LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@12522\
Data File : BF126657.D

Acqg On : 25 Jan 2022 12:16
Operator : CG/JU

Sample : N1237-02

Misc :

ALS vial : 5 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-BF911822.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF126657.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.293 29 35 41 rVB 269552 354558 12.10% 1.572%
2 5.204 525 530 534 rBvV 37027 43157 1.47% 0.191%
3 5.581 589 594 597 rBV 2739595 2691659 91.84% 11.932%
4 6.575 758 763 766 rBV 2634436 2753276 93.94% 12.205%
5 6.963 825 829 832 rBV 858836 652877 22.28% 2.894%

6 7.522 919 924 927 rBV 2021468 1847245 63.03% 8.189%
7 8.245 1043 1047 1050 rBV 1008005 848958 28.97% 3.763%
8 9.322 1225 1230 1233 rBV 3384460 2930853 100.00% 12.992%
9 9.810 1309 1313 1319 rBV2 33360 43506 1.48% 0.193%
10 10.004 1342 1346 1349 rBV 1151859 937069 31.97% 4.154%

11 10.604 1442 1448 1452 rBV 13525 33097 1.13% 0.147%
12 10.792 1476 1480 1483 rBV 2095307 1774837 60.56% 7.868%
13 11.345 1568 1574 1577 rBV5 25515 37450  1.28% 0.166%
14 11.439 1586 1590 1596 rVB4 43064 47442  1.62% 0.210%
15 11.498 1596 1600 1603 rBV 988183 891618 30.42%  3.953%
16 12.004 1683 1686 1691 rBV 110991 106832 3.65% 0.474%
17 12.051 1691 1694 1696 rVB 42475 32388 1.11% ©0.144%
18 12.198 1715 1719 1724 rVB3 34926 54801 1.87% ©0.243%
19 12.792 1817 1820 1822 rBV2 35169 37472 1.28% 0.166%
4 Q.

20 12.839 1822 1828 1829 rVW2 76688 132804 .53%
21 12.869 1829 1833 1841 rVB3 95714 210728  7.19%
22 13.086 1865 1870 1873 rBV 3012008 2581472 88.08% 11.
23 13.410 1920 1925 1932 rBv4 20815 49086 1.67%
24 13.810 1984 1993 2003 rBV 163745 333047 11.36%

PRORO
N
=
[
R

25 13.974 2018 2021 2031 rBV3 174870 261622  8.93% 160%
26 14.139 2046 2049 2053 rVB 700656 635982 21.70%  2.819%
27 14.298 2073 2076 2085 rVB5 23057 43412 1.48% ©.192%
28 14.492 2099 2109 2116 rBV 165852 369888 12.62% 1.640%
29 14.833 2163 2167 2178 rBV9 43721 98990 3.38% 0.439%
30 15.010 2190 2197 2203 rVB3 39199 66580 2.27% 0.295%

31 15.098 2206 2212 2221 rBV 142677 254713 8.69%
32 15.662 2303 2308 2317 rBV 504510 649633 22.17%
33 15.798 2324 2331 2340 rVB2 74054 183833 6.27%
34 15.910 2344 2350 2360 rVB8 22190 60802 2.07%
35 16.221 2396 2403 2411 rBV1e 47814 117066 3.99% ©.519%

OO NBR
(o]
iy
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36 16.621 2463 2471 2480 rVB3 52558 145166 4.95%  0.644%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@12522\
Data File : BF126657.D

Acqg On : 25 Jan 2022 12:16
Operator : CG/JU

Sample : N1237-02

Misc

ALS vial : 5 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-BF011822.M

Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 16.998 2528 2535 2543 rBV7 23229 63927 2.18% 0.283%

38 17.556 2622 2630 2642 rVB4 38408 119541 4.08% 0.530%

39 17.674 2644 2650 2659 rvvs 22612 60845 2.08% 0.270%
Sum of corrected areas: 22558232
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@12522\
Data File : BF126657.D

