LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71123\
Data File : BF134234.D

Acqg On : 12 Jul 2023 02:49
Operator : CG\JU

Sample : 03375-01 2X

Misc :

ALS Vvial : 19 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-BF062623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134234.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.216 19 22 29 rvB2 15972 24029 1.12% 0.100%
2 5.075 505 508 521 rVB 33900 40275 1.87% 0.168%
3 5.475 573 576 591 rBV 990938 935126 43.41%  3.890%
4 6.016 665 668 672 rVB 61454 58401 2.71% 0.243%
5 6.128 683 687 690 rBV 2392095 2154316 100.00% 8.961%
6 6.293 708 715 718 rBV 98828 92113 4.28% ©.383%
7 6.322 718 720 726 rBV 35460 51540 2.39% 0.214%
8 6.481 744 747 756 rBV 948614 863629 40.09% 3.592%
9 6.675 777 780 786 rVB2 28565 27516 1.28% 0.114%
10 6.846 806 809 815 rBV 746598 574646 26.67%  2.390%
11 6.916 815 821 825 rVWV 85728 75983  3.53% 0.316%
12 6.957 825 828 831 rVB 35347 28216 1.31% 0.117%
13 7.110 849 854 858 rBv2 21482 28993 1.35% 0.121%
14 7.404 901 904 908 rBV 641312 526314 24.43% 2.189%
15 7.434 908 909 912 rVB 41116 25271 1.17% 0.105%
16 7.828 968 976 989 rBv4 81247 191278 8.88% 0.796%
17 7.957 994 998 1001 rVB3 19576 23645 1.10% 0.098%
18 8.122 1023 1026 1029 rBV 704845 619800 28.77% 2.578%
19 8.181 1033 1036 1039 rVB2 36466 30990 1.44% 0.129%
20 8.251 1045 1048 1054 rVB 134137 116827 5.42% 0.486%
21 8.839 1145 1148 1151 rBV 32056 25997 1.21% 0.108%
22 8.939 1162 1165 1172 rVB 34671 37269 1.73% 0.155%
23 9.198 1206 1209 1213 rBV 1011733 803056 37.28%  3.340%
24 9.281 1219 1223 1225 rBV 44520 43225 2.01% ©.180%
25 9.539 1264 1267 1270 rBV 33762 34745 1.61% 0.145%
26 9.745 1299 1302 1307 rBV 272989 228978 10.63% 0.952%
27 9.810 1311 1313 1318 rVB 34808 27508 1.28% 0.114%
28 9.886 1322 1326 1329 rVB 626935 558796 25.94%  2.324%
29 10.086 1355 1360 1365 rBV2 45344 49979 2.32% 0.208%
30 10.310 1396 1398 1401 rVB 36626 28376 1.32% 0.118%
31 10.434 1416 1419 1427 rVB 44439 51816 2.41% 0.216%
32 10.539 1433 1437 1442 rBvV3 39306 46190 2.14% 0.192%
33 10.598 1444 1447 1449 rBV2 54486 49209 2.28% 0.205%
34 10.675 1457 1460 1467 rBV 532415 482282 22.39% 2.006%
35 10.733 1467 1470 1477 rVB 105078 111967 5.20% 0.466%

36 10.798 1477 1481 1486 rVB4 46345 78436 3.64% ©.326%

8270-BF062623.M Wed Jul 12 05:40:30 2023 Pag 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71123\
Data File : BF134234.D

Acqg On : 12 Jul 2023 02:49
Operator : CG\JU

Sample : 03375-01 2X

Misc :

ALS Vvial : 19 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-BF062623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.139 1537 1539 1543 rVB5 21791 23886 1.11% 0.099%
38 11.186 1543 1547 1550 rBV 63196 58736 2.73% 0.244%
39 11.275 1559 1562 1567 rVB2 52199 56312 2.61% 0.234%
40 11.381 1576 1580 1582 rBV 694444 602229 27.95% 2.505%
41 11.404 1582 1584 1588 rVV 671106 516254 23.96% 2.147%
42 11.457 1590 1593 1596 rvVv 135340 121030 5.62% 0.503%
43 11.486 1596 1598 1601 rVB2 36652 36893 1.71% 0.153%
44 11.616 1615 1620 1627 rBV2 91450 105294 4.89% 0.438%
45 11.675 1627 1630 1634 rVB5 33247 35681 1.66% 0.148%
46 11.716 1634 1637 1640 rBV4 23397 27987 1.30% 0.116%
47 11.880 1661 1665 1667 rBV 88314 104629 4.86% 0.435%
48 11.910 1667 1670 1677 rVV 546014 538366 24.99% 2.239%
49 11.998 1681 1685 1687 rBv2 100834 106624 4.95% 0.443%
50 12.086 1698 1700 1704 rVB4 50449 53822 2.50% 0.224%
51 12.157 1710 1712 1714 rBV2 34163 29587 1.37% 0.123%
52 12.180 1714 1716 1718 rVV 43741 33843 1.57% 0.141%
53 12.210 1718 1721 1724 rVB 133165 113389 5.26% 0.472%
54 12.316 1736 1739 1740 rBV2 51467 44909 2.08% 0.187%
55 12.363 1744 1747 1748 rBV3 27844 23052 1.07% 0.096%
56 12.386 1748 1751 1756 rVB 134968 126805 5.89% 0.527%
57 12.451 1757 1762 1764 rBV3 106827 146448 6.80% 0.609%
58 12.527 1772 1775 1777 rBV 87538 88063 4.09% 0.366%
59 12.604 1784 1788 1790 rBV 1112490 913155 42.39% 3.798%
60 12.622 1790 1791 1797 rVV3 198131 259593 12.05% 1.080%
61 12.698 1801 1804 1809 rBV 267949 274858 12.76% 1.143%
62 12.833 1821 1827 1833 rBV 834251 819822 38.05% 3.410%
63 12.975 1848 1851 1854 rBV 769970 599428 27.82% 2.493%
64 13.086 1867 1870 1873 rBV 351812 274226 12.73% 1.141%
65 13.163 1877 1883 1887 rVB3 99928 186852 8.67% 0.777%
66 13.269 1897 1901 1906 rVB3 78106 123515 5.73% 0.514%
67 13.363 1914 1917 1920 rBV 363299 375045 17.41%  1.560%
68 13.392 1920 1922 1929 rVB3 88978 86900 4.03% 0.361%
69 13.463 1930 1934 1936 rBV 1464048 1415300 65.70% 5.887%
70 13.480 1936 1937 1941 rVB 219614 171760 7.97% 0.714%
71 13.527 1941 1945 1952 rBV 514808 631505 29.31% 2.627%
72 13.680 1968 1971 1974 rBV 141664 131996 6.13% 0.549%
73 13.716 1974 1977 1980 rBV2 216151 213747 9.92% 0.889%
74 13.745 1980 1982 1987 rVB4 120320 113953 5.29% 0.474%
75 13.792 1987 1990 1992 rBV 81016 71409 3.31% 0.297%

