LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO080819\
Data File : BF116097.D

Aca On > 9 Aug 2019 4:44

Operator : HP/JU

Sample : K4154-05

Misc :

ALS Vial : 24 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-BF073019.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 5.463 570 574 597 rBVY 2015337 2146371 91.00% 8.805%
2 6.475 742 746 765 rBVY 2209459 2358699 100.00% 9.676%
3 6.610 765 769 788 rVB 2590153 2347302 99.52% 9.630%
4 6.840 804 808 815 rBV 868121 802079 34.01% 3.291%
5 6.992 830 834 844 rBVY 1661303 1464429 62.09% 6.008%
6 7.398 899 903 920 rBVY 1482115 1389896 58.93% 5.702%
7 8.116 1022 1025 1043 rBvY 1089983 1052947 44.64% 4.320%
8 9.186 1204 1207 1217 rBVY 2125154 2071412 87.82% 8.498%
9 9.310 1224 1228 1232 rVB 100906 103286 4.38% 0.424%
10 9.581 1271 1274 1284 rBV 500420 538560 22.83% 2.209%
11 9.869 1320 1323 1334 rVB 1336733 1191350 50.51% 4.887%
12 10.522 1430 1434 1439 rvB2 35716 42954 1.82% 0.176%
13 10.657 1454 1457 1468 rBVY 1073789 1177152 49.91% 4.829%
14 10.786 1474 1479 1486 rVB 89088 99734 4.23% 0.409%
15 11.251 1555 1558 1564 rVB3 61648 69704 2.96% 0.286%
16 11.357 1572 1576 1579 rBV 1117365 094821 42.18% 4.081%
17 11.380 1579 1580 1583 rVB 110571 66276 2.81% 0.272%
18 11.586 1609 1615 1623 rBV4 54785 133456 5.66% 0.547%
19 11.863 1658 1662 1663 rBvV 30746 32619 1.38% 0.134%
20 11.880 1663 1665 1672 rVB3 93983 129847 5.51% 0.533%
21 11.969 1678 1680 1683 rBV2 49143 48347 2.05% 0.198%
22 12.410 1750 1755 1758 rBV2 70820 98709 4.18% 0.405%
23 12.439 1758 1760 1763 rVB4 30153 33739 1.43% 0.138%
24 12.569 1780 1782 1785 rBV 159059 157010 6.66% 0.644%
25 12.669 1796 1799 1801 rBV3 22422 28320 1.20% 0.116%
26 12.727 1806 1809 1811 rVVv2 29430 29235 1.24% 0.120%

27 12.798 1816 1821 1828 rBV 199100 265969 11.28% 1.091%
28 12.933 1840 1844 1848 rBV 1490793 1481032 62.79% 6.076%

29 13.163 1881 1883 1886 rBV 32024 29077 1.23% 0.119%
30 13.239 1893 1896 1897 rBV 35432 40883 1.73% 0.168%
31 13.410 1923 1925 1928 rVB2 39009 36568 1.55% 0.150%
32 13.474 1932 1936 1939 rBV 197534 206293 8.75% 0.846%
33 13.721 1976 1978 1981 rBV2 50839 55425 2.35% 0.227%
34 13.751 1981 1983 1985 rVB 54045 42824 1.82% 0.176%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO080819\
Data File : BF116097.D

Aca On > 9 Aug 2019 4:44

Operator : HP/JU

Sample : K4154-05

Misc :

ALS Vial : 24 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-BF073019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.833 1995 1997 2004 rVB3 139456 196122 8.31% 0.805%

36 13.898 2004 2008 2011 rBV 215384 207705 8.81% 0.852%
37 13.939 2012 2015 2017 rVB 64888 55271 2.34% 0.227%
38 13.998 2021 2025 2028 rBV 881807 836288 35.46% 3.431%
39 14.439 2097 2100 2105 rBV2 144741 213041 9.03% 0.874%
40 14.527 2111 2115 2121 rVB 462683 424369 17.99% 1.741%

41 15.086 2207 2210 2215 rVB 399388 445629 18.89%% 1.828%
42 15.462 2270 2274 2285 rVB 610737 794405 33.68% 3.259%

43 15.657 2304 2307 2321 rVB 123752 229407 9.73% 0.941%
44 15.886 2343 2346 2351 rVB 143796 207013 8.78% 0.849%

