LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\
Data File : BP019814.D

Acqg On : 21 Feb 2024 18:36
Operator : MA/JU

Sample : P1537-06

Misc :

ALS Vvial : 17 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-BP013124.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@19814.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.129 3 7 22 rVB 687475 843379 24.44%  3.307%
2 4.070 160 167 174 rBV3 45759 80574 2.34% 0.316%
3 4.640 259 264 269 rBV 80560 119860 3.47% 0.470%
4 4.693 269 273 280 rVB 46087 68334 1.98% 0.268%
5 5.017 319 328 339 rBV 217064 327832 9.50% 1.286%
6 5.470 397 405 418 rBV 891348 1381103 40.02% 5.416%
7 7.064 669 676 684 rBV 833278 1378569 39.95% 5.406%
8 7.893 810 817 825 rVB 271312 436999 12.66% 1.714%
9 9.063 1008 1016 1029 rBV 523820 924218 26.78% 3.624%
10 10.693 1284 1293 1300 rBV 325530 565571 16.39%  2.218%
11 13.152 1705 1711 1727 rBV 1345260 2138731 61.98% 8.386%
12 14.251 1893 1898 1909 rVB 44544 72581 2.10% 0.285%
13 14.528 1939 1945 1951 rBV 487706 747251 21.66% 2.930%
14 14.593 1952 1956 1965 rVB2 22916 40706 1.18% 0.160%
15 15.581 2119 2124 2133 rBV3 23068 48300 1.40% 0.189%
16 16.022 2191 2199 2219 rBV 1252655 2028876 58.80% 7.956%
17 16.251 2233 2238 2248 rBV4 34299 74615 2.16% ©.293%
18 17.098 2379 2382 2391 rVB 34670 58180 1.69% 0.228%
19 17.287 2408 2414 2418 rBV 612955 954282 27.65% 3.742%
20 17.328 2418 2421 2428 rW 328634 457343 13.25% 1.793%
21 17.422 2432 2437 2441 rVB 97393 144768 4.20% 0.568%
22 17.704 2480 2485 2492 rVB4 18146 38315 1.11% 0.150%
23 17.792 2496 2500 2506 rVV3 28180 47811 1.39% 0.187%
24 17.863 2509 2512 2521 rVB5 22634 42154 1.22% ©0.165%
25 18.151 2557 2561 2563 rBV 76261 106456 3.09% 0.417%
26 18.181 2563 2566 2576 rVV2 301740 553573 16.04% 2.171%
27 18.281 2579 2583 2588 rVV2 42998 68965 2.00% 0.270%
28 18.339 2588 2593 2597 rVWW2 116724 219015 6.35% 0.859%
29 18.375 2597 2599 2604 rVB 65207 82187 2.38% 0.322%
30 18.463 2611 2614 2618 rBV2 32656 38875 1.13% 0.152%
31 18.639 2640 2644 2648 rBV 44434 60355 1.75% 0.237%
32 18.687 2648 2652 2658 rVB2 44391 66174 1.92% 0.259%
33 18.922 2689 2692 2696 rBV 28147 35686 1.03% 0.140%
34 19.039 2708 2712 2716 rBV2 73267 112105 3.25% 0.440%
35 19.081 2716 2719 2721 rBV2 27354 34545 1.00% 0.135%
36 19.181 2732 2736 2743 rBV4 40726 70729 2.05% 0.277%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\
Data File : BP019814.D

Acqg On : 21 Feb 2024 18:36
Operator : MA/JU

Sample : P1537-06

Misc :

ALS Vvial : 17 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-BP013124.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 19.298 2750 2756 2762 rBV 662849 911158 26.41% 3.573%
38 19.416 2773 2776 2785 rVB2 100143 173300 5.02% 0.680%
39 19.651 2811 2816 2824 rVB 582215 888491 25.75% 3.484%
40 19.722 2825 2828 2833 rVB3 49116 65596 1.90% 0.257%
41 19.851 2844 2850 2855 rBV 2806856 3450685 100.00% 13.531%
42 19.963 2865 2869 2877 rBv4 62446 153653 4.45% 0.603%
43 20.098 2888 2892 2893 rBV3 52315 67967 1.97% 0.267%
44 20.133 2895 2898 2901 rVB 119453 142365 4.13% 0.558%
45 20.233 2911 2915 2918 rBV 74086 101007 2.93% 0.396%
46 20.286 2921 2924 2927 rVB2 75636 86082 2.49% 0.338%
47 20.422 2944 2947 2950 rBV 52377 60347 1.75% 0.237%
48 20.469 2952 2955 2960 rVB 68687 88314 2.56% 0.346%
49 20.863 3019 3022 3029 rVB2 72749 110825 3.21% 0.435%
50 21.069 3054 3057 3059 rBV 47568 50908 1.48% 0.200%
51 21.098 3059 3062 3068 rVV2 266224 322152  9.34% 1.263%
52 21.375 3103 3109 3113 rBV2 958355 1665180 48.26% 6.530%
53 21.416 3113 3116 3123 rVB 318879 453017 13.13% 1.776%
54 23.057 3390 3395 3406 rBV 229034 765422 22.18%  3.001%
55 23.686 3497 3502 3511 rVB 208389 403869 11.70% 1.584%

