LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41625\
Data File : BM@49953.D

Acqg On : 16 Apr 2025 15:26
Operator : RC/JU

Sample : Q1810-02

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 M\Methods\8270-BM040825.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@49953.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.134 21 25 36 rVB 443868 523984 2.33% 0.329%
2 4,322 223 227 237 rVB 603654 753378 3.36% 0.473%
3 4.887 316 323 334 rBV 1910765 2581055 11.50% 1.622%
4 5.357 396 403 415 rBV 3713240 5384221 23.98% 3.383%
5 5.828 473 483 496 rVB 621844 1002084 4.46% 0.630%
6 5.963 499 506 513 rBV 780218 1103423 4.91% 0.693%
7 6.946 665 673 693 rVB 2772816 4689365 20.89% 2.947%
8 7.375 739 746 755 rBV 150053 320644 1.43% 0.201%
9 7.463 755 761 772 rVB 667980 988302 4.40% 0.621%
10 7.769 799 813 820 rBV 1712665 2861135 12.74% 1.798%
11 7.840 820 825 832 rVB 155793 250301 1.11% 0.157%
12 8.010 848 854 865 rBvV 212672 417870 1.86% 0.263%
13 8.928 1002 1010 1020 rBV 3771033 6145058 27.37% 3.861%
14 9.092 1029 1038 1046 rBV2 563208 1003869 4.47% 0.631%
15 10.428 1259 1265 1272 rVB 234964 381610 1.70%  0.240%
16 10.563 1280 1288 1295 rBV 1922118 3245864 14.46% 2.040%
17 10.657 1299 1304 1312 rVB 210623 331565 1.48% 0.208%

18 10.922 1342 1349 1374 rBV 797048 2068392 9.21%  1.300%
19 13.033 1698 1708 1718 rBV 10999551 15862810 70.65% 9.968%
20 13.151 1724 1728 1732 rBV 166030 225835 1.01% 0.142%

21 13.316 1747 1756 1759 rBvV2 191399 357975 1.59% ©.225%
22 14.069 1878 1884 1906 rBV 12324217 22452188 100.00% 14.108%
23 14.410 1936 1942 1955 rVB 3122984 4765635 21.23%  2.995%
24 14.710 1988 1993 1998 rVB 218649 298041 1.33% ©0.187%
25 14.804 2002 2009 2013 rVV 222494 339872 1.51% 0.214%

26 14.845 2013 2016 2028 rVB 231148 350729 1.56% 0.220%
27 15.010 2040 2044 2052 rVB 387392 559666 2.49%  ©.352%
28 15.210 2073 2078 2085 rBv4 139125 277225 1.23% 0.174%
29 15.363 2098 2104 2109 rVB 509977 808997 3.60% ©0.508%
30 15.580 2137 2141 2143 rBV 252543 318240 1.42% 0.200%
31 15.610 2143 2146 2155 rVB 559038 686788 3.06% ©.432%
32 15.716 2159 2164 2179 rVB 527658 651621 2.90% 0.409%
33 15.904 2190 2196 2202 rBV2 9419527 13857844 61.72% 8.708%
34 15.963 2202 2206 2226 rVB 5174939 9771662 43.52% 6.140%
35 16.245 2249 2254 2260 rBV 1010252 1213533 5.40% ©.763%

36 16.404 2276 2281 2284 rBV 307971 389478 1.73% 0.245%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41625\
Data File : BM@49953.D

Acqg On : 16 Apr 2025 15:26
Operator : RC/JU

Sample : Q1810-02

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 M\Methods\8270-BM040825.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 16.445 2284 2288 2294 rVB 332910 436286 1.94% 0.274%
38 16.557 2302 2307 2316 rVB 312396 558636 2.49% 0.351%
39 16.680 2324 2328 2335 rVB 222646 332044 1.48% 0.209%
40 16.751 2335 2340 2344 rBV 419958 544203 2.42% 0.342%
41 17.063 2388 2393 2402 rVB 578283 884513 3.94% 0.556%
42 17.157 2402 2409 2417 rBV2 3382229 4810598 21.43% 3.023%
43 17.433 2451 2456 2466 rVB2 99515 229889 1.02% 0.144%
44 17.557 2469 2477 2491 rBV3 410668 1221891 5.44% 0.768%
45 17.827 2519 2523 2527 rBV2 170306 228998 1.02% 0.144%
46 18.062 2557 2563 2572 rBV 3636537 5696219 25.37% 3.579%
47 18.833 2689 2694 2700 rBv4 134037 243981 1.09% 0.153%
48 19.221 2752 2760 2769 rBV3 606864 1632867 7.27% 1.026%
49 19.339 2776 2780 2792 rBV 1432747 2422916 10.79% 1.522%
50 19.604 2821 2825 2834 rVB 612402 776694 3.46% 0.488%

51 19.786 2850 2856 2868 rVB 18160735 21452296 95.55% 13.480%
52 20.633 2996 3000 3003 rBV 283621 321786  1.43% 0.202%
53 21.086 3074 3077 3086 rBv4 202696 506477  2.26% ©.318%
54 21.398 3125 3130 3144 rVB 2970196 4407717 19.63% 2.770%
55 22.503 3315 3318 3324 rVB 456540 714688 3.18%  0.449%

