LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@33022\
Data File : BP0@9628.D

Acqg On : 30 Mar 2022 20:28
Operator : CG/JU

Sample : N2155-06

Misc :

ALS Vvial : 13  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@09628.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.517 86 90 97 rBV 60996 110807 1.42% 0.148%
2 4,287 215 221 235 rVB 1426246 2311739 29.58% 3.083%
3 4.881 315 322 334 rBV 3796016 6186607 79.16% 8.251%
4 5.352 395 402 407 rBV 41407 83416 1.07% 0.111%
5 6.252 548 555 568 rBV 538257 959575 12.28% 1.280%
6 6.934 657 671 687 rBV 1206789 2349819 30.07% 3.134%
7 7.369 739 745 753 rBV 173790 289126 3.70%  0.386%
8 7.740 798 808 816 rBV 813396 1447166 18.52% 1.930%
9 7.811 816 820 833 rVB 49694 103253 1.32% 0.138%
10 8.399 914 920 931 rVB4 45319 99927 1.28% 0.133%
11 8.899 998 1005 1013 rBV 1692668 3176790 40.65% 4.237%
12 8.975 1013 1018 1027 rVB 180910 322634 4.13% 0.430%
13 9.840 1153 1165 1170 rBv2 41436 98317 1.26% 0.131%
14 10.322 1240 1247 1264 rBV 1131705 2223890 28.45% 2.966%
15 10.528 1275 1282 1288 rBV 1131422 2152278 27.54% 2.870%
16 10.581 1288 1291 1300 rVB 199507 341937 4.38% 0.456%
17 11.575 1454 1460 1468 rBV2 48407 105111 1.34% 0.140%
18 11.975 1520 1528 1538 rBV 144858 250245 3.20% 0.334%
19 12.199 1559 1566 1574 rVB 245541 446896 5.72% 0.596%
20 12.422 1598 1604 1614 rVB 154525 295000 3.77% 0.393%
21 12.934 1687 1691 1695 rVB 66789 90938 1.16% 0.121%

22 13.004 1696 1703 1719 rVV 4585800 7667304 98.10% 10.225%

23 13.222 1734 1740 1747 rBV 243162 379868 4.86% ©.507%
24 13.416 1769 1773 1782 rVB 74285 162641 2.08% 0.217%
25 13.551 1789 1796 1806 rBv2 107503 315932 4.04% 0.421%
26 13.710 1817 1823 1827 rBV 157605 287369 3.68% ©.383%
27 13.763 1828 1832 1836 rWV 84116 125107 1.60% ©.167%
28 13.887 1849 1853 1856 rVB3 64531 85103 1.09% ©.113%
29 13.946 1857 1863 1866 rBV2 86908 158474  2.03% 0.211%
30 14.110 1886 1891 1899 rVB 85431 148977 1.91% 0.199%
31 14.298 1919 1923 1929 rVB 204989 296786 3.80% ©.396%
32 14.387 1930 1938 1944 rVV 1698859 2777552 35.54%  3.704%
33 14.451 1944 1949 1958 rVB2 242385 449612 5.75% ©.600%
34 14.604 1970 1975 1984 rVB2 62514 163516 2.09% 0.218%
35 14.793 2002 2007 2014 rVB 212356 377874  4.83% 0.504%

36 14.869 2016 2020 2025 rVWW2 62251 100304 1.28% ©.134%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@33022\
Data File : BP0@9628.D

Acqg On : 30 Mar 2022 20:28
Operator : CG/JU

Sample : N2155-06

Misc :

