LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
Data File : BF136702.D

Acqg On : 23 Dec 2023 00:02

Operator : CG\JU

Sample : 05796-02 :
Misc : RT-SB-05-10.25-11.25

ALS Vvial : 16 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF136702.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.381 385 390 396 rBV 262458 287068 22.30% 2.704%
2 5.022 492 499 501 rBvV 945277 1274935 99.04% 12.007%
3 5.422 564 567 573 rBV 23111 24066 1.87% 0.227%
4 5.722 615 618 630 rBV 61563 61558 4.78% ©.580%
5 6.428 734 738 746 rBV 624904 571148 44.37% 5.379%
6 6.781 795 798 802 rBV 487978 383037 29.76% 3.607%
7 7.339 889 893 897 rBV 767101 702470 54.57% 6.616%
8 7.422 903 907 920 rBv2 17893 38512 2.99% 0.363%
9 7.804 969 972 976 rBV 30069 28232 2.19% 0.266%
106 8.057 1012 1015 1018 rBV 570306 422767 32.84%  3.981%
11 9.133 1194 1198 1202 rBV 1348528 1154724 89.71% 10.875%
12 9.216 1208 1212 1215 rVB2 28766 24706 1.92% 0.233%
13 9.745 1301 1302 1306 rVB 19289 16060 1.25% 0.151%
14 9.816 1310 1314 1317 rVV 459439 384637 29.88% 3.622%
15 9.845 1317 1319 1325 rVB2 16348 17174 1.33% 0.162%
16 10.222 1380 1383 1385 rBV3 16348 16062 1.25% 0.151%
17 10.251 1385 1388 1390 rVB 26968 23010 1.79% 0.217%
18 10.469 1420 1425 1428 rBV2 18410 24973 1.94%  0.235%
19 10.727 1466 1469 1473 rBV2 49264 75424 5.86% 0.710%
20 11.174 1542 1545 1547 rBV 68830 53728 4.17% 0.506%
21 11.204 1547 1550 1554 rVB 47064 45420 3.53% 0.428%
22 11.304 1564 1567 1569 rBV 452813 375356 29.16% 3.535%
23 11.327 1569 1571 1574 rW 151124 128595 9.99% 1.211%
24 11.380 1578 1580 1584 rVB 29819 30262 2.35% 0.285%
25 11.604 1615 1618 1621 rBV 102258 73900 5.74% 0.696%
26 11.768 1643 1646 1648 rBv4 22148 26142 2.03% 0.246%
27 11.839 1655 1658 1660 rBV 52265 44176  3.43% 0.416%
28 11.921 1670 1672 1675 rVB3 27834 24806 1.93% 0.234%
29 12.016 1685 1688 1691 rBV 122269 103643 8.05% 0.976%
30 12.168 1711 1714 1715 rBV3 30317 32528 2.53% 0.306%
31 12.298 1733 1736 1741 rBV2 49519 42473  3.30% 0.400%
32 12.363 1744 1747 1750 rBv2 77022 76806 5.97% 0.723%
33 12.404 1751 1754 1758 rBV 123521 122548 9.52% 1.154%
34 12.521 1771 1774 1777 rBV 248156 226511 17.60%  2.133%
35 12.621 1788 1791 1793 rBV2 57156 68939 5.36% 0.649%

36 12.757 1811 1814 1816 rVB 227047 197854 15.37% 1.863%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
Data File : BF136702.D

Acqg On : 23 Dec 2023 00:02

Operator : CG\JU

Sample : 05796-02 :
Misc : RT-SB-05-10.25-11.25

ALS Vvial : 16 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.780 1816 1818 1820 rVB 112885 83294 6.47% 0.784%

38 12.904 1835 1839 1846 rBV 1345874 1287245 100.00% 12.123%

39 13.139 1876 1879 1882 rBV3 293794 423494 32.90%  3.988%
40 13.263 1898 1900 1903 rBV 105531 119067 9.25% 1.121%
41 13.339 1911 1913 1919 rBv4 88323 170041 13.21% 1.601%
42 13.486 1936 1938 1941 rBV2 109701 90719 7.05% 0.854%
43 13.598 1955 1957 1962 rBV2 154221 214782 16.69% 2.023%
44 13.921 2010 2012 2015 rBV 138208 147960 11.49%  1.393%
45 13.962 2015 2019 2022 rVV2 430010 472845 36.73% 4.453%
46 14.233 2063 2065 2071 rVB2 152719 206366 16.03% 1.943%
47 15.445 2268 2271 2275 rVB 179402 198223 15.40% 1.867%

