LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112423\
Data File : BGO59887.D

Acqg On : 25 Nov 2023 11:56
Operator : MA/JU

Sample : 05466-04

Misc :

ALS Vvial : 26 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-BG111623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO59887.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.349 329 334 339 rBV2 26009 40281 1.86% ©0.320%
2 5.814 403 413 420 rBV 555714 887397 40.87% 7.052%
3 7.441 681 690 699 rBV2 608009 1020663 47.01% 8.111%
4 8.316 832 839 846 rBV2 141453 236435 10.89% 1.879%
5 9.521 1035 1044 1051 rVvB2 392291 703035 32.38% 5.587%

6 11.166 1316 1324 1330 rBV 177368 328441 15.13% 2.610%
7 13.569 1726 1733 1740 rBV 1120030 1663340 76.61% 13.218%
8 13.775 1761 1768 1777 rVB 347010 512910 23.62% 4.076%
9 14.944 1961 1967 1976 rBV2 330757 535636 24.67% 4.256%
10 16.436 2214 2221 2228 rBV 933942 1396000 64.30% 11.093%

11 16.906 2297 2301 2305 rBV3 16054 24938 1.15% ©.198%
12 17.700 2429 2436 2441 rBV 385883 582590 26.83% 4.630%
13 17.741 2441 2443 2448 rVB 54995 70564  3.25% 0.561%
14 18.510 2569 2574 2581 rBV2 177505 243655 11.22% 1.936%
15 18.610 2588 2591 2596 rVB3 18430 25168 1.16% ©.200%
16 18.751 2608 2615 2619 rBV7 12952 27354 1.26% 0.217%
17 19.110 2673 2676 2682 rVB7 12851 24707 1.14% ©.196%
18 19.450 2730 2734 2738 rBV7 29840 41422 1.91% ©.329%
19 19.668 2768 2771 2776 rVB2 36962 44113 2.03% 0.351%
20 19.733 2776 2782 2785 rBV2 110003 159349  7.34%  1.266%
21 19.768 2785 2788 2793 rVB4 77040 92291 4.25% 0.733%
22 20.050 2832 2836 2840 rvv4 25332 45961 2.12% 0.365%
23 20.097 2840 2844 2850 rVB 100574 145040 6.68% 1.153%
24 20.273 2868 2874 2879 rBV 1690469 2171048 100.00% 17.252%
25 21.007 2996 2999 3003 rBV5 14773 24725 1.14% ©.196%
26 21.372 3055 3061 3068 rVBS5 18286 42821 1.97% 0.340%
27 21.554 3086 3092 3098 rBV5 56349 127076 5.85% 1.010%
28 21.701 3114 3117 3120 rVV2 19816 25080 1.16% ©.199%
29 21.824 3132 3138 3143 rVB3 37556 61995 2.86% ©0.493%
30 22.018 3163 3171 3177 rBv4 273840 544972 25.10% 4.331%
31 22.065 3177 3179 3186 rVB2 51777 95285 4.39% 0.757%
32 22.118 3186 3188 3193 rBV6 15336 24386 1.12% 0.194%
33 24.421 3576 3580 3586 rBV6 28645 64257 2.96% ©0.511%
34 25.255 3715 3722 3725 rBv4 17001 37444 1.72%  0.298%
35 25.408 3743 3748 3754 rVB4 26786 67632 3.12% ©.537%

36 25.590 3769 3779 3788 rVB2 141899 445958 20.54%  3.544%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112423\
Data File : BGO59887.D

Acqg On : 25 Nov 2023 11:56
Operator : MA/JU

Sample : 05466-04

Misc

ALS Vvial : 26 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-BG111623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 12583969
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112423\
Data File : BG@59887.D

Acqg On : 25 Nov 2023 11:56
Operator : MA/JU

Sample : 05466-04

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG059887.D\data.ms
1600000

1400000
1200000
1000000

800000

600000 5.814 7441

400000 9.521
200000 8.316 11.166
5.349

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

Time--> 350 400 450 500 550 6.00 650 700 750 8.00 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50
Abundance TIC: BG059887.D\data.ms