ALS Vvial : 13  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 14.928 2026 2030 2036 rVB4 54714 92305 1.18% ©0.123%
38 15.016 2039 2045 2049 rBV3 65346 136817 1.75% 0.182%
39 15.204 2072 2077 2082 rVV 72173 137899 1.76% 0.184%
40 15.257 2082 2086 2091 rVB 182686 246046  3.15% 0.328%
41 15.445 2113 2118 2122 rVB 226575 337494  4.32%  0.450%
42 15.622 2143 2148 2151 rBv2 69092 126047 1.61% 0.168%
43 15.663 2152 2155 2164 rVV4 104807 208075 2.66% 0.277%
44 15.745 2165 2169 2177 rVB3 94280 199503  2.55% 0.266%
45 15.892 2190 2194 2201 rVB5 72596 157383 2.01% 0.210%
46 16.128 2229 2234 2236 rBV 270333 384343 4.92% 0.513%
47 16.810 2346 2350 2357 rBV2 113235 171821 2.20% 0.229%
48 16.928 2366 2370 2374 rVWW 197674 254849  3.26%  0.340%
49 16.975 2374 2378 2390 rVB2 241999 443008 5.67% 0.591%
50 17.151 2403 2408 2412 rBV 1896903 2971229 38.02% 3.963%
51 17.198 2412 2416 2423 rVV 2098305 3265859 41.79%  4.355%
52 17.287 2427 2431 2438 rVB 487826 784426 10.04% 1.046%
53 17.539 2470 2474 2475 rBvV3 90422 117710 1.51% 0.157%
54 17.569 2476 2479 2488 rVB 167932 330912 4.23% 0.441%
55 17.675 2493 2497 2501 rVB2 206283 283471 3.63% 0.378%
56 18.028 2553 2557 2561 rBV 287407 433414 5.55% ©.578%
57 18.075 2561 2565 2570 rVB 394425 599513 7.67% ©.800%
58 18.216 2584 2589 2593 rBV2 397030 732463 9.37% 0.977%
59 18.345 2608 2611 2619 rVB 186602 268413 3.43% 0.358%
60 18.516 2637 2640 2645 rBV 162776 222457 2.85% 0.297%
61 18.922 2705 2709 2713 rBV3 164130 286665 3.67% 0.382%
62 19.122 2739 2743 2748 rVB2 264132 362662 4.64% 0.484%
63 19.181 2748 2753 2759 rBV 1888780 2629447 33.64% 3.507%
64 19.533 2805 2813 2822 rBV 1739175 2995362 38.33%  3.995%
65 19.733 2842 2847 2852 rBV 5828894 7815673 100.00% 10.423%
66 21.275 3103 3109 3112 rBV2 2140233 3762732 48.14% 5.018%
67 21.386 3124 3128 3133 rBV 3485062 4967149 63.55% 6.624%

68 23.657 3509 3514 3520 rVB2 1149610 2316419 29.64%  3.089%

Sum of corrected areas: 74983456
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033022\
Data File : BP0@9628.D

Acqg On : 30 Mar 2022 20:28
Operator : CG/JU

Sample : N2155-06

Misc

ALS vial : 13  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

Abundance TIC: BP009628.D\data.ms

6000000
5000000
4000000 4.881
3000000

2000000 8.899

4.287
6.934 10.392528

1000000 7.740
6.252

3517 5.352 I 7.369 1’@11 8399 §97> 9.840

Time--> 300 350 400 450 500 550 600 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BP009628.D\data.ms

10/581

11.57¢

19.Y33
6000000

5000000 13.004
4000000

3000000

19.1819.533
/5

2000000

1000000

R e B ——

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BP009628.D\data.ms

6000000
21.386

5000000

21.2175
4000000
23.657

3000000

2000000

1000000

0 \\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\
Time--> 20.50 21.00 2150 22.00 2250 23.00 2350 24.00 2450 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@9628.D

Acqg On : 30 Mar 2022 20:28
Operator : CG/JU

Sample : N2155-06

Misc

ALS vial : 13  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 3-Penten-2-one, 4-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.287 31.95 ng 2311740  1,4-Dichlorobenzene-d4 7.740

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 86
4 Furan, 2-methoxy- 98 C5H602 025414-22-6 78
5 2-Pentene, 2,3-dimethyl- 98 C7H14 010574-37-5 72
Abundance Scan 221 (4.287 min): BP009628.D\data.ms (-215) (-) m/z 82.95 100.00%
83.0
5000 K
e AAREEERE RS R
l 4.00 4.20 4.40 4.60
O hheod | 1481207.0268.03261 418047885370 /7 5505  74.31%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3653: 3-Penten-2-one, 4-methyl-
83.0
5000 LB L B B R R
4.00 4.20 4.40 4.60
‘ m/z 98.05 36.39%
0‘\\‘\‘\]J‘J\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3553: 3-Hexen-2-one
55.0
e AAREEEREEESS R
4.00 4.20 4.40 4.60
5000 m/z 43.00 29.59%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3811: 2-Pentene, 3,4-dimethyl-, (E)- e S AABBALARERR
83.0 4.00 4.20 4.40 4.60
m/z 39.00 22.16%
5000 /{
REDINE