Acqg On : 25 Jan 2022 12:16
Operator : CG/JU

Sample : N1237-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF126657.D\data.ms

3000000

5.581

6.575
2500000
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1500000
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Abundance TIC: BF126657.D\data.ms
9.322

o

13.086
3000000
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Abundance TIC: BF126657.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@12522\
Data File : BF126657.D

Acqg On : 25 Jan 2022 12:16

Operator : CG/JU

Sample : N1237-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
2.293 10.86 ng 354558 1,4-Dichlorobenzene-d4 6.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 43
3 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 23
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
Abundance  Scan 35 (2.293 min): BF126657.D\data.ms (-29) (-) m/z 73.05 100.00%
73.0
5000
43.0 87.1
R R
‘ o 1 ‘ 220 240 2.60
o_HwHH‘HH“‘mwHH‘HHMwHH‘wwwwwww m/z 43.05  26.60%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L L B I B B
220 240 2.60
43.0 o
87.0 m/z 87.10 23.86%
20 | o |
O‘H\\‘H\\‘H\\‘H\\‘H\\‘H\\‘H\\‘H\\‘H\\‘H\\‘H\\‘H\\‘H\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 L
220 240 2.60
5000 41.0 55.0 ITI z 55.00 21.96%
27.0
0 L ‘ ‘ 112.0 129.0
_H‘_HwH‘wHH_‘H_HW‘HWHH‘HH_H‘_HWH‘WHH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 \MNW
Abundance #9210: 1,3-Dioxolane, 2-propyl- e
73.0 220 240 2.60
m/z 71.10 10.27%
5000
45.0
ol 20 I 99.0 1150
e e e e e e e R R
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 220 240 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@12522\
Data File : BF126657.D

Acqg On : 25 Jan 2022 12:16
Operator : CG/JU

Sample : N1237-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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 13
R.T. EstConc Area Relative to ISTD R.T.
12.004 2.40 ng 106832  Phenanthrene-di10 11.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
2 Tridecanoic acid 214 C13H2602 000638-53-9 80
3 Dodecanoic acid 200 C12H2402 000143-07-7 64
4 Pentadecanoic acid 242 C15H3002 001002-84-2 64
5 Undecanoic acid 186 C11H2202 000112-37-8 64

Abundance Scan 1686 (12.004 min): BF126657.D\data.ms (-1683) (- m/z 73.00 100.00%
73.0

43.0
5000
129.0 ol e e
101.0 X 12.00
| 157118512132 o) )
Ol m/z 59.95 77 .90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143507: n-Hexadecanoic acid
43.0 73.0
5000
12.00
1290 256.0 m/z 43.00 56.98%
LA s | as70ss0230
0\‘\\\\‘\\\”\”\ H‘H“HH‘\‘HH‘HH“\\‘H‘\‘H\‘HH‘HH‘\\H‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92068: Tridecanoic acid
73.0
43.0
UL
12.00
5000 ITI/Z 57.00 55.46%
129.0
‘ ‘ 171.0 214.0
0?
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #75718: Dodecanoic acid 7 ‘
73.0 12.00
m/z 55.00 51.46%
5000
43.0 129.0
157.0
| O
ST W AV A -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@12522\
Data File : BF126657.D

Acqg On : 25 Jan 2022 12:16
Operator : CG/JU

Sample : N1237-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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 9
R.T. EstConc Area Relative to ISTD R.T.
12.839 4.18 ng 132804  Chrysene-di12 14.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heptacosane 380 C27H56 000593-49-7 87
4 Heptadecane 240 C17H36 000629-78-7 86
5 Pentacosane 352 C25H52 000629-99-2 83

Abundance Scan 1828 (12.839 min): BF126657.D\data.ms (-1822) (-] m/z 57.10 100.00%
57.1

