LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111422\
Data File : BGO55615.D

Acqg On : 14 Nov 2022 22:11
Operator : CG/JU

Sample : N5561-05

Misc :

ALS Vvial : 15 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-BG110922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55615.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.323 3 6 21 rVvB 215731 368033 9.70% 1.144%
2 5.320 339 346 355 rVB 148447 239481 6.31% 0.744%
3 5.790 419 426 435 rBV 741899 1214519 32.03% 3.774%
4 7.400 692 700 713 rBV 761624 1333195 35.15% 4.143%
5 8.264 840 847 854 rBV 219103 364602 9.61% 1.133%

6 9.433 1038 1046 1055 rBV 474074 842122 22.21% 2
7 10.838 1278 1285 1296 rBV 86155 156859 4.14% ©
8 11.090 1321 1328 1336 rBV 294340 533803 14.08% 1.659%
9 13.511 1731 1740 1748 rVB 1264587 1964321 51.80% 6
10 14.886 1966 1974 1981 rVB 464552 731912 19.30% 2

11 16.366 2219 2226 2234 rBV 959266 1471917 38.81%
12 16.590 2257 2264 2270 rVB7 20763 50854 1.34%
13 17.630 2434 2441 2445 rBV 533694 854175 22.52%

OO NO® N
o)
U1
A
3R

14 17.671 2445 2448 2455 rVB 91698 134228 3.54% 417%
15 17.759 2459 2463 2467 rVWV 28028 42246 1.11% 131%
16 18.205 2535 2539 2545 rVB2 24411 48662 1.28% 0.151%
17 18.370 2560 2567 2572 rBV6 25440 62282 1.64% ©.194%
18 18.429 2572 2577 2582 rBV3 64176 104121 2.75% ©.324%
19 18.487 2582 2587 2593 rVv2 223053 411333 10.85% 1.278%
20 18.564 2593 2600 2605 rVB2 528577 832020 21.94%  2.585%
21 18.628 2607 2611 2615 rVV2 40466 55121 1.45% ©.171%
22 18.687 2615 2621 2625 rBV2 145754 270525 7.13% 0.841%
23 18.728 2625 2628 2632 rVB 92976 123892 3.27% 0.385%
24 18.775 2632 2636 2639 rBv4 26560 43719 1.15% ©.136%
25 18.887 2651 2655 2661 rVB3 35420 57349 1.51% ©.178%
26 18.987 2667 2672 2676 rBV3 61992 100762 2.66% ©.313%
27 19.028 2676 2679 2689 rVB5 39538 101547 2.68% 0.316%
28 19.110 2690 2693 2697 rBV2 33016 45434  1.20% 0.141%
29 19.157 2697 2701 2705 rBV 39036 52170 1.38% 0.162%
30 19.228 2706 2713 2717 rBV2 72440 127491 3.36% 0.396%
31 19.281 2719 2722 2725 rBV 53173 59169 1.56% ©.184%
32 19.322 2725 2729 2733 rVB2 42047 58034 1.53% 0.180%
33 19.404 2737 2743 2747 rBV 255230 437168 11.53% 1.358%
34 19.463 2748 2753 2756 rVWV3 63782 108404 2.86% ©.337%
35 19.539 2761 2766 2772 rBV4 104274 226214 5.96% ©.703%

36 19.662 2782 2787 2793 rVB 493032 726819 19.17% 2.258%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111422\
Data File : BGO55615.D

Acqg On : 14 Nov 2022 22:11
Operator : CG/JU

Sample : N5561-05

Misc :

ALS Vvial : 15 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-BG110922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 19.721 2793 2797 2799 rVW2 49315 77051  2.03% 0.239%
38 19.751 2799 2802 2808 rVvB3 107828 179440 4.73% 0.558%
39 19.903 2824 2828 2830 rBv3 43784 65538 1.73% 0.204%
40 20.027 2839 2849 2856 rBV 850600 1378444 36.35% 4.283%

41 20.091 2856 2860 2866 rvB2 133579 214627 5.66% ©.667%
42 20.215 2876 2881 2886 rBV 1830992 2336994 61.62% 7.262%
43 20.279 2886 2892 2896 rVB 2850956 3792391 100.00% 11.784%
44 20.356 2896 2905 2913 rBv4 170456 441244 11.63% 1.371%
45 20.503 2921 2930 2936 rVB5 167847 476508 12.56% 1.481%

46 20.673 2954 2959 2963 rBV = 229043 313450 8.27% 0.974%
47 20.708 2963 2965 2969 rVB 44396 40432 1.07% ©.126%
48 20.814 2979 2983 2987 rBV 283594 395287 10.42% 1.228%
49 20.861 2987 2991 2994 rVV 212853 312310 8.24% 0.970%
50 20.896 2994 2997 3002 rVB2 110037 150415 3.97% 0.467%

