LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80223\
Data File : BM@41246.D

Acqg On : 02 Aug 2023 15:53
Operator : MA/JU

Sample : 03810-05

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 M\Methods\8270-BM072823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@41246.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.369 364 371 390 rBV 2044742 2966422 48.70% 6.177%
2 6.981 637 645 660 rBV 2114032 3335451 54.76% 6.946%
3 7.798 776 784 792 rBV 752183 1177651 19.33% 2.452%
4 8.975 976 984 995 rBV 1307139 2126564 34.91% 4.429%
5 10.604 1254 1261 1269 rBV 1076316 1749288 28.72% 3.643%
6 13.080 1674 1682 1695 rBV 3526471 4980524 81.77% 10.372%
7 14.463 1906 1917 1924 rBV 1757865 2493290 40.93% 5.192%
8 15.962 2163 2172 2190 rBV 3039761 4394329 72.14% 9.151%
9 16.627 2281 2285 2291 rBVS5 47952 92615 1.52% 0.193%
10 17.121 2364 2369 2375 rBV2 54147 96716 1.59% 0.201%
11 17.221 2381 2386 2391 rBV 2097486 2866824 47.06% 5.970%
12 17.262 2391 2393 2398 rVB 113029 136241 2.24% 0.284%
13 17.356 2404 2409 2413 rVB 44005 65143 1.07% 0.136%
14 18.009 2516 2520 2525 rBV3 43214 69927 1.15% 0.146%
15 18.062 2525 2529 2534 rBV 423255 620084 10.18% 1.291%
16 18.127 2534 2540 2550 rVB2 1498524 2275515 37.36% 4.739%
17 18.233 2555 2558 2564 rVV 64412 104462 1.71% 0.218%
18 18.292 2564 2568 2573 rVV2 134398 246783 4.05% 0.514%
19 18.339 2573 2576 2581 rVB 81118 111350 1.83% 0.232%
20 18.421 2585 2590 2594 rBV5 63564 113867 1.87% 0.237%
21 18.662 2628 2631 2639 rVB6 43920 74472  1.22%  ©0.155%
22 19.027 2688 2693 2698 rBV 175019 323710 5.31% 0.674%
23 19.086 2698 2703 2706 rVV3 53831 110818 1.82% 0.231%
24 19.174 2712 2718 2724 rBvV4 92183 218287 3.58% 0.455%
25 19.239 2727 2729 2731 rW 60638 68108 1.12% 0.142%

26 19.292 2734 2738 2746 rVB 612272 940815 15.45%
27 19.403 2753 2757 2767 rBV2 525574 773514 12.70%
28 19.627 2791 2795 2796 rBv2 112435 139344  2.29%

ONO R
N
O
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R

29 19.656 2796 2800 2808 rVB 736237 1053854 17.30% 195%
30 19.733 2809 2813 2817 rVB2 82442 124387 2.04% 259%
31 19.862 2829 2835 2840 rBV 5025343 6091257 100.00% 12.685%
32 19.980 2852 2855 2865 rVB3 100759 220646 3.62% 0.459%
33 20.309 2908 2911 2914 rBV 148884 210880 3.46% 0.439%
34 20.450 2932 2935 2939 rVB 184888 228453 3.75% ©.476%
35 20.497 2940 2943 2947 rVB 125799 143275 2.35% ©.298%

36 20.656 2968 2970 2974 rVB 122775 139418 2.29% 0.290%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80223\
Data File : BM@41246.D

Acqg On : 02 Aug 2023 15:53
Operator : MA/JU

Sample : 03810-05

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 M\Methods\8270-BM072823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 21.127 3047 3050 3058 rVB3 940136 1356915 22.28% 2.826%
38 21.427 3095 3101 3105 rBV2 1895174 2889707 47.44% 6.018%
39 21.462 3105 3107 3114 rVB 374333 426141 7.00% 0.887%
40 22.050 3204 3207 3214 rVB 365685 513447 8.43% 1.069%

41 23.797 3499 3504 3511 rVB 1076693 1949430 32.00% 4.060%

Sum of corrected areas: 48019924
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80223\
BM041246.D

: 02 Aug 2023 15:53

: MA/JU

: 03810-05

: 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Time-->

4000000

3000000

2000000

Abundance TIC: BM041246.D\data.ms
5000000

5.369 6.981

8.975
10.604

1000000 7798
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Time-->
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2000000 14.463

1000000

Abundance TIC: BM041246.D\data.ms
5000000

19.862

13.080
15.962

17.221

18.127

0 L 16.627 17194856

12.00 1250 13.00 1350 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

Time-->

4000000

3000000

2000000

1000000

Abundance TIC: BM041246.D\data.ms
5000000

21.427

0\ T ‘ L ‘ L ‘ L ‘ L ‘ L ’ T T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L
21.00 2150 22.00 2250 23.00 2350 24.00 2450 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\BM@80223\
Data File : BM@41246.D

