LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@72722\
Data File : BGO54422.D

Acqg On : 27 Jul 2022 19:10
Operator : CG/JU

Sample : N3892-01

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-BG071522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO54422.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.032 3 7 15 rVB4 9789 19392 1.79% 0.245%
2 3.108 15 20 30 rVB 67460 117579 10.88% 1.487%
3 5.564 431 438 447 rBV 183838 320144 29.61% 4.048%
4 7.174 704 712 725 rBV 197568 356998 33.02% 4.514%
5 7.991 844 851 858 rBV 60577 106960 9.89%  1.352%
6 9.154 1041 1049 1057 rBV 127632 233682 21.61% 2.955%
7 10.799 1318 1329 1334 rBV 79931 148039 13.69% 1.872%
8 10.846 1334 1337 1346 rVB2 11133 17679 1.64% 0.224%
9 12.450 1604 1610 1618 rVB 8252 14633 1.35% 0.185%
10 13.244 1738 1745 1754 rBV 414635 671800 62.14% 8.494%
11 13.943 1858 1864 1871 rBV3 6288 12012 1.11% 0.152%
12 14.348 1927 1933 1945 rBV 13107 27829 2.57% 0.352%
13 14.513 1955 1961 1968 rVB2 8020 11584 1.07% 0.146%
14 14.624 1968 1980 1986 rBV 143945 235727 21.80%  2.980%
15 14.689 1986 1991 1998 rVB 11342 19625 1.82% 0.248%
16 15.024 2043 2048 2055 rBV 23302 36864 3.41% 0.466%
17 15.465 2118 2123 2126 rVB2 9446 13407 1.24% 0.170%
18 15.670 2152 2158 2170 rBV 32656 58345 5.40% 0.738%
19 15.964 2202 2208 2215 rVB 9843 17340 1.60% 0.219%
20 16.117 2226 2234 2243 rBV2 379364 615999 56.98% 7.788%
21 16.322 2265 2269 2270 rBV 15988 17144 1.59% 0.217%
22 16.346 2271 2273 2278 rVB3 19238 22614 2.09% 0.286%
23 16.675 2320 2329 2334 rBV5 11245 28396 2.63% 0.359%
24 16.722 2334 2337 2342 rVB3 10213 15832 1.46% 0.200%
25 16.822 2349 2354 2360 rVB7 7484 14443 1.34% 0.183%
26 16.892 2360 2366 2371 rBV7 13738 27343  2.53%  0.346%
27 17.110 2398 2403 2408 rBV3 21639 34039 3.15% 0.430%
28 17.186 2408 2416 2422 rVB3 20261 52952 4.90% 0.669%
29 17.368 2441 2447 2451 rBV 180878 299939 27.74% 3.792%
30 17.409 2451 2454 2462 rVW 234090 363863 33.65% 4.600%
31 17.503 2464 2470 2475 rVWW 71140 110290 10.20% 1.394%
32 17.562 2475 2480 2485 rVWv4 9642 19664 1.82% 0.249%
33 17.644 2491 2494 2499 rVB6 7731 11878 1.10% 0.150%
34 17.779 2513 2517 2521 rBV3 13087 17314 1.60% 0.219%
35 17.850 2526 2529 2533 rBV 21913 30309 2.80% 0.383%
36 18.249 2592 2597 2601 rBV2 51372 90408 8.36% 1.143%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@72722\
Data File : BGO54422.D

Acqg On : 27 Jul 2022 19:10
Operator : CG/JU

Sample : N3892-01

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-BG071522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 18.291 2601 2604 2613 rVB2 49164 84999 7.86% 1.075%
38 18.373 2614 2618 2623 rBV2 18936 33140 3.07% 0.419%
39 18.443 2624 2630 2634 rBV3 76485 141375 13.08% 1.787%
40 18.543 2644 2647 2651 rBV2 28754 34117 3.16% 0.431%
41 18.743 2677 2681 2684 rVB 27604 36584 3.38% 0.463%
42 18.790 2686 2689 2695 rVB3 21222 33316 3.08% 0.421%
43 19.166 2748 2753 2757 rBV3 45605 89638 8.29% 1.133%
44 19.425 2792 2797 2802 rVB 409313 586565 54.25% 7.416%
45 19.754 2849 2853 2855 rBvV2 78739 123599 11.43% 1.563%

