LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31025\
Data File : BG@64085.D

Acqg On : 10 Mar 2025 17:46

Operator : RC/JU

Sample : Q1524-01 :
Misc : 72-11930-343-COMP

ALS Vvial : 14 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_ G\Methods\8270-BG030525.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO64085.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.453 395 402 412 rBV 462270 719920 40.35% 6.170%
2 7.027 662 670 679 rBvV 496084 829082 46.47% 7.106%
3 7.862 804 812 819 rBV 149998 245165 13.74% 2.101%
4 9.013 999 1008 1017 rBV 273751 469173 26.30% 4.021%
5 9.577 1099 1104 1109 rBV2 16013 26321 1.48% 0.226%
6 10.647 1279 1286 1295 rVB 183471 335137 18.78% 2.872%
7 13.108 1699 1705 1712 rBV 686828 1048976 58.80% 8.991%
8 14.483 1929 1939 1946 rBV 296549 470809 26.39% 4.035%
9 15.840 2165 2170 2179 rVB2 69349 98504 5.52% 0.844%
10 15.970 2186 2192 2202 rBV 591308 852787 47.80% 7.309%
11 17.227 2399 2406 2410 rBV2 395878 592880 33.23% 5.082%
12 17.268 2410 2413 2418 rVB 75866 101352 5.68% 0.869%
13 17.356 2424 2428 2433 rVB2 14583 22400 1.26% 0.192%
14 17.621 2466 2473 2480 rBV5 11035 20540 1.15% 0.176%
15 18.132 2555 2560 2569 rVB2 97304 153035 8.58% 1.312%
16 18.296 2582 2588 2593 rBV3 17239 28369 1.59% 0.243%
17 18.990 2700 2706 2708 rBV3 13258 19118 1.07% 0.164%
18 19.278 2749 2755 2762 rBV 210012 293155 16.43% 2.513%
19 19.407 2772 2777 2781 rBV4 22844 34730 1.95% 0.298%
20 19.636 2807 2816 2824 rBV 182026 308578 17.30%  2.645%
21 19.848 2842 2852 2863 rBV 1342465 1784072 100.00% 15.291%
22 20.130 2897 2900 2905 rVB4 36172 45645 2.56% 0.391%
23 20.229 2914 2917 2922 rBV2 21131 24538 1.38% 0.210%
24 20.288 2922 2927 2930 rBvV4 16413 24462 1.37% 0.210%
25 20.488 2955 2961 2965 rBV5 14584 31805 1.78% 0.273%
26 20.876 3023 3027 3034 rVB3 19773 40128 2.25% 0.3447%
27 21.058 3051 3058 3061 rBvV2 21443 41558 2.33% 0.356%
28 21.099 3061 3065 3068 rVv4 16218 19033 1.07% 0.163%
29 21.140 3068 3072 3078 rBV4 79964 122610 6.87% 1.051%
30 21.375 3108 3112 3117 rBV 48541 65616 3.68% 0.562%

31 21.457 3117 3126 3130 rVV2 454843 913156 51.18%

7.
32 21.499 3130 3133 3142 rVB 121048 197563 11.07%  1.693%
33 21.833 3187 3196 3195 rBv4 11613 19622 1.10% ©0.168%
34 22.151 3237 3244 3248 rVW3 20730 44397  2.49% 0.381%
35 22.215 3251 3255 3259 rBV7 15942 23895 1.34% ©.205%
36 22.333 3272 3275 3281 rVB8 12048 21157 1.19% 0.181%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31025\
Data File : BG@64085.D

Acqg On : 10 Mar 2025 17:46

Operator : RC/JU

Sample : Q1524-01 :
Misc : 72-11930-343-COMP

ALS Vvial : 14 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_ G\Methods\8270-BG030525.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 22.409 3281 3288 3291 rBv8 11528 24915 1.40% 0.214%
38 22.591 3315 3319 3324 rVB3 43148 65933 3.70% ©.565%
39 23.079 3399 3402 3409 rVB7 13025 19679 1.10% ©.169%
40 23.520 3467 3477 3484 rBV2 88508 305448 17.12% 2.618%
41 23.755 3513 3517 3521 rBv4 12482 21419 1.20% ©.184%
42 24.184 3582 3590 3605 rVB2 53438 153643 8.61% 1.317%
43 24.325 3605 3614 3624 rBV2 61592 165748 9.29% 1.421%
44 24.466 3630 3638 3648 rBV 261986 708943 39.74% 6.076%
45 25.594 3826 3830 3840 rBV7 11954 28073 1.57% 0.241%
46 27.838 4207 4212 4213 rBV4 15059 21852 1.22% 0.187%
47 28.902 4387 4393 4403 rVB3 20039 62317 3.49% ©.534%

Sum of corrected areas: 11667258
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31025\
Data File : BGO64085.D

Acqg On : 10 Mar 2025 17:46

Operator : RC/JU

Sample : Q1524-01 :
Misc : 72-11930-343-COMP

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG030525.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG064085.D\data.ms
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Abundance TIC: BG064085.D\data.ms

19.848
1200000

1000000
800000

3.108
600000 15.970

21.457

400000 17.227

14.483

200000

18.132
15.8 17,268
apR621  18.296  18.9909-40

= e e A ket ahns

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG064085.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31025\
Data File : BGO64085.D

