LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32423\
Data File : BM@39154.D

Acqg On : 24 Mar 2023 22:51
Operator : CG/JU

Sample : 02049-01

Misc :

ALS Vvial : 19 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 M\Methods\8270-BM030823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@39154.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.428 189 194 199 rBV 61487 78131 1.97% 0.162%
2 5.040 290 298 307 rBV 1145012 1563673 21.50% 3.251%
3 5.504 371 377 389 rVB 2738281 3893586 53.53% 8.094%
4 7.116 640 651 665 rBV 2657201 4109756 56.50%  8.543%
5 7.951 784 793 800 rVB 934248 1488402 20.46% 3.094%

6 9.116 984 991 999 rBV 1614552 2584363 35.53% 5.372%
7 10.763 1259 1271 1279 rBV 1236345 2148173 29.53%  4.466%
8 13.216 1681 1688 1698 rBV 3704337 5501783 75.63% 11.437%
9 14.316 1876 1875 1881 rBV 46250 81382 1.12% 0.169%
10 14.592 1912 1922 1929 rBV 1795211 2604529 35.80% 5.414%

11 15.433 2061 2065 2069 rVB 74414 88407 1.22% ©.184%
12 15.839 2124 2134 2139 rBV 50777 126529 1.74% 0.263%
13 15.951 2147 2153 2158 rBV 477972 646913 8.89%  1.345%
14 16.080 2168 2175 2182 rBV 3082357 4341202 59.68% 9.024%
15 16.298 2207 2212 2214 rBV 145213 205679 2.83% 0.428%
16 16.874 2306 2310 2317 rBV 203450 264715 3.64% ©.550%
17 17.086 2343 2346 2350 rBV 191662 229145 3.15% ©.476%
18 17.145 2352 2356 2360 rVB 89941 123967 1.70% ©.258%
19 17.339 2383 2389 2394 rBV 2101771 2929599 40.27% 6.090%
20 17.380 2394 2396 2402 rVB 94252 134545 1.85% ©.280%

21 17.827 2469 2472 2477 rBV 200917 241013 3.31%
22 18.004 2499 2502 2507 rVB 133572 157500 2.17%
23 18.233 2536 2541 2551 rBV2 613663 1107677 15.23%
24 18.339 2557 2559 2563 rBv2 92509 101883 1.40%
25 18.521 2587 2590 2594 rBV 197623 232832  3.20%
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26 19.151 2693 2697 2700 rBV2 322759 458640 6.30%
27 19.956 2830 2834 2844 rVB 5860506 7274248 100.00% 15.122%
28 21.515 3096 3099 3104 rVB 2123825 2757383 37.91%
29 23.944 3509 3512 3520 rVB2 1422833 2629664 36.15% 5.466%
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Sum of corrected areas: 48105319
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32423\
Data File : BM@39154.D

Acqg On : 24 Mar 2023 22:51
Operator : CG/JU

Sample : 02049-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM030823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM039154.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32423\
Data File : BM@39154.D

Acqg On : 24 Mar 2023 22:51
Operator : CG/JU

Sample : 02049-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM030823.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.040 21.01 ng 1563670 1,4-Dichlorobenzene-d4 7.951

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 298 (5.040 min): BM039154.D\data.ms (-290) (-) m/z 43.00 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32423\
Data File : BM@39154.D

Acqg On : 24 Mar 2023 22:51
Operator : CG/JU

Sample : 02049-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM030823.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 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.951 4.97 ng 646913  Acenaphthene-di10 14.592
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 47
3 Benzenepropanenitrile, .beta.-oxo- 145 C9H7NO 000614-16-4 47
4 1-Propanone, 3-chloro-1-phenyl- 168 C9HSC1O0 000936-59-4 47
5 Phenyl 4-pyridyl ketone 183 C12H9NO 014548-46-0 47
Abundance Scan 2153 (15.951 min): BM039154.D\data.ms (-2147) (- | m/z 104.95 100.00%
105.0
5000 181.9
51.0 =
16.00
152.0
0l el S L 2N 2670 s 77 00 65.42%
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Abundance #56925: Benzophenone
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16.00
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Abundance #40879: N-Methoxy-N-methylbenzamide
105.0
T
16.00
5000 m/z 51.00 23.60%
51.0
015.0 N 135.0165.0
A e LA —
miz--> 50 100 150 200 250
Abundance #24905: Benzenepropanenitrile, .beta.-oxo- T
105.0 16.00
m/z 180.95 9.08%
5000
51.0
olt80 | . 1 Mo
mlz--> 50 100 150 200 250 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32423\
Data File : BM@39154.D

Acqg On : 24 Mar 2023 22:51
Operator : CG/JU

Sample : 02049-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM030823.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.233 7.56 ng 1107680  Phenanthrene-d10 17.339
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 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Octadecanoic acid 284 C18H3602 000057-11-4 90
5 Tetradecanoic acid 228 C14H2802 000544-63-8 87

Abundance Scan 2541 (18.233 min): BM039154.D\data.ms (-2536) (- ' m/z 73.00 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32423\
Data File : BM@39154.D

Acqg On : 24 Mar 2023 22:51

Operator : CG/JU

Sample : 02049-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM030823.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Sulfurous acid, butyl dodec... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
19.151 3.13 ng 458640  Phenanthrene-d10 17.339
Hit# of 5 Tentative ID MW MolForm CASH#

1 Sulfurous acid, butyl dodecyl ester 306 C16H3403S
2 Heptacosane, 1-chloro- 414 C27H55C1

1000309-17-9 53
062016-79-9 53

3 10-Methylnonadecane 282 C20H42 056862-62-5 49
4 Pentacosane 352 C25H52 000629-99-2 49
5 1-Bromodocosane 388 C22H45Br 006938-66-5 45
Abundance Scan 2697 (19.151 min): BM039154.D\data.ms (-2693) (- | m/z 57.10 100.00%
57.1
5000
— —
\‘ 164.0 2251  294.1 19.90 19.50
ol bl ﬂ‘!” www i gg ] SR1343T 4290 0 n/z 43.10 70.53%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #206617: Sulfurous acid, butyl dodecyl ester
57.0
5000 — —
19.00 19.50
m/z 71.10 65.49%
13.0
0 \“\ ‘r“‘\‘“h‘\“w‘ \H\‘\ \"]\6?\0\‘2\21(\)‘ L B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #310570: Heptacosane, 1-chloro-
57.0
— —
19.00 19.50
5000 m/z 85.10 49.67%
130
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m/z--> O 100 150 200 250 300 350 400 450
Abundance #176388: 10-Methylnonadecane 7 —
57.0 19.00 19.50
m/z 55.00 46.24%
5000
154.0
SUA YU 7 N I S
m/z--> 50 100 150 200 250 300 350 400 450 19.00 19.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32423\
Data File : BM@39154.D

Acqg On : 24 Mar 2023 22:51
Operator : CG/JU

Sample : 02049-01

Misc

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM030823.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|
2-Pentanone, 4-... 5.040 21.0 ng 1563670 1 7.951 1488400 20.0
Benzophenone 15.951 5.0 ng 646913 3 14.592 2604530 20.0
n-Hexadecanoic ... 18.233 7.6 ng 1107680 4 17.339 2929600 20.0
Sulfurous acid,... 19.151 3.1 ng 458640 4 17.339 2929600 20.0
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