Sum of corrected areas: 24375575
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :

TIC Integ

LSC Report - Integrated Chromatogram

: Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF080819\
: BF116097.D

I 9 Aug 2019 4:44

: HP/JU

: K4154-05

24 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L
ration Parameters: LSCINT.P

Abundance
2500000

2000000

1500000

1000000

500000

TIC: BF116097.D

5.46

6.47

61

6.99

6.84

7.40

0
Time-->

T
5.00

Abundance
2500000

2000000

1500000

1000000

500000

TIC: BF116097.D

9.19

9.87

11.36

8.12 10.66

9.58

|

9.31

LA

12.93

0
Time-->

11.00

9.50

10.00

10.50

11.50

12.00

12.50

13.00

Abundance
2500000

2000000

1500000

1000000

500000

0

TIC: BF116097.D

14.00

15.46

15.6615.89

Time-->

15.50 16.00

16.50

T
13.50 14.00

14.50 15.00

17.00

I
17.50

T
18.00

18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO080819\
Data File : BF116097.D

Aca On > 9 Aug 2019 4:44

Operator : HP/JU

Sample : K4154-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.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 unknown6.61 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
" 6.61 58.53ng 2347300  1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27

2 (BE)-3-Chloro-2-methyvl-2-pentenal

3 Tranvlcvpromine-propionvl

C6HOCIO
C12H15NO

031357-76-3 12
1000123-86-3 12

4 1.3.5-Trifluorobenzene 132 C6H3F3
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12

000372-38-3 9
028749-81-7 9

Abundance Scan 769 (6.610 min): BF116097.D (-765) (-) m/z 132.00 100.00%
5000 68
|
40 % J 620 640 660 6.80 7.00
7 5 - : - : :
|7 er | sus o w7z 68.00  A1.50%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 | L L AL BLELELELE L
6.20 6.40 6.60 6.80 7.00
31 78 m/z 134.00 33.26%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
R SR S R
6.20 6.40 6.60 6.80 7.00
5000 67 m/z 66.00 27.87%
97
LT el
: ...,‘. .“.‘. ‘.‘l‘.‘.“,‘.8.8.‘a ,1.053. .“,..H.,....,....,....
m/z--> 60 80 100 120 140 160 180 A\
Abundance #52379: Tranylcypromine-propionyl A RAREEEEESE
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.00 16.56%
116
5000 98
S VB '~ T ™ S
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO080819\
Data File : BF116097.D

Aca On > 9 Aug 2019 4:44

Operator : HP/JU

Sample : K4154-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.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 Pentadecane, 2,6,10,14-tetr... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.79 2.01 ng 99734 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10.14-tetramethvl- 268 C19H40 001921-70-6 91
2 5.5-Dibutvlnonane 240 C17H36 006008-17-9 86
3 Sulfurous acid. 2-ethvlhexvl non... 320 C17H3603S 1000309-19-2 72
4 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 64
5 Hexadecane, 2,6,10-trimethyl- 268 C19H40 055000-52-7 64

Abundance Scan 1480 (10.792 min): BF116097.D (-1474) (-) m/z 57.00 100.00%

57 71

5000

127, 40 155 169 184 10.40 10.60 10.80 11.00 11.20
m/z 71.05 89.10%

99 113

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117659: Pentadecane, 2,6,10,14-tetramethy!-
57

71

43

10 40 10. 60 10 80 11. oo 11. 20
113 m/z 43.00 51.97%

183
127141155169 7|~ 197211 225 239253 268
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260

5000

Abundance #94347: 5,5-Dibutylnonane
57 71
R R EEEEE R
43 10.40 10.60 10.80 11.00 11.20
5000 85 m/z 85.00 35.92%
29 99 183
113127
P.”,.”....w.”.,”.w..}4?....””....” AEa RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #161093: Sulfurous acid, 2-ethylhexyl nony! ester L o
57 10.40 10.60 10.80 11.00 11.20
71 m/z 41.00 27.63%
5000 43
i “\ L “ 99 ‘ 127
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10 40 10. 60 10 80 11. OO 11. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO080819\
Data File : BF116097.D

