LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070122\
Data File : BF129105.D

Acqg On : 01 Jul 2022 21:58
Operator : CG\JU

Sample : N3562-16

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_ F\Methods\8270-BF062922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF129105.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.099 304 308 312 rVB 106270 130831 1.43% 0.166%
2 5.216 495 498 506 rVB 74617 94424 1.03% 0.120%
3 5.581 553 560 563 rBV 7005982 7567774 82.64% 9.598%
4 6.581 724 730 733 rBV 6437803 7408756 80.90%  9.397%
5 6.957 790 794 797 rBV 1996879 1757780 19.19%  2.229%
6 7.204 832 836 843 rBv2 101333 113915 1.24% 0.144%
7 7.516 884 889 892 rBV 4872660 5057884 55.23% 6.415%
8 8.239 1008 1012 1014 rBV 2740692 2344430 25.60% 2.973%
9 8.257 1014 1015 1018 rVB 176461 105726 1.15% 0.134%
10 9.316 1190 1195 1198 rBV 9855468 9158012 100.00% 11.615%
11  9.745 1265 1268 1271 rBV 140923 124234 1.36% 0.158%
12 9.857 1283 1287 1292 rBV 432591 340366 3.72% 0.432%
13 9.998 1307 1311 1314 rBV 2900936 2370974 25.89% 3.007%
14 10.416 1375 1382 1385 rVB3 73244 107201 1.17% 0.136%
15 10.545 1401 1404 1410 rVB 131769 141906 1.55% ©.180%

16 10.786 1441 1445 1455 rBV 5564206 4879271 53.28%
17 10.904 1460 1465 1469 rBV5 87017 158831 1.73%
18 11.386 1541 1547 1551 rVB2 75440 106359 1.16%

RPNOOO
=
w
U1
S

19 11.486 1560 1564 1566 rBV 2477177 2098447 22.91% 662%
20 11.510 1566 1568 1572 rVV 1343290 1118517 12.21% 419%
21 11.563 1573 1577 1580 rVV 364077 297890 3.25% ©.378%
22 11.998 1646 1651 1653 rBV2 369767 530505 5.79% 0.673%
23 12.016 1653 1654 1657 rVB 355778 256513 2.80% ©.325%
24 12.104 1665 1669 1671 rBV2 428539 448837 4.90% 0.569%
25 12.122 1671 1672 1677 rVB 183865 149553 1.63% ©.190%
26 12.286 1697 1700 1702 rBV 177523 146632 1.60% 0.186%
27 12.310 1702 1704 1708 rVB2 150499 126572 1.38% ©0.161%
28 12.539 1740 1743 1746 rBV 249233 255687 2.79%  ©.324%
29 12.580 1746 1750 1752 rVV3 126757 190649 2.08% 0.242%
30 12.627 1755 1758 1763 rBV2 189580 208284  2.27%  0.264%

31 12.704 1768 1771 1775 rBV 2512357 2364003 25.81%
32 12.798 1783 1787 1790 rVB 193568 225189 2.46%
33 12.939 1804 1811 1814 rBV 2496180 2499180 27.29%
34 12.986 1816 1819 1824 rVB2 178889 234433 2.56%
35 13.080 1827 1835 1838 rBV 7529488 7243057 79.09%

LCOWOoON
=
N
(]
B

36 13.151 1843 1847 1852 rBV2 220362 360897 3.94%  0.458%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070122\
Data File : BF129105.D