76 13.816 1992 1994 1996 rBV 111312 112122 5.20% 0.466%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71123\
Data File : BF134234.D

Acqg On : 12 Jul 2023 02:49
Operator : CG\JU

Sample : 03375-01 2X

Misc

ALS Vvial : 19 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-BF062623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 13.857 1996 2001 2005 rBV2 1647391 2078298 96.47%  8.644%
78 14.022 2026 2029 2031 rBV 637438 709144 32.92%  2.950%
79 14.045 2031 2033 2036 rVV 621497 732972 34.02%  3.049%
80 14.069 2036 2037 2041 rVB 331322 262813 12.20%  1.093%
81 15.110 2211 2214 2218 rBV 346574 538117 24.98% 2.238%
82 15.427 2265 2268 2274 rVB 198118 243033 11.28% 1.011%
83 15.492 2276 2279 2284 rVB 261511 312715 14.52% 1.301%
84 15.557 2287 2290 2294 rBV 208904 249210 11.57% 1.037%

Sum of corrected areas: 24042064
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Data Path

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 12 Jul 2023 02:49
¢ CG\JU
: 03375-01 2X

: 19

LSC Report - Integrated Chromatogram

¢ Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071123\
Data File :

BF134234.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

0

TIC: BF134234.D\data.ms
128

5.475 6.481

6.846
7.404

216 5.075 6-21}4 %335 | 6.675 6987110 734

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

2000000

1500000

1000000

500000

TIC: BF134234.D\data.ms

0
Time-->

: : ‘
10.00 10.50 11.00

Abundance

2000000

1500000

1000000

500000

Time-->

TIC: BF134234.D\data.ms

13.857

3.463

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

8270-BF062623
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71123\
Data File : BF134234.D

Acqg On : 12 Jul 2023 02:49

Operator : CG\JU

Sample : 03375-01 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 1

Peak Number 1 .alpha.-Pinene

R.T. EstConc Area Relative to ISTD R.T.
6.128 74.98 ng 2154320 1,4-Dichlorobenzene-d4  6.846
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .alpha.-Pinene 136 Cleris 000080-56-8 95

2 Tricyclo[2.2.1.0(2,6)]heptane, 1..

. 136 C10H16

000508-32-7 91

3 Bicyclo[3.1.1]hept-2-ene, 3,6,6-... 136 C1lOH1l6 004889-83-2 91
4 .gamma.-Terpinene 136 C1OH16 000099-85-4 91
5 (1S)-2,6,6-Trimethylbicyclo[3.1.... 136 C1@H16 007785-26-4 91
Abundance Scan 687 (6.128 min): BF134234.D\data.ms (-683) (-) m/z 93.05 100.00%
3.0
5000
77.0
41.0 T T T
121.1 5.80 6.00 6.20 6.40
L e2g b b ) [Teet
L Rk m/z 91.10 46.91%
miz--> 20 40 60 80 100 120 140
Abundance #18027: .alpha.-Pinene
93.0
5000 L B R R R
39.0 77.0 5.80 6.00 6.20 6.40
m/z 92.05 37.58%
15.0 ‘ 55.0 121.0736 0
Ot \‘\ T }‘\ T “\ \‘N\ “\H} T \““\ T \‘\ “\“‘\ T \“‘\ L
miz--> 20 40 60 80 100 120 140
Abundance
93.0
R R R A
5.80 6.00 6.20 6.40
5000 m/z 77.00 33.75%
41.0
7o 121.0136.0
0 15.0 57.0
T L o
miz-> 20 40 60 80 100 120 140
Abundance  #18173: Bicyclo[3.1.1]hept-2-ene, 3,6,6-trimethyl- A AAmmSREEEE
93.0 5.80 6.00 6.20 6.40
m/z 79.05 27 .49%
5000
410 77.0
: 121.0
NN PO I -~ AN AN
m/z--> 20 40 60 80 100 120 140 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71123\
Data File : BF134234.D

Acqg On : 12 Jul 2023 02:49

Operator : CG\JU

Sample : 03375-01 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 unknown7.828 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
7.8 6a7ng 191278 Naphthalene-ds 8.122
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1Nerat 152 CleH160 060106-26-3 35
2 cis-Verbenol 152 C10H160 001845-30-3 35