46 19.789 2855 2859 2867 rVB 366146 552980 51.15% 6.992%
47 19.977 2886 2891 2896 rVB 777837 1081169 100.00% 13.670%
48 20.277 2939 2942 2946 rVB 107642 150289 13.90% 1.900%
49 21.634 3166 3173 3178 rBV2 282103 749441 69.32%  9.475%

Sum of corrected areas: 7909278
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072722\
Data File : BGO54422.D

Acqg On : 27 Jul 2022 19:10
Operator : CG/JU

Sample : N3892-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG054422.D\data.ms

800000
600000

400000

200000 5.564 ara
9.154
108 7.991 10.799
082 10846 12.450
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Abundance TIC: BG054422.D\data.ms

19.977

800000

21.634
600000

19.42%9.78

13.244
400000 16.117
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200000 14.624

13.943%&&@53&?%5&%@8& 30 hz
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Abundance TIC: BG054422.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072722\
Data File : BGO54422.D

Acqg On : 27 Jul 2022 19:10
Operator : CG/JU

Sample : N3892-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.108 21.99 ng 117579 1,4-Dichlorobenzene-d4 7.991

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 50
3 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 16
4 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 9
5 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 9

Abundance  Scan 20 (3.108 min): BG054422.D\data.ms (-15) (-) m/z 73.10 100.00%

73.1
5000 43.0
55.0 87.1
T
‘ ‘ 320 3.40
Ob e L niz as.es 41.73%

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

5000 LA B B |
43.0 3.20 3.40
550 87.0 m/z 87.10  27.97%
29.0 ‘
O\\‘\\\\‘\\\\“\\\\“\\\\‘\\\\‘\\\\“\}\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
C
87.0 320 3.40
41.0 55.0 .
5000 ITI/Z 55.05 25.46%
29.0
so |1
e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8502: 2-Methyl-5-hexen-3-ol e
73.0 3.20 3.40

m/z 41.10 12.84%

55.0
43.0
5000
27.0
w0 | I
I ‘ ‘ il ‘ | il |

m/z--> 10 20 30 40 50 60 70 80 90 100 320 3.40

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072722\
Data File : BGO54422.D

Acqg On : 27 Jul 2022 19:10
Operator : CG/JU

Sample : N3892-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.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 Hexacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.110 2.27 ng 34039  Phenanthrene-die 17.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 58
2 Heneicosane 296 C21H44 000629-94-7 58
3 Heptadecane 240 C17H36 000629-78-7 58
4 Octadecane 254 C18H38 000593-45-3 52
5 Pentacosane 352 C25H52 000629-99-2 52
Abundance Scan 2403 (17.110 min): BG054422.D\data.ms (-2398) (- | m/z 57.10 100.00%
57.1
2000 jWMdWKwWMAAwﬂJWAWﬂA
9.1 195.0 T T
‘ ‘ ‘ 17.00 17.50
0 “‘W\\MWMMMMWH\WWHMJHM““““ RN m/z 43.10  73.30%
miz--> 50 100 150 200 250 300 350
Abundance #275538: Hexacosane
57.0
5000 —r e
17.00 17.50
90 m/z 71.10 63.05%
oL LLLi )] 141018302250 56703000 366:
\\\\‘ \\‘\\\‘\\\\\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
—— —
17.00 17.50
5000 ITI/Z 85.10 42 .58%
‘ 9.0
41.0
50 L1111 1401802250 2080
m/z--> 0 100 150 200 250 300 350 M%%ﬁ
Abundance #123960: Heptadecane ﬂ‘ “ —
57.0 17.00 17.50
m/z 41.10 34.51%
5000
9.0
o591y wowe0 200 I
m/z--> 50 100 150 200 250 300 350 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072722\
Data File : BGO54422.D

