LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011222\
Data File : BP0O@8776.D

Acqg On : 12 Jan 2022 16:20

Operator : CG/JU

Sample : N1106-12

Misc : SO-A4-A41-01-6

ALS vial : 8 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@@8776.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.057 8 12 36 rVB 2571233 3627409 17.36% 3.257%
2 4.981 332 339 346 rBV2 194134 317846 1.52% 0.285%
3 5.446 411 418 433 rBV 5382400 8517065 40.77% 7.646%
4 7.040 681 689 706 rBV 5196554 8943652 42.81% 8.029%
5 7.863 822 829 837 rBV 1560905 2483428 11.89% 2.230%

6 9.022 1018 1026 1046 rBV 3436642 5823150 27.87% 5.228%
7 10.663 1297 1305 1314 rBV 2062501 3509260 16.80%  3.150%
8 13.127 1716 1724 1738 rBV 9880642 14844956 71.06% 13.327%
9 14.504 1951 1958 1971 rBV 3204923 4870287 23.31% 4.372%
10 15.998 2205 2212 2230 rBV 7817980 11528111 55.18% 10.349%

11 17.257 2419 2426 2436 rBV 3857407 5792982 27.73% 5

12 18.151 2573 2578 2592 rBV 416155 692304 3.31% 0.622%
13 19.386 2784 2788 2798 rBV2 177077 341856 1.64% 0.307%
14 19.815 2856 2861 2867 rBV 16728778 20890580 100.00% 18.755%
15 21.056 3068 3072 3079 rBV2 814524 1043403 4.99% 0.937%

16 21.345 3117 3121 3130 rVB 4491027 5575588 26.69% 5.006%
17 21.462 3136 3141 3149 rBV 4658647 7154839 34.25% 6.423%

18 22.609 3333 3336 3342 rVB 533449 797624 3.82% ©.716%
19 23.768 3527 3533 3541 rBV2 2256598 4634148 22.18% 4.160%

Sum of corrected areas: 111388488
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011222\
Data File : BP0@8776.D

Acqg On : 12 Jan 2022 16:20

Operator : CG/JU

Sample : N11e6-12

Misc . SO-A4-A41-01-6

ALS vial : 8 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

Abundance TIC: BP008776.D\data.ms
1.6e+07
1.4e+07
1.2e+07

le+07
8000000

6000000 5.446 7.040

4000000 9.022
057

2000000 7.863

4.981
0\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\

Time--> 300 350 400 450 500 550 600 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BP0O08776.D\data.ms

10.663

19.815
1.6e+07

1.4e+07
1.2e+07
Le+07 13.127
8000000 15.998
6000000

4000000 14.504 17.257

2000000
18.151 19.386

e B T A ST
Time-> 1200 1250 13.00 1350 1400 1450 1500 1550 16.00 1650 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance TIC: BP008776.D\data.ms

1.6e+07

1.4e+07

1.2e+07

1le+07

8000000

6000000

4000000

2000000

O \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\
Time--> 20.50 21.00 21.50 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_P\Data\BP011222\
Data File : BP0@8776.D

Acqg On : 12 Jan 2022 16:20

Operator : CG/JU

Sample : N11e6-12

Misc . SO-A4-A41-01-6

ALS vial : 8 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.
3.057 29.21 ng 3627410 1,4-Dichlorobenzene-d4 7.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
Abundance  Scan 12 (3.057 min): BP0O08776.D\data.ms (-8) (-) m/z 73.00 100.00%
73.0
5000 J\\

T

‘ ‘ 3.103.203.303.403.50
obdLil 1330 2053 28103410403846175185 1/, 4300  33.47%

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

Abundance #5060: Butane, 2-methoxy-2-methyl-

73.0
5000 TTT T T T [ T[T r T[T rrT[rT
3.103.203.303.403.50
m/z 86.95 25.88%
O\\“\Jll“‘l”\J\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
R Ra  RMRRARRTEE u
3.103.203.303.403.50
5000 m/z 55.00 22.86%
o\IH
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #2307: 1,3-Dioxolane, 2-methyl- T
73.0 3.103.203.303.403.50
m/z 71.05 11.13%
5000 J\
oH“L‘«‘“H‘w"""H""‘Wm_uWWWWWW B ——
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\BP011222\
Data File : BP@@8776.D

Acqg On : 12 Jan 2022 16:20

Operator : CG/JU

Sample : N11e6-12

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP010622.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me...