Acqg On : 01 Jul 2022 21:58
Operator : CG\JU

Sample : N3562-16

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_ F\Methods\8270-BF062922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.239 1859 1862 1864 rBV3 166993 215467 2.35% 0.273%
38 13.263 1864 1866 1869 rVB 494606 419891 4.58% ©.533%
39 13.298 1869 1872 1875 rBv3 88254 108659 1.19% 0.138%
40 13.333 1875 1878 1880 rVV 329160 277277 3.03% 0.352%
41 13.368 1880 1884 1887 rVV2 320109 317909 3.47% 0.403%
42 13.463 1897 1900 1903 rBV 200388 148634 1.62% 0.189%
43 13.492 1903 1905 1908 rVV 168479 151851 1.66% 0.193%
44 13.639 1927 1930 1932 rBV 120057 122911 1.34% 0.156%
45 13.768 1950 1952 1957 rVB 188909 219702  2.40% 0.279%
46 13.886 1968 1972 1975 rBV3 230791 270485 2.95% 0.343%
47 13.916 1975 1977 1979 rBV 236112 177591 1.94% 0.225%
48 13.939 1979 1981 1985 rVVv2 185777 210842 2.30% 0.267%
49 13.980 1985 1988 1991 rVB2 144371 156641 1.71% 0.199%
50 14.139 2010 2015 2017 rBV2 2438643 3377758 36.88% 4.284%
51 14.163 2017 2019 2025 rVB 1434140 1363655 14.89% 1.730%
52 14.233 2027 2031 2036 rBvV2 459774 650257 7.10% 0.825%
53 14.280 2037 2039 2044 rVB3 157205 169798 1.85% 0.215%
54 14.363 2049 2053 2056 rBV2 123956 207384  2.26% 0.263%
55 14.521 2078 2080 2084 rVB 319403 311562  3.40% 0.395%
56 14.557 2084 2086 2089 rVB 212947 196645 2.15% 0.249%
57 14.592 2090 2092 2094 rBV3 126531 119759 1.31% 0.152%
58 14.651 2100 2102 2104 rBV2 203771 196714  2.15% 0.249%
59 14.674 2104 2106 2110 rVB2 205716 198330 2.17% 0.252%
60 15.210 2192 2197 2200 rBV 1398599 2147279 23.45% 2.723%
61 15.321 2213 2216 2220 rVB 332146 343425 3.75% 0.436%
62 15.533 2248 2252 2257 rVB 810596 1042832 11.39% 1.323%
63 15.598 2258 2263 2269 rBV 1184638 1490277 16.27% 1.890%
64 15.662 2270 2274 2278 rBV2 1309735 1819581 19.87%  2.308%
65 17.215 2532 2538 2546 rVB2 461589 1015867 11.09%  1.288%

66 17.686 2613 2618 2627 rVB 336875 671756  7.34% ©.852%

Sum of corrected areas: 78844258
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070122\
Data File : BF129105.D

Acqg On : 01 Jul 2022 21:58
Operator : CG\JU

Sample : N3562-16

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF129105.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070122\
Data File : BF129105.D

Acqg On : 01 Jul 2022 21:58
Operator : CG\JU

Sample : N3562-16

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 1 n-Hexadecanoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
11.998 5.06 ng 530505 Phenanthrene-d10 11.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 78
5 Pentadecanoic acid 242 C15H3002 001002-84-2 78

Abundance Scan 1651 (11.998 min): BF129105. D\data ms (-1646) (- m/z 73.00 100.00%
43.1 73.0 192.

ﬁ

I \H‘ H 227.2256.3 12.00
-} Muﬂhﬁ:umqhmwhu‘M‘MH‘WH‘WH‘MHH“ m/z 192.10  93.30%

o

OA

m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 ™7
12.00
97.0 1570155 2130 2560 m/z 60.00 91.32%
O ‘\\H“}‘HH!H \H‘H’H\‘\\‘}h““\\h“h\“\‘\\‘\\H‘\H\‘\‘\H‘H\‘\‘\H\‘\H!‘\H\‘\
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance
73.0
—
430 12.00
5000 129.0 m/Z 43.10 87.24%
171.0
214.0
101.0
(0D e m e A  maa e
m/z--> 20 40 60 80 100120140160 180200220240 260

Abundance #67054: 1H-Cyclopropa[llphenanthrene,1a,9b-dihydro- —
192.0

12.00
m/z 57.10 74.13%

5000

270 630 960 91560 16$0 ‘\

0

m/z-->

20 40 60 80 100120140160180200220240260

g

12.00
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Library Search Compound Report

BFO70122\

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\
Data File : BF129105.D

Acqg On : 01 Jul 2022 21:58

Operator : CG\JU

Sample : N3562-16

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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
Concentration Rank 7

Peak Number 2 Phenanthrene, 2-methyl-

R.T. EstConc Area Relative to ISTD R.T.
12.016 2.44 ng 256513  Phenanthrene-di10 11.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 95
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 95
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 95
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 93
5 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 93

Abundance Scan 1654 (12.016 min): BF129105.D\data.ms (-1653) (| m/z 192.10 100.00%
192.1
94.7 oA !
12.00
163.0 .
I ““ 1260 31019 ‘M‘ 2810 2811 /7 191.10  56.07%
miz-> 50 100 150 200 250
Abundance #67038: Phenanthrene, 2-methyl-
192.0
5000 — ‘
12.00
m/z 189.10  30.65%
270 630 960 1390 | |
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
Abundance
192.0
T \
12.00
5000 ITI/Z 193.10 15.97%
0 39.0 83.0 139.0
T — e e
miz--> 50 100 150 200 250
Abundance #67043: Phenanthrene, 1-methyl- B :
192.0 12.00
m/z 94.70  15.06%
5000
95.0
28.0 63\\0\\ \‘\ h 13\90 H‘ L MJ
L -
m/z--> 50 100 150 200 250 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070122\
Data File : BF129105.D

