LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011722\
Data File : BP0@8831.D

Acqg On : 17 Jan 2022 19:15
Operator : CG/JU

Sample : N1166-01 2X

Misc :

ALS Vvial : 16 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@@8831.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.052 6 11 37 rVB 787462 1354430 3.36% 0.683%
2 5.434 409 416 432 rBV 1791569 2884082 7.14% 1.454%
3 7.028 678 687 703 rBV 1809070 3190902 7.90% 1.609%
4 7.852 816 827 835 rBV 1255075 2077272 5.15% 1.047%
5 9.010 1018 1024 1035 rVB 1131277 1969515 4.88% 0.993%

6 10.651 1293 1303 1310 rBV 1768610 3201298 7.93%
7 13.116 1715 1722 1732 rBV 3699215 5489421 13.60%
8 13.328 1752 1758 1766 rBV 460094 661859 1.64%
9 14.398 1935 1940 1945 rBV 649505 866559

10 14.492 1948 1956 1963 rBV 2925961 4479425 11.10%

N
=
v
S
NOONEPR
w
w
s
R

11 15.351 2098 2102 2107 rVB 730006 922023 2
12 15.986 2203 2210 2218 rBV 2920126 4465634 11.
13 16.222 2245 2250 2253 rBV 759249 1156983 2.87%
14 16.404 2277 2281 2288 rVB 459323 599045 1
15 17.016 2381 2385 2390 rBV 715492 888472 2

OOONO
U1
o]
w
R

16 17.069 2390 2394 2405 rVB2 286586 542685 1.34%
17 17.245 2419 2424 2429 rBV 3465574 5266613 13.05%
18 17.763 2507 2512 2514 rBV 678268 934418 2.31%
19 17.798 2514 2518 2526 rVB 2783524 3402564  8.43%
20 17.928 2535 2540 2545 rBV 17383830 23310557 57.75% 11.754%

P ONO®
[e))
Ul
o))
R

21 18.151 2574 2578 2591 rVB3 641043 1078164 2.67% ©.544%
22 18.428 2621 2625 2628 rBV 591432 672814 1.67% 0.339%
23 19.039 2722 2729 2731 rBV 25515814 40366908 100.00% 20.354%
24 19.069 2731 2734 2744 rVB2 25407938 38965755 96.53% 19.648%
25 19.192 2750 2755 2760 rBV 8577542 10208936 25.29% 5.148%

26 19.269 2760 2768 2781 rBV3 3218029 7425415 18.39%  3.744%
27 19.386 2785 2788 2797 rVB5 279644 555891 1.38% ©.280%
28 19.539 2811 2814 2819 rVB2 329671 440079 1.09% 0.222%
29 19.610 2821 2826 2836 rVB2 785743 1622263 4.02% 0.818%
30 19.810 2855 2860 2865 rBV 6903106 8709652 21.58% 4.392%
31 20.122 2910 2913 2915 rBV2 382916 432234 1.07% 0.218%
32 20.257 2930 2936 2939 rBV2 791080 1272502 3.15% 0.642%
33 20.539 2981 2984 2990 rBv4 477715 726810 1.80% ©0.366%
34 20.604 2993 2995 3003 rVB2 461102 624971 1.55% ©.315%
35 21.057 3069 3072 3078 rVB2 442504 519367 1.29% ©.262%

36 21.339 3115 3120 3125 rBV 4063009 5479601 13.57% 2.763%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011722\
Data File : BP0@8831.D

Acqg On : 17 Jan 2022 19:15
Operator : CG/JU

Sample : N1166-01 2X

Misc

ALS Vvial : 16 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

37 21.457 3136 3140 3145 rBV 4637545 6782050 16.80%  3.420%
38 23.768 3527 3533 3541 rVB2 2405859 4772752 11.82%  2.407%

Sum of corrected areas: 198319921
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 17 Jan 2022 19:15
: CG/IU
¢ N1166-01 2X

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011722\
BP008831.D

: 16 Sample Multiplier: 1

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

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
2.5e+07

2e+07

1.5e+07

1le+07

5000000

TIC: BP008831.D\data.ms

10.651

5.434 7.028 2 852

052 9.010

0+~

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
2.5e+07

2e+07

1.5e+07

1le+07

5000000

TIC: BP0O08831.D\data.ms
1D (DED

17.928

19.192

13.116 17.245 15 498

3.328 14.398 .28: .16818.198.428

0
Time-->
Abundance

2.5e+07

2e+07

1.5e+07

1le+07

5000000

0

12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

TIC: BP008831.D\data.ms

Time--> 20

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\BP011722\
Data File : BP0@8831.D

