LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41191.D

Acqg On : 31 Jul 2023 16:11
Operator : MA/JU

Sample : 03742-02

Misc :

ALS Vvial : 12 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 M\Methods\8270-BM072823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@41191.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.669 246 252 264 rBv4 16845 69712 1.19% 0.190%
2 5.369 365 371 384 rBV 1972291 2764997 47.10% 7.553%
3 6.975 637 644 665 rBV 1820932 2918992 49.73% 7.973%
4 7.798 777 784 791 rBV 641026 988712 16.84% 2.701%
5 8.975 975 984 1001 rBV 1093348 1804566 30.74% 4.929%
6 10.604 1250 1261 1277 rBV 809105 1387147 23.63% 3.789%
7 12.022 1493 1502 1507 rBV 63311 95753 1.63% 0.262%
8 12.980 1660 1665 1670 rVB 47697 65831 1.12% ©.180%
9 13.080 1675 1682 1696 rBV 2699394 3822958 65.13% 10.443%

10 13.269 1708 1714 1720 rBV 71621 107917 1.84%
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R

11 13.927 1821 1826 1831 rBV 102189 135373 2.31%
12 14.463 1903 1917 1923 rBV 1244026 1952186 33.26%
13 15.963 2165 2172 2186 rBV 2385337 3198891 54.50%
14 17.221 2380 2386 2391 rBV 1531746 2080835 35.45%
15 17.263 2391 2393 2398 rVB 86861 108218 1.84%
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16 18.121 2534 2539 2550 rBV2 346620 575234
17 19.168 2713 2717 2724 rBV5 33958 68105
18 19.245 2724 2730 2733 rBV 253673 342594
19 19.286 2733 2737 2750 rVW 260610 510373
20 19.404 2754 2757 2771 rVB 151250 265027
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21 19.651 2796 2799 2808 rVB 175236 248360  4.23%
22 19.857 2829 2834 2845 rBV 5061300 5870020 100.00% 16.034%
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23 21.139 3048 3052 3059 rVB3 185380 329073 5.61% ©.899%
24 21.421 3095 3100 3105 rBV 1952245 2526457 43.04% 6.901%
25 23.056 3374 3378 3386 rBV3 241991 456978 7.78%  1.248%
26 23.792 3497 3503 3519 rVB 1288330 2570047 43.78% 7.020%

27 24.368 3596 3601 3612 rVB 688542 1345232 22.92% 3.675%

Sum of corrected areas: 36609588
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
BM041191.D

: 31 Jul 2023 16:11

: MA/JU

. 03742-02

: 12 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41191.D

Acqg On : 31 Jul 2023 16:11
Operator : MA/JU

Sample : 03742-02

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.121 5.53 ng 575234  Phenanthrene-d10 17.221
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Octadecanoic acid 284 C18H3602 000057-11-4 83
5 Tridecanoic acid 214 C13H2602 000638-53-9 76
Abundance Scan 2539 (18.121 min): BM041191.D\data.ms (-2534) (- ' m/z 72.95 100.00%
3.0
5000
129.0
= —
256.1 18.00 18.50
350 whmhuw il ‘ﬂ ‘wu““““““§?5“ m/z 60.00 81.67%
mlz--> 5 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
256.0
5000 =t —_—
129.0 18.00 18.50
213.0 m/z 43.00 76.90%
171.0 ‘
7 R
miz-> 100 150 200 250 300 350
Abundance #109281: Tetradecanoic acid
73.0
= —
18.00 18.50
5000 m/z 41.00 63.52%
129.0
29. 185.0 228.0
, ““ ‘M‘\‘H} “ ‘ \‘m‘\ “\‘ \‘ , “\‘ e
m/z--> 50 100 150 200 250 300 350
Abundance #126199:Pentadecanok:add T —
18.00 18.50
m/z 55.00 60.96%
5000 129.0
‘ 199.0 242.0
T E T S WY
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41191.D

