LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082519\
Data File : BF116538.D

Aca On : 25 Aug 2019 18:03

Operator : HP/JU

Sample - K4385-19

Misc :

ALS Vial : 14 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-BF082319.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

2.234 18 25 33 rvB 2390950 3256259 100.00% 9.008%
3.440 225 230 240 rBV2 20620 36609 1.12% 0.101%
585 rBVY 2876305 2942384 90.36% 8.140%
6.516 746 753 762 rBV 2779459 3196729 98.17% 8.844%
6.657 771 777 780 rBV 3320379 3193519 98.07% 8.835%
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6.886 812 816 819 rBV 973158 900134 27.64% 2.490%
7.045 838 843 846 rVB 2548095 2388747 73.36% 6.608%
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861 rBvV 43171 46619 1.43% 0.129%
7.204 866 870 873 rBvV 74721 60618 1.86% 0.168%
1 7.351 892 895 897 rBvV 41259 34573 1.06% 0.096%

11 7.445 904 911 913 rBV 1853353 2010635 61.75% 5.562%
12 7.657 940 947 949 rBV 110019 102572 3.15% 0.284%
13 7.681 949 0951 956 rVB 220874 170254 5.23% 0.471%
14 7.904 985 989 992 rVB 81467 78358 2.41% 0.217%
15 8.163 1029 1033 1036 rBV 1275646 1146826 35.22% 3.173%

16 8.186 1036 1037 1041 rVB 119302 77045 2.37% 0.213%
17 8.910 1157 1160 1167 rVB 38876 41780 1.28% 0.116%
18 9.239 1210 1216 1219 rBV 3596701 3029072 93.02% 8.380%
19 9.322 1225 1230 1234 rBV4 36207 46730 1.44% 0.129%
20 9.622 1278 1281 1286 rBV 238592 218275 6.70% 0.604%
21 9.792 1304 1310 1312 rBV3 51286 71267 2.19% 0.197%
22 9.833 1315 1317 1319 rVB2 48915 36213 1.11% 0.100%
23 9.874 1319 1324 1326 rBV3 28248 36129 1.11% 0.100%
24 9.916 1326 1331 1334 rBV 1414785 1173600 36.04% 3.247%
25 10.304 1392 1397 1399 rBV5 41211 73264 2.25% 0.203%
26 10.327 1399 1401 1406 rVv2 94430 95639 2.94% 0.265%
27 10.386 1407 1411 1415 rVv2 60826 90282 2.77% 0.250%
28 10.463 1421 1424 1428 rBV 86352 80240 2.46% 0.222%

29 10.698 1460 1464 1468 rBV 1699958 1500539 46.08% 4_.151%
30 11.398 1580 1583 1585 rBV 1017014 844345 25.93% 2.336%

31 11.421 1585 1587 1590 rVB 385948 272810 8.38% 0.755%
32 11.927 1671 1673 1676 rBV 386090 315295 9.68% 0.872%
33 12.610 1786 1789 1792 rVB 610634 523770 16.09% 1.449%
34 12.839 1826 1828 1833 rVB 470001 380155 11.67% 1.052%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082519\
Data File : BF116538.D

Aca On : 25 Aug 2019 18:03

Operator : HP/JU

Sample - K4385-19

Misc :

ALS Vial : 14 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-BF082319.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.892 1834 1837 1840 rVB 440899 410000 12.59% 1.134%

36 12.986 1849 1853 1856 rBV 1939120 1817758 55.82% 5.029%
37 13.880 2002 2005 2014 rVB4 384215 601140 18.46% 1.663%
38 14.033 2027 2031 2034 rBV3 668101 892470 27.41% 2.469%
39 14.568 2119 2122 2127 rVB 504075 691379 21.23% 1.913%
40 15.386 2259 2261 2266 rVB2 488147 580789 17.84% 1.607%

41 16.251 2404 2408 2414 rVB2 556060 1063576 32.66% 2.942%
42 16.692 2478 2483 2492 rVB 858554 1618777 49.71% 4._.478%

Sum of corrected areas: 36147175

8270-BF082319.M Mon Aug 26 19:11:54 2019 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082519\
Data File : BF116538.D

