LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101822\
Data File : BF130703.D

Acqg On : 18 Oct 2022 17:48
Operator : CG\JU

Sample : N5171-01

Misc :

ALS Vvial : 11 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_ F\Methods\8270-BF101122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF130703.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.739 481 485 500 rBV 114981 165692 2.41% 0.533%
2 5.181 557 560 583 rBv 1217721 1251909 18.20% 4.025%
3 6.228 735 738 756 rBV 1225697 1157541 16.83% 3.722%
4 6.575 794 797 805 rVB 437277 371216 5.40% 1.194%
5 7.145 890 894 906 rBV 890022 753426 10.96%  2.423%
6 7.857 1011 1015 1018 rBV 532633 424568 6.17% 1.365%
7 8.933 1194 1198 1201 rBV 1454059 1233602 17.94% 3.967%
8 9.604 1308 1312 1315 rBV 442081 380199 5.53% 1.222%
9 10.392 1442 1446 1457 rVB 758925 654724 9.52% 2.105%
10 11.080 1560 1563 1565 rBV 379695 337313 4.90% 1.085%
11 11.104 1565 1567 1571 rVWV 427807 389445 5.66% 1.252%
12 11.157 1571 1576 1580 rVB 112904 117103 1.70% 0.377%
13 11.321 1599 1604 1610 rBV2 67418 99047 1.44% 0.318%
14 11.492 1629 1633 1636 rBV 2111100 1722094 25.04% 5.537%
15 11.586 1645 1649 1651 rBV 76751 72068 1.05% ©.232%
16 11.616 1651 1654 1655 rBV 90958 89958 1.31% 0.289%
17 11.633 1655 1657 1660 rVV 134126 133003 1.93% 0.428%
18 11.692 1664 1667 1670 rBV 141866 151419 2.20% 0.487%
19 11.916 1702 1705 1708 rVB 91006 83720 1.22% 0.269%
20 12.186 1745 1751 1752 rBV 5670573 6877100 100.00% 22.113%
21 12.204 1752 1754 1760 rVV2 4793707 4313585 62.72% 13.870%

22 12.280 1764 1767 1768 rBV 1184259 989284 14.39%
23 12.292 1768 1769 1772 rVB 948230 746670 10.86%
24 12.521 1803 1808 1811 rVV 942726 1024351 14.90%
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25 12.668 1830 1833 1841 rVB 1402163 1267539 18.43% 076%
26 12.739 1841 1845 1850 rBV2 71993 128127 1.86% 0.412%
27 12.851 1857 1864 1868 rBV 203291 268996 3.91% ©.865%
28 12.915 1871 1875 1878 rVV 190854 216553 3.15% ©.696%
29 12.957 1878 1882 1887 rVV3 135132 202854  2.95% 0.652%
30 13.004 1887 1890 1893 rVB2 97169 99712 1.45% 0.321%
31 13.110 1905 1968 1911 rw2 97725 91601 1.33% ©.295%
32 13.145 1911 1914 1921 rVB2 106125 134318 1.95% 0.432%
33 13.468 1966 1969 1971 rBV 92573 75517 1.10% 0.243%
34 13.574 1984 1987 1990 rBV 84112 71690 1.04% 0.231%
35 13.668 2000 2003 2005 rBV 98023 75375 1.10% ©.242%

36 13.715 2005 2011 2014 rVV2 880107 1374662 19.99% 4.420%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101822\
Data File : BF130703.D

Acqg On : 18 Oct 2022 17:48
Operator : CG\JU

Sample : N5171-01

Misc

ALS Vvial : 11 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_ F\Methods\8270-BF101122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.745 2014 2016 2023 rVW 715337 586993 8.54% 1.887%
38 13.821 2026 2029 2032 rVB 161174 145088 2.11% 0.467%
39 14.109 2073 2078 2080 rVB2 136959 182955 2.66%  ©.588%
40 14.315 2111 2113 2117 rVB 120746 119534 1.74% 0.384%
41 14.721 2178 2182 2184 rBV 611295 738416 10.74%  2.374%
42 14.815 2196 2198 2202 rVB 96856 90977 1.32% ©.293%
43 14.986 2224 2227 2233 rVB 291506 315754 4.59% 1.015%
44 15.045 2233 2237 2241 rVB 459297 506346 7.36% 1.628%
45 15.098 2242 2246 2249 rBV 349145 392264 5.70% 1.261%
46 16.392 2461 2466 2475 rBV 142377 279318 4.06% 0.898%

