LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022324\
Data File : BP019852.D

Acqg On : 23 Feb 2024 20:03
Operator : MA/JU

Sample : P1537-02

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@19852.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 19 rVB 686394 835923 18.70%  2.265%
2 4.075 163 168 178 rVB3 43560 77986 1.74% 0.211%
3 4.646 260 265 270 rBV 84368 123888 2.77% 0.336%
4 4.699 270 274 284 rVB 48078 75658 1.69% 0.205%
5 5.022 320 329 340 rBV 247003 370708 8.29% 1.004%
6 5.481 399 407 416 rBV 1070520 1639754 36.69% 4.443%
7 7.081 671 679 693 rBV 984575 1680384 37.60% 4.553%
8 7.9065 813 819 826 rVB 299334 465083 10.41% 1.260%
9 9.075 1010 1018 1028 rBV 642542 1126944 25.21% 3.053%
10 10.704 1287 1295 1303 rBV 364153 640087 14.32% 1.734%
11 13.169 1707 1714 1729 rBV 1803194 2761742 61.79% 7.483%
12 14.269 1895 1901 1908 rBV 78108 131211 2.94% 0.356%
13 14.545 1941 1948 1955 rBV 589869 904264 20.23% 2.450%
14 14.604 1955 1958 1967 rVB2 28960 49784 1.11% ©0.135%
15 15.598 2122 2127 2140 rVB2 45429 91792 2.05% 0.249%

16 16.045 2196 2203 2212 rBV 1711560 2541047 56.85% 6.885%
17 16.281 2238 2243 2251 rVB1o 22897 52179 1.17% 0.141%
18 17.128 2383 2387 2394 rVB 37044 67936 1.52% ©.184%
19 17.310 2412 2418 2422 rBV 776069 1173241 26.25% .179%
20 17.351 2422 2425 2432 rVWW 633502 879279 19.67%  2.382%

w

21 17.445 2436 2441 2446 rVB 192267 286034 6.40% ©.775%
22 18.180 2561 2566 2567 rBV 124329 152784  3.42% 0.414%
23 18.210 2567 2571 2580 rVV2 349209 709077 15.86%  1.921%
24 18.304 2583 2587 2592 rW 74938 111907 2.50% ©0.303%
25 18.369 2592 2598 2601 rVV3 205659 363238 8.13% ©.984%
26 18.404 2601 2604 2609 rVB 94735 136053 3.04% ©.369%
27 18.669 2645 2649 2652 rBV 87301 112403 2.51% ©.305%
28 18.710 2652 2656 2664 rVB 60192 96079 2.15% ©.260%
29 19.069 2713 2717 2721 rBV2 92834 147197 3.29% 0.399%
30 19.210 2737 2741 2747 rBV4 60836 107606 2.41% 0.292%
31 19.327 2755 2761 2767 rBV 1771077 2361212 52.83% 6.398%
32 19.445 2778 2781 2783 rBV2 74609 85419 1.91% 0.231%
33 19.469 2783 2785 2790 rVB 87141 99730 2.23% 0.270%
34 19.651 2811 2816 2817 rBV 256329 349771 7.83% ©0.948%
35 19.680 2817 2821 2829 rVV 1483726 2022427 45.25%  5.480%
36 19.751 2830 2833 2839 rVB2 85926 133183 2.98% 0.361%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022324\
Data File : BP019852.D

Acqg On : 23 Feb 2024 20:03
Operator : MA/JU

Sample : P1537-02

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 19.880 2848 2855 2861 rBV 3481126 4469698 100.00% 12.110%
38 19.998 2870 2875 2883 rBv2 113293 289226 6.47% 0.784%
39 20.163 2900 2903 2910 rVB 256260 378524 8.47% 1.026%
40 20.263 2917 2920 2924 rBV 173530 203773 4.56% 0.552%
41 20.316 2927 2929 2934 rVB 138329 180719 4.04%  0.490%
42 21.133 3065 3068 3074 rVB3 344110 456766 10.22% 1.238%
43 21.410 3109 3115 3120 rBV2 1312902 2752765 61.59% 7.459%
44 21.457 3120 3123 3132 rVB 787139 1076814 24.09%  2.918%
45 23.116 3400 3405 3411 rBV 715836 1744068 39.02% 4.725%
46 23.751 3508 3513 3520 rVB 635117 1311110 29.33%  3.552%
47 23.857 3527 3531 3537 rVB 588150 1081268 24.19% 2.930%

