LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
Data File : BM@29643.D

Acqg On : 24 Apr 2021 18:31
Operator : CG/JU

Sample : M2149-10

Misc :

ALS Vvial : 15 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-BM042121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@29643.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.222 390 397 415 rBV 1227904 1769882 40.17% 7.606%
2 6.804 656 666 682 rBV 1132730 1890397 42.90% 8.123%
3 7.622 797 805 815 rBV 321703 512445 11.63% 2.202%
4 7.757 822 828 834 rVB 29901 46872 1.06% 0.201%
5 8.781 995 1002 1010 rBV 725206 1222312 27.74% 5.253%

6 10.404 1271 1278 1284 rBV 386153 646934 14.68%  2.780%
7 12.886 1692 1700 1712 rBV 2084680 3020664 68.55% 12.980%
8 13.727 1838 1843 1855 rVB 49590 80863 1.84% ©.347%
9 14.268 1929 1935 1943 rBV 602066 891644 20.23%  3.832%
10 15.762 2182 2189 2197 rBV 1764683 2400921 54.49% 10.317%

11 17.015 2395 2402 2407 rBV 720196 1051058 23.85% 4.517%
12 17.056 2407 2409 2415 rVB 53150 62960 1.43% 0.271%
13 17.921 2552 2556 2565 rBV 271596 396765 9.00% 1.705%
14 18.403 2635 2638 2642 rVB2 40049 51400 1.17% 0.221%
15 18.639 2672 2678 2686 rBV4 58247 107761 2.45%  ©.463%
16 18.850 2712 2714 2720 rVB2 41604 52900 1.20% 0.227%
17 19.074 2748 2752 2756 rBV 115556 162028 3.68% 0.696%
18 19.139 2760 2763 2767 rVB2 52848 67375 1.53% ©.290%
19 19.209 2771 2775 2782 rBV2 97972 170223 3.86% 0.731%
20 19.439 2810 2814 2817 rBV 106312 132071 3.00% ©.568%

21 19.650 2844 2850 2857 rBV 3549441 4406474 100.00% 18.936%
22 19.809 2873 2877 2882 rVB 257443 309007 .01%
23 20.192 2939 2942 2947 rVB 98998 110360 .50%
24 20.392 2972 2976 2981 rVB 267774 348192  7.90%
25 20.921 3063 3066 3075 rVB 534409 673381 15.28%
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26 21.197 3108 3113 3117 rBV 1080609 1403403 31.85%
27 23.385 3480 3485 3492 rVB2 699581 1282534 29.11% 5.511%
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=
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Sum of corrected areas: 23270826
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 24 Apr 2021 18:31
: CG/JU
: M2149-10

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
BM029643.D

: 15  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
Data File : BM@29643.D

Acqg On : 24 Apr 2021 18:31
Operator : CG/JU

Sample : M2149-10

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.921 7.55 ng 396765  Phenanthrene-d10 17.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 89
4 Octadecanoic acid 284 C18H3602 000057-11-4 76
5 Pentadecanoic acid 242 C15H3002 001002-84-2 76

Abundance Scan 2556 (17.921 min): BM029643.D\data.ms (-2552) (- m/z 73.10 100.00%

731
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120.1 p132
390 H ‘ 171.1 ‘ 256.3 18100
0! Ll A, o m‘u Pl b L8260 1 4300 83.38%

m/z--> 100 150 200 250 300
Abundance #107549: n-Hexadecanoic acid
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60.0
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18.00
1710 213.0 256.0 m/z 41.10 78.78%
bhoy | fo B0
OV T T ‘ T T T T “\ T T T ‘ \‘\ T T ‘ T T T T ‘ T T T

m/z--> 50 100 150 200 250 300
Abundance #72646: Tridecanoic acid
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T
18.00

5000 ITI/Z 60.00 77 .05%
29.
129.0
‘ 171.0 214.0
oL ‘\‘ H‘ ‘u‘u JMLH‘\M‘ wh‘h “\‘ e “ L R e S e
m/z--> 50 100 150 200 250 300
Abundance #84453: Tetradecanoic acid —T
73.0 18.00
m/z 55.10 63.82%
5000
129.0
29. 185.0 228.0
O, ‘Hm \\‘H‘L {M‘\‘ il “ ‘ L \u“ - ‘\‘ \‘ e A . ‘ .
m/z--> 50 100 150 200 250 300 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
Data File : BM@29643.D

Acqg On : 24 Apr 2021 18:31

Operator : CG/JU

Sample : M2149-10

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042121.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 4b,8-Dimethyl-2-isopropylph... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
18.639 2.05 ng 107761  Phenanthrene-die 17.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 4b,8-Dimethyl-2-isopropylphenant... 256 C19H28

2 Cyclopentanecarboxylic acid, 1,2... 286 C17H22N202

3 s-Indacen-1(2H)-one, 3,5,6,7-tet... 256 C18H240
4 Naphthalene, 6-ethyl-1,2,3,4-tet... 256 C19H28

