LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062121\
Data File : BF124400.D

Acqg On : 21 Jun 2021 18:54
Operator : JU/CG

Sample : M2748-15

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-BF060321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF124400.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.987 491 493 503 rBB2 20990 27054  3.32% 0.342%
2 5.410 561 565 574 rBV 655454 630772 77.39% 7.978%
3 6.428 735 738 751 rBV 721104 613364 75.26% 7.758%
4 6.781 795 798 803 rBB 218404 189676 23.27%  2.399%
5 7.351 891 895 898 rBV 500137 430891 52.87% 5.450%
6 7.381 898 900 907 rVB2 13829 12506 1.53% 0.158%
7 7.975 998 1001 1008 rBvV2 39780 46994 5.77% ©.594%
8 8.069 1011 1017 1020 rVV 261362 244548 30.00%  3.093%
9 9.145 1196 1200 1203 rBV 1049577 815037 100.00% 10.309%
10 9.822 1311 1315 1318 rBV 337336 254590 31.24% 3.220%
11  9.857 1318 1321 1325 rVB 30411 26333 3.23% 0.333%
12 10.028 1347 1350 1354 rBB2 15393 13093 1.61% 0.166%
13 10.228 1381 1384 1387 rBV 34777 25813 3.17% 0.326%
14 10.333 1399 1402 1405 rBB 13218 9971 1.22% 0.126%
15 10.375 1405 1409 1413 rBB 19904 19130 2.35% 0.242%

16 10.616 1446 1450 1459 rBV 459627 420216 51.56%
17 11.122 1532 1536 1540 rVB 22685 16976 2.08%
18 11.310 1564 1568 1570 rBV 266729 224565 27.55%

oCwNOw
o
N
®
R

19 11.333 1570 1572 1576 rVV 312969 242932 29.81% 073%
20 11.386 1576 1581 1585 rVB 58161 51436 6.31% 651%
21 11.545 1601 1608 1614 rBV2 19907 26984  3.31% 0.341%
22 11.810 1650 1653 1656 rBV 25935 24064  2.95% 0.304%
23 11.845 1656 1659 1662 rVB 42581 40418 4.96% ©0.511%
24 11.886 1662 1666 1669 rBV 13511 13909 1.71% 0.176%
25 11.927 1669 1673 1675 rBV 34516 39721 4.87% 0.502%
26 12.110 1701 1704 1707 rBV 13600 12408 1.52% 0.157%
27 12.139 1707 1709 1713 rVB 18754 17057 2.09% 0.216%
28 12.363 1744 1747 1750 rBV3 15981 14504 1.78% ©0.183%
29 12.457 1759 1763 1765 rBV2 15371 14580 1.79% 0.184%
30 12.480 1765 1767 1771 rVB 113593 100375 12.32% 1.270%

31 12.527 1771 1775 1780 rBV 269426 222440 27.29%

2.
32 12.757 1807 1814 1817 rBV 182313 196840 24.15%  2.490%
33 12.810 1819 1823 1828 rVB4 12072 13629 1.67% 0.172%
34 12.898 1834 1838 1841 rVB 718245 596643 73.20% 7.546%
35 12.969 1846 1850 1855 rBV5 12505 23925 2.94%  ©.303%
36 13.010 1855 1857 1860 rVB2 19708 15452 1.90% 0.195%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062121\
Data File : BF124400.D

Acqg On : 21 Jun 2021 18:54
Operator : JU/CG

Sample : M2748-15

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-BF060321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.063 1860 1866 1867 rBV5 12362 12501 1.53% ©.158%
38 13.086 1867 1870 1872 rVB2 21098 21831 2.68% 0.276%
39 13.186 1884 1887 1890 rBV2 20486 22222 2.73% 0.281%
40 13.286 1900 1904 1906 rBV2 10822 10097 1.24% 0.128%
41 13.316 1906 1909 1913 rBV4 9790 11847 1.45% ©.150%
42 13.598 1954 1957 1960 rBV 34162 28230 3.46% 0.357%
43 13.704 1971 1975 1978 rBV 27939 26246 3.22% 0.332%
44 13.810 1990 1993 1997 rVB 32569 28772 3.53% 0.364%
45 13.880 1997 2005 2009 rBV6 14398 27646 3.39% ©.350%
46 13.957 2009 2018 2021 rBV2 267026 348408 42.75% 4.407%
47 13.980 2021 2022 2025 rVB 91206 64423 7.90% ©0.815%
48 14.063 2034 2036 2038 rVB2 15911 11441 1.40% ©.145%
49 14.121 2041 2046 2048 rBV5 11125 13007 1.60% 0.165%
50 14.151 2048 2051 2053 rBv4 11624 13932 1.71% 0.176%
51 14.192 2053 2058 2060 rVv4 30014 37183 4.56% 0.470%
52 14.221 2060 2063 2066 rVB3 26949 24837 3.05% 0.314%
53 14.274 2068 2072 2075 rBV5 23632 36083 4.43% 0.456%
54 14.304 2075 2077 2080 rVB3 28570 28561 3.50% 0.361%
55 14.345 2080 2084 2086 rBV3 33576 43046 5.28% ©.544%
56 14.374 2086 2089 2092 rBV5 30032 36265 4.45%  0.459%
57 14.451 2100 2102 2105 rBv4 32334 36117 4.43% 0.457%
58 14.480 2105 2107 2111 rVB3 49420 52115 6.39% 0.659%
59 14.533 2111 2116 2120 rBV7 32010 67705 8.31% 0.856%
60 14.574 2120 2123 2130 rVV3 94684 138364 16.98% 1.750%
61 14.627 2130 2132 2136 rVB3 39686 31464 3.86% ©.398%
62 14.668 2136 2139 2144 rVB5 49193 69978 8.59% 0.885%
63 14.716 2144 2147 2150 rVB4 26479 24057 2.95% 0.304%
64 14.768 2152 2156 2158 rVB4 21682 23913 2.93% 0.302%
65 14.804 2158 2162 2165 rBV5 9251 11478 1.41% ©.145%
66 14.839 2165 2168 2176 rVB7 18208 29697 3.64% 0.376%
67 14.998 2190 2195 2198 rBV3 114121 164114 20.14% 2.076%
68 15.104 2210 2213 2216 rBV 23906 25929 3.18% ©.328%
69 15.198 2224 2229 2230 rBV5 11228 15712 1.93% 0.199%
70 15.292 2241 2245 2249 rBV2 57215 69201 8.49%  0.875%
71 15.357 2252 2256 2261 rBV 79083 100321 12.31% 1.269%
72 15.421 2261 2267 2270 rVV 187105 245663 30.14% 3.107%
73 15.451 2270 2272 2278 rVB2 25610 33673 4.13% 0.426%
74 15.586 2291 2295 2296 rBv4 11108 12897 1.58% ©.163%
75 15.845 2334 2339 2341 rBV6 8378 12768 1.57% 0.161%
76 15.986 2357 2363 2367 rBV7 8013 16661 2.04% 0.211%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062121\
Data File : BF124400.D