003146-39-2 27
1000374-10-3 27

3 3-Oxatricyclo[3.2.1.0(2,4)]octan... 110 C7H100
4 3,7,11,Trimethyl-8,10- dodecedie... 266 C17H3002

5 Verbenol 152 C10H160 000473-67-6 25
Abundance Scan 976 (7.828 min): BF134234.D\data.ms (-968) (-) m/z 109.10 100.00%
109.1
41.0 81.0
5000
9.0
‘ 1371 7.60 7.80 8.00 8.20
o alll L1689 4165 82.95%
m/z--> 20 40 60 80 100 120 140 160
Abundance #29034: Neral
41.0 69.0
5000 L B L L B LI B
7.60 7.80 8.00 8.20
94 0 m/z 81.60 80.01%
1190
O\]_\S\(‘)\H\\ “\\\\‘M ‘\\\\‘\\1\3\7‘0\\\\‘\\\\
miz--> 80 100 120 140 160
Abundance
41.0
940 L B L LI LN B
59.0 7.60 7.80 8.00 8.20
5000 ITI/Z 55.00 69.80%
119.0
137.0
0 T Wl L
m/z--> 20 40 60 80 100 120 140 160
Abundance #6639: 3-Oxatricyclo[3.2.1.0(2,4)]octane, (1.alpha.,2.beta R RRRREREE
81.0 7.60 7.80 8.00 8.20
m/z 91.00 61.96%
39.0
5000
ol 150 630 || | 109
1 R e R R B A RREERE
m/z--> 20 40 60 80 100 120 140 160 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071123\
Data File : BF134234.D

Acqg On : 12 Jul 2023 02:49
Operator : CG\JU

Sample : 03375-01 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Bicyclo[3.1.1]hept-3-en-2-0... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
8.251 3.77 ng 116827 Naphthalene-d8 8.122

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.1.1]hept-3-en-2-one, 4... 150 C10H140 001196-01-6 97
2 Bicyclo[3.1.1]hept-3-en-2-one, 4... 150 C1@H140 000080-57-9 87
3 Bicyclo[3.1.1]hept-2-en-6-one, 2... 150 C10H140 000473-06-3 76
4 2-Cyclohexen-1-one, 3-methyl-6-(... 150 C10H140 000491-09-8 64
5 2-Methyl-2-bornene 150 C11H18 072540-93-3 49
Abundance Scan 1048 (8.251 min): BF134234.D\data.ms (-1045) (-) m/z 107.10 100.00%
107.1
135.1
5000 39.0 79.0
o ML
s ‘ 8.00 8.20 8.40 8.60
0 ' b 1689 1 7 135,05 64.83%
miz--> 20 40 60 80 100 120 140 160
Abundance #27698: Bicyclo[3.1.1]hept-3-en-2-one, 4,6,6-trimethyl-, (
107.0
41.0
79.0 135.0
5000 L B L LI RN B
8.00 8.20 8.40 8.60
m/z 91.18  64.52%
0- 1 “\‘\‘\““‘H\M\\“H‘HH
miz--> 20 40 60 80 100 120 140 160
Abundance
107.0
135.0
A REE e s
80.0 8.00 8.20 8.40 8.60
5000 39.0 m/z 79.05 41.12%
0 20.0 62.0
L R I
m/z--> 20 40 60 80 100 120 140 160
Abundance #27667: Bicyclo[3.1.1]hept-2-en-6-one, 2,7,7-trimethyl- e RHERERRERC S
107.0 8.00 8.20 8.40 8.60
m/z 39.05 40.84%
5000
39.0 790
150.0
Ob e B8O L L 1810
m/z--> 20 40 60 80 100 120 140 160 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071123\
Data File : BF134234.D

Acqg On : 12 Jul 2023 02:49
Operator : CG\JU

Sample : 03375-01 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Benzenesulfonamide, 4-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.733 3.72 ng 111967  Phenanthrene-di10 11.381
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenesulfonamide, 4-methyl- 171 C7H9ONO2S 000070-55-3 97
2 N-p-toluenesulfonyl-1-threonine,... 363 C18H21NO5S 1000130-34-4 83
3 Tolbutamide 270 C12H18N203S 000064-77-7 59
4 4-Toluenesulfonylmethyl isocyanide 195 C9H9NO2S 036635-61-7 43
5 N-Sulfinyl-p-toluenesulfonamide 217 C7H7NO3S2 004104-47-6 43
Abundance Scan 1470 (10.733 min): BF134234.D\data.ms (-1467) (- m/z 91.00 100.00%
91.0
5000
170.9 “/ML
Pty =
39.0 | h L300 1050 11.00
obhfliad | 1390 | 2200 m/z 170.95  36.36%
miz--> 50 100 150 200 250 300
Abundance #46726: Benzenesulfonamide, 4-methyl-
91.0
5000 171.0 L s
10.50 11.00
. m/z 65.00  33.60%
O+ “\‘ "“ \““\“\ H \1\3\9.?‘\ I L B B B B
miz--> 50 100 150 200 250 300
Abundance
91.0
WM\ ‘ T T ‘ T
171.0 10.50 11.00
5000 m/z 154.95 30.60%
51.0
0 139.0 228.0 274.0 319.(
— e T T T T
m/iz--> 50 100 150 200 250 300
Abundance #160124: Tolbutamide km“$ﬂfww‘ T
91.0 10.50 11.00
m/z 107.05  24.27%
30.0
5000
155.0
ol h230 | 1970 amo LR
m/z--> 50 100 150 200 250 300 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071123\
Data File : BF134234.D