Acqg On : 17 Jan 2022 19:15
Operator : CG/JU

Sample : N1166-01 2X

Misc

ALS vial : 16 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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
3.052 13.04 ng 1354430 1,4-Dichlorobenzene-d4 7.852

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 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
Abundance  Scan 11 (3.052 min): BP008831.D\data.ms (-6) (-) m/z 73.00 100.00%

73.0
5000 ]\\\

RRRRREE B

‘ ‘ 3.103.203.303.403.50
ob MLl 147820702679 3410 4289 5173 . 4300  32.50%

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

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

73.0
5000 UL R R R B IR
3.103.203.303.403.50
‘ m/z 86.95 25.86%
OJ“HJ‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
R RRRRREE R
3.103.203.303.403.50
5000 m/z 55.00 22.85%
o‘“”ﬂl,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4994: Pentane, 3-methoxy- R RAREEENEENES EEESaEEe
73.0 3.103.203.303.403.50
m/z 71.05 10.64%
5000 /\b\x
0\\H\“J“\m\‘\u\‘\\\\‘\\\\‘\u\‘\\H‘\m‘\m‘\m‘uu‘\ S REARARRNANRARRREEEEEuy
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\BP011722\
Data File : BP0@8831.D

Acqg On : 17 Jan 2022 19:15
Operator : CG/JU

Sample : N1166-01 2X

Misc

ALS vial : 16 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 Tetradecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.328 2.96 ng 661859  Acenaphthene-di10 14.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 96
2 10-Methylnonadecane 282 C20H42 056862-62-5 90
3 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 90
4 Pentadecane 212 C15H32 000629-62-9 86
5 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 86

Abundance Scan 1758 (13.328 min): BP008831.D\data.ms (-1752) (-
57.0

5000
ol L, Mt 2518 340.9400.0 464.9526.7
e A A o b R R T R L e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74005: Tetradecane
57.0
5000
27.0 198.0
O‘\\l\l\"\h\\“]-\ﬂ\l\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176388: 10-Methylnonadecane
57.0
5000
154.0
ST YO 2
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #184137: Octadecane, 1-chloro-
57.0
5000

m/z 57.05 100.00%

:

13.00 13.50
m/z 43.10 75.74%

=

13.00 13.50
m/z 71.10 66.17%

:

13.00 13.50
m/z 85.10 45.08%

8

13.00 13.50
m/z 41.05 39.41%

9.0
0 \‘ ‘ l) Mum h 89 0 288.0

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\BP011722\
Data File : BP0@8831.D

Acqg On : 17 Jan 2022 19:15
Operator : CG/JU

Sample : N1166-01 2X

Misc

ALS vial : 16 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 Heneicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.398 3.87 ng 866559  Acenaphthene-di10 14.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 91
3 Tetradecane 198 C14H30 000629-59-4 91
4 Nonadecane 268 C19H40 000629-92-5 87
5 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 86

Abundance Scan 1940 (14.398 min): BP008831.D\data.ms (-1935) (- m/z 57.10 100.00%
57.1

5000

F

1971 2122 14.00 14.50
ALLLfEIY 2122 281.8340.9 4158 | 5268 ., 43.19  73.42%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0

o

5000 T \
14.00 14.50
m/z 71.05 67.32%
O \‘ I | JFF[ 1 L 1197 0 296 0
‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
P F
14.00 14.50
5000 ITI/Z 85.10 46.48%
ol ‘ \m 0183.0 252.0 325.0
e g S e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74005: Tetradecane = —
57.0 14.00 14.50
m/z 41.00 38.86%
L g7 1980
e e e e — —r
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011722\
Data File : BP0@8831.D

Acqg On : 17 Jan 2022 19:15
Operator : CG/JU

Sample : N1166-01 2X

Misc

ALS vial : 16 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 Hexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.351 4.12 ng 922023  Acenaphthene-dile 14.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Heptadecane 240 C17H36 000629-78-7 90
3 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 87
4 Pentadecane 212 C15H32 000629-62-9 86
5 Tetradecane 198 C14H30 000629-59-4 86

Abundance Scan 2102 (15.351 min): BP008831.D\data.ms (-2098) (-  m/z 57.05 100.00%
57.0

