LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138299.D

Acqg On : 21 Jun 2024 22:08
Operator : CG\JU

Sample : P2977-19

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-BF061224.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF138299.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.181 10 16 22 rVB 2568272 3228948 59.89% 6.581%
2 3.410 219 225 241 rBV 207979 453778 8.42% 0.925%
3 5.104 510 513 519 rVB 330611 342362 6.35% 0.698%
4 5.504 576 581 584 rBV 4680243 4732563 87.77%  9.646%
5 5.828 633 636 642 rVB 74737 63818 1.18% 0.130%
6 6.516 747 753 755 rBV 4316887 4768118 88.43% 9.718%
7 6.704 782 785 791 rBV 229216 187876  3.48% 0.383%
8 6.881 812 815 819 rVB 2007090 1666407 30.91% 3.396%
9 7.445 906 911 914 rBV 3486064 3035280 56.29% 6.186%
106 7.693 950 953 957 rBV 202665 163255 3.03% 0.333%
11 8.163 1029 1033 1036 rBV 2668033 2141889 39.72% 4.365%
12 8.381 1065 1070 1075 rBV 80775 66859 1.24% 0.136%
13 8.475 1082 1086 1097 rBV 400230 401079 7.44% 0.817%
14  9.239 1212 1216 1219 rBV 6648157 5391821 100.00% 10.989%
15 9.669 1286 1289 1296 rBV 222358 212974  3.95% 0.434%

16 9.916 1328 1331 1335 rBV 2538145 2138921 39.67%
17 10.016 1341 1348 1353 rVB 102643 140570 2.61%
18 10.704 1461 1465 1476 rBV 3053647 2629492 48.77%

OO UV b
w
vl
O
R

19 10.886 1493 1496 1499 rBV 97395 121346 2.25% 247%
20 10.916 1499 1501 1505 rVB2 80625 99861 1.85% 204%
21 11.063 1523 1526 1530 rBV3 89803 97898 1.82% ©.200%
22 11.104 1530 1533 1538 rW 91589 105709 1.96% 0.215%
23 11.145 1538 1540 1547 rVB2 63040 66108 1.23% ©0.135%
24 11.345 1571 1574 1578 rBV3 62863 83005 1.54% ©.169%
25 11.404 1578 1584 1586 rVV 2061597 1718666 31.88%  3.503%
26 11.428 1586 1588 1591 rVB 212557 164870 3.06% ©.336%
27 11.857 1657 1661 1664 rBV 61124 70309 1.30% ©.143%
28 11.892 1664 1667 1670 rVV3 86046 119099 2.21% ©0.243%
29 11.928 1670 1673 1685 rVB 765109 762259 14.14%  1.554%
30 12.616 1786 17906 1792 rBV 557010 520722 9.66% 1.061%
31 12.633 1792 1793 1803 rVB4 114868 183434  3.40% ©.374%
32 12.710 1803 1806 1810 rBV2 154511 159600 2.96% 0.325%
33 12.839 1823 1828 1831 rBV 443124 465923 8.64%  0.950%
34 12.869 1831 1833 1842 rVB2 90515 150000 2.78%  ©.306%
35 12.986 1849 1853 1857 rVV 4584834 4052417 75.16%  8.259%
36 13.057 1861 1865 1873 rBV5 39331 83999 1.56% 0.171%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138299.D

