LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31822\
Data File : BF127392.D

Acqg On : 18 Mar 2022 15:22

Operator : CG\JU

Sample : N1949-15 :
Misc : CP-BH1-031422-4-6-DUP

ALS vial : 4 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_ F\Methods\8270-BF031022.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF127392.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.087 471 476 484 rVB 36574 47800 2.07% 0.282%
2 5.481 539 543 559 rBv 1899300 1747005 75.69% 10.298%
3 6.493 711 715 730 rBV 1883311 1834405 79.47% 10.813%
4 6.857 773 777 780 rBV 577863 490012 21.23% 2.888%
5 7.422 868 873 876 rBV 1370224 1210667 52.45% 7.136%

6 8.140 991 995 998 rBV 769945 644565 27.92%  3.800%
7 9.216 1173 1178 1181 rBV 2492147 2126023 92.11% 12.532%
8 9.898 1290 1294 1297 rBV 918899 776674 33.65% 4.578%
9 10.692 1424 1429 1432 rBV 1486819 1368024 59.27%  8.064%
10 11.386 1544 1547 1551 rBV 966583 826289 35.80% 4.871%
11 11.692 1588 1599 1602 rBv4 34429 93120 4.03% 0.549%
12 11.769 1609 1612 1616 rVB 39348 36770 1.59% 0.217%
13 11.904 1630 1635 1639 rBV 153612 183063 7.93% 1.079%
14 12.404 1708 1720 1727 rBV8 31282 98976 4.29%  0.583%
15 12.692 1765 1769 1775 rBV3 20544 27777 1.20% ©.164%
16 12.892 1795 1803 1810 rBV2 62400 143245 6.21% 0.844%
17 12.975 1813 1817 1821 rBV 2372753 2308255 100.00% 13.606%
18 13.651 1926 1932 1938 rBV 99586 173922  7.53% 1.025%
19 13.898 1970 1974 1975 rBV 20867 26699 1.16% 0.157%
20 13.933 1975 1980 1988 rVV4 44675 138526 6.00% 0.817%
21 14.033 1993 1997 2001 rVV 686247 627923 27.20% 3.701%
22 14.127 2010 2013 2016 rVB 30629 27016 1.17% 0.159%
23 14.251 2029 2034 2042 rBV2 97476 160017 6.93% 0.943%
24 14.480 2068 2073 2077 rBV 74842 81000 3.51% ©0.477%
25 14.769 2116 2122 2123 rBV 105283 150523 6.52% ©0.887%
26 14.786 2123 2125 2130 rVV 141763 146542 6.35% ©.864%
27 14.839 2130 2134 2136 rVV5 25676 36299 1.57% 0.214%
28 14.863 2136 2138 2142 rVB 48249 45922 1.99% 0.271%
29 15.127 2178 2183 2188 rVB 150902 183623 7.96%  1.082%
30 15.322 2211 2216 2222 rBV3 61795 108636 4.71%  0.640%
31 15.522 2242 2250 2256 rBV2 442843 654343 28.35%  3.857%
32 15.951 2317 2323 2331 rVB 102656 197213 8.54% 1.163%
33 16.457 2404 2409 2416 rVB 43095 75402 3.27% 0.444%
34 16.698 2445 2450 2458 rVB2 26391 56964  2.47% ©.336%
35 17.051 2503 2510 2516 rVB2 24076 52918 2.29% ©.312%
36 18.604 2768 2774 2783 rVB3 20796 58289 2.53% 0.3447%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31822\
Data File : BF127392.D

Acqg On : 18 Mar 2022 15:22

Operator : CG\JU

Sample : N1949-15 :
Misc : CP-BH1-031422-4-6-DUP

ALS vial : 4 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_F\Methods\8270-BF031022.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 16964447
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 18 Mar 2022 15:22
: CG\JU
: N1949-15

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031822\
BF127392.D

CP-BH1-031422-4-6-DUP

: 4 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031022.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF127392.D\data.ms
2000000 5.481 6.493
1500000 7.422
1000000
6.857
500000
0 5987
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
Time--> 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Abundance TIC: BF127392.D\data.ms
9.216 12.975
2000000
1500000 10.692
1000000 9.898 11.386
8.140
500000
L L 11.904 9]22 8
1116976 12.404 12.692% £ 4}5
0—— —T — T — 7 = "T“rEA‘T ‘ — i
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF127392.D\data.ms
2000000
1500000
1000000
14.033
; 15.127
13.651 150001 142514.480 Mgl 15,322 1L 164576608 17.05 18.604
‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T ‘ T T ‘ T T T T T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031822\
Data File : BF127392.D

