LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101022\
Data File : BF130601.D

Acqg On : 10 Oct 2022 14:10
Operator : CG\JU

Sample : N5046-02

Misc :

ALS vial : 7 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-BF091422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF130601.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.781 454 458 471 rVB 448664 599456 24.10% 3.038%
2 5.210 527 531 546 rBV 2231162 2152700 86.53% 10.911%
3 5.610 596 599 604 rVB 49045 43695 1.76% 0.221%
4 6.251 704 708 711 rBV 2097622 2128808 85.57% 10.790%
5 6.604 765 768 772 rBV 762294 589723 23.70% 2.989%
6 7.175 860 865 868 rBV 1665956 1411597 56.74% 7.155%
7 7.839 971 978 982 rBv4 30171 78240 3.14% 0.397%
8 7.886 982 986 989 rVWW 997808 767280 30.84%  3.889%
9 8.698 1119 1124 1128 rBV2 34121 35175 1.41% 0.178%
10 8.963 1165 1169 1172 rBV 3046267 2487761 100.00% 12.610%
11  9.045 1178 1183 1187 rVB 51991 48599 1.95% 0.246%
12 9.092 1187 1191 1196 rBV 64977 78187 3.14% 0.396%
13 9.298 1222 1226 1228 rBV 39821 37574 1.51% 0.190%
14  9.498 1256 1260 1263 rBV 47608 48022 1.93% 0.243%
15 9.574 1270 1273 1276 rBV 67881 51218 2.06% 0.260%
16 9.633 1276 1283 1287 rBV 1061033 845616 33.99% 4.286%
17 10.074 1354 1358 1363 rVB2 73319 68901 2.77%  ©0.349%
18 10.180 1373 1376 1382 rVB4 35199 44980 1.81% ©0.228%
19 10.292 1392 1395 1400 rVB 35595 32506 1.31% 0.165%
20 10.421 1413 1417 1429 rVB 1335908 1123754 45.17% 5.696%
21 10.545 1435 1438 1443 rBV 110211 139371 5.60% 0.706%
22 10.727 1465 1469 1471 rBV2 25632 34712 1.40% 0.176%
23 10.992 1511 1514 1516 rBV 71729 60207 2.42% 0.305%
24 11.016 1516 1518 1525 rVB2 50007 58492 2.35% 0.296%
25 11.116 1531 1535 1537 rBV 821383 697546 28.04%  3.536%
26 11.139 1537 1539 1541 rW 267391 206738 8.31% 1.048%
27 11.186 1545 1547 1551 rVB 47425 41394 1.66% 0.210%
28 11.416 1583 1586 1589 rBV 66210 56551 2.27% 0.287%
29 11.521 1600 1604 1610 rVB3 44869 54946 2.21% 0.279%
30 11.616 1617 1620 1622 rBV 113219 88795 3.57% 0.450%
31 11.645 1622 1625 1631 rVV2 145808 229240  9.21% 1.162%
32 11.721 1635 1638 1641 rVV2 116818 134878 5.42% 0.684%
33 11.745 1641 1642 1648 rVB 84842 72250 2.90% 0.366%
34 11.821 1653 1655 1658 rVB 43981 34853 1.40% 0.177%
35 11.910 1667 1670 1672 rBV 35743 34200 1.37% 0.173%
36 11.939 1672 1675 1680 rVB2 38706 37717 1.52% 0.191%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101022\
Data File : BF130601.D

Acqg On : 10 Oct 2022 14:10
Operator : CG\JU

Sample : N5046-02

Misc :