51 21.290 3060 3064 3071 rVB2 157387 273298 7.21% ©.849%
52 21.531 3102 3105 3110 rVB 161442 222877 5.88% 0.693%
53 21.913 3164 3170 3178 rBV3 1604329 3463674 91.33% 10.762%
54 21.977 3178 3181 3188 rVB 485488 789218 20.81% 2.452%
55 22.700 3300 3304 3309 rVB 168453 279367 7.37% ©.868%

56 24.263 3563 3570 3578 rBV2 228039 783194 20.65% 2.434%
57 25.039 3697 3702 3718 rVB 195364 556724 14.68% 1.730%
58 25.191 3722 3728 3741 rVB 233749 704764 18.58%  2.190%
59 25.362 3750 3757 3766 rVB2 219021 581419 15.33% 1.807%

Sum of corrected areas: 32183169
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111422\
Data File : BG@55615.D

Acqg On : 14 Nov 2022 22:11
Operator : CG/JU

Sample : N5561-05

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG055615.D\data.ms

2500000
2000000
1500000

1000000
5.790 7.400

500000 9.433

11.090
823 8.264
S.KZO 10.838,

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\/_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: BG055615.D\data.ms

20.279
2500000

20.215
2000000 21.913

1500000
13.511

1000000 16.366 20.02

211977
17.630 18.564 19.662

500000 14.886 22.70(

1848
6.590 1P 75918 45

OT‘V_V_V“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\W‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\

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: BG055615.D\data.ms

2500000
2000000
1500000
1000000

500000 24.263 257 362
N e e~ —

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\BG111422\
Data File : BG@55615.D

Acqg On : 14 Nov 2022 22:11
Operator : CG/JU

Sample : N5561-05

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 Butane, 2-methoxy-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.323 20.19 ng 368033 1,4-Dichlorobenzene-d4 8.264

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 38
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 6 (3.323 min): BG055615.D\data.ms (-3) (-) m/z 73.00 100.00%

73.0
5000 43.0
55.0 87.0 \\\‘\\\\’\\\\’\\\\‘\\\\‘\
3.403.503.603.70
o AL w2 a3.00 41.35%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T
43.0 3.403.503.603.70
0 550 87.0 m/z 55.00 31.76%
mo |
0\\‘\\\\‘\\\”“\\\\“‘}\‘\\‘\\\‘\“\\\\“\}\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
e
40 g 87.0 3.403.50 3.60 3.70
5000 ’ m/z 87.00  26.25%
29.0
190 M\ ‘ I, H
Ottt e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2247: Silane, tetramethyl- R R RRRRRERNRN
73.0 3.403.503.603.70
m/z 41.00 13.29%
5000
45.0
0 29.0 L 59.0 I 88.
A e e AR TR
mlz--> 10 20 30 40 50 60 70 80 90 100 3.403.503.603.70
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111422\
Data File : BG@55615.D

Acqg On : 14 Nov 2022 22:11
Operator : CG/JU

Sample : N5561-05

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 4
R.T. EstConc Area Relative to ISTD R.T.
5.320 13.14 ng 239481 1,4-Dichlorobenzene-d4 8.264

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 17
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 9

Abundance Scan 346 (5.320 min): BG055615.D\data.ms (-339) (-) m/z 43.00 100.00%

43.0
59.0
5000
101.0 \\‘\\\\‘\\\\’\\\\‘\\\\’
83.0 5.00 5.20 5.40 5.60
0 e b e m/z 59.00  54.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 T T T T T T
59.0 5.00 5.20 5.40 5.60
m/z 101.00 17.01%
150 349 101.0
0 \\\‘\f‘f!‘\\!‘!“[‘\.\\\“H}\\‘\\}\‘\\\\‘\\\\8‘:\3‘\.\0\‘\\\}“\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester
43.0
R RARRERY
5.00 5.20 5.40 5.60
5000 57.0 m/z 58.00 14.58%
29.0
‘ 101.0
0 m"""m‘w‘m“‘l1""m‘mwm"_m_m“uu_
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4156: 1-Propen-2-ol, acetate e
43.0 5.00 5.20 5.40 5.60
m/z 41.00 8.15%
5000
58.0
0 15\0 ZZO LhL . 72\0 1090
e e e e e e e
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\BG111422\
Data File : BG@55615.D

Acqg On : 14 Nov 2022 22:11
Operator : CG/JU

Sample : N5561-05

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.838 5.88 ng 156859  Naphthalene-d8 11.090
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 86
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
4 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 53
5 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 50
Abundance Scan 1285 (10.838 min): BG055615.D\data.ms (-1278) (-~ ' m/z 57.10 100.00%
57.1
5000 /k
39 75"0 1010 1310 10.50 11.00
1] R " wlu‘J‘L‘;Mm_m_m‘m m/z 45.00  96.42%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000
290 10.50 11.00
75.0 m/z 41.00 34.03%
0 LI ‘ \‘H“\‘\“‘H‘\ \MH\ \‘1“\ ‘ \‘1‘ \1\0?\0\ T ‘ \1\312\0‘ L ‘ LI
m/z--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
1050 1100
5000 m/z 75.00 16.36%
29.0 75.0
100.0
0 bl b e 1320 30
m/z--> O 60 80 100 120 140 160
Abundance #38409. Ethanol, 2-[2-(2-methylpropoxy)ethoxy]-
45.0 10. 50 11 00
m/z 56.00 16.09%
5000
89.0
2710
AR AR Y S R
m/z--> 20 40 100 120 140 160 10.50 11.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111422\
BGO55615.D