47 16.780 2527 2532 2540 rVB 101877 196646 2.86% ©.632%

Sum of corrected areas: 31100272
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101822\
Data File : BF130703.D

Acqg On : 18 Oct 2022 17:48
Operator : CG\JU

Sample : N5171-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF130703.D\data.ms
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Abundance TIC: BF130703.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101822\
Data File : BF130703.D

Acqg On : 18 Oct 2022 17:48

Operator : CG\JU

Sample : N5171-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101122.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
4.739 8.93 ng 165692 1,4-Dichlorobenzene-d4 6.575
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 17
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 485 (4.739 min): BF130703.D\data.ms (-481) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.0 \\‘\\\\‘\\\\‘\\\\’\\\\‘
4.40 4.60 4.80 5.00
N | 83.0 .
OFrrrrrrrrrrrrr e el e e m/z 59.100 63.11%
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 L L R R IR B
4.40 4.60 4.80 5.00
101.0 m/z 101.00 24.22%
0 31.0 Ly n 83.0 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4542: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43.0
PP ey
4.40 4.60 4.80 5.00
m/z 58.10 16.70%
5000 101.0
28.0 59.0
840
1q0 ﬂ” llly M‘
0\\w\H\_\H_\H‘H\W\H\M\H_\H‘H\w\u\_\u‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4529: 2,3-Butanedione, monooxime EEEmmaEE RS
43.0 4.40 4.60 4.80 5.00
m/z 41.00 10.59%
5000
101.0
15.0 58.0
Obrrireroe 700 840
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101822\
Data File : BF130703.D

Acqg On : 18 Oct 2022 17:48
Operator : CG\JU

Sample : N5171-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101122.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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.492 102.11 ng 1722090 Phenanthrene-d10 11.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 93
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 90
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
5 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 83

Abundance Scan 1633 (11.492 min): BF130703.D\data.ms (-1629) (- m/z 74.10 100.00%
74.1

5000
43.1
143.1 L
227.2
‘M I 1851 | 2703 e
owwHH_uhu‘wlu‘mu‘HH_Hwwwwwm_ww m/z 87.85 76.44%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 1
43.0 11.50
143.0 m/z 43.10  31.68%

“ ‘\ ‘ Bl \115 0\ 171 0199 0227. 0 270.0

m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester

o

74.0
P
11.50
5000/ 43.0 m/z 55.05 27.84%
o ‘ M‘ H || 1110 139 1850 2270 2700
“H‘W‘H‘_"_‘H‘H‘w‘H‘_‘H‘H‘wu‘w‘H‘_‘H‘H‘W‘H‘
m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #109337: Tridecanoic acid, methyl ester ~
74.0 11.50
m/z 41.05 24.52%
50001 43.0
143.0
el b5, [ b 2280 A
m/z--> 20 40 60 80 100120140160 180200 220 240260 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101822\
Data File : BF130703.D

Acqg On : 18 Oct 2022 17:48
Operator : CG\JU

Sample : N5171-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101122.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 Phenanthrene, 1-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.586 4.27 ng 72068  Phenanthrene-d1e 11.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 96
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 95
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 95
4 Anthracene, 9-methyl- 192 C15H12 000779-02-2 93
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 91
Abundance Scan 1649 (11.586 min): BF130703.D\data.ms (-1645) (- m/z 192.10 100.00%
192.1
5000
165.1 LI !
390 630 945 139.0 11.50 :
Ol bt m/z 191.10 56.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67035: Phenanthrene, 1-methyl-
192.0
5000 e :
11.50
m/z 189.10  28.37%
165.0
0 1390 630 960 1390 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\!‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67039: Phenanthrene, 2-methyl-
192.0
-] -
11.50
5000 m/z 193.10 16.22%
94.0 165.0
0 39.0 630 | M 115.0 13‘9'0‘” Wy
R A RA R amae s ST
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67024: Anthracene, 2-methyl- e
192.0 11.50
m/z 165.10  15.14%
- ﬁmme\/WkaAwLWMM%WMN
165.
0.15.0 39.0 62.0 8‘0}'0 | 11501390 |
R T e e AR RARR AR ——
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101822\
Data File : BF130703.D

