LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100322\
Data File : BF130507.D

Acqg On : 03 Oct 2022 19:31
Operator : CG\JU

Sample : N4936-01

Misc :

ALS Vvial : 16 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: BF130507.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.140 345 349 360 rBV 155764 191745 9.03% 0.875%
2 4.828 459 466 469 rBV 1560107 2122422 100.00% 9.691%
3 5.240 532 536 549 rBV 1866899 1936667 91.25% 8.842%
4 5.646 601 605 611 rBV 144657 136019 6.41% 0.621%
5 6.281 708 713 735 rBV 1716459 1715753 80.84% 7.834%
6 6.634 770 773 777 rBV 652405 544967 25.68%  2.488%
7 7.204 865 870 873 rBV 1324449 1090766 51.39% 4.980%
8 7.916 988 991 998 rBV 732208 664382 31.30% 3.033%
9 8.992 1170 1174 1187 rBV 1942790 1785577 84.13% 8.153%
10 9.116 1192 1195 1205 rVB 34181 50988 2.40% 0.233%
11  9.528 1262 1265 1272 rBV 92784 78295 3.69% 0.357%
12 9.669 1285 1289 1292 rBV 624940 558686 26.32% 2.551%
13 9.698 1292 1294 1299 rVB 28976 28816 1.36% 0.132%
14 10.216 1378 1382 1386 rVB 22914 24324 1.15% 0.111%
15 10.451 1419 1422 1433 rBV 830978 765418 36.06%  3.495%
16 10.957 1505 1508 1512 rBV 25981 24069 1.13% 110%

17 11.145 1537 1540 1542 rBV 545624 453576 21.37%
18 11.169 1542 1544 1548 rVV 410948 328833 15.49%

OO RrNOG
U1
[
e
I

19 11.222 1549 1553 1556 rVB 82364 73400 3.46% 335%
20 11.386 1574 1581 1589 rBV2 48321 66096 3.11% 302%
21 11.551 1606 1609 1616 rVB3 23978 25513 1.20% ©.116%
22 11.645 1622 1625 1628 rBV 36497 36731 1.73% 0.168%
23 11.675 1628 1630 1635 rVB 57015 60425 2.85% 0.276%
24 11.757 1641 1644 1647 rBV 71743 71751 3.38% ©.328%
25 11.781 1647 1648 1653 rVB 32938 22388 1.05% ©.102%
26 11.945 1673 1676 1678 rBV 33574 26964 1.27% 0.123%
27 11.969 1678 1680 1684 rVB 67431 54544  2.57%  0.249%
28 12.198 1715 1719 1721 rBV 27127 34805 1.64% ©.159%
29 12.251 1726 1728 1731 rW 56093 51345 2.42% 0.234%
30 12.280 1731 1733 1737 rVB 58876 52271 2.46% 0.239%
31 12.357 1740 1746 1749 rBV 699481 647766 30.52%  2.958%
32 12.451 1759 1762 1765 rBV 48019 41298 1.95% 0.189%
33 12.504 1765 1771 1778 rVB4 30099 54885 2.59% 0.251%
34 12.580 1778 1784 1787 rBV 671513 633375 29.84%  2.892%
35 12.633 1791 1793 1797 rVB3 33125 36303 1.71% ©.166%
36 12.704 1801 1805 1806 rBV 34228 31127 1.47% 0.142%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100322\
Data File : BF130507.D

Acqg On : 03 Oct 2022 19:31
Operator : CG\JU

Sample : N4936-01

Misc :

