LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@050323\
Data File : BF133206.D

Acqg On : 03 May 2023 14:37
Operator : CG\JU

Sample : 02583-07

Misc :

ALS vial : 8 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-BF042123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133206.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.340 549 553 583 rVB 2456743 3744666 81.40% 9.096%
2 6.369 723 728 731 rBV 3805360 3671563 79.81% 8.919%
3 6.728 786 789 792 rBV 1549027 1161795 25.25% 2.822%
4 7.292 880 885 888 rBV 2808877 2413956 52.47% 5.864%
5 8.010 1004 1007 1011 rBV 1874419 1586866 34.49%  3.855%

6 9.092 1187 1191 1194 rBV 4705219 4185431 90.98% 10.
7 9.763 1302 1305 1309 rBV 2128802 1722395 37.44%
8 10.475 1423 1426 1430 rBV 435624 348035 7.57%
9 10.551 1435 1439 1454 rBV 840610 813571 17.68%
10 11.204 1545 1550 1554 rVV 165293 191264 4.16%
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11 11.245 1554 1557 1560 rVV 1970725 1638465 35.
12 11.269 1560 1561 1565 rVB 245054 129899 2
13 11.322 1567 1570 1573 rVB 63552 56395 1.23%
14 11.551 1603 1609 1616 rVB 119844 168109 3
15 11.639 1621 1624 1630 rVB 112906 124162 2
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16 11.775 1639 1647 1659 rBV3 560655 1013828 22.04%
17 12.045 1688 1693 1704 rVB 419343 592583 12.88%
18 12.363 1741 1747 1754 rVB 275511 359802 7.82%
19 12.427 1754 1758 1761 rBV 180618 247047 5.37%
20 12.457 1761 1763 1766 rVB 243356 189696 4.12%

OCOORN
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N
N
R

21 12.557 1776 1780 1794 rVB 446801 781548 16.99%
22 12.680 1794 1801 1805 rVB 199695 240840 5.23%
23 12.833 1823 1827 1830 rBV 3706391 3191463 69.37%
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24 13.074 1865 1868 1871 rBV2 67799 63465 1.38% 154%
25 13.416 1924 1926 1929 rBV 59246 52621 1.14% 128%
26 13.745 1979 1982 1985 rBV 88692 77841 1.69% 189%

27 13.798 1985 1991 2000 rVV6 82762 275433 5.99%
28 13.880 2000 2005 2008 rVV 1241472 1219053 26.50%
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29 13.904 2008 2009 2012 rVB 95934 56056  1.22% 136%
30 14.063 2033 2036 2040 rVB2 83758 75476  1.64% 183%
31 14.363 2085 2087 2090 rVB 100333 87183 1.90% 212%

32 14.457 2097 2103 2105 rBV5 124230 265818 5.78%
33 14.551 2113 2119 2134 rVB2 728504 2420360 52.61%
34 14.663 2136 2138 2146 rVB 147396 155264  3.37%
35 14.904 2174 2179 2181 rBV3 183465 340313 7.40%
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36 14.986 2191 2193 2201 rVB2 179780 218927 4.76%  0.532%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@050323\
Data File : BF133206.D

Acqg On : 03 May 2023 14:37
Operator : CG\JU

Sample : 02583-07

Misc

ALS vial : 8 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-BF042123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 15.239 2233 2236 2240 rBV 73529 88951 1.93% 0.216%
38 15.304 2242 2247 2250 rVV 1009919 1180526 25.66% 2.868%
39 15.345 2252 2254 2261 rVB 137011 156781 3.41% 0.381%
40 16.698 2480 2484 2497 rVB 411359 1258744 27.36% 3.058%

41 18.115 2715 2725 2754 rVB2 910511 4600588 100.00% 11.175%

Sum of corrected areas: 41166779
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 03 May 2023 14:37
¢ CG\JU
: 02583-07