Aca On : 25 Aug 2019 18:03

Operator : HP/JU

Sample : K4385-19

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF116538.D
3500000 6.66

3000000 5.51 6.52

7.05
2500000{ 2.23

2000000 7.45

1500000

1000000 6.89

500000\\) 7
3.44 7.1?207.3L fé‘
L L A I L I L AL Iu '

T
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: BF116538.D
3500000 9|24

3000000 12.99
2500000
2000000 10.70

1500000
8.16

1000000

500000

7.90 $%19 8.91 9.32

T T
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: BF116538.D
3500000

3000000
2500000
2000000 14.57 15.39
1500000

1000000

500000

7

R I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082519\
Data File : BF116538.D

Aca On : 25 Aug 2019 18:03

Operator : HP/JU

Sample : K4385-19

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1

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

2.23 72.35 ng 3256260 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 Acetamide. N-ethvl- 87 C4HONO 000625-50-3 22
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17

Abundance Scan 24 (2.228 min): BF116538.D (-18) (-) m/z 73.05 100.00%
(<} 7
5000
43
55 87
37 | 7 2.20 2.30 2.40 2.50 2.60
Obrprrer o S e M/Z 43.05  35.47%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
(<}
5000
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 87.10 25.67%
o Fg 35 1] | 67 ||, 80
mz-> % % 40 % 6 70 8 9 100 110 1% 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87
2.20 2.30 2.40 2.50 2.60
5000 55 m/z 55.05 24 .41%
J L 79 |97 112 129
0“|“'w'“'w'“|“'w'“' U UL B B S R
m/z--> 20 70 80 90 100 110 120 130
Abundance #4436. Pentane, 3-methoxy-
73 2.20 2.30 2.40 2.50 2.60
m/z 41.05 11.66%
5000
45
29
ol 39| 5 67 | 101 J\
m/z--> 20 30 40 50 60 % 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082519\
Data File : BF116538.D

Aca On : 25 Aug 2019 18:03

Operator : HP/JU

Sample : K4385-19

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.66 Concentration Rank 2

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

6.66 70.96 ng 3193520 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 778 (6.663 min): BF116538.D (-771) (-) m/z 132.00 100.00%
132
5000
68
96 PRSP RARNE SRR LA
40 54 -8 06 6.40 6.60 6.80 7.00
0! I B e B B m/z 134.00 34.08%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132

5000

6.40 6.60 6.80 7.00
m/z 68.10 32.94%

0 S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132
SN’ S 1 SN
6.40 6.60 6.80 7.00
5000 m/z 66.00 21.77%
104
66
ol14 27 39 51 P 70 g | 15 ‘
e e B
m/z--> 20 40 60 80 100 120 140 160 180 A
Abundance #52379: Tranylcypromine-propionyl e e
57 132 6.40 6.60 6.80 7.00
24 m/z 96.00 13.03%
116
5000 98
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082519\
Data File : BF116538.D

Aca On : 25 Aug 2019 18:03

Operator : HP/JU

Sample : K4385-19

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 11

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

7.68 2.97 ng 170254 Naphthalene-d8 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 97
2 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 95
3 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 95
4 o-Cvmene 134 C10H14 000527-84-4 95
5 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 93

Abundance Scan 951 (7.681 min): BF116538.D (-949) (-) m/z 119.10 100.00%
119
5000 134
91
39 515565 77 | 105 7.40 7.60 7.80 8.00
o v 0 N SRS SN SN 1 | S | m/z 134.10 42.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119
5000 134
7.40 7.60 7.80 8.00
91 m/z 91.00 16.18%
o 15 2 S Sleg® | 103 gy |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119
134 7.40 7.60 7.80 8.00
5000 m/z 120.10 9.70%
39 91
S A Y - A - .
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119 7.40 7.60 7.80 8.00
m/z 77.00 8.09%
5000 134
39 77 91
o 15 3 7 Slegf 'L | 98105 | 197
m/z--> 15 25 §0 Jo 55 éo fo 85 95 160 110 150 150 150 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082519\
Data File : BF116538.D

Aca On : 25 Aug 2019 18:03

Operator : HP/JU

Sample : K4385-19

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

11.93 7.47 ng 315295 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 64
3 Tridecanoic acid 214 C13H2602 000638-53-9 60
4 Octadecanoic acid 284 C18H3602 000057-11-4 60
5 n-Decanoic acid 172 C10H2002 000334-48-5 45