Acqg On : 01 Jul 2022 21:58
Operator : CG\JU

Sample : N3562-16

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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 3 4H-Cyclopenta[def]phenanthrene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.104 4.28 ng 448837  Phenanthrene-d10 11.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 94
2 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 20
3 5H-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 18
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 15
5 Benzene, 1,1'-(1,2-propadienylid... 192 C15H12 014251-57-1 14

Abundance Scan 1669 (12.104 min): BF129105.D\data.ms (-1665) (- m/z 190.05 100.00%
19p.1
5000
94.6 ) ol
63.0 | 1261 1610 2432 282. 12.00 1250
0‘_H‘_Hw‘mwh‘uuu‘uuw‘uﬁu‘_"_Hw‘uwuﬁwuu‘m‘ m/z 189.10  95.40%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #64923: 4H-Cyclopenta[def]phenanthrene
190.0
5000 — LY
94.0 12.00 12.50
' m/z 192.05 51.26%
310 630 | 1230 1610 |
\‘HH‘\H\‘HH‘HH‘HH‘H\\‘HH‘\\H‘HH‘HH‘HH‘HH‘HH‘H\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
192.0
e
1200 12.50
5000 m/z 191.10 40.52%
270 630 1150 4630
Ol bttt e el e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67048: 5H-Dibenzo[a,d]cycloheptene — —
192.0 12.00 12.50
m/z 94.60  27.28%
5000
4280 630 960 1060 1630 |
\‘H‘H“\H\‘HH‘HH‘HH‘HH‘HH‘HHH\‘HH‘HH‘HH‘HH‘H\ T ‘ T T ‘ T
m/z--> 20 40 60 80 100120140160180200220240260280 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070122\
Data File : BF129105.D

Acqg On : 01 Jul 2022 21:58
Operator : CG\JU

Sample : N3562-16

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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-Dimethylanthracene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.539 2.44 ng 255687  Phenanthrene-di10 11.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 96
2 Phenanthrene, 2,5-dimethyl- 206 Cl6H14 003674-66-6 95
3 Anthracene, 1,4-dimethyl- 206 C1l6H14 000781-92-0 91
4 Phenanthrene, 2,3-dimethyl- 206 C1l6H14 003674-65-5 90
5 3,4-Dimethylphenanthrene 206 Cl6H14 1000452-24-5 90
Abundance Scan 1743 (12.539 min): BF129105.D\data.ms (-1740) (- m/z 206.10 100.00%
206.1
89.0 ‘12‘50‘ |
126 0 165.1 :
0L 390 T T PRI 2681 324191 10 42.90%
miz-> 50 100 150 200 250 300
Abundance #82934: 9,10-Dimethylanthracene
206.0
5000 —— :
12.50
m/z 189.05 25.38%
ol5.0 510 890 12701650 \h‘
T T T ‘ \ L ‘ T T ‘ T T T L ‘ L ‘ LI
miz--> 50 100 150 200 250 300
Abundance
206.0
RN \
12.50
5000 m/z 205.10 22.33%
101.0
o 270 63.0 165.0
B B A aman e
miz--> 50 100 150 200 250 300
Abundance #82936: Anthracene, 1,4-dimethyl- —— ‘
206.0 12.50
m/z 207.10  16.88%
- VmMJwﬂNﬂMﬁM%MMMAWNV
o510 o0 | -
m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070122\
Data File : BF129105.D

Acqg On : 01 Jul 2022 21:58
Operator : CG\JU

Sample : N3562-16

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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 4,4'-Bis(tetrahydrothiopyran) Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.798 2.15 ng 225189  Phenanthrene-di10 11.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene 202 Cl6H1e 000129-00-0 95
2 Fluoranthene 202 CléH1e 000206-44-0 90
3 4,4'-Bis(tetrahydrothiopyran) 202 C1eH18S2 116196-83-9 60
4 1-Leucyl-1-leucine, N,N'-dimethy... 472 C25H48N206 1000328-59-4 47
5 Benzene, 1,1'-(1,3-butadiyne-1,4... 202 C1l6H10 000886-66-8 42

