LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42924\
Data File : BF137761.D

Acqg On : 29 Apr 2024 21:41
Operator : CG\JU

Sample : P2294-05

Misc :

ALS Vvial : 17 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-BF042324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF137761.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.21e 16 21 26 rvB3 57353 121465 2.08% 0.254%
2 2.428 52 58 64 rVB 397709 498202 8.53% 1.040%
3  3.704 271 275 282 rBV 30340 66186 1.13% ©.138%
4 5.687 607 612 615 rBV 5020178 4630614 79.26%  9.666%
5 6.675 774 780 783 rBV 4773978 4662185 79.80% 9.732%

6 7.063 842 846 849 rVB 1912167 1479497 25.33%
7 7.622 936 941 944 rBV 3518291 3036819 51.98%
8 8.233 1041 1045 1052 rBV 857069 696609 11.92%
9 8.345 1060 1064 1067 rBV 2511905 1954842 33.46%

8.645 1112 1115 1123 rVB 142674 127531 2.18%

ohROW
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A
R

11 9.422 1242 1247 1250 rBV 6794673 5842035 100.00% 12.
12 10.104 1360 1363 1367 rBV 2235093 1970798 33.73%
13 10.192 1373 1378 1385 rBV 2757104 3547121 60.72%
14 10.657 1454 1457 1460 rBV 91285 72137 1.23%

unoeoNAN
N
()
2
xR

15 10.898 1494 1498 1501 rBV 3269840 2839017 48.60% 926%
16 11.004 1512 1516 1525 rVB5 44682 88753 1.52% ©.185%
17 11.604 1614 1618 1620 rBV 1852487 1653273 28.30%  3.451%
18 11.627 1620 1622 1625 rVV 515053 420973 7.21% 0.879%
19 11.674 1625 1630 1633 rVV 147374 129167 2.21% 0.270%
20 12.104 1700 1703 1706 rBV 463889 413982 7.09% 0.864%
21 12.133 1706 1708 1712 rVB2 121418 105804 1.81% 0.221%
22 12.216 1719 1722 1725 rBV2 146030 170667 2.92%  0.356%
23 12.657 1791 1797 1801 rBV2 85480 176984 3.03% 0.369%
24 12.827 1822 1826 1829 rBV 1000174 854554 14.63% 1.784%
25 12.857 1829 1831 1833 rVV2 100989 73195 1.25% ©.153%

26 12.892 1833 1837 1843 rVW4 78206 101352 1.73%
27 13.051 1861 1864 1870 rVB 835045 783596 13.41%
28 13.186 1884 1887 1891 rVB 4587680 4156456 71.15%

OO0,
(o))
N
(o))
R

29 13.262 1897 1900 1904 rBV3 61706 100435 1.72% 210%
30 13.380 1917 1920 1922 rVB 114999 99421 1.70% 208%
31 13.445 1928 1931 1933 rVB 146080 110147 1.89% ©.230%
32 13.480 1935 1937 1940 rVB2 79045 74828 1.28% 0.156%
33 13.580 1951 1954 1956 rBV 64171 69489 1.19% 0.145%
34 14.033 2028 2031 2033 rBV2 79413 85503 1.46% ©.178%
35 14.074 2035 2038 2050 rVB3 351762 612930 10.49% 1.279%

36 14.215 2059 2062 2064 rBvV2 76121 69983 1.20%
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R
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42924\
Data File : BF137761.D

Acqg On : 29 Apr 2024 21:41
Operator : CG\JU

Sample : P2294-05

Misc

ALS Vvial : 17 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-BF042324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 14.251 2064 2068 2071 rVV2 1648462 1804588 30.89% 3.767%
38 14.274 2071 2072 2079 rVB 388083 353427 6.05% 0.738%
39 14.392 2090 2092 2095 rBV 95177 72413  1.24% ©0.151%
40 14.704 2142 2145 2147 rBV 288740 275299 4.71% 0.575%
41 15.204 2227 2230 2234 rVB 193132 213890 3.66% 0.446%
42 15.351 2251 2255 2259 rBV 284681 485058 8.30% 1.012%
43 15.409 2262 2265 2270 rVB 676816 797395 13.65% 1.664%
44 15.686 2310 2312 2320 rVB 159669 195582 3.35% 0.408%
45 15.756 2321 2324 2330 rVB 240980 309811 5.30% 0.647%

