LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@050323\
Data File : BF133209.D

Acqg On : 03 May 2023 16:11
Operator : CG\JU

Sample : 02583-04

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

Signal : TIC: BF133209.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.928 478 483 491 rVB 36733 50377 1.07% 0.164%
2 5.340 549 553 557 rBV 3945266 4050700 85.83% 13.211%
3 6.369 723 728 731 rBV 4118848 4187112 88.72% 13.656%
4 6.728 785 789 792 rBV 1493911 1136826 24.09% 3.708%
5 7.293 880 885 888 rBV 3144412 2730504 57.85% 8.905%

8.010 1004 1007 1011 rBV 1933011 1565226 33.16%
9.092 1186 1191 1194 rBV 5117455 4719642 100.00% 15.
9.763 1301 1305 1308 rBV 2197522 1703337 36.09%
10.475 1422 1426 1429 rBV 461042 361880 7.67%
10 10.551 1435 1439 1450 rBV 1079710 1001254 21.21%
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11 11.245 1553 1557 1560 rBV 1943141 1571215 33.
12 11.780 1639 1648 1659 rBV2 165603 355036 7
13 12.045 1687 1693 1703 rVB2 66321 96229 2.04%
14 12.427 1755 1758 1765 rVB3 39258 52962 1
15 12.563 1775 1781 1794 rBV2 117926 273785 5
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16 12.833 1823 1827 1830 rBV 4028185 3489134 73.93% 11.
17 13.745 1979 1982 1984 rBV 60729 50879  1.08%
18 13.798 1984 1991 2001 rVV6 70028 276723 5.86%
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19 13.880 2001 2005 2012 rVB 1187556 1040435 22.04% 393%
20 14.063 2032 2036 2039 rBV 60200 65447 1.39% 213%
21 14.363 2084 2087 2091 rBV 66713 60385 1.28% ©.197%
22 14.469 2098 2105 2111 rBV9 60792 212067 4.49% 0.692%
23 14.663 2135 2138 2143 rVB 72226 77074 1.63% 0.251%
24 14.986 2190 2193 2197 rVB 74206 72190 1.53% ©0.235%
25 15.298 2242 2246 2251 rBV 938810 1096774 23.24% 3.577%
26 15.345 2252 2254 2258 rVB 61350 63307 1.34% 0©.206%
27 15.757 2320 2324 2328 rBV2 48807 73112 1.55% ©.238%

28 18.104 2719 2723 2736 rVB7 67538 227794  4.83% ©0.743%

Sum of corrected areas: 30661406

8270-BF042123.M Thu May 04 13:25:24 2023 Pag 1



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@050323\
Data File : BF133209.D

Acqg On : 03 May 2023 16:11
Operator : CG\JU

Sample : 02583-04

Misc

ALS vial : 11 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

Abundance TIC: BF133209.D\data.ms
5000000

6.369
4000000 5.340

7.293
3000000

2000000
6.728

1000000

4.928

0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ 1
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Abundance TIC: BF133209.D\data.ms
5000000 9.092

12.833
4000000

3000000

9.763
2000000 8.010 11.245

10.551
1000000

\ 10.475

11.780 63

—T
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Abundance TIC: BF133209.D\data.ms
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4000000

3000000

2000000

13.880 15.298
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15.757 18.104

13379814.063 14363691.663 14.986 15345
0 T ‘ T T T T ‘ T T \A\ ‘ 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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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050323\
Data File : BF133209.D

Acqg On : 03 May 2023 16:11
Operator : CG\JU

Sample : 02583-04

Misc

ALS vial : 11 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
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Peak Number 1 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.475 4.25 ng 361880  Acenaphthene-d10 9.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzeneacetic acid, .alpha.-oxo-... 178 C10H1003 001603-79-8 47
3 1-Propanone, 2-bromo-1-phenyl- 212 C9H9Bro 002114-00-3 47
4 1-Propanone, 3-chloro-1-phenyl- 168 C9HSC1O0 000936-59-4 47
5 N-Methoxy-N-methylbenzamide 165 CSH11NO2 006919-61-5 47
Abundance Scan 1426 (10.475 min): BF133209.D\data.ms (-1422) (- m/z 105.05 100.00%
105.1
77.1
182.1
5000
51.0 AL
10.50
152.1
Ol bt 328 O m/z 77.10 61.96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000 T
10.50
51.0 m/z 182.10  52.96%
27.0 bl a0 1520 |
0’\\\\“\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52336: Benzeneacetic acid, .alpha.-oxo-, ethyl ester

