LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31723\
Data File : BP014134.D

Acqg On : 17 Mar 2023 22:47

Operator : CG/JU

Sample : 01936-01

Misc : OR-03-03152023

ALS Vvial : 21  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_ P\Methods\8270E-BP030623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@14134.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.134 325 331 343 rBVY 870111 1238295 19.14% 3.304%
2 5.605 405 411 427 rBV 2170835 3295479 50.93% 8.793%
3 7.222 677 686 702 rBV 2115748 3452009 53.35% 9.211%
4 8.063 819 829 836 rBV 529722 858354 13.26%  2.290%
5 9.234 1020 1028 1045 rBV 1302840 2244509 34.69% 5.989%

6 10.887 1302 1309 1316 rBV 680120 1100395 17.01% 2
7 13.328 1717 1724 1735 rBV 3327708 4807202 74.29% 12.
8 14.575 1930 1936 1945 rVB3 46279 100213 1.55% ©.267%
9 14.704 1952 1958 1965 rVB 1024465 1506514 23.28% 4
10 16.063 2183 2189 2201 rVB 892264 1211745 18.73% 3

11 16.198 2206 2212 2223 rVV 3011840 4165413 64.37% 11.
12 16.628 2281 2285 2291 rVB 71837 95798 1.48% o
13 17.463 2421 2427 2432 rBV 1332338 1883416 29.11% 5.025%
14 17.504 2432 2434 2443 rVB 170769 224814  3.47% ©
2

15 18.322 2569 2573 2579 rBV 607347 922164 14.25% 460%
16 19.463 2763 2767 2772 rVB 318845 402302 6.22% 1.073%
17 19.551 2779 2782 2790 rBV2 142274 224449  3.47%  ©.599%
18 19.816 2823 2827 2835 rVB 378233 556814 8.60% 1.486%

19 20.004 2854 2859 2864 rBV 5469384 6470915 100.00% 17.266%
20 21.216 3062 3065 3071 rVB 694359 842788 13.02%  2.249%
21 21.545 3117 3121 3126 rBV 1390460 1875189 28.98% 5.003%

Sum of corrected areas: 37478777
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 17 Mar 2023 22:47
: CG/IU
. 01936-01

021

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031723\
BP014134.D

OR-03-03152023

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030623.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BP014134.D\data.ms

5.605 7.222

9.234

5.134
8.063 10.887

Time-->

3.50

4.00 4.50

5.00 5.50

I
6.00

650 7.00 750 800 850

9.00 950 10.00 10.50 11.00 11.50
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6000000

5000000

4000000

3000000

2000000

1000000

TIC: BP014134.D\data.ms

20.

004

13.328
16.198

14.704

14.5JLW_A_»’J\ 16.628

0
Time-->

12.00 1250 13.00 13.50 14.00

1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

TIC: BP014134.D\data.ms

21.545

21.216

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00

8270E-BP030623.M Mon Mar 20 04:59:09 2023

Page: 2




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031723\

Data File : BP014134.D

Acqg On : 17 Mar 2023 22:47

Operator : CG/JU

Sample : 01936-01

Misc OR-03-03152023

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030623.M
: 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.
5.134 28.85 ng 1238300 1,4-Dichlorobenzene-d4 8.063

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 331 (5.134 min): BP014134.D\data.ms (-325) (-) m/z 43.00 100.00%

43.0
5000
101.1

U § G
| ‘ 4.80 5.00 5.20 5.40
ol b i 1648 2811 354.7413.4476.0534.0  n/z 58.95  66.00%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L R IR R
4.80 5.00 5.20 5.40
m/z 101.05 25.18%
‘101.0
O \JHIV‘%[‘1\\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #4529: 2,3-Butanedione, monooxime
43.0
R RRR RS
4.80 5.00 5.20 5.40
5000 m/z 58.00 15.07%
101.0
Ol b b e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester T
59.0 4.80 5.00 5.20 5.40

m/z 41.10 9.96%

5000

” 126.0

m/z-->

0

‘\\\‘\‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

50 100 150 200 250 300 350 400 450 500 550

4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31723\
Data File : BP014134.D

Acqg On : 17 Mar 2023 22:47

Operator : CG/JU

Sample : 01936-01

Misc OR-03-03152023

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030623.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 2
R.T. EstConc Area Relative to ISTD R.T.
16.063 16.09 ng 12117560  Acenaphthene-d10 14.704
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
21,2,4,5-Tetroxane, 3,3,6,6-tetra... 396 C26H2004 016204-36-7 64
3 1,2,4-Trioxolane, 3,3,5-triphenyl- 304 C20H1603 023246-12-0 59
4 Methanone, phenyl-2-pyridinyl- 183 C12H9NO 000091-02-1 56
5 Benzenamine, N-(3-pyridinylmethy... 182 C12H10N2 029722-97-2 45
Abundance Scan 2189 (16.063 min): BP014134.D\data.ms (-2183) (- m/z 105.00 100.00%
105.0
182.1
5000
LN T
25 16.00
o b b 28218745 47835351 /7 77.00  70.91%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #56925: Benzophenone
105.0
182.0
5000 — :
16.00
m/z 182.05 54.60%
7.0 | o
O \‘\‘\‘\\l\\‘\\\\[‘\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #299762: 1,2,4,5-Tetroxane, 3,3,6,6-tetraphenyl-
105.0
LN T
16.00
5000 182.0 m/z 51.00 27.22%
329 ) | |
] R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #204781: 1,2,4-Trioxolane, 3,3,5-triphenyl- — ‘
105.0 16.00
m/z 49.95 9.12%
5000 182.0
8.0
- —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031723\
Data File : BP014134.D

