LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041824\
Data File : BGO60951.D

Acqg On : 19 Apr 2024 1:23
Operator : MA/JU

Sample : P2151-01

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_ G\Methods\8270-BG041724 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO60951.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.084 9 16 24 rBV3 24483 64484 1.60% 0.298%
2 3.161 24 29 43 rVB 194175 334331 8.28% 1.544%
3 3.672 112 116 125 rBV 37506 61228 1.52% 0.283%
4 5.523 425 431 440 rBV 454725 718605 17.81%  3.319%
5 6.163 535 540 546 rBV 74898 115154 2.85% 0.532%
6 7.103 692 700 708 rBV 346155 579129 14.35% 2.675%
7 7.938 835 842 849 rBV 184980 306720 7.60% 1.417%
8 8.725 971 976 982 rBV 36393 59932 1.49% 0.277%
9 9.089 1030 1038 1047 rBV 546280 959674 23.78% 4.432%
10 9.189 1047 1055 1062 rVB5 66858 132161 3.27% 0.610%
11 10.505 1273 1279 1285 rBV 83002 141917 3.52% 0.655%
12 10.734 1309 1318 1323 rBV 243048 452442 11.21% 2.090%
13 10.793 1323 1328 1335 rVB2 65854 113768 2.82% 0.525%
14 11.081 1371 1377 1384 rBV2 52148 92418 2.29% 0.427%
15 11.469 1435 1443 1448 rBv4 22982 58861 1.46% 0.272%
16 12.979 1697 1700 1709 rVB2 26949 58976 1.46% 0.272%
17 13.190 1730 1736 1748 rVB 1545547 2404218 59.58% 11.103%
18 13.408 1768 1773 1780 rVB2 47830 75695 1.88% 0.350%
19 14.019 1872 1877 1882 rBV2 25366 45622 1.13% 0.211%
20 14.218 1907 1911 1918 rVB3 42219 64790 1.61% 0.299%
21 14.477 1951 1955 1960 rBV 64481 84285  2.09% 389%

22 14.565 1963 1970 1978 rVV 444230 708814 17.56%
23 14.777 2000 2006 2007 rBV 760026 892080 22.11%

oOuUVhwoe
=
N
(o]
B

24 14.800 2007 2010 2021 rVB 904348 1270278 31.48% 867%
25 15.429 2114 2117 2124 rBV2 54409 71670  1.78% 331%
26 15.605 2143 2147 2153 rBV2 44669 66531 1.65% ©.307%
27 15.840 2183 2187 2191 rVB 36802 57005 1.41% 0.263%

28 16.057 2217 2224 2230 rBV 1472159 2374977 58.85% 10.968%
29 16.234 2249 2254 2260 rVB 105522 166962 4.14% 0.771%
30 16.292 2260 2264 2266 rBV 79717 105202 2.61% 0.486%

31 16.322 2266 2269 2277 rVB 88487 123424 3.06% ©.570%
32 16.416 2281 2285 2292 rVB2 42343 63652 1.58% 0.294%
33 17.086 2396 2399 2403 rBV 62642 88772  2.20% 0.410%
34 17.144 2405 2409 2416 rVB 132686 193553  4.80% ©.894%
35 17.315 2432 2438 2443 rBV 609143 909262 22.53% 4.199%

36 17.750 2509 2512 2516 rVB 42285 59014 1.46% 0.273%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041824\
Data File : BGO60951.D

Acqg On : 19 Apr 2024 1:23
Operator : MA/JU

Sample : P2151-01

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_ G\Methods\8270-BG041724 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 17.826 2522 2525 2531 rVB 70678 93545  2.32% 0.432%
38 17.990 2551 2553 2559 rVvB5 35921 45118 1.12% ©.208%
39 18.220 2588 2592 2599 rBV 316695 414722 10.28% 1.915%
40 18.425 2624 2627 2633 rBV 74273 92980 2.30% 0.429%
41 18.519 2640 2643 2648 rBV2 64267 80265 1.99% 0.371%
42 19.154 2748 2751 2759 rVB3 47895 79804 1.98% 0.369%
43 19.495 2805 2809 2813 rBV2 124880 164721 4.08% 0.761%
44 19.730 2846 2849 2859 rVB2 52769 94597  2.34%  0.437%
45 19.935 2878 2884 2894 rVB 3061107 4035478 100.00% 18.637%
46 21.245 3103 3107 3116 rBV 140584 225025 5.58% 1.039%
47 21.569 3156 3162 3170 rVB 643803 1027081 25.45% 4.743%
48 23.255 3444 3449 3455 rVB2 45491 89887 2.23% 0.415%
49 24.688 3684 3693 3704 rVB 408402 1134190 28.11% 5.238%

Sum of corrected areas: 21653019
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041824\
Data File : BGO60951.D

Acqg On : 19 Apr 2024 1:23
Operator : MA/JU

Sample : P2151-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG041724 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG060951.D\data.ms
3000000

2500000
2000000
1500000

1000000

9.089
500000 5523 7103

3.161 7.938 10.734
084 3.672 6.163 8.725 91189 10.508,793.0811.469

A
L e L L L L L B B B O B

Time--> 3.00 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG060951.D\data.ms

