LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010424\
Data File : BF136956.D

Acqg On : 04 Jan 2024 23:23
Operator : CG\JU

Sample : 06015-05

Misc :

ALS Vvial : 14 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-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF136956.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.004 492 496 503 rVB 29220 32284 3.19% 0.253%
2 5.422 564 567 582 rBV 1030586 925018 91.30% 7.247%
3 6.434 735 739 751 rBV 1014918 939913 92.77% 7.364%
4 6.781 795 798 802 rBV 365381 269060 26.56% 2.108%
5 7.345 890 894 897 rBV 686591 582110 57.45% 4.561%
6 8.057 1012 1015 1018 rBV 452477 328475 32.42% 2.573%
7 9.133 1194 1198 1201 rBV 1314338 1013188 100.00% 7.938%
8 9.292 1222 1225 1234 rVB3 11900 18120 1.79% 0.142%
9 9.675 1287 1290 1294 rBV 22107 19085 1.88% 0.150%
106 9.816 1310 1314 1317 rBV 442934 360661 35.60%  2.826%
11 10.245 1384 1387 1389 rVB2 23231 16835 1.66% 0.132%
12 10.363 1404 1407 1413 rVB2 12380 14274 1.41% 0.112%
13 10.469 1420 1425 1427 rBV3 9332 13272 1.31% 0.104%
14 10.610 1445 1449 1459 rVB 675133 582740 57.52% 4.565%
15 10.722 1465 1468 1469 rBV2 26080 23723  2.34% 0.186%
16 10.810 1477 1483 1493 rVB3 19408 45188 4.46% 0.354%
17 10.916 1497 1501 1505 rBV2 27688 42172 4.16% ©0.330%
18 10.980 1509 1512 1514 rBV2 16488 15954 1.57% 0.125%
19 11.045 1520 1523 1525 rBV 17052 13564 1.34% 0.106%
20 11.169 1540 1544 1547 rBV2 36818 33491 3.31% 0.262%
21 11.204 1547 1550 1553 rVB2 20399 20579  2.03% 161%

22 11.310 1564 1568 1570 rBV 388442 357729 35.31%
23 11.333 1570 1572 1575 rVV 181781 144063 14.22%

OCORN®
=
N
O
xR

24 11.380 1575 1580 1584 rVB 28463 34625 3.42% 271%
25 11.421 1584 1587 1590 rBv4 12942 12574  1.24% 099%
26 11.551 1606 1609 1612 rVB2 15367 14163 1.40% 0.111%
27 11.598 1615 1617 1622 rW 16643 18228 1.80% ©.143%
28 11.774 1643 1647 1651 rBV5 12666 21084 2.08% ©0.165%
29 11.810 1651 1653 1655 rBV 27844 24274  2.40%  0.190%
30 11.845 1655 1659 1663 rBV2 362449 341211 33.68% 2.673%
31 11.921 1670 1672 1675 rBV 32706 30862 3.05% ©0.242%
32 11.945 1675 1676 1680 rVB 23175 17128 1.69% 0.134%
33 12.010 1684 1687 1692 rBV3 20912 23242 2.29% 0.182%
34 12.092 1698 1701 1702 rBV2 14751 13200 1.30% ©.103%
35 12.110 1702 1704 1707 rVB 20473 14485 1.43% ©0.113%
36 12.145 1707 1710 1714 rBV2 26484 27381 2.70% 0.215%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010424\
Data File : BF136956.D

Acqg On : 04 Jan 2024 23:23
Operator : CG\JU

Sample : 06015-05

Misc :

