LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062023\
Data File : BF133852.D

Acqg On : 20 Jun 2023 12:52

Operator : CG\JU

Sample : 03222-13 2X :
Misc . COMPOSITE-SB-06

ALS Vvial : 10 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-BF060923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133852.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.128 3 7 15 rVB 284511 356892 28.16% 2.650%
2 2.240 24 26 34 rVB3 14510 21169 1.67% 0.157%
3 5.081 506 509 517 rVB 70152 77248 6.09% ©.573%
4 5.487 574 578 591 rVB 1154579 1034710 81.63% 7.682%
5 6.493 745 749 759 rBV 1113156 1019341 80.42% 7.568%
6 6.857 807 811 814 rBV 739831 570462 45.01%  4.235%
7 7.416 902 906 909 rBV 853255 665263 52.49%  4.939%
8 8.134 1025 1028 1036 rVB 845958 727396 57.39% 5.400%
9 8.851 1146 1150 1154 rVB 17350 16763 1.32% 0.124%
10 9.210 1208 1211 1215 rBV 1575040 1267484 100.00% 9.410%
11  9.751 1301 1303 1307 rBV 27643 24581 1.94% 0.182%
12 9.892 1324 1327 1331 rBV 862770 696550 54.96% 5.171%
13 9.928 1331 1333 1340 rVB 28080 26008 2.05% 0.193%
14 10.098 1358 1362 1367 rBV 30016 29953  2.36% 0.222%
15 10.439 1417 1420 1425 rBV3 20736 22827 1.80% 0.169%
16 10.610 1444 1449 1452 rBV 264739 222222 17.53% 1.650%
17 10.686 1458 1462 1466 rBV 662790 599684 47.31%  4.452%
18 10.810 1478 1483 1489 rBV3 24310 37017 2.92% 0.275%
19 10.922 1500 1502 1505 rVB 27396 20113 1.59% 0.149%
20 11.192 1545 1548 1553 rBV3 15134 15692 1.24% 0.116%
21 11.280 1561 1563 1568 rVB 21571 20831 1.64% 155%

22 11.386 1577 1581 1583 rBV 739304 598965 47.26%
23 11.410 1583 1585 1589 rVW 227296 182249 14.38%

OO0 r MO
w
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w
R

24 11.463 1591 1594 1597 rVB 53852 48171 3.80% 358%
25 11.622 1618 1621 1624 rBV 18140 20655 1.63% 153%
26 11.686 1628 1632 1636 rBVS5 18007 21451 1.69% 0.159%
27 11.845 1657 1659 1662 rBv4 12419 16716 1.32% ©0.124%
28 11.892 1664 1667 1669 rVwV 46449 53971 4.26% 0.401%
29 11.922 1669 1672 1682 rVB2 186185 273233 21.56% 2.029%
30 12.004 1683 1686 1688 rBV2 53612 52369 4.13% ©0.389%
31 12.186 1715 1717 1720 rBV 28131 29153 2.30% 0.216%
32 12.216 1720 1722 1725 rVB2 26447 20526 1.62% 0.152%
33 12.445 1758 1761 1764 rBV2 30577 33770 2.66% 0.251%
34 12.527 1773 1775 1780 rBV2 29178 34453 2.72%  ©.256%
35 12.610 1785 1789 1792 rBV 362590 349220 27.55% 2.593%

36 12.663 1793 1798 1802 rVvv4 82947 161322 12.73% 1.198%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062023\
Data File : BF133852.D