56 24.403 3633 3641 3653 rVB 1761609 4479078 19.95%  2.815%

Sum of corrected areas: 159142036
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: 16 Apr 2025 15:26
: RC/JU
: 01810-02

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41625\
BM@49953.D

: 11 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM040825.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
tion Parameters: LSCINT.P

0

Abundance TIC: BM049953.D\data.ms
1.5e+07
1e+07
5000000
5.357 8.928
6.946
4.887 7.769 10.563
3.134 4322 560963 7.463 A 092 Q@B 922
04\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\7;§‘g\?§?19\\‘\\\\‘/\\\\\‘\\\\\\1\0\47\\\\‘\\\\\\\\‘\\\\‘\\\
Time--> 3.00 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BM049953.D\data.ms
19.Y86
1.5e+07
14.069
3.033
1e+07 15.904
15,963
5000000
14.410 17.157 21.398
20.63321.086 22.503
131316 it D s e
B L e e e e e R ‘“‘\""\““\""\“"\““\““\““\““\“"\““\“‘w“
Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 1650 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: BM049953.D\data.ms
1.5e+07
1e+07
5000000

24.403

I |

Time-->

23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41625\
Data File : BM@49953.D

Acqg On : 16 Apr 2025 15:26
Operator : RC/JU

Sample : Q1810-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM040825.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 Pentanal Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
3.134 3.66 ng 523984 1,4-Dichlorobenzene-d4 7.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanal 86 C5H100 000110-62-3 90
2 Butanal, 3-methyl- 86 C5H100 000590-86-3 64
3 2-Propanamine 59 C3HOSN 000075-31-0 38
4 Glycidol 74 C3H602 000556-52-5 33
5 Cyclopropyl carbinol 72 C4H80 002516-33-8 33
Abundance  Scan 25 (3.134 min): BM049953.D\data.ms (-21) (-) m/z 44.00 100.00%
44.0
5000 w/\hfy
LRI s
3.20 340

 — w“ 840 1431 188.9229.1266.9 355! 4 7 41.10  47.75%

m/z--> 100 150 200 250 300 350

Abundance #1915: Pentana

5000 L i e B e
320 340
m/z 58.05 40.36%
m/z--> 50 100 150 200 250 300 350
Abundance #1960: Butanal, 3-methyl-
e e R
3.20 340
5000 m/z 57.05 30.73%
FGD
e 47—
m/z--> 50 100 150 200 250 300 350
Abundance #289: 2-Propanamine e A e
44.0 3.20 340
m/z 43.05 24.10%
“NQM““““““‘ T B e
miz--> 50 100 150 200 250 300 350 320 340
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41625\
Data File : BM@49953.D

Acqg On : 16 Apr 2025 15:26
Operator : RC/JU

Sample : Q1810-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM040825.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 Hexanal Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
4.322 5.27 ng 753378 1,4-Dichlorobenzene-d4 7.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 91
2 1-Cyclopropylguanidine 99 C4HON3 168627-33-6 38
3 Butanal, 3-methyl- 86 C5H100 000590-86-3 35
4 1,5-Pentanediol 104 C5H1202 000111-29-5 28
5 Aziridine, 2-methyl- 57 C3H7N 000075-55-8 27
Abundance Scan 227 (4.322 min): BM049953.D\data.ms (-223) (-) m/z 44.00 100.00%
440
5000
2.0 R R
‘ 4.00 4.20 4.40 4.60
LI 1181 167.0 20702390 2810 . sg 10 o4.08%
m/z--> 50 100 150 200 250
Abundance #4244 Hexanal
440
5000 ST T T T T T
4.00 4.20 4.40 4.60
m/z 41.10 86.94%
fZ.O
1\4.‘.\()‘\ } ‘h“} H T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #3897: 1-Cyclopropylguanidine
43.0
ST
4.00 4.20 4.40 4.60
5000 m/z 57.05 64.05%
98.0
BT ) N
miz--> 50 100 150 200 250
Abundance #1959: Butanal, 3-methyl- ST T
44.0 4.00 4.20 4.40 4.60
m/z 43.05 59.82%
5000
e
| b
e e — — — R RRAREEEEa e
mlz--> 50 100 150 200 250 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41625\
Data File : BM@49953.D

Acqg On : 16 Apr 2025 15:26

Operator : RC/JU

Sample : Q1810-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM040825.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4.887 18.04 ng 2581060 1,4-Dichlorobenzene-d4 7.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 Propanamide, N-ethyl- 101 C5H11NO 005129-72-6 9
Abundance Scan 323 (4.887 min): BM049953.D\data.ms (-316) (-) m/z 43.00 100.00%
43.0
5000
101.1 \\\‘\\\\‘\\\\‘\\\\‘\\\\
| ‘ ‘ 4.60 4.80 5.00 5.20
Obrrrrrrrdb h 739, ) 1851 17902111 267.0 y/; s9.10  61.02%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LB e e e
4.60 4.80 5.00 5.20
101.0 m/z 101.10 24.09%
‘73.q
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #4529: 2,3-Butanedione, monooxime
43.0
 EAEEmEERE
4.60 4.80 5.00 5.20
5000 m/z 58.18 15.58%
101.0
15.0
Hu“_w‘m‘,m‘_m‘m_‘H_WH_ww_ww_m
m/z--> 20 40 60 80 100120140160180200220240260
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester N RAmEERERRE
59.0 4.60 4.80 5.00 5.20
m/z 41.05 8.96%
5000
m/z--> 20 40 60 80 100120140160180200220240260 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41625\
Data File : BM@49953.D