56 23.792 3514 3520 3527 rVV 543693 1072750 31.09% 4.207%

Sum of corrected areas: 25502105
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 21 Feb 2024 18:36
: MA/JU
: P1537-06

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\
BP019814.D

: 17  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

0

TIC: BP019814.D\data.ms

5470 7.064
129
9.063

10.693
5.017 7.893

4.070 M%@i A

Time-->

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BP019814.D\data.ms
19.851

13.152 16.022

14.528

14./%51 593 15.581

0
Time-->

S et o
LB L L e B e e e B e e B B B B e B B e B B 5 AN S e s By B e B s s B s s B s B
I I T T T T T T T T T T T T T T T T

12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance

2500000

2000000

1500000

1000000

500000

0

TIC: BP019814.D\data.ms

21.375
23.792

210 1416 23.057 23686

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\
Data File : BP019814.D

Acqg On : 21 Feb 2024 18:36
Operator : MA/JU

Sample : P1537-06

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 3-Penten-2-o0l Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.128 38.60 ng 843379  1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-0l 86 C5H100 001569-50-2 80
2 2-Furanmethanol, tetrahydro- 102 C5H1002 000097-99-4 50
3 3-Buten-2-o0l, 2-methyl- 86 C5H100 000115-18-4 45
4 Cyclopropanemethanol, .alpha.-bu... 128 C8H160 004379-16-2 42
5 Butanoic acid, anhydride 158 C8H1403 000106-31-0 42
Abundance Scan 7 (3.128 min): BP019814.D\data.ms (-3) (-) m/z 71.05 100.00%
71.0

—

5000
R RREE AR ARRAR!
\ 3.203.303.403.50
oM 14312071 274.1 342.9 4119 5049 ./, 43,05  72.54%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1946: 3-Penten-2-ol
71.0
5000 RN R RN RN RN
3.203.303.403.50
m/z 41.10 34.39%
O‘\\M“U‘“\\\J\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4862: 2-Furanmethanol, tetrahydro-
71.0
R RREEE L RRERREEEE
3.203.303.403.50
5000 m/z 39.10 28.44%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2007: 3-Buten-2-ol, 2-methyl- T
71.0 3.203.303.403.50
m/z 45.05 22.68%
5000 /k
OJLH'MI S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\
Data File : BP019814.D

Acqg On : 21 Feb 2024 18:36
Operator : MA/JU

Sample : P1537-06

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 Prenol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
4.070 3.69 ng 80574  1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Prenol 86 C5H100 000556-82-1 74
2 2-Buten-1-0l, 2-methyl- 86 C5H100 004675-87-0 72
3 Butanoic acid , but-3-yn-2-yl ester 140 C8H1202 1000299-11-7 53
4 3-Chloro-2-buten-1-o0l 106 C4H7C10 040605-42-3 50
5 2-Butene, 1-methoxy-, (E)- 86 C5H100 010034-14-7 27

Abundance Scan 167 (4.070 min): BP019814.D\data.ms (-160) (-)
71.1

m/z 71.10 100.00%

-

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

5000
R AaARimany
H o813 3.80 4.00 4.20 4.40
ol kM| [13501950 2613 3551 4246 5299 ./, 41.05 76.47%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1913: Preno
71.0
5000 LA L B B LA R
3.80 4.00 4.20 4.40
m/z 69.10 49.887%
OMH"I" )
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2001: 2-Buten-1-ol, 2-methyl-
71.0
S ARRENER ST
3.80 4.00 4.20 4.40
5000 m/z 43.10 41.78%
OWH
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #21250: Butanoic acid , but-3-yn-2-yl ester AR RAREERE T
71.0 3.80 4.00 4.20 4.40
m/z 39.10 41.74%
h W
‘ 140.0
o_uwj‘lMm‘HH‘HH‘mWm_m‘mwwmw s L o R