Acqg On : 20 Jun 2023 12:52

Operator : CG\JU

Sample : 03222-13 2X :
Misc . COMPOSITE-SB-06

ALS Vvial : 10 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-BF060923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.710 1803 1806 1813 rvB3 81957 132494 10.45%  0.984%
38 12.839 1822 1828 1830 rBV 395149 373919 29.50% 2.776%
39 12.980 1849 1852 1856 rVB 1009644 880165 69.44% 6.534%
40 13.145 1877 1880 1881 rBV2 25035 27019 2.13% 0.201%
41 13.169 1882 1884 1886 rVB 48824 40662 3.21% ©0.302%
42 13.233 1893 1895 1898 rVB 40665 33808 2.67% 0.251%
43 13.274 1898 1902 1904 rBv2 43849 54540 4.30% 0.405%
44 13.363 1915 1917 1920 rVB 29776 26256 2.07% 0.195%
45 13.398 1921 1923 1927 rVB 32533 30553  2.41% 0.227%
46 13.680 1968 1971 1975 rVB 40493 41939 3.31% 0.311%
47 13.892 2004 2007 2009 rBV3 47094 43486 3.43% 0.323%
48 14.045 2028 2033 2036 rBV2 706002 881337 69.53% 6.543%
49 14.069 2036 2037 2043 rVB 224069 178284 14.07% 1.324%
50 14.151 2049 2051 2053 rVB2 53049 38238 3.02% 0.284%
51 15.104 2209 2213 2217 rBV 266793 424503 33.49%  3.152%
52 15.421 2264 2267 2272 rVB 129230 152010 11.99% 1.129%
53 15.486 2275 2278 2283 rBV 171703 208687 16.46% 1.549%
54 15.551 2285 2289 2293 rBV 400498 533331 42.08% 3.959%

Sum of corrected areas: 13469661
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062023\
Data File : BF133852.D

Acqg On : 20 Jun 2023 12:52

Operator : CG\JU

Sample ¢ 03222-13 2X :
Misc : COMPOSITE-SB-06

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF133852.D\data.ms

1400000
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1000000
7.416
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Abundance TIC: BF133852.D\data.ms
9.210

1400000
1200000 12.980

1000000

8.134 9.892

800000 11.386
10.686

600000

400000

200000

0 e = e —— :
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50

Abundance TIC: BF133852.D\data.ms

- — —
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O T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T T T T T ‘ T
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8270-BF060923.M Wed Jun 21 01:53:47 2023 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062023\
Data File : BF133852.D

Acqg On : 20 Jun 2023 12:52

Operator : CG\JU

Sample ¢ 03222-13 2X :
Misc COMPOSITE-SB-06

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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.
2.128 12.51 ng 356892 1,4-Dichlorobenzene-d4 6.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 37
5 Borane, dimethoxy- 74 C2H7BO2 004542-61-4 9
Abundance Scan 7 (2.128 min): BF133852.D\data.ms (-3) (-) m/z 73.05 100.00%
73.0
5000 43.0 K
870 \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
‘ Lg 0 2.202.302.402.50
Ob oo bl 1B2 L mjz 43.05  43.93%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 RN R RN RN
43.0 2.202.302.402.50
' 87.0 m/z 55.05 29.19%
29.0
| ‘ | ‘\‘ ‘ Lgo ‘ |
0 \‘H\HHH‘\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
73.0
87.0 R RARasamaaserEtERRREES
2.202.302.402.50
5000 41.0 55.0 m/z 87.05 24.07%
27.0
0 112.0 129.0
T T T e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2247: Silane, tetramethyl- N Ra ARaRaEEEEEE
73.0 2.202.302.402.50
m/z 41.05 14.18%
5000
45.0
0l 220 || 590 | _
T T e e e e e I RGRANERESS Sy s
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062023\
Data File : BF133852.D

Acqg On : 20 Jun 2023 12:52

Operator : CG\JU

Sample ¢ 03222-13 2X :
Misc COMPOSITE-SB-06

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : 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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
5.081 2.71 ng 77248 1,4-Dichlorobenzene-d4 6.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 3-Hydroxy-3-methyl-2-butanone 102 (C5H1002 000115-22-0 38
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 14
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
Abundance Scan 509 (5.081 min): BF133852.D\data.ms (-506) (-) m/z 43.00 100.00%
43.0
59.0
5000
R RARRAR
| 6.0 10‘1'1 4.80 5.00 5.20 5.40
0 H‘H‘w‘u‘_“ﬁhm‘_NM\H‘W‘H‘MG‘W‘HJM‘H‘H‘W m/z 59.00 52.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LN L B L LN L
59.0 4.80 5.00 5.20 5.40
m/z 101.10 15.51%
?\J‘--O \“ Il 83.0 10‘]“0
0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
AR AR EEREE
4.80 5.00 5.20 5.40
5000 43.0 m/z 58.05 13.98%
31.0
15.0 87.0
N S
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl- A
59.0 4.80 5.00 5.20 5.40
m/z 41.00 11.32%
5000 41.0
29.0
‘ ‘ 87.0
b330 ULl me [ et
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062023\
Data File : BF133852.D