ALS Vvial : 16 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 12.733 1806 1810 1816 rVB 1487165 1291913 60.87% 5.899%
38 12.798 1816 1821 1825 rBV3 35631 59332 2.80% 0.271%
39 12.886 1833 1836 1837 rBv3 39382 36047 1.70% 0.165%
40 12.910 1837 1840 1844 rVB 60710 67648 3.19% 0.309%
41 12.975 1847 1851 1854 rBV2 36766 38830 1.83% 0.177%
42 13.010 1854 1857 1861 rBV 64364 70527 3.32% 0.322%
43 13.104 1870 1873 1876 rBV 38370 38435 1.81% 0.175%
44 13.133 1876 1878 1883 rVV2 38677 41026 1.93% 0.187%
45 13.310 1901 1908 1911 rBV6 35763 68611 3.23% 0.313%
46 13.416 1924 1926 1931 rVB 87966 83099 3.92% 0.379%
47 13.527 1940 1945 1948 rBV2 85140 100451 4.73% 0.459%
48 13.557 1948 1950 1952 rVV 50566 42997 2.03% 0.196%
49 13.575 1952 1953 1955 rvwV 43892 37761 1.78% 0.172%
50 13.627 1959 1962 1967 rVB2 86411 96092 4.53% 0.439%
51 13.692 1971 1973 1979 rBV2 13395 22329 1.05% 0.102%
52 13.775 1980 1987 1990 rBvV2 737623 1063523 50.11% 4.856%
53 13.804 1990 1992 1995 rVB 346252 266741 12.57% 1.218%
54 13.880 2002 2005 2008 rVB 76390 59629 2.81% 0.272%
55 13.922 2010 2012 2015 rBV 46766 44208 2.08% 0.202%
56 14.010 2025 2027 2029 rVV 40599 30233 1.42% 0.138%
57 14.039 2029 2032 2034 rVB4 27147 26298 1.24% 0.120%
58 14.163 2051 2053 2057 rVB 71528 61774 2.91% 0.282%
59 14.198 2057 2059 2063 rBv2 42177 45191 2.13% 0.206%
60 14.257 2067 2069 2072 rVWV4 51259 46849 2.21% 0.214%
61 14.286 2072 2074 2076 rVB2 33075 25006 1.18% 0.114%
62 14.551 2115 2119 2121 rBV2 35245 49675 2.34% 0.227%
63 14.633 2129 2133 2136 rBvV4 30700 48921 2.30% ©0.223%
64 14.698 2141 2144 2147 rBV2 33247 45299  2.13% 0.207%
65 14.780 2154 2158 2167 rBV 504579 887602 41.82% 4.053%
66 14.880 2172 2175 2178 rVB 96833 101714 4.79% 0.464%
67 15.057 2201 2205 2210 rVB 290945 345704 16.29%  1.578%
68 15.110 2210 2214 2220 rVV 412982 455551 21.46%  2.080%
69 15.169 2220 2224 2227 rVV 498439 573047 27.00% 2.616%
70 15.198 2227 2229 2236 rVB 135585 166464 7.84% 0.760%
71 15.592 2294 2296 2301 rVB5 20691 21476 1.01% 0.098%
72 16.316 2413 2419 2420 rBV2 38058 65557 3.09% 0.299%
73 16.480 2443 2447 2455 rVB2 224325 363577 17.13% 1.660%
74 16.645 2472 2475 2479 rBV 29409 56194 2.65% 0.257%
75 16.692 2480 2483 2488 rVVW2 59504 107524 5.07% 0.491%
76 16.745 2490 2492 2500 rVB9 47414 69370 3.27% 0.317%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100322\
Data File : BF130507.D

Acqg On : 03 Oct 2022 19:31
Operator : CG\JU

Sample : N4936-01

Misc

ALS Vvial : 16 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

77 16.880 2509 2515 2523 rVB 129680 235091 11.08% 1.073%
78 17.192 2565 2568 2569 rBV3 20110 22296 1.05% ©0.102%

Sum of corrected areas: 21901902
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: @3 Oct 2022 19:31
¢ CG\JU
: N4936-01

. 16

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100322\
BF130507.D

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 TIC: BF130507.D\data.ms
5.240
6.281
4.828
1500000
7.204
1000000
6.634
500000
4.140 5.646
0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Abundance TIC: BF130507.D\data.ms
8.992
1500000 12.733
1000000
10.451
7.916 12.35
9.669 12.580
500000
o 9.116 9'528.98 10.216 10.957
= — L s e e e e e B A B e L e o= = —
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF130507.D\data.ms
1500000
1000000
13.775
500000
16.480
.880
i 15.592 16.316/18 éf 7.192
0 yie '
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 T T T T T T T T T T ‘ T T T T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100322\
Data File : BF130507.D

Acqg On : 03 Oct 2022 19:31
Operator : CG\JU

Sample : N4936-01

Misc

ALS vial : 16 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 3-Penten-2-one, 4-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.140 7.04 ng 191745 1,4-Dichlorobenzene-d4 6.634

