LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081524\
Data File : BP021519.D

Acqg On : 15 Aug 2024 18:37

Operator : RC/JU

Sample : P3582-02 :
Misc : S-855-J-SO-1.5-2-081224

ALS vial : 6 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@21519.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 4645849 5839191 39.40% 5.497%
2 3.540 89 94 105 rBV 440787 571740 3.86% 0.538%
3 4.934 325 331 338 rVB 307029 419386  2.83% ©.395%
4 5.393 402 409 420 rBV 6268436 8879057 59.91% 8.359%
5 6.957 666 675 686 rBV 5687198 9194720 62.04% 8.656%

6 7.799 812 818 825 rBV 1633205 2633281 17.77% 2
7 8.116 865 872 882 rBV3 84580 153957 1.04% ©
8 8.946 1005 1013 1022 rBV 3311697 5525214 37.28% 5.202%
9 9.504 1101 1108 1114 rBV 131177 207459 1.40% o
10 10.587 1284 1292 1300 rBV 2032740 3540860 23.89% 3

11 11.322 1410 1417 1428 rBV 467101 814265 5.49%
12 13.051 1704 1711 1721 rBV 8029510 11350882 76.59% 10.686%

(]
~
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~N
R

13 14.439 1940 1947 1954 rVB 3239256 4450465 30.03% 4.190%
14 14.675 1977 1987 1999 rBV3 175314 435179  2.94% 0.410%
15 15.951 2197 2204 2213 rBV 6204357 8532320 57.57% 8.033%

16 17.245 2417 2424 2430 rBV 3369410 5081113 34.29%
17 18.192 2577 2585 2595 rBV 1988136 3143700 21.21%
18 19.369 2780 2785 2788 rBV 295282 455561 3.07%
19 19.522 2805 2811 2832 rVV 2416765 3971769 26.80%
20 19.674 2833 2837 2843 rVV 311588 541964 3.66%
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N
]
R

21 19.739 2845 2848 2852 rVV 233552 340619 2.30% ©0.321%
22 19.804 2856 2859 2865 rVB2 130055 169553 1.14% 0.160%
23 19.963 2880 2886 2891 rBV 12504825 14820208 100.00% 13.953%
24 20.769 3020 3023 3028 rBV = 213507 251861 1.70% ©.237%
25 21.368 3120 3125 3140 rVB 735394 1386888 9.36% 1.306%

26 21.627 3165 3169 3172 rBV 141859 197715 1.33% 0.186%
27 21.686 3172 3179 3185 rVV2 3028725 5225380 35.26% 4.919%
28 22.651 3338 3343 3353 rBV = 277052 564893 3.81% ©.532%
29 23.910 3550 3557 3567 rVB 928804 2242333 15.13% 2.111%
30 25.080 3746 3756 3773 rVB 1811708 5277290 35.61% 4.968%

Sum of corrected areas: 106218823
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081524\
Data File : BP021519.D

Acqg On : 15 Aug 2024 18:37

Operator : RC/JU

Sample : P3582-02 :
Misc : S-855-J-SO-1.5-2-081224

ALS vial : 6 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: BP021519.D\data.ms
1.2e+07

le+07

8000000
5.393

6000000 6.957
028

4000000 8.946

2000000 7.799 10.587

3.540 4.934 8.116 9.504 11.322
0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ﬁ\”\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

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: BP021519.D\data.ms

1.2e+07

19.963

le+07

8000000 3.051

15.951
6000000

4000000 14.439 17.245 21.686

19.522
18.192

2000000

21.368

L0 e e e e B A e e 0 N

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: BP021519.D\data.ms

1.2e+07

le+07
8000000
6000000

4000000

25.080

2000000 23.910

0\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

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
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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©21519.D
: 15 Aug 2024 18:37
: RC/JU
: P3582-02
: 6 Sample Multiplier: 1