ALS Vvial : 14 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-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.245 1724 1727 1732 rBV2 44461 45847 4.53% ©0.359%
38 12.292 1732 1735 1737 rBV3 18724 14462 1.43% 0.113%
39 12.363 1745 1747 1750 rBvV3 17890 13110 1.29% 0.103%
40 12.404 1750 1754 1759 rBvV7 34418 56986 5.62% 0.446%
41 12.451 1760 1762 1767 rVB2 24324 28196 2.78% 0.221%
42 12.527 1772 1775 1778 rBV 319191 281964 27.83% 2.209%
43 12.557 1778 1780 1789 rVB3 118540 144685 14.28% 1.134%
44 12.633 1790 1793 1799 rBV2 113145 128228 12.66% 1.005%
45 12.757 1809 1814 1820 rVB 240501 273108 26.96%  2.140%
46 12.810 1820 1823 1828 rBV5 22450 30268 2.99% 0.237%
47 12.904 1833 1839 1842 rBV 1066999 918557 90.66%  7.196%
48 13.016 1856 1858 1860 rBvV2 19795 14517 1.43% 0.114%
49 13.133 1875 1878 1880 rBV 75024 66371 6.55% 0.520%
50 13.157 1880 1882 1884 rvv3 17373 16675 1.65% 0.131%
51 13.480 1933 1937 1940 rBV 115160 116639 11.51% 0.914%
52 13.604 1956 1958 1965 rVB3 36195 37976 3.75% 0.298%
53 13.715 1974 1977 1979 rVB2 30354 27268 2.69% 0.214%
54 13.763 1982 1985 1987 rVvV2 94759 86659 8.55% 0.679%
55 13.810 1989 1993 1995 rvv3 189081 209241 20.65% 1.639%
56 13.839 1995 1998 2001 rVB 605920 508561 50.19%  3.984%
57 13.963 2013 2019 2022 rBV3 363504 515510 50.88% 4.039%
58 13.992 2022 2024 2027 rVB 151872 112515 11.11% ©.882%
59 14.127 2043 2047 2051 rBV 174367 196296 19.37% 1.538%
60 14.439 2096 2100 2105 rBV 186659 194853 19.23% 1.527%
61 14.598 2124 2127 2130 rBV2 51083 63749 6.29% 0.499%
62 14.745 2149 2152 2155 rVB 147934 145129 14.32% 1.137%
63 15.015 2195 2198 2201 rBV 133824 179270 17.69% 1.404%
64 15.086 2207 2210 2215 rVB 155950 169390 16.72% 1.327%
65 15.327 2247 2251 2257 rVB 84280 109028 10.76% 0.854%
66 15.386 2258 2261 2267 rVB 118972 155698 15.37% 1.220%
67 15.451 2268 2272 2286 rVB2 269297 522135 51.53% 4.091%
68 15.921 2348 2352 2357 rBV 77176 120482 11.89% 0.944%
69 16.445 2437 2441 2450 rVB2 47474 87847 8.67% 0.688%
70 16.998 2526 2535 2541 rBv4 168395 372177 36.73% 2.916%

71 18.586 2796 2805 2814 rBv2 135023 396644 39.15%  3.108%

Sum of corrected areas: 12763996
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 04 Jan 2024 23:23
¢ CG\JU
. 06015-05

14

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010424\
BF136956.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
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800000

600000
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0
Time-->
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TIC: BF136956.D\data.ms

13.839

T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T T T T T ‘ T
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\BF010424\
Data File : BF136956.D

Acqg On : 04 Jan 2024 23:23
Operator : CG\JU

Sample : 06015-05

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
5.004 2.40 ng 32284 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 3-Octanol 130 C8H180 000589-98-0 9

Abundance Scan 496 (5.004 min): BF136956.D\data.ms (-492) (-) m/z 43.05 100.00%
43.0
59.1
5000
PrETEE e e
61 101.1 4.60 4.80 5.00 5.20 5.40
\\\‘\\\\‘\\\\‘\\\\“‘H\\‘\\‘1!‘\\H‘HH‘H.H‘HH“HH‘\ m/Z 59.10 55.9600
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 e e
59.0 4.60 4.80 5.00 5.20 5.40
150 010 m/z 101.10 16.12%
. 101.
31.0
\\\‘\f‘\f‘\\f‘f“[‘\\\\“H}\\‘\\}\‘\\\\‘\\\\8‘§\.\0\‘\\\}“\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime
43.0
P
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.00 11.83%
101.0
150 310 | %89 700 geo0
SERRR R RRRRRERRRRRARRRRRRRRRRRANANARRRIAANRRRRRRRRRRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4153: 1-Propen-2-ol, acetate R RAREEE AR
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 10.27%
5000
58.0
15‘.0 27w.0 ‘ ‘\ 72‘.0 109.0
A R R aamanas e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010424\
Data File : BF136956.D

Acqg On : 04 Jan 2024 23:23
Operator : CG\JU

Sample : 06015-05

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 unknownl®.810 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.810 2.53 ng 45188  Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isonitrosoacetophenone 149 C8H7NO2 000532-54-7 35
2 3-Deoxy-L-ribose-2,5-dibenzoate 342 C19H1806 1000194-12-7 27
3 Benzamide, N-(5-hydroxy-7-oxabic... 233 C13H15NO3 110099-35-9 27
4 Acetic benzoic anhydride 164 C9H803 002819-08-1 27
5 Acetoxime benzoate 177 C1OH11NO2 000942-89-2 27
Abundance Scan 1483 (10.810 min): BF136956.D\data.ms (-1477) (- m/z 105.10 100.00%
105.1
5000 /KmeWAMMVW
44.0 MM ‘
149.0 10. 50 11. 00
e ;‘h‘”“ I w““”““‘:‘ Lo ‘;‘ : flgsf'o‘ R m/z 77.00  39.24%
m/z--> 50 100 150 200 250 300
Abundance #27228: Isonitrosoacetophenone
105.0
5000 AAAMWW\ N )\
1050 1100
51.0 m/z 44.00 26.16%
149.0
]-\6.\0\ H\‘ l‘ T \m\ T “‘\ \‘ \‘ T " L ‘ L ’ T T T ‘ LI
miz--> 50 100 150 200 250 300
Abundance #250756: 3-Deoxy-L-ribose-2,5-dibenzoate
105.0
10.50 11.00
5000 m/z 45.00 25.82%
51.0
gl 1650 2070 2600 325
m/iz--> 50 100 150 200 250 300
Abundance #114802: Benzamide, N-(5-hydroxy-7-oxabicyclo[4.1.0]he
105.0 1050 1100
m/z 58.10 20.98%
5000
°1.0 1460 )\‘
SN I~ S R VAT T
mlz--> 50 100 150 200 250 300 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010424\
Data File : BF136956.D

