LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050223\
Data File : BF133194.D

Acqg On : 02 May 2023 17:52
Operator : CG\JU

Sample : 02571-01

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-BF042123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133194.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.934 479 484 490 rVB 64023 86964 1.77% 0.230%
2 5.346 549 554 557 rBV 4760627 4554206 92.92% 12.069%
3 6.369 723 728 731 rBV 4221600 4717222 96.25% 12.501%
4 6.728 785 789 792 rBV 1660763 1244823 25.40% 3.299%
5 7.292 876 885 888 rBV 3298856 3047423 62.18% 8.076%
6 7.334 890 892 895 rVB 125680 95688 1.95% 0©.254%
7 7.539 923 927 930 rVB3 46317 55165 1.13% 0.146%
8 8.010 1003 1007 1010 rBV 1954227 1787654 36.47% 4.737%
9 8.310 1053 1058 1061 rBV6 51172 78310 1.60% 0.208%
10 8.398 1070 1073 1076 rBV2 70720 58731 1.20% 0.156%
11 8.439 1076 1080 1082 rBV2 74206 69820 1.42% 0.185%
12 8.516 1090 1093 1096 rBV2 76657 64964 1.33% 0.172%
13 8.610 1105 1109 1112 rBV 207076 182898 3.73% 0.485%
14 8.710 1123 1126 1132 rVB5 46279 64129 1.31% 0.170%
15 8.834 1141 1147 1150 rBV4 62917 86990 1.77% 0.231%
16 9.039 1180 1182 1186 rvVB2 75430 72623 1.48% 0.192%
17 9.092 1186 1191 1194 rBV 5666272 4901102 100.00% 12.988%
18 9.175 1200 1205 1209 rBV 269855 236114 4.82% 0.626%
19 9.498 1254 1260 1262 rBV3 98158 129593 2.64% 0.343%
20 9.551 1266 1269 1272 rVB4 52416 55433 1.13% 0.147%

21 9.704 1293 1295 1299 rVB 252474 194148 3.96%
22 9.763 1299 1305 1309 rBV 2135925 1862738 38.01%
23 10.204 1377 1380 1383 rVB 227025 173269 3.54%
24 10.428 1411 1418 1423 rBV 95337 126436 2.58%
25 10.480 1423 1427 1430 rVB 1277808 1044446 21.31%

NOO MO
IS
vl
0
3R

26 10.551 1435 1439 1443 rBV 2907920 2854918 58.25%
27 10.675 1457 1460 1465 rBV 206839 246391 5.03%
28 11.127 1534 1537 1539 rBV 147710 128481 2.62%

Ao OON
w
IS
®
R

29 11.157 1539 1542 1545 rVB 78151 78649 1.60% 208%
30 11.245 1553 1557 1560 rBV 2013567 1619837 33.05% 293%
31 11.551 1606 1609 1612 rBV 142878 105233 2.15% ©.279%
32 11.786 1645 1649 1657 rBV 515814 535088 10.92% 1.418%
33 11.957 1675 1678 1681 rBV 100923 78416 1.60% ©.208%
34 12.351 1739 1745 1748 rVB2 98753 134375 2.74%  ©.356%
35 12.457 1760 1763 1765 rBV 88698 82121 1.68% ©0.218%
36 12.486 1766 1768 1777 rVB2 60004 95324 1.94% 0.253%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050223\
Data File : BF133194.D

Acqg On : 02 May 2023 17:52
Operator : CG\JU

Sample : 02571-01

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-BF042123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 12.569 1779 1782 1787 rBV3 96714 115051  2.35% ©.305%

38 12.680 1799 1801 1805 rBV 59095 56859 1.16% ©0.151%
39 12.833 1823 1827 1830 rBV 4143589 3804810 77.63% 10.083%
40 13.074 1865 1868 1872 rBv2 93914 95309 1.94% 0.253%
41 13.416 1924 1926 1929 rBV 78896 61168 1.25% .162%