Acqg On : 21 Jun 2024 22:08
Operator : CG\JU

Sample : P2977-19

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-BF061224.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.169 1882 1884 1887 rVB 75778 64517 1.20% 0.131%
38 13.216 1887 1892 1894 rBV2 47456 63269 1.17% 0.129%
39 13.563 1945 1951 1959 rBV7 39728 98823 1.83% 0.201%
40 13.674 1967 1970 1975 rVB 75812 74823 1.39% 0.152%
41 13.786 1985 1989 1992 rBV2 48533 75079 1.39% 0.153%
42 13.886 2003 2006 2016 rBV2 278016 410379 7.61% 0.836%
43 14.039 2024 2032 2035 rBV 1984037 2026721 37.59% 4.131%
44 14.063 2035 2036 2044 rVB 327599 238124  4.42% 0.485%
45 14.510 2109 2112 2116 rBV2 154106 200013 3.71% 0.408%
46 14.898 2174 2178 2181 rBvV 128371 126840 2.35% 0.259%
47 14.969 2186 2190 2197 rBV 653849 689354 12.79% 1.405%
48 15.080 2205 2209 2212 rBV 245528 358325 6.65% 0.730%
49 15.163 2219 2223 2225 rBV2 159689 174470 3.24% 0.356%
50 15.192 2225 2228 2250 rVB2 544932 1213781 22.51% 2.474%
51 15.386 2257 2261 2267 rVB 146800 194235 3.60% 0.396%
52 15.445 2267 2271 2278 rBV 168785 211897 3.93% 0.432%
53 15.510 2278 2282 2286 rBV 924602 1118601 20.75% 2.280%
54 15.751 2320 2323 2332 rVB2 174052 246769 4.58% 0.503%
55 15.992 2360 2364 2369 rVB 123535 162811 3.02% 0.332%
56 16.063 2371 2376 2382 rBV6 72689 200452 3.72% 0.409%
57 16.804 2499 2502 2511 rVB5 59947 115293 2.14% 0.235%
58 16.986 2528 2533 2540 rBV2 60561 131557 2.44% 0.268%
59 17.174 2562 2565 2570 rVB7 50625 77065 1.43% 0.157%
Sum of corrected areas: 49064433
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138299.D

Acqg On : 21 Jun 2024 22:08
Operator : CG\JU

Sample . P2977-19

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF138299.D\data.ms

6000000

5000000 5.504
6.516
4000000
7.445

3000000
2.181

2000000 6.881

1000000

5.104

3.410 6.704 7.6!
5.828 A

O\\‘\\H‘\\H’HH‘\H\‘\\H’HH‘\H\‘\\H’HH‘\H\‘\\H‘HH‘HH‘HH‘\”\/\H‘HH‘\H [ L I B R R R I (A NEEEEEEE RN 7

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: BF138299.D\data.ms
9.239

6000000

5000000 12.986

4000000

3000000 10.704

11.404
2000000

1000000 11.928
12.61§5 g3
8.475 9.669 8 ;
. 8.381 | 669 10.016 1IERMORE4E S 11 1208749368 183,096
S [/, —_— T U SRS O e RN T
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: BF138299.D\data.ms

6000000
5000000
4000000

3000000

14.039
2000000

15.510

1000000 14.9695, 192
Py ol : - 865 15. 75]15189363 16.804.996.174

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\BF062124\
Data File : BF138299.D

Acqg On : 21 Jun 2024 22:08
Operator : CG\JU

Sample . P2977-19

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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.
2.181 38.75 ng 3228950 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 32
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 22
Abundance  Scan 16 (2.181 min): BF138299.D\data.ms (-10) (-) m/z 73.10 100.00%
3.1
5000
43.0 /\
87-1 \H‘HH‘HH‘HH‘HH‘HH
9.0 2.202.302.402.502.60
Ol e 220 Mg m/z 43.05 35.66%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 ARRRARRNRERRERRRRRRRRRRRRRE)
43.0 2.202.302.402.502.60
' 87.0 m/z 87.10  25.76%
29.
ﬁ ° I ‘\‘ ‘ %90 ‘ |
O \H‘\H\‘HH‘HH‘HH‘H\‘\“HH’HH‘HH‘H\\‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 AT
2.202.302.402.502.60
5000 41.0 55.0 m/z 55.05 25.25%
27.0
0 ‘ ‘ | ‘\ | | ‘ i 1 112.0 129.0
e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9527: 3-Pentanol, 2,4-dimethyl- A
73.0 2.202.302.402.502.60
m/z 41.05 11.77%
5000
55.0
27.0 41)0
ob130 [l L L somso o)
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138299.D