— —
H H . 12.50 13.00
L e H‘Mwmw””_”wM,HH m/z 71.05 87.53%
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 — —
12.50 13.00
m/z 85.10 60.60%
Ol\ \q ‘ H‘ \h‘\ h“ \H‘ \]ﬂ “ “0\]-\8\3\0‘2\2\5\(\)‘ T \\29\6‘(\)\ T ’ L
m/z--> 0 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
— ——
12.50 13.00
5000 m/z 43.00 46.97%
ol ‘L‘ 1 \\ | 141-0183.0225.0267.0309.0 3670
il [ T T
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane “ —
57.0 12.50 13.00
m/z 55.00  23.45%
- W\M
oL L | F ‘}410183022502670 3230 380.(
“““ A R e e e L — ——
m/z--> 50 100 150 200 250 300 350 12.50 13.00

8270-BF011822.M Wed Jan 26 16:07:45 2022 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@12522\
Data File : BF126657.D

Acqg On : 25 Jan 2022 12:16
Operator : CG/JU

Sample : N1237-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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 Carbonic acid, eicosyl viny... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

12.868 6.63 ng 210728  Chrysene-di2 14.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 64
2 Hentriacontane 437 C31H64 000630-04-6 53
3 Heptadecane 240 C17H36 000629-78-7 47
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 47
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 43

Abundance Scan 1833 (12.869 min): BF126657.D\data.ms (-1829) (- m/z 57.10 100.00%

57.1
5000
113.1
— —
‘ ‘ 207.0 12.50 13.00
ok, wlw”m'M‘wh . m/z 71.10  53.55%
mlz--> 50 100 150 200 250 300 350 400
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
5000 — —
12.50 13.00
m/z 43.00 34.63%
ﬁllo
O \I‘\ \L“ ”“ \‘H‘\ “‘ \“‘\h\ \%\6\9\()\ ‘ 252\0\\ T ‘3\2\5\\0‘ L ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #320590: Hentriacontane
57.0
— ——
12.50 13.00
5000 m/z 113.10  33.78%
ol | h‘ ‘\ | ‘%699 2250  309.0 365.0 436
e A e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #123959: Heptadecane
57.0 12.50 13.00
m/z 85.10 29.48%
h MJ\JV
ol LU0 a0 200 ] )
m/z--> 50 100 150 200 250 300 350 400 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@12522\
Data File : BF126657.D

Acqg On : 25 Jan 2022 12:16
Operator : CG/JU

Sample : N1237-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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 Hexacosane

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.810 10.47 ng 333047 Chrysene-d12 14.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
3 Heneicosane 296 C21H44 000629-94-7 86
4 Octacosane 394 C28H58 000630-02-4 86
5 Nonadecane 268 C19H40 000629-92-5 86

Abundance Scan 1993 (13.810 min): BF126657.D\data.ms (-1984) (-,
57.0

m/z 57.05 100.00%

1350 1400
41.2183.2 ’ '
0 HH‘M M“ M jyifeass2 811z 7110 79.03%
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 e e
13.50 14.00
m/z 85.05 60.45%
\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
o T
13.50 14.00
5000 m/z 43.05 53.77%
0 HH‘M L “ »‘\ 101830 2390 2960
m/z--> 50 100 150 200 250 300 350
Abundance #194588: Heneicosane “ 7
57.0 13.50 14.00
m/z 55.10  23.36%
5000
9.0
015.4 Lidi) 141018302250  296.0
P e — —
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\BF@12522\
Data File : BF126657.D

Acqg On : 25 Jan 2022 12:16
Operator : CG/JU

Sample : N1237-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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 n-Nonadecanol-1

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.974 8.23 ng 261622  Chrysene-di12 14.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 n-Nonadecanol-1 284 C19H400

001454-84-8 95

2 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 93
3 1-Heptacosanol 396 C27H560 002004-39-9 91
4 1-Hexacosanol 382 C26H540 000506-52-5 91
5 n-Pentadecanol 228 C15H320 000629-76-5 90