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50323\
BF133206.D

: 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

0

TIC: BF133206.D\data.ms

6.369

7.292
5.340

6.728

Time-->

2.20 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

4000000

3000000

2000000

1000000

TIC: BF133206.D\data.ms
9.092

12.833

9.763
8.010 11.245

10.551
11.775

10.475 15269 12.045 15 12. 557 J
1%
- -géﬂﬂ&ﬂsM 107

0
Time-->

—
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

4000000

3000000

2000000

1000000

TIC: BF133206.D\data.ms

13.880

14.551
16.698

66343 %s6, - 45

16 13748804063 14

Time-->

13 50 14 00 l4 50 15 00 15 50 16 OO 16 50 17 00 17 50 18 OO 18 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050323\
Data File : BF133206.D

Acqg On : 03 May 2023 14:37
Operator : CG\JU

Sample : 02583-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Benzophenone Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.475 4.04 ng 348035  Acenaphthene-d10 9.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 50
3 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 49
4 acetic acid, 2-bromo-, 2-oxo0-2-p... 256 C10H9BroO3 1000401-50-0 47
5 2-(2-0xo-2-phenyl-ethyl)-malonon... 184 C11H8N20 1000296-76-9 47
Abundance Scan 1426 (10.475 min): BF133206.D\data.ms (-1423) (- m/z 105.10 100.00%
105.1
77.0
182.1
5000
51.0 A
10.50
152.0
Ol b 228 T m/z 76.95  62.22%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 1
10.50
51.0 m/z 182.10  54.70%
o270 | | 150 1520 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\f\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #30107: Benzenecarbothioic acid, S-methyl ester
105.0
=
77.0 10.50
5000 m/z 51.00 24 .48%
51.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32010: Acetophenone, 2-chloro- s
105.0 10.50
m/z 181.05 8.72%
77.0
5000
51.0
o270 | . . . | 1250 1540 A
R B B T A e
m/z--> 20 40 60 80 100 120 140 160 180 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050323\
Data File : BF133206.D

Acqg On : 03 May 2023 14:37
Operator : CG\JU

Sample : 02583-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 2-Heptadecanone Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.551 2.05 ng 168109  Phenanthrene-di10 11.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptadecanone 254 C17H340 002922-51-2 91
2 2-Pentadecanone 226 C15H300 002345-28-0 86
3 2-Hexadecanone 240 C16H320 018787-63-8 86
4 2-Tetradecanone 212 C14H280 002345-27-9 86
5 2-Tridecanone 198 C13H260 000593-08-8 78

Abundance Scan 1609 (11.551 min): BF133206.D\data.ms (-1603) (- m/z 58.10 100.00%
58.1
o hﬁguwmwvdAumﬁﬂmﬁwNJ
85.1 11.50 |
To1241 .1 203.0 239.2 :
Ol 169.1 m/z 43.10 95.63%
m/z--> 20 40 60 80 100120 140 160 180200 220240
Abundance #141021: 2-Heptadecanone
43.0
5000 — |
71.0 11.50
m/z 59.05 54.90%
0 150‘\‘ Ll HH\ u‘u \\h‘ \\\11‘1'0‘ 152.0 19§0 2250\25710
\H\‘H\\‘HH‘HH‘HH‘HH‘H\\‘\H\‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140 160 180 200 220 240
Abundance #107150: 2-Pentadecanone
58.0
T
11.50
5000 ITI/Z 71.10 41.14%
29.0
o \ | U520 1270 1680 2260
e e A e e
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #123926: 2-Hexadecanone 7
58.0 11.50
m/z 41.10 26.86%
h M\J\JU
29.0
0 \‘ \‘\ M “\“Sﬁlo‘h 127.0 182'0 249'0
e e e e e ——
m/z--> 20 40 60 80 100120140 160 180 200 220 240 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050323\
Data File : BF133206.D

Acqg On : 03 May 2023 14:37
Operator : CG\JU

Sample : 02583-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.775 12.38 ng 1013830  Phenanthrene-d10 11.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 1647 (11.775 min): BF133206.D\data.ms (-1639) (- m/z 43.10 100.00%

43.1 73.0

213.3 T i j '
157.1185.2 256.3 1ﬂ50 1500

oww‘,‘:‘” m/z 73.00  99.06%

m/z--> 20 40 60 80 100120140160180200220 240260
Abundance #143510: n-Hexadecanoic acid
60.0

