LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012422\
Data File : BP0@8893.D

Acqg On : 24 Jan 2022 18:41
Operator : CG/JU

Sample : N1235-01

Misc :

ALS Vvial : 15 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@@8893.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 7 11 27 rVB 470865 669252 6.06% ©.863%
2 5.434 409 416 433 rBV 4380166 6684087 60.56% 8.620%
3 7.028 677 687 702 rBV 4011843 6898422 62.50% 8.896%
4 7.846 818 826 834 rBV 1242361 2030244 18.39% 2.618%
5 9.010 1016 1024 1033 rBV 2599499 4510301 40.86% 5.817%
6 9.087 1033 1037 1046 rVB 110138 182263 1.65% 0.235%
7 10.645 1293 1302 1315 rBV 1556005 3082217 27.92% 3.975%
8 11.363 1412 1424 1431 rBV 54028 195681 1.77% 0.252%
9 11.575 1454 1460 1466 rBV4 61273 128991 1.17% 0.166%
10 11.687 1474 1479 1488 rBV3 101522 214633 1.94% 0.277%
11 11.845 1499 1506 1514 rVB3 80463 157247 1.42% 0.203%
12 12.081 1540 1546 1552 rBV 268605 444881 4.03% 0.574%
13 12.563 1624 1628 1633 rVB2 100693 148384 1.34% 0.191%
14 12.981 1695 1699 1704 rBV5 65035 120538 1.09% 0.155%
15 13.034 1704 1708 1713 rVB3 145061 215041 1.95% 0.277%

16 13.110 1714 1721 1732 rBV 7176571 11037886 100.00% 14.235%

17 13.322 1751 1757 1764 rBV 405339 625251 5.66% ©.806%
18 13.434 1769 1776 1782 rBV3 75012 162201 1.47% ©.209%
19 13.981 1866 1869 1872 rVB 133218 145278 1.32% 0.187%
20 14.022 1872 1876 1881 rVB3 89964 123910 1.12% 0.160%

21 14.145 1893 1897 1902 rBV5 76783 120456 1.09%
22 14.398 1934 1940 1945 rBV 455759 607712 5.51%
23 14.486 1948 1955 1966 rBV 2180923 3607105 32.68%
24 15.016 2042 2045 2054 rVB5 128994 219987 1.99%
25 15.351 2097 2102 2106 rVB 419180 555726 5.03%

OO0 P~POO®
[e)]
Ul
N
R

26 15.757 2166 2171 2176 rVB 195778 306871 2.78%
27 15.91@ 2193 2197 2203 rBV3 74195 137080  1.24%
28 15.986 2203 2210 2218 rBV 4508323 7009409 63.50%

[ORE RV R RN
(O]
w
o]
R

29 16.216 2244 2249 2251 rBV 453086 604479  5.48% 780%
30 17.010 2380 2384 2389 rBV 392950 477590  4.33% 616%
31 17.063 2389 2393 2403 rVB 242346 441515 4.00% 0.569%
32 17.245 2418 2424 2430 rBV 2386835 3478646 31.52% 4.486%
33 17.751 2506 2510 2515 rBV 350557 429524  3.89% 0.554%
34 17.922 2536 2539 2543 rVB 168824 202351 1.83% 0.261%
35 18.139 2573 2576 2584 rBV3 217254 366611  3.32% 0.473%

36 18.422 2621 2624 2633 rBV 331291 411782 3.73% 0.531%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012422\
Data File : BP0@8893.D

Acqg On : 24 Jan 2022 18:41
Operator : CG/JU

Sample : N1235-01

Misc

ALS Vvial : 15 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 19.e51 2723 2731 2735 rVB3 582553 1233372 11.17% 1.591%
38 19.598 2820 2824 2835 rVB3 314067 565313 5.12% .729%
39 19.810 2855 2860 2865 rVB 8379946 10404835 94.26% 13.418%

()

40 20.116 2909 2912 2916 rVB 287202 315688 2.86% 0.407%
41 20.598 2992 2994 2998 rVB 310526 292672  2.65% ©.377%
42 21.051 3068 3071 3077 rVB 817062 1011182 9.16% 1.304%
43 21.339 3116 3120 3125 rVB 2552801 3232749 29.29% 4.169%
44 23.762 3527 3532 3540 rVB2 1825340 3733277 33.82% 4.814%

