LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE111224\
Data File : BE101585.D

Acqg On : 12 Nov 2024 16:37
Operator : RC/JU

Sample : P4738-01

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 E\Methods\8270-BE110624.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BE101585.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.671 10 14 29 rVB 1177862 1340863 36.74% 4.263%
2 2.865 42 47 55 rBvV 454846 569371 15.60% 1.810%
3 3.017 55 73 75 rVWW6 42681 170916 4.68%  0.543%
4 3.053 75 79 83 rVB 47115 69708 1.91% 0.222%
5 3.188 98 102 120 rVB 116010 166790 4.57% 0.530%
6 5.309 456 463 479 rBV 435300 728368 19.96%  2.315%
7 5.432 479 484 499 rVB 100710 150726 4.13% 0.479%
8 6.778 705 713 728 rBv2 18487 49719 1.36% ©0.158%
9 6.936 732 740 763 rBV 431227 846978 23.21% 2.693%
106 7.553 838 845 851 rBV 138248 221946 6.08% 0.706%
11 8.282 961 969 995 rBV 841307 1605011 43.98% 5.102%
12 8.575 1014 1019 1025 rBV 31037 45506 1.25% 0.145%
13 8.763 1043 1051 1066 rBV 296920 499675 13.69% 1.588%
14  8.957 1077 1084 1095 rBV 29917 71253  1.95% 0.227%
15 9.886 1216 1242 1249 rBV 275163 1347031 36.91% 4.282%

16 10.320 1309 1316 1319 rBV 219709 419333 11.49%

1.
17 10.691 1371 1379 1404 rBV 739863 1523176 41.73%  4.842%
18 11.067 1437 1443 1451 rBV 54908 96078 2.63% ©.305%
19 11.302 1473 1483 1500 rBV 596785 1222270 33.49%  3.886%
20 11.584 1526 1531 1539 rVB2 25634 50297 1.38% ©.160%

21 12.518 1682 1690 1701 rBV2 119162 300432 8
22 12.782 1729 1735 1741 rBV 807005 1190816 32.
23 12.847 1741 1746 1752 rVB 65546 97108 2.66%
24 13.393 1832 1839 1847 rBV5 22547 67881 1
25 13.505 1848 1858 1863 rBve 45514 105741 2

OO0 WOo
w
[
o
B

26 13.617 1872 1877 1883 rBV6 21324 39547 1.08%
27 13.758 1895 1901 1914 rBV 701101 1171745 32.10%
28 13.928 1926 1930 1934 rVB 134665 165602  4.54%

ONOWO
Ul
N
o))
R

29 14.163 1961 1970 1976 rBV2 394732 659438 18.07% 096%
30 14.539 2029 2034 2037 rBV2 36963 55063 1.51% 175%
31 14.610 2042 2046 2060 rVB6 37652 90730 2.49%  ©.288%
32 14.751 2066 2070 2082 rVB7 44078 103370 2.83% 0.329%
33 14.874 2084 2091 2096 rVV 190381 264958 7.26%  0.842%
34 15.274 2154 2159 2164 rVB 82536 130855 3.59% 0.416%
35 15.485 2191 2195 2199 rBv4 31113 63652 1.74%  ©.202%

36 15.532 2199 2203 2208 rVB 121829 158670 4.35%  0.504%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE111224\
Data File : BE101585.D

Acqg On : 12 Nov 2024 16:37
Operator : RC/JU

Sample : P4738-01

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 E\Methods\8270-BE110624.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 15.632 2215 2220 2222 rBV 189267 280648 7.69% 0.892%
38 15.673 2222 2227 2232 rVW 966694 1450860 39.75% 4.612%
39 15.732 2232 2237 2243 rVWV 283048 516077 14.14% 1.641%
40 15.791 2244 2247 2253 rVB5 34262 61094 1.67% 0.194%
41 16.343 2338 2341 2343 rVV2 42105 54069 1.48% 0.172%
42 16.372 2343 2346 2351 rVB3 65449 88123 2.41% 0.280%
43 16.507 2365 2369 2373 rBV 190305 220348 6.04% 0.700%
44 16.554 2373 2377 2389 rVV2 114541 283274 7.76%  0.901%
45 16.748 2407 2410 2413 rVB 51390 60620 1.66% ©0.193%
46 16.901 2431 2436 2442 rBV 458689 652698 17.88% 2.075%
47 17.142 2474 2477 2481 rVB 63612 80634 2.21% 0.256%
48 17.230 2488 2492 2498 rBV 172077 223914 6.14% 0.712%
49 17.436 2523 2527 2531 rBV 136769 165396 4.53% 0.526%
50 17.483 2531 2535 2537 rBV2 78690 111349 3.05% 0.354%
51 17.559 2544 2548 2549 rBV 67969 82727 2.27% 0.263%
52 17.665 2562 2566 2571 rBV 119023 154783 4.24% 0.492%
53 17.729 2573 2577 2581 rVV 139182 220863 6.05% 0.702%
54 17.776 2583 2585 2592 rVvV3 103484 158239 4.34% 0.503%
55 17.853 2594 2598 2603 rVV 275530 379094 10.39%  1.205%
56 17.906 2603 2607 2612 rVB2 173941 221754 6.08% 0.705%
57 18.135 2641 2646 2659 rBV 1449237 1958572 53.66% 6.226%
58 18.540 2712 2715 2719 rVB2 136854 160839 4.41% 0.511%
59 19.116 2810 2813 2817 rBV3 124322 176761 4.84% 0.562%
60 19.292 2838 2843 2850 rBV4 260080 624685 17.12%  1.986%
61 19.498 2873 2878 2881 rBV 2170946 3649762 100.00% 11.603%
62 20.567 3057 3060 3068 rvVv4 416657 727491 19.93% 2.313%
63 20.644 3069 3073 3080 rVB3 553599 881407 24.15%  2.802%
64 21.067 3141 3145 3149 rVB 659509 849696 23.28% 2.701%
65 21.819 3271 3273 3277 rVB 139403 145347 3.98% 0.462%

