LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115633.D

Aca On 17 Jul 2019 20:19

Operator : HP/JU

Sample - K3835-01

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-BF071219.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 2.216 14 22 32 rvB 657162 887067 18.34% 1.704%
2 5.510 577 582 585 rBY 3688431 3848587 79.57% 7 .395%
3 6.516 747 753 756 rBVY 3786719 4147678 85.75% 7.969%
4 6.657 772 777 780 rBVY 4020640 4248501 87.84% 8.163%
5 6.881 811 815 819 rBVY 1560517 1247038 25.78% 2.396%
6 7.040 837 842 845 rBVY 3699230 3344906 69.15% 6.427%
7 7.440 904 910 913 rBVY 2645229 2668051 55.16% 5.126%
8 8.163 1028 1033 1036 rBvV 1826910 1575462 32.57% 3.027%
9 9.234 1210 1215 1218 rBVY 4789785 4836898 100.00% 9.294%
10 9.622 1278 1281 1290 rVB 1169168 925291 19.13% 1.778%

11 9.775 1303 1307 1310 rVB 139336 124415 2.57% 0.239%
12 9.916 1323 1331 1334 rBV 1798255 1661395 34.35% 3.192%

13 10.110 1361 1364 1369 rBV2 46304 52672 1.09% 0.101%
14 10.698 1459 1464 1467 rBV 2818715 2574641 53.23% 4.947%
15 10.816 1481 1484 1491 rVB3 66271 96905 2.00% 0.186%
16 11.263 1554 1560 1563 rBV3 57703 65750 1.36% 0.126%
17 11.339 1570 1573 1577 rBV3 38474 51209 1.06% 0.098%

18 11.398 1579 1583 1585 rVvV 1601342 1481399 30.63% 2.846%
19 11.416 1585 1586 1590 rVvVv 381820 297375 6.15% 0.571%

20 11.469 1593 1595 1598 rVB 107669 82406 1.70% 0.158%
21 11.622 1615 1621 1623 rBV2 45915 68157 1.41% 0.131%
22 11.692 1630 1633 1636 rVB2 58153 53050 1.10% 0.102%
23 11.898 1662 1668 1669 rBV 69991 80789 1.67% 0.155%

24 11.922 1669 1672 1679 rVV 928715 875538 18.10% 1.682%
25 12.004 1683 1686 1689 rVVv2 107140 134478 2.78% 0.258%

26 12.210 1719 1721 1725 rVB2 70348 58597 1.21% 0.113%
27 12.345 1741 1744 1747 rBV 492923 383020 7.92% 0.736%
28 12.445 1757 1761 1763 rBV2 80420 79513 1.64% 0.153%
29 12.486 1763 1768 1773 rVB4 65270 102264 2.11% 0.196%
30 12.527 1773 1775 1780 rVB3 70514 71948 1.49% 0.138%

31 12.604 1784 1788 1793 rBV 1028963 910099 18.82% 1.749%
32 12.704 1801 1805 1808 rBV 361350 361045 7.46% 0.694%
33 12.833 1821 1827 1830 rBV 863104 850446 17.58% 1.634%
34 12.880 1833 1835 1840 rVB2 39818 53102 1.10% 0.102%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115633.D

Aca On 17 Jul 2019 20:19

Operator : HP/JU

Sample - K3835-01

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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071219.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.980 1847 1852 1855 rVB 3693787 3526667 72.91% 6.776%

36 13.051 1859 1864 1868 rBV3 81317 136235 2.82% 0.262%
37 13.139 1876 1879 1880 rBV2 58022 58193 1.20% 0.112%
38 13.157 1880 1882 1886 rVB 144483 146835 3.04% 0.282%
39 13.227 1886 1894 1896 rBV3 116459 172889 3.57% 0.332%
40 13.263 1896 1900 1903 rVvv2 103639 101241 2.09% 0.195%

