LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF061820\
Data File : BF120649.D

Aca On : 18 Jun 2020 18:36

Operator : JU/CG

Sample : L3037-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF061020.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.416 561 566 569 rBY 3309884 3266446 89.96% 9.820%
2 6.439 735 740 743 rBY 2807884 2890659 79.61% 8.691%
3 6.798 798 801 805 rBV 878762 700772 19.30% 2.107%
4 6.957 824 828 831 rBVY 3040650 2552308 70.29% 7.673%
5 7.363 889 897 900 rBVY 2194719 2079407 57.27% 6.252%
6 8.080 1014 1019 1023 rBV 938578 759370 20.91% 2.283%
7 9.157 1198 1202 1205 rBV 4306313 3630986 100.00% 10.916%
8 9.551 1265 1269 1273 rBV 265791 277716 7 .65% 0.835%
9 9.692 1289 1293 1297 rBvV2 79875 99291 2.73% 0.299%
10 9.833 1313 1317 1321 rBvV 1050829 912219 25.12% 2.743%
11 10.039 1346 1352 1356 rBv2 33159 49343 1.36% 0.148%
12 10.380 1407 1410 1416 rvB2 37037 43866 1.21% 0.132%
13 10.486 1423 1428 1432 rVB 48286 52735 1.45% 0.159%

14 10.621 1447 1451 1455 rBV 2284404 2189030 60.29% 6.581%
15 10.751 1468 1473 1478 rVB2 91428 119586 3.29% 0.360%

16 11.216 1549 1552 1557 rVB 73374 76053 2.09% 0.229%
17 11.321 1566 1570 1572 rBV 1391479 1257805 34.64% 3.782%
18 11.339 1572 1573 1577 rVV 424010 334998 9.23% 1.007%
19 11.392 1580 1582 1585 rVB 167136 128411 3.54% 0.386%

20 11.821 1652 1655 1657 rBV 62866 56557 1.56% 0.170%
21 11.851 1657 1660 1663 rVV 222284 214373 5.90% 0.644%
22 11.892 1665 1667 1670 rVB 51065 43293 1.19% 0.130%
23 11.933 1670 1674 1676 rBV2 116856 126963 3.50% 0.382%
24 12.115 1702 1705 1707 rBV 52531 41572 1.14% 0.125%
25 12.368 1746 1748 1752 rVB 44284 45405 1.25% 0.137%
26 12.410 1752 1755 1757 rBV3 74113 66570 1.83% 0.200%

27 12.527 1772 1775 1779 rVB 499830 480546 13.23% 1.445%
28 12.757 1808 1814 1817 rBV 388032 405552 11.17% 1.219%
29 12.910 1835 1840 1843 rVB 2743618 2696682 74.27% 8.107%

30 13.086 1868 1870 1873 rVB 80778 62382 1.72% 0.188%
31 13.151 1879 1881 1884 rVB 50313 42477 1.17% 0.128%
32 13.757 1982 1984 1989 rBV2 28656 48010 1.32% 0.144%

33 13.810 1989 1993 2001 rVV3 284580 403705 11.12% 1.214%
34 13.957 2013 2018 2021 rBV2 777950 887323 24.44% 2.668%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF061820\
Data File : BF120649.D

Aca On : 18 Jun 2020 18:36

Operator : JU/CG

Sample : L3037-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.980 2021 2022 2028 rVB 215233 156800 4._.32% 0.471%

36 14.986 2190 2193 2201 rVB 188479 308791 8.50% 0.928%
37 15.062 2203 2206 2208 rVB 111730 115682 3.19% 0.348%
38 15.403 2260 2264 2274 rVB 453493 669828 18.45% 2.014%
39 16.033 2365 2371 2373 rBV7 310125 760182 20.94% 2.285%
40 16.080 2377 2379 2385 rVB5 181238 340961 9.39%% 1.025%

41 16.456 2441 2443 2447 rBV3 127453 160980 4.43% 0.484%
42 16.633 2467 2473 2479 rBV8 146193 489352 13.48% 1.471%
43 16.915 2517 2521 2530 rBV6 182926 476571 13.13% 1.433%
44 17.145 2558 2560 2571 rVB8 192672 509561 14.03% 1.532%
45 17.256 2576 2579 2586 rBV2 153640 385598 10.62% 1.159%

46 17.621 2638 2641 2650 rBV7 145305 331716 9.14% 0.997%
47 17.727 2657 2659 2663 rBV4 85887 116096 3.20% 0.349%
48 17.797 2669 2671 2679 rVB7 119142 252316 6.95% 0.759%
49 18.150 2729 2731 2733 rBV2 72932 71269 1.96% 0.214%
50 18.227 2742 2744 2750 rBV6 99743 186208 5.13% 0.560%

51 18.350 2763 2765 2767 rBV2 126455 159034 4._.38% 0.478%
52 18.492 2787 2789 2797 rVBS8 85700 190224 5.24% 0.572%
53 18.550 2797 2799 2802 rBV3 98168 150529 4._.15% 0.453%
54 18.709 2824 2826 2833 rBV7 77915 150251 4.14% 0.452%
55 18.903 2856 2859 2866 rBVS 97329 237609 6.54% 0.714%

Sum of corrected areas: 33261969
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061820\

Data File : BF120649.D

Aca On : 18 Jun 2020 18:36

Operator : JU/CG

a?ggle ; L3037-06 gl
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF120649.D
4000000

5.42

6.96
3000000 6.44

7.36
2000000

1000000 6.80

e T o L
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF120649.D

4000000

3000000 12.91

10.62

2000000

11.32

1000000 8.08

’JLQ.GQ 10.04 10B34
D

T T B e e e

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF120649.D

4000000

3000000

2000000

1000000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061820\

Data File : BF120649.D

Aca On : 18 Jun 2020 18:36

Operator : JU/CG

a?ggle ; L3037-06 g
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 Biphenylene Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.