5000 129.0 T T IR
11.50 12.00

m/z 60.00  93.65%

’ 157-0185.0213'0 256.0
O,
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid
43.0 73.0
=T

11.50 1£00
5000 129.0 ITI/Z 57.10 80.82%
b L T
0]‘-5'9‘}”"\‘}“‘”!\\ ‘M;“‘H” ““\““”“ ‘\\‘\HHH“H‘H’“H“"H“HH“HH‘HH
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #92069: Tridecanoic acid T T
73.0 11.50 12.00

m/z 41.05 76.94%

43.0
5000 129.0 //ULJUL
171.0
214.0
H\ | ‘\‘ H“H cm oy | ‘ ‘

T T
m/z--> 20 40 60 80 100120140160180 200220240260 11.50 12.00

o
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50323\

BF133206.D

: 03 May 2023 14:37

: CG\JU

: 02583-07

: 8 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_

F\Methods\8270-BF042123 .M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 Octadecanal

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.045 7.23 ng 592583  Phenanthrene-d10 11.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Octadecanal

2 Hexadecanal

3 1,15-Hexadecadiene
4 E-7-Tetradecenol

5 17-Octadecenal

000638-66-4 94
000629-80-1 91
021964-51-2 90
037011-95-3 89
056554-86-0 87

268 C18H360
240 C16H320
222 CleéH30
212 C14H280
266 C18H340

Abundance Scan 1693 (12.045 min): BF133206.D\data.ms (-1688) (- m/z 43.10 100.00%
3.1
82.1
5000
T \
204.1
23.1 12.00
166.2
oh LAM L REER 25022841 /7 57.05  96.23%
m/z--> 150 200 250
Abundance #158566 Octadecanal
43.0
82.0
5000 ! '
12.00
m/z 82.10 73.76%
O T ‘\ “\ ‘}‘ “ Hh ‘!ﬂ; \H‘\ “\]-54 0 194‘0\ \ T 2\5‘0\0 T T T
m/z-> 100 150 200 250
Abundance #123917: Hexadecanal
43.0, 82.0
—— ‘
12.00
5000 ITI/Z 41.10 73.57%
23.0
196.0
ol— ‘{H‘\\‘ m‘;“‘h‘ ‘M “}‘6?0‘ ‘H‘ . 240(‘)‘ .
miz--> 50 100 150 200 250
Abundance #102183: 1,15-Hexadecadiene ——
55.0 12.00
m/z 55.10 71.15%
96.0
5000
oL LIl 00 sang 0 L
m/z--> 50 100 150 200 250 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050323\
Data File : BF133206.D

Acqg On : 03 May 2023 14:37
Operator : CG\JU

Sample : 02583-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 2-Nonadecanone Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.363 4.39 ng 359802  Phenanthrene-d10 11.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Nonadecanone 282 C19H380 000629-66-3 91
2 2-Heptadecanone 254 C17H340 002922-51-2 83
3 2-Pentadecanone 226 C15H300 002345-28-0 78
4 2-Hexadecanone 240 C16H320 018787-63-8 78
5 2-Tetradecanone 212 C14H280 002345-27-9 78
Abundance Scan 1747 (12.363 min): BF133206.D\data.ms (-1741) (- m/z 58.00 100.00%
58.0
‘ ‘ 12,00 12.50
97.0 . .
127.0 222.2 <
) n”“m‘h pofs 1801 2222 2821 .. 43.10  90.66%
miz-> 50 100 150 200 250
Abundance #176349: 2-Nonadecanone
58.0
5000 — —
12.00 12.50
m/z 59.10 70.00%
6.0
0 27\‘0\“\ ML\ H‘M \H\F \hm m\12\7'0 180.0 222.0 28\2(
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #141021: 2-Heptadecanone
43.0
= s
12.00 12.50
5000 m/z 71.10 45.93%
0 254.0
Olzvo ‘\ 1L u\“ il \\h‘ Il ‘12‘70 166019§O . \.
ol
miz--> 50 100 150 200 250
Abundance #107150: 2-Pentadecanone “ T
58.0 12.00 12.50
m/z 41.05 26.33%
- M
210‘
ol Ll S801270 1680 2260 E—
m/z--> 50 100 150 200 250 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050323\
Data File : BF133206.D