41 13.410 1922 1925 1928 rVV 234842 233439 4.83% 0.449%
42 13.451 1928 1932 1938 rVV 352498 394102 8.15% 0.757%
43 13.663 1966 1968 1973 rVB 117407 129289 2.67% 0.248%
44 13.780 1983 1988 1990 rBV2 92018 136949 2.83% 0.263%
45 13.804 1990 1992 1994 rVV 94602 80316 1.66% 0.154%

46 13.833 1994 1997 2000 rVvv2 75966 104690 2.16% 0.201%
47 13.892 2001 2007 2015 rVB3 196017 465981 9.63% 0.895%
48 14.027 2022 2030 2033 rBV2 1461616 1936769 40.04% 3.721%
49 14.051 2033 2034 2040 rVB 550447 439990 9.10% 0.845%
50 14.245 2064 2067 2071 rVB2 60950 65408 1.35% 0.126%

51 14.416 2092 2096 2098 rBV 107677 117610 2.43% 0.226%
52 14.445 2099 2101 2104 rVB2 84840 81838 1.69% 0.157%
53 14.498 2107 2110 2113 rBV4 112355 114708 2.37% 0.220%
54 14.539 2113 2117 2119 rBV2 118005 144362 2.98% 0.277%
55 14.610 2125 2129 2134 rBV4 43534 80810 1.67% 0.155%

56 14.804 2159 2162 2165 rBV 133503 116696 2.41% 0.224%
57 14.880 2173 2175 2178 rBV2 44545 49995 1.03% 0.096%
58 14.945 2183 2186 2189 rBV 160018 167500 3.46% 0.322%
59 15.068 2202 2207 2210 rBV 540012 877428 18.14% 1.686%
60 15.145 2216 2220 2222 rBV 230121 242600 5.02% 0.466%

61 15.174 2222 2225 2227 rBV 87919 92488 1.91% 0.178%
62 15.368 2254 2258 2264 rVB 342054 431956 8.93% 0.830%
63 15.427 2264 2268 2274 rVV 429830 542467 11.22% 1.042%
64 15.492 2275 2279 2283 rVV 862594 1177769 24 .35% 2.263%
65 15.521 2283 2284 2291 rVB2 243213 263897 5.46% 0.507%

66 15.957 2355 2358 2365 rVB 171121 252667 5.22% 0.485%
67 16.057 2372 2375 2383 rVB6 57173 125806 2.60% 0.242%
68 16.757 2490 2494 2499 rBV5 54700 113087 2.34% 0.217%
69 16.957 2522 2528 2536 rVB2 170801 335570 6.94% 0.645%
70 17.398 2597 2603 2617 rVB 127760 287858 5.95% 0.553%

8270-BF071219.M Thu Jul 18 13:42:31 2019 Page: 2



LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115633.D

Aca On 17 Jul 2019 20:19

Operator : HP/JU

Sample - K3835-01

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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071219.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 52045797
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115633.D

Aca On 17 Jul 2019 20:19

Operator : HP/JU

Sample - K3835-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF115633.D

6.66

4000000 6.52

5.51 7.04

3000000
7.44

2000000
6.88

1000000
2.22

1) X 1

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: BF115633.D

4000000 12.98

3000000 10.70

2000000 8.16 9.92

11.40

9.62
1000000

L e e T B e T e o e oev UL S SOV A e I S A SR

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: BF115633.D

4000000

3000000

2000000

1000000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115633.D

Aca On 17 Jul 2019 20:19

Operator : HP/JU

Sample - K3835-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219.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 3