105.0
P
10.50
5000 77.0 m/z 50.95  25.34%
51.0
29.0
0 ‘\ A1 wyll L 1260 1590 1780
e I B e A RREAE
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90575: 1-Propanone, 2-bromo-1-phenyl- =
105.0 10.50
m/z 50.00 8.93%
77.0
5000
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050323\
Data File : BF133209.D

Acqg On : 03 May 2023 16:11
Operator : CG\JU

Sample : 02583-04

Misc

ALS vial : 11 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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.781 4.52 ng 355036  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 92
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 1648 (11.780 min): BF133209.D\data.ms (-1639) (- m/z 73.00 100.00%
43.0 73.0
5000 129.1
213.2 e ke
157.1185.2 256.3 11.50 12.00
0“wu‘wh‘ m/z 43.05 99.54%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 R T
11.50 12.00
167.01g5 02130  256.0 m/z 60.00 90.70%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
ey —
43.0 11.50 12.00
5000 129.0 m/Z 41.05 79.23%
171.0
‘ 214.0
0?
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #109279:Tenadecan0k:add — —
73.0 11.50 12.00
43.0 m/z 55.00 78.49%
5000 129.0
185.0
|
o??RWﬂMNwwﬁNM%LWMmuwuu_ﬂ‘_uwu‘wwu_u‘_ T —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050323\
Data File : BF133209.D

Acqg On : 03 May 2023 16:11
Operator : CG\JU

Sample : 02583-04

Misc

ALS vial : 11 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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.563 3.49 ng 273785  Phenanthrene-di10 11.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 90
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
4 Pentadecanoic acid 242 C15H3002 001002-84-2 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 1781 (12.563 min): BF133209.D\data.ms (-1775) (-} | m/z 43.10 100.00%
R \
1852 241.3 pg41 12.50
ol m/z 66.08  76.56%
miz--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid
5000 —— :
129.0 12.50
9.0 1850 541 o 284.0 m/z 73.00 74.67%
O\‘\‘ \HM“\““\‘““““\“““““““““
miz--> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e
43.0
R \
12.50
m/z 55.05 72.04%
5000 284.0 /
3.0 1290
1850 2410
fo) \‘\\H uhH M\u \‘\‘ ‘\“‘\‘ ‘\‘\‘ “““““““3:7‘2"
m/z--> 50 100 150 200 250 300 350
Abundance #143509: n-Hexadecanoic acid T ‘
43.0 12.50
m/z 57.05 71.47%
5000 256.0
129.0
30 213.0
‘ h ‘ 171.0
O‘H‘\ “‘“‘H‘““H‘\“‘\\‘\‘\H\\‘\\“\\\\‘\\\\‘\\\ P
m/z--> 5 100 150 200 250 300 350 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050323\
Data File : BF133209.D

Acqg On : 03 May 2023 16:11
Operator : CG\JU

Sample : 02583-04

Misc

ALS vial : 11 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 Behenic alcohol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.798 5.32 ng 276723  Chrysene-di12 13.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 91
2 1-Heptacosanol 396 C27H560 002004-39-9 91
3 1-Heneicosanol 312 C21H440 015594-90-8 90
4 n-Nonadecanol-1 284 C19H400 001454-84-8 87
5 17-Pentatriacontene 491 C35H70 006971-40-0 86
Abundance Scan 1991 (13.798 min): BF133209.D\data.ms (-1984) (- m/z 55.05 100.00%
55.0
07.1
5000
20.2 —— ——
“‘ | 3T | 2132 267.1 13.50 14.00 ;
0 A \NWH\WWWWH”‘WWN\W‘\H\H,\\\\,\\ — m/z 57.10 91.60%
miz--> 50 100 150 200 250 300 350
Abundance #232316: Behenic alcoho
83.0
43.(
5000 —r ——
13.50 14.00
25.0 m/z 83.18 87.19%
0 \h \‘\ J ‘\ ‘ \“ ‘\ \‘\ ]F6\7 0 210.0 280.0
\\1\‘\\!\ \\ \\\‘\\\\‘\\\\’\\\\’\\\\
miz--> 50 100 150 200 250 300 350
Abundance #299848: 1-Heptacosanol
57.0 97.0
—— —
13.50 14.00
5000 m/z 43.10 86.30%
““““‘ “““““‘“““‘,““,““
m/z--> 50 100 150 200 250 300 350
Abundance #215083: 1-Heneicosanol T —
55.0 13.50 14.00
97.0 .
m/z 69.10 75.99%
- MWM
5o UL 00000200 Mt T
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

