LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121922\
Data File : BGO56019.D

Acqg On : 19 Dec 2022 18:49
Operator : CG/JU

Sample : N6026-02

Misc :

ALS Vvial : 12  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-BG121322.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO56019.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.400 14 19 25 rBV 44958 66665 9.60% 1.341%
2 3.453 25 28 34 rVB3 4625 6946 1.00% 0.140%
3 5.410 356 361 367 rBB 16973 25122 3.62% ©.505%
4 5.885 436 442 449 rBB 122418 190520 27.43%  3.832%
5 6.773 588 593 599 rBB 12299 17984 2.59% 0.362%
6 7.495 709 716 723 rBB 123984 207245 29.84% 4.168%
7 8.365 858 864 870 rBB 30130 49842 7.18% 1.002%
8 9.540 1057 1064 1070 rBV 75602 133746 19.26%  2.690%
9 9.657 1070 1084 1088 rVB2 17528 44098 6.35% 0.887%
10 11.203 1340 1347 1352 rBV 39016 70319 10.12% 1.414%
11 11.256 1352 1356 1361 rVvB3 4755 7538 1.09% 0.152%
12 13.606 1749 1756 1762 rBB 253832 393897 56.71% 7.922%
13 14.428 1887 1896 1901 rBV3 7376 13282 1.91% 0.267%
14 14.699 1936 1942 1951 rBV 10656 20306 2.92% 0.408%
15 14.975 1983 1989 1995 rVB 77911 123077 17.72%  2.475%
16 15.363 2045 2055 2062 rVB5 3860 8256 1.19% 0.166%
17 15.568 2084 2090 2096 rBV7 4912 13893 2.00% ©.279%
18 15.833 2131 2135 2140 rBV 4609 8188 1.18% 0.165%
19 16.009 2161 2165 2175 rBV6 3471 10239 1.47% 0.206%
20 16.309 2208 2216 2224 rVB3 11884 21355 3.07% 0.429%
21 16.450 2234 2240 2249 rVB 324836 483042 69.55% 9.714%
22 16.673 2269 2278 2283 rBV6 9059 19913 2.87% 0.400%
23 17.360 2391 2395 2401 rVB5 4164 7117 1.02% 0.143%
24 17.713 2447 2455 2459 rBV 118656 178582 25.71%  3.591%
25 17.754 2459 2462 2467 rVB 37368 52379 7.54% 1.053%
26 17.848 2473 2478 2480 rBV2 7786 11308 1.63% 0.227%
27 18.441 2573 2579 2580 rBV5 4032 7619 1.10% ©.153%
28 18.565 2595 2600 2606 rBV2 46331 81881 11.79% 1.647%
29 18.623 2607 2610 2616 rVB 18812 27429 3.95% 0.552%
30 18.712 2621 2625 2629 rVB 9445 15385 2.22% 0.309%
31 18.764 2629 2634 2639 rBV3 24990 54234  7.81% 1.091%
32 18.806 2639 2641 2647 rVB 15772 21357 3.07% 0.430%
33 19.070 2681 2686 2689 rVB2 12129 16136 2.32% ©.325%
34 19.105 2689 2692 2699 rVB8 7961 12723 1.83% 0.256%
35 19.311 2718 2727 2730 rBvie 14315 30180 4.35% 0.607%
36 19.358 2732 2735 2738 rBvV2 6057 8012 1.15% 0.161%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121922\
Data File : BGO56019.D

Acqg On : 19 Dec 2022 18:49
Operator : CG/JU

Sample : N6026-02

Misc :

ALS Vvial : 12  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-BG121322.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 19.481 2752 2756 2761 rBV2 28470 44573  6.42% 0.896%
38 19.575 2770 2772 2776 rVB5 10056 12386 1.78% 0.249%
39 19.752 2797 2802 2805 rBV 77786 108174 15.57% 2.175%
40 19.787 2805 2808 2811 rvv2 28149 34843 5.02% 0.701%
41 19.893 2823 2826 2830 rBv2 13269 15852 2.28% ©0.319%

42 20.104 2858 2862 2869 rVB 87441 124170 17.88% .497%
43 20.286 2888 2893 2898 rVB 539343 694553 100.00% 13.968%

N

44 20.580 2939 2943 2948 rVB 34217 57623 8.30% 1.159%
45 20.886 2993 2995 3000 rVB 19473 24096 3.47% 0.485%
46 21.608 3115 3118 3125 rVB4 37848 56851 8.19% 1.143%
47 22.019 3180 3188 3193 rBV3 139845 342223 49.27% 6.882%
48 22.072 3193 3197 3203 rVB 57222 102861 14.81% 2.069%
49 24.399 3586 3593 3601 rBV2 48890 156894 22.59% 3.155%
50 25.192 3721 3728 3738 rVB2 40170 114249 16.45% 2.298%
51 25.357 3748 3756 3770 rVB2 46958 152618 21.97% 3.069%
52 25.521 3776 3784 3794 rBV 74866 202486 29.15% 4.072%
53 29.534 4458 4467 4469 rBV2 23859 59217 8.53% 1.191%
54 29.793 4499 4511 4525 rVB7 42643 169220 24.36% 3.403%
55 30.792 4673 4681 4682 rBV2 16348 31858 4.59% 0.641%
56 31.879 4861 4866 4868 rBV6 4068 7841 1.13% 0.158%
Sum of corrected areas: 4972403
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121922\
Data File : BG@56019.D

