LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010722\
Data File : BP0O@8733.D

Acqg On : 07 Jan 2022 19:02
Operator : CG/JU

Sample : N1065-14

Misc :

ALS Vvial : 12 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-BP010622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@8733.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.064 9 13 33 rVB 1633234 2455790 13.30% 2.615%
2 5.452 412 419 431 rBV 3912237 6173232 33.43% 6.574%
3 7.040 681 689 708 rBV 3757077 6314088 34.19% 6.724%
4 7.869 822 830 838 rBV 1214994 1954520 10.59% 2.082%
5 9.028 1018 1027 1039 rBV 2373595 4088422 22.14% 4.354%

6 10.452 1261 1269 1288 rBV 357438 752199 4.07% 0.801%
7 10.669 1299 1306 1317 rBV 1571998 2771651 15.01%  2.952%
8 13.134 1718 1725 1742 rBV 6751338 10464939 56.67% 11.145%
9 14.345 1923 1931 1941 rBV 75946 247547 1.34% 0.264%
10 14.504 1952 1958 1980 rVB 2454896 3864309 20.93% 4.115%

11 15.998 2205 2212 2239 rBV 5307429 8365484 45.30%
12 17.257 2420 2426 2440 rBV 3152476 4935903 26.73%
13 18.157 2574 2579 2587 rBV 429084 702326 3.80%
14 19.386 2785 2788 2798 rBV 256476 423837 2.30%
15 19.622 2825 2828 2836 rVB 113295 185599 1.01%
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16 19.822 2856 2862 2870 rBV 14746904 18464957 100.00% 19.665%
17 21.063 3069 3073 3080 rBV 1203416 1524436  8.26% 1.623%
18 21.227 3097 3101 3104 rBV3 520071 970013 5.25% 1.033%
19 21.351 3116 3122 3126 rBV 4896424 6364322 34.47% 6.778%
20 21.469 3137 3142 3147 rBV 4211001 6028232 32.65% 6.420%

21 23.774 3527 3534 3545 rVB 3270396 6847563 37.08%  7.292%

Sum of corrected areas: 93899369
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: @7 Jan 2022 19:02
: CG/IU
: N1e65-14

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010722\
BP008733.D

: 12 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP010622.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1.4e+07

1.2e+07

le+07

8000000

6000000

4000000

2000000

0

TIC: BP008733.D\data.ms

5.452 7.040

9.028
1064 10.669

7.869
10.45

Time--> 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance

1.4e+07

1.2e+07

1e+07

8000000

6000000

4000000

2000000

TIC: BP0O08733.D\data.ms
19.822

13.134
15.998

17.257
14.504

1434 18.157 19.38562

0
Time-->
Abundance

1.4e+07

1.2e+07

le+07

8000000

6000000

4000000

2000000

0

12.00 1250 13.00 13.50 14.00 1450 1500 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
TIC: BP008733.D\data.ms

21.351

2[1.469
23.774

2126,

Time--> 20.

50 21.00 2150 22.00 2250 23.00 23.50 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_P\Data\BP010722\
Data File : BP0O@8733.D

Acqg On : @07 Jan 2022 19:02
Operator : CG/JU

Sample : N1e65-14

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP010622.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.064 25.13 ng 2455790  1,4-Dichlorobenzene-d4 7.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
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 13 (3.064 min): BP008733.D\data.ms (-9) (-) m/z 73.00 100.00%
73.0
5000 Jk
RRaREE o AR RAN L
‘ ‘ 3.103.203.303.403.50
4
obM.1| 1309 2049 28103409 4200487.2545¢ . 4300  31.63%
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 T[Tt
3.103.203.303.403.50
‘ m/z 86.95 25.47%
OJ“‘WJI‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
R aRa o RN A
3.103.203.303.403.50
5000 m/z 55.00 22.27%
o‘“”ﬂl,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4994: Pentane, 3-methoxy- T
73.0 3.103.203.303.403.50
m/z 71.10 10.99%
5000 J\
0\\H\“J“\m\‘\\\\‘\\\\‘\m‘\m‘\m‘\m‘uu‘\m‘mw o R RANANRERESERRRSREREEREE
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\BP010722\
Data File : BP0O@8733.D

Acqg On : @07 Jan 2022 19:02
Operator : CG/JU

Sample : N1e65-14

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP010622.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.451 5.43 ng 752199  Naphthalene-d8 10.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 91
2 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 78
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
4 3,3-Dimethylbutane-2-0l 102 C6H140 000464-07-3 50
5 Di-sec-Butyl ether 130 C8H180 006863-58-7 50

Abundance Scan 1269 (10.452 min): BP008733.D\data.ms (-1261) (- m/z 57.05 100.00%

57.0 ‘
5000
L=
10.50

132.0
oﬂ““%2089280?35954}52377?5369 m/z 45.00  92.88%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38404: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 T
10.50

41.00  35.71%
|

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]-
45.0
1050

5000 m/z 75.00 22.82%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10091: Ethylene glycol monoisobutyl ether =
57.0 10.50

56.05 16.03%

AH hM 18.0

S S
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 1050
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010722\
Data File : BP0O@8733.D

Acqg On : @07 Jan 2022 19:02
Operator : CG/JU

Sample : N1e65-14

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP010622.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 6
R.T. EstConc Area Relative to ISTD R.T.
18.157 2.85 ng 702326  Phenanthrene-di10 17.257
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 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 91
5 Octadecanoic acid 284 C18H3602 000057-11-4 87

Abundance Scan 2579 (18.157 min): BP008733.D\data.ms (-2574) (- m/z 73.00 100.00%

