‘\ TTT ‘\\ \\‘ T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #284588: Sulfurous acid, butyl heptadecyl ester
57.0
——
12.50
5000 m/z 85.10  35.15%
0 | } 1‘ | I \1690 23\9'0 291.0
T R e R R
miz--> 50 100 150 200 250 300 350 400 450
Abundance #141056: Octadecane —
57.0 12.50
m/z 41.10 21.61%
h M
13.0
oLl 0000 a0 .
m/z--> 50 100 150 200 250 300 350 400 450 12.50

8270-BF021622.M

Wed Feb 23 14:34:52 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127019.D

Acqg On : 22 Feb 2022 20:17
Operator : CG\JU

Sample : N1626-11

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Heptadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.545 57.33 ng 2106400  Phenanthrene-d10 11.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 96
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 91
5 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 90

Abundance Scan 1744 (12.545 min): BF127019.D\data.ms (-1741) (-~ m/z 57.10 100.00%
57.1

?

5000
J H 169.2 12.50
O dd i) 16922253 2064 38634394 ./, 71.10  67.82%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #123960: Heptadecane
57.0
5000 —— |
12.50
m/z 43.10 64.45%
nn ﬂ‘\ 169.0 240.0
O\\‘\g‘\\\‘\[\‘\“\1‘“\\\\‘\\\}‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #194590: Heneicosane
57.0
R \
12.50
5000 ITI/Z 85.10 50.64%

‘ ‘ ” l h‘ |‘ A .\1690 225.0 296.0

?

O ettt T T e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #246481: Tetracosane
57.0 12.50
m/z 41.10 30.84%
- W
o \‘ L1132 1690 225.0 2810 338.0
et A A e S e e e —
m/z--> 0 50 100 150 200 250 300 350 400 450 12.50

8270-BF021622.M Wed Feb 23 14:34:53 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127019.D

Acqg On : 22 Feb 2022 20:17
Operator : CG\JU

Sample : N1626-11

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Hexadecane, 1-iodo- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.275 22.82 ng 1938510  Chrysene-d12 14.116
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hexadecane 226 C16H34 000544-76-3 89
4 Borane, diethyl(decyloxy)- 226 C14H31BO 1000152-34-3 81
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 76
Abundance Scan 1868 (13.274 min): BF127019.D\data.ms (-1865) (- m/z 57.10 100.00%
57.1
5000
—— —
“ 169.2 13.00 13.50
u— L i 18922252 3280 40454605 ./, 7110  68.52%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #261137: Hexadecane, 1-iodo-
57.0
5000 —r ——
13.00 13.50
m/z 43.10 64.38%
[0 180.02250
O\\\1‘\!\‘\“\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #194590: Heneicosane
57.0
—— —
13.00 13.50
5000 m/z 85.10 52.10%
0 \‘ 1‘ ‘\ “ I‘ l ‘\1\69 ‘0 225.0 296.0
“‘w A
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #107216: Hexadecane T —
57.0 13.00 13.50
m/z 41.10 29.15%
5000
‘H“H“‘H“_“‘_“‘_“w“‘w“u“‘u“u“ —— ——
m/z--> 0 50 100 150 200 250 300 350 400 450 13.00 13.50

8270-BF021622.M Wed Feb 23 14:34:55 2022 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127019.D

Acqg On : 22 Feb 2022 20:17
Operator : CG\JU

Sample : N1626-11

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 9
R.T. EstConc Area Relative to ISTD R.T.
13.621 23.90 ng 2030420 Chrysene-d12 14.116
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Octacosane 394 (C28H58 000630-02-4 86
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 86
4 Octadecane 254 C18H38 000593-45-3 83
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 81

Abundance Scan 1927 (13.621 min): BF127019.D\data.ms (-1924) (. m/z 57.10 100.00%
57.1