Acq On : 19 Dec 2022 18:49
Operator : CG/JU

Sample : N6026-02

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG056019.D\data.ms

500000
400000
300000

200000

5.885 7.495
100000 9.540

-400 11.203
8.365 :
3las3 5.410 6.773 .657 1JJL256

O\‘\\\\‘\\\\‘\\\\‘\\\\ \‘\\\\‘\\A\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\/\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50

Abundance TIC: BG056019.D\data.ms
20.286

500000

400000

16.450

300000
13.606

22.019
200000

17.713 19,7520-10 22|072

19787 | (|20-580.886
14.428699 15.36%3@6-}9?‘5-673 A

OHH|HH‘\H\/\TV—\H‘HH‘HH‘HH‘HH‘HH‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘H\w‘mm‘\m

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

21.608

100000 14.975

Abundance TIC: BG056019.D\data.ms

500000

400000

300000

200000

100000

O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121922\
Data File : BG@56019.D

Acq On : 19 Dec 2022 18:49
Operator : CG/JU

Sample : N6026-02

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.400 26.75 ng 66665 1,4-Dichlorobenzene-d4 8.365

Hit# of 5 Tentative ID MW MolForm CAS# 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 40
3 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 40
4 2-Methyl-5-hexen-3-ol 114 C7H140 032815-70-6 23
5 1-Propanol, 2-methyl- 74 C4H1e0 000078-83-1 9
Abundance  Scan 19 (3.400 min): BG056019.D\data.ms (-14) (-) m/z 73.00 100.00%
73.0
43.0
5000
55.0 87.1
R ARanEE e
H ‘ 3.40 3.60 3.80
0 H_m_m_MM"‘pmmwi“lw‘H_mw m/z 42.95 52.32%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L BB B B B B A
43.0 3.40 3.60 3.80
Y 55.0 87.0 m/z 55.00 34.87%
w0 |
O\\‘\\\\‘\\\H“\\\\“‘}\‘\\‘\\\‘\“\\\\“\}\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
e
40 55, 87.0 340 360 3.80
5000 ’ ITI/Z 87.10 28.34%
29.0
15.0 M\ ‘ Iy \H
o+t e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5032: 3-Pentanol, 3-methyl- At
73.0 3.40 3.60 3.80
m/z 41.00 17.50%
5000
55.0
43.0 87.0
o 0 | N
o) e 8 R L X PR AT MRS H— e
m/z--> 10 20 30 40 50 60 70 80 90 100 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121922\
Data File : BG@56019.D

Acq On : 19 Dec 2022 18:49
Operator : CG/JU

Sample : N6026-02

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 unknown3.453 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
3.453 2.79 ng 6946  1,4-Dichlorobenzene-d4 8.365

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Propane 44 C3H8 000074-98-6 3
2 Peroxide, dimethyl 62 C2H602 000690-02-8 3
3 Ketene 42 C2H20 000463-51-4 3
4 Acetaldehyde 44 C2H40 000075-07-0 3
5 Ethylene oxide 44 C2H40 000075-21-8 3
Abundance  Scan 28 (3.453 min): BG056019.D\data.ms (-25) (-) m/z 43.00 100.00%
3.0
5000
62.0 e
340 3.60 3.80
O+ e e e m/z 42.00 65.38%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #88: Propane
29.0
1
5000 LA LA L L B L N ) BN
0 340 3.60 3.80
44. m/z 44.00 43.42%
38.0 H
OH‘HH‘\HHHH’\'\Q\‘EH iHH‘\}J\‘!1\\‘HH‘HH‘HH‘HH‘HH‘H\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #384: Peroxide, dimethy
31.0 62.0
L mmanan s
340 3.60 3.80
5000 ITI/Z 62.00 22.34%
15.0
‘ 45.0
0 u‘mmm,\m,\m‘u! ‘ !u‘\\u‘\mllm‘\m‘\m_ e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #60: Ketene e A
14.0 42.0 340 3.60 3.80
m/z 41.00 17.41%
5000
28.0
210 |
O P T e T T AN e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 340 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121922\
Data File : BG@56019.D

Acq On : 19 Dec 2022 18:49
Operator : CG/JU

Sample : N6026-02

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.410 10.08 ng 25122  1,4-Dichlorobenzene-d4 8.365

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 32
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
4 tert-Butyl Hydroperoxide 90 C4H1002 000075-91-2 9
5 3-Hexanol 102 C6H140 000623-37-0 9
Abundance Scan 361 (5.410 min): BG056019.D\data.ms (-356) (-) m/z 43.00 100.00%
43.0
50.1
5000
101.0 EEEEEEEE 1 S M
5.00 5.20 5.40 5.60 5.80
0 "‘_"‘_"‘_"““M"_M;Hwa”www m/z 59.18  57.27%
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 DL B LA U R
5.00 5.20 5.40 5.60 5.80
101.0 m/z 101.00  20.90%
AT 0 83\'0 |
O \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4625: Butyl aldoxime, 3-methyl-, syn-
59.0
REaa e R
410 5.00 5.20 5.40 5.60 5.80
5000 m/z 41.00 12.23%
86.0
obrreprrreprrreprrre bbbt B0 b 2010
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4529: 2,3-Butanedione, monooxime R R
43.0 5.00 5.20 5.40 5.60 5.80
m/z 58.00 11.91%
5000
101.0
15.0 58.0
ol 280 ‘\\‘ 700 840
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 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121922\
Data File : BG@56019.D