TIC Library

: C:\Database\NIST20.L

S-855-J-SO-1.5-2-081224

: 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 44.35 ng 5839190 1,4-Dichlorobenzene-d4 7.799
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 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
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): BP021519.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 /\\
R EEARARaRsEEEERE
‘ ’ ‘ i 3.103.203.303.40
obdLil 1302 20712641  3665423.948285425 1) 4305  26.50%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 UL A RN RN R
3.103.203.303.40
m/z 87.10 26.11%
O\\“\Jlu“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 21.04%
o\H“,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4994 Pentane, 3-methoxy- R RRARRREEEEEE
73.0 3.103.203.303.40
m/z 71.05 11.00%
5000 J\\
0HHM“‘\m‘\\\\‘\\\\‘\u\‘\\\\‘\\H‘\m‘\m‘\m‘uu‘\ R ENEEE S AR
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©21519.D

Acqg On : 15 Aug 2024 18:37

Operator : RC/JU

Sample : P3582-02

Misc

ALS vial : 6

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

S-855-J-SO-1.5-2-081224

: 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 7

R.T. EstConc Area Relative to ISTD R.T.
3.540 4.34 ng 571740 1,4-Dichlorobenzene-d4 7.799
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 90
2 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 78
3 Isopropyl Alcohol 60 C3H80 000067-63-0 56
4 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 40
5 Propane, 2-ethoxy- 88 C5H120 000625-54-7 9
Abundance  Scan 94 (3.540 min): BP021519.D\data.ms (-89) (-) m/z 45.05 100.00%
45.0
5000
3.20 3.40 3.60 3.80
Ol 1249 207.0 281.1 348040694696 540.0 1/ 43.05 20.74%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1083: Propylene Glycol
45.0
5000 \\‘\\\\‘\\\I\T\\\’\\\\‘
3.20 3.40 3.60 3.80
m/z 61.00 8.25%
O‘\\Ju#“\‘\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1091: R-(-)-1,2-propanediol
45.0
R AREEEEENR S S
3.20 3.40 3.60 3.80
5000 m/z 44.05 5.62%
o_M‘A‘WH‘,‘HwHH_m,wwH_ww_ww_ \,\‘A\’L\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #342: Isopropyl Alcohol  EBEEmEEE RS
45.0 3.20 3.40 3.60 3.80
m/z 42.10 3.52%
) kNMMMwﬁmMWAVvaWWA,vV
o_‘\“H‘_m,mww_m,‘m‘HH_MHH‘WWHM e
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 : BP021519.D

Acqg On : 15 Aug 2024 18:37
Operator : RC/JU

Sample : P3582-02

Misc

ALS vial : 6

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

S-855-J-SO-1.5-2-081224

: 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 8
R.T. EstConc Area Relative to ISTD R.T.
4.934 3.19 ng 419386  1,4-Dichlorobenzene-d4 7.799

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Tetraglyme 222 C10H2205 000143-24-8 28
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 25
4 Hexanamide 115 C6H13NO 000628-02-4 22
5 Propane, 1l-ethoxy-2-methyl- 102 C6H140 000627-02-1 12
Abundance Scan 331 (4.934 min): BP021519.D\data.ms (-325) (-) m/z 43.05 100.00%
43.0
5000
1011

’ 4.60 4.80 5.00 5.20
Obrrbhn 2671 2669  366.1424.2483.4544. /7 s59.16  59.81%

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 T T T T T[T T[T T rTTT]
4.60 4.80 5.00 5.20
101.0 m/z 101.05 23.26%
O‘\\”\H\“\\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #100835: Tetraglyme
59.0
R EERANREEEE S
4.60 4.80 5.00 5.20
5000 m/z 58.05 22.09%
ol 1“ J N ‘|133.0
e

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

Abundance #9492: 2-Hexanol, 2-methyl- BERRERNRRRERuESEN
59.0 4.60 4.80 5.00 5.20
m/z 41.10 7.52%
5000
o_uMh‘hHWHWH‘H‘ww‘w_m_m_m_m_ T
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 18:20:01 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081524\
Data File : BP021519.D

