LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012723\
Data File : BP@13632.D

Acqg On : 27 Jan 2023 23:24
Operator : CG/JU

Sample : 01310-01

Misc :

ALS Vvial : 15 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-BP012623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BPO13632.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 3.222 3 6 18 rVB 1602295 1870908 24.06%  3.395%
2 5.216 338 345 354 rBV 1329722 1896013 24.38% 3.440%
3 5.681 414 424 439 rBV 3306593 5051761 64.97% 9.166%
4 7.299 691 699 713 rBV 3251481 5231782 67.29% 9.493%
5 8.152 836 844 851 rBV 934767 1441800 18.54% 2.616%

6 9.328 1036 1044 1054 rBV 1707625 2809956 36.14% 5.098%
7 10.981 1316 1325 1334 rBV 1150051 1959435 25.20%  3.555%
8 13.416 1731 1739 1748 rBV 4881855 7331654 94.29% 13.303%
9 14.786 1966 1972 1979 rBV 1613871 2432909 31.29%
10 16.145 2196 2203 2218 rBV 1423233 2010118 25.85%
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11 16.275 2218 2225 2244 rBV 3260662 4847498 62.34%
12 16.710 2294 2299 2305 rBV 100102 144876 1.86%
13 17.545 2434 2441 2446 rBV 1886609 2650146 34.08%
14 17.586 2446 2448 2456 rVB 150542 174763 2.25%
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15 18.398 2582 2586 2592 rBV 273914 388340 4.99% 705%
16 19.533 2775 2779 2784 rVB 316172 414814 5.33% ©.753%
17 19.622 2791 2794 2802 rBV2 94246 150305 1.93% 0.273%
18 19.886 2836 2839 2846 rVB 299300 407216 5.24% ©.739%

19 20.080 2866 2872 2877 rBV 6007637 7775361 100.00% 14.108%
20 20.363 2918 2920 2924 rVB3 76503 90329 1.16%
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21 21.298 3075 3079 3084 rBV 421103 558789 7.19% 1.014%
22 21.627 3129 3135 3139 rBV 1837065 2685085 34.53%
23 24.215 3569 3575 3585 rVB2 1323071 2790792 35.89% 5.064%
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Sum of corrected areas: 55114650
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012723\
Data File : BP@13632.D

Acq On : 27 Jan 2023 23:24
Operator : CG/JU

Sample : 01310-01

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP013632.D\data.ms
6000000

5000000

4000000
5.681 7.299
3000000

2000000,,,,, 9.328
5.216

10.981
1000000 8.152
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Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance TIC: BP013632.D\data.ms
6000000 20.p80

5000000 13.416

4000000

16.275
3000000

17.545
2000000
14.786 16.1

1000000

16.710 17,586 20.363

ot T e
Time-> 1200 1250 13.00 1350 14.00 1450 1500 1550 16.00 1650 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance TIC: BP013632.D\data.ms
6000000

5000000
4000000
3000000
21.627

2000000 24.215

1000000 21.298

o

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
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

. 27

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012723\
BP013632.D

Jan 2023 23:24

: CG/JU
. 01310-01

. 15

Quant Method :

Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
3.222 25.95 ng 1870910 1,4-Dichlorobenzene-d4 8.152
Hit# of 5 Tentative ID MW MolForm CAS# 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 43
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance Scan 6 (3.222 min): BP013632.D\data.ms (-3) (-) m/z 73.10 100.00%
3.1
5000 j\¥
RN AREEEREEEES RS
‘ 3.303.40 3.50 3.60
ol ALLl 1450 22102819 355.9414.2474.95314 ./, 43,00 30.97%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 RN R R RN RN
3.303.403.50 3.60
‘ m/z 87.05 26.18%
OA!J[‘W
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
R EAREEES R
3.303.403.50 3.60
5000 m/z 55.05 23.19%
o‘““ﬂ
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4994 Pentane, 3-methoxy- ST
73.0 3.303.403.50 3.60
m/z 71.10 11.10%
5000 /\¥\
0‘%Jﬁ‘H‘H‘W‘H‘_‘H‘H“_‘H‘H‘w‘H‘_‘H‘H‘w\ R R RRRRREEEER
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.303.403.50 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012723\
Data File : BP@13632.D

Acq On : 27 Jan 2023 23:24
Operator : CG/JU

Sample : 01310-01

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.216 26.30 ng 1896010 1,4-Dichlorobenzene-d4 8.152

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 25
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 345 (5.216 min): BP013632.D\data.ms (-338) (-) m/z 43.00 100.00%

43.0
5000
101.0 T
4.80 5.00 5.20 5.40 5.60
bt 2021 282.0340.9401.9459.75180  n/z 59.00  57.66%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I B AU R R
4.80 5.00 5.20 5.40 5.60
m/z 101.00 22.08%
101.0
O‘ "r‘% ! \\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9492: 2-Hexanol, 2-methyl-
59.0
e e
4.80 5.00 5.20 5.40 5.60
5000 m/z 58.00 18.03%
o_u““im“"xm“‘H_H‘_Hw‘wH_ww_ww_