3000000

19.935

2500000

2000000

13.190
1500000 16.067

1000000 14.800
.7 17.315 21.569

500000 14.56 18.220
0793408 14048477 || l5upasmoadiFEMe 17HG! 1¥7HER600 85590 101981873 e
[ [

Time--> 3.00 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: BG060951.D\data.ms

3000000

)

2500000
2000000
1500000
1000000

500000 24.688
23.255

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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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041824\
Data File : BGO60951.D

Acqg On : 19 Apr 2024 1:23
Operator : MA/JU

Sample : P2151-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG041724 .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 Butane, 2-methoxy-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.161 21.80 ng 334331 1,4-Dichlorobenzene-d4 7.938

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 Butanoic acid, 2-hydroxy-2-methy... 132 C6H1203 032793-34-3 32
4 2-Methyl-5-hexen-3-ol 114 C7H140 032815-70-6 28
5 3,5-Dimethyl-5-hexen-3-o0l 128 C8H160 001569-46-6 25
Abundance  Scan 29 (3.161 min): BG060951.D\data.ms (-24) (-) m/z 73.10 100.00%

73.1
43.0
5000

320 340 3.60
Ot b 2988 /s 4300 53.47%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0

5000 e
320 340 3.60
43.0

‘ m/z 55.00  36.20%
!

\\\‘\\\\‘1\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0

o

410 320 340 3.60
5000 ITI z 87.10 25.34%
15.0 97.0
0! NN e S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16437: Butanoic acid, 2-hydroxy-2-methyl-, methyl este T R R R R S I
73.0 320 3.40 360
43.0 m/z 41.00 16.15%
5000
‘ ‘ ‘ 103.0
o+t e e R
m/z--> 20 40 60 80 100 120 140 160 180 200 320 3.40 360
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041824\
Data File : BGO60951.D

Acqg On : 19 Apr 2024 1:23
Operator : MA/JU

Sample : P2151-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG041724 .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 (S)-(+)-1,2-Propanediol Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
3.672 3.99 ng 61228 1,4-Dichlorobenzene-d4 7.938

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 64
2 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 43
3 2-Butanol 74 C4H100 000078-92-2 40
4 2-Pentanol 88 C5H120 006032-29-7 40
5 1-Butene, 4-methoxy 86 C5H100 004696-30-4 9
Abundance Scan 116 (3.672 min): BG060951.D\data.ms (-112) (-) m/z 45.00 100.00%
45.0
5000 A\
13.40 3.60 3.80 4.00
R 85.9 .0 18235
o7t m/z 43.00 16.22%
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1093: (S)-(+)-1,2-Propanediol
45.0
5000 UL L B B B AL B
3.40 3.60 3.80 4.00
m/z 43.95 6.90%
0 19.0 ‘3‘1‘ 0 || 530610 750
\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1091: R-(-)-1,2-propanediol
45.0
A RAREEEE R
3.40 3.60 3.80 4.00
5000 m/z 61.00 4.97%
29.0
0 \\\‘370‘\‘ 53.0%00 760
H‘,“H““w““‘ R i B
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #960: 2-Butanol “W““‘H“A‘H‘,“H
45.0 3.40 3.60 3.80 4.00
m/z 41.90 3.44%
5000
27.0 59.0
S oA S
m/z--> 40 50 60 70 80 90 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041824\
Data File : BGO60951.D

Acqg On : 19 Apr 2024 1:23
Operator : MA/JU

Sample : P2151-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG041724 .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 Pyrrolidine, 1-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.163 7.51 ng 115154 1,4-Dichlorobenzene-d4 7.938

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrrolidine, 1-methyl- 85 C5H11IN 000120-94-5 58
2 Piperidine 85 C5H11N 000110-89-4 47
3 3-Penten-2-one, 4-amino- 99 C5HI9NO 001118-66-7 43
4 N-Methylene-n-hexadecylamine 253 C17H35N 1010366-06-2 39
5 dl-Stachydrine 143 C7H13NO2 032039-73-9 33

Abundance Scan 540 (6.163 min): BG060951.D\data.ms (-535) (-) m/z 84.10 100.00%

84.1
5000 421
126.1
T ERmmEEE S R
w H “ 2861 5.80 6.00 6.20 6.40
ol e 5 m/z 42,100 51.15%
miz-> 50 100 150 200 250
Abundance #1772: Pyrrolidine, 1-methyl-
42.0 840
5000 pp AP AT T PPy
5.80 6.00 6.20 6.40
m/z 85.10  48.94%
O\‘\“‘W‘i“““‘\‘\\“‘\‘\\\\‘\\\\|\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #1763: Piperidine
84.0
EAEaman e
5.80 6.00 6.20 6.40
5000 m/z 43.05 43.77%
44.0
14.0
o N —
miz--> 50 100 150 200 250
Abundance #3923: 3-Penten-2-one, 4-amino- T
84.0 5.80 6.00 6.20 6.40
m/z 41.05 35.40%
5000 42.0
o bl
m/z--> 50 100 150 200 250 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041824\
Data File : BGO60951.D

Acqg On : 19 Apr 2024 1:23
Operator : MA/JU

Sample : P2151-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG041724 .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 7-Octen-2-0l, 2,6-dimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
8.725 3.91 ng 59932 1,4-Dichlorobenzene-d4 7.938

