LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\
Data File : BP019813.D

Acqg On : 21 Feb 2024 18:02
Operator : MA/JU

Sample : P1537-05

Misc :

ALS Vvial : 16 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@19813.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.128 3 7 21 rVB 692399 820108 31.20% 3.651%
2 4.069 161 167 175 rVB3 45260 75546 2.87% 0.336%
3  4.305 203 207 216 rBV2 34771 55136 2.10% 0.245%
4 4,452 228 232 240 rVB2 20411 29642 1.13% 0.132%
5 4.640 259 264 268 rBV 77910 113366 4.31% 0.505%
6 4.687 268 272 284 rVB3 37659 81804 3.11% 0.364%
7 5.016 321 328 337 rBV 254738 377464 14.36% 1.680%
8 5.469 398 405 414 rBV 966877 1475783 56.14% 6.570%
9 6.093 502 511 521 rBv2 23010 72355 2.75% 0.322%
106 6.716 607 617 624 rBVv8 24898 75330 2.87% ©.335%
11 7.063 669 676 685 rBV 922187 1486342 56.54% 6.617%
12 7.593 757 766 775 rBV1e 14611 32771 1.25% 0.146%
13 7.893 810 817 826 rVB 326473 527289 20.06% 2.347%
14 8.863 976 982 987 rBV6 15344 34434 1.31% 0.153%
15 9.063 1008 1016 1026 rBV 587860 1010109 38.43% 4.497%
16 9.357 1058 1066 1070 rBV9 9345 26486 1.01% 0.118%
17 10.051 1177 1184 1195 rBV6 20789 66607 2.53% 0.297%
18 10.693 1282 1293 1305 rBV 384227 690467 26.27% 3.074%
19 13.151 1704 1711 1726 rBV 1395993 2215474 84.28% 9.862%
20 14.251 1893 1898 1907 rVB 25351 41361 1.57% 0.184%
21 14.422 1919 1927 1933 rBV7 8108 26659 1.01% 0.119%
22 14.528 1938 1945 1952 rVvV 523103 826859 31.46% 3.681%
23 14.587 1952 1955 1965 rVB 19827 38792 1.48% 0.173%
24 15.581 2119 2124 2129 rBv4 15011 26382 1.00% 0.117%
25 16.022 2190 2199 2221 rBV 1052005 1742477 66.29% 7.757%
26 16.257 2233 2239 2248 rVB 12901 29887 1.14% 0.133%
27 16.586 2288 2295 2300 rBV4 13606 30869 1.17% 0.137%
28 17.286 2406 2414 2418 rBV 585944 911372 34.67% 4.057%
29 17.328 2418 2421 2429 rVV 224508 327867 12.47% 1.460%
30 17.416 2431 2436 2441 rVB 63457 99442 3.78% 0.443%
31 17.869 2509 2513 2521 rVB5 14605 26804 1.02% 0.119%
32 18.180 2562 2566 2575 rVB2 215445 407352 15.50% 1.813%
33 18.280 2579 2583 2587 rW 32482 44394 1.69% ©0.198%
34 18.339 2588 2593 2597 rVWW2 88630 165589 6.30% 0.737%
35 18.375 2597 2599 2605 rVB2 50391 62494  2.38% 0.278%
36 18.639 2640 2644 2648 rBV 33720 46554 1.77% 0.207%

8270E-BP013124 .M Thu Feb 22 10:45:23 2024 Pa 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\
Data File : BP019813.D

Acqg On : 21 Feb 2024 18:02
Operator : MA/JU

Sample : P1537-05

Misc :