0

42 13.751 1980 1983 1992 rBV5 145783 373003 7.61% 0.988%
43 13.880 2001 2005 2008 rBV 1216613 1063888 21.71%  2.819%
44 14.063 2033 2036 2039 rBV 86925 81437 1.66% 0.216%
45 14.368 2085 2088 2090 rBV 96472 90388 1.84% 0.240%

46 14.663 2136 2138 2141 rBV 83698 99976 2.04%  0.265%
47 15.304 2243 2247 2251 rVB 868275 944156 19.26%  2.502%

Sum of corrected areas: 37735767
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 02 May 2023 17:52
¢ CG\JU
. 02571-01

17

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050223\
BF133194.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

5000000

4000000

3000000

2000000

1000000

0

TIC: BF133194.D\data.ms

5.346
6.369

7.292

6.728

4.934 3347 539

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

5000000

4000000

3000000

2000000

1000000

TIC: BF133194.D\data.ms
9.092

12.833

10.551

8.010 9.763 11.245

11.786
1y 1

0
Time-->

11.957
i T T :
8.50 9.00 9.50

57 sommagsenn| 1807

‘ ‘ T
13.00

o T T e — —
8.00 10.00 10.50 11.00 11.50 12.00 12.50

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF133194.D\data.ms

13.880 15.304

416 13-751| 14.063 14.368 14.663

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\BF050223\
Data File : BF133194.D

Acqg On : 02 May 2023 17:52
Operator : CG\JU

Sample : 02571-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Tridecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.610 2.05 ng 182898 Naphthalene-d8 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Hexadecane 226 C1l6H34 000544-76-3 87
3 Tetradecane 198 C14H30 000629-59-4 86
4 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 72
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 64
Abundance Scan 1109 (8.610 min): BF133194.D\data.ms (-1105) (-) m/z 57.10 100.00%
57.1
5000
85.0
RARARREEEE SR SR
8.20 8.40 8.60 8.80 9.00
113.2 145.0
0 m‘mJH:H‘H‘_J‘mmM_m_m_MH_Hl‘?f‘;‘lwwm m/z 43.10  80.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59025: Tridecane
57.0
5000 DL B LN L W
8.20 8.40 8.60 8.80 9.00
29.0 85.0 m/z 71.85 51.89%
0 ‘\‘ L ‘\ H\ \‘\ \\‘ 1 11?’0 . 141.0 184.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107217: Hexadecane
57.0
RRAaRREESS ST
8.20 8.40 8.60 8.80 9.00
5000 m/z 41.00 35.96%
85.0
29.0
0 ‘\‘ \‘\ M\ H\ e 11?'0‘14‘1'0 169.0 226.0
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74005: Tetradecane R R
57.0 8.20 8.40 8.60 8.80 9.00
m/z 85.05 29.90%
5000 85.0
29.0
0 “ \‘\ H\ “\ \‘\ \\‘ 11\?’0\\ 14”10 1690 19\80
e e e A e e R e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050223\
Data File : BF133194.D

Acqg On : 02 May 2023 17:52
Operator : CG\JU

Sample : 02571-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Tetradecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.175 2.54 ng 236114  Acenaphthene-di10 9.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 95
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Tridecane, 6-methyl- 198 C14H30 013287-21-3 90
4 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 90
5 Nonadecane 268 C19H40 000629-92-5 90
Abundance Scan 1205 (9.175 min): BF133194.D\data.ms (-1200) (-) m/z 57.05 100.00%
57.0
5000
85.1
R
8.80 9.00 9.20 9.40
113.2 141.2
0 m_uw‘H“u”umuHH‘_u:u_u"_m&??ﬁ‘l??‘lm_m m/z 43.05 81.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74004: Tetradecane
57.0
5000 L L NN BN LN B
85.0 8.80 9.00 9.20 9.40
20.0 m/z 71.05 54.60%
11
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
 EEAEERRASE SRR
8.80 9.00 9.20 9.40
5000 m/z 41.05 39.80%
85.0
29.0
0 \ ‘ Lo M‘ 113.0 141.0 169.0 197.0 226.0
e e e e e e e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74019: Tridecane, 6-methyl- T
57.0 8.80 9.00 9.20 9.40
m/z 85.10 31.42%
5000
85.0
29.0 ‘ 126.0
AT O 0 O SN Y-S U OOV N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050223\
Data File : BF133194.D

