LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052319\
Data File : BF114545.D

Aca On : 24 May 2019 1:06

Operator : JU/SJ

Sample : K2998-01

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-BF051019.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 5.439 567 570 590 rBY 2823474 3096358 34.04% 5.457%
2 6.457 739 743 761 rBVY 3308111 3390549 37.28% 5.976%
3 6.586 761 765 772 rVV 3603278 3197751 35.16% 5.636%
4 6.810 800 803 812 rBVY 1002156 882054 9.70% 1.555%
5 6.969 826 830 842 rBVY 2589847 2266202 24.92% 3.994%
6 7.375 895 899 911 rBVY 2313425 2040957 22.44% 3.597%
7 8.092 1017 1021 1030 rBVY 1356494 1211765 13.32% 2.136%
8 9.169 1200 1204 1207 rBvV 3758612 3237779 35.60% 5.706%
9 9.563 1267 1271 1277 rVB 452556 407298 4._.48% 0.718%
10 9.845 1316 1319 1323 rVB 1440207 1324684 14.56% 2.335%

11 10.639 1450 1454 1465 rBV 2744597 2587911 28.45% 4.561%
12 11.333 1569 1572 1575 rBV 1687897 1626920 17.89%% 2.867%
13 11.357 1575 1576 1580 rVB 396590 285266 3.14% 0.503%
14 11.863 1660 1662 1668 rVvVv3 306334 359979 3.96% 0.634%
15 11.910 1668 1670 1672 rVV2 169745 174851 1.92% 0.308%

16 11.933 1672 1674 1678 rVV2 463622 516548 5.68% 0.910%
17 11.980 1678 1682 1684 rVV 4297755 4170485 45.85% 7 .350%
18 11.998 1684 1685 1688 rVB 184551 103593 1.14% 0.183%
19 12.033 1688 1691 1695 rBV6 57350 93510 1.03% 0.165%
20 12.080 1695 1699 1702 rBV 4787645 4182548 45.98% 7.371%

21 12.192 1714 1718 1724 rVB 2619668 2502828 27.52% 4.411%
22 12.551 1776 1779 1782 rBV 729600 607423 6.68% 1.071%
23 12.580 1782 1784 1788 rVB 323638 310667 3.42% 0.548%
24 12.780 1812 1818 1824 rBV 673092 731511 8.04% 1.289%
25 12.921 1837 1842 1845 rVB 3184729 3269560 35.95% 5.762%

26 13.074 1861 1868 1871 rBV 7257053 9095574 100.00% 16.030%
27 13.810 1990 1993 2002 rVB4 233505 421466 4.63% 0.743%
28 13.980 2018 2022 2025 rBV2 1442845 1514125 16.65% 2.669%
29 14.004 2025 2026 2029 rVB 267156 170895 1.88% 0.301%
30 14.733 2147 2150 2153 rVB 140162 139125 1.53% 0.245%

31 15.021 2196 2199 2202 rBV 145008 152256 1.67% 0.268%
32 15.321 2247 2250 2255 rVB 152473 188412 2.07% 0.332%
33 15.380 2257 2260 2264 rVB 203043 248060 2.73% 0.437%
34 15.445 2265 2271 2276 rBV 966502 1416312 15.57% 2.496%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052319\
Data File : BF114545.D

Aca On : 24 May 2019 1:06

Operator : JU/SJ

Sample : K2998-01

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 - 0 Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.856 2337 2341 2346 rVB 220539 304215 3.34% 0.536%

36 16.345 2420 2424 2430 rBV2 143335 274949 3.02% 0.485%
37 16.915 2518 2521 2527 rVB2 130909 235288 2.59% 0.415%

Sum of corrected areas: 56739674
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052319\

- BF114545.D

- 24 May 2019 1:06

- JU/SJ

- K2998-01

- 14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF051019.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF114545.D

5.44

6.59
6.46

7.37

0
Time-->

T
5.00

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BF114545.D

9.17

9.56

12.08
11.98

12.92

Time-->

T
10.00

11.00

9.50 11.50

10.50

12.00

12.50

13.00

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF114545.D

8270-BF051019.M Fri May 24 13:50:30 2019




Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052319\
Data File : BF114545.D

Aca On : 24 May 2019 1:06

Operator : JU/SJ

Sample : K2998-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 unknown6.59 Concentration Rank 2