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Octen-2-0l1, 2,6-dimethyl- 156 C10H200 018479-58-8 64
2 2-Pentanol, 3-ethyl-2-methyl- 130 C8H180 019780-63-3 59
3 2-Methyltetradecan-2-o0l 228 C15H320 027570-83-8 59
4 1,8-Nonanediol, 8-methyl- 174 C1OH2202 054725-73-4 50
5 2-Octanol, 2-methyl-6-methylene- 156 C10H200 018479-59-9 50
Abundance Scan 976 (8.725 min): BG060951.D\data.ms (-971) (-) m/z 59.10 100.00%
59.1
5000
R REmmmaEE T
H m 951 a6 8.40 8.60 8.80 9.00
ob b b b TS m/z 43,05 22.75%
miz-> 50 100 150 200 250 300
Abundance #32935: 7-Octen-2-ol, 2,6-dimethyl-
59.0
5000 UL L B L B BB

8.40 8.60 8.80 9.00
m/z 55.05 21.49%

123.0
Ot—— 1“““\‘“\““\ \‘\\’47\5\.0\‘\\\\‘\\\\’\\\
miz--> 50 100 150 200 250 300
Abundance #15782: 2-Pentanol, 3-ethyl-2-methyl-
59.0
R Rl
8.40 8.60 8.80 9.00
5000 ITI/Z 41.00 17 .40%
115.0
1L5.
owq““w‘ e
miz--> 50 100 150 200 250 300
Abundance #109484: 2-Methyltetradecan-2-ol R ARm=aSta
59.0 8.40 8.60 8.80 9.00
m/z 83.10 7.77%
5000 jk\
213.0
obrdply 220 1650 1 SV S A V|
m/z--> 50 100 150 200 250 300 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041824\
Data File : BGO60951.D

Acqg On : 19 Apr 2024 1:23
Operator : MA/JU

Sample : P2151-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG041724 .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 Linalool Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.189 8.62 ng 132161 1,4-Dichlorobenzene-d4 7.938

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Linalool 154 C10H180 000078-70-6 68
2 1,6-Octadien-3-0l1, 3,7-dimethyl-... 182 C11H1802 000115-99-1 43
3 1,6-Octadien-3-0l, 3,7-dimethyl-... 210 C13H2202 000144-39-8 43
4 Linalyl acetate 196 C12H2002 000115-95-7 38
5 1,3,7-Octatriene, 3,7-dimethyl- 136 C1OH1l6 000502-99-8 38

Abundance Scan 1055 (9.189 min): BG060951.D\data.ms (-1047) (-) m/z 71.00 100.00%
41.0 71.0
93.0
5000
0 121.0
7 “ ‘ m ‘ 136.2 8.80 9.00 9.20 9.40 9.60
ol Ml O e W g TP m/z 41,08 93.42%
miz--> 20 40 60 80 100 120 140
Abundance #30912: Linalool
71.0
41.0 93.0
5000 | L BN B R B
8.80 9.00 9.20 9.40 9.60
1210 m/z 43.00  93.36%
0 ‘ 136.0
O ‘2\6‘.\9 \“‘\ \ﬁ‘lh“ \‘H‘l \“‘M}”\ ‘!M" \“i“\ T “‘\ T 1" T
miz--> 20 40 60 80 100 120 140
Abundance  #56640: 1,6-Octadien-3-ol, 3,7-dimethyl-, formate
93.0
41.0 oL e
8.80 9.00 9.20 9.40 9.60
5000 69.0 m/z 55.00 82.94%
121.0
LB
obaso Il WLl Mol L
miz--> 20 40 60 80 100 120 140
Abundance #87362: 1,6-Octadien-3-ol, 3,7-dimethyl-, propanoate R
41.0 57.0 8.80 9.00 9.20 9.40 9.60
93.0 m/z 93.00 71.47%
5000
121.0
1| 130
o N H S
m/z--> 20 40 60 80 100 120 140 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041824\
Data File : BGO60951.D

Acqg On : 19 Apr 2024 1:23
Operator : MA/JU

Sample : P2151-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG041724 .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 7 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.505 6.27 ng 141917 Naphthalene-d8 10.734
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 83
2 Di-sec-Butyl ether 130 C8H180 006863-58-7 53
3 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 53
4 Methoxyacetic acid, 2-methylprop... 146 C7H1403 1000282-40-9 53
5 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 50
Abundance Scan 1279 (10.505 min): BG060951.D\data.ms (-1273) (- | m/z 45.10 100.00%
451
5000 /\\
75.0 5.0‘56 |
.0 101.0 :
Y S— i e G SOET 1822 sz 57,05 96.98%
m/z--> 20 40 60 80 100 120 140
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 e :
29.0 10.50
75.0 m/z 41.10 37.61%
O T ‘ \‘H“\‘ T “‘H‘\ T ‘!‘HH\ T ‘1“1‘ ’ \“\‘ \1\()}0‘.\0\]-%5\.‘0\1?’\2.\0‘]-\4.7\.(\)\
m/z--> 20 40 60 80 100 120 140
Abundance #15681: Di-sec-Butyl ether
45.0
RN I
10.50
5000/ 290 m/z 56.05 15.84%
101.0
83.0
obrolle 800, A" L1300
miz--> 20 40 60 80 100 120 140 m
Abundance #5036: 3,3-Dimethylbutane-2-ol — |
57.0 10.50
m/z 75.00 11.03%
41.
5000
87.0
o‘_wmwHm‘”“‘,““1?2;9”_”‘_‘” BN Y
m/z--> 20 40 60 80 100 120 140 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041824\
Data File : BGO60951.D