Acqg On : 18 Oct 2022 17:48
Operator : CG\JU

Sample : N5171-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101122.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 9,10-Anthracenedione Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.916 4.96 ng 83720  Phenanthrene-dle 11.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,10-Anthracenedione 208 (C14H802 000084-65-1 98
2 9H-Fluoren-9-one 180 C13H80 000486-25-9 64
3 1,4-Anthracenedione 208 C14H802 000635-12-1 64
4 Benzo[c]cinnoline 180 C12H8N2 000230-17-1 64
5 9,10-Phenanthrenedione 208 C14H802 000084-11-7 58

Abundance Scan 1705 (11.916 min): BF130703.D\data.ms (-1702) (- m/z 180.10 100.00%

152.0 180.1 208.1
5000
76.0
Ml

57-1 126.0 ‘ ‘ ‘ 258 1 12.00
I ‘J“‘ hhwwﬁ‘ﬁuwﬂwwuwwhu“\\ m/z 208.05 91.50%

e et
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #85294: 9,10-Anthracenedione
152.0 180.0 208.0

o

5000 76.0 R
12.00
m/z 152.00 87.66%
50.0 126.0 /
0 ‘HH“HL\\“‘H\H\“\M\‘\\H‘M\H‘\“H\‘H“\‘HH“HH‘\ H‘HH‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #55036: 9H-Fluoren-9-one
180.0
=
12.00
5000 ITI/Z 151.00 41.62%
152.0
76.
.O‘ d 126.0 “ ‘
O v e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #85291: 1,4-Anthracenedione =
152.0 208.0 12.00
m/z 76.00 31.33%
126.0
5000
63.0 180.0
28.0 ‘ 91.0 ‘
0‘ﬂ‘quwqmﬂMmhqm‘qm‘quwu‘wu‘wuuwu‘wH‘wH
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101822\
Data File : BF130703.D

Acqg On : 18 Oct 2022 17:48
Operator : CG\JU

Sample : N5171-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101122.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 9,12-Octadecadienoic acid (... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.186 407.76 ng 6877100  Phenanthrene-die 11.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
2 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
3 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
4 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
5 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 99

Abundance Scan 1751 (12.186 min): BF130703.D\data.ms (-1745) (- m/z 67.10 100.00%
67.1
5000
09.1
—— —
263.3 12.00 12.50
o — “‘\“‘ MH‘ \H‘mhh “h H\ N ‘1§7‘]‘-2‘29‘2‘ : . ‘29‘\4‘ m/z 81.05 89.01%
miz--> 50 100 150 200 250
Abundance #191917: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester
67.0
5000 — —
09.0 12.00 12.50
m/z 95.05 64.04%
29.0‘ ‘ ‘ ‘ ‘ 150.0 263.029H
ol M‘\u[uw\m‘\‘\\h““HMHL‘,‘H\\\ ‘\}h 18702200 | ‘L‘
m/z--> 50 100 150 200 250
Abundance #191927: 9,15-Octadecadienoic acid, methyl ester, (Z,Z)-
67.0
—— —
12.00 12.50
5000 m/z 55.10 61.97%
09.0 294.C
‘ h 1 1909 187.02200 263077
ob——11 mwm”_”wwmw
miz--> 50 150 200 250
Abundance  #191900: 9,12—Octadecad|enoicacid, methyl ester — —
67.0 12.00 12.50
m/z 41.10 48.48%
5000
29.0 09.0
294.C
ol L ‘u\ LT ‘nhwu”‘ m L. 2230 26307 . _—
m/z--> 100 150 200 250 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101822\
Data File : BF130703.D

Acqg On : 18 Oct 2022 17:48
Operator : CG\JU

Sample : N5171-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101122.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 16-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.204 255.76 ng 4313590  Phenanthrene-di10 11.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 96
2 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 95
3 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 95
4 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 94
5 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 94
Abundance Scan 1754 (12.204 min): BF130703.D\data.ms (-1752) (- m/z 55.10 100.00%
5!:
97.1
5000
264.3
222.2 tT RN
‘ ﬁ37'1 180.2 | “ 12.00 12.50
ob— Hu‘\‘w \‘\‘d\\‘\hm“\M‘HM‘m\u‘ “L‘ I S ‘296"3 m/z 69.10 70.44%
m/z--> 50 100 150 200 250 300
Abundance #194422: 16-Octadecenoic acid, methyl ester
55.0
5000 —— ——
87.0 12.00 12.50
264.0 m/z 74.10 66.40%
23.0  180.0 2220 ‘
ok H“ “ u‘ H‘ H‘M “ ‘d ‘\mn‘ \H\‘H R - ;L — “‘ ‘2‘96‘0
m/z--> 100 150 200 250 300
Abundance #194421. 14-Octadecenoic acid, methyl ester
55.0
—— —
12.00 12.50
5000 ITI/Z 41.10 66.30%
87.0
264.0
25.0 180.0 222.0 ‘
ol u“ \MH\‘ et bt o | 2980
miz--> 50 100 150 200 250 300
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester — ——
55.0 12.00 12.50
m/z 83.10 60.60%
5000 87.0
2
‘ ‘ THSO 180.0 222.0 264.02960
02‘5“0“‘\“ | \\‘\\\\‘\Hm‘mh\‘h o ! - M‘ - ‘H‘ : “" —— ——
m/z--> 50 100 150 200 250 300 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101822\
Data File : BF130703.D