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 86
4 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 86
5 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 86
Abundance Scan 349 (4.140 min): BF130507.D\data.ms (-345) (-) m/z 55.10 100.00%
55.1 83.1
5000
43.0 98.1
REmmaE Ry s S
3.80 4.00 4.20 4.40
Akl sro ;
o1t m/z 83.10  99.35%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3648: 3-Penten-2-one, 4-methyl-
55.0 83.0
43.0
5000 L L R B R
29.0 98.0 3.80 4.00 4.20 4.40
m/z 43.00 41.00%
15.0
\ WLyl 670 |
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\"\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3553: 3-Hexen-2-one
55.0
83.0 R R S S AR
200 43.0 3.80 4.00 4.20 4.40
5000 m/z 98.10 34.48%
98.0
| \‘\ \\ ‘ | 67.0 |
0 ““ i RS
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3816: 2-Pentene, 3,4-dimethyl-, (2)- e EEEaNREESSSEE
55.0 83.0 3.80 4.00 4.20 4.40
m/z 39.10  29.70%
41.0
5000
27.0 98.0
15.0 ‘ ‘ 69.0
0 H“HMw“HM‘H‘;M‘qhhﬁ“HH}H‘W‘lu,‘u‘,u“ R
m/z--> 10 20 30 40 50 60 70 80 90 100 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100322\
Data File : BF130507.D

Acqg On : 03 Oct 2022 19:31
Operator : CG\JU

Sample : N4936-01

Misc

ALS vial : 16 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.828 77.89 ng 2122420 1,4-Dichlorobenzene-d4 6.634

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Propane, 1l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9

Abundance Scan 466 (4.828 min): BF130507.D\data.ms (-459) (-) m/z 43.05 100.00%

43.0
59.0
5000
101.1 T e
4.60 4.80 5.00 5.20
Ll | 83.1 9
o——r—rbl— e m/z 59.05 58.36%
miz-> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L L I L B
4.60 4.80 5.00 5.20
101.0 m/z 101.10 20.38%
270 ‘ 83.0
0 \\\’\\‘\\“‘\\\W‘\\\\“\\\\“\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
e RARREEESE
4.60 4.80 5.00 5.20
5000 2410 m/z 58.10 15.63%
126.0
ol L 1250320
miz--> 20 40 60 80 100 120 140
Abundance #4153: 1-Propen-2-ol, acetate
43.0 4.60 4.80 5.00 5.20
m/z 41.05 8.75%
5000
58.0
15.0 ‘ 100.0
0 “ | L, | | |

m/z--> 20 40 60 80 100 120 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100322\
Data File : BF130507.D

Acqg On : 03 Oct 2022 19:31
Operator : CG\JU

Sample : N4936-01

Misc

ALS vial : 16 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 2-Pentanone, 4-methoxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.646 4.99 ng 136019 1,4-Dichlorobenzene-d4 6.634

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 83
2 N-.alpha.-Acetylglycinamide 116 C4H8N202 002620-63-5 38
3 Borane, dimethoxy- 74 C2H7B02 004542-61-4 33
4 3,6-Heptanedione 128 C7H1202 001703-51-1 17
5 2-Pentanone, 3-methyl- 100 C6H120 000565-61-7 16
Abundance Scan 605 (5.646 min): BF130507.D\data.ms (-601) (-) m/z 73.10 100.00%
43.1 73.1
5000
1150 o AREEmaTEEEEEE
| 562 1001 112 5.40 5.60 5.80 6.00
O Frrrrprrrr el e m/z 43.10  92.01%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #15502: 2-Pentanone, 4-methoxy-4-methyl-
43.0 73.0
5000 L B B I LA R
5.40 5.60 5.80 6.00
m/z 115.00  11.95%
150 200 || 560 701000 1150
O \\\\‘HH’\HM\’\‘\H"\‘\‘\\‘1111‘\\\\‘\}\\‘\\\\.‘\H{‘HH‘HH‘\H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #9027: N-.alpha.-Acetylglycinamide
73.0
30.0
A REEE e RN RaS
430 5.40 5.60 5.80 6.00
5000 m/z 41.05 11.20%
0 180 | s80 87.0100.0 117.0
AR AR E L Ea EABAR A
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #897: Borane, dimethoxy-
73.0 5.40 5.60 5.80 6.00
m/z 55.10 7.69%
43.0
5000 1.0
29.0
TN
O frrrr et e e e O RAREREER L
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100322\
Data File : BF130507.D

