LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081524\
Data File : BP021522.D

Acqg On : 15 Aug 2024 20:47

Operator : RC/JU

Sample : P3573-06 :

Misc : S-856-J-S0-1-1.5-080924-FD

ALS vial : 9 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@21522.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 28 rVB 3414032 5294706 25.79% 4.803%
2 3.540 90 94 107 rBV 259010 387101 1.89% 0.351%
3 4.934 325 331 339 rBV 282912 417708 2.03% 0.379%
4 5.393 402 409 424 rBV 5876157 9101271 44.33%  8.256%
5 6.963 668 676 688 rBV 6229359 9691500 47.20% 8.792%

6 7.804 811 819 826 rBV 1653058 2559716 12.47% 2
7 8.946 1004 1013 1023 rBV 3358606 5723115 27.88% 5
8 10.587 1280 1292 1301 rBV 2013878 3516046 17.13%  3.190%
9 11.328 1410 1418 1432 rBV 329224 621769 3.03% ©
10 13.057 1705 1712 1721 rBV 8541171 12330764 60.06% 11.

11 14.451 1941 1949 1956 rBV 2883263 4684973 22.82%
12 14.669 1978 1986 1994 rBV4 174238 428640 2.09%
13 15.957 2193 2205 2215 rBV 7389218 10297093 50.15%
14 17.245 2418 2424 2430 rBV 4200807 5872942 28.61%
15 18.198 2576 2586 2594 rBV 639136 1075483 5.24%

[ IV, BV T VN Y
w
N
=
B

16 19.369 2781 2785 2792 rBV 170784 264876 1.29%
17 19.522 2806 2811 2815 rBV 229434 348358 1.70%
18 19.686 2835 2839 2843 rBV 170005 220623 1.07%
19 19.745 2845 2849 2856 rVB2 131516 211511 1.03%
20 19.974 2880 2888 2900 rVB 13322121 20530760 100.00% 18.625%

OO0
w
iy
)]
S

21 21.380 3122 3127 3144 rBV 1099486 1656445 8.07% 1.503%
22 21.698 3173 3181 3187 rBV 4268182 7247637 35.30% 6.575%
23 25.109 3751 3761 3781 rVB 2804842 7750685 37.75%  7.031%

Sum of corrected areas: 110233722
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081524\
Data File : BP021522.D

Acqg On : 15 Aug 2024 20:47

Operator : RC/JU

Sample : P3573-06 :

Misc : S-856-J-S0-1-1.5-080924-FD

ALS vial : 9 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

Abundance TIC: BP021522.D\data.ms

1.2e+07
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6000000 5.393

2000000 7.804 10.587
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Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BP021522.D\data.ms

19.974
1.2e+07

le+07
3.057
8000000 15.957

6000000
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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 TIC: BP021522.D\data.ms
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081524\

BP©21522.D
: 15 Aug 2024 20:47
: RC/JU
: P3573-06
: 9 Sample Multiplier: 1

TIC Library

: C:\Database\NIST20.L

S-856-J-S0-1-1.5-080924-FD

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

R.T. EstConc Area Relative to ISTD R.T.
3.028 41.37 ng 5294710 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 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
Abundance Scan 7 (3.028 min): BP021522.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000
‘ ’ ‘ ‘ 3.103.203.303.40
ol ALil 1340 20612641  376643334926549. 1/, 4310  26.62%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 UL B RN RN R
3.103.203.303.40
m/z 87.10 26.12%
O\\“\Jll“‘l”\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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 20.88%
o\H“,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4994 Pentane, 3-methoxy- T
73.0 3.103.203.303.40
m/z 71.10 11.25%
5000 J\
0HHM“‘\m‘\\\\‘\\\\‘u\\‘\\u‘\\H‘\m‘\m‘\m‘uu‘\ N RERRNEEEEEEEEEE SEE RNy
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 : BP021522.D

Acqg On : 15 Aug 2024 20:47

Operator : RC/JU

Sample : P3573-06 :

Misc S-856-J-S0-1-1.5-080924-FD

ALS vial : 9 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 2 Propylene Glycol Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
3.540 3.02 ng 387101 1,4-Dichlorobenzene-d4 7.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 86
2 Isopropyl Alcohol 60 C3H80 000067-63-0 50
3 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 40
4 2-Butanol 74 C4H100 000078-92-2 40

5 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 40

Abundance  Scan 94 (3.540 min): BP021522.D\data.ms (-90) (-) m/z 45.05 100.00%
45.0

5000

IS N——
3.20 3.40 3.60 3.80
Obrrrd 105:1165.0223.2281.1 3788 48255481 sz 43.e5  21.35%

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

Abundance #1083: Propylene Glycol
45.0
5000 T T T T [T T[T [rirr]
3.20 3.40 3.60 3.80
m/z 61.05 7.96%
O‘\‘\JU#“\}\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #342: 1sopropyl Alcohol
45.0
T
3.20 3.40 3.60 3.80
5000 m/z 44.05 6.03%
o‘J\“H'wHWH_m,‘m,u‘wH_ww_ww_

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

Abundance #5014: 2-Pentanol, 4-methyl- e RRREESS ST
45.0 3.20 3.40 3.60 3.80
m/z 42.05 3.75%
5000
Ot e e e TR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081524\
Data File : BP021522.D

Acqg On : 15 Aug 2024 20:47
Operator : RC/JU

Sample : P3573-06

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

S-856-J-S0-1-1.5-080924-FD

: 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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
4.934 3.26 ng 417708  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 90
2 Propane, 1-ethoxy-2-methyl- 102 C6H140 000627-02-1 12
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Acetone 58 C3H60 000067-64-1 10

5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
Abundance Scan 331 (4.934 min): BP021522.D\data.ms (-325) (-) m/z 43.05 100.00%