Acqg On : 15 Aug 2024 18:37

Operator : RC/JU

Sample : P3582-02 :
Misc : S-855-J-SO-1.5-2-081224

ALS vial : 6 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 6
R.T. EstConc Area Relative to ISTD R.T.
11.322 4.60 ng 814265 Naphthalene-d8 10.587
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 95
2 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 83
3 Carbonic acid, neopentyl phenyl ... 208 C12H1603 013183-19-2 64
4 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 58
5 Benzene, propoxy- 136 CS9H120 000622-85-5 53
Abundance Scan 1417 (11.322 min): BP021519.D\data.ms (-1410) (| m/z 94.05 100.00%
94.0
5000 /\
} ] 152.0 11,00 1150
ol35QULLL, | 218228113428 44935158 ., 77.05 26.22%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30117: 1-Phenoxypropan-2-ol
94.0
5000
11. 00 11 50
152.0 m/z 78.05 16.09%
031.h’1ll}!1‘1YJ
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30139: 1-Propanol, 3-phenoxy-
94.0
11. OO 1l 50
5000 m/z 108.05 13.32%
152.0
OMEM‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #84780: Carbonic acid, neopentyl phenyl ester
94.0 11. 00 11 50
m/z 152.0 11.85%
5000
A
‘H‘W‘H‘_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_
m/z--> 0 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\BP081524\
Data File : BP©21519.D

Acqg On : 15 Aug 2024 18:37

Operator : RC/JU

Sample : P3582-02

Misc

ALS vial : 6

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

S-855-J-SO-1.5-2-081224

: 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.
18.192 12.37 ng 3143700  Phenanthrene-d10 17.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 64
3 Dodecanoic acid 200 C12H2402 000143-07-7 53
4 Tetradecanoic acid 228 C14H2802 000544-63-8 53
5 Tridecanoic acid 214 C13H2602 000638-53-9 53

Abundance Scan 2585 (18.192 min): BP021519.D\data.ms (-2577) (- m/z 73.00 100.00%

73.0 '
5000
2132 T T
‘H 1 18.00 18.50
o AL N | m 270.0331.7392.7449.6 5183 /7 60.00  74.94%
miz--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #143509: n-Hexadecanoic acid

N
w
o

5000 256.0 N L
129.0 18.00 18.50
m/z 43.10 60.89%
O\‘\‘“ IM\'MM“”19“?.\0\11
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #126203: Pentadecanoic acid
73.0
= ]
18.00 18.50
5000 ITI/Z 57.10 57.38%
‘ 143.0 242.0
ML
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #75718: Dodecanoic acid e 7
73.0 18.00 18.50
m/z 55.10 55.71%
5000
157.0
AR )\ —
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\BP081524\
Data File : BP©21519.D

Acqg On : 15 Aug 2024 18:37

Operator : RC/JU

Sample : P3582-02

Misc

ALS vial : 6 Sample Multiplier: 1

S-855-J-SO-1.5-2-081224

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 6 Octadecanoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
19.522 15.20 ng 3971776  Chrysene-d12 21.686
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 80
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 76
4 8-Methylnonanoic acid 172 C10H2002 005963-14-4 60
5 Tetradecanoic acid 228 C14H2802 000544-63-8 53

Abundance Scan 2811 (19.522 min): BP021519.D\data.ms (-2805) (- m/z 73.00 100.00%
73.0
5000 L
T \
‘ ’ \ ‘ 284.3 19.50
0 bl :"H‘Mm bbb | 34074006 47515380 n/y ge.ee  72.28%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 - ‘
185.0 19.50
H m/z 43.10 67.97%
Of' \’\I‘IM‘\MT‘\\\\\\“\‘\L\Hl\l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #126202: Pentadecanoic acid
43.0
— T T
19.50
5000 m/z 57.10 63.92%
129.0 242.0
ALl T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid T
73.0 19.50
m/z 55.10 61.15%
256.0
5000
H 157.0
0 A\WJ JH'”"HM e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.50