Acqg On : 19 Apr 2024 1:23
Operator : MA/JU

Sample : P2151-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG041724 .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 unknownl@.793 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.793 5.03 ng 113768 Naphthalene-d8 10.734
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Cyclohexene-1-methanol, .alpha... 154 C10H180 007785-53-7 40
2 .alpha.-Terpineol 154 C10H180 000098-55-5 37
3 7-Octen-2-0l1, 2-methyl-6-methylene- 154 C10H180 000543-39-5 36
4 Santolina alcohol 154 C10eH180 021149-19-9 33
5 Cyclohexanemethanol, .alpha.,.al... 154 C10H180 007299-42-5 33
Abundance Scan 1328 (10.793 min): BG060951.D\data.ms (-1323) (- | m/z 59.00 100.00%
59.0
5000 93.0
121.1
41)0 w/‘\ : .
Lo e
0 “““““uh ool sl e L m/z 93.05 45.24%
miz--> 20 60 80 100 120 140
Abundance #31331:3-Cydohexene-14nethanoL.amha”.mpha”44ﬂn
59.0
93.0 Ly [N
5000 T T T T T T T
121.0 10.50 11.00
41,0 % m/z 43.05 37.48%
9.0
076‘ 1‘\“}\\‘\\\\“‘\\\\
miz--> 20 60 80 100 120 140
Abundance #30991: .alpha.-Terpineol
59.0
—— —
10.50 11.00
93.0 o
5000 m/z 121.05 29.88%
41l0 121.0
0| 1200
0“““““ m‘ R R e
miz--> 20 40 60 100 120 140 A
Abundance #31138: 7—Octen—2—0|, 2-methyl-6-methylene- —
59.0 10.50 11.00
m/z 81.10 21.59%
79.0
5000
121.0
om_u_»,\\m\\w» o, 10yl
m/z--> 20 60 80 100 120 140 10.50 11.00

8270-BGO41724.M Fri Apr 19 16:28:58 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041824\
Data File : BGO60951.D

Acqg On : 19 Apr 2024 1:23
Operator : MA/JU

Sample : P2151-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG041724 .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 Ethanol, 2-phenoxy- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.081 4.09 ng 92418 Naphthalene-d8 10.734
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 95
2 Phenol 94 C6H60 000108-95-2 58
3 Benzene, ethoxy- 122 C8H100 000103-73-1 53
4 3-Methylpyridazine 94 C5H6N2 001632-76-4 50
5 Acetic acid, phenyl ester 136 C8H802 000122-79-2 50
Abundance Scan 1377 (11.081 min): BG060951.D\data.ms (-1371) (- | m/z 94.00 100.00%
94.0
5000
77.0
510 138.0
| ‘ | 1001 11.00
oHH_Huu“”,””_m_q“:‘_”u_‘ m/z 77.00  35.38%
miz--> 20 80 100 120 140
Abundance #19879.EthanoL2-phen0xy-
94.0
5000 1100
77.0 138.0 :
m/z 138.00  27.82%
7o Ll
0\1\-2\.‘\“\‘1“ H\‘\‘\\"\‘\\\‘\\\\‘\‘\\1%9‘\0\\\‘\\
m/z--> 20 100 120 140
Abundance #2908.Pheno
94.0
11.00
5000 m/z 51.00 24.08%
66.0
39.0
miz--> 20 40 60 80 100 120 140
Abundance #11298: Benzene, ethoxy-
94.0 11.00
m/z 66.00 20.24%
5000 122.0
39.0 66.0 /\
0““““"q“m‘,ﬂ‘“““\““‘p“““‘ el A
m/z--> 20 40 100 120 140 11.00

8270-BGO41724 .M Fri Apr 19 16:29:00 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041824\
Data File : BG@60951.D

Acqg On : 19 Apr 2024 1:23

Operator : MA/JU

Sample : P2151-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG041724 .M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 10 1-Phenoxypropan-2-ol Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
11.469 2.60 ng 58861 Naphthalene-d8 10.734
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1-Phenoxypropan-2-o0l