Acq On : 19 Dec 2022 18:49

Operator : CG/JU

Sample : N6026-02

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method :
Quant Title

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.M
: 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 unknown6.773 Concentration Rank 7

R.T EstConc Area Relative to ISTD R.T.
6.773 7.22 ng 17984  1,4-Dichlorobenzene-d4 8.365
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 12
2 1,3-Dioxolane 74 C3H602 000646-06-0 12
3 Methane, isothiocyanato- 73 C2H3NS 000556-61-6 9
4 1-Propene-1-thiol 74 C3H6S 000925-89-3 9
5 (Methoxymethyl)trimethylsilane 118 C5H140Si 014704-14-4 9
Abundance Scan 593 (6.773 min): BG056019.D\data.ms (-588) (-) m/z 73.00 100.00%
3.0
5000 43.0
59.0
103.1 T
H ‘ 1191 6.40 6.60 6.80 7.00
0 b e b e m/z 43,00 47.14%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #8502: 2-Methyl-5-hexen-3-ol
73.0
55.0
5000 n\‘un\wuu’uu‘uu‘\
4100 6.40 6.60 6.80 7.00
27.0 ‘ m/z 59.00 35.99%
O\\\‘\\‘\\‘\\‘\“\“‘\\\}il}‘\\“\‘\}‘\‘\\\\”‘\1\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #932: 1,3-Dioxolane
73.0
T
44.0 6/.40 6.60 6.80 7.00
m/z 75.00 20.97%
5000 290
15.0
‘ 57.0
Ol e et e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #818: Methane, isothiocyanato- T
73.0 6.40 6.60 6.80 7.00
m/z 45.00 18.35%
5000
45.0
15.0 28.0
Obreerederrereb bt b 580 Wy SSUUEUU | NN
m/z--> 10 20 30 40 50 60 70 80 90 100110120 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121922\
Data File : BG@56019.D

Acq On : 19 Dec 2022 18:49
Operator : CG/JU

Sample : N6026-02

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 Hexanoic acid, 2-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.657 17.70 ng 44098 1,4-Dichlorobenzene-d4 8.365

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 72
2 2-Ethyl-4-methylpentanoic acid 144 C8H1602 000108-81-6 45
3 Acetic acid, diethyl- 116 C6H1202 000088-09-5 39
4 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 38
5 3-Dodecyloxypropanoic acid, Me d... 272 C16H3203 1000497-89-8 36
Abundance Scan 1084 (9.657 min): BG056019.D\data.ms (-1070) (-) m/z 73.00 100.00%
17 880
5000 41.0
55.0
115.0 T A
“ ‘ ‘ “ 9.50 10.00
0l A e e m/z 88,000 81.31%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #24100: Hexanoic acid, 2-ethyl-
73.0 88.0
5000 41.0 T U
27.0 57.0 9.50 10.00
116.0 m/z 41.00 50.86%
O\\‘HH’HH"HH‘H‘\‘H‘\‘\‘}\‘i\H\‘i\}\\‘\H“‘\\\]-\‘\2\.9‘\\‘!\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #24164: 2-Ethyl-4-methylpentanoic acid
73.0
88.0
— —
57.0 9.50 10.00
5000 41.0 m/z 55.00 37.23%
27.0 ‘ ‘ ‘ d 116.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9192: Acetic acid, diethyl- — —
43.0 73.0 88.0 9.50 10.00
m/z 57.10  35.14%
5000
27.0
0”5%.012,0117.0 B
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121922\
Data File : BG@56019.D

Acq On : 19 Dec 2022 18:49

Operator : CG/JU

Sample : N6026-02

Misc

ALS Vvial : 12  Sample Multiplier:

1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 6 Naphthalene, 2-ethenyl- Concentration Rank 19

R.T EstConc Area Relative to ISTD R.T.
14.428 2.16 ng 13282  Acenaphthene-die 14.975
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 2-ethenyl- 154 C12H1e 000827-54-3 53
2 Biphenyl 154 C12H10 000092-52-4 53
3 Propanedinitrile, (phenylmethyle... 154 C10H6N2 002700-22-3 32
4 2-Quinolinecarbonitrile 154 C1OH6N2 001436-43-7 32