Abundance Scan 2021 (13.974 min): BF126657.D\data.ms (-2018) (-]

m/z 69.00 100.00%

69.0 ' '
5000
>4 14.00
ol Ak bl ‘H “h‘w“‘u ! mq A A Wz s3.le 99.49%
m/z--> 50 100 150 200 250 300 350 400
Abundance #179255: n-Nonadecanol-1
43.0
97.0
5000 LN
14.00
m/z 57.10  96.84%
0
O T \h\“““\“\‘\ \‘H‘ “‘ \]0\ “\‘ ‘|‘\‘J"g‘5“0‘2:‘3§‘0‘ L ‘ L ‘ L ‘ 1
m/z--> 50 100 150 200 250 300 350 400
Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester
57.0
T
14.00
m/z 43.05 89.72%
5000 h1o /
169.0
ol kALl T arp0zss0  aoe
m/z--> 50 100 150 200 250 300 350 400
Abundance #299848: 1-Heptacosanol —
57. 14.00
m/z 97.05 85.71%
111.0
5000
ol bl LLLLLL 20T 02100 20803080 3780 AL
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\BF@12522\
Data File : BF126657.D

Acqg On : 25 Jan 2022 12:16
Operator : CG/JU

Sample : N1237-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Title

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

BF011822.M

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 Heptacosane

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
14.492 11.63 ng 369888 Chrysene-d12 14.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heptacosane 380 C27H56 000593-49-7 83
3 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 80
4 Heneicosane 296 C21H44 000629-94-7 68

5 Sulfurous acid, nonyl 2-propyl e... 250 C12H2603S

Abundance Scan 2109 (14.492 min): BF126657.D\data.ms (-2099) (-]
57.1

5000

| ‘\“ H L ‘%832 239.2281.1

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

o

Abundance #275537: Hexacosane
57.0
5000
0 \‘L‘ L M | 141-0183.0225.0 267.0300.0 3670
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

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

Abundance #287977: Heptacosane
57.0
5000
oL | | F ‘]‘-410183022502670 323.0 380.(
AL

bmbd L LS
miz--> 50 100 150 200 250 300 350

Abundance #261137: Hexadecane, 1-iodo-
57.0
5000
155.0 225.0
0 HL“‘M Mw e
m/z--> 50 100 150 200 250 300 350

8270-BF011822.M Wed Jan 26 16:07:48 2022

1000309-12-0 58

m/z 57.10 100.00%

:

14.50
m/z 71.05 91.00%

:

14.50
m/z 85.05 66.24%

%

14.50
m/z 43.05 54.647%

%

14.50
m/z 99.10  20.15%

-

14.50

Page:

10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@12522\
Data File : BF126657.D

Acqg On : 25 Jan 2022 12:16
Operator : CG/JU

Sample : N1237-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 unknownl4.833

Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
14.833 3.11 ng 98990  Chrysene-di12 14.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Boscartol F 300 C20H2802 1486443-17-7 47
2 Cholesterol isocaproate 484 C33H5602 1000252-03-0 16
3 1-(Bromoethynyl)cyclohexanol 202 C8H11Bro 013957-27-2 14
4 Icosa-9,11-diyne 274 C20H34 028393-07-9 14

5 Androst-5-ene,l-acetoxy-16,17-di... 386 C25H3803

Abundance Scan 2167 (14.833 min): BF126657.D\data.ms (-2163) (-]

294866-91-4 12

m/z 43.00 100.00%

43.0 95.0
1451 2132
5000
2751 386.!
| LLLL L g e, oo
omM ‘Hmu_m_m m/z 95.05 95.22%
miz--> 50 100 150 250 300 350
Abundance #199984.BoscanolF
43.0 91.0
5000 159.0
14. 50 15 00
m/z 55.00 86.85%
ol \hm u\ﬁ o ‘_79‘ S
miz--> 50 100 300 350
Abundance #335221. Cholesterol |socaproate
43.0
14. 50 15 00
5000 m/z 93.10  79.23%
368.0
105.0147.0 ‘
ol H \H ‘ M ppdy 21302000 3260, |
miz--> 50 150 200 250 300 350 A m n ﬁ MM ﬁ M
Abundance #78261.1{Bromoeﬂwnybcydohexanol L -
95.0 14.50 15.00
m/z 91.00 75.58%
159.0
5000
39.0
ok ‘\‘ H‘“ Mm\“h H\‘\ \‘ h‘u‘ I ‘u‘ ‘ ‘ : ‘ T rl\m\w\
m/z--> 50 100 150 200 250 300 350 14. 50 15 00