Acqg On : 12 Jul 2023 02:49
Operator : CG\JU

Sample : 03375-01 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 19
R.T. EstConc Area Relative to ISTD R.T.
11.881 3.47 ng 104629  Phenanthrene-di10 11.381
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 1-methyl- 192 C15H12 000610-48-0 96
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 93
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 93
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 90
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 90

Abundance Scan 1665 (11.880 min): BF134234.D\data.ms (-1661) (-] ' m/z 192.10 100.00%
192.1

5000

— s
11.50 12.00
m/z 191.10 58.68%

m/z--> 20 40 60 80 100120140160180200 220240260280

Abundance #67030: Anthracene, 1-methyl-
192.0

5000 — L
11.50 12.00

m/z 189.10  34.29%

27.0 630 96.0 1060 1630 M

O‘HH‘HH’\H\‘HH‘HH’HH‘HH‘HH’H\‘HH‘HH’HH‘HH‘\
m/z--> 20 40 60 80 100120140160180200220240260 280
Abundance
192.0
— P
11.50 12.00
5000 ITI/Z 193.10 20.29%
027,0 63.0 96.0 1060 163.0
T T T P T P T [ T T T T T e e
m/z--> 20 40 60 80 100120140160180200220240260 280
Abundance #67039: Phenanthrene, 2-methyl- — —
192.0 11.50 12.00
m/z 190.00 14.79%
5000
270 630 " 1260 1630 \
T TP e e e e e e e e — 5
m/z--> 20 40 60 80 100120140160180200220240 260280 11.50 12.00

8270-BF062623.M Wed Jul 12 ©5:40:40 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071123\
Data File : BF134234.D

Acqg On : 12 Jul 2023 02:49
Operator : CG\JU

Sample : 03375-01 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.910 17.88 ng 538366  Phenanthrene-d10 11.381
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 70
4 Tetradecanoic acid 228 C14H2802 000544-63-8 58
5 Undecanoic acid 186 C11H2202 000112-37-8 52
Abundance Scan 1670 (11.910 min): BF134234.D\data.ms (-1667) (- m/z 43.10 100.00%
43.1 73.0
5000 192.1
129.0
——
256.3 ’ 12.00
[ — HW‘M WITAWEL | T #‘29'0‘ 42890 sz 73,00  91.91%
miz--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
3 2
43.0 73.0 256.0
5000 1
129.0 12.00
213.0 m/z 60.00 89.98%
TN
ob— “\ }“HH‘ \‘H“whh“w \}‘H‘\‘\H} ol | “ “ “‘u\‘ A \‘ . “‘ —
miz--> 50 100 150 200 250
Abundance
43.0 73.0
=
12.00
5000 129.0 m/z 41.05 83.25%
171.0
214.0
R B e
m/iz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid ——
43.0 73.0 12.00
m/z 55.00 82.46%
5000 129.0
‘ 199.0 2420
ol L W‘H‘n “\\M‘“‘ nh\‘\‘ M‘u; ““1‘61‘-;“ ‘i N ““ R —
m/z--> 50 100 150 200 250 12.00

8270-BF062623.M Wed Jul 12 ©5:40:41 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071123\
Data File : BF134234.D

Acqg On : 12 Jul 2023 02:49
Operator : CG\JU

Sample : 03375-01 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 7 4H-Cyclopenta[def]phenanthrene Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
11.998 3.54 ng 106624  Phenanthrene-di10 11.381
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 64
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 52
3 Pyrazole-4-carboxaldehyde, 3-(4-... 190 C1@H7FN20 306936-57-2 49
4 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 43
5 Benzaldehyde, 3,5-dichloro-2-hyd... 190 C7H4C1202 000090-60-8 40

Abundance Scan 1685 (11.998 min): BF134234.D\data.ms (-1681) (- m/z 190.05 100.00%
19p.1
5000 J
94.7 L
12.00
62.9 1391
ob i b SPR L 220125422850y 189,05 96.16%
miz--> 50 100 150 200 250 300
Abundance #64924: 4H-Cyclopenta[deflphenanthrene
190.0
5000 U
12.00
95.0 m/z 192.05 46.31%
0270\ 6%0\ i “‘ 137.0 A \M
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
189.0
%
12.00
5000 m/z 191.10 40.56%
94.0
]
m/iz--> 50 100 150 200 250 300
Abundance #64421: Pyrazole-4-carboxaldehyde, 3-(4-fluorophenyl)- —
190.0 12.00
m/z 94.70  22.57%
5000
95.0 1340
m/z--> 50 100 150 200 250 300 12.00

8270-BF062623.M Wed Jul 12 ©5:40:42 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071123\
Data File : BF134234.D

Acqg On : 12 Jul 2023 02:49
Operator : CG\JU

Sample : 03375-01 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 9,10-Anthracenedione Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.210 3.77 ng 113389  Phenanthrene-di10 11.381
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,10-Anthracenedione 208 (C14H802 000084-65-1 96
2 Benzo[c]cinnoline 180 C12H8N2 000230-17-1 78
3 9H-Fluoren-9-one 180 C13H80 000486-25-9 58
4 1H-Phenalen-1-one 180 C13H80 000548-39-0 58
5 9,10-Phenanthrenedione 208 C14H802 000084-11-7 49
Abundance Scan 1721 (12.210 min): BF134234.D\data.ms (-1718) (-} | m/z 208.10 100.00%
152.1 208.1
5000 76.0
Py 7o
12.00 12.50
ol ﬁ%%y ““H‘w“‘lﬁ‘%?"o“ww AL 24313128 n/7 180.10  96.49%
miz-> 50 100 150 200 250 300
Abundance #85295: 9,10-Anthracenedione
180.0
5000 76.0 T ]
12.00 12.50
394 126.0 m/z 152.05 94.07%
O\ T T T \“\“\‘H “h\ \“\ \“\ \“ T “\ T T T ‘ T T T T ’ T T
miz--> 50 100 150 200 250 300
Abundance
152.0
—T —
12.00 12.50
5000 m/z 151.05 39.96%
76.0
0 39.0 113.0
— T T
miz--> 50 100 150 200 250 300
Abundance #55032: 9H-Fluoren-9-one .
180.0 12.00 12.50
m/z 76.00 38.94%
5000
6.0
o”?’g‘w” || et )
m/z--> 50 100 150 200 250 300 12.00 12.50

