LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@33022\
Data File : BP0@9627.D

Acqg On : 30 Mar 2022 19:54
Operator : CG/JU

Sample : N2155-03

Misc :

ALS Vvial : 12 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\8270E-BP031722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@9627.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.287 216 221 233 rVB 65161 118994 1.17% 0.162%
2 4.875 314 321 340 rBV 1901832 3134571 30.73% 4.267%
3 5.346 395 401 421 rBV 538975 1060134 10.39% 1.443%
4 6.252 548 555 562 rBV 76576 142707 1.40% 0.194%
5 6.934 658 671 687 rBV 2108888 4037334 39.58% 5.496%

6 7.740 800 808 816 rBV 803757 1433986 14.06%  1.952%
7 8.893 997 1004 1014 rBV 1936356 3622715 35.51%  4.932%
8 8.969 1014 1017 1027 rVB 65095 121938 1.20% ©.166%
9 10.322 1242 1247 1256 rBV 127531 290102 2.84% 0.395%
10 10.528 1275 1282 1287 rBV 1147702 2115592 20.74%  2.880%
11 10.581 1287 1291 1298 rVB 303164 526894 5.16% ©.717%
12 11.575 1454 1460 1468 rBV2 53960 109824 1.08% 0.150%
13 11.975 1522 1528 1535 rVB 138355 225298 2.21% 0.307%
14 12.199 1560 1566 1575 rVB 277655 502942 4.93% 0.685%
15 12.422 1598 1604 1608 rBV 154471 269833 2.65% ©.367%
16 12.934 1686 1691 1696 rBV 78737 115257 1.13% 0.157%
17 13.004 1696 1703 1724 rVB 5177045 8464610 82.98% 11.523%
18 13.222 1734 1740 1747 rVB 229180 347339 3.40% ©0.473%
19 13.557 1789 1797 1866 rBV3 77929 244707 2.40% 0.333%
20 13.704 1817 1822 1827 rBV 109337 199428 1.95% 0.271%
21 13.763 1827 1832 1836 rVB 67726 104621 1.03% 0.142%
22 14.110 1886 1891 1898 rBV2 64107 112618 1.10% 0.153%
23 14.298 1918 1923 1928 rBV 174038 252722 2.48% 0.344%
24 14.387 1929 1938 1944 rBV 1299488 2146425 21.04%  2.922%
25 14.451 1944 1949 1958 rVB 232485 405435 3.97% ©.552%
26 14.598 1969 1974 1984 rVB2 46952 131412 1.29% 0.179%
27 14.793 2001 2007 2014 rVB 180066 324986 3.19% 0.442%
28 14.922 2026 2029 2037 rVB5 61521 112334 1.10% ©.153%
29 15.010 2038 2044 2049 rBV4 57739 136018 1.33% 0.185%
30 15.257 2082 2086 2091 rVB 177801 224364 2.20%  0.305%
31 15.440 2113 2117 2122 rVB 224296 316745 3.10% 0.431%
32 15.622 2142 2148 2151 rBV2 72294 129910 1.27% 0.177%
33 15.663 2151 2155 2163 rVV3 108345 220298 2.16% ©.300%
34 15.745 2165 2169 2177 rVB4 51549 113367 1.11% ©.154%
35 15.892 2188 2194 2201 rVB2 360694 633082 6.21% 0.862%

36 16.128 2229 2234 2236 rBV 265157 382796 3.75% 0.521%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@33022\
Data File : BP0@9627.D

Acqg On : 30 Mar 2022 19:54
Operator : CG/JU

Sample : N2155-03

Misc :