8270-BF011822.M Wed Jan 26 16:07:49 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@12522\
Data File : BF126657.D

Acqg On : 25 Jan 2022 12:16
Operator : CG/JU

Sample : N1237-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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 2,6,10-Dodecatrien-1-o0l, 3,... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.010 2.05 ng 66580 Perylene-di12 15.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6,10-Dodecatrien-1-0l1, 3,7,11-... 264 C17H2802 004128-17-0 59
2 Supraene 410 C30H50 007683-64-9 59
3 Umbelliprenin 366 C24H3003 023838-17-7 53
4 3,7,11-Trimethyl-2,6,10-dodecatr... 217 C15H23N 029789-67-1 53
5 Erythro-2,3-dibromopentane 228 C5H1eBr2 022415-74-3 53

Abundance Scan 2197 (15.010 min): BF126657.D\data.ms (-2190) (- m/z 69.05 100.00%

69.0
5000
R \
1511 5071 15.00
ol b by Sl 8L hz 81.e5  53.84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #153388: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl-, acet:
69.0
5000 —— |
15.00
136.0 m/z 41.00  18.99%
R7. ‘ | ‘ 189.0 264.0
0 \“\ ‘i‘ ‘H\ “!H\‘H“H‘\ ‘\“ \“H\ “ \‘ — “\ T T {BSLANLLAL L
m/z--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
R \
15.00
5000 ITI/Z 151.05 13.10%
137.0
027.‘“‘”‘\H y [, 1910 273.0 341.0 410.
o e BRI B e
m/z--> 50 100 150 200 250 300 350 400 ﬂ
Abundance #275475: Umbelliprenin ‘ﬂ‘ ‘ A A ‘
69.0 15.00
m/z 70.00 12.50%
5000
J llg'T 163.0
027 i \H‘ mh M}\ \‘\H“H\‘ M‘\ \M | \H‘ 20\50 3100 3660

o
m/z--> 50 100 150 200 250 300 350 400 15.00

8270-BF011822.M Wed Jan 26 16:07:49 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@12522\
Data File : BF126657.D

Acqg On : 25 Jan 2022 12:16
Operator : CG/JU

Sample : N1237-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Octacosane

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.098 7.84 ng 254713  Perylene-di2 15.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 87
2 Heneicosane 296 C21H44 000629-94-7 87
3 Hexadecane 226 C1l6H34 000544-76-3 80
4 Heptadecane 240 C17H36 000629-78-7 80
5 Nonadecane 268 C19H40 000629-92-5 80

Abundance Scan 2212 (15.098 min): BF126657.D\data.ms (-2206) (-]
57.0

5000

o LLbLL ‘\L | 32071 om0

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

Abundance #298427: Octacosane
571.0
5000
ol bl H | 141 0183.0225.0 281.0 337.0 394.
\\\\‘ \\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

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

m/z 57.00 100.00%

15.00 15.50
m/z 71.05 83.89%

15.00 15.50
m/z 85.05 64.78%

Abundance #194590: Heneicosane
57.0
*
15.00 15.50
5000 ITI/Z 43.05 53.96%
‘ 9.0
41.0
olsd L1111 om0 2980
m/z--> 50 100 150 200 250 300 350
Abundance #107216: Hexadecane —— ‘
57.0 15.00 15.50
m/z 55.00 23.61%
- MJNW
o L mosozme S
m/z--> 50 100 150 200 250 300 350 15.00 15.50

8270-BF011822.M Wed Jan 26 16:07:50 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@12522\
Data File : BF126657.D

