LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39981.D

Acqg On : 24 May 2023 13:20
Operator : CG/JU

Sample : 02824-02

Misc :

ALS vial : 7 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-BM@52323.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@39981.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.493 361 375 383 rBV 9621979 14356782 13.74% 1.090%
2 5.569 383 388 397 rVB2 1667411 2282281 2.18% 0.173%
3 6.099 471 478 488 rVB 4615823 6343806 6.07% 0.482%
4 7.105 645 649 654 rVV 1021551 1723456 1.65% 0.131%
5 8.087 809 816 825 rVB 9490277 14027024 13.42% 1.065%

6 8.757 923 930 936 rBV 4302288 6111512 5.85% 0.464%
7 9.187 995 1003 1010 rBV 2918039 4823224 4.61% 0.366%
8 9.287 1010 1020 1025 rBV 10751204 16327872 15.62% 1.239%
9 9.393 1025 1038 1043 rVB 1520835 4924820 4.71% 0.374%

10 10.422 1148 1213 1217 rBV2 6979978 59929940 57.34%  4.549%
11 10.834 1273 1283 1293 rVB 1445552 2785253 2.66% 0.211%
12 12.245 1518 1523 1529 rVV 1932711 2636213 2.52% 0.200%
13 12.487 1555 1564 1579 rVB 2633984 6008594 5.75% 0.456%
14 13.281 1694 1699 1707 rVB 8501773 11923507 11.41%  0.905%
15 13.616 1751 1756 1777 rVB 4873201 7578184  7.25% ©.575%

16 14.533 1908 1912 1920 rBV2 2048466 3199096 3.06% 0.243%
17 14.651 1925 1932 1937 rBV2 1967471 3489402 3.34%  0.265%
18 15.133 1994 2014 2024 rBV 13374513 37906416 36.27% 2.877%
19 15.645 2094 2101 2109 rBV 2829354 4143992 3.96% 0.315%
20 16.004 2159 2162 2167 rVB 1724370 2171137 2.08% 0.165%

21 16.133 2179 2184 2189 rBV 3285568 4482025 4.29% 0.340%
22 16.345 2215 2220 2229 rBV 7089162 8994415 8.61% 0.683%
23 16.563 2252 2257 2261 rBV 8383823 11032177 10.56% 0.837%
24 16.616 2261 2266 2270 rVV 17299247 24427275 23.37% 1.854%
25 16.663 2270 2274 2285 rVB 11665726 15471359 14.80% 1.174%

26 16.833 2290 2303 2308 rVV 14902159 32980299 31.55% 2.503%
27 16.898 2310 2314 2326 rVB 3510458 5486084 5.25% 0.416%
28 17.157 2353 2358 2372 rVB 1661793 2626091 2.51% 0.199%
29 17.316 2378 2385 2391 rBV3 1443325 2122282 2.03% 0.161%
30 17.392 2393 2398 2403 rBV 2425036 3378810 3.23% 0.256%

31 17.880 2476 2481 2492 rBV 5553132 7273719 6.96% ©.552%
32 18.321 2545 2556 2561 rBV 18440919 38263877 36.61% 2.905%
33 18.598 2594 2603 2610 rVB4 2041264 5015139 4.80% 0.381%
34 18.710 2618 2622 2625 rBV2 1278692 1647108 1.58% 0.125%
35 19.080 2679 2685 2690 rVB3 1617443 3272026 3.13% 0.248%

36 19.145 2690 2696 2702 rBV4 2032006 3665590 3.51% 0.278%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39981.D

Acqg On : 24 May 2023 13:20
Operator : CG/JU

Sample : 02824-02

Misc :

ALS vial : 7 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-BM@52323.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 19.210 2703 2707 2716 rBV3 9365445 17614563 16.85% 1.337%
38 19.345 2722 2730 2735 rBV3 2347972 3305782 3.16% ©.251%
39 19.433 2741 2745 2746 rBV2 1435515 1854620 1.77% 0.141%
40 19.463 2746 2750 2754 rBV 10013966 12579713 12.04% ©.955%

41 19.580 2760 2770 2775 rBV 14675482 26223019 25.09%  1.991%
42 19.621 2775 2777 2782 rVV3 2141861 3225577 3.09% 0.245%
43 19.751 2795 2799 2802 rVV 1890025 2094449 2.00% 0.159%
44 19.798 2802 2807 2814 rVB 13746355 18861065 18.05% 1.432%
45 19.910 2821 2826 2833 rVB 19581212 25778991 24.66% 1.957%

46 20.015 2839 2844 2850 rVB 16645372 19796721 18.94% 1.503%
47 20.074 2850 2854 2856 rVV 2362043 2483159 2.38% ©.188%
48 20.098 2856 2858 2865 rVB3 1098271 2072228 1.98% ©.157%
49 20.233 2875 2881 2886 rVB4 1479894 2395203 2.29% 0.182%
50 20.292 2887 2891 2894 rBV 16493690 22013457 21.06% 1.671%

51 20.333 2894 2898 2907 rVB 25946781 39291421 37.59% 2.983%
52 20.462 2913 2920 2924 rBV2 24204863 37081089 35.48%  2.815%
53 20.504 2924 2927 2930 rVV 3421263 4697393 4.49% 0.357%
54 20.533 2930 2932 2934 rVV 3911515 4568933 4.37% 0.347%
55 20.568 2934 2938 2940 rVV 15260078 20502763 19.62% 1.556%

56 20.592 2940 2942 2949 rVV2 11944163 16827827 16.10% 1.277%
57 20.651 2949 2952 2953 rVV 2932116 3308834 3.17% 0.251%
58 20.674 2953 2956 2960 rVV 8280368 10651525 10.19% ©0.809%
59 20.733 2963 2966 2971 rVB2 2135549 3150187 3.01% 0.239%
60 20.821 2976 2981 2986 rBV 13557582 23773749 22.75% 1.805%