Acqg On : 16 Apr 2025 15:26
Operator : RC/JU

Sample : Q1810-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM040825.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 Heptanal Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
5.828 7.00 ng 1002080 1,4-Dichlorobenzene-d4 7.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptanal 114 C7H140 000111-71-7 97
2 Hexanal, 3-methyl- 114 C7H140 019269-28-4 49
3 Oxirane, 2-(1,1-dimethylethyl)-3... 114 C7H140 053897-30-6 38
4 Butanal, 3-methyl- 86 C5H100 000590-86-3 38
5 3,3-Bis(carbamino)diaziridine 130 C3H6EN402 054972-18-8 37
Abundance Scan 483 (5.828 min): BM049953.D\data.ms (-473) (-) m/z 70.05 100.00%
440 70Q.0
5000
e RRREEEEE SR
‘ 96.0 5.60 5.80 6.00 6.20
L1260 15211728 .., 4400  96.80%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8413: Heptanal
44.0
70.0
5000 R e B R EmE s e
5.60 5.80 6.00 6.20
m/z 43.05 87.60%
96.0
16.0 L
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8457: Hexanal, 3-methyl-
70.0
5.60 5.80 6.00 6.20
5000 m/z 41.10 86.04%
15'0 H ‘\ | \‘\ i . 96.0
-
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8619: Oxirane, 2-(1,1-dimethylethyl)-3-methyl- R BRREE S SRR
55.0 5.60 5.80 6.00 6.20
m/z 55.05 67.87%
20 N
m/z--> 20 40 60 80 100 120 140 160 180 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41625\
Data File : BM@49953.D

Acqg On : 16 Apr 2025 15:26
Operator : RC/JU

Sample : Q1810-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM040825.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 2-Pentanone, 4-methoxy-4-me... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.963 7.71 ng 1103420 1,4-Dichlorobenzene-d4 7.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 83
2 N-.alpha.-Acetylglycinamide 116 C4H8N202 002620-63-5 28
3 2-Pentene, 2-methoxy- 100 C6H120 061142-47-0 14
4 N-Formylmorpholine 115 C5H9NO2 004394-85-8 9
5 1-Methoxyethanimine, N-acetyl- 115 C5H9NO2 099028-43-0 9

Abundance Scan 506 (5.963 min): BM049953.D\data.ms (-499) (-) m/z 73.05 100.00%
73.0
43.0

5000

115.1 5.60 5.80 6.00 6.20
O 1649 2089 L 4300 83.41%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #15502: 2-Pentanone, 4-methoxy-4-methyl-
43.0 73.0
‘YTY_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—’_Y_Y_Y_Y—TV

5000
5.60 5.80 6.00 6.20
m/z 115.10  12.16%

15\'0 hy ] \115-0
TP L .
\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9027: N-.alpha.-Acetylglycinamide
73.
30.0 0
T
5.60 5.80 6.00 6.20
5000 m/z 41.10 9.19%
IS 6 NN SN £ £
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4328: 2-Pentene, 2-methoxy- T
43.0 720 5.60 5.80 6.00 6.20
m/z 55.05 6.29%
5000 100.0
mlz--> 20 40 60 80 100 120 140 160 180 200 220 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41625\
Data File : BM@49953.D

Acqg On : 16 Apr 2025 15:26
Operator : RC/JU

Sample : Q1810-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM040825.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 Octanal Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.463 6.91 ng 988302 1,4-Dichlorobenzene-d4 7.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanal 128 C8H160 000124-13-0 94
2 Bromoacetic acid, octyl ester 250 C10H19Bro02 038674-98-5 43
3 Cyclopentanol, 2-methyl- 100 C6H120 024070-77-7 38
4 Cyclopentanol, 2-methyl-, trans- 100 C6H120 025144-04-1 38
5 Hydroperoxide, hexyl 118 C6H1402 004312-76-9 35
Abundance Scan 761 (7.463 min): BM049953.D\data.ms (-755) (-) m/z 41.05 100.00%

41,0

84.0
5000
T A LA
0.1 7.20 7.40 7.60 7.80
_— “qw‘u“u‘ 1360 1690 2210 n/z 43.05  99.77%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14265: Octanal