Acqg On : 27 Jul 2022 19:10
Operator : CG/JU

Sample : N3892-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.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 4 Dibenzothiophene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.186 3.53 ng 52952  Phenanthrene-d10 17.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibenzothiophene 184 C12H8S 000132-65-0 91
2 Naphtho[2,1-b]thiophene 184 C12H8S 000233-02-3 91
3 Azuleno(2,1-b)thiophene 184 C12H8S 000248-13-5 83
4 Naphtho[2,3-b]thiophene 184 C12H8S 000268-77-9 80
5 Naphtho[1,2-b]thiophene 184 C12H8S 000234-41-3 72

Abundance Scan 2416 (17.186 min): BG054422.D\data.ms (-2408) (- | m/z 184.00 100.00%
.0

184
5000
P Tt

139.1
17.00 17.50
57‘-1 9211130 T | 2101 :
O L R m/z 185.00  14.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58969: Dibenzothiophene
184.0 /\M
5000 L) A
17.00 17.50
139.0 m/z 139.05 13.63%
92.0
o 390 690, %1130 | 1600 |
‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘ \\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58972: Naphtho([2,1-b]thiophene
184.0
17.00 17.50
5000 m/z 183.10 10.31%

o

139.0
92.0
40.0 690\ | 1130 \‘\ u‘ \‘\
R R R AR
miz—> 20 40 60 80 100 120 140 160 180 200 MMW H{W
Abundance #58973: Azuleno(2,1-b)thiophene A‘ e ‘A‘ ‘ |

-
184.0 17.00 17.50

m/z 152.00 8.48%

5000

79.0 139.0
ol A80 | 1140 | 1600 | e

m/z--> 20 40 60 80 100 120 140 160 180 200 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072722\
Data File : BGO54422.D

Acqg On : 27 Jul 2022 19:10
Operator : CG/JU

Sample : N3892-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.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 Heptadecane, 9-hexyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.850 2.02 ng 30309 Phenanthrene-die 17.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 74
2 Heneicosane 296 C21H44 000629-94-7 74
3 Eicosane, 10-methyl- 296 C21H44 054833-23-7 72
4 Octacosane 394 C28H58 000630-02-4 72
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 72
Abundance Scan 2529 (17.850 min): BG054422.D\data.ms (-2526) (- | m/z 57.10 100.00%
57.1
5000 WMJ\AMA—/\/W
99.0 P —
| ‘ 1551  211.0 3470 17.50 18.00
ol I \HMH \Hmh\ Lyl u\\ WA m/z 43.10  68.29%
miz-> 50 100 150 200 250 300
Abundance #229650: Heptadecane, 9-hexyl-
43.0
5000 — ——
85.0 17.50 18.00
m/z 71.10 61.23%
b kLU 3270 1890 "7 a0 saa
miz--> 50 100 150 200 250 300
Abundance #194590: Heneicosane
57.0
— —
17.50 18.00
5000 m/z 85.10 46.50%
‘ 99.0
41.0
olso | 1| | 410 1830 2250 2060
miz--> 50 100 150 200 250 300
Abundance #194595: Eicosane, 10-methyl- — —
57.0 17.50 18.00
m/z 41.10  45.80%
o M/WVM
99.0 1
S I N O = -2 N P
m/z--> 50 100 150 200 250 300 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072722\
Data File : BGO54422.D

Acqg On : 27 Jul 2022 19:10
Operator : CG/JU

Sample : N3892-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.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 Anthracene, 1-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.250 6.03 ng 90408  Phenanthrene-d1e 17.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 1-methyl- 192 C15H12 000610-48-0 86
2 Anthracene, 9-methyl- 192 C15H12 000779-02-2 86
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 86
4 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 86
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 70