: 14 Nov 2022 22:11
: CG/IU
: N5561-05

. 15

hod
le

ry

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Myristoleic acid Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
18.429 2.44 ng 104121  Phenanthrene-di10 17.630
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Myristoleic acid 226 C14H2602 000544-64-9 91
2 Oxacyclotridecan-2-one 198 C12H2202 000947-05-7 78
3 Hexadecenoic acid, Z-11- 254 C16H3002 002416-20-8 72
4 Methyl 12-oxo-9-dodecenoate 226 C13H2203 022418-58-2 60
5 Palmitoleic acid 254 C16H3002 000373-49-9 58

Abundance Scan 2577 (18.429 min): BG055615.D\data.ms (-2572) (+ | m/z 55.00 100.00%
55.0
5000
83.0
—
¥ ‘ ‘ ‘ 165.0 194.1 2362 18.50
o‘mw‘u“”‘”Jw‘wh‘“M“M”““:“MN”uw‘u“‘lw‘“m“wJ““u“wm“_uw m/z 41.00 56.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #106875: Myristoleic acid
55.0
5000 N
83.0 18.50
m/z 69.00  45.27%
o L[ o on
0‘\\\\‘\‘\\“\H\‘\H\‘\H ‘\“‘HMH‘\”“H‘H‘N\H‘\H\‘\l\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #73575: Oxacyclotridecan-2-one
55.0
—
18.50
5000 98.0 m/z 83.05 33.49%
29.0
138.0
o, 1500
0! Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 Mkﬁkww
Abundance #140808: Hexadecenoic acid, Z-11- e
55.0 18.50
m/z 43.00  29.79%
5000
83.0
L 4520 1020 z3s0
0‘W‘H‘m“‘J‘HMMJ‘:M“lwwm_m‘mwww:_m_ —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111422\
Data File : BG@55615.D

Acqg On : 14 Nov 2022 22:11
Operator : CG/JU

Sample : N5561-05

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.487 9.63 ng 411333  Phenanthrene-d10 17.630
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 70
4 Anthracene, 9-methyl- 192 C15H12 000779-02-2 51
5 Pentadecanoic acid 242 C15H3002 001002-84-2 50

Abundance Scan 2587 (18.487 min): BG055615.D\data.ms (-2582) (+ | m/z 43.05 100.00%
0

430 73. 192.1
5000
129.0
| 157.1 57 1256.1 1850
Obrrerrelltbllhy m/z 73.00  95.95%

o =

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0

T
18.50
m/z 192.05 87.64%

) 157.0 213.0 256.0
0,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #92069: Tridecanoic acid
73.0

43.0 o en

18.50
5000 129.0 m/z 60.00 86.95%
171.0
1 P
[o MR N LAV AP A S N D
m/z--> 20 40 60 80 100120140160 180200220240260280
Abundance #67016: 1H-Indene, 2-phenyl- .
192.0 18.50
m/z 57.05 79.11%
5000

=

27.0 63.0 ‘1150 163.0
0o VRV B R . | S ——
m/z—-> 20 40 60 80 100120140160 180200220 240260280 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111422\
Data File : BG@55615.D

Acqg On : 14 Nov 2022 22:11
Operator : CG/JU

Sample : N5561-05

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 Phenanthrene, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.687 6.33 ng 270525  Phenanthrene-di10 17.630
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 86
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 83
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 64
4 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 64
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 64
Abundance Scan 2621 (18.687 min): BG055615.D\data.ms (-2615) (- | m/z 192.05 100.00%
192.1
- JU\AﬁWHJLA
94.6 5556 Hgbd
63.0 : 16:#0 : :
O 830 1 1260 100 )l 2214 2810 L0101 60 63.19%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67039: Phenanthrene, 2-methyl-
192.0
5000 — =
18.50 19.00
m/z 188.95  43.34%
0h.27.0 630 | 1260 1630 |
\H‘HH‘HH‘\H\’\\H‘HH‘HH‘HH‘HH’H \‘HH‘HH’HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67029: Anthracene, 1-methyl-
192.0
~ —
18.50 19.00
5000 m/z 190.00  32.54%
82.0
oL, 390 1150 163.0
m/z--> 20 40 60 80 100120140160180200220240260280 JU\
Abundance #67035: Phenanthrene, 1-methyl- = =
192.0 18.50 19.00
m/z 165.00  19.42%
5000
R Ban B A AARARAMsssessmznazazsz s — —
mlz--> 20 40 60 80 100120140160180200220240260280 18.50 19.00