Acqg On : 21 Jun 2021 18:54
Operator : JU/CG

Sample : M2748-15

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-BF060321.M

Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 16.874 2507 2514 2520 rBV2 44217 88691 10.88% 1.122%

78 17.039 2538 2542 2549 rBV6 11856 26474 3.25% 0.335%

79 17.309 2583 2588 2594 rBV2 31138 63330 7.77% 0.801%

80 17.568 2628 2632 2636 rBV5 7032 10567 1.30% 0.134%
Sum of corrected areas: 7906313
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 21 Jun 2021 18:54

: M2748-15

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062121\
BF124400.D

Ju/CaG

: 15  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
1000000

800000

600000

400000

200000

TIC: BF124400.D\data.ms

6.428
5.410

7.351

6.781

4.987 7881

0
Time-->
Abundance

1000000

800000

600000

400000

200000

L L L L B L L L L L L L L L L L L L L L L L L L L B L BRI IO

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

TIC: BF124400.D\data.ms
9.145

12.898

10.616

9.822 11.333
8.069 11.310 12.527

12.757

124 0
11386
7.97 985,020 7883z 11122 17 545131}%%@1:@32135 71 &]@%ﬁm

0
Time-->
Abundance

1000000

800000

600000

400000

200000

8.00 8.50 9.00 9.50 10.00 10.50 11.00 11 50 12. 00 12. 50 13. 00

TIC: BF124400.D\data.ms

Time-->

8270-BF060321

‘ 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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062121\
Data File : BF124400.D

Acqg On : 21 Jun 2021 18:54
Operator : JU/CG

Sample : M2748-15

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 unknown4.987 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
4.987 2.85 ng 27054 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, [(1-methylethoxy)methyl]- 116 C6H1202 004016-14-2 43
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Ethanol, 1-(methylencyclopropyl)- 98 C6H100 1000152-74-6 9
4 3-Octanol 130 C8H180 000589-98-0 9
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 9
Abundance Scan 493 (4.987 min): BF124400.D\data.ms (-491) (-) m/z 43.00 100.00%
43.0
59.1
5000
i
101.0 s A maR o
‘ ‘ 4.60 4.80 5.00 5.20 5.40
Ol et L myz s9.10 64.13%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8195: Oxirane, [(1-methylethoxy)methyl]-
43.0
59.0
29.0
il
5000 DL R LA B
4.60 4.80 5.00 5.20 5.40
101.0 . .84%
73.0 m/z 101.00 16.84%
1] M‘ \J ‘ 86.0
O\\‘\\\\‘\\\\‘\\\‘}‘\\\\‘\\\\}\\\\‘\}\\‘\\}\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8344: 3-Hexanol, 4-methyl-
59.0
s R R
4.60 4.80 5.00 5.20 5.40
5000 41.0 m/z 58.00 14.74%
29.
87.0
o250 [ 1l 1o T sso
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3273: Ethanol, 1-(methylencyclopropyl)- e
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 14.44%
5000
83.0
0“_“w“mh‘HJJHL‘WMHM“HM‘HH‘N“_QK?‘H“ EEENESEES | NESS——
m/z--> 10 20 30 40 50 60 70 80 90 100 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062121\
Data File : BF124400.D

Acqg On : 21 Jun 2021 18:54
Operator : JU/CG

Sample : M2748-15

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.975 3.84 ng 46994  Naphthalene-d8 8.069

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 78
2 2-Hexanol, 5-methyl- 116 C7H160 000627-59-8 38
3 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 38
4 Ethylene glycol diglycidyl ether 174 C8H1404 002224-15-9 38
5 3,3-Dimethylbutane-2-0l 102 C6H140 000464-07-3 33

Abundance Scan 1001 (7.975 min): BF124400.D\data.ms (-998) (-) m/z 45.10 100.00%

45.1
5000

750 \‘\\\\‘\\\\‘\\\\‘\\\\’\
‘ 101.2 7.60 7.80 8.00 8.20
OFrrr e M“MHH"m_m_m_m_ m/z 57.10  93.72%
miz--> 20 40 60 80 100 120 140 160 180
Abundance #32655: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000
29.0 7.60 7.80 8.00 8.20

m/z 41.00 36.61%

87.0
O TTT ‘ \‘H“\‘ T “‘H‘\ T H\ T \h \ ‘ \“f‘ T \:}'0\7\ \0\ ‘ \]_\3\2\0‘ TTTT ‘ T TT ‘ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8352: 2-Hexanol, 5-methyl-
45.0

760780800820

83 0
0 *1*5"0\*‘*‘”‘\H“ “ ‘\1920\\\\
m/z--> 20 40 80 100 120 140 160 180
Abundance #65550: Ethanol, 2-[2-(2-butoxyethoxy)ethoxy]-
45.0 7.60 7.80 8.00 8.20

m/z 75.00 17.11%

5000

89.0
26 || Joog | moo wmmonsso I

m/z--> 20 40 60 80 100 120 140 160 180 7.60 7.80 8.00 8.20

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062121\
Data File : BF124400.D

