LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120079.D

Aca On : 20 Apr 2020 15:56

Operator : MA/SJ

Sample : L2314-13

Misc :

ALS Vial : 8 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-BF040820 .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 5.322 545 550 553 rBY 3656052 3556352 67.85% 7.691%
2 6.357 721 726 729 rBVY 3353038 3994552 76.21% 8.638%
3 6.410 732 735 742 rVB2 41837 55172 1.05% 0.119%
4 6.545 755 758 763 rBV 175691 155392 2.96% 0.336%
5 6.710 783 786 790 rBVY 1084159 982409 18.74% 2.124%
6 6.834 804 807 809 rBV2 78987 63378 1.21% 0.137%
7 6.869 809 813 817 rVB 3344447 3233971 61.70% 6.993%
8 7.281 875 883 886 rBY 2651906 2888802 55.11% 6.247%
9 7.998 1000 1005 1007 rBV 1589835 1326439 25.31% 2.868%
10 8.022 1007 1009 1012 rVB 197745 154834 2.95% 0.335%
11 8.710 1122 1126 1130 rBV 74981 64949 1.24% 0.140%

12 9.080 1183 1189 1192 rBV 5676440 5241409 100.00% 11.334%
13 9.151 1196 1201 1204 rBV2 85812 100673 1.92% 0.218%
14 9.263 1216 1220 1224 rVB3 61419 55396 1.06% 0.120%
15 9.345 1231 1234 1238 rVB4 74563 86868 1.66% 0.188%

16 9.392 1238 1242 1244 rBV 691386 634249 12.10% 1.372%
17 9.410 1244 1245 1248 rVvv2 231700 158295 3.02% 0.342%
18 9.475 1252 1256 1259 rVvV 1120911 927069 17.69% 2.005%
19 9.510 1259 1262 1267 rVB2 151559 141485 2.70% 0.306%
20 9.616 1275 1280 1282 rBV 67674 59969 1.14% 0.130%

21 9.657 1282 1287 1291 rBV3 76594 99215 1.89% 0.215%
22 9.698 1291 1294 1297 rVB 187773 157658 3.01% 0.341%
23 9.757 1297 1304 1308 rBV 1751612 1538288 29.35% 3.327%

24 9.863 1319 1322 1323 rBV2 79188 71557 1.37% 0.155%
25 9.880 1323 1325 1330 rVB3 65163 65431 1.25% 0.141%
26 10.004 1343 1346 1352 rVB2 88535 92352 1.76% 0.200%

27 10.427 1411 1418 1422 rBV2 375647 356508 6.80% 0.771%
28 10.545 1432 1438 1442 rBV 3029393 3080006 58.76% 6.660%
29 10.669 1456 1459 1463 rBV2 74130 104682 2.00% 0.226%
30 11.239 1552 1556 1559 rBV 1595317 1470050 28.05% 3.179%

31 11.263 1559 1560 1563 rVV 303494 175910 3.36% 0.380%
32 11.316 1566 1569 1573 rVB2 72539 65746 1.25% 0.142%
33 11.704 1631 1635 1638 rBv4 39548 67328 1.28% 0.146%
34 11.745 1638 1642 1644 rBV 243408 243726 4._.65% 0.527%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120079.D

Aca On : 20 Apr 2020 15:56

Operator : MA/SJ

Sample : L2314-13

Misc :

ALS Vial : 8 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\HPCHEM1\BNA F\METHODS\8270-BF040820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 11.780 1644 1648 1653 rVV2 1049552 1004223 19.16% 2.172%

36 12.039 1688 1692 1694 rBV2 48441 54120 1.03% 0.117%
37 12.292 1732 1735 1738 rBV 62422 61159 1.17% 0.132%
38 12.339 1738 1743 1747 rVB3 57940 85916 1.64% 0.186%
39 12.380 1747 1750 1754 rBvV4 56610 65537 1.25% 0.142%

40 12.451 1758 1762 1766 rBVY 314709 326175 6.22% 0.705%

41 12.504 1766 1771 1775 rVB3 85585 140012 2.67% 0.303%
42 12.568 1778 1782 1789 rVB 459732 491638 9.38% 1.063%
43 12.680 1796 1801 1804 rBV 310329 271881 5.19% 0.588%
44 12.839 1822 1828 1831 rBV 4860796 4851606 92.56% 10.491%
45 13.263 1896 1900 1903 rBV2 785391 692649 13.21% 1.498%

46 13.410 1923 1925 1927 rBV3 78048 64455 1.23% 0.139%
47 13.504 1938 1941 1942 rBV 67164 58187 1.11% 0.126%
48 13.621 1958 1961 1966 rBV4 99782 158174 3.02% 0.342%
49 13.680 1969 1971 1975 rBV3 38031 60642 1.16% 0.131%

