LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe40125\
Data File : BG@64145.D

Acqg On : 1 Apr 2025 21:46
Operator : RC/JU

Sample : Q1687-01

Misc :

ALS Vvial : 17 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-BG030525.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO64145.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.988 316 323 331 rBV 212863 332351 9.78% 1.122%
2 5.452 393 402 409 rBvV 937029 1497289 44.05% 5.056%
3 6.057 497 505 513 rVB2 32620 50846 1.50% 0.172%
4 6.563 585 591 597 rVB2 42737 65104 1.92% 0.220%
5 7.027 661 670 681 rBV 983696 1673545 49.24% 5.651%

6 7.861 805 812 819 rVB 161106 272766  8.02%  0.921%
7 9.013 999 1008 1015 rBV 598974 1041345 30.64% 3.516%
8 9.571 1094 1103 1109 rBV2 21380 34325 1.01% ©.116%
9 10.646 1279 1286 1292 rBV 219299 380680 11.20%  1.285%
10 13.108 1697 1705 1712 rBV 1465339 2171258 63.88% 7.332%
11 14.483 1929 1939 1945 rBV 357928 563302 16.57% 1.902%
12 14.541 1945 1949 1957 rVB3 31355 51488 1.51% 0.174%
13 14.876 2001 2006 2015 rBV 39629 65910 1.94% 0.223%
14 15.529 2111 2117 2123 rVB3 60007 91870 2.70% 0.310%
15 15.840 2163 2170 2176 rBV2 120658 179260 5.27% ©.605%
16 15.969 2182 2192 2200 rBV 1337716 2015788 59.30% 6.807%
17 16.163 2221 2225 2228 rBV2 30534 45601 1.34% ©.154%
18 16.874 2341 2346 2353 rVB 108626 173235 5.10% ©.585%
19 17.039 2370 2374 2380 rVB 40303 64372 1.89% 0.217%
20 17.221 2399 2405 2409 rBV2 444630 697648 20.52%  2.356%
21 17.262 2409 2412 2419 rVV 651680 931197 27.40%  3.144%
22 17.356 2419 2428 2433 rVV 230768 378485 11.14%  1.278%
23 17.403 2433 2436 2444 rVB5 24942 53209 1.57% ©0.180%
24 17.620 2463 2473 2478 rBV2 135134 273719 8.05% ©.924%
25 17.744 2490 2494 2498 rVB3 30329 43338 1.28% 0.146%
26 18.096 2545 2554 2555 rBV 63169 96099 2.83% 0.324%
27 18.131 2555 2560 2568 rVB2 412522 676855 19.91%  2.286%
28 18.225 2573 2576 2580 rVvv2 30718 49762 1.46% 0.168%
29 18.290 2581 2587 2591 rVV2 110660 218684 6.43% 0.738%
30 18.325 2591 2593 2600 rVB2 47652 64211 1.89% 0.217%
31 18.596 2635 2639 2642 rBvV 52493 70194  2.07% 0.237%
32 18.631 2642 2645 2651 rVB2 97457 138154 4.06% 0.467%
33 18.725 2657 2661 2669 rBV9 16856 38584 1.14% 0.130%
34 18.848 2678 2682 2686 rVB6 38319 48888 1.44% 0.165%
35 18.930 2693 2696 2699 rvB2 29333 38674 1.14% 0.131%
36 19.013 2705 2710 2715 rVB2 59207 90520 2.66% 0.306%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe40125\
Data File : BG@64145.D

Acqg On : 1 Apr 2025 21:46
Operator : RC/JU

Sample : Q1687-01

Misc :

ALS Vvial : 17 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-BG030525.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 19.071 2715 2720 2724 rBV6 33144 64749  1.90% 0.219%
38 19.148 2729 2733 2740 rVB 116109 185708 5.46% 0.627%
39 19.277 2749 2755 2761 rBV 941198 1347960 39.66% 4.552%
40 19.400 2773 2776 2783 rVB3 101786 138010 4.06%  0.466%
41 19.512 2792 2795 2799 rVB 37851 52078 1.53% 0.176%
42 19.635 2806 2816 2824 rBV 1311914 2134026 62.78% 7.206%
43 19.706 2826 2828 2834 rVB3 54047 80164 2.36% 0.271%
44 19.841 2842 2851 2865 rVB 2376578 3399030 100.00% 11.477%
45 19.953 2865 2870 2871 rBV3 60957 73944  2.18% 0.250%
46 20.094 2890 2894 2896 rBv4 73348 106377 3.13% 0.359%
47 20.129 2896 2900 2904 rVB2 138628 215514 6.34% 0.728%
48 20.229 2913 2917 2921 rBV3 103486 135437 3.98% 0.457%
49 20.288 2921 2927 2933 rBvV3 95400 179888 5.29% 0.607%
50 20.423 2946 2950 2954 rBV 62223 88843 2.61% 0.300%
51 20.470 2954 2958 2962 rVB2 52478 83453  2.46% 0.282%
52 20.605 2976 2981 2985 rBV6 62114 110446 3.25% 0.373%
53 20.875 3023 3027 3033 rVB 96726 156033 4.59% 0.527%
54 20.969 3040 3043 3048 rVB5 52610 76146  2.24% 0.257%
55 21.051 3050 3057 3061 rVvVv3 105123 227651 6.70% 0.769%
56 21.098 3061 3065 3067 rVV 143949 215915 6.35% 0.729%
57 21.134 3067 3071 3077 rVV3 312476 527367 15.52% 1.781%
58 21.192 3077 3081 3092 rVvB2 103159 212861 6.26% 0.719%
59 21.445 3117 3124 3129 rBV3 570739 1426978 41.98% 4.818%
60 21.498 3129 3133 3143 rVB 478901 807225 23.75% 2.726%
61 21.645 3154 3158 3159 rBV3 33856 43491 1.28% ©0.147%
62 22.215 3250 3255 3258 rBV3 53452 101640 2.99% 0.343%
63 22.397 3283 3286 3290 rBV5 34277 51749 1.52% 0.175%
64 23.519 3468 3477 3483 rBV 203256 620886 18.27% 2.097%
65 23.648 3494 3499 3503 rBV2 45642 78955  2.32% 0.267%
66 24.189 3585 3591 3605 rVB3 119805 328129 9.65% 1.108%
67 24.312 3606 3612 3621 rBvV2 107818 280134  8.24%  0.946%
68 24.465 3629 3638 3645 rBV 308462 791898 23.30% 2.674%
69 25.581 3823 3828 3835 rVB5 59562 140249 4.13% 0.474%
70 25.687 3838 3846 3855 rBV3 109313 313629 9.23% 1.059%
71 27.844 4204 4213 4221 rBV5 39015 139622 4.11% 0.471%