46 15.827 2332 2336 2340 rBV = 792587 1009613 17.28% 2.107%
47 16.327 2417 2421 2426 rVB 326044 493755 8.45% 1.031%

Sum of corrected areas: 47907381
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 29 Apr 2024 21:41
¢ CG\JU
: P2294-065

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042924\
BF137761.D

: 17  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042324 .M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

o

Time-->

TIC: BF137761.D\data.ms

5.687
6.675

7.62z2

7.063

2.428
12.210 3.704

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

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF137761.D\data.ms
9.422

13.186

10.898
10.192

8.345
10.10

11.604

12.82
8.23 {3.05

8.645 ~ loes? @_904

0
Time-->

8.00 8.50 9.00 9.50 10.00 10.50 11.00

= = T —
11.50 12.00 12.50 13.00

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF137761.D\data.ms

14.251

15.409  15.827

14.704

Time-->

T ‘ 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\BF042924\
Data File : BF137761.D

Acqg On : 29 Apr 2024 21:41
Operator : CG\JU

Sample : P2294-05

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042324 .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 5
R.T. EstConc Area Relative to ISTD R.T.
2.428 6.73 ng 498202  1,4-Dichlorobenzene-d4 7.063

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 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 37
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
Abundance  Scan 58 (2.428 min): BF137761.D\data.ms (-52) (-) m/z 73.10 100.00%
73.1
5000
43.0
87'1 \‘\\\\‘\\\\‘\\\\’\\\
57 1 2.20 2.40 2.60 2.80
Ok S e m/z 43.05 36.77%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 R
43.0 2.20 2.40 2.60 2.80
' 87.0 m/z 55.05 24.54%
29.0
M‘ I ‘\‘ ‘ LQO ‘ |
0 \‘H\\‘HH‘!\!\‘\!\‘!“HH‘\H\’\H\‘HH‘\H\‘\H\‘HH‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 A N U —
2.20 2.40 2.60 2.80
5000 41.0 55.0 m/z 87.10 24.14%
27.0
0 ‘ ‘ | ‘\ I | ‘ i I 112.0 129.0
e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- R R Em
73.0 2.20 2.40 2.60 2.80
m/z 41.05 11.36%
5000 43.0
58.0
29.0 87.0
Obrprrthbirrrepter e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042924\
Data File : BF137761.D

Acqg On : 29 Apr 2024 21:41
Operator : CG\JU

Sample : P2294-05

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042324 .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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.233 7.13 ng 696609 Naphthalene-d8 8.345

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
4 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
5 Methoxyacetic acid, 2-butyl ester 146 C7H1403 070159-90-9 50
Abundance Scan 1045 (8.233 min): BF137761.D\data.ms (-1041) (-) m/z 57.10 100.00%
57.1
5000
o 500620840860
39 ‘ 1001 4354 =2 828 8.7 S
o R — ﬁ ‘M”w““u i L =252 1810 0 nyz 45.10 96.03%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38400: Ethanol, 2-(2-butoxyethoxy)-
45.0
5000 L B L B L I L B
8.00 8.20 8.40 8.60
75.0 m/Z 41.10 35.30%
O L ‘ \M T ‘ \ T \MH\ \‘1“\ ‘ \“\‘\]-\()}0‘\0\ T ’ }\3\2\9 T \%?3\\0\
miz--> 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
P SR
8.00 8.20 8.40 8.60
5000 m/z 75.10 20.68%
29.0 75.0
100.0
0 ‘Mw\‘\_w\w“‘,\1‘3‘%‘1 - 1630
m/iz--> 20 40 60 80 100 120 140 160
Abundance #10089: EmyMnechoImonomobuwlmher T ERANRREARE
57.0 8.00 8.20 8.40 8.60
m/z 56.05 16.33%
5000
29.0 75.0
0 ™
o B e R e R
m/z--> 20 40 60 80 100 120 140 160 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042924\
Data File : BF137761.D