50 13.733 1977 1980 1989 rVV2 428206 585169 11.16% 1.265%

51 13.886 2001 2006 2008 rBV2 1150219 1233207 23.53% 2.667%
52 13.910 2008 2010 2016 rVB 160096 154889 2.96% 0.335%
53 14.051 2031 2034 2038 rBV2 109618 126662 2.42% 0.274%
54 14.198 2057 2059 2063 rBV 88762 88148 1.68% 0.191%
55 14.274 2068 2072 2075 rBV 300676 450053 8.59% 0.973%

56 14.333 2080 2082 2085 rVB 155693 136034 2.60% 0.294%
57 14.362 2085 2087 2091 rBV3 101014 121746 2.32% 0.263%
58 14.404 2092 2094 2096 rBV 137459 142774 2.72% 0.309%
59 14.521 2111 2114 2117 rVB 216599 193041 3.68% 0.417%
60 14.645 2132 2135 2140 rBV2 297628 362387 6.91% 0.784%

61 14.710 2143 2146 2156 rVB 356168 460077 8.78% 0.995%
62 14.898 2175 2178 2188 rVB 227479 422258 8.06% 0.913%
63 14.980 2189 2192 2195 rBV 137007 141003 2.69% 0.305%
64 15.186 2224 2227 2233 rVB 151605 206746 3.94% 0.447%
65 15.245 2233 2237 2242 rBV 174448 216040 4.12% 0.467%

66 15.309 2243 2248 2251 rBV 788267 1048357 20.00% 2.267%
67 15.751 2320 2323 2328 rVB 106884 137931 2.63% 0.298%
68 16.686 2478 2482 2489 rVB2 86283 160275 3.06% 0.347%

Sum of corrected areas: 46243291
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LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\

Data Path :

Data File : BF120079.D

Aca On : 20 Apr 2020 15:56
Operator : MA/SJ

Sample - L2314-13

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters: LSCINT.P

= C:\DATABASE\NIST11.L

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF120079.D

5.32

6.36

p.48,55

6.71

6.87

6. EE3

7.28

0
Time-->

T
5.00

5.50

6.00

6.50

Abundance

5000000

4000000

3000000

2000000

1000000

8.00

9.76

DHEB.00

TIC: BF120079.D

10.55

10.4j

L

1067

11.24
11.78

3 12.04 1

12.}126?5.68

12.84

13.2¢

0
Time-->

!
10.00

10.50

A
T

11.00

12.00

11.50

12.50

13.00

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF120079.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120079.D

Aca On : 20 Apr 2020 15:56

Operator : MA/SJ

Sample : L2314-13

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 1 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 13

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

6.55 3.16 ng 155392 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 78
2 Diethvl carbitol 162 C8H1803 000112-36-7 72
3 2-Propanol. 1-propoxv- 118 C6H1402 001569-01-3 38
4 (S)-(+)-1.2-Propanediol 76 C3H802 004254-15-3 37
5 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 36

Abundance Scan 759 (6.551 min): BF120079.D (-755) (-) m/z 45.00 100.00%
45
5000
59
2 118 PIYNPI P sA S
91 103 : : : :
..,....,....,....~,':|!:.,...':l~....,I'.'..,?.4..,'....,.-:..,..-.'!,....,....,.. m/z 59.00 35.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15098: Ethanol, 2-(2-ethoxyethoxy)-
45
5000
31 59 6.20 6.40 6.60 6.80
72 m/z 43.00 22 .04%
S| Y RSt E S -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
45
6.20 6.40 6.60 6.80
5000 59 72 m/z 72.00 17.68%
31
15 89 103 116
wwmﬁmwwwwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8832: 2-Propanol, 1-propoxy- B B B e
45 6.20 6.40 6.60 6.80
m/z 73.00 11.07%
73
5000
59
31 ‘ ‘
'w'%?w"J“t”?ﬁll"w'“‘l“"|““'l“'é?“"%Pﬁ'l'}%z"'w"'w"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120079.D

Aca On : 20 Apr 2020 15:56

Operator : MA/SJ

Sample : L2314-13

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 3 Longifolene Concentration Rank 6

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

9.39 8.25 ng 634249 Acenaphthene-d10 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Lonaifolene 204 C15H24 000475-20-7 99
2 Naphthalene. 1.2.3.5.6.7.8.8a-oc... 204 C15H24 004630-07-3 97
3 Naphthalene. 1.2.3.5.6.7.8.8a-oc... 204 C15H24 010219-75-7 93
4 _beta.-Neoclovene 204 C15H24 056684-96-9 91
5 Aromandendrene 204 C15H24 000489-39-4 89