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

6.59 72.51 ng 3197750 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 766 (6.592 min): BF114545.D (-761) (-) m/z 132.00 100.00%
5000 68
e T o5 64 660 b0 7bo
T | R m/z 68.10 37.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 NSRS RS S
6.20 6.40 6.60 6.80 7.00
3 78 m/z 134.00 33.13%
138
0'w'“'w'“J”Jh'L'M'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
620 6.40 6.60 6.80 7.00
5000 67 m/z 66.00 23.99%
41 97
53 117
0 ,,lewllsﬁl\ll\”,i‘,\,,,I,‘,\,,\I,,‘,‘,\I‘m??”\”l,lpﬁll,,\,|1,2,f1,| 1[N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 I\
Abundance #14491: 5-Aminoindole A e R
132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 14 .36%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052319\
Data File : BF114545.D

Aca On : 24 May 2019 1:06

Operator : JU/SJ

Sample : K2998-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 3 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.86 4.43 ng 359979 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Anthracene. 9-methvl- 192 C15H12 000779-02-2 68
3 Anthracene. 1l-methvl- 192 C15H12 000610-48-0 68
4 1H-Cvclopropalllphenanthrene.la.... 192 C15H12 000949-41-7 68
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 68
Abundance Scan 1662 (11.863 min): BF114545.D (-1660) (-) m/z 43.10 100.00%
4 60 73 192
5000
1160 11.80 12,00 12.20
Ol m/z 191.95 93.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 7B
5000 129 R RN BN SULRLLN UL
11.60 11.80 12.00 12.20
m/z 73.00 92 .49Y%
ﬂJl 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54737: Anthracene, 9-methyl-
192
11.60 11.80 12.00 12.20
5000 m/z 60.00 90.92%
96
o 26 39 63 83 115 139152165178
m/z--> 20 40 60 80 100 120 140 160 180 260 250 240 2éo
Abundance #54732: Anthracene, 1-methyl-
192 11.60 11.80 12.00 12.20
m/z 57.10 85.24%
5000
83 9 165
o 39 5o 70 115 139152 | 178
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 2éo 11. 60 11. 80 12. 00 12. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052319\
Data File : BF114545.D

Aca On : 24 May 2019 1:06

Operator : JU/SJ

Sample : K2998-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 unknownl11.91 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.91 2.15 ng 174851 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Indol-4-one. 2-(4-fluorophenv... 245 C14H12FNO2 1000337-74-5 45
2 lron. (.eta.-4-butadiene)-(.eta.... 245 C14H21Fe 1000161-69-5 27
3 Silane. diethvl(2-octvloxv)propoxy- 274 C15H3402Si 1000363-00-9 22
4 Silane. dimethvlnonvloxvpropvloxy- 260 C14H3202Si 1000356-04-5 14
5 Alpha-(4-cinnolinyl)-alpha-pheny... 245 C16H11N3 018592-05-7 14
Abundance Scan 1670 (11.910 min): BF114545.D (-1668) (-) m/z 163.05 100.00%
163 245

[ee]
=
©
&
©
=
w
)]

5000 41 55 189
260
o149 | 176 | 203217231 11.60 11.80 12.00 12.20
(o} m/z 245.20 92.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #98116: 4H-Indol-4-one, 2-(4-fluorophenyl)-1,5,6,7-tetrahy...
122 245

-

5000
11.60 11.80 12.00 12.20

m/z 189.10 46.81%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #98178: Iron, (.eta.-4-butadiene)-(.eta.-5-pentamethylcycl...
245
133 191 11.60 11.80 12.00 12.20
5000 m/z 41.10 41 .27%
119

56 91 105
27 41 77 146160 170 || 204217230

=

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #122655: Silane, diethyl(2-octyloxy)propoxy- e A BAEERREE
245 11.60 11.80 12.00 12.20
133 m/z 55.00 40.62%
5000
189
91
oh 29 45 59 5| qpa117 | 1%6161 202215231 | 25973
T e e e e e e e e T T TR TR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052319\
Data File : BF114545.D

Aca On : 24 May 2019 1:06

Operator : JU/SJ

Sample : K2998-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 unknownl1l1l.93 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.93 6.35 ng 516548 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Indol-4-one. 2-(4-fluoropheny... 245 C14H12FNO2 1000337-74-5 38
2 1.3.6-Trimethvladamantane 178 C13H22 024139-37-5 35
3 2-tert-butvl-4-methviphenol. tri... 260 C13H15F302 1000376-40-6 30
4 N-Acetvl-L-tvrosinamide 222 C11H14N203 001948-71-6 22
5 1,3,4-Trimethyladamantane 178 C13H22 1000214-98-3 22
Abundance Scan 1673 (11.927 min): BF114545.D (-1672) (-) m/z 163.10 100.00%
163
245
55
5000 41 91 105
136 189
7 121 260
” | 1|49 175 | 203 217 231 11.60 11.80 12.00 12.20
o Al el e LSS LT L Tmsz 245.20 74,349
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #98116: 4H-Indol-4-one, 2-(4-fluorophenyl)-1,5,6,7-tetrahy...
122 245