61 20.862 2986 2988 2991 rVV 4513286 5111931 4.89% 0.388%
62 20.898 2991 2994 2998 rVV 4582398 5636611 5.39% 0.428%
63 20.933 2998 3000 3003 rVV 2389369 2497742 2.39% 0.190%
64 20.974 3003 3007 3014 rVB 21935483 26850195 25.69% 2.038%
65 21.080 3021 3025 3028 rBV 5091750 5498909 5.26% 0.417%

66 21.145 3033 3036 3043 rVB 2399853 3658351 3.50% 0.278%
67 21.215 3043 3048 3054 rBV3 1953737 3270541 3.13% 0.248%
68 21.321 3055 3066 3070 rBV 34942960 104518414 100.00% 7.934%
69 21.368 3071 3074 3077 rBV 3974124 4737224 4.53%  0.360%
70 21.468 3084 3091 3096 rBV3 21331307 37089121 35.49%  2.815%

71 21.509 3096 3098 3104 rVB 9167818 10233933 9.79% ©.777%
72 21.586 3104 3111 3120 rBV3 5803401 14559196 13.93% 1.105%
73 21.668 3120 3125 3128 rBV 5756157 9649274  9.23% 0.732%
74 21.698 3128 3130 3133 rVB2 2996717 2925999 2.80% ©.222%
75 21.733 3133 3136 3139 rBV 7020451 8981017 8.59% 0.682%

76 21.809 3145 3149 3157 rVB 4295000 6269601 6.00% 0.476%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39981.D

Acqg On : 24 May 2023 13:20
Operator : CG/JU

Sample : 02824-02

Misc :

ALS vial : 7 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-BM@52323.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 21.980 3174 3178 3187 rVB2 6370530 9303041 8.90% 0.706%
78 22.145 3203 3206 3212 rVB3 1003574 1675208 1.60% ©.127%
79 22.233 3212 3221 3225 rBV2 28527488 76029974 72.74% 5.771%
80 22.268 3225 3227 3231 rVB 2013957 2783538 2.66% 0.211%

81 22.386 3242 3247 3253 rVB 9238624 19725587 18.87% 1.497%
82 22.445 3253 3257 3266 rBV2 4192578 5814555 5.56% 0.441%
83 22.574 3270 3279 3287 rBV 5737689 15167075 14.51% 1.151%
84 22.639 3287 3290 3296 rVB 2077500 3355404  3.21% 0.255%
85 22.715 3297 3303 3308 rBV 3727953 7016631 6.71% ©.533%

86 22.945 3335 3342 3348 rBV 13502904 27958295 26.75% 2.122%
87 23.009 3348 3353 3360 rVB 3721041 6159334 5.89% 0.468%
88 23.315 3395 3405 3419 rBV 26022061 68832388 65.86% 5.225%
89 23.480 3428 3433 3437 rBV 5645556 10499057 10.05% 0.797%
90 23.574 3444 3449 3460 rBV2 1344385 3588018 3.43% 0.272%

91 23.686 3462 3468 3471 rBV 3125697 7063893 6.76% 0.536%
92 23.933 3505 3510 3515 rBV2 1623043 2910780 2.78% 0.221%
93 24.303 3567 3573 3583 rVB 1805588 4277623 4.09% 0.325%
94 24.715 3635 3643 3658 rVB 12757410 31071996 29.73%  2.359%
95 24.909 3670 3676 3683 rBV 2334346 5642707 5.40% 0.428%

96 25.145 3709 3716 3724 rBV 1425031 4613933 4.41% 0.350%
97 25.421 3757 3763 3774 rVB 1441439 3478237 3.33% 0.264%
98 26.627 3961 3968 3982 rVB 2999901 9496449 9.09% 0.721%
99 27.344 4083 4090 4094 rBV4 1075920 3125084 2.99% 0.237%
100 28.762 4315 4331 4370 rVB2 3442388 29314173 28.05% 2.225%

Sum of corrected areas: 1317374094
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 24 May 2023 13:20
: CG/JU
: 02824-02

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
BM@39981.D

: 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
3.5e+07

3e+07

2.5e+07

2e+07

1.5e+07

1le+07

5000000

TIC: BM039981.D\data.ms

9.287

5.493 8.087
10.422
6.099 8.757
569 )\ }\ 94 7393 10.834
7.105 : .
N /\ AN A A A

0
Time-->

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10,50 11.00 11.50

Abundance

3.5e+07

3e+07

2.5e+07

2e+07

1.5e+07

le+07

5000000

TIC: BM039981.D\data.ms

18.321

13.281
13.616

12,2487

0
Time--> 12

.00 1250 13.00 1350 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50

Abundance
3.5e+07

3e+07

2.5e+07

2e+07

5000000

D.
1.5e+07

1le+07

TIC: BM039981.D\data.ms
21.821

22.233

23.315
21.468

20.974

22.94
245 24.715

26.627 28.762
27.344

—

Time-->

21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 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_M\Data\BM@52423\
Data File : BM@39981.D

Acqg On : 24 May 2023 13:20
Operator : CG/JU

Sample : 02824-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.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 (+)-Dibenzoyl-L-tartaric ac... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.422 430.34 ng 59929900 Naphthalene-d8 10.834
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid 122 C7H602 000065-85-0 96
2 (+)-Dibenzoyl-L-tartaric acid an... 340 C18H1207 064339-95-3 59
3 .beta.-1,5-0-Dibenzoyl-ribofuranose 358 C19H1807 1000129-71-8 58
4 Hydrazine, 1-methyl-1-phenyl- 122 C7H1ON2 000618-40-6 58
5 Cyclobutane-1,1-dicarboxamide, N... 382 C20H18N206 1000253-25-3 49