66 23.346 3528 3533 3540 rVB 4860511 954559 26.15%  3.035%

Sum of corrected areas: 31456306
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE111224\
Data File : BE101585.D

Acqg On : 12 Nov 2024 16:37
Operator : RC/JU

Sample : P4738-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE110624.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BE101585.D\data.ms
2500000

2000000

1500000
.671

1000000 8.282
' 10.691

11.30:
5000001 |2-865 5.309 6.936

8.763 9.886 10.320
7.553 ’
H? ot S esdossr /||| || s

Time--> 300 350 400 450 500 550 600 650 700 750 800 850 900 950 10.00 10.50 11.00
Abundance TIC: BE101585.D\data.ms

2500000

o

19.498

2000000

18.135
1500000

15.673

1000000
12.782

19.293
18.540 19.11

500000

12.51
1.584 847 13

O e e e e e e B e e e e e L e e e B 0 e e e e e

Time--> 11.50 12.00 1250 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
Abundance TIC: BE101585.D\data.ms

2500000

2000000

1500000 21067
26%8%4

1000000
21.819 23.346

500000

0 \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\
Time--> 20.50 21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE111224\
Data File : BE101585.D

Acqg On : 12 Nov 2024 16:37
Operator : RC/JU

Sample : P4738-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE110624.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 Propane, 2,2-dimethoxy- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.671 120.83 ng 1340860 1,4-Dichlorobenzene-d4 7.553
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 50
2 N-Ethylformamide 73 C3H7NO 000627-45-2 9
3 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9
4 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9
5 2-Acetamido-N-methylacetamide 130 C5H1eN202 007606-79-3 9

Abundance  Scan 14 (2.671 min): BE101585.D\data.ms (-10) (-) m/z 73.10 100.00%

73.1

?

5000
RN RN S A RRRRRRR RS
2.702.802.903.003.10
Ol f 1 1398 207.0265.8  374.34352494.1 /7 43.10  48.11%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5398: Propane, 2,2-dimethoxy-
73.0
5000 IEAARARRNRAREE R ERRRE RN
2.702.802.903.003.10
m/z 89.05 29.48%
OJH“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #836: N-Ethylformamide
73.0
2.702.802.903.003.10
5000 m/z 41.10 9.51%
5. )‘
Ok 1“_m_m‘uH_m‘HH_m‘mwmwm‘mw
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2401: Propane, 2-methoxy-2-methyl-
73.0 2.702.802.903.003.10
m/z 45.05 7.04%
5000
J159, \ /o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 2.702.802.903.003.10
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

12

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_E\Data\BE111224\
BE101585.D

Nov 2024 16:37

: RC/JU
: P4738-01

12

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE110624.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 2 Butane, 2-methoxy-2-methyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
2.865 51.31 ng 569371 1,4-Dichlorobenzene-d4 7.553
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 22
Abundance  Scan 47 (2.865 min): BE101585.D\data.ms (-42) (-) m/z 73.05 100.00%

73.0
5000

2.80 3.00 3.20

o

Lol 1490 2601 3621 43234911549  nm/z 43.10  36.45%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl- L
73.0
5000 \\/\k
2.80 3.00 3.20
m/z 87.10 25.48%

o

Al
\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0

2.80 3.00 3.20
5000 m/z 55.10 24.99%

I L}b

0 m_mwWm_m_m_m_m‘wwww
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #2307: 1,3-Dioxolane, 2-methyl- R B
73.0 2.80 3.00 3.20
m/z 41.10 11.56%
) J\J\
0 J\u‘“Hl"HH‘HHWHWHWH‘HHWHWHWH_ AL U —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE111224\
Data File : BE101585.D

Acqg On : 12 Nov 2024 16:37
Operator : RC/JU

Sample : P4738-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE110624.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 Propanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
3.017 15.40 ng 170916 1,4-Dichlorobenzene-d4 7.553