Abundance Scan 1242 (9.392 min): BF120079.D (-1238) (-) m/z 161.05 100.00%
1 161

105

119
5000 133 189

204

s 9.00 9.20 9.40 9.60 9.80

m/z 90.95 95.11%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64268: Longifolene
4 91 161

5000
9.00 9.20 9.40 9.60 9.80

175 m/z 104.95  77.50%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance

161

g3 105 204 9.00 9.20 9.40 9.60 9.80
5000 79 119 4aq m/z 93.00 71.79%

41 189

55 g7 147 175

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

Abundance #64550: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-dimet...
161 9.00 9.20 9.40 9.60 9.80
41 m/z 94.00 69.57%
93
79 105
204
5000 55 119 135
189
67
147
Tl o
el A M
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120079.D

Aca On : 20 Apr 2020 15:56

Operator : MA/SJ

Sample : L2314-13

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 4 Naphthalene, 2,6-dimethyl- Concentration Rank 20

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

9.41 2.06 ng 158295 Acenaphthene-d10 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 90
2 .gamma.-Muurolene 204 C15H24 030021-74-0 46
3 1H-3a.7-Methanoazulene. octahvdr... 204 C15H24 000546-28-1 38
4 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 35
5 Bicyclo[7.2.0]Jundec-4-ene, 4,11,... 204 C15H24 000118-65-0 30

Abundance Scan 1245 (9.410 min): BF120079.D (-1244) (-) m/z 69.10 100.00%

5000 105 119 133

9.00 9.20 9.40 9.60 9.80
m/z 41.05 92 .83%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28472: Naphthalene, 2,6-dimethyl-

5000

900 9.20 940 9.60 9.80
m/z 93.05 85.17%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
161
93 9.00 9.20 9.40 9.60 9.80
5000 i 105 .19 m/z 91.00 75.67%
79
55 ¢ 133 204
27 148 475 189
e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64536: 1H-3a,7-Methanoazulene, octahydro-3,8,8-trimethyl-...
161 9.00 9.20 9.40 9.60 9.80
m/z 55.00 75.26%
41 69
5000 93 204
105 120 433
147
\ \w \\» T e | AU
m/z--> 20 40 l 140 160 180 200 9. OO 9.20 9. 40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120079.D

Aca On : 20 Apr 2020 15:56

Operator : MA/SJ

Sample : L2314-13

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 5 unknownl10.43 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.43 4.64 ng 356508 Acenaphthene-d10 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Piperonvlamine 151 C8H9NO2 002620-50-0 42
2 Ethanone. 1-(3-hvdroxvtricvclol3... 194 C12H1802 039917-38-9 35
3 Naphthalene. decahvdro-2.2-dimet... 166 C12H22 031124-85-3 25
4 2-Butanone. 4-(5-methvl-2-furanvl)- 152 C9H1202 013679-56-6 25
5 3-Formyl-1-isopropyl-2(1H)-pyridone 165 C9H11NO2 1000306-46-8 22
Abundance Scan 1418 (10.427 min): BF120079.D (-1411) (-) m/z 95.00 100.00%
151
5000
107 121 135 N :F:,;]J_M

165 177189 207 10.20 10.40 10.60 10.80
m/z 151.10 60.45%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24789: Piperonylamine
1%0
121

10.20 10.40 10.60 10.80
m/z 43.00 56.45%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
151
e B R B o S
43 10.20 10.40 10.60 10.80
5000 m/z 150.10 52.00%
93
107 194
27 55 67 77 117 133
e e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #35204: Naphthalene, decahydro-2,2-dimethyl- e
5 151 10.20 10.40 10.60 10.80
m/z 41.00 49.62%
5000 41 55 81
67
109
29 H
166
..,.‘a‘..‘i“...“l‘,.l‘..“,“...‘l‘,..“..ll2.3..1.37..l.,.‘...,....,.... e B A AR B
m/z--> 20 40 60 80 100 120 140 160 180 200 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120079.D

Aca On : 20 Apr 2020 15:56

Operator : MA/SJ

Sample : L2314-13

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 6 unknownll.75 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.75 3.32 ng 243726 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecenoic acid. Z-11- 254 C16H3002 002416-20-8 38
2 Palmitoleic acid 254 C16H3002 000373-49-9 38
3 (1S.159)-Bicvclol13.1.0Thexadeca... 236 C16H280 102572-89-4 25
4 Z-7-Tetradecenoic acid 226 C14H2602 1000130-98-4 25
5 3,11-Tetradecadien-1-ol 210 C14H260 1000131-36-2 22
Abundance Scan 1643 (11.751 min): BF120079.D (-1638) (-) m/z 55.05 100.00%

5000

.

