LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51921\
Data File : BF123995.D

Acqg On : 19 May 2021 17:49 Instrument :
Operator : JU/CG BNA_F

Sample 1 M2448-01 2X ClientSampleld :
Misc : HD-01-051821

ALS Vvial : 13  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-BF051421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123995.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  2.151 5 11 16 rVB 237596 303626 52.38%  4.455%
2 2.257 23 29 37 rVB3 17148 24636 4.25% 0.362%
3 5.104 511 513 518 rVB 25433 25252 4.36% 0.371%
4 5.510 578 582 586 rBV 585293 495361 85.45% 7.269%
5 6.516 750 753 761 rVB 552798 517449 89.26% 7.593%
6 6.728 786 789 796 rVB 13261 13415 2.31% 0.197%
7 6.904 815 819 822 rBV 440353 331985 57.27% 4.872%
8 7.457 910 913 917 rBV 377263 338111 58.33% 4.961%
9 8.186 1033 1037 1040 rBV 570961 437091 75.40% 6.414%
10 8.210 1040 1041 1044 rVB 21366 10670 1.84% 0.157%
11  9.210 1208 1211 1216 rBV 10509 8823 1.52% 0.129%
12 9.263 1216 1220 1223 rBV 730805 579701 100.00% 8.507%
13 9.339 1231 1233 1237 rBvV3 8685 10118 1.75% 0.148%
14  9.651 1284 1286 1291 rBV 79684 79046 13.64% 1.160%
15 9.804 1310 1312 1317 rBV4 7056 9432 1.63% 0.138%
16 9.945 1332 1336 1339 rBvV 582138 479817 82.77% 7.041%
17  9.975 1339 1341 1345 rVB3 20017 18836 3.25% 0.276%
18 10.145 1366 1370 1374 rBv4 10445 14173 2.44% 0.208%
19 10.316 1396 1399 1403 rVB4 5089 8572 1.48% 0.126%
20 10.357 1403 1406 1407 rBvV2 8353 8329 1.44% 0.122%
21 10.374 1407 1409 1412 rVB2 10826 8468 1.46% 0.124%
22 10.486 1426 1428 1432 rBV3 13276 14730 2.54% 0.216%
23 10.592 1441 1446 1449 rBV3 15089 16382 2.83% 0.240%
24 10.727 1465 1469 1473 rBV 397667 334526 57.71%  4.909%
25 10.863 1485 1492 1494 rBV 29765 38537 6.65% 0.565%
26 11.069 1524 1527 1531 rVB5 7067 7246 1.25% 0.106%
27 11.292 1562 1565 1569 rBV5 9092 13445 2.32% 0.197%
28 11.327 1569 1571 1574 rVB 18195 13762 2.37% 0.202%
29 11.380 1576 1580 1583 rBv4 4605 8092 1.40% 0.119%
30 11.427 1585 1588 1591 rVwV 475642 420264 72.50% 6.167%
31 11.451 1591 1592 1596 rVB 34900 23166 4.00%  0.340%
32 11.721 1633 1638 1642 rVB3 13439 13098 2.26% 0.192%
33 11.951 1675 1677 1680 rBV2 22461 20261 3.50% 0.297%
34 12.039 1689 1692 1695 rBV5 10750 13550  2.34% 0.199%
35 12.133 1705 1708 1710 rBV3 8387 9721 1.68% 0.143%
36 12.416 1752 1756 1758 rBV4 9652 9146 1.58% 0.134%

8270-BF051421.M Thu May 20 12:59:15 2021 Pag 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51921\
Data File : BF123995.D