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid 74 C3H602 000079-09-4 83
2 N,N-Dimethylformamide diisopropy... 175 C9H21NO2 018503-89-4 50
3 Isoxazolidine 73 C3H7NO 000504-72-3 38
4 Butanedioic acid, mercapto- 150 C4H604S 000070-49-5 16
5 Thiocyanic acid, methyl ester 73 C2H3NS 000556-64-9 9
Abundance  Scan 73 (3.017 min): BE101585.D\data.ms (-55) (-) m/z 74.05 100.00%
74.0

%

5000
R EARARARERAEEES
2.80 3.00 3.20 3.40
obrddl 1350 20692688 3439 4174 5337 /7 45.10  87.38%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #933: Propanoic acid
74.0
5000
2.80 3.00 3.20 3.40
m/z 73.10 52.62%
015 "
‘\\ 1‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #50432: N,N-Dimethylformamide diisopropyl acetal
453.0

2.80 3.00 3.20 3.40
5000 m/z 57.10 38.56%

131.0
OTMLL‘"\IH*J‘w‘*l‘*’wH*wHH\*HwHHw*w”w”wmw

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #834: Isoxazolidine A AN
45.0 2.80 3.00 3.20 3.40

m/z 55.10  38.22%

=

5000

-

.

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE111224\
Data File : BE101585.D

Acqg On : 12 Nov 2024 16:37
Operator : RC/JU

Sample : P4738-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE110624.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
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 4 Acetoin Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
3.188 15.03 ng 166790 1,4-Dichlorobenzene-d4 7.553
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetoin 88 (C4H802 000513-86-0 86
2 Propane, 1-methoxy-2-methyl- 88 C5H120 000625-44-5 56
3 Ethanol, 2-(vinyloxy)- 88 C4H802 000764-48-7 9
4 Isoamyl lactate 160 C8H1603 019329-89-6 9
5 CH3C(0)CH2CH20H 88 (C4H802 000590-90-9 5
Abundance  Scan 102 (3.188 min): BE101585.D\data.ms (-98) (-) m/z 45.05 100.00%
45.0
5000
2.80 3.00 3.20 3.40 3.60
obrrrrd 1190 207.0 2811 3761 44795130 ;m/z 43.16  60.36%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2258: Acetoin
45.0
5000 [T T i T[T it
2.80 3.00 3.20 3.40 3.60
m/z 88.05 8.73%
O ‘\\U\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2397: Propane, 1-methoxy-2-methyl-
45.0
ST T
2.80 3.00 3.20 3.40 3.60
5000 m/z 42.10 6.46%
0 _“”«“‘mHMmwH,mwH,w_ww_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2296: Ethanol, 2-(vinyloxy)- R ERRSREES S SRS
45.0 2.80 3.00 3.20 3.40 3.60
m/z 44.10 3.21%
) | MM
0 : e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 2.80 3.00 3.20 3.40 3.60

8270-BE110624.M Wed Nov 13 14:51:51 2024

Page: 7



Data Path : Z
Data File : B

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_E\Data\BE111224\
E101585.D

Acqg On : 12 Nov 2024 16:37
Operator : RC/JU

Sample : P4738-01

Misc

ALS vial : 1

Quant Method
Quant Title

TIC Library

2  Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE110624.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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-Heptanone Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.

5.432 13.58 ng 150726 1,4-Dichlorobenzene-d4 7.553
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptanone 114 C7H140 000110-43-0 91
2 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 86
3 2-Hexanone, 4-methyl- 114 C7H140 000105-42-0 53
4 1-Butoxy-2-propanol acetate 174 C9H1803 085409-76-3 39
5 3-Oxetanol, 2,2,3-trimethyl- 116 C6H1202 025910-96-7 36

Abundance Scan 484 (5.432 min): BE101585.D\data.ms (-479) (-)

9.

m/z 43.10 100.00%

5000

-

SESUE LN
" 5.20 5.40 5.60 5.80
ol A0S 209.2 28103437 4146 5029 4/, sg1e  59.32%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8423: 2-Heptanone
43.0
5000 LB B B I I
5.20 5.40 5.60 5.80
m/z 71.10 16.20%
Ly | 10
O\HW H‘r‘HH‘\\H’\H\‘H\\‘\H\‘\H\‘HH‘\\H‘\H\‘\

‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

o

Abundance #8507: 2-Hexanone, 5-methyl-
43.0
T R
5.20 5.40 5.60 5.80
5000 m/z 41.10 11.13%
| H 114.0
L e o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8492: 2-Hexanone, 4-methyl- e
43.0 5.20 5.40 5.60 5.80
m/z 59.05 10.41%
) Jk
114.0
o_“‘UJ“"’M‘um_‘H,‘Hw"wWWWWWW

5.20 5.40 5.60 5.80

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_E\Data\BE111224\

Data File : BE101585.D

Acqg On : 12 Nov 2024 16:37
Operator : RC/JU

Sample : P4738-01

Misc

ALS vial : 12

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE110624.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 6 1-Octanol Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
8.282 144.63 ng 1605010 1,4-Dichlorobenzene-d4 7.553
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octanol 130 C8H180 000111-87-5 90
2 Cyclopropane, pentyl- 112 C8H16 002511-91-3 78
3 Formic acid, octyl ester 158 C9H1802 000112-32-3 59
4 Formic acid, heptyl ester 144 C8H1602 000112-23-2 59
5 1-Heptene 98 C7H14 000592-76-7 59
Abundance Scan 969 (8.282 min): BE101585.D\data.ms (-961) (-) m/z 56.10 100.00%