9.69 2.18 ng 99291 Acenaphthene-d10 9.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Biphenvlene 152 C12H8 000259-79-0 87
2 Acenaphthvlene 152 C12H8 000208-96-8 72
3 1.4-Benzenediol. 2.3.5-trimethvl- 152 C9H1202 000700-13-0 53
4 l1-acenaphthenol. trifluoroacetat... 266 C14H9F302 1000376-45-2 50
5 5,6-Dihydro-4-methylthieno(2,3-d... 152 C7H8N2S 092204-06-3 42

Abundance Scan 1293 (9.692 min): BF120649.D (-1289) (-) m/z 152.00 100.00%
52
5000

7% 93 9.40 9.60 9.80 10.00
41 51 63 102 115 126 141 | 161 —E1 06 :
..,....,....,....,....,....,:'...,.:'!~.i....,.'...,....,....,....,....,-....!||.:.,...., m/z 151.00 20.42%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25457: Biphenylene

152

5000
9.40 9.60 9.80 10.00

m/z 150.00 14 _.50%

76
27 39 50 63 7 g7 98 119 126435 ||
S S N Y NN M. N M M - | SN

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance
152
e
9.40 9.60 9.80 10.00
5000 m/z 153.10 13.89%
76
14 27 39 51 63 87 98 111 126
Wmmmwmvmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #26023: 1,4-Benzenediol, 2,3,5-trimethyl-
152 9.40 9.60 9.80 10.00
m/z 93.05 10.95%
137
5000
27 4853 o7 79 91 P 123
S TP/ AN A ROV Row NG | N .
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061820\

Data File : BF120649.D

Aca On : 18 Jun 2020 18:36

Operator : JU/CG

a?ggle ; L3037-06 g
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Anthracene, 1l-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.85 3.41 ng 214373 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 1l-methvl- 192 C15H12 000610-48-0 92
2 Anthracene. 2-methvl- 192 C15H12 000613-12-7 90
3 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 90
4 1H-Cvclopropal l'lphenanthrene.la.... 192 C15H12 000949-41-7 90
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 90

Abundance Scan 1660 (11.851 min): BF120649.D (-1657) (-) m/z 192.05 100.00%

2

5000

11.60 11.80 12.00 12.20
m/z 73.00 57.74%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54739: Anthracene, 1-methyl-
5000 LIS N L L L L L L

11.60 11.80 12.IOO 12!20
m/z 191.05 57.74%

44 63 g1 96 115 139
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
192
11.60 11.80 12.00 12.20
5000 m/z 43.10 44 .09%
83 165

15 39 63 98 115 139

WWWW’WWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

T T T T

Abundance #54749: Phenanthrene, 2-methy!l- T
11.60 11.80 12.00 12.20

m/z 59.95 42 _.96%

5000

39 63 81 96 115 139
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.60 11.80 12.00 12.20

-

8270-BF061020-M Fri Jun 19 07:08:38 2020 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061820\
Data File : BF120649.D

Aca On : 18 Jun 2020 18:36

Operator : JU/CG

Sample : L3037-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 3-Eicosene, (E)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.81 9.10 ng 403705 Chrysene-d12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 86
2 9-Eicosene. (E)- 280 C20H40 074685-29-3 83
3 7-Hexadecene. (2)- 224 C16H32 035507-09-6 83
4 1-Nonadecene 266 C19H38 018435-45-5 76
5 1-Hexadecanesulfonyl chloride 324 C16H33CI102S 038775-38-1 74

Abundance

5000

Scan 1993 (13.810 min): BF120649.D (-1989) (-)

83

239

139157 185 213 256571 295310

m/z-->

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance

5000

#127771: 3-Eicosene, (E)-

41

2 |

m/z-->

126 153168 196 224 252 280
S|
20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance

5000

m/z-->

Wmmmﬁmwwwwm
20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

57 83
41

111

26 126 153168 196 223 252 280

Abundance

5000

m/z-->

#81249: 7-Hexadecene, (2)-

111

126 154 181196 224

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

m/z 57.10 100.00%

-

13.40 13.60 13.80 14.00 14.20

m/z 43.10 75.66%

g

T T T T T
13.40 13.60 13.80 14.00 14.20

m/z 55.10 66 .63%

%

13.40 13.60 13.80 14.00 14.20

m/z 83.10 60.43%

-

13.40 13.60 13.80 14.00 14.20

m/z 71.10 57.81%

-

T T T T T
13.40 13.60 13.80 14.00 14.20

8270-BF061020-M Fri

Jun 19 07:08:39 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061820\

Data File : BF120649.D

Aca On : 18 Jun 2020 18:36

Operator : JU/CG

a?ggle ; L3037-06 gl
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Octadecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.06 3.45 ng 115682 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 Nonadecane 268 C19H40 000629-92-5 91
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 90
4 Heneicosane 296 C21H44 000629-94-7 87
5 Heptacosane 380 C27H56 000593-49-7 87
Abundance Scan 2206 (15.062 min): BF120649.D (-2203) (-) m/z 57.10 100.00%
57
5000 85 \NJWJ\\VJ«f_,\}\~\WA¢V¢~VJ\N\A
13 268 1480 15.00 15.20 1540
155 193
— ,~|. LAy sy 0213 248 |, 293 331 3093% | njz 71.10 67.82%
m/z--> 50 100 150 200 250 300 350 400

