LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112322\
Data File : BG@55766.D

Acqg On : 23 Nov 2022 22:21
Operator : CG/JU

Sample : N5754-01

Misc :

ALS Vvial : 10 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: BGO55766.D\data.ms

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

# min scan scan scan TY height area % max. total
1 5.282 331 339 347 rBV 124259 192894 10.20% 1.514%
2 5.764 414 421 435 rBV 461292 757262 40.05% 5.945%
3 6.898 609 614 622 rVB2 12070 20011 1.06% ©.157%
4 7.380 689 696 711 rBV 500593 875454 46.30% 6.873%
5 7.668 738 745 751 rBV2 18616 29363 1.55% 0.231%
6 8.238 834 842 848 rBV 99239 167763 8.87% 1.317%
7 9.407 1032 1041 1051 rBV 296917 527653 27.91% 4.143%
8 11.064 1316 1323 1330 rBV 156795 277486 14.68% 2.179%
9 13.484 1728 1735 1746 rBV 834264 1256072 66.43% 9.862%
10 14.724 1941 1946 1950 rBV 15536 19754 1.04% 0.155%
11 14.859 1961 1969 1975 rBV 285506 439391 23.24%  3.450%
12 14.918 1975 1979 1987 rVB2 13789 21492 1.14% 0.169%
13 15.253 2026 2036 2043 rVB 14304 26846 1.42% 0.211%
14 15.670 2097 2107 2111 rVB 18788 28275 1.50% 0.222%
15 15.899 2138 2146 2153 rBV3 18966 32027 1.69% 0.251%
16 16.199 2185 2197 22067 rBV2 27248 52542 2.78% 0.413%
17 16.340 2215 2221 2231 rBV 740753 1166763 61.71% 9.161%
18 16.528 2248 2253 2255 rBV2 18896 23948 1.27% 0.188%
19 17.251 2370 2376 2384 rBV 65524 120231 6.36% 0.944%
20 17.321 2384 2388 2392 rVV2 21325 27348 1.45% 0.215%
21 17.603 2426 2436 2439 rBV 348346 553528 29.28% 4.346%
22 17.644 2439 2443 2449 rVB 167308 253376 13.40% 1.989%
23 17.732 2449 2458 2462 rBV 42938 71210 3.77% 0.559%
24 17.997 2497 2503 2510 rBV2 14966 33297 1.76% 0.261%
25 18.061 2510 2514 2519 rVB 17786 23719 1.25% 0.186%
26 18.461 2577 2582 2588 rBV3 58949 114069 6.03% 0.896%
27 18.520 2588 2592 2597 rW 42715 65191  3.45% 0.512%
28 18.602 2601 2606 2610 rvv 17972 25492 1.35% 0.200%
29 18.667 2611 2617 2621 rVV3 31446 62918 3.33% 0.494%
30 18.702 2621 2623 2627 rVB2 19974 21976 1.16% 0.173%
31 18.743 2627 2630 2637 rBv2 15095 23146  1.22% 0.182%
32 18.872 2649 2652 2657 rVB3 18738 22552 1.19% 0.177%
33 18.960 2662 2667 2671 rBV 20921 26843 1.42% 0.211%
34 19.002 2671 2674 2681 rVB2 13171 20695 1.09% 0.162%
35 19.372 2732 2737 2742 rBV 28987 48530 2.57% 0.381%
36 19.513 2756 2761 2770 rBV5 17088 31433 1.66% 0.247%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112322\
Data File : BG@55766.D

Acqg On : 23 Nov 2022 22:21
Operator : CG/JU

Sample : N5754-01

Misc :