Abundance Scan 2597 (18.249 min): BG054422.D\data.ms (-2592) (- | m/z 192.00 100.00%

192.0
5000
431 730 165.1 1800 1850
Ll y20102290 )l 2311950, ' 7769
0“HNWH‘NWHNmewuuuﬁwHM‘wu‘MW“whwu‘wu‘u“ m/z 191.00 57.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #67030: Anthracene, 1-methyl-
192.0
5000 U U
18.00 18.50
m/z 189.00 32.11%
165.0
0270 63.0 9§0 1390 ‘ 4 HM
‘\\\\’\\\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #67026: Anthracene, 9-methyl-
192.0
— —
18.00 18.50
5000 m/z 190.00 13.80%
96.0 165.0
280 630 /1390 " |
e e e et e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #67039: Phenanthrene, 2-methyl- —= Mon P
192.0 18.00 18.50
m/z 73.00 13.67%
5000
630 210 139 016\5'0 |
27.0 :
0270 O e bt Ml e e e Lt ) ‘mmmmﬁ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072722\
Data File : BGO54422.D

Acqg On : 27 Jul 2022 19:10
Operator : CG/JU

Sample : N3892-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.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 Anthracene, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.291 5.67 ng 84999  Phenanthrene-d1e 17.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 94
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 90
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 90
4 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 90
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 90
Abundance Scan 2604 (18.291 min): BG054422.D\data.ms (-2601) (- | m/z 192.00 100.00%
192.0
‘ 18.00 18%6
94.3 163.0 : :
oH“““‘5‘%‘1‘”““mww‘l‘?"‘;9“:“‘1”:;“;”“‘;‘2‘%“5:9_”“22‘1"f m/z 191.00  63.01%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #67023: Anthracene, 2-methyl-
192.0
5000 = —
18.00 18.50
m/z 189.00  28.03%
96.0 ‘
0H\‘\\\\‘\\\6\3\0\\“‘\\\“!‘\\\\‘\\\\‘H:}ﬁ?\\()\‘\\‘\‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #67021: Anthracene, 1-methyl-
192.0
— —
18.00 18.50
5000 m/z 193.00 16.61%
83.0
o390 | |1150 1630 ‘\
R e e e e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #67039: Phenanthrene, 2-methyl- — —
192.0 18.00 18.50
m/z 190.00 16.22%
5000
5..270 630 #1560 1630 M
e e e e e e e L
m/z--> 20 40 60 80 100120140160180200220240260 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072722\
Data File : BGO54422.D

Acqg On : 27 Jul 2022 19:10
Operator : CG/JU

Sample : N3892-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.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 1H-Cyclopropa[l]phenanthren... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.373 2.21 ng 33140  Phenanthrene-die 17.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 1-methyl- 192 C15H12 000610-48-0 90
2 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 87
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 87
4 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 87
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 87

Abundance Scan 2618 (18.373 min): BG054422.D\data.ms (-2614) (- | m/z 192.00 100.00%
192.0

5000

o

7 L
165.0
631 97.1124.1 231.1 260.1 18.00 18.50
m/z 191.85  54.84%

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #67028: Anthracene, 1-methyl-
192.0
5000 = —r—
18.00 18.50
165.0 m/z 188.95  28.31%
\ue?’\.oh u\g\?o 1260\ m \‘M |
O‘HH‘\H\“\H\“HH‘HH‘HH‘HH‘HH‘\ \‘HH‘HH‘HH‘HH

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #67054: 1H-Cyclopropa[l]phenanthrene,1a,9b-dihydro-
1

o

92.0
= =
18.00 18.50
5000 m/z 190.10  18.29%
165.0
0 27'0 63)\.0 m 9?‘0 126'0\ 4 h‘\ L Hh‘
T e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #67039: Phenanthrene, 2-methyl- ‘ YW ‘
192.0 18.00 18.50
m/z 193.00 17.01%
5000
94.0 165.0
0 27.0 630 | M 1260\ m M‘\ I MH
T e e e e e P e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072722\
Data File : BGO54422.D