Sum of corrected areas: 29614741
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040125\
Data File : BGO64145.D

Acqg On : 1 Apr 2025 21:46
Operator : RC/JU

Sample : Q1687-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG030525.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG064145.D\data.ms

2000000

1500000

1000000 5.452 7.027

9.013
500000
4.988 7.861 10.646
6.057 6.563 9.571
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘/\\\\\‘A\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 350 4.00 450 5.00 550 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: BG064145.D\data.ms
19.841
2000000
3.108
1500000 15.969 19 634
1000000 19.277
17.262
17.421 18.131
500000 14.483
l'31576620
.8 .
. 145an.876 1553948 163 1047 Bagy acy 74488
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\T‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 13.00 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: BG064145.D\data.ms

2000000

1500000

1000000

500000 24.465

23.519

244 7
et 245

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\BG040125\
Data File : BGO64145.D

Acqg On 1 Apr 2025 21:46

Operator : RC/JU

Sample : Q1687-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG030525.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
4.988 24.37 ng 332351 1,4-Dichlorobenzene-d4 7.861
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 5-Aminovaleric acid 117 C5H11NO2 000660-88-8 9
5 Allyl acetate 100 C5H802 000591-87-7 9
Abundance Scan 323 (4.988 min): BG064145.D\data.ms (-316) (-) m/z 43.00 100.00%
43.0
5000 59.1
[T e
- 1011 4.60 4.80 5.00 5.20 5.40
Ol et el AL S0 m/z 59.10  44.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 I L L R R
4.60 4.80 5.00 5.20 5.40
101.0 m/z 58.00 14.37%
0 3%0 0 ‘ 83.0
\\\‘\\\\‘\\\‘\“\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime
43.0
PRV e e
4.60 4.80 5.00 5.20 5.40
5000 m/z 101.10 14.02%
101.0
oL 180 310 | 580450 g0
g e S ST
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4156: 1-Propen-2-ol, acetate R RAmaE R
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 8.15%
5000
58.0
150 270 72‘-0 100.0
O T e e P A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040125\
Data File : BGO64145.D

Acqg On : 1 Apr 2025 21:46
Operator : RC/JU

Sample : Q1687-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG030525.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-methoxy-4-me... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
6.057 3.73 ng 50846  1,4-Dichlorobenzene-d4 7.861

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 59
2 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 49
3 3-Hexene, 1-[1-ethoxyethoxy]-, (E)- 172 C10H2002 1000132-06-7 12
4 Borane, dimethoxy- 74 C2H7B02 004542-61-4 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance Scan 505 (6.057 min): BG064145.D\data.ms (-497) (-) m/z 42.95 100.00%
43.0
5000
 MBRRREE SN s
115.0170 1 500 5.80 6.00 6.20 6.40
Ol L 22 2 m/z 73010 73.25%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #15501: 2-Pentanone, 4-methoxy-4-methyl-
43.0
5000 L L I L LI LN B

5.80 6.00 6.20 6.40
m/z 41.10 11.23%

115.0
O‘\\J‘!ul\“h\\\‘\}\l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #843: Acetamide, N-methyl-
43.0
5.80 6.00 6.20 6.40
5000 ITI/Z 115.00 9.12%
O A A e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #47084: 3-Hexene, 1-[1-ethoxyethoxy]-, (E)- R RANEEEEY
73.0 5.80 6.00 6.20 6.40
m/z 42.10 7.42%
5000
\‘ ‘J I J 1210
U
m/z--> 0 50 100 150 200 250 300 350 400 450 500 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040125\
Data File : BGO64145.D

Acqg On : 1 Apr 2025 21:46
Operator : RC/JU

Sample : Q1687-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG030525.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 .alpha.-Pinene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.563 4.77 ng 65104 1,4-Dichlorobenzene-d4 7.861