%

5000
11.60 11.80 12.00 12.20

m/z 55.00 50.71%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #44118: 1,3,6-Trimethyladamantane
163
I EE R e e A
11.60 11.80 12.00 12.20
5000 107 m/z 105.00 43 .88%
55 81
121135149 | 178
o} ‘M\.M.” == UMM
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #110461: 2-tert-butyl-4-methylphenol, trifluoroacetate ester e L E R Am R T e
245 11.60 11.80 12.00 12.20
221 m/z 91.00 42.06%
91
5000
69 116 260
ol 2. “ W . ‘H o w H‘ Ml e e 208 ) ] 4 IS (LS B | S
m/z--> 2 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052319\
Data File : BF114545.D

Aca On : 24 May 2019 1:06

Operator : JU/SJ

Sample : K2998-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 18-Norabietane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.98 51.27 ng 4170490 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 18-Norabietane 262 C19H34 1000293-16-6 70
2 Benzamide. N-(4-fluorophenvIl)-2-... 233 C13H9F2NO 1000307-07-9 43
3 Benzamide. N-(2-fluorophenvl)-4-___. 233 C13H9F2NO 1000308-30-2 38
4 Benzamide. N-(4-Fluorophenvl)-3-... 233 C13H9F2NO 1000307-16-3 38
5 Benzamide, N-(2-fluorophenyl)-2-_.__. 233 C13H9F2NO 1000308-09-1 38
Abundance Scan 1682 (11.980 min): BF114545.D (-1678) (-) m/z 109.10 100.00%
9

5000

11.60 11.80 12.00 12.20

0 m/z 233.20 74.16%

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

Abundance #112660: 18-Norabietane
109
81 95
5000 55 262 [Trrr[rrrr[rrrryprrror|m
13 11.60 11.80 12.00 12.20
163 191 247 m/z 81.10 72.17%
137 219

0 150 178 | 204
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #88293: Benzamide, N-(4-fluorophenyl)-2-fluoro-
123

11.60 11.80 12.00 12.20

5000 233 m/z 55.10 70.04%
95
ol 28 87 S| 110 | 203
A B e A R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #88292: Benzamide, N-(2-fluorophenyl)-4-fluoro- T TR TR
123 11.60 11.80 12.00 12.20

m/z 95.05 67.77%

5000
95 233
oL 36 57 S| 110 | 140 184 203 ‘
B N —
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052319\
Data File : BF114545.D

Aca On : 24 May 2019 1:06

Operator : JU/SJ

Sample : K2998-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 unknownl2.08 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.08 51.42 ng 4182550 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzamide. N-(2-Fluorophenvl)-2-... 233 C13H9F2NO 1000308-09-1 38
2 Benzamide. N-(4-fluorophenvl)-3-... 233 C13H9F2NO 1000307-16-3 38
3 Benzamide. N-(4-fluorophenvl)-2-_.__. 233 C13H9F2NO 1000307-07-9 35
4 trans-Chryvsanthemal 152 C10H160 020104-05-6 30
5 Ethyl chrysanthemate 196 C12H2002 000097-41-6 27
Abundance Scan 1699 (12.080 min): BF114545.D (-1695) (-) m/z 233.20 100.00%
109123 233
5000
247 262 11,80 12.00 12.20 12.40
o} m/z 123.10 93.69%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #88296: Benzamide, N-(2-fluorophenyl)-2-fluoro-
123
11.80 12.00 12.20 12.40
95 m/z 109.10 88.00%
0 57 13 | 140
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #88295: Benzamide, N-(4-fluorophenyl)-3-fluoro-
123
11.80 12.00 12.20 12.40
5000 o5 233 m/z 81.10 74 .20%
oL 39 57 I 110 | ‘
mz-> 20 40 60 80 160 120 140 160 180 200 220 240 260 J
Abundance #88293: Benzamide, N-(4-fluorophenyl)-2-fluoro-
123 11.80 12.00 12.20 12.40
m/z 55.10 72 .43%
5000 233
95
o 28 87 & 110 | 203
mz-> 20 40 60 éo 100 120 140 160 180 200 220 240 260 11,80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052319\
Data File : BF114545.D