Sum of corrected areas: 77542640
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012422\
Data File : BP0@8893.D

Acqg On : 24 Jan 2022 18:41
Operator : CG/JU

Sample : N1235-01

Misc

ALS vial : 15 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

Abundance TIC: BP008893.D\data.ms
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Abundance TIC: BP008893.D\data.ms
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Abundance TIC: BP008893.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012422\
Data File : BP0@8893.D

Acqg On : 24 Jan 2022 18:41
Operator : CG/JU

Sample : N1235-01

Misc

ALS vial : 15 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 2
R.T. EstConc Area Relative to ISTD R.T.
3.052 6.59 ng 669252  1,4-Dichlorobenzene-d4 7.846

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 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 9
Abundance  Scan 11 (3.052 min): BP008893.D\data.ms (-7) (-) m/z 73.00 100.00%
73.0
5000 4/\\
R RERRREEEEE
‘ ‘ 3.103.203.303.403.50
ol LIl 1483 22292839 366141274752 5418 /) 4300  32.04%
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 L R B L
3.103.203.303.403.50
‘ m/z 87.00  26.25%
O Jl\\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
R RERRREE R
3.103.203.303.403.50
5000 m/z 55.00 23.01%
0 ‘HH
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 11.01%
5000 k
0 J\u“"“wmWm‘mwm_m_uwmwm‘mw A e utiue
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\BP012422\
Data File : BP0@8893.D

Acqg On : 24 Jan 2022 18:41
Operator : CG/JU

Sample : N1235-01

Misc

ALS vial : 15 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 Tridecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

12.081 2.89 ng 444881 Naphthalene-d8 10.651
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 91
2 Tetradecane 198 C14H30 000629-59-4 90
3 Hexadecane 226 C1l6H34 000544-76-3 87
4 Heptadecane 240 C17H36 000629-78-7 87
5 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 83

Abundance Scan 1546 (12.081 min): BP008893.D\data.ms (-1540) (-  m/z 57.10 100.00%
57.1

- LJL@
T T I
‘ 145.1 < 12.00
0_”“““‘!“““m““';“2‘%19‘2‘@(‘31932‘6:?“‘ﬁl‘z"(‘)ﬁgp;?‘?f‘%‘f m/z 43.65 76.17%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59029: Tridecane
57.0
5000 ——
12.00
m/z 71.10 62.87%
ol |1 12701850
‘\\T\[1!\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74005: Tetradecane
57.0
R I
12.00
5000 ITI/Z 85.05 40.82%
0 J | || f27.0 198.0
B L e e B R R R R R R R R R R R R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107217: Hexadecane T
57.0 12.00
m/z 41.00 40.36%
B \AJ\w\/\
oo illiggre ae0 S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012422\
Data File : BP0@8893.D

Acqg On : 24 Jan 2022 18:41
Operator : CG/JU

Sample : N1235-01

Misc

ALS vial : 15 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 Tetradecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.322 3.47 ng 625251  Acenaphthene-di10 14.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 97
2 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 86
3 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 86
4 Heptadecane 240 C17H36 000629-78-7 80
5 Hexadecane 226 C16H34 000544-76-3 74

Abundance Scan 1757 (13.322 min): BP008893.D\data.ms (-1751) (- m/z 57.10 100.00%
57.1

- M/\/J\w
T T
154.1 13.00 13.50
bbb fuiur  201.9 317.23784 442.7 5389 y/; 43.05  76.12%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74005: Tetradecane
57.0
5000 — ——
13.00 13.50
m/z 71.05 68.57%
oL LIl 1ipz7.0 1980
‘\\\’\\\\‘\\\f‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59049: Undecane, 2,3-dimethyl-
43.0
— —
13.00 13.50
5000 m/z 85.05 44.69%
140.0
o_‘\“,Ju«h“_m‘_Hw‘m"mwH_ww_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141062: Heptadecane, 8-methyl- A e
57.0 13.00 13.50
m/z 41.00 39.63%
5000
126.0
254.0
okl ) 1880 e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012422\
Data File : BP0@8893.D

