LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060724\
Data File : BP020560.D

Acqg On : 07 Jun 2024 14:45
Operator : MA/JU

Sample : P2707-02

Misc :

ALS vial : 8 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-BP©52924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@20560.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.034 3 8 24 rVB 2217918 3595820 26.41% 4.029%
2 3.564 93 98 108 rBvV 251429 379093 2.78% 0.425%
3 5.375 399 406 420 rBV 4843637 7369386 54.12% 8.258%
4 6.934 663 671 689 rBV 4679468 7606134 55.86% 8.523%
5 7.764 804 812 818 rBV 1376130 2333278 17.14% 2.615%

6 8.905 998 1006 1016 rBV 3121279 4904390 36.02% 5
7 9.463 1092 1101 1106 rBV 111026 178281 1.31% ©
8 10.534 1273 1283 1291 rBV 1728100 3177819 23.34% 3.561%
9 11.269 1401 1408 1421 rBV 221623 433284 3.18% ©
10 12.999 1694 1702 1715 rBV 6512623 10348874 76.00% 11.

11 14.387 1930 1938 1954 rVB 2586323 4065391 29.86%
12 14.604 1969 1975 1976 rBV2 122160 186891 1.37%
13 14.622 1976 1978 1984 rVB2 154576 193459 1.42%
14 15.798 2170 2178 2182 rBV3 79004 155775 1.14%
15 15.898 2188 2195 2206 rBV 5499888 8580043 63.01%
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16 17.198 2409 2416 2422 rBV 2863312 4722968 34.69%
17 18.145 2571 2577 2586 rBV 1584850 2491399 18.30%
18 18.222 2587 2590 2597 rVB 94294 161863 1.19%
19 19.328 2774 2778 2787 rBV 471140 758175 5.57%
20 19.481 2799 2804 2813 rBV2 655742 1004011 7.37%
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21 19.704 2839 2842 2849 rVB 314646 487205 3.58% ©.546%
22 19.928 2875 2880 2886 rBV 10684348 13616427 100.00% 15.259%
23 21.339 3114 3120 3127 rBV2 1015870 1861493 13.67% 2.086%
24 21.651 3166 3173 3180 rBV2 2891964 5292855 38.87% 5.931%
25 25.027 3738 3747 3757 rVB 1940304 5333146 39.17% 5.976%

Sum of corrected areas: 89237460
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060724\
Data File : BP020560.D

Acqg On : 07 Jun 2024 14:45
Operator : MA/JU

Sample : P2707-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP020560.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060724\
Data File : BP020560.D

Acqg On : 07 Jun 2024 14:45
Operator : MA/JU

Sample : P2707-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.034 30.82 ng 3595820 1,4-Dichlorobenzene-d4 7.764

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 40
3 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 37
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 22
Abundance Scan 8 (3.034 min): BP020560.D\data.ms (-3) (-) m/z 73.05 100.00%
73.0

?

5000
N aaaat iR AR ERRRAE
‘ 3.103.203.303.40
obrdull 147120520651 3159407.646755266 1y 13.05  37.94%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T [ T T T[T TrTr7
3.103.203.303.40
‘ m/z 55.10 27.27%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
T
3.103.203.303.40
5000 m/z 87.05 26.24%
OILH,
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9527: 3-Pentanol, 2,4-dimethyl- R RARREREREE SR
73.0 3.103.203.303.40
m/z 41.10 11.90%
5000 J\\
olsl'w“ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 3.103.203.303.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060724\
Data File : BP020560.D

Acqg On : 07 Jun 2024 14:45
Operator : MA/JU

Sample : P2707-02

Misc

ALS vial : 8

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

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 2 Propylene Glycol Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.

3.564 3.25 ng 379093 1,4-Dichlorobenzene-d4 7.764
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 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 43
4 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 40
5 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 9

Abundance  Scan 98 (3.564 min): BP020560.D\data.ms (-93) (-) m/z 45.05 100.00%
45,

5.0

—

5000
T
. 3.20 3.40 3.60 3.80
Ol 2471 216.0 291.1355.1414.0474.2 547" m/z 43.00  18.60%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1083: Propylene Glycol
45.0
5000 L L N B R R I
3.20 3.40 3.60 3.80
m/z 60.95 6.80%
0‘\\Ju#“\‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #342: 1sopropyl Alcohol
45.0
R e AR
3.20 3.40 3.60 3.80
5000 m/z 44.00 5.80%
ol
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #1091: R-(-)-1,2-propanediol e RARmEES S
45.0 3.20 3.40 3.60 3.80

m/z 42.00 3.10%

B w\»mm«

T S L

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\BP060724\
Data File : BP020560.D

