LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081524\
Data File : BP021524.D

Acqg On : 15 Aug 2024 22:14

Operator : RC/JU

Sample : P3573-10 :
Misc : S-856-J-S0-4-4.5-080924

ALS Vvial : 11 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-BP081324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@21524.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.028 3 7 25 rVB 3818512 5024742 42.65% 6.371%
2 3.540 90 94 106 rVB 295892 402775 3.42% 0.511%
3 4.934 324 331 340 rVB 232651 332208 2.82% 0.421%
4 5.393 403 409 418 rVB 4855987 6924228 58.77% 8.779%
5 6.957 667 675 692 rVB 4621506 7132923 60.54% 9.044%
6 7.804 811 819 826 rBV 1350400 2238668 19.00% 2.838%
7 8.945 1004 1013 1021 rBV 2482407 4271634 36.25% 5.416%
8 9.504 1102 1108 1114 rVB 91505 138204 1.17% 0.175%
9 9.887 1164 1173 1179 rBV 73623 128847 1.09% 0.163%
10 10.587 1284 1292 1301 rBV 1697367 2946287 25.01% 3.736%
11 11.328 1412 1418 1426 rBV 287527 505574  4.29% 0.641%
12 11.398 1426 1430 1439 rVB 92738 159767 1.36% 0.203%
13 12.704 1642 1652 1661 rBV 117977 201432 1.71% 0.255%
14 13.057 1704 1712 1724 rBV 5323263 8323384 70.64% 10.553%
15 14.439 1940 1947 1954 rBV 2468478 3597142 30.53% 4.561%

16 14.657 1978 1984 1985 rBV2 92834 133704 1.13%
17 14.775 1998 2004 2010 rVB 151734 209794 1.78%
18 15.939 2195 2202 2212 rBV 4633119 6460546 54.83%
19 17.227 2415 2421 2431 rVB 2988957 4327097 36.72%
20 18.168 2573 2581 2591 rBV 555021 1034212 8.78%
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21 19.498 2802 2807 2820 rBV 275576 482206 4.09%
22 19.751 2844 2850 2854 rBV2 109297 176678 1.50% 0.224%
23 19.945 2877 2883 2893 rVB 9679022 11782468 100.00% 14.939%
24 21.351 3117 3122 3131 rBV 460798 850155 7.22%
25 21.668 3170 3176 3184 rBvV2 3121913 5051155 42.87% 6.404%
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26 22.633 3336 3340 3352 rVB2 109958 211319
27 23.892 3551 3554 3564 rVB4 101798 236796
28 25.080 3745 3756 3769 rVB 2148814 5587787 47.42% 7.085%
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Sum of corrected areas: 78871732
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

LSC Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081524\
BP021524.D

: 15 Aug 2024 22:14
: RC/JU
: P3573-10

: 11 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_P\Methods\827

- Integrated Chromatogram

S-856-J-S0-4-4.5-080924

OE-BP081324.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
tion Parameters: LSCINT.P

Abundance

8000000

6000000

4000000

2000000

0

5.393

028

3.540 4.934

TIC: BP021524.D\data.ms

6.957

8.945

7.804

9.5049.887

10.587

1113488 12.70¢

Time--> 3.00 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

A
LI B B I B

Abundance

8000000

6000000

4000000

2000000

3.057
15.939

14.439

46975

TIC: BP021524.D\data.ms
19.945

17.227

18.168
19'%1_41

21.668

21.351

22.63

0

L )
T[T T T T T

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance

8000000

6000000

4000000

2000000

0

25.080

23.892

TIC: BP021524.D\data.ms

Time-->

23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00

8270E-BP08132
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081524\
Data File : BP©21524.D

Acqg On : 15 Aug 2024 22:14

Operator : RC/JU

Sample : P3573-10

Misc

ALS vial : 11 Sample Multiplier: 1

S-856-J-S0-4-4.5-080924

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Butane, 2-methoxy-2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
3.028 44.89 ng 5024740  1,4-Dichlorobenzene-d4 7.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
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 7 (3.028 min): BP021524.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000
1 ’ ‘ 3.103.203.303.40
bl 1409 2081 2811 355.0411.5468.25250  m/z 43.10  27.49%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 RN RN RN RN
3.103.203.303.40
m/z 87.10 26.22%
0\\“\Jlu“l”\J\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
3.103.203.303.40
5000 m/z 55.10 21.53%
o\IH
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4994 Pentane, 3-methoxy- R R R RARERREEE R
73.0 3.103.203.303.40
m/z 71.05 11.39%
5000 /\\
oH\\w“mH‘m‘_m"m‘uH"H“HHWHWHWH_ S —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.103.203.303.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081524\
Data File : BP©21524.D