Acqg On : 03 Oct 2022 19:31
Operator : CG\JU

Sample : N4936-01

Misc

ALS vial : 16 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 4 Phenanthrene, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.675 2.66 ng 60425  Phenanthrene-die 11.145
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 97
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 96
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 95
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 93
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 93

Abundance Scan 1630 (11.675 min): BF130507.D\data.ms (-1628) (- m/z 192.10 100.00%
192.1

5000

165.0 Dalen nol oo
400 693 ‘ 138.9 11.50 12.00
et b T el m/z 191.10  58.94%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #67039: Phenanthrene, 2rnemyL

5000 e ﬁ\ANNW
11.50 12.00
T ‘ LI

o

m/z 189.05 27.67%

165.0
0 39.0 63.0 \‘ 115.0 139.0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67043:Phenanﬂwene,lwneﬂwh
LA
11.50 12.00
5000 ITI/Z 193.05 15.88%
95.0 165.0
0 390 63\0\\\ L, h 139 Om il
R B I R R B A R
m/z--> 20 40 60 80 100 120 140 160 180 200 M
Abundance #67023: Anthracene, 2-methyl- i T (s
11.50 12.00
m/z 190.05 15.77%
5000
96.0
0 63.0 M 139.0
_‘H“H“H“_“w“u“u“u“_“w““‘H‘ T —rh
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\BF100322\
Data File : BF130507.D

Acqg On : 03 Oct 2022 19:31
Operator : CG\JU

Sample : N4936-01

Misc

ALS vial : 16 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 4H-Cyclopenta[def]phenanthrene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
11.757 3.16 ng 71751  Phenanthrene-d1e 11.145
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 70
2 Thiophene-3-carboxaldehyde, 5-ch... 190 C5H4BC103S 036155-87-0 50
3 Methyl diselenide 190 C2H6Se2 007101-31-7 27
4 Benzene, 1,1'-(2-cyclopropen-1-y... 192 C15H12 022825-21-4 22
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 20

Abundance Scan 1644 (11.757 min): BF130507.D\data.ms (-1641) (- m/z 190.05 100.00%

190.1
5000
94.6

165.0
400 630 || 11501390 11.50 12.00 ]
0 bttty S S el m/z 189.85  95.35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 T T \M T I /Y\/\M
11.50 12.00

94.0 m/z 192.05 51.97%
ol 300 630 | 11501370 1630 UM
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64996: Thiophene-3-carboxaldehyde, 5-chloro-2-dihydr
45.0 190.0
’ 146.0 e e
11.50 12.00
5000 82.0 m/z 191.05  43.29%
117.0
ol 0
m/z--> 20 40 60 80 100 120 140 160 180 200 J\/\/\J\N
Abundance #64931: Methyl diselenide o e ‘)\ —
190.0 11.50 12.00

m/z 94.60  24.52%

93.0
5000 MMWJ
160.0
29.0 ‘
0 [, \‘ u“\ hh‘ (I L JTAWY

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\BF100322\
Data File : BF130507.D

Acqg On : 03 Oct 2022 19:31
Operator : CG\JU

Sample : N4936-01

Misc

ALS vial : 16 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 9,10-Anthracenedione Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

11.969 2.41 ng 54544  Phenanthrene-d10 11.145
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,10-Anthracenedione 208 (C14H802 000084-65-1 98
2 Benzo[c]cinnoline 180 C12H8N2 000230-17-1 96
3 9,10-Phenanthrenedione 208 C14H802 000084-11-7 92
4 9H-Fluoren-9-one 180 C13H80 000486-25-9 91
5 1H-Phenalen-1-one 180 C13H80 000548-39-0 83

Abundance Scan 1680 (11.969 min): BF130507.D\data.ms (-1678) (- m/z 152.00 100.00%
152.0 180.1 208.1