Acqg On : 07 Jun 2024 14:45
Operator : MA/JU

Sample : P2707-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .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 1-Phenoxypropan-2-ol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.269 2.73 ng 433284  Naphthalene-d8 10.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 96
2 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 91
3 Carbonic acid, neopentyl phenyl ... 208 C12H1603 013183-19-2 59
4 3-Phenoxypropionic acid 166 C9H1003 007170-38-9 53
5 Benzene, (1-methylpropoxy)- 156 C1eH140 010574-17-1 53
Abundance Scan 1408 (11 269 min): BP020560.D\data.ms (-1401) (- m/z 94.00 100.00%
94.0
5000 j\\
152.0
’ \ 11 OO 11 50
o35l Ll | 2120 280934094028 47735424 ./, 7760  25.01%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30123: 1-Phenoxypropan-2-ol
94.0
5000
11 00 1l 50
' 152.0 m/z 152.00 16.73%
O‘\‘\HW‘!J“T[“\W!‘J\‘\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30139: 1-Propanol, 3-phenoxy-
94.0
Tl =
11.00 11.50
5000 m/z 78.05 15.11%
T 152.0
OHMJJ’\’
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #84780: Carbonic acid, neopentyl phenyl ester
94.0 1100 1150
m/z 108.10 14.77%
5000
A
_‘H‘H‘w“u‘H‘W‘H“H‘W‘H‘_“w‘u‘_‘u“u‘_ e s
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060724\
Data File : BP020560.D

Acqg On : 07 Jun 2024 14:45
Operator : MA/JU

Sample : P2707-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.145 10.55 ng 2491400  Phenanthrene-d10 17.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 70
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 2577 (18.145 min): BP020560.D\data.ms (-2571) (- m/z 73.00 100.00%

3

5000 k
213.2 — —
m ‘I 0 \ 18.00 18.50
of MMLLEER ], |y 2718320.63805047.4 5158 0 43 65 84,654
m/z--> 0 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
m‘ 213.0 m/z 59.95 84.22%
O‘\\\\““\\"\L“\\‘\WI\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid
73.0
—— —
18.00 18.50
5000 ITI/Z 57.10 70.94%
171.0
O}ﬂJmmm‘J
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid —— B
73.0 18.00 18.50
m/z 55.05 70.04%
5000
‘L 199.0
L5 m )
o‘m,"“u‘H#"PJMHWw‘w‘w_m_mww —— —

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\BP060724\
Data File : BP©20560.D

Acqg On : 07 Jun 2024 14:45

Operator : MA/JU

Sample : P2707-02

Misc

ALS vial : 8

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924.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 Octadecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
19.480 3.79 ng 1004010 Chrysene-d12 21.651
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 80
5 Tridecanoic acid 214 C13H2602 000638-53-9 76

Abundance Scan 2804 (19.481 min): BP020560.D\data.ms (-2799) (- m/z 73.00 100.00%
3.0

3

5000 L
185.1 | .
H ‘ ‘ 284.1 19,50
ol ”“M W\\ Lol 3s61 4200  sare 4310 03.65%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 T
185.0 19.50
‘ " m/z 57.10 86.52%
O‘ T \l\ i\ “\ ’ h”\”\“ 1\[‘\ \t\ \“ \l\‘\ T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid

73.0

e

19.50
5000 m/z 59.95 85.53%

otstL | UHN W\l \9‘90

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

.

Abundance #143510: n-Hexadecanoic acid
60.0 19.50
m/z 55.05 77 .37%
5000 129.0
U 213.0
S m— ““M‘LHm_m‘\w_‘wawm‘w_ —
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\BP060724\
Data File : BP020560.D

Acqg On : 07 Jun 2024 14:45
Operator : MA/JU

Sample : P2707-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .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 1-Nonadecene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.339 7.03 ng 1861490  Chrysene-d12 21.651
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 97
2 1-Heneicosyl formate 340 C22H4402 077899-03-7 95
3 Z-5-Nonadecene 266 C19H38 1000131-11-8 95
4 1-Tetracosene 336 C24H48 010192-32-2 94
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94

Abundance Scan 3120 (21.339 min): BP020560.D\data.ms (-3114) (- m/z 57.10 100.00%
57.1

-

5000
1p5.1 - —
( %‘ 229.1 21.00 21.50
oAUl L 220 3081 3862 47485353 .., 55 1 g5.46%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155961: 1-Nonadecene
97.0
5000 — —
21.00 21.50
29.0 m/z 83.10 80.80%
O‘\\J‘\ ’Jl\‘ 4!‘\‘!]}“6§;011266.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #248981: 1-Heneicosyl formate
57.0
— —
21.00 21.50
5000 m/z 43.10 80.60%
125.0
‘ thlﬂl9&0 2960
O e At e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155962: Z-5-Nonadecene — —
55.0 21.00 21.50
m/z 97.05 72.35%
5000
125.0 266.0
- ,‘wJ‘iw‘\u!"uul??:qwm‘wWWWWWW — E—
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\BP060724\
Data File : BP020560.D

Acqg On : 07 Jun 2024 14:45
Operator : MA/JU

Sample : P2707-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .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... 3.034 30.8 ng 3595820 1 7.764 2333280 20.0
Propylene Glycol 3.564 3.3 ng 379093 1 7.764 2333280 20.0
1-Phenoxypropan... 11.269 2.7 ng 433284 2 10.534 3177820 20.0
n-Hexadecanoic ... 18.145 10.6 ng 2491400 4 17.198 4722970 20.0
Octadecanoic acid 19.480 3.8 ng 1004010 5 21.651 5292860 20.0
1-Nonadecene 21.339 7.0 ng 1861490 5 21.651 5292860 20.0
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