Concentration Rank 5

SO-A4-A41-01-6

R.T. EstConc Area Relative to ISTD R.T.
4.981 2.56 ng 317846  1,4-Dichlorobenzene-d4 7.863
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
3 Butane, 1-ethoxy- 102 C6H140 000628-81-9 25
4 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 23
5 Propane, 1l-ethoxy-2-methyl- 102 C6H140 000627-02-1 17

Abundance Scan 339 (4.981 min): BP008776.D\data.ms (-332) (-)

m/z 43.00 100.00%

43.0
5000
101.0 \‘\\\\‘\\\\’\\\\‘\\\\‘\\
‘ ‘ 4.60 4.80 5.00 5.20 5.40
Ol b 164.8224.1282.1 368843004960 p/; 58.95 60.03%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 T T T T[T I T[T [TTTT[m
4.60 4.80 5.00 5.20 5.40
m/z 100.95 24.96%
“ 101.0
O‘\\h\‘l\‘l\\\‘\“l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4529: 2,3-Butanedione, monooxime
43.0
R REaREE S A RRRREE
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.00 15.45%
101.0
Ol b b e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4989: Butane, 1-ethoxy- T T
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 9.91%
- NAM
LA N B A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011222\
Data File : BP0@8776.D

Acqg On : 12 Jan 2022 16:20

Operator : CG/JU

Sample : N11e6-12

Misc . SO-A4-A41-01-6

ALS vial : 8 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.
18.151 2.39 ng 692304  Phenanthrene-di10 17.257
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 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 n-Decanoic acid 172 C10H2002 000334-48-5 83

Abundance Scan 2578 (18.151 min): BPO08776.D\data.ms (-2573) (- m/z 73.00 100.00%

73.0
5000
213.2
—T —
Uion ]|, o
0L :'W'w ULl p83.0343.1 414847615348 /7 43,5  75.88%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid
73.0
256.0
5000 — —
18.00 18.50
} 157.0 m/z 59.95 75.65%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92068: Tridecanoic acid
73.0
—r— ==
18.00 18.50
5000 ITI/Z 41.00 61.31%
L‘ 214.0
ob b n\u\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid — —
73.0 18.00 18.50
m/z 57.00 60.66%
5000
L 228.0
143.0 \
0 1 Mm,,\,\ - i
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\BP011222\
Data File : BP@@8776.D

Acqg On : 12 Jan 2022 16:20

Operator : CG/JU

Sample : N11e6-12

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

SO-A4-A41-01-6

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP010622.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Behenic alcohol

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
21.057 3.74 ng 1043400  Chrysene-d12 21.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 Nonacos-1-ene 406 C29H58 018835-35-3 94
4 1-Tetracosene 336 (C24H48 010192-32-2 94
5 1-Hexacosene 364 C26H52 018835-33-1 94

Abundance Scan 3072 (21.056 min): BP008776.D\data.ms (-3068) (-

m/z 83.10 100.00%

83.1
5000
T \
‘ 3.1 281.0 21.00
ob dALERS S 217128103411 43304932 ;5710 93.12%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #232316: Behenic alcoho
83.0
5000 — ‘
21.00
m/z 43.05 87.43%
O‘]-\\.l\\'l"Wfl ‘[LLLWPH?IOWZWZZWO[ZSP‘OW““‘
m/z--> 0 0 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosano
55.0
T \
21.00
5000 ITI/Z 97.05 87.33%
125.0
o4 1‘u19602660
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #306022: Nonacos-1-ene T ‘
57.0 21.00
m/z 55.00 86.67%
5000
125.0
0 \‘\\ ‘H‘\‘\\I\lgso 4060
A R e e e ——

