LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010324\
Data File : BGO60234.D

Acqg On : 3 Jan 2024 19:40
Operator : MA/JU

Sample : 05909-16

Misc :

ALS Vvial : 15 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\8270-BG122923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO60234.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.111 3 4 18 rVB 418882 522831 4.26% 0.457%
2 5.038 326 332 339 rBV2 110565 179790 1.47% 0.157%
3 5.508 404 412 427 rBV 3497706 5563597 45.34% 4.868%
4 7.100 675 683 699 rBV 3928911 6690095 54.52% 5.853%
5 7.935 817 825 832 rBV 683057 1157442 9.43% 1.013%

6 9.098 1015 1023 1037 rBV 2330670 4197501 34.21%
7 10.737 1295 1302 1309 rBV 990998 1723739 14.05%
8 13.193 1711 1720 1729 rBV 5891167 8991326 73.27%
9 14.574 1945 1955 1965 rBV 1849123 2875831 23.44%
10 16.060 2201 2208 2220 rBV 5048878 7662730 62.45%
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11 17.318 2416 2422 2432 rBV 2319842 3639555 29.66%
12 18.087 2546 2553 2558 rBV8 79308 160491 1.31%
13 18.211 2569 2574 2585 rBV 851549 1269398 10.34%
14 19.339 2760 2766 2769 rBV3 57202 130458 1.06%
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15 19.486 2787 2791 2795 rBV 224985 308280  2.51% 270%
16 19.938 2863 2868 2883 rVB 8604451 11587682 94.43% 10.139%
17 20.244 2917 2920 2925 rVB 272998 302152  2.46%  0.264%
18 20.720 2998 3001 3002 rBV 169803 164583 1.34% ©.144%
19 20.737 3002 3004 3008 rVB 223395 227177 1.85% 0.199%
20 20.919 3032 3035 3041 rVB2 120546 143027 1.17% 0.125%

21 21.237 3083 3089 3100 rBV2 4356619 6519364 53.13%
22 21.583 3142 3148 3156 rBV 2425502 4028324 32.83%
23 21.777 3174 3181 3187 rBV3 331558 658204  5.36%
24 22.018 3218 3222 3227 rVB3 201344 271766  2.21%
25 22.141 3240 3243 3252 rVB 205823 318607  2.60%

[ORR RN VRRY, |
Ul
N
&)
R

26 22.394 3277 3286 3302 rBV3 3260398 8520014 69.43%
27 22.606 3319 3322 3327 rVB 185080 273611  2.23%
28 22.664 3328 3332 3342 rVB6 132079 240951  1.96%
29 23.405 3452 3458 3467 rVB3 379843 751945 6.13%
30 23.857 3528 3535 3538 rBV2 676920 1441339 11.75%
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31 23.916 3538 3545 3561 rVV 4906304 12270675 100.00% 10.736%
32 24.057 3564 3569 3579 rVB3 431752 1067252 8.70%
33 24.762 3679 3689 3701 rBV 1462502 4233341 34.50%
34 25.302 3774 3781 3790 rVB3 290968 797144  6.50%
35 25.908 3875 3884 3894 rBV 808828 2374092 19.35%
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36 26.025 3894 3904 3927 rBV2 1925957 7018759 57.20%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010324\
Data File : BGO60234.D

Acqg On : 3 Jan 2024 19:40
Operator : MA/JU

Sample : 05909-16

Misc

ALS Vvial : 15 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 26.219 3931 3937 3946 rVB2 381475 1080004 8.80%  0.945%
38 28.851 4377 4385 4400 rVB5 334143 1422152 11.59% @ 1.244%

39 29.997 4571 45860 4594 rVB5 259081 1113587 9.08% 0.974%
40 30.678 4682 4696 4711 rBV5 496570 2394006 19.51%  2.095%

Sum of corrected areas: 114292822
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010324\
Data File : BG@60234.D

Acqg On : 3 Jan 2024 19:40
Operator : MA/JU

Sample : 05909-16

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG060234.D\data.ms
8000000
7000000
6000000
5000000