Aca On > 9 Aug 2019 4:44

Operator : HP/JU

Sample : K4154-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.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 1-Tetradecene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.59 2.68 ng 133456 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tetradecene 196 C14H28 001120-36-1 95
2 l1l-Heptadecene 238 C17H34 006765-39-5 95
3 Trichloroacetic acid. tetradecvl... 358 C16H29C1302 074339-52-9 95
4 2-Tetradecene. (E)- 196 C14H28 035953-54-9 94
5 Cyclotetradecane 196 C14H28 000295-17-0 93
Abundance Scan 1616 (11.592 min): BF116097.D (-1609) (-) m/z 55.00 100.00%
5000
11.20 11.40 11.60 11.80 12.00
m/z 57.00 95.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #58276: 1-Tetradecene
4
55
5000 29 N A SR B BN
11.20 11.40 11.60 11.80 12.00
11 m/z 43.00 87 .04%
125140154 168 196
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #92567: 1-Heptadecene
43 57 83
69 97 ULV BRI SO
11.20 11.40 11.60 11.80 12.00
5000 m/z 69.00 79.02%
29 111
125
L300 1 | | 140154168152106210 238
m/z--> 20 40 60 80 100 120 140 160 180 200 220 250
Abundance #189051: Trichloroacetic acid, tetradecy! ester B B o
43 57 83 11.20 11.40 11.60 11.80 12.00
69 m/z 41.00 72.43%
97
5000
29 111
SIS N .1??.1.5?,?‘??. e —
m/z--> 60 80 100 120 140 160 180 200 220 240 11.20 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO080819\
Data File : BF116097.D

Aca On > 9 Aug 2019 4:44

Operator : HP/JU

Sample : K4154-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.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 11
R.T. EstConc Area Relative to ISTD R.T.
11.88 2.61 ng 129847 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 58
Abundance Scan 1665 (11.880 min): BF116097.D (-1663) (-) m/z 73.00 100.00%
43 60 73
5000
213
7171185 59 | 507 256 11.60 11.80 12.00 12.20
m/z 59.95 89.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 LR BB BUIL BRI B
11.60 11.80 12.00 12.20
m/z 43.00 84 .36%
llvjl 143157171185199213
m/z--> "55" 20" 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73
11,60 11.80 12.00 12.20
5000 m/z 57.00 65.22%
29
15 d
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance #84455; Tetradecanoic acid AR EREEE RS
73 11.60 11.80 12.00 12.20
60 m/z 55.00 65.08%
5000 43 129
185
115 143 171 228
,h\\,j‘_,‘,\ Al N N
m/z--> 20 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO080819\
Data File : BF116097.D

Aca On > 9 Aug 2019 4:44

Operator : HP/JU

Sample : K4154-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.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 Hexanedioic acid, bis(2-eth... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.47 4.93 ng 206293 Chrysene-d12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanedioic acid. bis(2-ethvlhex... 370 C22H4204 000103-23-1 87
2 Adipic acid. 2-ethvlhexvl isobut... 314 C18H3404 1000324-48-0 59
3 Hexanedioic acid. dioctvl ester 370 C22H4204 000123-79-5 58
4 Diisooctvl adipate 370 C22H4204 001330-86-5 49
5 Adipic acid, 2-ethylhexyl isohex... 342 C20H3804 1000324-48-3 47
Abundance Scan 1935 (13.469 min): BF116097.D (-1932) (-) m/z 129.00 100.00%
129
5000 57
3# ‘ 1 ﬁ3 192| 1T7 170 199 221241259 302 328 352 1320 13.40 13.60 1380
i b el L0 I 221 F S L 39832 1 m/z 57.00 49.21%
m/z--> 50 100 150 200 250 300 350
Abundance #196974: Hexanedioic acid, bis(2-ethylhexyl) ester
129
5000 RN BN BUCRN BRI B
13.20 13.40 13.60 13.80
57 m/z 71.00 34.99%
83 147 241
29 d Il I 192h 212 717259 313 371
m/z--> 50 100 150 200 250 300 350
Abundance #156389: Adipic acid, 2-ethylhexyl isobutyl ester
129
13.20 13.40 13.60 13.80
5000 m/z 70.00 32.83%
57 185
29 ‘ | 83, o | 147 241
Y e N W - N
m/z--> 50 100 150 200 250 300 350
Abundance #196857: Hexanedioic acid, dioctyl ester R B B e
129 13.20 13.40 13.60 13.80
57 m/z 55.00 31.28%
5000
29
8 147 241
ﬂ ULl L2 |7 167185 212 725979 313 341 370
m/z--> 50 100 150 200 250 300 350 13,20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO080819\
Data File : BF116097.D