. 03

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50323\
BF133209.D

May 2023 16:11

¢ CG\JU
: 02583-04

11

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 5 Nonadecane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.469 4.08 ng 212067  Chrysene-di2 13.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 55
2 18-Pentatriacontanone 507 C35H700 000504-53-0 47
3 7H-Dibenzo[b,g]carbazole, 7a,8-d... 283 C21H17N 056114-47-7 43
4 Nonane, 1-iodo- 254 C9H191 004282-42-2 38
5 Eicosane 282 C20H42 000112-95-8 30

Abundance Scan 2105 (14.469 min): BF133209.D\data.ms (-2098) (- m/z 57.10 100.00%

267.3
5000
——
14.50
ol b, m/z 43.85 91.25%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #158599: Nonadecane
57.0
5000 L
14.50
268.0 m/z 71.10 80.74%
L e
O\\\‘\[‘\ 1‘\1‘\‘\1\r‘\‘\\l\“%\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

m/z--> 0 50 100 150 200 250 300 350 400 450 500

%

Abundance #339052: 18-Pentatriacontanone
71.0
267.0 14.50 .
5000 ITI/Z 267.30 75.17%
A ..W 0 1350 || w90 ssoses:
m/z--> 0 50 100 150 200 250 300 350 400 450 500
—

Abundance #177620: 7H-Dibenzo[b,g]carbazole, 7a,8-dihydro-7a-me
2

83.0 14.50
m/z 85.10 51.83%
5000
133.0
0 ““"‘ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.50

8270-BF042123.M Thu May 04 13:25:30 2023 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050323\
Data File : BF133209.D

Acqg On : 03 May 2023 16:11
Operator : CG\JU

Sample : 02583-04

Misc

ALS vial : 11 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 unknownl8.104 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.104 4.15 ng 227794  Perylene-di2 15.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonacosan-14-one 422 C29H580 034394-11-1 38
2 Stearic acid hydrazide 298 C18H38N20 004130-54-5 38
3 18-Pentatriacontanone 507 C35H700 000504-53-0 38
4 Sulfurous acid, heptadecyl 2-pen... 390 C22H4603S 1000309-16-7 35
5 Hexadecanoic acid, 4-nitrophenyl... 377 C22H35NO4 001492-30-4 22
Abundance Scan 2723 (18.104 min): BF133209.D\data.ms (-2719) (- m/z 57.10 100.00%
57.1
267.3
5000
— —
| 31 2012 341.1 18.00 18.50
O+ WM m/z 43.10 99.97%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #314323: Nonacosan-14-one
71.0
239.0
5000 — —
18.00 18.50
m/z 71.10 92.58%
O ‘\ f ‘ 0“ !” \m\ e “\1[\ \3\ 0\\\‘\\ 1 ‘JL\‘\Z\Q\S\O\ T \3‘6\6\ \0\4\2\2\ 9‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #197172: Stearic acid hydrazide
32.0
— —
18.00 18.50
5000 m/z 55.10 72.48%
1 H 267.0
olpadlii 1380 2080 1
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #339052: 18-Pentatriacontanone — —
71.0 18.00 18.50
m/z 267.30 70.69%
267.0
5000
0 1 ”Hﬁ.\ 1940 | ||| 3490  449.0506.
e e B e — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.00 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@050323\
Data File : BF133209.D

Acqg On : 03 May 2023 16:11
Operator : CG\JU

Sample : 02583-04

Misc

ALS Vvial : 11 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|
Benzophenone 10.475 4.3 ng 361880 3 9.763 1703340 20.0
n-Hexadecanoic ... 11.781 4.5 ng 355036 4 11.245 1571220 20.0
Octadecanoic acid 12.563 3.5 ng 273785 4 11.245 1571220 20.0
Behenic alcohol 13.798 5.3 ng 276723 5 13.880 1040440 20.0
Nonadecane 14.469 4.1 ng 212067 5 13.880 1040440 20.0
unknown18.104 18.104 4.2 ng 227794 6 15.298 1096770 20.0
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