LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
Data File : BG@55895.D

Acqg On : 5 Dec 2022 21:55
Operator : CG/JU

Sample : N5868-01

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_ G\Methods\8270-BG111622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55895.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.215 321 328 339 rBV 236842 366464 19.59% 2.678%
2 5.703 404 411 422 rBV 597940 960562 51.35% 7.019%
3 6.320 510 516 522 rVB 13426 21066 1.13% ©.154%
4 7.330 680 6838 704 rBVY 601912 1050084 56.13% 7.673%
5 8.171 824 831 837 rBV 138189 228980 12.24% 1.673%

6 9.346 1023 1031 1040 rBV 353478 630304 33.69% 4.606%
7 10.997 1305 1312 1319 rBV 200088 360061 19.25% 2.631%
8 13.423 1718 1725 1736 rBV 915207 1406832 75.21% 10.280%
9 14.804 1950 1960 1966 rBV 342948 521806 27.89%  3.813%
10 14.863 1966 1970 1978 rVB 12837 19976 1.07% ©.146%

11 15.844 2131 2137 2146 rVB3 12528 22562 1.21%
12 16.144 2182 2188 2198 rVB 104901 156170  8.35%
13 16.285 2206 2212 2226 rBV 727799 1156904 61.84%
14 16.708 2278 2284 2291 rVB2 13264 20006 1.07%

AO® OO R ®
I
U
A
R

15 17.542 2420 2426 2430 rBV 406772 617360 33.00% 511%
16 17.583 2430 2433 2440 rVB 151438 216000 11.55% 1.578%
17 17.677 2440 2449 2453 rBV 27675 49773 2.66% ©.364%
18 17.947 2484 2495 2501 rBV3 14810 32197 1.72% ©.235%
19 18.406 2568 2573 2579 rBV2 79390 150794 8.06% 1.102%
20 18.464 2579 2583 2590 rVwV 44653 73649 3.94% ©.538%
21 18.547 2593 2597 2602 rVWV 12773 21679 1.16% ©.158%
22 18.605 2602 2607 2611 rVvv2 36480 76287 4.08% 0.557%
23 18.647 2611 2614 2618 rVB 22905 31078 1.66% 0.227%
24 18.905 2653 2658 2662 rBV 21508 32940 1.76% 0.241%
25 18.958 2662 2667 2676 rVB2 16443 29010 1.55% ©0.212%
26 19.316 2723 2728 2733 rBV3 32437 55822 2.98% 0.408%
27 19.463 2748 2753 2758 rBV3 20538 43898 2.35% ©0.321%
28 19.587 2767 2774 2779 rBV 237126 343575 18.37% 2.511%
29 19.669 2785 2788 2795 rVB7 16515 29659 1.59% 0.217%
30 19.916 2825 2830 2831 rBV2 40078 56410 3.02% 0.412%
31 19.945 2831 2835 2842 rVV 232657 352902 18.87% 2.579%
32 20.010 2842 2846 2853 rVB3 23146 34412 1.84% ©0.251%
33 20.133 2861 2867 2872 rBV 1469141 1870661 100.00% 13.669%
34 20.262 2884 2889 2890 rBV3 26333 37546 2.01% ©0.274%
35 20.415 2910 2915 2916 rBV3 25471 39916 2.13% ©0.292%
36 20.533 2931 2935 2938 rBV2 19442 26097 1.40% 0.191%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
Data File : BG@55895.D

Acqg On : 5 Dec 2022 21:55
Operator : CG/JU

Sample : N5868-01

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_ G\Methods\8270-BG111622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 20.591 2943 2945 2949 rVB 31868 37428 2.00% ©.273%
38 20.726 2965 2968 2973 rBV 34265 47848 2.56% 0.350%
39 20.779 2973 2977 2984 rVB 37018 61689 3.30% 0.451%
40 21.202 3046 3049 3056 rVB 28152 48974 2.62% ©.358%
41 21.432 3083 3088 3095 rBv2 74783 148575  7.94%  1.086%
42 21.825 3147 3155 3160 rBv3 412092 856494 45.79% 6.258%
43 21.872 3160 3163 3174 rVB 108505 190533 10.19% 1.392%
44 24.111 3538 3544 3562 rVB2 73463 368958 19.72%  2.696%
45 25.016 3693 3698 3706 rVB 72009 180935 9.67%  1.322%

46 25.180 3718 3726 3735 rVB2 213119 600500 32.10% 4.388%

Sum of corrected areas: 13685376
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
Data File : BG@55895.D

