LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100422\
Data File : BGO55065.D

Acqg On : 4 Oct 2022 16:11
Operator : CG/JU

Sample : N4947-01 5X

Misc :

ALS vial : 9 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-BG100322.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55065.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.381 12 16 27 rVB 66723 108719 13.14% 1.282%
2 4.774 248 253 259 rBvV 9644 15231 1.84% 0.180%
3 5.391 350 358 366 rBV 161653 245896 29.73%  2.898%
4 5.861 432 438 445 rBV 112841 178549 21.59%  2.105%
5 6.495 541 546 553 rVB 9331 14697 1.78% 0.173%
6 7.465 705 711 724 rVB 117304 200084 24.19% 2.358%
7 8.340 852 860 867 rBV 130085 217826 26.33% 2.568%
8 9.510 1052 1059 1067 rBV2 64086 111235 13.45% 1.311%
9 11.172 1335 1342 1349 rBV 176168 324783 39.27% 3.828%
10 13.575 1744 1751 1758 rBV 199813 300581 36.34% 3.543%
11 14.680 1934 1939 1947 rBV3 3990 9425 1.14% 0.111%
12 14.950 1972 1985 1991 rBV 277772 453288 54.80% 5.343%
13 15.009 1991 1995 2001 rVB2 10955 16583 2.00% 0.195%
14 15.338 2043 2051 2055 rBvV2 9035 15107 1.83% 0.178%
15 15.984 2156 2161 2168 rBV2 15620 23860 2.88% 0.281%
16 16.419 2229 2235 2244 rVB 121700 186827 22.59% 2.202%
17 16.648 2271 2274 2279 rVB5 7048 9781 1.18% 0.115%
18 16.983 2325 2331 2335 rVB6 4620 8566 1.04% 0.101%
19 17.330 2386 2390 2395 rVB4 5171 8441 1.02% 0.099%
20 17.412 2399 2404 2409 rVWW4 5991 10059 1.22% 0.119%
21 17.500 2416 2419 2424 rVB 8747 12213  1.48% 144%

22 17.682 2442 2450 2454 rBV 339667 520611 62.94%
23 17.723 2454 2457 2463 rVV 134414 186157 22.51%

OO NMNOO
=
O
B
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24 17.812 2466 2472 2477 rW 33118 52361 6.33% 617%
25 17.870 2477 2482 2486 rVB4 3684 8599 1.04% 101%
26 18.070 2512 2516 2521 rBV2 8231 14554 1.76% 0.172%
27 18.264 2544 2549 2552 rVv2 5578 9804 1.19% 0.116%
28 18.323 2553 2559 2566 rVB 297565 415595 50.24%  4.899%
29 18.405 2566 2573 2578 rBV6 5919 12363 1.49% 0.146%
30 18.546 2590 2597 2601 rBV2 35678 67576  8.17% 0©.797%
31 18.599 2601 2606 2612 rVB 37974 60576  7.32% ©.714%
32 18.675 2614 2619 2624 rBV2 12959 21842 2.64% ©.257%
33 18.740 2624 2630 2634 rBV2 35845 74823 9.05% 0.882%
34 18.775 2634 2636 2642 rVB 20801 28588 3.46% ©.337%
35 19.034 2675 2680 2683 rBV 20955 31002 3.75% ©.365%
36 19.075 2684 2687 2696 rVBS8 12098 22113 2.67% 0.261%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100422\
Data File : BGO55065.D

Acqg On : 4 Oct 2022 16:11
Operator : CG/JU

Sample : N4947-01 5X

Misc :