Acqg On : 04 Jan 2024 23:23
Operator : CG\JU

Sample : 06015-05

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Pentadecane, 7-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.916 2.36 ng 42172  Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 7-methyl- 226 Cl16H34 006165-40-8 50
2 Tridecane, 5-propyl- 226 C1l6H34 055045-11-9 50
3 Tetracosane 338 C24H50 000646-31-1 49
4 Docosane 310 C22H46 000629-97-0 49
5 Octacosane 394 C28H58 000630-02-4 49
Abundance Scan 1501 (10.916 min): BF136956.D\data.ms (-1497) (- m/z 57.05 100.00%
57.0
180.1 —
‘ 112.1 ‘ ‘ 11.00
S A I A — m/z 71.10  62.60%
miz--> 50 100 150 200 250 300
Abundance #107232: Pentadecane, 7-methyl-
57.0
5000 T
11.00
m/z 43.10 52.97%
‘ 112.0
\“\ W““‘\ ‘!‘ \‘h‘\ h" \“‘\ T ?.5‘5\0\ T \2‘1\1'\0\ L s s
miz-> 50 100 150 200 250 300
Abundance #107223: Tridecane, 5-propyl-
57.0
——
11.00
5000 m/z 41.00 35.33%
112.0
L w0
miz--> 50 100 150 200 250 300
Abundance #246481: Tetracosane T
57.0 11.00
m/z 85.10 30.50%
5000
99.0
[l 14101830 2250 2670 s |y
A e L L A A e e e e AR RN : ——
m/z--> 50 100 150 200 250 300 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010424\
Data File : BF136956.D

Acqg On : 04 Jan 2024 23:23
Operator : CG\JU

Sample : 06015-05

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.845 19.08 ng 341211  Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Undecanoic acid 186 C11H2202 000112-37-8 62
Abundance Scan 1659 (11.845 min): BF136956.D\data.ms (-1655) (- m/z 73.00 100.00%
43.0 73.0
5000 129.1
— P
| H‘ 1711 J ‘ 2561 11.50 12.00
Hw‘uﬂme‘W‘WmHMWLuwuiuuwu‘_ﬁw_uu_h‘_u‘_ m/z 43.05  99.30%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T ]
11.50 12.00
97.0 167.01g5 02130  256.0 m/z 59.95 90.12%
\H‘HH“}‘HH!H \H‘{\‘H\L\‘}“““H‘”‘M\“\‘\\‘\H\‘\\H‘\‘\H‘\H‘\‘HH‘\H!‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
— ==
43.0 11.50 12.00
5000 129.0 m/z 57.05 76.47%
171.0
‘ 214.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid . —
43.0 73.0 11.50 12.00
m/z 41.05 75.50%
5000 129.0
199.0
s e T
;ﬁgk“JﬂNWwW:mwwumhwuﬂwJHJHW‘HWHHM‘HM - -
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00

8270-BF122023.M Fri Jan 05 05:00:50 2024 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010424\
Data File : BF136956.D

Acqg On : 04 Jan 2024 23:23
Operator : CG\JU

Sample : 06015-05

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 butanoic acid, 2-ethyl-, 2-... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.245 2.56 ng 45847  Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 butanoic acid, 2-ethyl-, 2-[(ace... 300 C17H3204 1000397-51-4 59
2 1,4-Dioxaspiro[4.4]nonane, 7-but... 212 C13H2402 104807-77-4 38
3 Diethyl fumarate 172 C8H1204 000623-91-6 38
4 Octanoic acid, phenyl ester 220 C14H2002 005457-78-3 32
5 Vinyl caprylate 170 C10H1802 000818-44-0 32

Abundance Scan 1727 (12 245 min): BF136956.D\data.ms (-1724) (- m/z 57.05 100.00%

57.0
127.1
5000

213.1 —— ——
‘ ‘ ‘ ‘ ‘ 12.00 12.50
‘\ M ‘\a \ \\‘ Hu L |

179.1 :
Tt ’ U [ it “\”H\““‘”\ LA B \3\0‘0‘\ m/Z 127.10 51.49%

miz--> 100 15 200 250 300
Abundance #199630. butanoic acid, 2-ethyl-, 2-[(acetyloxy)methyl]-2-
57.0
127.0
o

5000 PR —
12.00 12.50
‘ 185.0 m/z 99.05 34.23%
9500 ‘ ‘
— \‘\ \‘h ! \‘ u‘\ ‘\M‘ M \}‘\ “h\‘ ‘HH‘ S ‘ ‘\ ‘2‘49 ‘02‘7‘2‘0‘ —
m/z--> 50 100 150 200 250 300
Abundance #89886: 1,4-Dioxaspiro[4.4]nonane, 7-butyl-(R,R)-2,3-din
127.0
— —
12.00 12.50
m/z 41.05 21.80%
5000 55.0 183.0
“WWH“Ww‘ 0‘ : J‘ML“‘?%ﬁo““ —
m/z--> 50 100 150 200 250 300
Abundance #A47777: Diethyl fumarate T —
127.0 12.00 12.50
m/z 69.00 20.61%
5000
29.0
‘ 82 o
d ‘\ u\ | 1720

m/z--> 100 150 200 250 300 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010424\
Data File : BF136956.D