8270-BG110922.M Tue Nov 15 06:22:22 2022 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111422\
Data File : BG@55615.D

Acqg On : 14 Nov 2022 22:11
Operator : CG/JU

Sample : N5561-05

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 Phenanthrene, 4-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.728 2.90 ng 123892  Phenanthrene-di10 17.630
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 90
2 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 90
3 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 87
4 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 86
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 86

Abundance Scan 2628 (18.728 min): BG055615.D\data.ms (-2625) (+ | m/z 192.00 100.00%

192.0
5000
1850  19.00
81.8 - -
43.0 152.
0l ke 180 950 u“ 2380 2821 341047 191.05  66.99%
m/z--> 50 100 150 200 250 300
Abundance #67034: Phenanthrene, 4-methyl-
192.0
5000 T ==
18.50 19.00

m/z 193.10  16.85%

95.0
027'0 il 15\2(‘#\\
\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300
Abundance #67016: 1H-Indene, 2-phenyl-
192.0

—
18.50 19.00
5000 m/z 165.00 16.52%

270 630 115045,

TR W) ) h it il

A R B = D —
miz—> 50 100 150 200 250 300

Abundance #67054: 1H-Cyclopropa[llphenanthrene,1a,9b-dihydro- ——
192.0 18.50 19.00

m/z 81.80 8.17%

o

5000

0 39.0 L “9?0 1399 o
L s L Ay o — —
m/z--> 50 100 150 200 250 300 18.50 19.00

8270-BG110922.M Tue Nov 15 06:22:23 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111422\
Data File : BG@55615.D

Acqg On : 14 Nov 2022 22:11
Operator : CG/JU

Sample : N5561-05

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 9,10-di(Chloromethyl)anthra... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

18.087 236 ng le6762 Phenanthrene-d1e 17.630

Hit# of 5 Tentative ID MW MolForm CASH# Qual

10-di(Chloromethyl)anthracene 274 C16H12C12 010387-13-0 53
10-Bis(bromomethyl)anthracene 362 C1l6H12Br2 034373-96-1 53
10-ethenoanthracene, 9,10-dihy... 204 C1l6H12 1000400-47-8 51
phthalene, 2-phenyl- 204 C16H12 000612-94-2 49
,16[1',2']:8,13[1'",2"'']-Dibenz... 408 C32H24 005672-97-9 49

uipHh wWN R
(V2 (o Vo B o]
Qe v .

Abundance Scan 2672 (18.987 min): BG055615.D\data.ms (-2667) (- m/z 204.00 100.00%
204.0
5000 /waAﬂ
165.0 U
63.0 10‘1.0 ‘ h oat 1 2821 19.00
O bl i) 2218 €050 m/z 212.00  41.68%
m/z--> 50 100 150 200 250 300 350
Abundance #166008: 9,10-di(Chloromethyl)anthracene
204.0
5000 L
19.00
101.0 ITI/Z 202.00 38.93%
o380 ) 1510, | 2410750
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\
miz-—-> 50 100 150 200 250 300 350
Abundance #271143: 9,10-Bis(bromomethyl)anthracene
204.0
U
19.00
5000 m/z 203.85  32.29%
101.0
ol 630, 1490 | 2830  364(
e e T
m/z--> 50 100 150 200 250 300 350
Abundance #80595: 9,10-ethenoanthracene, 9,10-dihydro- A T
204.0 19.00
m/z 197.00 28.47%
5000
101.0
630 | 1820, |
o e S
m/z--> 50 100 150 200 250 300 350 19.00

8270-BG110922.M Tue Nov 15 06:22:23 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111422\
Data File : BG@55615.D

Acqg On : 14 Nov 2022 22:11
Operator : CG/JU

Sample : N5561-05

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 unknownl19.028 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
19.028 2.38 ng 101547  Phenanthrene-di10 17.630
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 acenaphtho[5,6-cd]thiopyran, 1,3... 212 C14H12S 1000396-17-2 47
2 9,10-Anthracenedione 208 C14H802 000084-65-1 45
3 3,7-Dimethyldibenzothiophene 212 C14H12S 001136-85-2 38
4 2,7-Dimethyldibenzothiophene 212 C14H12S 031317-19-8 38
5 9H-Fluoren-9-one 180 C13H80 000486-25-9 38

Abundance Scan 2679 (19.028 min): BG055615.D\data.ms (-2676) (- | m/z 212.00 100.00%