Acqg On : 18 Mar 2022 15:22

Operator : CG\JU

Sample : N1949-15 :
Misc CP-BH1-031422-4-6-DUP

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031022.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 Tetratetracontane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.692 2.25 ng 93120  Phenanthrene-d1e 11.387
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H99 007098-22-8 91
2 Octacosane 394 (C28H58 000630-02-4 91
3 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 87
4 Heptadecane 240 C17H36 000629-78-7 86
5 Docosane 310 C22H46 000629-97-0 86

Abundance Scan 1599 (11.692 min): BF127392.D\data.ms (-1588) (- m/z 57.05 100.00%

57.0
5000

I
] 27.1 11.50 12.00
Ol M e e e e e e M/20 43,05 81.02%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
5000 —T —
11.50 12.00

m/z 71.05 57.41%

| 1 || £27:0197.0267.0337.0407.0 491.0562.0
‘\\\\‘\\F\‘\\\\‘\\\I]T\\T[\\T\‘TF\W}\\\\‘\\\\‘\\\\‘\H\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #298427: Octacosane
57.0

T
11.50 12.00

o

5000 m/z 85.10 40.81%
ol L || 127.0197.0 281.0 394.0
"mWH‘mW‘H,mWm‘uH"mWHWH‘HHWH_H
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #310570: Heptacosane, 1-chloro- 7 T
57.0 11.50 12.00

m/z 55.05 34.20%

| ‘ ‘ j 127.0196.0 273.0343.0414.0

dLfl

O e e G e e e e e prrrr e ‘ —
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 600 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031822\
Data File : BF127392.D

Acqg On : 18 Mar 2022 15:22

Operator : CG\JU

Sample : N1949-15 :
Misc CP-BH1-031422-4-6-DUP

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031022.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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.904 4.43 ng 183063  Phenanthrene-di10 11.387
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 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 n-Decanoic acid 172 C10H2002 000334-48-5 64
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64
Abundance Scan 1635 (11.904 min): BF127392.D\data.ms (-1630) (- m/z 43.05 100.00%
43.0 {73.0
5000
129.1
213.2 T
‘ 101.0 1711 256.3 12.00
— m/z 59.95 94.81%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
167.01g5 02130  256.0 m/z 72.95 89.32%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92063: Tridecanoic acid
e
43.0 730
—
12.00
5000 129.0 m/z 55.00 88.57%
171.0
214.0
0150?
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126202: Pentadecanoic acid —
43.0 73.0 12.00
m/z 41.05 79.00%
5000
129.0 242.0
199.0
|
O ool bl L L e
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031822\
Data File : BF127392.D

Acqg On : 18 Mar 2022 15:22

Operator : CG\JU

Sample : N1949-15 :
Misc : CP-BH1-031422-4-6-DUP

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031022.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 1,4-Benzenedicarboxylic aci... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.404 2.40 ng 98976  Phenanthrene-d1e 11.387
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 91
2 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 74
3 Terephthalic acid, 3-methylbut-2... 348 C21H3204 1000356-27-6 59
4 Terephthalic acid, 4,4-dimethylp... 376 C23H3604 1000415-97-1 27
5 Phthalic acid, 3,5-difluoropheny... 348 C19H18F204 1000315-54-1 22
Abundance Scan 1720 (12.404 min): BF127392.D\data.ms (-1708) (-} ' m/z 70.05 100.00%
70.0
149.0
261.1
5000
: 1250
(Lol | 2070 || | ;
0! L [ T e e R R I m/z 149.00 77.33%
miz--> 50 100 150 200 250 300 350
Abundance #295782: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
112.0 /\
5000 67.0 | EI.Z‘Sd o
' 261.0 :
m/z 261.15 60.87%
29.
0 (ﬂ \L \‘\ I I \\2(‘)5\9\ 7 \‘ T ‘\ ™ \3\3\3\0‘ T
miz--> 50 100 150 200 250 300 350
Abundance #295778: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
112.0 A
167.0 261.0 12 50
5000 m/z 112. 55.94%
o “ h L] ‘ | | 2050 | 3040 3610
e A I e RIS e o
m/z--> 50 100 150 200 250 300 350
Abundance #257919: Terephthalic acid, 3-methylbut-2-yl octyl ester ; 1
261.0 12. 50

m/z 55.05 49.92%

5000 70.0
149.0
219.0
290 | 110.0 ‘ \ ‘ ‘

e NT . A S
miz--> 50 100 150 200 250 300 350 1250
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031822\
Data File : BF127392.D

