LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122022\
Data File : BGO56036.D

Acqg On : 20 Dec 2022 19:10
Operator : CG/JU

Sample : N6129-04

Misc :

ALS Vvial : 13  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-BG121322.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO56036.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 3.399 14 19 26 rBV 19869 29691 4.24% 0.823%
2 5.415 355 362 369 rBB 46996 72897 10.40% 2.021%
3 5.885 436 442 450 rBB 121429 193399 27.60% 5.363%
4 7.500 709 717 724 rBB 126014 217407 31.03% 6.028%
5 8.370 859 865 871 rBB 37939 63610 9.08% 1.764%

6 9.539 1057 1064 1071 rBB 80702 141277 20.16% 3.917%
7 11.202 1340 1347 1354 rBB 50298 88377 12.61% 2.451%
8 13.605 1749 1756 1763 rBB 273981 416811 59.49% 11.558%
9 14.974 1983 1989 1996 rBV 87129 132762 18.95% 3.681%
10 16.449 2234 2240 2247 rBV 284955 429780 61.34% 11.917%

11 17.712 2448 2455 2459 rBV 116905 178715 25.51%  4.955%
12 17.753 2459 2462 2468 rVB 20504 27189 3.88% 0.754%
13 18.288 2545 2553 2558 rBV 6387 10932 1.56% ©0.303%
14 18.429 2571 2577 2582 rBV2 4151 8026 1.15% 0.223%
15 18.558 2595 2599 2607 rBvV2 22082 41892 5.98% 1.162%
16 18.628 2607 2611 2616 rVB 10430 16499 2.35% 0.457%
17 18.770 2628 2635 2638 rBV2 12114 23916 3.41% 0.663%
18 18.805 2639 2641 2647 rVB 7525 9632 1.37% 0.267%
19 18.975 2665 2670 2675 rVB3 7493 9756  1.39% 0.271%
20 19.063 2680 2685 2688 rBvV2 8893 13378 1.91% 0.371%
21 19.287 2718 2723 2730 rVB8 3682 8818 1.26% 0.245%
22 19.475 2750 2755 2760 rBV 13427 25582 3.65% ©.709%
23 19.533 2760 2765 2769 rVWw7 3548 8520 1.22% 0.236%
24 19.616 2775 2779 2783 rBV5 8057 16372  2.34% 0.454%
25 19.739 2794 2800 2805 rBV 58411 86937 12.41% 2.411%
26 19.804 2805 2811 2814 rBV6 7615 15592  2.23% 0.432%
27 20.062 2851 2855 2857 rBV2 11490 15398  2.20% ©0.427%
28 20.103 2857 2862 2867 rVV 61257 91441 13.05% 2.536%
29 20.162 2869 2872 2877 rVB7 7044 11184 1.60% ©.310%
30 20.285 2887 2893 2897 rBV 535672 700623 100.00% 19.427%
31 20.332 2897 2901 2906 rVB8 4940 8693 1.24% 0.241%
32 20.573 2934 2942 2947 rBV3 13027 35056 5.00% ©.972%
33 20.891 2993 2996 2999 rBV2 9387 11415 1.63% 0.317%
34 22.019 3180 3188 3193 rBV3 128275 278822 39.80% 7.731%
35 22.066 3193 3196 3203 rVB 30872 51757 7.39% 1.435%

36 25.509 3773 3782 3783 rBV 58132 114249 16.31% 3.168%

8270-BG121322.M Thu Dec 22 11:22:46 2022 Pag 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122022\
Data File : BGO56036.D

Acqg On : 20 Dec 2022 19:10
Operator : CG/JU

Sample : N6129-04

Misc

ALS Vvial : 13  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-BG121322.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 3606405
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122022\
Data File : BG@56036.D

Acq On : 20 Dec 2022 19:10
Operator : CG/JU

Sample : N6129-04

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG056036.D\data.ms

500000

400000

300000

200000

5.885 7.500
100000 9.539

5.415 11.202
399 8.370

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 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: BG056036.D\data.ms

20.285
500000

400000

3000001 13605 16.449

200000

22.019

17.712

100000 14.974

L 17753 |
o e e

Time--> 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: BG056036.D\data.ms

500000
400000
300000

200000

25.509

0\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\

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\BG122022\
Data File : BG@56036.D

Acq On : 20 Dec 2022 19:10
Operator : CG/JU

Sample : N6129-04

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.399 9.34 ng 29691 1,4-Dichlorobenzene-d4 8.370

