LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122021\
Data File : BM@33542.D

Acqg On : 20 Dec 2021 16:20
Operator : CG/JU

Sample : M5082-03

Misc :

ALS vial : 9 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-BM121621.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@33542.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.025 299 304 315 rBV 133529 191254 12.19%  2.273%
2 5.484 376 382 394 rBV 597542 907047 57.82% 10.778%
3 6.107 481 488 494 rBV 12732 20246 1.29% 0.241%
4 7.0990 648 655 670 rBV 573403 954959 60.88% 11.348%
5 7.919 790 796 806 rBV 118070 194041 12.37%  2.306%

6 9.095 989 996 1013 rBV 374311 644066 41.06% 7.653%
7 10.731 1265 1274 1285 rBV 133469 240678 15.34%  2.860%
8 13.189 1686 1692 1707 rBV 839858 1305617 83.23% 15.515%
9 14.566 1919 1926 1937 rVB 196704 302056 19.26%  3.589%
10 16.060 2174 2180 2194 rBV 569115 837648 53.40%  9.954%

11 17.318 2388 2394 2402 rBV 216130 324342 20.68% 3.854%
12 17.695 2453 2458 2467 rVB5 8167 15812 1.01% 0.188%
13 17.983 2502 2507 2515 rVB 63752 79623 5.08% 0.946%
14 18.212 2540 2546 2551 rBV5 8928 15809 1.01% ©.188%
15 19.153 2703 2706 2710 rVB 83577 90832 5.79% 1.079%
16 19.289 2725 2729 2737 rVB2 15513 21486 1.37% ©.255%
17 19.936 2834 2839 2849 rBV 1273012 1568679 100.00% 18.641%
18 21.195 3050 3053 3062 rVB4 50962 81041 5.17% ©.963%
19 21.406 3085 3089 3094 rBV 32854 41225 2.63% 0.490%
20 21.495 3099 3104 3111 rBV 228738 304330 19.40% 3.616%

21 23.900 3507 3513 3524 rBV2 130880 274577 17.50%  3.263%

Sum of corrected areas: 8415368
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 20 Dec 2021 16:20
: CG/IU
: M5682-03

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122021\
BM@33542.D

: 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM121621.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1200000

1000000

800000

600000

400000

200000

TIC: BM033542.D\data.ms

5.484 7.090

5.025 7.919
6.107

9.095

10.731

0
Time-->

T ‘ T T T T ’ L ‘ L ‘ T ’ T
350 400 450 500 550 6.00 650 7.00 750 800 8.50

9.00 9.50

10.00 10.50 11.00 11.50

Abundance

1200000

1000000

800000

600000

400000

200000

TIC: BM033542.D\data.ms

13.189

16.060

1

17.318

17.983
17.695 )|18.212

19.936

19.153
.289

0

Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50

Abundance

1200000

1000000

800000

600000

400000

200000

TIC: BM033542.D\data.ms

21.495
23.900

21.295106

Time-->

L B B O Ly L Ly L B L A B
21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 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_M\Data\BM122021\
Data File : BM@33542.D

Acqg On : 20 Dec 2021 16:20
Operator : CG/JU

Sample : M5082-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM121621.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.
5.025 19.71 ng 191254  1,4-Dichlorobenzene-d4 7.919