Acqg On : 17 Mar 2023 22:47

Operator : CG/JU

Sample : 01936-01

Misc

ALS vial : 21 Sample Multiplier: 1

OR-03-03152023

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030623.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 3 n-Hexadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.322 9.79 ng 922164  Phenanthrene-d1e 17.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 92
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 Octadecanoic acid 284 C18H3602 000057-11-4 81

Abundance Scan 2573 (18.322 min): BP014134.D\data.ms (-2569) (- m/z 73.00 100.00%
73.0
5000 J\/A
213.2 = —
HH { \ 18.00 18.50
oA J"w vl 1,4760 345.2407.4 4734 B49. ./, 59 95  77.69%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
18.00 18.50
H 213.0 m/z 43.05 75.93%
0\\{“ \L"“!'“\“\‘\‘\1\\\\\‘\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid
73.0
— ——
18.00 18.50
5000 m/z 57.05 66.23%
L 228.0
“ i }h Jh “‘\ i ‘ L \n\ \
(ARSR RS R BN e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid T T
73.0 18.00 18.50
m/z 55.05 63.52%
5000
171.0
o“ ..}Hllu.“.\ - e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31723\
Data File : BP014134.D

Acqg On : 17 Mar 2023 22:47

Operator : CG/JU

Sample : 01936-01

Misc OR-03-03152023

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030623.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.551 2.39 ng 224449  Chrysene-di12 21.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 86
3 Tetracosanoic acid 368 (C24H4802 000557-59-5 64
4 Tetradecanoic acid 228 C14H2802 000544-63-8 52
5 n-Decanoic acid 172 C10H2002 000334-48-5 38
Abundance Scan 2782 (19.551 min): BP014134.D\data.ms (-2779) (- | m/z 73.00 100.00%
5000
241.2
1
19.50
Oy “\‘”n'”“u'w Nm ki 4304 8023 o 43 10 g0.65%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 — ‘
19.50
’ 284.0 m/z 57.10 78.86%
O”JHIJIlhI\\\H!l‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid
73.0
T
19.50
5000 m/z 55.05 78.21%
199.0
015'°L 4 HHWPW
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #277536: Tetracosanoic acid 7 ‘
43.0 19.50
m/z 60.00 75.97%
5000 368.0
129.0
oo il 2130290 )
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31723\
Data File : BP014134.D

Acqg On : 17 Mar 2023 22:47

Operator : CG/JU

Sample : 01936-01

Misc : OR-03-03152023

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030623.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 5-Octadecene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

21.216 8.99 ng 842788  Chrysene-di2 21.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Octadecene, (E)- 252 C18H36 007206-21-5 94
2 Heptacos-1-ene 378 C27H54 015306-27-1 94
3 Nonacos-1-ene 406 C29H58 018835-35-3 94
4 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
5 1-Heneicosanol 312 C21H440 015594-90-8 93

Abundance Scan 3065 (21.216 min): BP014134.D\data.ms (-3062) (- m/z 57.10 100.00%
57.1

5000 /VL,A
‘ . 2100 2150
1 15
206.2
oHﬂupm{‘uhh bk 2811 3451 4453 5221 /. 5519 93.63%

miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #138523: 5-Octadecene, (E)-
55.0

5000

m/z 83.10  89.43%

O\\\‘\J l\”\"‘lffll\?]\-?\z\.‘o\\?\s“z\'e\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #286432: Heptacos-1-ene
57.0

5000 m/z 43.10 87.83%
125.0
378.0
ou“w l‘“‘}‘,‘;‘gz.o\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #306022: Nonacos-1-ene 7 —
57.0 21.00 21.50

m/z 69.10 78.08%

5000
<1 5.0

0 [ " | J‘ | 182.0 40\6'0
i e e e e e e e —

7
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31723\
Data File : BP014134.D

Acqg On : 17 Mar 2023 22:47
Operator : CG/JU

Sample : 01936-01

Misc

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

OR-03-03152023

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 5.134 28.9 ng 1238300 1 8.063 858354 20.0
Benzophenone 16.063 16.1 ng 1211750 3 14.704 1506510 20.0
n-Hexadecanoic ... 18.322 9.8 ng 922164 4 17.463 1883420 20.0
Octadecanoic acid 19.551 2.4 ng 224449 5 21.545 1875190 20.0
5-Octadecene, (E)- 21.216 9.0 ng 842788 5 21.545 1875190 20.0
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