2 1-Propanol, 3-phenoxy-
3 Ethanol, 2-phenoxy-

4 1-Propanol, 2-phenoxy-

152 C9H1202
152 C9H1202
138 C8H1e02
152 C9H1202

000770-35-4 91
006180-61-6 87
000122-99-6 42
004169-04-4 40

5 Pyrimidine, 5-methyl- 94 C5H6N2 002036-41-1 38
Abundance Scan 1443 (11.469 min): BG060951.D\data.ms (-1435) (- 94.00 100.00%
94.0
5000
77.0
51.0 152.0
UL o 4 o0 s
0 w o u“‘ MHM m,wu T o m/z 77.80  34.29%
m/z--> 20 100 120 140
Abundance #30123 1- Phenoxypropan -2-0
94.0
5000
770 11.50
152.0 m/z 51.00 22.85%
0\ \1\5\(‘)\ \ T \““‘\‘\“\ T ‘(ﬂ‘\ T \“’ T \‘\ ‘ T !\]-]\_g‘\()\ T ‘ T \‘\ ‘
m/z--> 100 120 140
Abundance #30139.l—PropanoLS—phenoxy—
94.0
11.50
5000 m/z 152.00 21.19%
77.0 152.0
20 L e ]
0“““u“““ . “",“w“““p““““u‘
m/z--> 20 100 120 140
Abundance #19881.Ethan0L2—phen0xy— .
94.0 11.50
m/z 43.00 20.32%
5000
77.0 138.0
270 910
0\\\\‘\MM\hhkw‘\pﬂ\\N,\\\L‘\\\\‘\\\\W\\\\ T
m/z--> 20 60 80 100 120 140 11.50

8270-BGO41724.M Fri Apr 19 16:29:01 2024

Page:

12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041824\
Data File : BGO60951.D

Acqg On : 19 Apr 2024 1:23
Operator : MA/JU

Sample : P2151-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG041724 .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 11 Tridecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.477 2.38 ng 84285  Acenaphthene-dile 14.565
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 80
2 Hexadecane 226 C1l6H34 000544-76-3 80
3 Nonadecane 268 C19H40 000629-92-5 80
4 Tetradecane 198 C14H30 000629-59-4 72
5 Undecane 156 C11H24 001120-21-4 72
Abundance Scan 1955 (14.477 min): BG060951.D\data.ms (-1951) (- | m/z 57.10 100.00%
57.1
5000
85.0
=
14.50
113.1
0 m‘w\‘:H‘H‘_UMJ“w‘_m_u“‘1‘75““_2}?_2‘9_”WW‘_m m/z 43.05 76.68%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #59029: Tridecane
57.0
5000 =T 7
85.0 14.50
29.0 m/z 71.10 39.76%
0 “ “\ H \‘\ A \\11\3 0\141 0 184.0
H\‘HH‘HH‘\\H‘\\H‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107218: Hexadecane
57.0
e
14.50
5000 m/z 41.10 33.27%
85.0
29.0
0 \ ‘ | | | 113.0141.0169.0197.0226.0
et e e e e e e T e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158600: Nonadecane T
57.0 14.50
m/z 85.05 30.08%
5000 85.0
29.0
0 \‘ h H\ Il ulld3 0\141 0169.0197.0 268.(
HW‘HWHH‘HHMH‘_HWH‘WHHM‘HMHWH‘WHH_‘HMH‘ e
m/z--> 20 40 60 80 100120140160180200220240260 14.50

8270-BGO41724 .M Fri Apr 19 16:29:02 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041824\
Data File : BGO60951.D

Acqg On : 19 Apr 2024 1:23
Operator : MA/JU

Sample : P2151-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG041724 .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 12 unknownl14.777 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.777  25.17 ng 892080  Acenaphthene-di10 14.565
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-5-Isopropyl-6,7-epoxy-8-hy... 228 C13H2403 058002-07-6 25
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 10
3 2,4,4-Trimethyl-1-pentanol, chlo... 242 C10H17C1F202 1000447-27-2 10
4 Carbonic acid, eicosyl prop-1-en... 382 C24H4603 1000383-10-8 10
5 1-Bromoeicosane 360 C20H41Br 004276-49-7 10
Abundance Scan 2006 (14.777 min): BG060951.D\data.ms (-2000) (- | m/z 43.00 100.00%
43.0
5000
101.1 137.0
‘ 7(‘%1‘“ | ‘ 170 1972 14.50 15.00
ol bl b b RS T m/z 57.05 53.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #109018: trans-5-sopropyl-6,7-epoxy-8-hydroxy-8-methy
43.0
5000
112.0 14:50 15.00
71.0 m/z 59.00 37.06%
139.0
Ol T \‘i“l‘\ \“M”\ \‘H‘ \‘\“\‘\ ‘H\“\ T \‘W T \‘}\62\0‘ \1\9\\5‘(\)\ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
‘
14 50 15.00
5000 m/z 101.10 31.19%
101.0
15.0 ‘
L
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #125244: 2,4,4-Trimethyl-1-pentanol, chlorodifluoroaceta; =
57.0 1450 1500
m/z 97.10 30.49%
5000
97.0
0 EQOL “\‘ 1 \ 1%30}699 \ %270
et e e e e e e e e e e P P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00

8270-BGO41724.M Fri Apr 19 16:29:03 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041824\
Data File : BGO60951.D

