LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101123\
Data File : BF135720.D

Acqg On : 11 Oct 2023 18:45
Operator : CG\JU

Sample : 04791-01

Misc :

ALS Vvial : 19 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-BF091123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135720.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.199 9 19 21 rBV 17048 43288 1.97% 0.271%
2 4.963 486 489 500 rBvV 373441 488159 22.23% 3.057%
3 5.375 556 559 580 rBV 1906543 2169909 98.82% 13.591%
4 6.392 728 732 752 rBV 1870747 2003134 91.23% 12.546%
5 6.740 788 791 796 rBV 537524 477341 21.74% 2.990%

6 7.304 883 887 901 rBV 1384654 1293773 58.92% 8.103%
7 8.016 1005 1008 1016 rBV 718722 627489 28.58%  3.930%
8 9.092 1187 1191 1201 rBV 2317652 2195815 100.00% 13.753%
9 9.216 1208 1212 1220 rVB 200824 229459 10.45% 1.437%

9.775 1303 1307 1321 rBV 853875 770776 35.10%  4.828%

11 10.569 1439 1442 1456 rBV 1155107 1147200 52.24%
12 11.269 1558 1561 1570 rBV 832000 738721 33.64%
13 11.804 1649 1652 1665 rBv4 87437 134840 6.14%
14 12.492 1766 1769 1775 rBV 127352 126210 5.75%
15 12.598 1785 1787 1793 rBV5 15021 27285 1.24%

[CRCICIFNEN
0
I
Ul
3R

16 12.727 1803 1809 1813 rBV 106140 123483 5.62%

0.
17 12.863 1828 1832 1836 rBV 1965532 1793292 81.67% 11.232%
18 13.898 1998 2008 2010 rBVe6 24119 71472 3.25% 0.448%
19 13.933 2010 2014 2017 rVV 498388 515220 23.46% 3.227%
20 13.963 2017 2019 2023 rVB 47893 48258 2.20% 0.302%
21 14.768 2152 2156 2161 rVB 149458 143543 6.54% 0.899%
22 14.986 2189 2193 2196 rBV 39343 63321 2.88% 0.397%
23 15.286 2241 2244 2248 rBV2 24919 30846 1.40% 0.193%
24 15.351 2252 2255 2260 rVvV 43099 52322 2.38% 0.328%
25 15.404 2260 2264 2273 rVB 429702 572017 26.05% 3.583%
26 15.839 2335 2338 2342 rBV2 21275 29035 1.32% 0.182%
27 16.927 2519 2523 2529 rBVe6 22654 49965 2.28% 0.313%
Sum of corrected areas: 15966173
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 11 Oct 2023 18:45
¢ CG\JU
. 04791-01

: 19

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101123\
BF135720.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

o

TIC: BF135720.D\data.ms

5.375 6.392

7.304

6.740
4.963

J \

2.199

Time-->

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

2000000

1500000

1000000

500000

TIC: BF135720.D\data.ms
9.092

12.863

10.569

8.016

12.4922.72
2.59

0
Time-->

T — — ‘ — — T
10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

2000000

1500000

1000000

500000

TIC: BF135720.D\data.ms

13.933

133683

Time-->

T T ‘ T T ‘ T T ‘ T T ‘ T 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\BF101123\
Data File : BF135720.D

Acqg On : 11 Oct 2023 18:45
Operator : CG\JU

Sample : 04791-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.963  20.45 ng 488159  1,4-Dichlorobenzene-d4 6.740

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 489 (4.963 min): BF135720.D\data.ms (-486) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 \‘\\\\‘\\\\‘\\\\’\\\\‘\
4.60 4.80 5.00 5.20
TN 83.0 3
Ol e e e e M/ 59.10 56.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L B A B I
4.60 4.80 5.00 5.20
59.0 m/z 101.10  17.16%
101.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
A amaans REE
57.0 4.60 4.80 5.00 5.20
5000 m/z 58.00 14.81%
20.0 101.0
o 20 Ll 730 850 |
e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl- e
59.0 4.60 4.80 5.00 5.20
m/z 41.10 8.67%
5000 41.0
29.
‘ ‘ 87.0
oi1s0 Ll o

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\BF101123\
Data File : BF135720.D

Acqg On : 11 Oct 2023 18:45
Operator : CG\JU

Sample : 04791-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.216 5.95 ng 229459  Acenaphthene-di10 9.775

Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 90
2 Pyridine, 2-butyl-, 1-oxide 151 C9H13NO 031396-32-4 59
3 Metacetamol 151 C8HINO2 000621-42-1 53
4 Acetaminophen 151 C8HINO2 000103-90-2 53
5 m-Isopropoxyaniline 151 CSH13NO 041406-00-2 42
Abundance Scan 1212 (9.216 min): BF135720.D\data.ms (-1208) (-) m/z 43.00 100.00%
43.0
109.1
5000 151.1

T e

‘ 85.1 8.80 9.00 9.20 9.40 9.60
0brrrprr “W“M al, uNuM bl m/z 109.05  63.57%

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

Abundance #106947: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol

109.0 151.0
43.0
5000 ‘\\\\‘\\}L\\‘\\\\’\\\\‘\\
8.80 9.00 9.20 9.40 9.60
690 m/z 151.05 38.20%
Ot T T \“‘ {7 \“\““ \“‘\“\ \H“‘\‘\‘\H\ T \“i”}‘\ T { \" 1T ’:‘I-‘?%P‘ T ’2\]\-:\[\(‘]
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28949: Pyridine, 2-butyl-, 1-oxide
109.0
e R RRER
8.80 9.00 9.20 9.40 9.60
5000 151.0 m/z 41.05 19.58%
32.0 79.0 “ L L |
(O e L O L L B e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28725: Metacetamol
109.0 8.80 9.00 9.20 9.40 9.60
m/z 57.00 12.27%
5000 151.0
43.0
80.0
s oo
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101123\
Data File : BF135720.D

Acqg On : 11 Oct 2023 18:45
Operator : CG\JU

Sample : 04791-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 4
R.T. EstConc Area Relative to ISTD R.T.
11.804 3.65 ng 134840  Phenanthrene-di10 11.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 64

Abundance Scan 1652 (11.804 min): BF135720.D\data.ms (-1649) (- m/z 43.05 100.00%

43.0 |73.0
5000
129.1
— ——
H‘ 157198512131 11.50 12.00
[ W u‘l‘wh‘wuu”w‘w‘l wmH“‘_“m_‘m‘m‘mwm@ m/z 60.00 97.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 [N RN
11.50 12.00
m/z 73.00 89.06%

’ 157.01850 213.0 256.0
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92063: Tridecanoic acid
73.
43.0 0
A ‘ T A T ‘ T

11.50 12.00
5000 129.0 m/z 57.05 79.15%
171.0
214.0
0150?
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid et —
43.0 73.0 11.50 12.00
m/z 55.05 73.99%
5000 129.0
199.0
RV v
0%?Rk“JWNWwWWAWWMMMWHJMJHJHW‘HWHHM‘H_ ke ——
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\BF101123\
Data File : BF135720.D

Acqg On : 11 Oct 2023 18:45
Operator : CG\JU

Sample : 04791-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Supraene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.768 5.02 ng 143543  Perylene-di2 15.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 87
2 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 81
3 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H440 1000163-04-7 78
4 2,6,10,14,18-Pentamethyl-2,6,10,... 342 C25H42 075581-03-2 72
5 Farnesol isomer a 222 C15H260 1000108-92-4 72

Abundance Scan 2156 (14.768 min): BF135720.D\data.ms (-2152) (- m/z 69.05 100.00%

69.0
5000

I
\ 17512210 2810 355. 14.50 15.00
b ‘J\”“‘M‘“w‘ Pften 2910 S 420 m/z 81.e5  51.73%

m/z--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0

5000 == =
14.50 15.00

m/z 41.05 29.14%

137.0
N T |, 1910 2730 341.0 4100
\\\‘\\\‘\\\\’\\\\‘\\1\‘T\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #85250: 7,11-Dimethyldodeca-2,6,10-trien-1-ol
69.0

——
14.50 15.00
5000 m/z 95.10  14.59%

‘ 1370
SEEN Y ”mﬂ‘h T —
miz--> 50 100 150 200 250 300 350 400

Abundance #291318: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15, e —
69.0 14.50 15.00

m/z 68.10 12.70%

5000
LB 0 a0 sis0 saso

m/z--> 50 100 150 200 250 300 350 400 14.50 15.00

o

o

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101123\
Data File : BF135720.D

Acqg On : 11 Oct 2023 18:45
Operator : CG\JU

Sample : 04791-01

Misc

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 20.4 ng 488159 1 6.740 477341 20.0
2,4,7,9-Tetrame... 9.216 6.0 ng 229459 3 9.775 770776 20.0
n-Hexadecanoic ... 11.804 3.6 ng 134840 4 11.269 738721 20.0
Supraene 14.768 5.0 ng 143543 6 15.404 572017 20.0

8270-BF091123.M Thu Oct 12 12:03:25 2023 Pag 7