ALS Vvial : 10 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 19.642 2777 2783 2789 rVB 229943 328542 17.38% 2.579%
38 19.724 2793 2797 2804 rVB6 21209 36344 1.92% 0.285%
39 19.965 2831 2838 2840 rBV3 50826 85797 4.54% 0.674%
40 20.000 2840 2844 2851 rVV 212034 304801 16.12%  2.393%
41 20.065 2851 2855 2860 rVB 20344 29113 1.54% 0.229%
42 20.188 2869 2876 2881 rBV 1444717 1890738 100.00% 14.845%
43 20.312 2893 2897 2899 rBv2 20386 32083 1.70% 0.252%
44 20.482 2916 2926 2933 rBv4 34872 92256 4.88% 0.724%
45 20.588 2940 2944 2947 rBV 14800 21326 1.13% 0.167%
46 20.647 2947 2954 2957 rVV2 29047 58419 3.09% 0.459%
47 20.788 2974 2978 2981 rBV 18940 27767 1.47% 0.218%
48 20.829 2983 2985 2992 rVB 15181 24884 1.32% 0.195%
49 21.264 3055 3059 3065 rVB 30548 46871 2.48% 0.368%
50 21.499 3095 3099 3103 rBV2 29151 49440 2.61% 0.388%
51 21.745 3138 3141 3148 rVB 28162 40011 2.12% 0.314%
52 21.892 3157 3166 3171 rBV3 370889 854612 45.20% 6.710%
53 21.945 3171 3175 3187 rVB 109378 210139 11.11% 1.650%
54 24.207 3553 3560 3567 rBV 65218 214398 11.34% 1.683%
55 24.971 3686 3690 3699 rVB 39114 98878 5.23% 0.776%
56 25.124 3710 3716 3725 rVB 52375 145083 7.67% 1.139%
57 25.294 3734 3745 3754 rBV2 220768 684832 36.22% 5.377%

Sum of corrected areas: 12736884
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112322\
Data File : BG@55766.D

Acq On : 23 Nov 2022 22:21
Operator : CG/JU

Sample : N5754-01

Misc

ALS Vial : 10 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: BG055766.D\data.ms
1400000

1200000
1000000
800000

600000

5.764 7.380

400000
9.407

200000 11.064

6.898 7.668
O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\’F‘\\\\‘y_r\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 350 400 450 500 550 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: BG055766.D\data.ms
1400000 20.188

1200000

1000000

13.484
800000 16.340

600000

21.892
400000 17.603
14.859

200000 17644 21945
1 i/ ] ol "T’?“' 0 ;", S 1264 97
147 %.2535.&5(895;%528 17/%% M@A@af 5 . e

o) S i Sl S-S L L e e s i

Time--> 13.50 14.00 14.50 15.00 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: BG055766.D\data.ms
1400000

1200000
1000000
800000
600000

400000
25.294

200000
24.207 24257

O\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\

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\BG112322\
Data File : BG@55766.D

Acq On : 23 Nov 2022 22:21
Operator : CG/JU

Sample : N5754-01

Misc

ALS Vial : 10 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.282  23.00 ng 192894  1,4-Dichlorobenzene-d4 8.238

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
Abundance Scan 339 (5.282 min): BG055766.D\data.ms (-331) (-) m/z 42.95 100.00%
43.0
59.0
5000
1010 UL LR LR IR AL R
5.00 5.20 5.40 5.60
TR 830 5
ottt e m/z 59.00 56.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LB L B I NI AL LR
5.00 5.20 5.40 5.60
59.0 m/z 101.00 17.61%
101.0
O\\‘\\\\‘\2\31‘5)‘1\\\“w}\\‘\\w!‘\\\7\0‘.9\\?%\-O\\‘\\\}“\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
e EaAmEEEE S
5.00 5.20 5.40 5.60
5000 m/z 58.00 14.88%
41.0
29.0 101.0
O ool all 730880 L
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl- AR AR RE
59.0 5.00 5.20 5.40 5.60
m/z 41.00 9.47%
5000 41.0
29.
87.0
ob 150 Ll Ll o0 | seo
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112322\
Data File : BG@55766.D

Acq On : 23 Nov 2022 22:21
Operator : CG/JU

Sample : N5754-01

Misc

ALS Vial : 10 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 2 Bicyclo[3.1.1]hept-2-ene, 3... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.898 2.39 ng 20011 1,4-Dichlorobenzene-d4 8.238

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Bicyclo[3.1.1]hept-2-ene, 3,6,6-... 136 C1OHl6 004889-83-2 78
2 (1S)-2,6,6-Trimethylbicyclo[3.1.... 136 C1@Hl6 007785-26-4 64
3 trans-.beta.-Ocimene 136 C10H16 003779-61-1 50
4 1,3-Cyclohexadiene, 5,6-dimethyl- 108 C8H12 005715-27-5 36
5 3,5-Methanocyclopentapyrazole, 3... 164 C10H16N2 087143-58-6 36
Abundance Scan 614 (6.898 min): BG055766.D\data.ms (-609) (-) m/z 93.00 100.00%
3.0
5000 77.0
39.0 A RAREE e e
H 560 | 121.1 6.60 6.80 7.00 7.20