7.100
4000000 5.508

3000000
9.098
2000000

1000000 7.935 10.737

111
5.038

0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG060234.D\data.ms

19.938
8000000

7000000
6000000{13-193

5000000 16.060 21237
4000000
3000000

17.318
2000000 14.574

1000000 18.211
18.087 191986

R R o R R B e e et e

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG060234.D\data.ms

8000000

7000000

6000000

23.916

5000000

4000000

3000000

2000000

1000000 30.678

29.997

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010324\
Data File : BG@60234.D

Acqg On : 3 Jan 2024 19:40
Operator : MA/JU

Sample : 05909-16

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.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 Butane, 2-methoxy-2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
3.111 9.03 ng 522831 1,4-Dichlorobenzene-d4 7.934

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 53
2 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
3 Acetic acid, 3-[1,3]dioxolan-2-y... 174 C8H1404 1000186-02-3 9
4 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 7

Abundance Scan 4 (3.111 min): BG060234.D\data.ms (-3) (-) m/z 73.10 100.00%

73.1
5000 /k
e mma e R
" 3.203.30 3.40 3.50
ob b bl 1469 22082766 4058 533 ., 4319  31.42%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LN DL R I B
3.203.30 3.40 3.50
“ ‘ m/z 55.10  24.14%
O\\h‘\l\H‘H\J\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #2108: Acetamide, N-ethyl-
30.0
O RREREEESnE S
3.203.30 3.40 3.50
5000 m/z 87.10 19.35%
87.0
oMt
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #49527: Acetic acid, 3-[1,3]dioxolan-2-ylpropyl ester e
73.0 3.203.30 3.40 3.50
m/z 71.10 11.32%
5000
[o] uH iy 174.0
A e e e PR
m/z--> 50 100 150 200 250 300 350 400 450 500 3.20 3.30 3.40 3.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010324\
Data File : BG@60234.D

Acqg On : 3 Jan 2024 19:40
Operator : MA/JU

Sample : 05909-16

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.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 unknown5.038 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
5.038 3.11 ng 179790 1,4-Dichlorobenzene-d4 7.934

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
2 Dimethadione 129 C5H7NO3 000695-53-4 33
3 Methyl 2-(2-(2-methoxyethoxy)eth... 192 C8H1605 1000366-88-2 23

4 2-Butanol, 1-methoxy- 104 C5H1202 053778-73-7 23
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 17

Abundance Scan 332 (5.038 min): BG060234.D\data.ms (-326) (-) m/z 43.05 100.00%

43.0
5000
101.1 N REERaEa

4.80 5.00 5.20 5.40

L. 169.9 2536 321.9 432.8 518.

0 b b e PR e PER D REP 220 m/z 59.10  65.65%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LB L L B I LA L B

4.80 5.00 5.20 5.40
m/z 101.10 20.35%

101.0
O‘\\m\“f‘“\\\‘\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14689: Dimethadione
43.0
Pl s ey
4.80 5.00 5.20 5.40
5000 m/z 58.10 17.95%
129.0
Ottty

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

Abundance #67263: Methyl 2-(2-(2-methoxyethoxy)ethoxy)acetate PR T
9.0 4.80 5.00 5.20 5.40

m/z 41.05 7.94%

5000 117.0

w\H il

o R LA AT L
miz-> 0 50 100 150 200 250 300 350 400 450 500 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010324\
Data File : BG@60234.D

Acqg On : 3 Jan 2024 19:40
Operator : MA/JU

Sample : 05909-16

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.211 6.98 ng 1269400  Phenanthrene-d10 17.318
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 59
5 Undecanoic acid 186 C11H2202 000112-37-8 53

Abundance Scan 2574 (18.211 min): BG060234.D\data.ms (-2569) (- | m/z 73.05 100.00%