ALS Vvial : 16 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 18.686 2648 2652 2660 rVB5 20541 38425 1.46% 0.171%
38 18.922 2689 2692 2695 rBV 21743 26333 1.00% 0.117%
39 19.039 2708 2712 2716 rBV 58052 85611 3.26% 0.381%
40 19.104 2716 2723 2725 rVV5 26568 49899 1.90% 0.222%
41 19.180 2731 2736 2743 rBV5 32238 65041 2.47%  0.290%
42 19.298 2750 2756 2762 rBV 473688 665698 25.32% 2.963%
43 19.416 2769 2776 2785 rBV5 98554 177659 6.76% 0.791%
44 19.622 2806 2811 2812 rBV2 90957 124991 4.75% 0.556%
45 19.645 2812 2815 2824 rVV 435194 623901 23.73% 2.777%
46 19.722 2824 2828 2833 rVB3 41572 59838 2.28% 0.266%
47 19.851 2844 2850 2862 rVB 2171228 2628628 100.00% 11.702%
48 19.969 2865 2870 2876 rBV3 42598 103059 3.92% 0.459%
49 20.098 2888 2892 2894 rBv4 38561 64651 2.46% 0.288%
50 20.133 2895 2898 2905 rVB 100386 132098 5.03% 0.588%
51 20.227 2911 2914 2918 rBV 58772 76444  2.91%  0.340%
52 20.286 2920 2924 2928 rVB3 61967 92878 3.53% 0.413%
53 20.421 2944 2947 2951 rBV 43736 51703 1.97% 0.230%
54 20.469 2952 2955 2958 rVB 42155 52944  2.01% 0.236%
55 21.098 3059 3062 3068 rBV3 170346 219236 8.34% 0.976%
56 21.374 3103 3109 3113 rBV2 802542 1403558 53.40% 6.248%
57 21.416 3113 3116 3124 rVB 235936 332661 12.66%  1.481%
58 23.057 3391 3395 3400 rBV 127404 282300 10.74% 1.257%
59 23.792 3514 3520 3527 rBV 497021 984677 37.46% 4.383%

Sum of corrected areas: 22463900
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 21 Feb 2024 18:02
: MA/JU
: P1537-05

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\
BP919813.D

: 16 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

2000000

1500000

1000000

500000

o

TIC: BP019813.D\data.ms

5.469 7.063

128
9.063

10.693

L 5.016 7.893
4-‘269305%@7 6.093  6.716 7.593 8.863| 9.357 10.051

Time-->

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

Abundance

2000000

1500000

1000000

500000

TIC: BP019813.D\data.ms
19.851

13.151

16.022

14.528 19.2989 645

0
Time-->

L 14.2519587 15.581 6.2576.586

12.00 12,50 13.00 13,50 14.00 14.50 15.00 15,50 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance

2000000

1500000

1000000

500000

TIC: BP019813.D\data.ms

21.374

0

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

8270E-BP013124.M Thu Feb 22 10:45:25 2024 Page: 3




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\
Data File : BP@19813.D

Acqg On : 21 Feb 2024 18:02
Operator : MA/JU

Sample : P1537-05

Misc

ALS vial : 16

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 1 3-Penten-2-o0l Concentration Rank 1

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

3.128 31.11 ng 820108 1,4-Dichlorobenzene-d4 7.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-o0l 86 C5H100 001569-50-2 83
2 3-Buten-2-0l, 2-methyl- 86 C5H100 000115-18-4 64
3 1,6-Heptadien-4-0l 112 C7H120 002883-45-6 59
4 2-Furanmethanol, tetrahydro-, ac... 144 C7H1203 000637-64-9 53
5 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 50
Abundance Scan 7 (3.128 min): BP019813.D\data.ms (-3) (-) m/z 71.10 100.00%

71.1
5000 Jk

EEL -
“ 3.203.303.403.50
gl 152.2 22122806 3484 4290 5191 - n/; 43,05  73.75%

0 |
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 41.05 34.88%
0‘\\"\‘J\J‘|1\J\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

>

Abundance #2000: 3-Buten-2-ol, 2-methyl-
71.0
ST
3.203.303.403.50
5000 ITI/Z 39.05 28.15%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7346: 1,6-Heptadien-4-ol P
71.0 3.203.303.403.50
m/z 45.05 21.23%
5000 J\k
Y T 1S () D 1\ G

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 : BP@19813.D

Acqg On : 21 Feb 2024 18:02
Operator : MA/JU

Sample : P1537-05

Misc

ALS vial : 16

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 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 8

R.T. EstConc Area Relative to ISTD R.T.
4.069 2.87 ng 75546  1,4-Dichlorobenzene-d4 7.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Prenol 86 C5H100 000556-82-1 81
2 2-Buten-1-0l, 2-methyl- 86 C5H100 004675-87-0 64
3 trans-1-Methoxy-1-butene 86 C5H100 010034-13-6 18
4 2-Butene, 1-methoxy-, (E)- 86 C5H100 010034-14-7 16
5 1-Propene, 1-methoxy-2-methyl- 86 C5H100 017574-84-4 14