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033022\
Data File : BP0@9628.D

Acqg On : 30 Mar 2022 20:28
Operator : CG/JU

Sample : N2155-06

Misc

ALS vial : 13  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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.881 85.50 ng 6186610 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 25
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 5-Hexen-2-one 98 C6H100 000109-49-9 9

5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 322 (4.881 min): BP009628.D\data.ms (-315) (-) m/z 43.00 100.00%

43.0
5000

4.60 4.80 5.00 5.20

J 10L0159.9 221.0282.9342.1400.8460.4520.2

Ol f 20992210 282.9942. 1400040045202 . m/z 59.10  65.87%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R B L LA LR

4.60 4.80 5.00 5.20
m/z 100.95 27.79%

O‘\J\“f‘% \]\-\OWP\\O\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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

4.60 4.80 5.00 5.20

5000 m/z 58.00 16.11%
0 J’J’ 12\6.0
—-——rrrrr
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4156: 1-Propen-2-ol, acetate AN mEEEEE L
43.0 4.60 4.80 5.00 5.20

m/z 41.05 9.29%

5000 /\
0 L]

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@9628.D

Acqg On : 30 Mar 2022 20:28
Operator : CG/JU

Sample : N2155-06

Misc

ALS vial : 13  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 Neopentyl glycol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.252 13.26 ng 959575 1,4-Dichlorobenzene-d4 7.740

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Neopentyl glycol 104 C5H1202 000126-30-7 83
2 Oxirane, (1-methylethyl)- 86 C5H100 001438-14-8 47
3 Pentanal, 3-methyl- 100 C6H120 015877-57-3 40
4 1-Hepten-4-ol 114 C7H140 003521-91-3 12
5 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 10
Abundance Scan 555 (6.252 min): BP009628.D\data.ms (-548) (-) m/z 56.05 100.00%

56.0
5000

‘ 6.00 6.20 6.40 6.60

| 144.8206.9266.8326.9 429.2 498.2

o

L L m/z 55.00  94.76%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5361: Neopentyl glycol
56.0
5000 L R B R R

6.00 6.20 6.40 6.60
m/z 73.05 70.67%

.
\H\‘HH‘\\H’\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

o

Abundance #2013: Oxirane, (1-methylethyl)-
56.0

600620640660

o_‘H_MHH_‘H,mww"m‘w_wwww

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4324: Pentanal, 3-methyl- L
56.0 6.00 6.20 6.40 6.60

m/z 41.10 37.13%

i JL

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033022\
Data File : BP0@9628.D

Acqg On : 30 Mar 2022 20:28
Operator : CG/JU

Sample : N2155-06

Misc

ALS vial : 13  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 Decane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.369 4.00 ng 289126 1,4-Dichlorobenzene-d4 7.740

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C10H22 000124-18-5 94
2 Dotriacontane 451 C32H66 000544-85-4 87
3 Hexatriacontane 507 C36H74 000630-06-8 87
4 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 83
5 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 78

Abundance Scan 745 (7.369 min): BP009628.D\data.ms (-739) (-) m/z 57.05 100.00%

57.0
- b
S Y
‘ A ‘ 142.0 7.00 7.20 7.40 7.60
bbby 70 221.22810 3561 43104939  m/z 43.05  88.37%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22068: Decane
43.0
5000 L L N BN LN R B
7.00 7.20 7.40 7.60
m/z 41.05 45.19%
0‘\\“\ “\Y\J’\“\‘]\-%ﬁ.\o\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #325754: Dotriacontane
57.0
T e
7.00 7.20 7.40 7.60
5000 m/z 71.05 41.72%
0 J || £270 197.0 295.0 365.0 450.0
e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #339056: Hexatriacontane “H“‘H‘Ap‘u“u‘,
57.0 7.00 7.20 7.40 7.60
m/z 85.05 27.47%
5000
0 J } | ]‘ [127.0 197.0  295.0 365.0 435.0 506.0
e e e e e e ERERSEEEEE S S