ALS vial : 7 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-BF091422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.163 1709 1713 1716 rBV 91974 90416 3.63% 0.458%
38 12.198 1716 1719 1721 rVV2 59224 81125 3.26% 0.411%
39 12.221 1721 1723 1725 rVV2 114094 91458 3.68% 0.464%
40 12.251 1725 1728 1732 rVV3 36576 44260 1.78% 0.224%
41 12.321 1734 1740 1744 rVB 205939 197526  7.94% 1.001%
42 12.439 1754 1760 1773 rBv4 228086 405705 16.31% 2.056%
43 12.551 1774 1779 1781 rVWV 238500 240655 9.67% 1.220%
44 12.580 1781 1784 1786 rVv4 35241 41369 1.66% ©0.210%
45 12.610 1786 1789 1792 rVB2 32034 35327 1.42% 0.179%
46 12.698 1800 1804 1811 rVB 1760233 1499052 60.26% 7.598%
47 12.768 1813 1816 1820 rBV 35661 46744 1.88% 0.237%
48 12.880 1833 1835 1838 rVB 48433 39619 1.59% 0.201%
49 12.945 1839 1846 1849 rBv4 38801 57969 2.33% 0.294%
50 12.980 1849 1852 1855 rVB 59517 52623 2.12% 0.267%
51 13.074 1865 1868 1871 rBV 47127 40606 1.63% 0.206%
52 13.104 1871 1873 1876 rVvV 45326 35302 1.42% 0.179%
53 13.280 1896 1903 1905 rBV6 25293 42227 1.70% 0.214%
54 13.386 1919 1921 1925 rVB 28719 29854 1.20% 0.151%
55 13.498 1934 1940 1942 rBV3 38120 53544  2.15% 0.271%
56 13.598 1955 1957 1960 rBV2 33093 32337 1.30% 0.164%
57 13.745 1977 1982 1985 rBV2 621067 666215 26.78%  3.377%
58 13.768 1985 1986 1990 rVB 113372 86889  3.49%  0.440%
59 14.133 2043 2048 2051 rVB 49707 50966 2.05% 0.258%
60 14.162 2051 2053 2056 rBV 32912 30226 1.21% 0.153%
61 14.227 2061 2064 2066 rVB2 39854 33265 1.34% 0.169%
62 14.257 2066 2069 2071 rBV2 35429 33123 1.33% 0.168%
63 14.521 2110 2114 2116 rBV2 20727 34360 1.38% 0.174%
64 14.745 2148 2152 2158 rBV2 94014 158952 6.39% 0.806%
65 15.015 2195 2198 2203 rVB 64015 65838 2.65% 0.334%
66 15.068 2204 2207 2212 rBV 99228 107888 4.34% 0.547%
67 15.127 2213 2217 2221 rBV 540972 579232 23.28% 2.936%
68 16.427 2434 2438 2445 rVB2 39595 68625 2.76% 0.348%

Sum of corrected areas: 19728979

8270-BF091422.M Tue Oct 11 13:35:35 2022 Pag 2



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

7

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101022\

BF130601.D
: 10 Oct 2022 14:10
: CG\JU
: N5046-02
Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
3000000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101022\
Data File : BF130601.D

Acqg On : 10 Oct 2022 14:10
Operator : CG\JU

Sample : N5046-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.781 20.33 ng 599456  1,4-Dichlorobenzene-d4 6.604

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 458 (4.781 min): BF130601.D\data.ms (-454) (-) m/z 43.10 100.00%

43.1
59.0
5000
101.1 SN  GH——
‘ 83.0 4.40 4.60 4.80 5.00 5.20
) SN Y NS m/z 59.05  65.64%
miz--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 NN L
4.40 4.60 4.80 5.00 5.20
101.0 m/z 101.10 23.39%
27.0 | ‘ 83.0
0 \\\’\‘\“\\“‘\\\W‘\\\\“\\\\“\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
R RRRREE e e
4.40 4.60 4.80 5.00 5.20
5000 2410 m/z 58.10 15.52%
Oyt 280020
m/iz--> 20 40 60 80 100 120 140
Abundance #4156: 1-Propen-2-ol, acetate R e AR
43.0 4.40 4.60 4.80 5.00 5.20
m/z 41.05 9.22%
5000
58.0
15.0 100.0
R A e
m/z--> 20 40 60 80 100 120 140 4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101022\
Data File : BF130601.D

Acqg On : 10 Oct 2022 14:10
Operator : CG\JU

Sample : N5046-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.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 Dodecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.545 4.00 ng 139371  Phenanthrene-di10 11.116
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 89
2 Undecane, 5-ethyl-5-propyl- 226 C16H34 002755-07-9 83
3 Tridecane 184 C13H28 000629-50-5 81
4 Octadecane 254 C18H38 000593-45-3 74
5 Dodecane, 3-methyl- 184 C13H28 017312-57-1 74
Abundance Scan 1438 (10.545 min): BF130601.D\data.ms (-1435) (- m/z 57.05 100.00%
57.0
o w
99.0 169.1 ‘10.‘50‘ |
ol g1sso, Ly 8L, 4365 69.86%
miz--> 50 100 150 200 250 300
Abundance #45479: Dodecane
43.0
5000 —— :
85.0 10.50
m/z 71.05 69.51%
“‘ \ | 127.0 1700
O\\i‘”‘\‘\‘\‘\H‘\“\“\\“\\\\|\\\\‘\\\\|\\\\
miz--> 50 100 150 200 250 300
Abundance #107242: Undecane, 5-ethyl-5-propyl-
57.0
T \
10.50
5000 m/z 85.10 44 .,15%
141.0
99.0 ‘ 183.0
NI 1 o G
miz--> 50 100 150 200 250 300
Abundance #59027: Tridecane T ‘
57.0 10.50
m/z 41.10 32.07%
5000
| | 990 1410 1840
Y 0 A N e N —
m/z--> 50 100 150 200 250 300 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101022\
Data File : BF130601.D