Abundance Scan 167 (4.069 min): BP019813.D\data.ms (-161) (-)
71.0

m/z 71.00 100.00%

-

5000
| ” 207.0269.1 354.8 380 4.00 4.20 4.40
Olprr Al AL 242.8 207.0 209 1 S53.8417.3 4890548 y/z 41.e5  73.78%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1910: Preno
71.0
5000 LU LA L L B L
3.80 4.00 4.20 4.40
‘ m/z 69.05 49.27%
0‘\\m‘\“”‘\J\‘\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2001: 2-Buten-1-ol, 2-methyl-
71.0
P T S
3.80 4.00 4.20 4.40
5000 m/z 43.05 44 .38%
o L. WMW
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2011: trans-1-Methoxy-1-butene A RAR
71.0 3.80 4.00 4.20 4.40
m/z 39.00 41.99%
B NJ\WM
ll
Oqﬁ‘h"‘"u T T T T T T T T T T T R e e R L

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

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 : BP@19813.D

Acqg On : 21 Feb 2024 18:02
Operator : MA/JU

Sample : P1537-05

Misc

ALS vial : 16 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 1-Pentene, 3,3-dimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
4.305 2.09 ng 55136 1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene, 3,3-dimethyl- 98 C7H14 003404-73-7 50
2 1,5-Heptadiene, 3,4-dimethyl- 124 C9H16 1000061-77-9 50
3 1,5-Heptadiene, 3,3,5-trimethyl- 138 C10H18 074630-29-8 33

4 4-Trifluoroacetoxyoctane 226 C1OH17F302 116465-17-9 33

5 3-Butyn-2-0l, 2-methyl- 84 C5H80 000115-19-5 33

Abundance Scan 207 (4.305 min): BP019813.D\data.ms (-203) (-) m/z 69.05 100.00%

69.0

S

5000
207.1 4.00 4.20 4.40 460
147.0°7 " 281.1340.9 o o
o_w‘lu‘wm_mu\um_Hw““““99‘9“““7‘5‘?"“5‘4? m/z 41.e5 75.50%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3771: 1-Pentene, 3,3-dimethyl-
69.0
5000 L B L B R
4.00 4.20 4.40 4.60
‘ m/z 43.00 50.45%
O‘\\‘IW‘A\ 1’\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #12199: 1,5-Heptadiene, 3,4-dimethyl-
69.0
T
4.00 4.20 4.40 4.60
5000 m/z 55.05 30.13%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #19474: 1,5-Heptadiene, 3,3,5-trimethyl- T AREaEEE
69.0 4.00 4.20 4.40 4.60

m/z 72.95 19.49%

=

5000

S

J180
L e SaEa

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\
Data File : BP@19813.D

Acqg On : 21 Feb 2024 18:02
Operator : MA/JU

Sample : P1537-05

Misc

ALS vial : 16 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 4 2-Pentanol, 4-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4.640 4.30 ng 113366 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-Butanol, 3-chloro-, (R*,R*)- 108 C4H9Cl10 010325-40-3 42
3 2-Butanol, 3-chloro-, (R*,S*)- 108 C4H9C10 010325-41-4 42
4 Formic acid, 1-methylethyl ester 88 C4H802 000625-55-8 40
5 2-Hexanol 102 C6H140 000626-93-7 39
Abundance Scan 264 (4.640 min): BP019813.D\data.ms (-259) (-) m/z 45.05 100.00%
45.0
5000

4.40 4.60 4.80 5.00

07.0 |
Ol b |1OT0 1010 2831 357.2416.14749 549. ,; 43.19  31.16%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5015: 2-Pentanol, 4-methyl-
45.0
5000 \\\\‘\\\\‘/\\/\\\\‘\\\\’\\\
4.40 4.60 4.80 5.00
m/z 41.05 28.67%
O‘\\MJH‘\‘V\”\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5957: 2-Butanol, 3-chloro-, (R*,R*)-
458.0
GO
4.40 4.60 4.80 5.00
5000 ITI/Z 69.05 17.93%
oMu“«\-mHlﬁaqwmww_m_m_m‘w‘w_m_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5958: 2-Butanol, 3-chloro-, (R*,S*)- P T
45.0 4.40 4.60 4.80 5.00
m/z 39.10 14.41%
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 : BP@19813.D

Acqg On : 21 Feb 2024 18:02
Operator : MA/JU

Sample : P1537-05

Misc

ALS vial : 16 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 unknown4.687 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
4.687 3.10 ng 81804 1,4-Dichlorobenzene-d4 7.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Propanoic acid, 2-hydroxy-2-meth... 118 C5H1003 002110-78-3 45