Abundance #105884: Octadecane

%

5000 85 TT T[T T T[T rr[rrrr[rroi1i
14.80 15.00 15.20 15.40
m/z 43.10 63.42%
29 113
\‘ 11 ‘ “\ ﬂ H‘ \‘ { 14\.1 ‘169 197 225 254
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
R R R R R
14.80 15.00 15.20 15.40
5000 85 m/z 85.10 51.59%
29
m/z--> 50 100 150 200 250 300 350 400
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- R R R R R
57 14.80 15.00 15.20 15.40

m/z 99.10 19.33%

5000 85

=
=
w

=

SN

=

183 211 239 267 296

m/z--> 50 100 150 200 250 300 350 400 14.80 15. 00 15. 20 15. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061820\

Data File : BF120649.D

Aca On : 18 Jun 2020 18:36

Operator : JU/CG

a?ggle ; L3037-06 gl
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 unknownl16.03 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.03 22.70 ng 760182 Perylene-di12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Pvrazolol3.4-blpvridin-6-ol. ... 231 C9H8F3N30 094835-66-2 25
2 Methvyl 23-methvl-tetracosa-5.9-d... 392 C26H4802 1000336-21-2 18
3 Benzenamine. 2.3.4.5-tetrachloro- 229 C6H3CI4N 000634-83-3 15
4 4-tert-pentvlphenol. trifluoroac... 260 C13H15F302 1000376-41-0 15
5 Methyl 5,9-heptacosadienoate 420 C28H5202 1000336-27-9 14
Abundance Scan 2371 (16.033 min): BF120649.D (-2365) (-) m/z 231.10 100.00%
5 |81 281
109
365
5000
137
115 507 ) W T
259 285 31540 399 424 15.80 16.00 16.20 16.40
m/z 55.00 98.29%
m/z--> 50 100 150 200 250 300 350 400
Abundance #86981: 1H-Pyrazolo[3,4-b]pyridin-6-ol, 4-trifluoromethyl-...
31
5000 R SURIUN SN DR IR
43 15.80 16.00 16.20 16.40
69 ]341&) 202 m/z 69.10 95.43%
uﬂlu‘lw‘“‘lml\glh:l-l:l\-\?Iw\lI‘h . i:‘: ‘||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400
Abundance
81
109 " 15.80 16.00 16.20 16.40
soo0l > 141 m/z 43.10 89.39%
164 1oe 920 250 975 318 361 392
miz-> 50 100 150 200 250 300 350 400 |
Abundance #85321: Benzenamine, 2,3,4,5-tetrachloro- e i o o o S
231 15.80 16.00 16.20 16.40
m/z 81.10 88.63%
5000
8 131 1‘?8\\ 194
miz-> 50 100 150 200 250 300 350 400 | " 15.80 16.00 16.20 16.40

8270-BF061020-M Fri

Jun 19 07:08:41 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061820\
Data File : BF120649.D

Aca On : 18 Jun 2020 18:36

Operator : JU/CG

Sample : L3037-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number

7 (1R,2S,8R,8Ar)-8-acetoxy-1-...

Relative to ISTD

Concentration Rank 6

R.T. EstConc Area
16.08 10.18 ng 340961
Hit# of 5 Tentative ID

Perylene-d12

MW  MolForm

1 (1R.2S.8R.8Ar)-8-acetoxv-1-(2-hvy...
2 Urs-20-en-16-o0l. (16.beta..18.al...
3 2-(Fench-2-vD)fenchane

4 AT -Neoaammacer-22(29)-ene

5 Decahydro-8a-ethyl-1,1,4a,6-tetr...

296 C18H3203
426 C30H500
274 C20H34
410 C30H50
222 C16H30

1000298-98-4 89
066394-74-9 81
1000105-83-1 42
001615-91-4 38
1000100-23-6 38

Abundance Scan 2379 (16.080 min): BF120649.D (-2377) (-) m/z 191.15 100.00%
191
55
5000
7 Trr[frrrrJyrrrr[rrrrrrrrr
245 271 31 349357 399421444 15.80 16.00 16.20 16.40
m/z 81.10 59.09%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #141207: (1R,2S,8R,8Ar)-8-acetoxy-1-(2-hydroxyethyl)-1,2,5...
55 81 191
109
5000 |||||||||||||||||||||||
149 236 15.80 16.00 16.20 16.40
‘ m/z 123.10 57.72%
LU L
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
191
s s o
15.80 16.00 16.20 16.40
5000 m/z 95.10 53.36%
426
229 272 299 393
T T e e T T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #122971: 2-(Fench-2-yl)fenchane T
g1 15.80 16.00 16.20 16.40
m/z 55.10 52.68%
137
5000
55 109
193
m/z--> 50 100 150 200 250 300 350 400 450 15.80 16.00 16.20 16.40