Acqg On : 10 Oct 2022 14:10
Operator : CG\JU

Sample : N5046-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.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 G5H-Dibenzo[a,d]cycloheptene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.616 2.55 ng 88795  Phenanthrene-d1e 11.116
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 SH-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 94
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 93
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 93
4 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 93
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 91
Abundance Scan 1620 (11.616 min): BF130601.D\data.ms (-1617) (| m/z 192.10 100.00%
192.1
5000
e —
630 %7 laeo 16‘5-1 11.50 12.00
Ol 20 e b e ot il 2271 m/z 191.05  58.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67048: 5H-Dibenzo[a,d]cycloheptene
192.0
5000 . S
11.50 12.00
060 165.0 m/z 189.10 30.53%
0 2&.0 63.0 " 139.0 ‘
H\‘\H\‘\\‘H“\‘\‘H“”H‘\\‘\H‘\‘HH‘“ﬂ\‘{‘ui‘\w IERRRRE RN
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67021: Anthracene, 1-methyl-
192.0 M
— ey
11.50 12.00
5000 m/z 190.10 14 .89%
83.0 165.0
15'0‘39\'0” L L ‘\ H 115013‘90‘ h‘ "
R R L R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67039: Phenanthrene, 2-methyl- —— ‘ ‘f&
192.0 11.50 12.00
m/z 165.10  14.56%
5000
94.0 165.0
0 39.0 630 | M 13\90\” I
R R AR AL BA AR aE S S e : : —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.50 12.00
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101022\

BF130601.D

: 10 Oct 2022 14:10
¢ CG\JU
: N5046-02

: 7 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
ion 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 1H-Cyclopropa[l]phenanthren... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.645 6.57 ng 229240  Phenanthrene-di10 11.116
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 98
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 97
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 97
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 97
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 95
Abundance Scan 1625 (11.645 min): BF130601.D\data.ms (-1622) (| m/z 192.10 100.00%
192.1
5000
et —
430 730 o 16?1 | 11.50 12.00
Obrreprrrebberdbetbe b p ot et 2255 2085 msz 19110 62.34%
m/z--> 20 40 60 80 100120140 160180 200 220 240
Abundance #67054: 1H-Cyclopropa[l]phenanthrene,1a,9b-dihydro-
192.0
5000 ) L\
11.50 12.00
165.0 m/z 189.16  28.92%
0,270 830 %0160 | |
\H‘\H\‘\\H‘\H\‘\\H‘\H\‘\\H‘H\\‘\\H‘H \‘\\H‘H\\‘\\H‘\
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #67024: Anthracene, 2-methyl-
192.0
oLt ARy
11.50 12.00
5000 m/z 193.05 15.56%
165.0
0 39.0 . ‘83‘-0” 115.0 . iy \‘H
R e e A RRasaRAL AT e
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #67035: Phenanthrene, 1-methyl- AM“WWWAﬁ | —
192.0 11.50 12.00
m/z 165.10 15.25%
5000
165.0
0 27‘0‘ 630 g§0 126Q \ h‘\ L HH
s LA Raa e o e re e
m/z--> 20 40 60 80 100120140 160 180 200 220 240 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101022\
Data File : BF130601.D