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

2.22 14.23 ng 887067 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
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 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 23 (2.222 min): BF115633.D (-14) (-) m/z 73.00 100.00%
3
5000 43
55 87
37 | &7 2.20 2.30 2.40 2.50 2.60
Ot ot e S e M/Z 42.95  34.31%
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 LR IURRAN AR A RARAE RARR
43 O 2.20 2.30 2.40 2.50 2.60
07 87 m/z 87.00 26.37%
0 "|"J””"??hhj'%?""|"§?H""|"J'|"'}P}"'|""|""|"'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87
2.20 2.30 2.40 2.50 2.60
5000 55 m/z 55.00 24 _17%
79 | 97 112 129
O'W'”'P'”I”'W'”'P" '”I”'W'”'P'”I”'W'”'P'”
m/z--> 20 70 80 90 100 110 120 130
Abundance #4436.Pentane,3—methoxy— I SANRRRREERESLREaLs paE
73 2.20 2.30 2.40 2.50 2.60

m/z 40.95 11.18%

5000
45

29
55 g7 101

39‘

o

m/z--> 20 30 40 50 60 70 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\BFO71719\
Data File : BF115633.D

Aca On 17 Jul 2019 20:19

Operator : HP/JU

Sample - K3835-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219.M

Quant Title

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

= 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

Concentration Rank 1

Peak Number 2 unknown6.66

R.T. EstConc

Relative to ISTD

4248500

1,4-Dichlorobenzene-d4

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI102 014203-19-1 23
3 5-Aminoindole 132 C8H8N2 005192-03-0 22
4 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
Abundance Scan 777 (6.657 min): BF115633.D (-772) (-) m/z 131.95 100.00%
5000 68
40 | 75 %6 640 6.60 680 7.00
54 104 : . . .
0 ..,....,....,...:','!...7,':..?.1...| e 8T R s L m/z 67.95 39.35%
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 N
5000 UL R R R
6.40 6.60 6.80 7.00
2 78 m/z 134.00 33.97%
38
0'w'“'w'“J“Jh'L'M'“l“'h'“'w“'w'“l“'w'“'w'“|“'w'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
640 6.60 680 7.00
5000 m/z 66.00 25.69%
69
“ ‘ 89 103
0'W'”W'“W'“jW“wW”'P“'P“'P”Jﬁ'mPH“Iyﬁl““I'“I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole R L i mn
132 6.40 6.60 6.80 7.00
m/z 68.95 15.56%
5000
104
oL 14 27 374451 58 % T 8597 | 115
s B % 4 B e o b % 1% 116 13 10 14 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115633.D

Aca On 17 Jul 2019 20:19

Operator : HP/JU

Sample - K3835-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.92 11.82 ng 875538 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 62
Abundance Scan 1672 (11.922 min): BF115633.D (-1669) (-) m/z 73.00 100.00%
7
43 60
5000 129
97 192 513 L I L B
U5 4315717 o7 256 11.60 11.80 12.00 12.20
0 m/z 60.00 77 .36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 UL A SRR B DU

11. 60 11. 80 12.00 12.20

m/z 43.00 76.24%
213
‘J‘“ 143 157171185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
43 60 73
11.60 11.80 12.00 12.20
5000 m/z 57.00 61.16%
129

7 g 110 171 214
\\m 1017 | 143157 | 185,g¢

0...,.‘...,‘....‘... ...a,....,....,....,....,....,...“. BAREEREEES

m/z--> 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

m/z 41.00 59.52%
5000 129

29
199
143 157171185 242
ols 1 1l .M,.A_,JLQL
A5 4

_'_'—l_'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20

29
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115633.D

Aca On 17 Jul 2019 20:19

Operator : HP/JU

Sample - K3835-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219.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 Pendimethalin Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.35 5.17 ng 383020 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pendimethalin 281 C13H19N304 040487-42-1 99
2 6-Methvl-2-o0xo-4-thiophen-3-vIl-1... 252 C11H12N203S 1000296-69-1 96
3 1H-Pvrrolol2.3-alauinoline. 1.2.... 252 C17H20N2 1000338-03-4 53
4 4.5-Diphenvl-2-imidazolethiol 252 C15H12N2S 002349-58-8 52
5 Benzimidazole-5-carboxylic acid,... 252 C15H12N202 092437-43-9 52
Abundance Scan 1745 (12.351 min): BF115633.D (-1741) (-) m/z 252.10 100.00%
242
5000
162 192 NSNS UL BN
43 57 77 91 106119 144 176 1 1° 205220 236 281 12.00 12.20 12.40 12.60
0 m/z 162.00 16.16%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128045:; Pendimethalin
242
5000 T ----ﬁ---- 3

12:00 12.20 12.40 12.60
m/z 192.00  13.04%

281
o 57 77 91105118131145 1?2176192208221236 265

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #103434: 6-Methyl-2-oxo0-4-thiophen-3-yl-1,2,3,4-tetrahydro...