Sum of corrected areas: 10618286
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 23 Dec 2023 00:02
¢ CG\JU
: 05796-02

. 16

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
BF136702.D

RT-SB-05-10.25-11.25

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
1600000

1400000

1200000

1000000

800000

600000

400000

200000

o

TIC: BF136702.D\data.ms

5.022

7.339
6.428
6.781

4.381

5 5.722

5.42 422

Time-->

L L L L B L L L L I L L I I L L L L L L B L L L B L I IR B I

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
1600000

1400000

1200000

1000000

800000

600000

400000

200000

TIC: BF136702.D\data.ms

12.

D04

9.133

8.057

0
Time-->

\ R e — — — —
10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance
1600000

1400000

1200000

1000000

800000

600000

400000

200000

0

TIC: BF136702.D\data.ms

13.962

Time-->

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
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\BF122223\

Data File : BF136702.D

Acqg On : 23 Dec 2023 00:02

Operator : CG\JU

Sample : 05796-02 :
Misc . RT-SB-05-10.25-11.25

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 3-Penten-2-one, 4-methyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
4.381 14.99 ng 287068 1,4-Dichlorobenzene-d4 6.781
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
4 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 87
5 2-Pentene, 4,4-dimethyl-, (Z)- 98 C7H14 000762-63-0 86

Abundance Scan 390 (4.381 min): BF136702.D\data.ms (-385) (-) m/z 55.10 100.00%
55.1 83.0
5000
43.0 08.1
R e RRER
‘ 670 4.00 4.20 4.40 4.60 4.80
0Frrrprrrr et e el e m/z 83.00 97.98%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3648: 3-Penten-2-one, 4-methyl-
55.0 83.0
43.0
5000 980 U LR LR R LI B I R B
29.0 4.00 4.20 4.40 4.60 4.80
m/z 43.00 41.74%
15.0
‘ M‘\ H‘\ 67.0 |
O\\\‘\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\"\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
55.0
83.0 T [ T
290 43.0 4.00 4.20 4.40 4.60 4.80
5000 ITI/Z 98.10 35.28%
98.0
15.0
67.0
oYUM N 1 PN 2 SN TPMSNCE WSS
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3817: 2-Pentene, 3,4-dimethyl-, (E)- R RARRARREREEEEEE
55.0 83.0 4.00 4.20 4.40 4.60 4.80
m/z 39.10 28.95%
41.0
5000
27.0 98.0
15.0 ‘ ‘ 69.0
oH“H“wHmHm;1‘HMMH““;Hu,ulu,um,uu U S PN
m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\

Data File : BF136702.D

Acqg On : 23 Dec 2023 00:02

Operator : CG\JU

Sample : 05796-02 :
Misc RT-SB-05-10.25-11.25
ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : 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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
5.022 66.57 ng 1274940  1,4-Dichlorobenzene-d4 6.781
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 499 (5.022 min): BF136702.D\data.ms (-492) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 R
4.60 4.80 5.00 5.20 5.40
I 83.1 .
o-——y—i—-"r—t— m/z 59.05 58.99%
m/z--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
-
5000 [T T T[T I T[T T rrrrprrl
59.0 4.60 4.80 5.00 5.20 5.40
m/z 101.10 19.50%
15.0 101.0
‘ T \‘ 83.0 | ‘
O\\\\‘\\\\‘i\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 80 100 120 140
Abundance
59.0
R e
4.60 4.80 5.00 5.20 5.40
5000 41.0 ITI/Z 57.95 14.73%
0 126.0142.0
e N B ammaea o SR
miz-> 20 40 6 80 100 120 140
Abundance #4156: 1-Propen-2-ol, acetate e AREAERRE
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.05 9.15%
5000
15.0 | 7%-0 100.0
O v T e
m/z--> 20 80 100 120 140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
Data File : BF136702.D