Acqg On : 19 May 2021 17:49 Instrument :
Operator : JU/CG BNA_F

Sample 1 M2448-01 2X ClientSampleld :
Misc : HD-01-051821

ALS Vvial : 13  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-BF051421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.480 1764 1767 1770 rBV4 8329 10296 1.78% ©.151%
38 12.563 1779 1781 1785 rBV3 7401 7139 1.23% ©.105%
39 12.639 1791 1794 1798 rBV 60575 53534 9.23% 0.786%
40 12.733 1807 1810 1814 rBV5 8206 9478 1.63% 0.139%
41 12.868 1828 1833 1836 rBvV 53944 60877 10.50% 0.893%
42 13.015 1854 1858 1861 rBV 569687 500682 86.37% 7.347%
43 13.204 1886 1890 1891 rVB4 12448 12190 2.10% 0.179%
44 13.263 1899 1900 1904 rVB4 7937 8345 1.44% ©.122%
45 13.298 1904 1906 1910 rBv4 10381 10669 1.84% ©.157%
46 13.392 1920 1922 1926 rBv4 10176 12202 2.10% 0.179%
47 13.427 1926 1928 1930 rBV3 9100 7418 1.28% ©.109%
48 13.468 1932 1935 1936 rBV3 13715 10067 1.74%  ©.148%
49 13.498 1936 1940 1943 rBV6 13140 20347 3.51% ©0.299%
50 13.704 1972 1975 1978 rBV5 9261 12399 2.14% 0.182%
51 13.874 2002 2004 2006 rBV3 7524 7160 1.24% ©.105%
52 13.910 2007 2010 2015 rVV2 70681 85628 14.77% 1.257%
53 14.068 2033 2037 2040 rBV 372782 392371 67.69% 5.758%
54 14.151 2047 2051 2053 rBV5 12802 16362 2.82% ©.240%
55 14.233 2063 2065 2071 rVB6 18285 29215 5.04% ©.429%
56 14.292 2071 2075 2077 rBV5 16140 18107 3.12% 0.266%
57 14.492 2107 2109 2113 rBV5 13531 12000 2.07% 0.176%
58 14.551 2116 2119 2123 rVvv4 38215 47238 8.15% ©.693%
59 14.851 2168 2170 2171 rBV 14485 8706 1.50% 0.128%
60 15.004 2193 2196 2201 rBV6 15489 23516 4.06%  0.345%
61 15.080 2207 2209 2210 rBV2 11706 7009 1.21% ©.103%
62 15.127 2213 2217 2221 rVV4 30490 49517 8.54% 0.727%
63 15.209 2227 2231 2234 rBV5 27501 35608 6.14% 0.523%
64 15.433 2264 2269 2273 rBV5 26072 40422 6.97% ©.593%
65 15.504 2277 2281 2283 rVv4 24082 34918 6.02% ©.512%
66 15.568 2287 2292 2295 rVW 223466 290388 50.09% 4.261%
67 15.598 2295 2297 2304 rVB8 30352 52557 9.07% 0.771%
68 15.721 2316 2318 2323 rBV6 12193 18628 3.21% ©.273%
69 15.809 2331 2333 2336 rBv4 10781 10009 1.73% 0.147%
70 16.056 2372 2375 2379 rVB6 16840 22659 3.91% ©.333%
71 16.115 2381 2385 2393 rBV6 19463 39154 6.75% ©.575%
72 16.251 2406 2408 2411 rVB4 14430 13976 2.41%  0.205%
73 16.304 2415 2417 2424 rVB7 19964 35119 6.06% ©0.515%
74 16.562 2459 2461 2462 rBV2 8762 7160 1.24% ©.105%
75 16.580 2462 2464 2468 rVB5 14865 13597 2.35% ©.200%
76 16.756 2488 2494 2499 rBV9 20498 44067 7.60% 0.647%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51921\
Data File : BF123995.D

Acqg On : 19 May 2021 17:49
Operator : JU/CG

Sample : M2448-01 2X

Misc :

ALS Vvial : 13  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-BF051421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 17.139 2557 2559 2562 rBV4 6600 8655 1.49% 0.127%
78 17.368 2594 2598 2600 rBV5 9816 12999 2.24% 0.191%
79 17.515 2621 2623 2625 rBvV3 8768 7815 1.35% 0.115%
80 17.574 2631 2633 2636 rBv4 5459 7744 1.34% 0.114%
81 18.098 2718 2722 2723 rBvV4 6040 7915 1.37% 0.116%