Acqg On : 10 Oct 2022 14:10
Operator : CG\JU

Sample : N5046-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Anthracene, 1-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.721 3.87 ng 134878  Phenanthrene-di10 11.116
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 83
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 78
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 70
4 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 60
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 60
Abundance Scan 1638 (11.721 min): BF130601.D\data.ms (-1635) (| m/z 192.10 100.00%
192.1
5000
165.0 .- SERPA
11 630 945 1390 11.50 12.00
Olrrrpreamsc i i b e et bl 2251 m/z 191,10 64.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67039: Phenanthrene, 2-methyl-
192.0
5000 med A
11.50 12.00
165.0 m/z 189.0 58.30%
0 39.0 63.0 | | 139.0 N
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67029: Anthracene, 1-methyl-
192.0
e
1150 12.00
5000 m/z 189.9 43.58%
82.0 165.0
0 390 a1 ‘ H 11501390 Il 1
R T e AMARARERA L EE e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 AAJM
Abundance #67043: Phenanthrene, 1-methyl- i
192.0 1150 12.00
m/z 165.0 20.29%
5000
0 390 63\9\\ \‘u h 139 Om Iy
e A R Ea o R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 1150 1200
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101022\
Data File : BF130601.D

Acqg On : 10 Oct 2022 14:10
Operator : CG\JU

Sample : N5046-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Phenanthrene, 2-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.745 2.07 ng 72250  Phenanthrene-d1e 11.116
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 93
2 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 93
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 93
4 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 93
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 91
Abundance Scan 1642 (11.745 min): BF130601.D\data.ms (-1641) (-} | m/z 192.10 100.00%
192.1
5000
94.7 165.0 m 1150 1200
50.1 139.0 : :
O ooy e O OO 00, Ml m/z 191.10  55.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67039: Phenanthrene, 2-methyl-
192.0
5000 et =4,
11.50 12.00
040 165.0 m/z 189.10  29.44%
0 39.0 630 | M 115.0 13\9'0\” h‘\ T
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67016: 1H-Indene, 2-phenyl-
192.0
g =i
11.50 12.00
5000 ITI/Z 94.70 17.33%
165.0
o, 390 630 890 1150 1390 | w
B S B e e o o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67035: Phenanthrene, 1-methyl- — —
192.0 11.50 12.00
m/z 165.00 16.91%
5000
165.0
ol 390 630 960 1390 |
i L L e —— —
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101022\
Data File : BF130601.D

Acqg On : 10 Oct 2022 14:10
Operator : CG\JU

Sample : N5046-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.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 di-p-Tolylacetylene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.163 2.59 ng 90416  Phenanthrene-dle 11.116
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 di-p-Tolylacetylene 206 Cl6H14 002789-88-0 93
2 Phenanthrene, 2,5-dimethyl- 206 Cl6H14 003674-66-6 93
3 Phenanthrene, 3,6-dimethyl- 206 C1l6H14 001576-67-6 91
4 1H-Indene, 2-methyl-3-phenyl- 206 Cl6H14 035099-60-6 91
5 Phenanthrene, 2,3-dimethyl- 206 C16H14 003674-65-5 90
Abundance Scan 1713 (12.163 min): BF130601.D\data.ms (-1709) (- m/z 206.10 100.00%
206.1
Pty —
12.00 12.50
(o} m/z 191.05 52.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82924: di-p-Tolylacetylene
206.0
5000 ot poopes
12.00 12.50
m/z 189.10  30.35%
|30 7601020 13901650 | |
\H‘HH‘\H\’\H\’\\\\‘\\1\‘\\\\‘H\\‘\\\\‘\H\‘ \H‘\\H‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82944: Phenanthrene, 2,5-dimethyl-
206.0
e e
12.00 12.50
5000 ITI/Z 205.15 22.68%
101.0 65.0 ‘
76.0 165.
0 S0 700 L 1000200 L)
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 j\n
Abundance #82953: Phenanthrene, 3,6-dimethyl- aspanby 1 I
206.0 12.00 12.50
m/z 207.05 15.55%
h NNWMJAMAMﬂMAJJh&MwW
102.0
0150 510 T2 | | 13001850 | | collll] b
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101022\
Data File : BF130601.D