Acqg On : 10 Mar 2025 17:46

Operator : RC/JU

Sample : Q1524-01 :
Misc : 72-11930-343-COMP

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG030525.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 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.841 4.18 ng 98504  Acenaphthene-dile 14.483
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 95
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 70
31,2,4,5-Tetroxane, 3,3,6,6-tetra... 396 C26H2004 016204-36-7 64
4 Phenyl 4-pyridyl ketone 183 C12H9NO 014548-46-0 58
5 2-(2-0xo-2-phenyl-ethyl)-malonon... 184 C11H8N20 1000296-76-9 58
Abundance Scan 2170 (15.840 min): BG064085.D\data.ms (-2165) (- | m/z 105.00 100.00%
105.0
77.0
5000 51.0 182.1
1550 1600
152.1 : :
Ob el F28O LT 2SS 77,00 76.05%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56924: Benzophenone
77.0 105.0
51.0
5000 - it
15.50 16.00
182.0 m/z 182.10  46.38%
O TTT \‘2\7“\.?\“‘ TT } T ‘H\ T \h\“ TTTT ‘ \‘\ T \%?\8\.9‘]\-\5}‘2\.‘0\ L ‘H\ TTT ‘ TTTT ‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #30104: Benzenecarbothioic acid, S-methyl ester
105.0
77.0 — e
15.50 16.00
5000 51.0 m/z 51.00 44.74%
15.0 152.0
e S T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #299762: 1,2,4,5-Tetroxane, 3,3,6,6-tetraphenyl- — e
105.0 15.50 16.00
77.0
m/z 50.00 16.91%
5000 182.0
51.0
‘ I 150.0 |
O e e e b e
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31025\
Data File : BGO64085.D

Acqg On : 10 Mar 2025 17:46

Operator : RC/JU

Sample : Q1524-01 :
Misc 72-11930-343-COMP

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG030525.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 1
R.T. EstConc Area Relative to ISTD R.T.
18.132 5.16 ng 153035  Phenanthrene-di10 17.227
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Undecanoic acid 186 C11H2202 000112-37-8 64
Abundance Scan 2560 (18.132 min): BG064085.D\data.ms (-2555) (- | m/z 43.05 100.00%
43.0 |73.0
5000
. . .
' 18 oo 18 50
Y — m/z 60.00 97.22%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 = A‘
129.0 18 00 18.50
213.0 m/z 73.00 87.94%
‘ H (ﬂ 157.0185.0 ‘
O :I\-ﬁ‘o\\\\ HH\H \M{‘\ ‘HH\H““HH‘N “\H\‘H‘HH‘H‘H‘\‘\ \‘H‘HH‘\‘\ H‘HH“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
‘ A, ‘r’\
18 00 18.50
5000 129.0 m/z 55.00 76.48%
199.0
s e L
EETTIN 1 O O P
m/z--> 20 40 60 80 100 120140 160 180 200 220 240 260
Abundance #109279: Tetradecanoic acid TWA
73.0 18. 00 18 50
43.0 m/z 41.05 73.61%
5000 129.0
185.0
H 228.0
0]"ﬁ'm‘u‘i‘i“J“““‘l“w”“‘ﬂ)“H“M‘MH‘HH‘H‘H‘HH“HW!HWH“ WMMM P
m/z--> 20 40 60 80 100120140160 180200 220 240 260 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31025\
Data File : BGO64085.D

Acqg On : 10 Mar 2025 17:46

Operator : RC/JU

Sample : Q1524-01 :
Misc : 72-11930-343-COMP

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG030525.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 Cyclohexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.140 2.69 ng 122610  Chrysene-d12 21.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 83
2 n-Heptadecanol-1 256 C17H360 001454-85-9 64
3 1-Docosene 308 C22H44 001599-67-3 60
4 Trifluoroacetic acid,n-tridecyl ... 296 C15H27F302 053800-02-5 58
5 2- Bromopropionic acid, pentadec... 362 C18H35Br02 1000292-44-2 55

Abundance Scan 3072 (21.140 min): BG064085.D\data.ms (-3068) (- | m/z 43.10 100.00%

43.1
226.1
5000
111.1

T
21.00 21.50

o,-‘\'\f*'“-“%Sog4138515‘ m/z 55.10  84.90%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #104594: Cyclohexadecane
55.0
5000 —— ——
21.00 21.50

111.0
m/z 57.05 84.17%

224 0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #143654: n-Heptadecanol-1
55.0

o

7 T
21.00 21.50
5000 111.0 m/z 97.05 61.13%
UL, 200
0 ,H-H‘mW‘H‘mwH“‘m_m‘mwm‘m
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #209741: 1-Docosene e —
55.0 21.00 21.50

m/z 69.10  59.65%

5000
111.0
ol ‘{‘J 167.0 308.0 i ik

m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31025\
Data File : BGO64085.D

Acqg On : 10 Mar 2025 17:46

Operator : RC/JU

Sample ¢ Q1524-01 :
Misc : 72-11930-343-COMP

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG030525.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 15.841 4.2 ng 98504 3 14.483 470809 20.0
n-Hexadecanoic ... 18.132 5.2 ng 153035 4 17.227 592880 20.0
Cyclohexadecane 21.140 2.7 ng 122610 5 21.457 913156 20.0
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