LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@050323\
Data File : BF133215.D

Acqg On : 03 May 2023 19:19
Operator : CG\JU

Sample : 02583-01

Misc :

ALS Vvial : 17 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-BF042123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133215.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.922 477 482 490 rVB 178132 234857 4.99% 0.756%
2 5.340 549 553 557 rBvV 3728678 3782021 80.40% 12.173%
3 6.369 723 728 731 rBV 4051109 4079092 86.72% 13.129%
4 6.728 785 789 792 rBV 1498263 1103680 23.46%  3.552%
5 7.292 880 885 888 rBV 3225251 2764913 58.78% 8.899%

8.010 1004 1007 1011 rBV 1897184 1509545 32.09%
9.092 1186 1191 1194 rBV 5282463 4703761 100.00% 15.
9.763 1301 1305 1309 rBV 2121597 1669697 35.50%
10.475 1422 1426 1429 rBV 2243407 1772905 37.69%
10 10.551 1435 1439 1448 rBV 1284723 1119353 23.80%

[CYRNV, BNV, NV, I N
w
N
N
xR

11 10.780 1475 1478 1483 rBV 262143 226729
12 10.875 1489 1494 1497 rBV 123208 132665
13 11.163 1541 1543 1547 rVB 92834 83788
14 11.245 1553 1557 1560 rBV 1925842 149339 3
15 11.780 1637 1648 1652 rBV2 102022 200393

.82%
.82%
.78%
.75%
. 26%

AR RN A
ohOOO®
N
N
S
xR

16 12.563 1776 1781 1793 rBV4 99408 222137 4.72%
17 12.833 1823 1827 1830 rBV 3847830 3311723 70.41% 1
18 13.792 1984 1990 2001 rBV7 64414 254508 5.41%

OWOoOOoOO®
(o]
iy
O
R

19 13.880 2001 2005 2017 rVB 1075600 1042490 22.16% 355%

20 14.733 2147 2150 2154 rBV 59941 61757 1.31% 199%

21 14.986 2190 2193 2196 rBV 63446 64131 1.36% 0.206%

22 15.298 2241 2246 2251 rBV 922918 1093807 23.25% 3.521%

23 15.757 2320 2324 2328 rVB2 63517 83304 1.77% 0.268%

24 16.233 2401 2405 2409 rBV3 36209 58809 1.25% 0.189%
Sum of corrected areas: 31069455
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@050323\
Data File : BF133215.D

Acqg On : 03 May 2023 19:19
Operator : CG\JU

Sample : 02583-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF133215.D\data.ms
5000000

6.369

4000000 5.340

7.292
3000000

2000000
6.728

1000000

4.922
O\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ (N R L RN RN

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 TIC: BF133215.D\data.ms

5000000 9.092

4000000 12.833

3000000

9.763 10.475
2000000 8.010 11.245

1D.551
1000000

—_—

__N

101,7(@975 111 11.780 12'5@?LJ
0 — — — T — ety A — = —=
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF133215.D\data.ms
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4000000
3000000

2000000

13.880
1000000 15.208

13.7 14.73314.986 15757  16.233
0 T ‘ T T T T ‘ T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T T T T T ‘ T
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050323\
Data File : BF133215.D

Acqg On : 03 May 2023 19:19
Operator : CG\JU

Sample : 02583-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 3
R.T. EstConc Area Relative to ISTD R.T.
4.922 4.26 ng 234857 1,4-Dichlorobenzene-d4 6.728

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 53
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
Abundance Scan 482 (4.922 min): BF133215.D\data.ms (-477) (-) m/z 43.00 100.00%
3.0
5000 591
101.1
830 ‘ 4.60 4.80 5.00 5.20
Obrrprrrrrrr el RO S0 m/z 59.10  51.24%
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 LI B I B LR
59.0 4.60 4.80 5.00 5.20
150 1010 m/z 101.10 18.39%
O \\\‘\\‘1‘\‘\\\‘3}:‘-\.\0\1“‘}}\\‘\f}\[\\\\‘\\\\8‘§\.\0\‘\\\}‘\'\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
e REARRREE SR
4.60 4.80 5.00 5.20
5000 m/z 58.10 15.42%
41.0
29.0 101.0
Obrrrprreepr bbbl 739, 880 L
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester N ARBARNREEEISEEL
43.0 4.60 4.80 5.00 5.20
m/z 41.05 7.99%
57.0
5000
20.0 101.0
ol B0l 730 850
R o L R RARsEA S ST
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\BF050323\
Data File : BF133215.D

