LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\
Data File : BF132917.D

Acqg On : 19 Apr 2023 18:03

Operator : CG\JU

Sample : 02270-26 :
Misc : SB-16-14-16-20230413

ALS vial : 5 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_ F\Methods\8270-BF041723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF132917.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 4.963 485 489 497 rVB 214456 273450 2.80% 0.455%
2 5.369 552 558 561 rBV 7034521 7045146 72.18% 11.730%
3 6.392 726 732 735 rBV 6724100 7118017 72.92% 11.851%
4 6.763 791 795 798 rBV 1884687 1428507 14.63% 2.378%
5 6.828 803 806 809 rBV 145262 109396 1.12% 0.182%
6 7.328 886 891 894 rBV 5229561 4757569 48.74% 7.921%
7 8.045 1010 1013 1016 rVB 2892386 2152718 22.05% 3.584%
8 9.127 1192 1197 1200 rBV 9874282 8240603 84.42% 13.720%
9 9.398 1240 1243 1256 rBV 751512 720761 7.38% 1.200%
10 9.798 1308 1311 1315 rVB 3041182 2559607 26.22% 4.262%

11 10.516 1425 1433 1436 rBV 686075 582019 5.96%
12 10.586 1441 1445 1448 rBV 6011603 5720091 58.60%
13 11.280 1559 1563 1567 rVB 3379617 2723949 27.91%
14 11.821 1649 1655 1664 rBV2 835276 981985 10.06%
15 12.421 1754 1757 1763 rVB 155272 133420 1.37%
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16 12.604 1782 1788 1801 rBV 239135 321468 3.29%
17 12.874 1829 1834 1837 rBV 9810108 9761188 100.00% 16.
18 13.774 1981 1987 2007 rBV2 532810 1005700 10.30%
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19 13.915 2007 2011 2014 rBV 2606703 2183912 22.37% 636%
20 14.104 2039 2043 2045 rBV 108389 104703 1.07% 174%
21 14.404 2091 2094 2099 rBV 121687 129899 1.33% 0.216%
22 14.709 2142 2146 2149 rBV 104297 106096 1.09% 0.177%
23 15.033 2197 2201 2208 rVB 102552 110949 1.14% 0.185%
24 15.345 2249 2254 2260 rBV 1469950 1685021 17.26% 2.806%
25 15.868 2339 2343 2351 rBV3 42936 104862 1.07% 0.175%
Sum of corrected areas: 60061036
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 19 Apr 2023 18:03
: CG\JU
. 02270-26

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\
BF132917.D

SB-16-14-16-20230413

: 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

8000000

6000000

4000000

2000000

0
Time-->

TIC: BF132917.D\data.ms

5.369 6.392

7.328

6.763

4.963 .828

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance

8000000

6000000

4000000

2000000

TIC: BF132917.D\data.ms
9.127 12.874

10.586

11.280
8.045 9.798

9.398 10.516 11.821

0
Time-->
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Abundance

8000000

6000000

4000000

2000000

TIC: BF132917.D\data.ms

13.915

15.345

13.77
14.104 14.404 14.709 15.033 15.868

Time-->

T T T T T T T T T T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\
Data File : BF132917.D

Acq On : 19 Apr 2023 18:03

Operator : CG\JU

Sample : 02270-26 :
Misc SB-16-14-16-20230413

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
4.963 3.83 ng 273450  1,4-Dichlorobenzene-d4 6.763

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
3 Formamide, N,N-diethyl- 101 C5H11NO 000617-84-5 9
4 Acetone 58 C3H60 000067-64-1 9
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 489 (4.963 min): BF132917.D\data.ms (-485) (-) m/z 43.05 100.00%

43.0
5000 590.1
83.0 101.1 4.60 4.80 5.00 5.20
O bl e e e e M/ 59.10 50.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L B L NI I
59.0 4.60 4.80 5.00 5.20
150 1010 m/z 58.00 17.22%
O\\\‘\\‘\.\‘\\\ﬁ‘]r(\)\\“u{\\‘\\‘}\‘\\\\‘\\\\8‘%\.\0\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4156: 1-Propen-2-ol, acetate
43.0
T e e
4.60 4.80 5.00 5.20
5000 ITI/Z 101.10 15.76%
58.0
180 570 20 100.0
O et et e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4594: Formamide, N,N-diethyl- T
30.0 4.60 4.80 5.00 5.20
58.0 m/z 41.e5  7.30%
101.0
5000 44.0
86.0
H‘ 72.0
A AR R m‘“!u‘W‘mmw!uwuwuwmw st iy [
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\
Data File : BF132917.D