Acqg On : 04 Jan 2024 23:23
Operator : CG\JU

Sample : 06015-05

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Hexadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.404 3.19 ng 56986  Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 78
2 Tetradecane 198 C14H30 000629-59-4 55
3 Heneicosane 296 C21H44 000629-94-7 49
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 49
5 Hexacosane 366 C26H54 000630-01-3 49
Abundance Scan 1754 (12.404 min): BF136956.D\data.ms (-1750) (- m/z 57.00 100.00%
57.0
5000 MJMM
——
‘ ‘ ‘ 12.50
e Bl m/z 71.10  86.23%
miz-> 50 100 150 200 250
Abundance #107219: Hexadecane
57.0
5000 T
12.50
99.0 m/z 43.10 81.40%
226.0
\Z\GL\O‘\“ “h‘\ ”‘!‘ \‘H‘\ H“ \“‘ T %4%8\ %8\3\0‘ T \‘\ L B
m/z--> 50 100 150 200 250
Abundance #74004: Tetradecane
57.0
——
12.50
5000 m/z 85.10 62.28%
99.0 198.0
i e
miz--> 50 100 150 200 250
Abundance #194588: Heneicosane T
57.0 12.50
m/z 189.00 34.50%
5000
99.0
15&‘ L L)) 1410 1830 2250 296.( ey
el e e T e —F
m/z--> 50 100 150 200 250 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010424\
Data File : BF136956.D

Acqg On : 04 Jan 2024 23:23
Operator : CG\JU

Sample : 06015-05

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.633 7.17 ng 128228  Phenanthrene-di10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Decanoic acid 172 C10H2002 000334-48-5 78
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 68
5 Pentadecanoic acid 242 C15H3002 001002-84-2 64

Abundance Scan 1793 (12.633 min): BF136956.D\data.ms (-1790) (- m/z 43.10 100.00%
43.1 73.0

5000 129.0

185.2 241.2

] —— ——
284. 12.50 13.00

m/z 73.00 96.99%

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #179089: Octadecanoic acid
73.0

5000 1200 e iaog

m/z 60.00 83.18%

1850 5410 284

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #46966: n-Decanoic acid
73.0
e ey
129.0 12.50 13.00
5000 m/z 57.10 72.24%
43.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid T —
60.0 12.50 13.00
m/z 55.10 68.91%
5000 129.0
7.0 1710 2130 256.0
‘\\ M‘u Il H “ Mh”w ‘u‘\ mi ‘ ‘
_H‘_H"H‘_H‘_H‘_H‘_H‘_H‘_H‘_H‘_H‘MH‘_H‘_H

T T
m/z--> 20 40 60 80 100120140160180200220240260280 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010424\
Data File : BF136956.D

Acqg On : 04 Jan 2024 23:23
Operator : CG\JU

Sample : 06015-05

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Heneicosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.133 2.57 ng 66371  Chrysene-di12 13.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Triacontane 422 C30H62 000638-68-6 86
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80
4 Heptadecane 240 C17H36 000629-78-7 72
5 Hexatriacontane 507 C36H74 000630-06-8 68

Abundance Scan 1878 (13.133 min): BF136956.D\data.ms (-1875) (- m/z 57.10 100.00%

57.1
5000

—_—

1300 1350
221.0

H‘u““ hﬂuf???“‘w‘“257?‘H“““‘H‘ m/z 43.10  75.27%

m/z--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane
57.0

5000 — —
13.00 13.50

m/z 71.10  63.21%
.

h\ h ul \\ d \690 225.0 296.0
\\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #314331: Triacontane
57.0

T
13.00 13.50

5000 ITI/Z 85.10 53.68%
)| I nhw hl n‘ ‘ \6\9 \0 . 225.0 281.0 337.0 4212(
et e T T e T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #228591: Tetradecane, 1-iodo- T T
57.0 13.00 13.50
m/z 41.10  28.38%
w WW
| | 13.0 19?0
I ] [
B A 8 e — —
m/z--> 50 100 150 200 250 300 350 400 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010424\
Data File : BF136956.D