Acqg On : 31 Jul 2023 16:11
Operator : MA/JU

Sample : 03742-02

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 unknownl19.245 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.245 3.29 ng 342594  Phenanthrene-d10 17.221
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Succinoic acid, 2-hydroxy-3-meth... 204 C9H1605 1000196-85-6 35
2 1@-Hydroxy-1,6-dimethyl-9-(propa... 400 C24H3205 1000501-93-6 27
3 N-(3-Chlorophenyl)-3-phenyl-2-pr... 271 C16H14C1NO 1507357-48-3 27
4 trans-1-Cinnamoylimidazole 198 C12H10N20 001138-15-4 27
5 p-Vinylbenzohydrazide 162 CSH1ON20 1000244-74-9 27
Abundance Scan 2730 (19.245 min): BM041191.D\data.ms (-2724) ({ | m/z 131.00 100.00%
131.0
57.0
5000 264.1
180.0
s .
‘ | ‘ | ‘ 19.00 19.50
Ll L s s e 73.57%
miz--> 50 100 150 200 250 300 350 400
Abundance #80958: Succinoic acid, 2-hydroxy-3-methyl-, diethyl este
131.0
85.0
5000 m —
19.00 19.50
29.0 m/z 85.00  66.26%
T ’ ‘\‘“\‘\ “‘\ T T “\]\-8\6\.9\ LI ’ T T 1T ‘ T T 1T ‘ L ’ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #302513: 10-Hydroxy-1,6-dimethyl-9-(propan-2-yl)-5,12-c
131.0
P Y
19.00 19.50
5000 m/z 102.95 50.18%
43.0
L B0, 1910230 a0,
m/z--> 50 100 150 200 250 300 350 400
Abundance #162144: N-(3-Chlorophenyl)-3-phenyl-2-propenamide, P =
131.0 19.00 19.50
m/z 264.10 49.89%
5000
77.0
m/z--> 50 100 150 200 250 300 350 400 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41191.D

Acqg On : 31 Jul 2023 16:11
Operator : MA/JU

Sample : 03742-02

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 Benzene, 1,1'-(1,3-butadiyn... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.286 4.91 ng 510373  Phenanthrene-d10 17.221
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fluoranthene 202 C16H10 000206-44-0 98
2 Pyrene 202 CléH1e 000129-00-0 96
3 Benzene, 1,1'-(1,3-butadiyne-1,4... 202 C1l6H10 000886-66-8 68
4 2,3-Dichlorobenzo[b]thiophene 202 C8H4Cl2S 1000298-87-9 47
5 Succinic acid, di(4-cyanophenyl)... 320 C18H12N204 1000360-71-2 43
Abundance Scan 2737 (19.286 min): BM041191.D\data.ms (-2733) (- | m/z 201.95 100.00%
201.9
5000 A\
]
550 101.0 1499 19.00 19.50
Ot 1499, | 2819 3570 ./ 20.60 21.0
m/z--> 50 100 150 200 250 300 350
Abundance #78090: Fluoranthene
202.0
5000 —r— PN
19.00 19.50
101.0 m/z 203.00 17.03%
63. O | “ 1590 b i
\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #78086: Pyrene
202.0
e R
19.00 19.50
5000 ITI/Z 201.00 14.03%
101.0
63.0 ‘“ 150.0
—_—
m/z--> 50 100 150 200 250 300 350
Abundance  #78093: Benzene, 1,1'-(1,3-butadiyne-1,4-diyl)bis- — roy
202.0 19.00 19.50
m/z 100.95 12.56%
5000
39.0 10‘1.0 150.0
wd oy } m
P e P Ty
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41191.D

Acqg On : 31 Jul 2023 16:11

Operator : MA/JU

Sample : 03742-02

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
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 Octadecanoic acid

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
19.404 2.10 ng 265027  Chrysene-di2 21.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 90
5 Tridecanoic acid 214 C13H2602 000638-53-9 59

Abundance Scan 2757 (19.404 min): BM041191.D\data.ms (-2754) (- m/z 73.00 100.00%
5000 129.0 wJLW/M
185.1 2411 i9%d
284.1 .
A ol \“ b, ‘ b 2410 m/z 43.00  89.48%
miz--> 50 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 —
19.50
3.0 284.0
185.0 2410 ‘ m/z 59.95 80.48%
MM M ‘ \‘ “ “‘ “ ‘\‘\‘ ‘\‘\‘ , ‘\‘ Eaamananas o
m/z--> 50 100 150 200 250 300 350
Abundance #126202: Pentadecanoic acid
43.0
—
19.50
5000 m/z 57.00 75.02%
129.0 242.0
‘ ‘ 199.0
i “\H\mu O
m/z--> 50 100 150 200 250 300 350
Abundance #109279: Tetradecanoic acid —
73.0 19.50
m/z 41.00  65.55%
5000 129.0
185.0
29. 228.0
A 117 D S A
m/z--> 50 100 150 200 250 300 350 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41191.D

