LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@13122\
Data File : BP0@8977.D

Acqg On : 31 Jan 2022 21:56
Operator : CG/JU

Sample : N1336-01 5X

Misc :

ALS Vvial : 19 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-BP011422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@8977.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.040 5 9 23 rVB 101505 160876 4.51% ©.575%
2 5.417 407 413 432 rBV 429964 748401 20.97% 2.673%
3 7.011 678 684 703 rBV 302731 668184 18.72%  2.386%
4 7.828 815 823 840 rBV 835046 1392302 39.02% 4.973%
5 8.993 1015 1021 1044 rBV 196236 430868 12.07% 1.539%
6 10.628 1290 1299 1318 rBV 942225 1743176 48.85% 6.226%
7 13.093 1711 1718 1734 rBV 645087 1117451 31.31% 3.991%
8 14.375 1931 1936 1941 rVB 30455 43386 1.22% ©0.155%
9 14.469 1945 1952 1971 rBV 1459844 2313960 64.85% 8.264%
10 15.328 2094 2098 2102 rVB 36808 46171 1.29% 0.165%
11 15.969 2200 2207 2224 rBV 436545 838751 23.50%  2.996%
12 16.192 2241 2245 2248 rBV 46225 67457 1.89% 0.241%
13 16.986 2377 2380 2386 rBV2 41694 64186 1.80% ©.229%
14 17.039 2387 2389 2397 rVB4 24767 39873 1.12% 0.142%

0

15 17.228 2414 2421 2434 rBV 1843812 2928663 82.07% 1@.

16 17.734 2503 2507 2510 rBV 48446 65207 1.83%
17 17.775 2510 2514 2518 rW 84400 101000 2.83%
18 17.898 2530 2535 2541 rBV 822213 1010908 28.33%
19 18.122 2569 2573 2581 rBv4 71905 131568 3.69%
20 18.404 2618 2621 2624 rBV 52152 53015 1.49%
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21 18.998 2718 2722 2725 rBV 1865264 2300258 64.46%
22 19.033 2725 2728 2732 rVB2 1674591 1936744 54.27%
23 19.163 2746 2750 2756 rVB 392020 445050 12.47%
24 19.239 2760 2763 2770 rVB 71074 120211
25 19.575 2816 2820 2829 rBV3 90333 220999 6.19%
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26 19.786 2851 2856 2861 rBV 1565615 1918121 53.75% 6.851%
27 20.575 2988 2990 2994 rVB 122039 114027 3.20% ©.407%
28 21.316 3112 3116 3122 rBV 2706266 3409623 95.55% 12.178%
29 23.727 3520 3526 3534 rVB2 1700839 3568435 100.00% 12.745%

Sum of corrected areas: 27998871
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

Abundance

3500000
3000000
2500000
2000000
1500000
1000000

500000

0

: 31 Jan 2022 21:56
: CG/IU
: N1336-01 5X

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP013122\
BP008977.D

: 19 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
tion Parameters: LSCINT.P

TIC: BP008977.D\data.ms

10.628

7.828

rel 7.011
040 A\ : 8.993
A

Time--> 300 350 400 450 500 550 600 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
TIC: BP008977.D\data.ms

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

0
Time-->
Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

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: BP008977.D\data.ms
21.816

23.727

.575

Time--> 20

8270E-BPO1142

50 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_P\Data\BP013122\
Data File : BP@@8977.D

Acqg On : 31 Jan 2022 21:56

Operator : CG/JU

Sample : N1336-01 5X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.M
: 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 5

R.T. EstConc Area Relative to ISTD R.T.
3.040 2.31 ng 160876 1,4-Dichlorobenzene-d4 7.828
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 64
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 38
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
4 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance m/z 73.00 100.00%

Scan 9 (3.040 min): BP008977.D\data.ms (-5) (-)

?

5000
RNRARRNREEENRaEEEESEEs sl
‘ 2070 3.103.203.303.40
Ol ) 1362 207.0267.0 3410 4298 5021 n/; 43.05  34.89%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L B B R B R
3.103.203.303.40
L‘ ‘ m/z 86.95 27.56%
O‘\\l‘\l\\“al\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
0

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

Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
T e e
3.103.203.303.40
5000 m/z 55.05 23.64%
o_‘\H‘M e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2248: Silane, tetramethyl- AR A
73.0 3.103.203.303.40
m/z 71.05 12.23%
5000
15.0
O‘N\ﬂ_‘u‘H“_‘H‘H‘w“u‘u‘w“u‘u‘w‘u“u‘W‘ e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.103.203.303.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP013122\
Data File : BP0@8977.D