8270-BF061020-M Fri Jun 19 07:08:42 2020

SL-WC-03C
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061820\

BF120649.D

18 Jun 2020 18:36

JU/CG

1-3037-06 SL-WC-03C
9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 unknownl6.46 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.46 4.81 ng 160980 Perylene-di12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 D:C-Friedours-7-en-3-one 424 C30H480 006895-55-2 46
2 Silane. I(4.4-dimethvlandrost-5-... 374 C24H420Si 007604-81-1 35
3 3-(5.6-Dimethvlbenzoimidazol-1-y... 380 C21H24N403 1000311-60-1 35
4 1H-1.2.3-Triazol-5-amine. 1-(3-f... 332 C15H13FN402S 1000316-53-5 35
5 4H-Indol-4-one, 2-(4-fluoropheny... 245 C14H12FNO2 1000337-74-5 35
Abundance Scan 2444 (16.462 min): BF120649.D (-2441) (-) m/z 245.10 100.00%
245
69
43
5000
207 279 e —
313 339363 394 419442 16.20 16.40 16.60 16.80
m/z 69.10 63.46%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #220491: D:C-Friedours-7-en-3-one
245
5000 LR UL UL UL LR
109 mmmmmmmm
205 m/z 55.10 56.28%
H P 271 424
— ‘H“ H \H‘ \H H\le§|h Il‘wl .“..29|9.3.2.5 35|9||||=|||||
m/z--> 50 o 200 250 300 350 400 450
Abundance
245
1620 16.40 16.60 16.80
5000 m/z 43.10 54 _.85%
73 129
95
331
4 163 189 269 374
miz-> 50 100 150 200 250 300 350 400 450
Abundance #202402: 3-(5,6-Dimethylbenzoimidazol-1-yl)-1-[4-(furan-2-... LI L L L L B
95 16.20 16.40 16.60 16.80
m/z 81.10 41 .86%
5000 146
55
173 230
380
e [T s e
m/z--> 50 100 150 200 250 300 350 400 450 16. 20 16. 40 16. 60 16.80
8270-BF061020.M Fri Jun 19 07:08:44 2020 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061820\

Data File : BF120649.D

Aca On : 18 Jun 2020 18:36

Operator : JU/CG

a?ggle ; L3037-06 gl
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 13-Hexacosyne Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.63 14.61 ng 489352 Perylene-di12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Hexacosvne 362 C26H50 034291-68-4 59
2 Bicvclol10.8.0leicosane. (E)- 278 C20H38 1000155-85-0 52
3 18-Nonadecenoic acid 296 C19H3602 076998-87-3 51
4 Fumaric acid. decvl tetradec-3-e... 450 C28H5004 1000348-84-1 50
5 Fumaric acid, tetradec-3-enyl tr... 492 C31H5604 1000348-84-4 46
Abundance Scan 2473 (16.633 min): BF120649.D (-2467) (-) m/z 43.10 100.00%

245

5000

139

179 207 L e

16.40 16.60 16.80 17.00
m/z 55.05 98.62%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #192263: 13-Hexacosyne
43 &
5000 109 e Loa 10 Hoa.
180 250 : : : :
137 ‘ ‘ 362 m/z 57.10 88.78%
LT e e L
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
41
82 IIIIIIIIIIIIIIIIIIIIIII
278 16.40 16.60 16.80 17.00
5000 m/z 245.10 87.14%
110
137 166 194 222 290
T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #141263: 18-Nonadecenoic acid B REEREESEET
55, 83 16.40 16.60 16.80 17.00

m/z 69.00 74 .56%

5000

T I T I
m/z--> 50 100 150 200 250 300 350 400 450 16.40 16.60 16.80 17.00

8270-BF061020-M Fri Jun 19 07:08:45 2020 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061820\

Data File : BF120649.D

Aca On : 18 Jun 2020 18:36

Operator : JU/CG

a?ggle ; L3037-06 gl
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 Triacontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.92 14.23 ng 476571 Perylene-di12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 72
2 3-Buten-2-one. 4-(2.6-dimethoxv-... 276 C17H2403 003411-09-4 51
3 Silane. T(4.4-dimethvlandrost-5-... 374 C24H420Si 007604-81-1 51
4 Octadecane. 5.14-dibutvl- 366 C26H54 055282-13-8 48
5 Hexadecane 226 C16H34 000544-76-3 47
Abundance Scan 2522 (16.921 min): BF120649.D (-2517) (-) m/z 57.10 100.00%
57
245
5000
33 165180215 | 281 . o365 0 o 1650 1660 1760 1720
m/z 43.10 76.70%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #219831: Triacontane
57
5000 85 LR SRR SRR B B
mmmmﬂmﬂm
13, m/z 245.10 72.16%
29 | d I 141 169 197 225 253 281 309 337 365 393 422
m/z--> 55 100 1éo 260 2éo 360 3%0 460 4éo
Abundance
245
16,60 16.80 17.00 17.20
5000 m/z 71.10 59.27%
43
91 131 161189 276
miz-> 50 100 150 200 250 300 350 400 450
Abundance #199578: Silane, [(4,4-dimethylandrost-5-en-3.beta.-yl)oxy... R EE mE
245 16.60 16.80 17.00 17.20
m/z 55.10 48 .76%
5000
7 129
41 05 189 331
m/z--> 50 100 150 200 250 300 350 400 450 16. 60 16. 80 17. oo 17. 20

8270-BF061020-M Fri Jun 19 07:08:46 2020 Page: 12



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061820\

BF120649.D

18 Jun 2020 18:36

JU/CG

1-3037-06 SL-WC-03C
9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters:

LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 D:C-Friedours-7-en-3-one Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
17.14 15.21 ng 509561 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 D:C-Friedours-7-en-3-one 424 C30H480 006895-55-2 90
2 2-(4a.8-Dimethvl-6-0x0-1.2.3.4.4... 234 C15H2202 1000190-21-8 50
3 Resorcinol. 4-T(2-hvdroxv-5-meth... 245 C12H11N303 021269-88-5 38
4 E-11-Methvl-12-tetradecen-1-ol a... 268 C17H3202 1000130-80-7 35
5 Amoxapine 313 C17H16CIN30 014028-44-5 35
Abundance Scan 2559 (17.139 min): BF120649.D (-2558) (-) m/z 43.10 100.00%
43 83 245
109
5000 35 163
191
b 387 DA SR B B
17 | 213299 550 a5 L7 444 16.80 17.00 17.20 17.40
m/z 245.10 91 .56%
m/z--> 50 100 150 200 250 300 350 400
Abundance #220491: D:C-Friedours-7-en-3-one
245
5000 U VA B SRS
109 16. 80 17. 00 17.20 17.40
205 m/z 57.10 86.31%
H 271 424
T ‘H“\ J‘“ \H H\le§|h ‘ ‘ ||29|9|3|2|5|359 |||‘= |“|||
m/z--> 50 2 300 350 400
Abundance
41 95 191
69 | 123 16,80 17.00 17.20 17.40
5000 m/z 83.10 85.42%
161
234
miz-> 50 100 150 200 250 300 350 400 |
Abundance #97888: Resorcinol, 4-[(2- hydroxy 5-methyl-3-pyridyl)azo]- R B e
109 16.80 17.00 17.20 17.40
m/z 55.10 80.21%
5000 137
41 g
216
m/z--> 50 100 150 200 250 300 350 400 16. 80 17. 00 17. 20 17.40
8270-BF061020.M Fri Jun 19 07:08:48 2020 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061820\

Data File : BF120649.D

Aca On : 18 Jun 2020 18:36

Operator : JU/CG

a?ggle ; L3037-06 gl
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 unknownl7.62 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.62 9.90 ng 331716 Perylene-di12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 5-butvl-6-hexvloctahy... 264 C19H36 055044-36-5 45
2 D:A-Friedoursan-3-one 426 C30H500 089950-00-5 32
3 Succinic acid. decvl 3.7-dimethyv... 396 C24H4404 1000353-34-4 30
4 Cholestan-7-ol. 8.14-epoxv-. (5.... 402 C27H4602 038819-60-2 18
5 Piperazine, 1-(2-fluorobenzoyl)-... 402 C25H23FN202 333756-16-4 18
Abundance Scan 2641 (17.621 min): BF120649.D (-2638) (-) m/z 55.10 100.00%
5 81
123
5000 207
149177 | 235,59 g9 e
14 355381 426 454 17.40 17.60 17.80 18.00
m/z 69.10 87.98%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #114291: 1H-Indene, 5-butyl-6-hexyloctahydro-
41 81
109
5000 LRI UL BRI UL R
137 179 207 1740 17.60 17.80 18.00
m/z 81.00 85.42%
Al .---\-. Loz
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
123
"' 17,40 1760 17.80 18.00
5000 426 m/z 97.10 78.86%
205 341
179
149 246 274 5 s53
miz-> 50 100 150 200 250 300 350 400 450
Abundance #210343: Succinic acid, decyl 3,7-dimethyloct-6-en-1-yl ester N B B !
1 123 17.40 17.60 17.80 18.00
m/z 123.10 73.40%
5000 57
259
%9“ } | L157 | 207
m/z--> 50 100 150 200 250 300 350 400 450 1740 17.60 17.80 18.00

8270-BF061020-M Fri Jun 19 07:08:49 2020 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061820\

Data File : BF120649.D

Aca On : 18 Jun 2020 18:36

Operator : JU/CG

a?ggle ; L3037-06 gl
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 3-Pyrroline-3-carboxylic ac... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
17.73 3.47 ng 116096 Perylene-di12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Pvrroline-3-carboxvlic acid. 2... 429 C21H20BrNO4 140424-47-1 53
4-(5-Bromo-3-tert-butvilsalicvl)-... 446 C25H35Bro02 098007-26-2 11
3 Perfluorol2-(1l-ethvlidenepropvl)... 448 C12F16 129246-68-0 10
4 7Z-22-Hentriaconten-2-one 448 C31H600 130385-21-6 9
5 Octanoic acid, 8,8"-diselenodi- 446 C16H3004Se2 022686-32-4 9
Abundance Scan 2660 (17.733 min): BF120649.D (-2657) (-) m/z 55.10 100.00%
® oo 207
5000 83 133
7 181 233 259 405
446 L A B UL B
15 352 3g; 476 17140 17,60 17.80 18.00 |
m/z 41.10 85.79%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #221893: 3-Pyrroline-3-carboxylic acid, 2-(4-bromophenyl)-...
57
157
5000 210 373 U SRR BRI UL B
429 17.40 17.60 17. 80 18.00
102 327 H m/z 57.10 84.62%
180
:?3'\ i“‘."‘.‘. \;m I‘hl P?O. .l . . A i ??OI .M‘ . I\H\I A
m/z--> 50 100 150 200 250 300 350 450
Abundance
57
17.40 17.60 17.80 18.00
5000 m/z 69.10 80.94Y%
191 446
34 91115 1%0 216241565 311334 367390
m/z--> 56 160 1%0 260 250 360 3%0 460 4%0
Abundance #226644: Perfluoro[2-(1-ethylidenepropyl)toluene] e EREmEmEE T
69 17.40 17.60 17.80 18.00
m/z 207.00 80.45%
379 448
5000 ul 201
329
93119 155179 210 | | | 417
m/z--> 5'0 1(')0 1&1;0 2(')0 250 3(')0 3&1;0 4(')0 4&1,0 17'40 17. 60 17. 80 18 00 '

8270-BF061020-M Fri Jun 19 07:08:50 2020 Page: 15



Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061820\
Data File : BF120649.D

Aca On : 18 Jun 2020 18:36

Operator : JU/CG

Sample : L3037-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method

Quant Title

TIC Library

Library Search Compound Report

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number

R.T.