ALS Vvial : 12 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\8270E-BP031722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 16.928 2366 2370 2373 rVV 182217 231056 2.26% 0.315%
38 16.975 2373 2378 2387 rVB2 221568 419858 4.12% ©.572%
39 17.151 2402 2408 2412 rBV 1504881 2324176 22.78% 3.164%
40 17.192 2412 2415 2422 rVB 1725803 2547977 24.98% 3.469%
41 17.287 2427 2431 2438 rVW 416505 652740 6.40% ©.889%
42 17.357 2439 2443 2448 rVB3 57606 105635 1.04% 0.144%
43 17.539 2470 2474 2475 rBv2 74640 102294 1.00% 0.139%
44 17.563 2475 2478 2491 rVB 184107 382256 3.75% 0.520%
45 17.675 2493 2497 2501 rVB2 203533 265952 2.61% 0.362%
46 18.028 2553 2557 2560 rBV 213387 304918 2.99%  0.415%
47 18.075 2561 2565 2570 rVB 312542 486014 4.76% 0.662%
48 18.128 2571 2574 2576 rBV 96403 102349 1.00% 0.139%
49 18.216 2585 2589 2593 rBv2 288613 479483 4.70% 0.653%
50 18.351 2608 2612 2619 rVB 176252 242307 2.38% 0.330%
51 18.516 2637 2640 2644 rBV 132545 167503 1.64% 0.228%
52 18.963 2713 2716 2722 rBV3 220650 302862 2.97% 0.412%
53 19.116 2739 2742 2748 rVB 244541 332799 3.26% 0.453%
54 19.181 2748 2753 2761 rBV 2243172 3113771 30.52% 4.239%
55 19.281 2768 2770 2772 rBV3 115860 120336 1.18% 0.164%
56 19.533 2805 2813 2823 rBV 2223714 4030680 39.51% 5.487%
57 19.739 2842 2848 2852 rBV 7679620 10201272 100.00% 13.887%
58 20.022 2893 2896 2899 rBV 299180 404654 3.97% ©0.551%
59 20.992 3058 3061 3069 rVB3 716380 1136965 11.15% 1.548%
60 21.269 3103 3108 3112 rBV2 2054427 3532759 34.63% 4.809%
61 21.310 3112 3115 3123 rVB 986248 1322104 12.96% 1.800%
62 21.386 3124 3128 3133 rBV 3716725 5201831 50.99% 7.081%

63 23.657 3510 3514 3520 rVB2 1138143 2113726 20.72% 2.877%

Sum of corrected areas: 73459615
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 30 Mar 2022 19:54
: CG/IU
: N2155-03

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033022\
BP009627.D

: 12 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

8000000

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BP009627.D\data.ms

4.875 6.934 8.893

10.528

5 346 7.740 o1
4.287 I\ 6.252 k 969 10.32 11.57¢

0

Time--> 3.00 350 400 450 500 5.50 6,00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
TIC: BP009627.D\data.ms

Abundance

8000000

7000000

6000000

5000000

4000000

3000000

2000000

1000000

19.739

13.004

0
Time-->
Abundance
8000000
7000000
6000000
5000000
4000000
3000000
2000000
1000000

0

£ . = = A
L B e e L o B . A e s s B s By s e e s e s B B B
T T T T I T I T T T T T T T T T T

12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
TIC: BP009627.D\data.ms

21.386

Time--> 20.50 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033022\
Data File : BP0@9627.D

Acqg On : 30 Mar 2022 19:54
Operator : CG/JU

Sample : N2155-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.875 43.72 ng 31345760  1,4-Dichlorobenzene-d4 7.740

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

5 5-Hexen-2-one 98 C6H100 000109-49-9 9
Abundance Scan 321 (4.875 min): BP009627.D\data.ms (-314) (-) m/z 43.00 100.00%

43.0

—

5000
101.0
RRRREE R
4.60 4.80 5.00 5.20
oAl 20702681 3550416147425341 ./, s ep  65.34%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L B BN IR
4.60 4.80 5.00 5.20
101.0 m/z 101.00 26.61%
O‘\\”\H\“ \\‘\H\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester

—

59.0
R ARARRRERE
4.60 4.80 5.00 5.20
5000 ITI/Z 58.00 15.88%
| 1260
L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4156: 1-Propen-2-ol, acetate R e N RERE
43.0 4.60 4.80 5.00 5.20
m/z 41.05 9.22%
5000 /\\
Ol e e e e R RRRRARE e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033022\
Data File : BP0@9627.D

Acqg On : 30 Mar 2022 19:54
Operator : CG/JU

Sample : N2155-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.322 2.74 ng 290102  Naphthalene-d8 10.528
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 59
3 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 52
4 (S)-Methyl 2,3-dihydroxypropanoa... 134 C5H1004 354578-58-8 50
5 Acetaldehyde, di-sec-butyl acetal 174 C10H2202 005314-41-0 50

Abundance Scan 1247 (10.322 min): BP009627.D\data.ms (-1242) (- m/z 57.10 100.00%
57.1