212.0
5000 180.0 MM
76.0 151.0 ATARR
43.0 1050 ‘ ‘ 283.( 19.00
0‘W‘HNMMWNWWJHNH“WMMMMWHML\HyhWMHM‘HWHHHH‘ m/z 211.00 58.07%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90045: acenaphtho[5,6-cd]thiopyran, 1,3,6,7-tetrahydro-
212.0
179.0
5000 - e ‘
19.00
m/z 180.00 51.55%
0,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #85295: 9,10-Anthracenedione
180.0
T T \
19.00
5000 76.0 151.0 m/z 152.00  49.94%
390‘ ‘ 209.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90038: 3,7-Dimethyldibenzothiophene T ‘
212.0 19.00
m/z 208.00 43.73%
5000
105.0 165.0 ‘ ‘
Obrrprrreprrrprersterepbresrrrstred el e e e -
m/z--> 20 40 60 80 100120140160180200220240260280 19.00

8270-BG110922.M Tue Nov 15 06:22:24 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111422\
Data File : BG@55615.D

Acqg On : 14 Nov 2022 22:11
Operator : CG/JU

Sample : N5561-05

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 Phenanthrene, 4,5-dimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.228 2.99 ng 127491  Phenanthrene-di10 17.630
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 4,5-dimethyl- 206 C16H14 003674-69-9 94
2 Phenanthrene, 2,3-dimethyl- 206 Cl6H14 003674-65-5 94
3 Anthracene, 2-ethyl- 206 Cl6H14 052251-71-5 90
4 Phenanthrene, 2,5-dimethyl- 206 C1l6H14 003674-66-6 89
5 1H-Indene, 2-methyl-3-phenyl- 206 Cl6H14 035099-60-6 87

Abundance Scan 2713 (19.228 min): BG055615.D\data.ms (-2706) (- | m/z 206.10 100.00%

206.1
5000
—

89 165.0 19.00 19.50
ol 5§9w“W‘W7?§1 cladl, 261 855 Tio1 6e 79.62%
m/z--> 50 100 150 200 250 300 350
Abundance #82950: Phenanthrene, 4,5-dimethyl-
191.0
5000 L= —
19.00 19.50

m/z 189.00  39.53%

101.0
T 3\9‘\ “ \‘ \“\ “‘\ “ “h T 1\5“‘2-\?\ H‘\ “‘ “ UL ‘ L ‘ T T T T ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #82943: Phenanthrene, 2,3-dimethyl-
206.0

\
19.00 19.50

o

5000 m/z 190.10  22.50%
89.
0”"51‘9“““”‘12‘6‘91659“‘MH‘,HH_H‘,‘
m/z--> 50 100 150 200 250 300 350
Abundance #82928: Anthracene, 2-ethyl- O —
206.0 19.00 19.50
m/z 205.00 18.59%

5000
165.0
w0 eo )
0 [yl Mu\ \mw\hu hh = I —

m/z--> 50 100 150 200 250 300 350 19.00 19.50

8270-BG110922.M Tue Nov 15 06:22:25 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111422\
Data File : BG@55615.D

Acqg On : 14 Nov 2022 22:11

Operator : CG/JU

Sample : N5561-05

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
: 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 Phenanthrene, 2,5-dimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
19.404 10.24 ng 437168  Phenanthrene-d10 17.630
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2,5-dimethyl- 206 C16H14 003674-66-6 93
2 di-p-Tolylacetylene 206 Cl6H14 002789-88-0 91
3 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 91
4 3,4-Dimethylphenanthrene 206 Cl6H14 1000452-24-5 90
5 Phenanthrene, 3,6-dimethyl- 206 C16H14 001576-67-6 90

Abundance Scan 2743 (19.404 min): BG055615 D\data.ms (-2737) (-
206.1

5000
89.0 1650‘ 19.50
430
g 1280 1L | VM‘ 2681 3L hm/z 191.00  46.85%
miz-—-> 50 100 150 200 250 300
Abundance #82944: Phenanthrene, 2,5-dimethyl-
206.0
5000 L
19.50
10 m/z 189.00 27.33%
50‘
0 \2\7\0\ ‘6:\39 “‘h‘\ L ‘ L “ h“\ L ‘ L ‘ L
miz-—-> 50 100 150 200 250 300
Abundance #82923: di-p-Tolylacetylene
206.0
—
19.50
5000 m/z 205.10  24.39%

m/z 206.10 100.00%

%

e

0270 63.0 1O%O 1650M H
e T
m/z--> 50 100 150 200 250 300
Abundance #82932: 9,10-Dimethylanthracene
206.0 19.50
m/z 207.05 17.44%
h MMMW
0 ép“d‘MWANMj??‘uMJﬂpmmy“‘ e
m/z--> 50 100 150 200 250 300 1950

8270-BG110922.M Tue Nov 15 06:22:26 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111422\
Data File : BG@55615.D