Aca On > 9 Aug 2019 4:44

Operator : HP/JU

Sample : K4154-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.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 9-Tricosene, (2)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.83 4.69 ng 196122 Chrysene-di12 14 .00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Tricosene. (2)- 322 C23H46 027519-02-4 93
2 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 90
3 1-Tricosene 322 C23H46 018835-32-0 90
4 Oxalic acid. pentadecvl propvl e... 342 C20H3804 1000309-26-8 87
5 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 87
Abundance Scan 1996 (13.827 min): BF116097.D (-1995) (-) m/z 57.00 100.00%
57
5000 85
3 140 166184202 252270 295 327 352 13.60 13.80 14.00 14.20
m/z 43.00 65.21%
m/z--> 50 100 150 200 250 300 350
Abundance #163020: 9-Tricosene, (2)-
57 83
5000 111 LB BN SULILS UL B
1360 13.80 14.00 14.20
29 - 220 m/z 71.00 58.53%
iy l1§7 196 224 252 294
m/z--> 50 100 150 200 250 360 350
Abundance #200449: Sulfurous acid, octadecyl 2-propy! ester
43
71 R BRI SO SN B
13.60 13.80 14.00 14.20
5000 o7 m/z 55.00 55.69%
125
. 1} I |7 155 183 204 258
m/z--> 50 100 150 200 250 300 350
Abundance #163016: 1-Tricosene R mEEEE RS S
57 g3 13.60 13.80 14.00 14.20
m/z 85.00 50.92%
5000
111
29
m/z--> 50 100 150 200 250 300 350 1360 13.80 14.00 14.20

8270-BF073019.M Fri Aug 09 18:20:57 2019 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO080819\
Data File : BF116097.D

Aca On > 9 Aug 2019 4:44

Operator : HP/JU

Sample : K4154-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.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 8 unknownl13.90 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.90 4.97 ng 207705 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cvclohexenone. 3-methoxv-5-12.... 292 C16H2005 119101-25-6 38
2 Dipvridoll.2-a:2".1"-clauinoxali... 292 C18H20N4 1000303-96-3 35
3 1.1°-Biphenvl. 4.4-bis(l-pvrroli... 292 C20H24N2 1000193-54-6 30
4 Aniline. p.p"-(m-phenvlenedioxv)di- 292 C18H16N202 002479-46-1 27
5 Hexanoic acid, 2-hydroxy-2-butyl... 292 C17H28N202 006361-96-2 27
Abundance Scan 2008 (13.898 min): BF116097.D (-2004) (-) m/z 292.20 100.00%
292
5000
168 193 R |V
41 69 95 137 221 264 13.60 13.80 14.00 14.20
el R R 40 327352 ' /7 168.00  26.40%
m/z--> 50 100 150 200 250 300 350

Abundance #137631: 2-Cyclohexenone, 3-methoxy-5-[2,3,4-trimethoxyphe...
292

PR

5000 194
13.60 13.80 14.00 14.20
k 261 m/z 181.00 24 .93%
68 151 219
SN Bl N - 1 AV I
m/z--> 50 100 150 200 250 300 350
Abundance #137961: Dipyrido[1,2-a:2',1'-c]quinoxaline-7,8-dicarbonit...
292
L B SRRt
13.60 13.80 14.00 14.20
5000 m/z 293.20 24 _.07%
235
41
180
S ol W P . N
m/z--> 50 100 150 200 250 300 350
Abundance #138127: 1,1'-Biphenyl, 4,4-bis(1-pyrrolidiny)-
2¢ 13.60 13.80 14.00 14.20

m/z 193.00 23.92%

5000

2643 76 103124 146165 194 29236 263 | vuw»,h~¢«~quJULVw«vw-ru“~“

[ T I T I
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO080819\
Data File : BF116097.D