56.1
5000

S
| 8.00 8.20 8.40 8.60
4i11.129.0 2081 2809 354.9 4301 5049 = m/z 55.10  91.38%

I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15647: 1-Octanol
56.0

5000 I SN NS S—
I

o

8.00 8.20 8.40 8.60
m/z 41.10 85.31%

‘\\T\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7559: Cyclopropane, pentyl-
56.0

8.00 8.20 8.40 8.60
m/z 69.10 68.42%

o

5000

O ‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #35336: Formic acid, octyl ester I ARERSEEE SRS

41.0 8.00 8.20 8.40 8.60
m/z 43.05 65.75%

5000
}112 .0
0 b1 |

el
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE111224\
Data File : BE101585.D

Acqg On : 12 Nov 2024 16:37
Operator : RC/JU

Sample : P4738-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE110624.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 Octanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.886 64.25 ng 1347030  Naphthalene-d8 10.320

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 83
2 Propanedioic acid, propyl- 146 C6H1004 000616-62-6 50
3 Pentanoic acid 102 C5H1002 000109-52-4 50
4 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 47
5 Hexanoic acid 116 C6H1202 000142-62-1 46
Abundance Scan 1242 (9.886 min): BE101585.D\data.ms (-1216) (-) m/z 60.05 100.00%
60.0
5000 /t
— — =
H h L 00 | 9.50 10.00
Of Al 1290 207.1 281.6 3565 424.8489.2548. /7 73,10  73.46%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24060: Octanoic acid
60.0
5000 — —
9.50 10.00
} ’ m/z 43.10 43.91%
O \\”f“‘lll\h\W\‘]\-14\4‘.\0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #25222: Propanedioic acid, propyl-
60.0
— —r
9.50 10.00
5000 m/z 41.10 39.64%
0 H‘Nf “i T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4774 Pentanoic acid T —
60.0 9.50 10.00
m/z 55.10 34.81%
5000 /L‘J\
oH“‘lm“'Hu"H‘_m"H‘_H‘_‘WWWWWW — a—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.50 10.00

8270-BE110624.M Wed Nov 13 14:51:56 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE111224\
Data File : BE101585.D

Acqg On : 12 Nov 2024 16:37
Operator : RC/JU

Sample : P4738-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE110624.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 Mequinol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

10.691 72.65 ng 1523180 Naphthalene-d8 10.320
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mequinol 124 C7H802 000150-76-5 97
2 Phenol, 2-methoxy- 124 C7H802 000090-05-1 94
3 Ethanone, 1-(2-methyl-1-cyclopen... 124 C8H120 003168-90-9 87
4 2-Acetyl-5-methylfuran 124 C7H802 001193-79-9 72
5 Ethanone, 1-(1-cyclohexen-1-yl)- 124 C8H120 000932-66-1 72

Abundance Scan 1379 (10.691 min): BE101585.D\data.ms (-1371) (- m/z 108.95 100.00%

100.0
5000
—— —
39.? 10.50 11.00
O bido L 1672 28113411 429.3487.4545:  n/7 124.10  88.80%
m/z—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11897: Mequinol
100.0
5000 —

T
10.50 11.00
m/z 81.05 53.85%

39#
TR

O = e
m/z--> 6 5b 160 1%0 260 2%0 360 3%0 460 4%0 560 5%0
Abundance #11911: Phenol, 2-methoxy-
109.0
. N
10.50 11.00
5000 m/z 53.05 23.07%
27.0
O\HMW“WW N A R SRR SRR LA RN RN SRR /\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #12093: Ethanone, 1-(2-methyl-1-cyclopenten-1-yl)- — —
109.0 10.50 11.00

m/z 39.10 8.92%

I l ;

g e

\ =
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.50

11.00

8270-BE110624.M Wed Nov 13 14:51:57 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE111224\
Data File : BE101585.D

Acqg On : 12 Nov 2024 16:37

Operator : RC/JU

Sample : P4738-01

Misc

ALS vial : 12

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE110624.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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-Decanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.302 58.30 ng 1222270  Naphthalene-d8 10.320
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decanol 158 C10H220 000112-30-1 91
2 Cyclooctane 112 C8H16 000292-64-8 87
3 1-Undecanol 172 C11H240 000112-42-5 86
4 1-Decene 140 C1eH20 000872-05-9 80
5 Cyclopropane, 1-ethyl-2-heptyl- 168 C12H24 074663-86-8 64

