LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030323\
Data File : BF132632.D

Acqg On : @3 Mar 2023 17:01
Operator : CG\JU

Sample : 01767-15

Misc :

ALS Vvial : 11  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-BF022223.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF132632.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 5.228 444 449 457 rVB 1098258 1316270 38.08% 4.624%
2 5.622 512 516 526 rVB 3140186 2963709 85.74% 10.410%
3 6.622 682 686 689 rBV 3220852 2905347 84.06% 10.205%
4 6.998 746 750 754 rBV 1268786 1008544 29.18%  3.543%
5 7.563 842 846 849 rBV 2175128 1867569 54.03% 6.560%
6 8.286 965 969 972 rBV 1340962 1142350 33.05% 4.013%
7 9.357 1147 1151 1155 rBV 3722702 3193179 92.38% 11.216%
8 9.428 1160 1163 1167 rBV 47479 42023 1.22% ©.148%
9 10.045 1265 1268 1271 rVB 1367604 1054680 30.51% 3.705%
10 10.757 1386 1389 1392 rVB 103112 80850 2.34%  0.284%

11 10.839 1399 1403 1406 rBV 2172217 1868005 54.04%
12 10.951 1417 1422 1430 rVB6 21468 39818 1.15%
13 11.539 1519 1522 1525 rBV 1168766 1062494 30.74%
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14 11.563 1525 1526 1530 rVB 221660 171037  4.95% 601%
15 11.616 1530 1535 1537 rBV 63727 61048 1.77% 214%
16 12.057 1605 1610 1618 rBV3 171068 288186 8.34% 1.012%
17 12.163 1624 1628 1630 rBV 72181 79365 2.30% ©.279%
18 12.598 1699 1702 1704 rBV 37262 43149 1.25% 0.152%
19 12.763 1727 1730 1734 rBV 625923 527673 15.27% 1.853%
20 12.857 1742 1746 1750 rBV5 33463 47757 1.38% 0.168%
21 12.998 1763 1770 1775 rBV 541701 621394 17.98% 2.183%
22 13.133 1789 1793 1796 rBV 3941561 3456483 100.00% 12.141%
23 13.210 1802 1806 1810 rBv4 40069 74730  2.16% 0.262%
24 13.321 1823 1825 1828 rVB 71711 60574 1.75% ©.213%
25 13.392 1834 1837 1839 rVB 59390 44160 1.28%  0.155%
26 13.427 1841 1843 1846 rVvB2 52283 50297 1.46% 177%
27 13.833 1910 1912 1917 rBV 39525 45796  1.32% 161%

28 14.027 1942 1945 1956 rVB4 181089 377886 10.93%
29 14.204 1970 1975 1978 rBV2 1500147 1598972 46.26%
30 14.227 1978 1979 1985 rVB 295771 202342 5.85%
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31 15.292 2156 2160 2163 rBV 267505 397774 11.51%
32 15.621 2213 2216 2222 rVB 159928 207149 5.99%
33 15.686 2224 2227 2234 rBV = 231312 369924 10.70%
34 15.757 2235 2239 2243 rBV 896544 1198583 34.68%
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Sum of corrected areas: 28469117
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

: 03 Mar 2023 17:01
: CG\JU
. 01767-15

11

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030323\
BF132632.D

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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\BF030323\
Data File : BF132632.D

Acq On : @3 Mar 2023 17:01
Operator : CG\JU

Sample : 01767-15

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.228 26.10 ng 1316270  1,4-Dichlorobenzene-d4 6.998

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 Guanidine 59 CH5N3 000113-00-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 449 (5.228 min): BF132632.D\data.ms (-444) (-) m/z 43.00 100.00%

43.0
59.0
5000
101.0 \\\\‘\\\\’\\\\‘\\\\‘\\\
| 650 ‘ 5.005.205.40 5.60
0 el e m/z 59.08  64.65%
miz--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L B I L I L B
5.00 5.20 5.40 5.60
101.0 m/z 101.00 24.09%
270 ‘ 83.0 |
O\\\\‘\‘\“\\“‘\\\W‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
e RARREEESE
5.00 5.20 5.40 5.60
5000 59.0 m/z 58.00 16.75%
101.0
0+ ‘1‘?‘.0‘“1“ “‘w R ‘8‘3"0“ e
m/z--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0 5.00 5.20 5.40 5.60
m/z 41.05 8.37%
5000 41.0
ot L 0
m/z--> 20 40 60 80 100 120 140 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030323\
Data File : BF132632.D

