LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101623\
Data File : BF135784.D

Acqg On : 16 Oct 2023 19:18
Operator : CG\JU

Sample : 04656-22

Misc :

ALS vial : 6 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-BF101323.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135784.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.299 29 36 52 rBV 153922 262342 8.16% 1.432%
2 4.428 394 398 409 rBvV 163952 225272 7.01% 1.230%
3 4.957 485 488 496 rBV 54481 80491 2.50% 0.439%
4 5.369 555 558 583 rBV 1014948 1315850 40.92% 7.183%
5 6.387 728 731 749 rBV 510762 788745 24.53% 4.306%

6 6.581 762 764 775 rBV 77345 125361 3.90% 0.684%
7 6.734 787 790 804 rVB 645842 568152 17.67% 3.102%
8 7.304 884 887 906 rBV 1996123 1985749 61.76% 10.840%
9 8.016 1005 1008 1017 rBV 876444 734921 22.86% 4.012%

9.098 1188 1192 1195 rBV 3610300 3215385 100.00% 17.553%

11 9.216 1208 1212 1229 rVB 1142963 1111723 34.58% 6.069%
12 9.775 1303 1307 1317 rVB 960128 795491 24.74%  4.343%
13 10.575 1439 1443 1458 rBV 1993017 1968422 61.22% 10.746%
14 10.698 1462 1464 1474 rVB 40602 52008 1.62% ©.284%
15 11.269 1558 1561 1571 rBV ~ 986789 854709 26.58% 4.666%

16 11.804 1649 1652 1664 rBV2 98392 147546  4.59%  0.805%
17 12.522 1767 1774 1777 rBV 86092 76380 2.38% 0.417%
18 12.598 1784 1787 1798 rBv4 21872 43901 1.37% ©.240%
19 12.869 1828 1833 1836 rBV 3115941 2869788 89.25% 15.666%
20 13.863 1996 2002 2004 rBV6 17453 34473 1.07% 0.188%

21 13.939 2011 2015 2025 rVB 490955 522256 16.24% 2.851%
22 15.410 2261 2265 2276 rBV 363098 539054 16.76%  2.943%

Sum of corrected areas: 18318019
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 16 Oct 2023 19:18
¢ CG\JU
. 04656-22

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101623\
BF135784.D

: 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
3500000
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2500000
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1500000

1000000

500000
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Time-->

TIC: BF135784.D\data.ms

7.304

5.369

6.734
6.387

2.299 4.428 4,057 6.581
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2500000

2000000

1500000

1000000

500000

TIC: BF135784.D\data.ms
9.098
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Time-->
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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101623\
Data File : BF135784.D

Acqg On : 16 Oct 2023 19:18
Operator : CG\JU

Sample : 04656-22

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
4.957 2.83 ng 80491 1,4-Dichlorobenzene-d4 6.734

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 9
5 5-Oxohexanenitrile 111 C6HSONO 010412-98-3 9
Abundance Scan 488 (4.957 min): BF135784.D\data.ms (-485) (-) m/z 43.00 100.00%
43.0
59.0
5000
1011 INEEREEEEERE AR REREEE
83.0 4.60 4.80 5.00 5.20
Otrrrrrrrrprrrr bbbl e e M/z 59,08 57.21%
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 BN L LI LR I
59.0 4.60 4.80 5.00 5.20
150 1010 m/z 101.10 17.75%
O \\\‘\\‘;\‘\\\ﬁﬁ;\o\\“‘}i\\‘\\}!‘\\\\‘\\\\8‘\3\.(\)\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
\‘\\\\‘\\\\’\A\\\‘\\\\‘\
4.60 4.80 5.00 5.20
5000 41.0 m/z 58.00 16.00%
29.0
87.0
0 15.0 71.0
T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4156: 1-Propen-2-ol, acetate T R
43.0 4.60 4.80 5.00 5.20
m/z 41.00 9.06%
5000
58.0
0 15\0 2?0 LhL . 72\0 109-0
e e e e e e e
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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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101623\
BF135784.D

: 16 Oct 2023 19:18
¢ CG\JU
. 04656-22

: 6 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
tion 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 Ethanol, 2,2'-oxybis-

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
6.581 4.41 ng 125361 1,4-Dichlorobenzene-d4 6.734
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2,2'-oxybis- 106 C4H1003 000111-46-6 50
2 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 50
3 2-Propanol, 1-propoxy- 118 C6H1402 001569-01-3 39
4 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 39
5 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 39