ALS vial : 9 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-BG100322.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 19.280 2718 2722 2727 rVB4 11164 13845 1.67% 0.163%
38 19.327 2727 2730 2733 rBV 12648 15223 1.84% 0.179%
39 19.363 2733 2736 2740 rVB2 10885 13956 1.69% 0.165%
40 19.427 2742 2747 2755 rBV2 264201 353785 42.77% 4.170%
41 19.504 2755 2760 2764 rBv4 14565 29042 3.51% 0.342%
42 19.586 2769 2774 2778 rBV2 24704 40059 4.84% 0.472%
43 19.709 2789 2795 2801 rBV 314504 447044 54.05% 5.269%
44 19.762 2801 2804 2806 rVV3 11193 14666 1.77% 0.173%
45 19.792 2807 2809 2815 rVB5 19184 29350 3.55% 0.346%
46 19.950 2834 2836 2843 rVB4 14668 24260 2.93% 0.286%
47 20.033 2845 2850 2852 rBV 48364 74640 9.02%  0.880%
48 20.068 2852 2856 2863 rVV 297567 441831 53.42% 5.208%
49 20.138 2863 2868 2872 rVB3 24550 40530 4.90% 0.478%
50 20.256 2882 2888 2893 rBV 327670 426194 51.53% 5.024%
51 20.385 2903 2910 2916 rBv4 33603 91969 11.12% 1.084%
52 20.550 2935 2938 2942 rVB 52228 71929 8.70% 0.848%
53 20.649 2953 2955 2959 rVB 22355 23704 2.87% 0.279%
54 20.714 2959 2966 2969 rBvV2 38660 63937 7.73% 0.754%
55 20.849 2986 2989 2994 rBV 30871 51202 6.19% 0.604%
56 20.902 2995 2998 3001 rVvV2 20468 24293 2.94% 0.286%
57 21.337 3069 3072 3077 rVB 26076 41649 5.04% ©0.491%
58 21.584 3110 3114 3117 rVB2 29093 38122 4.61% 0.449%
59 21.684 3127 3131 3136 rBV2 21829 34027 4.11% 0.401%
60 21.971 3172 3180 3186 rBV2 328157 827140 100.00% 9.750%
61 22.024 3186 3189 3203 rVB 126251 238476 28.83% 2.811%
62 24.333 3575 3582 3590 rBV 82584 288366 34.86% 3.399%
63 25.268 3736 3741 3754 rVB 73701 196889 23.80% 2.321%
64 25.438 3761 3770 3780 rBV2 170700 529196 63.98% 6.238%

Sum of corrected areas: 8483639
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100422\
Data File : BG@55065.D

Acq On : 4 Oct 2022 16:11
Operator : CG/JU

Sample : N4947-01 5X

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG055065.D\data.ms
400000

350000
300000
250000

200000
5 301 11.172
150000
861 - 465 8.340
100000
9.510
50000 A

4.774 6.495
0\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG055065.D\data.ms
400000 21.971
20.256

350000 17.682 19.7095 06

18.323
14.950 19.427

300000

250000

200000/ 13375 221024

150000 17|72
16.419 3

884

100000

50000

14@ 0a%.338 15984 |16 64 0mt 180007

o e o B e B

Time--> 13.50 14.00 14.50 1500 15.50 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: BG055065.D\data.ms
400000

350000
300000
25.438
250000
200000 24.333
150000
100000

50000

0\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

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\BG100422\
Data File : BG@55065.D

Acq On : 4 Oct 2022 16:11
Operator : CG/JU

Sample : N4947-01 5X

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100322.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
3.381 9.98 ng 108719 1,4-Dichlorobenzene-d4 8.340

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 64
3 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 28

4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance  Scan 16 (3.381 min): BG055065.D\data.ms (-12) (-) m/z 73.00 100.00%