Acqg On : 04 Jan 2024 23:23
Operator : CG\JU

Sample : 06015-05

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Tetracosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.480 4.53 ng 116639  Chrysene-di12 13.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 87
2 Nonadecane 268 C19H40 000629-92-5 83
3 Heptacosane 380 C27H56 000593-49-7 83
4 Pentadecane 212 C15H32 000629-62-9 83
5 Hexacosane 366 C26H54 000630-01-3 81
Abundance Scan 1937 (13.480 min): BF136956.D\data.ms (-1933) (- m/z 57.10 100.00%
57.1
5000 w
9.1 o
13.50
141.1 183.2 .
ol ‘L ““ Lt 832 Aaloeri 0wz 7110 60.42%
miz--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0
5000 T
13.50
m/z 43.10 56.30%
9.0
| ‘L‘ ‘ | 1] 1410183.02250267.0 338.0
\\\‘ \\‘\\\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane
57.0
—
13.50
5000 m/z 85.10 43,99%
| ‘L \ | H\ ‘\ 14101830 225.0 2680
iy At
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane 7
57.0 13.50
m/z 41.10 24.86%
- M
| \ | F | 1 141.0183.0225.0267.0 323.0 380.(
‘“"“"‘“"““““““““““““ ——
m/z--> 50 100 150 200 250 300 350 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010424\
Data File : BF136956.D

Acqg On : 04 Jan 2024 23:23
Operator : CG\JU

Sample : 06015-05

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 unknown13.762 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.762 3.36 ng 86659  Chrysene-d12 13.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 43
2 2,6-Dimethylphenyl benzoate 226 C15H1402 001871-36-9 35
3 Benzoic acid, 3-formylphenyl ester 226 C14H1003 033696-06-9 35
4 Benzamide, N-(9H-fluoren-1-yl)- 285 C20H15NO 1000164-41-8 27
5 N,N-Dibenzoylmethylamine 239 C15H13NO02 023825-32-3 18
Abundance Scan 1985 (13.762 min): BF136956.D\data.ms (-1982) (- m/z 105.00 100.00%
105.0
5000 163.1 M}L
226.1 —— —r—
51.0 285.1 13.50 14.00
bbb L3943 LTI Tz 163,10 41.73%
m/z--> 50 100 150 200 250 300
Abundance #38616: Morpholine, 4-phenyl-
105.0
163.0
5000 pospes e
13.50 14.00
m/z 77.00  25.99%
51.0
T ‘\ ‘\ i‘ T T ‘\ \‘ “\ T \‘ T ‘ \“\ T T ‘ T T T T ‘ T T T T ‘ T
m/z--> 50 100 150 200 250 300
Abundance #107017: 2,6-Dimethylphenyl benzoate
105.0
— —
13.50 14.00
5000 ITI/Z 226.10 19.26%
51‘.0 | 1390 226.0
—_—t—t—t
miz--> 50 100 150 200 250 300
Abundance #106786: Benzoic acid, 3-formylphenyl ester s =
105.0 13.50 14.00
m/z 239.15 10.39%
- J\L
51.0  130.0169.0 2260
——e—— 11— s —
m/z--> 50 100 150 200 250 300 13.50 14.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

. 04

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010424\
BF136956.D

Jan 2024 23:23

¢ CG\JU
. 06015-05

14

TIC Library
TIC Integration Parameters: LSCINT.P

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 11

unknown13.810

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.810 8.12 ng 209241  Chrysene-di12 13.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 49
2 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 47
3 Octacosane 394 C28H58 000630-02-4 45
4 Hexatriacontane 507 C36H74 000630-06-8 43
5 Pentadecane 212 C15H32 000629-62-9 43

Abundance Scan 1993 (13.810 min): BF136956.D\data.ms (-1989) (- m/z 57.10 100.00%
57.1
5000 M
105.0 163.1
— ——
‘ ‘ | ’ 23‘0'1 13.50 14.00
S 0 11 I PO /% S m/z 43.10  59.92%
miz--> 50 100 150 200 250 300 350
Abundance #158598: Nonadecane
57.0
5000 — e
13.50 14.00
m/z 71.10 49.95%
[ h\ 114101830 2680
\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #194597: Pentadecane, 8-hexyl-
43.0
— ——
13.50 14.00
5000 5.0 m/z 85.10 49.38%
-0 96.0
RS UNEGCNE =T
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane “ —
57.0 13.50 14.00
m/z 105.00 27.79%
5000
Ll h‘ H | 141 0183.0225.0 281.0 337.0 394.
i “““‘“““‘“““““““““‘ — —
m/z--> 50 100 150 200 250 300 350 13.50 14.00

8270-BF122023.M Fri Jan 05 05:00:57 2024

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010424\
Data File : BF136956.D

Acqg On : 04 Jan 2024 23:23
Operator : CG\JU

Sample : 06015-05

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Diethylene glycol dibenzoate Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
13.839 19.73 ng 508561 Chrysene-d12 13.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 90
2 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206 1000366-99-4 83
3 2-(2-(2-Methoxyethoxy)ethoxy)eth... 268 C14H2005 1000366-99-1 83
4 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403 1000156-71-2 64
5 Phenyl(2-phenyl-1,3-dioxolan-2-y... 256 C16H1603 005694-69-9 56