Acqg On : 10 Oct 2022 14:10
Operator : CG\JU

Sample : N5046-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.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 Phenanthrene, 2,7-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.198 2.33 ng 81125  Phenanthrene-d1e 11.116
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2,7-dimethyl- 206 C16H14 001576-69-8 62
2 Phenanthrene, 3,6-dimethyl- 206 Cl6H14 001576-67-6 60
3 Naphthalene, 1,2-dihydro-4-phenyl- 206 C1l6H14 007469-40-1 46
4 Naphthalene, 1,2-dihydro-1-phenyl- 206 C16H14 016606-46-5 45
5 3,5-Dichloro-4-hydroxybenzoic acid 206 C7H4C1203 003336-41-2 38
Abundance Scan 1719 (12.198 min): BF130601.D\data.ms (-1716) (- m/z 206.10 100.00%
1
5000
Pl —
41.0 67.0 127.9 163.0 232.1 12.00 12.50
(o} m/z 189.10 67.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #82955: Phenanthrene, 2,7-dimethyl-
206.0
5000 ‘ Ww”
12.00 12.50
m/z 204.10 56.36%
O\\\‘\\\\‘\\\\’H\\‘\”]\-‘\0“”2\\(\)\‘\\\\‘]_\5\\2\(‘)1‘]\-28‘\?‘\\‘h}‘}\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #82953: Phenanthrene, 3,6-dimethyl-
206.0 J\
12.00 12.50
5000 m/z 191.05 45 .85%
76.0 102.0
150 510 790 T 13901650 | |
H‘_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘w
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #82967: Naphthalene, 1,2-dihydro-4-phenyl- = =
206.0 12.00 12.50
m/z 202.05 38.74%
5000
0! e P A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101022\
Data File : BF130601.D

Acqg On : 10 Oct 2022 14:10
Operator : CG\JU

Sample : N5046-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.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 11-Octadecenoic acid, methy... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.221 2.62 ng 91458  Phenanthrene-d10 11.116
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 60
2 Naphthalene, 1,2-dihydro-1-phenyl- 206 Cl6H14 016606-46-5 55
3 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 55
4 1H-Fluorene, dodecahydro- 178 C13H22 005744-03-6 53
5 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 53

Abundance Scan 1723 (12.221 min): BF130601.D\data.ms (-1721) (- m/z 206.10 100.00%

55.1 206.1
97.1
5000

264.1
| 152.0 6 12.00 12.50
[ja— ! m/z 55.10  90.03%

miz--> 50 100 150 200 250 300
Abundance #194415: 11-Octadecenoic acid, methyl ester
55.0
5000 — E—
12.00 12.50
87.0 m/z 74.00 72.63%
. Hh 1230 1800 2220 26?'0296,c
- \ T ‘\ HH ‘ T . T \H T ‘ T T T T ‘ T T T T . ‘
miz--> 50 100 150 200 250 300
Abundance #82966: Naphthalene, 1,2-dihydro-1-phenyl-
206.0
Mol oL
91.0 12.00 12.50
5000 128.0 m/z 97.10  57.81%

o

——— \\‘\ \H h\“‘\“‘ — “‘\‘\‘ H M ——
miz--> 50 100 150 200 250 300

Abundance  #194454: trans-13-Octadecenoic acid, methyl ester —— —
55.0 12.00 12.50

m/z 41.10 54.28%

5000
97.0
264.0
15.0, w‘ 1380 180.0 2220 2040yq5

m/z--> 50 100 150 200 250 300 12.00 12.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101022\
Data File : BF130601.D

Acqg On : 10 Oct 2022 14:10
Operator : CG\JU

Sample : N5046-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.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 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.439 12.18 ng 405705  Chrysene-di12 13.745
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 86
5 Tetradecanoic acid 228 C14H2802 000544-63-8 80
Abundance Scan 1760 (12.439 min): BF130601.D\data.ms (-1754) (-} | m/z 73.00 100.00%
43.1 73.0
5000 129.0
185.2 241.2 P T
‘ ‘ ‘ 284.: 12.50
— b qss byl b 1 m/z 43.10  94.99%
miz-> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
e
43.0 30
5000 R
129.0 1250
‘ 185.0 Jato 284 m/z 60.00 83.27%
ok ‘\“ \“\ W \‘H““M”‘L w‘u‘\“h; 1 - . S ‘L - ““
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0
——
12.50
5000 129.0 m/z 57.05 81.05%
‘ 199.0 2420
oL— ‘\‘ w ’H‘\ W “HM\‘\‘ \\hu\ M\‘ il “‘ ‘1‘61‘0““ ‘i SN “\ P
miz--> 50 100 150 200 250
Abundance #143509: n-Hexadecanoic acid T
43.0 73.0 12.50
m/z 41.05 76.61%
5000 256.0
129.0
213.0
L, 1
0— “‘ M’\M H“ ‘H‘H‘ uh‘L Ju‘\‘u; L ‘ “ “ “‘m‘ - | \‘ : e
m/z--> 50 100 150 200 250 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101022\
Data File : BF130601.D