Acqg On : 02 Aug 2023 15:53
Operator : MA/JU

Sample : 03810-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 (E)-Hexadec-9-enoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.062 4.33 ng 620084  Phenanthrene-di10 17.221
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-Hexadec-9-enoic acid 254 C16H3002 010030-73-6 98
2 cis-9-Tetradecenoic acid, propyl... 268 C17H3202 1000405-14-2 94
3 cis-7-Hexadecenoic acid 254 C16H3002 002416-19-5 93
4 Palmitoleic acid 254 C16H3002 000373-49-9 91
5 cis-Vaccenic acid 282 C18H3402 000506-17-2 91
Abundance Scan 2529 (18.062 min): BM041246.D\data.ms (-2525) (- | m/z 55.00 100.00%
55.0
5000
7.0
R [
18.00
137.0 1921 236.1
0 by 9L T 2829 3412 u; 69.18  55.15%
miz--> 50 100 150 200 250 300 350
Abundance #140810: (E)-Hexadec-9-enoic acid
55.0
5000 — :
7.0 18.00
m/z 41.00 54.55%
37.0
0 \“\ U‘“ ‘!‘ “‘”h‘“ﬂm\”“hﬂ“H‘ \‘\1\9\‘2‘.‘0\ \23\?(’)\ LA
miz--> 50 100 150 200 250 300 350
Abundance #158433: cis-9-Tetradecenoic acid, propyl ester
55.0
R [
18.00
5000 70 m/z 83.05 34.99%
' 209.0
166.0
il |
\‘ Hn‘m \H\ N \‘\ -
ol gl o M
m/z--> 50 100 150 200 250 300 350
Abundance #140807: cis-7-Hexadecenoic acid =
55.0 18.00
m/z 97.00 28.77%
5000
7.0
37.0
m/z--> 50 100 150 200 250 300 350 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80223\
Data File : BM@41246.D

Acqg On : 02 Aug 2023 15:53
Operator : MA/JU

Sample : 03810-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.127 15.87 ng 2275520  Phenanthrene-d10 17.221
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 n-Decanoic acid 172 C10H2002 000334-48-5 47

Abundance Scan 2540 (18 127 min): BM041246.D\data.ms (-2534) (- | m/z 73.00 100.00%

5000

129.0

213.1 — ——

1711 ‘ 256.1 18.00 18.50
L

0 M g L L L 03400 0 se.e5 78.45%

mi/z--> 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid

5000 129.0 1 T
18.00 18.50

m/z 43.00 72.12%

ﬂlozwo 256.0
0! \\\‘P‘H‘\ ik \ “ ‘ . \’ “\‘\‘ ; “\‘ T
m/z--> 100 150 200 250 300
Abundance #109281: Tetradecanoic acid
73.0
=
18.00 18.50
5000 m/Z 57.00 58.88%
129.0
29. 185.0 228.0
0 LMHH‘ h” ML al \ \‘m‘\ “\‘ \’ —_ ‘\‘ T
m/z--> 50 100 150 200 250 300
Abundance #92068: Tridecanoic acid —

73.0 18.00 18.50
m/z 55.00 58.24%
5000
29.
129.0
‘ ‘ 1710 214.0
0 ‘H‘“ - ‘“M h‘ \ \ } “H‘\ T \‘\ ’ \“\ LI ‘ T T ‘ L T ‘ T T ‘ T

m/z--> 50 100 150 200 250 300 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80223\
Data File : BM@41246.D

Acqg On : 02 Aug 2023 15:53
Operator : MA/JU

Sample : 03810-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 Phenanthrene, 2,5-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.027 2.26 ng 323710  Phenanthrene-d10 17.221
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2,5-dimethyl- 206 C16H14 003674-66-6 97
2 di-p-Tolylacetylene 206 Cl6H14 002789-88-0 93
3 Phenanthrene, 2,3-dimethyl- 206 Cl6H14 003674-65-5 93
4 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 91
5 Phenanthrene, 1,7-dimethyl- 206 C16H14 000483-87-4 90

Abundance Scan 2693 (19.027 min): BM041246.D\data.ms (-2688) (- m/z 206.05 100.00%
206.1

-

5000
—4— ‘
510 248 1650 h | 28193269  400. 1999
ol el LA 28193209 4000 /7 191,05  43.88%
miz--> 50 100 150 200 250 300 350 400
Abundance #82944: Phenanthrene, 2,5-dimethyl-
206.0
5000 — :
19.00
101.0 m/z 189.00 25.97%
' 165.0‘
O\\?J’"(\)\‘\“\Mh‘\\\\“\‘\‘"\ !‘fh\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #82923: di-p-Tolylacetylene
206.0
T \
19.00
5000 ITI/Z 205.05 24.10%

39.0 102.0 165.0 M !