1600000

20.273

1400000
12000001 13569

1000000 16.436
800000
600000

17.700
400000 13.775 14.944 22.018

200000 18.510 3
16.906 17741 141817619.1 1404508

O L B T B I R e R

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: BG059887.D\data.ms

1600000
1400000
1200000
1000000
800000
600000
400000
200000 25.590

24421 2528640

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112423\
Data File : BG@59887.D

Acqg On : 25 Nov 2023 11:56
Operator : MA/JU

Sample : 05466-04

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 Butanoic acid, 4-(2,4,5-tri... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

5349 3a1ng 40281 1,4-Dichlorobenzene-da  8.316

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Butanoic acid, 4-(2,4,5-trichlor... 296 C11H11C1303 025333-21-5 50

2 Butanoic acid, 4-iodo-, methyl e... 228 C5H9IO02 014273-85-9 50
3 Succinic acid, 8-chlorooctyl 2-m... 322 C15H27C105 1010390-74-8 50
4 3-Heptanol 116 C7H160 000589-82-2 38
5 Butanamide 87 C4H9NO 000541-35-5 32
Abundance Scan 334 (5.349 min): BG059887.D\data.ms (-329) (-) m/z 43.05 100.00%
43.0
101.1
5000
h | 2246 3109 3939 476. 5.00 5.20 5.40 5.60
o_mewHm_m"mwu"wuuH_HMHH_‘M m/z 59.18 77.08%

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

Abundance #193198: Butanoic acid, 4-(2,4,5-trichlorophenoxy)-, met
59.0

-

5000
5.00 5.20 5.40 5.60
m/z 101.10 54.86%
ol 0 B8 a0
m/z--> 0O 50 100 150 200 250 300 350 400 450
Abundance
59.0
5.00 5.20 5.40 5.60
5000 m/z 39.20 16.26%
197.0
127.0
O T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #226445: Succinic acid, 8-chlorooctyl 2-methoxyethyl est

59.0 5.00 5.20 5.40 5.60
m/z 41.90 15.50%

5000
159.0

-

0 n‘\ m o oy by hl\ ‘ 247.0

m/z--> 0 50 100 150 200 250 300 350 400 450 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112423\
Data File : BG@59887.D

Acqg On : 25 Nov 2023 11:56
Operator : MA/JU

Sample : 05466-04

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 2-Propenal, 3-(2,2,6-trimet... Concentration Rank 1

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

13.775 19.15 ng 512910 Acenaphthene-d10 14.950
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propenal, 3-(2,2,6-trimethyl-7... 194 C12H1802 055759-91-6 64
2 Metacetamol 151 C8HI9NO2 000621-42-1 58
3 m-Isopropoxyaniline 151 C9H13NO 041406-00-2 58
4 Diacetamate 193 C1OH11NO3 002623-33-8 50
5 2-Amino-4-methylpyrimidine 109 C5H7N3 000108-52-1 38
Abundance Scan 1768 (13.775 min): BG059887.D\data.ms (-1761) (- | m/z 109.10 100.00%

109.1
43.1
5000
l ‘ ‘ 1350 1400
69.1 I . .

0 pﬂu“ew “n‘wumwM?‘?‘?ﬁ 35884228 527 m/z 43.10 70.61%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #69161: 2-Propenal, 3-(2,2,6-trimethyl-7-oxabicyclo[4.1.0

109.0
5000 ey ——
43.0 13.50 14.00
m/z 151.05 45.68%
L o
O‘\\‘\\“\“\“\‘\‘H“‘\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
109.0
T —
13.50 14.00
5000 ITI/Z 41.10 28.06%
43.0
O rr e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #28920: m-Isopropoxyaniline ey pesdp—y
109.0 13.50 14.00
m/z 69.00 26.60%
5000
41.0| ]\
0 it e e e e s i ety
m/z--> 0 50 100 150 200 250 300 350 400 450 500 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112423\
Data File : BG@59887.D

Acqg On : 25 Nov 2023 11:56
Operator : MA/JU

Sample : 05466-04

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 Tridecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.510 8.36 ng 243655  Phenanthrene-di10 17.700
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 60
2 Dodecanoic acid 200 C12H2402 000143-07-7 49
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 47
4 Tetradecanoic acid 228 C14H2802 000544-63-8 45
5 Undecanoic acid 186 C11H2202 000112-37-8 35

Abundance Scan 2574 (18.510 min): BG059887.D\data.ms (-2569) (- | m/z 73.05 100.00%
73.