3

5000
71 296.2 15.00 15.50
oA UIPIY | 2262 3268 415147505351 ./, 43.05  71.92%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107219: Hexadecane
57.0
5000 T ——
15.00 15.50
m/z 71.10 69.53%
| JF 226.0
O‘\\H‘!“\!\‘!‘!\\1““\*\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123960: Heptadecane
57.0
= —
15.00 15.50
5000 ITI/Z 85.10 48.59%
‘mWm‘mw'mH,mWm‘m“‘m_m_m‘mw
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #277469: Carbonic acid, eicosyl vinyl ester o —T
57.0 15.00 15.50
m/z 41.05 37.78%
5000

ol ‘k?h 1830 252.0 325.0
A e o e e o o A REmanRaame s

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.00 15.50

:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011722\
Data File : BP0@8831.D

Acqg On : 17 Jan 2022 19:15
Operator : CG/JU

Sample : N1166-01 2X

Misc

ALS vial : 16 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 Dodecane, 2-methyl-6-propyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

16.222 4.39 ng 1156980  Phenanthrene-d10 17.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 93
2 Heptadecane 240 C17H36 000629-78-7 91
3 Nonadecane 268 C19H40 000629-92-5 91
4 Pentacosane 352 C25H52 000629-99-2 91
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 91

Abundance Scan 2250 (16.222 min): BP008831.D\data.ms (-2245) (- m/z 57.05 100.00%

57.0
5000
1600  16.50
113.1169.1 : :
0‘H"ul«l""lhe‘u"uu“z“}g"‘z‘H"34‘1"9‘49‘069‘4‘6‘3"%5“29{‘7,‘ m/z 71.10  73.33%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
5000 —T — T
16.00 16.50
m/z 43.10 69.05%
140.0
0\\l\‘IWI\\'\l!W‘l\‘\W‘\‘\1\“\‘2\2\6\.\0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #123961: Heptadecane
57.0
—— —
16.00 16.50
5000 ITI/Z 85.05 50.36%
‘ 127.0 240.0
0 ﬂ"ﬂJHMMMu"H“H1‘H“_“W“H“H“H“_“W‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #158600: Nonadecane — —
57.0 16.00 16.50
m/z 41.00 35.53%
h /\NWN/KAJM
oA AEI0 to70 2880 —_
m/z--> 50 100 150 200 250 300 350 400 450 500 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011722\
Data File : BP0@8831.D

Acqg On : 17 Jan 2022 19:15
Operator : CG/JU

Sample : N1166-01 2X

Misc

ALS vial : 16 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 6 Tridecanoic acid, 12-methyl... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
16.404 2.27 ng 599045  Phenanthrene-d10 17.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 94
2 Methyl tetradecanoate 242 C15H3002 000124-10-7 91
3 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 86
4 Dodecanoic acid, methyl ester 214 C13H2602 000111-82-0 86
5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 81

Abundance Scan 2281 (16.404 min): BPO08831.D\data.ms (-2277) (- m/z 74.00 100.00%

74.0
5000
143.1 A e
b, o] 28
o_H‘,U‘M‘k‘_H‘_H?‘79‘9‘3"‘29‘?”‘4‘1‘5“1‘_”51‘5‘9“ m/z 87.00  69.45%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #126267: Tridecanoic acid, 12-methyl-, methyl ester
74.0
5000 U
16.50
199.0 m/z 43.10 25.67%
O‘L\5\-\pl\"h“\‘\h”}ﬁ#‘q\\HL\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126210: Methyl tetradecanoate
74.0
—
16.50
5000 ITI/Z 55.00 23.40%
o‘L‘?‘,h\hww“_H‘_m‘_HwH_wwwww
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #161212:Hexadecanok:add,nuﬁhyleﬁer —
74.0 16.50
m/z 41.05 22.53%
5000
143.0
“ ‘ 227.0
S P —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011722\
Data File : BP0@8831.D

Acqg On : 17 Jan 2022 19:15
Operator : CG/JU

Sample : N1166-01 2X

Misc

ALS vial : 16 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 7 Heptadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.016 3.37 ng 888472  Phenanthrene-di10 17.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Hexadecane 226 C16H34 000544-76-3 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Nonadecane 268 C19H40 000629-92-5 87

Abundance Scan 2385 (17.016 min): BP008831.D\data.ms (-2381) (-~ m/z 57.05 100.00%
57.0