Acqg On : 19 Apr 2024 1:23
Operator : MA/JU

Sample : P2151-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG041724 .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 13 unknownl4.800 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.800 35.84 ng 1270280  Acenaphthene-d10 14.565
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Chloroacetic acid, 3-tridecyl ester 276 C15H29C102 1000280-08-2 25
2 Pyrrolidine 71 C4HON 000123-75-1 14
3 Pent-4-enoyl amide, 2-methyl-N-p... 155 C9H17NO 1000420-35-2 14
4 Decane, 1-fluoro- 160 C1OH21F 000334-56-5 12
5 Pentadecane, 1-bromo- 290 C15H31Br 000629-72-1 12
Abundance Scan 2010 (14.800 min): BG060951.D\data.ms (-2007) (- | m/z 43.00 100.00%
3.0
5000 1371
701 1 S S B S
197.1 14.50 15.00
) — [ ‘H n,”;‘u Ml ML T hyz 57.18 62.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #168462: Chloroacetic acid, 3-tridecyl ester
43.0
77.0
5000 S e
14.50 15.00
111.0 135.0 182.0 ITI/Z 137.05 39.99%
0' \\‘\‘“‘\\“1\‘\H\\‘\‘i\\\‘\‘\\\\“\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #690: Pyrrolidine
43.0
— —
14.50 15.00
5000 m/z 41.10 37.05%
70.0
15.0 ‘
oumn‘u‘m b e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32791: Pent-4-enoyl amide, 2-methyl-N-propyl- — —
43.0 14.50 15.00
69.0 m/z 97.10 29.87%
5000
97.0 140.0
oh 20 w\m ] —— ——
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00

8270-BGO41724 .M Fri Apr 19 16:29:05 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041824\
Data File : BGO60951.D

Acqg On : 19 Apr 2024 1:23
Operator : MA/JU

Sample : P2151-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG041724 .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 14 2(3H)-Benzothiazolone Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.234 3.67 ng 166962  Phenanthrene-di10 17.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2(3H)-Benzothiazolone 151 C7H5NOS 000934-34-9 94
2 1,2-Benzisothiazol-3(2H)-one 151 C7H5NOS 002634-33-5 59
3 2-tert-Butylthiophenol 166 C1OH14S 019728-41-7 37
4 2-Mercapto-1,3-benzoxazole 151 C7H5NOS 002382-96-9 35
5 2,1,3-Benzothiadiazol-5-amine 151 C6H5N3S 1010337-12-1 27

Abundance Scan 2254 (16.234 min): BG060951.D\data.ms (-2249) (- m/z 151.00 100.00%

151.0
96.0
5000

I
52.0 16.00 16.50

b b 2180 8200 s 96,00 73.22%

m/z--> 50 100 150 200 250 300
Abundance #28647: 2(3H)-Benzothiazolone
151.0
96.0

5000 N
16.00 16.50
m/z 122.95 52.94%

45.0
T ‘\ M\ ‘ }H “\H‘ h‘ li \“h‘ M7 \‘h\ T “ L e e st s
miz--> 50 100 150 200 250 300
Abundance #28654: 1,2-Benzisothiazol-3(2H)-one
151.0

T
16.00 16.50

o

o

5000 m/z 69.00 20.89%
96.0
50.0
0\\\‘\‘}“\“‘1”\‘1“\\“\\‘HH‘HH‘HH‘HH W\AMM\]
m/z--> 50 100 150 200 250 300
Abundance #41325: 2-tert-Butylthiophenol —— ——
151.0 16.00 16.50

m/z 122.00 10.93%

5000
450 91.0
0 \H.\ ! HMH‘ \“‘ ‘M h\ ‘\‘\‘ I, ‘\ Al WMW\AW”\M/\

\\\\‘\ \‘\ LI ‘ T T ‘ T T ‘ L T ‘ T T T T ‘ T

m/z--> 50 100 150 200 250 300 16.00 16.50

8270-BGO41724.M Fri Apr 19 16:29:07 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041824\
Data File : BGO60951.D

Acqg On : 19 Apr 2024 1:23
Operator : MA/JU

Sample : P2151-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG041724 .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 15 Hexadecane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
16.292 2.31 ng 105202  Phenanthrene-di10 17.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Hexadecane 226 C1l6H34 000544-76-3 86
3 Pentadecane 212 C15H32 000629-62-9 78
4 Nonadecane 268 C19H40 000629-92-5 72
5 Heptadecane 240 C17H36 000629-78-7 72
Abundance Scan 2264 (16.292 min): BG060951.D\data.ms (-2260) (- m/z 57.10 100.00%
57.1
e /LVWJL\/\/
85.1
—— —
16.00 16.50
113 0 168.1
0 1410 01962 m/z 43.05 72.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59029: Tridecane
57.0
5000 —r —
85.0 16.00 16.50
29.0 m/z 71.05 44.50%
d h L |, ;11301410 184.0
O\\\‘\\\\‘}\\\‘\\\\“\\\\“\\\‘\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
—— —
16.00 16.50
5000 m/z 41.00 28.90%
85.0
29.0
0 \ ‘ | M‘ 113.0 141.0 169.0 197.0 226.0
e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90189: Pentadecane T —
57.0 16.00 16.50
m/z 85.10 26.81%
5000 85.0
29.0
0 \‘ 1l H \‘\ i ‘11?0\1410 169.0 212.0
Frrrrr e e e e e e e e —— —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.00 16.50

8270-BGO41724 .M Fri Apr 19 16:29:08 2024 Page: 17



Library Search Compo

und Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041824\
Data File : BG@60951.D