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

Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester T T
59.0 4.80 5.00 5.20 5.40 5.60

m/z 41.05 8.26%

5000

” 126.0
e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012723\
Data File : BP@13632.D

Acq On : 27 Jan 2023 23:24
Operator : CG/JU

Sample : 01310-01

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.145 16.52 ng 2010120  Acenaphthene-d10 14.787
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 1-Propanone, 3-chloro-1-phenyl- 168 C9H9C10 000936-59-4 47
3 1-Propanone, 2-bromo-1-phenyl- 212 CSH9Bro 002114-00-3 47
4 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 47
5 Vinyl benzoate 148 C9H802 000769-78-8 47
Abundance Scan 2203 (16.145 min): BP013632.D\data.ms (-2196) (- m/z 104.95 100.00%
105.0
182.0
5000
— —
39}) 16.00 16.50
OfroePd o A 2811 3549 44725055  m/z 77.00  66.46%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56922: Benzophenone
105.0
5000 — —
182.0 16.00 16.50
m/z 182.00 58.47%
27.0 |
O \\‘\1r\\\1‘\\\\“‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #44322: 1-Propanone, 3-chloro-1-phenyl-
105.0
— —
16.00 16.50
5000 m/z 51.00 21.66%
27.0
ob L. | 1680
el A e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #90575: 1-Propanone, 2-bromo-1-phenyl- — —
105.0 16.00 16.50
m/z 180.95 9.35%
5000
0 T 2%20\ SBARSISARSRARARSRRARN
S ST e e e — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012723\
BP013632.D

: 27 Jan 2023 23:24
: CG/JU
. 01310-01

: 15 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 n-Hexadecanoic acid Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T.
18.398 2.93 ng 388340  Phenanthrene-die 17.545
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 86
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 Octadecanoic acid 284 C18H3602 000057-11-4 81

Abundance Scan 2586 (18.398 min): BP013632.D\data.ms (-2582) (- m/z 73.00 100.00%
213.2 o —
m ‘h 11830 | l 283.03409 414.94748 548 0 16.50
0 bl s Ll L PO S00RD HRSARE8 298 m/z 60.00  78.50%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 [N RN
18.00 18.50
“ 213.0 m/z 43.05 68.86%
O \\\IH‘\‘1‘\“|‘“Jl“\h\\H\W\\\\\%\\\‘\f‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92068: Tridecanoic acid
73.0
— ——
18.00 18.50
5000 m/z 55.00 60.03%
’ P 214.0
olliype, |
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109284: Tetradecanoic acid — —
73.0 18.00 18.50
m/z 41.05 58.86%
5000 185.0 \WNNWAAAMAWMMMMNJN\
ow“HuHx\ i)
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

8270E-BP012623.M Mon Jan 30 11:42:31 2023

Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012723\
Data File : BP@13632.D

Acq On : 27 Jan 2023 23:24
Operator : CG/JU

Sample : 01310-01

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Octadecane, 1-(ethenyloxy)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.298 4.16 ng 558789  Chrysene-d12 21.627
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecane, 1-(ethenyloxy)- 296 C20H400 000930-02-9 89
2 1-Hexacosanol 382 C26H540 000506-52-5 87
3 17-Pentatriacontene 491 C35H70 006971-40-0 87
4 1-Heptacosanol 396 C27H560 002004-39-9 87
5 n-Tetracosanol-1 354 C24H500 000506-51-4 87

Abundance Scan 3079 (21.298 min): BP013632.D\data.ms (-3075) (- m/z 57.05 100.00%
57.0

.

5000
‘ 5 1 22[8 1 4560 21.00 21.50
ow‘wJ‘Mm”wJ 29565900 4312489.1547.  m/z 43.05 76.01%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194563: Octadecane, 1-(ethenyloxy)-
43.0
5000 . —
21.00 21.50
m/z 83.05 70.42%
OJJWJ‘lJF‘ﬂ.]OlSZ.OZSZIO“‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #289619: 1-Hexacosanol
43.0
U -
21.00 21.50
5000 ITI/Z 55.00 70.14%

ol LMl 1“ | Jl..182-0 2520 3640
AL, 1820 2520 8830

B S

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #336402: 17-Pentatriacontene
43.0 21.00 21.50
m/z 69.05 61.91%
0 “ .\11820 267.0 490.0
_“"H“H‘w“H"H‘_“w“u‘u“_“w‘u‘,u““ T —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50

8270E-BP012623.M Mon Jan 30 11:42:33 2023 Page: 7



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012723\
Data File : BP@13632.D

Acqg On : 27 Jan 2023 23:24
Operator : CG/JU

Sample : 01310-01

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.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... 3.222 25.9 ng 1870910 1 8.152 1441800 20.0
2-Pentanone, 4-... 5.216 26.3 ng 1896010 1 8.152 1441800 20.0
Benzophenone 16.145 16.5 ng 2010120 3 14.787 2432910 20.0
n-Hexadecanoic ... 18.398 2.9 ng 388340 4 17.545 2650150 20.0
Octadecane, 1-(... 21.298 4.2 ng 558789 5 21.627 2685090 20.0
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