-

5000
— !
|1 1271 192.0254.3 1790
O T 52280 2083 3321 403.0461.95207  myz 71.85  72.09%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74004: Tetradecane
57.0
5000 —— :
17.00
m/z 43.05 69.29%
m‘ 127.0 198.0
O‘\\J\l\‘\\\““\A\‘\\l"\\\\5\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123960: Heptadecane
57.0
T \
17.00
5000 ITI/Z 85.05 51.57%

RIS, 2000

I

-

o e e et e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107216: Hexadecane T ‘
57.0 17.00
m/z 41.00 34.70%
B JMAAAJM”«,AA\/&IJ\AAA
ILigzrs. a0
O H A e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011722\
Data File : BP0@8831.D

Acqg On : 17 Jan 2022 19:15
Operator : CG/JU

Sample : N1166-01 2X

Misc

ALS vial : 16 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 8 Hexadecane, 2,6,10,14-tetra... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
17.069 2.06 ng 542685 Phenanthrene-d10 17.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 91
2 Tetracosane 338 C24H50 000646-31-1 80
3 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 80
4 Hexadecane 226 Cl6H34 000544-76-3 74
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 72

Abundance Scan 2394 (17.069 min): BP008831.D\data.ms (-2390) (-  m/z 57.05 100.00%
57.0

o JL//\N
184.0 — ‘
‘ 11&7.1 l 17.00
bl Ly Ly 2901 3850 46185216 ./, 71,19 87.24%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 — :
17.00
m/z 85.10 51.56%
| 1210 1970
O\\J\\“\J\‘\J‘\‘ﬂ‘\A\A\\l“\\\‘\“.\\\\2‘6\7\.\0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246481: Tetracosane
57.0
T \
17.00
5000 ITI/Z 43.00 48.36%
ohl [1]12279 1970 2670 3580
R R R RRERRARRE
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #287350: Octadecane, 1-iodo- ——
57.0 17.00
m/z 41.05 29.31%
B V\A/WJ/\M/V
127.0 253.0
ol Lilli[F  asa0 -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.00

8270E-BP011422.M Tue Jan 18 14:54:26 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011722\
Data File : BP0@8831.D

Acqg On : 17 Jan 2022 19:15
Operator : CG/JU

Sample : N1166-01 2X

Misc

ALS vial : 16 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 9 Nonadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.763 3.55 ng 934418  Phenanthrene-d1e 17.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 97
2 Heptadecane 240 C17H36 000629-78-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Tetracosane 338 C24H50 000646-31-1 90

Abundance Scan 2512 (17.763 min): BP008831.D\data.ms (-2507) (- m/z 57.05 100.00%
57.0

5000

%

L a7 2031 260 17.50 1800
LLLLES, 203126833319 414947585343 /0 77 o5 75.52%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158598: Nonadecane

o

a1
~!
o

5000
17.50 18.00
m/z 43.05 72.61%
O‘\\J\\‘\’\\\E‘\‘%Z\‘O‘\\J‘\g\r\o\\%6\\8\(\)‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123960: Heptadecane
57.0
—— —
17.50 18.00
5000 m/z 85.10 53.93%
im Jl 240.0
OWM‘“‘H‘Hw“umw‘Wm‘mwuH,HH,HH,HH_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane R —
57.0 17.50 18.00
m/z 41.00 36.60%
) JJL
127.0
omf.lwmzm%w‘“ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00

8270E-BP011422.M Tue Jan 18 14:54:27 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011722\
Data File : BP0@8831.D

Acqg On : 17 Jan 2022 19:15
Operator : CG/JU

Sample : N1166-01 2X

Misc :

ALS vial : 16 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

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 10 9-Hexadecenoic acid, methyl... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

17.798 12.92 ng 3402560  Phenanthrene-d10 17.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Hexadecenoic acid, methyl este... 268 C17H3202 001120-25-8 99
2 7-Hexadecenoic acid, methyl este... 268 C17H3202 056875-67-3 97
3 6-Pentadecenoic acid, 13-methyl-... 268 C17H3202 1000505-96-4 94
4 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 93
5 (Z)-Methyl hexadec-11-enoate 268 C17H3202 000822-05-9 70

Abundance Scan 2518 (17.798 min): BP008831.D\data.ms (-2514) (- m/z 55.00 100.00%
55.0

