LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081123\
Data File : BF134733.D

Acqg On : 11 Aug 2023 15:29
Operator : CG\JU

Sample : 03971-02

Misc :

ALS vial : 5 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_ F\Methods\8270-BF080123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134733.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.181 13 16 21 rvB3 30810 38028 1.32% 0.163%
2 3.528 238 245 254 rVB 38257 66636 2.32% 0.285%
3 4.416 390 396 400 rBV 1928087 2206523 76.70% 9.438%
4 5.028 495 500 513 rVB 784229 831690 28.91%  3.558%
5 5.428 564 568 572 rBV 2110096 1975672 68.68% 8.451%
6 6.292 712 715 719 rBV 39543 31488 1.09% 0.135%
7 6.434 734 739 742 rBV 2806239 2501581 86.96% 10.700%
8 6.628 769 772 781 rBV 71553 81429 2.83% 0.348%
9 6.798 797 801 808 rVB 1328536 1041668 36.21% 4.456%
106 6.863 808 812 819 rWV 33987 46252 1.61% ©0.198%
11 6.922 819 822 829 rVB 26496 30895 1.07% 0.132%
12 7.357 890 896 899 rBV 1988343 1779259 61.85% 7.611%
13 8.075 1014 1018 1025 rBV 1530545 1289336 44.82% 5.515%
14  9.098 1190 1192 1195 rVB 44679 38256 1.33% 0.164%
15 9.151 1197 1201 1210 rBV 3156710 2876711 100.00% 12.305%
16 9.233 1212 1215 1219 rW 105871 103259 3.59% 0.442%
17  9.275 1219 1222 1225 rVB2 46178 45569 1.58% ©0.195%
18 9.557 1265 1270 1272 rBV3 80441 89236 3.10% ©0.382%
19 9.769 1303 1306 1309 rBV 133581 94847 3.30% 0.406%
20 9.833 1313 1317 1322 rVB 1299382 1127067 39.18% 4.821%
21 10.269 1388 1391 1394 rVB 75562 55613 1.93% 0.238%
22 10.492 1424 1429 1434 rBV 38274 42486 1.48% 0.182%
23 10.616 1447 1450 1464 rVB 845949 792390 27.54% 3.389%
24 10.757 1469 1474 1481 rVB 65858 94003  3.27% 0.402%
25 11.321 1566 1570 1573 rBV 1203171 1027970 35.73% 4.397%
26 11.851 1656 1660 1665 rBV 118586 137436 4.78% 0.588%
27 12.645 1791 1795 1804 rBV7 24501 40695 1.41% 0.174%
28 12.915 1837 1841 1844 rBV 2969603 2643494 91.89% 11.307%
29 13.498 1934 1940 1942 rBV2 30803 35528 1.24% 0.152%
30 13.827 1992 1996 2003 rBV 182542 217662 7.57% 0.931%
31 13.968 2015 2020 2030 rBV 1096625 1103231 38.35% 4.719%
32 14.145 2047 2050 2054 rBV 36882 37806 1.31% 0.162%
33 14.451 2100 2102 2110 rBV4 34098 57555 2.00% 0.246%
34 14.762 2152 2155 2161 rBV 29322 37095 1.29% 0.159%
35 14.839 2164 2168 2172 rVB 44717 48930 1.70% 0.209%

36 15.439 2265 2270 2277 rBV 565316 711097 24.72% 3.042%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@081123\
Data File : BF134733.D

Acqg On : 11 Aug 2023 15:29
Operator : CG\JU

Sample : 03971-02

Misc

ALS vial : 5 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_F\Methods\8270-BF080123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 23378393
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 11 Aug 2023 15:29
¢ CG\JU
¢ 03971-02

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81123\
BF134733.D

: 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
3000000

2500000

2000000

1500000

1000000

500000

0
Time-->

TIC: BF134733.D\data.ms

6.434

5.428
4.416 7.357

6.798

5.028

R.181 3.528 L 6.292| 6.628 Ggez2

e
IR R R R N R R N R R N N R R R R R RN R
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2500000

2000000

1500000

1000000

500000

TIC: BF134733.D\data.ms
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557 10.26 11.851
9.0 Qo 49 0.757 : 12.645
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Time-->
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TIC: BF134733.D\data.ms
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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081123\
Data File : BF134733.D

Acqg On : 11 Aug 2023 15:29
Operator : CG\JU

Sample : 03971-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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-one, 4-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.416  42.37 ng 2206520 1,4-Dichlorobenzene-d4 6.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 95
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
4 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80
Abundance Scan 396 (4.416 min): BF134733.D\data.ms (-390) (-) m/z 83.10 100.00%
551 831
5000
R o
‘ ‘ 4.00 4.20 4.40 4.60 4.80
el 2069 /7 55.10 93.69%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3653: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 RN RN
4.00 4.20 4.40 4.60 4.80
29.0
m/z 43.00 38.43%
\\\\‘\“}\\“i“\\Hi“}‘\\\\"}\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3553: 3-Hexen-2-one
55.0
83.0 ERaREEAE S L
29.0 4.00 4.20 4.40 4.60 4.80
5000 m/z 98.10 37.45%
T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3817 2-Pentene, 3,4-dimethyl-, (E)- Rmaas e BaR R o
55.0 83.0 4.00 4.20 4.40 4.60 4.80
m/z 39.05 27.06%
5000
27.0
m/z--> 20 40 60 80 100 120 140 160 180 200 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081123\
Data File : BF134733.D