Acqg On : 23 Dec 2023 00:02

Operator : CG\JU

Sample : 05796-02 :
Misc RT-SB-05-10.25-11.25

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Heptanal Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
5.722 3.21 ng 61558 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptanal 114 C7H140 000111-71-7 72
2 Cyclopropane, 1,1-dimethyl- 70 C5H10 001630-94-0 38
3 1,5-Pentanediol, 3-methyl- 118 C6H1402 004457-71-0 32
4 2-Pentene, (Z)- 70 C5H10 000627-20-3 27
5 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 27
Abundance Scan 618 (5.722 min): BF136702.D\data.ms (-615) (-) m/z 44.10 100.00%
44.1
70.1
7.0
5000
s TR g
| ‘ ‘86 0 5.40 5.60 5.80 6.00
O ‘w”H_H‘w!m_m_MW_HW m/z 43.05  94.19%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #8415: Heptanal
44.0
70.0
29.0
5000 70 L LA B B R R
5.40 5.60 5.80 6.00
m/z 41.05 86.55%
86.0
O\\‘\\‘\!‘\\\\i\ ‘\\‘\‘111‘\\\‘!“\\\\“\\!\‘\\95\9‘(\)\\\]‘-1\-\4.\\0‘\
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance
%50 700
29.0 420 5.40 5.60 5.80 6.00
5000 m/z 55.00 74.17%
R S
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #10056: 1,5-Pentanediol, 3-methyl-
41.0 55.0 5.40 5.60 5.80 6.00
67.0 m/z 70.10  65.18%
5000{  ,q
820
o990 R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
Data File : BF136702.D

Acqg On : 23 Dec 2023 00:02

Operator : CG\JU

Sample : 05796-02 :
Misc RT-SB-05-10.25-11.25

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Tetratetracontane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.727 4.02 ng 75424  Phenanthrene-d1e 11.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H99 007098-22-8 86
2 Octacosane 394 (C28H58 000630-02-4 83
3 Heptadecane 240 C17H36 000629-78-7 83
4 Undecane, 3,8-dimethyl- 184 C13H28 017301-30-3 80
5 Hexatriacontane 507 C36H74 000630-06-8 80

Abundance Scan 1469 (10.727 min): BF136702.D\data.ms (-1466) (- m/z 57.10 100.00%

57.1
5000

iaaa
“ | 169.1 10.50 11.00
oo e m/z 43.05 65.88%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0

5000

o

m/z 71.05 55.92%

| HN 70197.0267.0337.0407.0 491.0562.0
‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0

o

5000 m/z 85.05 40.72%
0 127.0197.0 281.0 3940
[T P [ T P T T T [T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #123960: Heptadecane T ——
57.0 10.50 11.00

m/z 41.05 31.31%

5000 M
1] ‘17-0 240.0

{1 |

0‘mw"J“‘mm","‘Wm“m"m‘mwm‘mwm‘m 7 7
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
Data File : BF136702.D

Acqg On : 23 Dec 2023 00:02

Operator : CG\JU

Sample : 05796-02 :
Misc RT-SB-05-10.25-11.25

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Heptacosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

11.174 2.86 ng 53728 Phenanthrene-d10 11.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Eicosane 282 C20H42 000112-95-8 87
3 Octacosane 394 C28H58 000630-02-4 86
4 Heptadecane 240 C17H36 000629-78-7 86
5 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1010309-12-5 86

Abundance Scan 1545 (11.174 min): BF136702.D\data.ms (-1542) (-} | m/z 57.10 100.00%

57.1
5000

—r
9.2 11 o151 11.00 11.50
ol ‘”Wwﬂw‘mww‘u“““““““““““ m/z 43.85 74.43%

=
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane

57.0

5000 —— e
11.00 11.50

m/z 71.05 67.68%

J‘ | F ‘%410183022502670 323.0 380.0
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance
57.0

—
11.00 11.50

o

5000 ITI/Z 85.05 44 .77%
99.0
0 141.0183.0225.0 282.0
L e o LA e o o o o
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane T ——
57.0 11.00 11.50

m/z 41.10 27.76%

- WM

ol L H J1419;8302250 281.0 337.0 394.
ALy asetcee.) 2810 3370 394 —— —

m/z--> 50 100 150 200 250 300 350 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
Data File : BF136702.D

Acqg On : 23 Dec 2023 00:02

Operator : CG\JU

Sample : 05796-02 :
Misc : RT-SB-05-10.25-11.25

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Dodecane, 2,6,10-trimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.204 2.42 ng 45420  Phenanthrene-d10 11.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 53
2 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 50
3 Octane, 6-ethyl-2-methyl- 156 C1l1H24 062016-19-7 50
4 Undecane, 6,6-dimethyl- 184 C13H28 017312-76-4 43
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 43

Abundance Scan 1550 (11.204 min): BF136702.D\data.ms (-1547) (- m/z 57.05 100.00%