Acqg On : 18 Mar 2022 15:22

Operator : CG\JU

Sample : N1949-15 :
Misc : CP-BH1-031422-4-6-DUP

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031022.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 Hexatriacontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.892 4.56 ng 143245  Chrysene-di12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexatriacontane 507 C36H74 000630-06-8 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Heptacosane 380 C27H56 000593-49-7 90
5 Octacosane 394 (C28H58 000630-02-4 90

Abundance Scan 1803 (12.892 min): BF127392.D\data.ms (-1795) (- m/z 57.05 100.00%
57.0

-

5000
} 113.1 12.50 13.00
0 ‘H‘pmu”MLWqu‘w“u“u“u“w"w“u“u“u m/z 43.05 59.43%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #339055:; Hexatriacontane
57.0
5000 “ ——
12.50 13.00
m/z 71.10 48.59%
13.0
0 J\‘ ”‘ H 1 169.0225.0281.0337.0393.0449.0 506.(
\\1\[\11\[!!11‘\!1\‘!\\1‘\\!\‘1\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #320590: Hentriacontane
57.0
— —
12.50 13.00
5000 ITI/Z 85.10 35.90%

A J ) ‘169 0225.0 309.0365.0 436.0

o

0 ‘w“‘ch““w‘u“"“‘H“,‘H‘,“H,“‘w““_‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194590: Heneicosane
57.0 12.50 13.00
m/z 55.00 21.78%
5000

\‘ Ll J‘ || 169.02250 296.0
B e RSN

m/z--> 0 50 100 150 200 250 300 350 400 450 500 12.50 13.00

3
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031822\
Data File : BF127392.D

Acqg On : 18 Mar 2022 15:22

Operator : CG\JU

Sample : N1949-15

Misc

ALS Vvial : 4

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

CP-BH1-031422-4-6-DUP

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031022.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octacosane Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.651  5.54ng 173922 Chrysene-di2 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 octacosane 304 costss 000630-02-4 91

2 Sulfurous acid, butyl undecyl ester 292 C15H3203S 1000309-17-8 90

3 Hexacosane 366 C26H54 000630-01-3 87
4 Tetracosane 338 C24H50 000646-31-1 87
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 86

Abundance Scan 1932 (13.651 min): BF127392.D\data.ms (-1926) (- m/z 57.10 100.00%

57.1
5000

T
13.50 14.00

141.1 197.2
0 \\Ly Wwﬂkﬂu““a““?393“““““““ m/z 43.10  58.96%
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 —— —
13.50 14.00

m/z 71.10 46.96%

ol \MMH A141018302250 281.0 337.0 394.
\\\‘ \\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #188718: Sulfurous acid, butyl undecyl ester

57.0

T
13.50 14.00

5000 ITI/Z 85.05 40.22%
9.0
155.0
oFZO?O,
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane T ——
57.0 13.50 14.00

m/z 55.05 22.77%

- MM
]

oL Ll JLMM M1419;830225026103090 367.0
A b b g SR 200, 02070309.0 S S —

m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031822\

Data File : BF127392.D

Acqg On : 18 Mar 2022 15:22

Operator : CG\JU

Sample : N1949-15 :
Misc CP-BH1-031422-4-6-DUP

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031022.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 6 Heptafluorobutyric acid, pe... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.933 4.41 ng 138526  Chrysene-di2 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Heptafluorobutyric acid, pentade...
2 Pentafluoropropionic acid, penta..
3 Trifluoroacetic acid, pentadecyl...