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011222\
Data File : BP0@8776.D

Acqg On : 12 Jan 2022 16:20

Operator : CG/JU

Sample : N11e6-12

Misc . SO-A4-A41-01-6

ALS vial : 8 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 Triphenylphosphine oxide Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.462 25.66 ng 7154840  Chrysene-d12 21.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 92
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 91
3 (Carbethoxymethyl)-triphenylphos... 428 C22H22BrO2P 001530-45-6 40
4 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 38
5 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 28
Abundance Scan 3141 (21.462 min): BP008776.D\data.ms (-3136) (- m/z 277.10 100.00%
2771
5000
77.0 199.0 =
‘ 139)0 l H 2150
Ok 290N L 358.1414.0472.4535.2 1/ 578 16 33.02%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171169: Triphenylphosphine oxide
277.0
51.0
5000 199.0 o
21.50
m/z 199.00  19.99%
’ 128. \
O‘\AJ\I\‘h\hl\]\\\Hl\\lfﬂl!“\"“\\h\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

21.50
5000 m/z 201.00 19.83%
o 183.0
o‘*w,'\IH
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #317051: (Carbethoxymethyl)-triphenylphosphonium bror P
277.0 21.50

m/z 183.00  19.10%

5000

199.0
77.0

o159, | p3op | a0
TR HON B T SR 12 EEN——

=
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50

—

8270E-BPO10622.M Fri Jan 14 17:17:49 2022 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011222\
Data File : BP0@8776.D

Acqg On : 12 Jan 2022 16:20
Operator : CG/JU

Sample : N11e6-12

Misc

ALS vial : 8 Sample Multiplier: 1

SO-A4-A41-01-6

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 Squalene

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
22.669 3.4ang 797624  Perylene-d12 23.768
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 squalene at0 C3oHse 060111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91

3 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H440
4 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240
5 Hexadeca-2,6,10,14-tetraen-1-0l1,... 290 C20H340

Abundance Scan 3336 (22.609 min): BP008776.D\data.ms (-3333) (-

1000163-04-7 83
125529-10-4 76
007614-21-3 64

m/z 69.05 100.00%

69.0
5000
—— —
’ \ 137.1 203.1 326.1 22.50 23.00
b bbbidpl Ly, 20312650326.1 3989 8006 ./, g1.00  49.73%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #308258: Squalene
69.0
5000 — ——
22.50 23.00
m/z 41.00 21.61%
137.0
O '\“‘L\‘ “\‘\ln‘l“\ l\“\'ﬂw d‘ T \‘\2\0‘3\\0\ \‘2\7\3\\0’ \3\\4\1‘.\0\ \4\.}9\.(\)\ REERERERREE
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #308259: Supraene
69.0
—— —
22.50 23.00
5000 ITI/Z 95.10 14.12%
137.0
ol d iy |, 203.0 273.0 341.0 410.0
e e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #291318: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15, —— ——
69.0 22.50 23.00
m/z 68.05 11.87%
5000
‘ \ ﬂse.o
obtdkbdbdily, 2050 8150 3840 B ———
m/z--> 50 100 150 200 250 300 350 400 450 500 22.50 23.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011222\
Data File : BP0O@8776.D

Acqg On : 12 Jan 2022 16:20

Operator : CG/JU

Sample : N11e6-12

Misc . SO-A4-A41-01-6

ALS vial : 8 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... 3.057 29.2 ng 3627410 1 7.863 2483430 20.0
2-Pentanone, 4-... 4.981 2.6 ng 317846 1 7.863 2483430 20.0
n-Hexadecanoic ... 18.151 2.4 ng 692304 4 17.257 5792980 20.0
Behenic alcohol 21.057 3.7 ng 1043400 5 21.345 5575590 20.0
Triphenylphosph... 21.462 25.7 ng 7154840 5 21.345 5575590 20.0
Squalene 22.609 3.4 ng 797624 6 23.768 4634150 20.0
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