LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031022\
Data File : BP0@9351.D

Acqg On : 10 Mar 2022 18:57
Operator : CG/JU

Sample : N1843-03

Misc :

ALS Vvial : 14 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_ P\Methods\8270E-BP©30522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@9351.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.069 9 14 25 rVB 626491 986008 7.30% 0.907%
2 4.046 176 180 191 rVB 87150 140826 1.04% 0.130%
3 4.951 329 334 347 rVB 274684 464497 3.44% 0.428%
4 5.416 406 413 423 rBV 5429783 8753540 64.79%  8.057%
5 6.993 673 681 698 rBV 5460641 9562779 70.77% 8.801%

6 7.816 813 821 829 rBV 1807508 3082324 22.81% 2
7 8.969 1009 1017 1028 rVB 3574306 6226982 46.09% 5
8 10.398 1252 1260 1270 rBV 100164 216414 1.60% ©.199%
9 10.610 1288 1296 1303 rBV 2499174 4508201 33.37% 4
10 13.080 1708 1716 1731 rBV 8285855 13466810 99.67% 12.

11 14.175 1897 1902 1910 rVB 125561 208754  1.54%
12 14.457 1943 1950 1957 rBV 3719179 5763998 42.66%
13 14.522 1957 1961 1969 rVB 104168 185701 1.37%
14 15.004 2037 2043 2049 rBV 103034 239797 1.77%
15 15.5e4 2125 2128 2137 rVB 94351 150750 1.12%
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16 15.951 2197 2204 2215 rBV 6420146 10348604 76.59%
17 17.216 2413 2419 2423 rBV 4121307 6112745 45.24%
18 17.257 2423 2426 2432 rVB 630118 931475 6.89%
19 17.345 2438 2441 2448 rVB 224798 337324  2.50%
20 18.127 2569 2574 2583 rVB2 1336684 1965459 14.55%
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21 18.280 2595 2600 2603 rBV2 259166 427034  3.16%
22 18.680 2664 2668 2678 rVB 345857 483410 3.58%
23 19.239 2758 2763 2768 rBV 1721289 2512055 18.59%
24 19.298 2769 2773 2777 rVB 497310 646528  4.78%
25 19.362 2780 2784 2793 rVV2 713655 1199742  8.88%
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26 19.586 2818 2822 2831 rVB 1513486 2316720 17.15% 2.132%
27 19.792 2852 2857 2869 rVB 10251530 13511663 100.00% 12.436%
28 21.056 3068 3072 3078 rBV2 846731 1517274 11.23%  1.396%
29 21.321 3112 3117 3122 rBV2 3901328 6282068 46.49% 5.782%
30 23.733 3522 3527 3545 rVB2 2577806 6102087 45.16% 5.616%

Sum of corrected areas: 108651569
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031022\
Data File : BP@@9351.D

Acqg On : 10 Mar 2022 18:57
Operator : CG/JU

Sample : N1843-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP009351.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031022\
Data File : BP@@9351.D

Acqg On : 10 Mar 2022 18:57
Operator : CG/JU

Sample : N1843-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.069 6.40 ng 986008 1,4-Dichlorobenzene-d4 7.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 86
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17

5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance  Scan 14 (3.069 min): BP009351.D\data.ms (-9) (-) m/z 73.00 100.00%

73.0
5000 J\

AR RERRRREEEEEIL

‘ ‘ i 3.103.203.303.403.50
ob )| 180.0186.9 252.0  357.0 429148635447 1 ; 43.00  29.80%

m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #5054: Butane, 2-methoxy-2-methyl-

73.0
5000 T[T T T T[T T[T T [T T [TTT
3.103.203.303.403.50
‘ m/z 87.05 24.94%
OJ”‘W “
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
T
3.103.203.303.403.50
5000 m/z 55.10 21.06%
o‘H”ﬂ,,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4994 Pentane, 3-methoxy- e A REARARRRRERRRREREESEE:
73.0 3.103.203.303.403.50
m/z 71.10 10.47%
5000 \/L
I NS
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.103.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031022\

Data File : BP@©9351.D

Acqg On : 10 Mar 2022 18:57
Operator : CG/JU

Sample : N1843-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Peak Number 2 2-Pentanone, 4-hydroxy-4-me...