8270E-BP081324.M Fri Aug 16 18:20:05 2024 Page: 8



Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP081524\

Data File : BP©21519.D

Acqg On : 15 Aug 2024 18:37
Operator : RC/JU

Sample : P3582-02

Misc

ALS vial : 6

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

S-855-J-SO-1.5-2-081224

: 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 7 Hexadecanoic acid, 1,1-dime... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
19.674 2.07 ng 541964  Chrysene-di12 21.686
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 96
2 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 91
3 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 90
4 1,3-Pentanediol, 2,2,4-trimethyl- 146 C8H1802 000144-19-4 35
5 1-Decene, 9-methyl- 154 C11H22 061142-78-7 30

Abundance Scan 2837 (19.674 min): BP021519.D\data.ms (-2833) (- m/z 56.05 100.00%

56.0
5000
257.3

129.1 L
H 19.50 20.00
nka L 19941 g [356.8 429.4487.5548: 1/, 57 19  65.46%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #214982: Hexadecanoic acid, 1,1-dimethylethyl ester
56.0

5000 - —
19.50 20.00

m/z 43.10  41.50%
|

“ 129.0 257.0
‘\\‘\‘\““M‘“‘l\h\J\\‘\]\_\g\]-‘.(\)\\\\‘J\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #214938: Hexadecanoic acid, butyl ester

56.0

T
19.50 20.00
5000 m/z 41.10 40.66%

257.0
‘ 129.0 ‘
lassol
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550

Abundance  #214979: Hexadecanoic acid, 2-methylpropyl ester — —
56.0 19.50 20.00

m/z 55.10 33.67%

5000
257.0
‘ ‘ 129.0 ‘
L “ Jh bl I

(SR PN RN A —— I -
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 19.50 20.00

o

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081524\
Data File : BP021519.D

Acqg On : 15 Aug 2024 18:37

Operator : RC/JU

Sample : P3582-02 :
Misc S-855-J-SO-1.5-2-081224

ALS vial : 6 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 8 3-Eicosene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.369 5.31 ng 1386890  Chrysene-d12 21.686
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 99
2 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
3 Cyclotetradecane 196 C14H28 000295-17-0 93
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91

Abundance Scan 3125 (21.368 min): BP021519.D\data.ms (-3120) (- m/z 83.10 100.00%
P

3

5000

5

21.00 21.50
m/z 69.05 89.01%

ob L] ‘“J}P3,121512811 356.1417.0474.9535.0
e e P T T 2o

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #173731: 3-Eicosene, (E)-

1
!
(=]

5000
21.00 21.50

m/z 57.10 86.39%

u..’ h. 196.0 280.0
0‘\\\ ‘\ f\‘}f\\’\\\\’1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\“““‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #248981: 1-Heneicosyl formate

o
!
o

21.00 21.50
5000 m/z 97.10 85.46%
5.0
[y 00700
0“““‘ ‘uﬂm«uw“w“‘w“u“u“‘u“u“““w‘
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #71730: Cyclotetradecane ,‘ T
55.0 21.00 21.50
m/z 55.10  82.90%
5000
H ‘ 5.0 196.0
o‘H‘H‘HH_‘H,mﬂ,‘m"HwWww_m‘w_ — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081524\
Data File : BP021519.D

Acqg On : 15 Aug 2024 18:37

Operator : RC/JU

Sample : P3582-02 :
Misc : S-855-J-SO-1.5-2-081224

ALS vial : 6 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 9 1-Nonadecene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