Acqg On : 10 Oct 2022 14:10

Operator : CG\JU

Sample : N5046-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 11 Benzo[e]pyrene Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
15.015 2.27 ng 65838 Perylene-di2 15.127
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 95
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 93
4 Benzo[a]pyrene 252 C20H12 000050-32-8 93
5 Perylene 252 C20H12 000198-55-0 89

Abundance Scan 2198 (15.015 min): BF130601.D\data.ms (-2195) (- m/z 252.05 100.00%
252.1
T T
43.1 1280 200.1 ‘ 1200
olf31 830 | 16002001, || 2051 3%6. . 550.16  26.81%
m/z--> 50 100 150 200 250 300 350
Abundance #138554: Benzo[e]pyrene
252.0
5000 = :
15.00
m/z 253.05 20.72%
125.0
0390 830 , | 2000 . |
T ‘ L T T T T ‘ L L T T T T
miz--> 50 100 150 200 250 300 350
Abundance #138563: BenzolKk]fluoranthene
252.0
R \
15.00
5000 m/z 125.00 12.79%
126.0
o mo l aeo |
m/z--> 50 100 150 200 250 300 350
Abundance #138562: Benzo[b]fluoranthene T
252.0 15.00
m/z 125.95 9.02%
5000
126.0
0390 870 I ‘\\ 1‘61020‘00 ‘H
: B e e e e R R R P
m/z--> 50 100 150 200 250 300 350 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101022\
Data File : BF130601.D

Acqg On : 10 Oct 2022 14:10
Operator : CG\JU

Sample : N5046-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.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 1,3,5-Triazin-2-amine, N-is... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.427 2.37 ng 68625 Perylene-di2 15.127
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibenzo[def,mno]chrysene 276 C22H12 000191-26-4 81
2 Indeno[1,2,3-cd]pyrene 276 C22H12 000193-39-5 68
3 Benzo[ghi]perylene 276 C22H12 000191-24-2 68
4 1,3,5-Triazin-2-amine, N-isoprop... 276 C14H24N6 1000276-80-0 50
5 1,4-benzenediamine, N1,Nl1-dimeth... 276 C14H16N202S 1000401-83-5 50
Abundance Scan 2438 (16.427 min): BF130601.D\data.ms (-2434) (- m/z 276.10 100.00%
276.1
- M
138.1 i&sd
43.0 207.0 M 315.9 :
ol 20 1003, ““u bl DY 3980597 05 20.08%
miz--> 50 100 150 200 250 300 350
Abundance #168943: Dibenzo[def,mno]chrysene
276.0
5000 1
16.50
138.0 m/z 278.10  19.84%
0 163.0 99.0 " \“ 201.0237.0
\\\‘\\\\‘\ \\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #168939: Indeno[1,2,3-cd]pyrene
276.0
—
16.50
5000 m/z 274.10 18.28%
138.0
£8.0
0 ‘\ 910‘ i “ 2240 h‘
11—
m/z--> 50 100 150 200 250 300 350
Abundance #168935: Benzo[ghi]perylene ”WMWWM ; MWY\MN‘ w
276.0 16.50
m/z 138.05 17.71%
5000
138.0
0,380 74.0 | 1740 2220 hh
e e e e e P
m/z--> 50 100 150 200 250 300 350 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101022\
Data File : BF130601.D

Acqg On : 10 Oct 2022 14:10
Operator : CG\JU

Sample : N5046-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.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-... 4.781 20.3 ng 599456 1 6.604 589723 20.0
Dodecane 10.545 4.0 ng 139371 4 11.116 697546 20.0
5H-Dibenzo[a,d]... 11.616 2.5 ng 88795 4 11.116 697546 20.0
1H-Cyclopropa[l... 11.645 6.6 ng 229240 4 11.116 697546 20.0
Anthracene, 1-m... 11.721 3.9 ng 134878 4 11.116 697546 20.0
Phenanthrene, 2... 11.745 2.1 ng 72250 4 11.116 697546 20.0
di-p-Tolylacety... 12.163 2.6 ng 90416 4 11.116 697546 20.0
Phenanthrene, 2... 12.198 2.3 ng 81125 4 11.116 697546 20.0
11-Octadecenoic... 12.221 2.6 ng 91458 4 11.116 697546 20.0
Octadecanoic acid 12.439 12.2 ng 405705 5 13.745 666215 20.0
Benzo[e]pyrene 15.015 2.3 ng 65838 6 15.127 579232 20.0
1,3,5-Triazin-2... 16.427 2.4 ng 68625 6 15.127 579232 20.0
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