Abundance Scan 764 (6.581 min): BF135784.D\data.ms (-762) (-) m/z 44.95 100.00%
45.0
5000
59.0
720 6.20 6.40 6.60 6.80 7.00
M M gg.9 104.0 . : : : —
Ot e e e e e m/z 59.00 33.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #5615: Ethanol, 2,2'-oxybis-
45.0
5000 U LR L AL L B R A
6.20 6.40 6.60 6.80 7.00
75.0 m/z 72.00 17.78%
31.0
150 T sgo
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
45.0
AR e R
6.20 6.40 6.60 6.80 7.00
5000 ITI/Z 43.00 11.38%
31.0 59.0 72.0
ol 150 8.0 104.0
R L R AN AAARARRE R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10041: 2-Propanol, 1-propoxy- R e S R
45.0 6.20 6.40 6.60 6.80 7.00
m/z 73.10 11.37%
73.0
5000
59.0
31.0
ol 150 |yl Il 890 10301170 .
T e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.20 6.40 6.60 6.80 7.00

8270-BF101323.M Tue Oct 17 05:18:46 2023

Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101623\
Data File : BF135784.D

Acqg On : 16 Oct 2023 19:18
Operator : CG\JU

Sample : 04656-22

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.216  27.95 ng 1111720  Acenaphthene-d10 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 87
2 Pyridine, 2-butyl-, 1-oxide 151 C9H13NO 031396-32-4 53
3 Metacetamol 151 C8HINO2 000621-42-1 49
4 2-Thiophenecarbonitrile 109 CS5H3NS 001003-31-2 43
5 4-Amino-2-methylpyrimidine 109 C5H7N3 000074-69-1 38
Abundance Scan 1212 (9.216 min): BF135784.D\data.ms (-1208) (-) m/z 42.95 100.00%
43.0
109.1
5000 151.1
RREEE R
69.0 8.80 9.00 9.20 9.40 9.60
O btttk by L1930 s 169,10 59.88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 B R LN B I
8.80 9.00 9.20 9.40 9.60
69.0 m/z 151.05 37.81%
0 ;\5\.9\ ‘\‘\ \"‘ i ‘\“\‘H‘ \“‘\“\ \H“‘\‘ T ‘\H\ T \“\H‘\‘\ “\ N \“ T 1 T \‘\ T ‘J\'?\Z\?\ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
109.0
e R
8.80 9.00 9.20 9.40 9.60
5000 151.0 m/z 41.05 19.52%
0 32.0 79.0
R e R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28724: Metacetamol AR e e
109.0 8.80 9.00 9.20 9.40 9.60
m/z 69.00 11.17%
5000 151.0
43.0
80.0
0 E=C AN WIS VAR NV NN— | NI 00 | SN
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\BF101623\
Data File : BF135784.D

Acqg On : 16 Oct 2023 19:18
Operator : CG\JU

Sample : 04656-22

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.804 3.45 ng 147546  Phenanthrene-di10 11.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Tridecanoic acid 214 C13H2602 000638-53-9 76
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 n-Decanoic acid 172 C10H2002 000334-48-5 60
5 Tetradecanoic acid 228 C14H2802 000544-63-8 59
Abundance Scan 1652 (11.804 min): BF135784.D\data.ms (-1649) (- m/z 43.05 100.00%
43.0
73.0
5000
129.1
157.1 2131 e 1500
| H‘(ﬂ\ 9 i ‘18‘52 s 11.50 12.00
O bl Ml bl L L L m/z 6@.00  87.89%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 [ T
11.50 12.00
97.0 157018502130 560 | M/Z 73.60  82.29%
O\H‘HH“}‘HH!H\H‘\\‘H\‘\\‘}h“‘\\”‘M\“\‘\\‘\H\‘\\H‘\‘\H‘\H‘\‘HH‘H\!‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance
43.0 730
T T gy
11.50 12.00
5000 129.0 m/z 55.05 78.02%
171.0
101.0 214.0
015.0
R an e e e e
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid 2l —
43.0 ,73.0 11.50 12.00
m/z 41.00 73.56%
5000 129.0
199.0
s ) e T
0%?Rk“JWNWwWWAWWMMMWHJMJHJHW‘HWHHM‘H_ e et
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101623\
Data File : BF135784.D

Acqg On : 16 Oct 2023 19:18
Operator : CG\JU

Sample : 04656-22

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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-... 4.957 2.8 ng 80491 1 6.734 568152 20.0
Ethanol, 2,2'-0... 6.581 4.4 ng 125361 1 6.734 568152 20.0
2,4,7,9-Tetrame... 9.216 27.9 ng 1111720 3 9.775 795491 20.0
n-Hexadecanoic ... 11.804 3.5 ng 147546 4 11.269 854709 20.0
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