Acqg On : 18 Oct 2022 17:48
Operator : CG\JU

Sample : N5171-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101122.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 11H-Benzo[a]fluorene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.851 3.91 ng 268996  Chrysene-di2 13.721
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 94
2 Pyrene, 2-methyl- 216 C17H12 003442-78-2 94
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 93
4 Pyrene, 1-methyl- 216 C17H12 002381-21-7 93
5 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 91
Abundance Scan 1864 (12.851 min): BF130703.D\data.ms (-1857) (- m/z 216.10 100.00%
216.1
I\M/UL
e
b1 741 | 1se1 1870 H = 13.00
ol T4l | 1301 li ol 2542 2930051510 78.85%
m/z--> 40 60 80 100120140160180200220240260280
Abundance #94575: 11H-Benzo[a]fluorene
216.0
5000 — .
108.0 12.50 13.00
m/z 213.05 20.61%
oL 630 | 170 1870 |
\\‘H\\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\H ‘HH‘HH‘HH‘HH‘
m/z--> 40 60 80 100120140160180200220 240260280
Abundance #94567: Pyrene, 2-methyl-
216.0
=l ——
12.50 13.00
m/z 217.10  17.35%
5000 95.0
530 L asng aem0
e e e e
m/z--> 40 60 80 100120140160180200220 240260280
Abundance #94578: Fluoranthene, 2-methyl- =y —
216.0 12.50 13.00
m/z 107.50  12.14%
5000
108.0
0 B30 L1 1500 1670 ULy
m/z--> 40 60 80 100120140160180200220 240260280 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101822\
Data File : BF130703.D

Acqg On : 18 Oct 2022 17:48
Operator : CG\JU

Sample : N5171-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101122.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 11H-Benzo[b]fluorene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.915 3.15 ng 216553  Chrysene-di2 13.721
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 90
2 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 87
3 Pyrene, 1-methyl- 216 C17H12 002381-21-7 83
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 64
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 62
Abundance Scan 1875 (12.915 min): BF130703.D\data.ms (-1871) (-} | m/z 216.05 100.00%
216.1
AMM
s
ob i b S99 0 L 2481 2931 s 015,10 94.85%
miz-> 50 100 150 200 250 300
Abundance #94576: 11H-Benzo[b]fluorene
216.0
5000 L
13.00
108.0 ITI/Z 213.10 20.67%
O L \5‘7‘\.0\ T \h ‘ “‘\ T ‘\ ]‘-6\“3.\0\ M\ ‘ \h‘ L\ T ‘ T T T T ‘ T
miz--> 50 100 150 200 250 300
Abundance #94575: 11H-Benzol[a]fluorene
216.0
—
13.00
5000 m/z 107.50 14 .85%
108.0
63.0 163.0
o"""‘m““"H_m“_‘“”‘_‘”_
miz--> 50 100 150 200 250 300
Abundance #94565: Pyrene, 1-methyl- T f
216.0 13.00
m/z 217.10  13.30%
5000
95.0
0,270 630 | | 1630 | |
1 —
m/z--> 50 100 150 200 250 300 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101822\
Data File : BF130703.D