Abundance Scan 1213 (10.422 min): BM039981.D\data.ms (-1148) (- | m/z 105.00 100.00%

105.0
5000
60.0

‘ ‘ 10 50
0 “umﬂmﬂww 1.11440 1929 . m/z 121.95 86.03%
mlz--> 50 100 150 200 250 300 350
Abundance #11261: Benzoic acid
105.0
5000
51.0 10 50

m/z 77.00 72.49%

O T \‘“\“l‘\ \“H\ T “\ \‘\ T ‘ T TT ‘ L ‘ L ‘ L ‘ 1
miz--> 50 100 150 200 250 300 350
Abundance #248030: (+)-Dibenzoyl-L-tartaric acid anhydride
105.0

10 50
5000 ITI Zz 60.00 34.24%
51.0
0 1 162.0  227.0268.0  340.0
e e e S A
m/z--> 50 100 150 200 250 300 350
Abundance #267693: .beta.-1,5-O-Dibenzoyl-ribofuranose

105.0 10 50

m/z 51.00 31.42%

5000
45.0
0 Ly 1] 177.0 220.0  281.0 358.(

m/z--> 50 100 150 200 250 300 350 10 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39981.D

Acqg On : 24 May 2023 13:20
Operator : CG/JU

Sample : 02824-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.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 unknownl2.486 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.486 43.15 ng 6008590  Naphthalene-d8 10.834
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethyl cyclopropanecarboxylate 114 C6H1002 004606-07-9 39
2 2-Butenoic acid, 2-propenylidene... 210 C11H1404 055030-70-1 36
3 Oxazole 69 C3H3NO 000288-42-6 9
4 Cyclopropanecarboxylic acid, 3-m... 154 C9H1402 1000299-37-4 9
5 3-Methyl-3-(3-hydroxy-3-methylbu... 190 C10H2203 1000432-16-8 9
Abundance Scan 1564 (12.486 min): BM039981.D\data.ms (-1555) (- | m/z 69.00 100.00%
69.0
39,0 103.0 T T
H ‘ ‘ 153.9 ( 12.50
Okl L 1539 1014 280 L. 4160 25.15%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #8196: Ethyl cyclopropanecarboxylate
69.0
5000 1
12.50
29.0 m/z 39.00 18.63%
L) 1140
0\\‘\‘\‘H\“H‘\"\“‘\‘\‘HH‘H\‘\‘\H\‘\H\’\\H‘HH‘HH‘HH’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #86909: 2-Butenoic acid, 2-propenylidene ester
69.0
=
12.50
5000 m/z 103.00 17.94%
39.0
Qbbb ey 200
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #545: Oxazole I
69.0 12.50
m/z 87.00 16.74%
5000
40.0
om"Hw‘hm‘,‘MHH‘W‘HW‘,"wH_ww,w,”w v =
m/z--> 20 40 60 80 100120140160180200220240260280 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39981.D

Acqg On : 24 May 2023 13:20
Operator : CG/JU

Sample : 02824-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.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 Dodecanal Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.616 43.44 ng 7578180  Acenaphthene-d10 14.651
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanal 184 C12H240 000112-54-9 91
2 Tridecanal 198 C13H260 010486-19-8 90
3 1,1-Dodecanediol, diacetate 286 C16H3004 056438-07-4 90
4 Undecanal 170 C11H220 000112-44-7 87
5 Cyclodecane 140 C10H20 000293-96-9 74
Abundance Scan 1756 (13.616 min): BM039981.D\data.ms (-1751) (- | m/z 57.05 100.00%
57.0
5000
96.0
=~ =
H H : 13.50 14.00
[4
Orrerrell Wh_‘\\mm\wWlﬁﬁ‘lwaoﬁew_Wase‘ n/z 43.05  88.35%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #58869: Dodecanal
57.0
5000 96.0 e =
29.0 13.50 14.00
140.0 m/z 41.080 88.10%
oL | 1830
’HH‘ T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #73886: Tridecanal
57.0
= —
13.50 14.00
5000 m/z 55.05 73.44%
96.0
| fossao
0 V‘HHMJH‘ qu‘M‘w‘ﬂuww‘ﬁ‘HH‘H‘W‘HW‘H‘_‘H_‘H‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #181275: 1,1-Dodecanediol, diacetate = =
43.0 13.50 14.00
m/z 82.05 56.77%
5000
82.0
| oo
o,w"‘J}W‘UHMWm_m‘w_m_Ww_www — —
m/z--> 20 40 60 80 100120140160180200220240260280 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39981.D

Acqg On : 24 May 2023 13:20
Operator : CG/JU

Sample : 02824-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.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 Dodecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.133 217.27 ng 37906400  Acenaphthene-dile 14.651
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 98
2 Undecanoic acid 186 C11H2202 000112-37-8 59
3 Octanoic acid 144 C8H1602 000124-07-2 52
4 Nonanoic acid 158 C9H1802 000112-05-0 50
5 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 43
Abundance Scan 2014 (15.133 min): BM039981.D\data.ms (-1994) (- | m/z 73.00 100.00%
43.0
5000
129.0
-
M ‘ P?l.l 15.00 15.50
ol Wmm ALl Mol Ll L] 2002 2411 2808 ., 59 95  g6.42%
miz-> 50 100 150 200 250
Abundance #75716: Dodecanoic acid
60.0
5000 — —
129.0 15.00 15.50
29.0 m/z 43.05 56.11%
L) f | e
0\\‘\ ‘HM uu \m \\ }\}‘\‘ “‘Z‘Op"o““““
m/z--> 0 150 200 250
Abundance #60691 Undecanoic acid
60.0
= =
15.00 15.50
5000 29.0 m/z 41.05 53.15%
1290
186.0
oL Hw‘\iu‘hu u\h‘fn”‘ " ‘\\‘ “‘\‘ . “‘ — — —
miz--> 50 150 200 250
Abundance #24058.CMXanok:add = ==
60.0 15.00 15.50
m/z 55.05 49.89%
5000
101.0
oL w\« R DA
m/z--> 100 150 200 250 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39981.D