73.0
5000
1291 5131 e

“ l 18.00 18.50
o,u‘”pJﬂﬂﬂmuﬂiﬂ\‘m‘ﬁu§ﬂ3?u,u“_“w4§4PH“ m/z 60.05 82.03%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #143509: n-Hexadecanoic acid
43.0
5000 256.0 T T
129.0 18.00 18.50

m/z 43.10 70.93%

l‘ “f‘“\”“‘lllf\’
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #109279: Tetradecanoic acid
73.0
===

o

18.00 18.50
5000 129.0 m/z 57.106 59.53%
185.0
sl |
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #126202: Pentadecanoic acid st 5
43.0 18.00 18.50

m/z 55.10  55.86%

5000
1200 2420
0 M‘ \NH\M‘ ‘\\\\O -

m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010324\
Data File : BG@60234.D

Acqg On : 3 Jan 2024 19:40
Operator : MA/JU

Sample : 05909-16

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.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 Carbonic acid, octadecyl pr... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.237 32.37 ng 6519360 Chrysene-d12 21.583
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 91
2 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 91
3 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 87
4 Carbonic acid, dodecyl vinyl ester 256 C15H2803 1000382-54-8 86
5 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 83
Abundance Scan 3089 (21.237 min): BG060234.D\data.ms (-3083) (- | m/z 57.10 100.00%
57.1
5000
L T ‘ T T ‘ T
‘ 21.00 21.50
bbbl M 169.1225.2280.1 35504161 525 n/z 71.10  65.02%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #264109: Carbonic acid, octadecyl prop-1-en-2-yl ester
57.0
5000 ——— =
21.00 21.50
m/z 43.1 62.33%
11.0
oLl 168.0224.0 297.0
\f\‘\\!\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
e
21.00 2150
5000 m/z 85.10 42.98%
} ‘11 0
ol gm0 220 wso
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #284590: Sulfurous acid, octadecyl 2-propyl ester — —
43.0 2100 21.50
m/z 37.15%
5000
7.0
oLollllijaso 220
m/z--> 50 100 150 200 250 300 350 400 450 500 2100 2150
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010324\
Data File : BG@60234.D

Acqg On : 3 Jan 2024 19:40
Operator : MA/JU

Sample : 05909-16

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.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 Sulfurous acid, 2-propyl tr... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
21.777 3.27 ng 658204  Chrysene-di2 21.583
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 91
2 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 91
3 Sulfurous acid, dodecyl 2-propyl... 292 C15H3203S 1000309-12-3 90
4 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1010309-12-5 90
5 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 80
Abundance Scan 3181 (21.777 min): BG060234.D\data.ms (-3174) (- | m/z 57.10 100.00%
57.1
20 W\JL\A
—— —
‘ ‘ 113-1169.1 236.8 300.0 2180 2290
b b bbb 20 2308 300.0 3659 429.1 4985 1 m/z 71.10  68.83%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #206621: Sulfurous acid, 2-propyl tridecyl ester
43.0
5000 e ——
21.50 22.00
m/z 43.10 62.99%
Ly } | 1 182.0
O\\‘11\\‘\\\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #310570: Heptacosane, 1-chloro-
57.0
—— —
21.50 22.00
5000 m/z 85.10 50.63%
0 | } “Hl\l \1830 2730 3430 4140
“““‘ e e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #188720: Sulfurous acid, dodecyl 2-propyl ester —— —
43.0 21.50 22.00
m/z 55.10 30.50%
- WMWN
obls } * 1690 2330
“\“‘w“‘w“‘w“‘w“‘w“‘w“‘w“‘w“‘w“‘w —— ——
m/z--> 50 100 150 200 250 300 350 400 450 500 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010324\
Data File : BG@60234.D