Abundance Scan 1998 (13.839 min): BF136956.D\data.ms (-1995) (- m/z 105.00 100.00%
105.0 149.1
5000
51.0 13. 50 l4 00
ol L} 18112181 2502 8001y 7 149.05  87.21%
miz--> 50 100 150 200 250 300
Abundance #216951: Diethylene glycol dibenzoate
1050 1490
5000
1350 1400
m/z 77.00 38.12%
51.0
]-\5'\0\ T i‘ T } T T ‘ T T T T } T T 1\-9\2 ‘0\ T T T ‘ T T T T ‘ T
miz--> 50 100 150 200 250 300
Abundance #267814: 2,2'-(Ethane-1,2-diylbis(oxy))bis(ethane-2,1-diy
105.0
149.0 13. 50 14 00
5000 m/z 51.00 9.18%
150 210 | | 193.0 236.0
R e e e
miz--> 50 100 150 200 250 300
Abundance #157734: 2-(2-(2-Methoxyethoxy)ethoxy)ethyl benzoate
105.0 1350 1400
149.0 m/z 150.85  8.88%
5000 59.0 JJKMAA
270011 | 2000
o o T T T B T
m/z--> 50 100 150 200 250 300 1350 1400

8270-BF122023.M Fri Jan 05 05:00:58 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010424\
Data File : BF136956.D

Acqg On : 04 Jan 2024 23:23
Operator : CG\JU

Sample : 06015-05

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Heptadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.127 7.62 ng 196296  Chrysene-di12 13.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Octacosane 394 C28H58 000630-02-4 76
4 Pentacosane 352 C25H52 000629-99-2 74
5 Heptacosane 380 C27H56 000593-49-7 68

Abundance Scan 2047 (14.127 min): BF136956.D\data.ms (-2043) (- m/z 57.10 100.00%

57.1
5000

9.1 — —

1400 1450
141.2 230.1
wﬂﬂ‘MH%Q%%u‘luwg?%%ggzg“‘u m/z 43.10  63.52%

m/z--> 50 100 150 200 250 300 350
Abundance #123959: Heptadecane
57.0

5000 — e
14.00 14.50

m/z 71.10 63.42%

0
T \“\ “ “ F‘ \‘ \]T\4\1‘()\118\2\9 T \2\49‘0\ 1T ‘ T T ‘ T T
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane

57.0

—
14.00 14.50

5000 m/z 85.10 51.02%
9.0
15 q ‘ “\ h\ h‘ u %4% (\)1783 0225.0 296.0
e E B I I A o o S S o e o
m/z--> 0 100 150 200 250 300 350
Abundance #298427: Octacosane T —
57.0 14.00 14.50

m/z 41.10  25.56%

- MW\
T

L] h‘ H J141018302250 281.0 337.0 394.

T T
m/z--> 50 100 150 200 250 300 350 14.00 14.50

8270-BF122023.M Fri Jan 05 05:00:59 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010424\
Data File : BF136956.D

Acqg On : 04 Jan 2024 23:23
Operator : CG\JU

Sample : 06015-05

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Octadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.439 7.56 ng 194853  Chrysene-di12 13.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 91
3 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 86
4 Heneicosane 296 C21H44 000629-94-7 86
5 Tetracosane 338 C24H50 000646-31-1 83
Abundance Scan 2100 (14.439 min): BF136956.D\data.ms (-2096) (- m/z 57.10 100.00%
57.1
‘ 1450
1691 2541 :
- u‘“‘ 1l w b B2EL 0 m/z 71.10 70.58%
miz--> 50 100 150 200 250 300 350 400
Abundance #141058: Octadecane
57.0
5000 T
14.50
m/z 43.10 64.90%
T \“\ \‘ ‘ “‘ 1“‘\“‘1!“3\“0\‘\ ‘]_‘\6?.\9 “ T \2\5“4\'(\)\ T ‘ L ‘ LI ‘ LI
m/z--> 50 100 150 200 250 300 350 400
Abundance #132769: 2-Bromo dodecane
57.0
——
14.50
5000 m/z 85.10 52.91%
13 0 169 0
T T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #310570: Heptacosane, 1-chloro- —
57.0 14.50
m/z 55.10 27.35%
5000
13.
| ‘ ﬁ |,....183.0231.0 287.0 343.0 414.
““““‘ R e L B e e ——
mlz--> 50 100 150 200 250 300 350 400 14.50

8270-BF122023.M Fri Jan 05 05:01:00 2024 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010424\
Data File : BF136956.D

Acqg On : 04 Jan 2024 23:23
Operator : CG\JU

Sample : 06015-05

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 unknownl4.598 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.598 2.47 ng 63749  Chrysene-di12 13.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricosane 324 C23H48 000638-67-5 38
2 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 38
3 4-Methyldocosane 324 (C23H48 025117-30-0 38
4 Pentacosane 352 (C25H52 000629-99-2 30
5 Nonane, 4,5-dimethyl- 156 C11H24 017302-23-7 30

Abundance Scan 2127 (14.598 min): BF136956.D\data.ms (-2124) (-] ' m/z 57.10 100.00%

57.1
5000 149.0
112.1 261.1

T
‘ ‘ ‘ h ‘ 305.1 352.C 14.50 15.00
“H\\mem\MM w2 76.05 s

m/z--> 50 100 150 200 250 300 350
Abundance #229645: Tricosane
57.0

5000

T
14.50 15.00
m/z 43.10 62.69%

99.0
LI e 1970 assg %4
(I e e e \H\“ il “\‘\ T b LA e o e
miz--> 50 100 150 200 250 300 350
Abundance #295781: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0