Sum of corrected areas: 6814699
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 19 May 2021 17:49
: M2448-01 2X

. 13

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051921\
BF123995.D

Ju/CaG

Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
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400000

300000

200000
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Time-->
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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051921\
Data File : BF123995.D

Acqg On : 19 May 2021 17:49
Operator : JU/CG

Sample : M2448-01 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.151 18.29 ng 303626 1,4-Dichlorobenzene-d4 6.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2-Methyl-5-hexen-3-0l 114 C7H140 032815-70-6 25

3 N-Ethylformamide 73 C3H7NO 000627-45-2 9

4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

5 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9
Abundance  Scan 11 (2.151 min): BF123995.D\data.ms (-5) (-) m/z 73.10 100.00%

73.1
43.1
5000 55.0
87.1

R R RaREA L

‘ 2.202.302.402.502.60
o‘H_m_‘H‘m“il“”_uwww‘mwmwHH m/z 43.10  49.82%

m/z--> 10 20 30 40 50 60 70 80 90

Abundance #4486: Butane, 2-methoxy-2-methyl-

73.0
5000 UL R R R R R
430 2.202.302.402.502.60
550 87.0 m/z 55.00  38.06%
29.0 “ |
O\\\‘\\\\‘\\\\“\\\\‘\\\\‘\!\\‘\\\\‘!}\\‘\\\\‘\\\\
miz--> 10 20 30 70 80 90
Abundance #7506: 2—Methyl—5—hexen—3—o|
73.0
R RRNRAREIEEE
55.0 2.202.302.402.502.60
5000 430 m/z 87.10 29.17%
27.0
15.0 ‘ | ‘ | 81.0
o) S 1 R T Y A oo
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #734: N-Ethylformamide R RRRRAREISEE
30.0 2.202.302.402.502.60
730 m/z 41.00 15.36%
5000
44,0 580
wll
o‘w”‘ulwl‘ I R R R “‘,‘
m/z--> 10 20 30 40 50 60 70 80 90 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051921\
Data File : BF123995.D

Acqg On : 19 May 2021 17:49
Operator : JU/CG

Sample : M2448-01 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 1-Heneicosanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.910 4.36 ng 85628 Chrysene-d12 14.074
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 62
2 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 53
3 n-Tetracosanol-1 354 C24H500 000506-51-4 53
4 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 53
5 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 53
Abundance Scan 2010 (13.910 min): BF123995.D\data.ms (-2007) (- m/z 43.05 100.00%
3.0
. W
oz 221 o
0l NJH“JMFJH‘ = WWM e M/z 57.00 0 92.70%
mlz--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosano
55.0
5000 11.0 ]
14.00
m/z 83.85 69.59%
O\\“\M\““\‘\\““‘ “ ‘4\9\\2‘1\0\()\\2‘6\6\\0\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance  #220103: Heptafluorobutyric acid, pentadecyl ester
57.0
——
14.00
5000 m/z 55.05 68.33%
169.0
ol ! ‘u L u bl |, 21902550 406
miz--> 50 100 150 200 250 300 350 400
Abundance #186969: n-Tetracosanol-1 7
43.0 14.00
m/z 69.10 59.58%
- WWVWM
o UL 3200 1000 220 sme0 o
m/z--> 50 100 150 200 250 300 350 400 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051921\
Data File : BF123995.D

Acqg On : 19 May 2021 17:49
Operator : JU/CG

Sample : M2448-01 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 unknownl4.551 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

14.551 2.41 ng 47238 Chrysene-d12 14.074
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, hexadecyl isobuty... 342 C21H4203 1000314-61-3 14
2 Carbonic acid, isobutyl pentadec... 328 C20H4003 1000314-61-2 14
3 Carbonic acid, heptadecyl isobut... 356 C22H4403 1000314-61-4 14
4 Hexadecane, 1-(ethenyloxy)- 268 C18H360 000822-28-6 14
5 2,2-Dicyclohexylbutane 222 C16H30 054890-02-7 10