11.40 11.60 11.80 12.00

110124 141153165 m/z 41.00 45.25%
i .25%

208 221 236

m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #105682: Hexadecenoic acid, Z-11-

-

5000

11:40 11.60 11.80 12.00
97 m/z 69.00 36.46%

111
123 138 152165 179192 218 236 254

m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance
55 69
R
83 11.40 11.60 11.80 12.00
5000{ 43 97 m/z 192.10 35.69%
111
123 236
137 152 165 179192 207 221 254
AL At R A
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #90908: (1S,15S)-Bicyclo[13.1.0]hexadecan-2-one
55 11.40 11.60 11.80 12.00
m/z 97.00 27 .29%
g7 81
5000 95
109121 135 236
T Mo e 103207
T

m/z--> 40 60 80 100 120 140 160 180 200 220 240 11.40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120079.D

Aca On : 20 Apr 2020 15:56

Operator : MA/SJ

Sample : L2314-13

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 7 n-Hexadecanoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
11.78 13.66 ng 1004220 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 n-Hexadecanoic acid

2 Pentadecanoic acid
3 Tetradecanoic acid
4 Dodecanoic acid

5 Octadecanoic acid

256 C16H3202
242 C15H3002
228 C14H2802
200 C12H2402
284 C18H3602

000057-10-3 94
001002-84-2 87
000544-63-8 72
000143-07-7 64
000057-11-4 64

Abundance Scan 1648 (11.780 min): BF120079.D (-1644) (-) m/z 60.00 100.00%
5000
g5 129
213 |llll|llll|llll|llll|ll
o1 157 185 g 256 302 11.40 11.60 11.80 12.00
m/z 43.05 96.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107549: n-Hexadecanoic acid

43 -JQJJLJMNV

5000 129
11.40 11.60 11.80 12.00
m/z 73.00 88.71%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43 73
R Eammana
11.40 11.60 11.80 12.00
5000 129 m/z 57.00 86.60%
97 199 242
27
58 113 157 180 | 214
WWWTTWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #84453: Tetradecanoic acid T T T
73 11.40 11.60 11.80 12.00
43 m/z 55.00 73.38%
5000 129
185 228
Y i T N A S S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11. 40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120079.D

Aca On : 20 Apr 2020 15:56

Operator : MA/SJ

Sample : L2314-13

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

12.57 7.97 ng 491638 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 76
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 Pentadecanoic acid 242 C15H3002 001002-84-2 59
5 n-Decanoic acid 172 C10H2002 000334-48-5 53

Abundance Scan 1782 (12.568 min): BF120079.D (-1778) (-) m/z 43.05 100.00%

5000

12.20 12.40 12.60 12.80
m/z 60.00 95.19%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #131261: Octadecanoic acid
43 73

5000 129 L L
12.20 12.40 12.60 12.80

m/z 57.00 87 .38%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance
43 60
R e S R
12.20 12.40 12.60 12.80
5000 129 m/z 72.95 87.19%
83
101 157 185 213 256
239
Wm‘rmwmﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #84453: Tetradecanoic acid R e e AR
78 12.20 12.40 12.60 12.80
43 m/z 55.00 85.03%
5000 129

2% ‘ | ‘ 14916§1TS 211228 MM/\JLWM/

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 12. 20 12. 40 12 60 12. 80

8270-BF040820.M Tue Apr 21 06:26:49 2020 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120079.D

Aca On : 20 Apr 2020 15:56

Operator : MA/SJ

Sample : L2314-13

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 9 unknownl3.26 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.26 11.23 ng 692649 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Androstene. 4.4-dimethvl- 286 C21H34 1000194-15-4 47
2 2-Phenanthrenol. 4b.5.6.7.8.8a.9... 286 C20H300 000511-15-9 46
3 2-Phenanthrenol. 4b.5.6.7.8.8a.9... 328 C22H3202 015340-82-6 46
4 Pvrrolidine. 1-I5-(1.3-benzodiox... 271 C16H17NO3 025924-78-1 38
5 13-I1sopropylpodocarpen-12-ol-20-al 300 C20H2802 024035-37-8 27
Abundance Scan 1900 (13.263 min): BF120079.D (-1896) (-) m/z 175.10 100.00%
175 271
5000
4 6
91 115133 13.00 13.20 13.40 13.60
B9 332349 m/z 271.20  87.74%
m/z--> 50 100 150 200 250 300 350
Abundance #133208: 5-Androstene, 4,4-dimethyl-
211
5000 AR RARAR RS WA AR
55 95 175 13.00 13.20 13.40 13.60
135 201 m/z 201.05 68.38%
29 7 5 o1g 243 b9
m/z--> 50 100 150 200 250 300 350
Abundance
271
175 13.00 13.20 13.40 13.60
5000 201 m/z 189.10 33.54%
41 69
18 91 115 145 229
m/z--> o 'gol - 160" "1éo" "260" "250" "360" "350
Abundance #167984: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro-4b,... LR I B B B B
2711 13.00 13.20 13.40 13.60
m/z 69.05 29.73%
5000
175
43 201 308
18 |- ‘ 91 109 112814\:5 i ull ‘\‘ L I | 24\.3 ‘ 1
m/z--> 50 160 1%0 260 250 300 350 13bo 1520 1320 13b0