Acqg On : 21 Jun 2021 18:54
Operator : JU/CG

Sample : M2748-15

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Propanoic acid, 2-methyl-, ... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.228 2.03 ng 25813  Acenaphthene-die 9.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-methyl-, 1-(1,... 286 C16H3004 074381-40-1 72
2 2,2,4-Trimethyl-1,3-pentanediol ... 286 C16H3004 006846-50-0 64
3 Diethylmalonic acid, monochlorid... 262 C12H19C1l04 1000370-65-0 50
4 Butanoic acid, 2-hexenyl ester, ... 170 C10H1802 053398-83-7 42
5 2,2,3-Triethyloxirane 128 C8H160 053229-40-6 42

Abundance Scan 1384 (10.228 min): BF124400.D\data.ms (-1381) (- m/z 71.10 100.00%
71.1

5000{ 43.1
A

— —
b e m/z 43.10 45.41%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #132857: Propanoic acid, 2-methyl-, 1-(1,1-dimethylethy!

o

71.0
5000 bk A‘{\‘ P
10.00 10.50
43.0 m/z 41.00 15.69%
0 RN | Y ullwl 0 159 0 243.0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #132814: 2,2,4-Trimethyl-1,3-pentanediol diisobutyrate
71.0 m
I E—
43.0 10.00 1050
5000 m/z 69.00 11.24%
ol | \‘ L L3O, 1430 17301080 2430
RAaa e e R ARRREEEEEES S SR
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 n Mﬁﬂ
Abundance #111984: Diethylmalonic acid, monochloride, tetrahydroft — e
71.0 10.00 10.50
m/z 111.20 7.18%
5000
43.0
oL I 1979 1280 161.0 199.0 227.0
e e S R e T Co ey
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062121\
Data File : BF124400.D

Acqg On : 21 Jun 2021 18:54
Operator : JU/CG

Sample : M2748-15

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 D-Galactitol, 2-(acetylmeth... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.545 2.40 ng 26984  Phenanthrene-die 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbazole 167 C12HSN 000086-74-8 64
2 D-Galactitol, 2-(acetylmethylami... 363 C16H29NO8 074410-42-7 64
3 9H-Carbazole, 9-nitroso- 196 C12H8N20 002788-23-0 59
4 5H-Indeno[1,2-b]pyridine 167 C12HSN 000244-99-5 59
5 1,1'-Biphenyl, 2-azido- 195 C12HSN3 007599-23-7 53
Abundance Scan 1608 (11.545 min): BF124400.D\data.ms (-1601) (1  m/z 167.20 100.00%
167.2
5000
83.4 bt \
‘ ‘ ‘ 11.50
o+ttt m/z 166.10  33.39%
miz-> 50 100 150 200 250 300
Abundance #35947: Carbazole
167.0
5000 A ‘MM‘
11.50
m/z 168.20  20.34%
84.0
0 \\\‘?\’g\.?\“}”h\“w\ T \Jr\27\.‘\‘ T o L L L
miz-> 50 100 150 200 250 300
Abundance #192383: D-Galactitol, 2-(acetylmethylamino)-2-deoxy-3,¢
167.0
e
11.50
5000 m/z 139.05 18.98%
28.0 83.0
0 1 1270 | 2070 2670 326.0
e e
miz--> 50 100 150 200 250 300 ﬂ ﬂn A
Abundance #58140: 9H-Carbazole, 9-nitroso- —h L
167.0 11.50
m/z 83.40 18.82%
5000
30.0
oL, 690 1130 I
et b i
m/z--> 50 100 150 200 250 300 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062121\
Data File : BF124400.D

Acqg On : 21 Jun 2021 18:54
Operator : JU/CG

Sample : M2748-15

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Phenanthrene, 1-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.810 2.14 ng 24064  Phenanthrene-die 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 76
2 Phenanthrene, 9-methyl- 192 C15H12 000883-20-5 76
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 76
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 74
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 68
Abundance Scan 1653 (11.810 min): BF124400.D\data.ms (-1650) (1  m/z 192.20 100.00%
192.2
5000 M\
94.5 165.0 AR
429 691 139.2 “ 11.50 12.00
0L e e e e e m/z 191.10 51.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54752: Phenanthrene, 1-methyl-
192.0
5000 G _“‘M
11.50 12.00
95.0 165.0 m/z 189.00  21.82%
0 4 39'0 " 6%O\ . h‘ 115'0 13\9'0m M‘\ |
‘\\\\‘\\\\‘\\\\‘\f\f‘\\\\‘\\\\‘\\\\‘f\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54744: Phenanthrene, 9-methyl-
192.0
N | 1 S
11.50 12.00
5000 m/z 94.50 19.73%
96.0 165.0
0 39.0 630 Il \\‘ 116.0 139.0 \‘ | .
“‘H“‘H“‘H“‘H“H“‘H“‘H“‘H“Hmwfﬁ
m/z--> 20 40 60 80 100 120 140 160 180 200 ﬁ
Abundance #54734: Anthracene, 2-methyl- L AL A“ﬂ A,
192.0 11.50 12.00
m/z 193.00 18.91%
5000
96.0 165.0
b 830 [ o T i s 1 e
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00

8270-BF060321.M Tue Jun 22 14:54:32 2021 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062121\
Data File : BF124400.D