57.0
5000 184.0
85.1

e —
113.1
‘ | F 231.0 11.00 11.50
Ol gl w:mmm‘w,‘Mmu_m m/z 71.05 83.17%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #90207: Dodecane, 2,6,10-trimethyl-
57.0
5000 —r —
85.0 11.00 11.50

m/z 43.10 50.36%

29.0 7.0
“““‘H‘H‘"“‘}“‘1H‘M‘\\H““L\\‘}\5\\5\9“1‘8\‘3‘9%‘“‘\““\““ u&w\j\k
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57.0

—
11.00 11.50

o

5000 85.0 ITI/Z 184.00 45.877%
29.0
112.0 141.0
oM AT OO [0 A A MNMBIEL o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #33107: Octane, 6-ethyl-2-methyl- — N —
43.0 11.00 11.50
710 m/z 85.18  36.71%
) L\JJ
127.0
ob il 980 P as60 o gtV
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
Data File : BF136702.D

Acqg On : 23 Dec 2023 00:02

Operator : CG\JU

Sample : 05796-02 :
Misc : RT-SB-05-10.25-11.25

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Nonadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

11.604 3.94 ng 73900  Phenanthrene-d1e 11.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Docosane 310 C22H46 000629-97-0 86
3 Heptadecane 240 C17H36 000629-78-7 86
4 Hexadecane 226 C16H34 000544-76-3 86
5 Eicosane 282 C20H42 000112-95-8 80

Abundance Scan 1618 (11.604 min): BF136702.D\data.ms (-1615) (- m/z 57.10 100.00%
57.1

o W

—
99.1 11.50 12.00
169.2203.1
,‘h“ L 418508092707 20883 m/z 43.10  71.34%

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

5000

o

T
11.50 12.00
m/z 71.10 55.64%

99.0
|| 1410 1830 2250 2680
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
m/z--> 50 100 150 200 250 300
Abundance
57.0

——
11.50 12.00
5000 m/z 85.10  44.71%

99.0
0 141.0 183.0 225.0 267.0 310.
—— e
miz--> 50 100 150 200 250 300
Abundance

#123958: Heptadecane —
57.0 11.50 12.00
m/z 41.05 31.07%

. W
99.0 240.0

oso | || 20 1m0 as0 awo o
m/z--> 50 100 150 200 250 300 11.50 12.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
Data File : BF136702.D

Acqg On : 23 Dec 2023 00:02

Operator : CG\JU

Sample : 05796-02 :
Misc RT-SB-05-10.25-11.25

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Phenanthrene, 2-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.839 2.35 ng 44176  Phenanthrene-d10 11.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 93
2 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 92
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 87
4 Anthracene, 9-methyl- 192 C15H12 000779-02-2 83
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 83

Abundance Scan 1658 (11.839 min): BF136702.D\data.ms (-1655) (- m/z 192.05 100.00%

19p.1
50001 43.0
71.1
R
165.1
| ‘ H‘ \\\97\\\'1 12\9'1 | 1229.0256.1 i = B
O R R Ry ST SUR L LS 1 AU R R SO m/z 191.05 55.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #67038: Phenanthrene, 2-methyl-
192.0
5000 ‘ \

P ‘ ‘
11.50 12.00
m/z 43.05 43.54%

165.0
o270 630 960 1390° "
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
192.0
— —
11.50 12.00
5000 ITI/Z 57.05 37.07%
165.0
0270 63.0 96.0 1390
A e ARARAARARsasamaTEATaTEA T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #67025: Anthracene, 2-methyl- — —
192.0 11.50 12.00
m/z 189.10 32.18%
5000
080 830 00 1300!% |
e e e e e e e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00

8270-BF122023.M Sat Dec 23 06:04:17 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
Data File : BF136702.D

Acqg On : 23 Dec 2023 00:02

Operator : CG\JU

Sample : 05796-02 :
Misc RT-SB-05-10.25-11.25

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Hexacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.015 5.52 ng 103643  Phenanthrene-di10 11.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Pentadecane 212 C15H32 000629-62-9 86
3 Nonadecane 268 C19H40 000629-92-5 86
4 Octadecane 254 C18H38 000593-45-3 83
5 Octacosane 394 (C28H58 000630-02-4 83
Abundance Scan 1688 (12.016 min): BF136702.D\data.ms (-1685) (- m/z 57.10 100.00%
57.1
5000 W
9.1 1500 !
12.00
40.1 197.2
ol bl 3801 19722380 430 64.87%
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 —— :
12.00
m/z 71.10 61.26%
\\\\‘\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance
57.0
T \
12.00
5000 ITI/Z 85.05 46.84%
99.0
ol5.0 1410 2120
B A a2 e
m/z--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane T ‘
57.0 12.00
m/z 41.10 26.52%
- W
oL I |70 191016305250 2680
s A e e ——
m/z--> 50 100 150 200 250 300 350 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
Data File : BF136702.D