Acqg On : 3 Jan 2024 19:40
Operator : MA/JU

Sample : 05909-16

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.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 17-Pentatriacontene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
22.394 42.30 ng 8520010 Chrysene-d12 21.583
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 91
2 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
3 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 87
4 Behenic alcohol 326 C22H460 000661-19-8 87
5 n-Tetracosanol-1 354 C24H500 000506-51-4 87
Abundance Scan 3286 (22.394 min): BG060234.D\data.ms (-3277) (- | m/z 57.10 100.00%
57.1
5000 j\\/\A
e —
‘ FS.l 22.00 22.50
ol dddLLiL, 182.12392 3082 40684686 534. ./, 43,19 71.03%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #336402: 17-Pentatriacontene
43.0
5000 == e
22.00 22.50
m/z 55.10 63.39%
0 \ | 1680  267.0 490.0
‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #318054: Nonadecyl pentafluoropropionate
57.0
= —
22.00 22.50
5000 m/z 83.10 60.88%
‘ 125.0
ob LA W a820 2060 w120
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #146039: Ethanol, 2-(tetradecyloxy)- = —T
57.0 22.00 22.50
m/z 69.10 56.44%
5000
1750 196.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 22.00 22.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

3

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010324\
BG060234.D

Jan 2024 19:40

: MA/JU
: 05909-16

. 15

hod
le

ry

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 7 Oxirane, hexadecyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
23.405 3.55 ng 751945  Perylene-di2 24.762
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 94
2 1,19-Eicosadiene 278 C20H38 014811-95-1 90
3 Octadecanal 268 C18H360 000638-66-4 89
4 Hexacosanal 380 C26H520 026627-85-0 86
5 Heptadecanal 254 C17H340 1000376-70-0 80

Abundance Scan 3458 (23.405 min): BG060234.D\data.ms (-3452) (- | m/z 57.10 100.00%
57.1

5000
109.1 )
23.50
180.9 281.9
O ’*"‘l",34‘:,’64°2°46°7 m/z 82.10  79.07%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #158579: Oxirane, hexadecyl-
82.0
5000 %"/\\“\“J\‘\
29. 23.50
m/z 43.10 74.76%
O \J ‘ Hﬁﬁ‘l b \ 11012\5\0 0
’\\\ \1 \‘\\\\‘\!\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘

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

[¢)]
a —
o

Abundance #171302: 1,19-Eicosadiene
23.50
5000 ITI/Z 55.10 54.14%
109.0
oLl ase0 200
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #158568: Octadecanal T
43. 23.50
m/z 83.10 51.36%
96.0
5000
AL 2o 200
0,‘H‘“M“‘JWﬁ‘uiw“‘w““w“‘,u“‘u““u“ T
m/z--> 0 50 100 150 200 250 300 350 400 450 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010324\
Data File : BG@60234.D

Acqg On : 3 Jan 2024 19:40
Operator : MA/JU

Sample : 05909-16

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.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 Dodecane, 2-methyl-6-propyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
23.857 6.81 ng 1441340  Perylene-di12 24.762
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 90
2 Tricosane, 2-methyl- 338 C24H50 001928-30-9 90
3 Heptadecane 240 C17H36 000629-78-7 86
4 Heneicosane 296 C21H44 000629-94-7 86
5 Tetradecane, 4-ethyl- 226 Cl6H34 055045-14-2 86
Abundance Scan 3535 (23.857 min): BG060234.D\data.ms (-3528) (- | m/z 57.10 100.00%
57.1
5000 L
— —
‘ ‘ P?? 11971 280.9 23.50 24.00
Ol ML P 2971 2809338.2 405.9 47605348 /7 71.10  71.31%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
5000 = 7
23.50 24.00
m/z 43.10 54.88%
140.0
O‘\\\‘[‘\L‘\'\l!f‘\‘\l‘\‘\\!‘\\‘\\\.\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #246490: Tricosane, 2-methyl-
43.0
= ——
23.50 24.00
5000 m/z 85.10 52.44%
’ |1130 1530 2950
O b b e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #123960: Heptadecane = 7
57.0 23.50 24.00
m/z 55.10  25.67%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 23.50 24.00

8270-BG122923.M Thu Jan 04 02:10:21 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010324\
Data File : BG@60234.D