Acqg On : 27 Jul 2022 19:10
Operator : CG/JU

Sample : N3892-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.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 9 4H-Cyclopenta[def]phenanthrene Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
18.443 9.43 ng 141375  Phenanthrene-di10 17.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 74
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 64
3 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 36
4 4-(4-Chlorophenyl)pyridine 189 C11H8CIN 005957-96-0 35
5 1,4-Naphthalenedione, 2,5-dihydr... 190 C10H604 004923-55-1 35

Abundance Scan 2630 (18.443 min): BG054422. D\data ms (-2624) (- | m/z 190.00 100.00%
190.
5000 ‘/\
Mal
94.7 18.50
ol bl T Ml 2451 2800 189 00 95.93%
miz--> 50 100 150 200 250
Abundance #64923: 4H-Cyclopenta[def]phenanthrene
190.0
5000 T
94.0 18.50
4 m/z 190.95  30.23%
ol 310 630 \‘\ 1370 ||
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
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene
189.0
T
18.50
5000 ITI/Z 192.00 28.37%
94.0
ok ‘_‘HH‘_ -
m/iz--> 50 100 150 200 250
Abundance #64350: 2,2'-Bis(4,5-dimethylimidazole) ==
189.0 18.50
m/z 187.00 21.78%
5000
42.0 122.0
m/z--> 50 100 150 200 250 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072722\
Data File : BGO54422.D

Acqg On : 27 Jul 2022 19:10
Operator : CG/JU

Sample : N3892-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.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 Heptadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.543 2.27 ng 34117  Phenanthrene-di0 17.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 96
2 Eicosane 282 C20H42 000112-95-8 92
3 Hexadecane 226 C16H34 000544-76-3 90
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 49
5 Tetradecane 198 C14H30 000629-59-4 49
Abundance Scan 2647 (18.543 min): BG054422.D\data.ms (-2644) (- | m/z 57.10 100.00%
57.1
5000 WM
N
127.0
| 0 1801 218.1 531 Hoy. 18.50
ol ol m/z 43.10  89.57%
miz-> 50 100 150 200 250
Abundance #123958: Heptadecane
57.0
5000 —— :
18.50
m/z 71.10 53.69%
‘ 99.0 141.0 240.0
0 ‘2‘61"0\’\“‘\‘ ‘!‘ \H‘\ H“ \“ T “\ i.“\ 3.8\3\0‘ I }.‘ T T T
miz--> 50 100 150 200 250
Abundance #176385: Eicosane
57.0
N
18.50
5000 m/z 85.10  48.44%
99.0
282.0
ob2dol by iy 740 7880 220 TR
miz--> 50 100 150 200 250
Abundance #107218: Hexadecane T
57.0 18.50
m/z 41.10 40.78%
= W
o 2@\0““ L4 “‘9%-0‘ 1410 183.0 226.0
e e S e e —
m/z--> 50 100 150 200 250 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072722\
Data File : BGO54422.D

Acqg On : 27 Jul 2022 19:10
Operator : CG/JU

Sample : N3892-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.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 11 9,10-di(Chloromethyl)anthra... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.743 2.44 ng 36584  Phenanthrene-die 17.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,10-di(Chloromethyl)anthracene 274 C16H12C12 010387-13-0 72
2 Naphthalene, 2-phenyl- 204 C16H12 000612-94-2 60
3 Tricyclo[8.2.2.2(4,7)]hexadeca-2... 204 C1l6H12 006572-60-7 60
4 9,10-Bis(bromomethyl)anthracene 362 C16H12Br2 034373-96-1 47
5 6-Phenylbenzocyclohepten-7-one 232 C17H120 093327-56-1 47

Abundance Scan 2681 (18.743 min): BG054422.D\data.ms (-2677) (- ' m/z 204.00 100.00%
204.0