Abundance Scan 1673 (11.927 min): BF116538.D (-1671) (-) m/z 73.00 100.00%

43

5000 129145

%‘

213 IIIIIIIIIIIIIIIIIIIIIII
230 247 62278 298 11.60 11.80 12.00 12.20

m/z 43.10 89.17%

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107549: n-Hexadecanoic acid
43 90
5000 129 TT LR B TTT T T
11. 60 11. 80 12. 00 12.20
m/z 55.10 84 .32%
Olrrrprrrrir
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95851: Pentadecanoic acid
43 73
T T
11.60 11.80 12.00 12.20
5000 129 m/z 41.10 80.30%
ZT MNJLA“M
0 ...,.‘a..‘i:‘..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #72646: Tridecanoic acid R a R mamEE L
43 73 11.60 11.80 12.00 12.20
m/z 60.00 74.76%
5000
T ‘ 129 171 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11. 60 11. 80 12. 00 12. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082519\
Data File : BF116538.D

Aca On : 25 Aug 2019 18:03

Operator : HP/JU

Sample : K4385-19

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 6 unknownl12.89 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.89 9.19 ng 410000 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-methvl- 108 C7H80 000095-48-7 41
2 2-Pvridinamine. 5-methvl- 108 C6H8N2 001603-41-4 38
3 Propionic acid 2-phenvlhvdrazide 164 CO9H12N20 020730-02-3 38
4 Acetic acid. 4-methvlphenvl ester 150 C9H1002 000140-39-6 38
5 Carbamic acid, methyl-, 3-methyl... 165 C9H11NO2 001129-41-5 35
Abundance Scan 1837 (12.892 min): BF116538.D (-1834) (-) m/z 91.00 100.00%
91 108
5000 J
65
39 218 239 12.60 12.80 13.00 13.20
o 189 290307 325 m/z 108.00 89.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #5378: Phenol, 2-methyl-
108
5000 SRR SRR SN BN
12.60 12.80 13.00 13.20
79 m/z 121.10 70.78%
ARy 39 63
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #5342: 2-Pyridinamine, 5-methyl-
108
80 SRR SRR SN B
12.60 12.80 13.00 13.20
5000 m/z 107.00 48 .60%
53
28
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #34200: Propionic acid 2-phenylhydrazide AR EEREE L
108 12.60 12.80 13.00 13.20
m/z 147.10 41 .61%
5000
77 164
57
o 41
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 'ﬂéﬁﬁﬁﬁﬂﬁ”
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082519\
Data File : BF116538.D

Aca On : 25 Aug 2019 18:03

Operator : HP/JU

Sample : K4385-19

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 7 n-Nonadecanol-1 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.88 13.47 ng 601140 Chrysene-di12 14 .04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 86
2 Behenic alcohol 326 C22H460 000661-19-8 86
3 n-Tetracosanol-1 354 C24H500 000506-51-4 70
4 1-Heptacosanol 396 C27H560 002004-39-9 60
5 1-Octadecanol 270 C18H380 000112-92-5 60

Abundance Scan 2005 (13.880 min): BF116538.D (-2002) (-) m/z 83.10 100.00%

55

5000

13.60 13.80 14.00 14.20

0 m/z 55.10 94 _35%
m/z--> 50 100 150 200 250 300 350
Abundance #131391: n-Nonadecanol-1
556
5000 111 R RERAR Ramma e

13.60 13.80 14.00 14.20
m/z 43.10 85.64%

29
o J, 139 168 106 238 266

- T T T T I T T T T I T T T T I T T T T I T T T T I T T 1
miz--> 50 100 150 200 250 300 350

Abundance #166292: Behenic alcohol

13.60 13.80 14.00 14.20
5000 i m/z 57.10 85.19%

29 139
ol J“l b is 107 196 224 252 280 308

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

Abundance #186968: n-Tetracosanol-1 N B EE
57 83 13.60 13.80 14.00 14.20

m/z 69.10 82.25%
5000 H
29 139
ol I‘\ | J\ I \‘L ol 195 222 250 280 308 336
m/z--> 50 100 150 200 250 300 350 13 60 13 80 14. OO 14. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082519\
Data File : BF116538.D