-

m/z--> 50 100 150 200 250 300 350 400
Abundance #82943: Phenanthrene, 2,3-dimethyl- ——
206.0 19.00
m/z 207.00 16.91%
5000 W
89.0
ST -
m/z--> 50 100 150 200 250 300 350 400 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80223\
Data File : BM@41246.D

Acqg On : 02 Aug 2023 15:53
Operator : MA/JU

Sample : 03810-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.403 5.35 ng 773514  Chrysene-di12 21.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 Oxalic acid, allyl octadecyl ester 382 C23H4204 1000309-24-5 35
5 Octadecane 254 C18H38 000593-45-3 25
Abundance Scan 2757 (19.403 min): BM041246.D\data.ms (-2753) (- | m/z 73.00 100.00%
73.0
5000 129.0 L
185.1 241 2 17
‘ H‘ ‘ ‘ 284.1 19.50
oL ALy w bk 2429 401U o 43,00 85.72%
miz--> 50 100 150 200 250 300 350 400
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 ——
19.50
T 185.0 241 0284-0 m/z 59.95  81.43%
0 \\“\H‘ M “‘\‘ ““‘]‘\‘\‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #126202: Pentadecanoic acid
43.0
=
19.50
5000 m/z 57.05 69.56%
129 0 242.0
‘ 199.0
0\\‘\““““ \\“H“‘HHL‘\H“\‘\\‘HH\‘HH‘HH‘HH“
m/z--> 50 100 150 200 250 300 350 400
Abundance #109281: Tetradecanoic acid —
73.0 19.50
m/z 55.00 62.54%
5000
129.0
29. 185.0228.0
m/z--> 50 100 150 200 250 300 350 400 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80223\
Data File : BM@41246.D

Acqg On : 02 Aug 2023 15:53
Operator : MA/JU

Sample : 03810-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 Cyclopentadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.127 9.39 ng 1356920  Chrysene-d12 21.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 96
2 Behenic alcohol 326 C22H460 000661-19-8 91
3 2- Chloropropionic acid, octadec... 360 C21H41C102 088104-31-8 91
4 n-Tetracosanol-1 354 C24H500 000506-51-4 91
5 1-Tetracosene 336 (C24H48 010192-32-2 91

Abundance Scan 3050 (21.127 min): BM041246.D\data.ms (-3047) (- | m/z 57.00 100.00%

57.0
5000

— —
i T ow o
bbb Ly, 19612540 3571 4609 549 /7 43.00  90.40%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #87654: Cyclopentadecane
55.0

o

5000 — ——
21.00 21.50
m/z 83.10 85.51%
H 1f5-° 210.0
O‘\\L ’J\I\‘\‘\‘4\1‘\‘!“\\\‘\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #232316: Behenic alcoho
83.0
—— —
21.00 21.50
5000 m/z 55.00 85.48%
Loff ‘ |12 22202800
R R e e e AR AR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #269867: 2- Chloropropionic acid, octadecyl ester ——
57.0 21.00 21.50
m/z 69.00 79.04%

5000

o_“\“‘,u —— —
miz—-> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80223\
Data File : BM@41246.D

Acqg On : 02 Aug 2023 15:53
Operator : MA/JU

Sample : 03810-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 6 1-Tricosene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.050 3.55 ng 513447 Chrysene-d12 21.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tricosene 322 C23H46 018835-32-0 87
2 Cycloeicosane 280 C20H40 000296-56-0 80
3 1-Octadecanol 270 C18H380 000112-92-5 78
4 Behenic alcohol 326 C22H460 000661-19-8 70
5 n-Nonadecanol-1 284 C19H400 001454-84-8 70
Abundance Scan 3207 (22.050 min): BM041246.D\data.ms (-3204) (- | m/z 242.10 100.00%
83.0 242.1
5000
T \
‘ 1F9'1 90 355.0410.2 4771 22.00
oL b RULILL J208, L 299035504102 4771 /0 g3 99 91.79%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #227234: 1-Tricosene
43.0
7.0
5000 ——
22.00
m/z 55.00 90.30%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #173728: Cycloeicosane
55.0
T \
22.00
5000 m/z 69.05 89.55%
111.0
““‘ — e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #161352: 1-Octadecanol T ‘
55.0 22.00
m/z 97.05 87.39%
5000 111.0 AWJ\‘M/\
\ ||| g0 2520
ol “‘H“‘ﬁMhm»u_“"H““‘H““w““_““ —
m/z--> 50 100 150 200 250 300 350 400 450 22.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80223\
Data File : BM041246.D

Acqg On : 02 Aug 2023 15:53
Operator : MA/JU

Sample : 03810-05

Misc

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@72823.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|
(E)-Hexadec-9-e... 18.062 4.3 ng 620084 4 17.221 2866820 20.0
n-Hexadecanoic ... 18.127 15.9 ng 2275520 4 17.221 2866820 20.0
Phenanthrene, 2... 19.027 2.3 ng 323710 4 17.221 2866820 20.0
Octadecanoic acid 19.403 5.3 ng 773514 5 21.427 2889710 20.0
Cyclopentadecane 21.127 9.4 ng 1356920 5 21.427 2889710 20.0
1-Tricosene 22.050 3.5 ng 513447 5 21.427 2889710 20.0
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