Acqg On : 24 May 2023 13:20
Operator : CG/JU

Sample : 02824-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.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 Propanoic acid, decyl ester Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.345 53.24 ng 8994420  Phenanthrene-d10 17.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, decyl ester 214 C13H2602 005454-19-3 86
2 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 53
3 1-Heptadecene 238 C17H34 006765-39-5 49
4 9-Eicosene, (E)- 280 C20H40 074685-29-3 46

5 Trichloroacetic acid, undecyl ester 316 C13H23C1302 074339-49-4 43

Abundance Scan 2220 (16.345 min): BM039981.D\data.ms (-2215) (+ | m/z 57.00 100.00%
57.0
5000
97.1
— —r
‘ 140.0 16.00 16.50
[ L, L a76.9 2182 2500 m/z 75.00  54.95%
miz--> 50 100 150 200 250
Abundance #92102: Propanoic acid, decyl ester
57.0
5000 P ——
16.00 16.50
97.0 1400 m/z 55.00 36.50%
| \h\ \ 214.0
O\\\\‘H H }\"\\\‘\‘\‘\\\‘\\\\
m/z--> 50 100 150 200 250
Abundance #197438: 1-Dodecanol, 2-octyl-
57.0
= =
16.00 16.50
5000 97.0 m/z 69.05 34.25%
39.0
0 260 A h!‘ I El | 4 1820 2240 2800
m/z--> 50 100 150 200 250
Abundance #121340: 1-Heptadecene — T
57.0 16.00 16.50
97.0 m/z 43.05 33.92%
40.0
o200l || | L 820 280 e
m/z--> 50 100 150 200 250 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39981.D

Acqg On : 24 May 2023 13:20
Operator : CG/JU

Sample : 02824-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.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 1-Octanol, 5,7,7-trimethyl-... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.563 65.30 ng 11032200  Phenanthrene-d1e 17.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octanol, 5,7,7-trimethyl-2-(1,... 270 C18H380 036400-98-3 90
2 Dodecyl heptyl ether 284 C19H400 1010406-39-2 72
3 3-Propionyloxytridecane 256 C16H3202 1000245-62-5 59
4 Ditetradecyl ether 410 C28H580 005412-98-6 53
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 50
Abundance Scan 2257 (16.563 min): BM039981.D\data.ms (-2252) (- | m/z 57.10 100.00%
57.1
- dAij
16.50 |
97.0  140.0 .
196.2
o"_HWMWMﬂNJMJMAHNH‘LHWH‘WHH‘HH_H‘Eﬁﬁﬁ‘WH m/z 41.05 15.19%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #161364: 1-Octanol, 5,7,7-trimethyl-2-(1,3,3-trimethylbuty
57.0
5000 o :
16.50
m/z 83.05 13.89%
97.0  140.0
O \\Z‘Z‘.\(\)‘H\ T \H“ T \MH“\‘H\‘”‘HH‘\ ‘HH}HH}Z]\-\‘()H\\%}?‘9\\\‘??\5‘9\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #179256: Dodecyl heptyl ether
57.0
‘Y—Y—Y—'—Y—Y—Y—Y—'ﬁ
16.50
5000 m/z 69.05 12.63%
97.0
0 27‘\-0“ L \‘H | | 1270 16801990
e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143529: 3-Propionyloxytridecane —
57.0 16.50
m/z 55.05 11.39%
5000
15.0
o 4007 15301820 227 -
m/z--> 20 40 60 80 100120140160180200220240260280 16.50

8270-BM052323.M Thu May 25 11:31:49 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39981.D

Acqg On : 24 May 2023 13:20
Operator : CG/JU

Sample : 02824-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.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 Hexatriacontyl pentafluorop... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.616 144.59 ng 24427300  Phenanthrene-d1e 17.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octanol, 5,7,7-trimethyl-2-(1,... 270 C18H380 036400-98-3 68
2 Hexatriacontyl pentafluoropropio... 669 C39H73F502 1000351-89-0 53
3 Octatriacontyl pentafluoropropio... 697 C41H77F502 1000351-89-1 53
4 Octatriacontyl trifluoroacetate 647 C4OH77F302 1000351-88-7 50
5 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 50

Abundance Scan 2266 (16.616 min): BM039981.D\data.ms (-2261) (- | m/z 57.10 100.00%
57.1

5000

-

—L, —
140.1 16.50 17.00
2132 3410 g
o"‘H‘Juh‘mamm_uH_m_‘H_m_m_Mwwwwww m/z 83.10  15.55%

miz—> 0 50 100150200250300350400450500550600650

Abundance #161364: 1-Octanol, 5,7,7-trimethyl-2-(1,3,3-trimethylbuty

=

57.0
5000 — ==
16.50 17.00
m/z 41.05 14.68%
140.0213.0
O‘\\‘\\u‘\l\h\l‘\iL\L\J\“‘\\\\“\‘H\‘HH‘H\\‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘
m/z--> 0 50 100150200250300350400450500550600650
Abundance #348587: Hexatriacontyl pentafluoropropionate
57.0
= =
16.50 17.00
5000 m/z 69.05 13.41%

9.0
J }%“ 222.0 306.0 391.0 5040  650.0

3

O e D o e e
m/z--> 0 50 100150200250300350400450500550600650
Abundance #349148: Octatriacontyl pentafluoropropionate — —=
57.0 16.50 17.00
m/z 55.05 11.30%
5000
9.0

ol i #fh“ 281.0355.0429.0 532.0 678.(
e ot p e e e T e e e e P e
m/z--> 0 50 100150200250300350400450500550600650 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39981.D