Acqg On : 18 Oct 2022 17:48
Operator : CG\JU

Sample : N5171-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101122.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 Pyrene, 1-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.957 2.95 ng 202854  Chrysene-di12 13.721
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 96
2 Pyrene, 4-methyl- 216 C17H12 003353-12-6 92
3 Pyrene, 2-methyl- 216 C17H12 003442-78-2 90
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 76
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 74
Abundance Scan 1882 (12.957 min): BF130703.D\data.ms (-1878) (- m/z 216.05 100.00%
216.1
J\MM
946 P
13.00
57.1 187.1 .
| 150.0 2611292 o 515 19 58.94%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #94566: Pyrene, 1-methyl-
216.0
5000 L
13.00
94.0 m/z 232.10  30.55%
0270 630 \‘ 150 187(0M
‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH’H ’HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #94563: Pyrene, 4-methyl-
216.0
Al T
13.00
5000 m/z 213.05 18.86%
108.0
5390 740 " 1500 1870 |
e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #94567: Pyrene, 2-methyl- 7
216.0 13.00
m/z 189.10 17.31%
ol 530 \H 150.0 187.0 |
_HW‘HWHH‘HHMH‘_HWH‘WHHMH"H,H‘WHHM‘H_HW —
m/z--> 20 40 60 80 100120140160180200220240260280 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101822\
Data File : BF130703.D

Acqg On : 18 Oct 2022 17:48
Operator : CG\JU

Sample : N5171-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101122.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 unknown13.821 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.821 2.11 ng 145088  Chrysene-di2 13.721
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 44
2 Pyrazole-4-carboxaldehyde-, 3,5-... 228 C14H16N20 1000272-54-8 43
3 Cyclopenta(cd)pyrene, 3,4-dihydro- 228 C18H12 025732-74-5 42
4 Isothiazol-5-amine, 4-bromo-3-ch... 226 C4H4BrCIN2S 1000272-59-9 38
5 Triphenylene 228 C18H12 000217-59-4 27
Abundance Scan 2029 (13.821 min): BF130703.D\data.ms (-2026) (- m/z 228.10 100.00%
228.1
5000 277.1
113.1
77.1 183.0 M . 13.50 14.00
oL 378 ) 1480 14 M| 326F 050710 92.97%
miz-> 50 100 150 200 250 300
Abundance #171172: Triphenylphosphine oxide
277.0
5000 e e
13.50 14.00
77.0 199.0 m/z 226.05 67.40%
152.0
O \2\7\.0\"“\ \“\\ ‘ L \““\ \\“\U\ T 1T ‘ \\‘\ \‘ T T 1
miz-> 50 100 150 200 250 300
Abundance #109261: Pyrazole-4-carboxaldehyde-, 3,5-dimethyl-1-(3,
228.0
- —
13.50 14.00
5000 m/z 277.10 51.60%
39.0 77.0
3.0 185.0
0 —— 1”‘ \"\L “\‘H‘ ‘L‘MJ\ ]J\W‘l‘hhw‘ \‘lﬁ‘gn‘pw ‘H‘\‘ U bl R
miz--> 50 100 150 200 250 300
Abundance #109554: Cyclopenta(cd)pyrene, 3,4-dihydro- - P
228.0 13.50 14.00
m/z 113.10 26.78%
5000
114.0
0 75.0 | 1740 |
—_—— Tt — =
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101822\
Data File : BF130703.D

Acqg On : 18 Oct 2022 17:48
Operator : CG\JU

Sample : N5171-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101122.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 Benz[a]anthracene, 7-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.110 2.66 ng 182955  Chrysene-di2 13.721
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benz[a]anthracene, 7-methyl- 242 C19H14 002541-69-7 96
2 Chrysene, 5-methyl- 242 C19H14 003697-24-3 93
3 1H-Benz[f]indene, 2-phenyl- 242 C19H14 1000305-22-4 92
4 2-Methylchrysene 242 C19H14 003351-32-4 90
5 Chrysene, 1-methyl- 242 C19H14 003351-28-8 89
Abundance Scan 2078 (14.109 min): BF130703.D\data.ms (-2073) (- m/z 242.10 100.00%
242.1
- /\UJLAPJL\M
= )
71 119.3 1651200, WJ | 14.00 14.50
el 16312000 ] 3000 856. o 41,10 33.04%
m/z--> 50 100 150 200 250 300 350
Abundance #126453: Benz[a]anthracene, 7-methyl-
242.0
5000 S A
14.00 14.50
m/z 239.10  32.67%
119.0
0390 780 " 16302020 M
T ‘ T T \ T L T ‘ L ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #126443: Chrysene, 5-methyl-
242.0
e —
14.00 14.50
5000 m/z 243.10 23.38%
120.0
0220 780 I 16302020 MJ
et T
m/z--> 50 100 150 200 250 300 350
Abundance #126451: 1H-Benz[flindene, 2-phenyl- —— —
242.0 14.00 14.50
m/z 240.10  12.27%
5000 A
165.0
120.0
(Y RO S S W —_—
m/z--> 50 100 150 200 250 300 350 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101822\
Data File : BF130703.D