Acqg On : 02 May 2023 17:52
Operator : CG\JU

Sample : 02571-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Pentadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.704 2.08 ng 194148  Acenaphthene-di10 9.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 95
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Tetradecane 198 C14H30 000629-59-4 86
4 Heneicosane 296 C21H44 000629-94-7 86
5 Heptadecane 240 C17H36 000629-78-7 86

Abundance Scan 1295 (9.704 min): BF133194.D\data.ms (-1293) (-) m/z 57.05 100.00%
57.

0
5000
85.1

m‘m““m“H“N‘HM“luH”“‘l‘lﬁ.‘zﬂu‘%ﬁﬁ'%%gg'%u“‘2‘:!"2"‘2”” m/z 43.10  76.70%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90189: Pentadecane
57.0

5000 T
85.0 9.50 10.00
m/z 71.10 55.58%

\‘ \L\ H\ \‘\ I 11?.0“ 14%"'0 . 169.0 212'0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107217: Hexadecane
57.0

o

o

T T
9.50 10.00
5000 m/z 85.10 36.58%
85.0
29.0
0 ‘\‘ \‘\ M\ H\ i \\\11§'0‘14;'0 169.0 226.0
R e AR R e S SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74004: Tetradecane T T
57.0 9.50 10.00

m/z 41.05 35.88%

5000 85.0
29.0‘
113.0 198.0
LA 141.0 169.0

ST T P2t B ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050223\
Data File : BF133194.D

Acqg On : 02 May 2023 17:52
Operator : CG\JU

Sample : 02571-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Benzophenone Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.480 11.21 ng 1044450  Acenaphthene-d10 9.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 49
3 1-Propanone, 2-bromo-1-phenyl- 212 C9H9Bro 002114-00-3 47
4 acetic acid, 2-bromo-, 2-oxo0-2-p... 256 C10H9BroO3 1000401-50-0 47
5 N-Methylbenzamide, N-trifluoroac... 231 C10H8F3NO2 1000446-91-5 47
Abundance Scan 1427 (10.480 min): BF133194.D\data.ms (-1423) (- m/z 105.10 100.00%
105.1
77.
0 182.1
5000
51.0 -
10.50
152.1
Ol b A2BOTE 2092 m/z 77.05  60.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56922: Benzophenone
105.0
77.0
5000 1
182.0 10.50
51.0 m/z 182.18  53.54%
ol 270 | 4 1520 )
\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #32010: Acetophenone, 2-chloro-
105.0
——
77.0 10.50
5000 m/z 51.00 23.58%
51.0
0 270\ \‘ gl l 1540
— et
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90575: 1-Propanone, 2-bromo-1-phenyl- — =
105.0 10.50
m/z 181.10 8.62%
77.0
5000
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050223\
Data File : BF133194.D

Acqg On : 02 May 2023 17:52
Operator : CG\JU

Sample : 02571-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Heptacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.675 3.04 ng 246391  Phenanthrene-di10 11.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Eicosane 282 C20H42 000112-95-8 87
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80
4 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 80
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 74

Abundance Scan 1460 (10.675 min): BF133194.D\data.ms (-1457) (- m/z 57.05 100.00%

57.0
5000

T
10.50 11.00

9.1
141.0 184.2
ol Ly 2080 2408 8298 4/, 43.05  77.11%
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 — —
10.50 11.00

m/z 71.10  59.95%

| ‘ | F |, 141.0183.0 225.0 267.0 323.0 380.(
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0