Acqg On : 19 Apr 2024 1:23

Operator : MA/JU

Sample : P2151-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Title

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

BGO41724 .M

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 16 Octane, 3,5-dimethyl-

Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
16.322 2.71ng 123424 Phenanthrene-d16 17.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 octane, 3,5-dimethyl- 142 cle2 615869-93-9 72
2 Tridecane, 2-methyl- 198 C14H30 001560-96-9 68

3 Sulfurous acid, dodecyl 2-ethylh... 362 C20H4203S
4 Sulfurous acid, butyl tetradecyl... 334 C18H3803S

1000309-19-5 59
1010309-18-1 59

5 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 59
Abundance Scan 2269 (16.322 min): BG060951.D\data.ms (-2266) (- | m/z 57.10 100.00%
57.1
e Rvumﬂﬁ«ij“wwwvﬂﬂwﬁ
— ——
ow‘H‘_‘H‘mm_m:"wmu_Hu;upm_m_mww m/z 71.10  45.60%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #22105: Octane, 3,5-dimethyl-
57.0
5000 — ——
16.00 16.50
290 ‘ 650 m/z 43.10  28.88%
113.0
O\‘\\\\‘\h\\‘\\\!‘\\\\‘1‘\\\“‘\\}‘\‘\\]\-\4.‘2\\(\)\‘\\\\‘\H\‘\\\\‘\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #74020: Tridecane, 2-methyl-
57.0
— ——
16.00 16.50
5000 ITI/Z 41.05 18.59%
85.0
29.0 1130 155.0
183.0
RET S0 N I 0 O o e OO
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance  #271596: Sulfurous acid, dodecyl 2-ethylhexyl ester P ——
57.0 16.00 16.50
m/z 56.00 16.40%
5000
113.0
29.0 8.0 | 169.0
o‘_‘H‘mWH‘l_“‘w‘uJ_‘!‘_‘H‘www”ww — S
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 16.00 16.50

8270-BGO41724 .M Fri Apr 19 16:29:09 2024

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041824\
Data File : BGO60951.D

Acqg On : 19 Apr 2024 1:23
Operator : MA/JU

Sample : P2151-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG041724 .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 17 Heptadecane, 2,6,10,15-tetr... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.144 4.26 ng 193553  Phenanthrene-di10 17.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
2 Tetradecane, 1-iodo- 324 C14H291I 019218-94-1 86
3 Tridecane, 2-methyl- 198 C14H30 001560-96-9 83
4 Nonadecane 268 C19H40 000629-92-5 80
5 Tritetracontane 605 C43H88 007098-21-7 78

Abundance Scan 2409 (17.144 min): BG060951.D\data.ms (-2405) (- | m/z 57.10 100.00%

57.1
5000

——
99.1 17.00 17.50
i
T

ol bl g, 1951 19722201 m/z 71.1 61.17%

\M
\
miz--> 0 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0

5000 T
17.00 17.50
m/z 43.10 47.69%

99.0
0 L‘ L)L) 1440 1830 239.0 296
‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘
m/z--> 0 50 100 150 200 250
Abundance #228591: Tetradecane, 1-iodo-
57.0

—
17.00 17.50

5000 ITI/Z 85.10 31.69%
| 990 1550 1970
SR Y s W
m/z--> 0 50 100 150 200 250
Abundance #74020: Tridecane, 2-methyl- T T
57.0 17.00 17.50
m/z 41.00 25.39%
o WWJ\/\MW
99.0 155.0
020 L L Lyl [ ame B
m/z--> 0 50 100 150 200 250 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041824\
Data File : BGO60951.D

Acqg On : 19 Apr 2024 1:23
Operator : MA/JU

Sample : P2151-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG041724 .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 18 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.220 9.12 ng 414722  Phenanthrene-d10 17.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Octanoic acid 144 C8H1602 000124-07-2 49

Abundance Scan 2592 (18.220 min): BG060951.D\data.ms (-2588) (- | m/z 43.10 100.00%
3.1

43 73.0
5000

O e m/z 60.00 90.77%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 rd

Pt
18.00 18.50
m/z 57.10  85.37%

’ 171.0 213.0 256.0
O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #92063: Tridecanoic acid
73.
43.0 0

T
18.00 18.50

5000 129.0 m/z 73.00 82.46%
171.0
‘ ‘ 214.0
o‘u_kﬂkﬂw
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126199: Pentadecanoic acid —r oy
43.0 73.0 18.00 18.50

m/z 55.10  73.06%

5000 129.0
199.0 2420

0 158.