Acqg On : 24 May 2023 13:20
Operator : CG/JU

Sample : 02824-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.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 Tricosyl trifluoroacetate Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

16.663 91.58 ng 15471400  Phenanthrene-d1e 17.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octanol, 5,7,7-trimethyl-2-(1,... 270 C18H380 036400-98-3 90
2 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 50
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 49
4 Propionic acid, 3-iodo-, heptade... 438 C20H39102 1000406-24-8 47
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 47

Abundance Scan 2274 (16.663 min): BM039981.D\data.ms (-2270) (- | m/z 57.10 100.00%

57.1
5000

e 2is2 1650  17.00
AT 2132 668 Lo g31e 15.48%

m/z--> 50 100 150 200 250 300 350 400
Abundance #161364: 1-Octanol, 5,7,7-trimethyl-2-(1,3,3-trimethylbuty
57.0

5000 — A
16.50 17.00

m/z 41.05 14.79%

140.0
\\‘\ \““ M \h\i“ \M\J\l’\\\\2‘]_\\‘?’\?\‘2\7\0\()\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #320429: Tricosyl trifluoroacetate
57.0

o

o

16.50 17.00
m/z 69.10 13.40%
5000 11.0
oLl { 1111670 222.0266.0 32203670 418
e —t : T RS
m/z--> 50 100 150 200 250 300 350 400
Abundance #245846: Trifluoroacetoxy hexadecane — =
57.0 16.50 17.00

m/z 55.10 11.16%

) | AMM
0 L | “4 _ 1960  269.0 320.0

\\‘\‘ \\‘ ’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ \‘ ‘
m/z--> 50 100 150 200 250 300 350 400 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39981.D

Acqg On : 24 May 2023 13:20
Operator : CG/JU

Sample : 02824-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.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 Tetradecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.833 195.22 ng 32980300  Phenanthrene-d1e 17.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 97
2 n-Decanoic acid 172 C10H2002 000334-48-5 64
3 Undecanoic acid 186 C11H2202 000112-37-8 58
4 Dodecanoic acid 200 C12H2402 000143-07-7 58
5 Tridecanoic acid 214 C13H2602 000638-53-9 53
Abundance Scan 2303 (16.833 min): BM039981.D\data.ms (-2290) (- | m/z 73.00 100.00%
73.0
129.0
5000 185.1 JL
— =
‘ ‘ 228.2 16.50 17.00
ol-27 A Lol 2841 sa1 0 g 00 81.44%
miz-> 50 100 150 200 250 300
Abundance #109279: Tetradecanoic acid
73.0
5000 129.0 6‘6 “Od
1850 i.S 43 0517.64 75%
29. 228.0 m/z . .75%
O T \“\ ‘\“‘“‘“ M\“l 1“‘\‘\‘ \‘\ “ T \“\ T ‘ L ‘ L
miz--> 50 100 150 200 250 300
Abundance #46966: n-Decanoic acid
73.0
— =
129.0 16.50 17.00
5000 m/z 41.05 54.96%
— ﬂ“u‘h“ I d ] L
miz--> 50 100 150 200 250 300
Abundance #60691: Undecanoic acid T 7
60.0 16.50 17.00
m/z 55.05 53.98%
5000
129.0
‘ ‘ ‘ 186.0
m/z--> 50 100 150 200 250 300 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39981.D

Acqg On : 24 May 2023 13:20
Operator : CG/JU

Sample : 02824-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.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@ Heptacosyl acetate Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.210 104.27 ng 17614600  Phenanthrene-d1e 17.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosyl acetate 438 C29H5802 1000351-78-2 89
2 Carbonic acid, heptadecyl isobut... 356 C22H4403 1000314-61-4 70
3 1-Tricosene 322 C23H46 018835-32-0 64
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 64
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 62
Abundance Scan 2707 (19.210 min): BM039981.D\data.ms (-2703) (- | m/z 57.10 100.00%
57.1
. MM
11.1 e ——
’ 1851 2601 19.00 19.50
(
0Ll “m‘\p bdppn S0 992 3470 4374 ny; 43,05 53.08%
m/z--> 50 100 150 200 250 300 350 400
Abundance #321407: Heptacosyl acetate
43.0
97.0
5000 — ——
19.00 19.50
m/z 75.00 51.84%
Y M \‘ \“.“ﬁ‘ 30 200.0 264.0 320.0 378.0424.0
\\\‘ \\‘ ‘\\\\‘\\\\‘ \\‘\\\\‘\\\\‘ \\‘
m/z--> 50 100 150 200 250 300 350 400
Abundance  #266194: Carbonic acid, heptadecyl isobutyl ester
57.0
— —
19.00 19.50
5000 m/z 55.10 48.15%
Tlo
239.0
ol { ‘ ! L“‘mwf’?‘q‘\wmHH_WWH_M
m/z--> 50 100 150 200 250 300 350 400
Abundance #227234: 1-Tricosene T —
43.0
97.0 19.00 19.50
m/z 83.10 41.93%
- Mm
SERRU L VRE 2 R~ M A
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@52423\
Data File : BM@39981.D