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
4.951 3.01 ng 464497  1,4-Dichlorobenzene-d4 7.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 32
3 Butane, 1-ethoxy- 102 C6H140 000628-81-9 17
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
5 Propane, 1l-ethoxy-2-methyl- 102 C6H140 000627-02-1 17
Abundance Scan 334 (4.951 min): BP009351.D\data.ms (-329) (-) m/z 43.00 100.00%
43.0
5000 ﬁ/\MNMM&
101-0 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
| ‘ 4.60 4.80 5.00 5.20
ol b b 192:9 267.1327.3 401046158213 n/; s59.00  62.32%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 T T T T T[T T T [ TT T T[T 11T
4.60 4.80 5.00 5.20
m/z 101.00 23.94%
101.0
O‘\\"f“\"\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4542: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43.0
R
4.60 4.80 5.00 5.20
m/z 58.00 15.96%
5000 101.0
o_u‘“!,l N —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4989: Butane, 1-ethoxy- R ERRRESE e
59.0 4.60 4.80 5.00 5.20
m/z 41.10 9.26%
O‘V, | et
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031022\
Data File : BP@@9351.D

Acqg On : 10 Mar 2022 18:57
Operator : CG/JU

Sample : N1843-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 1
R.T. EstConc Area Relative to ISTD R.T.
18.127 6.43 ng 1965460  Phenanthrene-d10 17.215
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 81
5 Pentadecanoic acid 242 C15H3002 001002-84-2 74

Abundance Scan 2574 (18.127 min): BP009351.D\data.ms (-2569) (- m/z 73.00 100.00%

73.0
5000
213.2
=

18.00 18.50

“‘ ‘I\ s ‘ p81.0 344 3401 1 4756 544.¢

O AR L ) | 0D S 205848 m/z e@.00  76.34%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T bl

18.00 18.50
m/z 43.05 72.36%

“ 213.0
O\\i‘[‘ \L"“Wh\h\\H\Wf!\‘\‘!\\“\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid

73.0

7 —
18.00 18.50
5000 ITI/Z 57.05 61.77%
H 1850  284.0
LY 1) 7T Y B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92068: Tridecanoic acid T ——
73.0 18.00 18.50
m/z 55.05 59.09%
5000
L 2140
O\M‘H\ AR
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031022\
Data File : BP@@9351.D

Acqg On : 10 Mar 2022 18:57
Operator : CG/JU

Sample : N1843-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 10,18-Bisnorabieta-5,7,9(10... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.298 2.06 ng 646528  Chrysene-di12 21.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10,18-Bisnorabieta-5,7,9(10),11,... 238 C18H22 006566-19-4 99
2 1,3-Diethyl-5-(1-phenylethyl)ben... 238 C18H22 1000482-32-6 64
3 cyclopropanone, 2-(4-methoxyphen... 238 C16H1402 1000401-16-2 58
4 4,4'-Diisopropylbiphenyl 238 C18H22 018970-30-4 58
5 Benzene, 1,1'-ethylidenebis[3,4-... 238 C18H22 001742-14-9 49
Abundance Scan 2773 (19.298 min): BP009351.D\data.ms (-2769) (- m/z 223.10 100.00%
2238.1
5000
165.1
R —
| \ “ ‘ 2041 19.00 19.50
0:38 ?mww gl ] 3041 37134202 5204 /7 238,15 61.87%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #121373: 10,18-Bisnorabieta-5,7,9(10),11,13-pentaene
223.0
5000 165. —
19.00 19.50
m/z 181.10 46.02%
104.0 \ “
O \\\“‘\l‘\h\hl\m““\h\l\l‘\"\\I\H\"‘M\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #121364: 1,3-Diethyl-5-(1-phenylethyl)benzene
2238.0
S F
19.00 19.50
5000 m/z 165.10 32.53%
165.0
105.0 \“ ‘
02‘92”\\4‘”‘"‘!1‘1\ N —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #121219: cyclopropanone, 2-(4-methoxyphenyl)-3-pheny — —
238.0 19.00 19.50
m/z 195.10 29.04%
5000
o SRR e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031022\
Data File : BP@@9351.D