73.0
5000 43.0
55.0 87.0

| 3.403.503.603.703.80
“_“w“w“‘Hhii“m‘w‘w“ﬂi‘w“‘u“w“w m/z 43.00 43.21%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0

o

5000 R R R R R R
43.0 3.403.503.603.703.80
550 87.0 m/z 55.00  29.85%
29.0 ‘
O\\‘\\\\‘\\\\“\\\\“\\\\‘\\\\‘\\\\“\}\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
R ERRRRRR R RRARERARARRE
20 gy 87.0 3.403.503.603.703.80
5000 ’ m/z 87.00 24.61%
29.0
150 \W l, H
SR NN | BN RS VNN (NSRS
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5032: 3-Pentanol, 3-methyl- e aRasaasE s Ea
73.0 3.403.503.603.703.80

m/z 41.00 14.09%

5000
55.0
43.0 87.0
180 29.0 “ ‘ {
0 L] L |

\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ \\\‘\\\V‘\\\\‘\\\\‘\\\\‘\\\\

m/z--> 10 20 30 40 50 60 70 80 90 100 3.403.503.603.703.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100422\
Data File : BG@55065.D

Acq On : 4 Oct 2022 16:11
Operator : CG/JU

Sample : N4947-01 5X

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100322.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.391 22.58 ng 245896  1,4-Dichlorobenzene-d4 8.340

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
5 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9
Abundance Scan 358 (5.391 min): BG055065.D\data.ms (-350) (-) m/z 43.00 100.00%
3.0
5000 59.0
R AR R
650 10‘1-0 5.00 5.20 5.40 5.60 5.80
Ol el e e m/z 59.00 0 42.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 DL L R L
5.00 5.20 5.40 5.60 5.80
590 m/z 58.00  15.46%
101.
0 G N H 70 830 71
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9312: Acetic acid, 1,1-dimethylethyl ester
43.0
Do
5.00 5.20 5.40 5.60 5.80
5000 57.0 m/z 101.00  14.31%
29.0 101.0
15.0 ‘
Om‘HH_H‘;“HH‘Hm_m,uuwm_m,mwuw
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime R e
43.0 5.00 5.20 5.40 5.60 5.80
m/z 41.00 7.88%
5000
101.0
ol 120 310 | °80 700 86,0 )
R B e SRR R R R R R R CRRRNG
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100422\
Data File : BG@55065.D

Acq On : 4 Oct 2022 16:11
Operator : CG/JU

Sample : N4947-01 5X

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100322.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 3 o-Terphenyl Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.323 15.97 ng 415595 Phenanthrene-d10 17.682
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 o-Terphenyl 230 C18H14 000084-15-1 96
2 6,6-Diphenylfulvene 230 C18H14 002175-90-8 90
3 Naphthalene, 2-styryl- 230 C18H14 002039-70-5 83
4 Pyrene, 1,3-dimethyl- 230 C18H14 064401-21-4 64
5 Naphthacene, 5,12-dihydro- 230 C18H14 000959-02-4 60

Abundance Scan 2559 (18.323 min): BG055065.D\data.ms (-2553) (- | m/z 230.10 100.00%
230.1

5000
202.0 18.00 18:50
510 880 30 15101760 | : :
O e st b b e e el m/z 229.10 69.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #111839: o-Terpheny!
230.0
5000 — —
18.00 18.50

114.0 202.0 m/z 215.00  41.35%
‘2\7\\()\‘\\5\]-\9‘\\\\‘8\8\\()\“\“\ \H\‘\\\\‘l\\s\z\(‘)\]\-?\e‘\o\\\‘\\\\‘\

0 I |
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #111852: 6,6-Diphenylfulvene
230.0
— —
18.00 18.50
5000 m/z 228.10 37.08%
0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #111860: Naphthalene, 2-styryl- — —
230.0 18.00 18.50

m/z 226.00  21.59%

5000

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 18.00 18.50

8270-BG100322.M Wed Oct 05 13:17:38 2022 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100422\
Data File : BG@55065.D

Acq On : 4 Oct 2022 16:11

Operator : CG/JU

Sample : N4947-01 5X

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 4 Anthracene, 2-methyl- Concentration Rank 6