14 unknownl7.80 Concentration Rank 9
EstConc Area Relative to ISTD R.T.
252316 Perylene-di12 15.40

17.80 7.53 ng

Hit# of 2

Tentative ID

MW  MolForm

1 Octanoic

acid. 8.8"-diselenodi-

446 C16H3004Se2
2 3Beta-chloro-5alpha-cholestane-5... 480 C29H49CI103

022686-32-4 18
014150-17-5 9

Abundance Scan 2671 (17.797 min): BF120649.D (-2669) (-)
55
81
8000
109
6000 149
4000
207231
177 271295 403
2000 341 434 472
68

m/z--> 0 50 100 150 200 250 300 350 400 450

m/z 55.05 100.00%

T T T T T
17.40 17.60 17.80 18.00 18.20

Abundance

8000

6000

4000

2000

55

#226112: Octanoic acid, 8,8'-diselenodi-

m/z--> 0 50

m/z 57.10 88 .45%

17.40 17.60 17.80 18.00 18.20

m/z 81.10 83.05%

17.40 17.60 17.80 18.00 18.20

300

450

350 400

m/z 95.10 71.89%

Abundance
43
8000
S —
402 17.40 17.60 17.80 18.00 18.20
6000
81 m/z 109.10 67.03%
262
107
4000 159 211 266
135
2000 235 289
18
15 i 326
436462
Ll R SR R R Lty L B 436902 e
m/z--> 0 50 100 150 200 250 300 350 400 450 17.40 17.60 17.80 18.00 18.20

8270-BF061020-M Fri

Jun 19 07:08:51 2020

SL-WC-03C

Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061820\

Data File : BF120649.D

Aca On : 18 Jun 2020 18:36

Operator : JU/CG

a?ggle ; L3037-06 gl
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 unknownl18.23 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.23 5.56 ng 186208 Perylene-di12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-(5-Bromo-2-methoxv-phenvl)-5-n... 328 C12H13BrN204 347328-22-7 11
2 Nickel. (.eta.-4-diallvl ether)-... 281 C14H25NNiO 1000161-02-8 10
3 1.3-Dioxolane. 4-ethvl-5-octvl-2... 350 C15H24F602 038274-72-5 10
4 1l1sonipecotic acid. N-acrvlovl-. ... 281 C16H27NO3 1000361-05-6 10
5 4-[N-Methylpiperazino]-5-nitro v... 281 C13H19N304 030058-29-8 10
Abundance Scan 2745 (18.233 min): BF120649.D (-2742) (-) m/z 55.10 100.00%
55| o7
5000 159
239 .

5 418
295 399 364 395 457 L R s

\'\ 18.00 18.20 18.40 18.60
m/z 69.10 98 .32%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #166978: 6-(5-Bromo-2-methoxy-phenyl)-5-nitro-piperidin-2-one
55
5000 281 I o B e B LA B o e

18.IOO 18.I20 18.I40 18.I60
m/z 43.10 85.21%

77 115 174 202225 -

143 328
3 .NM\‘MI - L e —
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
41 156 281
R e AR B
114 183 18.00 18.20 18.40 18.60
5000 68 m/z 57.10 81.62%
239
90 212
L L B e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #183678: 1,3-Dioxolane, 4-ethyl-5-octyl-2, 2-bis(trifluorom... Al EREEEEET S
9 18.00 18.20 18.40 18.60
o7 m/z 97.10 81.08%

5000

I I T T
m/z--> 50 100 150 200 250 300 350 400 450 18.00 18.20 18.40 18.60

8270-BF061020-M Fri Jun 19 07:08:53 2020 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061820\
Data File : BF120649.D

Aca On : 18 Jun 2020 18:36

Operator : JU/CG

Sample : L3037-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 16

unknownl18.35

Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
18.35 4.75 ng 159034 Perylene-di12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 4-(5-Bromo-3-tert-butvilsalicvl)-...

2 Cholestanol7.8-alcvclobutane. 3-... 454 C31H5002
3 Octanoic acid. 8.8"-diselenodi- 446 C16H3004Se2
4 Eraost-8(14)-en-3-ol. acetate. (... 442 C30H5002

5 [4,6-Bis-(2,2,2-trifluoro-ethoxy. ..