424 C19H31F702
. 374 C18H31F502
324 C17H31F302

959261-23-5 93
959092-08-1 93
959010-23-2 93

4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
5 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 93
Abundance Scan 1980 (13.933 min): BF127392.D\data.ms (-1975) (- m/z 43.05 100.00%
20 M
——
“ H ‘ 243.1 14.00
R N ‘H‘H“‘ MHH‘M ‘ : w e | M/z 0 57.10 87.20%
m/z--> 50 100 150 200 250 300 350 400
Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester
57.0
5000 L
14.00
m/z 55.05 79.04%
169.0
O\\“\‘\“‘\\ ““\ ‘“ ‘\\\\21?\92?59\\‘\\\\‘\\\4(0‘6\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #282680: Pentafluoropropionic acid, pentadecyl ester
57.0
——
14.00
5000 11.0 ITI/Z 69.10 67 .60%
210.0
ol W “ 1”‘ P2, IAT28E0 %60
m/z--> 50 lOO 150 200 250 300 350 400
Abundance #228955: Trifluoroacetic acid, pentadecyl ester e
57.0 14.00
m/z 83.05 62.56%
5000 11.0
oL LAl \w, (Ll 120 20aeo L
m/z--> 50 100 150 200 250 300 350 400 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031822\
Data File : BF127392.D

Acqg On : 18 Mar 2022 15:22

Operator : CG\JU

Sample : N1949-15 :
Misc : CP-BH1-031422-4-6-DUP

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031022.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 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.251 5.10 ng 160017  Chrysene-di12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 2-Bromotetradecane 276 C14H29Br 074036-95-6 90
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 87
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 87

Abundance Scan 2034 (14.251 min): BF127392.D\data.ms (-2029) (-} | m/z 57.10 100.00%

57.1
5000

——
9.2
14.00 14.50
141.2 207.0
- “‘ v“‘““‘ Ly 32, 2010 2810 h; 4310 57.96%
miz--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0
5000 — e
14.00 14.50

m/z 71.05 52.85%

9.0
\‘ ‘ i F , 1 141.0183.0225.0 282.0
\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
mi/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0

—
14.00 14.50
5000 m/z 85.05  39.86%

ol L \ | F ‘1‘410183022502670 323.0 380.
b et 269,001 0 3250 S
miz--> 50 100 150 200 250 300 350
Abundance

#168307: 2-Bromotetradecane —— —T
57.0 14.00 14.50

m/z 55.05 18.71%

5000
9.0
‘ %41 .0 197 0

ol5 50 | Ll \‘ |

T T
m/z--> 50 100 150 200 250 300 350 14.00 14.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031822\
Data File : BF127392.D

Acqg On : 18 Mar 2022 15:22

Operator : CG\JU

Sample : N1949-15 :
Misc : CP-BH1-031422-4-6-DUP

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031022.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 Heptacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.480 2.58 ng 81000  Chrysene-d12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Octacosane 394 C28H58 000630-02-4 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2073 (14.480 min): BF127392.D\data.ms (-2068) (- m/z 57.05 100.00%
57.0
w0 M
1450
141.1 183 0 :
ol L w““ ““m b . L N m/z 43.05 61.46%
miz--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0
5000 T
14.50
m/z 71.10 54.12%
9.0
0 \‘ ‘ H\ I M‘ | 141 0183 0225.0 282.0
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
T
14.50
5000 m/z 85.10 38.77%
9.0
ol h‘ | | ;141.0183.0225.0 281.0 337.0 394.
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane T
57.0 14.50
m/z 41.05 23.40%
- M
9.0
ol L I % | 141.0183.0225.0267.0 323.0 380.0
““‘ B e i e o e e —
m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031822\
Data File : BF127392.D

Acqg On : 18 Mar 2022 15:22

Operator : CG\JU

Sample : N1949-15 :
Misc : CP-BH1-031422-4-6-DUP

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031022.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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.769 4.79 ng 150523  Chrysene-di12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 86

Abundance Scan 2122 (14.769 min): BF127392.D\data.ms (-2116) (- m/z 57.10 100.00%

57.1
5000

0.1 T —T

‘ U1 141218310052 2820 14.50 15.00
ol J Ly i3]-218312082 2820 m/z 43.10 67.77%
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 —— e
14.50 15.00

m/z 71.05 57.75%

ol mh\\J141018302250 281.0 337.0 394.
\\\\‘ \\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane

57.0

T
14.50 15.00

5000 m/z 85.10 41.35%
‘ 9.0
41.0
olS0LLILL Mitissozms0 20
m/z--> 0 100 150 200 250 300 350
Abundance #287976: Heptacosane T T
57.0 14.50 15.00

m/z 55.00  24.20%

i qL‘ 141.0183.0225.0267.0309.0  380.0

0 5:‘u“WuwW e e —
miz--> 50 100 150 200 250 300 350 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031822\