5000

—

A ALl H_m““3‘13”1“37“"28““3‘37“‘49?‘?H_ m/z 69.00  74.83%

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

Abundance  #158444: 9-Hexadecenoic acid, methyl ester, (2)-
53.0

236.2 SR
‘ J ’ 17.50 18.00
\ MIJ i Inulﬂ J Lod L

o

-

5000 1
17.50 18.00
m/z 74.00 66.63%
236.0
O‘\\\\“\ff\[‘”M‘I"\Iw“\\l\”\\‘\\\“\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #158437: 7-Hexadecenoic acid, methyl ester, (2)-
55.0
—r o
17.50 18.00
5000 m/z 41.00 64.66%
194.0
I \n I \ 12680
0 ek bl "*M'H“ RES RN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
o

Abundance #158459: 6-Pentadecenoic acid, 13-methyl-, (62)-, O-mel —
55.0 17.50 18.00

m/z 83.05 50.15%

5000
1520 236.0

:

0 M‘ J.m “

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00

8270E-BP011422.M Tue Jan 18 14:54:28 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011722\
Data File : BP0@8831.D

Acqg On : 17 Jan 2022 19:15

Operator : CG/JU

Sample : N1166-01 2X

Misc

ALS vial : 16 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 11 Hexadecanoic acid, methyl e... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
17.927 s8s.52ng 23310600 Phenanthrene-dle 17.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98

2 Methyl tetradecanoate 242 C15H3002 000124-10-7 93
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 90
4 Hexadecanoic acid, 2-methyl- 270 C17H3402 027147-71-3 86

5 Dodecanoic acid, 10-methyl-, met... 228 C14H2802

Abundance Scan 2540 (17.928 min): BP008831.D\data.ms (-2535) (-

005129-65-7 80

m/z 74.00 100.00%

74.0
5000
143.0 9972 T
NM \ 18.00
ool L) AOLIBUIAMTILENN0D /2 57,00 75.22%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #161203: Hexadecanoic acid, methyl ester
74.0
5000 RN
18.00
143.0 m/z 43.10  25.59%
‘ \ 227.0
O]‘.\\QT‘J\L!MHP\‘\W[‘\\\\\\“\\‘\l\l‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126209: Methyl tetradecanoate
74.0
T
18.00
5000 ITI/Z 55.05 22.58%
143.0 5450
0 T L
o‘H‘w‘\m_m\wH\HH_H‘,‘mwH_wa_m_
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #109337: Tridecanoic acid, methyl ester o
74.0 18.00
m/z 143.00  20.20%
5000
Wy, 2280
O‘uu‘u‘”” | [

mlz--> 0 50

8270E-BPO11422.M

100 150 200 250 300 350 400 450 500 550

Tue Jan 18 14:54:29 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011722\
Data File : BP0@8831.D

Acqg On : 17 Jan 2022 19:15
Operator : CG/JU

Sample : N1166-01 2X

Misc

ALS vial : 16 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 12 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.151 4.09 ng 1078160  Phenanthrene-d10 17.245
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 76
3 Octadecanoic acid 284 C18H3602 000057-11-4 74
4 Tridecanoic acid 214 C13H2602 000638-53-9 70
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 2578 (18.151 min): BP008831.D\data.ms (-2574) (- m/z 73.00 100.00%

n2s . .
5000
213.2
P ]
‘ HH ‘ ‘ ‘ l \ ? 18.00 18.50
obMMLAREGLLILLL L 27713361 4291 4996 /7 43.10  83.29%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid
73.0
256.0
5000 e aamatlS
18.00 18.50
} 157.0 m/z 60.00 73.23%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid
73.0
s =
18.00 18.50
5000 m/z 57.05 67.46%
L 228.0
0k HI““"““ b
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid = T
73.0 18.00 18.50
m/z 55.00 65.01%
5000
‘ } 185.0  284.0
ol L |
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

8270E-BP011422.M Tue Jan 18 14:54:30 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011722\
Data File : BP0@8831.D

Acqg On : 17 Jan 2022 19:15
Operator : CG/JU

Sample : N1166-01 2X

Misc

ALS vial : 16 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 13 Eicosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
18.427 2.56 ng 672814  Phenanthrene-di10 17.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Nonadecane 268 C19H40 000629-92-5 91
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 87

Abundance Scan 2625 (18.428 min): BP008831.D\data.ms (-2621) (-~ m/z 57.05 100.00%

57.0
5000

oL 2272 282.1 8559 4302 5160 n/z 71.05  74.45%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107217: Hexadecane