Acqg On : 23 Dec 2023 00:02

Operator : CG\JU

Sample : 05796-02 :
Misc : RT-SB-05-10.25-11.25

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Octadecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.298 2.26 ng 42473  Phenanthrene-d10 11.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 Tridecane, 2,5-dimethyl- 212 C15H32 056292-66-1 72
3 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 72
4 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 64
5 Hentriacontane 437 C31He64 000630-04-6 64
Abundance Scan 1736 (12.298 min): BF136702.D\data.ms (-1733) (- m/z 57.05 100.00%
57.0
5000 W
‘ 99.1 —— —r—
12.00 12.50
136.0 169.1 239.2
0t ‘N‘M‘k“w¢‘JHMH‘”‘H“202}" ““Zg?% m/z 71.10 45.51%
miz-> 50 100 150 200 250
Abundance #141057: Octadecane
57.0
5000 —r ——
12.00 12.50
m/z 43.10 41.86%
99.0
O T 2\6“\0‘\ ‘ h\ H‘ \H‘\ H“ \‘ T ‘]\-4\]_ o T \]-8\3\0‘ 2\2\]- \() \25‘4\0\ T T
miz--> 50 100 150 200 250
Abundance
57.0
—— —
12.00 12.50
5000 m/z 85.10 33.58%
99.0
0 26.0 140.0 197.0
S s e S B o B
miz--> 50 100 150 200 250
Abundance #176392: Nonadecane, 2-methyl- — —
57.0 12.00 12.50
m/z 41.10 24.65%
5000 M
‘ 99.0
ol lAlli a0 e 20 T
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\BF122223\
Data File : BF136702.D

Acqg On : 23 Dec 2023 00:02

Operator : CG\JU

Sample : 05796-02 :
Misc RT-SB-05-10.25-11.25

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 unknownl2.363 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.363 4.09 ng 76806  Phenanthrene-d1e 11.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 1,4-dimethyl- 206 C16H14 000781-92-0 42
2 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 38
3 Dodecane, 2-cyclohexyl- 252 C18H36 013151-82-1 30
4 Cyclohexane, tetradecyl- 280 C20H40 001795-18-2 30
5 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 25
Abundance Scan 1747 (12.363 min): BF136702.D\data.ms (-1744) (-} ' m/z 83.05 100.00%
83.
411 206.1
5000
\
" Ll g o 22
oMl n\m MM\ wl Mm m mm u\ i n\ o T | \‘ : m/z 55.10 74.90%
miz--> 50 150 200 250
Abundance #82936: Anthracene, 1,4-dimethyl-
206.0
5000 — ——
12.00 12.50
m/z 82.05 67.36%
89 165.0
O\\\\S:‘L(\)\“\‘\lezo““h‘i‘m\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance
55.0
— —
12.00 12.50
5000 m/z 206.10 57.14%
o4 96.0
T T
miz--> 50 100 150 200 250
Abundance #138531: Dodecane, 2-cyclohexyl- A “‘WW/\\ —
82.0 12.00 12.50
m/z 98.10 55.10%
o m
168.0
ol b im0 190 e it
m/z--> 100 150 200 250 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
Data File : BF136702.D

Acqg On : 23 Dec 2023 00:02

Operator : CG\JU

Sample : 05796-02 :
Misc RT-SB-05-10.25-11.25

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.404 6.53 ng 122548  Phenanthrene-di10 11.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Heptacosane 380 C27H56 000593-49-7 90
3 Nonadecane 268 C19H40 000629-92-5 90
4 Hexadecane, 1-iodo- 352 C16H331 000544-77-4 86
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 86
Abundance Scan 1754 (12.404 min): BF136702.D\data.ms (-1751) (-] | m/z 57.10 100.00%
57.1
5000 W
91 —
12.50
41.2 189 1
ol hd “ Liohe 1891 23922810 w/z 43.10  70.24%
miz--> 50 100 150 200 250 300 350
Abundance #107218: Hexadecane
57.0
5000 T
12.50
m/z 71.10 61.20%
o ‘\ ‘ | | %9‘0‘ 141.0 183.0 226.0
\\\‘\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\
miz-> 100 150 200 250 300 350
Abundance
57.0
——
12.50
5000 m/z 85.10 44 .27%
99.0
0 141.0183.0225.0267.0 323.0 380.(
T T T T T e e
m/z--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane T
57.0 12.50
m/z 41.10 28.55%
5000 M
. i |0 141918302050 2680
““‘ i e A B ——
m/z--> 50 100 150 200 250 300 350 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
Data File : BF136702.D