43.0
5000
1011 R ARSEmaRaaENEY

4.60 4.80 5.00 5.20
Obrrdhiy, 1689 2564 85224116 4971  m/z 59.05  55.45%

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 L L B I B I I B
4.60 4.80 5.00 5.20
101.0 m/z 101.05 23.02%
O‘\\”\H\“\\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5056: Propane, 1-ethoxy-2-methyl-
59.0
R ARRmEmE R
4.60 4.80 5.00 5.20
5000 ITI/Z 58.05 21.58%
I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4156: 1-Propen-2-ol, acetate e RN RN R
43.0 4.60 4.80 5.00 5.20
m/z 41.05 8.46%
5000
O e e T

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081524\
Data File : BP021522.D

Acqg On : 15 Aug 2024 20:47

Operator : RC/JU

Sample : P3573-06 :

Misc : S-856-J-S0-1-1.5-080924-FD

ALS vial : 9 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 3.54 ng 621769  Naphthalene-d8 10.587
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 91
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 59
5 3-(.alpha.-Hydroxyethyl)-aniline 137 C8H11NO 002454-37-7 59

Abundance Scan 1418 (11.328 min): BP021522.D\data.ms (-1410) (| | m/z 94.00 100.00%

94.0
5000
— —r—
| l5f-l 11.00 11.50
ol Sohllll, | 2200280.0 354.94151 483.4544.0 /7 77.05  26.36%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30123: 1-Phenoxypropan-2-ol
94.0
5000 = e
11.00 11.50
' 152.0 m/z 78.05 15.18%
O‘\‘\H\‘!J‘J!“Wl!"\‘\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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 ITI/Z 108.10 13.12%
152.0
o_‘\‘HJw p’m,mww‘HH,Hwww_ww_
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #30136: 1-Propanol, 2-phenoxy- T P
94.0 11.00 11.50
m/z 152.05 12.54%
5000
152.0
31.0 \
O R R AR — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.00 11.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081524\

Library Search Compound Report

Data File : BP©21522.D

Acqg On : 15 Aug 2024 20:47
Operator : RC/JU

Sample : P3573-06

Misc

ALS vial : 9

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

S-856-J-S0-1-1.5-080924-FD

: 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 5 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.198 3.66 ng 1075480  Phenanthrene-d10 17.245
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 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Pentadecanoic acid 242 C15H3002 001002-84-2 64
5 Isopropyl palmitate 298 C19H3802 000142-91-6 53

Abundance Scan 2586 (18.198 min): BP021522.D\data.ms (-2576) (- m/z 73.00 100.00%

73.0
5000
P

=
“H L 32 2132 18.00 18.50
Ol A BT L \m 280.9339.5402.1 476.6537.0  'n/z 60.00  74.83%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
43.0 256.0
5000 o P
129.0 18.00 18.50
m/z 43.10 61.01%

O‘\\\‘““ ij"%“!“\’\}?ﬂ.b\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0

lSﬁOO 18ﬁ50
5000 m/z 55.10 56.34%
H 1850  284.0
0\*WJH QL”“HJVA*LW*”LM*WW**H\‘*H\*H*\H*‘\H**w
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109283: Tetradecanoic acid T e
73.0 18.00 18.50

m/z 57.10 56.10%

.‘M%.\l ~/u~/vvuJ\\““v/MW$

Ol ““H‘,‘“w“‘“H““‘H““‘_““‘H““‘w‘ s -
m/z-> 0 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 : BP021522.D

Acqg On : 15 Aug 2024 20:47

Operator : RC/JU

Sample : P3573-06 :

Misc : S-856-J-S0-1-1.5-080924-FD

ALS vial : 9 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 6 Cyclotetradecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.380 4.57 ng 1656450  Chrysene-d12 21.698
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetradecane 196 C14H28 000295-17-0 94
2 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 91
3 1-Hexacosanol 382 C26H540 000506-52-5 91
4 1-Heneicosanol 312 C21H440 015594-90-8 91
5 Behenic alcohol 326 C22H460 000661-19-8 91

Abundance Scan 3127 (21.380 min): BP021522.D\data.ms (-3122) (- m/z 83.10 100.00%

%

5000
‘ { 21.00 21.50
207.1
ob L ea12071 28103410 41584749 545¢ /s 5710 g9.01%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #71730: Cyclotetradecane
55.0
5000 = —
21.00 21.50
m/z 97.05 85.61%
M ‘ 5.0 196.0
O‘H\\‘HH‘HH‘\\\\\’\H\’H\\‘HH‘HH‘HH‘\\H‘\H\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #275003: Dichloroacetic acid, heptadecyl ester

B

57.0
21.00 21.50
5000 m/z 69.10 81.36%
5.0
i ‘ ‘ 238.0
SUBUTE 1N O N Ot
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #289619: 1-Hexacosanol T T
43.0 21.00 21.50
m/z 55.10 80.31%
5000 \JL
omlww%wsmo SRSELS
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 : BP021522.D

Acqg On : 15 Aug 2024 20:47

Operator : RC/JU

Sample : P3573-06 :

Misc : S-856-J-S0-1-1.5-080924-FD

ALS vial : 9 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---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 3.028 41.4 ng 5294710 1 7.804 2559720 20.0
Propylene Glycol 3.540 3.0 ng 387101 1  7.804 2559720 20.0
2-Pentanone, 4-... 4.934 3.3 ng 417708 1 7.804 2559720 20.0
1-Phenoxypropan... 11.328 3.5 ng 621769 2 10.587 3516050 20.0
n-Hexadecanoic ... 18.198 3.7 ng 1075480 4 17.245 5872940 20.0
Cyclotetradecane 21.380 4.6 ng 1656450 5 21.698 7247640 20.0
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