Acq On : @3 Mar 2023 17:01
Operator : CG\JU

Sample : 01767-15

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.057 5.42 ng 288186  Phenanthrene-di0 11.539
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 (C14H2802 000544-63-8 93
3 Octadecanoic acid 284 (C18H3602 000057-11-4 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 83
5 Pentadecanoic acid 242 C15H3002 001002-84-2 74
Abundance Scan 1610 (12.057 min): BF132632.D\data.ms (-1605) (- m/z 72.95 100.00%
73.0
41.0
5000
129.0
213.1 g ‘
: 256.1 12.00
ob— \;“d‘n“mh‘ ‘\M\ ‘\\“H\ \M\‘m‘\ n‘\ ‘wj‘ m\i 1“‘ - ‘\‘ ‘2‘9‘0“0‘ m/z 60.00 77.13%
miz--> 50 100 150 200 250 300
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 —r
129.0 12.00
53.0 213.0 m/z 43.05 72.74%
‘ 171 0 ‘
ol ‘\\ uhh‘\ H‘H“‘\H‘\ ‘\\ N ‘L “‘u\‘ ‘\‘h‘ . “‘ IR
miz—-> 50 100 150 200 250 300
Abundance #109281: Tetradecanoic acid
73.0
T \
12.00
5000 4110 m/z 57.10 66.44%
129.0
185.0 228.0
0 . ““ “‘\\‘M‘H H“ HH‘ uh“ ‘M‘\‘H‘\ 4 ‘\‘ \u‘ “\‘ \‘ — ‘\‘ T
miz--> 50 100 150 200 250 300
Abundance #179089: Octadecanoic acid — ‘
73.0 12.00
m/z 55.00 58.05%
41.0
5000 129.0
oL ‘\“ \‘M‘ HHL H‘H““\‘\ i - ‘ S . ‘L‘ . ““ — ——
m/z--> 50 100 150 200 250 300 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030323\
Data File : BF132632.D

Acq On : @3 Mar 2023 17:01
Operator : CG\JU

Sample : 01767-15

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 Pentadecafluorooctanoic aci... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

14.027 473ng 377886  Chrysene-di2 14.204

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94

2 2- Chloropropionic acid, hexadec... 332 C19H37C102 086711-81-1 93
3 9-Tricosene, (Z)- 322 C23H46 027519-02-4 92
4 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91
5 Cyclopentadecane 210 C15H3e 000295-48-7 87
Abundance Scan 1945 (14.027 min): BF132632.D\data.ms (-1942) (- m/z 57.05 100.00%
57.0
T 7 \
f‘r"l 23?-0 a10.0 14.00
0\u\‘mJw‘ﬁ‘c‘r"ﬂ“‘“m‘H“H‘\u‘\u\“mfc‘\u\‘\u\‘\m‘\m‘\m‘uu‘\ m/z 43.05 77 .00%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 —— :
14.00
m/z 55.00 65.13%
5.0 252.0
ob l L 200 369.0 648.
\H‘HH‘\HT‘\H\‘HH‘\H\‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance  #239256: 2- Chloropropionic acid, hexadecyl ester
43.0
T 7 \
14.00
5000 m/z 71.10 64.06%
1.0
196.0
269.0
ou“_"MHJHM“‘HVH_HwHH_H‘_HWH_WWWW
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #227237: 9-Tricosene, (Z)- —
55.0 14.00
m/z 83.10 59.25%
5000
5.0
322.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030323\
Data File : BF132632.D

Acq On : @3 Mar 2023 17:01
Operator : CG\JU

Sample : 01767-15

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 Benzo[e]pyrene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.621 3.46 ng 207149  Perylene-di12 15.757
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Perylene 252 C20H12 000198-55-0 97
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 93
4 Benzo[a]pyrene 252 C20H12 000050-32-8 93
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 89
Abundance Scan 2216 (15.621 min): BF132632.D\data.ms (-2213) (- m/z 252.10 100.00%
252.1
o M
= —
1251 15.50 16.00
oL 870yl 1979, | 304135113993 ./ 256 65 29.25%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138554: Benzo[e]pyrene
252.0
5000 = S
15.50 16.00
m/z 253.10  23.047%
125.0
O 74'0 “ ‘H 200'0\1 i
\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #138551: Perylene
252.0
—T— —
15.50 16.00
5000 m/z 125.05 12.33%
125.0
ol7.0 740 \H 200.0, |
I L e e B
m/z--> 50 100 150 200 250 300 350 400
Abundance #138568: Benzo[b]fluoranthene 7 —
252.0 15.50 16.00
m/z 126.00 12.16%
5000
126.0
oL 740 | 2000 |
A e B e L e W e —
m/z--> 50 100 150 200 250 300 350 400 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030323\
Data File : BF132632.D

Acqg On : @3 Mar 2023 17:01
Operator : CG\JU

Sample : 01767-15

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 5.228 26.1 ng 1316270 1 6.998 1008540 20.0
n-Hexadecanoic ... 12.057 5.4 ng 288186 4 11.539 1062490 20.0
Pentadecafluoro... 14.027 4.7 ng 377886 5 14.204 1598970 20.0
Benzo[e]pyrene 15.621 3.5 ng 207149 6 15.757 1198580 20.0
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