Acqg On : 23 Dec 2023 00:02

Operator : CG\JU

Sample : 05796-02 :
Misc RT-SB-05-10.25-11.25

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.621 3.67 ng 68939  Phenanthrene-die 11.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 78
2 Nonadecane 268 C19H40 000629-92-5 78
3 Tridecane 184 C13H28 000629-50-5 55
4 Pentadecane 212 C15H32 000629-62-9 55
5 Decane, 3-methyl- 156 C11H24 013151-34-3 49
Abundance Scan 1791 (12.621 min): BF136702.D\data.ms (-1788) (-} ' m/z 57.10 100.00%
57.1
97.1
5000
1z 1250 1300
267.1 . :
ob———il. m‘h Hu“\\‘\ H\MMMM Hmm?h i \‘\mh Z% 111\ s iy ?\0%‘ m/z 43.10 89.10%
miz-> 50 100 150 200 250 300
Abundance #107220: Hexadecane
57.0
5000 — —
12.50 13.00
m/z 71.10 79.30%
T \ T \ ‘ T \ T \ ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T
miz--> 50 100 150 200 250 300
Abundance
57.0
—— —
12.50 13.00
5000 m/z 97.10 57.17%
99.0
0 141.0 183.0 268.0
e
miz--> 50 100 150 200 250 300
Abundance #59027: Tridecane 7 —
57.0 12.50 13.00
m/z 85.10 54.01%
- JMM\/\MN
H | 990 1410 1840
ol by S — —
m/z--> 50 100 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
Data File : BF136702.D

Acqg On : 23 Dec 2023 00:02

Operator : CG\JU

Sample : 05796-02 :
Misc : RT-SB-05-10.25-11.25

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Dodecane, 4,9-dipropyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.139 17.91 ng 423494  Chrysene-d12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 4,9-dipropyl- 254 C18H38 003054-63-5 50
2 9-Octadecenoic acid, 12-hydroxy-... 312 C19H3603 000141-24-2 46
3 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 45
4 Eicosane 282 (C20H42 000112-95-8 41
5 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1010309-12-5 41
Abundance Scan 1879 (13.139 min): BF136702.D\data.ms (-1876) (- m/z 57.10 100.00%
57.1
5000 071 MJ\/N
166.2 e e
‘ Y 2601 306, 13.00 13.50
oL A b e SR G SR SR m/z 55,10 99.11%
m/z--> 50 100 150 200 250 300
Abundance #141073: Dodecane, 4,9-dipropy!-
57.0
5000 —r— ——
13.00 13.50
F 211.0 m/z 43.10  93.18%
1550
O T \“\ ‘\‘ ‘ ‘\ 1 “ ‘h \H\ T \ L ‘ 1‘ T \2\5‘2.\0\ T ‘ L
miz-> 50 100 150 200 250 300
Abundance
55.0
—— —
13.00 13.50
5000 166.0 m/Z 71.10 69.62%
97.0
015'0 227.0263.0
B o i B aman e
miz--> 50 100 150 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester —— ——
57.0 13.00 13.50
m/z 41.10 53.00%
o “M‘H \H\ \‘ ‘\\ %410 1820 — ‘2‘5‘2"0‘ — ?’?5q — —
m/z--> 50 100 150 200 250 300 13.00 13.50

8270-BF122023.M Sat Dec 23 06:04:23 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
Data File : BF136702.D

Acqg On : 23 Dec 2023 00:02

Operator : CG\JU

Sample : 05796-02 :
Misc RT-SB-05-10.25-11.25

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 15 Tetradecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.262 5.04 ng 119067  Chrysene-di12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H99 007098-22-8 72
2 Tetradecane 198 C14H30 000629-59-4 68
3 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 64
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 59
5 Decane, 2,4-dimethyl- 170 C12H26 002801-84-5 53

Abundance Scan 1900 (13.263 min): BF136702.D\data.ms (-1898) (- m/z 57.10 100.00%
7.1