55.1

5000

o

Abundance Scan 1483 (11.302 min): BE101585.D\data.ms (-1473) (-

Ms 1 208.0272.1 340640134615 532.9

m/z--> 0 50

100 150 200 250 300 350 400 450 500 550

Abundance

5000

|

o

.0

#34584: 1-Decano

‘JL4OO

m/z--> 0 50

100 150 200 250 300 350 400 450 500 550

Abundance
56.0

5000

#7496: Cyclooctane

o

m/z--> 0 50

100 150 200 250 300 350 400 450 500 550

Abundance

5000

#47365: 1-Undecano

|| ass0

m/z 55.10 100.00%

-

T
11.00 11.50

m/z 70.10 84.17%

T ‘
11.00 11.50

m/z 56.10  83.13%

%

T
11.00 11.50

m/z 43.10 82.36%

—

T
11.00 11.50

m/z 41.10 81.47%

okl
mlz--> 0 50

100 150 200 250 300 350 400 450 500 550

—

1 [
11.00 11.50

8270-BE110624.M Wed Nov 13 14:51:59 2024
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Data Path :
Data File :
Acqg On

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_E\Data\BE111224\
BE101585.D
: 12 Nov 2024 16:37

Operator : RC/JU

Sample
Misc

ALS vial : 12

Quant Method
Quant Title

TIC Library

. P4738-01

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE110624.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 10 n-Decanoic acid Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
12.518 9.11 ng 300432  Acenaphthene-d10 14.163
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 91
2 Undecanoic acid 186 C11H2202 000112-37-8 72
3 Nonanoic acid 158 C9H1802 000112-05-0 50
4 Hexanoic acid 116 C6H1202 000142-62-1 43
5 Decanoic acid, silver(1+) salt 278 C1OH19Ag02 013126-67-5 40

Abundance Scan 1690 (12.518 min): BE101585.D\data.ms (-1682) (- m/z 73.05 100.00%
13.0

9

=

5000
T [
| H ﬂ:’)'l 2232 3247 417.2480.1538.4 12.50
Ol L] 2232 324.7 417248015384 n/z 60.16  99.96%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #46965: n-Decanoic acid
60.0
5000 129.0 WA ‘
12.50
’ m/z 43.10  59.41%
O‘\\”\H‘ I}\\‘“‘WI‘\M\}\\‘\\{\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

-

Abundance #60689: Undecanoic acid
60.0
U \
12.50
5000 ITI/Z 41.10 55.54%
129.0
0\'m““'\18]0,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #35299: Nonanoic acid T ‘
60.0 12.50
m/z 55.10 49.27%
5000
H 1f90
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.50

8270-BE110624.M Wed Nov 13 14:52:00 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE111224\
Data File : BE101585.D

Acqg On : 12 Nov 2024 16:37
Operator : RC/JU

Sample : P4738-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE110624.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 1-Decene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.758 35.54 ng 11717560  Acenaphthene-d10 14.163
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decene 140 C10H20 000872-05-9 95
2 Cyclooctane, 1,2-dimethyl- 140 C1oH20 013151-94-5 93
3 1-Dodecanol 186 C12H260 000112-53-8 91
4 1-Undecanol 172 C11H240 000112-42-5 91
5 1-Tetradecene 196 C14H28 001120-36-1 76

Abundance Scan 1901 (13.758 min): BE101585.D\data.ms (-1895) (- m/z 55.10 100.00%

55.1
5000

‘ | ‘\ 140.2 13.50 14.00
bbbl [ 220.2281.0 354.74151474.1534.7 /7 69.16  85.54%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #20642: 1-Decene
58.0
5000 — P
13.50 14.00

m/z 43.10  83.44%

” 1400
0‘\\\‘\‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #20716: Cyclooctane, 1,2-dimethyl-
55.0

13.50 14.00
5000 m/z 41.10 78.87%
{111
O‘H‘WJth‘w‘u‘W‘H‘_‘H‘H‘W‘H‘_‘H,H‘W‘H‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #61049: 1-Dodecanol =T T
69.0 13.50 14.00

m/z 56.10  72.15%

5000
\1400
ol L] | A

m/z--> 0 50 100 150 200 250 300 350 400 450 500 13.50 14.00

8270-BE110624.M Wed Nov 13 14:52:02 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE111224\
Data File : BE101585.D

Acqg On : 12 Nov 2024 16:37
Operator : RC/JU

Sample : P4738-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE110624.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 12 Hexadecane Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
14.874 8.04 ng 264958  Acenaphthene-di10 14.163
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Nonadecane 268 C19H40 000629-92-5 90
3 Tridecane 184 C13H28 000629-50-5 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Heptadecane 240 C17H36 000629-78-7 90

Abundance Scan 2091 (14.874 min): BE101585.D\data.ms (-2084) (- m/z 57.10 100.00%
57.1

-

5000
2 -
- 14.50 15.00
ol AT 2262 3270 4163 489.0849. ., 4310 73.79%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107219: Hexadecane
57.0
5000 - i
14.50 15.00
m/z 71.10 64.03%
M P 70  226.0
O \\H‘VHW‘WTMJ#\I\W‘l‘\‘f\\f\‘\\\\\\\\\\\\\\\\\\\\\\\\\\\
[ [ | [ [ [ [ [ [ [ [ [