5000 N«AMMNA

g
m 18.50 19.00
\\

63.0 95.1 152.0 252.0 12.(
D e BPRPSSEN VOY P L2 20 3120 2 202,00 40.29%
miz--> 50 100 150 200 250 300
Abundance #166008: 9,10-di(Chloromethyl)anthracene
204.0
5000 AAAA)‘\/\f‘f/\/\‘A T
18.50 19.00

m/z 203.00  33.11%

101.0 239.0
0 36.0 67.0 ; | 1510 | | 240
T 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 #80574: Naphthalene, 2-phenyl-
204.0

T
18.50 19.00

5000 m/z 205.05 16.27%
b0 63.0 \ 150.0
0 —— \’\ ‘\ ‘ML‘ \H‘ N SO — i” - ‘\‘ . } L B R e e e
miz--> 50 100 150 200 250 300
Abundance #80598: Tricyclo[8.2.2.2(4,7)]hexadeca-2,4,6,8,10,12,13, —r P
204.0 18.50 19.00

m/z 212.00  12.86%

5000
101.0
63.0
027'0\“\‘\\“\\\ 15“‘2.0““M\\\\‘\\“\“ ' A/\\

T
m/z--> 50 100 150 200 250 300 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072722\
Data File : BGO54422.D

Acqg On : 27 Jul 2022 19:10
Operator : CG/JU

Sample : N3892-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.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 12 9,10-Anthracenedione Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.790 2.22 ng 33316  Phenanthrene-die 17.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,10-Anthracenedione 208 (C14H802 000084-65-1 86
2 1,4-Anthracenedione 208 C14H802 000635-12-1 49
3 5,6,7,8-Tetrahydro-1-phenylnapht... 208 C1l6H16 067064-63-5 43
4 Pyrene, 1,2,3,3a,4,5-hexahydro- 208 C16H16 005385-37-5 43
5 9H-Fluoren-9-one 180 C13H80 000486-25-9 42

Abundance Scan 2689 (18.790 min): BG054422.D\data.ms (-2686) (- | m/z 208.00 100.00%

208.0
5000 152.1
1
71.0 — ——
0 _‘H“‘HM_uh“‘”l”‘w‘m‘w uw““u_‘!l‘w b lheter b m/z 180.00  67.29%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #85293: 9,10-Anthracenedione
180.0
5000 76.0 IS ]
151.0 18.50 19.00
209.0 m/z 152.05 49.56%
O ‘\\3\\9‘\(\)“H“‘\H“\‘\H\‘HJ‘WHJ\-\‘\‘\H‘HH‘HH‘HH’\ H‘HH‘HH‘HH‘HH’
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #85290: 1,4-Anthracenedione
208.0
—— ——
152.0 18.50 19.00 ;
5000 m/z 151.00 35.56%
76.0
m/z--> 20 40 60 80 100120140160180200220240260280
—— ——

Abundance #85416: 5,6,7,8-Tetrahydro-1-phenylnaphthalene
208.0 18.50 19.00

m/z 212.00  30.04%

5000 165.0

760 115.0

m/z--> 20 40 60 80 100120140160180200220240260280 18.50 19.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072722\
Data File : BGO54422.D

Acqg On : 27 Jul 2022 19:10
Operator : CG/JU

Sample : N3892-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.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 13 9,10-Dimethylanthracene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.166 5.98 ng 89638  Phenanthrene-d1e 17.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 89
2 Naphthalene, 1,2-dihydro-4-phenyl- 206 Cl6H14 007469-40-1 64
3 3,4-Dimethylphenanthrene 206 C1l6H14 1000452-24-5 64
4 Phenanthrene, 1,7-dimethyl- 206 C1l6H14 000483-87-4 62
5 di-p-Tolylacetylene 206 Cl6H14 002789-88-0 62

Abundance Scan 2753 (19.166 min): BG054422.D\data.ms (-2748) (- | m/z 206.10 100.00%

