LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30722\
Data File : BF127237.D

Acqg On : 07 Mar 2022 23:22
Operator : CG\JU

Sample : N1806-05

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

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

Signal : TIC: BF127237.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.110 476 480 487 rVB 45567 57910 2.09% 0.297%
2 5.504 542 547 550 rBV 2433903 2175840 78.45% 11.163%
3 6.510 713 718 721 rBV 2404945 2232791 80.51% 11.455%
4 6.875 777 780 784 rBV 790882 617755 22.27%  3.169%
5 7.440 871 876 879 rBV 1578074 1562584 56.34% 8.017%
6 8.157 994 998 1002 rBV 940105 836597 30.17% 4.292%
7 9.234 1176 1181 1185 rBV 2927581 2773388 100.00% 14.229%
8 9.922 1293 1298 1301 rBV 1024314 948362 34.20% 4.866%
9 10.069 1319 1323 1326 rBV 39385 33786 1.22% 0.173%
10 10.710 1428 1432 1436 rBV 1983658 1905372 68.70% 9.776%
11 11.41@0 1547 1551 1554 rBV 1122486 981636 35.39% 5.036%
12 11.433 1554 1555 1558 rVvVv 188486 111335 4.01% 0.571%
13 11.486 1558 1564 1566 rVB2 26544 33135 1.19% 0.170%
14 11.939 1638 1641 1644 rVB2 39126 42491 1.53% 0.218%
15 12.027 1652 1656 1658 rBv2 37888 41409  1.49% 0.212%

16 12.627 1754 1758 1762 rVB 292451 246229 8.88%
17 12.857 1794 1797 1800 rVB 222366 181056 6.53% ©.929%
18 12.998 1811 1821 1824 rBV 2975777 2553840 92.08% 13.103%

=
N
(o))
w
IS

19 13.692 1932 1939 1944 rBV 20511 36100 1.30% 0.185%
20 13.845 1961 1965 1968 rBV4 26633 50260 1.81% ©.258%
21 13.880 1968 1971 1974 rVV3 37068 52303 1.89% 0.268%
22 13.921 1974 1978 1980 rVV 95016 102377 3.69% 0.525%
23 13.974 1980 1987 1992 rVVe 55242 174501 6.29% 0.895%
24 14.057 1996 2001 2004 rVVW 690486 708486 25.55% 3.635%
25 14.080 2004 2005 2013 rvV 93088 83424 3.01% 0.428%
26 14.151 2013 2017 2021 rVB3 21721 35360 1.27% 0.181%
27 15.104 2176 2179 2182 rBV 71425 93312 3.36% 0.479%
28 15.163 2186 2189 2195 rVB2 27113 36141 1.30% ©.185%
29 15.415 2229 2232 2239 rVB 42555 61530 2.22% 0.316%
30 15.480 2239 2243 2249 rBV 59429 77682 2.80% 0.399%
31 15.545 2249 2254 2266 rVV 398187 545447 19.67% 2.798%
32 17.051 2505 2510 2517 rVB3 27091 53571 1.93% 0.275%
33 17.515 2583 2589 2595 rBV3 21927 45068 1.63% 0.231%
Sum of corrected areas: 19491078
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LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030722\
BF127237.D

: @7 Mar 2022 23:22
¢ CG\JU
: N1806-05

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30722\
Data File : BF127237.D

Acqg On : @7 Mar 2022 23:22
Operator : CG\JU

Sample : N1806-05

Misc

ALS vial : 13  Sample Multiplier: 1

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

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

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

Peak Number 1 Diethylene glycol dibenzoate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.922 2.89 ng 102377  Chrysene-di12 14.057
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 3,6,9,12-Tetraoxatetradecane-1,1... 446 C24H3008 1000366-97-0 59
4 Benzoic acid, 2-(4-nitrophenoxy)... 287 C15H13NO5 1000368-92-7 56
5 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403 1000156-71-2 50

Abundance Scan 1978 (13.921 min): BF127237.D\data.ms (-1974) (-, m/z 105.00 100.00%