Acqg On : 3 Jan 2024 19:40
Operator : MA/JU

Sample : 05909-16

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 1-Heneicosyl formate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
23.916 57.97 ng 12270700  Perylene-di12 24.762
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
2 1-Heneicosanol 312 C21H440 015594-90-8 91
3 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 91
4 n-Tetracosanol-1 354 C24H500 000506-51-4 91
5 Behenic alcohol 326 C22H460 000661-19-8 91
Abundance Scan 3545 (23.916 min): BG060234.D\data.ms (-3538) (- | m/z 57.10 100.00%
57.
5000 11 J\/L
—
|| 1671 24.00
0 ‘wm“”‘m‘w"“22‘2“2‘2899‘3‘?"6“3‘“‘1"‘19‘9‘47“7‘?" m/z 83.10  96.14%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #248981: 1-Heneicosyl formate
57.0
5000 T
111.0 24.00
m/z 55.10 88.60%
294.0
O\\\‘\‘\\\“‘f“l\“ﬁ‘“ﬁ?\g‘z\z\z\(\)‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #215083: 1-Heneicosano
55.0
—
24.00
5000 111.0 m/z 97.10 85.82%
ol g aseo
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #228955: Trifluoroacetic acid, pentadecyl ester e
57.0 24.00
m/z 69.10 81.41%
5000 111.0
i H |, 1520 2550
o e 7
m/z--> 0 50 100 150 200 250 300 350 400 450 500 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010324\
Data File : BG@60234.D

Acqg On : 3 Jan 2024 19:40
Operator : MA/JU

Sample : 05909-16

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.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 10 2-Heptacosanone Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
24.057 5.04 ng 1067250  Perylene-di12 24.762
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptacosanone 394 C27H540 007796-19-2 90
2 2-Pentadecanone 226 C15H300 002345-28-0 50
3 2-Dodecanone 184 C12H240 006175-49-1 43
4 2-Hexadecanone 240 C16H320 018787-63-8 43
5 2-Tetradecanone 212 C14H280 002345-27-9 43

Abundance Scan 3569 (24.057 min): BG060234.D\data.ms (-3564) (- | m/z 59.10 100.00%

59.1
5000

2400
127.1 207.1
o“ujw‘NMpwmw“H"H"ggﬂg‘u“?gf?“_‘5ﬂ4z“ 58.10  79.46%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #298412: 2-Heptacosanone
59.0
5000

2400

43.10 70.92%

394.0
O‘\\\\‘J‘\\Jl\\‘\l‘l\h\\'\‘\\\\‘\2\3\6\‘0\\\\‘\3\3\‘4\‘0\\\‘\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107151: 2-Pentadecanone
58.0

2400
5000 m/z 71.10 48.42%
168.0226.0
0‘\\‘\““ \ll‘\l"“.‘l‘h‘n\‘l"HHM\“H‘H""H“HH‘HH‘HH‘HH‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #58892: 2-Dodecanone —r— ‘
58.0 24.00

55.10  22.73%

5000
| [ 126.0184.0
| I \I\ b o Il

O b e e e
miz—> 0 50 100 150 200 250 300 350 400 450 500 24.00

8270-BG122923.M Thu Jan 04 ©2:10:23 2024 Page: 13



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010324\
BG060234.D

3 Jan 2024 19:40

: MA/JU
: 05909-16

: 15  Sample Multiplier: 1

hod
le

ry

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.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 11 Hexacosanal Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
25.302 3.77 ng 797144  Perylene-di12 24.762
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosanal 380 C26H520 026627-85-0 90
2 Oxirane, heptadecyl- 282 C19H380 067860-04-2 87
3 Octacosanal 408 C28H560 022725-64-0 86
4 Tetracosanal 352 C24H480 057866-08-7 76
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 72

Abundance Scan 3781 (25.302 min): BG060234.D\data.ms (-3774) (- | m/z 57.10 100.00%
57.1
5000 k/W“AMNMW/\VWMwvaMM
2500 2550
192.9 264.1 335.0 ! ' :
0ol w',mu“wmwmmwHwwa“l“ﬂ‘?“‘?l‘?_s‘?% m/z 55.10  73.21%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #287971: Hexacosanal
57.0
5000 —r— ——
25.00 25.50
m/z 43.10 71.53%
4.0 362.0
ol LIl ﬁ | 180.0 250.0306.0
TTT ’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #176357: Oxirane, heptadecyl-
82.0
—— —
25.00 25.50
5000 m/z 82.10 71.37%
02 b A’lﬁgioll.g‘lo 2640
AR R A T o S ARRRR
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #307026: Octacosanal T —
57.0 25.00 25.50
m/z 96.10 50.97%
h \/WW\V\J\/V\/M
390.0
‘H‘,‘H‘,‘H“‘H“‘H“‘H“‘H“‘H“‘H“‘H“‘H“ P R
m/z--> 50 100 150 200 250 300 350 400 450 500 25.00 25.50