Acqg On : 21 Jun 2021 18:54
Operator : JU/CG

Sample : M2748-15

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Anthracene, 1-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.845 3.60 ng 40418 Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 70
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 70
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 70
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 70
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 68
Abundance Scan 1659 (11.845 min): BF124400.D\data.ms (-1656) (-  m/z 191.95 100.00%
191.9
5000 N\)\
165.1 e
411 730 945 139.1 | 11.50 12.00
0 ‘H"H‘“uM‘H‘LpﬂwhJ“M_‘H_m‘_mm‘mw“‘ m/z 191.1@  51.20%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #54746: Phenanthrene, 1-methyl-
192.0
A 1
5000 N WLy
11.50 12.00
m/z 190.10  22.21%
165.0
0 . 39.0 63.0 9?-0 1390 | |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\f‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #54732: Anthracene, 1-methyl-
192.0 /\A
SR |17} BN
11.50 12.00
5000 m/z 189.00 22.16%
83.0 165.0
51150 390 620 | | 11501300 |
R o e AL R Emm
miz--> 20 40 60 80 100 120 140 160 180 /\M
Abundance #54750: Phenanthrene, 2-methyl- — A i
192.0 11.50 12.00
m/z 193.10  18.62%
5000
94.0 165.0
0 39.0 630 | M 115.0 13\9'0”\ Il | Il MM h ﬂ ﬂ
e A T B AR A
m/z--> 20 40 60 80 100 120 140 160 180 11.50 12.00

8270-BF060321.M Tue Jun 22 14:54:32 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062121\
Data File : BF124400.D

Acqg On : 21 Jun 2021 18:54
Operator : JU/CG

Sample : M2748-15

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Thiophene-3-carboxaldehyde,... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

11.927 3.54 ng 39721  Phenanthrene-die 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiophene-3-carboxaldehyde, 5-ch... 190 C5H4BC103S 036155-87-0 64
2 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 53
3 6H-Cyclobuta[jk]phenanthrene 190 C15H1e 083469-43-6 50
4 Benzaldehyde, 4-(trifluoromethoxy)- 190 C8H5F302 000659-28-9 38
5 Pyrazole-4-carboxaldehyde, 3-(4-... 190 C1@H7FN20 306936-57-2 37

Abundance Scan 1673 (11.927 min): BF124400.D\data.ms (-1669) (-  m/z 189.10 100.00%
188.1

5000 [\J\
94.7 f\ T
692 lGﬁ.Z 12.00
0 e il m/z 190.10  94.56%

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

Abundance #53266: Thiophene-3-carboxaldehyde, 5-chloro-2-dihydrc

190.0
45.0

146.0

MA ‘ANAM

5000 A
12.00
m/z 191.00 40.26%
O,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53203: 4H-Cyclopenta[deflphenanthrene
190.0 /W }\m
T ‘ T n\ T T
12.00
5000 ITI/Z 192.05 39.56%
94.0
ol 390 630 | 11501370 1630
R o B
miz--> 20 40 60 80 100 120 140 160 180 200 M\
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene e o
189.0 12.00
m/z 94.70 23.12%
5000
94.0 A
163.0
O‘\\\\‘\\\\‘\\\\“\\\‘\‘\\\\‘\\\\‘\\\\“\\\\‘\“f‘u—'—rﬁ A\ A\Ah\ﬂ‘nm\ﬂ \AM\M\
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00

8270-BF060321.M Tue Jun 22 14:54:33 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062121\
Data File : BF124400.D

Acqg On : 21 Jun 2021 18:54

Operator : JU/CG

Sample : M2748-15

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 unknownl4.192 Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
14.192 2.13 ng 37183 Chrysene-d12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual

H-Benzo[c]carbazole
Benzo(c)carbazole

uih WN R

Abundance Scan 2058 (14.192 min): BF124400.

1,2-Cyclohexanedicarboxylic acid...
2,3-Dihydro-4- (hydroxymethyl)thi..
Imidazo[4,5-b]pyridin-2(3H)-one,...
7

. 217 C12H11NOS

217 C16H11N
217 C16H11N

D\data.ms (-2053) (-

318 C16H27Cl04

217 C7H5C12N30

1000340-04-4 32
095843-59-7 27
309731-67-7 16
000205-25-4 12
034777-33-8 12

m/z 217.10 100.00%

2171
57.0
5000
154.8
A\ A T ‘ T T A\ T ‘ T
\\H\ Ll
(- ‘H‘ L b L L w2 s7.00 65.49%
miz--> 100 150 200 250 300
Abundance #159462. 1,2-Cyclohexanedicarboxylic acid, 2-chloroethy
217.0
155.0
5000 81.0 i e
14.00 14.50
43.0 m/z 85.10 48.88%
O L \ \“ ““‘\H‘\ “ “ ‘ } T ‘\ T ‘ L “ } ‘} \Hf ‘ T ?8\3\.0‘3\]-8f.(\
miz--> 50 100 150 200 250 300
Abundance #74862: 2,3-Dihydro-4-(hydroxymethyljthieno(3,2-c)quinc
217.0
Ay
14.00 14.50
5000 m/z 71.00  46.87%
1540
;0 7o |1l il
o“‘\‘\‘\‘\w‘\h\\\i\ \\ A \\MH\ I ‘\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300
Abundance #75079: Imidazo[4,5-b]pyridin-2(3H)-one, 5,6-dichloro-1-r M ——
217.0 14.00 14.50
m/z 43.00 43.52%
5000
20 980 1540 | | 1
Ot g M e e
m/z--> 50 100 150 200 250 300 14.00 14.50

8270-BF060321.M Tue Jun 22 14:54:34 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062121\
Data File : BF124400.D

Acqg On : 21 Jun 2021 18:54
Operator : JU/CG

Sample : M2748-15

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 unknownl4.274 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.274 2.07 ng 36083 Chrysene-d12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,3-Diethylpentadecane 268 C19H40 1000360-41-1 16
2 Decane, 1,1'-oxybis- 298 (C20H420 002456-28-2 16
3 2-Isopropyl-5-methyl-1-heptanol 172 C11H240 091337-07-4 16
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 16
5 1-Octanol, 2-butyl- 186 C12H260 003913-02-8 12

Abundance Scan 2072 (14.274 min): BF124400.D\data.ms (-2068) (-1 m/z 57.10 100.00%

57.1
5000 155.1
215.4

H ‘ H “ 2’489280.’ 14.00 1450
ku‘ﬂm@"HWHH‘WMhuﬂHH_H‘_H‘H‘MHH_‘H_HW“ m/z 85.15  49.46%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #117651: 3,3-Diethylpentadecane
57.0
gt