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033022\
Data File : BP0@9628.D

Acqg On : 30 Mar 2022 20:28
Operator : CG/JU

Sample : N2155-06

Misc

ALS vial : 13  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 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.975 4.46 ng 322634 1,4-Dichlorobenzene-d4 7.740

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 1-Todo-2-methylundecane 296 C12H25I 073105-67-6 72
3 Decane, 2,3,7-trimethyl- 184 C13H28 062238-13-5 64
4 Sulfurous acid, dodecyl 2-propyl... 292 C15H3203S 1000309-12-3 64
5 1-Undecene, 4-methyl- 168 C12H24 074630-39-0 64

Abundance Scan 1018 (8.975 min): BP009628.D\data.ms (-1013) (-) m/z 57.05 100.00%

57.0
5000
P T T
‘ 156.1 o ‘ 8.60 8.80 9.00 9.20
ol by 200 2209 282.9342.1 4233 490.8548.  n/z 43.05  81.73%
mlz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107218: Hexadecane
57.0
5000 L L LRI B BN B
8.60 8.80 9.00 9.20
m/z 71.05 51.50%
0 J\ } L ‘ 1270 226,
\\\\‘\\1\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #193304: 1-lodo-2-methylundecane
57.0
R e AR A
8.60 8.80 9.00 9.20
5000 m/z 41.05 38.85%
ol oS 2380
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #59081: Decane, 2,3,7-trimethyl- e AR mEEEE R
43.0 8.60 8.80 9.00 9.20
m/z 85.05 33.06%
5000
141.0
oHJ‘M“u‘m‘u\\u‘ll‘mwm‘mWm_m_m_m_m_ e TR
m/z--> 50 100 150 200 250 300 350 400 450 500 550 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033022\
Data File : BP0@9628.D

Acqg On : 30 Mar 2022 20:28
Operator : CG/JU

Sample : N2155-06

Misc

ALS vial : 13  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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.322 20.67 ng 2223890  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 64
3 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 50
4 Di-sec-Butyl ether 130 C8H180 006863-58-7 50
5 Butanamide, 3,N-dihydroxy- 119 C4H9SNO3 090567-52-5 49
Abundance Scan 1247 (10.322 min): BP009628.D\data.ms (-1240) (- m/z 57.05 100.00%
57.0
- JL
— =
‘ | 1321 . 10.00 10.50
or L1321 2052 2809341.04020 48515445 1) 45 0 01.92%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38404: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 — ——
10.00 10.50
’ m/z 41.10 34.85%
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 22.63%
oldililuso
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 87.10 15.71%
5000
bl
oL R — —
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@9628.D

Acqg On : 30 Mar 2022 20:28
Operator : CG/JU

Sample : N2155-06

Misc

ALS vial : 13  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 Tridecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.975 2.33 ng 250245  Naphthalene-d8 10.528
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 90
3 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 78
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 78
5 Hexadecane 226 C16H34 000544-76-3 74
Abundance Scan 1528 (11.975 min): BP009628.D\data.ms (-1520) (-  m/z 57.10 100.00%
57.1
T
26.0184.2 12.00
o AALLAEOOMS02 | 268113400 415.2473.05369 ./, 43,05  76.93%
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 64.17%
0 AJ |4 12701850
‘\\T\’\ff\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59088: Decane, 2,3,5-trimethyl-
57.0
T
12.00
5000 m/z 85.05 42 .54%
141.0
o"J\‘,Jm‘_‘ml_‘H_m_m_Hww_m‘www
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59049: Undecane, 2,3-dimethyl- T
43.0 12.00
m/z 41.05 40.51%
5000
140.0
O‘H\\ A . ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00

8270E-BP031722.M Thu Mar 31 12:43:37 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033022\
Data File : BP0@9628.D

Acqg On : 30 Mar 2022 20:28
Operator : CG/JU

Sample : N2155-06

Misc

ALS vial : 13  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 Tetradecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