= —
‘ | 1319 2000 2610 10.00 10.50
obAhbLlPh> 2090 281.0340.9401.7 470.08319 1/, 45,00  96.42%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 — e
10.00 10.50
m/z 41.10 37.93%
0‘\\“ "\I\‘i“\‘“\;]\_\312\-‘0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10091: Ethylene glycol monoisobutyl ether
57.0
— ——
10.00 10.50
5000 m/z 75.00  23.87%
olotklip8o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38402: Ethanol, 1-(2-butoxyethoxy)- - ——
57.0 10.00 10.50
m/z 86.95 17.20%
5000
N
ottt i T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033022\
Data File : BP0@9627.D

Acqg On : 30 Mar 2022 19:54
Operator : CG/JU

Sample : N2155-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.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 Tridecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.975 2.13 ng 225298 Naphthalene-d8 10.528
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 95
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 90
3 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 90
4 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 83
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80

Abundance Scan 1528 (11.975 min): BP009627.D\data.ms (-1522) (- m/z 57.10 100.00%
57.1

- J\i\/\
-
[ 127.1 12.00
ofdLLf2T1185.1 264.9325.1 43064910548 ./, 43.05 68.80%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59029: Tridecane
57.0
5000 T
12.00
m/z 71.05 61.22%
0 AJ}‘193791850
‘\\T\[\TV\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194595: Eicosane, 10-methyl-
57.0
-
12.00
5000 ITI/Z 85.05 40.85%
154.0
o ddli) 21202800
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33101: Octane, 2,4,6-trimethyl- R
57.0 12.00
m/z 41.10 36.64%
B \/J\/\/M
oﬂmwm'O e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033022\
Data File : BP0@9627.D

Acqg On : 30 Mar 2022 19:54
Operator : CG/JU

Sample : N2155-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.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 Tetradecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

13.222 3.24 ng 347339  Acenaphthene-d10 14.387
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 93
2 Tetradecane, 1-iodo- 324 C14H291I 019218-94-1 58
3 Pentadecane 212 C15H32 000629-62-9 52
4 Tritetracontane 605 C43H88 007098-21-7 52
5 Nonadecane 268 C19H40 000629-92-5 49

Abundance Scan 1740 (13.222 min): BP009627.D\data.ms (-1734) (- m/z 57.10 100.00%
57.1

:

5000
154.1
\
‘ ‘ 13.00 13.50
bbbl b | 221.2282.1342.9 4151 4909540 n/z 43.85  71.99%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74005: Tetradecane
57.0
5000 T ——
13.00 13.50
m/z 71.05 67.71%
ol LLLL 270 1980
‘\\\\’\\\\‘\\\i‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #228591: Tetradecane, 1-iodo-
57.0
—T T
13.00 13.50
5000 m/z 85.05 45.65%
27.0 197.0
0}t ,Jwﬁm‘hm_m_H‘,m‘,w,w,w,w,‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #90191: Pentadecane S —T
57.0 13.00 13.50
m/z 41.10 36.23%
- \Aﬂ/\wﬂ/w
212.0
0 ,Ju“wfl‘ﬂz‘z“(‘)um_m_m‘m“HH‘HH‘HH“HW — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033022\
Data File : BP0@9627.D

Acqg On : 30 Mar 2022 19:54
Operator : CG/JU

Sample : N2155-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.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 Naphthalene, 2,6-dimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

13.557 2.28 ng 244707  Acenaphthene-di10 14.387
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
4 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 96
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96

Abundance Scan 1797 (13.557 min): BP009627.D\data.ms (-1789) (- m/z 156.10 100.00%
156.1

B

5000
T T
77.0 H 13.50
O rrreptbi bbbl 2209 297.0355.1414.9 5084 . 141 00 70.60%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33132: Naphthalene, 2,6-dimethyl-
156.0
5000 ANA
13.50
m/z 155.05 35.85%
77.0
O]‘.\S\.QH«‘\AI\‘“\“\“\“\“\\HJ\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33146: Naphthalene, 2,7-dimethyl-
156.0
T T
13.50
5000 ITI/Z 115.00 15.27%
77.0
0‘\H\fﬁw\‘MﬂHL\\\_\\w\\H,\u\,\u\‘u\\_\\\_\\w\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33163: Naphthalene, 1,6-dimethyl- ——
156.0 13.50
m/z 128.00 14.84%
5000
710‘
oMl e L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033022\
Data File : BP0@9627.D

Acqg On : 30 Mar 2022 19:54
Operator : CG/JU

Sample : N2155-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.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 Pentacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.298 2.35 ng 252722  Acenaphthene-di10 14.387
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 95
2 Nonadecane 268 C19H40 000629-92-5 91
3 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 90
4 Tetradecane 198 C14H30 000629-59-4 90
5 Heptadecane 240 C17H36 000629-78-7 90