5000 84.0 ““H‘\‘\\\\‘\\\\‘\\\\
7.20 7.40 7.60 7.80
m/z 57.05 81.86%
| 100
AREN RS SR SRR R SR S S

m/z--> 20 40 60 80 100 120 140 160 180 200 220

%

o

-

o

Abundance #134888: Bromoacetic acid, octyl ester
56.0
84.0
7.20 7.40 7.60 7.80
5000 ITI/Z 44.00 76.08%
29.0 112.0
‘ \H\ H 181.0
‘“HH,‘H“HH‘HHWHWHWHW
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4381: Cyclopentanol, 2-methyl- R
57.0 7.20 7.40 7.60 7.80
m/z 56.10 73.86%
5000
82.0
31. H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41625\
Data File : BM@49953.D

Acqg On : 16 Apr 2025 15:26
Operator : RC/JU

Sample : Q1810-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM040825.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 Nonanal Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.092 7.02 ng 1003870 1,4-Dichlorobenzene-d4 7.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanal 142 C9H180 000124-19-6 91
2 Heptane, 4-chloro- 134 C7H15C1 000998-95-8 35
3 1-Octene, 3,7-dimethyl- 140 C1eH20 004984-01-4 30
4 Heptane, 2-chloro- 134 C7H15C1 001001-89-4 27
5 Butane, 1-isocyanato- 99 C5HONO 000111-36-4 27

Abundance Scan 1038 (9.092 min): BM049953.D\data.ms (-1029) (-) m/z 57.10 100.00%
57.1

o

5000
98.0
PP R
H H 1041 8.80 9.00 9.20 9.40
L — ol dh o d281047.0 911 2210 0 41,18 78.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22961: Nonana
41.0
5000 R R E Ea s S
70.0 98.0 8.80 9.00 9.20 9.40
m/z 43.05 62.44%
124-0
miz-—-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17402: Heptane, 4-chloro-
56.0
R R EC A
8.80 9.00 9.20 9.40
5000 98.0 m/z 56.05 57.08%
27.0
i
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20700: 1-Octene, 3,7-dimethyl- e RARRNEEES R
43.0 8.80 9.00 9.20 9.40
m/z 55.05 51.25%
70.0
5000
119 1400 e
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_M\Data\BM@41625\
Data File : BM@49953.D

Acqg On : 16 Apr 2025 15:26
Operator : RC/JU

Sample : Q1810-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM040825.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 Ethanol, 2-phenoxy- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.922 12.74 ng 2068390  Naphthalene-d8 10.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 97
2 Carbonic acid, neopentyl phenyl ... 208 C12H1603 013183-19-2 64
3 Butanoic acid, 4-phenoxy- 180 C10H1203 006303-58-8 53
4 Benzene, ethoxy- 122 C8H100 000103-73-1 53
5 Acetic acid, phenyl ester 136 C8H802 000122-79-2 50
Abundance Scan 1349 (10.922 min): BM049953.D\data.ms (-1342) (- | m/z 94.00 100.00%
94.0
5000
138.1
—=
391 67 0 ‘ ‘ 11.00
Oberre oo bbbk 18112079 20 65 31.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19879: Ethanol, 2-phenoxy-
94.0
5000 51‘06
138.0 '
390 66.0 m/z 138.05 27.56%
\\1\5\‘\‘\H\\‘i‘\‘\“\\“\“\\\‘\\\‘\‘\‘\\\‘\\\1“\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #84780: Carbonic acid, neopentyl phenyl ester
94.0
— ==
11.00
43.0
5000 m/z 66.05 15.83%
T | 1210 1490 1930
A A R e AR AR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54296: Butanoic acid, 4-phenoxy- T
94.0 11.00
m/z 95.00 15.19%
5000 /\\N“m
66.0
ek b 200 280 A A
mlz--> 20 40 60 80 100 120 140 160 180 200 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41625\
Data File : BM@49953.D

Acqg On : 16 Apr 2025 15:26
Operator : RC/JU

Sample : Q1810-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM040825.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 9 1-Decene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.069 94.23 ng 22452200  Acenaphthene-di1e 14.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decene 140 C10H20 000872-05-9 95
2 1-Undecanol 172 C11H240 000112-42-5 91
3 Carbonochloridic acid, decyl ester 220 C11H21C1l02 055488-51-2 91
4 Cyclododecane 168 C12H24 000294-62-2 91
5 1-Dodecanol 186 C12H260 000112-53-8 91
Abundance Scan 1884 (14.069 min): BM049953.D\data.ms (-1878) (- | m/z 55.10 100.00%
55.1
97.1
5000
—T T
| ‘ ‘ ‘ 140.2 14.00
ol WAL L 1774 2200 2810 3421 .. 6910 94.32%
m/z--> 50 100 150 200 250 300
Abundance #20642: 1-Decene
55.0
5000 — ‘
97.0 14.00
m/z 83.10 78.31%
140.0
15d ““\‘H\‘ \h\ T 1 ‘ T T T T ‘ L ‘ L ‘ L
miz—-> 50 100 150 200 250 300
Abundance #47350: 1-Undecano
55.0
—T T
14.00
5000 97.0 ITI/Z 70.10 78.04%
wo I 0 e
m/z--> 50 100 150 200 250 300
Abundance #98442: Carbonochloridic acid, decyl ester — ‘
55.0 14.00
m/z 43.10 76.04%
5000 97.0 j\\
ol L1 [ 000 )
m/z--> 50 100 150 200 250 300 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41625\
Data File : BM@49953.D