5000
— —
‘ ‘Al’:l3.1169222 5 13.50 14.00
ob i d 11 109.2225.22813338.3 4195 4865 /7 71,10  75.09%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194590: Heneicosane
57.0
5000 T ——
13.50 14.00
m/z 43.10 64.68%
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #298427: Octacosane
57.0
— —
13.50 14.00
5000 ITI/Z 85.10 59.08%
ol L. | [}30160.0225.0281.0337.0394.0
h ‘H“"“_"w"‘w“u“‘u“‘u“u“‘u“u‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #262017: Heptadecane, 9-octyl- 7 7
57.0 13.50 14.00
m/z 55.10  29.26%
5000
113.0 39.0
0 |11 2890 27929403520
H"‘H‘_‘H‘H‘w‘H‘_“W‘H‘_‘H‘H‘W‘H‘_“ —— ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127019.D

Acqg On : 22 Feb 2022 20:17
Operator : CG\JU

Sample : N1626-11

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Pentadecane, 8-hexyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.951 20.02 ng 1700860 Chrysene-d12 14.116
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Nonadecane 268 C19H40 000629-92-5 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 1983 (13.951 min): BF127019.D\data.ms (-1980) (- m/z 57.10 100.00%
57.1
5000
——
| F 169.2225.2 1400
0 ,m'wlm_m 5.295.2352.44083 4825 nm/z 71.10  77.27%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194597: Pentadecane, 8-hexyl-
43.0
5000 LN
14.00
m/z 43.10 65.34%
9.0 196.0
O‘\\\ ’\‘\\\‘l‘\ﬂ\l\f‘\W\\L!\?\S‘Z\\Of\‘\\\\’\\\\‘\\\\‘\\\\’\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194590: Heneicosane
57.0
——
14.00
5000 m/z 85.10 60.29%
w“‘“‘w‘“w“‘w“‘w‘“w“‘w“‘w“‘w“‘w“‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #262013: Pentacosane —
57.0 14.00
m/z 41.10 27.07%
5000
o |17 183.0230.0205.0352.0
R R R e e R ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.00

8270-BF021622.M Wed Feb 23 14:34:56 2022 Page: 20



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127019.D

Acqg On : 22 Feb 2022 20:17
Operator : CG\JU

Sample : N1626-11

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Tetracosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.269 20.00 ng 1699090  Chrysene-di12 14.116
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 98
2 Heneicosane 296 C21H44 000629-94-7 91
3 Eicosane 282 C20H42 000112-95-8 91
4 2-Bromotetradecane 276 C14H29Br 074036-95-6 91
5 Tetratriacontane 479 C34H70 014167-59-0 90
Abundance Scan 2037 (14.269 min): BF127019.D\data.ms (-2034) (- m/z 57.10 100.00%
57.1
5000
— —
‘ | 1ﬂ3-1169 2995.2 14.00 14.50
o kb dULL1 20022252 300.3366.3424.4 4925 /7 7110 74.08%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #246482: Tetracosane
57.0
5000 — —
14.00 14.50
m/z 43.10 63.37%
113.0
0 | \‘\ \i .\ J‘ J 11.\6\9'10225'0281'033\8.0
‘\\\\’\\\\‘\\\1‘\‘\!\“\H‘\‘\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194590: Heneicosane
57.0
— —
14.00 14.50
5000 m/z 85.10 59.41%
113.0
0 x‘\ ‘ J\ ‘| ) J J llldeg'.ozzs'o 296.0
A e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #176384: Eicosane 7 —
57.0 14.00 14.50
m/z 41.10 24.51%
5000
113.0
o 1L 11| | 169022502820
A L o B R R R —— —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127019.D

Acqg On : 22 Feb 2022 20:17
Operator : CG\JU

Sample : N1626-11

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Heptacosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.574 19.32 ng 16414760  Chrysene-d12 14.116
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane, 1-iodo- 492 C26H53I 1000406-32-1 91
4 1,3-Propanediol, eicosyl ethyl e... 384 C25H5202 1000406-35-5 91
5 Triacontane 422 C30H62 000638-68-6 91

Abundance Scan 2089 (14.574 min): BF127019.D\data.ms (-2086) (- m/z 57.10 100.00%
57.1