2 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 38
3 2-Propanol, 2-methyl- 74 C4H100 000075-65-0 38
4 Guanidine 59 CH5N3 000113-00-8 36

5 Butanamide, 2-hydroxy-2,N-dimethyl- 117 C5H11NO2 039961-72-3 9

Abundance Scan 272 (4.687 min): BP019813.D\data.ms (-268) (-) m/z 59.00 100.00%

59.0

—

5000
A
4.40 4.60 4.80 5.00
Ol il 134819292530 356.3 4291 5039 /7 43,60  36.86%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9934: Propanoic acid, 2-hydroxy-2-methyl-, methyl este
59.0
5000 \H‘HH‘/\\/\\H‘HH’HH
4.40 4.60 4.80 5.00
m/z 71.00 12.96%
\‘ | 118.0

o

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

=

Abundance #4866: 3-Hydroxy-3-methyl-2-butanone
59.0
A RRR AR e S SAE
4.40 4.60 4.80 5.00
5000 m/z 41.00 8.28%
o_‘th“ S
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #990: 2-Propanol, 2-methyl- e aaaaEenss e
59.0 4.40 4.60 4.80 5.00
m/z 89.00 6.15%
5000
oﬂJI N —
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@19813.D

Acqg On : 21 Feb 2024 18:02
Operator : MA/JU

Sample : P1537-05

Misc

ALS vial : 16

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 6 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

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

5.016 14.32 ng 377464  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 72
2 Guanidine 59 CH5N3 000113-00-8 43
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 328 (5.016 min): BP019813.D\data.ms (-321) (-) m/z 43.05 100.00%

43.0
5000
101.1

SV § U

4.60 4.80 5.00 5.20 5.40
L

ol id 20692689  354.8413.74754 5445 /7 59.05  68.33%

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

Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 (L NN B L B B
4.60 4.80 5.00 5.20 5.40
101.0 m/z 101.10 29.16%
O‘\\”\H\“ \\‘\H\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #296: Guanidine
59.0
Rmaas e AR
4.60 4.80 5.00 5.20 5.40
5000 ITI z 58.05 15.71%
o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4529: 2,3-Butanedione, monooxime T ‘ ‘
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.05 9.97%
5000
101.0
0 JM ‘

m/z--> 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 : BP@19813.D

Acqg On : 21 Feb 2024 18:02
Operator : MA/JU

Sample : P1537-05

Misc

ALS vial : 16 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 7 unknown6.093 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
6.093 2.74 ng 72355  1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
12-(2',4',4',6',6',8',8"-Heptamet... 652 C16H480105i9  145344-72-5 37
2 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 35
3 Octasiloxane, 1,1,3,3,5,5,7,7,9,... 578 C16H50075i8 019095-24-0 35
4 Silane, (2-ethyl-5,5-dimethyl-4-... 208 C13H24Si 095798-05-3 25
5 (S)-(-)-1,1'-Bi-2-naphthol, 0,0'... 430 C26H3002S5i2 1000395-55-8 25
Abundance Scan 511 (6.093 min): BP019813.D\data.ms (-502) (-) m/z 73.00 100.00%
73.0
- ‘JJ\M
15,80 6.00 6.20 6.40
207.1 . . . .
280.9 355.1
Ol bl 3399 1 DO IDL 47505468 n/z 43.00  55.23%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #348220: 2-(2',4',4',6',6',8',8'-Heptamethyltetrasiloxan-2'-y
73.0
5000 UL L B I B AL LR
5.80 6.00 6.20 6.40
147.0 m/z 115.00 11.10%
Ay CBLO 4150 o330 eana
H\\‘\H\‘\\H‘H\\‘\H\‘\\H‘HH‘HH‘\H\‘W\H‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #15501: 2-Pentanone, 4-methoxy-4-methyl-
43.0
AR E R
5.80 6.00 6.20 6.40
5000 m/z 41.00 10.38%
115.0
oMb e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #345536: Octasiloxane, 1,1,3,3,5,5,7,7,9,9,11,11,13,13,1 R e RAREEEmsas
73.0 5.80 6.00 6.20 6.40
m/z 207.05 8.28%
5000 207.0
281.0
ol 11 1400 | 0905030
H‘WH‘WH‘WH‘WH‘WH‘WH‘WH‘W‘HW‘HW‘HW‘HW‘HW‘ A RAR e A R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\
Data File : BP@19813.D