8270-BF040820.M Tue Apr 21 06:26:49 2020 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120079.D

Aca On : 20 Apr 2020 15:56

Operator : MA/SJ

Sample : L2314-13

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 10 Hexanoic acid, 2-ethyl-, ox... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.62 2.57 ng 158174 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl-. oxvbis(... 446 C24H4607 018268-70-7 52
2 1H-Pvridol3.4-blindole. l1-ethyl-... 200 C13H16N2 006678-86-0 25
3 Pvrimidine-2.4(1H.3H)-dione. 1l-a... 226 C11H15FN202 312533-68-9 25
4 7H-Benzldelanthracen-7-one 230 C17H100 000082-05-3 25
5 Benzeneethanamine, 2-fluoro-.bet... 201 C9H12FNO3 099387-71-0 25
Abundance Scan 1961 (13.621 min): BF120079.D (-1958) (-) m/z 57.00 100.00%
57
i %AU\A/‘\—’A;
230
5000
DA BN SRR SR
4 13.40 13.60 13.80 14.00
250 274
301347 m/z 171.05  67.98%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #226214: Hexanoic acid, 2-ethyl-, oxybis(2,1-ethanediyloxy...
1M
57
5000 127 UL I L L L LI L
99 anmmmmm
73 m/z 230.10 53.63%
4
147 189
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
171
' 13.40 13.60 13.80 14.00
5000 m/z 127.00 34._.70%
115 144 200
WTWWWTWTWWWTWWTWWTWTWTWT
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #82315: Pyrimidine-2,4(1H,3H)-dione, 1-allyl-5-fluoro-3-(2... I A REE R EEE e s ]
171 13.40 13.60 13.80 14.00
41 m/z 55.00 29.46%
5000
114
m/z--> 4'0 6|0 8|0 1(')0 120 140 160 180 200 220 240 260 25';0 3(')0 350 ' 13. 40 13 60 13. 80 14. 00

8270-BF040820.M Tue Apr 21 06:26:50 2020 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120079.D

Aca On : 20 Apr 2020 15:56

Operator : MA/SJ

Sample : L2314-13

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 11 Pentafluoropropionic acid, ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.73 9.49 ng 585169 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 94
2 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 94
3 1-Docosene 308 C22H44 001599-67-3 94
4 1-Heneicosvl formate 340 C22H4402 077899-03-7 91
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 91
Abundance Scan 1979 (13.727 min): BF120079.D (-1977) (-) m/z 55.00 100.00%
o
" &3
5000
13.40 13.60 13.80 14.00
m/z 57.00 98.90%
m/z--> 50 100 150 200 250 300 350
Abundance #212865: Pentafluoropropionic acid, heptadecy! ester
57
97
5000 ISR N RN BN UGS
13.40 13.60 13.80 14.00
29 125 m/z 43.10 93.63%
| ||L ,154 182 210 238 g3 384
m/z--> 50 100 150 200 250 300 350
Abundance
57
97 ISR N SRR BN UGS
13.40 13.60 13.80 14.00
5000 m/z 83.10 77 .33%
29 125
77 154 182 210 238 283 334
m/z--> 50 100 150 200 250 300 350
Abundance #151538: 1-Docosene R a R mamEE L
55 13.40 13.60 13.80 14.00
o m/z 97.05 62.76%
5000
29
L ‘125
LUl ) T 153 e 308
m/z--> 50 100 150 200 250 300 350 13140 13.60 13.80 14.00

8270-BF040820.M Tue Apr 21 06:26:50 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120079.D