112.0 T 1
14.50 15.00
5000 m/z 71.10 57.15%
s 1) oL
m/z--> 50 100 150 200 250 300 350
Abundance #229647: 4-Methyldocosane T —
43.0 14.50 15.00

m/z 149.00  45.76%

5000
85.0
123.0
1650 5159 2810 3540

m/z--> 50 100 150 200 250 300 350 14.50 15.00

8270-BF122023.M Fri Jan 05 05:01:02 2024 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010424\
Data File : BF136956.D

Acqg On : 04 Jan 2024 23:23
Operator : CG\JU

Sample : 06015-05

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Pentadecane, 3-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.745 5.56 ng 145129  Perylene-di2 15.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 Heptadecane 240 C17H36 000629-78-7 90
3 Tetracosane 338 C24H50 000646-31-1 87
4 Pentadecane, 3-methyl- 226 Cl16H34 002882-96-4 87
5 Hexacosane 366 C26H54 000630-01-3 87

Abundance Scan 2152 (14.745 min): BF136956.D\data.ms (-2149) (-] ' m/z 57.10 100.00%

57.1
5000

9.1 — —

14.50 15.00
41.2 183 1 256 1
ol ‘ “‘ J u“u“‘ | 3Ap218s1 | 25012950 3501 ., 4310 61.88%
miz--> 100 150 200 250 300 350
Abundance #141058: Octadecane
57.0
5000 — —
14.50 15.00

m/z 71.10 61.22%

9.0
\“\ \‘ ‘H H‘ \“‘\ H“ \“ \“\ “ ‘9\ ]‘\.8\3\0‘ T \2\5“4\(\) L ‘ T T T ‘ L
mi/z--> 50 100 150 200 250 300 350
Abundance #123959: Heptadecane
57.0

—
14.50 15.00

5000 m/z 85.10 41.74%
9.0
\‘ \ h “ Il H‘ I :!'4;1' 0 182.0 2400
e A e
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane 7 —
57.0 14.50 15.00

m/z 55.10  20.20%

T

9.0
‘ ‘\ ||| 141.018302250267.0 338.0

7 ‘ ‘
m/z--> 100 150 200 250 300 350 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010424\
Data File : BF136956.D

Acqg On : 04 Jan 2024 23:23
Operator : CG\JU

Sample : 06015-05

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Benzo[e]pyrene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.327 4.18 ng 109028 Perylene-di2 15.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 97
2 Perylene 252 C20H12 000198-55-0 94
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 93
4 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
5 Benzo[a]pyrene 252 C20H12 000050-32-8 90
Abundance Scan 2251 (15.327 min): BF136956.D\data.ms (-2247) (- m/z 252.10 100.00%
252.1
w M
— =
571 1251 104 15.00 15.50
Ol bl 1949, | 2971 3483 407. ;559 10 28.79%
miz--> 50 100 150 200 250 300 350 400
Abundance #138554: Benzo[e]pyrene
252.0
5000 — pe s
15.00 15.50
m/z 253.10 20.58%
125.0
39.0 83.0 | | 2000 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #138552: Perylene
252.0
— T
15.00 15.50
5000 m/z 125.10 11.68%
126.0
p7.0 740 | \“ 198.0 |
e
m/z--> 50 100 150 200 250 300 350 400
Abundance #138568: Benzo[b]fluoranthene “ —
252.0 15.00 15.50
m/z 126.00 10.82%
5000
126.0
s0 | 2000 |
e e e P e
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010424\
Data File : BF136956.D

Acqg On : 04 Jan 2024 23:23
Operator : CG\JU

Sample : 06015-05

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Heptadecane, 3-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.921 4.61 ng 120482  Perylene-di2 15.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 3-methyl- 254 C18H38 006418-44-6 90
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 90
3 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 87
4 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 86
5 Docosane 310 C22H46 000629-97-0 86
Abundance Scan 2352 (15.921 min): BF136956.D\data.ms (-2348) (- m/z 57.10 100.00%
57.1
5000 J\ANWMM“WJ\WWWWWW*WJ
16.00
‘ “‘ Lid H 1411831220, 2801 3282 392 . 2140 61.16%
m/z--> 50 100 150 200 250 300 350
Abundance #141069: Heptadecane, 3-methyl-
57.0
5000 T
16.00
m/z 43.10 55.68%
1.0 225.0
\‘\““‘ h \“\“‘ \‘\‘\ \‘ “\]\-8\3\0‘\ \“\ T ‘ T 1T ‘ T 1T ‘ L
miz--> 50 100 150 200 250 300 350
Abundance #194595: Eicosane, 10-methyl-
57.0
——
16.00
5000 ITI/Z 85.10 46.46%
9.0 154.0
A T asrozs0zee
m/z--> 50 100 150 200 250 300 350
Abundance #45512: Decane, 3,8-dimethyl- ——
57.0 16.00
m/z 41.10 17.56%
‘ 9‘0‘ 141.0
il u il | ‘
— 77— P
m/z--> 50 100 150 200 250 300 350 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010424\
Data File : BF136956.D