Obrrprereprrrr e e e b M e m/z 91.00 45.28%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140

Abundance  #18173: Bicyclo[3.1.1]hept-2-ene, 3,6,6-trimethyl-
9’:

5000 .
6.60 6.80 7.00 7.20

77.0 m/z 77.00 40.03%

41.0 )
121.0
L H\ Ll MM | ‘ 136.0

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #18191: (1S)-2,6,6-Trimethylbicyclo[3.1.1]hept-2-ene
93.0

o

39.0 6.60 6.80 7.00 7.20
5000 77.0 m/z 92.00 37.92%
15.0
.0 121.0
o‘w‘mwH‘¢HHhhumﬁ‘Nhhu‘wuuwlu_ww‘uﬁuu%ﬁﬁﬁu
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #18057: trans-.beta.-Ocimene AR e
93.0 6.60 6.80 7.00 7.20
m/z 79.00 27.68%
5000
41.0 77.0
| | !
o280 L 804 L 280
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112322\
Data File : BG@55766.D

Acq On : 23 Nov 2022 22:21
Operator : CG/JU

Sample : N5754-01

Misc

ALS Vial : 10 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 3 .beta.-Pinene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.668 3.50 ng 29363 1,4-Dichlorobenzene-d4 8.238

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 .beta.-Pinene 136 C10H16 000127-91-3 91
2 Bicyclo[3.1.1]heptane, 6,6-dimet... 136 C1@H16 018172-67-3 91
3 Bicyclo[3.1.0]hexane, 4-methylen... 136 C10H16 003387-41-5 87
4 1,3,6-Octatriene, 3,7-dimethyl-,... 136 C10H16 003338-55-4 83
5 .beta.-Myrcene 136 Cl1oH16 000123-35-3 83
Abundance Scan 745 (7.668 min): BG055766.D\data.ms (-738) (-) m/z 93.00 100.00%
3.0
5000 41.0
69.1
121.1 AR maERE T
‘ | | 136.1 7.40 7.60 7.80 8.00
Ol LTI gz a1.ee a4.99%
miz--> 20 40 60 80 100 120 140
Abundance #18019: .beta.-Pinene
93.0
41.0
A
5000 L L B L BN LR
69.0 7.40 7.60 7.80 8.00
m/z 69.10 33.91%
121.0136.0
0 \1\5‘\.0’ \“}‘\ \‘M\ \‘M“‘\ “\“M‘\ I T “‘\ T \“\ T “\ T
miz—-> 20 40 60 80 100 120 140
Abundance #18259: Bicyclo[3.1.1]heptane, 6,6-dimethyl-2-methylene
93.0
A
7.40 7.60 7.80 8.00
5000 41.0 m/z 79.00 29.86%
69.0
‘ H 121.0136.0
AR I TR | P s
m/z--> 20 40 60 80 100 120 140
Abundance #18245: Bicyclo[3.1.0]hexane, 4-methylene-1-(1-methylet AR E R RS
93.0 7.40 7.60 7.80 8.00
m/z 77.00 28.68%
5000 410 770
136.0
121.0
O+ ,29‘79 ‘;‘ “‘1“‘6‘2"‘9“‘ bl R
m/z--> 20 40 60 80 100 120 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112322\
Data File : BG@55766.D

Acq On : 23 Nov 2022 22:21
Operator : CG/JU

Sample : N5754-01

Misc

ALS Vial : 10 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 4 Benzophenone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.199 2.39 ng 52542  Acenaphthene-die 14.859
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 90
2 4,4'-Dimethylbiphenyl 182 C14H14 000613-33-2 49
3 3,3'-Dimethylbiphenyl 182 C14H14 000612-75-9 47
4 Phenazine, 5,10-dihydro- 182 C12H1ON2 000613-32-1 47
5 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 38
Abundance Scan 2197 (16.199 min): BG055766.D\data.ms (-2185) (- | m/z 105.00 100.00%
105.0
182.0
77.0
5000
51.0
—— oy
152.0 16.00 16.50
Ol et et e 2970 7 182,00 77.05%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56927: Benzophenone
105.0
77.0 182.0 /\
5000 LA
16.00 16.50
51.0 m/z 77.00 60.49%
O\\\‘\\\\‘\\‘\\‘\\\H“‘\\\\‘\‘\\\].‘2\\7.\(\)‘]\_\5%\.‘0\\\\“\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #57004: 4,4'-Dimethylbiphenyl
182.0
TR & A S
16.00 16.50
5000 m/z 181.00 34.83%
89.0
390 63.0 ‘ 115.0 152.0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 /\
Abundance #57003: 3,3'-Dimethylbipheny! — =
182.0 16.00 16.50
m/z 51.00 29.347%
5000
89.0 152.0
390 630 1150 ‘ | (\
S MR DG A SRS I W Y N— SN I & S
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112322\
Data File : BG@55766.D