5000 76.0 J‘JL
50.0 A
‘ H 126.0 | | 12.00

] S wmwumJ‘mw S HMH‘H‘ m/z 180.05  89.58%

m/z--> 20 40 60 80 100 120 140 160 180 200

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

4
F

5000 76.0 e Ml
12.00
m/z 208.05 88.59%
50.0 126.0 /
0 ‘2\7\.(\)\‘\\“1\“‘\W\H\“1“\‘\9\9”“\0\\\[\“\\\‘\\ ‘\‘\\\\“\\\\‘\H\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54969: Benzol[c]cinnoline
152.0 180.0
p A
12.00
5000 ITI/Z 150.95 43.46%
76.0 126.0
39.0 ‘ J 102.0 ‘
0 e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85300: 9,10-Phenanthrenedione
180.0 12.00
m/z 76.00 43.35%
5000
152.0 208.0

28.0 500 %0 g9g0 1260 \“ | |
CUAVICS AUNTRIVIREN..: L G S MRS

m/z--> 20 40 60 80 100 120 140 160 180 200 12.00

%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100322\
Data File : BF130507.D

Acqg On : 03 Oct 2022 19:31
Operator : CG\JU

Sample : N4936-01

Misc

ALS vial : 16 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 cis-10-Heptadecenoic acid, ... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.251 2.26 ng 51345  Phenanthrene-d10 11.145
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-10-Heptadecenoic acid, methy... 282 C18H3402 1000333-62-1 70
2 Cyclopropaneoctanoic acid, 2-hex... 282 C18H3402 010152-61-1 70
3 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 64
4 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 58
5 7-Octadecenoic acid, methyl ester 296 C19H3602 057396-98-2 58

Abundance Scan 1728 (12.251 min): BF130507.D\data.ms (-1726) (- m/z 55.05 100.00%

5!:
5000 96.0 206.1 JWM

1990 1651 264.1 298 1 12.00 1250
o WL m/z 41.10  64.42%
miz-> 50 100 150 200 250 300
Abundance #176265: cis-10-Heptadecenoic acid, methyl ester
55.0
12.00 12.50
1660 2080 250.0 m/z 74.00  59.30%
01‘5‘0“ “"‘ H\\M 1 m“u‘\“ T ‘ML‘ —— “‘ , ?8‘\2‘0‘ ,
miz-> 50 100 150 200 250 300

Abundance #176294 Cyclopropaneoctanoic acid, 2-hexyl-, methyl es
55.0

‘J\“»"\j\/\‘/\/\ AD

12.00 12.50
5000 m/z 69.00 52.57%

87.0
LS 00 mmo 200
u Ll i !
T \ ’ T L B s B B B
miz-> 100 150 200 250 300

Abundance #194425: 11-Octadecenoic acid, methyl ester
55.0 12.00 12.50

m/z 206.10  46.71%

5000 97.0
264.0
ULt o 0 s,
15.0| || | ‘M yll H‘MHH\ el \‘ ‘ | e /\AA Noaspr A

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

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100322\
Data File : BF130507.D

Acqg On : 03 Oct 2022 19:31
Operator : CG\JU

Sample : N4936-01

Misc

ALS vial : 16 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 Cyclopenta(def)phenanthrenone Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
12.281 2.30 ng 52271  Phenanthrene-d10 11.145
Hit# of 5 Tentative ID MW MolForm CASH# Qual

yclopenta(def)phenanthrenone 204 C15H80 005737-13-3 94
6,7,8-Tetrahydrothieno[2,3-b]q... 204 C11H12N2S 122914-50-5 64
,1'-Biphenyl]-4,4'-dicarbonitrile 204 C14H8N2 001591-30-6 50
4-Biphenyldicarbonitrile 204 C14H8N2 004128-63-6 45
(4-Chloro-phenyl)-2-(3,4-dihyd... 330 C17H15CIN20S  1010296-34-3 45

.