Acqg On : 15 Aug 2024 22:14

Operator : RC/JU

Sample : P3573-10

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

S-856-J-S0-4-4.5-080924

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 Propylene Glycol Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
3.540 3.60 ng 402775 1,4-Dichlorobenzene-d4 7.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 90
2 Isopropyl Alcohol 60 C3H80 000067-63-0 56
3 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 17
4 2-Butanol, 3-methyl- 88 C5H120 000598-75-4 9
5 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 9
Abundance  Scan 94 (3.540 min): BP021524.D\data.ms (-90) (-) m/z 45.10 100.00%
45.1
5000
o ARBEEEEEN RS
3.20 3.40 3.60 3.80
Ol 2169 190.8 2811 372.5 4400 5220  m/z 43.e5 21.43%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1083: Propylene Glycol
45.0
5000 H‘HH‘H\]\\TH\’HH‘
3.20 3.40 3.60 3.80
m/z 60.95 7.60%
O‘\‘WJUW“‘\J\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #342: Isopropyl Alcoho
45.0
e ARARRREY RR e
3.20 3.40 3.60 3.80
5000 m/z 44.00 6.04%
o‘J\“Hi‘mH_‘H,‘m"H“w_Hww_ww_m_ \\/\«L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5003: 2-Pentanol, 4-methyl- e EamamREEss ST
45.0 3.20 3.40 3.60 3.80
m/z 42.05 4.03%
o‘H”WlH_m,‘m"HwHwwwwwww s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.20 3.40 3.60 3.80

8270E-BP081324.M Fri Aug 16 18:23:30 2024 Page: 4



Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP081524\

Data File : BP©21524.D

Acqg On : 15 Aug 2024 22:14
Operator : RC/JU

Sample : P3573-10

Misc

ALS vial : 11

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

S-856-J-S0-4-4.5-080924

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.
4.934 2.97 ng 332208 1,4-Dichlorobenzene-d4 7.804

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 47
2 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 12
3 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 12
4 Acetone 58 C3H60 000067-64-1 12
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 331 (4.934 min): BP021524.D\data.ms (-324) (-)

3

m/z 43.10 100.00%

5000

101-1 SRR R RN
‘ 4.60 4.80 5.00 5.20
M1 |

Oy AOLL 2823 3675 4542 5253 ;n/z 59.16  55.66%

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

Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B L I R R
4.60 4.80 5.00 5.20
101.0 m/z 58.05 23.05%
O‘\\“\”\“'\\‘\“\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #4871: 3-Hydroxy-3-methyl-2-butanone
59.0
e R ARENEERE NN
4.60 4.80 5.00 5.20
5000 m/z 101.05 22.28%
(R L

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

Abundance #5058: Propane, 2-ethoxy-2-methyl- R RARaEEE e
59.0 4.60 4.80 5.00 5.20
m/z 41.00 6.52%
5000

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20

8270E-BP081324.M Fri Aug 16 18:23:31 2024 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081524\
Data File : BP021524.D

Acqg On : 15 Aug 2024 22:14

Operator : RC/JU

Sample : P3573-10 :
Misc S-856-J-S0-4-4.5-080924

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.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 1-Phenoxypropan-2-ol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.328 3.43 ng 505574  Naphthalene-d8 10.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 94
2 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 83
3 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 64
4 Carbonic acid, neopentyl phenyl ... 208 C12H1603 013183-19-2 64
5 Benzene, (1-methylpropoxy)- 156 C1eH140 010574-17-1 53
Abundance Scan 1418 (11.328 min): BP021524.D\data.ms (-1412) (| m/z 94.05 100.00%
94.0
5000 j\
h | 152.1 11000 1150
ol SS@ULLL | 2134 2810 361.2426.1484.2549.  n/; 77.00  27.46%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30117: 1-Phenoxypropan-2-ol
94.0
5000 ‘
11. OO 11 50
152.0 m/z 78.00  15.89%
31, \
O‘\\\‘\\“Hf‘l\}IW“W‘T\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30139: 1-Propanol, 3-phenoxy-
94.0
11. 00 11 50
5000 m/z 108.05 14.52%
152.0
OILTM‘,\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30136: 1-Propanol, 2-phenoxy-
94.0 11. OO 11 50
m/z 152.05 14.06%
5000
152.0
31.0 ‘ \
Y
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11. OO 11 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081524\
Data File : BP021524.D