5000
T
‘ | 772 1072 2673 450
oAb L LLIT, 197.2 2673 3804 45215106 n/; 7116 73.60%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #287977: Heptacosane
57.0
5000 — :
14.50
m/z 43.10 60.76%
0 H L A27-0 197.0 267.0  380.0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194590: Heneicosane
57.0
T
14.50
5000 ITI/Z 85.10 56.45%
0 \‘ ‘ J\ ’1F7ﬂ 1 ‘1.97'0 296.0
e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #336598: Hexacosane, 1-iodo- —— ‘
57.0 14.50
m/z 41.10 25.12%
5000

J‘ Jﬁ||997° 281.0 3650
o"HwHH_m‘HH_HwHH_HWH_MW_HW

7
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127019.D

Acqg On : 22 Feb 2022 20:17
Operator : CG\JU

Sample : N1626-11

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 20 Eicosane, 9-octyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.245 20.00 ng 832505 Perylene-di2 15.633
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 (C24H50 000646-31-1 93
2 Eicosane, 9-octyl- 394 C28H58 013475-77-9 93
3 Hentriacontane, 3-methyl- 451 C32H66 004981-99-1 93
4 Heneicosane, 11-decyl- 437 C31H64 055320-06-4 93
5 Octadecane 254 C18H38 000593-45-3 91
Abundance Scan 2203 (15.245 min): BF127019.D\data.ms (-2201) (. m/z 57.10 100.00%
57.1
5000
—— —
HHHE 2112 15.00 15.50
obbbi Ly, 2182 282134544024 5106 1/, 7110 72.44%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246483: Tetracosane
57.0
5000 —r —
15.00 15.50
m/z 43.10 56.91%
127.0
O\l‘\"\'\\|\|‘\J\‘\!‘\1\9\7\0\\\‘\\\\’\3\3\’§‘c\)\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298428: Eicosane, 9-octyl-
43.0
—— —
15.00 15.50
5000 ITI/Z 85.10 55.88%
281.0
Mlﬂs.o 183.0
(RS R R B T oo S B . 1 R —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #325763: Hentriacontane, 3-methyl- T —
57.0 15.00 15.50
m/z 41.10 20.23%
5000
421.0
T S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127019.D

Acqg On : 22 Feb 2022 20:17
Operator : CG\JU

Sample : N1626-11

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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|
3-Penten-2-one,... 4.546 63.8 ng 1488160 1 6.922 466462 20.0
2-Pentanone, 4-... 5.151 37.4 ng 873257 1 6.922 466462 20.0
Nonadecane 10.857 30.2 ng 1108780 4 11.457 734802 20.0
Octadecane 11.310 52.3 ng 1921210 4 11.457 734802 20.0
Tridecane 11.339 30.4 ng 1118680 4 11.457 734802 20.0
Octadecane, 3-m... 11.622 16.8 ng 615704 4 11.457 734802 20.0
Heptadecane, 2,... 11.692 17.9 ng 658801 4 11.457 734802 20.0
Pentadecane 11.745 90.4 ng 3322450 4 11.457 734802 20.0
10-Methylnonade... 11.904 20.2 ng 742132 4 11.457 734802 20.0
Octadecane, 2-m... 12.004 16.2 ng 596728 4 11.457 734802 20.0
Eicosane 12.157 78.6 ng 2886880 4 11.457 734802 20.0
Sulfurous acid,... 12.304 17.7 ng 649474 4 11.457 734802 20.0
Pentadecane, 2,... 12.433 21.3 ng 782658 4 11.457 734802 20.0
Heptadecane 12.545 57.3 ng 2106400 4 11.457 734802 20.0
Hexadecane, 1-i... 13.275 22.8 ng 1938510 5 14.116 1699090 20.0
Heneicosane 13.621 23.9 ng 2030420 5 14.116 1699090 20.0
Pentadecane, 8-... 13.951 20.0 ng 1700860 5 14.116 1699090 20.0
Tetracosane 14.269 20.0 ng 1699090 5 14.116 1699090 20.0
Heptacosane 14.574 19.3 ng 1641470 5 14.116 1699090 20.0
Eicosane, 9-octyl- 15.245 20.0 ng 832505 6 15.633 832505 20.0
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