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 36
3 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 25
4 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 25
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 17
Abundance  Scan 19 (3.399 min): BG056036.D\data.ms (-14) (-) m/z 73.10 100.00%
73.1
5000 43.0
55.0 87.0
T
H ‘ 3.40 360 3.80
b et m/z 43.00  48.93%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L L B B
43.0 3.40 3.60 3.80
550 87.0 m/z 55.00  32.19%
29.0
O\\‘\\\\‘\\\\"\\\\“\\‘\\‘\\\\‘\\\\“\}\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0 /\A
e
40 o5, 87.0 340 360 3.80
5000 ’ m/z 87.00 29.15%
29.0
5o | H
Ottt ‘ R
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #9513: 3-Pentanol, 2,4-dimethyl- e
73.0 3.40 360 3.80
m/z 41.00 16.62%
5000 55.0
43.0
27.0
ol 150 ) ]l I |, 850 980

m/z--> 10 20 30 40 50 60 70 80 90 100 3.40 360 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122022\
Data File : BG@56036.D

Acq On : 20 Dec 2022 19:10
Operator : CG/JU

Sample : N6129-04

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.415 22.92 ng 72897 1,4-Dichlorobenzene-d4 8.370

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 35
3 2-Nonanone, 9-hydroxy- 158 C9H1802 025368-56-3 33
4 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 23
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 362 (5.415 min): BG056036.D\data.ms (-355) (-) m/z 43.00 100.00%
3.0
59.0
5000
101.0 PARRRNNND i G
‘ 83.0 5.00 5.20 5.40 5.60 5.80
Ol el il B30 L myz s9.e0  54.84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 DL B AL U N
5.00 5.20 5.40 5.60 5.80
101.0 m/z 101.00  23.37%
R 0 83\'0 |
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime
43.0
REaa e a aa o
5.00 5.20 5.40 5.60 5.80
5000 m/z 58.00 13.36%
101.0
oL 180 310 | 589750 e
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 /\
Abundance #35323: 2-Nonanone, 9-hydroxy- R EEAmARE
430 g 5.00 5.20 5.40 5.60 5.80
m/z 41.00 10.68%
5000
71.0
83.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122022\
Data File : BG@56036.D

Acq On : 20 Dec 2022 19:10
Operator : CG/JU

Sample : N6129-04

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.558 4.69 ng 41892  Phenanthrene-d10 17.712
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 45
4 8-Methylnonanoic acid 172 C10H2002 005963-14-4 38
5 n-Decanoic acid 172 C10H2002 000334-48-5 35

Abundance Scan 2599 (18.558 min): BG056036.D\data.ms (-2595) (- | m/z 73.00 100.00%
.0

5000
S E—|
m ‘ 18.50
— 43.00  95.29%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0
18.50
1710 2130 256.0 m/z 60.00 87.84%
O,
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #92063: Tridecanoic acid
73.
430|730 |
— L
18.50
5000 129.0 55.00 80.20%
171.0
iy Wl
ol L H\HMH\\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #109279: Tetradecanoic acid
73.0 18.50
43.0 m/z 41.00 77.28%
5000 129.0
185.0
| o
o"‘_\“MJMW\\,\m_wH"‘Lw"HW!H_HW_ T 1
m/z--> 20 40 60 80 100120140160180200220240260 18.50
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Data Path :

Data File : BGO56036.D

Acq On : 20 Dec 2022 19:10
Operator : CG/JU

Sample : N6129-04

Misc

ALS Vvial : 13  Sample Multiplier:

Quant Method :
Quant Title

1

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122022\

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P
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Peak Number 4 Benzaldehyde, 3,5-dichloro-... Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T.
18.770 2.68 ng 23916  Phenanthrene-die 17.712
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzaldehyde, 3,5-dichloro-2-hyd... 190 C7H4C1202 000090-60-8 52
2 5-Bromo-2-thiophenecarboxaldehyde 190 CS5H3BroS 004701-17-1 52
3 4-Bromothiophene-2-aldehyde 190 C5H3Bros 018791-75-8 52
4 Benzene, 1,1'-(2-cyclopropen-1-y... 192 C15H12 022825-21-4 43
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 43

Abundance Scan 2635 (18.770 min): BG056036.D\data.ms (-2628) (-

192.1
5000
41.1 94.4 ‘ 243.2  290.(
) S T M | Y S
miz--> 50 100 150 200 250
Abundance #65127: Benzaldehyde, 3,5- dlchloro 2-hydroxy-
190.
5000
63.0 133.0
28.0 97.0
O,
miz--> 50 100 150 200 250
Abundance #64993: 5-Bromo-2-thiophenecarboxaldehyde
191.0
5000
82.0
39.0 ‘
117.0
oww““ A b 1690 B
miz--> 100 150 200 250
Abundance #64989.4=Bromoﬂﬂophene—Zfﬂdehyde
189.0
5000 82.0
39.0
miz--> 100 150 200 250

m/z 192.10 100.00%

18.50 19.00

m/z 189.10  76.22%

L.