R.T EstConc Area Relative to ISTD R.T.
18.546 2.60 ng 67576  Phenanthrene-d10 17.682
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 95
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 94
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 93
4 Anthracene, 9-methyl- 192 C15H12 000779-02-2 91
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 89

Abundance Scan 2597 (18.546 min): BG055065.D\data.ms (-2590) (- | m/z 192.00 100.00%

192.0
5000
T

18.50

(o} m/z 191.00 59.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67024: Anthracene, 2-methyl-
192.0
5000 e R I
18.50

m/z 189.00  30.46%
83.0 165.0
0/15.0 39.0 610 "1, 1150 1390 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67038: Phenanthrene, 2-methyl-
192.0 A
e
18.50
5000 ITI/Z 193.00 17.07%
165.0
o 300 630 960 1390 " |
IR ket Tttt ST R | SR
m/z--> 20 40 60 80 100 120 140 160 180 200 VWWN
Abundance #67035: Phenanthrene, 1-methyl- il 0 ) yr N
192.0 18.50

m/z 190.00 14.91%

5000

165.0
39.0 63.0 96.0 139.0 A AA

O b b e el e —_l

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100422\
Data File : BG@55065.D

Acq On : 4 Oct 2022 16:11
Operator : CG/JU

Sample : N4947-01 5X

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100322.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 Phenanthrene, 1-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.599 2.33 ng 60576  Phenanthrene-d1e 17.682
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 96
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 96
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 96
4 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 94
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 94

Abundance Scan 2606 (18.599 min): BG055065.D\data.ms (-2601) (- | m/z 192.00 100.00%
192.0

=

5000
165.0 Ta g
389 630 946 = 1391 224.0 18.50 19.00
bbbl it e Ml ey m/z 191.08 53.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67035: Phenanthrene, 1-methyl-
192.0
5000
18 50 19 00
m/z 189.00 29.03%
165.0
0 390 630 960 1390 L
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘1\\\‘\\1\‘\\\\‘\\ \‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67030: Anthracene, 1-methyl-
192.0
18 50 19 00
5000 ITI/Z 193.00 16.46%
165.0
0270 630 960 1390 | |
L s e e e ey e sy el e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 MN
Abundance #67038: Phenanthrene, 2-methyl- Lgﬂm‘ﬂﬁﬂ‘ L.
192.0 18.50 19.00
m/z 189.95 15.22%
5000
165.0
ol 390 630 960 1390 " 7" || M
R e P “
m/z--> 20 40 60 80 100 120 140 160 180 200 220 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100422\
Data File : BG@55065.D

Acq On : 4 Oct 2022 16:11
Operator : CG/JU

Sample : N4947-01 5X

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100322.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 Benzaldehyde, 3,5-dichloro-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.740 2.87 ng 74823 Phenanthrene-d10 17.682
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzaldehyde, 3,5-dichloro-2-hyd... 190 C7H4C1202 000090-60-8 72
2 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 53
3 5H-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 42
4 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 38
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 38
Abundance Scan 2630 (18.740 min): BG055065.D\data.ms ( 2624) (- m/z 190.00 100.00%
5000 J\
18.50 19.00
0 m/z 189.0 98.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #65125: Benzaldehyde, 3,5-dichloro-2-hydroxy-
190.0
5000 /\ - SEEY
63.0 18.50 19.00
133.0 m/z 192.00  77.85%
200 | M | 1620
O\\\\‘\\‘\HH‘\\H\‘\“}\}\‘\\\\‘i‘\\‘\\‘\L}\\‘\‘\\\‘\\\\‘\\ \‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
]
18.50 19 00
5000 m/z 191.05 60.41%
94.0
0 39.0 63.0 | 137.0 163.0
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67048: 5H-Dibenzo[a,d]cycloheptene Loy
192 18.50 19 00
m/z 187.00 22.47%
5000
165.0
ol 280 630 96‘0 1390 | m MM n
R A Eaa o e R R Lt e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100422\
Data File : BG@55065.D