Abundance Scan 1923 (14.298 min): BP009627.D\data.ms (-1918) (- m/z 57.05 100.00%
57.0

" J\M/\/Aw
—— —
14.00 14.50
ol ALl AtLL 2121 28193409 415.1 490.9549. ./, 71 05  67.50%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262013: Pentacosane
57.0
5000 — —
14.00 14.50
m/z 43.10 65.55%
1
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158598: Nonadecane
57.0
—— —
14.00 14.50
5000 m/z 85.10 47.35%
o LLLLL 770 1970 2080
‘H“H“H“_“w“u,‘H“H“_“w“u“u“u“_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107244: Dodecane, 2-methyl-6-propyl- T —
57.0 14.00 14.50
m/z 41.05 36.76%
5000
140.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033022\
Data File : BP0@9627.D

Acqg On : 30 Mar 2022 19:54
Operator : CG/JU

Sample : N2155-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.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 Hexadecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.257 2.09 ng 224364  Acenaphthene-di10 14.387
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Pentadecane 212 C15H32 000629-62-9 90
3 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 90
4 Nonadecane 268 C19H40 000629-92-5 90
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 86

Abundance Scan 2086 (15.257 min): BP009627.D\data.ms (-2082) (-  m/z 57.10 100.00%
57.1

w0 Mm
— —
1 71 2262 15.00 15.50
o dblLPLT 2262 3260 4027 4965 n/; 71,10 69.35%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107218: Hexadecane
57.0
5000 — —
15.00 15.50
m/z 43.10 64.95%
OJ‘JJ|I“P—!27-01226.0“‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #90189: Pentadecane
57.0
—— —
15.00 15.50
5000 m/z 85.10 48.17%
“1 127.0 212.0
O‘HMM‘LMMWmVH‘wwu‘_‘H‘H‘W‘H‘“‘H,H‘W‘H‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59088: Decane, 2,3,5-trimethyl- T —
57.0 15.00 15.50
m/z 41.10 31.87%
5000
141.0
o"J\\MH“Hm‘HH‘H‘wHH‘HH_m‘wwww — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033022\
Data File : BP0@9627.D

Acqg On : 30 Mar 2022 19:54
Operator : CG/JU

Sample : N2155-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.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 Tridecane, 5-propyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
15.663 2.05 ng 220298  Acenaphthene-di10 14.387
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 5-propyl- 226 Cl16H34 055045-11-9 62
2 2,6,10-Trimethyltridecane 226 C1l6H34 003891-99-4 50
3 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 50
4 Heptadecane, 7-methyl- 254 C18H38 020959-33-5 50
5 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 49

Abundance Scan 2155 (15.663 min): BP009627.D\data.ms (-2151) (-  m/z 57.10 100.00%

57.1
5000
1691
—r— —
| ‘ | 2203 15.50 16.00
o‘m“AH_“MW‘ 230.3 325.2385.9450.25113  m/z 71.10  55.00%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107223: Tridecane, 5-propyl-
57.0
5000 e —
15.50 16.00
m/z 43.05 37.14%
0 I, ‘@25 1830
‘\\\\‘\WTV‘V\\f‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107237: 2,6,10-Trimethyltridecane
57.0
—r —
15.50 16.00
5000 m/z 169.10  27.52%
410
oL LT 2260
‘H‘w‘“_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘w‘u‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176402: Hexadecane, 2,6,11,15-tetramethyl- —T— —
57.0 15.50 16.00
m/z 85.05 23.07%
5000
169.0
orld L2870 ] A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033022\
Data File : BP0@9627.D

Acqg On : 30 Mar 2022 19:54
Operator : CG/JU

Sample : N2155-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.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 Dodecane, 1-iodo- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.128 3.29 ng 382796  Phenanthrene-d10 17.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 1l-iodo- 296 C12H25I 004292-19-7 91
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
3 Nonadecane 268 C19H40 000629-92-5 83
4 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 81
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 81

Abundance Scan 2234 (16.128 min): BP009627.D\data.ms (-2229) (-~ m/z 57.10 100.00%
57.1

-

5000
— 2
‘} ! 11ff1 16.00 16.50
oA AALEROL 1], 2442 3294 4081 5083 ., 7105 76.67%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #193302: Dodecane, 1-iodo-
57.0
5000 \