3.0
5000

18.50

0 2p7.1 3205 m/z 41.15  71.97%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #92068: Tridecanoic acid
73.0
5000 L by sl
18.50
ﬂ' 1290 140 m/z 55.10  71.59%
O \“\ ‘\h““‘l‘\“m\““‘ \‘L\ \“”‘\ \‘ \‘\ T \L\ LI L
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
73.0
18.50
5000 m/Z 60.10 58.58%
129.0
270 200.0
ot
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #143508: n-Hexadecanoic acid
2
43.0 256.0 18.50
m/z 69.10 54.55%
5000
129.0
185.0
Ot “
m/z--> 0 50 100 150 200 250 300 350 400 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112423\
Data File : BG@59887.D

Acqg On : 25 Nov 2023 11:56
Operator : MA/JU

Sample : 05466-04

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 1-Dodecanethiol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.554 4.66 ng 127076  Chrysene-di12 22.018
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Dodecanethiol 202 C12H26S 000112-55-0 52
2 Acetic acid, trifluoro-, dodecyl... 282 C14H25F302 006222-00-0 52
3 Pentane, 3-methylene- 84 C6H12 000760-21-4 43
4 1-Pentadecene 210 C15H30 013360-61-7 38
5 1-Tridecene 182 C13H26 002437-56-1 30

Abundance Scan 3092 (21.554 min): BG059887.D\data.ms (-3086) (- | m/z 69.10 100.00%
1

69.
5000 163.1

239.8 30963 3890 535.. 2150
O‘H\ i m/Z 105.05 99.67%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #77847: 1-Dodecanethiol M
55.0
5000 “““‘”‘ﬂ” e ;

202.0 m/z 43.080  93.63%
‘\ \‘ \\

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

69.0

o

5000 m/z 55.10 75.26%
1400 , 404 WWVNMW
O T e T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1677: Pentane, 3-methylene- —
41.0 21.50

m/z 41.00 67.52%

- W\WM
0 | \\I

e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112423\
Data File : BG@59887.D

Acqg On : 25 Nov 2023 11:56
Operator : MA/JU

Sample : 05466-04

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 1,2-Benzenedicarboxylic aci... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.824 2.28 ng 61995 Chrysene-d12 22.018
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Benzenedicarboxylic acid, mo... 292 C17H2404 024539-59-1 60
2 Mono(2-ethylhexyl) phthalate 278 C16H2204 004376-20-9 43
3 Bis(2-ethylhexyl) phthalate 390 C24H3804 000117-81-7 43
4 Phthalic acid, monodecyl ester 306 C18H2604 024539-60-4 38
5 Phthalic acid, heptadecyl 6-meth... 516 C33H5604 1000377-97-1 35
Abundance Scan 3138 (21.824 min): BG059887.D\data.ms (-3132) (- | m/z 149.05 100.00%
149.1
5000
57.0
2471
309.6 369.3 449.1 21.50 22.00
0 m/z 167.00  41.87%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #189080: 1,2-Benzenedicarboxylic acid, monononyl este
149.0
5000
21.50 22.00
m/z 104.10  34.76%
ol A0 930 | | 23502920
‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
149.0
570 21.50 22.00
5000 m/z 57.00 31.00%
ol LU e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #295612: Bis(2-ethylhexyl) phthalate — ——
149.0 21.50 22.00
m/z 43.10  29.39%
5000
57.0
279.0
kb L ore F20 a0 YW THTIY
m/z--> 0 50 100 150 200 250 300 350 400 450 21.50 22.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112423\
Data File : BGO@59887.D

Acqg On : 25 Nov 2023 11:56
Operator : MA/JU

Sample : 05466-04

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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|
Butanoic acid, ... 5.349 3.4 ng 40281 1 8.316 236435 20.0
2-Propenal, 3-(... 13.775 19.1 ng 512910 3 14.950 535636 20.0
Tridecanoic acid 18.510 8.4 ng 243655 4 17.700 582590 20.0
1-Dodecanethiol 21.554 4.7 ng 127076 5 22.018 544972 20.0
1,2-Benzenedica... 21.824 2.3 ng 61995 5 22.018 544972 20.0
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