Acqg On : 21 Jun 2024 22:08
Operator : CG\JU

Sample . P2977-19

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 Propylene Glycol Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
3.410 5.45 ng 453778 1,4-Dichlorobenzene-d4 6.881
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 90
2 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 40
3 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 40
4 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 9
5 Isopropyl Alcohol 60 C3H80 000067-63-0 9
Abundance Scan 225 (3.410 min): BF138299.D\data.ms (-219) (-) m/z 45.10 100.00%
45.1
5000 /\\
P
61.0 3.00 3.20 3.40 3.60 3.80
Obrrrrrr et e 00 909 m/z 43.00  18.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1083: Propylene Glycol
45.0
5000 [rrr [T it
3.00 3.20 3.40 3.60 3.80
m/z 61.00 6.25%
29.0
61.0
O \\‘]\-\5\.9‘\\\‘\“‘\\\\“}‘1}\‘\\\‘\“\\\\‘\\\.\‘\\\\‘\\\\’\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5320: Propanoic acid, 2-hydroxy-, methyl ester, (.+/-.)-
45.0
P TR
3.00 3.20 3.40 3.60 3.80
5000 m/z 44.05 5.20%
29.0
0 Ll 80 760 89.0 1020
R R RRRRREE
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1093: (S)-(+)-1,2-Propanediol A Eamis St
45.0 3.00 3.20 3.40 3.60 3.80
m/z 42.00 3.55%
5000
oL 190 %0 || 610 750
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 3.00 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138299.D

Acqg On : 21 Jun 2024 22:08
Operator : CG\JU

Sample . P2977-19

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.104 4.11 ng 342362 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 513 (5.104 min): BF138299.D\data.ms (-510) (-) m/z 43.00 100.00%

43.0
59.0
5000
101.0 L S . S N
4.80 5.00 5.20 5.40
o 83.0 .
0 e bl R e m/z 59.00  56.82%
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B R B R R
59.0 4.80 5.00 5.20 5.40
m/z 101.00 21.32%
15.0 101.0
‘ T | 830 |
O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
AR EmaRREE
4.80 5.00 5.20 5.40
5000 410 m/z 58.00 16.07%
126.0
ol L 128010
m/iz--> 20 40 60 80 100 120 140
Abundance #4156: 1-Propen-2-ol, acetate R EEA L R
43.0 4.80 5.00 5.20 5.40
m/z 41.05 8.39%
5000
15.0 | 7%-0 100.0
O v R ABRRRRARRSNESE
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\BF062124\
Data File : BF138299.D

Acqg On : 21 Jun 2024 22:08
Operator : CG\JU

Sample . P2977-19

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
6.704 2.25 ng 187876 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 90
2 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 72
3 Diethyl carbitol 162 C8H1803 000112-36-7 72
4 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 45
5 2-Butanol, 3-methyl- 88 C5H120 000598-75-4 43
Abundance Scan 785 (6.704 min): BF138299.D\data.ms (-782) (-) m/z 45.10 100.00%
45.1
5000
M Sh 5k 60760
103.0 : : : :

0 "w"p‘!u”lmH‘M_H‘pmH‘HH_WWW%Q‘?-“? m/z 59.05  34.30%

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #17316: Ethanol, 2-(2-ethoxyethoxy)-

45.0
5000 \\‘\\A\‘\\\\‘\\\\‘\\\\‘
6.40 6.60 6.80 7.00
72.0 m/z 72.00 23.59%
0 \%\g“‘\ql‘\\“H‘H\}‘\\M‘\‘\H:I\-??\.(\Jr‘\173\\5.‘(\)\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53406: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]-
45.0
AR R
6.40 6.60 6.80 7.00
5000 m/z 73.10 14.36%
72.0
o150 || 180 amo
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38390: Diethyl carbitol “‘ﬁ4w““‘_““““
45.0 6.40 6.60 6.80 7.00
m/z 43.00 13.80%
5000 72.0
Jsol || o
\\\“\‘\‘\\“\‘H\i\H\‘\H\“\\H‘HH‘HH‘HH‘HH‘HH L L L B L B R
m/z--> 20 40 60 80 100 120 140 160 180 200 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138299.D