Acqg On : 03 May 2023 14:37
Operator : CG\JU

Sample : 02583-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.557 9.54 ng 781548  Phenanthrene-di10 11.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89
4 Tridecanoic acid 214 C13H2602 000638-53-9 86
5 Tetradecanoic acid 228 C14H2802 000544-63-8 81
Abundance Scan 1780 (12.557 min): BF133206.D\data.ms (-1776) (-} | m/z 43.10 100.00%
43.1
5000 129.1 JUL
185.2 241.3 T T
12.50
S — m/z 73.10  88.93%
miz--> 50 100 150 200 250 300 350 400
Abundance #179089: Octadecanoic acid
73.0
5000 ——
129.0 1250
185.0 284.0 m/z 57.10 74 .86%
O,
m/z--> 50 100 150 200 250 300 350 400
Abundance #126199: Pentadecanoic acid
73.0
T \
12.50
5000 129.0 m/z 60.00 73.63%
‘ } 199.0
0l28 W L ML P
m/z--> 50 100 150 200 250 300 350 400
Abundance #143511: n-Hexadecanoic acid T ‘
73.0 12.50
m/z 55.10 70.71%
129.0 256.0
5000
H 185.0
m/z--> 50 100 150 200 250 300 350 400 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050323\
Data File : BF133206.D

Acqg On : 03 May 2023 14:37
Operator : CG\JU

Sample : 02583-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 1-Heptacosanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.798 4.52 ng 275433  Chrysene-di12 13.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 87
2 1-Octadecanol 270 C18H380 000112-92-5 76
3 n-Nonadecanol-1 284 C19H400 001454-84-8 64
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 64
5 1-Tetracosene 336 C24H48 010192-32-2 64
Abundance Scan 1991 (13.798 min): BF133206.D\data.ms (-1985) (- m/z 57.10 100.00%
57.1
07.1
5000
2341
—— —
13.50 14.00
.0 189.1
o | — | ! Ly ‘n‘\m‘\\\‘H\m%%ﬁu‘(\)‘w PRI H‘MW Mu‘ ‘ ‘?71%][:‘)?5’5‘:!-‘ : m/z 43.10 97.52%
m/z--> 50 100 150 200 250 300 350
Abundance #299848: 1-Heptacosanol
57.0 97.0
5000 —r e
13.50 14.00
m/z 83.10 95.06%
39.0
o AL T 18102220264.0306.0 3784
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\
miz--> 50 100 150 200 250 300 350
Abundance #161350: 1-Octadecano
43.9 83.0
—— —
13.50 14.00
5000 m/z 55.00 75.78%
25.0
UL 1os0 2200
L N N O
m/z--> 50 100 150 200 250 300 350
Abundance #179253: n-Nonadecanol-1 T —
83.0 13.50 14.00
43.0 m/z 69.10 72.73%
5000
25.0
L “ 168.0  238.0
ol b hLa )L 1080 2980 .
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\BF050323\
Data File : BF133206.D