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 Silane, trimethyl- 74 C3H1eSi 000993-07-7 25
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 12
5 Acetamide, N-(cyanomethyl)- 98 C4H6N20 004814-80-6 9
Abundance Scan 304 (5.025 min): BM033542.D\data.ms (-299) (-) m/z 43.10 100.00%
43.1
59.1
5000
R R R ma
| ‘ 831 101.1 4.80 5.00 5.20 5.40
\H’\H\‘\\H‘\H\‘HH"\M\\‘\\‘}‘\“HH‘HH’\‘\.H‘HH“HH‘\ m/Z 59.10 54.0300
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L B I L I LN B
4.80 5.00 5.20 5.40
101.0 m/z 101.10 16.37%
gp il 0 83'0 |
\\\’\\\\‘\\H‘\H\‘H\\’\\\\‘\\H‘\H\‘H\\’\\\\‘\\H‘\\H‘\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
43.0
R ARARES
57.0 4.80 5.00 5.20 5.40
5000 m/z 58.10 13.21%
20.0 101.0
15.0 73.0 87.0
T e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #917: Silane, trimethyl- e
59.0 4.80 5.00 5.20 5.40
m/z 41.10 10.64%
43.0
29.0
15.0 ‘
\\\%9\\‘\1‘1\‘\uM“u\\,‘!1‘\\‘M‘\}Hu\‘\M,\m‘\m‘uu‘\ R R e R
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122021\
Data File : BM@33542.D

Acqg On : 20 Dec 2021 16:20
Operator : CG/JU

Sample : M5082-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM121621.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 unknown6.107 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.107 2.09 ng 20246  1,4-Dichlorobenzene-d4 7.919

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 42
2 N-Formylmorpholine 115 C5H9NO2 004394-85-8 9
3 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 9
4 1-Amino-3,3-dimethyl-2-butanone 115 C6H13NO 082962-91-2 9
5 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 9

Abundance Scan 488 (6.107 min): BM033542.D\data.ms (-481) (-) m/z 73.10 100.00%

3.0 3.
5000
h 115.1 207.0 5.80 6.00 6.20 6.40
b b b e e e e M/Z 43,85 99.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15501: 2-Pentanone, 4-methoxy-4-methyl-
43.0
73.0
5000 L B L B R
5.80 6.00 6.20 6.40
m/z 41.10 17.21%
115.0
\\\\‘\‘\‘\\“hi‘\\u“\\\‘\“\\\\}\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
29.0
R ER R
1150 5.80 6.00 6.20 6.40
5000 56.0 m/z 42.10 13.35%
86.0
T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2055: Butane, 2,3-dimethyl-  AREmaEEEEESE R
43.0 5.80 6.00 6.20 6.40
m/z 115.10 10.27%
5000
71.0
‘}ﬁ?wﬁﬂ:‘ﬂqH“_uH“H‘_‘H“H‘_‘H“H‘_“‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122021\
Data File : BM@33542.D

Acqg On : 20 Dec 2021 16:20
Operator : CG/JU

Sample : M5082-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM121621.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 3 Tridecanoic acid, methyl ester Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
17.983 4.91 ng 79623  Phenanthrene-d1e 17.318
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 96
2 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 95
3 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 93
4 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 87
5 Dodecanoic acid, 10-methyl-, met... 228 C14H2802 005129-65-7 87

Abundance Scan 2507 (17.983 min): BM033542.D\data.ms (-2502) (- | m/z 74.10 100.00%
74.1
143.1 L
‘\‘ M‘H h‘m‘u‘h\l 1.0 ‘\ 185.1 erz 270.¢ 16.00

e e, m/z 87.10 65.03%
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #109337: Tridecanoic acid, methyl ester
74.0
5000{ 43.0 T
18.00
m/z 43.10 48.01%
143.
oo MPY 1850 g5
\‘HH‘\H\‘\H\‘HH‘\H\‘\H\‘HH‘\\H‘\H\‘HH‘HH‘\H\‘\H\‘
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance
74.0
T
18.00
5000 m/z 55.10  41.55%
43.0
143.0
101.0 171.0199.0227.0 270
T T e
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #60758: Decanoic acid, methyl ester SR T
74.0 18.00
m/z 41.10 40.27%
43.0
5000
143.0
101.0
1660 e
m/z--> 20 40 60 80 100120140160 180200 220 240 260 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122021\
Data File : BM@33542.D