Acqg On : 21 Jun 2024 22:08
Operator : CG\JU

Sample . P2977-19

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 1-Phenoxypropan-2-ol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.475 3.75 ng 401079 Naphthalene-d8 8.163

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 96
2 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 91
3 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 64
4 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 64
5 Carbonic acid, neopentyl phenyl ... 208 C12H1603 013183-19-2 59
Abundance Scan 1086 (8.475 min): BF138299.D\data.ms (-1082) (-) m/z 94.00 100.00%
94.0
5000 k
e S
h || 1210 =
0 ‘“““‘,‘w““‘“H“w“‘h“““““n“‘ m/z 77.00 24.08%
m/z--> 20 100 120 140 160
Abundance #30117.1-Phen0x propan-2-ol
94.0
5000 \\\‘\\\\’\\\\‘\\\\‘\\\\
8.20 8.40 8.60 8.80
7.0 152.0 m/z 152.85  17.73%
\\\‘\\\\’\\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 100 120 140 160
Abundance #30139 1- Propanol3 phenoxy-
94.0
S AREEEEEEE
8.20 8.40 8.60 8.80
5000 m/z 108.00 14 .45%
45.0 77.0 152.0
0 ‘H_“?“,“MHWHh_m‘ww! 1210
miz--> 20 100 120 140 160
Abundance #30136.1—PropanoL2—phenoxy—
94.0 8.20 8.40 8.60 8.80
m/z 78.00  13.30%
5000
77.0 121.0 152.0
31.0 51.0
m/z--> 20 40 60 80 100 120 140 160 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138299.D

Acqg On : 21 Jun 2024 22:08
Operator : CG\JU

Sample . P2977-19

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.928 8.87 ng 762259  Phenanthrene-die 11.404
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 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 81
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 1673 (11.928 min): BF138299.D\data.ms (-1670) (- m/z 73.00 100.00%
43.0 730
5000 129.1
213.1 ; ;
H‘ 157.1185.1 ‘ 256.1 12,00
0 Ww‘i‘s‘w!” il ”m““ u“l“l““m“ Gl T s 4365 86.93%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 T
129.0 12.00
213.0 m/z 60.00 83.72%
‘ H (ﬂ 157.0185.0 ‘
O]\-ﬁl‘o\\‘l\ HH\H\M\‘\‘HH\H““HH‘N “\H\‘H‘HH‘H‘H‘\‘\\‘N‘HH‘\‘\H‘HH“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
.
43.0 12.00
5000 129.0 m/z 57.05 71.15%
171.0
‘ 214.0
e A o L
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid —
43.0 ,73.0 12.00
m/z 41.10 67.67%
5000 129.0
199.0
s e
ST 0 10 8 O o O P W 1
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00

8270-BF061224.M Mon Jun 24 07:12:20 2024 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138299.D

Acqg On : 21 Jun 2024 22:08
Operator : CG\JU

Sample . P2977-19

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 1-Heneicosanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

13.886 4.05 ng 410379  Chrysene-di12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 87
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 83
3 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 76
4 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 76
5 1-Hexacosene 364 C26H52 018835-33-1 70

Abundance Scan 2006 (13.886 min): BF138299.D\data.ms (-2003) (- m/z 57.05 100.00%
57.0

-

230.0
5000
— ——
L'l 13.50 14.00
ol e Ay YL e m/z 43.10 82.77%
m/z--> 0 50 100150200 250 300 350400450500 550600 650
Abundance #215083: 1-Heneicosanol
558.0
5000 — —
13.50 14.00
5.0 m/z 55.05 65.43%
0 \Jﬂ\ J\hn ].‘96'0266'0
‘HH‘H \‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H

m/z--> 0 50 100150200 250 300 350400450 500550600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester

-

57.0
— —
13.50 14.00
5000 m/z 83.10 63.86%
0 | %;?‘ ?5%0 369.0 648.(
A et et e e e
m/z--> 0 50 100 150200 250300 350400450500 550 600 650
Abundance #146039: Ethanol, 2-(tetradecyloxy)- T —
57.0 13.50 14.00
m/z 97.05 59.39%
5000
H .0196.0
0l e ——
m/z--> 0 50 100150200 250300 350400450500 550 600 650 13.50 14.00