8270-BG122923.M Thu Jan 04 02:10:24 2024 Page: 14



Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG010324\

Data File : BG@60234.D

Acqg On : 3 Jan 2024 19:40
Operator : MA/JU

Sample : 05909-16

Misc

ALS vial : 15

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 12 Heneicosane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
25.908 11.22 ng 2374090  Perylene-d12 24.762
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 1-Todo-2-methylundecane 296 C12H251 073105-67-6 72
3 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 62
4 Pentadecane 212 C15H32 000629-62-9 58

5 Hexacosane 366 C26H54 000630-01-3 58

Abundance Scan 3884 (25.908 min): BG060234.D\data.ms (-3875) (- | m/z 57.10 100.00%
57.1

-

5000
L) pera 107.1 267.6 337.3396.3 _ 486.9 26.00
MY S 0N vt (220 P2 m/z 71.10  67.53%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194590: Heneicosane
57.0
5000 T
26.00
m/z 43.10 50.02%
\l ‘ | JlFA\ L 1197 0 296.0
O‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

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

-

Abundance #193304: 1-lodo-2-methylundecane
57.0
26.00
5000 ITI/Z 85.10 48.59%
0 Ly, 1890 296.0
R L EEEEEEEER
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl- —
57.0 26.00
m/z 55.10 21.66%
) JL
NI it X S Y
m/z--> 0 50 100 150 200 250 300 350 400 450 500 26.00

8270-BG122923.M Thu Jan 04 02:10:26 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010324\
Data File : BG@60234.D

Acqg On : 3 Jan 2024 19:40
Operator : MA/JU

Sample : 05909-16

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.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 1-Heptacosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
26.025 33.16 ng 7018760  Perylene-d12 24.762
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 Octacosanol 410 C28H580 000557-61-9 91
4 Triacontan-15-ol 438 C30H620 031849-26-0 91
5 1-Hexacosanol 382 C26H540 000506-52-5 91
Abundance Scan 3904 (26.025 min): BG060234.D\data.ms (-3894) (- | m/z 57.10 100.00%
57.1
w0 M
N
{ 1%}5.1 207.0 26.00
obr bt Ly, 2070 203.1 364.2 43174898 /7 83.10  81.36%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #299848: 1-Heptacosanol
57.0
5000 —~— :
26.00
1250 m/z 97.10  73.95%
obdhL 1| 282:0 250.0308.0 378.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #264236: n-Tetracosanol-1
57.0
N
26.00
5000 m/z 55.10 72.76%
125.0
ol { I ‘\ | 182.0 250,0308.0
R T R e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #308225: Octacosanol —
57.0 26.00
m/z 43.10 71.87%
5000
125.0
0 I { “ “ I JI L |1.950 292.0 392.0
R e e e e e e —
m/z--> 50 100 150 200 250 300 350 400 450 500 26.00

8270-BG122923.M Thu Jan 04 02:10:27 2024 Page: 16



Data Path : Z

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_G\Data\BG010324\

Data File : BG@60234.D

Acqg On : 3 Jan 2024 19:40
Operator : MA/JU

Sample : 05909-16

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 14 2-Pentacosanone Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
26.219 5.10 ng 1080000 Perylene-di2 24.762
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptacosanone 394 C27H540 007796-19-2 90
2 2-Pentacosanone 366 C25H500 075207-54-4 83
3 2-Nonadecanone 282 C19H380 000629-66-3 64
4 2-Hexadecanone 240 C16H320 018787-63-8 59
5 6-Hydroxy-6-methyl-2-heptanone 144 C8H1602 1000432-37-3 53