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .alpha.-Pinene 136 C10H16 000080-56-8 91
2 Bicyclo[3.1.1]hept-2-ene, 3,6,6-... 136 C1lOH16 004889-83-2 91
3 (+)-3-Carene 136 C1@H16 000498-15-7 90
4 trans-.beta.-Ocimene 136 C1OH16 003779-61-1 90
5 4-Carene, (1S,35,6R)-(-)- 136 C1@H16 005208-50-4 87
Abundance Scan 591 (6.563 min): BG064145.D\data.ms (-585) (-) m/z 93.10 100.00%
3.1
5000
39.1 .l
ammanaEEE SR
55.0 121.1
H‘ ‘ﬁ ‘ “ \M 1361 620640660680
o Al B m/z 91.10 53.06%
miz-> 20 40 60 80 100 120 140
Abundance #18035: .alpha.-Pinene
93.0
5000 \‘HH‘AHH’HH‘\A\A\\‘\
270 6.20 6.40 6.60 6.80
41.0 : m/z 92.10  42.02%
‘ 121'0136 0
Ol ‘2\6‘\0\ \H‘\ \‘P\B.’O‘\“M T \‘l‘\ T \‘\ T ‘\“‘\ T " T \.‘ T
miz-> 20 40 60 80 100 120 140
Abundance  #18173: Bicyclo[3.1.1]hept-2-ene, 3,6,6-trimethyl-
93.0
A EamaanEE
6.20 6.40 6.60 6.80
5000 m/z 77.10 30.77%
410 77.0
: 121.0
N S O =X
miz--> 20 40 60 80 100 120 140 /\
Abundance #18015: (+)-3-Carene “‘H““‘W““‘AM“
93.0 6.20 6.40 6.60 6.80
m/z 79.10 26.77%
5000
41.0 77.0 121.0136.0
o250 Ml 860, Ml . SN X Y
m/z--> 20 40 60 80 100 120 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040125\
Data File : BGO64145.D

Acqg On 1 Apr 2025 21:46

Operator : RC/JU

Sample : Q1687-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG030525.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 Benzophenone Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.846  6.36 ng 179260 Acenaphthene-d16 14.483
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 senzophenone 182 C13H100 060119-61-9 95
2 Phenyl 4-pyridyl ketone 183 C12H9NO 014548-46-0 62

3 Benzenecarbothioic acid, S-methy... 152 C8H80S
4 Benzenepropanenitrile, .beta.-oxo- 145 C9H7NO
5 2-Oxazolin-5-one, 4-(p-bromobenz... 327 C16H10BrNO2

005925-68-8 52
000614-16-4 52
020345-16-8 52

Abundance Scan 2170 (15.840 min): BG064145.D\data.ms (-2163) (- ' m/z 105.00 100.00%
105.0
182.1
5000 51.0
o e
‘ 15.50 16.00
ol 1 18LE ) 826 sz 77.00 68.92%
miz--> 50 100 150 200 250 300
Abundance #56925: Benzophenone
105.0
182.0
5000
1550 1600
510 m/z 182.10  53.14%
O T T T T } T T h\ T ‘ T T T “ L \H T ‘ L ‘ T T T ‘ LI
miz--> 50 100 150 200 250 300
Abundance #57931: Phenyl 4-pyridyl ketone
105.0
183.0 15.50 16.00
5000, 510 m/z 51.00 42.14%
miz--> 50 100 150 200 250 300
Abundance #30104: Benzenecarbothioic acid, S-methyl ester
105.0 1550 1600
m/z 50.00 16.20%
5000 51.0
15.0 152.0
ot A I A AN
m/z--> 50 100 150 200 250 300 15.50 16.00

8270-BGO30525.M Wed Apr
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040125\
Data File : BGO64145.D

Acqg On : 1 Apr 2025 21:46
Operator : RC/JU

Sample : Q1687-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG030525.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 Anthracene, 9-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

18.096 2.75 ng 96099  Phenanthrene-d1e 17.221
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 9-methyl- 192 C15H12 000779-02-2 87
2 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 87
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 81
4 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 81
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 81

Abundance Scan 2554 (18.096 min): BG064145.D\data.ms (-2545) (- | m/z 192.10 100.00%

192.1
5000

95.0 J 1800

150 ‘
e B T e 14 2640 387+ 47 191.10  65.53%

m/z--> 50 100 150 200 250 300
Abundance #67026: Anthracene, 9-methyl-
192.0

5000
1800
m/z 189.00 34.81%
96.0
0\3\9\0‘ \‘\‘\“\“‘ L \]\-52\9\‘\““ L ‘ L ‘ L
m/z--> 50 100 150 200 250 300
Abundance #67042: Phenanthrene, 4-methyl-
192.0 M
1800
5000 ITI/Z 190.00 20.48%
82.0
T \ T ‘ T \“\‘ \ L \ “\h\‘\‘ ‘ L ‘ L ‘ L
m/z--> 50 100 150 200 250 300
Abundance #67039: Phenanthrene, 2-methyl- — AA‘
192.0 18.00

m/z 193.10  19.26%

5000 M/WA/kA«waxM
0 510 | M ]"5“\2(&) L u‘ M\AAN\/\V\WMM ‘

L e et e e LA R A

m/z--> 50 100 150 200 250 300 18.00

8270-BGO30525.M Wed Apr 02 ©5:57:01 2025 Page: 8



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040125\

BGO64145.D
1 Apr 2025 21:46

: RC/JU
: 01687-01

: 17  Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG030525.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 Tridecanoic acid

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
18.131 19.40 ng 676855  Phenanthrene-di10 17.221
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Tridecanoic acid