13.222 2.74 ng 379868  Acenaphthene-d10 14.387
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 1,3-Dimethylcyclopentanol 114 C7H140 019550-46-0 46
3 Nonadecane 268 C19H40 000629-92-5 46
4 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 46
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 45

Abundance Scan 1740 (13.222 min): BP009628.D\data.ms (-1734) (- m/z 57.10 100.00%
57.1

— e
1‘ ‘ 280.9 ‘ 13.00 13.50
O Afibid b 214.3 2809 355.0415.9 488.7548.  n/z 43.65  72.78%
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 67.31%
o 1L 7o 1980
‘\\\‘\\\\‘\\\V’\\\\l]\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8553: 1,3-Dimethylcyclopentanol
43.0
—T .
13.00 13.50
5000 m/z 85.05 43.55%
o lilimes
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158598: Nonadecane S —
57.0 13.00 13.50
m/z 154.10 42.31%
5000
NI N AR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.00 13.50

8270E-BP031722.M Thu Mar 31 12:43:42 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033022\
Data File : BP0@9628.D

Acqg On : 30 Mar 2022 20:28
Operator : CG/JU

Sample : N2155-06

Misc

ALS vial : 13  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 Naphthalene, 2,7-dimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.551 2.27 ng 315932  Acenaphthene-d10 14.387
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96
2 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 96
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 96
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96

Abundance Scan 1796 (13.551 min): BP009628.D\data.ms (-1789) (- m/z 156.10 100.00%
156.1

-

5000
N T
77.0 \} | 13.50
Olrrrspebe i by 221.2280.9341.0401.9 5076y 7 141.00  69.70%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33147: Naphthalene, 2,7-dimethyl-
156.0
5000 P :
13.50
m/z 155.05 36.77%
77.0
0‘\\‘\‘\\‘“\I‘\“‘\\‘\\\A\\\“L\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33166: Naphthalene, 1,5-dimethyl-
156.0
N T
13.50
5000 m/z 128.00 15.87%
76.0
T R —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33141: Naphthalene, 1,3-dimethyl- — ‘
141.0 13.50
m/z 153.05 15.33%
5000
76.0
O‘HuWJW\_JLJH‘w‘u‘_‘u‘H‘W‘H‘_‘H‘H‘W‘H‘_ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.50

8270E-BP031722.M Thu Mar 31 12:43:47 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033022\
Data File : BP0@9628.D

Acqg On : 30 Mar 2022 20:28
Operator : CG/JU

Sample : N2155-06

Misc

ALS vial : 13  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 Naphthalene, 2,3-dimethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.710 2.07 ng 287369  Acenaphthene-di10 14.387
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
2 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 97
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97

Abundance Scan 1823 (13.710 min): BP009628.D\data.ms (-1817) (- m/z 156.10 100.00%

156.1
5000
76.0 ‘ ‘ ‘ 13.50 14.00
Ob ol h L 210228103411 4309 5144 /) 141 95 88.25%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #33129: Naphthalene, 2,3-dimethyl-
141/0
5000 e =
13.50 14.00
m/z 155.05 28.53%
76.0 ‘
Ol‘-\s\.p\\‘l‘f]‘gjli\‘lf“f‘\Jt‘f\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #33138: Naphthalene, 1,5-dimethyl-
156.0
P Y
13.50 14.00
5000 ITI/Z 115.00 17.64%
77.0
O‘L\SFQ\“\'1“\\‘\‘\‘Hl;\\u‘uu‘u\\‘\uWm‘\m‘\m,\m‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #33162: Naphthalene, 1,6-dimethyl- —— —
156.0 13.50 14.00
m/z 157.05 14.54%
5000
77.0
o}?rgu{J‘AH‘““M‘,um‘HH‘mWm_wa“m‘mw e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 13.50 14.00

8270E-BP031722.M Thu Mar 31 12:43:50 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033022\
Data File : BP0@9628.D

Acqg On : 30 Mar 2022 20:28
Operator : CG/JU

Sample : N2155-06

Misc

ALS vial : 13  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 Pentadecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.299 2.14 ng 296786  Acenaphthene-di10 14.387
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 94
2 Heptadecane 240 C17H36 000629-78-7 91
3 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 87