uipHh wWN R
Z W U N
[

Abundance Scan 1733 (12.280 min): BF130507.D\data.ms (-1731) (- | m/z 204.10 100.00%
204.1
J\L
88.0 Lt plifassl ]
51 15‘0'0 i, “00. 1200 1250
gt u‘V‘WﬂM s m/z 176.00  40.01%
miz--> 50 100 150 200 250 300
Abundance #80568: Cyclopenta(def)phenanthrenone
204.0
5000
12.00 12.50
88.0 m/z 205.85  19.47%
O T T T ‘ T \“\ ‘\ “‘ 1\-2\2.\0\ ‘} T \H‘\ T ‘ T T T T ‘ T T T T ‘ 1
miz--> 50 100 150 200 250 300
Abundance #79578: 5,6,7,8-Tetrahydrothieno[2,3-b]quinolin-4-amine
204.0 ﬂ"
gl ° YN
12.00 12.50
5000 m/z 87.95 17.08%
520 94.0 150.0 H
0 Lt el ‘\“wu‘\“uw} “”‘\“\M ‘L\‘ e
miz--> 50 100 150 200 250 300 A
Abundance #80073: [1,1'-Biphenyl]-4,4"-dicarbonitrile e ‘J\ e
204.0 12.00 12.50
m/z 150.00 15.55%
5000
75.0
ol 300 1T w30 1900 | | ] el
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\BF100322\
Data File : BF130507.D

Acqg On : 03 Oct 2022 19:31

Operator : CG\JU

Sample : N4936-01

Misc

ALS vial : 16 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 1@ Benzo[e]pyrene Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
15.057 12.07 ng 345704  Perylene-d12 15.169
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 97
3 Benzo[a]pyrene 252 C20H12 000050-32-8 96
4 Perylene 252 C20H12 000198-55-0 95
5 Benzo[b]fluoranthene 252 C20H12 000205-99-2 95

Abundance Scan 2205 (15.057 min): BF130507.D\data.ms (-2201) (- m/z 252.10 100.00%
252.1
w m
125.0 15.00 |
0390 741 | 15881980 , | 3140352 .. 556 10  23.49%
m/z--> 50 100 150 200 250 300 350
Abundance #138554: Benzo[e]pyrene
52.0
5000
1500
253.05 21.57%
125.0
0390 830 | 200.0 . |
T ‘ T T T ’ T T T ‘ T T T ’ T \ \ T L ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #138563: BenzolKk]fluoranthene
252.0
T
1500
5000 125.00 14.26%
126.0
o moll oo |
m/z--> 50 100 150 200 250 300 350
Abundance #138555: Benzo[a]pyrene
252.0 1500
125.95 10.68%
5000
126.0
0l50.0 870 , | 163.0200.0 | \
e e
m/z--> 50 100 150 200 250 300 350 1500
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100322\
Data File : BF130507.D

Acqg On : 03 Oct 2022 19:31
Operator : CG\JU

Sample : N4936-01

Misc

ALS vial : 16 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 11 Picene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.316 2.29 ng 65557  Perylene-di2 15.169
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Picene 278 C22H14 000213-46-7 81
2 Benzo[b]triphenylene 278 C22H14 000215-58-7 72
3 Dibenz[a,h]anthracene 278 C22H14 000053-70-3 72
4 Vanadium, (.eta.5-2,4-cyclopenta... 278 C17H23V 126948-97-8 64
5 Pentacene 278 C22H14 000135-48-8 64
Abundance Scan 2419 (16.316 min): BF130507.D\data.ms (-2413) (-} | m/z 278.10 100.00%
278.1
5000 MJ\/\/\/\J\/\
133.0 16.00 16.50
57.0 919 | | 207.0 | 3141 355, ' o 585
O T N e [T T S et m/z 276.05 29.58%
m/z--> 50 100 150 200 250 300 350
Abundance #171318: Picene
278.0
5000 — e
16.00 16.50
m/z 279.10 18.14%
139.0
ol 6301000, | 187.02240 |
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #171329: Benzolb]triphenylene
278.0
— —
16.00 16.50
5000 m/z 139.00 17.50%
139.0
IS LN 7 S SR
m/z--> 50 100 150 200 250 300 350
Abundance #171334: Dibenz[a,h]anthracene “ i
278.0 16.00 16.50
m/z 138.00 15.40%
5000
139.0
0390 1000, | 1740 2240 |
— = —
m/z--> 50 100 150 200 250 300 350 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100322\
Data File : BF130507.D

Acqg On : 03 Oct 2022 19:31
Operator : CG\JU

Sample : N4936-01

Misc

ALS vial : 16 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 Pentaphene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.692 3.75 ng 107524  Perylene-di12 15.169
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Picene 278 C22H14 000213-46-7 83
2 Pentaphene 278 C22H14 000222-93-5 64
3 Dibenz[a,h]anthracene 278 C22H14 000053-70-3 64
4 Benzo[b]chrysene 278 C22H14 000214-17-5 64
5 Benzo[b]triphenylene 278 C22H14 000215-58-7 64

Abundance Scan 2483 (16.692 min): BF130507.D\data.ms (-2480) (- m/z 278.10 100.00%
278.