2 n-Hexadecanoic acid
3 Pentadecanoic acid
4 Nonanoic acid

5 Tetradecanoic acid

214 C13H2602
256 C16H3202
242 C15H3002
158 C9H1802
228 C14H2802

000638-53-9 94
000057-10-3 94
001002-84-2 68
000112-05-0 58
000544-63-8 52

Abundance Scan 2560 (18.131 min): BG064145.D\data.ms (-2555) (- | m/z 43.05 100.00%
43.0
129.1
3.0 213.2 == P
‘ 171.2 256.3 203! 18.00 18.50
ol A L L 0T 2980, 4100 81.41%
miz--> 50 100 150 200 250
Abundance #92063: Tridecanoic acid
73.0
41.0
5000 129.0 (I T
18.00 18.50
171.0 m/z 60.00 80.86%
‘ ‘ ‘ ‘ 214.0
0 \L\ H‘ \“‘H“‘ 1‘“‘\“} \“h‘\ T \‘\ L L B
miz--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
43.
0 256.0
b e
18.00 18.50
5000 ITI/Z 73.00 76.93%
129.0
3.0 213.0
171.0
0! \\}‘““‘\M} ‘\\‘ , “ “‘u\‘ B R R
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid —— —
73.0 18.00 18.50
410 m/z 55.05 71.03%
5000 129.0
‘ 199.0 2420
NI P 0 YT AN
miz--> 50 100 150 200 250 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040125\
Data File : BGO64145.D

Acqg On : 1 Apr 2025 21:46
Operator : RC/JU

Sample : Q1687-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG030525.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
18.290 6.27 ng 218684  Phenanthrene-die 17.221
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 76
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 56
3 Thiophene-3-carboxaldehyde, 5-ch... 190 C5H4BCl03S 036155-87-0 52
4 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 45
5 Pyrimidine, 2-chloro-5-phenyl- 196 C10H7CIN2 022536-62-5 25

Abundance Scan 2587 (18.290 min): BG064145.D\data.ms (-2581) (- | m/z 190.10 100.00%
190.1
5000 J
945 ‘ ‘/‘\/\‘ s
18.00 18. 50
62.0 ‘ 150 \m :
o P80 290h L 23112641 325 0189 10 96.82%
m/z--> 50 100 150 200 250 300
Abundance #64923: 4H- Cydopenuﬂdeﬂphenanﬂnene
190.
5000 M
94.0 18 00 18 50
4 m/z 191.10  33.65%
0,390 \‘\ 1370, |
L ‘ T TT L ‘ TOTT ‘ L L ’ L ‘ T T T
miz--> 50 100 150 200 25 300
Abundance #64922: 6H- Cydobutaﬂmphenanﬂwene
o A
18 OO 18 50
5000 m/z 192.05 0.71%
94.0
o,
m/z-> 100 150 200 250 300
Abundance #64996: Thiophene-3-carboxaldehyde, 5-chloro-2-dihydr
45.0 190.0 18 OO 18 50
’ 146.0 m/z 94.50 20.13%
) | MM\{M
0 m Ly Hu hh - ‘ MMV‘MM\/
m/z--> 50 100 150 200 250 300 18. 00 18 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040125\
Data File : BGO64145.D

Acqg On : 1 Apr 2025 21:46
Operator : RC/JU

Sample : Q1687-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG030525.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-Anthracenedione Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.631 3.96 ng 138154  Phenanthrene-di10 17.221
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,10-Anthracenedione 208 (C14H802 000084-65-1 97
2 9H-Fluoren-9-one 180 C13H80 000486-25-9 78
3 9,10-Phenanthrenedione 208 C14H802 000084-11-7 64
4 1H-Phenalen-1-one 180 C13H80 000548-39-0 60
5 Benzo[c]cinnoline 180 C12H8N2 000230-17-1 53
Abundance Scan 2645 (18.631 min): BG064145.D\data.ms (-2642) (- | m/z 180.10 100.00%
180.1
5000 76.0
LAY, WU
} o5 18.50 19.00
Ot b T2 m/z 208.05  92.11%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #85294: 9,10-Anthracenedione
152.0
5000 76.0 e S
18.50 19.00
m/z 152.00 84.75%
e LTS
O\\‘T[\LW'!‘%‘“TIJW\\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #55032: 9H-Fluoren-9-one
180.0
R =
18.50 19.00
5000 m/z 76.00 41.60%
76.0
O S
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #85300: 9,10-Phenanthrenedione
180.0 18.50 19.00
m/z 151.05 39.23%
5000
76.0
e e e e AT
m/z--> 50 100 150 200 250 300 350 400 450 500 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040125\
Data File : BGO64145.D

Acqg On : 1 Apr 2025 21:46
Operator : RC/JU

Sample : Q1687-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG030525.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 Phenanthrene, 2,5-dimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
19.013 2.60 ng 90520  Phenanthrene-d1e 17.221
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2,5-dimethyl- 206 C16H14 003674-66-6 86
2 Phenanthrene, 1,7-dimethyl- 206 Cl6H14 000483-87-4 86
3 Phenanthrene, 2,3-dimethyl- 206 Cl6H14 003674-65-5 83
4 Phenanthrene, 3,6-dimethyl- 206 C1l6H14 001576-67-6 83
5 Anthracene, 1,4-dimethyl- 206 C16H14 000781-92-0 83

Abundance Scan 2710 (19.013 min): BG064145.D\data.ms (-2705) (- | m/z 206.10 100.00%
206.1
- T NWM
630 i VW [
257.3 493, 1900
0! e m/z 154.00 46.97%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #82944: Phenanthrene, 2,5-dimethyl-
206.0
5000
19.00
101.0 m/z 191.10  45.96%
0 ?’\91.(‘)\11\1‘\“[‘“\\\11.5‘?\1(\)‘“1!ih\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #82948: Phenanthrene, 1,7-dimethyl-
206.0
ol WV |
19.00
5000 ITI/Z 126.00 37.87%
102.0
T2 SOV Cc:ch 1D
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #82943: Phenanthrene, 2,3-dimethyl-
206.0 19.00
m/z 188.95 31.31%
5000
89.0
7S TNECX Y S I 09 2l A
m/z--> 50 100 150 200 250 300 350 400 450 19.00