3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\
Data File : BP019814.D

Acqg On : 21 Feb 2024 18:36
Operator : MA/JU

Sample : P1537-06

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 2-Pentanol, 4-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4.640 5.49 ng 119860 1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 64
2 2-Hexanol 102 C6H140 000626-93-7 50
3 Propanenitrile, 3-methoxy- 85 C4H7NO 000110-67-8 42
4 2-Butanol, 3-methyl- 88 C5H120 000598-75-4 38
5 Butane, 1,2,4-trimethoxy- 148 C7H1603 020637-48-3 38
Abundance Scan 264 (4.640 min): BP019814.D\data.ms (-259) (-) m/z 45.05 100.00%
45.0
5000

4.40 4.60 4.80 5.00

07.0 .
] m‘m",“1‘9?"-?"2“?7:9‘32‘5‘-‘5‘399‘-‘5”wf‘??ﬁ?ﬁ"?;‘ m/z 43.10  28.52%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5014: 2-Pentanol, 4-methyl-
45.0
5000 \\\\‘\\\\T/\\/\\\\‘\\\\’\\\
4.40 4.60 4.80 5.00
m/z 41.05 27.55%
0‘\‘\hf‘\“l\\\“\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4963: 2-Hexano
45.0
TR T
4.40 4.60 4.80 5.00
5000 ITI/Z 69.05 17.96%
O.M.h.\’
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1759: Propanenitrile, 3-methoxy- T
45.0 4.40 4.60 4.80 5.00
m/z 39.10 15.63%
o e e e e el e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.40 4.60 4.80 5.00
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP022124\

Data File : BP@19814.D

Acqg On : 21 Feb 2024 18:36
Operator : MA/JU

Sample : P1537-06

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 4 unknown4.693 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
4.693 3.13 ng 68334 1,4-Dichlorobenzene-d4 7.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(1-Methoxypropan-2-yloxy)propa... 190 C9H1804 1000367-08-6 45
2 2-Propanol, 1-(isooctyloxy)-2-me... 202 C12H2602 056282-27-0 39
3 2-Hexanol, 2,5-dimethyl-, (S)- 130 C8H180 003730-60-7 9
4 2-Propanol, 1-(2-methoxypropoxy)- 148 C7H1603 013429-07-7 9
5 2-Hexanol, 2,3-dimethyl- 130 C8H180 019550-03-9 9

Abundance Scan 273 (4.693 min): BP019814.D\data.ms (-269) (-)
59.1

m/z 59.10 100.00%

5000

-

4.40 4.60 4.80 5.00
1
L1l 132.0 207.0 2811 356241524748 547! 1/, 43,00  36.63%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #65371: 1-(1-Methoxypropan-2-yloxy)propan-2-yl acetate

o

|
[T

59.0
5000 SNV L
4.40 4.60 4.80 5.00
m/z 41.00 11.92%
| ‘130.0

A

O‘\\f‘\] \\\‘\\\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

=

Abundance #77840: 2-Propanol, 1-(isooctyloxy)-2-methyl-
59.0
T T
4.40 4.60 4.80 5.00
5000 ITI/Z 71.00 11.85%
143.0
o_wwﬂ“‘ nw\w‘J\mu“2‘93-9‘_H‘,‘Hwwwwww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15788: 2-Hexanol, 2,5-dimethyl-, (S)- e T e
59.0 4.40 4.60 4.80 5.00
m/z 45.05 7.04%
5000 ‘[\‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\
Data File : BP019814.D

Acqg On : 21 Feb 2024 18:36
Operator : MA/JU

Sample : P1537-06

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.017 15.00 ng 327832 1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 47
3 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 25
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 25
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
Abundance Scan 328 (5.017 min): BP019814.D\data.ms (-319) (-) m/z 43.00 100.00%

43.0
5000
1011

J 4.60 4.80 5.00 5.20 5.40
Ly

ol b f 1931 267.0 340.94000 489.3548. /7 s59.16  66.74%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 ‘\\\wwwwwwwww‘uww’\

4.60 4.80 5.00 5.20 5.40
m/z 101.10 28.98%

‘ 101.0
O‘\L“f‘%"\\\‘\“l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4542 (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43.0
R ERRRRER R
4.60 4.80 5.00 5.20 5.40
m/z 58.00 15.40%
5000 101.0
o_u‘“!,l Hl
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4871: 3-Hydroxy-3-methyl-2-butanone
59.0 460480500520540

m/z 41.10 11.30%

) M
L \} |

L AR AR T T
miz--> 0 50 100 150 200 250 300 350 400 450 500 550  4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\
Data File : BP019814.D