5 1,3-Benzenediol, 5-(dimethylamino)- 153 C8H11NO2 040248-00-8 12
Abundance Scan 1896 (14.428 min): BG056019.D\data.ms (-1887) (- | m/z 154.00 100.00%
154.0
5000
57.0 A
128.0 T T T ‘ T
O .
o‘_m‘\m_m_‘H_m_“”_m_ m/z 153.05 58.98%
miz--> 20 100 120 140 160
Abundance #31493. Naphthalene, 2-ethenyl-
154.0
5000 A L
14.50
m/z 152.05 43.70%
51.0 76.0 128.0
O\ ‘ T 1T ‘ T \H\ T ‘h T \H!“ \M\ \%‘0“‘2\.(\)\‘\ ‘ \H! T \“ T \“ \‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #31485: Bipheny
154.0
P S v
14.50
5000 m/z 57.00 23.78%
51.0 | 102.0 12§0
O e
m/z--> 20 40 60 80 100 120 140 160 ﬂﬁ n ﬂ
Abundance #31389: Propanedinitrile, (phenylmethylene)- H
154.0 14.50
m/z 43.00 21.05%
103.0 127.0
5000
51.0  76.0 Hﬂ A
o200 1 YR ) | S L
m/z--> 20 40 60 80 100 120 140 160 14.50

8270-BG121322.M Tue Dec

20 13:00:22 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121922\
Data File : BG@56019.D

Acq On : 19 Dec 2022 18:49
Operator : CG/JU

Sample : N6026-02

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 unknownl5.568 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.568 2.26 ng 13893  Acenaphthene-die 14.975
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 2-(1-methylethenyl)- 168 C13H12 003710-23-4 18
2 2-Pyrrolidinecarbonitrile, 2,3,3... 168 C8H12N2S 072812-09-0 14
3 4-Chloro-5,6,7,8-tetrahydroquina... 168 C8H9CIN2 001125-62-8 14
4 Allyl 2-chlorophenyl ether 168 C9H9C10 020788-42-5 11
5 Nickel,bis(1,2,3-.eta.)-2-methyl... 168 C8H14Ni 012261-14-2 10
Abundance Scan 2090 (15.568 min): BG056019.D\data.ms (-2084) (- | m/z 168.00 100.00%
168.0
5000 63.8 191.8 I\ ﬂ
114.9 1411 ﬂ : n‘ A
‘ ‘ ‘ | 15.50
L m/z 153.080  48.15%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43645: Naphthalene, 2-(1-methylethenyl)-
168.0
5000 M ﬂﬂ M \
15.50
128.0 m/z 167.00 43.51%
5150 390 630 8305030, Lo
\\\‘\\\\‘\\\\‘\\\1’\\\\‘\\\\’\\\\‘\\\\‘\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43988: 2-Pyrrolidinecarbonitrile, 2,3,3-trimethyl-5-thioxo
168.0 ﬂ m M
e
85.0 15.50
5000 m/z 191.80 43.32%
41.0 141.0
111.0 ‘
o! \\ MH\H H‘H H\‘ 1”” \ ‘\! “‘ H‘ i = ‘\‘ RREE
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #44129: 4-Chloro-5,6,7,8-tetrahydroquinazoline — ‘
168.0 15.50
m/z 63.80 41.90%
5000 132.0 /V\
0' . “WY_Y_Y_Y—F T ‘ T T h ‘ M
m/z--> 20 40 60 80 100 120 140 160 180 15.50

8270-BG121322.M Tue Dec 20 13:00:23 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121922\
Data File : BG@56019.D

Acq On : 19 Dec 2022 18:49
Operator : CG/JU

Sample : N6026-02

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 Benzophenone Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.308 3.47 ng 21355  Acenaphthene-die 14.975
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 87
2 Benzenamine, N-(3-pyridinylmethy... 182 C12H1ON2 029722-97-2 59
3 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 43
4 N-cyanobenzamide 146 C8H6N20 015150-25-1 38
5 Benzhydrazide, N2-(2-methoxy-5-n... 299 C15H13N304 349572-84-5 38
Abundance Scan 2216 (16.309 min): BG056019.D\data.ms (-2208) (- | m/z 182.10 100.00%
182.1
770 1050
5000
51.0
U - A‘/\““M\(\Am‘m‘
| 15‘2'0 16.00 16.50
b el e m/z 105.00 78, 08%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56927: Benzophenone
105.0
77.0 182.0
5000 — A
16.00 16.50
51.0 m/z 77.00  73.90%
. | 1260 1520 |
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56814: Benzenamine, N-(3-pyridinylmethylene)-
77.0 182.0
T TR
510 16.00 16.50 ]
5000 m/z 51.00 34.22%
104.0
m/z--> 20 40 60 80 100 120 140 160 180 ﬂ
Abundance #30107: Benzenecarbothioic acid, S-methyl ester — e
105.0 16.00 16.50
m/z 181.00  23.38%
77.0
5000
51.0
152.0
S L BN Y N FOSNS n ﬂn
m/z--> 20 40 60 80 100 120 140 160 180 16.00 16.50

8270-BG121322.M Tue Dec 20 13:00:24 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121922\
Data File : BG@56019.D