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

-

Abundance #158600: Nonadecane
57.0
— T
14.50 15.00
5000 ITI/Z 85.10 40.17%
0 J‘ |1 1210 197.0 268.0
A A e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59029: Tridecane — —
57.0 14.50 15.00
m/z 41.10 34.22%
B vxKA/\Mf\JKMAWwww/\J
ol || L12r01850
e e e e e — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.50 15.00

8270-BE110624.M Wed Nov 13 14:52:03 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE111224\
Data File : BE101585.D

Acqg On : 12 Nov 2024 16:37
Operator : RC/JU

Sample : P4738-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE110624.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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.732 15.81 ng 516077  Phenanthrene-d10 16.901
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
2 Pentadecane, 7-methyl- 226 C16H34 006165-40-8 90
3 Tetracosane 338 C24H50 000646-31-1 90
4 Heptacosane 380 C27H56 000593-49-7 90
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 90

Abundance Scan 2237 (15.732 min): BE101585.D\data.ms (-2232) (- m/z 57.10 100.00%

57.1
5000

— —

1 Ly 2771 240.3302.9  401.0  490.2548. 1559 16.00
O 2200 9029 ALY 40238 m/z 71.10  70.46%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- MJ\VW
57.0
5000 e —
15.50 16.00

m/z 43.10 67.38%

0"‘r\“‘\““i‘d‘]_‘lﬁz.‘l(‘)"“2‘%‘]-‘.‘0‘“‘2‘9‘6"‘(‘)‘“““““““““““‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107232: Pentadecane, 7-methyl-
57.0

1 7
15.50 16.00

5000 m/z 85.10 42.32%
140.0
AT
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246481: Tetracosane — —
57.0 15.50 16.00

m/z 41.10  29.84%

- /\/\/\NL\N
| H || 1270 197.0 267.0 338.0

O R anan — —
miz--> 50 100 150 200 250 300 350 400 450 500 550 15.50 16.00

8270-BE110624.M Wed Nov 13 14:52:05 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE111224\
Data File : BE101585.D

Acqg On : 12 Nov 2024 16:37
Operator : RC/JU

Sample : P4738-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE110624.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 Tetracosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.554 8.68 ng 283274  Phenanthrene-di10 16.901
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Tridecane, 4-methyl- 198 C14H30 026730-12-1 90
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
5 Hexadecane 226 C16H34 000544-76-3 87
Abundance Scan 2377 (16.554 min): BE101585.D\data.ms (-2373) (- m/z 57.10 100.00%
57.1
o WMW
J 27.1 16.50 |
1971 :
o‘HH"‘-w‘mmw,u‘?ﬁ’?“g_?’ﬁf':?ﬁ??;%M?’ﬁ?;?wm m/z 71.10  81.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #246481: Tetracosane
57.0
5000 — ‘
16.50
m/z 43.10 57.11%
| lLp7o1em0067 03380
‘\H‘\\\f}l\\T‘HH’\\H‘\\H‘l\\\‘\\\\‘\\H‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #74008: Tridecane, 4-methyl-
43.0
T \
16.50
5000 m/z 85.10 47 .04%
d ‘ 155.0
L S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane T ‘
57.0 16.50
m/z 41.10 24.71%
- \A$ﬂJva\AAM¢~A“«uM\*
o /] 1 || £27:0197.0267.0337.0407.0 491.0562.0
e A e e e e ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 16.50

8270-BE110624.M Wed Nov 13 14:52:07 2024 Page: 17



Data Path

Data File :

Acqg On
Operator
Sample
Misc

ALS vial

¢ Z:\svoasrv\HPCHEM1\BNA_E\Data\BE111224\
BE101585.D

Library Search Compound Report

: 12 Nov 2024 16:37
: RC/JU
: P4738-01

: 12 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE110624.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 Dodecane, 2-methyl-6-propyl- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
17.230 6.86 ng 223914  Phenanthrene-di10 16.901
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 94
2 Octacosane 394 C28H58 000630-02-4 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Nonadecane 268 C19H40 000629-92-5 90

Abundance Scan 2492 (17.230 min): BE101585.D\data.ms (-2488) (- m/z 57.10 100.00%

57.1
5000

127.1
WLl 211126813271 4151 520.2
H‘u‘ﬂhﬂﬁuw“H‘H‘w“u‘u“_‘u‘u“_‘u‘u“_ m/z 71.10

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0

o

5000 — —
17.00 17.50
m/z 43.10 68.86%
140.0
O\\\‘\‘[‘ J\‘\'\‘!T“\‘\TI‘\1\'\‘2\2\6\.\0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298426: Octacosane
57.0
—— —
17.00 17.50
5000 m/z 85.10 46.82%

o

127.0
\‘u \‘\ Ii .\’ Jﬁ |l .\1\9‘7'.0 281.0 394.0
L B L B R R B B N R BB S M
m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #287977: Heptacosane T
57.0 17.00 17.50
m/z 41.10

h M

0 111270 197.0 2670 3800
L —— —

T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.00 17.50

8270-BE110624.M Wed Nov 13 14:52:10 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE111224\
Data File : BE101585.D