Sum of corrected areas: 36907741
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022324\
Data File : BP019852.D

Acqg On : 23 Feb 2024 20:03
Operator : MA/JU

Sample : P1537-02

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

Abundance TIC: BP019852.D\data.ms
3500000

3000000
2500000
2000000

1500000

5.481
1000000 7.081

128 9.075

500000 10.704

5.022 7.905
4.075 4@@&9 A

0\\\‘\\\\‘\\\\‘\\\’_\"\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 350 4.00 450 5.00 5.50 6.00 6.50 700 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BP019852.D\data.ms

19.880
3500000

3000000
2500000
2000000 19527

13.169 16.045 19.680

1500000

1000000

14.545
500000

14.269 GMQB 16.281

L i e anma o T S M e et RS

Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BP019852.D\data.ms

3500000

3000000

2500000

21.410

2000000

7
1500000
1000000

500000

0 L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ’ T T ’ T T ’ T T ‘ T T ‘ T T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ T
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\BP022324\
Data File : BP019852.D

Acqg On : 23 Feb 2024 20:03
Operator : MA/JU

Sample : P1537-02

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 1 3-Penten-2-o0l Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.128 35.95 ng 835923  1,4-Dichlorobenzene-d4 7.905

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-o0l 86 C5H100 001569-50-2 80
2 3-Buten-2-o0l, 2-methyl- 86 C5H100 000115-18-4 64
3 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 50
4 Butanoic acid, anhydride 158 C8H1403 000106-31-0 45
5 Furan, tetrahydro-2-(methoxymeth... 116 C6H1202 019354-27-9 45
Abundance Scan 7 (3.128 min): BP019852.D\data.ms (-3) (-) m/z 71.10 100.00%
71.1
5000 J\\
T
‘ 3.203.303.403.50
ol oy 1312 205.2267.1 3411 414.7 5304y 7 43.05  76.05%
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 36.39%
0 ‘\\]‘\‘“‘“\J \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
T
3.203.303.403.50
5000 m/z 39.05 29.48%
0 ‘MMMMM“H‘W"H‘H“_‘H“H‘_“W‘H“H‘W‘H“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2021: Furan, tetrahydro-2-methyl- R RREEEE R e
71.0 3.203.303.403.50
m/z 45.00  23.16%
5000
0 121 | .JJ
- T
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\BP022324\
Data File : BP019852.D

Acqg On : 23 Feb 2024 20:03
Operator : MA/JU

Sample : P1537-02

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 2 Prenol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
4.075 3.35 ng 77986  1,4-Dichlorobenzene-d4 7.905

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Prenol 86 C5H100 000556-82-1 64
2 3-Penten-2-o0l 86 C5H100 001569-50-2 35
3 2-Butene, 1-methoxy-, (E)- 86 C5H100 010034-14-7 27
4 2-Butyne, 1-methoxy- 84 C5H80 002768-41-4 25
5 1-Butene, 1-chloro-3-methyl- 104 C5HOC1 023010-00-6 25
Abundance Scan 168 (4.075 min): BP019852.D\data.ms (-163) (-) m/z 71.05 100.00%
71.0
5000
' 1474 2212 3.80 4.00 4.20 4.40
oAl | 1471 221228103428 4289 5329 .., 41 00 87.42%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1913: Preno
71.0
5000 L L L BN LR
3.80 4.00 4.20 4.40
m/z 43.00 59.37%
Oh‘H"II )
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1945: 3-Penten-2-ol
71.0
AR AR T
3.80 4.00 4.20 4.40
5000 m/z 69.05 57.27%
0‘”’1*“.'I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2016: 2-Butene, 1-methoxy-, (E)- T e R
71.0 3.80 4.00 4.20 4.40
m/z 52.95 45.32%
- W
otl“  RARREERREEEREL R
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\BP022324\
Data File : BP019852.D