Aca On > 9 Aug 2019 4:44

Operator : HP/JU

Sample : K4154-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.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 7H-Furo[3,2-g][1]benzopyran... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.44 5.09 ng 213041 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7H-Furol3.2-all11lbenzopvran-7-on... 274 C15H1405 054087-32-0 58
2 Naphthalene. 2-methvl-1-(3.4-dim... 274 C20H180 1000269-03-0 53
3 2(1H)-Phenanthrenone. 3.4.4a.4b.... 274 C19H300 007715-44-8 52
4 Propanamide. N-(l-ethvl-1.2.3.4-... 274 C17H26N20 063134-09-8 49
5 9-Methyl-3-phenyl-9H-pyridazino(... 259 C17H13N3 003980-90-3 43
Abundance Scan 2100 (14.439 min): BF116097.D (-2097) (-) m/z 259.05 100.00%
259
5000 A
202 P et 1o vaee,
57 83 . . . .
3 199 .18 A | 380300 324 353 m/z 274.10 57.55%
m/z--> 50 100 150 200 250 300 350
Abundance #122556: 7H-Furo[3,2-g][1]benzopyran-7-one, 2-(1-hydroxy-1...
259
5000 AU S I R SRR
43 14.20 14.40 14.60 14.80
016 24 m/z 229.10 25.39%
L oo us s s 70O
m/z--> s "160" 150 200 250 300 350
Abundance #122965: Naphthalene, 2-methyl-1-(3,4-dimethylbenzoyl)-
259
1420 14.40 14,60 14.80
5000 m/z 215.00 25.19%
115
141 169
215
i n T ﬂ 0 " N
m/z--> 50 100 150 200 250 300 350
Abundance #122952: 2(1H)-Phenanthrenone, 3,4,4a,4b,5,6,7,8,10,10a-de... R R EEnEE R
259 14.20 14.40 14.60 14.80
m/z 260.05 20.80%
5000
93 136 217
it \‘l J \‘ ‘“J J” H ]1?. \H\ \H ‘J \J\ A ‘. A ———T :
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80

8270-BF073019.M Fri Aug 09 18:20:58 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO080819\
Data File : BF116097.D

Aca On > 9 Aug 2019 4:44

Operator : HP/JU

Sample : K4154-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.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 3,4-Dihydro-2-bromo-4,4-dim... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14 .53 10.15 ng 424369 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.4-Dihvdro-2-bromo-4.4-dimethvl... 312 C18H17Br 071161-44-9 50
2 1H-Cvclopentall'lphenanthrene. 2.... 218 C17H14 000723-98-8 49
3 Naphthalene. 2-(phenvimethvl)- 218 C17H14 000613-59-2 47
4 Pvrrolol2.3-blindol-5-0l., 1.2.3.... 218 C13H18N20 000469-22-7 43
5 Naphtho[1,2-b]furan-2(3H)-one, 5... 274 C19H1402 077573-41-2 42
Abundance Scan 2115 (14.527 min): BF116097.D (-2111) (-) m/z 218.10 100.00%
218
274
5000
114 189| \I\ 239 14.20 14.40 14.60 14.80
ol 41 63 oalitasr 165 77 230 | | 203 326306366 777574 10 61.46%
m/z--> 50 100 150 200 250 300 350
Abundance #154467: 3,4-Dihydro-2-bromo-4,4-dimethyl-1-phenylnaphthalene
218
5000 R R RN AR
14,20 14.40 14.60 14.80
314 m/z 202.00 25.33%
39 77 101 14 165 189][ j , 296
m/z--> 50 160 150 200 250 300 350
Abundance #75995: 1H-Cyclopenta[lJphenanthrene, 2,3-dihydro-
218
14.20 14.40 14.60 14.80
5000 m/z 219.10 22.06%
39 65 89 }08 141 165 189“ \\
m/z--> 50 100 150 200 250 300 350
Abundance #75992: Naphthalene, 2-(phenylmethyl)- RS e L R
218 14.20 14.40 14.60 14.80
m/z 203.00 15.98%
5000
141
o3 o1 H° T 65 199) | A
s o do Ao 7 s ae 14.20 14,40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO080819\
Data File : BF116097.D