Acqg On : 03 May 2023 14:37
Operator : CG\JU

Sample : 02583-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 unknownl14.457 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.457 4.36 ng 265818  Chrysene-di2 13.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 43
2 Tetratetracontane 619 C44H90 007098-22-8 35
3 4-Octanone 128 C8H160 000589-63-9 27
4 Nonane, 3,7-dimethyl- 156 C1l1H24 017302-32-8 27
5 Hexadecane 226 C16H34 000544-76-3 25
Abundance Scan 2103 (14.457 min): BF133206.D\data.ms (-2097) (- m/z 57.10 100.00%
57.1
267.3
5000
——
J hﬂy ' 13411 14.50
ol bbb L2953, L3I m/z 71.18 90.39%
m/z--> 0 50 100150200250300350400450500550600
Abundance #197167: Carbonic acid, prop-1-en-2-yl tetradecyl ester
57.0
5000 1
14.50
m/z 43.10 86.35%
0 ‘Hig“ IH‘\#%\T‘\]\-9?\\0\\‘\\H‘\\H‘\\\\‘HH‘HH‘HH‘HH‘HH
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347239: Tetratetracontane
57.0
——
14.50
5000 m/z 267.30 71.81%
ol b h |1, 197.0267.0 351.0421.0491.0 618.(
e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #14274: 4-Octanone 7
43.0 14.50
m/z 283.35 47.59%
5000
128.0
O‘L‘fuuﬁHM‘HH_‘HM‘HMH‘_HW‘HW‘HWH‘WH‘WHH —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50323\
Data File : BF133206.D

Acqg On : 03 May 2023 14:37

Operator : CG\JU

Sample : 02583-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 unknownl4.551 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
14.551 39.71 ng 2420360 Chrysene-d12 13.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(2-Propen-1-yloxy)dodecane 226 C15H300 006145-80-8 25
2 Pentyl octadecyl ether 340 C23H480 1000406-41-9 25
3 Docosyl pentyl ether 396 C27H560 1000406-42-1 22
4 Decane, 5-propyl- 184 C13H28 017312-62-8 20
5 Tridecane, 4-methyl- 198 C14H30 026730-12-1 18

Abundance Scan 2119 (14.551 min): BF133206.D\data.ms (-2113) (- m/z 57.10 100.00%
57.1 267.3
5000
T T
[0 s L s
ol d bbb 2078, ||, 3493 4144 4775 0 567 30 87.93%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #107166: 1-(2-Propen-1-yloxy)dodecane
57.0
5000 — :
14.50
m/z 71.10 85.95%
e o
O\\"\\\‘%%I!l\}’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #249110: Pentyl octadecyl ether
71.0
T
14.50
5000 m/z 43.10 83.92%
11250 2520
‘H,‘ “W“‘,‘H“"H,““““‘,‘H‘,“H,“““‘
m/z--> 100 150 200 250 300 350 400 450 500
Abundance #299854: Docosyl pentyl ether 7 ‘
71.0 14.50
m/z 55.10 50.15%
. M//\LJ\'\,
olil 1\ 25916102350 3080
A S e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 14.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50323\

BF133206.D
: 03 May 2023 14:37
: CG\JU
: 02583-07
: 8 Sample Multiplier: 1

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Nonadecane Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
14.663 2.63 ng 155264  Perylene-di12 15.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Octadecane 254 C18H38 000593-45-3 91
3 Hentriacontane 437 C31H64 000630-04-6 87
4 Hexatriacontane 507 C36H74 000630-06-8 87
5 Heneicosane, 11-decyl- 437 C31H64 055320-06-4 86

Abundance Scan 2138 (14.663 min): BF133206.D\data.ms (-2136) (- m/z 57.10 100.00%
57.1

5000

I T
13.1 14.50 15.00
2954
|4 La 1692 2281 2954 35314002 T as g

m/z--> 50 100 150 200 250 300 350 400
Abundance #158597: Nonadecane
57.0

o

5000 — —
14.50 15.00
m/z 71.10 63.62%
0 “‘ H\ ‘ﬂwj‘ ‘\“\\‘ | ‘\‘6‘9‘0‘ ‘2‘2‘2‘9‘2‘6?‘0‘ Rmmmn
m/z--> 0 100 150 200 250 300 350 400
Abundance #141058: Octadecane
57.0
14.‘50 15.‘00
5000 m/z 85.10 42 .30%
JL‘ Wmhlf?4¥6?9‘ 254.0
(e BEBSSSERSSEEEESEES R B R
m/z--> 50 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane P P
57.0 14.50 15.00

m/z 41.10

Wkﬁn\d\\ MMWAJJ/\AMNV/N&WM

0 169.0 225.0 309.0 365.0 437.
e e R R AR :

\ T
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050323\
Data File : BF133206.D