5
5000

T
13.00 13.50

H }27-11%.2 313.3

O bbb b ST m/z 71.18  59.52%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
5000 e —
13.00 13.50

m/z 43.10 57.50%

ol lﬁ 70197.0267.0337.0407.0 491.0562.0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘H\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
P o
13.00 13.50
5000 ITI/Z 85.10 46.95%
127.0198.0
(Y S S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #170573: Sulfurous acid, butyl decyl ester —— —
57.0 13.00 13.50
m/z 97.10 35.03%
w‘ 1410
o't — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
Data File : BF136702.D

Acqg On : 23 Dec 2023 00:02

Operator : CG\JU

Sample : 05796-02 :
Misc RT-SB-05-10.25-11.25

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 16 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.339 7.19 ng 170041  Chrysene-di12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 50
2 4-Methyldocosane 324 C23H48 025117-30-0 49
3 Dodecane, 4-methyl- 184 C13H28 006117-97-1 46
4 Decane, 3-methyl- 156 C11H24 013151-34-3 46
5 9-Methylheneicosane 310 C22H46 070475-51-3 42
Abundance Scan 1913 (13.339 min): BF136702.D\data.ms (-1911) (- m/z 57.10 100.00%
57.1
97.1
5000
1300 13.50
230.1 : :
ol M\ h\ M ‘\‘1 H 1” m H\HH m\‘\m‘\‘w\ o A ‘2?%’3\3\“2?‘ m/z 43.10 96 .89%
miz-> 50 100 150 200 250 300
Abundance #194588: Heneicosane
57.0
5000 — —
13.00 13.50
90,0 m/z 71.10 80.49%
p150 ||| 1101830 2250 2980
miz-> 50 100 150 200 250 300
Abundance
43.0
— —
13.00 13.50
5000 m/z 97.10 78.50%
85.0
123.0
0 165.0 211.0 281.0 3240
B B B o o S
miz--> 50 100 150 200 250 300
Abundance #59040: Dodecane, 4-methyl- “ T
43.0 13.00 13.50
m/z 41.10 64.22%
5000 85.0
141.0
I 7 S U
m/z--> 50 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
Data File : BF136702.D

Acqg On : 23 Dec 2023 00:02

Operator : CG\JU

Sample : 05796-02 :
Misc RT-SB-05-10.25-11.25

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 17 4-Methylheneicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.486 3.84 ng 90719  Chrysene-d12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Methylheneicosane 310 C22H46 025117-29-7 78
2 Tetracosane 338 C24H50 000646-31-1 60
3 Docosane 310 C22H46 000629-97-0 55
4 Palmitic acid vinyl ester 282 (C18H3402 000693-38-9 52
5 Pentacosane 352 C25H52 000629-99-2 49
Abundance Scan 1938 (13.486 min): BF136702.D\data.ms (-1936) (- m/z 57.10 100.00%
57.1
5000
9.1 ‘3\ 0‘
13.5
bt L “Lw“ 4 JO3T 2151 267.18102 3720 ., 5319 72.14%
m/z--> 50 100 150 200 250 300 350
Abundance #212284: 4-Methylheneicosane
57.0
5000 UL
13.50
267.0 m/z 71.10 69.92%
O \“\ “‘\ “ \“\“‘ \h \ﬂ-\ \‘]-‘(‘)\ ‘\ }\gz(\‘)\ T ‘ \“\ T \3‘]-\0\0\ T ‘ T T
miz--> 50 100 150 200 250 300 350
Abundance
57.0
—
13.50
5000 m/z 43.10 65.01%
99.0
141.0 183.0 225.0 267.0 338.0
(o AR A 0 A i S
m/z--> 50 100 150 200 250 300 350
Abundance #212281: Docosane T
57.0 13.50
m/z 82.10 61.82%
5000
9.0
0 | ‘\ M H\ A h‘ | \ | 9;830225026703100
i e e —
m/z--> 50 100 150 200 250 300 350 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
Data File : BF136702.D