Acqg On : 31 Jul 2023 16:11
Operator : MA/JU

Sample : 03742-02

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 5-Eicosene, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.139 2.61 ng 329073  Chrysene-d12 21.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 97
2 3-Eicosene, (E)- 280 C20H40 074685-33-9 95
3 Cyclohexadecane 224 C16H32 000295-65-8 93
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
5 Behenic alcohol 326 C22H460 000661-19-8 93
Abundance Scan 3052 (21.139 min): BM041191.D\data.ms (-3048) ({ m/z 83.00 100.00%
83.0
5000 /J\wN\
226.0 — ——
1‘390 ‘ ‘ 281.0 21.00 21.50
\“ “u“\w‘“ bt e g b o0 #3012 55,08 99.66%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #173729: 5-Eicosene, (E)-
55.0
5000 —r— ——
21.00 21.50
111.0 m/z 57.05 88.85%
\\“\l\“\\\“\““\‘\\\\16\7\\()\‘2\2\:3\(\)‘2\8\0\(‘)\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350 400 450
Abundance #173731: 3-Eicosene, (E)-
57.0
—— —
21.00 21.50
5000 m/z 97.05 87.57%
111.0
\‘ ‘ |1, 167.0 224.0 280.0
et ‘w R B e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #104594: Cyclohexadecane —— —
55.0 21.00 21.50
m/z 69.00 87.12%
5000
111.0
224.0
1111 N
m/z--> 50 100 150 200 250 300 350 400 450 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41191.D

Acqg On : 31 Jul 2023 16:11
Operator : MA/JU

Sample : 03742-02

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.056 3.56 ng 456978  Perylene-di12 23.792
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Heptadecane 240 C17H36 000629-78-7 94
3 Octadecane 254 C18H38 000593-45-3 92
4 Eicosane 282 (C20H42 000112-95-8 90
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 89

Abundance Scan 3378 (23.056 min): BM041191.D\data.ms (-3374) (- | m/z 57.00 100.00%
57.0

-

5000
252.0
T T
‘ J}ﬁ?511831 ‘ 316.1 400.9 475.1 549 2399
O e b b 2 2R T e e e m/z 71,05 72.64%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0
5000

—
23.00
m/z 43.00 62.13%

lkfijffff‘19lozga°

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123958: Heptadecane
57.0

-

7
23.00
5000 m/z 85.10 49.61%

‘ 127.0 240.0
\‘ | Jl |

mlz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141056: Octadecane 7
57.0 23.00
m/z 252.00  29.05%

-

5000

-

127.0
L1270 sem 02500

‘\\\ ’\\\\‘\\\\‘\\\\‘\\\\‘l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

=T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41191.D

Acqg On : 31 Jul 2023 16:11
Operator : MA/JU

Sample : 03742-02

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 2-Bromo dodecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
24.368 10.47 ng 1345230  Perylene-di12 23.792
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 (C24H50 000646-31-1 91
4 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
5 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91

Abundance Scan 3601 (24.368 min): BM041191.D\data.ms (-3596) (- | m/z 57.00 100.00%
57.0

%

5000
2400 2450
7.1 207.0 \ : :
o AL 20702670 3581 43104001808 7110 7a.88%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #132769: 2-Bromo dodecane
57.0
5000 = =
24.00 24.50
m/z 43.00 62.05%
169.0

d\ .\]J‘\\ \

‘\\\\[‘\T!\‘1\\1[\1\\‘\\\\‘T\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane

57.0

-

T T
24.00 24.50
5000 m/z 85.10 52.96%

| ‘ \ ¥ J‘lf 70 1970  296.0

T

m/z--> 6 Sb 160 15‘0 260 2;50 360 3!30 460 4':":0 560 55‘0
Abundance #246482: Tetracosane = T
57.0 24.00 24.50
m/z 55.00  23.49%

%

5000

-

127.0
”]Afjﬂllg7o 267.0 338.0

g4

LR L B B L O L B L BB I S BRI O

— —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.00 24.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41191.D

Acqg On : 31 Jul 2023 16:11
Operator : MA/JU

Sample : 03742-02

Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@72823.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|
n-Hexadecanoic ... 18.121 5.5 ng 575234 4 17.221 2080840 20.0
unknown19.245 19.245 3.3 ng 342594 4 17.221 2080840 20.0
Benzene, 1,1'-(... 19.286 4.9 ng 510373 4 17.221 2080840 20.0
Octadecanoic acid 19.404 2.1 ng 265027 5 21.421 2526460 20.0
5-Eicosene, (E)- 21.139 2.6 ng 329073 5 21.421 2526460 20.0
Heneicosane 23.056 3.6 ng 456978 6 23.792 2570050 20.0
2-Bromo dodecane 24.368 10.5 ng 1345230 6 23.792 2570050 20.0
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