Acqg On : 14 Nov 2022 22:11

Operator : CG/JU

Sample : N5561-05

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 12 Phenanthrene, 2,7-dimethyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
19.463 2.54 ng 108404  Phenanthrene-di10 17.630
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2,7-dimethyl- 206 C16H14 001576-69-8 70
2 Phenanthrene, 3,6-dimethyl- 206 Cl6H14 001576-67-6 53
3 di-p-Tolylacetylene 206 Cl6H14 002789-88-0 50
4 Phenanthrene, 1,7-dimethyl- 206 C1l6H14 000483-87-4 49
5 Anthracene, 1,4-dimethyl- 206 C16H14 000781-92-0 49

Abundance Scan 2753 (19.463 min): BG055615.D\data.ms (-2748) (- | m/z 206.10 100.00%
206.1
5000 f
101. 19.50
39.0 165.‘ . :
S8 1500 VM 282 385 1z 189.00  60.52%
m/z--> 50 100 150 200 250 300 350
Abundance #82955: Phenanthrene, 2,7-dimethyl-
206.0
5000 T
19.50
m/z 204.00 48.11%
102.0
0 \\\\|\\“‘\”“‘\““mw\\1\5“‘2-\9\”\“‘1“"‘\\\\’\\\\’\\\\’\
m/z--> 50 100 150 200 250 300 350
Abundance #82953: Phenanthrene, 3,6-dimethyl-
206.0
—
19.50
5000 m/z 191.00 38.01%
102.0
SEIECERTRNNG. ¥ I
m/z--> 50 100 150 200 250 300 350
Abundance #82924: di-p-Tolylacetylene T
206.0 19.50
m/z 205.00 30.47%
5000
102.0 165.0‘
miz--> 50 100 150 200 250 300 350 19.50

8270-BG110922.M Tue Nov 15 06:22:27 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111422\
Data File : BG@55615.D

Acqg On : 14 Nov 2022 22:11
Operator : CG/JU

Sample : N5561-05

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 13 Cyclopenta(def)phenanthrenone Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
19.539 5.30 ng 226214  Phenanthrene-di10 17.630
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopenta(def)phenanthrenone 204 C15H80 005737-13-3 81
2 Phenanthrene, 4,5-dimethyl- 206 Cl6H14 003674-69-9 50
3 Anthracene, 2-ethyl- 206 Cl6H14 052251-71-5 50
4 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 50
5 Phenanthrene, 2,5-dimethyl- 206 C16H14 003674-66-6 50

Abundance Scan 2766 (19.539 min): BG055615.D\data.ms (-2761) (- | m/z 204.00 100.00%
204.0
880  150.0 ‘ 19.50 |
N W NN ¥ . 2670 3% /7 206.05  89.54%
m/z--> 50 100 150 200 250 300 350
Abundance #80568: Cyclopenta(def)phenanthrenone
204.0
5000 —— ‘
19.50
88.0 m/z 191.00  55.55%
150.0 ‘
0\\‘\\“\‘\“‘\\\\‘}\\H‘\\‘\\\\‘\\\\‘\\\\’\
m/z--> 50 100 150 200 250 300 350
Abundance #82941: Phenanthrene, 4,5-dimethyl-
191.0
R \
19.50
5000 m/z 176.00  40.59%
: H\' 1520 | |
0 bl
m/z--> 50 100 150 200 250 300 350
Abundance #82927: Anthracene, 2-ethyl- T ‘
206.0 19.50
m/z 205.00 30.40%
- M
165.0
89.0
002wy 280 Judd -
mlz--> 50 100 150 200 250 300 350 19.50

8270-BG110922.M Tue Nov 15 06:22:28 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111422\
Data File : BG@55615.D

Acqg On : 14 Nov 2022 22:11
Operator : CG/JU

Sample : N5561-05

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 Phenanthrene, 3,6-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.751 4.20 ng 179440  Phenanthrene-di10 17.630
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2,7-dimethyl- 206 C16H14 001576-69-8 83
2 Phenanthrene, 3,6-dimethyl- 206 Cl6H14 001576-67-6 64
3 Phenanthrene, 2,5-dimethyl- 206 Cl6H14 003674-66-6 60
4 [14]Annulene, 1,6:7,12-bis(metha... 206 Cl6H14 085440-62-6 60
5 Phenanthrene, 2,3-dimethyl- 206 C16H14 003674-65-5 53

Abundance Scan 2802 (19.751 min): BG055615.D\data.ms (-2799) (- | m/z 206.10 100.00%

206.1
43.0
5000
70 129.0

284.1 P T
o 4‘4.1 | a5, 19.50 20.00
0 AT L P mjz 43.05  76.62%

m/z--> 50 100 150 200 250 300 350
Abundance #82949: Phenanthrene, 2,7-dimethyl-
206.0

5000

—
19.50 20.00
m/z 55.00  75.92%

102.0
0 T \3\9\.(‘) T \‘\ “\‘i‘h L ?6\‘5\9 M‘ ‘h ‘\ LI ‘ L ‘ T T T ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #82953: Phenanthrene, 3,6-dimethyl-
206.0