Abundance Scan 2119 (14.551 min): BF123995.D\data.ms (-2116) (- m/z 57.10 100.00%
57.1

5000 b7 1 WWMM\ﬂ
206.7 7 \
298.1 355 14.50
0L \“ “\ \“ “H\ H\‘H ““ UJMHMM‘ H HMHH\“\ \M HJ\‘ \‘H\ L U . ik m/z 83.20 53.28%
m/z--> 50 10 0 150 200 250 300 350
Abundance #178644: Carbonic acid, hexadecyl isobutyl ester
57.0
5000 T
970 14.50
m/z 41.00 46.49%
225 0
oLl k% m“¥8}9 e
m/z--> 50 100 150 200 250 300 350
Abundance #167796: Carbonic acid, isobutyl pentadecyl ester
57.0
T
14.50
5000 m/z 55.00 44.41%
97.0
182 0
0 b ‘HH \““ L\ ‘MHTSQ‘O‘ —L T
m/z--> 50 100 150 200 250 300 350
Abundance #188249: Carbonic acid, heptadecyl isobutyl ester 7 ‘
57.0 14.50
m/z 56.10 42.26%
5000
97.0
239.0
0 A, ““}99‘]78‘2‘0‘H”“HH‘HH“ W\‘ L
m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051921\
Data File : BF123995.D

Acqg On : 19 May 2021 17:49
Operator : JU/CG

Sample : M2448-01 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 Benzo[e]pyrene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.127 3.41 ng 49517 Perylene-di2 15.568
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 70
2 Benzo[a]pyrene 252 C20H12 000050-32-8 70
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 70
4 Perylene 252 C20H12 000198-55-0 58

5 2,1,3-Benzoselenadiazole, 4,6-di... 252 C6H2C12N2Se 090030-99-2 53

Abundance Scan 2217 (15.127 min): BF123995.D\data.ms (-2213) (-1 m/z 252.10 100.00%
252.1

5000 MJ\
55.0 112.9 S e e \A pal -
179.1216.0 2078 363 1500 - 15.50
0° m/z 250.10 30.57%
m/z--> 50 100 150 200 250 300 350
Abundance #104221: Benzol[e]pyrene
252.0
5000 UL Il [ M
15.00 15.50
126.0 m/z 253.20  28.65%
O41.0 91.0 | M‘leLOZOQO“ |
\\‘\\\\‘\\\\’1\\\‘\\\\\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #104222: Benzo[a]pyrene
252.0
15.00 15.50
5000 m/z 55.05 19.04%
126.0
o0, 820 || w00 |
m/z--> 50 100 150 200 250 300 350
Abundance #104224: BenzolK]fluoranthene T —
252.0 15.00 15.50
m/z 112.90  16.29%
5000
126.0
ol ool om0 |
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051921\
Data File : BF123995.D

Acqg On : 19 May 2021 17:49
Operator : JU/CG

Sample : M2448-01 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 unknownl5.210 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.210 2.45 ng 35608 Perylene-di2 15.568
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 38
2 Hentriacontane 437 C31H64 000630-04-6 35
3 1-Decanol, 2-ethyl- 186 C12H260 021078-65-9 27
4 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 27
5 Octane, 2,7-dimethyl- 142 C10H22 001072-16-8 27
Abundance Scan 2231 (15.209 min): BF123995.D\data.ms (-2227) (- m/z 57.00 100.00%
57.0
5000
\
i H h\ i 100 18s0
0l H‘ HHH Ml\\umh\ \‘ “H‘H UM ‘”‘\I‘\‘\‘H“H‘U \H SR m/z 43.10 64.84%
mlz--> 50 100 150 200 250 300 350 400
Abundance #117638: Nonadecane
57.0
5000 —r ——
15.00 15.50
m/z 71.10 47.66%
O\ \‘l\ f H‘ \“‘\Jw‘ \“\“\ \“ll\e\g\()\ ‘2\2\2\(\)‘2\6?\()\ ‘ TTTT ‘ TTTT ‘ TTTT
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0
—— —
15.00 15.50
5000 m/z 55.00 43.61%
.0
0 | uh\ I‘MJJ h h‘ \ \6\9\0\2\2\5.0 L ‘30‘90 3650 437'
e A i
miz--> 50 100 150 200 250 300 350 400
Abundance #50322: 1-Decanol, 2-ethyl- — —
57.0 15.00 15.50
m/z 83.10 31.17%
5000
11.0
o“h\u‘ 1110 1680 — —
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051921\
Data File : BF123995.D