Aca On : 20 Apr 2020 15:56

Operator : MA/SJ

Sample : L2314-13

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 12 1H-1,2,3,4-Tetrazole-1,5-di... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.27 7.30 ng 450053 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-1.2.3.4-Tetrazole-1.5-diamine... 240 C12H12N6 1000337-84-1 59
2 2.4-Difluorobenzoic acid. pentaf... 324 C13H3F702 1000360-55-5 38
3 2.4-Difluorobenzoic acid. 2.2.2-... 288 C9H5CI3F202 1000360-55-7 38
4 3.4-Difluorobenzoic acid. 2.4-di... 352 C17H8CI2F202 1000331-64-4 9
5 2,4-Difluorobenzoic acid, 2,4-di... 352 C17H8CI2F202 1000331-58-5 9
Abundance Scan 2071 (14.268 min): BF120079.D (-2068) (-) m/z 141.00 100.00%
141
5000
55 167 242 352 14.00 14.20 14.40 14.60
Ol b S8 A2 L g0t 209y 267 817 2 Tm/z 142.10 14.91%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #93564: 1H-1,2,3,4-Tetrazole-1,5-diamine, N(1)-(1-naphthal...
141
43
5000 LR DR DU BRI B
115 14.00 14.20 14.40 14.60
m/z 242.10 9.25%
77
b d 269 .?%% ??O O e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
141
14.00 14.20 14.40 14.60
5000 m/z 239.10 8.47%
113
31 93 g7 183
m/z--> éo 160 1éo 260 zéo 360 3éo 460 4%0 560
Abundance #134848: 2,4-Difluorobenzoic acid, 2,2,2-trichloroethyl ester
141 14.00 14.20 14.40 14.60
m/z 154.00 6.48%
5000
113
20 8Bgr | | nn 253 288
m/z--> éo 160 1éo 260 2%0 360 3éo 460 4%0 560 1450 1420 1440 1460

8270-BF040820.M Tue Apr 21 06:26:51 2020 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120079.D

Aca On : 20 Apr 2020 15:56

Operator : MA/SJ

Sample : L2314-13

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 13 Naphthalene, 2,2"-(1,2-etha... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

14.33 2.21 ng 136034 Chrysene-di12 13.89

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.2"-(1.2-ethanediv... 282 C22H18 021969-45-9 58

2 1.2.5-Oxadiazol-3-amine. 4-I5-(4... 307 C12H10CIN503 1000277-14-0 36

3 Naphthalene. 1.1"-(1.2-ethanediv... 282 C22H18 015374-45-5 36

4 1-I5-Nitro-6-uracilvlT1-2-I2-chlo... 293 C12H8CIN304 296798-53-3 28
5 Fumaric acid, 2,4-dichloronaphth... 352 C17H14C1204 1000344-93-2 9

Abundance Scan 2081 (14.327 min): BF120079.D (-2080) (-) m/z 141.00 100.00%
141
5000
197 14.00 14.20 14.40 14.60
41 69 100 168 220 262 295 317334352
o0 122 | W28 | 220239 o7 SIS | Tm/z 142.00  11.94%
miz--> 50 100 150 200 250 300 350
Abundance #129539: Naphthalene, 2,2'-(1,2-ethanediyl)bis-
141
5000
14.00 14.20 14.40 14.60
0
1s 082 m/z 197.10 10.03%
39 63 91 | 165 187 213 239 265 |
R e e e e —————
miz--> 50 100 150 200 250 300 350
Abundance
141
77 A S S e A
14.00 14.20 14.40 14.60
5000 113 m/z 41.00 5.14%
51
307
34 96 162 192 214232249267 290
L N e e
miz--> 50 100 150 200 250 300 350
Abundance #129540: Naphthalene, 1,1'-(1,2-ethanediyl)bis- R AEmEEEE L
141 14.00 14.20 14.40 14.60
m/z 198.00 4 .39%
5000
115
282
39 63 89 I 265 |
— ——— e ——————
miz--> 50 100 150 200 250 300 350 14.00 14.20 14.40 14.60

8270-BF040820.M Tue Apr 21 06:26:52 2020 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120079.D

Aca On : 20 Apr 2020 15:56

Operator : MA/SJ

Sample : L2314-13

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 14 Naphthalene, 1-(2-methylpro... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.40 2.32 ng 142774 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1-(2-methvilpropvl)- 184 C14H16 016727-91-6 64
2 2.4-Difluorobenzoic acid. 2.4-di... 352 C17H8CI2F202 1000331-58-5 64
3 3.4-Difluorobenzoic acid. 2.4-di... 352 C17H8CI2F202 1000331-64-4 50
4 1.4-Bisl2-naphthvl1-2.3-butanedione 338 C24H1802 034277-99-1 45
5 1-Propoxypropan-2-yl 3,5,5-trime... 258 C15H3003 1000378-24-2 42
Abundance Scan 2093 (14.398 min): BF120079.D (-2092) (-) m/z 141.00 100.00%
141
5000
183
41 14.00 14.20 14.40 14.60 14.80
115 165
b 28 i by 234 202261 201 309326 398 | m/z 183.05  12.12%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #48931: Naphthalene, 1-(2-methylpropyl)-
141
5000 U PR BRI BUUI
184 14.00 14.20 14.40 14.60 14.80
m/z 142 .00 11.14%
115
41 76 | 165
m/z--> &&%@mmmmmmmmmmﬁm'
Abundance
141
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
14.00 14.20 14.40 14.60 14.80
5000 m/z 41.05 7.33%
113
63 85 183 211 352
WTWWWWWWTWWW
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #185035: 3,4-Difluorobenzoic acid, 2,4-dichloronaphthyl-1 ... e o
141 14.00 14.20 14.40 14.60 14.80
m/z 43.00 7.05%
5000
113
43 63 g7 183 211 352
m/z--> 40 eb 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.00 14.20 14.40 14.60 14.80