Acqg On : 03 May 2023 19:19
Operator : CG\JU

Sample : 02583-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Benzophenone Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.475 21.24 ng 1772910  Acenaphthene-d10 9.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Phenyl 4-pyridyl ketone 183 C12H9NO 014548-46-0 50
3 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 49
4 2-(2-0x0-2-phenyl-ethyl)-malonon... 184 C11H8N20 1000296-76-9 47
5 1-Propanone, 3-chloro-1-phenyl- 168 C9H9C1O0 000936-59-4 47
Abundance Scan 1426 (10.475 min): BF133215.D\data.ms (-1422) (-} ' m/z 105.10 100.00%
105.1
77.1
5000 182.1
51.0
—H—
10.50
152.1
Ol b 2281 0 miz 77.10 63.44%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 U
10.50
510 m/z 182.10  48.90%
0 2?.0 ‘ A 126.0 15%.0 I
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #57931: Phenyl 4-pyridyl ketone
105.0
——
770 183.0 1050
5000 51.0 m/z 50.95  26.39%
0 L | 1270 1540 |
e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #40426: Benzeneacetic acid, .alpha.-oxo-, methyl ester A
105.0 10.50
m/z 50.10 7.99%
77.0
5000
51.0
0 15.0 ‘\ | | 136.0 164.0 0
e e e e e e e A
m/z--> 20 40 60 80 100 120 140 160 180 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050323\
Data File : BF133215.D

Acqg On : 03 May 2023 19:19
Operator : CG\JU

Sample : 02583-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Methanone, (1-hydroxycycloh... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.780 3.04 ng 226729  Phenanthrene-di10 11.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methanone, (1-hydroxycyclohexyl)... 204 C13H1602 000947-19-3 91
2 3,5-Diamino-1,2,4-triazole 99 C2H5N5 001455-77-2 43
3 1-Hydroxycyclohexanecarboxylic acid 144 C7H1203 001123-28-0 40
4 3-Methylcyclohexyl methylphospho... 194 C8H16F02P 113548-86-0 38
5 Hexanoic acid, thio-, S-butyl ester 188 C10H200S 002432-79-3 38

Abundance Scan 1478 (10.780 min): BF133215.D\data.ms (-1475) (- m/z 99.10 100.00%
99.1

5000
77.

55.0 T

; —
‘ H 133.1 10.50 11.00
b 1831 157.0 1881 0 81,18 71.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #79904: Methanone, (1-hydroxycyclohexyl)phenyl-

99.0

o

5000 ‘ \A7 L
10.50 11.00
e m/z 77.00 28.857
55.0 ) e
0l 290, Il 4l || 1330 1760 2040
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘1\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3845: 3,5-Diamino-1,2,4-triazole
99.0
—H— —
43.0 10.50 11.00
5000 ' m/z 55.05 19.15%
‘ 69.0 ‘
o e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23873: 1-Hydroxycyclohexanecarboxylic acid = ———
99.0 10.50 11.00

m/z 105.00 17.37%

5000

790
0 ‘H\ \‘\‘ Tl | 144.0
LA L B L B B T

‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050323\
Data File : BF133215.D

Acqg On : 03 May 2023 19:19
Operator : CG\JU

Sample : 02583-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.780 2.68 ng 200393  Phenanthrene-di10 11.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Undecanoic acid 186 C11H2202 000112-37-8 68
Abundance Scan 1648 (11.780 min): BF133215.D\data.ms (-1637) (- m/z 73.10 100.00%
43.0 ,73.1
5000
171.2 213.2 IR T
256.1 11.50 12.00
Ot m/z 43.05 97.93%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 R T
11.50 12.00
167.01g5 02130  256.0 m/z 60.00 92.76%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92063: Tridecanoic acid
e
43.0 730
el e
11.50 12.00
5000 129.0 m/z 57.05 91.35%
171.0
214.0
0150?
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 41.00 85.69%
5000 129.0
199.0
s ) e T
0%?Rk“JWNWwWWAWWMMMWHJMJHJHWH‘WHHMH‘_ —r— —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050323\
Data File : BF133215.D