Acq On : 19 Dec 2022 18:49
Operator : CG/JU

Sample : N6026-02

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 9 unknownl6.673 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.673 2.23 ng 19913 Phenanthrene-d10 17.713
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Chamazulene 184 C14H1e 000529-05-5 35
2 1-Acenaphthylenol, 1,2-dihydro-1... 184 C13H120 041002-74-8 30
3 Naphthalene, 1-methyl-7-(1-methy... 184 C14H16 000490-65-3 27
4 4-Pyrimidinol, 2-acetonylthio- 184 C7H8N202S 017649-28-4 14
5 Phenol, 3,4,5-trimethoxy- 184 C9H1204 000642-71-7 12
Abundance Scan 2278 (16.673 min): BG056019.D\data.ms (-2269) (- | m/z 57.00 100.00%
57.0
169.0
5000
85.1 1411 W«M
207.0 e L
‘ ‘ | ‘ 115, 0‘ ‘ 16.50 17.00
0 H“H“_““JH“H“H“_“W“H ‘ m/z 71.10 61.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59117: Chamazulene
169.0
00 q L
16.50 17.00
128.0 m/z 169.00 59.43%
O\\\‘\\\\‘\5\17\\0“\\7\(1‘“‘0‘\\“}\()‘2\\0\‘\‘\‘!‘\\“‘\\ \‘\Hl\\‘ \\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance  #59021: 1-Acenaphthylenol, 1,2-dihydro-1-methyl-

e I A s i

16.50 17.00
5000 m/z 43.00 57.39%
141.0
43.0 82.0 115.0 ‘
O b e st bt et ol e Ml

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #59142: Naphthalene, 1-methyl-7-(1-methylethyl)- Al ——
169.0 16.50 17.00

m/z 184.10  46.28%

141.0
27'0\510 71'? 1150\ I ‘\ W ﬂmn nn
| L I Il

0‘H‘“m‘Hf“u‘w‘m‘m‘_m‘mwm_m_m il |
m/z--> 20 40 60 80 100 120 140 160 180 200 16.50 17.00

5000

8270-BG121322.M Tue Dec 20 13:00:25 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121922\
Data File : BG@56019.D

Acq On : 19 Dec 2022 18:49
Operator : CG/JU

Sample : N6026-02

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 10 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.565 9.17 ng 81881  Phenanthrene-d1e 17.713
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 n-Decanoic acid 172 C10H2002 000334-48-5 51
3 Pentadecanoic acid 242 C15H3002 001002-84-2 46
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 43
5 Tridecanoic acid 214 C13H2602 000638-53-9 42
Abundance Scan 2600 (18.565 min): BG056019.D\data.ms (-2595) (- | m/z 43.05 100.00%
43.0/,73.0
192.1
5000
T \
I 5o
om_m};‘u m/z 73.00  99.09%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
2 3
430 730 256.0
e
5000 b :
129.0 18.50
213.0 m/z 55.00 99.01%
‘ H (ﬂ 157 0185.0 ‘
O ]\-ﬁl‘o\\‘l\ T \H\H \M\‘\ ‘H\L \‘\““\ \H‘”h “\H\‘\ i ‘ T ‘ T \‘\ T ‘ \‘\ \M TTTT ‘ \‘\ TT ‘ TTT \“ T
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #46966: n-Decanoic acid
73.0
T \
129.0 18.50
5000 m/z 60.00 93.47%
43.0
‘ 101.0 172 0
m/z--> 20 40 6 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid —r !
43.0 73.0 18.50
m/z 41.00 88.33%
5000 129.0
99.0
s e T
0%§Rk“wﬁﬁMﬁNmﬂ“NMMM_‘J_ﬂWL‘WHH_H‘_HW‘ —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 18.50

8270-BG121322.M Tue Dec 20 13:00:26 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121922\
Data File : BG@56019.D

Acq On : 19 Dec 2022 18:49
Operator : CG/JU

Sample : N6026-02

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 11 Anthracene, 2-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.624 3.07 ng 27429  Phenanthrene-die 17.713
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 91
2 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 87
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 87
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 87
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 87
Abundance Scan 2610 (18.623 min): BG056019.D\data.ms (-2607) (- | m/z 192.10 100.00%
192.1
5000
165.1 A A o\
570 820 1070 137.0 ‘ 18.50 19.00
L A A i NS TR AT m/z 191.00  69.03%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #67023: Anthracene, 2-methyl-
192.0
5000 i —
18.50 19.00
m/z 189.10 30.11%
96.0 165.0
O 6:3\.0 \H " ‘H 13‘9.0‘ U‘w | in
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #67054: 1H-Cyclopropa[llphenanthrene,1a,9b-dihydro-
192.0
LA TA et
18.50 19.00
5000 m/z 165.10 20.06%
165.0
o 390 630 960 1390 |
o A e e AR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #67021: Anthracene, 1-methyl- 7 —
192.0 18.50 19.00
m/z 193.10  16.88%
5000
83.0
165.0
0 15.0 . 390 " 62\'0\ u ‘ " H 115.0 13‘9'0‘ h‘ P M\M
L B e e e A m e o : i —
m/z--> 20 40 60 80 100 120 140 160 180 18.50 19.00

8270-BG121322.M Tue Dec 20 13:00:27 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121922\
Data File : BG@56019.D