Acqg On : 31 Jan 2022 21:56
Operator : CG/JU

Sample : N1336-01 5X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.898 6.90 ng 1010910 Phenanthrene-d10 17.228
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 97
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 95
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 93
4 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 89
5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 81
Abundance Scan 2535 (17.898 min): BP008977.D\data.ms (-2530) (-  m/z 74.00 100.00%
74.0
5000
143.0 — e
‘ h | 22\7-2 17.50 18.00
bbbl Ll by 324.9.3869 4526 8208/, 87,00  72.30%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 — —
17.50 18.00
143.0 m/z 43.05 30.06%
‘ ‘ ‘ 227.0
0\\\\l‘J\J\‘\li‘\i“\”\‘\\“\\‘\‘\“\\‘\‘\‘\}\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
= —
17.50 18.00
5000 m/z 55.00 24.95%
UL, 252 2
IR LT O O o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #126208: Methyl tetradecanoate 3 —
74.0 17.50 18.00
m/z 41.00  23.59%
5000
L, 250 20
0 b il e = T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP013122\
Data File : BP0@8977.D

Acqg On : 31 Jan 2022 21:56
Operator : CG/JU

Sample : N1336-01 5X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.998 15.71 ng 2300260 Phenanthrene-d10 17.228
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
2 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
3 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
4 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
5 9,11-Octadecadienoic acid, methy... 294 C19H3402 013038-47-6 98

Abundance Scan 2722 (18.998 min): BP008977.D\data.ms (-2718) (- m/z 67.00 100.00%
67.0

5000 ﬂmxv\N
’ 50.1 19.00
: 263.1 :
- J'\ mp'm'h'\ b drr 339,3400.8460.95180 /7 81,00  87.99%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
671.0
5000 U
19.00
’ m/z 55.00  62.81%
O\\\“‘H‘H\H\m‘l\\F'\“‘\“\\I\\\‘\\\?‘6%\0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #191920: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester
67.0
=
19.00
5000 ITI/Z 95.10 59.40%
36.0 294.0
N 2200
o! LR Wil B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #191900: 9,12-Octadecadienoic acid, methyl ester =
67.0 19.00
m/z 41.00 50.05%
5000
50.0 294.0
o520 s
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP013122\
Data File : BP0@8977.D

Acqg On : 31 Jan 2022 21:56
Operator : CG/JU

Sample : N1336-01 5X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.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 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.034 13.23 ng 1936740  Phenanthrene-d10 17.228
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
2 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 99
3 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 99
4 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 99
5 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 99
Abundance Scan 2728 (19.033 min): BP008977.D\data.ms (-2725) (- m/z 55.00 100.00%
55.0
- JL
31 264.1
. N T
Wi | |-
ob MMM o ks | 3258387.0 4611 549 /7 74,00  74.44%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 — :
19.00
3.0 m/z 69.05 73.61%
’ ' h 7180.0 264.0
O\\‘\“ ‘\JH\‘H“l\ﬂ‘\llll\‘JI\J“‘A\"\J\\‘\\‘l\\‘\“\\\l‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194419: 10-Octadecenoic acid, methyl ester
55.0
T T
19.00
5000 m/z 41.00 63.12%
264.0
e
oul‘“_J!‘u*ﬂ-ﬂh"ﬂ'#‘"m4"‘J‘WLm‘mWm,uu_m_uw
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194418: 12-Octadecenoic acid, methyl ester = :
55.0 19.00
m/z 83.05 62.67%
5000
264.0
3.0180.0
Ailigewe | I\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP013122\
Data File : BP0@8977.D

Acqg On : 31 Jan 2022 21:56
Operator : CG/JU

Sample : N1336-01 5X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.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 Methyl stearate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.163 3.04 ng 445050  Phenanthrene-d10 17.228
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 98
2 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 95
3 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 93
4 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 91
5 Heptadecanoic acid, 15-methyl-, ... 298 C19H3802 054833-55-5 90

Abundance Scan 2750 (19.163 min): BPO08977.D\data.ms (-2746) (- m/z 74.00 100.00%

74.0
5000
143.0 5 ——
| ‘ 25?2 19.00 1950
o_m,ﬂHM‘_HM‘Wwm???l‘w“‘1‘39?‘49‘3_1‘”_ m/z 87.e0 77.33%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #197275: Methyl stearate
74.0
5000 L —
19.00 19.50
143.0 m/z 43.10 33.25%
| ‘ 255.0
O‘\\\\’\\I\L\Jl“\l\\\‘\\\\\‘\\\\‘l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #214951:Nonadecanok:add,nuﬁhyleﬂer
74.0
—r— —
19.00 19.50
5000 m/z 55.80  25.04%
143.0
“ ‘ piso 3120
oSO L 220 L |
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #197353: Heptadecanoic acid, 16-methyl-, methyl ester e —
74.0 19.00 19.50
m/z 143.00 21.64%
5000
1430 2550
o,Ume\ i ve——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP013122\
Data File : BP0O@8977.D

Acqg On : 31 Jan 2022 21:56
Operator : CG/JU

Sample : N1336-01 5X

Misc

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.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... 3.040 2.3 ng 160876 1 7.828 1392300 20.0
Hexadecanoic ac... 17.898 6.9 ng 1010910 4 17.228 2928660 20.0
9,12-Octadecadi... 18.998 15.7 ng 2300260 4 17.228 2928660 20.0
9-Octadecenoic ... 19.034 13.2 ng 1936740 4 17.228 2928660 20.0
Methyl stearate 19.163 3.0 ng 445050 4 17.228 2928660 20.0
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