Acqg On : 24 Jan 2022 18:41
Operator : CG/JU

Sample : N1235-01

Misc

ALS vial : 15 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 Pentadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.398 3.37 ng 607712  Acenaphthene-di10 14.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 87
3 Tetradecane 198 C14H30 000629-59-4 87
4 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 86
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86

Abundance Scan 1940 (14.398 min): BP008893.D\data.ms (-1934) (- m/z 57.10 100.00%
57.1

5000

2

71 o1oa 14.00 14.50
‘m‘_lH'Ef”_m‘H"2_7‘1”1"3‘4‘1“1‘493:9‘7115”2_‘5““? m/z 71.05  73.90%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #90189: Pentadecane
57.0

5000 T T
14.00 14.50

m/z 43.05 72.82%

Lo 2z
‘\\\\‘1\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0

—
14.00 14.50
5000 m/z 85.05 46.50%

o

o

‘Fh ) 183 0 252.0 325.0

i

Ofrrkh M 3830 2520 3290
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  38.55%
J | 127.0 198.0
0‘\u\‘\\u‘H‘m‘\\u“uu‘uu‘\\u‘\m‘\m‘\m‘uu‘\ “ T
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\BP012422\
Data File : BP0@8893.D

Acqg On : 24 Jan 2022 18:41
Operator : CG/JU

Sample : N1235-01

Misc

ALS vial : 15 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 Hexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.351 3.08 ng 555726  Acenaphthene-d10 14.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Tetradecane 198 C14H30 000629-59-4 91
3 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 91
4 Nonadecane 268 C19H40 000629-92-5 90
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 80

Abundance Scan 2102 (15.351 min): BP008893.D\data.ms (-2097) (- m/z 57.10 100.00%
57.1

%

5000
71 296.2 15.00 15.50
ol LLLLLPTL 2262 2051 369.1429.1490.9549. 1/, 43.05  70.60%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107219: Hexadecane
57.0
5000 — ——
15.00 15.50
m/z 71.05 70.36%
| P 226.0
0‘\\H‘!“\!J‘!"!\\1““\!\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74005: Tetradecane
57.0
— ——
15.00 15.50
5000 ITI/Z 85.05 50.04%
0 J | p27.0 198.0
‘\\\\‘\\\‘\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #277469: Carbonic acid, eicosyl vinyl ester R 7
57.0 15.00 15.50
m/z 41.05 36.49%
5000

-

ol ‘k?h 1830 252.0 325.0
RN o e o A RS AR R

‘\ T
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\BP012422\
Data File : BP0@8893.D

Acqg On : 24 Jan 2022 18:41
Operator : CG/JU

Sample : N1235-01

Misc

ALS vial : 15 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 2-Bromo dodecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.216 3.48 ng 604479  Phenanthrene-die 17.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 91
2 Dodecane, 1-iodo- 296 C12H251 004292-19-7 91
3 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 90
4 2,6,10-Trimethyltridecane 226 C16H34 003891-99-4 90
5 Tetradecane 198 C14H30 000629-59-4 87

Abundance Scan 2249 (16.216 min): BP008893.D\data.ms (-2244) (- m/z 57.05 100.00%
57.0

-

5000
1600  16.50
169.1 : :
o ALl 2000 2408 301 4202 5373 L g1 65 76.10%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #132769: 2-Bromo dodecane
57.0
5000 T

— ‘
16.00 16.50
m/z 43.05 70.37%

169.0
0\Hdh”k“k“”{w‘w‘%4%QH|H‘W‘H‘M‘H|H‘W‘H‘M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #193300: Dodecane, 1-iodo-
57.0

7 7
16.00 16.50
5000 m/z 85.05 51.07%

DL 1

m/z--> 6 56 160 1%0 260 2%0 360 3%0 460 4%0 560 5%0

Abundance #123971: Tetradecane, 2,6,10-trimethyl- — —
57.0 16.00 16.50
m/z 41.00 35.75%

o
e
[¢)]
[&]
o

5000

-

155.0

0\”‘”WLL%L”‘m‘M%%§9‘”‘P“W‘”‘P‘”\‘”‘P‘”\‘ \

7 \
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012422\
Data File : BP0@8893.D