8270-BF062623.M Wed Jul 12 ©5:40:43 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71123\
Data File : BF134234.D

Acqg On : 12 Jul 2023 02:49

Operator : CG\JU

Sample : 03375-01 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Phenol, 3-(2-phenylethenyl)... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.386 4.21 ng 126805 Phenanthrene-di10 11.381
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 3-(2-phenylethenyl)-, (E)- 196 C14H120 017861-18-6 93
2 Phenol, 4-(2-phenylethenyl)-, (E)- 196 C14H120 006554-98-9 90
3 Phenol, 4-(2-phenylethenyl)- 196 C14H120 003839-46-1 81
4 2-[2-Phenylethenyl]phenol 196 C14H120 042224-48-6 74
5 Dibenz[c,e]oxepin, 5,7-dihydro- 196 C14H120 001136-22-7 53
Abundance Scan 1751 (12.386 min): BF134234.D\data.ms (-1748) (- m/z 196.10 100.00%
196.1
5000 /MAA“%MAMM
152. - Lo
510 89.0 ‘ 1200 12.50
o bbbt e M“w‘h Il 2371 2911326 ;195 65  53.16%
m/z--> 50 100 150 200 250 300
Abundance #71701: Phenol, 3-(2-phenylethenyl)-, (E)-
196.0
5000 Pl —
12.00 12.50
m/z 165.10  41.47%
39.0 89.0 152?
o L ” ‘\‘\‘u\\‘m“ \\‘\ N PRI ‘\‘h“‘w‘ \‘H ‘\“ T
miz--> 50 100 150 200 250 300
Abundance
196.0
— —
12.00 12.50
5000 m/z 177.10 31.99%
510 89.0 152.0
oLty e
m/iz--> 50 100 150 200 250 300
Abundance #71684: Phenol, 4-(2-phenylethenyl)- . ——
196.0 12.00 12.50
m/z 178.10 29.47%
5000
510 890 152-?‘ M |
m/z--> 50 100 150 200 250 300 12.00 12.50

8270-BF062623.M Wed Jul 12 ©5:40:45 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071123\
Data File : BF134234.D

Acqg On : 12 Jul 2023 02:49
Operator : CG\JU

Sample : 03375-01 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 2-Acetyl-1,3,3,4,4-pentamet... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.451 4.86 ng 146448  Phenanthrene-di10 11.381
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Acetyl-1,3,3,4,4-pentamethylcy... 237 C13H23N30 016983-65-6 50
2 9-Acetamido-1,8-dimethyl-3,6-dia... 237 C13H23N30 147084-72-8 49
3 9-Methyl-10-nitroanthracene 237 C15H11NO2 084457-22-7 47
4 p,p-Bis(1l-aziridinyl)-N-(p-tolyl... 237 C11H16N30P 027824-40-4 47
5 2-(Carboxymethylene)-4,4-dimethy... 270 C13H1806 180691-11-6 46

Abundance Scan 1762 (12.451 min): BF134234.D\data.ms (-1757) (- m/z 237.15 100.00%
237.2

5000 195.1

-

T
12.50

| 65.9205. m/z 195.10 41.09%

m/z--> 40 60 80 100120140160180200220240260280
Abundance #119655: 2-Acetyl-1,3,3,4,4-pentamethylcyclopentene se
41.0 179.0 2310

121.0 '

5000 T

m/z 165.10  20.76%

0 LﬂﬁTﬁﬁ?TWW
m/z--> 40 60 80 100120140160180200220240260280
Abundance
237.0

T
12.50

5000 720 165.0 m/z 178.10 18.33%
42.0 ' 122.0
194.0
o LT S NSO S ———
m/z--> 40 60 80 100120140160180200220240260280
Abundance #119799: 9-Methyl-10-nitroanthracene —
189.0 237.0 12.50

5000

m/z 238.20 17.87%
e ‘

[ Lot M“KWMWWj
b e pll N T Y

m/z--> 40 60 80 100120140160180200220240260280 12.50

8270-BF062623.M Wed Jul 12 ©5:40:46 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071123\
Data File : BF134234.D