8270-BF040820.M Tue Apr 21 06:26:52 2020 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120079.D

Aca On : 20 Apr 2020 15:56

Operator : MA/SJ

Sample : L2314-13

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 15 Benzamide, 2,3-difluoro-N-[... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
1452 3.13ng 193041  Chrysene-d12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Benzamide. 2.3-difluoro-N-T4-(3.... 352 CIGHS8FAN20S  1000277-49-1 50
2 Naphthalene. 1l-propvl- 170 C13H14 002765-18-6 47

3 3.5-Difluoropropiophenone 170 C9H8F20 135306-45-5 38
4 3.4-Difluoropropiophenone 170 C9H8F20 023384-72-7 38
5 2(1H)-Pyridinethione, 3-hydroxy-... 141 C6H7NOS 022989-67-9 32
Abundance Scan 2114 (14.521 min): BF120079.D (-2111) (-) m/z 141.00 100.00%
141
169
5000
43 352 14.20 14.40 14.60 14.80
115 254 300 323
L 63 8 2y L 202 2850027 T m/z 169.10 65.91%
m/z--> 50 100 150 200 250 300 350
Abundance #184949: Benzamide, 2,3-difluoro-N-[4-(3,4-difluorophenyl)...
141
5000
113 14.20 14.40 14.60 14.80
63 170 m/z 170.05 19.32%
45 352
Pl | | | 100211 3 oessosaea %
R e e e e e e B T
m/z--> 50 100 150 200 250 300 350
Abundance
141
14.20 14.40 14.60 14.80
5000 m/z 142.00 12.13%
170
115
28 63 89
e S o o o et B T A m o
m/z--> 50 100 150 200 250 300 350
Abundance #38973: 3,5-Difluoropropiophenone R REAE SR e
141 14.20 14.40 14.60 14.80
m/z 352.25 10.59%
113
5000
o7 63 170
..&.i‘lw.%i N A LA e e e e e B e e e B
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80

8270-BF040820.M Tue Apr 21 06:26:53 2020 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120079.D

Aca On : 20 Apr 2020 15:56

Operator : MA/SJ

Sample : L2314-13

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 16 1,3-Benzenediol, 0-(2,6-dif... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.64 6.91 ng 362387 Perylene-di12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Benzenediol. 0-(2.6-difluoro... 404 C24H14F204 1000345-52-7 64
2 Pvridine. 2-phenvl- 155 C11H9N 001008-89-5 59
3 1.5-Bis(naphthalen-1-v)pentane-... 352 C25H2002 1000210-52-9 56
4 Ethvl 1-(3-hvdroxvbutvIl)-2-oxocv... 270 C15H2604 110288-16-9 53
5 1-Naphthoic acid, 4-biphenyl ester 324 C23H1602 1000355-69-7 45
Abundance Scan 2134 (14.639 min): BF120079.D (-2132) (-) m/z 155.05 100.00%
185
5000
43 128 352 14.40 14.60 14.80 15.00
Ol 20 97 1P| il 178108218238260 288 315 71" | 77 156.00  16.19%
m/z--> 50 100 150 200 250 300 350 400
Abundance #213753: 1,3-Benzenediol, O-(2,6-difluorobenzoyl)-O'-(1-na...
185
5000
- 14.40 14.60 14.80 15.00
1 m/z 141.00 11.31%
51 77 101, | | 404
m/z--> 50 100 150 200 250 300 350 400
Abundance
155
14.40 14.60 14.80 15.00
5000 m/z 153.00 8.30%
57 51 77 103 127
m/z--> 50 100 150 200 250 300 350 400
Abundance #185527: 1,5-Bis(naphthalen-1-yl)pentane-1,5-dione R B A R
185 14.40 14.60 14.80 15.00
m/z 43.00 6.32%
127
5000
352
85 77 100 | | 0 555 o5e276206317 |
m/z--> 50 100 150 200 250 300 350 400 14,40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120079.D

Aca On : 20 Apr 2020 15:56

Operator : MA/SJ

Sample : L2314-13

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 17 unknownl14.71 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.71 8.78 ng 460077 Perylene-di12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Ethvl 1-(3-hvdroxvbutvl)-2-oxocv... 270 C15H2604 110288-16-9 40

2 2-naphthoic acid. 2.2.3.3.4.4.4-___. 354 C15H9F702 1000376-63-4 36
3 Naphthalene. 2.2"-(1-methvl-1.3-... 310 C24H22 077455-13-1 12
4 Pvridine. 2-phenvl- 155 C11HSN 001008-89-5 9