Acqg On : 16 Apr 2025 15:26
Operator : RC/JU

Sample : Q1810-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM040825.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@ Benzene, (1-methylnonyl)- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.363 3.40 ng 808997  Acenaphthene-di10 14.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylnonyl)- 218 C16H26 004537-13-7 91
2 Benzene, (1-methylheptyl)- 190 C14H22 000777-22-0 72
3 Benzene, (1-methylundecyl)- 246 C18H30 002719-61-1 64
4 Benzene, (1-methyldecyl)- 232 C17H28 004536-88-3 59
5 2-Methylbenzylamine, N,N-dihexyl- 289 C20H35N 1000310-39-7 53
Abundance Scan 2104 (15.363 min): BM049953.D\data.ms (-2098) (- m/z 105.05 100.00%
105.1
- h
- —rs
41.0 ‘ ‘ 147 218.2 ] 15.00 15.50
et L0 L1470 M85 e BBLS myz 91.10 13.42%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #96885: Benzene, (1-methylnonyl)-
105.0
15.00 15.50
m/z 106.10 13.06%
218.0
\‘\‘\‘\4.\1‘“\.\0\\‘7\\1\-\‘\\‘\\“}‘\\\‘\\\'\]‘4\.\7\'\0‘\1\7\\6’.9\\‘HH“HH’HH‘HH‘H\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #64875: Benzene, (1-methylheptyl)-
105.0
fss el
15.00 15.50
5000 m/z 218.20  8.59%
41.0 190.0
JNRE A 1 O S S—
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #131090: Benzene, (1-methylundecyl)- = P
105.0 15.00 15.50
m/z 79.05 4.98%
410 710 | | 147.0176.0207.0 246.0
e e e e e e e e P e
m/z--> 20 40 60 80 100120140160180200220240260280 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41625\
Data File : BM@49953.D

Acqg On : 16 Apr 2025 15:26
Operator : RC/JU

Sample : Q1810-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM040825.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 11 Benzene, (1-butylheptyl)- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
15.610 2.88 ng 686788  Acenaphthene-di10 14.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-butylheptyl)- 232 C17H28 004537-15-9 95
2 Benzene, (1-butyloctyl)- 246 C18H30 002719-63-3 64
3 Benzene, (1-butylnonyl)- 260 C19H32 004534-50-3 59
4 Benzene, (1-butylhexyl)- 218 C16H26 004537-11-5 50
5 Benzene, (1-ethylnonyl)- 232 C17H28 004536-87-2 49
Abundance Scan 2146 (15.610 min): BM049953.D\data.ms (-2143) (- ' m/z 91.10 100.00%
91.1
41.1 ‘ 232.2 15.50 16.00
Ol ] M‘ww A fes TTTT 2824 341. 17 147.05  19.43%
m/z--> 50 100 150 200 250 300
Abundance #114091: Benzene, (1-butylheptyl)-
91.0
5000 A P
15.50 16.00
147.0 m/z 105.10  15.89%
41.0 '
T M\ \h “\ T ‘ “‘\ “\ TT “‘ T \“\8\9"0\2\3\‘2.\0‘ L ‘ T T T
miz--> 50 100 150 200 250 300
Abundance #131081: Benzene, (1-butyloctyl)-
91.0
15.50 16.00
5000 m/z 175.10 11.77%
410 147.0
| M-\ | ‘\‘ T \‘w 18\90 2460
et
m/z--> 50 100 150 200 250 300 AAPNNV
Abundance #148565: Benzene, (1-butylnonyl)- —— A
91.0 15.50 16.00
m/z 92.05 8.69%
5000
147.0
MO L. 230 z00
ul Lt L L L L
e e e o
mlz--> 50 100 150 200 250 300 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41625\
Data File : BM@49953.D

Acqg On : 16 Apr 2025 15:26
Operator : RC/JU

Sample : Q1810-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM040825.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 12 Cyclododecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.963 40.63 ng 9771660  Phenanthrene-d10 17.157
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclododecane 168 C12H24 000294-62-2 97
2 2-Tetradecene, (E)- 196 C14H28 035953-54-9 97
3 n-Pentadecanol 228 C15H320 000629-76-5 91
4 1-Tetradecanol 214 C14H300 000112-72-1 91
5 n-Tridecan-1-ol 200 C13H280 000112-70-9 91

Abundance Scan 2206 (15.963 min): BM049953.D\data.ms (-2202) (-~ | m/z 55.10 100.00%

58.1
7.1
5000

\
16.00

168.2 |
ob— ‘:‘w‘u Ay 20702460 8840 n/7 9.1 91.36%
m/z--> 50 100 150 200 250 300 350
Abundance #43471: Cyclododecane
55.0
5000 L
7.0 16.00

m/z 83.10 88.00%

1400
S-d ‘ ‘ \ T \ ‘\ T ‘\ T ‘ L ‘ L ‘ T T T ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #71738: 2-Tetradecene, (E)-