—
19.50 20.00

5000 m/z 191.00  73.94%
102.0
SENESE RN 1 ——
m/z--> 50 100 150 200 250 300 350
Abundance #82944: Phenanthrene, 2,5-dimethyl- — ]
206.0 19.50 20.00

m/z 73.00 72.66%

5000
101.0 1650‘
63.0 || ih‘ A 1\ )

ol e —
miz--> 50 100 150 200 250 300 350 19.50 20.00

8270-BG110922.M Tue Nov 15 06:22:29 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111422\
Data File : BG@55615.D

Acqg On : 14 Nov 2022 22:11
Operator : CG/JU

Sample : N5561-05

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 1,2-Benzenedicarboxylic aci... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.279  21.90 ng 3792390 Chrysene-d12 21.930
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Benzenedicarboxylic acid, bu... 304 C18H2404 000084-64-0 91
2 1,2-Benzenedicarboxylic acid, bu... 334 C20H3004 000084-78-6 90
3 Di-sec-butyl phthalate 278 C16H2204 1000373-65-4 90
4 Phthalic acid, 7-bromoheptyl but... 398 C19H27Bro4 1000415-51-8 90
5 Dibutyl phthalate 278 C16H2204 000084-74-2 90
Abundance Scan 2892 (20.279 min): BG055615.D\data.ms (-2886) (-~ | m/z 149.00 100.00%
149.0
5000
41.0 éobd éo%d
104.0 2231 : :
bbb L 1850, 71 259.1 3031 3450 /7 149,95 11.21%
m/z--> 50 100 150 200 250 300 350
Abundance #204583: 1,2-Benzenedicarboxylic acid, butyl cyclohexyl
149.0
5000 — ——
20.00 20.50
m/z 41.00 9.99%
Y19 1040 223.0
0\‘\\“\”\‘\\“\\\\\\\\“\\‘\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #241876: 1,2-Benzenedicarboxylic acid, butyl octyl ester
149.0
2000 2050
5000 m/z 55.00 9.95%
41.0
0 [, 1080 | 15502230 570
el e
m/z--> 50 100 150 200 250 300 350
Abundance #170763: Di-sec-butyl phthalate
149.0 2000 2050
m/z 223.10 6.53%
5000
410 1040 220 80
e
mlz--> 50 100 150 200 250 300 350 2000 2050

8270-BG110922.M Tue Nov 15 06:22:30 2022 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111422\
Data File : BG@55615.D

Acqg On : 14 Nov 2022 22:11
Operator : CG/JU

Sample : N5561-05

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 Pyrene, 1-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
20.356 2.55 ng 441244  Chrysene-d12 21.930
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 91
2 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 81
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 70
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 64
5 Pyrene, 4-methyl- 216 C17H12 003353-12-6 55
Abundance Scan 2905 (20.356 min): BG055615.D\data.ms (-2896) (~ | m/z 216.10 100.00%
21B.1
- JULM
— e
510 94.6 163_0‘ m 2810 2000 20.50
ol 240 b Sl | 2810 38607 215.00  98.35%
m/z--> 50 100 150 200 250 300 350
Abundance #94565: Pyrene, 1-methyl-
216.0
5000 = =
20.00 20.50
95.0 m/z 217.00  25.22%
0\\\5\0|.9\\\“““\\\\1‘6\3\.0\“‘1"\“‘\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #94572: 11H-Benzo[b]fluorene
216.0
- ——
20.00 20.50
5000 m/z 213.05 22.96%
107.0
0 63.0 | 163.0
e
m/z--> 50 100 150 200 250 300 350
Abundance #94578: Fluoranthene, 2-methyl- =4 =
216.0 20.00 20.50
m/z 189.00  21.30%
5000
108.0
oLl 16304 SR
mlz--> 50 100 150 200 250 300 350 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111422\
Data File : BG@55615.D

Acqg On : 14 Nov 2022 22:11
Operator : CG/JU

Sample : N5561-05

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 Fluoranthene, 2-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
20.503 2.75 ng 476508  Chrysene-d12 21.930
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 95
2 Pyrene, 1-methyl- 216 C17H12 002381-21-7 93
3 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 93
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 91
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 74
Abundance Scan 2930 (20.503 min): BG055615.D\data.ms (-2921) (+ | m/z 216.05 100.00%
216.1
U \
57.0 945 ‘ 20.50
ol bbb bl PPl 27808140 3570 s 515 00 90.91%
m/z--> 50 100 150 200 250 300 350
Abundance #94578: Fluoranthene, 2-methyl-
216.0
5000 =
20.50
108.0 m/z 213.08  23.84%
m/z--> 50 100 150 200 250 300 350
Abundance #94565: Pyrene, 1-methyl-
216.0
U 1
20.50
5000 m/z 217.00 16.53%
95.0
o500 i ol |
m/z--> 50 100 150 200 250 300 350
Abundance #94572: 11H-Benzolb]fluorene T
216.0 20.50
m/z 94.50 10.21%
- wm
oL w0 T o |
— P
mlz--> 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\BG111422\
Data File : BG@55615.D

