LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062223\
Data File : BF133904.D

Acqg On : 22 Jun 2023 16:37
Operator : CG\JU

Sample : 03320-01

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-BF060923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133904.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.146 5 10 18 rVB 306656 391281 15.00% 2.168%
2 3.434 227 229 239 rBV 52307 102850 3.94% 0.570%
3 4.481 404 407 413 rBV 29149 36140 1.39% 0.200%
4 5.098 507 512 523 rBV 419550 557434 21.37%  3.089%
5 5.498 575 580 583 rBV 23181990 2217333 84.99% 12.288%

6 6.498 745 750 753 rBV 2266585 2249601 86.23% 12.467%
7 6.857 808 811 820 rBV 745900 612302 23.47%  3.393%
8 7.422 902 907 910 rBV 1700707 1423786 54.57% 7.890%
9 8.139 1025 1029 1041 rBV 928642 785687 30.11%  4.354%

9.216 1208 1212 1215 rBV 3304363 2608973 100.00% 14.458%

11 9.898 1324 1328 1334 rBV 894232 770679 29.54%
12 10.616 1446 1450 1453 rBV 308899 259631  9.95%
13 10.692 1458 1463 1475 rBV 1578098 1582065 60.64%
14 11.392 1578 1582 1585 rBV 736609 669883 25.68%
15 11.916 1668 1671 1676 rBV 149172 155003 5.94%
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16 12.710 1803 1806 1816 rBV3 34309 51254 1.96%
17 12.986 1849 1853 1857 rBV 2477587 2268692 86.96% 12.
18 13.898 2004 2008 2017 rBV3 89706 198701 7.62%
19 14.051 2028 2034 2040 rBV 624089 651247 24.96%
20 15.557 2285 2290 2295 rBV 356794 452529 17.35%
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Sum of corrected areas: 18045071
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062223\
Data File : BF133904.D

Acqg On : 22 Jun 2023 16:37
Operator : CG\JU

Sample : 03320-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF133904.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062223\
Data File : BF133904.D

Acqg On : 22 Jun 2023 16:37

Operator : CG\JU

Sample : 03320-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 2

R.T. EstConc Area Relative to ISTD R.T.
2.146  12.78 ng 391281 1,4-Dichlorobenzene-d4 6.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
5 Boronic acid, ethyl-, dimethyl e... 102 C4H11B02 007318-82-3 10
Abundance  Scan 10 (2.146 min): BF133904.D\data.ms (-5) (-) m/z 73.05 100.00%
73.0
5000 43.0 j\
87'1 \H‘\\H‘\\H‘\\\\‘\\\\‘\\
‘ 570 2.202.302.402.502.60
Ol 200 . m/z 43.05  45.89%
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Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0

5000 TTT[T T T [ T[T Trri]rt
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87.0 m/z 55.05 29.86%
29.0
N \‘ 90 i
0\‘\\\\‘\\\\‘f\f\‘\f\f‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
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Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 S UV
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5000 41.0 55.0 m/z 87.10 25.36%
27.0
0 H ‘m \“ I | 112.0 129.0
b e e e R T
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Abundance #2307: 1,3-Dioxolane, 2-methyl- R AaRasmaEames s
73.0 2.202.302.402.502.60
m/z 41.05 13.67%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062223\
Data File : BF133904.D

Acqg On : 22 Jun 2023 16:37
Operator : CG\JU

Sample : 03320-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 wunknown3.434 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
3.434 3.36 ng 102850 1,4-Dichlorobenzene-d4 6.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 43
2 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 40
3 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 9
4 Isopropyl Alcohol 60 C3H80 000067-63-0 9
5 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 9

Abundance Scan 229 (3.434 min): BF133904.D\data.ms (-227) (-) m/z 45.00 100.00%

45.0
5000 [L
A AN RAREE S
61.0 3.20 3.40 3.60 3.80
O 209l 1 750 899 nyz 43,00 18.11%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1083: Propylene Glycol
45.0
5000 L B I L LA BN L
3.20 3.40 3.60 3.80
m/z 61.00 5.62%
o 19.0 ‘\\370“‘ 53090 760
\\\’\\\\‘\\\\’\\\!‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1093: (S)-(+)-1,2-Propanediol
45.0
| A 1111 B
3.20 3.40 3.60 3.80
5000 m/z 44.00 4.75%
0 19.0 ‘3‘1‘0 || 53.061.0 750
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1091: R-(-)-1,2-propanediol e
45.0 3.20 3.40 3.60 3.80
m/z 42.00 3.37%
5000
29.0
0 \ \ M‘ 370 ‘\ 530%0 760
T e e
m/z--> 10 20 30 40 50 60 70 80 90 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062223\
Data File : BF133904.D

Acqg On : 22 Jun 2023 16:37
Operator : CG\JU

Sample : 03320-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 1
R.T. EstConc Area Relative to ISTD R.T.
5.098 18.21 ng 557434  1,4-Dichlorobenzene-d4 6.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 12
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
Abundance Scan 512 (5.098 min): BF133904.D\data.ms (-507) (-) m/z 43.00 100.00%
43.0
59.1
5000
1011 B0 sh0 550 540
L mo o
ot m/z 59.10 54.48%
m/z--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 LA L B R B A R
4.80 5.00 5.20 5.40
101.0 m/z 101.10 17.44%
27.0 | ‘ 83.0
O\\\‘\\‘\\“‘\\\W‘\\\\“\\\\“\\\\’\\\\’\\
miz-> 20 40 60 80 100 120 140
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
e ARAR
4.80 5.00 5.20 5.40
5000 41.0 m/z 58.10 14.11%
H ‘ 87.0
ol 26‘”» : “‘;H“H_‘Hu_m,HH,H
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.25%
5000 41.0 Jk
0 \H \‘ \‘ 1y ‘ 12\6'0 142.0

m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062223\
Data File : BF133904.D