105.0
149.1
5000
>0 207.1 2490 1 oo
! 178,1207. 0281 o
Olrrprrerpbeprirbeerer ek IS L 2490281 )7 149,05  80.61%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #216951: Diethylene glycol dibenzoate
1050 1490
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14 OO
m/z 77.05 9.76%
51.0
olso | | 179.0
\H‘HH‘HH’HH‘HH‘ \H‘HH‘\H\‘HH’HH‘HH‘H\\‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #267814: 2,2'-(Ethane-1,2-diylbis(oxy))bis(ethane-2,1-diy
105.0
149.0 14 OO
5000 ITI z 51.00 .94%
Jlso ST0 L | 1790 2360
P e e T e B e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #324290: 3,6,9,12-Tetraoxatetradecane-1,14-diyl dibenzc
105.0 149.0 14.00
m/z 150.00 .39%
5000
28.0 70JP 179.0209.0  267.0
BRCLo MR O I VRN I -2 M. 2V
m/z--> 20 40 60 80 100120140160180200220240260280 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30722\
Data File : BF127237.D

Acqg On : @7 Mar 2022 23:22
Operator : CG\JU

Sample : N1806-05

Misc

ALS vial : 13  Sample Multiplier: 1

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

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

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

Peak Number 2 Trifluoroacetic acid, penta... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.974 4.93 ng 174501  Chrysene-di12 14.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 92
2 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91
3 1-Heneicosanol 312 C21H440 015594-90-8 90
4 Behenic alcohol 326 C22H460 000661-19-8 90
5 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 83

Abundance Scan 1987 (13.974 min): BF127237.D\data.ms (-1980) (- m/z 43.10 100.00%
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ob—l i u“”‘,“‘“”w“‘“‘!‘ A ‘LM STEV I :2%1}1‘ 1~  m/z 83.85 88.75%
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Abundance #228955: Trifluoroacetic acid, pentadecyl ester
57.0
5000 11.0 L
14.00
m/z 57.10 82.62%
O \\\\“‘\‘ ’ “ ‘“ “\1\8\‘2\0’ \\2\5‘1‘5\\0\3\0‘6\\0\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester
57.0
——
14.00
5000 ITI/Z 69.10 78.94%
\ gt
o LA, Tarpozss0  aos
miz--> 50 100 150 200 250 300 350 400
Abundance #215083: 1-Heneicosanol T
55.0 14.00
m/z 97.10 68.19%
- I VWAAMWWWAJﬂ%\%v%mWWWV
o,‘OZPOZ%O —
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@30722\
Data File : BF127237.D

Acqg On : @7 Mar 2022 23:22
Operator : CG\JU

Sample : N1806-05

Misc

ALS vial : 13  Sample Multiplier: 1

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

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

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

Peak Number 3 Benzo[e]pyrene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.416 2.26 ng 61530 Perylene-di2 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[a]pyrene 252 C20H12 000050-32-8 96
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 96
3 Benzo[e]pyrene 252 C20H12 000192-97-2 93
4 Perylene 252 C20H12 000198-55-0 93
5 Benzo[b]fluoranthene 252 C20H12 000205-99-2 93

Abundance Scan 2232 (15.415 min): BF127237.D\data.ms (-2229) (-1 m/z 252.10 100.00%
250.1
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15.50
.0 83.1 ‘ 176.9 :
510831 || 17692160 J 3271 ) 5ch65  31.64%
m/z--> 50 100 150 200 250 300
Abundance #138560: Benzo[a]pyrene
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Abundance #138563: BenzolKk]fluoranthene
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e
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e e
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30722\
Data File : BF127237.D

Acqg On : @7 Mar 2022 23:22
Operator : CG\JU

Sample : N1806-05

Misc

ALS Vvial : 13  Sample Multiplier: 1

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

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Diethylene glyc... 13.922 2.9 ng 102377 5 14.057 708486 20.0
Trifluoroacetic... 13.974 4.9 ng 174501 5 14.057 708486 20.0
Benzo[e]pyrene 15.416 2.3 ng 61530 6 15.545 545447 20.0
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