Acqg On : 21 Feb 2024 18:36
Operator : MA/JU

Sample : P1537-06

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 Phenanthrene, 1-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.151 2.23 ng 106456  Phenanthrene-di10 17.287
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 97
2 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 95
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 95
4 1H-Indene, 1-phenyl- 192 C15H12 001961-96-2 94
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 93

Abundance Scan 2561 (18.151 min): BP019814.D\data.ms (-2557) (- m/z 192.85 100.00%
1

92.1
5000

=
94.7 \ 18.00 18.50
0380l il 283.1343.94018 4677 549.0 /7 191.e5  58.19%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67035: Phenanthrene, 1-methyl-
192.0
5000 ey e
18.00 18.50

m/z 189.05 33.65%

39.0 90 | |
\\\\‘\\\1‘\\\T‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67016: 1H-Indene, 2-phenyl-
192.0

P
18.00 18.50

o

5000 m/z 193.10 16.57%
51.0 115.0
Ottt b e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67038: Phenanthrene, 2-methyl- — ——
192.0 18.00 18.50

m/z 190.10  15.63%

) N&J\
0l200 %0 |

=
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

021

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\
BP019814.D

Feb 2024 18:36

: MA/JU
: P1537-06

17

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 7 n-Hexadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.181 11.60 ng 553573  Phenanthrene-d10 17.287
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 86
3 Tridecanoic acid 214 C13H2602 000638-53-9 78
4 Pentadecanoic acid 242 C15H3002 001002-84-2 76
5 Dodecanoic acid 200 C12H2402 000143-07-7 64

Abundance Scan 2566 (18.181 min): BP019814.D\data.ms (-2563) (- m/z 73.00 100.00%

73.0
5000
213.2
R

—
!HH ML Wl l 81.0 o
oull_u_\m” L1, 2810 3501 42984971 ./, co.00  72.60%
mi/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid
73.0
256.0
5000 T T
18.00 18.50

157.0 m/z 43.10 64.54%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid
73.0

1
18.00 18.50
5000 m/z 41.10 62.77%

L 228.0
AM NMme‘u‘ ‘L

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

Abundance #92068: Tridecanoic acid 1 —
73.0 18.00 18.50

m/z 55.10 61.80%

5000
214.0
M\ \Mh PMH‘\

0t H_m‘w_wm‘,HH_m_m_m‘w_ ——— -
miz--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\
Data File : BP019814.D

Acqg On : 21 Feb 2024 18:36
Operator : MA/JU

Sample : P1537-06

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 Benzaldehyde, 3,5-dichloro-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.340 4.59 ng 219015 Phenanthrene-di10 17.287
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzaldehyde, 3,5-dichloro-2-hyd... 190 C7H4C1202 000090-60-8 72
2 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 53
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 42
4 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 42
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 38

Abundance Scan 2593 (18.339 min): BP019814.D\data.ms (-2588) (- m/z 190.05 100.00%
190.1

5000

[{e)
N
(8]

I [T
J l ‘ 18.00 18.50
032y h M 2651 34174000 4711 549. 1 7 189.@5  93.26%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #65127: Benzaldehyde, 3,5-dichloro-2-hydroxy-

=

190.0
5000 — -
18.00 18.50
63.0 m/z 192.05  73.44%
O|1\|!‘1Lf1]1\’1‘h \’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
- P
18.00 18.50
5000 ITI/Z 191.05 52.25%
94.0
oL310
P el
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67043: Phenanthrene, 1-methyl- s P
192.0 18.00 18.50
m/z 94.50 20.64%
5000
95.0
0‘?§“M$m“mfw‘ e e — —
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\BP022124\
Data File : BP019814.D

Acqg On : 21 Feb 2024 18:36
Operator : MA/JU

Sample : P1537-06

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 Phenanthrene, 2,7-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.039 2.35 ng 112105 Phenanthrene-di10 17.287
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2,7-dimethyl- 206 C16H14 001576-69-8 91
2 9,10-Dimethylanthracene 206 C1l6H14 000781-43-1 91
3 Phenanthrene, 2,3-dimethyl- 206 Cl6H14 003674-65-5 90
4 Anthracene, 1,4-dimethyl- 206 Cl6H14 000781-92-0 87
5 3,4-Dimethylphenanthrene 206 Cl6H14 1000452-24-5 87
Abundance Scan 2712 (19.039 min): BP019814.D\data.ms (-2708) (- m/z 206.10 100.00%
206.1
T \
89.0 | 19.00
(
Obrrrprihi AA2BLLL 2631 354.7413.7 4904547 /7 191.05  46.13%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #82949: Phenanthrene, 2,7-dimethyl-
206.0
5000 — :
19.00
1020 m/z 189.10  26.32%
0\3\91‘()\\1\“\“‘!\\T \\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #82933: 9,10-Dimethylanthracene
206.0
T \
19.00
5000 m/z 205.10 22.80%
89.0
of80 Ly weoyd
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #82943: Phenanthrene, 2,3-dimethyl- —— ‘
206.0 19.00
m/z 207.05 20.21%
5000 W
890
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\
Data File : BP019814.D