Abundance Scan 1787 (12.798 min): BF129105.D\data.ms (-1783) (- m/z 202.10 100.00%
202.1
5000 H
— e
101.0 12.50 13.00
60.0 150.0 ‘ : :
ob o000 1500, | 2411 2843 . To06 16 21.31%
miz--> 50 100 150 200 250 300
Abundance #78086: Pyrene
202.0
5000 —— IS
12.50 13.00
101.0 m/z 203.10 14.09%
0 63.0 1 \H 1590 L u‘H
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
202.0
—2 —
12.50 13.00
5000 m/z 201.05 13.97%
101.0
027_0 63.0 150.0
T
m/iz--> 50 100 150 200 250 300
Abundance #77411: 4,4'-Bis(tetrahydrothiopyran) — .
45.0 202.0 12.50 13.00
99.0 m/z 101.00 12.75%
169.0
5000
: i T I | R
m/z--> 50 100 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070122\
Data File : BF129105.D

Acqg On : 01 Jul 2022 21:58
Operator : CG\JU

Sample : N3562-16

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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 Pyrene, 1-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.151 2.14 ng 360897 Chrysene-d12 14.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 96
2 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 95
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 94
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 87
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 70

Abundance Scan 1847 (13.151 min): BF129105.D\data.ms (-1843) (- m/z 216.10 100.00%

216.1
5000

e
94.5 m 13.00 13.50

163.1
0 “A§%ww‘uttw‘ “Ww‘w}‘ L 27191 386 ;51510 89.08%

m/z--> 50 100 150 200 250 300 350
Abundance #94565: Pyrene, 1-methyl-
216.0

5000 1
13.00 13.50
m/z 213.10 21.36%

95.0
O LI 5\({.(\) T \“‘ ‘“\ T \]‘-6\3\-0\ h‘\ ’ \h“\ T ’ LI ’ LI ’ T
m/z--> 50 100 150 200 250 300 350
Abundance
216.0

=
13.00 13.50

5000 m/z 217.10 16.99%
108.0
57.0 163.0
O e
m/z--> 50 100 150 200 250 300 350
Abundance #94578: Fluoranthene, 2-methyl- T —
216.0 13.00 13.50

m/z 94.50  15.13%

5000
108.0

m/z--> 50 100 150 200 250 300 350 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070122\
Data File : BF129105.D

Acqg On : 01 Jul 2022 21:58
Operator : CG\JU

Sample : N3562-16

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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 6
R.T. EstConc Area Relative to ISTD R.T.
13.263 2.49 ng 419891  Chrysene-d12 14.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 94
2 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 90
3 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 81
4 Pyrene, 1-methyl- 216 C17H12 002381-21-7 80
5 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 64

Abundance Scan 1866 (13.263 min): BF129105.D\data.ms (-1864) (- m/z 216.10 100.00%

216.1
5000

— R
107.7 13.00 13.50

ol s 230 w‘,“‘ L1630, 2734 3421 45 1510 78.14%
m/z--> 50 100 150 200 250 300 350
Abundance #94573: 11H-Benzol[a]fluorene
216.0
5000 — Ly
13.00 13.50

m/z 213.10  21.58%

107.0
O14.0 63.0 | | 163.0
\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance
216.0

= T
13.00 13.50

5000 m/z 217.10 17.78%
107.0
0 63.0 163.0
N A o e e T I A B e o A R
m/z--> 50 100 150 200 250 300 350
Abundance #94571: TH-Benzo|c]fluorene T —
216.0 13.00 13.50

m/z 107.70  15.99%

5000
108.0
0 \d’H 1 Actt

m/z--> 50 100 150 200 250 300 350 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070122\
Data File : BF129105.D

Acqg On : 01 Jul 2022 21:58
Operator : CG\JU

Sample : N3562-16

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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 Triphenylphosphine oxide Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.233 3.85 ng 650257  Chrysene-di12 14.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 96
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 68
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 50
4 (Carbethoxymethyl)-triphenylphos... 428 C22H22BrO2P 001530-45-6 40
5 3-(3,4-Dichlorophenyl)-2-thioxo-... 277 C9H5C12NOS2 017046-34-3 25

Abundance Scan 2031 (14.233 min): BF129105.D\data.ms (-2027) (- m/z 277.10 100.00%