Acq On : 19 Dec 2022 18:49
Operator : CG/JU

Sample : N6026-02

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 12 Anthracene, 9-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.765 6.07 ng 54234  Phenanthrene-die 17.713
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Anthracene, 9-methyl- 192 C15H12 000779-02-2 68
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 64
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 64
4 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 62
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 62
Abundance Scan 2634 (18.764 min): BG056019.D\data.ms (-2629) (- | m/z 192.10 100.00%
192.1
5000
165.1 neNatol o\
531 820  119.0141.1 218.0 18.50 19.00
ol e el m/z 191.05  64.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67020: Anthracene, 9-methyl-
192.0
5000 ik —
18.50 19.00
96.0 m/z 189.05  47.34%
ol 390 630 | 139.0 16f’° ‘m
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67030: Anthracene, 1-methyl-
192.0
seleyie ittt
18.50 19.00
5000 m/z 190.00 34.28%
165.0
270 630 960 1390 | |
L AR e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 M
Abundance #67039:Phenanﬂwene,ZlnethyL A VARL VNI
18.50 19.00
m/z 165.10  25.06%
5000
165.0
39.0 630 M 116.0139.0
R e L e S —— —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 18.50 19.00

8270-BG121322.M Tue Dec 20 13:00:28 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121922\
Data File : BG@56019.D

Acq On : 19 Dec 2022 18:49
Operator : CG/JU

Sample : N6026-02

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 13 Phenanthrene, 3-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
18.806 2.39 ng 21357  Phenanthrene-die 17.713
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 72
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 64
3 Anthracene, 9-methyl- 192 C15H12 000779-02-2 59
4 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 59
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 59
Abundance Scan 2641 (18.806 min): BG056019.D\data.ms (-2639) (- | m/z 192.10 100.00%
192.1
5000
165.0 YIS v\
710 932 1154 1421 | ' 18.50 19.00
ob et L L 20 L il L nyz 101,05 59.27%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67036: Phenanthrene, 3-methyl-
192.0
5000 — e
18.50 19.00
96.0 m/z 193.05  27.59%
0. 390 630 | 1390 1650 w
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\ \’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67030: Anthracene, 1-methyl-
192.0
- ——
18.50 19.00
5000 m/z 165.00 16.55%
165.0
0 27.0 63'0 96\"0 13‘9'0‘ h‘ il
A B A a mal it o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67027: Anthracene, 9-methyl- “ T
192.0 18.50 19.00
m/z 93.20 10.50%
5000
o390 630 9401150 1390 1> w mw
e R e e A ARRA mama —h —
m/z--> 20 40 60 80 100 120 140 160 180 200 18.50 19.00

8270-BG121322.M Tue Dec 20 13:00:28 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121922\
Data File : BG@56019.D

Acq On : 19 Dec 2022 18:49

Operator : CG/JU

Sample : N6026-02

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 14 Phenanthrene, 9-ethyl- Concentration Rank 11

R.T EstConc Area Relative to ISTD R.T.
19.311 3.38 ng 30180  Phenanthrene-die 17.713
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 9-ethyl- 206 CleH14 003674-75-7 46
2 6-Methylpurine, TMS derivative 206 C9H14N4Si 032865-79-5 43
3 Anthracene, 2-ethyl- 206 CleH14 052251-71-5 43
4 Anthracene, 9-ethyl- 206 CleH14 000605-83-4 43
5 Phenanthrene, 9,10-dimethyl- 206 C16H14 000604-83-1 43

Abundance Scan 2727 (19.311 min): BG056019.D\data.ms (-2718) (- | m/z 206.20 100.00%
206.2

s

5000 241.2
55.0 128.1 459 ¢ .
19.00 19.50
Ot ,?, L0 n/z 191.00  65.96%
m/z--> 20 40 60 80 100120140160 180200220 240260280
Abundance #82931: Phenanthrene, 9-ethyl-
191.0
5000 — —
19.00 19.50
m/z 241.20 44.30%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #83265: 6-Methylpurine, TMS derivative

T

m/z-->

19.00 19.50
5000 m/z 189.00 42 .76%
280  sa0 1330
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #82925: Anthracene, 2-ethyl- “ —
191.0 19.00 19.50
m/z 190.10  34.60%
5000
83.0
o1l
0 270 | ‘\“ H\H‘ \55\)0\\‘ H u‘ ‘
P e e b e e e e

20 40 60 80 100120140160180200220240260280

19.00 19.50

8270-BG121322.M Tue Dec 20 13:00:29 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121922\
Data File : BG@56019.D

Acq On : 19 Dec 2022 18:49
Operator : CG/JU

Sample : N6026-02

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 15 di-p-Tolylacetylene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.481 4.99 ng 44573 Phenanthrene-d10 17.713
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 di-p-Tolylacetylene 206 CleH14 002789-88-0 94
2 Phenanthrene, 2,5-dimethyl- 206 C16H14 003674-66-6 91
3 Phenanthrene, 1,7-dimethyl- 206 C1l6H14 000483-87-4 90
4 Naphthalene, 1,2-dihydro-4-phenyl- 206 Cl6H14 007469-40-1 90
5 Phenanthrene, 3,6-dimethyl- 206 C16H14 001576-67-6 87

Abundance Scan 2756 (19.481 min): BG056019.D\data.ms (-2752) (- | m/z 206.05 100.00%
206.1