Acqg On : 24 Jan 2022 18:41
Operator : CG/JU

Sample : N1235-01

Misc

ALS vial : 15 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 Tetradecane, 1l-iodo- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.010 2.75 ng 477590  Phenanthrene-d10 17.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 90
2 Hexadecane 226 C1l6H34 000544-76-3 90
3 Nonadecane 268 C19H40 000629-92-5 90
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 90
5 Tetradecane 198 C14H30 000629-59-4 86

Abundance Scan 2384 (17.010 min): BP008893.D\data.ms (-2380) (-  m/z 57.10 100.00%
57.1

w0 WAJ\M
T \
71 17.00
ol Al fP] 719212542 3231 4029 4763 548, ./, 7119  76.04%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #228591: Tetradecane, 1-iodo-
57.0
5000 ——
17.00
m/z 43.05 70.17%
H270 197.0
O\\“\\’\\\h\‘\‘\H\‘"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107216: Hexadecane
57.0
T \
17.00
5000 ITI/Z 85.05 52.75%
\‘| 27.0  226.0
O B B R R A AT
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158597: Nonadecane T ‘
57.0 17.00
m/z 41.00 34.48%
- MJMMLM
7.0
oLt LL Rl 170 2680 S
m/z--> 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\BP012422\
Data File : BP0@8893.D

Acqg On : 24 Jan 2022 18:41
Operator : CG/JU

Sample : N1235-01

Misc

ALS vial : 15 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 11
R.T. EstConc Area Relative to ISTD R.T.
17.063 2.54 ng 441515  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 90
2 Tetradecane 198 C14H30 000629-59-4 90
3 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 86
4 2-Bromotetradecane 276 C14H29Br 074036-95-6 86
5 Hexadecane 226 C16H34 000544-76-3 83

Abundance Scan 2393 (17.063 min): BP008893.D\data.ms (-2389) (-  m/z 57.05 100.00%
57.0

5000

—

184.0

_m_MHHmw,m‘,H‘w“?‘5‘3‘1‘4‘1‘5“9_“‘?5‘9“ m/z 71.65 90.20%

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

Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0

o

%

5000
17.00
m/z 85.10 51.29%
O‘\\J‘\\‘\|\\\‘ﬂ‘\A\I\\l“\\]-\83\0\\\2’6\\7\0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74004: Tetradecane
57.0
— T \
17.00
5000 ITI/Z 43.10 51.24%
” 127.0 198.0
O‘HM"HMNHA‘H‘W‘H‘W‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #287350: Octadecane, 1-iodo- ——
57.0 17.00
m/z 41.00 31.57%
- WWM/MN
‘ } P 7.0 253.0
o 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\BP012422\
Data File : BP0@8893.D

Acqg On : 24 Jan 2022 18:41
Operator : CG/JU

Sample : N1235-01

Misc

ALS vial : 15 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 12
R.T. EstConc Area Relative to ISTD R.T.
17.751 2.47 ng 429524  Phenanthrene-d10 17.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 (C24H50 000646-31-1 91
4 Tetradecane 198 C14H30 000629-59-4 91
5 Heptadecane 240 C17H36 000629-78-7 91

Abundance Scan 2510 (17.751 min): BP008893.D\data.ms (-2506) (-  m/z 57.05 100.00%
57.0

1

5000
FF71 197.1 2683 17.50 18.00
ol A LLEL 1971 2683 354.2415.1474.1536.4 ;71 9 72.13%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158598: Nonadecane
57.0
5000 —— —

17.50 18.00
m/z 43.10 67.52%

[1]]] 270 107.0 268.0

0‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0
—— —
17.50 18.00
5000 m/z 85.10 51.74%

HF /9 1970 2960

s

O‘Hu‘, P e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #246481: Tetracosane
57.0 17.50 18.00
m/z 41.05 32.77%
5000

27.0
o hLLLLEED 2070 2670 3380

m/z--> 0 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\BP012422\
Data File : BP0@8893.D