Acqg On : 25 Jan 2022 12:16
Operator : CG/JU

Sample : N1237-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.798 5.66 ng 183833  Perylene-di2 15.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Hentriacontane 437 C31H64 000630-04-6 87
3 Tetracosane 338 C24H50 000646-31-1 86
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 80
5 Octadecane 254 C18H38 000593-45-3 80

Abundance Scan 2331 (15.798 min): BF126657.D\data.ms (-2324) (-, m/z 57.05 100.00%
57.0

. w“/\j\um
— —
‘ ‘1*131 1602 15.50 16.00
0 ‘HLW‘“”W WWJ‘MMZH,H‘““‘W“““‘H““‘ m/z 71.10 90.58%
m/z--> 50 100 150 200 250 300 350 400
Abundance #123960: Heptadecane
57.0
5000 T —
15.50 16.00
m/z 85.05 54.47%
| ¥ u \ 169.0 240.0
O\\‘\‘\‘ \‘\]\“\ﬂ\“‘\\\\’\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane
57.0
— —
15.50 16.00
5000 m/z 43.05 45.95%
0 uh\ H\]\.] h h\ | 6\9\0\2\2‘\5.0‘ L ‘30‘90 3650 437'
I R T B B R et A
m/z--> 50 100 150 200 250 300 350 400
Abundance #246481: Tetracosane T ——
57.0 15.50 16.00
m/z 99.10 23.79%
5000
oL ‘ |10, 169.0 2250 2810 338.0
A A A e e
m/z--> 50 100 150 200 250 300 350 400 15.50 16.00

8270-BF011822.M Wed Jan 26 16:07:51 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@12522\
Data File : BF126657.D

Acqg On : 25 Jan 2022 12:16
Operator : CG/JU

Sample : N1237-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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 unknownl6.221 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.221 3.60 ng 117066  Perylene-d12 15.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane carboxamide, 2-cycl... 207 C13H21NO 331416-19-4 30
2 2-Pentene, 3-ethyl-4,4-dimethyl- 126 C9H18 053907-59-8 27
3 Pentafluoropropionic acid, tride... 346 C16H27F502 959261-22-4 27
4 Acetic acid, trifluoro-, dodecyl... 282 C14H25F302 006222-00-0 27
5 Methyl 2-hydroxydodecanoate 230 C13H2603 051067-85-7 27

Abundance Scan2403(16221nﬂm:BF126657IndMaJn502396)0] m/z 55.00 100.00%

5[:
5000 2132
159.1
329.3 414
\\H\ (I A WO
om‘“ “H“H“_H“_“H“HH_M‘W m/z 80.06%
mlz--> 50 100 150 200 250 300 350 400
Abundance #83978: Cyclopropane carboxamide, 2-cyclopropyl-2-met
41.0
5000 95.0
16 00 16 50
m/z 79.13%
207.0
O\\\“‘ ‘HL““J{‘“.‘\‘\‘\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #13275: 2-Pentene, 3-ethyl-4,4-dimethyl-
97.0
41.0
16 00 16 50
5000 m/z 63.74%
oLk,
miz-> 100 150 200 250 300 350 400
Abundance #255049: Pentafluoropropionic acid, tridecyl ester
43.( 16 00 16 50
m/z 59.15%
5000
154.0
oL, 20 a0
m/z--> 50 100 150 200 250 300 350 400 16 00 16 50

8270-BF011822.M Wed Jan 26 16:07:52 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@12522\
Data File : BF126657.D

Acqg On : 25 Jan 2022 12:16
Operator : CG/JU

Sample : N1237-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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 Sulfurous acid, 2-propyl tr... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.621 4.47 ng 145166  Perylene-di12 15.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 86
2 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 86
3 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 86
4 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1010115-66-1 86
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 86

Abundance Scan 2471 (16.621 min): BF126657.D\data.ms (-2463) (-1 m/z 57.05 100.00%
57.0