Acq On : 5 Dec 2022 21:55
Operator : CG/JU

Sample : N5868-01

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG055895.D\data.ms
1400000

1200000
1000000

800000

600000 5.703 7.330

400000 9.346

5.215
200000 8.171

6.320

O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 350 400 450 500 550 6.00 650 700 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG055895.D\data.ms

10.997

20.133
1400000

1200000

1000000 13.423

800000 16.285

600000
21.825

17.542

400000 14.804
19.5819.944

200000 17|583 21.432211872

16.1
14863 15.844 16.708 617.947

0 e e e e e e e e

Time--> 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG055895.D\data.ms

1400000
1200000
1000000
800000
600000
400000 25.180

200000 24111 25.0
WJ\/\,/\A,W/\M\,/\/

0\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
Data File : BG@55895.D

Acq On : 5 Dec 2022 21:55
Operator : CG/JU

Sample : N5868-01

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.215 32.01 ng 366464 1,4-Dichlorobenzene-d4 8.171

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
Abundance Scan 328 (5.215 min): BG055895.D\data.ms (-321) (-) m/z 43.00 100.00%
5000 59.0

T e

| 650 101.0 4.80 5.00 5.20 5.40 5.60
el LSS E L m/z 59.60  51.47%

m/z--> 10 20 30 40 50 60 70 80 90 100 110

Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-

43.0
5000 B B AL B R
59.0 4.80 5.00 5.20 5.40 5.60
m/z 101.00 15.43%
?1.0183-0101.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
R SRR
4.80 5.00 5.20 5.40 5.60
5000 m/z 58.00 14.05%
41.0
29.0 101.0
e bl 730,880 L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 f
Abundance #9477: 3-Hexanol, 4-methyl- R R
59.0 4.80 5.00 5.20 5.40 5.60
m/z 41.00 8.88%
5000 41.0
29.
‘ ‘ 87.0
so Ll e Teso L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
Data File : BG@55895.D

Acq On : 5 Dec 2022 21:55
Operator : CG/JU

Sample : N5868-01

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Benzophenone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.144 5.99 ng 156170  Acenaphthene-di10 14.804
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Benzoylformic acid 150 C8H603 000611-73-4 52
3 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 52
4 Acetophenone, 2-chloro- 154 C8H7Cl0 000532-27-4 52
5 Ethanedione, diphenyl- 210 Cl14H1e002 000134-81-6 50
Abundance Scan 2188 (16.144 min): BG055895.D\data.ms (-2182) (- | m/z 105.00 100.00%
105.0
77.0
182.0
5000
51.0
—— —
16.00 16.50
151.9
el 2280 T L wiz 77.000 73.17%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 —r ——
16.00 16.50
51.0 m/z 182.00  60.29%
21.0 A 1260 1520 !
\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #28215: Benzoylformic acid
105.0
77.0 S —
16.00 16.50
5000 m/z 51.00 32.65%
51.0
27\0 T ‘ ull | 150.0
it
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30107: Benzenecarbothioic acid, S-methyl ester —— ——
105.0 16.00 16.50
m/z 181.00 13.27%
77.0
5000
51.0
152.0
SECLE NS NN HSUNNSIRIM S [ S B Y R R—
m/z--> 20 40 60 80 100 120 140 160 180 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
Data File : BG@55895.D

Acq On : 5 Dec 2022 21:55
Operator : CG/JU

Sample : N5868-01

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.406 4.89 ng 150794  Phenanthrene-di10 17.542
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 84
2 Anthracene, 9-methyl- 192 C15H12 000779-02-2 83
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 49
4 Naphtho[2,3-b]norbornadiene 192 C15H12 107426-38-0 46
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 46
Abundance Scan 2573 (18.406 min): BG055895.D\data.ms (-2568) (- | m/z 192.00 100.00%
60.0 192.0
5000
129.1
— =
m 18.50
—Hi m/z 60.00 95.59%
miz--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
3 3
43.0 73.0 256.0
5000 LT L.
129.0 18.50
213.0 m/z 73.00 94.36%
‘ H ‘ 171.0 ‘
140}, i il Il “M“““hh‘\‘ ol BN TR ST “‘ .
miz--> 50 100 150 200 250
Abundance #67026: Anthracene, 9-methyl-
192.0
i
18.50
5000 m/z 43.10 89.62%

—
miz--> 50 100 150 200 250

Abundance #67023: Anthracene, 2-methyl- ——
192.0 18.50

m/z 41.00 77.06%

4N
Lo
1O
T o
L Qo
10
T
AN
Jo
10O
-
1o
A:Q)

o

5000

96.0
630 , | 163.0 |

miz--> 50 100 150 200 250 18.50

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
Data File : BG@55895.D

Acq On : 5 Dec 2022 21:55
Operator : CG/JU

Sample : N5868-01

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 Phenanthrene, 1-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.464 2.39 ng 73649  Phenanthrene-d10 17.542
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 96
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 95
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 95
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 94
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 91