Acqg On : 19 May 2021 17:49
Operator : JU/CG

Sample : M2448-01 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 unknownl5.433 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.433 2.78 ng 40422 Perylene-di2 15.568
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,1,3-Benzoselenadiazole, 4,6-di... 252 C6H2C12N2Se 090030-99-2 49
2 12H-[1,3]Benzothiazolo[2,3-b]qui... 252 C14H8N20S 1000338-32-6 43
3 5H-1,8-Dithia-4a,9-diazacyclopen... 252 C11H12N20S2 1000315-96-2 38
4 Benzo[e]pyrene 252 C20H12 000192-97-2 38
5 1-Amino-4-(phenylthio)isoquinoline 252 C15H12N2S 019653-19-1 38
Abundance Scan 2269 (15.433 min): BF123995.D\data.ms (-2264) (-] 252.10 100.00%
25p.1
5000
68.9
113.1
150.1187.1 . . 15.50
0! m/z . 37.51%
m/z--> 50 100 150 200 250 300 350
Abundance  #104245: 2,1,3-Benzoselenadiazole, 4,6-dichloro-
252.0
137.0 A
5000 Mh\ \ﬁ\ T ‘Am\ \n A\ A\
15. 50
80.0 215.0 34.41%
37.0 ‘ ‘ 174.0
O' ‘H“\ ‘}‘ ‘\M“\ “\ t h”‘\ 7T LA O
miz--> 50 100 150 200 250 300 350
Abundance #103846: 12H-[1,3]Benzothiazolo[2,3-b]quinazolin-12-one
252.0
15. 50
5000 ITI z . 32.84%
90.0
39.0 [ ,/1340 1080
0 ‘\‘\h ‘H“\ ‘w\HH\ \\‘\‘ R ‘u"‘ “\‘ : J\‘ e
miz--> 50 100 150 200 250 300 350
Abundance #103448: 5H-1,8-Dithia-4a,9-diazacyclopenta[b]naphthale 7
252.0 15.50
m/z 94.80 21.01%
5000
41.0
m ‘ 91.0 151 19?'0
obwbbpbdec oy 'l L L L —
mlz--> 100 150 200 250 300 350 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051921\
Data File : BF123995.D

Acqg On : 19 May 2021 17:49
Operator : JU/CG

Sample : M2448-01 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 unknownl5.504 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.504 2.40 ng 34918 Perylene-di2 15.568
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiazole, 2-amino-4,5-diphenyl- 252 C15H12N2S 006318-74-7 46
2 1-Amino-4-(phenylthio)isoquinoline 252 C15H12N2S 019653-19-1 46
3 5H-1,8-Dithia-4a,9-diazacyclopen... 252 C11H12N20S2 1000315-96-2 43
4 1H-1,3-Benzimidazole, 2-tricyclo... 252 C17H20N2 1000319-80-9 43

5 N-(3-Nitro-thiobenzoyl)-morpholine 252 C11H12N203S 050903-05-4 43

Abundance Scan 2281 (15.504 min): BF123995.D\data.ms (-2277) (-  m/z 252.00 100.00%