169 193 252

12.00 12.20 12.40 12.60
m/z 253.10 12.98%

5000

0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104142: 1H-Pyrrolo[2,3-g]quinoline, 1,2,3,6,8,9-hexamethyl- R e R e
252 12.00 12.20 12.40 12.60
m/z 191.00 11.35%
5000
237
126
o 39 63 77 91 1117 152166180194208221 | ‘
IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII‘IIIIIIIIIIIIIIIIIIIIIII T T TTr T TTTT IIIIII
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115633.D

Aca On 17 Jul 2019 20:19

Operator : HP/JU

Sample - K3835-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219.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 Octadecanoic acid Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.70 4.87 ng 361045 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Dodecanoic acid 200 C12H2402 000143-07-7 70
3 Pentadecanoic acid 242 C15H3002 001002-84-2 70
4 Tetradecanoic acid 228 C14H2802 000544-63-8 59
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 46

Abundance Scan 1804 (12.698 min): BF115633.D (-1801) (-) m/z 202.00 100.00%
202
43 73
57
5000
IIIIIIIIAIIIIIIIIII
143757171 °8° 12.40 12.60 12.80 13.00
o} m/z 73.00 70.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
7B
43 §
129
5000/ 28 284
12.40 12.60 12.80 13.00
m/z 43.00 63.21%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #61123: Dodecanoic acid
78
23 129 200 12.40 12,60 12.80 13.00
5000 5 157 m/z 59.95 58.21%
115
29 7
LT
0 ‘ .‘l‘.‘. .“l“l‘.‘k“.‘. I‘\H‘lll\\\l‘\l .“l 1 - i I\k‘; L ..‘. .::'?.5.. \I P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95855: Pentadecanoic acid P T T T
43 o7 T8 12.40 12.60 12.80 13.00
m/z 57.00 53.68%
129
o} o = iy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1240 12%0 1280 13b0
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115633.D

Aca On 17 Jul 2019 20:19

Operator : HP/JU

Sample - K3835-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219.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 2-Phenanthrenol, 4b,5,6,7,8... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.41 2.41 ng 233439 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Phenanthrenol. 4b.5.6.7.8.8a.9... 286 C20H300 000511-15-9 93
2 5-Androstene. 4.4-dimethvl- 286 C21H34 1000194-15-4 53
3 Pvrrolidine. 1-I5-(1.3-benzodiox... 271 C16H17NO3 025924-78-1 35
4 2.2-Bis(4"-methoxvphenvl)-2-etho... 286 C18H2203 1000283-53-7 22
5 Oxazole, 2-(1-naphthalenyl)-5-ph... 271 C19H13NO 000846-63-9 18
Abundance Scan 1925 (13.410 min): BF115633.D (-1922) (-) m/z 175.05 100.00%
1715 271
201
5000
" 69 159 286
91 115159145 I 229243 ‘ 13.00 13.20 13.40 13.60 13.80
0 T B NS WY NS W m/z 271.20 87.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #133179: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro-4b,...
21
175

286 13100 13.20 13.40 13.60 13.80
m/z 201.05 64 .97%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #133208: 5-Androstene, 4,4-dimethyl-
271
286
13.00 13.20 13.40 13.60 13.80
5000 m/z 69.00 30.97%
95
415 g1 Vg 135 15 201
o2 217 24357
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #120153: Pyrrolidine, 1-[5-(1,3-benzodioxol-5-yl)-1-0x0-2,... A B o
201 271 13.00 13.20 13.40 13.60 13.80
m/z 189.05 30.66%
5000
- 115 173
0 Hw\ e 1.8.7..\‘..%.17...?‘%?..,....,.... R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. OO 13. 20 13. 40 13. 60 13. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115633.D