Abundance Scan 3937 (26.219 min): BG060234.D\data.ms (-3931) (- | m/z 59.10 100.00%
59.1

5000

>

e
I‘FBO 2052  307.2 4043 476 26.00 26.50
0““‘1“‘“”2"“"‘\”‘w'www?www'wﬁ?ﬂlwls%'? m/z 58.10 83.18%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298412: 2-Heptacosanone
59.0

5000 T
26.00 26.50
m/z 43.10 65.64%

394.0
O \\\‘ J‘\‘H”\"‘ﬁ"\‘%‘z.\?\\\\‘\2\?’!6\.‘9\\\‘\3\3\l4\.’()\\“\\l‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275521: 2-Pentacosanone
59.0

—— —
26.00 26.50
5000 m/z 71.10 47 .55%
0 \‘\ \l‘ ‘IEI:‘??.O 236.0 306.0 3.6?0
e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176351: 2-Nonadecanone — -
58.0 26.00 26.50

m/z 57.10  39.16%

5000
Lz, 22002829

A e e e e

T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 26.00 26.50

o

8270-BG122923.M Thu Jan 04 02:10:28 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010324\
Data File : BG@60234.D

Acqg On : 3 Jan 2024 19:40
Operator : MA/JU

Sample : 05909-16

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
28.851 6.72 ng 1422150  Perylene-di12 24.762
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
2 Tetradecane, 1-iodo- 324 C14H291I 019218-94-1 80
3 Octacosane 394 C28H58 000630-02-4 68
4 Hexatriacontane 507 C36H74 000630-06-8 64
5 Tricosane 324 C23H48 000638-67-5 58
Abundance Scan 4385 (28.851 min): BG060234.D\data.ms (-4377) (- | m/z 57.10 100.00%
57.1
— ——
‘}‘HH 1691 2529 356.1 o 28.50 29.00
oHJ‘W,MMH:wH_m‘““_“““1‘1“““59?‘9” m/z 71.10  68.09%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 = e
28.50 29.00
m/z 43.10 54.98%
3.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #228592: Tetradecane, 1-iodo-
57.0
— ——
28.50 29.00
5000 m/z 85.10 53.11%
155
o Ly 00 w0
m/z--> 50 lOO 150 200 250 300 350 400 450 500
Abundance #298427: Octacosane . —
57.0 28.50 29.00
m/z 55.10 20.41%
h MW\A‘NV\’/V\W/
ol ‘ (1130169.0225.0281.0337.0394.0
H‘_‘H,‘H‘_‘H"H‘_“W‘H‘_“W‘H‘_“W‘H‘ — ——
m/z--> 50 100 150 200 250 300 350 400 450 500 28.50 29.00

8270-BG122923.M Thu Jan 04 02:10:29 2024 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010324\
Data File : BG@60234.D

Acqg On : 3 Jan 2024 19:40
Operator : MA/JU

Sample : 05909-16

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.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 .beta.-Sitosterol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
29.997 5.26 ng 1113590  Perylene-di12 24.762
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 86
2 .gamma.-Sitosterol 414 C29H500 000083-47-6 59
3 Isocholesteryl methyl ether 400 C28H480 029944-53-4 38
4 Campesterol 400 C28H480 000474-62-4 38
5 26-Hydroxycholesterol 402 C27H4602 013095-61-9 38
Abundance Scan 4580 (29.997 min): BG060234.D\data.ms (-4571) (- | m/z 43.10 100.00%
43.1
105.1
5000
——
oL upu'w m/z 57.10  61.15%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #310596: .beta.-Sitosterol
43.0
5000 édod
107.0 :
H 414.0 m/z 55.10  57.16%
O TT WH\\ Hl ‘“m\‘h\"”‘ \H‘ \m\ ”H “Jﬁ‘\ Id\ “ \‘L\‘\ \\ T ‘\3\5‘7\ \q \“ \ TTT ‘ TTTT ‘ TTT
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #310597: .gamma.-Sitosterol
43.0
——
30.00
5000 107.0 m/z 105.10 52.24%
414.0
1 2130 303.0
AT =2
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #302703: Isocholesteryl methyl ether
43.0 30 00
m/z 95.05 52.16%
107.0 368.0
5000
61.0 275.0
\\\ M a0
0 \u“w‘m‘
m/z--> 50 100 150 200 250 300 350 400 450 500 30 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010324\
Data File : BG@60234.D