8270-BGO30525.M Wed Apr 02 ©5:57:07 2025 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040125\
Data File : BGO64145.D

Acqg On : 1 Apr 2025 21:46
Operator : RC/JU

Sample : Q1687-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG030525.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 1@ Cyclopenta(def)phenanthrenone Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
19.148 5.32 ng 185708  Phenanthrene-di10 17.221
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopenta(def)phenanthrenone 204 C15H80 005737-13-3 94
2 N-(4-Chloro-phenyl)-2-(3,4-dihyd... 338 C17H15CIN20S  1010296-34-3 59
3 4-Methyl-6,7-methylenedioxycoumarin 204 C11H804 015071-04-2 52
4 9-Acridinecarbonitrile 204 C14H8N2 005326-19-2 50
5 3,4-Biphenyldicarbonitrile 204 C14H8N2 004128-63-6 45

Abundance Scan 2733 (19.148 min): BG064145.D\data.ms (-2729) (- | m/z 204.00 100.00%
204.0
—4 —4
857-0 149.51 19.00 19.50
bbb b 2960 48T s 176,05 40.28%
m/z--> 0O 50 100 150 200 250 300 350 400 450
Abundance #80568: Cyclopenta(def)phenanthrenone
204.0
5000 e o]
19.00 19.50
88.0 m/z 174.05  16.98%
‘ 1500
O \\\\‘\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #236459: N-(4-Chloro-phenyl)-2-(3,4-dihydro-isoquinolin-
204.0 J\
)[\ T T ‘ T T T M‘ T
19.00 19.50
5000 m/z 205.05 16.75%
130.0
77.0
0 ‘HsfwﬂwﬂmeqNH‘“‘gﬁgpu‘gggg“u““w“‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #79636: 4-Methyl-6,7-methylenedioxycoumarin dut | — R
204.0 19.00 19.50
m/z 175.10 16.03%
5000
LT N
m/z--> 0 50 100 150 200 250 300 350 400 450 19.00 19.50

8270-BGO30525.M Wed Apr 02 ©5:57:08 2025 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040125\
Data File : BGO64145.D

Acqg On 1 Apr 2025 21:46

Operator : RC/JU

Sample : Q1687-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG030525.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 11 11H-Benzo[a]fluorene Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
20.129 3.02 ng 215514  Chrysene-di12 21.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 90
2 Pyrene, 1-methyl- 216 C17H12 002381-21-7 83
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 64
4 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 64
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 62

Abundance Scan 2900 (20.129 min): BG064145.D\data.ms (-2896) (- | m/z 216.10 100.00%
216.1
5000
% 20.00 20.50
43.0 163.1 ‘ . : :
S wu“m‘ L 1L “ 2899283 1/7 215.10  86.02%
miz--> 50 100 150 200 250
Abundance #94575: 11H-Benzo[a]fluorene
216.0
5000 “/\ ‘ —7
108.0 20.00 20.50
m/z 213.10 21.82%
O T T T T ‘6\3.\0 \‘ \H“ ‘\ T T T ‘16\‘3.\0\ “\ ‘ \‘H\ T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #94565: Pyrene, 1-methyl-
216.0
. —
20.00 20.50
5000 m/z 94.50 18.42%
95.0
0 ‘??0“639‘ W‘W \ ‘%Q&p‘ﬂ fﬂy T
m/iz--> 50 100 150 200 250
Abundance #94578: Fluoranthene, 2-methyl- — —
216.0 20.00 20.50
m/z 217.10 18.31%
5000
108.0
ol 30 L 1630 M SN Y W ATAY) o
m/z--> 50 100 150 200 250 20.00 20.50

8270-BGO30525.M Wed Apr 02 ©5:57:10 2025
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040125\
Data File : BGO64145.D

Acqg On 1 Apr 2025 21:46

Operator : RC/JU

Sample : Q1687-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG030525.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 12 Pyrene, 1-methyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
20.288 2.52 ng 179888  Chrysene-di12 21.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 89
2 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 89
3 Pyrene, 2-methyl- 216 C17H12 003442-78-2 89
4 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 81
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 81

Abundance Scan 2927 (20.288 min): BG064145.D\data.ms (-2921) (- | m/z 216.10 100.00%
216.1
5000
94.5 S U
20.00 20.50
55.0 163.1 !
Ob i b 5 w‘“\ ! w“m“u 2131 84l h7 215.10 65.87%
miz--> 50 100 150 200 250 300
Abundance #94566: Pyrene, 1-methyl-
216.0
5000 J ‘ —7
20.00 20.50
94.0 m/z 94.50 18.97%
Joso0 || 1eso| |
\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\\\\\
miz--> 50 100 150 200 250 300
Abundance #94579: Fluoranthene, 2-methyl-
216.0
—— —
20.00 20.50
5000 m/z 232.10 17.82%
108.0
0270 63Q i \“ 1630 Lyl
— e
m/iz--> 50 100 150 200 250 300
Abundance #94567: Pyrene, 2-methyl- e —
216.0 20.00 20.50
m/z 189.10 17.52%
5000 95.0
0 53'0 Ll ‘ Il ‘H 163.0 h‘ 4 h‘
e e e
m/z--> 50 100 150 200 250 300 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040125\
Data File : BGO64145.D