Acqg On : 29 Apr 2024 21:41
Operator : CG\JU

Sample : P2294-05

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042324 .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 unknownl@.192 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.192 36.00 ng 3547120  Acenaphthene-d10 10.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 12
2 Carbonic acid, prop-1-en-2-yl un... 256 C15H2803 1000382-90-6 10
3 6,10,14-Trimethyl-pentadecan-2-01 270 C18H380 069729-17-5 10
4 Trichloroacetic acid, tetradecyl... 358 C16H29C1302 074339-52-9 10
5 trans-5-Isopropyl-6,7-epoxy-8-hy... 228 C13H2403 058002-07-6 10
Abundance Scan 1378 (10.192 min): BF137761.D\data.ms (-1373) (- m/z 43.10 100.00%
43.1
5000 1011 4371

70.1

h H‘ ‘ 197.2 10.00 10.50
S—— HH‘\HMMWm_m_‘H_m_ww_m m/z 57.10 54.93%
miz—> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #197167: Carbonic acid, prop-1-en-2-yl tetradecyl ester
57.0

o

5000 —r— —f—
85.0 10.00 10.50
111.0

m/z 101.10  48.48%
0 ‘h | 1110 1400 168.0 1960 241.0
T ’ T \ T ‘ TTT \ ‘ TTTT ‘ \ TTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #143310: Carbonic acid, prop-1-en-2-yl undecyl ester

29.0

57.0
et —
10.00 10.50
5000 ITI/Z 97.10 46.53%
29.0 85.0
0 u‘ 10 1540 1090
_m‘m et b T S A T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #161363: 6,10,14-Trimethyl-pentadecan-2-ol —— ——
43.0 10.00 10.50
m/z 137.05 43.35%
71.0
5000 97.0
126.0
ST ST N |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042924\
Data File : BF137761.D

Acqg On : 29 Apr 2024 21:41
Operator : CG\JU

Sample : P2294-05

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042324 .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 6
R.T. EstConc Area Relative to ISTD R.T.
12.104 5.01 ng 413982  Phenanthrene-d10 11.604
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 Octadecanoic acid 284 C18H3602 000057-11-4 87
4 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 74
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 74
Abundance Scan 1703 (12.104 min): BF137761.D\data.ms (-1700) (-} | m/z 72.95 100.00%
3.0
192.1
5000
129.0
— —
39i1 ‘ 256.3 12.00 12.50
0 bbb LU L 12900 3810 43 10 8oL a0%
m/z--> 50 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T R
12.00 12.50
1710 2130 256.0 m/z 60.00 87.27%
O' ‘\SH‘H‘P;‘““\M} \‘ ‘ “\ \‘ \‘\ “ \“\ ‘\ T “\ L T ‘ L L
miz--> 50 100 150 200 250 300
Abundance #109281: Tetradecanoic acid
73.0
e —
12.00 12.50
5000 ITI/Z 192.10 77 .13%
129.0
29. 185.0 228.0
0 LM ;M‘\‘u} ‘\ | L m‘\ “\‘ \‘ —_ ‘\‘ T
miz--> 50 100 150 200 250 300
Abundance #179089: Octadecanoic acid o =
73.0 12.00 12.50
m/z 41.05 69.30%
5000 129.0
29. 185.0 410 284.0
w\u‘\‘m L “ | | L
0 D I —— ——
m/z--> 50 100 150 200 250 300 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042924\
Data File : BF137761.D

Acqg On : 29 Apr 2024 21:41
Operator : CG\JU

Sample : P2294-05

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042324 .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 4H-Cyclopenta[def]phenanthrene Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
12.216 2.06 ng 170667  Phenanthrene-die 11.604
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 92
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 58
3 1a,9b-Dihydro-1H-cyclopropa[a]an... 192 C15H12 006109-24-6 18
4 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 14
5 Naphtho[1,2-b]norbornadiene 192 C15H12 1000210-14-8 14