Acq On : 23 Nov 2022 22:21
Operator : CG/JU

Sample : N5754-01

Misc

ALS Vial : 10 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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.461 4.12 ng 114069 Phenanthrene-di0 17.603
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 84
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 70
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 70
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 47

Abundance Scan 2582 (18.461 min): BG055766. D\data ms (-2577) (- | 'm/z 192.00 100.00%

43.0 730 192.
5000
e
(— m/z 43.00 88.61%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 RN
18.50
1710 2130 2560 m/z 73.00 85.94%
O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #92063: Tridecanoic acid
43.0 73.0
m A ‘/\/\A‘ —
18.50
5000 129.0 ITI/Z 60.00 85.08%
171.0
‘ ‘ 214.0
o‘u_kﬂkﬂw
m/z--> 20 40 60 80 100120140160180200220240260280 A
Abundance #67030: Anthracene, 1-methyl- e
192.0 18.50
m/z 41.00 70.74%
5000

JL.270 630 960150 1630

m/z--> 20 40 60 80 100120140160180200220240260280 18.50

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112322\
Data File : BG@55766.D

Acq On : 23 Nov 2022 22:21
Operator : CG/JU

Sample : N5754-01

Misc

ALS Vial : 10 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 Phenanthrene, 1-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.520 2.36 ng 65191  Phenanthrene-d10 17.603
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 95
2 Anthracene, 9-methyl- 192 C15H12 000779-02-2 91
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 91
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 91
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 87

Abundance Scan 2592 (18.520 min): BG055766.D\data.ms (-2588) (- | m/z 192.00 100.00%
192.0

5000
18.50 |
62.9 :
0 2810 'm/z 191.00 68.35%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67035: Phenanthrene, 1-methyl-
192.0
5000 e = . ‘

18.50
m/z 189.00  34.88%

270 63.0 96.0 1960 163.0 H

0 ’\‘\H“HHNH\‘\HM\H\‘\H\“HM“V\H‘\W ARRARNRRRRRRARRRRRRRREE
m/z--> 20 40 60 80 100120140160180200220 240260280
Abundance #67026: Anthracene, 9-methyl-
192.0
T T
18.50
5000 m/z 190.00 17.95%

96.0
280 630 | 1260 1630 |

>

m/z--> 20 40 60 80 100120140160180200220240260280 AA
Abundance #67023: Anthracene, 2-methyl- ) A

192.0 18.50

m/z 193.05 17.59%
5000
96.0 1630 M ﬁ\(ﬁ
63.0 :

m/z--> 20 40 60 80 100120140160180200220240260280 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112322\
Data File : BG@55766.D

Acq On : 23 Nov 2022 22:21
Operator : CG/JU

Sample : N5754-01

Misc

ALS Vial : 10 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 7 4H-Cyclopenta[def]phenanthrene Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
18.667 2.27 ng 62918  Phenanthrene-d1e0 17.603
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 64
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 59
3 Methyl diselenide 190 C2H6Se2 007101-31-7 46
4 Carbonic acid, ethyl 2-formyl-4,... 262 C10H8C1204 1000331-34-4 40
5 2,4(1H,3H)-Pyrimidinedione, 5-br... 190 C4H3BrN202 000051-20-7 38

Abundance Scan 2617 (18.667 min): BG055766.D\data.ms (-2611) (- | m/z 189.00 100.00%

5000
Pk ao—Ly
18.50 19.00
0! m/z 190.00 91.77%
m/z--> 20 40 60 80 100120140160 180200220240260280
Abundance #64923: 4H- Cydopaﬂaweﬂphenanﬂnene
90.0
5000 &AA\ N
94.0 1850 19.00
' m/z 192.00  48.86%
310 630 | 1220 1620 |
‘HH‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene
189.0
=k e
18.50 19.00
5000 m/z 191.05 36.96%
94.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #64929: Methyl diselenide R ,Pﬁ”ﬁwA“
93.0 190.0 18.50 19.00
m/z 187.00  20.97%
5000
160. N\
m/z--> 20 40 60 80 100120140160 180200220 240260280 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112322\
Data File : BG@55766.D