5000 ‘
99.0 14. 00 14 50

m/z 155.10  49.33%

239.0
\H‘HH‘HHl‘H‘H\"!‘H\“HH‘\‘\l\%“]:\(\)‘\‘\\]\-\8‘\4.\\0\’\\\\’\\\\“\\H‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143258: Decane, 1,1'-oxybis-
57.0
MM :

14 00 14 50
5000 m/z 71.05 40.92%

140.0
vy wl“ \‘ Lm0 2130 20
m/z--> 2‘0 4‘0 60 8’0 lOO12‘014‘101601é020022024‘1026028‘0
Abundance #39810: 2-Isopropyl-5-methyl-1-heptanol

57.0 14 00 14 50
m/z 70.00 37.10%

5000
125.0
27,0
T T 1 u\ M " ‘\ 1540 MV\MMMMM :

m/z--> 20 40 60 80 100120140160180200220240260280 14 00 14 50

o

o

o

=

o

8270-BF060321.M Tue Jun 22 14:54:35 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062121\
Data File : BF124400.D

Acqg On : 21 Jun 2021 18:54
Operator : JU/CG

Sample : M2748-15

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Chrysene, 1-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.345 2.47 ng 43046 Chrysene-d12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Chrysene, 1-methyl- 242 C19H14 003351-28-8 58
2 Chrysene, 5-methyl- 242 C19H14 003697-24-3 58
3 Benz[a]anthracene, 1-methyl- 242 C19H14 002498-77-3 53
4 1H-Benz[f]indene, 2-phenyl- 242 C19H14 1000305-22-4 53
5 2-Methylchrysene 242 C19H14 003351-32-4 52

Abundance Scan 2084 (14.345 min): BF124400.D\data.ms (-2080) (1 m/z 242.05 100.00%
42.1

2
5000 /\A
154.9 AAM‘\ ‘I/\ ) ; ‘/\ A

56.0 850 1196 ' 215.0 14.00 14.50
0 186.9 m/z 240.95  38.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #96039: Chrysene, 1-methyl-
242.0
5000 T T ’A\ /\‘/J\/\‘M/V\‘ T /\\\
14.00 14.50
m/z 243.00  34.12%
120.0 2
ol..27.0 630 940, | 1500 187.0 150
HH‘HH‘\\H‘HH‘HH‘HH‘HH‘H\\‘HH‘HH‘\\H‘\H\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #96035: Chrysene, 5-methyl-
242.0
14.00 14.50
5000 ITI/Z 239.00 33.25%
120.0 215.0
013.0 39.0 87.0 | | 163.0189.0 | | |
L A e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #96047: Benz[a]anthracene, 1-methyl-
242.0 14.00 14.50

m/z 154.95 19.41%

- A/NMM
120.0
o 300 780 % 163.0189.0215.0 Lihd [

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.00 14.50

8270-BF060321.M Tue Jun 22 14:54:36 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062121\
Data File : BF124400.D

Acqg On : 21 Jun 2021 18:54
Operator : JU/CG

Sample : M2748-15

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 unknownl4.374 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

14.374 2.08 ng 36265 Chrysene-d12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Isopropoxycarbonylmethylenethi... 242 C10H14N203S 021418-91-7 25
2 Ethyl 1-(3-hydroxybutyl)-2-oxocy... 278 C15H2604 110288-16-9 22
3 2-Propoxycarbonylmethylenethio-6... 242 C10H14N203S 021418-89-3 22
4 5H-Imidazole-4-carboxylic acid, ... 155 CE6HIN302 1000303-21-9 22
5 Bicyclo[2.2.2]octane-1-carboxyli... 154 C9H1402 000699-55-8 10

Abundance Scan 2089 (14.374 min): BF124400.D\data.ms (-2086) (1 m/z 70.00 100.00%

70.0
109.0  155.0
239.0
5000
1.0 202.1

| [HAll
“M““‘M‘L‘””‘”‘”‘“”‘“‘”‘””‘”‘W‘”wkw‘w‘w m/z 57.10  94.92%

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95149: 2-Isopropoxycarbonylmethylenethio-6-methylura
155.0
96.0
242.0
183.0

5000 s —
14.00 14.50
127.0

m/z 71.05 86.57%

o

69.0

OV ‘\\\\‘}\\\‘l‘\\\\‘\\\\‘h\\\‘\\\\

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

Abundance #119073: Ethyl 1-(3-hydroxybutyl)-2-oxocyclooctane-1-ca
155.0

>

- —
41.0 14.00 14.50

127.0
5000 81.0 ITI/Z 109.00 74.82%
224.0
[ -
oA e e e e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 M{m
Abundance #95148: 2-Propoxycarbonylmethylenethio-6-methyluracil VMA ‘A‘ LA R
155.0 14.00 14.50
m/z 81.05 74.24%
5000 9.0
182.0 242.0
69.0
1270‘ ‘ MM
Tk
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 14.00 14.50

8270-BF060321.M Tue Jun 22 14:54:37 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062121\
Data File : BF124400.D