5000

-

T
19.50

57.1 g9 126.0154.1 253.1280.¢

0" m/z 191.10 42.68%
m/z--> 20 40 60 80 100120 140160180200220240260280
Abundance #82923: di-p-Tolylacetylene
206.0
5000 T

19.50
m/z 189.00  28.96%

7.0 630 1020 13701650 |

O‘HH‘H\\‘\\\\‘\\‘\\“H\\\\‘\\\\‘HH‘\‘\\\“\\{\‘\\\\‘\\\\‘\\H‘\H\‘\\
m/z--> 20 40 60 80 100120140160 180200220240260280
Abundance #82944: Phenanthrene, 2,5-dimethyl-
206.0
P
19.50
5000 ITI/Z 205.05 24.57%
101.0 650 ‘
165.
0270 630, ||| 100 10 | |
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #82948: Phenanthrene, 1,7-dimethyl- : ——
206.0 19.50
m/z 204.10 17.49%
5000
102.0
o0 890 M asmaeso | | ], 9 i
m/z--> 20 40 60 80 100120140160180200220240260280 19.50

8270-BG121322.M Tue Dec 20 13:00:30 2022 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121922\
Data File : BG@56019.D

Acq On : 19 Dec 2022 18:49

Operator : CG/JU

Sample : N6026-02

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 16 11H-Benzo[b]fluorene Concentration Rank 12

R.T EstConc Area Relative to ISTD R.T.
20.580 3.37 ng 57623  Chrysene-di12 22.020
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 72
2 Pyrene, 1-methyl- 216 C17H12 002381-21-7 64
3 3-Pyridinamine, 6-chloro-N-(phen... 216 C12H9CIN2 005325-71-3 59
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 58
5 1,3-Dihydro-5,6-dimethyl-1-(2-pr... 216 C12H12N2S 080276-22-8 49

Abundance Scan 2943 (20.580 min): BG056019.D\data.ms (-2939) (- | m/z 216.10 100.00%
216.1
T 7 \
430 251078 157.0 255.2287.1 20.50
0- m/z 215.00 83.08%
miz--> 50 100 150 200 250 300
Abundance #94572: 11H-Benzo[b]fluorene
216.0
5000 T ‘
20.50
m/z 217.10 25.84%
107.
0280 630 | | 1630 |
T T T T ’ T T T T ’ T T T T ’ T T T ‘ T T T T ‘ T T T T ‘ T
miz--> 50 100 150 200 250 300
Abundance #94565: Pyrene, 1-methyl-
216.0
U \
20.50
5000 m/z 213.00 21.29%
95.0
0210 ,6:\;'9\ \“,‘H\ — \,16\370\ “L i \““\ —
m/z--> 50 100 150 200 250 300
Abundance #94219: 3-Pyridinamine, 6-chloro-N-(phenylmethylene)- —
216.0 20.50
m/z 43.00 9.83%
5000
76.0 112.0
.
ot L L L -
m/z--> 50 100 150 200 250 300 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121922\
Data File : BG@56019.D

Acq On : 19 Dec 2022 18:49
Operator : CG/JU

Sample : N6026-02

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 17 unknown2l.608 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
21.608 3.32 ng 56851  Chrysene-di12 22.020
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dimethyl-[4-[2-(3-methylisoxazol... 228 C14H16N20 1000306-39-6 35
2 Cetene 224 C16H32 000629-73-2 25
3 3-Chloropropionic acid, octadecy... 360 C21H41C102 088168-99-4 18
4 5,12-ethanonaphthacene, 5,12-dih... 256 C20H16 1000396-72-8 18
5 Cyclotetradecane 196 C14H28 000295-17-0 15
Abundance Scan 3118 (21.608 min): BG056019.D\data.ms (-3115) (- | m/z 55.05 100.00%
55.0
228.0
97.1
5000
—— —
M‘ H‘ 156.9 265.0302.1 357, 21.50 22.00
ol bl m/z 43.80 91.58%
miz--> 50 100 150 200 250 300 350
Abundance #109255: Dimethyl-[4-[2-(3-methylisoxazol-5-yl)vinyl]phe
228.0
5000 — ——
21.50 22.00
m/z 57.05 89.88%
69.0 1130 1740 ‘
O\\\‘\‘\‘\\‘ \\huu m‘u“\‘h\‘\ \h\ e o
miz--> 50 100 150 200 250 300 350
Abundance #104590: Cetene
41.0
—— —
83.0 21.50 22.00
5000 m/z 41.00 74.82%
250
o LIS w0
m/z--> 50 100 150 200 250 300 350
Abundance #269865: 3-Chloropropionic acid, octadecyl ester —— —
55.0 21.50 22.00
97.0
m/z 228.00 74.69%
5000
390
o LI TRY ase0 220 saso VN
m/z--> 50 10 150 200 250 300 350 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121922\
Data File : BG@56019.D