Acqg On : 12 Nov 2024 16:37

Operator : RC/JU

Sample : P4738-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE110624.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Tit

TIC Libra

le

ry

: 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 Benzene, (1l-ethylundecyl)- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
17.853 11.62 ng 379094  Phenanthrene-d10 16.901
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1l-ethylundecyl)- 260 C19H32 004534-52-5 74
2 Benzene, (1-ethylnonyl)- 232 C17H28 004536-87-2 72
3 Benzamide, N-(3-chlorophenyl)-3-... 245 C14H12C1NO 1000307-11-4 59
4 Benzamide, N-(3-chlorophenyl)-4-... 245 C14H12C1NO 1000306-95-8 59

5 Benzamide, N-(3-chlorophenyl)-2-... 245 C14H12C1NO 1000307-00-4 59

Abundance Scan 2598 (17.853 min): BE101585.D\data.ms (-2594) (- m/z 91.10 100.00%
91.1
- M\A
P e
161.1 245.2 17.50 18.00
Oberbbinl LA IOEL 18021 415147615354 7 199,19 51.27%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #148573: Benzene, (1-ethylundecyl)-
91.0
5000 e s
17.50 18.00
m/z 105.10 12.21%
O\\‘\‘\‘M\l\“\d‘\‘I\\\\“\‘\\\‘\\\\‘\l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #114089: Benzene, (1-ethylnonyl)-
91.0
4/\‘ T T ‘ T
17.50 18.00
5000 ITI/Z 41.10 9.89%
20. 203.0
O b e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #129420: Benzamide, N-(3-chlorophenyl)-3-methyl- P ——
119.0 17.50 18.00
m/z 245.20 9.11%
5000
245.0
ol390 | | ‘
A Ra e e R B R R ma s o = S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE111224\
Data File : BE101585.D

Acqg On : 12 Nov 2024 16:37
Operator : RC/JU

Sample : P4738-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE110624.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 17 Benzene, (1-methyltridecyl)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.135 60.01 ng 1958570  Phenanthrene-d10 16.901
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyltridecyl)- 274 C20H34 004534-59-2 90
2 Benzene, (1-methylnonyl)- 218 C16H26 004537-13-7 72
3 Benzene, (1-methyldecyl)- 232 C17H28 004536-88-3 72
4 Benzene, (1-methylundecyl)- 246 C18H30 002719-61-1 72
5 Benzene, (1-methylheptyl)- 190 C14H22 000777-22-0 64

Abundance Scan 2646 (18.135 min): BE101585.D\data.ms (-2641) (- m/z 105.10 100.00%

105.1
5000

—
411 2743 1800 18.50
Obiil o 2781 711773342 398.0455.25133 /7 106,10 13.64%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #166414: Benzene, (1-methyltridecyl)-
105.0
5000 T
18 00 18.50

m/z 91.10 10.94%

41.0 274.0
\\l‘\\u‘h\\”\\\“!\!\‘]-Zs\-WO‘\\\\‘1\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #96885: Benzene, (1-methylnonyl)-
105.0

o

1800 1850
5000 m/z 274.25 5.95%
41.0 218.0
0**“”w*Mw“**w**w\*LH\*H*\*H*\*H*\H**\H**w***w
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #114093: Benzene, (1-methyldecyl)- o — ——
105.0 18.00 18.50

m/z 104.10 4.48%

B h
41.
HO ] 17502320 .

L :
miz--> 50 100 150 200 250 300 350 400 450 500 550 18.00 1850
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE111224\
Data File : BE101585.D

Acqg On : 12 Nov 2024 16:37
Operator : RC/JU

Sample : P4738-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE110624.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 15-Crown-5 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
19.292 14.70 ng 624685  Chrysene-d12 21.067
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 15-Crown-5 220 C1eH2005 033100-27-5 64
2 1,4,7,10,13,16-Hexaoxacyclooctad... 264 C12H2406 017455-13-9 64
3 2,5,8,11,14-Pentaoxahexadecan-16-0l1 252 C11H2406 023778-52-1 53
4 Heptaethylene glycol 326 C14H3008 005617-32-3 50
5 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409 005117-19-1 50

Abundance Scan 2843 (19.292 min): BE101585.D\data.ms (-2838) (- m/z 45.10 100.00%

45.1
5000
1891 = i
”d | g7 1 19.00 19.50
o‘u““uwuﬂﬂ‘u‘“‘W‘H“?ﬁ??“ﬁ399u‘w5§+3 m/z 41.10 51.21%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #98210: 15-Crown-5
45.0
5000 —— —
19.00 19.50
m/z 89.10 36.76%
\ |{’ 1330
O “J JJ‘
‘\1!1‘\1\\‘\1[\’1\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #152470: 1,4,7,10,13,16-Hexaoxacyclooctadecane
453.0