20 /V\\b/\j\\/\/&
7.0 e ——
‘ h ‘ H 141.2 207.1 2811 16.50 17.00
ol LT 2B wyz 71.e5 83.31%
mlz--> 50 100 150 200 250 300 350
Abundance #287976: Heptacosane
57.0
5000 e e
16.50 17.00
9.0 m/z 85.05 72.24%
o150 ) LI L1 141:9183.0225.0267.03000 380
\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\’\\\\
miz--> 50 100 150 200 250 300 350
Abundance #206621: Sulfurous acid, 2-propyl tridecyl ester
43.0
—— —
16.50 17.00
5000 ITI/Z 43.00 51.99%
5.0
M‘ 1250 1820
ob— b b s
miz--> 50 100 150 200 250 300 350
Abundance #45507: Decane, 3,8-dimethyl- — —
57.0 16.50 17.00
m/z 55.00 25.52%
o M\\WM
“ 113.0
m/z--> 50 100 150 200 250 300 350 16.50 17.00

8270-BF011822.M Wed Jan 26 16:07:53 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@12522\
Data File : BF126657.D

Acqg On : 25 Jan 2022 12:16
Operator : CG/JU

Sample : N1237-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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 Dotriacontane, 1-iodo- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

17.557 3.68 ng 119541  Perylene-di2 15.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 72
2 Tridecane, 3-methyl- 198 C14H30 006418-41-3 72
3 Pentacosane 352 C25H52 000629-99-2 72
4 Hexacosane 366 C26H54 000630-01-3 72
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 64
Abundance Scan 2630 (17.556 min): BF126657.D\data.ms (-2622) (-) 57.10 100.00%

57.1
2000 WWMWMKMM/\UMWWMWMVW
‘ }l‘lfl 207.1 17 50

ol by 71.05  94.54%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #345481: Dotriacontane, 1-iodo-
57.0

5000
1750

85.10  62.33%

Al J‘ ‘ \\ J 10902250 2950 3510 449
\\\\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\’\\\\’\\\\’\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #74014: Tridecane, 3-methyl-
57.0

o

17 50
5000 43.05 42.60%
e
0*MU\*H*\**H\***w****w***vw*‘v‘H*v**Hv*
miz--> 50 100 150 200 250 300 350 400 450
Abundance #262013: Pentacosane — I
57.0 17.50

m/z 99.00 26.87%

5000 /\
ol LLLITT, 1830 2300 2050 3520 IR

m/z--> 50 100 150 200 250 300 350 400 450 17.50

8270-BF011822.M Wed Jan 26 16:07:53 2022 Page: 17



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@12522\
Data File : BF126657.D

Acqg On : 25 Jan 2022 12:16
Operator : CG/JU

Sample : N1237-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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... 2.293 10.9 ng 354558 1 6.963 652877 20.0
n-Hexadecanoic ... 12.004 2.4 ng 106832 4 11.498 891618 20.0
Heneicosane 12.839 4.2 ng 132804 5 14.139 635982 20.0
Carbonic acid, ... 12.868 6.6 ng 210728 5 14.139 635982 20.0
Hexacosane 13.810 10.5 ng 333047 5 14.139 635982 20.0
n-Nonadecanol-1 13.974 8.2 ng 261622 5 14.139 635982 20.0
Heptacosane 14.492 11.6 ng 369888 5 14.139 635982 20.0
unknown14.833 14.833 3.1 ng 98990 5 14.139 635982 20.0
2,6,10-Dodecatr... 15.010 2.0 ng 66580 6 15.663 649633 20.0
Octacosane 15.098 7.8 ng 254713 6 15.663 649633 20.0
Heptadecane 15.798 5.7 ng 183833 6 15.663 649633 20.0
unknownl16.221 16.221 3.6 ng 117666 6 15.663 649633 20.0
Sulfurous acid,... 16.621 4.5 ng 145166 6 15.663 649633 20.0
Dotriacontane, ... 17.557 3.7 ng 119541 6 15.663 649633 20.0
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