Acqg On : 15 Aug 2024 22:14

Operator : RC/JU

Sample : P3573-10 :
Misc S-856-J-S0-4-4.5-080924

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.169 4.78 ng 1034210  Phenanthrene-d10 17.227
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Octadecanoic acid 284 C18H3602 000057-11-4 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Isopropyl palmitate 298 C19H3802 000142-91-6 58

Abundance Scan 2581 (18.168 min): BP021524.D\data.ms (-2573) (- m/z 73.00 100.00%

73.0
5000

\ T
m “ L 213 2 18.00 18.50
ot HHH aall *““‘37‘4-9?’?"1‘-‘7‘ 3990 4802 546 n/; 60.00 76.69%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid
43.0
5000 256.0 IR T
129.0 18.00 18.50
m/z 43.10 64.97%

O \‘\‘H‘ IM\“'#J"““”lllpglloTL
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0

T
18.00 18.50

5000 m/z 57.05 60.68%
H 1850 284.0
0 M‘ \|"|‘L,Hu.m | mw\ww_ww_ww_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #126203: Pentadecanoic acid e F
73.0 18.00 18.50

m/z 55.10 58.17%

A >hwix3f\\ \. Mﬁ~«Aﬁ»MAK”““W%MWV

0L s e e et
miz--> 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\BP081524\
Data File : BP©21524.D

Acqg On : 15 Aug 2024 22:14

Operator : RC/JU

Sample : P3573-10

Misc

ALS vial : 11 Sample Multiplier: 1

S-856-J-S0-4-4.5-080924

Quant Method

Quant Tit

TIC Libra

le

ry

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.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 6 n-Nonadecanol-1 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
21.351 3.37 ng 850155 Chrysene-di2 21.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 91
2 1-Heptacosanol 396 C27H560 002004-39-9 91
3 1-Docosanol, methyl ether 340 C23H480 1000333-91-9 91
4 1-Heneicosanol 312 C21H440 015594-90-8 91
5 Isoheptadecanol 256 C17H360 057289-07-3 91

Abundance Scan 3122 (21.351 min): BP021524.D\data.ms (-3117) (- m/z 83.05 100.00%

83.0
5000
— —
154.2 221.2281.1 21.00 21.50
o AAkLLLEPEZ 221,2261.1341.0 416147515385 ./, 57,16  90.98%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179253: n-Nonadecanol-1
83.0
5000 — —
21.50
m/z 97.05 89.95%

| 21.00

i1 ‘F‘FA' 0 238.0

l\‘\\H‘\\H‘\\H‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\

m/z--> 0 0 100 150 200 250 300 350 400 450 500 550
Abundance #299848: 1-Heptacosanol

o
o :
! =
o

21.00
5000 m/z

21.50
69.05 88.58%

125.0

LAy 2950 264.0 378.0
o L e e

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

%

Abundance #249113: 1-Docosanol, methyl ether
83.0 21.00 21.50
m/z 55.05 85.94%
5000
’ ‘} 308.0
owﬁﬁfuuuh‘4wmw‘u‘wu‘J‘H‘HH‘H‘W‘HW‘H‘_ - —
m/z--> 0 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\BP081524\

Data File : BP©21524.D

Acqg On : 15 Aug 2024 22:14
Operator : RC/JU

Sample : P3573-10

Misc

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|
Resp Conc|

RT

2238670
2238670
2238670
2946290
4327100

20.
20.
20.
20.
20.

S-856-J-S0-4-4.5-080924

TIC Top Hit name RT EstConc Units Response |#
Butane, 2-metho... 3.028 44.9 ng 5024740
Propylene Glycol 3.540 3.6 ng 402775
2-Pentanone, 4-... 4.934 3.0 ng 332208
1-Phenoxypropan... 11.328 3.4 ng 505574
n-Hexadecanoic ... 18.169 4.8 ng 1034210
n-Nonadecanol-1 21.351 3.4 ng 850155

8270E-BP081324.M Fri Aug 16 18:23:35 2024

5051160

20.

Pa