Acqg On : 14 Nov 2022 22:11
Operator : CG/JU

Sample : N5561-05

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 Pyrene, 2-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
20.814 2.28 ng 395287 Chrysene-d12 21.930
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 96
2 Pyrene, 2-methyl- 216 C17H12 003442-78-2 95
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 91
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 91
5 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 80
Abundance Scan 2983 (20.814 min): BG055615.D\data.ms (-2979) (+ | m/z 216.00 100.00%
216.0
- J\//\\AM\
- —r—
94.5 1630‘ | 20.50 21.00
ol 43 [y 1630, 1 2810 3330 4012 ./, 51568  58.37%
m/z--> 50 100 150 200 250 300 350 400
Abundance #94566: Pyrene, 1-methyl-
216.0
5000 = B
20.50 21.00
94.0 m/z 217.10  18.95%
L s00 || 1830
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #94567: Pyrene, 2-methyl-
216.0
— —
20.50 21.00
m/z 189.00  15.57%
5000 95.0
0 520 H‘\‘“ 1630\\‘ A h‘
o B R L
m/z--> 50 100 150 200 250 300 350 400
Abundance #94578: Fluoranthene, 2-methyl- — —
216.0 20.50 21.00
m/z 213.00  15.32%
5000
108.0
NI N 100 N, i WA/ LS V',
m/z--> 50 100 150 200 250 300 350 400 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111422\
Data File : BG@55615.D

Acqg On : 14 Nov 2022 22:11
Operator : CG/JU

Sample : N5561-05

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 Benzo[e]pyrene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
25.038 19.15 ng 556724  Perylene-d12 25.356
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 96
2 Benzo[a]pyrene 252 C20H12 000050-32-8 95
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 91
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 91
5 Perylene 252 C20H12 000198-55-0 90
Abundance Scan 3702 (25.039 min): BG055615.D\data.ms (-3697) (- | m/z 252.00 100.00%
252.0
5000 v/\k/\\\~/\\
[N ‘
125.0 25.00
0#10.840 , ] 1980, |  306.13472 4011 ., >56.00  32.97%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138554: Benzo|e]pyrene
252.0
5000 ~— ‘
25.00
m/z 253.00 24.34%
125.0
03\9\(’)\\8:\3\0‘ \“\‘H\\‘\\\2\0’0.\0\“\\h‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #138557: Benzo[a]pyrene
252.0
N \
25.00
5000 m/z 125.00 10.83%
126.0
O 20 L 2000,
m/z--> 50 100 150 200 250 300 350 400
Abundance #138565: Benzo[k]fluoranthene T ‘
252.0 25.00
m/z 251.05 9.04%
5000
126.0
00 ||
0 bttt e e e e e i
mlz--> 50 100 150 200 250 300 350 400 25.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111422\
Data File : BGO@55615.D

Acqg On : 14 Nov 2022 22:11
Operator : CG/JU

Sample : N5561-05

Misc :

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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... 3.323 20.2 ng 368033 1 8.264 364602 20.0
2-Pentanone, 4-... 5.320 13.1 ng 239481 1 8.264 364602 20.0
Ethanol, 2-(2-b... 10.838 5.9 ng 156859 2 11.090 533803 20.0
Myristoleic acid 18.429 2.4 ng 104121 4 17.630 854175 20.0
n-Hexadecanoic ... 18.487 9.6 ng 411333 4 17.630 854175 20.0
Phenanthrene, 2... 18.687 6.3 ng 270525 4 17.630 854175 20.0
Phenanthrene, 4... 18.728 2.9 ng 123892 4 17.630 854175 20.0
9,10-di(Chlorom... 18.987 2.4 ng 100762 4 17.630 854175 20.0
unknown19.028 19.028 2.4 ng 101547 4 17.630 854175 20.0
Phenanthrene, 4... 19.228 3.0 ng 127491 4 17.630 854175 20.0
Phenanthrene, 2... 19.404 10.2 ng 437168 4 17.630 854175 20.0
Phenanthrene, 2... 19.463 2.5 ng 108404 4 17.630 854175 20.0
Cyclopenta(def)... 19.539 5.3 ng 226214 4 17.630 854175 20.0
Phenanthrene, 3... 19.751 4.2 ng 179440 4 17.630 854175 20.0
1,2-Benzenedica... 20.279 21.9 ng 3792390 5 21.930 3463670 20.0
Pyrene, 1-methyl- 20.356 2.5 ng 441244 5 21.930 3463670 20.0
Fluoranthene, 2... 20.503 2.8 ng 476508 5 21.930 3463670 20.0
Pyrene, 2-methyl- 20.814 2.3 ng 395287 5 21.930 3463670 20.0
Benzo[e]pyrene 25.038 19.1 ng 556724 6 25.356 581419 20.0
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