Acqg On 1 Apr 2025 21:46

Operator : RC/JU

Sample : Q1687-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG030525.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 11H-Benzo[a]fluoren-11-one Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
20.875 2.19 ng 156033  Chrysene-di12 21.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 11H-Benzo[a]fluoren-11-one
2 4-Amino-1-imino-6-methyl-2H,6H,7... 230 C12H14N40
3 7H-Benz[de]anthracen-7-one

4 p-Terphenyl
5 2-Chloro-9-xanthenone

230 C17H1e0

230 C17H1e0
230 C18H14
230 C13H7Cl02

000479-79-8 76
1000411-06-8 59
000082-05-3 59
000092-94-4 50
013210-15-6 50

Abundance Scan 3027 (20.875 min): BG064145.D\data.ms (-3023) (- | m/z 230.10 100.00%
230.1
2050  21.00
101.1 . .
44.0 1760‘ .
ol o 1308 T | 2891 3857 200.05  19.23%
miz--> 50 100 150 200 250 300 350
Abundance #111819: 11H- Benzo[a]fluoren 11-one
30.0
5000 Ll A
20.50 21.00
101.0 m/z 201.05 18.74%
O T ‘\ iG%\O‘\ “1 ““ \‘\1\371 917‘” M T ‘ T T T ‘ T T T ‘ T
miz--> 50 100 200 250 300 350
Abundance #111086: 4—Amino—l—|m|n0—6—methyl—2H,6H,7H,8H,9H—py
230.0
43.0 — .
20.50 21.00
5000 ITI/Z 202.05 17.83%
78.0
1480184(1 ‘
0 mm‘ H“\ i “‘M‘ ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #111822: 7H-Benz[de]anthracen-7-one P ——
230.0 20.50 21.00
m/z 231.10 12.69%
5000
101.0
174.
0l 200, | | 15701740 /0 I
m/z--> 50 100 150 200 250 300 350 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040125\
Data File : BGO64145.D

Acqg On : 1 Apr 2025 21:46
Operator : RC/JU

Sample : Q1687-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG030525.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 Benzo[b]naphtho[2,1-d]thiop... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
21.052 3.19 ng 227651  Chrysene-di12 21.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]naphtho[2,1-d]thiophene 234 Cl16H1es 000239-35-0 94
2 Benzo[b]naphtho[1,2-d]thiophene 234 C16H10S 000205-43-6 93
3 Benzo[b]naphtho[2,3-d]thiophene 234 C16H10S 000243-46-9 93
4 Anthra(2,3-b)thiophene 234 C16H1eS 022108-55-0 90
5 Phenanthro[4,3-b]thiophene 234 Cl16H1es 000195-68-6 81
Abundance Scan 3057 (21.051 min): BG064145.D\data.ms (-3050) (- | m/z 234.10 100.00%
234.1
o JLUM
N \
wapo 171 18?-1 21.00
Of b 28218270 4160 1) o35 09 16.30%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #116290: Benzo[b]naphtho[2,1-d]thiophene
234.0
5000 TR |
21.00
m/z 189.05 13.52%
630 117.0 18?-0
O \\\H\“‘\‘H\\\“\“\\\[\l\\“ii‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 0 50 100 150 200 250 300 350 400
Abundance #116295: Benzo[b]naphtho[1,2-d]thiophene
234.0
N \
21.00
5000 m/z 202.05 10.83%
28.0 117.0 189.0
U - N O S
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #116288: Benzo[b]naphtho[2,3-d]thiophene — ‘
234.0 21.00
m/z 117.05 9.63%
5000
117.0
m/z--> 0 50 100 150 200 250 300 350 400 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040125\
Data File : BGO64145.D

Acqg On : 1 Apr 2025 21:46
Operator : RC/JU

Sample : Q1687-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG030525.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 Cyclopenta(cd)pyrene, 3,4-d... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
21.099 3.03 ng 215915  Chrysene-di12 21.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopenta(cd)pyrene, 3,4-dihydro- 228 C18H12 025732-74-5 50
2 5-Phenylthieno[2,3-d]pyrimidin-4-0l1 228 C12H8N20S 035978-39-3 43
3 Isothiazol-5-amine, 4-bromo-3-ch... 226 C4H4BrC1N2S 1000272-59-9 43
4 Benzo[c]phenanthrene 228 C18H12 000195-19-7 43
5 Chrysene 228 C18H12 000218-01-9 30
Abundance Scan 3065 (21.098 min): BG064145.D\data.ms (-3061) (- | m/z 228.05 100.00%
228.1
5000
285.1
1130 él‘oé‘b‘ 21'50
41.0 55.1 : :
Ol iy ww”u‘ i ik b 1y 3410 4000 16 60.29%
miz--> 50 100 150 200 250 300 350 400
Abundance #109554: Cyclopenta(cd)pyrene, 3,4-dihydro-
228.0
5000 ot —
21.00 21.50
m/z 226.05 57.56%
114.0
O\\\‘\\\\‘“\H\\\‘]\-7\4\.(\)1\\“‘\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #108895: 5-Phenylthieno[2,3-d]pyrimidin-4-ol
228.0
—r —
21.00 21.50
5000 m/z 239.20 47 .67%
128.0172.0
b0 77.0 ‘ |
OTV\WHW\\WLWWM\A\\‘\\M‘\\\\‘\\\\‘H\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #107272: Isothiazol-5-amine, 4-bromo-3-chloro-N-methyl \WrM‘ ety =
228.0 21.00 21.50
m/z 285.15 27.23%
5000
86.0
147.0
2 M sk o
oL ‘\“\H‘\‘Hun‘ u\‘h\‘\h\‘h“\u“hh “‘uw‘m‘ h“ e, ‘Hm}\“ B o e e
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040125\
Data File : BGO64145.D