Acqg On : 20 Jun 2023 12:52

Operator : CG\JU

Sample ¢ 03222-13 2X :
Misc COMPOSITE-SB-06

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.610 6.38 ng 222222  Acenaphthene-di10 9.892
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Phenyl 4-pyridyl ketone 183 C12H9NO 014548-46-0 58
3 2-(2-0x0-2-phenyl-ethyl)-malonon... 184 C11H8N20 1000296-76-9 53
4 1,2-Propanedione, 1-phenyl- 148 C9H802 000579-07-7 47
5 N-Methoxy-N-methylbenzamide 165 CSH11NO2 006919-61-5 47
Abundance Scan 1449 (10.610 min): BF133852.D\data.ms (-1444) (-] ' m/z 104.95 100.00%
105.0
77.0
5000 182.1
51.0
— —
10.50 11.00
152.0
Y NS RS MO W N - m/z 77.00  63.16%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0 .
5000 et A
10.50 11.00
510 m/z 182.10  50.64%
‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
105.0
o —
77.0 183.0 10.50 11.00
5000 51.0 m/z 51.00  29.18%
0 127.0 154.0
R L T B o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #58785: 2-(2-Oxo0-2-phenyl-ethyl)-malononitrile T et
105.0 10.50 11.00
m/z 50.00 9.70%
77.0
5000
51.0
ol il 1280 1540 14O )\ ;
m/z--> 20 40 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062023\
Data File : BF133852.D

Acqg On : 20 Jun 2023 12:52

Operator : CG\JU

Sample ¢ 03222-13 2X :
Misc COMPOSITE-SB-06

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 Tridecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.922 9.12 ng 273233  Phenanthrene-di10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 94
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 84
3 Anthracene, 9-methyl- 192 C15H12 000779-02-2 78
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 64
5 Undecanoic acid 186 C11H2202 000112-37-8 42
Abundance Scan 1672 (11.922 min): BF133852.D\data.ms (-1669) (- m/z 192.10 100.00%
430 730 1921
5000
129.1
=
H ‘ 101.0 165.1 227.2 256.1 12.00
0 Ww‘:‘m‘lw m/z 73.00  93.23%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
43.0
5000 129.0 e
171.0 12.00
214.0 ITI/Z 60.00 87.61%
L s
O \H‘\l\\ui‘\\”!“ \”H\“‘!}\‘}H“‘\\“M‘\‘\‘H“H}‘\“HH‘HH‘H\‘\‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance
43.0 73.0 256.0
—
12.00
5000 m/z 43.00 84.87%
129.0
21
101.0 157.0185.0
0 15.0
T T T e e e e e e
m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #67020: Anthracene, 9-methyl- ——
192.0 12.00
m/z 57.10 82.06%
B v\//i/\b/‘
96.0
165.0
oL 270 630 | 1260 " H‘H
e e e e e e e e —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062023\
Data File : BF133852.D

Acqg On : 20 Jun 2023 12:52

Operator : CG\JU

Sample ¢ 03222-13 2X :
Misc COMPOSITE-SB-06

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 Oxacyclohexadecan-2-one Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.663 5.39 ng 161322  Phenanthrene-di10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxacyclohexadecan-2-one 240 C15H2802 000106-02-5 64
2 cis-Vaccenic acid 282 (C18H3402 000506-17-2 64
3 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 64
4 Oxacyclotetradecane-2,11-dione, ... 240 C14H2403 074685-36-2 52
5 Cyclopropane, nonyl- 168 C12H24 074663-85-7 46

Abundance Scan 1798 (12 663 min): BF133852.D\data.ms (-1793) (- m/z 55.05 100.00%

5|:
5000 WVV/\J\\WM
o7.