Aca On : 24 May 2019 1:06

Operator : JU/SJ

Sample : K2998-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 Retene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.07 120.14 ng 9095570 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Retene 234 C18H18 000483-65-8 99
2 2-1sopropvl-10-methvlphenanthrene 234 C18H18 066552-97-4 95
3 Phenanthrene. 3.4.5.6-tetramethvl- 234 C18H18 007343-06-8 70
4 3.5-di-tert-Butvl-4-hvdroxvbenza... 234 C15H2202 001620-98-0 50
5 2,3,5,6-Detetrahydrocyclohexanon. .. 234 C15H2202 101100-38-3 50
Abundance Scan 1867 (13.068 min): BF114545.D (-1861) (- m/z 219.10 100.00%
219
234
5000
165 12.80 13.00 13.20 13.40
o 117 139122 m/z 234.15 58.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #89260: Retene
219
234
5000 SR UALR SUNILR SN SRR
204 12.80 13.00 13.20 13.40
102 189 m/z 204 .05 36.76%
oL 27 41 637689 | 117 139152165 u
m/z--> 20 40 60 80 100 120 140 160 180 200 220 250 2éo
Abundance #89274: 2-1sopropyl-10-methylphenanthrene
219 234
112.80 13.00 13.20 13.40
5000 m/z 203.10 29.82%
204
o 39 63 76 89102117 1o1sp165 199 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 250 2éo
Abundance #89277: Phenanthrene, 3,4,5,6-tetramethyl- e
234 12.80 13.00 13.20 13.40
219 m/z 202.10 22.30%
5000
63 88 117 152165
miz--> 112.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052319\
Data File : BF114545.D

Aca On : 24 May 2019 1:06

Operator : JU/SJ

Sample : K2998-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 9-Tricosene, (2)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

13.81 5.57 ng 421466 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Tricosene. (2)- 322 C23H46 027519-02-4 90
2 1-Tricosene 322 C23H46 018835-32-0 90
3 b5-Eicosene. (E)- 280 C20H40 074685-30-6 90
4 l1-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 87
5 Eicosyl heptafluorobutyrate 494 C24H41F702 1000351-83-5 86

Abundance Scan 1993 (13.810 min): BF114545.D (-1990) (-) m/z 57.10 100.00%

57

3

5000

234 BERE R e e
o 255 281 303 324 345 13.40 13.60 13.80 14.00 14.20

m/z 43.10 89.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #163018: 9-Tricosene, (2)-

125

I

5000 TT T T [T T I T [T T T T [ TTTT[TT
13.40 13.60 13.80 14.00 14.20
0,
29 302 m/z 55.05 63.49%
ol 153 182 210 238 266 294
b
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #163016: 1-Tricosene
57 g3
R B
13.40 13.60 13.80 14.00 14.20
5000 m/z 97.10 51.80%
29
obral 169 196 224 252 204 322
e
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #127769: 5-Eicosene, (E)- A EEE TS
55 13.40 13.60 13.80 14.00 14.20
m/z 83.10 47 .22%
83
5000
29
ob 1L d I 139 167 196 223 252 280
P R B
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052319\
Data File : BF114545.D

Aca On : 24 May 2019 1:06

Operator : JU/SJ

Sample : K2998-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 Benzo[e]pyrene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.32 2.66 ng 188412 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Benzolalpvrene 252 C20H12 000050-32-8 96
3 Benzolklfluoranthene 252 C20H12 000207-08-9 95
4 Pervlene 252 C20H12 000198-55-0 94
5 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 93
Abundance Scan 2250 (15.321 min): BF114545.D (-2247) (-) m/z 252.10 100.00%
252
5000
39 71 99 125143 162 189 224 278297 327 374 15.00 15.20 1540 15.60
39 L P 1as162 189 | AR | 278207 327 374 m/z 250.10 29.21%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
252
5000

15.00 15.20 15.40 15.60
m/z 253.10 20.98%

125
50 74 99 , | 146 174 200 224

o s e
m/z--> 50 100 150 200 250 300 350
Abundance #104218: Benzo[a]pyrene
252
RRENEEE T e
15.00 15.20 15.40 15.60
5000 m/z 125.10 12.28%
126
0,50 74 100, | 149 174 200 224 .H
— e e
m/z--> 50 100 150 200 250 300 350
Abundance #104224: Benzo[K]fluoranthene e A RERREEESE L
252 15.00 15.20 15.40 15.60
m/z 126.00 10.30%
5000
126
0 74 99 | 200 224
—T e
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052319\
Data File : BF114545.D

Aca On : 24 May 2019 1:06

Operator : JU/SJ

Sample : K2998-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF051019.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Tricosane Concentration Rank 10

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

15.86 4.30 ng 304215 Perylene-di12 15.44

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 90
2 Hexadecane 226 C16H34 000544-76-3 86
3 Octadecane. 2-methvl- 268 C19H40 001560-88-9 86
4 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 86
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 86

m/z

57.10 100.00%

0!