Acqg On : 12 Jul 2023 02:49
Operator : CG\JU

Sample : 03375-01 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Benzene, 1,3-dimethoxy-5-[(... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.086 7.48 ng 274226  Chrysene-di12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dimethoxy-5-[(1E)-2... 240 C16H1602 021956-56-9 99
2 1-Methoxy-3-[2-(3-methoxyphenyl)... 240 C16H1602 006325-63-9 81
3 1,4-Dimethoxy-2-(2-phenylvinyl)b... 240 C16H1602 021889-09-8 64
4 Benzene, 1,1'-(1,2-ethenediyl)bi... 240 C16H1602 004705-34-4 55
5 [1,1'-Biphenyl]-4,4'-diamine, 3,... 240 C16H20N2 054827-17-7 50
Abundance Scan 1870 (13.086 min): BF134234.D\data.ms (-1867) (- m/z 240.10 100.00%
240.1
5000 165.1 AA
I S—
H ‘ 13.00
ok 33Q ‘\‘uw‘ h‘\ gy .Mh ol \\‘\ J‘HM ‘\ “ S N ‘2‘9‘9-‘3‘ “35‘6‘9‘ m/z 165.10 46.00%
m/z--> 50 100 150 200 250 300 350
Abundance #123847: Benzene, 1,3-dimethoxy-5-[(1E)-2-phenylethen
240.0
165.0
5000 — ‘
13.00
m/z 239.20 43.51%
0,380 ‘\h‘h“n | ‘m‘m | ‘H\ Iy d\u \L |10
miz--> 50 100 150 200 250 300 350
Abundance
240.0
RN T
13.00
5000 165.0 m/z 152.05 22.60%
,L 390 820 1270
B 2 B
m/z--> 50 100 150 200 250 300 350
Abundance  #123804: 1,4-Dimethoxy-2-(2-phenylvinyl)benzene —— ‘
240.0 13.00
m/z 153.05 19.86%
5000
165.0
510 91.0 L) \
om_wwwu“m,“‘m‘wwH . A
m/z--> 50 100 150 200 250 300 350 13.00

8270-BF062623.M Wed Jul 12 ©5:40:47 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071123\
Data File : BF134234.D

Acqg On : 12 Jul 2023 02:49
Operator : CG\JU

Sample : 03375-01 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 11H-Benzo[a]fluorene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.163 5.10 ng 186852  Chrysene-di12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 93
2 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 90
3 Pyrene, 1-methyl- 216 C17H12 002381-21-7 87
4 Pyrene, 2-methyl- 216 C17H12 003442-78-2 83
5 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 81

Abundance Scan 1883 (13.163 min): BF134234.D\data.ms (-1877) (- m/z 216.10 100.00%

216.1
5000

=l —T
13.00 13.50

550 ‘0% 167 ‘ 4681
Ob bbbl D05 8472 4123 510 16 86,324
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #94573: 11H-Benzol[a]fluorene
216.0
5000 S s
13.00 13.50

m/z 213.10  20.80%

107.0
440 | 163.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
216.0

T T
13.00 13.50

o

5000 m/z 253.20 17.26%
107.0
0 50.0 163.0
AN o R
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #94565: Pyrene, 1-methyl- T —
216.0 13.00 13.50

m/z 217.10  16.32%

5000
95.0
39.0 || 1630/

‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 13.00 13.50

o

8270-BF062623.M Wed Jul 12 ©5:40:48 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071123\
Data File : BF134234.D

Acqg On : 12 Jul 2023 02:49
Operator : CG\JU

Sample : 03375-01 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 Pyrene, 2-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.269 3.37 ng 123515  Chrysene-di12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 2-methyl- 216 C17H12 003442-78-2 86
2 Pyrene, 4-methyl- 216 C17H12 003353-12-6 83
3 Pyrene, 1-methyl- 216 C17H12 002381-21-7 70
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 58
5 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 50

Abundance Scan 1901 (13.269 min): BF134234.D\data.ms (-1897) (- m/z 216.10 100.00%

216.1
5000

el
44.0 94]'4 1731 \ ‘2601 310.1 386 1399 1359
Db DA DL 200 388 215,10 53.45%

m/z--> 50 100 150 200 250 300 350 400
Abundance #94564: Pyrene, 2-methyl-
216.0

5000 T T
13.00 13.50
m/z 232.10 37.57%

108.0
oL 630 1630 |
\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance
216.0

T
13.00 13.50

o

5000 m/z 231.10 21.52%
108.0
0 63.0 163.0
L B A B e e A B S A SO
m/z--> 50 100 150 200 250 300 350 400
Abundance #94565: Pyrene, 1-methyl- T —
216.0 13.00 13.50

m/z 217.10  18.30%

5000
95.0
500 || 1630/ |

O — —
m/z--> 50 100 150 200 250 300 350 400 13.00 13.50

8270-BF062623.M Wed Jul 12 ©5:40:50 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071123\
Data File : BF134234.D

Acqg On : 12 Jul 2023 02:49
Operator : CG\JU

Sample : 03375-01 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 15 Acridin-9-amine, 1,2,3,4-te... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.363 10.23 ng 375045  Chrysene-d12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acridin-9-amine, 1,2,3,4-tetrahy... 226 C15H18N2 297758-19-1 64
2 Acridin-9-amine, 1,2,3,4-tetrahy... 226 C15H18N2 1000300-57-6 64
3 Benzenamine, N-[(4-nitrophenyl)m... 226 C13H10N202 000785-80-8 46
4 9H-Xanthen-9-one, 2-methoxy- 226 C14H1003 001214-20-6 43
5 N,N-Dimethylindoaniline 226 C14H14N20 002150-58-5 43
Abundance Scan 1917 (13.363 min): BF134234.D\data.ms (-1914) (- m/z 226.10 100.00%
226.1
5000 165.1 “A M
— ==
69.0 115.1 " ‘ _ | 13.00 13.50
ol portboipd 1 p‘“u“‘w Wl Ml 30203461 4012 o0 10 40.20%
miz--> 50 100 150 200 250 300 350 400
Abundance #107129: Acridin-9-amine, 1,2,3,4-tetrahydro-5,8-dimeth
226.0
5000 P R
13.00 13.50
m/z 165.10  39.50%
390 1177 1830
[ “ \”\”\“‘W”“““\‘\ ftt ‘”\ - \‘“”‘ m e AL LA L
m/z--> 50 100 150 200 250 300 350 400
Abundance
226.0
— —
13.00 13.50
5000 m/z 216.10 25.79%
39.0 113.0 183.0
ol prapadl g b
m/z--> 50 100 150 200 250 300 350 400
Abundance #106571: Benzenamine, N-[(4-nitrophenyl)methylene]- - —T=
226.0 13.00 13.50
m/z 152.00 16.93%
5000
77.0 179.0
023-0 Lo ‘127-0‘\‘ w\
e e — —
m/z--> 50 100 150 200 250 300 350 400 13.00 13.50