55.0

\
16.00

5000 43.10 80.23%
97.0
196.0
sol|lJ L o 0
m/z--> 50 100 150 200 250 300 350
Abundance #109471: n-Pentadecano
83.0 1600

41.10  71.19%

43.0
5000
25.0
LT, e

m/z--> 50 100 150 200 250 300 350 1600
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41625\
Data File : BM@49953.D

Acqg On : 16 Apr 2025 15:26
Operator : RC/JU

Sample : Q1810-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM040825.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 13 Benzene, (1-methyldecyl)- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.245 5.05 ng 1213530  Phenanthrene-d10 17.157
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyldecyl)- 232 C17H28 004536-88-3 87
2 Benzene, (1-methylhexyl)- 176 C13H20 002132-84-5 83
3 Benzene, (1-methylnonyl)- 218 C1l6H26 004537-13-7 72
4 Benzene, (1-methylheptyl)- 190 C14H22 000777-22-0 64
5 1-Hexene, 3-methyl-6-phenyl-4-(1... 294 C21H260 1010194-52-4 59
Abundance Scan 2254 (16.245 min): BM049953.D\data.ms (-2249) (- | m/z 105.10 100.00%
105.1
1600 1650
41.1 232.2 - -
Oty LA 147.0 189.1 "T17266.9 3410 1/, 106.05 13.07%
m/z--> 50 100 150 200 250 300
Abundance #114093: Benzene, (1-methyldecyl)-
105.0
5000
16.00 16.50
m/z 91.10 12.07%
\”\41\“.(‘)\ - \‘ “‘\ T \1\47‘(\)\ T \2\3\‘2\0‘ LB B
miz--> 50 100 150 200 250 300
Abundance #50971: Benzene, (1-methylhexyl)-
105.0
‘Y—‘—Y—Y—Y—Y—'—Y—Yﬁ
16.00 16.50
5000 m/z 232.20 7.48%
41.0 176.0
e
mlz--> 50 100 150 200 250 300
Abundance #96885: Benzene, (1-methylnonyl)- e T
105.0 16.00 16.50
m/z 104.05 4.41%
218.0
BN N/ R L UL
mlz--> 50 100 150 200 250 300 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41625\
Data File : BM@49953.D

Acqg On : 16 Apr 2025 15:26
Operator : RC/JU

Sample : Q1810-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM040825.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 14 Benzene, (1-methylundecyl)- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
17.063 3.68 ng 884513  Phenanthrene-di10 17.157
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylundecyl)- 246 C18H30 002719-61-1 95
2 Benzene, (1-methyldecyl)- 232 C17H28 004536-88-3 87
3 Benzene, (1-methylnonyl)- 218 C1l6H26 004537-13-7 72
4 Benzene, (1-methylheptyl)- 190 C14H22 000777-22-0 72
5 Benzene, (1-methyldodecyl)- 260 C19H32 004534-53-6 64
Abundance Scan 2393 (17.063 min): BM049953.D\data.ms (-2388) (- m/z 105.05 100.00%
105.1
5000
17.00 |
41.0 246.2 .
Oty 7L L | 147017612070 T 2810 1106 10 13.33%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #131094: Benzene, (1-methylundecyl)-
105.0
5000 — :

17.00
91.10 11.36%

246.0
550 | | 1470 189.0 \
\‘HH‘HH‘HH‘HH‘HH‘HH‘H\\’HH‘HH‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #114094: Benzene, (1-methyldecyl)-
105.0

1700
5000 m/z 246.20 6.86%
SO L 4T
m/z--> 50 40 dO 85 1601éO1401%01&02602&02402&02é0 k
Abundance #96887: Benzene, (1-methylnonyl)- sl
105.0 17.00

41.05 5.08%

- W
41 0 71

| 1470 18902180

—
m/z--> 20 40 60 80100120140160180200220240260280 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41625\
Data File : BM@49953.D

Acqg On : 16 Apr 2025 15:26
Operator : RC/JU

Sample : Q1810-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM040825.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 15 Cyclotetradecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.557 5.08 ng 1221890  Phenanthrene-d10 17.157
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetradecane 196 C14H28 000295-17-0 96
2 2-Tetradecene, (E)- 196 C14H28 035953-54-9 95
3 1-Hexadecanol 242 C16H340 036653-82-4 95
4 n-Pentadecanol 228 C15H320 000629-76-5 94
5 1-Tetradecanol 214 C14H300 000112-72-1 94
Abundance Scan 2477 (17.557 min): BM049953.D\data.ms (-2469) (- | m/z 83.10 100.00%
83.1
43.0
5000
25.1 PR |
17.50
— ‘M ¥ JM\ { L 10022070 2610 385 .. 5510 98.94%
m/z--> 50 100 150 200 250 300 350
Abundance #71733: Cyclotetradecane
55.0
5000 7.0 = ‘
17.50
‘ m/z 69.16  96.51%
196.0
T \“\ \“\‘H“ \‘“ \]\:3‘}9‘9\ ‘\ T ‘ L ‘ L ‘ L ‘ T
miz—-> 50 100 150 200 250 300 350
Abundance #71738: 2-Tetradecene, (E)-
55.0
T T
17.50
5000 m/z 43.05 84.99%
F?.o
196.0
sQ Uil w00 180
m/z--> 50 100 150 200 250 300 350
Abundance #126376: 1-Hexadecanol T
55.0 17.50
97.0 m/z 57.10 84.77%
5000 «WL/VJVJ\JL\AWWAJ
L e o0 )
m/z--> 50 100 150 200 250 300 350 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41625\
Data File : BM@49953.D