Data File : BF127392.D

Acqg On : 18 Mar 2022 15:22

Operator : CG\JU

Sample : N1949-15 :
Misc CP-BH1-031422-4-6-DUP

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031022.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1-Iodoundecane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.786 4.48 ng 146542  Perylene-di2 15.522
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Iodoundecane 282 C11H23I 004282-44-4 87
2 Heptadecane 240 C17H36 000629-78-7 80
3 Nonadecane 268 C19H40 000629-92-5 80
4 Undecane, 2-methyl- 170 C12H26 007045-71-8 80
5 Pentadecane 212 C15H32 000629-62-9 72

Abundance Scan 2125 (14.786 min): BF127392.D\data.ms (-2123) (-} ' m/z 57.10 100.00%
57.1
99.1 i4‘56 is‘od
' 148.9 210.1 283.0 : :
(B “‘MVMW‘N‘& S B A A A e T A m/z 43.10 70.60%
miz-> 50 100 150 200 250
Abundance #175097: 1-lodoundecane
57.0
5000 e —
14.50 15.00
m/z 71.10 44.11%
‘ ‘ 9.0 1550
01\5.\0“\ U‘“‘\ ‘\‘ T L e “\ T \1\97‘9 [ \2\8\2.\0’
miz--> 50 100 150 200 250
Abundance #123961: Heptadecane
57.0
T —
14.50 15.00
5000 m/z 85.10 34.18%
99.0
0 J\LM L4, 1410 1830 240.0
ey
miz--> 50 100 150 200 250
Abundance #158600: Nonadecane T —
57.0 14.50 15.00
m/z 55.05 30.89%
5000
99.0
ob A d iy, 110 20 20 | T T
m/z--> 50 100 150 200 250 14.50 15.00

8270-BF031022.M Mon Mar 21 18:16:55 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031822\
Data File : BF127392.D

Acqg On : 18 Mar 2022 15:22

Operator : CG\JU

Sample : N1949-15 :
Misc CP-BH1-031422-4-6-DUP

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031022.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 Hexacosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.127 5.61 ng 183623  Perylene-di2 15.522
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Octacosane 394 C28H58 000630-02-4 87
5 Pentadecane 212 C15H32 000629-62-9 87
Abundance Scan 2183 (15.127 min): BF127392.D\data.ms (-2178) (-} | m/z 57.05 100.00%
57.0
— —
‘ \ 9‘.1 155.2197.1 239.1 281.0 15.00 1550
Owu““u“l““u“‘ Lt Dr 128942810 m/z 43.10  66.18%
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 e .
15.00 15.50
9.0 m/z 71.10 55.26%
oLl i1 ]|} 141018302250267.03000 367.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
e 5
15.00 15.50
5000 m/z 85.05 42.01%
9.0
oL L |||, 141.0183.0225.0267.0 323.0 380.
A e e T e
m/z--> 50 100 150 200 250 300 350
Abundance #262011: Pentacosane T T
57.0 15.00 15.50
m/z 55.10 23.69%
5000
9.0
ol L1 14018302250267.0300.0 3520
e I L e — ——
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031822\
Data File : BF127392.D

Acqg On : 18 Mar 2022 15:22

Operator : CG\JU

Sample : N1949-15

Misc

ALS Vvial : 4

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

CP-BH1-031422-4-6-DUP

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031022.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 12 Pentacosane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.322 3.32 ng 108636  Perylene-di2 15.522
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Heneicosane 296 C21H44 000629-94-7 87

Abundance Scan 2216 (15.322 min): BF127392.D\data.ms (-2211) (- m/z 57.10 100.00%
57.1

é

5000
1411 190 15.00 15.50
0 “L‘u$W‘WJ“J¢‘Wu~“u“?§79“““““‘ m/z 43.10 62.73%
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 — R
15.00 15.50
m/z 71.05  61.82%
oL JMMH A141018302250 281.0 337.0 394.
\\\‘ \\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

m/z--> 50 100 150 200 250 300 350

&

Abundance #262011: Pentacosane
15.00 15.50
5000 ITI/Z 85.10 45.16%
9.0
oL |1 $#10183.0225.0267.0300.0 352.0
e
m/z--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl- T s
57.0 15.00 15.50
m/z 55.05 24.68%
B /NWVNWAMAJNAWJKWMWMW
oLl \\ | 14101830 23 0281 0323.0
L B RS e e e S — —
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031822\
Data File : BF127392.D