T :
16.00 16.50
m/z 43.10 60.82%

0‘\\“\\\"\J\‘\l\“\‘\l\\1‘?‘\9\.\0‘\\\\‘\\2\9\6‘.\(\)\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #132769: 2-Bromo dodecane
57.0
—— —
16.00 16.50
5000 m/z 85.10 48.01%
169.0
A .Y
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158600: Nonadecane T —
57.0 16.00 16.50
m/z 41.10 32.75%
- ﬂkAfJ&mAMf\vkum/“%v
S R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033022\
Data File : BP0@9627.D

Acqg On : 30 Mar 2022 19:54
Operator : CG/JU

Sample : N2155-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.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 Dibenzothiophene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.975 3.61 ng 419858  Phenanthrene-d10 17.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibenzothiophene 184 C12H8S 000132-65-0 60
2 Azuleno(2,1-b)thiophene 184 C12H8S 000248-13-5 53
3 1,1'-Biphenyl, 2-methoxy- 184 C13H120 000086-26-0 47
4 2,5-Cyclohexadiene-1,4-dione, 2,... 184 C8H805 000085-23-4 47
5 Naphthalene, 2-ethenyl-6-methoxy- 184 C13H120 063444-51-9 46

Abundance Scan 2378 (16.975 min): BP009627.D\data.ms (-2373) (- m/z 184.00 100.00%
184.0

—

5000y 57.1
e
’ ’ | ’ 17.00
ol LLUlPO | 2621 330.8 4008 489.3547. [/, 57 19  46.30%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #58967: Dibenzothiophene
184.0
5000 T T
17.00
m/z 71.10 44.,90%
92.0 ‘
O‘\\\‘\"\”\“Lf‘\‘\‘\\}‘}‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #58973: Azuleno(2,1-b)thiophene
184.0
R
17.00
5000 ITI/Z 85.10 25.38%
79.0
R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #58995: 1,1'-Biphenyl, 2-methoxy- ——
184.0 17.00
m/z 43.10 21.09%
5000
115.
39.0 l
Of - Hpbeetemat e b e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033022\
Data File : BP0@9627.D

Acqg On : 30 Mar 2022 19:54
Operator : CG/JU

Sample : N2155-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.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 Decane, 1l-iodo- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
17.675 2.29 ng 265952  Phenanthrene-di10 17.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 1-iodo- 268 C10H21I 002050-77-3 60
2 Tridecane 184 C13H28 000629-50-5 58
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 58
4 Dodecane, 2-methyl- 184 C13H28 001560-97-0 58
5 Nonadecane 268 C19H40 000629-92-5 52

Abundance Scan 2497 (17.675 min): BP009627.D\data.ms (-2493) (- m/z 57.10 100.00%
57.1

203.1 — —
| P 71 “ 2682 17.50 18.00
Obrbd bbbl L 2082 3481 429.2 4964 nyz 71.10  71.19%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #157263: Decane, 1-iodo-
43.0
5000 — ——
17.50 18.00
m/z 43.10 65.50%
‘ 141.0
0\‘\ ‘\!1‘\“\\\\l“\W\\‘\\\\2‘6\\8;(\)‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #59027: Tridecane
57.0
—— —
17.50 18.00
5000 m/z 85.10 57.20%
‘ 127.01840
= ‘u‘m"_'mu_HMH‘W‘H‘mWm_m_m‘mw
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #228591: Tetradecane, 1-iodo- T T
57.0 17.50 18.00
m/z 41.10 27.15%
. W/\W\M
127.0 197.0
oJ‘m"M‘_m“‘m“uH"m‘uH‘HHWHWHWHM —r —r
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033022\
Data File : BP0@9627.D

Acqg On : 30 Mar 2022 19:54
Operator : CG/JU

Sample : N2155-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.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 Phenanthrene, 2-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.028 2.62 ng 304918 Phenanthrene-d10 17.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 95
2 Anthracene, 9-methyl- 192 C15H12 000779-02-2 93
3 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 91
4 Naphtho[2,3-b]norbornadiene 192 C15H12 107426-38-0 91
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 90

Abundance Scan 2557 (18.028 min): BP009627.D\data.ms (-2553) (-  m/z 192.10 100.00%
1