Abundance Scan 1923 (14.298 min): BP009628.D\data.ms (-1919) (- m/z 57.05 100.00%
57.0

-

5000
— —
‘ 60 2122 14.00 14.50
ol AL 1200 2122 3010 4019 47305361 1/, 43.10 69.68%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #90189: Pentadecane
57.0
5000 —r ——
14.00 14.50
m/z 71.10 67.74%
ol ‘ || 270 2120
‘\\\\‘11\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123960: Heptadecane
57.0
—T —
14.00 14.50
5000 ITI/Z 85.10 45.83%

LfRre. 200

|

-

Oy e e e e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #193304: 1-lodo-2-methylundecane T 7
57.0 14.00 14.50

m/z 41.05 36.28%
0 WLy, 1890 2060

A A e e e —— —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50

8270E-BP031722.M Thu Mar 31 12:43:51 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033022\
Data File : BP0@9628.D

Acqg On : 30 Mar 2022 20:28
Operator : CG/JU

Sample : N2155-06

Misc

ALS vial : 13  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 2-Bromo dodecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.128 2.59 ng 384343  Phenanthrene-d10 17.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
2 Tetradecane, 4-ethyl- 226 C16H34 055045-14-2 87
3 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 87
4 Undecane, 5-ethyl-5-propyl- 226 Cl6H34 002755-07-9 87
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86

Abundance Scan 2234 (16.128 min): BP009628.D\data.ms (-2229) (- m/z 57.05 100.00%
57.0

—r— —
| ;F- 1‘8T1 16.00 16.50
Of L IEOh AL, 2740 3450 4331 5165 ., 7195  73.61%
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #132769: 2-Bromo dodecane
57.0
5000 S SRS
16.00 16.50
m/z 43.10 70.14%
169.0
O‘\\d\ “\}W\J\!AWJ\V‘\L\\‘\%4\‘8\\0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107225: Tetradecane, 4-ethyl-
43.0
— —
16.00 16.50
5000 m/z 85.05 53.53%
L 3.0 197.0
O et e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123971: Tetradecane, 2,6,10-trimethyl- —— —
57.0 16.00 16.50
m/z 41.05 37.81%
5000
155.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50

8270E-BP031722.M Thu Mar 31 12:43:56 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033022\
Data File : BP0@9628.D

Acqg On : 30 Mar 2022 20:28
Operator : CG/JU

Sample : N2155-06

Misc

ALS vial : 13  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 14 Dibenzothiophene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.975 2.98 ng 443008 Phenanthrene-d10 17.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibenzothiophene 184 C12H8S 000132-65-0 86
2 Azuleno(2,1-b)thiophene 184 C12H8S 000248-13-5 70
3 Naphtho[2,1-b]thiophene 184 C12H8S 000233-02-3 70
4 Naphtho[1,2-b]thiophene 184 C12H8S 000234-41-3 64
5 2,5-Cyclohexadiene-1,4-dione, 2,... 184 C8H805 000085-23-4 59

Abundance Scan 2378 (16.975 min): BP009628.D\data.ms (-2374) (- m/z 184.00 100.00%
184.

84.0
500071 57.1
g
’ l113.11 | 2420  330.2 17.00
ol bbb pul) ], 2420 3392 4191 5026 ./, 57,10  44.02%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #58967: Dibenzothiophene
184.0
5000 T
17.00
m/z 71.05 37.71%
92.0
0 \‘\"\H\“LJ‘]\‘\\J\"\‘\\\‘}\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #58973: Azuleno(2,1-b)thiophene
184.0
——
17.00
5000 ITI/Z 85.10 21.58%
79.0
0 \\,HH,MJ\,‘“HH,M\,m\,mWm‘\m‘\m‘\m‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #58972: Naphtho[2,1-b]thiophene ——
184.0 17.00
m/z 43.10 21.52%
- \M\/\—J\/\AJ\/\/W
92.0 \
0 ‘w“\h”‘”ﬁh‘ﬂw“‘w“‘w“‘w“‘w“‘w“‘w“‘w‘ —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.00

8270E-BP031722.M Thu Mar 31 12:43:59 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033022\
Data File : BP0@9628.D