Acqg On : 23 Feb 2024 20:03
Operator : MA/JU

Sample : P1537-02

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 2-Pentanol, 4-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
4.646 5.33 ng 123888 1,4-Dichlorobenzene-d4 7.905
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 64
2 (R)-(-)-3-Methyl-2-butanol 88 C5H120 001572-93-6 40
3 2-Hexanol 102 C6H140 000626-93-7 39
4 4-Penten-2-ol 86 C5H100 000625-31-0 36
5 Formic acid, 1-methylethyl ester 88 C4H802 000625-55-8 33

Abundance Scan 265 (4.646 min): BP019852.D\data.ms (-260) (-) m/z 45.00 100.00%

45.0
5000

4.40 4.60 4.80 5.00

07.0
ol 1 i H 1812 280.83402400.8462.55232 | m/z 43.10  28.84%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5003: 2-Pentanol, 4-methyl-
45.0
5000 \\\\‘\\\\’/\\\/\\\‘\\\\‘\\\
4.40 4.60 4.80 5.00
m/z 41.05 26.52%
O‘\\“LJJ‘“Y‘I\”\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2394: (R)-(-)-3-Methyl-2-butanol
45.0
e AL R RRRE Rt
4.40 4.60 4.80 5.00
5000 ITI/Z 69.05 17.97%
o_M“\JJ“IMww_‘H,‘Hw"_H‘_m_m_mww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4963: 2-Hexanol Rt ARERRAEE S
45.0 4.40 4.60 4.80 5.00
m/z 39.05 16.53%
o-“*J“lI\\, 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\BP022324\

Data File : BP@19852.D
Acqg On : 23 Feb 2024 20:03
Operator : MA/JU

Sample H
Misc

1537-02

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: 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 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 Carbonic acid, 3-pentyl pro... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

4699 3.25ng 75658  1,4-Dichlorobenzene-dd  7.985
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Carbonic acid, 3-pentyl propyl e... 174 C9H1803 1000325-64-0 56
2 N-Chloroacetyl-dl-erythro-0-meth... 209 C7H12C1INO4 1010214-48-1 9

3 2-Methyl-3-bromo-2-butanol 166 C5H11BroO 002588-77-4 9
4 Hydrazine, 1-methyl-1-(2-methylp... 102 C5H14N2 020240-63-5 9
5 2-Butanol, 2,3-dimethyl- 102 C6H140 000594-60-5 9
Abundance Scan 274 (4.699 min): BP019852.D\data.ms (-270) (-) m/z 59.00 100.00%
59.0 q
5000
l 4.40 4.60 4.80 5.00
oLl L17.0177.0 2668 354.9 421.4 5030 /7 43.00 40.50%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #49745: Carbonic acid, 3-pentyl propyl ester
59.0
5000 \\\‘\\\\‘M\‘\\\\‘\\\\
4.40 4.60 4.80 5.00
m/z 71.00 13.85%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #86483: N-Chloroacetyl-dl-erythro-O-methylthreonine
59.0
e T
4.40 4.60 4.80 5.00
5000 m/z 41.05 12.31%
133.0
o S S it ———
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #41686: 2-Methyl-3-bromo-2-butanol R ARRmSasEEEEE T
59.0 4.40 4.60 4.80 5.00
m/z 45.00 7.30%
5000
151.0
m/z--> 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\BP022324\
Data File : BP019852.D

Acqg On : 23 Feb 2024 20:03
Operator : MA/JU

Sample : P1537-02

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.022 15.94 ng 370708 1,4-Dichlorobenzene-d4 7.905

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 329 (5.022 min): BP019852.D\data.ms (-320) (-) m/z 43.00 100.00%

43.0
5000
101.1

J 4.60 4.80 5.00 5.20 5.40
-l

ol b 207.0 2808 3551 4484 5363  n/z s59.16  65.78%
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 ‘\\\\‘\\\\’\\\\‘\\\\‘\\\
4.60 4.80 5.00 5.20 5.40
‘ 101.0 m/z 101.05 28.29%
O‘\\‘\H\‘\\\‘\“\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4529: 2,3-Butanedione, monooxime
43.0
MRS
4.60 4.80 5.00 5.20 5.40
5000 ITI z 58.00 15.17%
101.0
OW\,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0 460480500520540

m/z 41.00 9.89%

o ML

L R
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 | 4.60 4.80 5.00 5.20 5.40