Acqg On : 03 May 2023 14:37
Operator : CG\JU

Sample : 02583-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.904 5.77 ng 340313  Perylene-d12 15.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 94
2 Benzo[e]pyrene 252 C20H12 000192-97-2 87
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 87
4 Benzo[k]fluoranthene 252 C20H12 000207-08-9 86
5 Benzo[a]pyrene 252 C20H12 000050-32-8 83
Abundance Scan 2179 (14.904 min): BF133206.D\data.ms (-2174) (- m/z 57.10 100.00%
57.1 252.2
5000
——
| ‘ | | 1\\\3 Hl 169.2 296.1 355.1 407. 1500
ol Al ST e T I m/z 252.20  92.39%
miz--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane
57.0
5000 T
15.00
m/z 43.10 58.77%
O T \‘\ “\ U‘ \h‘\h‘ \“‘\“\ “ ‘]-\6\9\0\ ‘2\2\5\\0‘ T \2\9\6’\()\ T ‘ T T ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #138554: Benzol[e]pyrene
252.0
——
15.00
5000 m/z 71.10 58.44%
125.0
0 74.0 | \H 200.0 ]
-t
m/z--> 50 100 150 200 250 300 350 400
Abundance #138562: Benzo[b]fluoranthene —
252.0 15.00
m/z 85.10 48.13%
5000
126.0
ol,.39.0 830 ‘\\ 2000 |
e e e P
m/z--> 50 100 150 200 250 300 350 400 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50323\
Data File : BF133206.D

Acqg On : 03 May 2023 14:37

Operator : CG\JU

Sample : 02583-07

Misc

ALS vial : 8

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Sample Multiplier: 1

: C:\Database\NIST20.L

LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
: 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 12 Sulfurous acid, butyl dodec...

Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
14.986 3.71 ng 218927  Perylene-di2 15.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Sulfurous acid, butyl dodecyl ester 306 C16H3403S

2 Heneicosane 296 C21H44
3 Pentadecane, 2-methyl- 226 Cl6H34
4 Hexadecane 226 C16H34
5 Octane, 3,5-dimethyl- 142 C10H22

1000309-17-9 86
000629-94-7 80
001560-93-6 80
000544-76-3 64
015869-93-9 60

Abundance Scan 2193 (14.986 min): BF133206.D\data.ms (-2191) (-
57.1

5000
113.1
T A B T T e R A
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #206617: Sulfurous acid, butyl dodecyl ester
57.0
5000
130

m/z--> 0 50

100 150 200 250 300 350 400 450

m/z 57.10 100.00%

=

15.00

m/z 43.10

F .

T
15.00

m/z 85.10

=

15.00

m/z 71.10

3

15.00

m/z 55.00

3

Abundance #194590: Heneicosane
57.0
5000
LT as902250 2960
e R A B e B
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #107235: Pentadecane, 2-methyl-
43.0
5000
183.0
0 m""Jw“MJ‘W“‘MWm‘mWm_m‘m‘_
m/z--> 0 50 100 150 200 250 300 350 400 450

T
15.00

8270-BF042123.M Thu May 04 13:24:06 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050323\
Data File : BF133206.D

Acqg On : 03 May 2023 14:37
Operator : CG\JU

Sample : 02583-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 16-Hentriacontanone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.698 21.33 ng 1258740  Perylene-di12 15.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 16-Hentriacontanone 450 C31H620 000502-73-8 86
2 Nonacosan-14-one 422 C29H580 034394-11-1 59
3 Palmitic acid vinyl ester 282 C18H3402 000693-38-9 49
4 2-Heptadecanone 254 C17H340 002922-51-2 25
5 Undecanal, 2-methyl- 184 C12H240 000110-41-8 25

Abundance Scan 2484 (16.698 min): BF133206.D\data.ms (-2480) (- m/z 239.30 100.00%

43.1 239.3
5000
6.