Abundance Scan 1722 (12.216 min): BF137761.D\data.ms (-1719) (|  m/z 190.05 100.00%
19p.1
5000 /MJ
— —
‘ 12.00 12.50
0 2471 285 m/z 189.10  95.75%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 - ““HW
940 12.00 12.50
4 m/z 192.10  53.21%
31.0 63.0 \h 123.0 1610 ||
\\‘H\\‘\H\‘HH‘H\\‘\H\‘\\H‘H\\‘\H\’HH‘HH‘HH‘HH‘HH’H\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene
189.0
. —
12.00 12.50
5000 ITI/Z 191.05 42.72%
94.0
) BRSNS T RSOSSN N E——
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67051: 1a,9b-Dihydro-1H-cyclopropalajanthracene e R
192.0 12.00 12.50
m/z 94.60 29.72%
5000
59.0 96.0 162#0 h‘
A RaChY TR 22 S Y — — —
m/z--> 20 40 60 80 100120140160180200220240260280 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042924\
Data File : BF137761.D

Acqg On : 29 Apr 2024 21:41
Operator : CG\JU

Sample : P2294-05

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042324 .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 9,10-Dimethylanthracene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.657 2.14 ng 176984  Phenanthrene-di10 11.604
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 97
2 Phenanthrene, 2,5-dimethyl- 206 Cl6H14 003674-66-6 96
3 Phenanthrene, 1,7-dimethyl- 206 C1l6H14 000483-87-4 94
4 di-p-Tolylacetylene 206 Cl6H14 002789-88-0 90
5 Phenanthrene, 2,3-dimethyl- 206 C16H14 003674-65-5 90

Abundance Scan 1797 (12.657 min): BF137761.D\data.ms (-1791) (-} | m/z 206.10 100.00%

206.1
5000
1250  13.00
43.1 889 126.0 165.0 . : :
R N Y IO i i ‘h‘wh‘ 253029113300 4/7 191.05 43.51%
miz--> 50 100 150 200 250 300
Abundance #82934: 9,10-Dimethylanthracene
206.0
5000

T —
12.50 13.00
m/z 205.05 22.03%

89.0 165.0 ‘
L\S-\O\ ‘\5]“_9 Lt “\“ ‘M \1\239 ‘“ \“\“‘\ ‘H i‘“‘\ L I s B B
miz--> 50 100 150 200 250 300
Abundance #82944: Phenanthrene, 2,5-dimethyl-
206.0
— —
12.50 13.00
5000 ITI/Z 189.05 18.35%
101.0 . 0‘
165.
o270 630 1) L)
miz--> 50 100 150 200 250 300 W
Abundance #82948: Phenanthrene, 1,7-dimethyl- e e
206.0 12.50 13.00
m/z 207.10  16.65%
5000
102.0 ‘
m/z--> 50 100 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042924\
Data File : BF137761.D

Acqg On : 29 Apr 2024 21:41
Operator : CG\JU

Sample : P2294-05

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042324 .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 Carbonic acid, eicosyl viny... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.074 6.79 ng 612930 Chrysene-di2 14.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 91
2 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 91
3 Ethanol, 2-(octadecyloxy)- 314 C20H4202 002136-72-3 90
4 Carbonic acid, decyl pentadecyl ... 412 C26H5203 1000383-16-4 87
5 Carbonic acid, decyl tetradecyl ... 398 C25H5003 1010383-16-3 87
Abundance Scan 2038 (14.074 min): BF137761.D\data.ms (-2035) (- m/z 57.10 100.00%
57.1
11 1 1400 |
14.00
2341
ol d “ Lo, 2771 2301 28593370 4002 L 4310 73.58%
m/z--> 50 100 150 200 250 300 350 400
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
5000 — :
14.00
m/z 71.10 64.70%
J<11 .0
O \“‘\ \h‘ ““ “ “ \‘“\M\ ‘\ ‘]-\6\9\()\ ‘ T \2\'\5‘2\.(\)\ T ‘3\2\5\.\0‘ L ‘ TTTT
m/z--> 50 100 150 200 250 300 350 400
Abundance #264109: Carbonic acid, octadecyl prop-1-en-2-yl ester
57.0
T \
14.00
5000 m/z 55.10 46.99%
11 0
0 \‘ \‘ H‘\ \‘ “ Il ‘u 168 O 224 0 297 0
A
m/z--> 50 100 150 200 250 300 350 400
Abundance #217604: Ethanol, 2-(octadecyloxy)- T
57.0 14.00
m/z 85.10 43.27%
5000
110
“ H‘ ‘ 169.0 2240 283.0
I L g L
0 M_‘ (P e it N
m/z--> 50 100 150 200 250 300 350 400 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42924\
Data File : BF137761.D