Acq On : 19 Apr 2023 18:03

Operator : CG\JU

Sample : 02270-26 :
Misc SB-16-14-16-20230413

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 2 2-Ethylhexyl mercaptoacetate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
9.398 5.63 ng 720761  Acenaphthene-di10 9.798
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Ethylhexyl mercaptoacetate 204 C10H2002S 007659-86-1 83
2 Heptane, 3-[(ethenyloxy)methyl]- 156 C10H200 000103-44-6 59
3 Decane, 4-methyl- 156 C11H24 002847-72-5 50
4 Carbonic acid, neopentyl 2-ethyl... 244 C14H2803 1000357-85-7 50
5 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 50
Abundance Scan 1243 (9.398 min): BF132917.D\data.ms (-1240) (-) m/z 57.10 100.00%
57.1
5000 [L
T e
83.1 112.2 e 9.00 9.20 9.40 9.60 9.80
Ol 8L L1882 /2 a3.05  63.92%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #79337: 2-Ethylhexyl mercaptoacetate
57.0
5000 [TT T i rrirrd
9.00 9.20 9.40 9.60 9.80
20.0 112.0 m/z 71.10 56.11%
‘ ‘ ‘ 83.0 |
0 \H‘\‘H\“‘WH ‘H‘M‘h\1\‘\\\‘\’\\\\1’4\‘5\.(\)\1’6\470\\’\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32956: Heptane, 3-[(ethenyloxy)methyl]-
57.0
REEa R R
9.00 9.20 9.40 9.60 9.80
5000 m/z 41.05 43.98%
hﬂ “ 83‘-0 1120 1410
R L.
B

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

Abundance #33082: Decane, 4-methyl- BEEREEEEEE S
430 710 9.00 9.20 9.40 9.60 9.80

m/z 55.10  33.33%

o
B N
=©
] o

5000

—

h 112.0
it

0 156.0
(o N | B ‘“1“”W!“,HH,HH,HH,‘ e R

m/z--> 200 40 60 80 100 120 140 160 180 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\
Data File : BF132917.D

Acq On : 19 Apr 2023 18:03

Operator : CG\JU

Sample : 02270-26 :
Misc : SB-16-14-16-20230413

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.516 4.55 ng 582019  Acenaphthene-d10 9.798
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 N-cyanobenzamide 146 C8H6N20 015150-25-1 47
3 N-Methylbenzamide, N-pentafluoro... 281 C11H8F5NO2 1000446-98-1 47
4 2-(2-0x0-2-phenyl-ethyl)-malonon... 184 C11H8N20 1000296-76-9 47
5 N-Methylbenzamide, N-trifluoroac... 231 C1@H8F3NO2 1000446-91-5 47
Abundance Scan 1433 (10.516 min): BF132917.D\data.ms (-1425) (-} m/z 105.10 100.00%
105.1
5000 182.1
51.0
T \
| 152.1 H 10.50
o —l e —— m/z 77.05 61.65%
miz--> 50 100 150 200 250
Abundance #56925: Benzophenone
105.0
182.0
5000 — :
10.50
510 m/z 182.10  51.03%
| 152.0 |
O T T ‘\ ‘\ ‘ T \“M\ T “\ T T T ‘h T T \‘ T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #25636: N-cyanobenzamide
105.0
R \
10.50
5000 m/z 51.05 27 .44%
51.0
| J | 146.0
O S i vt e e
miz--> 50 100 150 200 250
Abundance #173941: N-Methylbenzamide, N-pentafluoropropionyl- —r4 ‘
105.0 10.50
m/z 181.10 9.19%
5000
51.0
ols.0 | |, 1600 281.(
T — —
m/z--> 50 100 150 200 250 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\
Data File : BF132917.D

Acq On : 19 Apr 2023 18:03

Operator : CG\JU

Sample : 02270-26 :
Misc SB-16-14-16-20230413

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.821 7.21 ng 981985 Phenanthrene-d10 11.280
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 80
5 8-Methylnhonanoic acid 172 C10H2002 005963-14-4 49
Abundance Scan 1655 (11.821 min): BF132917.D\data.ms (-1649) (- m/z 43.05 100.00%
43.0 ,73.0
5000
129.0
213.3 T T
‘ 157.2185.2 256.3 11.50 12.00
Y m/z 73.05 99.18%
m/z--> 20 40 60 80 100120140 160180200 220240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 [N IR
11.50 12.00
157.01g5 92130 2560 m/z 59.95 93.64%
O,
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
— ==
43.0 11.50 12.00
5000 129.0 m/z 57.05 82.09%
171.0
\
AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid — ==
43.0 73.0 11.50 12.00
m/z 55.05 74.04%
5000 129.0
199.0
s ) e T
0%§RkﬂwwwJN&MHJHW‘MH_‘H_ﬂ‘JHW‘HWH‘WHH‘H — s
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\
Data File : BF132917.D