1
——

H } 313.0  404.4450.! 16.50 17.00

0 “W‘”“‘“”‘w“ A 225 SRR m/z 43.10 99.93%

\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #325749: 16-Hentriacontanone

239.0

soo0] -0 — e
16.50 17.00

m/z 57.10  89.73%

T \ ‘ h\ “ " 1h\m\ I\ “ T 9\9 T \‘ ‘l\ \\ \‘ T ‘3\2\3\.(\)‘ :\3\7\9.\0‘ T \4\5‘07(
m/z--> 100 150 200 250 300 350 400 450
Abundance #314323: Nonacosan-14-one
71.0

7
239.0 16.50 17.00

o

5000 ITI/Z 71.10 87.19%
oLl ‘ |70 1050, ||| 280 _3ss0 4220 JL
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #176225: Palmitic acid vinyl ester —— —
57.0 16.50 17.00
239.0

m/z 58.00 63.09%

5000
09.0
\L‘ \\

G

m/z--> 50 100 150 200 250 300 350 400 450 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050323\
Data File : BF133206.D

Acqg On : 03 May 2023 14:37
Operator : CG\JU

Sample : 02583-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Nonacosan-14-one Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.115 77.94 ng 4600590 Perylene-di12 15.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonacosan-14-one 422 C29H580 034394-11-1 70
2 Palmitic acid vinyl ester 282 C18H3402 000693-38-9 52
3 Hexadecanal, 2-methyl- 254 C17H340 055019-46-0 50
4 2-Nonadecanone 282 C19H380 000629-66-3 46
5 Dodecane, 4-methyl- 184 C13H28 006117-97-1 38
Abundance Scan 2725 (18.115 min): BF133206.D\data.ms (-2715) (- m/z 57.10 100.00%
57.1
5000 239.3 L
‘ \ 1800 1850
"l ‘ “ Nﬂ 52000 MWZPM‘?’M?‘ 4142 478« . 4310 89.18%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #314323: Nonacosan-14-one
71.0
239.0
5000 —r ——
18.00 18.50
m/z 71.10 88.97%
O ‘\ ‘ ‘ ‘ T N]‘Hﬂ“ll‘ Iy “ %\8\3\ ?\ \‘\ t ‘ 4 \2\9\5‘ 0 T 366\ \0\ ‘4\2\2\9‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #176221: Palmitic acid vinyl ester
57.0
—— —
2390 18.00 18.50
5000 ITI/Z 58.05 55.07%
‘ ‘ ‘09 0
o b0 |
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #141027: Hexadecanal, 2-methyl- —— ——
58.0 18.00 18.50
m/z 55.10 49.77%
0 \ ‘ ﬂ\‘ |Ulog 0 196 0 254.0
— - —— ——
m/z--> 0 50 100 150 200 250 300 350 400 450 18.00 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@050323\
Data File : BF133206.D

Acqg On : 03 May 2023 14:37
Operator : CG\JU

Sample : 02583-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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|
Benzophenone 10.475 4.0 ng 348035 3 9.763 1722400 20.0
2-Heptadecanone 11.551 2.0 ng 168109 4 11.245 1638470 20.0
n-Hexadecanoic ... 11.775 12.4 ng 1013830 4 11.245 1638470 20.0
Octadecanal 12.045 7.2 ng 592583 4 11.245 1638470 20.0
2-Nonadecanone 12.363 4.4 ng 359802 4 11.245 1638470 20.0
Octadecanoic acid  12.557 9.5 ng 781548 4 11.245 1638470 20.0
1-Heptacosanol 13.798 4.5 ng 275433 5 13.880 1219050 20.0
unknown14.457 14.457 4.4 ng 265818 5 13.880 1219050 20.0
unknown14.551 14.551 39.7 ng 2420360 5 13.880 1219050 20.0
Nonadecane 14.663 2.6 ng 155264 6 15.304 1180530 20.0
Heneicosane 14.904 5.8 ng 340313 6 15.304 1180530 20.0
Sulfurous acid,... 14.986 3.7 ng 218927 6 15.304 1180530 20.0
16-Hentriaconta... 16.698 21.3 ng 1258740 6 15.304 1180530 20.0
Nonacosan-14-one 18.115 77.9 ng 4600590 6 15.304 1180530 20.0
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