Acqg On : 11 Aug 2023 15:29
Operator : CG\JU

Sample : 03971-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.028 15.97 ng 831690 1,4-Dichlorobenzene-d4 6.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 500 (5.028 min): BF134733.D\data.ms (-495) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 AR A RER
‘ 83.1 4.80 5.00 5.20 5.40
e et RO SRl m/z 59.10 59.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B I L L I LN L
59.0 4.80 5.00 5.20 5.40
150 010 m/z 101.10 19.80%
. 101.
\\\‘\\‘\\‘\\\ﬁﬁ\.(\)\\“u}\\‘\\}\‘\\\\‘\\\\8‘:\3‘\‘9\‘\\\}‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
R EAREEEREE
4.80 5.00 5.20 5.40
5000 m/z 58.10 15.50%
41.0
29.0 101.0
reprrrrrrrere il 739, 880 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester R RRaEE R
43.0 4.80 5.00 5.20 5.40
m/z 41.10 8.52%
57.0
5000
29.0 101.0
80 Ll 730 850
T e e e e e P T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081123\
Data File : BF134733.D

Acqg On : 11 Aug 2023 15:29
Operator : CG\JU

Sample : 03971-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 4
R.T. EstConc Area Relative to ISTD R.T.
11.851 2.67 ng 137436  Phenanthrene-di10 11.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Tridecanoic acid 214 C13H2602 000638-53-9 92
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 46
Abundance Scan 1660 (11.851 min): BF134733.D\data.ms (-1656) (- m/z 72.95 100.00%
43.0 ,73.0
5000
129.0
213.1 - i
‘ 157.1185.1 256.1 11.50 12.00
— m/z 43.05 97.97%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
11.50 12.00
97.0 157.0 155 02130 2560 m/z 60.00  92.12%
\H‘HH“}‘HH!H \HM\‘H\L\‘1“““\\‘”‘1‘\“\‘H‘\H\‘\\H‘\‘\H‘\H‘\‘HH‘\H!‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
— B
43.0 11.50 12.00
5000 129.0 m/z 41.05 76.92%
171.0
‘ 214.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid — —
43.0 ,73.0 11.50 12.00
m/z 57.10 72.52%
5000 129.0
199.0
s e T
;ﬁgk“JﬂNWwW:mwwumhwuﬂwJHJHW‘HWHHM‘HM P e
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081123\
Data File : BF134733.D

Acqg On : 11 Aug 2023 15:29

Operator : CG\JU

Sample : 03971-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Library Search Compound Report

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 1-Nonadecene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.827 3.95 ng 217662  Chrysene-di12 13.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 98
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
3 3-Eicosene, (E)- 280 C20H40 074685-33-9 93
4 1-Hexadecanesulfonyl chloride 324 C16H33Clo2S 038775-38-1 91
5 1-Hexacosene 364 C26H52 018835-33-1 91

Abundance Scan 1996 (13.827 min): BF134733.D\data.ms (-1992) (- m/z 57.10 100.00%
57.1

3

5000
L 1550 1400
9.1 248.2 : :
_H‘u‘w«fﬂwrww‘qu‘wuu‘uH‘HH‘HHM‘HM‘HMH‘_‘ m/z 43.05 93.11%
m/z--> 0 50 100150200 250300 350400450500550600650
Abundance #155961: 1-Nonadecene
97.0
5000 — —
13.50 14.00
m/z 55.10 72.44%
21- D l 168.0 266.0

H‘\ ‘H‘\ T T T T T T T T T T T T T T T T T T T T
| | | I I | I I I | I | I

m/z--> 0 50 100150200 250 300 350400450 500550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester

=

57.0
— ——
13.50 14.00
5000 m/z 83.10 67.47%
1 %;?‘ 2520 3690 648.1
e e e e e e e e
m/z--> 0 50 100150200 250 300 350400450 500550600 650
Abundance #173731: 3-Eicosene, (E)- . —
57.0 13.50 14.00
m/z 69.10 63.76%
h jﬂ»
J‘ i LF;%%.O 280.0
e e e e e e e e — —
m/z--> 0 50 100150200 250 300 350400450 500550600650 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081123\
Data File : BF134733.D

Acqg On : 11 Aug 2023 15:29
Operator : CG\JU

Sample : 03971-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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-one,... 4.416 42.4 ng 2206520 1 6.798 1041670 20.0
2-Pentanone, 4-... 5.028 16.0 ng 831690 1 6.798 1041670 20.0
n-Hexadecanoic ... 11.851 2.7 ng 137436 4 11.322 1027970 20.0
1-Nonadecene 13.827 4.0 ng 217662 5 13.968 1103230 20.0
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