Acq On : 4 Oct 2022 16:11
Operator : CG/JU

Sample : N4947-01 5X

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 7 1-Octadecanesulphonyl chloride Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
19.427 13.59 ng 353785 Phenanthrene-d10 17.682
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Octadecanesulphonyl chloride 352 C18H37Cl02S 1000342-70-4 91
2 Pentadecane 212 C15H32 000629-62-9 90
3 Hexatriacontane 507 C36H74 000630-06-8 86
4 Carbonic acid, prop-1l-en-2-yl te... 298 C18H3403 1000382-90-9 86
5 Carbonic acid, prop-1l-en-2-yl tr... 284 C17H3203 1000382-90-8 83

Abundance Scan 2747 (19.427 min): BG055065.D\data.ms (-2742) (- | m/z 57.00 100.00%
57.0

5000
A
#FLO 206.0 19.50
Of bbb ek e e /2 43,00 88.75%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #261362: 1-Octadecanesulphonyl chloride
57.0
5000 =
19.50
}% m/z 55.00 61.10%
1.0
0 J n| ui}\ nﬂh\mlh\l?\s'o 288.0
\\\‘\11\‘\\\\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #90192: Pentadecane

N

—T
19.50

5000 m/z 41.00 56.98%

N

‘ 113.0  212.0
0 H“dhlMHJ*“w**w”w*\w**w*ww*w*w**w*w*\w
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #339056: Hexatriacontane —T
57.0 19.50
m/z 71.00 54.92%
5000

S

0 ‘[ ‘L .}l ‘\‘11‘1“3-‘0‘159.0225.0 295.0 365.0 435.0 506.(
e RISt ORI RS =

m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100422\
Data File : BG@55065.D

Acq On : 4 Oct 2022 16:11
Operator : CG/JU

Sample : N4947-01 5X

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100322.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 8 Pyrene, 1-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.385 2.22 ng 91969  Chrysene-d12 21.977
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 91
2 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 90
3 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 83
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 74
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 62
Abundance Scan 2910 (20.385 min): BG055065.D\data.ms (-2903) (- | m/z 216.00 100.00%
216.0
5000 /\h
— el
430 759 1071 1500 1879 o512 082( 2000 20.50
1 m/z 215.00  87.94%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #94570: Pyrene, 1-methyl-
216.0
5000 e ~
20.00 20.50
m/z 217.95 22.41%
108.0
0 27.0 63.0 I, 150.0 18\‘ q HH
’\H\‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘H\ ‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #94578: Fluoranthene, 2-methyl-
216.0
== Py
20.00 20.50
5000 m/z 213.00 20.77%
108.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #94572: 11H-Benzo[b]fluorene A"MWW”“‘ i
216.0 20.00 20.50
m/z 217.10 19.76%
5000
107.0
0280 630 " 1390 1870 L \
T e e e e - ——
m/z--> 20 40 60 80 100120140160180200220240260280 20.00 20.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100422\
Data File : BGO55065.D

Acqg On : 4 Oct 2022 16:11
Operator : CG/JU

Sample : N4947-01 5X

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100322.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|
Butane, 2-metho... 3.381 10.0 ng 108719 1 8.340 217826 20.0
2-Pentanone, 4-... 5.391 22.6 ng 245896 1 8.340 217826 20.0
o-Terphenyl 18.323 16.0 ng 415595 4 17.682 520611 20.0
Anthracene, 2-m... 18.546 2.6 ng 67576 4 17.682 520611 20.0
Phenanthrene, 1... 18.599 2.3 ng 60576 4 17.682 520611 20.0
Benzaldehyde, 3... 18.740 2.9 ng 74823 4 17.682 520611 20.0
1-Octadecanesul... 19.427 13.6 ng 353785 4 17.682 520611 20.0
Pyrene, 1-methyl- 20.385 2.2 ng 91969 5 21.977 827140 20.0
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