T
10.50 11.00

o

5000 m/z 85.10 42.16%
9.0
T
m/z--> 50 100 150 200 250 300 350
Abundance #228591: Tetradecane, 1-iodo- T T
57.0 10.50 11.00

m/z 41.05 33.80%

B W
9.0 155.0 197.0

0 NL“‘h‘“ ‘J‘M“H““‘ e e e
m/z--> 50 100 150 200 250 300 350 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050223\
Data File : BF133194.D

Acqg On : 02 May 2023 17:52
Operator : CG\JU

Sample : 02571-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 3
R.T. EstConc Area Relative to ISTD R.T.
11.786 6.61 ng 535088 Phenanthrene-d10 11.245
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 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72
Abundance Scan 1649 (11.786 min): BF133194.D\data.ms (-1645) (- m/z 73.00 100.00%
43.0 73.0
5000 129.1
213.2 P —
Hl 10 157.1185.2 ‘ 256.3 11.50 12.00
om,w‘i‘u‘”‘J\‘M”lwui“‘m‘w‘l_mmH‘_‘Hm_wmwu“” m/z 43.05 93.18%
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
11.50 12.00
157.01g5 02130 256.0 m/z 59.95 87.44%
O,
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #92069: Tridecanoic acid
73.0
—— —
43.0 11.50 12.00
5000 129.0 m/z 57.10 80.21%
171.0
\
I ALl h y bl W]
AR
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid —— —
43.0 ,73.0 11.50 12.00
m/z 41.05 72.49%
5000 129.0
199.0
R s
0%?9h““ﬂ”MmWMMMWMMHMHJMﬂwkuw‘uwuwu‘wu — ——
m/z--> 20 40 60 80 100120140160 180200220240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050223\
Data File : BF133194.D

Acqg On : 02 May 2023 17:52
Operator : CG\JU

Sample : 02571-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.569 2.16 ng 115051  Chrysene-di12 13.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Undecanoic acid 186 C11H2202 000112-37-8 64
Abundance Scan 1782 (12.569 min): BF133194.D\data.ms (-1779) (- m/z 73.05 100.00%
73.0
o M\/JLM
T T
12.50
0! m/z 43.05 95.21%
miz-> 50 100 150 200 250 300
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 iz%d
83.0 :
1850 5410 2000 m/z 55.00 93.71%
ok ““ M " \\1 w“‘ ‘ I ’L “\‘ “ . \‘ “\ ‘\‘ . -
miz--> 50 100 150 200 250 300
Abundance #126202: Pentadecanoic acid
43.0
T \
12.50
5000 m/z 60.00 83.78%
83.0 129.0 2420
‘ ‘ ' ‘ 199.0
ol 1 ,“\H u}\‘u‘\H‘“h\‘\ R X
miz--> 50 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid P
60.0 12.50
m/z 57.05 83.41%
5000 129.0
7.0 1710 2130 256.0
oLb— “\‘ \\M“H“‘H ﬂh“‘\ ;‘u‘\‘n} ‘\ | “‘ “ “‘ \‘ ““\‘ , “\‘ b ——
m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050223\
Data File : BF133194.D

Acqg On : 02 May 2023 17:52
Operator : CG\JU

Sample : 02571-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 8 1-Tetracosene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.751 7.01 ng 373003 Chrysene-d12 13.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetracosene 336 C24H48 010192-32-2 96
2 3-Eicosene, (E)- 280 C20H40 074685-33-9 92
3 9-Tricosene, (Z)- 322 C23H46 027519-02-4 92
4 5-Eicosene, (E)- 280 C20H40 074685-30-6 87
5 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 87

Abundance Scan 1983 (13.751 min): BF133194.D\data.ms (-1980) (- m/z 57.10 100.00%