Aca On > 9 Aug 2019 4:44

Operator : HP/JU

Sample : K4154-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.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 Octadecanal Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.66 5.78 ng 229407 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 Tetracosanal 352 C24H480 057866-08-7 91
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 90
4 Oxirane. heptadecvl- 282 C19H380 067860-04-2 86
5 17-Octadecenal 266 C18H340 056554-86-0 83
Abundance Scan 2308 (15.662 min): BF116097.D (-2304) (-) m/z 57.00 100.00%
5000
109 LI IR DU SURRURN SR
138159179200 230 959 286 323343362 390 15.40 15.60 15.80 16.00
m/z 82.00 82.26%
m/z--> 50 100 150 200 250 300 350
Abundance #117607: Octadecanal
ile]
5000 L IS BRI SULRLE AU
mmmmmmmm
109 m/z 43.00 76.64%
137 166 194 222 250
m/z--> 50 100 150 200 250 300 350
Abundance #185525: Tetracosanal
57 8
334 LI IR BN SURIURN BN
15.40 15.60 15.80 16.00
5000 m/z 96.00 70.28%
110
‘ h | | /166 194 222 250 278 3?6 353
m/z--> 55 100 150 260 2éo 300 3%0 '
Abundance #117617: Oxirane, hexadecyl- B EERR Bam e L
43 8P 15.40 15.60 15.80 16.00
m/z 83.00 52.10%
109
bl L | 1738 166 20897 250260
m/z--> 55 100 1%0 260 250 360 3%0 ' 1520 1560 1580 1600
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO080819\
Data File : BF116097.D

Aca On > 9 Aug 2019 4:44

Operator : HP/JU

Sample : K4154-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.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 12 Docosane, 11-butyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.89 5.21 ng 207013 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 1l1-butvl- 366 C26H54 013475-76-8 94
2 Docosane. 9-butvl- 366 C26H54 055282-14-9 91
3 Heneicosane. 1ll-pentvl- 366 C26H54 014739-72-1 91
4 Heptadecane 240 C17H36 000629-78-7 91
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 2347 (15.892 min): BF116097.D (-2343) (-) m/z 57.00 100.00%

g7
85
5000

113
15.60 15.80 16.00 16.20
3 | 141 169183 212 239 266 292 315335356
EXN .‘l.lli L 7ym 190188 212 239 200 202 315835356 380 | 7, 71.05  78.18%
miz--> 50 100 150 200 250 300 350
Abundance #194500: Docosane, 11-butyl-
57
5000 85 LA L L L L LB
15.60 15.80 16.00 16.20
m/z 43.00 64 .22%
113
90| L d (141 169 210 239 267 309 336 366
el PN it M= LA G = S 15
miz--> 50 100 150 200 250 300 350
Abundance #194496: Docosane, 9-butyl-
43
e
71 15.60 15.80 16.00 16.20
5000 m/z 85.05 60.21%
99 182 309
Lo Ly %27 ass 7 21 2P om 7 33 364
e I LB Sl
miz--> 50 100 150 200 250 300 350
Abundance #194505: Heneicosane, 11-pentyl- AR EEREE L
43 15.60 15.80 16.00 16.20
m/z 55.00 21.21%
71
5000
224
99 295
L L0127 155 183 | 253 %P 33 364
e P T e e e S e
miz--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF080819\
Data File : BF116097.D

Acq On : 9 Aug 2019 4:44

Operator : HP/JU

Sample . K4154-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073019.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 .61 6.61 58.5 ng 2347300 1 6.84 802079 20.0
Pentadecane, 2,6,... 10.79 2.0 ng 99734 4 11.36 994821 20.0
1-Tetradecene 11.59 2.7 ng 133456 4 11.36 994821 20.0
n-Hexadecanoic acid 11.88 2.6 ng 129847 4 11.36 994821 20.0
Hexanedioic acid,... 13.47 4.9 ng 206293 5 14.00 836288 20.0
9-Tricosene, (2)- 13.83 4.7 ng 196122 5 14.00 836288 20.0
unknown13.90 13.90 5.0 ng 207705 5 14.00 836288 20.0
7H-Furo[3,2-g]1[1]--- 14.44 5.1 ng 213041 5 14.00 836288 20.0
3,4-Dihydro-2-bro... 14.53 10.2 ng 424369 5 14.00 836288 20.0
Octadecanal 15.66 5.8 ng 229407 6 15.46 794405 20.0
Docosane, 11-butyl- 15.89 5.2 ng 207013 6 15.46 794405 20.0
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