Acq On : 19 Apr 2023 18:03

Operator : CG\JU

Sample : 02270-26 :
Misc : SB-16-14-16-20230413

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.604 2.94 ng 321468  Chrysene-di12 13.915
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 89
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72
5 Undecanoic acid 186 C11H2202 000112-37-8 70

Abundance Scan 1788 (12.604 min): BF132917.D\data.ms (-1782) (- m/z 43.10 100.00%

43.1
73.0
5000
129.1

—
185.2 2412 .4, 12,50 13.00
0 bt L L mz s7.10 0 81.73%

m/z--> 50 100 150 200 250
Abundance #179093: Octadecanoic acid
73.0
43.0
129.0 284.C

5000 R
185.0 241.0 12.50 13.00
m/z 60.00 81.57%

ob— \“‘ ‘H I \”‘M H‘\‘ “\‘ “\ A “ - L‘ ‘\ ‘\‘ . “‘
m/z--> 50 100 150 200 250
Abundance #143509: n-Hexadecanoic acid
43.0 73.0

et
12.50 13.00

5000 256.0 m/z 73.00 80.67%
129.0
213.0
LA L
0— “‘ “‘ l ‘M I H“ ‘H“‘nh“‘ M‘ gl “ “ “‘m‘ - \‘ -
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid e e
43.0 73.0 12.50 13.00

m/z 41.05 69.73%

5000 129.0
199.0 2420
L‘ m H‘n \\H“HM\‘H nh\‘\‘ M‘ ul ‘ 167. )| ‘ \ ‘

ob— i A ST U SV SN A
m/z--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\

Data File : BF132917.D

Acq On : 19 Apr 2023 18:03

Operator : CG\JU

Sample : 02270-26 :
Misc SB-16-14-16-20230413
ALS Vial : 5 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Peak Number 6 Octacosanol Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
13.774 9.21 ng 1005700  Chrysene-d12 13.915
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octacosanol 410 C28H580 000557-61-9 94
2 1-Heneicosanol 312 C21H440 015594-90-8 94
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 93
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
5 1-Hexacosanol 382 C26H540 000506-52-5 91

Abundance Scan 1987 (13.774 min): BF132917.D\data.ms (-1981) (- m/z 57.10 100.00%
57.1

5000
11.1
— =
5421062 2482 13.50 14.00
ol il M‘MH Rias L 8083 m/z 43.16  89.68%
m/z--> 50 200 250 300 350
Abundance #308225. Octacosanol
57.0
5000 1.0 R T
13.50 14.00
m/z 55.05 86.06%
ol \H \ | ‘w 1159019502360 29203340 _392.
\\\\‘ \‘\\\\‘\\\\\\\\‘\\\ \\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #215083: 1-Heneicosano
55.0
97.0
— —
13.50 14.00
5000 m/z 83.10 64.98%

oL ‘\“‘ | H\ \‘ # \h h 1‘82 02240266 0

> JWﬂAvagwh\wywwﬁvW¢
Abundance #292190: Trichloroacetic acid, hexadecy! ester = ‘

l
T L e A B L
m/z-- 50 100 150 200 250 300 350
T
43.0 13.50 14.00
m/z 97.10 59.08%
oJJMl%O A Sy
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\
Data File : BF132917.D

Acqg On : 19 Apr 2023 18:03

Operator : CG\JU

Sample : 02270-26 :
Misc : SB-16-14-16-20230413

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.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|
2-Pentanone, 4-... 4.963 3.8 ng 273450 1 6.763 1428510 20.0
2-Ethylhexyl me... 9.398 5.6 ng 720761 3 9.798 2559610 20.0
Benzophenone 10.516 4.5 ng 582019 3 9.798 2559610 20.0
n-Hexadecanoic ... 11.821 7.2 ng 981985 4 11.280 2723950 20.0
Octadecanoic acid 12.604 2.9 ng 321468 5 13.915 2183910 20.0
Octacosanol 13.774 9.2 ng 1005700 5 13.915 2183910 20.0
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