Acq On : 19 Dec 2022 18:49
Operator : CG/JU

Sample : N6026-02

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 18 Perylene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
25.192 11.28 ng 114249  Perylene-di12 25.521
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzo[a]pyrene 252 C20H12 000050-32-8 89
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 76
3 Perylene 252 C20H12 000198-55-0 76
4 Benzo[j]fluoranthene 252 C20H12 000205-82-3 76
5 Benzo[b]fluoranthene 252 C20H12 000205-99-2 74
Abundance Scan 3728 (25.192 min): BG056019.D\data.ms (-3721) (-~ | m/z 252.10 100.00%
252.1
126.0 200.0 291.9 25 00 25 50
ol 410 770 20716312000, M 29193270 s 59,10 26.97%
miz--> 50 100 150 200 250 300
Abundance #138557: Benzo[a]pyrene
252.0
5000 ”W/\‘
25 00 25 50
126.0 m/z 253.05  23.51%
O\\\\‘\\8\3\0“ ‘H‘\‘“\\ \\\2\0‘0\()\“\\“\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #138563: Benzo[K]fluoranthene
252.0
25 00 25 50
5000 m/z 251.00 9.57%
126.0
o moyl aweo |
m/z--> 50 100 150 200 250 300 W
Abundance #138551: Perylene e
252.0 25.00 25.50
m/z 248.00 6.90%
5000
125.0
ol7.0 83.0 | \H 163.0200.0 , ||
e e e S maan mman o S
m/z--> 50 100 150 200 250 300 25.00 25.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121922\
Data File : BG@56019.D

Acq On : 19 Dec 2022 18:49

Operator : CG/JU

Sample : N6026-02

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 19 unknown29.793 Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
29.793 16.71 ng 169220  Perylene-di12 25.521
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Etaqualone 264 C17H16N20 007432-25-9 38
2 1-Ethanone, 1-(2-[(3,3-dimethyl-... 292 C16H24N20S 077109-20-7 38
3 Phosphine, methyl-(2,4,6-triisop... 250 C16H27P 158748-69-7 38
4 2,4,6(1H,3H,5H)-Pyrimidinetrione... 264 C14H20N203 055044-42-3 27
5 Hydroxycotinine, (Z)-, TBDMS der... 306 C16H26N202Si  1000331-70-7 25

Abundance Scan 4511 (29.793 min): BG056019.D\data.ms (-4499) (-

249.1

m/z 249.10 100.00%

.

5000
43.0 181.0 404
93.0
35.0 209.1341.2 29 50 30. 00
0 m/z 250.15 46.68
m/z--> 50 100 150 200 250 300 350 400
Abundance #153309: Etaqualone
249.0
5000 — ——
77.0 29.50 3000
m/z 278.00
ok ‘\\Hu‘h\‘w““‘ ! \N \h \H ‘h\‘ \‘ e ‘ e ‘ h“ ‘ ‘\L‘ SR
m/z--> 50 100 150 200 250 300 350 400
Abundance #188877: 1-Ethanone, 1-(2-[(3,3-dimethyl-5-thioxotetrahy
249.0
2950 3000
5000 ITI z 43.05
‘ﬁo 108.0 160, 020‘14H 202.0
T
m/z--> 50 100 150 200 250 300 350 400
Abundance #136036: Phosphine, methyl-(2,4,6-triisopropylphenyl)- —— —
249.0 29.50 3000
m/z 404.30 2.86
5000
43.0 203.0
91.0  161.0 ‘ ‘
0 N\A‘\\\JﬂNWW\WWJMW‘MWL‘ N
m/z--> 50 100 150 200 250 300 350 400 2950 3000
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121922\
Data File : BGO56019.D

Acqg On : 19 Dec 2022 18:49
Operator : CG/JU

Sample : N6026-02

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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... 3.400 26.8 ng 66665 1 8.365 49842 20.0
unknown3.453 3.453 2.8 ng 6946 1 8.365 49842 20.0
2-Pentanone, 4-... 5.410 10.1 ng 25122 1 8.365 49842 20.0
unknown6.773 6.773 7.2 ng 17984 1 8.365 49842 20.0
Hexanoic acid, ... 9.657 17.7 ng 44098 1 8.365 49842 20.0
Naphthalene, 2-... 14.428 2.2 ng 13282 3 14.975 123077 20.0
unknownl15.568 15.568 2.3 ng 13893 3 14.975 123077 20.0
Benzophenone 16.308 3.5 ng 21355 3 14.975 123077 20.0
unknown16.673 16.673 2.2 ng 19913 4 17.713 178582 20.0
n-Hexadecanoic ... 18.565 9.2 ng 81881 4 17.713 178582 20.0
Anthracene, 2-m... 18.624 3.1 ng 27429 4 17.713 178582 20.0
Anthracene, 9-m... 18.765 6.1 ng 54234 4 17.713 178582 20.0
Phenanthrene, 3... 18.806 2.4 ng 21357 4 17.713 178582 20.0
Phenanthrene, 9... 19.311 3.4 ng 30180 4 17.713 178582 20.0
di-p-Tolylacety... 19.481 5.0 ng 44573 4 17.713 178582 20.0
11H-Benzo[b]flu... 20.580 3.4 ng 57623 5 22.020 342223 20.0
unknown21.608 21.608 3.3 ng 56851 5 22.020 342223 20.0
Perylene 25.192 11.3 ng 114249 6 25.521 202486 20.0
unknown29.793 29.793 16.7 ng 169220 6 25.521 202486 20.0
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