14)]
~l
o

5000 T
18.50
m/z 43.05 65.58%
o \‘ | L4270 2260
‘\\1’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0
18.50
5000 ITI/Z 85.05 53.13%
7.0
o MU om0 200
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176386: Eicosane T
57.0 18.50
m/z 41.00 29.25%
5000

oL 111112270 1970 2820

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

8270E-BP011422.M Tue Jan 18 14:54:31 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011722\
Data File : BP0@8831.D

Acqg On : 17 Jan 2022 19:15
Operator : CG/JU

Sample : N1166-01 2X

Misc

ALS vial : 16 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 14 9,12-Octadecadienoic acid (... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

19.039 153.29 ng 40366900  Phenanthrene-di10 17.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
2 Methyl 9-cis,11-trans-octadecadi... 294 C19H3402 013058-52-1 99
3 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
4 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 99
5 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99

Abundance Scan 2729 (19.039 min): BP008831.D\data.ms (-2722) (- m/z 67.05 100.00%
67.0

50.1 263.3 Tolnn ‘
MGG,
b th | Nu:‘w" Wbt | 1327.03882445.35025 0 gy a5 97.22%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #191918: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester
67.0
5000 — ‘
19.00
294.0 m/z 95.05 71.88%
’ 1F4.0
O \l\L‘[h‘\“ \ul“J\“\llh\l"\ “\\L\‘\\ \2‘\2?\'\0‘ \‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #191892: Methyl 9-cis,11-trans-octadecadienoate
67.0
T T
19.00
5000 ITI/Z 55.05 55.64%
294.0
. 150.0
ob L 2200
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)- —— ‘
67.0 19.00
m/z 82.05 48.17%
5.0
OHFT‘ o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00

8270E-BP011422.M Tue Jan 18 14:54:32 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011722\
Data File : BP0@8831.D

Acqg On : 17 Jan 2022 19:15
Operator : CG/JU

Sample : N1166-01 2X

Misc :

ALS vial : 16 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

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 15 9-Octadecenoic acid, methyl... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.069 147.97 ng 38965800 Phenanthrene-d10 17.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 99
2 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
3 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 99
4 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 99
5 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99

Abundance Scan 2734 (19.069 min): BP008831.D\data.ms (-2731) (- m/z 55.05 100.00%

58.0 ‘
264.3
5000
3.1

|FL 1900

ol LAl MﬁmeJnuuwﬁ3?%‘f19%?z5%5§39 m/z 69.10  85.08%

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

Abundance #194445: 9-Octadecenoic acid, methyl ester, (E)-

55.0
264.0
5000

1900

3.0 m/z 74.05  81.46%

O ‘ \‘\J‘\ g“ T J ”"IMIJL“EJP|l ‘\l“ \l\ T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 0 5 100 150 200 250 300 350 400 450 500 550
Abundance #194442: 9-Octadecenoic acid (Z)-, methyl ester

74.0
T
1900
5000 264.0 m/z 83.10 77 .80%
WSZO
0t W}\I‘.“‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194417: 15-Octadecenoic acid, methyl ester ‘
55.0 19 OO

m/z 97.10  75.52%
5000

T JL\A
0\ “JHH‘ ‘Allllmﬂiil ’

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 1900

8270E-BP011422.M Tue Jan 18 14:54:33 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011722\
Data File : BP0@8831.D

Acqg On : 17 Jan 2022 19:15
Operator : CG/JU

Sample : N1166-01 2X

Misc

ALS vial : 16 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 16 Methyl stearate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.192 38.77 ng 10208900  Phenanthrene-d1e 17.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid, 15-methyl-, ... 298 C19H3802 054833-55-5 94
3 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 91
4 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 91
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 87

Abundance Scan 2755 (19.192 min): BP008831.D\data.ms (-2750) (-  m/z 74.00 100.00%

74.0
5000
143.1

255.2 7
‘“\ 1900 19.50
O ol b L by 1 341.1400.1458.05163 /0 87,00 75.87%
miz—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #197277: Methyl stearate
74.0
5000 T
298.0 19.00 19.50

143.0
m/z 43.05 29.58%

LS'O"“\J!A\L[\HVIW[IAE‘W\\l\h

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

Abundance #197350: Heptadecanoic acid, 15-methyl-, methyl ester
74.0

o

19 00 19 50
5000 298.0 ITI/Z 55.00 23.37%
143.0
X TV E—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #161212: Hexadecanoic acid, methyl ester
74.0 19 00 19 50
m/z 143.05 22.50%
5000
143.0
“ \ 227.0
Ol L — —
m/z--> 0 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\BP011722\
Data File : BP0@8831.D