3

5000 MWWMMNMWJ\\K\HM‘NW
213.2
T —
HHIF H\ 28193409 4291 00 Tro
0 A HM oLl #8L.9340.9 42014891549, 1/, 43.00  77.91%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 R T
18.00 18.50
H 213.0 m/z 60.00 77 .15%
O‘\\\J" l‘"\“\“}\“\\f!\‘\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109284: Tetradecanoic acid
73.0
= =
18.00 18.50
m/z 55.00 65.66%
5000 185.0 /
Ll
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid —— —
73.0 18.00 18.50
m/z 57.10 65.14%
5000
‘L 199.0
L5. }H “
0 ‘IJ WM‘ e -

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

8270E-BP010622.M Mon Jan 10 18:04:14 2022

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010722\
Data File : BP0O@8733.D

Acqg On : @07 Jan 2022 19:02
Operator : CG/JU

Sample : N1e65-14

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP010622.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 5-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.063 4.79 ng 1524440  Chrysene-d12 21.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 99
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 Pentacos-1-ene 350 C25H50 016980-85-1 94
4 1-Hexacosene 364 C26H52 018835-33-1 94
5 Nonacos-1-ene 406 C29H58 018835-35-3 94

Abundance Scan 3073 (21.063 min): BP008733.D\data.ms (-3069) (- m/z 83.10 100.00%

83.1
5000
Lﬁ* 21.00 |
207.0 .
ol AAMARHES 0 2801 3560 4291 5352 ./, 5716 98.74%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #173729: 5-Eicosene, (E)-
55.0
5000 —— |
21.00
’ m/z 97.10 91.81%
0‘\\J‘\l\’“\\\‘ﬂfh\l\‘\\l\g\e‘\q\\‘%?9\‘0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #232316: Behenic alcoho
83.0
—— ‘
21.00
5000 ITI/Z 55.00 90.19%
o0 LI IP20 22202800
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #259982: Pentacos-1-ene T
55.0 21.00
m/z 43.05 87.84%
5000
125.0
oL M 1950 2640 250
‘H‘,‘“_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_ ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010722\
Data File : BP0O@8733.D

Acqg On : @07 Jan 2022 19:02
Operator : CG/JU

Sample : N1e65-14

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP010622.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 Friedelan-3-one Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

21.227 3.05 ng 970013  Chrysene-di12 21.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Friedelan-3-one 426 C30H500 000559-74-0 89
2 Decahydro-8a-ethyl-1,1,4a,6-tetr... 222 C16H30 1000100-23-6 60
3 1-Ethynylcyclododecanol 208 C14H240 1000484-40-4 46
4 2,2,6-Trimethyl-1-(2-methyl-cycl... 218 C15H220 1000188-72-8 41
5 1-Formyl-2,2-dimethyl-3-cis-(2-m... 220 C15H240 1000144-10-0 38

Abundance Scan 3101 (21.227 min): BP008733.D\data.ms (-3097) (- m/z 97.10 100.00%
97.1

?

5000
1 2100 2150
3 & 4113 ‘ : -
o LM 3411 4760 548! 1/7 69.00  95.12%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #316502: Friedelan-3-one
69.0
5000 —— —
35.0 21.00 21.50
‘ 205.0 273.0 m/z 95.10 88.59%
L L e 220
‘\\\\‘\ f\‘ f\[\\\\‘f\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #102204: Decahydro-8a-ethyl-1,1,4a,6-tetramethylnaphtt

%

128.0  207.0
21.00 21.50
5000 55.0 ITI/Z 109.10 81.12%
0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #85242: 1-Ethynylcyclododecanol T —
69.0 21.00 21.50
m/z 123.10  72.33%
) J\\L
OH‘ ‘!”NHMO S
m/z--> 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_P\Data\BP010722\
Data File : BP0O@8733.D

Acqg On : @07 Jan 2022 19:02
Operator : CG/JU

Sample : N1e65-14

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP010622.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 (E)-7-Benzylidene-1-azabicy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.469 18.94 ng 6028230  Chrysene-d12 21.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 91
2 Triphenylphosphine oxide 278 C18H150P 000791-28-6 74
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 37
4 3-(3,4-Dichlorophenyl)-2-thioxo-... 277 C9H5C12NOS2 017046-34-3 32
5 2-Phenyl-6-(trifluoromethyl)-1H-... 277 C15H1@F3NO 1000387-59-3 28
Abundance Scan 3142 (21.469 min): BP008733.D\data.ms (-3137) (- m/z 277.10 100.00%
277.1
5000
77.0 201.0 T
‘ 13900 l H 21.50
O bk 2300 L 1 355.1415.1475.05363 ./, 578 10  33.61%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
5000 éfsd
77.0 :
18l3-0 m/z 201.060  19.25%
O‘\\\\“J\\H\‘H\l\“\‘\“}L\{\\\“‘\\\\‘\\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171169: Triphenylphosphine oxide
277.0
=
51.0 21.50
5000 199.0 m/z 199.00 19.14%

o

‘ 128.#
v [ d “‘.Hmhhh I \ I

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy

277.0 21.50
m/z 183.00 18.55%
5000
o 183.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010722\
Data File : BP0O@8733.D

Acqg On : @7 Jan 2022 19:02
Operator : CG/JU

Sample : N1e65-14

Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP010622.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... 3.064 25.1 ng 2455790 1 7.869 1954520 20.0
Ethanol, 2-(2-b... 10.451 5.4 ng 752199 2 10.669 2771650 20.0
n-Hexadecanoic ... 18.157 2.9 ng 702326 4 17.257 4935900 20.0
5-Eicosene, (E)- 21.063 4.8 ng 1524440 5 21.351 6364320 20.0
Friedelan-3-one 21.227 3.0 ng 970013 5 21.351 6364320 20.0
(E)-7-Benzylide... 21.469 18.9 ng 6028230 5 21.351 6364320 20.0
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