Aca On 17 Jul 2019 20:19

Operator : HP/JU

Sample - K3835-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219.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 9-Octadecenamide, (Z)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

13.45 4_.07 ng 394102 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 97
2 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 83
3 Dodecanamide 199 C12H25N0 001120-16-7 53
4 Nonanamide 157 C9H19NO 001120-07-6 49
5 Octanamide 143 C8H17NO 000629-01-6 47

Abundance Scan 1932 (13.451 min): BF115633.D (-1928) (-) m/z 59.00 100.00%

99

5000
8l 98 126 149 168 189 213 232 249264 286302 13.20 13.40 13.60 13.80
o m/z 72.00 74 .20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #128446: 9-Octadecenamide, (2)-
59

5000

13.20 13 40 13.60 13.80

126 m/z 55.00 35.62%

83 o8
54169184 220 238 264281

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #85011: Benzeneethanamine, 2-fluoro-.beta.,3,4-trihydroxy-...
59
i B R B
13.20 13.40 13.60 13.80
5000 m/z 41.00 32.94%

83 11112141157 181196212 229

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #60440: Dodecanamide A B E s B S
59 13.20 13.40 13.60 13.80
m/z 43.00 22.97%
5000
28 43
Ll e 12 s e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.20 13 40 13. 60 13. 80

8270-BF071219.M Thu Jul 18 13:42:35 2019

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115633.D

Aca On 17 Jul 2019 20:19

Operator : HP/JU

Sample - K3835-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219.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 1-Octadecene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.89 4.81 ng 465981 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecene 252 C18H36 000112-88-9 95
2 n-Nonadecanol-1 284 C19H400 001454-84-8 95
3 Behenic alcohol 326 C22H460 000661-19-8 95
4 n-Tetracosanol-1 354 C24H500 000506-51-4 95
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 94
Abundance Scan 2007 (13.892 min): BF115633.D (-2001) (-) m/z 83.05 100.00%
57
41
5000
168 194 218 258 13.60 13.80 14.00 14.20
I 24t m/z 57.00 87.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104182: 1-Octadecene
43
83
5000 SRR SR SR B
13.60 13.80 14.00 14.20
2 m/z 97.00 83.43%
o1 126 154 182 ,pg20a 252
m/z--> ﬁo 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131391: n-Nonadecanol-1
55 88
| 13.60 13.80 14.00 14.20
5000 m/z 69.00 83.39Y%
29
o Il 154 182 210 238 266
m/z--> ﬁo 45 éo 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol I EAmEmEEE RS
55 88 13.60 13.80 14.00 14.20
m/z 43.00 83.33%
5000
29
o Ll 167182 210 238 264280 308
m/z--> ﬁo 45 éo 80 100 120 140 160 180 200 220 240 260 280 300 13feo 13!80 14J00 14!20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115633.D

Aca On 17 Jul 2019 20:19

Operator : HP/JU

Sample - K3835-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219.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 Oxirane, heptadecyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.95 2.84 ng 167500 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. heptadecvl- 282 C19H380 067860-04-2 94
2 Octadecanal 268 C18H360 000638-66-4 91
3 16-Octadecenal 266 C18H340 056554-87-1 91
4 Heptadecanal 254 C17H340 1000376-70-0 90
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 90
Abundance Scan 2187 (14.951 min): BF115633.D (-2183) (-) m/z 57.00 100.00%