5 Bisphe

nol C

256 C17H2002

Abundance Scan 2678 (18.639 min): BM029643.D\data.ms (-2672) (-

159.1
241.2
5000
117.1
43.0 99, 2851 327.0
0,
mlz--> 50 100 150 200 250 300 350
Abundance #107705: 4b,8-Dimethyl-2-isopropylphenanthrene, 4b,5,6
241.0
159.0
5000
43.0 1150 ) | 4999
Ot \H“\ s \““\‘\ ‘\H \h““‘mw ‘\M\‘\ “ T “‘\ LA B e
m/z--> 50 100 150 200 250 300 350
Abundance #132945: Cyclopentanecarboxylic acid, 1,2,2-trimethyl-3-

1000197-14-1 91
1000302-75-6 58
038754-94-8 45
301643-35-6 38
000079-97-0 25

m/z 159.05 100.00%

-

T T
18.50 19.00
m/z 241.15 76.22%

-

e T
18.50 19.00
m/z 185.05  45.56%

-

159.0 241.0
e e
18.50 19.00
5000 ITI/Z 117.05 20.38%
41.0 199.0 286.0
92.0
o,
miz--> 50 100 150 200 250 300 350
Abundance #107691: s-Indacen-1(2H)-one, 3,5,6,7-tetrahydro-3,3,4,% P ——
241.0 18.50 19.00
m/z 143.00 18.84%
5000
185.0
29.0 142.0
m/z--> 50 100 150 200 250 300 350 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
Data File : BM@29643.D

Acqg On : 24 Apr 2021 18:31
Operator : CG/JU

Sample : M2149-10

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

19.209 2.43 ng 170223 Chrysene-d12 21.197
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 89
3 Undecanoic acid 186 C11H2202 000112-37-8 64
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Tridecanoic acid 214 C13H2602 000638-53-9 52

Abundance Scan 2775 (19.209 min): BM029643.D\data.ms (-2771) - m/z 73.10 100.00%
73.1

129.0
5000
185.2 2413
284.3 — ——
19.00 19.50
0! “H‘L“M byl “M‘ H;‘\ \“V“‘i“”w”“}”““{“ “H\ \‘H‘HW ul ‘Lm“ ! ‘32“?0‘\ ‘ m/z 43.10 94.56%
m/z--> 50 100 150 200 250 300
Abundance #131258: Octadecanoic acid
43.0
5000 129.0 — —
83.0 19.00 19.50
' 185.0 284.0 m/z 60.00  85.64%
. 241.0 ‘ . . (]
0! \w}‘\\h“\\l w““\‘ ‘L “\‘ “ ‘\‘\‘ “\ ‘\‘ , ‘\‘ T
m/z--> 50 100 150 200 250 300
Abundance #95851: Pentadecanoic acid
73.0
e —
19.00 19.50
5000 129.0 m/Z 41.10 81.82%
29.
199.0 2420
o= ‘L‘ ““‘h\“ M\‘u} “““ “ ;“ L N “\‘ T
m/z--> 50 100 150 200 250 300
Abundance #50052: Undecanoic acid T ——
60.0 19.00 19.50
m/z 55.10 75.67%
5000
129.0
186.0
ot%: MW — —
m/z--> 50 100 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
Data File : BM@29643.D

Acqg On : 24 Apr 2021 18:31
Operator : CG/JU

Sample : M2149-10

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Benzene, 1,3-dimethoxy-5-[(... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.809 4.40 ng 309007 Chrysene-d12 21.197
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dimethoxy-5-[(1E)-2... 240 C16H1602 021956-56-9 98
2 [1,1'-Biphenyl]-4,4'-diamine, 3,... 240 C16H20N2 054827-17-7 55
3 Benzene, 1,3-dimethoxy-4-[(1E)-2... 240 C16H1602 1000368-46-0 53
4 9H-Carbazole, 9-ethyl-3-nitro- 240 C14H12N202 000086-20-4 50
5 Benzenamine, 4-[2-(4-nitrophenyl... 240 C14H12N202 004629-58-7 50

Abundance Scan 2877 (19.809 min): BM029643.D\data.ms (-2873) (-  m/z 240.10 100.00%