Acqg On : 29 Apr 2024 21:41

Operator : CG\JU

Sample : P2294-05

Misc

ALS vial : 17

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042324.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 Heneicosane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.704 3.05 ng 275299  Chrysene-di12 14.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Tricosane 324 C23H48 000638-67-5 95
3 Heneicosane, 1l-pentyl- 366 C26H54 014739-72-1 93
4 Hexacosane 366 C26H54 000630-01-3 93
5 Docosane, 9-butyl- 366 C26H54 055282-14-9 93

Abundance Scan 2145 (14.704 min): BF137761.D\data.ms (-2142) (- m/z 57.10 100.00%

57.1
5000

——
13.2 14.50 15.00
1731 2591
0 ““L“u‘lw“‘]ﬂ‘ bk s Lk 339.2 3972 460 0 71 10 66.60%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #194587: Heneicosane
57.0
5000 —— —
14.50 15.00
m/z 43.10 57.84%
1
N T
0\\‘\\\\‘\‘\”\\‘\\‘\1\\‘\‘\l\\\\\\\‘\\\\\\\\\\\\\\
\ 1 I I I I \ I

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #229644: Tricosane

——
14.50 15.00
5000 m/z 85.10

324.0
e, 270"
oA L HAJN‘MM\pu“_“‘_“‘_“‘_‘
m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #275552: Heneicosane, 11-pentyl- T —

43.0 14.50 15.00
m/z 41.10 22.05%
- NMWdLmewwﬁ\ka¢wﬂij

224.0
295.0
oo | R seae
m/z--> 0 50 100 150 200 250 300 350 400 450 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42924\
Data File : BF137761.D

Acqg On : 29 Apr 2024 21:41

Operator : CG\JU

Sample : P2294-05

Misc

ALS vial : 17

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042324.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 9 Henicosanal Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
15.204 4.24 ng 213890 Perylene-di2 15.827
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Henicosanal 310 C21H420 ©51227-32-8 93
2 1,19-Eicosadiene 278 C20H38 014811-95-1 93
3 (Z)-14-Tricosenyl formate 366 C24H4602 077899-10-6 93
4 Octadecanal 268 C18H360 000638-66-4 91
5 Pentacosanal 366 C25H500 058196-28-4 91

Abundance Scan 2230 (15.204 min): BF137761.D\data.ms (-2227) (-} | m/z 57.10 100.00%
57.1

20 L‘LL,[\L
W | s 5w
‘ 165 121712761 357.3 | ; '
0 m}_m‘\ cu“u“wmw e 20 4303 S04 ) 8210 88.10%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #212262: Henicosanal
82.0
5000 —— —
15.00 15.50
m/z 43.10  82.39%
P9 ‘

7. 292.0
LTS 2o
O\‘\l\“\ \‘1\\%f‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #171303: 1,19-Eicosadiene
55.0

—
15.00 15.50

5000 m/z 55.10 71.24%
‘ ‘ 109.0
oLllilitl,, 1800 2780
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #275491: (Z)-14-Tricosenyl formate P P
55.0 15.00 15.50

m/z 96.10 62.87%

- Mmjm
” 320.0

[mozmo

“ll\

0 H\‘:\\‘\\H‘\\H‘\\\w\\\w\\\\w\\\w\\\‘u\\‘u —T— —T—
m/z--> 50 100 150 200 250 300 350 400 450 500 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042924\
Data File : BF137761.D