Acqg On : 10 Mar 2022 18:57
Operator : CG/JU

Sample : N1843-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.363 3.82 ng 1199746  Chrysene-d12 21.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 87
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
4 Pentadecanoic acid 242 C15H3002 001002-84-2 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 2784 (19.362 min): BP009351.D\data.ms (-2780) (- m/z 73.00 100.00%
73.0
5000 ’L
241.2
— ——
‘ } \ ‘ 19.00 19.50
0l \' A J"w A d kb ?P%??’ﬁ? 14291 4999 /7 43.10  84.12%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
5000 — —
19.00 19.50
185.0 284.0 m/z 60.00 78.08%
0\"\‘\“ ‘WI\[”!\Y\‘\\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid
73.0
= T
19.00 19.50
5000 m/z 57.10 70.68%
L 228.0
i Jiu L m\
o ¥l L \
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid “ —
60.0 19.00 19.50
m/z 55.00 65.42%
5000 129.0 ML
H 213.0
Obrrhy ‘l“u‘ﬁ‘hww‘\‘\m_m“w_m_Wwwww — e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031022\
Data File : BP@@9351.D

Acqg On : 10 Mar 2022 18:57
Operator : CG/JU

Sample : N1843-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 Cyclohexadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.057 4.83 ng 1517276  Chrysene-d12 21.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 93
2 9-Eicosene, (E)- 280 C20H40 074685-29-3 92
3 5-Octadecene, (E)- 252 C18H36 007206-21-5 91
4 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
5 Cyclopentadecane 210 C15H30 000295-48-7 90
Abundance Scan 3072 (21.056 min): BP009351.D\data.ms (-3068) (- m/z 57.10 100.00%
57.1
5000 226.1 MJ\‘JW\
N T
1L ‘. } 30}2'1 393.3457.4 549, 2199
ol phbLl mem btk e s M/z 83,10 89.22%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #104594: Cyclohexadecane
55.0
5000 —— :
21.00
m/z 43.10 85.63%
1" 224.0
O\\LL“\\\\‘!\\1‘\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #173730: 9-Eicosene, (E)-
57.0
N T
21.00
5000 m/z 55.05 82.06%
50
0 | 1‘ |1320 2800
el et
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #138523: 5-Octadecene, (E)- — ‘
55.0 21.00
m/z 97.10  79.36%
0 m' 17501829 2520
“‘w“H‘“H"H“‘H“H“‘H“_“‘_“w“‘w“u“ —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031022\
Data File : BP0@9351.D

Acqg On : 10 Mar 2022 18:57
Operator : CG/JU

Sample : N1843-03

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP©30522.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|
Butane, 2-metho... 3.069 6.4 ng 986008 1 7.816 3082320 20.0
2-Pentanone, 4-... 4.951 3.0 ng 464497 1 7.816 3082320 20.0
n-Hexadecanoic ... 18.127 6.4 ng 1965460 4 17.215 6112750 20.0
10,18-Bisnorabi... 19.298 2.1 ng 646528 5 21.321 6282070 20.0
Octadecanoic acid 19.363 3.8 ng 1199740 5 21.321 6282070 20.0
Cyclohexadecane 21.057 4.8 ng 1517270 5 21.321 6282070 20.0
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