92.1
5000
o i
94.5 ‘ 18.00
O30 b bl 2540 3230 430.3489.0548. ./, 191,19  59.06%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67038: Phenanthrene, 2-methyl-
192.0
5000 E :
18.00
m/z 189.10 30.16%
393‘9&0 ||
\\\‘\\\\‘\\\\‘\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67020: Anthracene, 9-methyl-
192.0
— \
18.00
5000 ITI/Z 193.10 16.88%
96.0
0390\ Il wl\‘
Preprilp e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67054: 1H-Cyclopropa[llphenanthrene,1a,9b-dihydro- — ‘
192.0 18.00
m/z 190.10 15.76%
5000
el e e —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033022\
Data File : BP0@9627.D

Acqg On : 30 Mar 2022 19:54
Operator : CG/JU

Sample : N2155-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.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 Anthracene, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.075 4.18 ng 486014  Phenanthrene-d10 17.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 97
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 97
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 97
4 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 96
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 95

Abundance Scan 2565 (18.075 min): BP009627.D\data.ms (-2561) (-  m/z 192.10 100.00%
192.1

-

5000
7 \
824 || 2561 342.2401.1462.4 5351 18.99
O rwpretnbepp gl e S50 PRSI IPET P m/z 191.10 58.16%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67038: Phenanthrene, 2-methyl-
192.0
5000 S :
18.00
m/z 189.10 28.45%
o270 960 |
‘\\\\‘\\\\‘\\\\’\\1’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67024: Anthracene, 2-methyl-
192.0
— \
18.00
5000 ITI/Z 193.10 16.05%
83.0
0}%9wvm“_\m,ﬁw,\u\_\u‘u\w\u\_u\_\u,u\w\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67035: Phenanthrene, 1-methyl- — ‘
192.0 18.00
m/z 190.10 15.28%
5000
27.0 9.0 |
Y DA —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033022\
Data File : BP0@9627.D

Acqg On : 30 Mar 2022 19:54
Operator : CG/JU

Sample : N2155-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.M
Quant Title : 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 14 4H-Cyclopenta[def]phenanthrene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
18.216 4.13 ng 479483  Phenanthrene-d10 17.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 70
2 Naphtho[1,2-b]norbornadiene 192 C15H12 1000210-14-8 38
3 5H-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 30
4 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 18
5 Propyne, 1,3-diphenyl- 192 C15H12 004980-70-5 18

Abundance Scan 2589 (18.216 min): BP009627.D\data.ms (-2585) (-  m/z 190.10 100.00%

190.1
5000
24.7 — —
18.00 18.50
04380 b A A 292:08522 429.3489.25470  1/7 189.05  99.70%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 — —
94.0 18.00 18.50
' m/z 192.10 52.62%
080 |
\\\‘\\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67046: Naphtho[1,2-b]norbornadiene
192.0
o ]
18.00 18.50
5000 m/z 191.10  46.22%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67048: 5H-Dibenzo[a,d]cycloheptene T —
192.0 18.00 18.50
m/z 94.70 23.65%
- AMM\I\W
o280 96"0 |
A e e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033022\
Data File : BP0@9627.D

Acqg On : 30 Mar 2022 19:54
Operator : CG/JU

Sample : N2155-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.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 Pentadecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

18.351 2.09 ng 242307  Phenanthrene-di10 17.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 89
3 Tetracosane 338 C24H50 000646-31-1 87
4 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 87
5 9-Methylheneicosane 310 C22H46 070475-51-3 83

Abundance Scan 2612 (18.351 min): BP009627.D\data.ms (-2608) (- m/z 57.10 100.00%
57.1

.

5000
1800 1850
h127.1 197.1 : :
ol UL N 2m0321 s a92a L 5100 7380
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #90189: Pentadecane
57.0
5000 — e
18.00 18.50
m/z 43.10 61.98%
iigzzs 2o
O‘\\J\l\‘11‘\‘\“\‘\\‘\\“‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-
57.0
— —r
18.00 18.50
5000 ITI/Z 85.10 55.06%

239.0
UL

-

o b b 3080
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #246480: Tetracosane “ T
57.0 18.00 18.50
m/z 41.10 28.17%
‘ | 1770 197.0 267.0 3380
0 L B SR - —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033022\
Data File : BP0@9627.D

Acqg On : 30 Mar 2022 19:54
Operator : CG/JU

Sample : N2155-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.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 Heptacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.963 2.61 ng 302862  Phenanthrene-d10 17.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 93
2 Tetradecane 198 C14H30 000629-59-4 90
3 Heptadecane 240 C17H36 000629-78-7 81
4 Heneicosane 296 C21H44 000629-94-7 81
5 Octacosane 394 (C28H58 000630-02-4 81