113 141 169 197 205 253 281

Abundance Scan 2342 (15.862 min): BF114545.D (-2337) (-)
5|7
5000 85
113
0 o ,l d 132 155 177196215 244 266 286 309327 357376
e e e e e e S
m/z--> 50 100 150 200 250 300 350
Abundance #164579: Tricosane
5000
324

15.60 15.80 16.00 16.20

m/z 71.10

66 .32%

15. 60 15. 80 16. OO 16. 20

m/z 43.10

57 .95%

m/z--> 50 100 150 200 250 300 350
Abundance #83023: Hexadecane
57
R N REE
15.60 15.80 16.00 16.20
5000 85 m/z 85.10 46.82%
29 ‘ 113
obd gt 9160 aor 26
m/z--> 50 100 150 200 250 300 350
Abundance #117646: Octadecane, 2-methyl- L B
57 15.60 15.80 16.00 16.20
m/z 41.10 18.65%
5000 85
29
0 |‘ \‘ I \] 1 k\ 13 | 141 169 197 2%5 253
e .. P e e AL e e o R N REE
m/z--> 50 100 150 200 250 300 350 15. 60 15. 80 16. 00 16. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052319\
Data File : BF114545.D

Aca On : 24 May 2019 1:06

Operator : JU/SJ

Sample : K2998-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 13 Docosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.34 3.88 ng 274949 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 87
2 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 80
3 Heptadecane 240 C17H36 000629-78-7 80
4 Triacontane 422 C30H62 000638-68-6 80
5 Tetracosane 338 C24H50 000646-31-1 74
Abundance Scan 2423 (16.339 min): BF114545.D (-2420) (-) m/z 57.10 100.00%
57
5000 Atxx\Mﬁxfuf»M/\f\x\‘wwmﬂwwv
37 278 16.00 16.20 16.40 16.60
ol 169 197 226248 311 355376 n/z  71.10 69 _79%
m/z--> 50 100 150 200 250 300 350
Abundance #153223: Docosane
57
5000 85 IUNNUMUVBUAR RS
16.00 16.20 16.40 16.60
113 m/z 43.10 67 .45%
oL Wy [T, 183 2u 239 pe7 310
m/z--> §0 160 150 260 250 300 3%0
Abundance #202264: Octadecane, 1-iodo-
57
16.00 16,20 16.40 16.60
5000 85 m/z 85.10 56.53%
29
oL L LM 195 183 ou 258
m/z--> §0 160 1éo 260 2%0 360 3%0
Abundance #94346: Heptadecane LI L L B LB
57 16.00 16.20 16.40 16.60
m/z 55.00 26.86%
85
5000
29
m/z--> §0 160 1éo 260 250 360 3%0 1&00 1650 1d4o 16%0
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF052319\
Data File : BF114545.D

Acq On : 24 May 2019 1:06

Operator : JU/SJ

Sample - K2998-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.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]
unknown6 .59 6.59 72.5 ng 3197750 1 6.81 882054 20.0
n-Hexadecanoic acid 11.86 4.4 ng 359979 4 11.33 1626920 20.0
unknownl1l1.91 11.91 2.1 ng 174851 4 11.33 1626920 20.0
unknownl11.93 11.93 6.3 ng 516548 4 11.33 1626920 20.0
18-Norabietane 11.98 51.3 ng 4170490 4 11.33 1626920 20.0
unknownl12 .08 12.08 51.4 ng 4182550 4 11.33 1626920 20.0
Retene 13.07 120.1 ng 9095570 5 13.98 1514130 20.0
9-Tricosene, (2)- 13.81 5.6 ng 421466 5 13.98 1514130 20.0
Benzo[e]pyrene 15.32 2.7 ng 188412 6 15.44 1416310 20.0
Tricosane 15.86 4.3 ng 304215 6 15.44 1416310 20.0
Docosane 16.34 3.9 ng 274949 6 15.44 1416310 20.0

8270-BF051019.M Fri May 24 13:50:36 2019 Page: 15