Acqg On : 1 Apr 2025 21:46
Operator : RC/JU

Sample : Q1687-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG030525.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 Trifluoroacetoxy hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.134 7.39 ng 527367 Chrysene-d12 21.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 64
2 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 55
3 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 55
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 50
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 50

Abundance Scan 3071 (21.134 min): BG064145.D\data.ms (-3067) (- | m/z 226.10 100.00%

226.1
43.1
5000 7.1
e

“ h 280.0 21.00 21.50
omu ‘H‘wmH;H‘mu”:_”w”H_H m/z 43.10  77.97%
miz--> 50 100 150 200 250 300 350 400
Abundance #245846: Trifluoroacetoxy hexadecane
57.0
5000 e ——
11.0 21.00 21.50

m/z 55.05 76.50%

bl LLLLL, 080, 20003200
m/z--> 50 100 150 200 250 300 350 400
Abundance #293797: Pentafluoropropionic acid, hexadecyl ester
57.0

—
21.00 21.50
5000 11.0 m/z 57.10 76.02%

\m ‘HH\ 11680, 2240269 3700
miz--> 50 100 150 200 250 300 350 400

Abundance  #321013: Heptafluorobutyric acid, hexadecyl ester —— —
57.0 21.00 21.50

m/z 69.05 53.49%

- I WAMMWMMMWAWWVWMMNWn
169
] ‘L || “\ 224-0269.0 420.(

0 Hu“‘ ! u“‘q““_““““‘H“““ e .
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040125\
Data File : BGO64145.D

Acqg On : 1 Apr 2025 21:46
Operator : RC/JU

Sample : Q1687-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG030525.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 7H-Benz[de]anthracen-7-one Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
21.192 2.98 ng 212861  Chrysene-d12 21.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[a]fluoren-11-one 230 C17H100 000479-79-8 93
2 7H-Benz[de]anthracen-7-one 230 C17H100 000082-05-3 72
3 6H-Benz[de]anthracen-6-one 230 C17H1e00 080252-14-8 68
4 .delta.(supl),.alpha.-Acenaphthe... 230 C15H6N20 014619-86-4 59
5 o-Terphenyl 230 C18H14 000084-15-1 53
Abundance Scan 3081 (21.192 min): BG064145.D\data.ms (-3077) (1 m/z 230.085 100.00%
230.1
- M
—— —
62 137 174 M 266.9 341.2 2199 2150
0L oty w‘ 3727000 142689 3412 o0 10 23.27%
m/z--> 50 100 150 200 250 300 350
Abundance #111819: 11H-Benzo[a]fluoren-11-one
230.0
5000 S —
21.00 21.50
101.0 m/z 202.10  22.68%
O\\‘\i\“ H “““\‘\1\37\9:\]-7\‘“\\“‘ L L B B
miz-> 50 100 200 250 300 350
Abundance #111823:7H—Benzwe]anﬂwacen—7—0ne
230.0
— —
21.00 21.50
5000 m/z 231.10 20.11%
ol 500 1010 1500167,
e N I e o
m/z--> 50 lOO 150 200 250 300 350
Abundance #111821: 6H-Benz[de]anthracen-6-one T —
230.0 21.00 21.50
m/z 201.05 13.79%
5000
101.0
0870 529 | “\\ 1‘370‘1?‘“‘»“ g D b’
m/z--> 50 100 15 200 250 300 350 21.00 21.50

8270-BGO30525.M Wed Apr 02 ©5:57:19 2025 Page: 20



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040125\
Data File : BGO64145.D

Acqg On : 1 Apr 2025 21:46
Operator : RC/JU

Sample : Q1687-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG030525.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 Benzo[e]pyrene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
24.189 8.29 ng 328129  Perylene-d12 24.465
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 90
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 89
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 89
4 Benzo[a]pyrene 252 C20H12 000050-32-8 89
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 86
Abundance Scan 3591 (24.189 min): BG064145.D\data.ms (-3585) (- | m/z 252.10 100.00%
252.1
‘Y—Y—'—Y—Y—Y—Y—'—Yi
240 12T-° 71 24.00 24.50
Obrripmprrpdder b0k A 3004 8340 nm/z 250.10  29.31%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #138554: Benzo[e]pyrene
252.0
5000 et oot
24.00 24.50
m/z 253.10 20.73%
125.0
ol 630 | 1870, |
\\\\‘\\\\‘!\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #138567: BenzolKk]fluoranthene
252.0
T —
24.00 24.50
5000 m/z 125.00 13.61%
126.0
ol 830 || 1870,
N e B R
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #138566: Benzo[b]fluoranthene T —
252.0 24.00 24.50
m/z 251.05 9.42%
5000
126.0
ol 830 || 1870, »/M M
R L e R I o B : P
m/z--> 50 100 150 200 250 300 350 400 450 500 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040125\
Data File : BGO64145.D