Acqg On : 16 Apr 2025 15:26
Operator : RC/JU

Sample : Q1810-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM040825.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 16 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.063 23.68 ng 5696220  Phenanthrene-d10 17.157
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 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 2563 (18.062 min): BM049953.D\data.ms (-2557) (- | m/z 73.00 100.00%
73

0
5000 1260
2132
T I
0 i W 100
-1 A Ll 8249 s cp.ee 78.55%
50

miz--> 100 150 200 250 300

Abundance #143510: n-Hexadecanoic acid
60.0

5000 129.0 R 1
18.00
171.0 213.0 2560 m/z 43.10 74.85%
M L ﬂh”\ ‘\u‘\ u ‘ ‘ ‘ | “ I ‘\
L T ‘ LI B ‘ T T T ‘ T TT ‘ L ‘ L
50

——

—

B

m/z--> 100 150 200 250 300
Abundance #109281: Tetradecanoic acid
73.0
T T \
18.00
5000 ITI/Z 57.10 64.61%
129.0
29. 185.0 228.0
, ““ LM ‘M‘\‘H} “ ‘ \‘m‘\ “\‘ \‘ , “\‘ e
m/z--> 50 100 150 200 250 300
Abundance #126199: Pentadecanoic acid T
73.0 18.00
m/z 55.10 62.25%
5000 129.0
29.
199.0 2420
ST TP DU T i )
m/z--> 50 100 150 200 250 300 18.00
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Data Path :
Data File :

Acqg On
Operator
Sample

Misc

ALS vial

Quant Method
Quant Title

TIC Library

. 16

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41625\
BM@49953.D

Apr 2025 15:26

: RC/JU
: Q1810-02

11

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM040825.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 17 9-Octadecenoic acid, (E)- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
19.221 6.79 ng 1632870  Phenanthrene-d10 17.157
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 95
2 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 95
3 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 93
4 cis-Vaccenic acid 282 C18H3402 000506-17-2 93
5 9-Octadecenoic acid 282 C18H3402 002027-47-6 91

Abundance Scan 2760 (19.221 min): BM049953.D\data.ms (-2752) (- | m/z 55.10 100.00%

5:
5000 Mv\wfﬂvaJA\J\*wwa»w

—
2021 2641 19.00 19.50

15512027

0 “WM “H““‘u‘ﬂ‘u“H‘Q??QﬂpﬁQ m/z 69.10  84.35%
m/z--> 50 100 150 200 250 300 350 400
Abundance #176224: 9-Octadecenoic acid, (E)-
55.0
5000 — —
1.0 19.00 19.50
: 264.0 m/z 41.05 74.73%
‘H | 165:0 220.0
— “‘\‘ L \‘\“\Luﬂh u“h‘h‘ e
m/z--> 50 100 150 200 250 300 350 400
Abundance #176229: trans-13-Octadecenoic acid
55.0
— —
19.00 19.50
5000 m/z 43.18  60.56%

jito 2640
L o0 2002t
m/z--> 50 100 150 200 250 300 350 400

Abundance #176218: cis-13-Octadecenoic acid T 7
55.0 19.00 19.50
m/z 83.10 59.75%
5000
111.0
264.0
: ‘\L U\‘\ ‘ M“ u“u\ \“\h“mu\ I\‘ ‘\\6“\5‘9‘ ‘2‘29‘0‘ ‘ “‘ e . . ——
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@41625\
Data File : BM@49953.D

Acqg On : 16 Apr 2025 15:26
Operator : RC/JU

Sample : Q1810-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM040825.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 18 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.339 10.99 ng 2422920  Chrysene-d12 21.398
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 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
5 Tridecanoic acid 214 C13H2602 000638-53-9 74
Abundance Scan 2780 (19.339 min): BM049953.D\data.ms (-2776) (- | m/z 73.05 100.00%
73.0
5000 129.0 b%/ANA\V\MAWJR
185.1 241 2
= ——
‘ ‘ 284.3 19.00 19.50
0 Al M Lol 3604002 T 10 ga.osy
m/z--> 50 100 150 200 250 300 350 400
Abundance #179093: Octadecanoic acid
73.0
129.0
5000p8. 284.0 - ——
185.0 241.0 19.00 19.50
m/z 60.00 80.09%
I’M’
m/z--> 50 100 150 200 250 300 350 400
Abundance #126203: Pentadecanoic acid
73.0
— — =
19.00 19.50
5000 129.0 m/z 57.10 71.99%
29.
199.0242.0
HJ’H‘\ w‘“l }M‘\‘H\ ‘ “ ‘ “ L ’ -
m/z--> 50 100 150 200 250 300 350 400
Abundance #109281: Tetradecanoic acid “ 7
73.0 19.00 19.50
m/z 55.10 66.17%
5000 129.0
29. 185.0228.0
““ \“Jyu‘u“ \\M‘ h” ML ul ‘\‘\‘n‘\ “\‘ \‘ , “\‘ CE — —r—
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@41625\
Data File : BM@49953.D