Acqg On : 20 Dec 2021 16:20
Operator : CG/JU

Sample : M5082-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM121621.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 14-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.154 5.60 ng 90832  Phenanthrene-dle 17.318
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 91
2 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 91
3 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 87
4 9-Hexadecenoic acid, methyl este... 268 C17H3202 001120-25-8 87
5 Cyclopropaneoctanoic acid, 2-hex... 282 C18H3402 010152-61-1 83

Abundance Scan 2706 (19.153 min): BM033542.D\data.ms (-2703) (- | m/z 55.10 100.00%
1

5000

\ T
125.1 180.3 2222 264.3 19.00 19.50
m/z 41.10 67.06%

m/z--> 50 100 150 200 250 300
Abundance #194421: 14-Octadecenoic acid, methyl ester
55.0

5000 s e
87.0 19.00 19.50
264.0 m/z 69.10 53.82%
‘HMM \H“ Mﬂ 50 1800 2220 g5 WMV
e Y
miz--> 50 150 200 250 300
Abundance
55.0
: T T T
19.00 19.50
5000 m/z 43.10 49,92%
87.0
264.0
1230 1500 2220 206.0
miz--> 50 100 150 200 250 300
Abundance #194422: 16-Octadecenoic acid, methyl ester P e
. 19.00 19.50
m/z 74.10 48.32%
5000

264.0

23.0 180.0 222.0

296.0
m/z--> 50 100 150 200 250 300 19.00 19.50
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122021\
BM@33542.D

: 20 Dec 2021 16:20
: CG/IU
: M5682-03

: 9

Quant Method

Quant Title

TIC Library

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM121621.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

5 1-Nonadecene

Concentration Rank 3

21.195

Hit# of 5

EstConc Area Rela
5.33 ng 81041  Chrysen
Tentative ID MW

tive to ISTD R.T.
e-di2 21.494
MolForm CASH# Qual

1 1-Nonadecene

266

C19H38

018435-45-5 91

C18H35Br02

005454-48-8 91

2 Bromoacetic acid, hexadecyl ester 362

3 Pentacos-1-ene 350 C25H50 016980-85-1 91
4 1-Tetracosene 336 (C24H48 010192-32-2 91
5 1-Hexacosene 364 C26H52 018835-33-1 90
Abundance Scan 3053 (21.195 min): BM033542.D\data.ms (-3050) (- | m/z 55.05 100.00%
55.0
97.0
5000
— —
207.1 21.00 21.50
S %‘ [ P8R 8420 u31e e3.20%
miz--> 50 100 150 200 250 300 350
Abundance #155961: 1-Nonadecene
43.0 97.0
5000 i ——
21.00 21.50
m/z 57.10 85.24%
39.0
T \“\ ‘\“M\ H\‘ T \“‘ ‘1“ \J‘”\ “\‘ ‘“ \]‘.\8\2'\0‘ 2\2\4\.0\ ‘2§6\.C\)\ ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance
43.0
83.0 ey Rathil
21.00 21.50
5000 m/z 69.10 73.52%
123.0
196.0 269.0
e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #259982: Pentacos-1-ene I —7n
55.0 21.00 21.50
7.0 m/z 97.05 73.12%
h fwwwwwwmwwﬁ\”wwwﬂwwh“
39.0 350.0
CLLLLLLIERO ass0 seno B0 s Sy,
m/z--> 50 100 150 200 250 300 350 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122021\
Data File : BM@33542.D

Acqg On : 20 Dec 2021 16:20
Operator : CG/JU

Sample : M5082-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM121621.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-... 5.025 19.7 ng 191254 1 7.919 194041 20.0
unknown6.107 6.107 2.1 ng 20246 1 7.919 194041 20.0
Tridecanoic aci... 17.983 4.9 ng 79623 4 17.318 324342 20.0
14-Octadecenoic... 19.154 5.6 ng 90832 4 17.318 324342 20.0
1-Nonadecene 21.195 5.3 ng 81041 5 21.494 304330 20.0
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