Acqg On : 23 Dec 2023 00:02

Operator : CG\JU

Sample : 05796-02 :
Misc RT-SB-05-10.25-11.25

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 18 Docosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.598 9.08 ng 214782  Chrysene-di12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane 310 C22H46 000629-97-0 86
2 Heptadecane 240 C17H36 000629-78-7 64
3 Heptacosane 380 C27H56 000593-49-7 62
4 Hexadecane 226 C16H34 000544-76-3 58
5 Eicosane 282 C20H42 000112-95-8 58
Abundance Scan 1957 (13.598 min): BF136702.D\data.ms (-1955) (- m/z 57.10 100.00%
57.1
£000 jww
230.1
9.1 —— —
13.50 14.00
oLk “MHL LAt 2931 3843 0 7116 62.13%
miz--> 50 100 150 200 250 300 350
Abundance #212282: Docosane
57.0
5000 —— :
13.50 14.00
9.0 m/z 43.10 53.78%
SERNEC TP
O\\\“\‘\h\h‘\“\\\‘““\‘\\‘\“\\\\‘\\\\‘1\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance
57.0
—— ;
13.50 14.00
5000 m/z 85.10 41.13%
99.0
0 141.0182.0 240.0
e L A Eananan e
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane 7 —
57.0 13.50 14.00
m/z 230.10 31.26%
5000
oL L L F |y 141.0 183.0 225.0 267.0 3230 _ 3804
““‘ R B e e P ‘
m/z--> 50 100 150 200 250 300 350 13.50 14.00

8270-BF122023.M Sat Dec 23 06:04:27 2023 Page: 21



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
Data File : BF136702.D

Acqg On : 23 Dec 2023 00:02

Operator : CG\JU

Sample : 05796-02 :
Misc : RT-SB-05-10.25-11.25

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 19 Sulfurous acid, butyl dodec... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.233 8.73 ng 206366  Chrysene-di2 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 91
2 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1010309-18-1 91
3 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 90
4 Hexacosane 366 C26H54 000630-01-3 87
5 Hentriacontane 437 C31H64 000630-04-6 87
Abundance Scan 2065 (14.233 min): BF136702.D\data.ms (-2063) (- m/z 57.10 100.00%
57.1
5000
13.1 i4‘od i4‘56
|, 168.1 2241 : :
ol | M LLg0P. 22012681 33213782 47 43.10  66.29%
miz--> 50 100 150 200 250 300 350 400
Abundance #206617: Sulfurous acid, butyl dodecyl ester
57.0
5000 —r ——
14.00 14.50
m/z 71.10 61.92%
o || 1130 1690 51 4
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
—— —
14.00 14.50
5000 m/z 85.10 39.52%
o 1130 197.0 2499
e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #310570: Heptacosane, 1-chloro- T —
57.0 14.00 14.50
m/z 55.10 38.78%
5000
0 | ‘L‘ |y H .., ,183.0231.0 287.0 343.0 414(
““‘ b b e e S e S e —— —
m/z--> 50 100 150 200 250 300 350 400 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122223\
Data File : BF136702.D

Acqg On : 23 Dec 2023 00:02

Operator : CG\JU

Sample : 05796-02 :
Misc : RT-SB-05-10.25-11.25

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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|
3-Penten-2-one,... 4.381 15.0 ng 287068 1 6.781 383037 20.0
2-Pentanone, 4-... 5.022 66.6 ng 1274940 1 6.781 383037 20.0
Heptanal 5.722 3.2 ng 61558 1 6.781 383037 20.0
Tetratetracontane 10.727 4.0 ng 75424 4 11.304 375356 20.0
Heptacosane 11.174 2.9 ng 53728 4 11.304 375356 20.0
Dodecane, 2,6,1... 11.204 2.4 ng 45420 4 11.304 375356 20.0
Nonadecane 11.604 3.9 ng 73900 4 11.304 375356 20.0
Phenanthrene, 2... 11.839 2.4 ng 44176 4 11.304 375356 20.0
Hexacosane 12.015 5.5 ng 103643 4 11.304 375356 20.0
Octadecane 12.298 2.3 ng 42473 4 11.304 375356 20.0
unknownl12.363 12.363 4.1 ng 76806 4 11.304 375356 20.0
Hexadecane 12.404 6.5 ng 122548 4 11.304 375356 20.0
Tridecane 12.621 3.7 ng 68939 4 11.304 375356 20.0
Dodecane, 4,9-d... 13.139 17.9 ng 423494 5 13.963 472845 20.0
Tetradecane 13.262 5.0 ng 119067 5 13.963 472845 20.0
Heneicosane 13.339 7.2 ng 1706041 5 13.963 472845 20.0
4-Methylheneico... 13.486 3.8 ng 90719 5 13.963 472845 20.0
Docosane 13.598 9.1 ng 214782 5 13.963 472845 20.0
Sulfurous acid,... 14.233 8.7 ng 206366 5 13.963 472845 20.0
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