240.1
5000 165.1
19‘50‘ éO‘Od
7611 ‘ : :
oL 3 Jr b ‘h‘ ;‘u‘ I \‘\ H‘\ \\”\\2%}3‘2“‘ - ‘2‘8‘1"1‘ 324.2 - m/z 165.10  49.85%
mlz--> 50 100 150 200 250 300 350
Abundance #94251: Benzene, 1,3-dimethoxy-5-[(1E)-2-phenyletheny
240.0
165.0
5000 - S
19.50 20.00
76.0 115 m/z 239.15 42.70%
39- 1044 Jepdol |
0- 2\‘2\\“\“\\\\‘\\\\‘\
miz--> 50 100 150 250 300 350
Abundance #94298: [1,1‘—Biphenyl]—4,4—dlamme, 3,3',5,5"-tetramethyl
240.0
== s
19.50 20.00
5000 m/z 152.0  21.12%
ol 390 77.0 120015701950
e e e e
miz--> 50 100 150 200 250 300 350
Abundance #94250: Benzene, 1,3-dimethoxy-4-[(1E)-2-phenyletheny P —
240.0 19.50 20.00
m/z 241.10 18.27%
5000
165.0
77.0
0“3‘9\\(‘)\‘\“\\“ \‘\ HMM H\H‘\‘u‘\‘ “\‘ ‘n‘\‘ \“\““HH‘HH“ — —
m/z--> 50 100 150 200 250 300 350 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
Data File : BM@29643.D

Acqg On : 24 Apr 2021 18:31
Operator : CG/JU

Sample : M2149-10

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Methyl dehydroabietate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.392 4.96 ng 348192 Chrysene-d12 21.197
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl dehydroabietate 314 C21H3002 001235-74-1 89
2 9,10-Anthracenedione, 2-amino-3-... 239 C14H9NO3 000117-77-1 59
3 trans-1,2-Bis(methyldichlorosily... 252 C4H8C14Si2 065899-10-7 53
4 Phthalic acid, 4-bromophenyl 3-m... 410 C21H15Bro4 1000315-67-3 50
5 Benzaldehyde, 3-[4-(1,1-dimethyl... 254 C17H1802 069770-23-6 50

Abundance Scan 2976 (20.392 min): BM029643.D\data.ms (-2972) (- m/z 239.15 100.00%

239.2
5000
mmaameen
43.1 910 141.1 299.1 : :
! 16 L1 3582 4162 5 540,15 20.64%
mlz--> 50 100 150 200 250 300 350 400
Abundance #156720: Methyl dehydroabietate
239.0
5000 = g
20.00 20.50
299.0 m/z 141.05 7.59%
43.0 141.0 ‘
o ‘H‘H ! ‘]‘T “‘H‘\ \Uw\“\‘l‘uh\‘ “}?1“‘ e ‘\‘ vl ‘L‘ R RmEEE
m/z--> 50 100 150 200 250 300 350 400
Abundance  #93137: 9,10-Anthracenedione, 2-amino-3-hydroxy-
239.0
— —r
20.00 20.50
5000 m/z 299.15  6.93%
154.0
o220 Il L
miz--> 50 100 150 200 250 300 350 400
Abundance  #104235: trans-1,2- Bls(methyld|ch|or05|lyl)ethylene e —
104.0 239. 20.00 20.50
m/z 43.10 5.88%
5000 WW
0 L N
mlz--> 100 150 200 250 300 350 400 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
Data File : BM@29643.D

Acqg On : 24 Apr 2021 18:31
Operator : CG/JU

Sample : M2149-10

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 E-15-Heptadecenal Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

20.921 9.60 ng 673381 Chrysene-d12 21.197
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 E-15-Heptadecenal 252 C17H320 1000130-97-9 96
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
3 Cyclohexadecane 224 C16H32 000295-65-8 93
4 n-Tetracosanol-1 354 C24H500 000506-51-4 93
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91

Abundance Scan 3066 (20.921 min): BM029643.D\data.ms (-3063) (- m/z 43.10 100.00%

43.1
7.1
5000
21.00
226.1 :
- 1 H‘a Sk 2BLASSL0 41724685 0 57,10 97.26%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #104157: E-15-Heptadecenal
43.0
7.0
5000 T
21.00
’ m/z 55.10  86.88%
0 \J 15520203, 025!20 I I I !
T f\\\\\\\‘\\\\‘\\\\\\\\\\\\\\\\\\\\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227401: Heptadecy! heptafluorobutyrate
57.0
——
21.00
5000 ITI/Z 83.10 84.66%
11.0
‘ } ‘ 169.0 238.0
o L
miz--> 50 100 150 200 250 300 350 400 450
Abundance #81246: Cyclohexadecane T
55.0 21.00
m/z 97.10 81.12%
5000
11.0
224.0
01'1670“ —r
m/z--> 50 100 150 200 250 300 350 400 450 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
Data File : BM0@29643.D

Acqg On : 24 Apr 2021 18:31
Operator : CG/JU

Sample : M2149-10

Misc :

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
n-Hexadecanoic ... 17.921 7.5 ng 396765 4 17.015 1051060 20.0
4b,8-Dimethyl-2... 18.639 2.0 ng 107761 4 17.015 1051060 20.0
Octadecanoic acid 19.209 2.4 ng 170223 5 21.197 1403400 20.0
Benzene, 1,3-di... 19.809 4.4 ng 309007 5 21.197 1403400 20.0
Methyl dehydroa... 20.392 5.0 ng 348192 5 21.197 1403400 20.0
E-15-Heptadecenal 20.921 9.6 ng 673381 5 21.197 1403400 20.0
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