Aca On : 25 Aug 2019 18:03

Operator : HP/JU

Sample : K4385-19

Misc :

ALS Vial : 14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF082319_.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 8 2-Fluoro-N-[N"-(2-phenyl-cy... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14 .57 15.49 ng 691379 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2-Fluoro-N-IN"-(2-phenvl-cvclopr... 357 C18H16FN302S 1000301-10-8 59
2 Benzamide. N-(2-cvano-4.5-dietho... 328 C18H17FN203 1000310-64-1 53

3 Benzoic acid. 3-fluoro-. ethvl e... 168 C9HO9F02 000451-02-5 53
4 4-Nitrophenvl bicvclol4.1.0Thept... 261 C14H15NO4 328938-65-4 53
5 4-Fluorobenzoic acid, 2-butyl ester 196 C11H13FO2 090172-12-6 53
Abundance Scan 2122 (14.568 min): BF116538.D (-2119) (-) m/z 123.10 100.00%
123
5000 95
69
ar[[1]] 257 T T T e
179 209 254 ; : - -
o Ay ko 179, 209231204 287311381 | | 398 | /oG5 10 43.71%
m/z--> 50 100 150 200 250 300 350 400
Abundance #188496: 2-Fluoro-N-[N'-(2-phenyl-cyclopropanecarbonyl)-hy...
123
5000 LA L L L L L LB L
95 14.20 14.40 14.60 14.80
145 m/z 69.10 32.60%
39 357
oL P Ll AL 176108018 253 310
b g bl iy e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #167336: Benzamide, N-(2-cyano-4,5-diethoxyphenyl)-4-fluoro-
123
A BT o e
14.20 14.40 14.60 14.80
5000 m/z 81.10 31.39%
95
328
oL, 40 5 (149 177 207 241 271 300
e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #37454: Benzoic acid, 3-fluoro-, ethyl ester R e
123 14.20 14.40 14.60 14.80
m/z 109.10 24 _07%
95
5000
75
19 50 ’ 168
o O L N —
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082519\
Data File : BF116538.D

Aca On : 25 Aug 2019 18:03

Operator : HP/JU

Sample : K4385-19

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Benzo[e]pyrene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.39 20.00 ng 580789 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 91
2 Pervlene 252 C20H12 000198-55-0 50
3 Benzolilfluoranthene 252 C20H12 000205-82-3 48
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 47
5 Benzo[a]pyrene 252 C20H12 000050-32-8 35

Abundance Scan 2262 (15.392 min): BF116538.D (-2259) (-) m/z 123.10 100.00%

3

5000

15.00 15.20 15.40 15.60 15.80

274 301

0 m/z 252.10 75.64%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104217: Benzo[e]pyrene
252
5000

15.00 15.20 15.40 15.60 15.80
m/z 365.30 65.99%

125
50 74 99, | 146 174 200 224

o e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #104213: Perylene
252
15.00 15.20 15.40 15.60 15.80
5000 m/z 95.10 42 _.72%
126
oL, 39 63 84105 M 150 174 200224
m/z--> 50 100 150 200 250 300 350 400
Abundance #104223: Benzolj]fluoranthene A B R e
252 15.00 15.20 15.40 15.60 15.80
m/z 69.10 37.60%
5000
126
oL29 51 74 100|‘H 150 174 200 224 M
e e A B R e
m/z--> 50 100 150 200 250 300 350 400 15.00 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082519\
Data File : BF116538.D