Acqg On : 1 Apr 2025 21:46
Operator : RC/JU

Sample : Q1687-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG030525.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 Sulfurous acid, 2-propyl te... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
25.581 3.54 ng 140249  Perylene-di2 24.465
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1010309-12-5 58
2 Heptadecane 240 C17H36 000629-78-7 55
3 Sulfurous acid, pentadecyl 2-pro... 334 C18H3803S 1000309-12-6 53
4 2-Methylhexacosane 380 C27H56 001561-02-0 53
5 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 53
Abundance Scan 3828 (25.581 min): BG064145.D\data.ms (-3823) (- | m/z 57.10 100.00%
57.1
200 WJ\JL\/\/
25.50 |
127.1 207 0 283.0 .
0Ll \U ‘WH\ i dmm” T Ilu‘n \.MH mm‘ ; ‘Wum\‘ i ‘\3“6“% ? ‘4‘1‘1‘3‘, : m/z 43.10 67.30%
miz--> 50 100 150 200 250 300 350 400
Abundance  #224374: Sulfurous acid, 2-propyl tetradecyl ester
43.0
5000 — :
25.50
70 m/z 71.10 44.49%
O \“\‘ ‘ }‘ “}\4\]_’0\\]\-9\7‘\0\\\2‘6\]_\()\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #123961: Heptadecane
57.0
N \
25.50
5000 m/z 85.10 44 ,39%
‘ 130 1690 240.0
0 ““‘wl‘u']‘“ TPt et
m/z--> 50 100 150 200 250 300 350 400
Abundance  #241465: Sulfurous acid, pentadecyl 2-propyl ester —— ‘
43.0 25.50
m/z 55.05 33.61%
B W\/\AMAM/\/\JNW
o }1%41,0210-0‘ -
m/z--> 5 100 150 200 250 300 350 400 25.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040125\
Data File : BGO64145.D

Acqg On : 1 Apr 2025 21:46
Operator : RC/JU

Sample : Q1687-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG030525.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 20 1-Heptadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

25.687 7.92 ng 313629  Perylene-d12 24.465
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptadecene 238 C17H34 006765-39-5 87
2 Cyclodocosane, ethyl- 336 C24H48 1000151-22-6 53
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 50
4 Eicosyl heptafluorobutyrate 494 C24H41F702 1000351-83-5 46
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 45

Abundance Scan 3846 (25.687 min): BG064145.D\data.ms (-3838) (- | m/z 83.10 100.00%

83.1
5000
— —
l 57.2 0.0 3543 25.50 26.00
o_m‘mwm,ﬂm‘-w-‘wum“m‘w_m_m,wwww m/z 43.05 89.14%
m/z--> 0 50 100150200 250300 350400450500550600650
Abundance #121340: 1-Heptadecene
57.0
5000 — e
25.50 26.00
m/z 57.10 83.82%
.0
o ML, 2380
‘\H \\‘HH’HH‘\\H’\H\‘\H\‘HH‘HH‘\\H’\H\‘\H\‘\H\‘H
m/z--> 0 50 100150200 250 300 350 400 450 500 550 600 650
Abundance #244234: Cyclodocosane, ethyl-
57.0
— —
25.50 26.00
5000 ITI/Z 97.10 83.21%

307.0
o liomso *

BT TEE VD Uowest R B
miz--> 0 50 100150200 250 300 350 400 450 500 550 600 650

Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester — ‘
57.0 25.50 26.00

m/z 55.05 78.34%

- W/\N/\M
FF, ) 220 5699

648.!
ol LR, 20 seeo ess

T 7
m/z--> 0 50 100150200 250300350400 450500550 600 650 25.50 26.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe40125\
Data File : BG@64145.D

Acqg On : 1 Apr 2025 21:46
Operator : RC/JU

Sample : Q1687-01

Misc :

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG030525.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-... 4,988 24.4 ng 332351 1 7.861 272766 20.0
2-Pentanone, 4-... 6.057 3.7 ng 50846 1 7.861 272766 20.0
.alpha.-Pinene 6.563 4.8 ng 65104 1 7.861 272766 20.0
Benzophenone 15.840 6.4 ng 179260 3 14.483 563302 20.0
Anthracene, 9-m... 18.096 2.8 ng 96099 4 17.221 697648 20.0
Tridecanoic acid 18.131 19.4 ng 676855 4 17.221 697648 20.0
4H-Cyclopenta[d... 18.290 6.3 ng 218684 4 17.221 697648 20.0
9,10-Anthracene... 18.631 4.0 ng 138154 4 17.221 697648 20.0
Phenanthrene, 2... 19.013 2.6 ng 90520 4 17.221 697648 20.0
Cyclopenta(def)... 19.148 5.3 ng 185708 4 17.221 697648 20.0
11H-Benzo[a]flu... 20.129 3.0 ng 215514 5 21.451 1426980 20.0
Pyrene, 1-methyl- 20.288 2.5 ng 179888 5 21.451 1426980 20.0
11H-Benzo[a]flu... 20.875 2.2 ng 156033 5 21.451 1426980 20.0
Benzo[b]naphtho... 21.052 3.2 ng 227651 5 21.451 1426980 20.0
Cyclopenta(cd)p... 21.099 3.0 ng 215915 5 21.451 1426980 20.0
Trifluoroacetox... 21.134 7.4 ng 527367 5 21.451 1426980 20.0
7H-Benz[de]anth... 21.192 3.0 ng 212861 5 21.451 1426980 20.0
Benzo[e]pyrene 24,189 8.3 ng 328129 6 24.465 791898 20.0
Sulfurous acid,... 25.581 3.5 ng 140249 6 24.465 791898 20.0
1-Heptadecene 25.687 7.9 ng 313629 6 24.465 791898 20.0
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