Acqg On : 24 May 2023 13:20
Operator : CG/JU

Sample : 02824-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.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-Octadecene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
20.333 53.97 ng 39291400  Chrysene-d12 21.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octadecene 252 C18H36 000112-88-9 80
2 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 60
3 Carbonic acid, heptadecyl isobut... 356 C22H4403 1000314-61-4 60
4 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 60
5 1-Hexacosene 364 C26H52 018835-33-1 60
Abundance Scan 2898 (20.333 min): BM039981.D\data.ms (-2894) (- | m/z 57.10 100.00%
57.1
11.1 = —
20.00 20.50
224 3 297 3
— “H JH“‘\ “‘ 1, 1682 SO0 THTRALO 4011 o 75 05 82.13%
miz--> 50 100 150 200 250 300 350 400
Abundance #138521: 1-Octadecene
57.0
5000 — =
11.0 20.00 20.50
m/z 83.10 44 .,15%
UL 00220
O\\\“ \\“1““‘“\‘\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester
57.0
= —
20.00 20.50
5000 m/z 97.10 43.48%
AERURL RN TR U - T R—
m/z--> 50 100 150 200 250 300 350 400
Abundance  #266194: Carbonic acid, heptadecyl isobutyl ester — —
57.0 20.00 20.50
m/z 55.10 36.40%
5000
11 0
H\ | 1ss0 2390
oL MU0 - S
m/z--> 50 100 150 200 250 300 350 400 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39981.D

Acqg On : 24 May 2023 13:20
Operator : CG/JU

Sample : 02824-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.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 Benzoic acid, pentadecyl ester Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
20.462 50.94 ng 37081100  Chrysene-d12 21.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, pentadecyl ester 332 C22H3602 1000340-22-8 91
2 Benzoic acid, tridecyl ester 304 C20H3202 1010340-22-6 91
3 Benzoic acid, heptadecyl ester 360 C24H4002 1000340-23-0 91
4 Benzoic acid, nonadecyl ester 388 C26H4402 1000340-23-2 91
5 Benzoic acid, undecyl ester 276 C18H2802 006316-30-9 90

Abundance Scan 2920 (20.462 min): BM039981.D\data.ms (-2913) (- | m/z 123.05 100.00%
123.1
5000 AA
57.0 e :
20.50
182.2
ol ‘h\“ WL L 757723112803 3410 4009 475 /7 165.05  65.69%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #239609: Benzoic acid, pentadecyl ester
123.0
5000
20.50
43.0 m/z 77.05 24.46%
0 \“1 ‘\H‘thlh“\‘k\‘\‘ o 7T \\2%\0\0\\ [T ‘\3\3\2\-(‘)\ LI L I
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #204852: Benzoic acid, tridecyl ester
123.0
‘Y—Y—Y—Y—'—Y—Y—Y—Yﬁ
20.50
5000 m/z 57.05 19.72%
43.0
182.0
olaldi L 220 soa0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #270137: Benzoic acid, heptadecyl ester ——
123.0 20.50
m/z 55.10 14.24%
5000
55.0
ol 1780 2380 3600 i
m/z--> 50 100 150 200 250 300 350 400 450 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39981.D

Acqg On : 24 May 2023 13:20
Operator : CG/JU

Sample : 02824-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.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 Octadecyl trifluoroacetate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.321 143.58 ng 104518000 Chrysene-di12 21.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 90
2 Carbonic acid, octadecyl 2,2,2-t... 444 C21H39C1303 1000314-56-3 83
3 1-Hexacosene 364 C26H52 018835-33-1 60
4 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 60
5 1-Tetracosene 336 (C24H48 010192-32-2 60
Abundance Scan 3066 (21.321 min): BM039981.D\data.ms (-3055) (- | m/z 57.05 100.00%
57.0
5000
1111
— —
21.00 21.50
167.2 252.3 3254
0 \“1 Hm et 023 4895 myz 75,05 84.38%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #275085: Octadecy! trifluoroacetate
57.0
5000
Lo 21.00 21.50
m/z 97.10 52.64%
\\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #323545: Carbonic acid, octadecyl 2,2,2-trichloroethyl es
83.(
= —
21.00 21.50
5000 m/z 83.10 51.26%
29. ‘ ‘39 0195.0 950 ¢
0 \I‘HJ \‘J‘\“\\H \H\ lh u\”‘ L “lHH‘HH‘HH‘HH‘HH
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #273800: 1-Hexacosene T T
57.0 21.00 21.50
m/z 55.05 43.36%
) I \AMWM
oL 1] \‘ 1114 ‘ [167:0 238.0292.0 3640
A e o e
m/z--> 50 100 150 200 250 300 350 400 450 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39981.D

Acqg On : 24 May 2023 13:20
Operator : CG/JU

Sample : 02824-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.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 Eicosyl pentafluoropropionate Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
22.233 104.44 ng 76030000 Chrysene-d12 21.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosyl pentafluoropropionate 444 C23H41F502 1000351-80-8 91
2 Eicosyl trifluoroacetate 394 C22H41F302 1000351-75-2 90
3 Docosyl trifluoroacetate 422 C24H45F302 1000351-75-5 90
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 87
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 78

Abundance Scan 3221 (22.233 min): BM039981.D\data.ms (-3212) (- | m/z 57.10 100.00%

57.1
5000
111.2

—— —
353.4 22.00 22.50
167.2 280.3
0 } |‘ JH'A‘g w‘hw\l o283 S, [ A0B3 4763 . 75.05  88.94%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #323626: Eicosyl pentafluoropropionate
57.0
5000 111.0 — M
22.00 22.50

m/z 97.15 49.87%

O \J\ ‘\“‘\ Ll 1 T ‘ f\ !1‘93 VO\ ‘212\4\ \()[?\8\0\0‘\ TTT ‘ TTTT ‘4\2\6\\()‘ TTTT ’
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #298132: Eicosyl trifluoroacetate
57.0

22.00 22,50
5000 111.0 m/z 83.10 49.16%

0 ] h J‘\ ‘|16|70 252.0 325.0376.0
‘ e b e e
miz--> 50 100 150 200 250 300 350 400 450
Abundance i

#314157: Docosyl trifluoroacetate — T
57.0 22.00 22.50

m/z 55.10  43.96%

e ‘ Lii J |167.0 224.0 280.0 353.0404.0

R e i it - —
miz--> 50 100 150 200 250 300 350 400 450 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39981.D