Acqg On : 21 Jun 2021 18:54
Operator : JU/CG

Sample : M2748-15

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 1,2-Cyclohexanedicarboxylic... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.451 2.07 ng 36117 Chrysene-d12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Cyclohexanedicarboxylic acid... 326 C19H3404 1000339-55-9 53
2 1,2-Cyclohexanedicarboxylic acid... 326 C19H3404 1000339-50-4 38
3 1,2-Cyclohexanedicarboxylic acid... 354 C21H3804 1000339-53-7 38
4 1,2-Cyclohexanedicarboxylic acid... 340 C20H3604 1000339-44-3 35
5 1,2-Cyclohexanedicarboxylic acid... 284 C16H2804 1000339-42-4 35
Abundance Scan 2102 (14.451 min): BF124400.D\data.ms (-2100) (. m/z 155.10 100.00%
156.1
57.0
5000
109.
239.1 whdt TR 4
281.0 14.50
0! Lo ST w/z s7.ee 77.73%
mlz--> 50 100 150 200 250 300 350
Abundance #165962: 1,2-Cyclohexanedicarboxylic acid, isohexyl 3-rr
155.0
5000 T
14.50
430 850 m/z 71.05 75.93%
239.0
O \“ “‘\ “1‘ \““\ “‘\ \H\ T “\ \“ \196‘(\)‘ T ‘\ ‘h\ T \3?6\0\‘ T
miz--> 50 100 150 200 250 300 350
Abundance #165954: 1,2-Cyclohexanedicarboxylic acid, hexyl 3-pent
155.0
——
14.50
5000 m/z 42.95 41.08%
430 810 239.0
miz--> 50 100 150 200 250 300 350
Abundance #186721: 1,2-Cyclohexanedicarboxylic acid, heptyl hexyl P
155.0 14.50
m/z 126.10  39.88%
5000
NIl Wvirs il
1R VS A O -7 Y3 1 R 1,9
m/z--> 50 100 150 200 250 300 350 14.50

8270-BF060321.M Tue Jun 22 14:54:39 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062121\
Data File : BF124400.D

Acqg On : 21 Jun 2021 18:54
Operator : JU/CG

Sample : M2748-15

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 unknownl4.480 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.480 2.99 ng 52115 Chrysene-d12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (4,5-Difluoro-2-methyl-phenyl)-(... 253 C14H17F2NO 1000277-71-3 43
2 1,2-Cyclohexanedicarboxylic acid... 380 C21H29Cl04 1000339-68-8 38
3 1,2-Cyclohexanedicarboxylic acid... 366 C22H3804 1000339-84-9 32
4 1,2-Cyclohexanedicarboxylic acid... 412 C24H4405 1000339-92-1 32
5 1,2-Cyclohexanedicarboxylic acid... 310 C18H3004 1000339-75-2 32

Abundance Scan 2107 (14.480 min): BF124400.D\data.ms (-2105) (-  m/z 155.05 100.00%

155.1
71.2
5000
41.0 1091 7Y L
L] L
ol ” Hd‘ M\ \‘H\\‘ J“\‘M‘ JM Nd‘ J‘\ m/z 71.20 69.71%
miz--> 100 150 200 250 300
Abundance #104680 (4,5-Difluoro-2- methyl phenyl)-(2-methyl-piperic
155.
5000 L
14.50
m/z 57.10 50.69%
41.0
‘ 101.0 ‘ 238.0
04— ‘““ ‘“‘H‘\?:‘I\‘n‘ T4 ”“‘\ \“\ U \1\96‘0\ T \‘r ‘H\ I
miz--> 50 100 150 200 250 300
Abundance #202413: 1,2-Cyclohexanedicarboxylic acid, 4-chloro-3-iv
155.0
—
14.50
5000 85.0 ITI/Z 69.05 41.53%
43.0
ol e
obdp bl b L L b
miz--> 50 100 150 200 250 300
Abundance #194388: 1,2-Cyclohexanedicarboxylic acid, 3,5-dimethyl e
155.0 14.50
m/z 81.00 32.34%
5000 111.0
69.0 '
257.0
ST N T .Y e S N A
m/z--> 50 100 150 200 250 300 14.50

8270-BF060321.M Tue Jun 22 14:54:39 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062121\
Data File : BF124400.D

Acqg On : 21 Jun 2021 18:54
Operator : JU/CG

Sample : M2748-15

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 6-0xo0-4-chloro-5-cyano-1,6-... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.533 3.89 ng 67705 Chrysene-d12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-0x0-4-chloro-5-cyano-1,6-dihyd... 155 C5H2CIN30 005305-43-1 50
2 1,2-Cyclohexanedicarboxylic acid... 356 C20H3605 1000340-03-1 47
3 2,3-Dipropyl-cyclopropanecarboxy... 198 C12H2202 1000193-94-4 47
4 N-tert-Butyl-2-[N'-(naphthalene-... 313 C17H19N303 1000311-38-4 43
5 1,2-Cyclohexanedicarboxylic acid... 382 C23H4204 1000339-44-6 43

Abundance Scan 2116 (14.533 min): BF124400.D\data.ms (-2111) (-  m/z 155.00 100.00%

155.0
41.0
5000
85.1 FYARNENN. S

201.2 2 ‘ 281.1 14.50
| T WH e m/z 41.00  63.96%

mlz--> 50 100 150 200 250 300 350
Abundance #27887: 6-Oxo-4-chloro-5-cyano-1,6-dihydropyrimidine
93.0 155.0
U T

o

5000
14.50
38.0 m/z 57.10 53.11%
O H ‘“H \“H‘\“\ ‘\‘H‘ T “‘ T ‘ \ LI ‘ L ‘ L ‘ L ‘ T
miz--> 100 150 200 250 300 350
Abundance #187889. 1,2-Cyclohexanedicarboxylic acid, 2-methoxyet
155.0
T \
59.0 14.50
5000 ' m/z 127.10 43 .45%
213.0
‘ ‘ 1090 252.0
ol dlull ‘ L[ peso sse
miz--> 50 100 150 200 250 300 350 hk
Abundance #59639: 2,3-Dipropyl-cyclopropanecarboxylic acid, ethyl ¢ T A, M‘
155.0 1450
41.0

m/z 55.00  32.39%

5000 81.0 WWMAW
H Ll ‘ | 198.0

7
m/z--> 50 100 150 200 250 300 350 14.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062121\
Data File : BF124400.D

Acqg On : 21 Jun 2021 18:54
Operator : JU/CG

Sample : M2748-15

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 unknownl4.574 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.574 7.94 ng 138364 Chrysene-d12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 38
2 Octadecane 254 C18H38 000593-45-3 38
3 Decane, 2,5,9-trimethyl- 184 C13H28 062108-22-9 37
4 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 35
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 35