252.0
5000
125.0
410 84.1 162.9 200.0 301.1 15.50
0! m/z 250.20  34.54%
m/z--> 50 100 150 200 250 300
Abundance #103909: Thiazole, 2-amino-4,5-diphenyl-
252.0
15.50
1080 165.0 210.0 m/z 125.00  28.59%
O — \5]’7.(\)\“\ y ‘H‘\ \M\ T \L\ ‘\ \““!‘ -y “\ LI
m/z--> 50 100 150 200 250 300
Abundance #103911: 1-Amino-4-(phenylthio)isoquinoline
252.0 m rﬂ
— AL
15.50
5000 ITI/Z 253.00 21.08%
131.0
o 28080 L S L
m/z--> 50 100 150 200 250 300
Abundance #103448: 5H-1,8-Dithia-4a,9-diazacyclopenta[b]naphthale
252.0 15.50
m/z 251.10 20.77%
5000
41.0 91.0 164.0196.0
- UMH L N O
m/z--> 50 100 150 200 250 300 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051921\
Data File : BF123995.D

Acqg On : 19 May 2021 17:49
Operator : JU/CG

Sample : M2448-01 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 8 unknownl6.115 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

16.115 2.70 ng 39154 Perylene-di2 15.568
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-(1-But-2-oxycarbonyl-1,4-dihyd... 321 C16H19NO6 142131-83-7 9
2 Hexadecanoic acid, 2-(octadecylo... 553 C36H7203 029899-13-6 7

3 Valeric acid, 2,7-dimethyloct-7-... 236 C15H2402 1000292-48-9 7
4 Acetyl 2,4-di-O-acetyl-3,6-dideo... 274 C12H1807 1000101-82-5 2
5 4-tert-Butylsulfanyl-6-fluoro-2-... 287 C15H14FN3S 1000275-85-6 1

Abundance Scan 2385 (16.115 min): BF123995.D\data.ms (-2381) (- m/z 83.20 100.00%

83.2
5000 2311
163.5
327.1

il )

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #161864: 5-(1-But-2-oxycarbonyl-1,4-dihydropyridin-4-ylic
57.0

o

16 OO 16 50
m/z 43.05 48.24%

‘ ‘ } 265.0
O ‘\WJWJH‘“JTJ\J‘\\L\\‘\\1\’@1‘\\ \\\\\‘\\l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #239251: Hexadecanoic acid, 2-(octadecyloxy)ethyl ester
57.0
—— ——
16.00 16.50
L} 239.0
S
ol ALk Mu Witorerprbor L 3810 4910552
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #90773: Valeric acid, 2,7-dimethyloct-7-en-5-yn-4-yl estel
57.0 16.00 16.50

193.0 m/z 70.90  42.64%

0 “ n‘u\hm ”H b — e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051921\
Data File : BF123995.D

Acqg On : 19 May 2021 17:49
Operator : JU/CG

Sample : M2448-01 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 unknownl6.304 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

16.304 2.42 ng 35119 Perylene-di2 15.568
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,4-Heptadien-2-one, 3-cyclopent... 192 C13H200 063922-50-9 15
2 Acetic acid, 1-[2-(2,2,6-trimeth... 250 C16H2602 077143-23-8 10
3 10,11-Dimethyl-tricyclo[4.3.1.1(... 210 C13H2202 174226-41-6 10
4 3-(3,4-Dimethoxycinnamoyl)-4-hyd... 316 C17H1606 1000225-16-8 9
5 Benzaldehyde, 4-methoxy-3-(2-pro... 192 C11H1203 018075-40-6 9

Abundance Scan 2417 (16.304 min): BF123995.D\data.ms (-2415) (- m/z 43.20 100.00%