Acqg On : 21 Feb 2024 18:02
Operator : MA/JU

Sample : P1537-05

Misc

ALS vial : 16 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 unknown6.716 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.716 2.86 ng 75330  1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Acetamido-1,4-benzodioxane 193 C10H11NO3 063546-19-0 35
2 2'-Hydroxypropiophenone, TMS der... 222 C12H1802Si 033342-87-9 25
3 Heptasiloxane, 1,1,3,3,5,5,7,7,9... 504 C14H4406Si7 019095-23-9 22
4 1-Pentamethyldisilanyloxy-4-pent... 354 C16H340Si4 1000427-15-7 22
5 Ethane, 1-(4,4,4-trifluoro-1,3-d... 308 C5H6F6S4 1000226-87-3 10

Abundance Scan 617 (6.716 min): BP019813.D\data.ms (-607) (-) m/z 73.05 100.00%

3.0
207.1
5000
1471 280.9341.1 150 T
} I ‘ | } 04751 549. 6.40 6.60 6.80 7.00
0 ‘\“‘M"wHh“‘mu“m b ww‘"‘m‘\‘\‘mwhlm‘MJ“ m/z 207.05 68.08%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67560: 6-Acetamido-1,4-benzodioxane
950 1930
5000 L L R B R
6.40 6.60 6.80 7.00
m/z 94.95 51.37%
O3\4“[‘\“"““1!““‘\\‘Il\‘\}\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance  #101289: 2'-Hydroxypropiophenone, TMS derivative
207.0

.

6.40 6.60 6.80 7.00

5000 ITI/Z 192.95 43.75%
75.0
‘ 135.
0 ‘th‘wwwmhw\wcu\h“‘H“H“‘H“‘H“_“‘_“‘_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #338596: Heptasiloxane, 1,1,3,3,5,5,7,7,9,9,11,11,13,13- AR
73.0 6.40 6.60 6.80 7.00
m/z 221.05 35.77%
5000 207.0
133.0 281.0 355.0
obr itk bbb b A204800 L
m/z--> 50 100 150 200 250 300 350 400 450 500 550 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\
Data File : BP@19813.D

Acqg On : 21 Feb 2024 18:02
Operator : MA/JU

Sample : P1537-05

Misc

ALS vial : 16

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 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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.180 8.94 ng 407352  Phenanthrene-d10 17.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 81
5 n-Decanoic acid 172 C10H2002 000334-48-5 68

Abundance Scan 2566 (18.180 min): BP019813.D\data.ms (-2562) (- m/z 73.00 100.00%

73.0
5000
213.2

T
18.00 18.50

0l JHVWM?M%Q’%O““ AT . m/z 59.95 75.47%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 P P
129.0 18.00 18.50

m/z 55.05 65.64%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid
73.0

\
18.00 18.50
5000 m/z 43.05 65.49%

é ‘ 199.0

0%5“ﬂ “Mﬂ“ﬁp‘\‘\,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance i i

#109281: Tetradecanoic acid T T
73.0 18.00 18.50

m/z 41.10 60.75%

0 AMH ”“MﬁF ‘w \. vﬁAmmVN““Mﬁt“\““““””“

T T
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 : BP@19813.D

Acqg On : 21 Feb 2024 18:02
Operator : MA/JU

Sample : P1537-05

Misc

ALS vial : 16 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 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 4H-Cyclopenta[def]phenanthrene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
18.339 3.63 ng 165589  Phenanthrene-di10 17.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 64
2 Benzaldehyde, 3,5-dichloro-2-hyd... 190 C7H4C1202 000090-60-8 47
3 4,6-Dichloro-2-ethylpyrimidin-5-... 191 C6H7C12N3 006237-96-3 43
4 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 38
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 25

Abundance Scan 2593 (18.339 min): BP019813.D\data.ms (-2588) (- m/z 189.05 100.00%
189.1

.