57.1
5000 97.1

—
13.50 14.00
oL ALL ””w“w‘“ %‘5‘71 1190 1‘2“3‘1‘1‘ 280. ‘1‘ ????‘ : m/z 43.10  80.24%

m/z--> 50 100 150 200 250 300 350
Abundance #244231:; 1-Tetracosene
43.0 83.0

5000 — ——
13.50 14.00
25.0 m/z 55.05 55.77%
0= “\ ‘ “ \”“‘ e \‘H‘ “ ‘“\ :‘!_\68\ 9 \2‘1\0 \0\ LI L ?3\6\(‘) T
m/z--> 50 100 150 200 250 300 350
Abundance #173731: 3-Eicosene, (E)-
57.0
— —
97.0 13.50 14.00
5000 ITI/Z 71.10 49,50%
ol Lt 1 111390 1820 2040 2000
m/z--> 50 100 150 200 250 300 350
Abundance #227237: 9-Tricosene, (2)- — —
55.0 13.50 14.00

97.0
m/z 83.10 47.68%

w W\N\/\«J\Mm
322.0

.0
oLt L L E02 wmp0zm0zeg T

T —
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050223\
Data File : BF133194.D

Acqg On : 02 May 2023 17:52

Operator : CG\JU

Sample : 02571-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method

Quant Title

TIC Library

Library Search Compound Report

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M

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 Tetracosane

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14663 2.12ng 99976 Perylene-diz 15.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosame 338 coatse 000646-31-1 86

2 Sulfurous acid, butyl tetradecyl..

3 Tetratetracontane

4 Sulfurous acid, butyl tridecyl e...
5 Sulfurous acid, dodecyl 2-propyl...

. 334 C18H3803S

619 C44H90
320 C17H3603S
292 C15H3203S

1010309-18-1 83
007098-22-8 83

1000309-18-0 83
1000309-12-3 80

Abundance Scan 2138 (14.663 min): BF133194.D\data.ms (-2136) (- m/z 57.10 100.00%
57.1
5000
1450  15.00
2532 3584 : :
o_MMH‘Lﬁmwwauw‘wu_HwHH‘HHw‘_m_wm m/z 71.10  70.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #246483: Tetracosane
57.0
5000 — e
14.50 15.00
m/z 43.10 67.16%
27.0
O‘\\l‘\‘\‘\JV\J\P\J\1\4“\%%T\9\\‘\\\\‘\3\3\?‘9\\\‘\\\\‘\\\\‘\H\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241461: Sulfurous acid, butyl tetradecyl ester
57.0
—r —
14.50 15.00
5000 ITI/Z 85.10 43.07%
J‘ 2701970
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane — 7
57.0 14.50 15.00
m/z 55.00 28.81%
5000
o \HH 27.0197.0267.0337.0407.0 491.0562.0
P S T T T T —r —r
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14.50 15.00

8270-BF042123

.M Wed May @3 10:56:22 2023

Page:

12



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050223\
Data File : BF133194.D

Acqg On : 02 May 2023 17:52
Operator : CG\JU

Sample : 02571-01

Misc

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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|
Tridecane 8.610 2.0 ng 182898 2 8.016 1787650 20.0
Tetradecane 9.175 2.5 ng 236114 3 9.763 1862740 20.0
Pentadecane 9.704 2.1 ng 194148 3 9.763 1862740 20.0
Benzophenone 10.480 11.2 ng 1044450 3 9.763 1862740 20.0
Heptacosane 10.675 3.0 ng 246391 4 11.245 1619840 20.0
n-Hexadecanoic ... 11.786 6.6 ng 535088 4 11.245 1619840 20.0
Octadecanoic acid 12.569 2.2 ng 115051 5 13.880 1063890 20.0
1-Tetracosene 13.751 7.0 ng 373003 5 13.880 1063890 20.0
Tetracosane 14.663 2.1 ng 99976 6 15.304 944156 20.0
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