8270-BF061224.M Mon Jun 24 07:12:21 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138299.D

Acqg On : 21 Jun 2024 22:08

Operator : CG\JU

Sample . P2977-19

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

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

Peak Number 8 Supraene Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
14.898 2.27 ng 126840  Perylene-di2 15.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Supraene 410 C30H50 007683-64-9 74
2 4,9,13,17-Tetramethyl-4,8,12,16-... 316 C22H360 056882-09-8 64
3 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 59
4 2
5F

,6,10-Dodecatrien-1-0l, 3,7,11-... 264 C17H2802 004128-17-0 59
arnesol isomer a 222 C15H260 1000108-92-4 58
Abundance Scan 2178 (14.898 min): BF138299.D\data.ms (-2174) (- m/z 69.10 100.00%
69.1
20 M
1210 o240 1450 1500
obtalli by f 13780 | | 29603412 . 5100 50.85%
miz--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
5000 — ——
14.50 15.00
m/z 41.10 22.90%
137.0
0279 il y ) 1910 2730 3410 4104
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #220173: 4,9,13,17-Tetramethyl-4,8,12,16-octadecatetra
69.0
— ——
14.50 15.00
5000 ITI/Z 254.00 12.39%
137.0
07. ‘ “ h | “ 192.0 247.0 316.0
o A Y A el i
m/z--> 50 100 150 200 250 300 350 400
Abundance #85250: 7,11-Dimethyldodeca-2,6,10-trien-1-ol - —
69.0 14.50 15.00
m/z 95.00 12.12%
B W\L
137.0
027‘4 T — - —
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00

8270-BF061224.M Mon Jun 24 07:12:22 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138299.D

Acqg On : 21 Jun 2024 22:08
Operator : CG\JU

Sample . P2977-19

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 Octadecanal Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.969 12.33 ng 689354  Perylene-di2 15.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanal 268 C18H360 000638-66-4 96
2 16-Octadecenal 266 C18H340 056554-87-1 91
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
4 Hexacosanal 380 C26H520 026627-85-0 91
5 17-Octadecenal 266 C18H340 056554-86-0 91
Abundance Scan 2190 (14.969 min): BF138299.D\data.ms (-2186) (- m/z 57.05 100.00%
57.0
96.0
5000
—
‘H 180.1 2362 3021 362. 15.00
ol A NAA VL), 1801 2362 8021 3621 g 65 89.50%
miz--> 50 100 150 200 250 300 350
Abundance #158569: Octadecanal
43.0 82.0
5000 1 7
15.00
3.0 m/z 43.10 84.18%
222.0
O T \H\ ‘i jm “‘\‘\?\“ T \‘\ T ‘2\6§.\()\ ‘ L ‘ L
miz--> 50 100 150 200 250 300 350
Abundance #155913: 16-Octadecena
82.0
43, —
15.00
5000 m/z 96.05 62.42%
252.0
\\]% | ,.168.0207.0 ™
0’ N 1|
m/z--> 50 lOO 150 200 250 300 350
Abundance #158580: Oxirane, hexadecyl- s
82.0 15.00
m/z 55.00 61.13%
43.
5000
24.0
“ “\\ | 166.0 211.0250.0
0 I A N i MM —
m/z--> 50 100 150 200 250 300 350 15.00

8270-BF061224.M Mon Jun 24 07:12:23 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138299.D

Acqg On : 21 Jun 2024 22:08
Operator : CG\JU

Sample . P2977-19

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 Heneicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.163 3.12 ng 174470  Perylene-di2 15.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 83
3 Octacosane 394 C28H58 000630-02-4 81
4 Tetracosane, 1-iodo- 464 C24H491 1000406-32-0 80
5 Heptadecane 240 C17H36 000629-78-7 80

Abundance Scan 2223 (15.163 min): BF138299.D\data.ms (-2219) (- m/z 57.10 100.00%

57.1
5000

268.0 15.00 15.50

183.2
0 L “‘ h“ ‘h Loy ‘u 832 o 3BL1 408 s 7116 72.91%
mi/z--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane
57.0
5000 — ——