Acqg On : 17 Jan 2022 19:15
Operator : CG/JU

Sample : N1166-01 2X

Misc

ALS vial : 16 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 17 Heptadecanoic acid, methyl ... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

20.257 4.64 ng 1272500  Chrysene-d12 21.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 93
2 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 91
3 Methyl 9-methyltetradecanoate 256 C16H3202 213617-69-7 83
4 Hexadecanoic acid, 14-methyl-, m... 284 C18H3602 002490-49-5 83
5 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 64

Abundance Scan 2936 (20.257 min): BP008831.D\data.ms (-2930) (- m/z 74.00 100.00%

74.0
5000 216.1
143.0 e —
‘ w | \ 1 28?-1 | 20.00 20.50
0kl bt L B53:2 430.84925549. /7 g7 09 79.13%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179145: Heptadecanoic acid, methyl ester
74.0
5000 A =
20.00 20.50
m/z 216.10 40.18%
‘ \ 143.0 284.0
O \“\l\‘hll\f\‘\h“\‘\‘\\\‘\\\l\“z\z\?.\lg\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179165: Hexadecanoic acid, 15-methyl-, methyl ester
74.0
e —
20.00 20.50
5000 m/z 43.10  37.54%
143.0 284.0
U7 T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143550: Methyl 9-methyltetradecanoate P —
74.0 20.00 20.50
m/z 55.00 31.42%
5000
‘ 1430 5130
0 HJWL¢WQAJMJJﬂ¢m‘HH‘W“H‘H‘W“H‘H“_‘H“ — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50
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Library Se

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011722\
Data File : BP0@8831.D

Acqg On : 17 Jan 2022 19:15
Operator : CG/JU

Sample : N1166-01 2X

Misc :

ALS vial : 16 Sample Multiplier: 1

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

Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRAT

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

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

Peak Number 18 unknown2@.539 Conce
R.T. EstConc Area Relative to IS
26.539  2.65ng 726810  Chrysene-d12
Hit# of 5 Tentative ID MW MolForm
1 1,2-Benzisothiazol-3(2H)-one, 4-... 287 C13HON303S

2 Cyclohexanol, 4-[4-azido-1-hexah... 300 C17H24N40
3 2-furancarboxaldehyde, 5-[2-[4-(... 241 C15H15NO2

arch Compound Report

BP011422.M
ION

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

ntration Rank 16

L) R.T.

""""" 21.339
CASH# Qual

""" 1000277-42-1 42

144298-53-3 25
1000396-52-3 25

4 Phenylphosphonic acid, 2TMS 302 C12H2303PSi2  042449-24-1 25
5 4,5-Dihydrobenzo[d]isoxazole, 3-... 287 C20H17NO 1010303-42-3 25
Abundance Scan 2984 (20.539 min): BP008831.D\data.ms (-2981) (- m/z 287.10 100.00%
287.1
91.0
5000 185.1
\ 20.50 |
‘ 4011 :
ol ‘Ww LSLIC 49025480 /7 91,00 79.19%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #182297: 1,2-Benzisothiazol-3(2H)-one, 4-amino-6-nitro-;
287.0
5000 e :
77.0 20.50
m/z 241.15 77 .26%
0\Jh‘})h\VM\"“l\l\"\l\“ \‘\?“]-\ZVWCJH‘\\\\’\\\\‘\\\\’\\\\‘\\\\’\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #199380: Cyclohexanol, 4-[4-azido-1-hexahydropyridyl]-4
241.0
U \
20.50
5000 91.0 ITI/Z 105.00 74 .41%
157.0
AT I
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #124879: 2-furancarboxaldehyde, 5-[2-[4-(dimethylamino P ‘
241.0 20.50
m/z 239.10 67.06%
5000
92.0 184.0
0“MJNJHMﬂ“Nh»MJw e e —r
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011722\
Data File : BP0@8831.D

Acqg On : 17 Jan 2022 19:15
Operator : CG/JU

Sample : N1166-01 2X

Misc

ALS vial : 16 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 19 Heneicosane, 11-decyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

20.604 2.28 ng 624971  Chrysene-di12 21.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 95
2 Heneicosane, 11-decyl- 437 C31H64 055320-06-4 92
3 Eicosane 282 C20H42 000112-95-8 86
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 86
5 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 86