8270E-BP013124.M Mon Feb 26 11:04:19 2024 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022324\
Data File : BP019852.D

Acqg On : 23 Feb 2024 20:03
Operator : MA/JU

Sample : P1537-02

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 Phenanthrene, 1-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.180 2.60 ng 152784  Phenanthrene-di10 17.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 96
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 93
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 93
4 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 93
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 93

Abundance Scan 2566 (18.180 min): BP019852.D\data.ms (-2561) (- m/z 192.10 100.00%

192.1
5000
. =
94, 18.00 18.50
b 381 ko did 2810 3550 42914944  m/z 191.1@  58.16%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #67035: Phenanthrene, 1-methyl-
192.0
5000 P =
18.00 18.50
m/z 189.05 30.13%
27.0 96.0
O‘H‘\‘\‘\‘H\‘H\H‘I‘l\l\l\ AN R R R R R
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #67024: Anthracene, 2-methyl-
192.0
— =
18.00 18.50
5000 ITI/Z 193.05 15.77%
83.0
0}§9wvmww\m‘ﬁw‘\H\_\H‘H\w\u\_\u,u\w\u\_
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #67032: Phenanthrene, 2-methyl- —T —
192.0 18.00 18.50
m/z 190.10 15.31%
5000
Jl270 %40 |
R R S S —r r—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022324\
Data File : BP©19852.D

Acqg On : 23 Feb 2024 20:03

Operator : MA/JU

Sample : P1537-02

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 8 n-Hexadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.210 12.09 ng 709077  Phenanthrene-di10 17.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Octadecanoic acid 284 C18H3602 000057-11-4 74

Abundance Scan 2571 (18.210 min): BP019852.D\data.ms (-2567) (- m/z 73.00 100.00%

73.0
5000
213.2

HH q ’ \ , 18.00 18.50
0 A4 “Hm D11 1 299.3357.9416.2474.9 5402 1/ 6o.00  74.54%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T Lol
18.00 18.50

m/z 55.05 64.35%

” 213.0
l‘"\“\“}\“\\f!\‘\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92068: Tridecanoic acid

73.0

T —
18.00 18.50

5000 m/z 43.10 63.54%

P 214.0
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550

Abundance #126199: Pentadecanoic acid T —
73.0 18.00 18.50

m/z 57.05 62.10%

o

5000

199.0

dsollllLizo

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\BP022324\
Data File : BP019852.D

Acqg On : 23 Feb 2024 20:03
Operator : MA/JU

Sample : P1537-02

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 9 4H-Cyclopenta[def]phenanthrene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
18.369 6.19 ng 363238 Phenanthrene-d10 17.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual

H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 76
hiophene-3-carboxaldehyde, 5-ch... 190 C5H4BC103S 036155-87-0 53
»3,5,6-Tetramethylterephthalald... 190 C12H1402 007072-01-7 43
arbonic acid, ethyl 2-formyl-4,... 262 C10H8C1204 1000331-34-4 42
»2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 38

uih wNnPE
NONAD

Abundance Scan 2598 (18.369 min): BP019852.D\data.ms (-2592) (- m/z 189.05 100.00%

189.1
5000

94.5

18. 00 18 50
o3l 28203391 4288 4950  ;m/z 190.10  97.97%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000
18. 00 18 50
94.0

m/z 192.10 45.67%

31.0 ‘\ |
\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #64996: Thiophene-3-carboxaldehyde, 5-chloro-2-dihydr
190.0
45.0

o

18. OO 18 50
5000 m/Z 191.05 41.07%
117.
0 ‘ﬂ.h’HL...MJ“n“HL e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #64636: 2,3,5,6-Tetramethylterephthalaldehyde
39.0 190.0 18. OO 18 50

m/z 187.10  21.23%

5000 15.0 WAL
0 l ! H |

m/z--> 50 100 150 200 250 300 350 400 450 500 18. OO 18. 50

8270E-BP013124.M Mon Feb 26 11:04:29 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022324\
Data File : BP019852.D