Aca On : 25 Aug 2019 18:03

Operator : HP/JU

Sample : K4385-19

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 28-Nor-17.beta.(H)-hopane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.25 36.63 ng 1063580 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 28-Nor-17.beta. (H)-hopane 398 C29H50 036728-72-0 64
2 Anthracene. 9-dodecvltetradecahyv... 360 C26H48 055401-75-7 40
4-(3H-Imidazol4.5-blpvridin-2-vl.__. 342 C15H18N8S 1000276-08-2 35
4 28-Nor-17.alpha. (H)-hopane 398 C29H50 053584-60-4 35
5 5-(p-Aminophenyl)-2-thiazolamine 191 C9HON3S 090349-87-4 27
Abundance Scan 2408 (16.251 min): BF116538.D (-2404) (-) m/z 191.15 100.00%
191
5000 95
69 123
4 103 " 16.00 16,20 16.40 16.60
383 : : : :
o 217 245 274 308 337359 °$°403 428 n/z 177.10 44 01%
m/z--> 50 100 150 200 250 300 350 400
Abundance #211535: 28-Nor-17.beta.(H)-hopane
191
5000 LR SN BRI IR S
109 16.00 16.20 16.40 16.60
135 398 m/z 95.10 43.06%
“ “ 163] 217 260 308 355
0 "|""|““"!J'H DR L B S
m/z--> 50 100 150 200 250 300 350 400
Abundance #190939: Anthracene, 9-dodecyltetradecahydro-
95 191
4 " 16.00 16,20 16.40 16.60
5000 67 m/z 81.10 40.79%
135
TR SEEEIN L E—
m/z--> 100 150 200 250 300 350 400
Abundance #177947. 4-(3H-Imidazo[4,5-b]pyridin-2-ylsulfanylmethyl)-6... I a BREmEEES
191 16.00 16.20 16.40 16.60
m/z 69.10 31.78%
5000
151
0 34,7 ?ﬁ 128 7 222 256281 309 342
m/z--> 50 100 1éo 200 250 300 350 400 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082519\
Data File : BF116538.D

Aca On : 25 Aug 2019 18:03

Operator : HP/JU

Sample : K4385-19

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 11 unknownl6.69 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.69 55.74 ng 1618780 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 45
2 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 43
3 Anthracene. 9-dodecvltetradecahyv... 360 C26H48 055401-75-7 40
4 1-Cvclohexene. 1.3.3-trimethvl-2_... 206 C14H220 1000197-08-4 38
5 Anthracene, 9-butyltetradecahydro- 248 C18H32 055133-89-6 35
Abundance Scan 2483 (16.692 min): BF116538.D (-2478) (-) m/z 191.15 100.00%
191
e w
AN S SR B
397 16.40 16.60 16.80 17.00
ol 218238259 284304327 369 425 n/z 95.10  43.38%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66146: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl)
191
5000 57 LI IS BN SULRLE B
16.40 16.60 16.80 17.00
107 149 m/z 81.10 39.57%
Olz?ll. ||I|| Il.ullllll M S
m/z--> 50 100 150 200 250 300 350 400
Abundance #66096: .beta.-iso-Methyl ionone
191
16,40 16.60 16.80 17.00
5000] 28 m/z 69.05 37.19%
135 163
Wi
ol L L 1T L e
m/z--> 50 100 150 200 250 300 350 400
Abundance #190939: Anthracene, 9-dodecyltetradecahydro- I AEEREE TS
95 191 16.40 16.60 16.80 17.00
m/z 123.10 26.20%
43
o i \f\”wmf\/\xf\/\kJJMJAJ\M\,N,
J 135
ol J h L o | 61 | 212236 264 303
m/z--> 50 100 150 200 250 300 350 400 16.40 16.60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF082519\
Data File : BF116538.D

Acq On : 25 Aug 2019 18:03

Operator : HP/JU

Sample - K4385-19

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF082319.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-methoxy... 2.23 72.3 ng 3256260 1 6.89 900134 20.0
unknown6 .66 6.66 71.0 ng 3193520 1 6.89 900134 20.0
Benzene, 1,2,4,5-._.. 7.68 3.0 ng 170254 2 8.16 1146830 20.0
n-Hexadecanoic acid 11.93 7.5 ng 315295 4 11.40 844345 20.0
unknownl12 .89 12.89 9.2 ng 410000 5 14.04 892470 20.0
n-Nonadecanol-1 13.88 13.5 ng 601140 5 14.04 892470 20.0
2-Fluoro-N-[N"-(2... 14.57 15.5 ng 691379 5 14.04 892470 20.0
Benzo[e]pyrene 15.39 20.0 ng 580789 6 15.52 580789 20.0
28-Nor-17.beta.(H... 16.25 36.6 ng 1063580 6 15.52 580789 20.0
unknownl16 .69 16.69 55.7 ng 1618780 6 15.52 580789 20.0
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