8270-BF062623.M Wed Jul 12 ©5:40:52 2023 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071123\
Data File : BF134234.D

Acqg On : 12 Jul 2023 02:49
Operator : CG\JU

Sample : 03375-01 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 16 .delta.8(14)-Isopimaric acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.527 17.23 ng 631505 Chrysene-di12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .delta.8(14)-Isopimaric acid 302 C20H3002 000471-74-9 94
2 1,4-Cyclohexadiene, 3,3,6,6-tetr... 136 C10H16 002223-54-3 38
3 2-Methyl-5-phenyl-1,3-thiazol-4-... 287 C12H8F3NO2S 1000471-95-1 38
4 Benzene, 1,4-bis(methoxymethyl)- 166 C10H1402 006770-38-3 27
5 (S)-2-Methyl-1-(m-tolyl)propyl a... 206 C13H1802 1396747-25-3 27
Abundance Scan 1945 (13.527 min): BF134234.D\data.ms (-1941) (- m/z 121.10 100.00%
121.1
- J\_w
4l 167.1 287.1 . ‘
o | "
0 bebluige o LT ) 8472 4183 0 91 19 43.14%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202339: .delta.8(14)-Isopimaric acid
121.0
5000 S :
287.0 13.50
55.0 m/z 79.05  34.40%
‘1670 241, ‘
O' m‘\“‘\‘\J\‘\\\\“\\“\‘\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
121.0
RN
13.50
5000 m/z 93.10 34.29%
41.0
ot L e
m/z--> 50 100 150 200 250 300 350 400
Abundance #182225: 2-Methyl-5-phenyl-1,3-thiazol-4-ol, trifluoroacet e |
121.0 13.50
m/z 105.05  29.39%
5000
69.0 287.0
ol5.0 H ‘17102180
A e F
m/z--> 50 100 150 200 250 300 350 400 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071123\
Data File : BF134234.D

Acqg On : 12 Jul 2023 02:49
Operator : CG\JU

Sample : 03375-01 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 17 7H-Benz[de]anthracen-7-one Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.680 3.60 ng 131996  Chrysene-di2 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7H-Benz[de]anthracen-7-one 230 C17H100 000082-05-3 90
2 11H-Benzo[a]fluoren-11-one 230 C17H100 000479-79-8 64
3 Pyrene, 1,3-dimethyl- 230 C18H14 064401-21-4 59
4 o-Terphenyl 230 C18H14 000084-15-1 50
5 9-Chloro-1-phenazinol 230 C12H7CIN20 091268-03-0 50

Abundance Scan 1971 (13.680 min): BF134234.D\data.ms (-1968) (- m/z 230.10 100.00%

230.1
5000

[ —
101.0 13.50 14.00
431 wpd H I \‘\

174.1
Bt S 2800 3569 4080 1y 502,05 22.06%

m/z--> 50 100 150 200 250 300 350 400
Abundance #111823: 7H-Benz[de]anthracen-7-one
230.0

5000 1
13.50 14.00
m/z 200.05 19.81%

500 10101500 |
\\\‘\\\\‘\\\\’\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
230.0

T
13.50 14.00

o

o

5000 m/z 231.10 17.14%
101.0
50.0 174.0
(O A B o T S e B T I A B
mlz--> 50 100 150 200 250 300 350 400
Abundance #111859: Pyrene, 1,3-dimethyl- — —
230.0 13.50 14.00

m/z 201.10  14.55%

- NﬁwMAMwNmmﬂﬁﬂvﬂwjvkw
101.0
57.0
Ll A H\‘ i 150.0 | hL | uh

01 b T e s e — —
miz--> 50 100 150 200 250 300 350 400 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071123\
Data File : BF134234.D

Acqg On : 12 Jul 2023 02:49
Operator : CG\JU

Sample : 03375-01 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 18 unknownl13.716 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.716 5.83 ng 213747  Chrysene-di12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13,14-Dihydroabietic acid 304 C20H3202 059086-78-1 27
2 9,10-Dibromo- (+)-camphor 308 C10H14Br20 085706-53-2 22
3 Benzene, 1-nitro-2-(p-ethylpheno... 261 C14H12FNO3 334002-80-1 18
4 Silane, chlorotriethyl- 150 C6H15C1Si 000994-30-9 15
5 2,6,6-Trimethylcyclohexa-1,4-die... 150 C10H140 162376-82-1 15

Abundance Scan 1977 (13.716 min): BF134234.D\data.ms (-1974) (- m/z 121.05 100.00%
12

1.1
410 2152
5000

44,2305, )
OMJ““L“L‘ Lk, 34423952 476 . 81.10  91.22%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #204848: 13,14-Dihydroabietic acid
43.0 107.0

261.0

5000

m/z 107.10  88.87%

0 o \““ t "\“““\H‘!‘ ‘\I““\ ! ‘J\” P \“‘ ul T \ ‘\\ L B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
107.0