Acqg On : 23 Feb 2024 20:03
Operator : MA/JU

Sample : P1537-02

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 10 Propyne, 1,3-diphenyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.404 2.32 ng 136053  Phenanthrene-di10 17.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propyne, 1,3-diphenyl- 192 C15H12 004980-70-5 86
2 Anthracene, 9-methyl- 192 C15H12 000779-02-2 86
3 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 74
4 1H-Indene, 1-phenyl- 192 C15H12 001961-96-2 72
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 72
Abundance Scan 2604 (18.404 min): BP019852.D\data.ms (-2601) (- m/z 192.10 100.00%
192.1
18.50
96.0 281.0 :
b 390 S bt L D 369,24292 5243 1 y; 191,10 57.80%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67031: Propyne, 1,3-diphenyl-
192.0
5000 1
18.50
m/z 165.10  18.41%
o 50
OH\\\il\“\“\“‘\““\‘\\%‘l\“\\ R R N NN R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67027: Anthracene, 9-methyl-
192.0
18.50
5000 m/z 193.10 10.51%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67016: 1H-Indene, 2-phenyl- —
192.0 18.50
m/z 176.05 4.96%
5000
510 1150
0mu%“"“‘\m““u [T T T T T T T T —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022324\
Data File : BP019852.D

Acqg On : 23 Feb 2024 20:03
Operator : MA/JU

Sample : P1537-02

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 di-p-Tolylacetylene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.069 2.51 ng 147197  Phenanthrene-di10 17.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 di-p-Tolylacetylene 206 Cl6H14 002789-88-0 94
2 Phenanthrene, 2,5-dimethyl- 206 Cl6H14 003674-66-6 93
3 Phenanthrene, 1,7-dimethyl- 206 C1l6H14 000483-87-4 93
4 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 91
5 Phenanthrene, 3,6-dimethyl- 206 C16H14 001576-67-6 90
Abundance Scan 2717 (19.069 min): BP019852.D\data.ms (-2713) (| m/z 206.10 100.00%
206.1
T \
89.0 | 260.0 19.00
bkt RAGBLLL 2090 3959 4289 5094 m/z 191.e5  42.66%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #82923: di-p-Tolylacetylene
206.0
5000 —— :
19.00
m/z 189.10  27.09%
39.0 1020 |,
\\\[\\f![!\WT[\\11‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #82944: Phenanthrene, 2,5-dimethyl-
206.0
T T
19.00
5000 m/z 205.10 24.97%
101.0 ’
O
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #82948: Phenanthrene, 1,7-dimethyl- —— ‘
206.0 19.00
m/z 207.05 16.01%
5000 WMW
102.0 ”
(LT B & ——
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\BP022324\
Data File : BP019852.D

Acqg On : 23 Feb 2024 20:03
Operator : MA/JU

Sample : P1537-02

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 12 11H-Benzo[b]fluorene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
19.998 2.10 ng 289226  Chrysene-d12 21.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 96
2 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 91
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 90
4 Pyrene, 1l-methyl- 216 C17H12 002381-21-7 81
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 74
Abundance Scan 2875 (19.998 min): BP019852.D\data.ms (-2870) (- m/z 216.10 100.00%
216.1
——
94.4 1539 200.1 20.00
0l 370. L 20300y 2901 8943 | 8022 .. 215.10  95.39%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #94576: 11H-Benzo[b]fluorene
216.0
5000 1
20.00
108.0 ITI/Z 213.00 24.57%
0 \\\“\\\\I“\\\‘\‘\‘\\M\‘\H\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #94579: Fluoranthene, 2-methyl-
216.0
20.00
5000 m/z 217.10 16.86%
108.0
PN R Y S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #94575: 11H-Benzo[a]fluorene —
216.0 20.00
m/z 94.40 10.43%
5000
108.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022324\
Data File : BP019852.D

Acqg On : 23 Feb 2024 20:03
Operator : MA/JU

Sample : P1537-02

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 13 Pyrene, 1-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.163 2.75 ng 378524  Chrysene-d12 21.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 93
2 Pyrene, 1-methyl- 216 C17H12 002381-21-7 90
3 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 87
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 87
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 83