Abundance Scan 2123 (14.574 min): BF124400.D\data.ms (-2120) (-, m/z 57.10 100.00%
57.1

o MM
99.1 1490 —
L Ly o
oL ‘H‘HN‘ AL HH‘ L VI \ ‘\ ‘ ‘\ ‘9? m/z 71.10 55.03%
m/z--> 50 100 150 200 250 300
Abundance #71396: Pentadecane
57.0
5000 — |
14.50
‘ 99.0 m/z 43.05 46.76%
O \2\6\\0\ “‘\ ‘ “‘ “‘ \ T ]\_4}‘]_‘()\ T T T ?l\‘z'\o\ T ‘ T T T T ‘
m/z--> 50 100 150 200 250 300
Abundance #105884: Octadecane
57.0
—
14.50
5000 ITI/Z 55.10 32.88%
‘ 99.0
ol2eoy L | ), ) 140 1830 2540
m/z--> 50 100 150 200 250 300
Abundance #48890: Decane, 2,5,9-trimethyl- ——
57.0 14.50
m/z 70.10 26.76%
5000 Mﬁ$ﬁkﬂwwmﬂﬂmwh
mlz--> 100 150 200 250 300 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062121\
Data File : BF124400.D

Acqg On : 21 Jun 2021 18:54
Operator : JU/CG

Sample : M2748-15

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 16 unknownl4.668 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

14.668 4.02 ng 69978 Chrysene-d12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-0x0-4-chloro-5-cyano-1,6-dihyd... 155 C5H2CIN30 005305-43-1 27
2 (2,3-Difluoro-5-methyl-phenyl)-p... 225 C12H13F2NO 1000278-21-5 22
3 1,3,5-Triazin-2(1H)-one, 4-amino... 155 C5H9N50 007313-54-4 22
4 1-[2-(1-Hydroxyisopropyloxy)ethy... 230 C15H1802 1000284-48-8 14
5 Benzaldehyde 4-methyl-6-methylth... 258 C13H14N4S 001899-57-6 12

Abundance Scan 2139 (14.668 min): BF124400.D\data.ms (-2136) (- m/z 57.00 100.00%
57.0 85.0 155.1

202.1 258.1
5000 1272
230. — aes
“ il 14.50 15.00
,wp‘!”l_l““ m/z 155.10  91.92%
m/z--> 20 40 60 80 100120140160 180200 220240260280
Abundance #27887: 6-Oxo-4-chloro-5-cyano-1,6-dihydropyrimidine
155.0
93.0
i

5000 LN ‘
127.0 14.50 15.00

38.0 m/z 85.00 87.13%
\Hh b ‘\ b, | H\ |

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #81712: (2,3-Difluoro-5-methyl-phenyl)-pyrrolidin-1-yl-me
.0

-

o

o

=

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #27896: 1,3,5-Triazin-2(1H)-one, 4-amino-6-(ethylamino)-
155.0 14.50 15.00
m/z 55.00 57.19%

155
— WM\MA(\W
14.50 15.00
5000 m/z 71.10 66.87%
127.0 225.0
41.0 77.0
0 H‘H\ Ll \‘\ ‘ ‘ [l L ‘ ‘\ \196'@\ ‘\

N

— ety

127.0

5000 430

98.0

F

— \
m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062121\
Data File : BF124400.D

Acqg On : 21 Jun 2021 18:54

Operator Ju/caG

Sample : M2748-15

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST11.L
LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 17 unknownl4.839 Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
14.839 2.42 ng 29697 Perylene-di2 15.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo(e)pyrene, 9,10-dihydro- 254 C20H14 066788-01-0 38
2 Anthracene, 9-phenyl- 254 C20H14 000602-55-1 38
3 6,6'-Biazulene, 254 C20H14 073393-11-0 38

4 Fluorene, 9-(2-pyridinyl)methylene- 255 C19H13N
5 2,6-(Etheno[1,4]benzenoetheno)na...

254 C20H14

Abundance Scan 2168 (14.839 min): BF124400.D\data.ms (-2165) (-]
254.1

002871-27-4 35
117054-70-3 27

m/z 254.05 100.00%

5000 1971 A )\ /\ﬂ
85.0 Allg 1 M M| bl
2021 prot AT
il wi
o AL WLV L N L wyz 253.20 53.27%
miz--> 50 100 150 200 250 300
Abundance #105929: Benzo(e)pyrene, 9,10-dihydro-
254.0
5000
14.50 15.00
255.20 42.36%
126.0 m/z
O 400 780 \‘ y \“‘ 1630 2000 \‘\ il \M\
T T ‘ L ‘ T T ‘ L T T T T T T 7T ‘ T T T
miz-> 50 100 150 200 250 300
Abundance #105924: Anthracene, 9-phenyl-
254.0
14.50 15.00
5000 m/Z 127.10 37.73%
126.0
C e L e A T T
miz-> 50 100 150 200 250 300 ’»\ k
Abundance #105911: 6,6'-Biazulene, — WA‘M‘ —L
254.0 14.50 15.00
m/z 252.00 34.96%
5000
126.0
63.0
oh b Jmh (16302000, | - W
m/z--> 50 100 150 200 250 300 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062121\
Data File : BF124400.D

Acqg On : 21 Jun 2021 18:54
Operator : JU/CG

Sample : M2748-15

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 18 unknownl5.104 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.104 2.11 ng 25929 Perylene-di2 15.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 49
2 6-Methoxy-3-phenyl-4H-chromen-4-one 252 C16H1203 032684-58-5 47
3 Pyrido[2,3-b]quinolin-5(10)-one,... 252 C16H16N20 309724-82-1 47
4 Benzo[a]pyrene 252 C20H12 000050-32-8 46
5 12H-[1,3]Benzothiazolo[2,3-b]qui... 252 C14H8N20S 1000338-32-6 43
Abundance Scan 2213 (15.104 min): BF124400.D\data.ms (-2210) (- m/z 252.10 100.00%
252.1
5000
124.0 v A« ‘j\‘ |
56.9 o941 ‘ 283.( 15.00 15.50
ob vk oy R T gz 249,08 27.80%
miz-> 50 100 150 200 250
Abundance #104217: Benzo[e]pyrene
252.0
5000 — A M/\ \[\A‘A A
15.00 15.50
m/z 124.00  19.60%
125.0
0 50.0 830 , | 1740 2220 |
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
Abundance  #104003: 6-Methoxy-3-phenyl-4H-chromen-4-one
252.0
[ I -]
15.00 15.50
5000 m/z 253.15 16.12%
107.0 150.0
222.0
63.0
ol 280 030 | i 1810 I |
miz--> 50 100 150 200 250
Abundance #104050: Pyrido[2,3-b]quinolin-5(10)-one, 2,4,7,9-tetrame
252.0 15.00 15.50
m/z 248.00 11.80%
5000
126.0
39.0 77.0 ﬂ h
byl oo 2080 | | A
m/z--> 50 100 150 200 250 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062121\
Data File : BF124400.D