277.1
5000
77.0 —r— e
| ‘ 152 of H 14.00 14.50
Ol bbb g L3523 4122 978 10 34.19%
miz--> 50 100 150 200 250 300 350 400
Abundance #171172: Triphenylphosphine oxide
277.0
5000 — —
14.00 14.50
77.0 199.0 m/z 77.85  21.56%
152.0
O \2\7\.\‘}‘\\‘\\‘\\\\““\\\“\U\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
277.0
o .
14.00 14.50
5000 m/z 201.05 19.71%
o 183.0
0L27.0 128.0 228.0
e e T i mma O
m/z--> 50 100 150 200 250 300 350 400
T o

Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)h
277.0 14.00 14.50

m/z 183.00  19.52%

5000

o 1830

N

0 ‘ ‘\ m\ \ h H\\ L

m/z--> 50 100 150 200 250 300 350 400 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070122\
Data File : BF129105.D

Acqg On : 01 Jul 2022 21:58
Operator : CG\JU

Sample : N3562-16

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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 Benzo[e]pyrene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.321 3.77 ng 343425  Perylene-d12 15.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Benzo[b]fluoranthene 252 C20H12 000205-99-2 97
3 Benzo[a]pyrene 252 C20H12 000050-32-8 96
4 Benzo[k]fluoranthene 252 C20H12 000207-08-9 95
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 90
Abundance Scan 2216 (15.321 min): BF129105.D\data.ms (-2213) (- m/z 252.10 100.00%
252.1
o ML
— —
12?0 20 1500 15.50
ol A0 Ll 2001 33513854 444 ;7 250.10  28.56%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138554: Benzo|[e]pyrene
252.0
5000 - —Y,
15.00 15.50
m/z 253.10 23.07%
125.0
oL 740 | 2000
\\’\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
252.0
= —
15.00 15.50
5000 m/z 126.00 13.80%
126.0
0 74.0 200.0
R I e e R B o e
m/z--> 50 100 150 200 250 300 350 400
Abundance #138555: Benzo[a]pyrene 5 —
252.0 15.00 15.50
m/z 125.00 13.01%
5000
126.0
oL 740 T 2000 |
A e e e . o
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070122\
Data File : BF129105.D

Acqg On : 01 Jul 2022 21:58
Operator : CG\JU

Sample : N3562-16

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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 Perylene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.533 11.46 ng 1042830  Perylene-di12 15.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[a]pyrene 252 C20H12 000050-32-8 96
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 95
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 94
4 Benzo[e]pyrene 252 C20H12 000192-97-2 94
5 Perylene 252 C20H12 000198-55-0 90
Abundance Scan 2252 (15.533 min): BF129105.D\data.ms (-2248) (| m/z 252.10 100.00%
252.1 P
5000
12?0 15.50
ob 740 il 2001, | 33633840428 ., 556,16  29.37%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138555: Benzo[a]pyrene
252.0
5000 — :
15.50
m/z 253.10  23.20%
126.0
o740 | 2000 |
\\‘\\\\’\\\\’\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
252.0
RN \
15.50
5000 m/z 125.00 13.67%
126.0
69.0
e NN
m/z--> 50 100 150 200 250 300 350 400
Abundance #138568: Benzo[b]fluoranthene T !
252.0 15.50
m/z 126.00  11.34%
5000
126.0
0 830\ “ ‘“\ 2000\ Wl
e e e 7
m/z--> 50 100 150 200 250 300 350 400 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070122\
Data File : BF129105.D

Acqg On : 01 Jul 2022 21:58
Operator : CG\JU

Sample : N3562-16

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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|
n-Hexadecanoic ... 11.998 5.1 ng 530505 4 11.486 2098450 20.0
Phenanthrene, 2... 12.016 2.4 ng 256513 4 11.486 2098450 20.0
4H-Cyclopenta[d... 12.104 4.3 ng 448837 4 11.486 2098450 20.0
9,10-Dimethylan... 12.539 2.4 ng 255687 4 11.486 2098450 20.0
4,4'-Bis(tetrah... 12.798 2.1 ng 225189 4 11.486 2098450 20.0
Pyrene, 1-methyl- 13.151 2.1 ng 360897 5 14.139 3377760 20.0
11H-Benzo[a]flu... 13.263 2.5 ng 419891 5 14.139 3377760 20.0
Triphenylphosph... 14.233 3.9 ng 650257 5 14.139 3377760 20.0
Benzo[e]pyrene 15.321 3.8 ng 343425 6 15.663 1819580 20.0
Perylene 15.533 11.5 ng 1042830 6 15.663 1819580 20.0
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