——
13.50 14.00
5000 m/z 215.15  70.81%

41.0 2290
161.0
oL e
miz--> 50 100 150 200 250 300 350 400 450

Abundance #149130: Benzene, 1-nitro-2-(p-ethylphenoxy)-4-fluoro- —
121.0 13.50 14.00

m/z 91.05 67.71%

5000 261.0
199.0
10| )
Ll hu“\. L \.‘J“ Ao ]

O e L I o LA B = ==
m/z--> 50 100 150 200 250 300 350 400 450 13.50 14.00

—
167.0 13.50 14.00
| \H\ ‘ L
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071123\
Data File : BF134234.D

Acqg On : 12 Jul 2023 02:49
Operator : CG\JU

Sample : 03375-01 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 19 1-Phenanthrenecarboxylic ac... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

13.857 56.71 ng 2078300  Chrysene-d12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenanthrenecarboxylic acid, 1... 300 C20H2802 005155-70-4 95
2 Dehydroabietic acid 300 C20H2802 001740-19-8 95
3 trans-1,2-Bis(methyldichlorosily... 252 C4H8C14Si2 065899-10-7 89
4 Butanoic acid, 2-(cyano)(2,4,6-t... 300 C17H20N203 1000267-71-7 68
5 Kaura-9(11),16-dien-18-o0ic acid,... 300 C20H2802 022338-67-6 64

Abundance Scan 2001 (13.857 min): BF134234.D\data.ms (-1996) (- m/z 239.20 100.00%

230.2
5000
141.1 J\‘ ‘ — A

43.1 ‘ 300.1 13.50 14.00
0 ‘J“ZPWMWMWM%*Q\\“‘nﬂ“‘ﬁﬁﬁ?‘ﬁ?5ﬁ477u m/z 285.15  61.33%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #200035: 1-Phenanthrenecarboxylic acid, 1,2,3,4,4a,9,10
285.0
5000
13. 50 14 00
43.0 197.0 m/z 197.20  40.81%
‘ 141.0 ‘
O \H\ \l “‘\“\%%“\u\”\u \““lm\ U\h \U‘\l‘ \ T \ [ ‘ TTT \ “ TTTT ‘ TTTT ‘ TTTT ‘ TTTT
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
239.0
13. 50 14 00

5000 m/z 141.05 23.83%

141.0
43.0 300.0
oL b b MMl by 0 )
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #138578: trans-1,2-Bis(methyldichlorosilyl)ethylene

104.0 239.0 13. 50 14 00
m/z 240.15 19.65%

5000 J
ol 11 40, L

m/z--> 50 100 150 200 250 300 350 400 450 13. 50 14. 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071123\
Data File : BF134234.D

Acqg On : 12 Jul 2023 02:49
Operator : CG\JU

Sample : 03375-01 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 20 Benzo[e]pyrene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.427 19.50 ng 243033  Perylene-di2 15.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Perylene 252 C20H12 000198-55-0 94
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 93
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 93

Abundance Scan 2268 (15.427 min): BF134234.D\data.ms (-2265) (- m/z 252.10 100.00%
2

52.1
5000

125.1 15.50
Ol tQL 4] 2832, | 35694153 512 . 55005  29.98%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #138554: Benzo[e]pyrene
252.0
5000 L
15.50

m/z 253.10  20.61%

125.0
63.0 | 198.0 |
\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
252.0

o

15.50
5000 m/z 125.10 12.68%
125.0
017.0 198.0

AR e e R R N

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #138567: Benzo[Kk]fluoranthene T
252.0 15.50

m/z 126.00 9.71%

5000
126.0
63.0 || 198.0 |

O et ddi e e b e e e —
m/z-> 0 50 100 150 200 250 300 350 400 450 500 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71123\
Data File : BF134234.D

Acqg On : 12 Jul 2023 02:49
Operator : CG\JU

Sample : 03375-01 2X

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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|
.alpha.-Pinene 6.128 75.0 ng 2154320 1 6.846 574646 20.0
unknown7.828 7.828 6.2 ng 191278 2 8.122 619800 20.0
Bicyclo[3.1.1]h... 8.251 3.8 ng 116827 2 8.122 619800 20.0
Benzenesulfonam... 10.733 3.7 ng 111967 4 11.381 602229 20.0
Anthracene, 1-m... 11.881 3.5 ng 104629 4 11.381 602229 20.0
n-Hexadecanoic ... 11.910 17.9 ng 538366 4 11.381 602229 20.0
4H-Cyclopenta[d... 11.998 3.5 ng 106624 4 11.381 602229 20.0
9,10-Anthracene... 12.210 3.8 ng 113389 4 11.381 602229 20.0
Phenol, 3-(2-ph... 12.386 4.2 ng 126805 4 11.381 602229 20.0
2-Acetyl-1,3,3,... 12.451 4.9 ng 146448 4 11.381 602229 20.0
Benzene, 1,3-di... 13.086 7.5 ng 274226 5 14.045 732972 20.0
11H-Benzo[a]flu... 13.163 5.1 ng 186852 5 14.045 732972 20.0
Pyrene, 2-methyl-  13.269 3.4 ng 123515 5 14.045 732972 20.0
Acridin-9-amine... 13.363 10.2 ng 375045 5 14.045 732972 20.0
.delta.8(14)-Is... 13.527 17.2 ng 631505 5 14.045 732972 20.0
7H-Benz[de]anth... 13.680 3.6 ng 131996 5 14.045 732972 20.0
unknown13.716 13.716 5.8 ng 213747 5 14.045 732972 20.0
1-Phenanthrenec... 13.857 56.7 ng 2078300 5 14.045 732972 20.0
Benzo[e]pyrene 15.427 19.5 ng 243033 6 15.557 249210 20.0
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