Acqg On : 21 Jun 2021 18:54
Operator : JU/CG

Sample : M2748-15

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 19 Benzo[j]fluoranthene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.292 5.63 ng 69201 Perylene-di2 15.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[j]fluoranthene 252 C20H12 000205-82-3 96
2 Perylene 252 C20H12 000198-55-0 95
3 Benzo[e]pyrene 252 C20H12 000192-97-2 95
4 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
5 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 90
Abundance Scan 2245 (15.292 min): BF124400.D\data.ms (-2241) (. m/z 252.10 100.00%
252.1
5000 M
R A
125.0 15.00 15.50
95.1 224.1 : :
0 P08 B L 290 L 2820 s 253,10 26.27%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #104223: Benzo[jlfluoranthene
252.0
5000
15.00 15.50
126.0 m/z 250.10  21.92%
ol...5L0 870 | \H 174.0 2240 M
‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\ \‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #104215: Perylene
252.0
LA
15.00 15.50
5000 m/z 125.00 12.45%
126.0
0 50.0 87.0 ‘H 174.0 224.0 M
T e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #104221: Benzo[e]pyrene
252.0 15.00 15.50
m/z 125.40 12.42%
5000
126.0
0 41.0 91.0 | M‘ 174.0 2240 M
e e e
m/z--> 20 40 60 80 100120140160180200220240260280 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062121\
Data File : BF124400.D

Acqg On : 21 Jun 2021 18:54
Operator : JU/CG

Sample : M2748-15

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 20 unknownl7.039 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

17.039 2.16 ng 26474 Perylene-di2 15.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Picene 278 C22H14 000213-46-7 43
2 Benzo[b]triphenylene 278 C22H14 000215-58-7 43
3 Dibenz[a,h]anthracene 278 C22H14 000053-70-3 38
4 1-(Diethylamino)-3-methylpyrido[... 278 C17H18N4 1000331-84-4 35
5 10H-Phenoxaphosphine, 8-fluoro-1... 278 C14H12FO3P 037041-13-7 27

Abundance Scan 2542 (17.039 min): BF124400.D\data.ms (-2538) (1  m/z 278.00 100.00%

278.0
5000 43.0 111.0139.1 09,3
: TR AR T
L T ]
04 ‘H‘HH‘HHJLH o e e m/z 278.30  96.65%
m/z--> 20 40 60 80 100120140160 180200220240260280
Abundance #126207: Picene
278.0
5000 n ’f\l ‘ JWM
17.00
139.0 m/z 276.15 46.54%
O280 57.0 920 M 200.0 250.0 m
‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\\H‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126219: Benzolb]triphenylene
278.0
Ay Ay b
17.00
5000 m/z 111.00 39.62%
139.0
o450 130 1110 \H 167.0 207.0 250.0 |
R e T e o RARARRER R EaE s o
m/z--> 20 40 60 80 100120140 160180200 220240260280
Abundance #126224: Dibenz[a,h]anthracene
278.0 17.00
m/z 139.05 38.19%
5000
139.0
0,390 67.0 1000 ; | 169.02000  250.0 ||
[P T e e o e e
m/z--> 20 40 60 80 100120140160180200220240260280 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062121\
Data File : BF124400.D

Acqg On : 21 Jun 2021 18:54
Operator : JU/CG

Sample : M2748-15

Misc :

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
unknown4 . 987 4.987 2.9 ng 27054 1 6.781 189676 20.0
Ethanol, 2-(2-b... 7.975 3.8 ng 46994 2 8.069 244548 20.0
Propanoic acid,... 10.228 2.0 ng 25813 3 9.822 254590 20.0
D-Galactitol, 2... 11.545 2.4 ng 26984 4 11.310 224565 20.0
Phenanthrene, 1... 11.810 2.1 ng 24064 4 11.310 224565 20.0
Anthracene, 1-m... 11.845 3.6 ng 40418 4 11.310 224565 20.0
Thiophene-3-car... 11.927 3.5 ng 39721 4 11.310 224565 20.0
unknown14.192 14.192 2.1 ng 37183 5 13.957 348408 20.0
unknownl4.274 14.274 2.1 ng 36083 5 13.957 348408 20.0
Chrysene, 1-met... 14.345 2.5 ng 43046 5 13.957 348408 20.0
unknownl4.374 14.374 2.1 ng 36265 5 13.957 348408 20.0
1,2-Cyclohexane... 14.451 2.1 ng 36117 5 13.957 348408 20.0
unknown14.480 14.480 3.0 ng 52115 5 13.957 348408 20.0
6-0x0-4-chloro-... 14.533 3.9 ng 67705 5 13.957 348408 20.0
unknownl14.574 14.574 7.9 ng 138364 5 13.957 348408 20.0
unknownl4.668 14.668 4.0 ng 69978 5 13.957 348408 20.0
unknown14.839 14.839 2.4 ng 29697 6 15.421 245663 20.0
unknown15.104 15.104 2.1 ng 25929 6 15.421 245663 20.0
Benzo[j]fluoran... 15.292 5.6 ng 69201 6 15.421 245663 20.0
unknownl17.039 17.039 2.2 ng 26474 6 15.421 245663 20.0
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