Acqg On : 22 Jun 2023 16:37
Operator : CG\JU

Sample : 03320-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.616 6.74 ng 259631  Acenaphthene-di10 9.898
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 N-Methylbenzamide, N-trifluoroac... 231 C1OH8F3NO2 1000446-91-5 47
3 1-Propanone, 3-chloro-1-phenyl- 168 C9HIC10 000936-59-4 47
4 Vinyl benzoate 148 C9H802 000769-78-8 47
5 acetic acid, 2-bromo-, 2-oxo-2-p... 256 C1OH9BroO3 1000401-50-0 47
Abundance Scan 1450 (10.616 min): BF133904.D\data.ms (-1446) (- m/z 105.00 100.00%
105.0
77.0
5000 182.1
51.0
—— —
| | 152.1 H 10.50 11.000
o+l e e ey m/z 77.00 61.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000 U A
10.50 11.00
51.0 m/z 182.10  51.33%
0 2?.0 | L 152.0 |
\\\‘\\\\“\\\\’\\\h\‘\\\\‘\\\\‘\\\\’\\‘1‘\‘\\\\‘\\\\‘\\\\‘\\\\’
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #112230: N-Methylbenzamide, N-trifluoroacetyl-
105.0
—— —
10.50 11.00
5000 77.0 m/z 51.00 26.95%
51.0
o210 | 2310
R e RARARRARARE R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #44322: 1-Propanone, 3-chloro-1-phenyl- —— A
105.0 10.50 11.00
m/z 50.00 8.88%
5000 77.0
51.0
27.0
Ob b oy 1330 168.0
e e e e e e Fer o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062223\
Data File : BF133904.D

Acqg On : 22 Jun 2023 16:37
Operator : CG\JU

Sample : 03320-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 Tridecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.916 4.63 ng 155003  Phenanthrene-di10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Undecanoic acid 186 C11H2202 000112-37-8 68
Abundance Scan 1671 (11.916 min): BF133904.D\data.ms (-1668) (| m/z 43.85 100.00%
43.0 73.0
5000
129.1
213.2 T
‘ ‘ 157.1185.2 256.1 12.00
0l m/z 73.00 92.80%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
43.0
5000 129.0 e
171.0 12.00
214.0 m/z 60.00 89.01%
O \H‘\‘1H‘i‘{‘\\”\“‘\”\‘\ ?
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
oy
12.00
5000 129.0 m/Z 55.10 78.42%
157.01850 213.0 256.0
0 ww“:‘”
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid ——
43.0 73.0 12.00
m/z 41.05 76.82%
5000 129.0
199.0
s ) e T
0%?Rk“JWNWﬁ”meﬂmNMWHHMJHJHW‘HWHHM‘H_ —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062223\
Data File : BF133904.D

Acqg On : 22 Jun 2023 16:37
Operator : CG\JU

Sample : 03320-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 Cyclohexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.898 6.10 ng 198701  Chrysene-di12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 96
2 Cyclopentadecane 210 C15H30 000295-48-7 96
3 Cyclooctadecane, ethyl- 280 C20H40 1000151-22-5 96
4 5-Eicosene, (E)- 280 C20H40 074685-30-6 95
5 1-Eicosene 280 C20H40 003452-07-1 95
Abundance Scan 2008 (13.898 min): BF133904.D\data.ms (-2004) (- m/z 57.00 100.00%
57.0
2000 o JLJ\/\ML\
50 1400
39.2 : :
0 E178021602512 wu%O?J m/z 43.10 94.15%
miz-> 50 100 150 200 250 300
Abundance #104594: Cyclohexadecane
55.0
97.0
5000 — e
13.50 14.00
m/z 55.05 65.49%
39.0 224.0
02\4.L\0‘{‘ “‘ ‘\ ‘\ \“\‘H“ 1‘ \“\ “} ‘” T ]\-8\1"\0“ T \‘\ T ‘ T T T T ‘ T
miz-> 50 100 150 200 250 300
Abundance #87654: Cyclopentadecane
55.0
— ——
13.50 14.00
5000 97.0 m/z 69.00  57.95%
AL smmo o0
ol e
miz--> 50 100 150 200 250 300
Abundance #173735: Cyclooctadecane, ethyl- — —
55.0
97.0 13.50 14.00
m/z 83.05 52.82%
5000
251.0
39.0 ‘
0 P18L02190 L“ e — —
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\BF062223\
Data File : BF133904.D

Acqg On : 22 Jun 2023 16:37
Operator : CG\JU

Sample : 03320-01

Misc

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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... 2.146 12.8 ng 391281 1 6.857 612302 20.0
unknown3.434 3.434 3.4 ng 102850 1 6.857 612302 20.0
2-Pentanone, 4-... 5.098 18.2 ng 557434 1 6.857 612302 20.0
Benzophenone 10.616 6.7 ng 259631 3 9.898 770679 20.0
Tridecanoic acid 11.916 4.6 ng 155003 4 11.392 669883 20.0
Cyclohexadecane 13.898 6.1 ng 198701 5 14.051 651247 20.0

8270-BF060923.M Fri Jun 23 10:28:03 2023 Pag 9