Abundance Scan 2716 (18.963 min): BP009627.D\data.ms (-2713) (- m/z 57.10 100.00%
57.1

%

5000
——
‘ 27 || 279.0 356.0 19,00
b b “J‘M‘umﬂu 20004145 5054 myz 71.10  81.78%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #287977: Heptacosane
57.0
5000 T
19.00
m/z 43.10 59.71%
0 H 1270 197.0 2670 3800
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74005: Tetradecane
57.0
——
19.00
5000 ITI/Z 85.10 56.22%
’ 127.0 198.0
0‘\\\\\‘\\u“\“\'m‘uu‘uu‘uu‘uH‘HHWHWHWH,\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123960: Heptadecane T
57.0 19.00
m/z 41.10 25.98%
5000 VVAwﬂﬁﬁw/J\WVWﬁMﬂkﬂm
17
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033022\
Data File : BP0@9627.D

Acqg On : 30 Mar 2022 19:54
Operator : CG/JU

Sample : N2155-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.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 cyclohexane, [1,1'-biphenyl... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.116 2.86 ng 332799  Phenanthrene-d10 17.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cyclohexane, [1,1'-biphenyl]-4-yl- 236 C18H20 1000401-12-4 95
2 9,10-Anthracenedione, 2-ethyl- 236 C16H1202 000084-51-5 43
3 9,10-Anthracenedione, 2,3-dimethyl- 236 C16H1202 006531-35-7 38
4 11H-Cyclohepta[a]naphthalen-11-0... 236 C17H160 058111-76-5 38
5 9,10-Anthracenedione, 2,7-dimethyl- 236 C16H1202 003286-01-9 35

Abundance Scan 2742 (19.116 min): BP009627.D\data.ms (-2739) (- m/z 236.20 100.00%

236.2
178.1
5000
= —
41.1 1150” ‘ 19.00 19.50
ob At b ALAAL 3221 402346105246 1/, 189.10  59.02%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #118899: cyclohexane, [1,1'-biphenyl]-4-yl-
236.0
5000 = —
19.00 19.50
H m/z 178.10 52.47%
41.0
O\\‘\“I\\g\-?‘\‘\‘l\‘ff“\\T‘W“\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #118757: 9,10-Anthracenedione, 2-ethyl-
236.0
\
1900 1950
5000 ITI/Z 167.10 48.23%
165.0
0 ‘V'ﬂ‘h|\ .
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #118768: 9,10-Anthracenedione, 2,3-dimethyl- — —
236.0 19.00 19.50
m/z 165.10 46.32%
5000 165.0 vmfkwm/kwwﬂﬂkwmwvﬂvwww
w0 3040 |||
om‘HuwuuH;\NHu‘mH"m‘mwmwuwuwmw — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033022\
Data File : BP0@9627.D

Acqg On : 30 Mar 2022 19:54
Operator : CG/JU

Sample : N2155-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.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 11H-Benzo[b]fluorene Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
20.022 2.29ng 404654 Chrysene-d12 21.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[b]fluorene 216 712 000243-17-4 93

2 Pyrene, 1-methyl- 216 C17H12 002381-21-7 91
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 90
4 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 87
5 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 87

Abundance Scan 2896 (20.022 min): BP009627.D\data.ms (-2893) (- m/z 216.10 100.00%

216.1
5000
107.4 L ‘
43 ‘ 20.00
Ol bbbt o ok o 2951 3720 46645251 - 515 96 79.49%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94572: 11H-Benzo[b]fluorene
216.0
5000 T ‘
20.00
m/z 213.10 20.01%
107.0
039'0 ‘” i
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94565: Pyrene, 1-methyl-
216.0
U \
20.00
5000 ITI/Z 217.10 18.91%
95.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94577: 11H-Benzol[a]fluorene T
216.0 20.00
m/z 107.40 16.71%
5000
108.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033022\
Data File : BP0@9627.D

Acqg On : 30 Mar 2022 19:54
Operator : CG/JU

Sample : N2155-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.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 Pentadecafluorooctanoic aci... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.992 6.44 ng 11369760  Chrysene-d12 21.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecafluorooctanoic acid, he... 638 C24H33F1502 1000406-04-6 70
2 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 68
3 Oxalic acid, isobutyl tetradecyl... 342 C20H3804 1000309-37-9 68
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 60
5 Pentafluoropropionic acid, 4-hex... 388 C19H33F502 1000283-04-1 60