Acqg On : 30 Mar 2022 20:28
Operator : CG/JU

Sample : N2155-06

Misc

ALS vial : 13  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 Phenanthrene, 1-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.028 2.92 ng 433414  Phenanthrene-d10 17.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 97
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 97
3 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 95
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 94
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 94

Abundance Scan 2557 (18.028 min): BP009628.D\data.ms (-2553) (-  m/z 192.05 100.00%
1

92.1
5000
1 I
390 960 | 18.00
O Pl b 2723 S51.04084 4945 n/7 191.05  57.84%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67035: Phenanthrene, 1-methyl-
192.0
5000 - :
18.00
m/z 189.00 30.65%
39.0 96.0
0 \'\'\‘\‘\HIMH‘TV\‘\J\ LB L L L R B B O
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67039: Phenanthrene, 2-methyl-
192.0
=T I
18.00
5000 m/z 193.05 16.54%
94.0
02\7\.9‘\‘H‘\h‘\u\"‘\]\\l\ R R A RRRE TR RRR
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 16.19%
5000
39.0 960
Ot prteb et e e e 1
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00

8270E-BP031722.M Thu Mar 31 12:44:00 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033022\
Data File : BP0@9628.D

Acqg On : 30 Mar 2022 20:28
Operator : CG/JU

Sample : N2155-06

Misc

ALS vial : 13  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 Anthracene, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.075 4.04 ng 599513  Phenanthrene-d10 17.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 97
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 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, 1-phenyl- 192 C15H12 001961-96-2 94
Abundance Scan 2565 (18.075 min): BP009628.D\data.ms (-2561) (-  m/z 192.10 100.00%
192.1
7 I
95.0 18.00
: 1
0282l byl 2601 3390 4161 484.25461  p/z 191,10  59.05%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67024: Anthracene, 2-methyl-
192.0
5000 o :
18.00
m/z 189.05  28.98%
83.0
O]‘-\S\.\O\‘H\\‘H\‘\‘\J\‘\J‘H\\‘HH‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67039: Phenanthrene, 2-methyl-
192.0
T \
18.00
5000 m/z 193.10 16.31%
94.0
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 14.83%
5000
0 2?9 ‘9(?0 \‘JJ\J\
el e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00

8270E-BP031722.M Thu Mar 31 12:44:01 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033022\
Data File : BP0@9628.D

Acqg On : 30 Mar 2022 20:28
Operator : CG/JU

Sample : N2155-06

Misc

ALS vial : 13  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 4H-Cyclopenta[def]phenanthrene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
18.216 4.93 ng 732463  Phenanthrene-di10 17.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 60
2 Anthracene, 9-methyl- 192 C15H12 000779-02-2 46
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 46
4 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 42
5 SH-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 42

Abundance Scan 2589 (18.216 min): BP009628.D\data.ms (-2584) (- m/z 189.10 100.00%

189.1
5000
—— =
94.8 | 18.00 18.50
oS8l v A 2491 33304044 5084 n/z 190.05  98.03%
m/z--> 0 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
4. m/z 192.10  86.03%
olsto | |
‘\\\\[\\\\‘\\\\‘\\\ ’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67020: Anthracene, 9-methyl-
192.0
— —
18.00 18.50
5000 m/z 191.10  61.98%
96.0
0l 27.0 4] e
rrrer e e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67024: Anthracene, 2-methyl- T e
192.0 18.00 18.50
m/z 187.00 20.48%
5000
83.0
0%%9wvaw\m‘Lw,\H\W\H‘HH‘H\W\H\M\H‘H\W\ T —T
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@9628.D

Acqg On : 30 Mar 2022 20:28
Operator : CG/JU

Sample : N2155-06

Misc

ALS vial : 13  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 cyclohexane, [1,1'-biphenyl... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
19.122 2.44 ng 362662 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 89
2 9,10-Anthracenedione, 2,3-dimethyl- 236 C16H1202 006531-35-7 49
3 9,10-Anthracenedione, 2-ethyl- 236 C16H1202 000084-51-5 43
4 3-(4-Methylbenzylidene)-2-benzof... 236 C16H1202 1000332-19-8 32
5 2-Amino-8-morpholin-4-yl-1,9-dih... 236 C9H12N602 326019-66-3 27