18.50 19.00

m/z 190.10  68.96%

J

18.50 19.00

m/z 191.10  68.40%

)

18.50 19.00

m/z 165.10  24.76%

| N\MM i

18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122022\
Data File : BG@56036.D

Acq On : 20 Dec 2022 19:10

Operator : CG/JU

Sample : N6129-04

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 di-p-Tolylacetylene Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T.
19.475 2.86 ng 25582  Phenanthrene-die 17.712
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 di-p-Tolylacetylene 206 CleH14 002789-88-0 93
2 Phenanthrene, 2,5-dimethyl- 206 C16H14 003674-66-6 90
3 Phenanthrene, 3,6-dimethyl- 206 C1l6H14 001576-67-6 90
4 Phenanthrene, 2,7-dimethyl- 206 C16H14 001576-69-8 90
5 9,10-Dimethylanthracene 206 CleH14 000781-43-1 87

Abundance Scan 2755 (19.475 min): BG056036.D\data.ms (-2750) (- | m/z 206.05 100.00%
206.1
5000
AW - fe
430 g50 165-’“ ‘ 277.0 19.50
ol el ST 826 s 191,00 43.88%
miz--> 50 100 150 200 250 300
Abundance #82924: di-p-Tolylacetylene
206.0
19.50
m/z 189.00 34.99%
1020  165.0 ‘
O\\\\‘6\3.\0‘\“\“‘”\‘\\\ “\“\“\ h“h‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300
Abundance #82944: Phenanthrene, 2,5-dimethyl-
206.0 M*VV
T A |
19.50
5000 m/z 205.00 27.97%
101.0 650 ‘
165.
o200 [ MO0
miz--> 50 100 150 200 250 300 W\ m“ mw
Abundance #82953: Phenanthrene, 3,6-dimethyl- : P,
206.0 19.50
m/z 207.00 19.53%
5000 WJ\MWW
102.0
ol2r0 830 [ assol | —
m/z--> 50 100 150 200 250 300 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122022\
Data File : BG@56036.D

Acq On : 20 Dec 2022 19:10
Operator : CG/JU

Sample : N6129-04

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Pyrene, 1l-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.573 2.51 ng 35056  Chrysene-di12 22.019
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 72
2 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 72
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 72
4 6H-Thiazolo[5,4-e]indole, 2,7,8-... 216 C12H12N2S 1000338-32-0 64
5 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 64
Abundance Scan 2942 (20.573 min): BG056036.D\data.ms (-2934) (- | m/z 216.10 100.00%
216.1
5000
430 81.0 1230 1790 275.1 327.0 20.50
o S Y vt AN YT m/z 215.10  89.60%
miz--> 50 100 150 200 250 300
Abundance #94565: Pyrene, 1-methyl-
216.0
5000 DA
20.50
95.0 m/z 213.10  28.20%
014.\0\\50‘.(\)\\\““”\\\\]‘-6\3\.0\“Lirh‘\\\‘\\\\‘\\\\
miz—-> 50 100 150 200 250 300
Abundance #94578: Fluoranthene, 2-methyl-
216.0
20.50
5000 m/z 217.00 20.90%
108.0
U LN | J A
miz--> 50 100 150 200 250 300 h
Abundance #94577: 11H-Benzo[a]fluorene A
216.0 20.50
m/z 225.00  13.53%
5000
108.0
o 630 | 1630 |
1 ——
m/z--> 50 100 150 200 250 300 20.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122022\
Data File : BGO56036.D

Acqg On : 20 Dec 2022 19:10
Operator : CG/JU

Sample : N6129-04

Misc

ALS vial : 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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... 3.399 9.3 ng 29691 1 8.370 63610 20.0
2-Pentanone, 4-... 5.415 22.9 ng 72897 1 8.370 63610 20.0
n-Hexadecanoic ... 18.558 4.7 ng 41892 4 17.712 178715 20.0
Benzaldehyde, 3... 18.770 2.7 ng 23916 4 17.712 178715 20.0
di-p-Tolylacety... 19.475 2.9 ng 25582 4 17.712 178715 20.0
Pyrene, 1-methyl- 20.573 2.5 ng 35056 5 22.019 278822 120.0
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