Acqg On : 3 Jan 2024 19:40
Operator : MA/JU

Sample : 05909-16

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.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 unknown30.678 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
30.678 11.31 ng 2394010  Perylene-d12 24.762
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propyzamide 255 C12H11C12NO 023950-58-5 25
2 2,4-Dichlorobenzamide 189 C7H5C12NO 002447-79-2 18
3 2-Isopropyl-tricyclo[4.3.1.1(2,5... 206 C14H220 1000194-91-2 18
4 3,4-Dichlorobenzohydrazide, N'-a... 246 C9H8C12N202 1000475-53-3 15
5 2,4-Dichloro-N-cyclopropyl-benza... 229 C10H9CI12NO 1000274-45-0 15

Abundance Scan 4696 (30.678 min): BG060234.D\data.ms (-4682) (- | m/z 105.10 100.00%
1

05.1
173.1
41.1 245.1
5000

T T
30.50 31.00

0’ 5284 m/z 81.10 84.51%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141490: Propyzamide
173.0

327.1 408.1

5000 — —
30.50 31.00
255.0 m/z 91.10 83.02%
109.0 y "
0‘\\EJ".‘.\?]\A\‘h\\\“\\L\‘\\l\h‘i\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #64016: 2,4-Dichlorobenzamide
173.0
— —
30.50 31.00
5000 ITI/Z 173.10 71.25%
44,0 109.0 “ ‘
O‘H‘M‘M‘J‘HWHLM‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #82794: 2-Isopropyl-tricyclo[4.3.1.1(2,5)]undec-3-en-10-0 e T
81.0 30.50 31.00

m/z 189.10  70.59%

l Mi hl\‘“x.m A 10\6.0 JM\M

‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 30.50 31.00

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010324\
Data File : BGO60234.D

Acqg On : 3 Jan 2024 19:40
Operator : MA/JU

Sample : 05909-16

Misc :

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.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|
Butane, 2-metho... 3.111 9.0 ng 522831 1 7.934 1157440 20.0
unknown5.038 5.038 3.1 ng 179790 1  7.934 1157440 20.0
n-Hexadecanoic ... 18.211 7.0 ng 1269400 4 17.318 3639560 20.0
Carbonic acid, ... 21.237 32.4 ng 6519360 5 21.583 4028320 20.0
Sulfurous acid,... 21.777 3.3 ng 658204 5 21.583 4028320 20.0
17-Pentatriacon... 22.394 42.3 ng 8520010 5 21.583 4028320 20.0
Oxirane, hexade... 23.405 3.5 ng 751945 6 24.762 4233340 20.0
Dodecane, 2-met... 23.857 6.8 ng 1441340 6 24.762 4233340 20.0
1-Heneicosyl fo... 23.916 58.0 ng 12270700 6 24.762 4233340 20.0
2-Heptacosanone 24.057 5.0 ng 1067250 6 24.762 4233340 20.0
Hexacosanal 25.302 3.8 ng 797144 6 24.762 4233340 20.0
Heneicosane 25.908 11.2 ng 2374090 6 24.762 4233340 20.0
1-Heptacosanol 26.025 33.2 ng 7018760 6 24.762 4233340 20.0
2-Pentacosanone 26.219 5.1 ng 1080000 6 24.762 4233340 20.0
Heptadecane, 2,... 28.851 6.7 ng 1422150 6 24.762 4233340 20.0
.beta.-Sitosterol  29.997 5.3 ng 1113590 6 24.762 4233340 20.0
unknown30.678 30.678 11.3 ng 2394010 6 24.762 4233340 20.0
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