Acqg On : 24 Jan 2022 18:41
Operator : CG/JU

Sample : N1235-01

Misc

ALS vial : 15 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 10 n-Hexadecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.139 2.11 ng 366611 Phenanthrene-d10 17.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 86
3 Octadecanoic acid 284 C18H3602 000057-11-4 76
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 68

Abundance Scan 2576 (18.139 min): BP008893.D\data.ms (-2573) (- m/z 73.00 100.00%
3.0

2000 memﬂmwwﬁk\W¢wmwkM
213.1
— —
Ll ese ], psra 350.1 4148 5123 1600 16:50
O b s Rl o B2 S TSR A m/z 43.10 92.91%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 R RN
18.00 18.50
213.0 m/z 60.00 77.93%
O[“H"Alll‘\\ff
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92068: Tridecanoic acid
73.0
= =
18.00 18.50
5000 ITI/Z 41.00 71.57%
L 214.0
oMJM‘HWMMHw‘WWH_MW_W
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid —— —
73.0 18.00 18.50
m/z 57.10 70.83%
5000
H 185.0 284.0
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\BP012422\
Data File : BP0@8893.D

Acqg On : 24 Jan 2022 18:41
Operator : CG/JU

Sample : N1235-01

Misc

ALS vial : 15 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 11 Tetracosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.422 2.37 ng 411782  Phenanthrene-d10 17.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Pentadecane 212 C15H32 000629-62-9 91
3 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 91
4 Octadecane 254 C18H38 000593-45-3 91
5 Tetracosane, 1-iodo- 464 C24H491 1000406-32-0 91

Abundance Scan 2624 (18.422 min): BP008893.D\data.ms (-2621) (- m/z 57.10 100.00%
57.1

;

5000
FF 1972 18.50
oL LLL P 2002 282.1343.1404.4 472.3534.9 /7 71.05  75.97%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #246481: Tetracosane
57.0
5000 T

18.50
m/z 43.10 68.90%

H | 1£7-0 197.0 267.0 338.0

O‘\\‘\\’\\\\‘1\“1“‘\‘1!\‘\\\1‘\\f\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #90189: Pentadecane
57.0
——
18.50
5000 m/z 85.05 52.46%
oLz 2o
‘H‘w‘u‘_‘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
Abundance #261135: Hexadecane, 1-iodo- ——
57.0 18.50
m/z 41.10 31.07%
5000
" 225.0
I o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012422\
Data File : BP0@8893.D

Acqg On : 24 Jan 2022 18:41
Operator : CG/JU

Sample : N1235-01

Misc

ALS vial : 15 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 9-Octadecenoic acid (Z)-, m... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.051 7.09 ng 1233370  Phenanthrene-d10 17.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
2 6-Octadecenoic acid, methyl ester 296 C19H3602 052355-31-4 99
3 8-Octadecenoic acid, methyl este... 296 C19H3602 026528-50-7 99
4 cis-13-Octadecenoic acid, methyl... 296 C19H3602 1010333-58-3 99
5 8-Octadecenoic acid, methyl ester 296 C19H3602 002345-29-1 99

Abundance Scan 2731 (19.051 min): BP008893.D\data.ms (-2723) (- m/z 55.10 100.00%

54 1
5000
264.1 T
ﬁl W 19.00
o“u“‘H‘“"wwwu'Jhu‘uuﬁ%%ﬂ‘u4¥4§ﬁ7§}?361 m/z 69.00 70.47%

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

Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0

%

Abundance #194444: 8-Octadecenoic acid, methyl ester, (E)-
55.0 19.00

m/z 43.05 59.57%

5000
19.00
‘ m/z 41.00  66.00%
640
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194411: 6-Octadecenoic acid, methyl ester
74.0
T
19.00
5000 m/z 73.95 62.84%
264.0
ka2 1L
84T O —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
R

264.0
5000

3

0 ?F ‘.l\ |

7
m/z--> 0 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\BP012422\
Data File : BP0@8893.D