Acqg On : 24 May 2023 13:20
Operator : CG/JU

Sample : 02824-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.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 N,N-Dimethyloctylamine Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.945 192.10 ng 27958300  Perylene-di12 24.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 N,N-Dimethyloctylamine 157 C10H23N 007378-99-6 72
2 4-Chloro-N-[3-(dimethylamino)pro... 363 C13H18CIN305S 1000509-64-1 64
3 3-(Dimethylamino)propyl isothioc... 144 C6H12N2S 027421-70-1 64
4 N-(4-(Dimethylamino)butyl)acetamide 158 C8H18N20 1000378-76-2 59
5 1-Nonanamine, N,N-dimethyl- 171 C11H25N 017373-27-2 59

Abundance Scan 3342 (22.945 min): BM039981.D\data.ms (-3335) (- | m/z 58.10 100.00%
58.1

5000

%

157.1 23.00

0L el ol 2232 307.3 35044184 475

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #34024: N,N-Dimethyloctylamine
58.0

5000 T

157.0
O‘\\‘%\““\\‘f\‘\\\\‘\\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #272217: 4-Chloro-N-[3-(dimethylamino)propyl]-3-nitrobe;
58.0

5000 m/z 55.05 6.00%

oL L. 1100 220.0 363.0
B R O TN oS P RS
miz--> 0 50 100 150 200 250 300 350 400 450

Abundance #23729: 3-(Dimethylamino)propyl isothiocyanate ——
58.0 23.00

5000

o

040 L, 1440

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39981.D

Acqg On : 24 May 2023 13:20
Operator : CG/JU

Sample : 02824-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.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 Carbonic acid, heptadecyl i... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
23.480 72.14 ng 10499100  Perylene-di12 24.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, heptadecyl isobut... 356 C22H4403 1000314-61-4 91
2 Oxalic acid, isobutyl octadecyl ... 398 C24H4604 1000309-38-3 91
3 Tetracosyl heptafluorobutyrate 550 C28H49F702 1000351-83-7 87
4 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 87
5 Butyl tetratriacontyl ether 551 C38H780 1000406-41-4 87
Abundance Scan 3433 (23.480 min): BM039981.D\data.ms (-3428) (- | m/z 57.10 100.00%
57.1
—
| Nl J 2.2239.2  327.1 2350
0rrd i “‘ | m e gad2  Sols 4094 4758 5490 nm/z 97.10  38.65%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #266194: Carbonic acid, heptadecyl isobutyl ester
57.0
5000 1
23.50
‘ } T m/z 43.10 35.86%
239.0
0 IJLW‘!H‘T"lo\l
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #301027: Oxalic acid, isobutyl octadecyl ester
57.0
——
23.50
5000 m/z 83.10 34.25%
297.0
oLl o o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #343754: Tetracosyl heptafluorobutyrate —
57.0 23.50
m/z 71.10 31.61%
5000
125.0
ol 0 zm00 sme0 e J
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39981.D

Acqg On : 24 May 2023 13:20
Operator : CG/JU

Sample : 02824-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.M

Quant Title

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

: 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 17 8-Octadecenal

Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
23.686 48.54 ng 7063890 perylene-dl2 24.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 s-octadecenal 266 Cl8H340 056554-94-0 92

2 2- Chloropropionic acid, hexadec... 332 C19H37C1l02
3 Pentadecafluorooctanoic acid, un... 566 C19H21F1502

4 Fumaric acid, hexadecyl 4-octyl ... 452 C28H5204
5 Undecanal 176 C11H220

086711-81-1 60
1000406-92-6 60
1000339-22-6 50
000112-44-7 43

Abundance Scan 3468 (23.686 min): BM039981.D\data.ms (-3462) (-
57.0

5000

131.
0 muﬂu 208.1271.1 3514 4310  549.1
L R R

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

Abundance #155908: 8-Octadecenal
57.0
5000 q
520
0 I ]“ ‘H l\ il 191 M
‘\\1[ \\\\\\‘\\\\\\!T‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

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

Abundance  #239251: 2- Chloropropionic acid, hexadecyl ester
57.0

5000

M
ey

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #344869: Pentadecafluorooctanoic acid, undec-2-en-1-yl

o

m/z 57.00 100.00%

T T T
23.50 24.00

m/z 55.10 8.88%

T T T
23.50 24.00

m/z 131.00 8.75%

T T
23.50 24.00

m/z 43.10 8.18%

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

57.0 23.50 24.00
m/z 69.05 7.86%
5000
24.0
0 ] H l‘ﬂ90%10 369.0 467.0 566,
R R lediiaL — —

23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39981.D

Acqg On : 24 May 2023 13:20
Operator : CG/JU

Sample : 02824-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.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 18 Docosyl pentafluoropropionate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
24.715 213.50 ng 31072000  Perylene-di12 24.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 91
2 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 87
3 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 83
4 Octacosanol 410 C28H580 000557-61-9 83
5 Tetracosyl heptafluorobutyrate 550 C28H49F702 1000351-83-7 70

Abundance Scan 3643 (24.715 min): BM039981.D\data.ms (-3635) (- | m/z 57.10 100.00%

57.1
5000

‘ H 1F5-1 24.50 25.00
ol A hlLELLy 20702661 336.4 4004 475.2 849/, 75 09 94.02%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #332270: Docosyl pentafluoropropionate
57.0
5000 — A

24.50 25.00
m/z 97.10 50.43%

125.0
oL, ‘ ‘ | 182.0 250.0308.0 454.0
\1\‘111\‘!\\T\11\‘1\\\[\\1\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #320429: Tricosyl trifluoroacetate
57.0

—T
24.50 25.00
5000 m/z 83.10  48.42%

125.0
oL L. ‘ ‘hgazo 294.0 367.0
“ ‘ R R R AR
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance i