T T
m/z--> 20 40 60 80 100120140160180200220240260280 18.00 18.50

8270-BGO41724 .M Fri Apr 19 16:29:12 2024 Page: 20



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041824\
Data File : BGO60951.D

Acqg On : 19 Apr 2024 1:23
Operator : MA/JU

Sample : P2151-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG041724 .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 19 Octadecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
19.494 3.21 ng 164721  Chrysene-di12 21.569
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 83
2 Tridecanoic acid 214 C13H2602 000638-53-9 64
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 58
4 Pentadecanoic acid 242 C15H3002 001002-84-2 58
5 Tetradecanoic acid 228 C14H2802 000544-63-8 53
Abundance Scan 2809 (19.495 min): BG060951.D\data.ms (-2805) (- | m/z 43.10 100.00%
43.1
5000 WWJ&$JMAijWMVﬁmeWM
——
19.50
oL—— m/z 57.05 84.92%
miz-> 50 100 150 200 250
Abundance #179090: Octadecanoic acid
43.0
73.0
5000 R
129.0 19.50
' 284.0 m/z 59.95 75.05%
‘ 1850 2410
01\2(\) “\ T ”‘h“‘ “uh‘\} \‘ T b \‘ T “ r—— \‘ I \‘\
miz--> 50 100 150 200 250
Abundance #92063: Tridecanoic acid
e
43.0 730
e
19.50
5000 129.0 m/z 73.00 73.15%
171.0
L e
0 — ‘\‘ ‘H‘\\ H‘H“\ ‘\\‘H“\ {‘\H‘h} “ ‘m“ L “‘ ‘ “‘ T
miz--> 50 100 150 200 250
Abundance #143507: n-Hexadecanoic acid T
43.0 73.0 19.50
m/z 41.05 66.84%
o fVWAW”WVAﬁj\VWWMKmMMV%
129.0 2150 256.0
| MM | ‘ 1710 213
0t s L e
m/z--> 50 100 150 200 250 19.50
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Data Path :
Data File :
Acqg On

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BGo41824\
BGO60951.D
: 19 Apr 2024 1:23

Operator : MA/JU

Sample
Misc
ALS vial : 15

. P2151-01

Sample Multiplier: 1

Quant Method

Quant Tit

TIC Libra

le

ry

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG041724 .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 20 1-Docosene Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
21.245  4.38ng 225025 Chrysene-d12 21.569
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11-Docosene se8 CooHaa 061599-67-3 95
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 93

3 Pentafluoropropionic acid, hepta... 402 C20H35F502
4 Trichloroacetic acid, tetradecyl... 358 C16H29C1302

959218-78-1 91
074339-52-9 91

5 n-Tetracosanol-1 354 C24H500 000506-51-4 91
Abundance Scan 3107 (21.245 min): BG060951.D\data.ms (-3103) (- | m/z 57.10 100.00%
57.1
5000 L\A\mﬂwl\\“
11.1
P e
21.00 21.50
224 1269.0
0 2 3191 m/z 55.00  99.82%
miz--> 50 100 150 200 250 300 350
Abundance #209741: 1-Docosene
558.0
97.0
5000 L .
21.00 21.50
m/z 43.10 98.39%
0144 “\ \ \‘H‘\‘H“ ‘L }\ ‘f “\ T \]-\0‘ L ‘ T \3‘0§.\0\ T ‘ L
m/z--> 50 100 150 200 250 300 350
Abundance #326113: Heptadecy! heptafluorobutyrate
57.0
P e
21.00 21.50
5000 m/Z 83.10 66.41%

o

11.0
169.0 238.0
2830
m/z--> 0 100 150 200 250 300 350

Abundance #303470: Pentafluoropropionic acid, heptadecyl ester T —

57.0 21.00 21.50

m/z 69.10 58.65%

- “MWMWMWMNAVWMJMWAMW
ol M 15001060238.92830 384 R
m/z--> 50 100 150 200 250 300 350 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041824\
Data File : BGO60951.D

Acqg On : 19 Apr 2024 1:23
Operator : MA/JU

Sample : P2151-01

Misc :

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG041724.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... 3.161 21.8 ng 334331 1 7.938 306720 20.0
(S)-(+)-1,2-Pro... 3.672 4.0 ng 61228 1 7.938 306720 20.0
Pyrrolidine, 1-... 6.163 7.5 ng 115154 1  7.938 306720 20.0
7-Octen-2-01, 2... 8.725 3.9 ng 59932 1 7.938 306720 20.0
Linalool 9.189 8.6 ng 132161 1 7.938 306720 20.0
Ethanol, 2-(2-b... 10.505 6.3 ng 141917 2 10.734 452442 20.0
unknown10.793 10.793 5.0 ng 113768 2 10.734 452442 20.0
Ethanol, 2-phen... 11.081 4.1 ng 92418 2 10.734 452442 20.0
1-Phenoxypropan... 11.469 2.6 ng 58861 2 10.734 452442 20.0
Tridecane 14.477 2.4 ng 84285 3 14.565 708814 20.0
unknown14.777 14.777 25.2 ng 892080 3 14.565 708814 20.0
unknown14 . 800 14.800 35.8 ng 1270280 3 14.565 708814 20.0
2(3H)-Benzothia... 16.234 3.7 ng 166962 4 17.315 909262 20.0
Hexadecane 16.292 2.3 ng 105202 4 17.315 909262 20.0
Octane, 3,5-dim... 16.322 2.7 ng 123424 4 17.315 909262 20.0
Heptadecane, 2,... 17.144 4.3 ng 193553 4 17.315 909262 20.0
n-Hexadecanoic ... 18.220 9.1 ng 414722 4 17.315 909262 20.0
Octadecanoic acid 19.494 3.2 ng 164721 5 21.569 1027080 20.0
1-Docosene 21.245 4.4 ng 225025 5 21.569 1027080 20.0
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