8

5000
n 14760 14,80 15100 1550
137 . . . .
58 189 217236 268288 343362
(o} m/z 82.00 90.44%
m/z--> 50 100 150 200 250 300 350
Abundance #129467: Oxirane, heptadecyl-
43
5000 LA L L L L L L B
14.60 14.80 15.00 15.20
110 m/z 43.00 82.34%
L2 I[ 1138 166 194717 236 264282
- T T T T I T I T T I I T I T T T T T T T T I T T
m/z--> 50 lOO 150 200 250 300 350
Abundance #117607: Octadecanal
43 8P
B B .
14.60 14.80 15.00 15.20
5000 m/z 83.05 64 .54%
109
DL LL L e 100 22 250
(/N U P S0 D
m/z--> 50 100 150 200 250 300 350
Abundance #115861: 16-Octadecenal B B .
57 82 14.60 14.80 15.00 15.20
m/z 96.00 62.19%
5000
29 110 -
. LAY, 168 296 224 7
- IIIIII T L IIIIIII IIIIIIIIIIIIIIIIIII
m/z--> 50 100 50 200 250 300 350 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115633.D

Aca On 17 Jul 2019 20:19

Operator : HP/JU

Sample - K3835-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219.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 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.15 4.12 ng 242600 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Nonadecane 268 C19H40 000629-92-5 91
3 Hexacosane 366 C26H54 000630-01-3 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 2-methyloctacosane 408 C29H60 1000376-72-8 87
Abundance Scan 2221 (15.151 min): BF115633.D (-2216) (-) m/z 57.00 100.00%
57
85
5000
e 1450 1500 150 1540~
141 169 197 979239 - - -
0 219 m/z 71.00 79.56%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 U S SURELRE UL B B
mmmmmmmm
m/z 85.05 59.77%
0 %9. . A 1] J ,|141 169 197 225 253 282
m/z--> 55 100 1éo 260 2éo 360 3éo
Abundance #117637: Nonadecane
57
o 14.80 15.00 15.20 15.40
5000 m/z 43.00 58.82%
29
0 \‘ 1| \J\ Al JJ 1:|I\-3 | 141 169 197 268
m/z--> 55 160 150 200 250 300 3éo
Abundance #194493: Hexacosane LI L L L B L B
57 14.80 15.00 15.20 15.40
m/z 55.00 24 449
5000 85
. 29 j Iy M3, 141 160 197 225 253 295 323 367
m/z--> 55 160 1éo 260 2éo 360 3éo 1480 1500 1520 1§40 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115633.D

Aca On 17 Jul 2019 20:19

Operator : HP/JU

Sample - K3835-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219.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 Benzo[e]pyrene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.37 7.34 ng 431956 Perylene-d12 15.50
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 Pervlene 252 C20H12 000198-55-0 96
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 93

Abundance Scan 2258 (15.368 min): BF115633.D (-2254) (-) m/z 252.10 100.00%
252
5000
125 15.00 15.20 15.40 15.60
224 : : : :
oL 20 74 99 | 149 174 198 <7 4l 276 209 325 365 | n/7 250.00  29.50%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
252
5000
15.00 15.20 15.40 15.60
125 m/z 253.05 21.99%
ol 50 74 99 . | 146 174 200 224
m/z--> 50 100 150 200 250 300 350
Abundance #104218: Benzo[a]pyrene
252
15.00 15.20 15.40 15.60
5000 m/z 125.00 15.60%
126
0l 39 57 74 100 | 149 174 200 224
m/z--> 50 160 150 200 250 300 350
Abundance #104213: Perylene LI L B I B
252 15.00 15.20 15.40 15.60
m/z 126.00 12 .45%
5000
126
o390 63 84 105 | 150 174 200 224 .H
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\BFO71719\
Data File : BF115633.D

Aca On 17 Jul 2019 20:19

Operator : HP/JU

Sample - K3835-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219.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 2-methyloctacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.96 4.29 ng 252667 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Triacontane 422 C30H62 000638-68-6 90
4 Heneicosane 296 C21H44 000629-94-7 87
5 Tridecane, 3-methyl- 198 C14H30 006418-41-3 86
Abundance Scan 2359 (15.963 min): BF115633.D (-2355) (-) m/z 57.00 100.00%

85

5000

:

15.60 15.80 16.00 16.20
m/z 71.05 80.41%

. 35195177197 224 254 281301 355

m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane

5

5000

15.60 15.80 16.00 16.20
m/z 85.05 59.94%

141 169 197 225 365 393

267 295

0!
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
A ma e
15.60 15.80 16.00 16.20
5000 85 m/z 43.00 58.59%
29 113
ol |l 77,141 169 197 225 253 295 323 367 \/\wﬁuj\,pwm/kd/\\JV%ﬂﬁh//
s B LA e e e e R e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane R AR EEEEE T
57 15.60 15.80 16.00 16.20
m/z 55.00 23.90%
e T MMAM/
113
ol29) || J | 141 169 197 225 253 281 309 337 365 393 422
m/z--> 50 100 150 200 250 300 350 400 15 60 15. 80 16. OO 16 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115633.D

Aca On 17 Jul 2019 20:19

Operator : HP/JU

Sample - K3835-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219.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 14 3,4-Dibromobenzaldehyde Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.06 2.14 ng 125806 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.4-Dibromobenzaldehvde 262 C7H4Br20 074003-55-7 52
2 3-Chloro-1-diethvlamino-7-ethvl-. .. 292 C15H21CIN4 1000274-36-7 42
3 Boroxin., ethvldiphenvl- 264 C14H15B303 1000151-82-0 38
4 7-Carbomethoxv-5.8-dimethoxy-1-t... 264 C14H1605 122136-07-6 35
5 Phenothiazine, 2-chloro-8-methoxy- 263 C13H10CINOS 017800-09-8 27
Abundance Scan 2376 (16.063 min): BF115633.D (-2372) (-) m/z 57.00 100.00%
83 264
111
5000] 4
132
180 202 204 286303 245, et
179 243 15.80 16.00 16.20 16.40
o} - m/z 83.05 85.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #112716: 3,4-Dibromobenzaldehyde

5000

15.80 16.00 16.20 16.40
m/z 69.00 80.92%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #137558: 3-Chloro-1-diethylamino-7-ethyl-5,6,7,8-tetrahydr. ..
263
A R A
15.80 16.00 16.20 16.40
5000 m/z 264.00 80.31%
42
l %8 78 102 129 156 184 206 235 | 292
aaa B e mana e e a A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #113779: Boroxin, ethyldiphenyl-
264 15.80 16.00 16.20 16.40
m/z 97.00 80.23%
5000 235
104 131 165
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15. 80 16. 00 16. 20 16.40

8270-BF071219.M Thu Jul 18 13:42:38 2019 Page: 17



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BFO71719\
Data File : BF115633.D

Acq On 17 Jul 2019 20:19

Operator : HP/JU

Sample - K3835-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071219._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... 2.22 14.2 ng 887067 1 6.88 1247040 20.0
unknown6 .66 6.66 68.1 ng 4248500 1 6.88 1247040 20.0
n-Hexadecanoic acid 11.92 11.8 ng 875538 4 11.40 1481400 20.0
Pendimethalin 12.35 5.2 ng 383020 4 11.40 1481400 20.0
Octadecanoic acid 12.70 4.9 ng 361045 4 11.40 1481400 20.0
2-Phenanthrenol, ... 13.41 2.4 ng 233439 5 14.03 1936770 20.0
9-Octadecenamide, ... 13.45 4.1 ng 394102 5 14.03 1936770 20.0
1-Octadecene 13.89 4.8 ng 465981 5 14.03 1936770 20.0
Oxirane, heptadecyl- 14.95 2.8 ng 167500 6 15.50 1177770 20.0
Eicosane 15.15 4.1 ng 242600 6 15.50 1177770 20.0
Benzo[e]pyrene 15.37 7.3 ng 431956 6 15.50 1177770 20.0
2-methyloctacosane 15.96 4.3 ng 252667 6 15.50 1177770 20.0
3,4-Dibromobenzal... 16.06 2.1 ng 125806 6 15.50 1177770 20.0
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