Acqg On : 18 Mar 2022 15:22

Operator : CG\JU

Sample : N1949-15 :
Misc CP-BH1-031422-4-6-DUP

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031022.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 Tridecane, 2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.951 6.03 ng 197213  Perylene-di2 15.522
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Tridecane, 2-methyl- 198 C14H30 001560-96-9 87
4 Tridecane, 1-iodo- 310 C13H271 035599-77-0 87
5 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 86
Abundance Scan 2323 (15.951 min): BF127392.D\data.ms (-2317) (- m/z 57.05 100.00%
57.0
9.1 Sal
16.00
41 2 183 2
- H‘ Li “‘ 14121832 23922831 ./ 43.e5  61.06%
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 T
16.00
m/z 71.10 55.37%
oL ‘L‘ iyl M | 14101830 225.0 267.0 309.0 367
\\\\‘\ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
—
16.00
5000 m/z 85.10 44.42%
9.0
41.0
olso || |1 10102250 2060
m/z--> 50 100 150 200 250 300 350
Abundance #74013: Tridecane, 2-methyl- —
57.0 16.00
m/z 55.00 21.17%
- M’M“'\)
| %90 155.0
ol bl fy Sl ass0 ——
m/z--> 50 100 150 200 250 300 350 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031822\
Data File : BF127392.D

Acqg On : 18 Mar 2022 15:22

Operator : CG\JU

Sample : N1949-15

Misc

ALS vial : 4 Sample Multiplier: 1

CP-BH1-031422-4-6-DUP

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031022.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 14 Heptadecane, 9-octyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
16.457 2.30 ng 75402  Perylene-di12 15.522
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Octacosane 394 (C28H58 000630-02-4 90
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
4 Tetracosane 338 C24H50 000646-31-1 87
5 Hexacosane 366 C26H54 000630-01-3 87

Abundance Scan 2409 (16.457 min): BF127392.D\data.ms (-2404) (-] ' m/z 57.05 100.00%
57.0

F

5000
16.50
6922111 283.0
ol “ M‘\H‘ u“whu i i e e m/z 43.10 70.41%
miz--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0
5000 1
16.50
m/z 71.10 63.86%
9.0
0 \‘ ‘ H\ I M‘ | 141018302250 282.0
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

m/z--> 50 100 150 200 250 300 350

g

Abundance #298427: Octacosane
57.0
16.50
5000 ITI/Z 85.05 44 .56%
9.0
oL h‘ | | ;141.0183.0225.0 281.0 337.0 394.
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl- —
57.0 16.50
m/z 55.00  25.34%
- W
oLl \\ | 14101830 23fozm 0323.0
A e e e A R RREE —
m/z--> 50 100 150 200 250 300 350 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31822\
Data File : BF127392.D

Acqg On : 18 Mar 2022 15:22

Operator : CG\JU

Sample : N1949-15 :
Misc : CP-BH1-031422-4-6-DUP

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031022.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|
Tetratetracontane 11.692 2.3 ng 93120 4 11.387 826289 20.0
n-Hexadecanoic ... 11.904 4.4 ng 183063 4 11.387 826289 20.0
1,4-Benzenedica... 12.404 2.4 ng 98976 4 11.387 826289 20.0
Hexatriacontane 12.892 4.6 ng 143245 5 14.033 627923 20.0
Octacosane 13.651 5.5 ng 173922 5 14.033 627923 20.0
Heptafluorobuty... 13.933 4.4 ng 138526 5 14.033 627923 20.0
Eicosane 14.251 5.1 ng 160017 5 14.033 627923 20.0
Heptacosane 14.480 2.6 ng 81000 5 14.033 627923 20.0
Heneicosane 14.769 4.8 ng 150523 5 14.033 627923 20.0
1-Iodoundecane 14.786 4.5 ng 146542 6 15.522 654343 20.0
Hexacosane 15.127 5.6 ng 183623 6 15.522 654343 20.0
Pentacosane 15.322 3.3 ng 108636 6 15.522 654343 20.0
Tridecane, 2-me... 15.951 6.0 ng 197213 6 15.522 654343 20.0
Heptadecane, 9-... 16.457 2.3 ng 75402 6 15.522 654343 20.0
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