12:50 13.00
oL "\‘H m/z 41.10  55.94%

miz--> 50 100 150 200 250
Abundance #123674: Oxacyclohexadecan-2-one
41.0

5000 —— ——
83.0 12.50 13.00

m/z 69.10 54.64%

| 240 1800 2220 Wj\/\MW
ol —l ’ I ‘H\u‘ \h‘ ‘n NP - - L ———
m/z--> 50 100 150 200 250
Abundance
55.0

12.50 13.00

5000 97.0 m/z 43.05 39.98%
o150 1370 1800 2220 2640 WJL,/\]\“MW
L A e o
miz--> 50 100 150 200 250
Abundance #176218: cis-13-Octadecenoic acid —— —
55.0 12.50 13.00
m/z 83.00 37.75%
- WJW
37.0 264.0
5.0, u‘ M\ M\ h\\‘h H\‘m L“u 13 . 2800 2220 ) — —
miz--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062023\
Data File : BF133852.D

Acqg On : 20 Jun 2023 12:52

Operator : CG\JU

Sample ¢ 03222-13 2X :
Misc COMPOSITE-SB-06

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.710 4.42 ng 132494  Phenanthrene-di10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 90
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 53

Abundance Scan 1806 (12.710 min): BF133852.D\data.ms (-1803) (- m/z 43.00 100.00%

5000 129.1

202.1 241.2 — ——
| ‘ 171# ‘ ‘ 284.¢ 12.50 13.00
0 ‘\\‘ I \H ‘H“““““”J““H“‘u‘““”ﬂ“‘“““\“‘1““‘“1 ‘\} M‘M\w‘w‘ IS ‘L‘ m/z 60.00 93.68%

mi/z--> 50 100 150 200 250
Abundance #179092: Octadecanoic acid
430 730

5000 - =
129.0 284.C 12.50 13.00
m/z 73.00 91.44%
185.0 241.0
ob— \‘ I ‘\m uh\‘\‘ M‘ by / “‘ R ‘L “‘ .
miz--> 50 100 150 200 250
Abundance
43.0 73.0 256.0
12.‘50 13.‘00
5000 m/z 57.00  71.84%
129.0
il Mw
171.0
O e e e
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid —— —
43.0 73.0 12.50 13.00

m/z 55.10 71.19%

5000 129.0
M 199.0 2420
L u

0L— ‘; \‘ ‘H‘H L \\h“‘\ M\‘ ul “‘ ‘1‘610; ‘ . ‘

: —
miz--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062023\
Data File : BF133852.D

Acqg On : 20 Jun 2023 12:52

Operator : CG\JU

Sample ¢ 03222-13 2X :
Misc COMPOSITE-SB-06

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 Benzo[e]pyrene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.421 5.70 ng 152010 Perylene-di2 15.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]fluoranthene 252 C20H12 000205-99-2 95
2 Benzo[a]pyrene 252 C20H12 000050-32-8 93
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 92
4 Benzo[e]pyrene 252 C20H12 000192-97-2 91
5 Perylene 252 C20H12 000198-55-0 90
Abundance Scan 2267 (15.421 min): BF133852.D\data.ms (-2264) (-} | m/z 252.10 100.00%
252.1
5000
125.0 ‘ 15.50
ol 440l 2001, | 3061357.2 426. ., 355 19  30.50%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138566: Benzo[b]fluoranthene
252.0
5000 T
15.50
126.0 m/z 253.10  24.31%
0260 740 | ‘\‘ 2000
\\\‘\\\\‘\\\\’\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
252.0
T
15.50
5000 m/z 125.00 13.04%
126.0
0 74.0 200.0
T e T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #138567: Benzo[Kk]fluoranthene T
252.0 15.50
m/z 126.05 11.02%
5000
126.0
ol 750 | ‘\‘ 2000, |
e o
m/z--> 50 100 150 200 250 300 350 400 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062023\
Data File : BF133852.D

Acqg On : 20 Jun 2023 12:52

Operator : CG\JU

Sample 1 03222-13 2X :
Misc . COMPOSITE-SB-06

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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... 2.128 12.5 ng 356892 1 6.857 570462 20.0
2-Pentanone, 4-... 5.081 2.7 ng 77248 1 6.857 570462 20.0
Benzophenone 10.610 6.4 ng 222222 3 9.892 696550 20.0
Tridecanoic acid 11.922 9.1 ng 273233 4 11.386 598965 20.0
Oxacyclohexadec... 12.663 5.4 ng 161322 4 11.386 598965 20.0
Octadecanoic acid 12.710 4.4 ng 132494 4 11.386 598965 20.0
Benzo[e]pyrene 15.421 5.7 ng 1520106 6 15.551 533331 20.0
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