Acqg On : 04 Jan 2024 23:23

Operator : CG\JU

Sample : 06015-05

Misc

ALS vial : 14

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 19 Nonadecane Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
16.445 3.36 ng 87847  Perylene-di12 15.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 81
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 72
3 Octadecane, 1,1'-[(1-methyl-1,2-... 581 C39H8002 035545-51-8 72
4 Octadecane 254 C18H38 000593-45-3 72
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 72

Abundance Scan 2441 (16.445 min): BF136956.D\data.ms (-2437) (- m/z 57.10 100.00%
57.1
5000
16.50
,\\“1‘]1%1179‘125‘11‘35,50,‘“ n/z 71.10  50.17%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158600: Nonadecane
57.0
5000 U
16.50
m/z 85.10 42.92%
“ 1 £27.0 1970 268.0
TTT ’\\\\‘\\\!‘\1\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
——
16.50
5000 m/z 43.10 41.87%
| 1270 2110 296.0
e A e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #345697: Octadecane, 1,1'-[(1-methyl-1,2-ethanediyl)bis T
57.0 16.50
m/z 55.05 22.31%
5000
253.0
Wi
L] mlg],o 327.0_408.0 539.0
bt b E e RS e P
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010424\
Data File : BF136956.D

Acqg On : 04 Jan 2024 23:23
Operator : CG\JU

Sample : 06015-05

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Octadecanoic acid, ethenyl ... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.586 15.19 ng 396644  Perylene-d12 15.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid, ethenyl ester 310 C20H3802 000111-63-7 72
2 Nonacosan-14-one 422 C29H580 034394-11-1 70
3 18-Pentatriacontanone 507 C35H700 000504-53-0 52
4 2-Hexadecanone 240 C16H320 018787-63-8 30
5 2-Nonadecanone 282 C19H380 000629-66-3 30

Abundance Scan 2805 (18.586 min): BF136956.D\data.ms (-2796) (- m/z 57.05 100.00%
57.0

} ‘ 18.2018.4018.6018.80
09.3 : : . .
. M b A28 L LI EDS 4011 7165 83.01%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #212187: Octadecanoic acid, ethenyl ester
57.0
239.0
5000 DL DL I
18.2018.4018.6018.80
l m/z 43.10 81.31%
‘\\"\\‘\ \\“‘\h\‘“\u\‘]_\??\()‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #314323: Nonacosan-14-one
71.0
R R
2390 18.2018.4018.6018.80
5000 m/z 58.05 51.97%

‘J “th“‘¥830\‘ {2950 36604220

m/z--> 0 50 100 150 200 250 300 350 400 450 500

%

Abundance #339052: 18-Pentatriacontanone
71.0 18.2018.4018.6018.80
m/z 239.25 45.95%
267.0
5000
‘.‘”\ﬁ 1940 | || || 3490  449.0506. ‘

[T \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ L L L I L B B

m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.2018.4018.6018.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010424\
Data File : BF136956.D

Acqg On : 04 Jan 2024 23:23
Operator : CG\JU

Sample : 06015-05

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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|
2-Pentanone, 4-... 5.004 2.4 ng 32284 1 6.781 269060 20.0
unknown10.810 10.810 2.5 ng 45188 4 11.310 357729 20.0
Pentadecane, 7-... 10.916 2.4 ng 42172 4 11.310 357729 20.0
n-Hexadecanoic ... 11.845 19.1 ng 341211 4 11.310 357729 20.0
butanoic acid, ... 12.245 2.6 ng 45847 4 11.310 357729 20.0
Hexadecane 12.404 3.2 ng 56986 4 11.310 357729 20.0
Octadecanoic acid 12.633 7.2 ng 128228 4 11.310 357729 20.0
Heneicosane 13.133 2.6 ng 66371 5 13.968 515510 20.0
Tetracosane 13.480 4.5 ng 116639 5 13.968 515510 20.0
unknownl13.762 13.762 3.4 ng 86659 5 13.968 515510 20.0
unknown13.810 13.810 8.1 ng 209241 5 13.968 515510 20.0
Diethylene glyc... 13.839 19.7 ng 508561 5 13.968 515510 20.0
Heptadecane 14.127 7.6 ng 196296 5 13.968 515510 20.0
Octadecane 14.439 7.6 ng 194853 5 13.968 515510 20.0
unknown14.598 14.598 2.5 ng 63749 5 13.968 515510 20.0
Pentadecane, 3-... 14.745 5.6 ng 145129 6 15.457 522135 20.0
Benzo[e]pyrene 15.327 4.2 ng 109028 6 15.457 522135 20.0
Heptadecane, 3-... 15.921 4.6 ng 120482 6 15.457 522135 20.0
Nonadecane 16.445 3.4 ng 87847 6 15.457 522135 20.0
Octadecanoic ac... 18.586 15.2 ng 396644 6 15.457 522135 20.0
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