-

19.00 19.50
5000 m/z 43.10 26.81%

H 133.0
ol | 221.0
1 O TR L S

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #137459: 2,5,8,11,14-Pentaoxahexadecan-16-ol
45.0 19.00 19.50

m/z 73.10 20.97%

5

5000
103.0

On‘m}‘u?gor

—T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50

—
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_E\Data\BE111224\

BE101585.D

: 12 Nov 2024 16:37
: RC/JU
: P4738-01

: 12 Sample Multiplier: 1

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE110624.M

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 19 unknown20.567 Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
20.567 17.12 ng 727491  Chrysene-di12 21.067
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 42
2 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 42
3 Tridecane, 7-propyl- 226 C16H34 055045-09-5 38
4 Docosane, 11-butyl- 366 C26H54 013475-76-8 38
5 3,4-Altrosan 162 C6H1005 1000129-76-4 38

Abundance Scan 3060 (20.567 min): BE101585.D\data.ms (-3057) (| | m/z 60.10 100.00%
60.1
5000
155.1 — ‘
20.50
231.2
ob A JMMH. i 22h3387.9 45865190 . 57,10 82.72%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #59027: Tridecane
57.0
5000 — :
20.50
m/z 73.10 60.73%
“ ‘ 12701840
O\\‘H\\\l‘II\IW#‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #45512: Decane, 3,8-dimethyl-
57.0
T \
20.50
5000 m/z 43.10 56.74%
141.0
0 ‘H“‘mﬁﬂu"‘H"‘H"H“‘H“‘H“_“‘_“w“‘w‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107221: Tridecane, 7-propyl- T ‘
43.0 20.50
m/z 71.10 51.55%
5000
140.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE111224\
Data File : BE101585.D

Acqg On : 12 Nov 2024 16:37
Operator : RC/JU

Sample : P4738-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE110624.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 Bifenthrin Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.644 20.75 ng 881407 Chrysene-di2 21.067
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bifenthrin 422 C23H22C1F302 ©82657-04-3 58
2 2-Chloro-4-trifluoromethylpyridine 181 C6H3C1F3N 081565-18-6 43
3 15-Crown-5 220 C1eH2e05 033100-27-5 42
4 Heptaethylene glycol 326 C14H3008 005617-32-3 38
5 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409 005117-19-1 38

Abundance Scan 3073 (20.644 min): BE101585.D\data.ms (-3069) (- m/z 181.10 100.00%
1

8.1
45.1
5000

—
“‘10?1 p7a1 2050  21.00
Lda Lo JaLy  2731829.3386 344515031 0 45 10 78.31%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #314099: Bifenthrin
181.0

5000 T
20.50 21.00
m/z 89.10 36.30%

oL 770 H“l 422.0
\\\‘\\\\‘\\\\’\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #56015: 2-Chloro-4-trifluoromethylpyridine

181.0

69.0 =
20.50 21.00
5000 m/z 41.10 32.97%
Ll ‘\ \“\ ull ‘\

o

o

mlz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #98209: 15-Crown-5 T
45.0 20.50 21.00
m/z 166.10  32.37%

5000
133.0
L&]x 220.0

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

T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE111224\
Data File : BE101585.D

Acqg On : 12 Nov 2024 16:37
Operator : RC/JU

Sample : P4738-01

Misc :

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE110624.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|
Propane, 2,2-di... 2.671 120.8 ng 1340860 1 7.553 221946 20.0
Butane, 2-metho... 2.865 51.3 ng 569371 1 7.553 221946 20.0
Propanoic acid 3.017 15.4 ng 170916 1 7.553 221946 20.0
Acetoin 3.188 15.0 ng 166790 1 7.553 221946 20.0
2-Heptanone 5.432 13.6 ng 150726 1 7.553 221946 20.0
1-Octanol 8.282 144.6 ng 1605010 1 7.553 221946 20.0
Octanoic acid 9.886 64.3 ng 1347030 2 10.320 419333 20.0
Mequinol 10.691 72.7 ng 1523180 2 10.320 419333 20.0
1-Decanol 11.302 58.3 ng 1222270 2 10.320 419333 20.0
n-Decanoic acid 12.518 9.1 ng 300432 3 14.163 659438 20.0
1-Decene 13.758 35.5 ng 1171750 3 14.163 659438 20.0
Hexadecane 14.874 8.0 ng 264958 3 14.163 659438 20.0
Heptadecane, 2,... 15.732 15.8 ng 516077 4 16.901 652698 20.0
Tetracosane 16.554 8.7 ng 283274 4 16.901 652698 20.0
Dodecane, 2-met... 17.230 6.9 ng 223914 4 16.901 652698 20.0
Benzene, (1-eth... 17.853 11.6 ng 379094 4 16.901 652698 20.0
Benzene, (1-met... 18.135 60.0 ng 1958570 4 16.901 652698 20.0
15-Crown-5 19.292 14.7 ng 624685 5 21.067 849696 20.0
unknown20.567 20.567 17.1 ng 727491 5 21.067 849696 20.0
Bifenthrin 20.644 20.8 ng 881407 5 21.067 849696 20.0
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