Acqg On : 24 Jan 2022 18:41
Operator : CG/JU

Sample : N1235-01

Misc

ALS vial : 15 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 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.598 3.50 ng 565313  Chrysene-d12 21.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 91
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Heneicosane 296 C21H44 000629-94-7 87
4 Octadecane 254 C18H38 000593-45-3 87
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 83

Abundance Scan 2824 (19.598 min): BP008893.D\data.ms (-2820) (- m/z 57.10 100.00%

57.1 ‘
5000
202.1

7
19.50 20.00

‘
ol b ‘ﬁﬁk‘mhuﬂmh%§?1‘H$ﬁ%%‘?ﬁ5ﬁu?ﬂ4§‘_ m/z 71.10  76.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #132769: 2-Bromo dodecane
57.0
5000 — ‘
19.50 20.00

m/z 43.10 69.16%

169.0
L] 2480
\\\!‘!f\!‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107219: Hexadecane
57.0

7
19.50 20.00

o

5000 m/z 85.10 57.77%
Ul P 226.0
o e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane 7 —
57.0 19.50 20.00

m/z 202.10  34.93%

ol || 1770 1670 2960

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012422\
Data File : BP0@8893.D

Acqg On : 24 Jan 2022 18:41
Operator : CG/JU

Sample : N1235-01

Misc

ALS vial : 15 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 Pentadecafluorooctanoic aci... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

21.651  6.26ng 1611180 Chrysene-di2 21.339

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 93

2 Methoxyacetic acid, heptadecyl e... 328 C20H4003 1000282-99-1 91
3 1-Hexadecanesulfonyl chloride 324 C16H33Cl02S 038775-38-1 90
4 1-Hexadecanol, 2-methyl- 256 C17H360 002490-48-4 89
5 Ethanol, 2-(octadecyloxy)- 314 C20H4202 002136-72-3 89

Abundance Scan 3071 (21.051 min): BP008893.D\data.ms (-3068) (- m/z 57.10 100.00%

57.1
5000
5.1 L \
21.00
207.0
0\'121“-w282'°352'1463-1549-3 m/z 43.10 77.35%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 —
21.00
%50 m/z 71.05 68.26%
' 252.0
OHJ‘H‘H\J‘\IN\‘M['\”H\‘H‘H‘l\H\‘H\:\3‘6\\9\.\0‘\Hwu\w\uwu\w\?ﬂ?\.'
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #234668: Methoxyacetic acid, heptadecyl ester
57.0
L
21.00
5000 ITI/Z 83.10 55.55%
283.0
50 210,
0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #228815: 1-Hexadecanesulfonyl chloride —— ‘
57.0 21.00
m/z 55.00 51.37%
5000
5.0
224.0
ob bbby L 300 S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012422\
Data File : BP0@8893.D

Acqg On : 24 Jan 2022 18:41
Operator : CG/JU

Sample : N1235-01

Misc

ALS Vvial : 15 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 6.6 ng 669252 1 7.846 2030240 20.0
Tridecane 12.081 2.9 ng 444881 2 10.651 3082220 20.0
Tetradecane 13.322 3.5 ng 625251 3 14.486 3607110 20.0
Pentadecane 14.398 3.4 ng 607712 3 14.486 3607110 20.0
Hexadecane 15.351 3.1 ng 555726 3 14.486 3607110 20.0
2-Bromo dodecane 16.216 3.5 ng 604479 4 17.245 3478650 20.0
Tetradecane, 1-... 17.010 2.8 ng 477590 4 17.245 3478650 20.0
Hexadecane, 2,6... 17.063 2.5 ng 441515 4 17.245 3478650 20.0
Nonadecane 17.751 2.5 ng 429524 4 17.245 3478650 20.0
n-Hexadecanoic ... 18.139 2.1 ng 366611 4 17.245 3478650 20.0
Tetracosane 18.422 2.4 ng 411782 4 17.245 3478650 20.0
9-Octadecenoic ... 19.051 7.1 ng 1233370 4 17.245 3478650 20.0
Heneicosane 19.598 3.5 ng 565313 5 21.339 3232750 20.0
Pentadecafluoro... 21.051 6.3 ng 1011180 5 21.339 3232750 20.0
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