15.00 1550
m/z 43.10  58.36%
]

1 ‘ ”\ “\ h H‘ \‘ | 169 0 225.0 296.0
\\\\‘ \\‘\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #307033: Octacosane, 2-methyl-
57.0

15.00 15.50

o

5000 ITI/Z 85.05 54.50%
ol L LLLTTY 1000 280 amg  asso
m/z--> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane T —
57.0 15.00 15.50

m/z 55.00 21.66%

B M
13.
‘\‘ | ﬁ U0 169.0 2250 281.0 337.0 394.0

ol AR P2 2o 2810 337.0 3940 — —
miz--> 50 100 150 200 250 300 350 400 15.00 15.50

8270-BF061224.M Mon Jun 24 07:12:24 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138299.D

Acqg On : 21 Jun 2024 22:08
Operator : CG\JU

Sample . P2977-19

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 3-Octadecene, (E)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.192 21.70 ng 1213780  Perylene-di12 15.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Octadecene, (E)- 252 C18H36 007206-19-1 95
2 1-Hexacosene 364 C26H52 018835-33-1 93
3 Octacosanol 410 C28H580 000557-61-9 93
4 n-Nonadecanol-1 284 C19H400 001454-84-8 93
5 1-Heneicosanol 312 C21H440 015594-90-8 93

Abundance Scan 2228 (15.192 min): BF138299.D\data.ms (-2225) (- m/z 83.10 100.00%

83.1
5000{ 41.1
252.1
25.1

—
15.00 15.50

oL ILLE ““ | 10012089 | 293934113852 .., 5719 97.01%
miz--> 50 100 150 200 250 300 350
Abundance #138525: 3-Octadecene, (E)-
659.0
5000 1500 1550
29.0 11.0 : '

m/z 97.10  93.80%

0 \“\ ‘1 “ “ “‘ “‘ “ ]“-5‘4\9:\'-9\6‘9\ \2\5“2\0\ L B
m/z--> 50 100 150 200 250 300 350
Abundance #273800: 1-Hexacosene
57.0

15.‘00 15.‘50
5000 1.0 m/z 43.10  84.90%
oL ‘ 153019602380 2020 3640 J_ML
m/z--> 50 100 150 200 250 300 350
Abundance #308225: Octacosanol T 7
57.0 15.00 15.50

m/z 55.10  83.00%

h i M 30105.0236.0 292.0334.0 392

m/z--> 50 100 150 200 250 300 350 15.00 15.50

o

8270-BF061224.M Mon Jun 24 07:12:25 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138299.D

Acqg On : 21 Jun 2024 22:08
Operator : CG\JU

Sample . P2977-19

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 11
R.T. EstConc Area Relative to ISTD R.T.
15.386 3.47 ng 194235  Perylene-di2 15.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 96
2 Benzo[b]fluoranthene 252 C20H12 000205-99-2 95
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 94
4 Perylene 252 C20H12 000198-55-0 93
5 Benzo[a]pyrene 252 C20H12 000050-32-8 93
Abundance Scan 2261 (15.386 min): BF138299.D\data.ms (-2257) (- m/z 252.05 100.00%
252.1
5000
140 125.0 15.00 15.50
0440 840 | 1700207.0, | 3011 3581 ./, y50.00  28.87%
m/z--> 50 100 150 200 250 300 350
Abundance #138554: Benzo[e]pyrene
252.0
5000 = =
15.00 15.50
m/z 253.05 20.51%
125.0
0390 830 | 2000 .
\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #138568: Benzol[b]fluoranthene
252.0
— —r
15.00 15.50
5000 m/z 125.00 12.66%
126.0
0 830\ “ ‘“\ 2000\ 1l
Tttt
m/z--> 50 100 150 200 250 300 350
Abundance #138565: Benzo[Kk]fluoranthene o —
252.0 15.00 15.50
m/z 126.00 10.43%
5000
126.0
o0 |
O b e e = S
m/z--> 50 100 150 200 250 300 350 15.00 15.50