Abundance Scan 2583 (18.464 min): BG055895.D\data.ms (-2579) (- | m/z 192.00 100.00%

192.0
5000

165.0
82.4 1850
51.0 138.9
e et ML RS il m/z 191,00 63.48%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67035: Phenanthrene, 1-methyl-
192.0

5000
1850
m/z 189.00 28.78%
165.0
39.0 630 960 1390 |
\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67024: Anthracene, 2-methyl-
192.0
e
18.50
5000 ITI/Z 193.10 18.26%
165.0
15.0 39.0 61,0 S%OH 115.0139.0 | ‘
R e R AR AR AR RaEEE
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67039: Phenanthrene, 2-methyl- \MANMW‘ ——
192.0 18.50

m/z 190.00 16.95%

5000
165.0

m/z--> 20 40 60 80 100 120 140 160 180 200 18.50

8270-BG111622.M Tue Dec 06 12:12:16 2022 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
Data File : BG@55895.D

Acq On : 5 Dec 2022 21:55
Operator : CG/JU

Sample : N5868-01

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 unknownl8.605 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.605 2.47 ng 76287  Phenanthrene-d1e 17.542
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 8,9-Dihydrocyclopenta[def]phenan... 192 C15H12 027410-55-5 47
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 46
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 46
4 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 43
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 42
Abundance Scan 2607 (18.605 min): BG055895. D\data ms (-2602) (- | m/z 192.00 100.00%
5000
P =
2431 281 18.50 19.00
m/z 189.00 90.23%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #67049: 8,9-Dihydrocyclopenta[deflphenanthrene
191.0
5000 M N
18.50 19.00
m/z 190.00 85.62%
74.0 152 W
\H‘HH’HH‘HH‘\H\‘HH‘HH’HH‘HH‘\ \’HH‘HH‘HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67035: Phenanthrene, 1-methyl-
192.0
1850 1900
5000 m/z 191.00 63.53%
27.0 63.0 96.0 1260 163.0 ‘
e e e S e e e e b e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67029: Anthracene, 1-methyl-
192.0 1850 1900
m/z 187.00 23.76%
5000
82.0
390 | |us0 1630 L (AT
e e e e e —H e
m/z--> 20 40 60 80 100120140160180200220240260280 18.50 19.00

8270-BG111622.M Tue Dec 06 12:12:17 2022 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
Data File : BG@55895.D

Acq On : 5 Dec 2022 21:55
Operator : CG/JU

Sample : N5868-01

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Cyclohexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.432 3.47 ng 148575  Chrysene-d12 21.825
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexadecane 224 C1éH32 000295-65-8 95
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 78
3 1-Heptadecene 238 C17H34 006765-39-5 66
4 Cetene 224 C16H32 000629-73-2 64
5 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 60

Abundance Scan 3088 (21.432 min): BG055895.D\data.ms (-3083) (- | m/z 43.05 100.00%

43.0
228.0
5000

Al 27703409 m/z 57.10 99.69%

m/z--> 50 100 150 200 250 300 350 400
Abundance #104594: Cyclohexadecane
55.0

5000

11.0
m/z 55.00 92.72%

| |, 167.0, 2220
1 \ u
\\\[ \\‘ ‘\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350 400
Abundance #326112: Heptadecyl heptafluorobutyrate
57.0

T
21.50

5000 m/z 69.00 68.83%
169
UL oo s Mh
m/z--> 50 100 150 200 250 300 350 400
Abundance #121337: 1-Heptadecene —
43.0 21.50

m/z 228.00 67.16%

‘ \ ’ \‘h \’ ‘\ 1154.0 238.0 N

m/z--> 50 100 150 200 250 300 350 400 21.50

5000
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
Data File : BG@55895.D

Acqg On : 5 Dec 2022 21:55
Operator : CG/JU

Sample : N5868-01

Misc

ALS vial : 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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-... 5.215 32.0 ng 366464 1 8.171 228980 20.0
Benzophenone 16.144 6.0 ng 156170 3 14.804 521806 20.0
n-Hexadecanoic ... 18.406 4.9 ng 150794 4 17.542 617360 20.0
Phenanthrene, 1... 18.464 2.4 ng 73649 4 17.542 617360 20.0
unknown18.605 18.605 2.5 ng 76287 4 17.542 617360 20.0
Cyclohexadecane 21.432 3.5 ng 148575 5 21.825 856494 20.0
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