Abundance Scan 2743 (19.122 min): BP009628.D\data.ms (-2739) (- m/z 236.15 100.00%

236.2 ' '
5000 178.1
e o
711|'1 “ 1l 3091 3900 4702 19.00 1959
ol kg b [ 3091 3900 4702 5406 ./, 186,10  49.99%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #118899: cyclohexane, [1,1'-biphenyl]-4-yl-
236.0
5000 S —
19.00 19.50
H m/z 178.05 44.32%
41.0
O \\‘\“I\\9\-9‘\‘\‘l\‘ff“\\T‘W“l\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #118772: 9,10-Anthracenedione, 2,3-dimethyl-
236.0
165.0 — ——
19.00 19.50
5000 ITI/Z 167.10 42.82%
76.0 ’
Al
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #118757: 9,10-Anthracenedione, 2-ethyl- — —
236.0 19.00 19.50
m/z 193.10  40.80%
5000
165.0
o*'“‘l\l e e
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@9628.D

Acqg On : 30 Mar 2022 20:28
Operator : CG/JU

Sample : N2155-06

Misc

ALS vial : 13  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 Triphenylphosphine oxide Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

21.386  26.40 ng 4967150  Chrysene-di12 21.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 95
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 91
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 47
4 5-Methyl-8-phenylfuro[3',2"':5,6]... 277 C16H11N302 1000460-07-9 28
5 2(1H)-Pyrimidinone, 5-methoxy-4,... 278 C17H14N202 028567-84-2 9

Abundance Scan 3128 (21.386 min): BP009628.D\data.ms (-3124) (- m/z 277.10 100.00%

277.1
5000
199.0 — =
77"0 - 21.00 21.50
O B3 Y8551 4233 5346 n/7 278.10  33.97%
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  18.13%
14.0 ‘ ‘
O‘\\\\‘J\\‘\\‘\\\\‘i\\\h\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

-

I ‘ ‘
21.00 21.50
5000 m/z 201.05 16.91%

77.0 183.0

o

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

Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy T ‘
277.0 21.00 21.50

m/z 183.10  15.86%

o

N

5000

77.0 183.0

0 ‘ ‘M NI h H\l L

= \ \
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@9628.D

Acqg On : 30 Mar 2022 20:28
Operator : CG/JU

Sample : N2155-06

Misc :

ALS Vvial : 13  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|
3-Penten-2-one,... 4.287 31.9 ng 2311740 1  7.740 1447170 20.0
2-Pentanone, 4-... 4.881 85.5 ng 6186610 1 7.740 1447170 20.0
Neopentyl glycol 6.252 13.3 ng 959575 1  7.740 1447170 20.0
Decane 7.369 4.0 ng 289126 1 7.740 1447170 20.0
Hexadecane 8.975 4.5 ng 322634 1 7.740 1447170 20.0
Ethanol, 2-(2-b... 10.322 20.7 ng 2223890 2 10.528 2152280 20.0
Tridecane 11.975 2.3 ng 250245 2 10.528 2152280 20.0
Tetradecane 13.222 2.7 ng 379868 3 14.387 2777550 20.0
Naphthalene, 2,... 13.551 2.3 ng 315932 3 14.387 2777550 20.0
Naphthalene, 2,... 13.710 2.1 ng 287369 3 14.387 2777550 20.0
Pentadecane 14.299 2.1 ng 296786 3 14.387 2777550 20.0
2-Bromo dodecane 16.128 2.6 ng 384343 4 17.151 2971230 20.0
Dibenzothiophene 16.975 3.0 ng 443008 4 17.151 2971230 20.0
Phenanthrene, 1... 18.028 2.9 ng 433414 4 17.151 2971230 20.0
Anthracene, 2-m... 18.075 4.0 ng 599513 4 17.151 2971230 20.0
4H-Cyclopenta[d... 18.216 4.9 ng 732463 4 17.151 2971230 20.0
cyclohexane, [1... 19.122 2.4 ng 362662 4 17.151 2971230 20.0
Triphenylphosph... 21.386 26.4 ng 4967150 5 21.275 3762730 20.0
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