22.651 2.16 ng 564893 Chrysene-d12 21.686
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 95
2 2- Chloropropionic acid, octadec... 360 C21H41C102 088104-31-8 89
3 Nonadecyl heptafluorobutyrate 480 C23H39F702 1000351-83-9 87
4 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 87
5 E-15-Heptadecenal 252 C17H320 1000130-97-9 86

Abundance Scan 3343 (22.651 min): BP021519.D\data.ms (-3338) (- m/z 57.10 100.00%

57.1
5000

T
22.50 23.00

5.1
191.0 254.1
0,.‘ﬂFLW,‘3§813299482254? m/z 71.10 70.61%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155961: 1-Nonadecene
97.0
5000 —— —
22.50 23.00
29.0 m/z 43.10 65.20%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #269867: 2- Chloropropionic acid, octadecyl ester
57.0

— —
22.50 23.00
5000 ITI/Z 83.10 64 .46%
7 5.0
ob bk &“kwmxrw‘xup“uu‘u3?99w"H,‘H‘,‘H‘,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #333983 Nonadecy! heptafluorobutyrate — ——
97.0 22.50 23.00
m/z 69.10 59.87%
o Jw
20. 169.0 266.0
o_‘M,mH‘llwl“huu_m_‘uWH“HH“HL}?ERMHW e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081524\
Data File : BP021519.D

Acqg On : 15 Aug 2024 18:37

Operator : RC/JU

Sample : P3582-02 :
Misc : S-855-J-SO-1.5-2-081224

ALS vial : 6 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 10 unknown23.910 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.910 8.50 ng 2242330  Perylene-d12 25.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dimethyl diphenylsilane 212 C14H16Si 000778-24-5 22
2 p,p'-Ditolylamine 197 C14H15N 000620-93-9 18
3 2-Hydroxyatrazine 197 C8H15N50 002163-68-0 15
4 4-Methyl-N-(4-methyl-2-pyridinyl... 262 C13H14N202S 331435-99-5 14
5 2,3-Dimethyl-1-(methyldiphenylsi... 280 C19H24Si 1000434-06-6 14
Abundance Scan 3557 (23.910 min): BP021519.D\data.ms (-3550) (- m/z 197.10 100.00%
197.1
469.1
313.1
5000 13500
25% 1 391.1 } 24.00
0 ‘H‘uu""?““““"““J‘\‘ W2 e 8358 ) 460015 69.38%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #90083: Dimethyl diphenylsilane
197.0
5000
24 00
m/z 313.10  56.28%
43.0 10? 0 |
O‘\\\\f‘\\‘\\“‘\\\\‘\\\\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #72698: p,p'-Ditolylamine
197.0
24 00
5000 m/z 149.05  48.64%
91.0
0TS e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #72859: 2-Hydroxyatrazine —7
58.0 197.0 24.00
m/z 135.00  38.47%
5000
127.
oMl L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081524\
Data File : BP021519.D

Acqg On : 15 Aug 2024 18:37

Operator : RC/JU

Sample : P3582-02 :
Misc : S-855-J-SO-1.5-2-081224

ALS vial : 6 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 44.4 ng 5839190 1 7.799 2633280 20.0
Propylene Glycol 3.540 4.3 ng 571740 1 7.799 2633280 20.0
2-Pentanone, 4-... 4.934 3.2 ng 419386 1 7.799 2633280 20.0
1-Phenoxypropan... 11.322 4.6 ng 814265 2 10.587 3540860 20.0
n-Hexadecanoic ... 18.192 12.4 ng 3143700 4 17.245 5081110 20.0
Octadecanoic acid 19.522 15.2 ng 3971770 5 21.686 5225380 20.0
Hexadecanoic ac... 19.674 2.1 ng 541964 5 21.686 5225380 20.0
3-Eicosene, (E)- 21.369 5.3 ng 13868990 5 21.686 5225380 20.0
1-Nonadecene 22.651 2.2 ng 564893 5 21.686 5225380 20.0
unknown23.910 23.910 8.5 ng 2242330 6 25.080 5277290 20.0
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