446 C25H35Bro2

098007-26-2 15
1000195-95-0 10
022686-32-4 10
004042-95-9 9

446 C13H9BrF6N402 1000296-45-6 9

Abundance Scan 2765 (18.350 min): BF120649.D (-2763) (-)
95
5000 207
123 281
151
233
178 > ( 311 2879 yog 442
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #226228: 4-(5-Bromo-3-tert-butylsalicyl)-2,6-di-tert-butyl...
57
5000
191 446
91 150
3 ‘\ \‘ " ‘ ‘-:I‘-:I\‘-h\sm\ M ' bl :.I'q24\\.1265 311334 367390 I ‘n
i B e e e B e A LA A e e o o o o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
95
153
300
5000 43 " 121 187 454
341
267 381 413
215239
I LA A o o e B B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #226112: Octanoic acid, 8,8'-diselenodi-
5000
446
m/z--> 50 100 150 200 250 300 350 400 450

m/z 55.10 100.00%

18.00 18.20 18.40 18.60

m/z 43.10 79 .14%

T I T T
18.00 18.20 18.40 18.60

m/z 57.10 73 .99%

18.00 18.20 18.40 18.60

m/z 95.10 70.11%

18.00 18.20 18.40 18.60

m/z 69.10 64 .85%

T I T T
18.00 18.20 18.40 18.60

8270-BF061020-M Fri

Jun 19 07:08:54 2020

SL-WC-03C

Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061820\
Data File : BF120649.D

Aca On : 18 Jun 2020 18:36

Operator : JU/CG

Sample : L3037-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

ASP BNA STANDARDS FOR 5

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

POINT CALIBRATION

SL-WC-03C

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.M

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 17 Octanoic acid, 8,8"-diselen...

Relative to ISTD

Concentration Rank 11

R.T. EstConc Area
18.49 5.68 ng 190224
Hit# of 5 Tentative ID

Perylene-d12

MW  MolForm

1 Octanoic acid. 8.8"-diselenodi-

2 Cvclohexane. 1.1"-(2-ethvl-1.3-p...
3 1-Triacontanol

4 mvo-Inositol. hexakis(trifluoroa...
5 Diethylmalonic acid, di(2-methyl. ..

446 C16H3004Se2
236 C17H32

438 C30H620

756 C18H6F18012
404 C21H2404S2

022686-32-4 78
054833-34-0 30
000593-50-0 25
1000380-31-6 25
1000369-54-3 22

Abundance Scan 2789 (18.492 min): BF120649.D (-2787) (-) m/z 43.10 100.00%
48 97
69
207
5000
19 145169 273
235 318 360382 413 446 .
ﬁ " 18.20 18.40 18.60 18.80
i m/z 97.10 81.91%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #226112: Octanoic acid, 8,8'-diselenodi-
55
5000 83 125 R e
18.20 18.40 18.60 18.80
m/z 57.10 81.25%
29 ‘ ‘ 40 177 06 286 446
il M9 20233258 | 310 366 402
m/z--> 50 100 150 250 300 350 400 450
Abundance
55 83
e A
18.20 18.40 18.60 18.80
5000 m/z 55.10 77 .22%
207
111 139
165 236
T T T T T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #224416: 1-Triacontanol e o o
57 18.20 18.40 18.60 18.80
83 m/z 69.10 69.71%
5000
111
29 139 420
NRIERTE l | ;" 195 223 251 279 307 336 363 392
T T e e T e e e A
m/z--> 50 100 150 200 250 300 350 400 450 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061820\

Data File : BF120649.D

Aca On : 18 Jun 2020 18:36

Operator : JU/CG

a?ggle ; L3037-06 gl
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 18 unknownl18.55 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.55 4.49 ng 150529 Perylene-di12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 22-Eraosten-3-o0l. acetate. (3.be... 442 C30H5002 055515-02-1 41
2 Benzeneacetic acid. .alpha.-(hvd... 387 C22H29N0O5 1000115-63-3 30
3 Bicvclol3.3.11nonan-3-one. 7-(am... 167 C10H17NO 056701-31-6 27
4 5_.beta..6.beta.-Epoxy-7.alpha.-b... 480 C27H45Br02 095841-70-6 16
5 Piperazine, 1-(2-furanylcarbonyl)- 180 C9H12N202 040172-95-0 16
Abundance Scan 2799 (18.550 min): BF120649.D (-2797) (-) m/z 43.10 100.00%
° 95
69 207
5000 123 175
15 261 391
235 201283 430 T T
307 338350 456 18120 18.40 18.60 18.80
m/z 95.10 80.21%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #225511: 22-Ergosten-3-ol, acetate, (3.beta.,5.alpha.,22E)-
69
107
5000 USRI DU SN SR
18.20 18.40 18.60 18.80
m/z 83.10 59.51%
U
m/z--> 50
Abundance
95
1820 18.40 18.60 18.80
5000 122 - m/z 69.10 57.17%
55
266 387
304
m/z--> 55 160 1%0 260 2éo 360 3éo 460 4%0
Abundance #35902: Bicyclo[3.3.1]nonan-3-one, 7-(aminomethyl)- R B
30 95 18.20 18.40 18.60 18.80
m/z 55.10 55.97%
5000
138
167
67
"¢NA'hNVl'wﬂl"l'"'I'"'I""I""I""I" USSR DU SRR SUR
m/z--> 50 100 150 200 250 300 350 400 450 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061820\
Data File : BF120649.D

Aca On : 18 Jun 2020 18:36

Operator : JU/CG

Sample : L3037-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 19 unknownl18.71

R.T. EstConc Area Relative to ISTD R.T.
18.71  4.49ng 150251 perylene-d12 15.40
Hit# of 2 Tentative ID MW  MolForm CAS# Qual
"1 9.19-Cvclolanost-25-en-3-ol . 24-... 440 C31H520 000511-61-5 7