Acqg On : 16 Apr 2025 15:26
Operator : RC/JU

Sample : Q1810-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM040825.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 19 Cyclohexadecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

19.604 3.52 ng 776694  Chrysene-di12 21.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 94
2 Eicosyl acetate 340 C22H4402 000822-24-2 94
3 1-Docosanethiol 342 C22H46S 007773-83-3 93
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 93

Abundance Scan 2825 (19.604 min): BM049953.D\data.ms (-2821) (- | m/z 43.10 100.00%

43.1
1
5000

7.

—
19.50 20.00

1541 224.2
158 2282 283.1 3564 476 .. g3.1p  63.12%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #104594: Cyclohexadecane
55.0
5000 7 —
1110 19.50 20.00

m/z 55.10 57.01%

224.0
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #248973: Eicosyl acetate
43.0

$7.0 1950 20,00
5000 m/z 97.18  56.25%
Lsso 2520 mso M

miz—> 0 50 100 150 200 250 300 350 400 450
Abundance #251509: 1-Docosanethiol T —
430 g7, 19.50 20.00

m/z 57.10  55.30%

5000
308.0
153.0
\‘ U “ 208.0

—
m/z--> 0 50 100 150 200 250 300 350 400 450 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41625\
Data File : BM@49953.D

Acqg On : 16 Apr 2025 15:26
Operator : RC/JU

Sample : Q1810-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM040825.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 20 Terephthalic acid, 3-methyl... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
22.503 3.24 ng 714688  Chrysene-di12 21.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Terephthalic acid, 3-methylbut-2... 348 C21H3204 1000356-27-6 80
2 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 58
3 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 58
4 4-(Butoxycarbonyl)benzoic acid 222 C12H1404 001818-06-0 42
5 Terephthalic acid, 2-ethylhexyl ... 390 C24H3804 1000324-00-5 38
Abundance Scan 3318 (22.503 min): BM049953.D\data.ms (-3315) (- m/z 70.10 100.00%
70.1
149.0
261.1
5000
U 1
L) 1 00258 o7 s
bl L Ly 39514151 489.2549. 7 149,00 80.36%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #257919: Terephthalic acid, 3-methylbut-2-yl octyl ester
261.0
5000 e
700 22.50
149.0 m/z 261.10 66.28%
\‘\\H‘\\"\\‘M\‘\\“\L\\‘\‘\\‘\‘ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #295778: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
U \
149.0 261.0 22.50
5000 m/z 112.18  47.07%
WL L seno
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #295779: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl) e |
70.0 22.50
149.0 261.0 m/z 167.00  41.50%
5000 '_JL
UL L e JL
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41625\
Data File : BM@49953.D

Acqg On : 16 Apr 2025 15:26
Operator : RC/JU

Sample : Q1810-02

Misc :

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM040825.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|
Pentanal 3.134 3.7 ng 523984 1 7.769 2861140 20.0
Hexanal 4.322 5.3 ng 753378 1 7.769 2861140 20.0
2-Pentanone, 4-... 4.887 18.0 ng 2581060 1 7.769 2861140 20.0
Heptanal 5.828 7.0 ng 1002080 1 7.769 2861140 20.0
2-Pentanone, 4-... 5.963 7.7 ng 1103420 1 7.769 2861140 20.0
Octanal 7.463 6.9 ng 988302 1 7.769 2861140 20.0
Nonanal 9.092 7.0 ng 1003870 1 7.769 2861140 20.0
Ethanol, 2-phen... 10.922 12.7 ng 2068390 2 10.563 3245860 20.0
1-Decene 14.069 94.2 ng 22452200 3 14.410 4765640 20.0
Benzene, (1-met... 15.363 3.4 ng 808997 3 14.410 4765640 20.0
Benzene, (1-but... 15.610 2.9 ng 686788 3 14.410 4765640 20.0
Cyclododecane 15.963 40.6 ng 9771660 4 17.157 4810600 20.0
Benzene, (1-met... 16.245 5.0 ng 1213530 4 17.157 4810600 20.0
Benzene, (1-met... 17.063 3.7 ng 884513 4 17.157 4810600 20.0
Cyclotetradecane 17.557 5.1 ng 1221890 4 17.157 4810600 20.0
n-Hexadecanoic ... 18.063 23.7 ng 5696220 4 17.157 4810600 20.0
9-Octadecenoic ... 19.221 6.8 ng 1632870 4 17.157 4810600 20.0
Octadecanoic acid 19.339 11.0 ng 2422920 5 21.398 4407720 20.0
Cyclohexadecane 19.604 3.5 ng 776694 5 21.398 4407720 20.0
Terephthalic ac... 22.503 3.2 ng 714688 5 21.398 4407720 20.0
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