8270-BF061224.M Mon Jun 24 07:12:26 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138299.D

Acqg On : 21 Jun 2024 22:08
Operator : CG\JU

Sample . P2977-19

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 Pentacosanal Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.751 4.41 ng 246769  Perylene-di2 15.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosanal 366 C25H500 058196-28-4 91
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 90
3 Tetracosanal 352 (C24H480 057866-08-7 90
4 Hexacosanal 380 C26H520 026627-85-0 87
5 Oleyl alcohol, methyl ether 282 C19H380 1010352-68-0 78

Abundance Scan 2323 (15.751 min): BF138299.D\data.ms (-2320) (- m/z 57.10 100.00%

57.1
5000

11.1 — —r
” 166.1 223.9 278.0322.1365.2 414 1550 16.00
0 H“HWHWuNJMWW“m‘ e P b m/z 43.10 93.39%
miz--> 50 100 150 200 250 300 350 400
Abundance #275519: Pentacosana
82.0
5000 — e
15.50 16.00

m/z 82.00 84.70%

29. “ 38.0 348.0
O T \“\ \“‘ T T “ ‘“\ \“\ ‘“ \‘\ T ‘ \2\3\6\ ?\ \2\9\2‘(\)! T \L‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #158578: Oxirane, hexadecyl-
82.0
— —
15.50 16.00
5000 ITI/Z 55.10 68.11%
29.
0 \‘ 1108 £ 040 2500
m/z--> 50 100 150 200 250 300 350 400
Abundance #262002: Tetracosanal T —
57.0 15.50 16.00

m/z 96.05 66.19%

5000
10.0
| u \H 11540 2220 2780 334.0

om‘“ (G S 2T N — —
miz--> 50 100 150 200 250 300 350 400 15.50 16.00

8270-BF061224.M Mon Jun 24 07:12:26 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138299.D

Acqg On : 21 Jun 2024 22:08

Operator : CG\JU

Sample . P2977-19

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

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

Peak Number 14 Triacontane Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
15.992 2.91 ng 162811 Perylene-di2 15.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
3 2-Methylhexacosane 380 C27H56 001561-02-0 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 90

Abundance Scan 2364 (15.992 min): BF138299.D\data.ms (-2360) (- m/z 57.10 100.00%
57.1
16.00
183.1 266.1 :
0 H\““"\“H‘\h‘\“ bdos 222 0T 3T w/z 71.e5  74.59%
miz--> 50 100 150 200 250 300 350 400
Abundance #314331: Triacontane
57.0
5000 R
16.00
m/z 85.05 58.06%
0 | H\ ‘h h‘ “‘ | \6\90 2250 281.0 337.0 422(
\\\‘ \\\\‘\\\\‘\\\\‘\\\\‘\\\\[\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #307033: Octacosane, 2-methyl-
57.0
——
16.00
5000 m/z 43.05 57.06%
ol kLU 3090 2250 om0 w50 LMM
m/z--> 50 100 150 200 250 300 350 400
Abundance #287978: 2-Methylhexacosane —
57.0 16.00
m/z 99.05 20.77%
5000
LT
ol L1990 2250 2810 3370 ah
m/z--> 50 100 150 200 250 300 350 400 16.00

8270-BF061224.M Mon Jun 24 07:12:27 2024 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138299.D