2 9,19-Cyclolanostan-3-ol, 24-meth... 440 C31H520

Concentration Rank 16

001449-09-8 6

Abundance Scan 2826 (18.709 min): BF120649.D (-2824) (-) m/z 81.05 100.00%
41 81
109
8000
6000
281
135 207 239 T
4000 175 365 18.40 18.60 18.80
m/z 41.05 94 .52%
08 389 442
2000 1331
14
'\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #225002: 9,19-Cyclolanost-25-en-3-ol, 24-methyl-, (3.beta....
69 95 T
18.40 18.60 18.80
8000 m/z 109.00 86.56%
41
6000
4000
T
2000 353 379 18.40 18.60 18.80
I b 325 m/z 55.10 76.23%
|
T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
55 95
8000
T
6000 18.40 18.60 18.80
121 m/z 95.10 75.59%
175 407
4000 147
203 300
2000 379
440
29 229 557 353
323
e B e e B L T
m/z--> 50 100 150 200 250 300 350 400 450 18.40 18.60 18.80

8270-BF061020-M Fri

Jun 19 07:08:58 2020

SL-WC-03C
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

EAECE R e e e

Peak Number

R.T. Est

7.

Hit# of 5
1 2.4.6-Tri
2 Diazene.
3 Molvbdenu
4 Fluorene-

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061820\

BF120649.D

18 Jun 2020 18:36

JU/CG

1-3037-06 SL-WC-03C
9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P

AEAEEEAAAAAAXAAAXAAAAXAXAAXAAAAAAAXAAAAAAAAXAXAAXAXAAXAAXAXAXAXAXAXXAXXXdkk
20 unknownl18.90 Concentration Rank 10
Conc Area Relative to ISTD R.T.

09 ng 237609 Perylene-d12 15.40

Tentative ID MW  MolForm
bromophenvl trifluoroac... 424 C8H2Br3F302 321913-23-9 11
bisl4-(Cheptvloxv)phenvl... 426 C26H38N203 002635-26-9 10
m. tetrakisl.mu.-(aceta... 432 C8H12M0o208 014221-06-8 8
2.7-diacetvl. 9-(4-brom... 416 C24H17Br02 1000269-64-7 7

5 3Beta-chloro-5alpha-cholestane-5... 480 C29H49CI03 014150-17-5 7
Abundance Scan 2858 (18.897 min): BF120649.D (-2856) (-) m/z 55.05 100.00%
81
5000 109 . 207
017 31 281 450 360 308 N —
258 I o 431454 18.5018.6018.7018.8018.90
| i m/z 43.10 94.77%
miz-> 0 50 100 150 200 250 300 350 400 450
Abundance #220520: 2,4,6-Tribromopheny! trifluoroacetate
69
329 426
e
5000 141 301 18.5018.6018.7018.8018.90
a6 050 m/z 57.10 86.43%
e e L e e e e EIRE e
miz-> 0 50 100 150 200 250 300 350 400 450
Abundance
% 107
e
18.5018.6018.7018.8018.90
5000 410 m/z 81.10 77.64%
29 213
79 133157 186 312
e Ll o o
miz-> 0 50 100 150 200 250 300 350 400 450
Abundance #222938: Molybdenum, tetrakis[.mu.-(acetato-0:0")]di-, (Mo-Mo S ARARARRERRAR AR RERRERRRR
a3 18.5018.6018.7018.8018.90
m/z 95.10 63.10%
5000/, 428
326
}w%mwmnﬁ%% 3995 [k
T T e T T T T — e
miz--> 50 100 150 200 250 300 350 400 450 18.5018.6018.7018.8018.90
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF061820\
Data File : BF120649.D

Acq On : 18 Jun 2020 18:36

Operator : JU/CG

Sample - L3037-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061020.M
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]
Biphenylene 9.69 2.2 ng 99291 3 9.83 912219 20.0
Anthracene, 1l-met... 11.85 3.4 ng 214373 4 11.32 1257810 20.0
3-Eicosene, (E)- 13.81 9.1 ng 403705 5 13.96 887323 20.0
Octadecane 15.06 3.5 ng 115682 6 15.40 669828 20.0
unknown16.03 16.03 22.7 ng 760182 6 15.40 669828 20.0
(1R,2S,8R,8Ar)-8-... 16.08 10.2 ng 340961 6 15.40 669828 20.0
unknownl16 .46 16.46 4.8 ng 160980 6 15.40 669828 20.0
13-Hexacosyne 16.63 14.6 ng 489352 6 15.40 669828 20.0
Triacontane 16.92 14.2 ng 476571 6 15.40 669828 20.0
D:C-Friedours-7-e... 17.14 15.2 ng 509561 6 15.40 669828 20.0
unknownl7 .62 17.62 9.9 ng 331716 6 15.40 669828 20.0
3-Pyrroline-3-car... 17.73 3.5 ng 116096 6 15.40 669828 20.0
unknownl17.80 17.80 7.5 ng 252316 6 15.40 669828 20.0
unknownl18.23 18.23 5.6 ng 186208 6 15.40 669828 20.0
unknownl18.35 18.35 4.8 ng 159034 6 15.40 669828 20.0
Octanoic acid, 8,... 18.49 5.7 ng 190224 6 15.40 669828 20.0
unknownl18.55 18.55 4.5 ng 150529 6 15.40 669828 20.0
unknown18.71 18.71 4.5 ng 150251 6 15.40 669828 20.0
unknown18.90 18.90 7.1 ng 237609 6 15.40 669828 20.0
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