78.1
5000

T
16.50 17.00
0- m/z 282.05 32.29%

m/z--> 50 100 150 200 250 300 350
Abundance #171318: Picene
278.0

5000

—
16.50 17.00
m/z 276.10 31.73%

139.0
0 63.0 100.0 , | 187.0224.0 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #171324: Pentaphene
278.0

16.50 17.00
5000 m/z 279.10 24.70%
139.0
0 39.0 870 | 187.0224.0 |
I A B e T T e B
m/z--> 50 100 150 200 250 300 350
Abundance #171335: Dibenz[a,h]anthracene T —

278.0 16.50 17.00

m/z 139.00  21.37%

5000

139.0
39.0 870 |  187.02240 | fter]

m/z--> 50 100 150 200 250 300 350 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100322\
Data File : BF130507.D

Acqg On : 03 Oct 2022 19:31
Operator : CG\JU

Sample : N4936-01

Misc

ALS vial : 16 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 13 unknownl6.745 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.745 2.42 ng 69370  Perylene-di12 15.169
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibenzo(a,c)fluoren-13-one 280 C21H120 063041-47-4 22
2 2-Furancarboxylic acid, octyl ester 224 C13H2003 039251-88-2 18
3 2-Furancarboxylic acid, decyl ester 252 C15H2403 039251-90-6 14
4 Furan-2-carboxylic acid (1-hydro... 280 C15H24N203 1000294-27-6 14
5 Propionamide, 3-cyclopentyl-N-al... 349 C23H43NO 1010446-42-3 14
Abundance Scan 2492 (16.745 min): BF130507.D\data.ms (-2490) (- m/z 280.10 100.00%
95.1 280.1
191.1
5000 45.0 10.4
’ ' 2319 337.2
385. T T
16.50 17.00
0 m/z 95.10 92.52%
miz--> 50 100 150 200 250 300 350
Abundance #173746: Dibenzo(a,c)fluoren-13-one
280.0
5000 — —
16.50 17.00
m/z 113.10 81.79%
126.0
0,280 830 || | 1740 2240“‘\
\\\\‘\\\\‘\\\\\\\\‘\\\\ \‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #104123: 2-Furancarboxylic acid, octyl ester
118.0 M(VWW
—— -
16.50 17.00
5000 m/z 191.05 72.01%
41.0
AT T V1N S R
m/z--> 50 100 150 200 250 300 350
Abundance #138170: 2-Furancarboxylic acid, decyl ester —— —
113.0 16.50 17.00
m/z 252.00 71.41%
5000{ 41.0
0 wwwh\\”‘\w”w“““2‘5,2‘9”_“_“ N W
m/z--> 50 100 150 200 250 300 350 16.50 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100322\
Data File : BF130507.D

Acqg On : 03 Oct 2022 19:31
Operator : CG\JU

Sample : N4936-01

Misc

ALS Vvial : 16 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|
3-Penten-2-one,... 4.140 7.0 ng 191745 1 6.634 544967 20.0
2-Pentanone, 4-... 4.828 77.9 ng 2122420 1 6.634 544967 20.0
2-Pentanone, 4-... 5.646 5.0 ng 136019 1 6.634 544967 20.0
Phenanthrene, 2... 11.675 2.7 ng 60425 4 11.145 453576 20.0
4H-Cyclopenta[d... 11.757 3.2 ng 71751 4 11.145 453576 20.0
9,10-Anthracene... 11.969 2.4 ng 54544 4 11.145 453576 20.0
cis-10-Heptadec... 12.251 2.3 ng 51345 4 11.145 453576 20.0
Cyclopenta(def)... 12.281 2.3 ng 52271 4 11.145 453576 20.0
Benzo[e]pyrene 15.057 12.1 ng 345704 6 15.169 573047 20.0
Picene 16.316 2.3 ng 65557 6 15.169 573047 20.0
Pentaphene 16.692 3.8 ng 107524 6 15.169 573047 20.0
unknown16.745 16.745 2.4 ng 69370 6 15.169 573047 20.0
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