Acqg On : 21 Jun 2024 22:08
Operator : CG\JU

Sample . P2977-19

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 1-Docosene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.063 3.58 ng 200452  Perylene-di2 15.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 74
2 Behenic alcohol 326 C22H460 000661-19-8 70
3 n-Tetracosanol-1 354 C24H500 000506-51-4 70
4 Cyclotetracosane 336 C24H48 000297-03-0 68
5 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 60
Abundance Scan 2376 (16.063 min): BF138299.D\data.ms (-2371) (- m/z 57.05 100.00%
57.0
5000 111 JL/\M\
264.1 S |
154.0 208.0 “ 3111 400! 16.00
o — | rlh ‘h‘m‘\“ \H\.m um‘\\h\“‘m‘ ’\ huppu \ u\ I \‘ Ly A ‘\ , m/z 83.05 90.37%
miz--> 50 100 150 200 250 300 350 400
Abundance #209741: 1-Docosene
55.0
97.0
5000 —— :
16.00
‘ m/z 97.10  89.39%
O\\“\““\‘H\‘\ H“‘\‘\‘(‘)\1\8\1\0’\\\\‘\\\\3(‘)?\0\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #232316: Behenic alcoho
83.0
T \
16.00
so00l  H4¢ m/z 43.10  81.22%
25.0
oL LlidLl 1L 16702100 2800
m/z--> 50 100 150 200 250 300 350 400
Abundance #264236: n-Tetracosanol-1 T
57.0 16.00
m/z 69.05 68.37%
111.0
5000
o 115309500380 380 -
m/z--> 50 100 150 200 250 300 350 400 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138299.D

Acqg On : 21 Jun 2024 22:08
Operator : CG\JU

Sample . P2977-19

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 unknownl6.804 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.804 2.06 ng 115293  Perylene-di2 15.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Picene 278 C22H14 000213-46-7 47
2 Benzo[b]triphenylene 278 C22H14 000215-58-7 46
3 4-Amino-5-(5-bromothiophen-2-yl)... 276 C6H5BrN4S2 1000387-62-6 43
4 Pentacene 278 C22H14 000135-48-8 38
5 Dibenz[a,h]anthracene 278 C22H14 000053-70-3 38
Abundance Scan 2502 (16.804 min): BF138299.D\data.ms (-2499) (- m/z 57.05 100.00%
571.0 278.1
5000
— ——
16.50 17.00
oLl m/z 278.10  85.27%
miz--> 50 100 150 200 250 300 350
Abundance #171319: Picene
278.0
5000 — ——
16.50 17.00
m/z 82.05 65.87%
0,390 870 1390 18602240
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #171330: Benzolb]triphenylene
278.0
— ——
16.50 17.00
5000 m/z 43.10 54.34%
139.0
5,390 1000, | 18502240 |
R L e T i s o e
m/z--> 50 100 150 200 250 300 350
Abundance #168961: 4-Amino-5-(5-bromothiophen-2-yl)-2H-1,2,4-triz — ——
44.0 278.0 16.50 17.00
m/z 69.05 52.07%
5000
152.0
96.0 07.0
0 “_Y_'_Y_Y_Y_Y_'_Y_Y_Y* ‘ T T ‘ T
m/z--> 50 100 150 200 250 300 350 16.50 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138299.D

Acqg On : 21 Jun 2024 22:08
Operator : CG\JU

Sample : P2977-19

Misc

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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... 2.181 38.8 ng 3228950 1 6.881 1666410 20.0
Propylene Glycol 3.410 5.5 ng 453778 1 6.881 1666410 20.0
2-Pentanone, 4-... 5.104 4.1 ng 342362 1 6.881 1666410 20.0
Ethanol, 2-(2-e... 6.704 2.3 ng 187876 1 6.881 1666410 20.0
1-Phenoxypropan... 8.475 3.8 ng 401079 2 8.163 2141890 20.0
n-Hexadecanoic ... 11.928 8.9 ng 762259 4 11.404 1718670 20.0
1-Heneicosanol 13.886 4.0 ng 410379 5 14.039 2026720 20.0
Supraene 14.898 2.3 ng 126840 6 15.510 1118600 20.0
Octadecanal 14.969 12.3 ng 689354 6 15.510 1118600 20.0
Heneicosane 15.163 3.1 ng 174470 6 15.510 1118600 20.0
3-Octadecene, (E)- 15.192 21.7 ng 1213780 6 15.510 1118600 20.0
Benzo[e]pyrene 15.386 3.5 ng 194235 6 15.510 1118600 20.0
Pentacosanal 15.751 4.4 ng 246769 6 15.510 1118600 20.0
Triacontane 15.992 2.9 ng 162811 6 15.510 1118600 20.0
1-Docosene 16.063 3.6 ng 200452 6 15.510 1118600 20.0
unknownl6.804 16.804 2.1 ng 115293 6 15.510 1118600 20.0
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