5000
94.5 — -
{ ) 18.00 18.50
ol 358l b 2669 35494152475.15347 ., 199.19  91.29%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #64924: 4H-Cyclopenta[deflphenanthrene
190.0
5000 — o
18.00 18.50
95.0 m/z 192.05 57.24%
27119 IMIJ’\ |
O‘H\\'i'u'u‘\'\u‘\‘u [T T T T [T T T[T T [T T [T T[T [ TTTT]T

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

Abundance #65127: Benzaldehyde, 3,5-dichloro-2-hydroxy-
190.0

e

- ]
18.00 18.50

5000 m/z 191.10  48.38%

63.0

i .iﬁzﬂ‘ﬁ i M

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #65918: 4,6-Dichloro-2-ethylpyrimidin-5-amine = T
190.0 18.00 18.50
m/z 187.05 25.46%

o

-

5000
66.0

MWl

‘\\\\‘\\\\‘\\\\“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ ‘ T

i \
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

-

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\
Data File : BP@19813.D

Acqg On : 21 Feb 2024 18:02
Operator : MA/JU

Sample : P1537-05

Misc

ALS vial : 16 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 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.416 2.53 ng 177659  Chrysene-di12 21.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
3 Hexadecane 226 C1l6H34 000544-76-3 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 89
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 2776 (19.416 min): BP019813.D\data.ms (-2769) (- m/z 73.00 100.00%

73.0
5000
241.2
171 Toen
19.50
o“IJ“"‘““W'W‘{327243084890548‘ m/z 57.10 71.76%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179092: Octadecanoic acid
43.0
5000 T T
129.0 284.0 19.50
m/z 43.05 71.70%
O‘\\‘\H‘I\ !“H“MMWM‘IWKMXJ\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid
73.0
—
256.0 19.50
5000 ITI/Z 60.00 70.04%
“ 157.0
0t J”“HH S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107220: Hexadecane —
57.0 19.50
m/z 41.05 60.28%
B M@iww»w
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50
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Data Path :
Data File :
Acqg On

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\
BP019813.D
: 21 Feb 2024 18:02

Operator : MA/JU

Sample
Misc

ALS vial : 16

Quant Method
Quant Title

TIC Library

: P1537-05

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 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 Pentafluoropropionic acid, Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
21.098 3.12 ng 219236  Chrysene-di2 21.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 89
2 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 89

3 Cyclohexadecane 224 C16H32 000295-65-8 87
4 13-Tetradecen-1-o0l acetate 254 C16H3002 056221-91-1 87
5 1-Hexacosene 364 C26H52 018835-33-1 86

Abundance Scan3062(21098num BP019813.D\data.ms (-3059) (- m/z 226.10 100.00%

57. 226.1
5000
5.1 e —
21.00 21.50
‘ 288.0 356.9
o‘u‘,w«“Whhw«‘Num“u‘_‘u“u‘ﬁ?99f9%?u‘_ m/z 57.10  96.77%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #269424: Pentafluoropropionic acid, tetradecyl ester
57.0
5000 — :
21.00 21.50
9.0 m/z 83.10 91.73%
’ “ 196.0
O‘\\\\ ’J\\\‘J\l\\\l\“l\t\\‘\\\\‘\\\\‘\3\\4%\0\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #228955: Trifluoroacetic acid, pentadecyl ester
57.0
— ;
21.00 21.50
5000 ITI/Z 43.10 88.39%

o

5.0
\ |, 2100 3060
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550

Abundance #104594: Cyclohexadecane 7 ‘
55.0 21.00 21.50
m/z 97.10 84.51%
5000
iz o
o"ﬂﬂp“u“J‘wm"W‘J“_“‘_“‘_“‘_““H“‘H““ e :
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50

8270E-BP013124.M Thu Feb 22 10:45:38 2024 Page: 15



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022124\
Data File : BP019813.D

Acqg On : 21 Feb 2024 18:02
Operator : MA/JU

Sample : P1537-05

Misc

ALS Vvial : 16 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 31.1 ng 820108 1 7.893 527289 20.0
Prenol 4.069 2.9 ng 75546 1 7.893 527289 20.0
1-Pentene, 3,3-... 4.305 2.1 ng 55136 1 7.893 527289 20.0
2-Pentanol, 4-m... 4.640 4.3 ng 113366 1  7.893 527289 20.0
unknown4. 687 4.687 3.1 ng 81804 1 7.893 527289 20.0
2-Pentanone, 4-... 5.016 14.3 ng 377464 1  7.893 527289 20.0
unknown6.093 6.093 2.7 ng 72355 1 7.893 527289 20.0
unknown6.716 6.716 2.9 ng 75336 1 7.893 527289 20.0
n-Hexadecanoic ... 18.180 8.9 ng 407352 4 17.286 911372 20.0
4H-Cyclopenta[d... 18.339 3.6 ng 165589 4 17.286 911372 20.0
Octadecanoic acid 19.416 2.5 ng 177659 5 21.380 1403560 20.0
Pentafluoroprop... 21.098 3.1 ng 219236 5 21.380 1403560 20.0
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