Acqg On : 29 Apr 2024 21:41
Operator : CG\JU

Sample : P2294-05

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042324 .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@ Benzo[e]pyrene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.686 3.87 ng 195582  Perylene-di2 15.827
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 97
2 Benzo[a]pyrene 252 C20H12 000050-32-8 96
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 94
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 93
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 90

Abundance Scan 2312 (15.686 min): BF137761.D\data.ms (-2310) (- m/z 252.10 100.00%

252.1
5000

125.1 ) 15.50 16.00
0899yl 2000 | 34604011 4674 5o 19  29.64%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #138554: Benzo[e]pyrene
25p.0
5000 P e S
15.50 16.00

m/z 253.10  21.98%

125.0
740 | 200.0, |
\\’\\\\’\\\\’\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #138555: Benzo[a]pyrene
252.0

— —T
15.50 16.00

o

5000 ITI/Z 125.10 12.99%
126.0
ol 740 i 200.0.
B e B A L B B e R B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #138565: Benzo[Kk]fluoranthene T —
252.0 15.50 16.00

m/z 126.00  12.49%

5000
126.0
f

\ T
m/z--> 50 100 150 200 250 300 350 400 450 15.50 16.00

o
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_F\Data\BF042924\

Data File : BF137761.D

Acqg On : 29 Apr 2024 21:41
Operator : CG\JU

Sample : P2294-05

Misc

ALS vial : 17

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042324.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 11 Octacosane Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
16.327 9.78 ng 493755  Perylene-di12 15.827
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 97
2 Nonadecane 268 C19H40 000629-92-5 94
3 Docosane, 11-butyl- 366 C26H54 013475-76-8 93
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
5 3-Methylheptacosane 394 C28H58 014167-66-9 93

Abundance Scan 2421 (16.327 min): BF137761.D\data.ms (-2417) (- m/z 57.10 100.00%
57.1

2

5000
16.00 16.50
169.1 225.2
ol ‘ M m‘ Ll Fik 29513434 40834603 p 7 71,10 70.33%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #298427: Octacosane
57.0
5000 — —
16.00 16.50
m/z 43.18  59.40%
oL ‘ | 14130 160.0 225.0 281.0 337.0 394.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

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

%

Abundance #158600: Nonadecane
57.0
— —
16.00 16.50
5000 ITI/Z 85.10 52.39%
13.0
oLl 0see0  so
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #275544: Docosane, 11-butyl- “ T
57.0 16.00 16.50
m/z 99.10 19.91%
h WAM\
13.0
oL WL, 200 3003660 1 Nt b
m/z--> 50 100 150 200 250 300 350 400 450 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42924\
Data File : BF137761.D

Acqg On : 29 Apr 2024 21:41
Operator : CG\JU

Sample : P2294-05

Misc

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042324.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... 2.428 6.7 ng 498202 1 7.063 1479500 20.0
Ethanol, 2-(2-b... 8.233 7.1 ng 696609 2  8.345 1954840 20.0
unknown10.192 10.192 36.0 ng 3547120 3 10.110 1970800 20.0
n-Hexadecanoic ... 12.104 5.0 ng 413982 4 11.604 1653270 20.0
4H-Cyclopental[d... 12.216 2.1 ng 170667 4 11.604 1653270 20.0
9,10-Dimethylan... 12.657 2.1 ng 176984 4 11.604 1653270 20.0
Carbonic acid, ... 14.074 6.8 ng 612930 5 14.251 1804590 20.0
Heneicosane 14.704 3.0 ng 275299 5 14.251 1804590 20.0
Henicosanal 15.204 4.2 ng 213890 6 15.827 1009610 20.0
Benzo[e]pyrene 15.686 3.9 ng 195582 6 15.827 1009610 20.0
Octacosane 16.327 9.8 ng 493755 6 15.827 1009610 20.0
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