Acqg On : 21 Feb 2024 18:36

Operator : MA/JU

Sample : P1537-06

Misc

ALS vial : 17

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 10 Octadecanoic acid Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
19.416 2.08 ng 173300 Chrysene-di12 21.381
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 93
2 Tridecanoic acid 214 C13H2602 000638-53-9 83
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Pentadecanoic acid 242 C15H3002 001002-84-2 64
5 Eicosanoic acid 312 C20H4002 000506-30-9 60

Abundance Scan 2776 (19.416 min): BP019814.D\data.ms (-2773) (-
73.0

m/z 73.00 100.00%

.

5000
185.1
‘ 284 3 1950
O L bbbl | 24194010 474.65352 ./, 43.10  70.36%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 ——
19.50
‘ } 284.0 m/z 55.85 61.88%
O‘\\J‘\ “‘ \‘\““l\h\\"\\\‘\\\‘f‘\“\“‘l\l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

-

Abundance #92068: Tridecanoic acid
73.0
19.50
5000 ITI/Z 60.00 61.83%
‘ L 2140
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #109279: Tetradecanoic acid —
73.0 19.50
m/z 57.10 61.19%
5000
185.0
Sl | o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\
Data File : BP019814.D

Acqg On : 21 Feb 2024 18:36
Operator : MA/JU

Sample : P1537-06

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 1-Tetracosene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

21.098 3.87 ng 322152  Chrysene-d12 21.381
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetracosene 336 C24H48 010192-32-2 95
2 2- Chloropropionic acid, hexadec... 332 C19H37C1l02 086711-81-1 93
3 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 89
4 Undec-10-ynoic acid, hexadecyl e... 406 C27H5002 1000406-16-9 83
5 1-Hexacosene 364 C26H52 018835-33-1 81

Abundance Scan 3062 (21.098 min): BP019814.D\data.ms (-3059) (- m/z 226.10 100.00%

55.1 226.1
5000
195.1 -

ll 21.00 21.50
et s b |

30.2 ,
bt oyl 5922 374-1 4404 8382 /0 55 10 95.34%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #244230: 1-Tetracosene
55.0

o

5000 — —
21.00 21.50
125.0 m/z 83.18  93.60%
336.0
O\HkW"“Nk“N”‘W‘”‘W‘”\”JW‘”‘W‘”\”‘W‘”‘W
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #239251: 2- Chloropropionic acid, hexadecyl ester
57.0
21.‘00 21i50
5000 ITI/Z 57.05 92.27%

o

\‘ L : .
T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 Jﬂ

Abundance #228955: Trifluoroacetic acid, pentadecyl ester 7 ‘
57.0 21.00 21.50

5000
5.0
7., 20 a0

o“‘ikp B TR 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\BP022124\
Data File : BP019814.D

Acqg On : 21 Feb 2024 18:36
Operator : MA/JU

Sample : P1537-06

Misc

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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|
3-Penten-2-o0l 3.128 38.6 ng 843379 1 7.893 436999 20.0
Prenol 4.070 3.7 ng 80574 1 7.893 436999 20.0
2-Pentanol, 4-m... 4.640 5.5 ng 119860 1  7.893 436999 20.0
unknown4.693 4.693 3.1 ng 68334 1 7.893 436999 20.0
2-Pentanone, 4-... 5.017 15.0 ng 327832 1 7.893 436999 20.0
Phenanthrene, 1... 18.151 2.2 ng 106456 4 17.287 954282 20.0
n-Hexadecanoic ... 18.181 11.6 ng 553573 4 17.287 954282 20.0
Benzaldehyde, 3... 18.340 4.6 ng 219015 4 17.287 954282 20.0
Phenanthrene, 2... 19.039 2.4 ng 112165 4 17.287 954282 20.0
Octadecanoic acid 19.416 2.1 ng 173360 5 21.381 1665180 20.0
1-Tetracosene 21.098 3.9 ng 322152 5 21.381 1665180 20.0
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