Acq On : 23 Nov 2022 22:21
Operator : CG/JU

Sample : N5754-01

Misc

ALS Vial : 10 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 8 Pyrene, 1-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.482 2.16 ng 92256  Chrysene-d12 21.892
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 94
2 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 90
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 90
4 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 90
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 74
Abundance Scan 2926 (20.482 min): BG055766.D\data.ms (-2916) (- | m/z 216.00 100.00%
216.0
5000 /\
AT U
20.50
281.0
(]S ‘mw‘ ‘|‘ e MR TOET 3409 s 215,00 90.49%
m/z--> 50 100 150 200 250 300 350
Abundance #94565: Pyrene, 1-methyl-
216.0
5000 AL =
20.50
95.0 m/z 213.00  23.52%
O\\\5\0‘.\0\\\“‘H\\\\}6\3\0\‘\i\hH\\\‘\\\\’\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #94577: 11H-Benzola]fluorene
aata
ey
20.50
5000 m/z 216.95 16.74%
108.0
0 630 | 1630, \
e
m/z--> 50 100 150 200 250 300 350 A
Abundance #94578: Fluoranthene, 2-methyl- LLRATIBE A
216.0 20.50
m/z 107.20 11.78%
5000
108.0
oL 20l o, | a1
m/z--> 50 100 150 200 250 300 350 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112322\
Data File : BG@55766.D

Acq On : 23 Nov 2022 22:21

Operator : CG/JU

Sample : N5754-01

Misc

ALS Vial : 10 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
TIC Integration Parameters:

: C:\Database\NIST20.L
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 9 (1-Cyclopentenyl)ferrocene Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T.
24.971 2.89 ng 98878  Perylene-d12 25.294
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzo[b]fluoranthene 252 C20H12 000205-99-2 81
2 Benzo[a]pyrene 252 C20H12 000050-32-8 81
3 (1-Cyclopentenyl)ferrocene 252 C15H16Fe 012260-67-2 78
4 Benzo[e]pyrene 252 C20H12 000192-97-2 76
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 76

Abundance Scan 3690 (24.971 min): BG055766.D\data.ms (-3686) (- | m/z 252.00 100.00%
252.0
w M
L 25.00
125.0 .
74.0 192.9
b ik TSl 2910 8561 s ose 00 27.37%
m/z--> 50 100 150 200 250 300 350
Abundance #138562: Benzo[b]fluoranthene
252.0
5000
25.00
126.0 m/z 253.00  20.77%
0390 _87.0 ‘\\ 163.0200.0 . ||
\\‘\\\\‘\\\\\\\‘\\\\\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #138555: Benzo[a]pyrene
252.0
——
25.00
5000 m/z 251.00 9.91%
126.0
0l.50.0 87.0 | 163, 02000 . |
L o e e ok e e e
m/z--> 50 100 150 200 250 300 350
Abundance #138145: U_CydopemenWMewocene e
252.0 25.00
m/z 125.00 8.78%
5000
560  121.0  184.0 ‘
o‘w‘mw‘HW"L“_Hu“u”w‘”_‘ — L
m/z--> 50 100 150 200 250 300 350 25.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112322\
Data File : BGO55766.D

Acqg On : 23 Nov 2022 22:21
Operator : CG/JU

Sample : N5754-01

Misc

ALS vial : 10 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-... 5.282 23.0 ng 192894 1 8.238 167763 20.0
Bicyclo[3.1.1]h... 6.898 2.4 ng 20011 1 8.238 167763 20.0
.beta.-Pinene 7.668 3.5 ng 29363 1 8.238 167763 20.0
Benzophenone 16.199 2.4 ng 52542 3 14.859 439391 20.0
n-Hexadecanoic ... 18.461 4.1 ng 114069 4 17.603 553528 20.0
Phenanthrene, 1... 18.520 2.4 ng 65191 4 17.603 553528 20.0
4H-Cyclopenta[d... 18.667 2.3 ng 62918 4 17.603 553528 20.0
Pyrene, 1-methyl- 20.482 2.2 ng 92256 5 21.892 854612 20.0
(1-Cyclopenteny... 24.971 2.9 ng 98878 6 25.294 684832 20.0
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