#339188: Heneicosyl heptafluorobutyrate T ‘
57.0 24.50 25.00

m/z 43.10 39.62%

5000
125.0
Um0 g

0 H“‘H“‘H“H“‘H“_“‘_“‘_“w“‘w“‘w“u“ — —
miz--> 50 100 150 200 250 300 350 400 450 500 550 24.50 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39981.D

Acqg On : 24 May 2023 13:20
Operator : CG/JU

Sample : 02824-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.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 1-Heptacosanol Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
26.627 65.25 ng 9496450  Perylene-d12 24.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 91
2 1-Heneicosyl formate 340 C22H4402 077899-03-7 87
3 1-Hexacosanol 382 C26H540 000506-52-5 83
4 1-Docosanol, methyl ether 340 C23H480 1000333-91-9 70
5 n-Tetracosanol-1 354 C24H500 000506-51-4 64

Abundance Scan 3968 (26.627 min): BM039981.D\data.ms (-3961) (- | m/z 75.00 100.00%

75.0
5000

T
“1139 1 26.50 27.00

207.0
A A TS, 2000 2810 3644 437.4480. .., 57 10 90.71%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #299848: 1-Heptacosanol
57.0

111.0
5000 — e
26.50 27.00

m/z 97.10 52.41%

L ‘\ 1 Ih b .022202780 378.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #248981: 1-Heneicosyl formate
57.0

—
26.50 27.00
5000 1h1.0 m/z 83.10  50.14%

o

o

294.0
ol LILLLLL 702220 20

%

R B R
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #289620: 1-Hexacosano
57.0 26.50 27.00
m/z 55.00 41.23%
5000 111.0 /wyﬁ\wm//ﬁ\mv/\u\//
\1 H H\ [1o70223.0 308036?0
0 HJ“H““H&ﬂhﬁﬂ%umw“u“‘m“u“‘u“u“‘ — —
m/z--> 0 50 100 150 200 250 300 350 400 450 26.50 27.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39981.D

Acqg On : 24 May 2023 13:20
Operator : CG/JU

Sample : 02824-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.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 4-Methylheneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
28.762 201.42 ng 29314200  Perylene-di12 24.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 8-Octadecenal 266 C18H340 056554-94-0 60
2 4-Methylheneicosane 310 C22H46 025117-29-7 50
3 Decane, 5,6-dipropyl- 226 C16H34 119209-20-0 46
4 1-Octanol, 5,7,7-trimethyl-2-(1,... 270 C18H380 036400-98-3 46
5 Carbonic acid, decyl dodecyl ester 370 C23H4603 1000383-16-1 46

Abundance Scan 4331 (28.762 min): BM039981.D\data.ms (-4315) (- | m/z 57.10 100.00%

57.1
5000

T
28.50 29.00

197 2 )
ol tidll m A_H‘_Hu‘%963-‘3?55-94‘1‘5‘-‘1‘_‘H_S:%g‘- nz 71.10  14.00%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #155908: 8-Octadecenal
57.0
5000 —r ——
28.50 29.00
‘ m/z 83.10 13.40%
| }u J '\ Al

o

“ 2520
‘\“\IW \\\\‘\I\\\‘L\\N11‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #212284: 4-Methylheneicosane

57.0

T
28.50 29.00

5000 m/z 85.10 11.99%
267.0
Lz JL
O\HWA\ **JJWH”“”H**w**HH*H*M**w**H\*H*\H**
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107226: Decane, 5,6-dipropyl- T —
57.0 28.50 29.00

m/z 140.05 11.25%

5000 j\v
L) 16902260 |

R e — =
m/z-> 0 50 100 150 200 250 300 350 400 450 500 28.50 29.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39981.D

Acqg On : 24 May 2023 13:20
Operator : CG/JU

Sample : 02824-02

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.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|
(+)-Dibenzoyl-L... 10.422 430.3 ng 59929900 2 10.834 2785250 20.0
unknownl12.486 12.486 43.1 ng 6008590 2 10.834 2785250 20.0
Dodecanal 13.616 43.4 ng 7578180 3 14.651 3489400 20.0
Dodecanoic acid 15.133 217.3 ng 37906400 3 14.651 3489400 20.0
Propanoic acid,... 16.345 53.2 ng 8994420 4 17.392 3378810 20.0
1-Octanol, 5,7,... 16.563 65.3 ng 11032200 4 17.392 3378810 20.0
Hexatriacontyl ... 16.616 144.6 ng 24427300 4 17.392 3378810 20.0
Tricosyl triflu... 16.663 91.6 ng 15471400 4 17.392 3378810 20.0
Tetradecanoic acid 16.833 195.2 ng 32980300 4 17.392 3378810 20.0
Heptacosyl acetate 19.210 104.3 ng 17614600 4 17.392 3378810 20.0
1-Octadecene 20.333 54.0 ng 39291400 5 21.574 14559200 20.0
Benzoic acid, p... 20.462 50.9 ng 37081100 5 21.574 14559200 20.0
Octadecyl trifl... 21.321 143.6 ng 104518000 5 21.574 14559200 20.0
Eicosyl pentafl... 22.233 104.4 ng 76030000 5 21.574 14559200 20.0
N,N-Dimethyloct... 22.945 192.1 ng 27958300 6 24.033 2910780 20.0
Carbonic acid, ... 23.480 72.1 ng 10499100 6 24.033 2910780 20.0
8-Octadecenal 23.686 48.5 ng 7063890 6 24.033 2910780 20.0
Docosyl pentafl... 24.715 213.5 ng 31072000 6 24.033 2910780 20.0
1-Heptacosanol 26.627 65.3 ng 9496450 6 24.033 2910780 20.0
4-Methylheneico... 28.762 201.4 ng 29314200 6 24.033 2910780 20.0
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