Acqg On : 18 Oct 2022 17:48
Operator : CG\JU

Sample : N5171-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101122.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 Benzo[e]pyrene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.815 4.64 ng 90977  Perylene-di12 15.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 94
2 Benzo[b]fluoranthene 252 C20H12 000205-99-2 93
3 Benzo[a]pyrene 252 C20H12 000050-32-8 93
4 Perylene 252 C20H12 000198-55-0 90
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 89
Abundance Scan 2198 (14.815 min): BF130703.D\data.ms (-2196) (- m/z 252.10 100.00%
25p.1
— =
125.0 001 14.50 15.00
oALOBLL 4| 2001, | 3061 3573398« ., 359.10 28.13%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138554: Benzo[e]pyrene
252.0
5000 — =y
14.50 15.00
m/z 253.10 24.61%
125.0
0390 830 | 2000 |
\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #138562: Benzol[b]fluoranthene
252.0
— —
14.50 15.00
5000 m/z 125.00 11.91%
126.0
0390 87.0 ‘\\ 2000, |
e
m/z--> 50 100 150 200 250 300 350 400
Abundance #138555: Benzo[a]pyrene o 7
252.0 14.50 15.00
m/z 251.10 11.18%
5000
126.0
0390 87.0 | 2000 |
e e I = T
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101822\
Data File : BF130703.D

Acqg On : 18 Oct 2022 17:48
Operator : CG\JU

Sample : N5171-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101122.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 Perylene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.986 16.10 ng 315754  Perylene-d12 15.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 99
2 Benzo[a]pyrene 252 C20H12 000050-32-8 96
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 95
4 Perylene 252 C20H12 000198-55-0 93
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 89

Abundance Scan 2227 (14.986 min): BF130703.D\data.ms (-2224) (-] ' m/z 252.10 100.00%

252.1
5000

1251 15.00
oL 741yl 2000, | 3031 3551 404: . 550 05  30.38%
miz--> 50 100 150 200 250 300 350 400
Abundance #138554: Benzo[e]pyrene
252.0
5000 =7
15.00

m/z 253.10  20.75%

125.0
039.0 83.0 ;| 200.0, |
\\‘\\\\‘\\\\‘\\\\’\\\\\\\\’\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #138555: Benzo[a]pyrene
252.0

—
15.00

5000 m/z 125.05 13.63%
126.0
ol 740 | 2000 |
L B B e e e e L B O T B A
mlz--> 50 100 150 200 250 300 350 400
Abundance #138568: Benzo[b]fluoranthene —
252.0 15.00

m/z 126.00 10.97%

5000
126.0
oL 830 % 2000, | |

7
m/z--> 50 100 150 200 250 300 350 400 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101822\
Data File : BF130703.D

Acqg On : 18 Oct 2022 17:48
Operator : CG\JU

Sample : N5171-01

Misc

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101122.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-... 4.739 8.9 ng 165692 1 6.575 371216 20.0
Hexadecanoic ac... 11.492 102.1 ng 1722090 4 11.080 337313 20.0
Phenanthrene, 1... 11.586 4.3 ng 72068 4 11.080 337313 20.0
9,10-Anthracene... 11.916 5.0 ng 83720 4 11.080 337313 20.0
9,12-Octadecadi... 12.186 407.8 ng 6877100 4 11.080 337313 20.0
16-Octadecenoic... 12.204 255.8 ng 4313590 4 11.080 337313 20.0
11H-Benzo[a]flu... 12.851 3.9 ng 268996 5 13.721 1374660 20.0
11H-Benzo[b]flu... 12.915 .1 ng 216553 5 13.721 1374660 20.0
Pyrene, 1-methyl- 12.957 3.0 ng 202854 5 13.721 1374660 20.0
unknownl13.821 13.821 2.1 ng 145088 5 13.721 1374660 20.0
Benz[a]anthrace... 14.110 2.7 ng 182955 5 13.721 1374660 20.0
Benzo[e]pyrene 14.815 4.6 ng 90977 6 15.098 392264 20.0
Perylene 14.986 16.1 ng 315754 6 15.098 392264 20.0
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