5000 MV\K\WWWWMM
95.0 1289
316.0 N T
! Ll L) \HHH L oo,
oL— \ \ e B m/z 95.05 40.86%
miz--> 100 150 200 250 300
Abundance #54622. 3,4-Heptadien-2-one, 3-cyclopentyl-6-methyl-
43.0
5000 — e
93.0 1490 16.00 16.50
TQZO m/z 128.90 36.75%
O T T “\ H\ ‘H 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 #102509: Acetic acid, 1-[2-(2,2,6-trimethyl-bicyclo[4.1.0]h
43.0
95.0
16.00 16.50
5000 m/z 57.10 31.84%
137.0
H ‘ 1900
ol L ‘M‘ Al \\‘h‘ bl gl 2500
miz--> 50 100 150 200 250 300
Abundance #69375: 10,11-Dimethyl-tricyclo[4.3.1.1(2,5)]Jundecane-1( P ——
43.0 16.00 16.50
m/z 82.95 31.65%
5000
110.0 149.0
' 92.0
i |
ol il d P A S
m/z--> 50 100 150 200 250 300 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051921\
Data File : BF123995.D

Acqg On : 19 May 2021 17:49
Operator : JU/CG

Sample : M2448-01 2X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-

BFO051421.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 unknownl6.756

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
16.756 3.04 ng 44067 Perylene-di2 15.568
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Phenol, 2,6-diisopropyl-4-(morph... 277 C17H27NO2
2 2,4,5,5,8a-Pentamethyl-6,7,8,8a-... 206 C14H220

1000304-55-0 46
1000195-40-9 43

3 Amiphenazole 191 C9HIN3S 000490-55-1 38
4 Silane, 1,3-decadiynyltrimethyl- 206 C13H22Si 084751-17-7 38
5 2-Anthracenyloxirane 220 C16H120 052643-86-4 38
Abundance Scan 2494 (16.756 min): BF123995.D\data.ms (-2488) (1  m/z 191.20 100.00%
191.2
5000
1310 i e
242.9 5771 216, L L
| \ bl Lo L T 2% o o
0+ “‘M ‘ H ‘ “‘ﬂl‘ ““ k ‘ ‘ﬂ“ m/z 67.05 50.47%
m/z--> 200 250 300
Abundance #125133. Phenol, 2,6-d||sopropy|-4-(morpho|in-4-y|)meth3
191.0
86.0
5000 149.0 T T
16.50 17.00
41.0 277.0 m/Z 43.00 37.13%
Ll o L 2380
0t— ‘\‘H ‘\\u‘\h\ u\‘\ ‘\H “H ”“‘r b “\ ‘\‘ - — - T
m/z--> 50 100 150 200 250 300
Abundance #66144: 2,4,5,5,8a-Pentamethyl-6,7,8,8a-tetrahydro-5H-c
191.0
—— —
16.50 17.00
5000 ITI/Z 95.05 35.10%
149.0
o
0l \‘\ ‘H‘M‘H‘ \H m i \‘\ \ ‘M‘H‘ ‘ .
m/z--> 50 100 150 200 250 300
Abundance #54042: Amiphenazole T —
191.0 16.50 17.00
m/z 81.00 31.44%
5000 121.0
430 770
ol ) 1580
) N WY NPAES Y S v i R —— — —
m/z--> 50 100 150 200 250 300 16.50 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51921\
Data File : BF123995.D

Acqg On : 19 May 2021 17:49
Operator : JU/CG

Sample : M2448-01 2X

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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|
Butane, 2-metho... 2.151 18.3 ng 303626 1 6.904 331985 20.0
1-Heneicosanol 13.910 4.4 ng 85628 5 14.074 392371 20.0
unknownl14.551 14.551 2.4 ng 47238 5 14.074 392371 20.0
Benzo[e]pyrene 15.127 3.4 ng 49517 6 15.568 290388 20.0
unknown15.210 15.210 2.5 ng 35608 6 15.568 290388 20.0
unknownl15.433 15.433 2.8 ng 40422 6 15.568 290388 20.0
unknown15.504 15.504 2.4 ng 34918 6 15.568 290388 20.0
unknown16.115 16.115 2.7 ng 39154 6 15.568 290388 20.0
unknown16.304 16.304 2.4 ng 35119 6 15.568 290388 20.0
unknownl16.756 16.756 3.0 ng 44067 6 15.568 290388 20.0
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