206.1
57.1
5000
P

—T
165.0
e, il omenn, e
oL \‘\hm‘\m\ Doy sy u\uu bl u\\um\m‘w‘ Huu\hh‘\‘ o m/z 57.10 59.27%
m/z--> 50 100 150 200 250 300
Abundance #82934: 9,10-Dimethylanthracene
206.0
5000 — —
19.00 19.50

m/z 191.00 50.25%

OL\5 \0\ \5]‘_? T ‘?9“\ ﬂ‘ \1\27\(\) 3-6\‘5\(‘:‘3 h ’“H“\ L B B
miz--> 50 100 150 200 250 300
Abundance #82969: Naphthalene, 1,2-dihydro-4-phenyl-
206.0

7
19.00 19.50
m/z 43.10 35.43%

mlz--> 50 100 150 200 250 300
Abundance #82935: 3,4-Dimethylphenanthrene 7 —
206.0 19.00 19.50

m/z 85.10  27.90%

5000
89.0
51.0

126.0 ‘
oL 510 jazeo Y

7 —
m/z--> 50 100 150 200 250 300 19.00 19.50

5000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072722\
Data File : BGO54422.D

Acqg On : 27 Jul 2022 19:10
Operator : CG/JU

Sample : N3892-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.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 Fluoranthene, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.276 4.01 ng 150289  Chrysene-d12 21.640
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 74
2 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 72
3 1,3,5-Triazine-2,4,6-triamine, N... 216 C10H12N6 046731-79-7 64
4 3-Trifluoromethylcinnamic acid 216 C1OH7F302 000779-89-5 64
5 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 56
Abundance Scan 2942 (20.277 min): BG054422.D\data.ms (-2939) (- | m/z 216.00 100.00%
216.0
57.1 T U
\ ‘ 97.1 139.1 267.1 316.9356.0 2090 2050
ob AL T 189y 267 81693560 ;515,00 74.25%
m/z--> 50 100 150 200 250 300 350
Abundance #94579: Fluoranthene, 2-methyl-
216.0
5000 pas —r
20.00 20.50
m/z 57.10 21.77%
108.0
0 639 L \“ 1630 Loy i
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #94575: 11H-Benzo[a]fluorene
216.0
— —
20.00 20.50
5000 m/z 213.00 20.57%
108.0
0 63'0\ i ‘ 163.0 -
7
m/z--> 50 100 150 200 250 300 350
Abundance #93607: 1,3,5-Triazine-2,4,6-triamine, N-(4-methylphenyl e —
216.0 20.00 20.50
m/z 43.10 18.59%
5000 W
43.0 85.0 132.017"3"0
R AV PN A SN N — S
m/z--> 50 100 150 200 250 300 350 20.00 20.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072722\
Data File : BGO54422.D

Acqg On : 27 Jul 2022 19:10
Operator : CG/JU

Sample : N3892-01

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.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... 3.108 22.0 ng 117579 1  7.991 106960 20.0
Hexacosane 17.110 2.3 ng 34039 4 17.368 299939 20.0
Dibenzothiophene 17.186 3.5 ng 52952 4 17.368 299939 20.0
Heptadecane, 9-... 17.850 2.0 ng 30309 4 17.368 299939 20.0
Anthracene, 1-m... 18.250 6.0 ng 90408 4 17.368 299939 20.0
Anthracene, 2-m... 18.291 5.7 ng 84999 4 17.368 299939 20.0
1H-Cyclopropa[l... 18.373 2.2 ng 33140 4 17.368 299939 20.0
4H-Cyclopenta[d... 18.443 9.4 ng 141375 4 17.368 299939 20.0
Heptadecane 18.543 2.3 ng 34117 4 17.368 299939 20.0
9,10-di(Chlorom... 18.743 2.4 ng 36584 4 17.368 299939 20.0
9,10-Anthracene... 18.790 2.2 ng 33316 4 17.368 299939 20.0
9,10-Dimethylan... 19.166 6.0 ng 89638 4 17.368 299939 20.0
Fluoranthene, 2... 20.276 4.0 ng 150289 5 21.640 749441 20.0
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