Acqg On : 03 May 2023 19:19
Operator : CG\JU

Sample : 02583-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.563 2.97 ng 222137  Phenanthrene-di10 11.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 80
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
5 Tetradecanoic acid 228 C14H2802 000544-63-8 74
Abundance Scan 1781 (12.563 min): BF133215.D\data.ms (-1776) (- m/z 43.10 100.00%
43.1
5000
129.1 J‘L\‘
[ 185.1
. — T \
‘ ‘ 2412 5843 12.50
oL— h L‘\ ‘H\H““h ;L\‘L‘m}‘ ul “mw “”‘m‘i‘ Ll “\ e ‘L‘ T m/z 73.00 76.50%
miz--> 50 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 S |
3‘0 12.50
1850 54q o 2240 m/z 60.00  74.58%
0 \“\ H‘ “}‘““\‘H \““\ \L \“\ “ \‘\‘\ \“ “\ T L B
miz--> 50 100 150 200 250 300 350
Abundance #126199: Pentadecanoic acid
73.0
T \
12.50
5000 129.0 m/z 55.10 74 .50%
29.¢
‘ 199.0 2420
oL ‘L‘ H‘ M\‘u} “““ “ ;“ ‘i - “\‘ A I AR
m/z--> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e —— ‘
43.0 12.50
m/z 57.05 70.59%
5000 284.0
3.0 129.0
‘ 185.0 2410
m/z--> 50 100 150 200 250 300 350 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050323\
Data File : BF133215.D

Acqg On : 03 May 2023 19:19
Operator : CG\JU

Sample : 02583-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 9-Octadecene, (E)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.792 4.88 ng 254508  Chrysene-di12 13.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecene, (E)- 252 C18H36 007206-25-9 91
2 3-Octadecene, (E)- 252 C18H36 007206-19-1 87
3 Cetene 224 C16H32 000629-73-2 83
4 1-Octadecene 252 C18H36 000112-88-9 83
5 Bromoacetic acid, hexadecyl ester 362 C18H35Br02 005454-48-8 81
Abundance Scan 1990 (13.792 min): BF133215.D\data.ms (-1984) (- m/z 57.10 100.00%
57.1
97.1
5000
—— —
‘ ‘ 175.0208.0 252.2 325 13.50 14.00
oL ‘u\‘\‘\ : H\ H uumhh\mw uHH i m‘\‘ e m/z 55.05 92.01%
miz--> 50 100 150 200 250 300
Abundance #138524: 9-Octadecene, (E)-
55.0
97.0
5000 — —
13.50 14.00
m/z 69.05 89.51%
oL || 1300 1820 2520
T \ ‘ T \ T T ‘ T T T 7T T T T T ‘ L ‘ L
miz-> 50 100 150 200 250 300
Abundance #138525: 3-Octadecene, (E)-
69.0
—— —
13.50 14.00
5000 m/z 43.10 87.64%
29.0 11.0
oLl Ll “\ A §520 1080 220
m/iz--> 50 100 150 200 250 300
Abundance #104590: Cetene 7 —
41.0 13.50 14.00
m/z 83.10 83.90%
83.0
5000
250
Ll e e el
m/z--> 50 100 150 200 250 300 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@050323\
Data File : BF133215.D

Acqg On : 03 May 2023 19:19
Operator : CG\JU

Sample : 02583-01

Misc

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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-... 4.922 4.3 ng 234857 1 6.728 1103680 20.0
Benzophenone 10.475 21.2 ng 1772910 3 9.763 1669700 20.0
Methanone, (1-h... 10.780 3.0 ng 226729 4 11.245 1493390 20.0
n-Hexadecanoic ... 11.780 2.7 ng 200393 4 11.245 1493390 20.0
Octadecanoic acid 12.563 3.0 ng 222137 4 11.245 1493390 20.0
9-Octadecene, (E)- 13.792 4.9 ng 254508 5 13.880 1042490 20.0
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