Abundance Scan 2903 (20.163 min): BP019852.D\data.ms (-2900) (- m/z 216.10 100.00%

216.1
5000

—— T
107.5 20.00 20.50

480 L, 28113482 4322 8334 ., 515 10 78.90%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94572: 11H-Benzol[b]fluorene
216.0

5000 —_— S
20.00 20.50

m/z 213.10  19.10%

107.0
O‘\\3\9\.9\\\‘l‘ll\\\\’\\\“\’\Jl\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94565: Pyrene, 1-methyl-
216.0

T —
20.00 20.50

o

5000 m/z 217.10 17.13%
95.0
0\?ZQM‘Jw‘”!”‘MJ”‘M‘”\”‘W‘”‘M‘”\”‘W‘”‘M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94571: 7TH-Benzo[c]fluorene Fe e
216.0 20.00 20.50

m/z 107.50  11.42%

5000
108.0
0 | { ‘ I \‘

‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022324\
Data File : BP019852.D

Acqg On : 23 Feb 2024 20:03
Operator : MA/JU

Sample : P1537-02

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 14 unknown21.133 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.133 3.32 ng 456766  Chrysene-d12 21.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopenta[cd]pyrene 226 C18H1e 027208-37-3 22
2 Diheptylisobutylamine 269 C18H39N 1000310-32-0 12
3 benzenamine, 4-(2-benzothiazolyl)- 226 C13H1ON2S 1000400-93-4 10
4 9H-Carbazole, 9-methyl-3-nitro- 226 C13H1@N202 061166-05-0 10

5 L-Proline, N-(3-chloro-2-fluorob... 425 C23H33C1FNO3  1000345-94-3 10

Abundance Scan 3068 (21.133 min): BP019852.D\data.ms (-3065) (- m/z 226.10 100.00%

226.1
5000, S7-1

=
A l 1%5.1 ‘ 21.00 21.50
1 )

327.1 . . ;
AL A 8271 4281 53540 57,10 47.96%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107261: Cyclopenta[cd]pyrene
226.0

5000

o

T
21.00 21.50
m/z 55.10  46.45%

113.0
O\\\‘\\\\I‘\‘l\\\‘\\\\‘\f"\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #159772: Diheptylisobutylamine
226.0

T
21.00 21.50

5000 m/z 83.10 46.00%
7‘1-0 142.0‘
0 ‘Hm‘MM“‘u""""""""H,w_wwww
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #106596: benzenamine, 4-(2-benzothiazolyl)- —— —
226.0 21.00 21.50

m/z 97.10  44.87%

5000
108.0

39\:0\M JHMH 166'0A |
O L e e e

T T
m/z--> 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\BP022324\
Data File : BP019852.D

Acqg On : 23 Feb 2024 20:03
Operator : MA/JU

Sample : P1537-02

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-2-0l 3.128 36.0 ng 835923 1 7.905 465083 20.0
Prenol 4.075 3.4 ng 77986 1 7.905 465083 20.0
2-Pentanol, 4-m... 4.646 5.3 ng 123888 1 7.905 465083 20.0
Carbonic acid, ... 4.699 3.3 ng 75658 1 7.905 465083 20.0
2-Pentanone, 4-... 5.022 15.9 ng 370708 1 7.905 465083 20.0
Phenanthrene, 1... 18.180 2.6 ng 152784 4 17.310 1173240 20.0
n-Hexadecanoic ... 18.210 12.1 ng 709077 4 17.310 1173240 20.0
4H-Cyclopenta[d... 18.369 6.2 ng 363238 4 17.310 1173240 20.0
Propyne, 1,3-di... 18.404 2.3 ng 136053 4 17.310 1173240 20.0
di-p-Tolylacety... 19.069 2.5 ng 147197 4 17.310 1173240 20.0
11H-Benzo[b]flu... 19.998 2.1 ng 289226 5 21.416 2752770 20.0
Pyrene, 1-methyl- 20.163 2.8 ng 378524 5 21.416 2752770 20.0
unknown21.133 21.133 3.3 ng 456766 5 21.416 2752770 20.0
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