Abundance Scan 2995 (20.604 min): BP008831.D\data.ms (-2993) (- 57.10 100.00%

57.1
5000 121.1 w

2050  21.00
287.1
_HW“\WJL b2 8 | 1302:1418.0 484.1 549. 71.05  74.46%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0

5000

o

2050 21.00
43.10  68.60%
1

1[0 1970 2980
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #320594: Heneicosane, 11-decyl-

57.0

O

—— ——
20.50 21.00
5000 m/z 85.10 58.92%

295.0
ol | ‘WWWO"*%O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #176385: Eicosane
57.0 2050 2100

m/z 121.10  37.96%

- Nkf\%\jMJ\ﬂ“ﬁvwﬂvaMA
27.0 197.0 282.0

0 ‘ |r11‘ldll\\

_““H“H“_‘H‘fu“u‘W“H“H‘_“W“H‘H“_

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011722\
Data File : BP0@8831.D

Acqg On : 17 Jan 2022 19:15
Operator : CG/JU

Sample : N1166-01 2X

Misc

ALS vial : 16 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 20 Triphenylphosphine oxide Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.457 24.75 ng 6782050  Chrysene-d12 21.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 93
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 91
3 (Carbethoxymethyl)-triphenylphos... 428 C22H22BrO2P 001530-45-6 50
4 2-Phenyl-6-(trifluoromethyl)-1H-... 277 C15H10F3NO 1000387-59-3 28
5 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 25

Abundance Scan 3140 (21.457 min): BP0O08831.D\data.ms (-3136) (- m/z 277.10 100.00%

2771 ‘
5000
199.0

77.0
21 50

1390"LH 355.1415.0475.1 548.

o“uuﬁ‘h“u‘p‘u“u‘_‘“‘H‘_uu‘ua‘_‘a‘u“ﬁ m/z 278.10  33.53%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171172: Triphenylphosphine oxide
277.0
5000
21 50
77.0 199.0 m/z 199.00  20.24%
O]‘-%\O\\[‘\\‘\\‘\\\\‘i\\\h\u\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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 20.08%

o

77.0 183.0
‘*'“mﬂ“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #317051: (Carbethoxymeth i i
2

1)-triphenylphosphonium bror
7.0 2150

m/z 183.00  19.22%

5000
199.0
77.0
o159, | a30p | h | 347.0

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\BP011722\
Data File : BP0@8831.D

Acqg On : 17 Jan 2022 19:15
Operator : CG/JU

Sample : N1166-01 2X

Misc :

ALS Vvial : 16 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... 3.052 13.0 ng 1354430 1 7.852 2077270 20.0
Tetradecane 13.328 3.0 ng 661859 3 14.492 4479430 20.0
Heneicosane 14.398 3.9 ng 866559 3 14.492 4479430 20.0
Hexadecane 15.351 4.1 ng 922023 3 14.492 4479430 20.0
Dodecane, 2-met... 16.222 4.4 ng 1156980 4 17.245 5266610 20.0
Tridecanoic aci... 16.404 2.3 ng 599045 4 17.245 5266610 20.0
Heptadecane 17.016 3.4 ng 888472 4 17.245 5266610 20.0
Hexadecane, 2,6... 17.069 2.1 ng 542685 4 17.245 5266610 20.0
Nonadecane 17.763 3.5 ng 934418 4 17.245 5266610 20.0
9-Hexadecenoic ... 17.798 12.9 ng 3402560 4 17.245 5266610 20.0
Hexadecanoic ac... 17.927 88.5 ng 23310600 4 17.245 5266610 20.0
n-Hexadecanoic ... 18.151 4.1 ng 1078160 4 17.245 5266610 20.0
Eicosane 18.427 2.6 ng 672814 4 17.245 5266610 20.0
9,12-Octadecadi... 19.039 153.3 ng 40366900 4 17.245 5266610 20.0
9-Octadecenoic ... 19.069 148.0 ng 38965800 4 17.245 5266610 20.0
Methyl stearate 19.192 38.8 ng 10208900 4 17.245 5266610 20.0
Heptadecanoic a... 20.257 4.6 ng 1272500 5 21.339 5479600 20.0
unknown20.539 20.539 2.6 ng 726810 5 21.339 5479600 20.0
Heneicosane, 11... 20.604 2.3 ng 624971 5 21.339 5479600 20.0
Triphenylphosph... 21.457  24.8 ng 6782050 5 21.339 5479600 20.0
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