Abundance Scan 3061 (20.992 min): BP009627.D\data.ms (-3058) (- m/z 57.10 100.00%
57.1

226.1
5000
——
J ﬁ’l J a140 21.00
ob bbbl iy L 2T 44938 5390 0 m/z 71.10  70.47%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347828: Pentadecafluorooctanoic acid, hexadecyl ester
57.0
5000 R
21.00
m/z 43.10 69.53%
5.0 224 0
\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #279317: Oxalic acid, isobutyl hexadecyl ester
57.0
——
21.00
5000 m/z 226.10 67.22%

o

Ullpsosgeozo0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance : i id, i

#251125: Oxalic acid, isobutyl tetradecyl ester
57.0 2100

m/z 83.10 58.75%

= jxm/MNJmMJ\VJW\NMMIV

‘ 241.0
|

]‘ [125.0 \

O A B e e e e —
miz--> 50 100 150 200 250 300 350 400 450 500 550 600 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033022\
Data File : BP0@9627.D

Acqg On : 30 Mar 2022 19:54
Operator : CG/JU

Sample : N2155-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.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 20 Triphenylphosphine oxide Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.386  29.45 ng 5201830  Chrysene-d12 21.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 94
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 91
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 47
4 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 36
5 5-Methyl-8-phenylfuro[3',2"':5,6]... 277 C16H11N302 1000460-07-9 28

Abundance Scan 3128 (21.386 min): BP009627.D\data.ms (-3124) (-  m/z 277.10 100.00%

277.1
5000
199.0 T 1
77"0 yoou || 21.00 21.50
O 22 Y1 8461 4484 5194 n/7 278.10  33.78%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171172: Triphenylphosphine oxide
277.0
5000 — -
21.00 21.50
77.0 199.0 m/z 199.00 17.98%
14.0 ‘ ‘
0‘\\\\‘J\\‘\\‘\\\\‘i\\\\‘\U\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0

-

= ‘ 7
21.00 21.50
5000 m/z 201.10  17.33%

77.0 183.0

o

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

Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy = —
277.0 21.00 21.50

m/z 183.00  15.94%

o

B

5000

77.0 183.0

0 ‘ ‘M NI h H\l L

T \ \
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50

-
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033022\
Data File : BP0@9627.D

Acqg On : 30 Mar 2022 19:54
Operator : CG/JU

Sample : N2155-03

Misc :

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.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|
2-Pentanone, 4-... 4.875 43.7 ng 3134570 1 7.740 1433990 20.0
Ethanol, 2-(2-b... 10.322 2.7 ng 290102 2 10.528 2115590 20.0
Tridecane 11.975 2.1 ng 225298 2 10.528 2115590 20.0
Tetradecane 13.222 3.2 ng 347339 3 14.387 2146430 20.0
Naphthalene, 2,... 13.557 2.3 ng 244707 3 14.387 2146430 20.0
Pentacosane 14.298 2.4 ng 252722 3 14.387 2146430 20.0
Hexadecane 15.257 2.1 ng 224364 3 14.387 2146430 20.0
Tridecane, 5-pr... 15.663 2.0 ng 220298 3 14.387 2146430 20.0
Dodecane, 1-iodo- 16.128 3.3 ng 382796 4 17.151 2324180 20.0
Dibenzothiophene 16.975 3.6 ng 419858 4 17.151 2324180 20.0
Decane, 1-iodo- 17.675 2.3 ng 265952 4 17.151 2324180 20.0
Phenanthrene, 2... 18.028 2.6 ng 304918 4 17.151 2324180 20.0
Anthracene, 2-m... 18.075 4.2 ng 486014 4 17.151 2324180 20.0
4H-Cyclopenta[d... 18.216 4.1 ng 479483 4 17.151 2324180 20.0
Pentadecane 18.351 2.1 ng 242307 4 17.151 2324180 20.0
Heptacosane 18.963 2.6 ng 302862 4 17.151 2324180 20.0
cyclohexane, [1... 19.116 2.9 ng 332799 4 17.151 2324180 20.0
11H-Benzo[b]flu... 20.022 2.3 ng 404654 5 21.275 3532760 20.0
Pentadecafluoro... 20.992 6.4 ng 1136970 5 21.275 3532760 20.0
Triphenylphosph... 21.386 29.4 ng 5201830 5 21.275 3532760 20.0
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