5 Thiophene-2-carboxylic acid, 5-f... 156 C6H403S 1000306-77-9 9

Abundance Scan 2146 (14.710 min): BF120079.D (-2143) (-) m/z 155.10 100.00%
1%5
5000
43 350 14.40 14.60 14.80 15.00
69 128
ol 289 101 165] | 181207 246271295 329°° 425 n757156.05  26.92%
m/z--> 50 100 150 200 250 300 350 400
Abundance #119073: Ethyl 1-(3-hydroxybutyl)-2-oxocyclooctane-1-carbo...
1%5
41 o 127
5000
14.40 14.60 14.80 15.00
m/z 141.05 12 .59%
179 224
A e
m/z--> 50 100 150 200 250 300 350 400
Abundance
127 155
354 14.40 14.60 14.80 15.00
5000 m/z 43.10 6.75%
77
51 101 185 235
B e e A B
m/z--> 50 100 150 200 250 300 350 400
Abundance #153250: Naphthalene, 2,2'-(1-methyl-1,3-propanediyl)bis- e A RERREEEES
155 14.40 14.60 14.80 15.00
m/z 352.30 5.94%
5000
115 310
28 51 17 1182203 228 266288
e
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120079.D

Aca On : 20 Apr 2020 15:56

Operator : MA/SJ

Sample : L2314-13

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 18 Nonadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.98 2.69 ng 141003 Perylene-di12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 86
2 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 83
3 1-lodoundecane 282 C11H23lI 004282-44-4 81
4 Tetracosane 338 C24H50 000646-31-1 80
5 Tricosane 324 C23H48 000638-67-5 80
Abundance Scan 2192 (14.980 min): BF120079.D (-2189) (-) m/z 57.00 100.00%
57
5000 P
113 141 14.60 14.80 15.00 15.20
—3 ,}. L i, o 168 197 220 243 268 297315333 358 n/, 43.10  59.28%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57
5000 85 AR AR UL UG R
14 60 14. 80 15. 00 15.20
m/z 71.00 48 .31%
29 113
Tl 10,141 109 197 225 268
m/z--> 50 100 1éo 260 250 300 3éo
Abundance
57
g5 14,60 14.80 15.00 15.20
5000 m/z 85.10 37.17%
140
29 168
11 197 239 267
m/z--> 55 160 150 200 2%0 300 3éo
Abundance #128607: 1-lodoundecane A B o
57 14.60 14.80 15.00 15.20
m/z 55.00 26.24%
5000 85
29
A ‘\‘, Ll M81e5'? w3 on a2
m/z--> 50 100 150 200 250 300 350 14. 60 14. 80 15. 00 15. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120079.D

Aca On : 20 Apr 2020 15:56

Operator : MA/SJ

Sample : L2314-13

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 19 Benzo[e]pyrene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.19 3.94 ng 206746 Perylene-d12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 95
2 Benzoli1fluoranthene 252 C20H12 000205-82-3 95
3 Pervlene 252 C20H12 000198-55-0 94
4 Benzolalovrene 252 C20H12 000050-32-8 93
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
Abundance Scan 2228 (15.192 min): BF120079.D (-2224) (-) m/z 252.10 100.00%
242
5000
126 14.80 15.00 15.20 15.40 15.60
57
0 8 109 162180107 221 | 273295318 356 1./ 250.10  28.50%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
242
5000
14.80 15.00 15.20 15.40 15.60
m/z 253.05 22 .46%
50 74 99 N n 146 174 200 224 L
m/z--> 50 100 150 200 250 300 350
Abundance
252
14.80 15.00 15.20 15.40 15.60
5000 m/z 126.00 9.44%
126
29 51 74 100 150 174 200 224
m/z--> 50 100 150 200 250 300 350
Abundance #104213:Perylene [TT T T[T T[T T [ TTrr [T
252 14.80 15.00 15.20 15.40 15.60
m/z 125.00 9.33%
5000
126
39 63 84 105 ” 150 174 200 224 |
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120079.D

Aca On : 20 Apr 2020 15:56

Operator : MA/SJ

Sample : L2314-13

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 20 Heneicosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.75 2.63 ng 137931 Perylene-di12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Hexacosane 366 C26H54 000630-01-3 72
3 Hexadecane. 1-iodo- 352 C16H33lI 000544-77-4 64
4 Oxalic acid. butvl 6-ethvloct-3-... 286 C16H3004 1000309-34-2 59
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 59
Abundance Scan 2323 (15.751 min): BF120079.D (-2320) (-) m/z 57.00 100.00%
57
5000
85
141 180 264 15.40 15.60 15.80 16.00
N '| 'L 115900 210233 207 296 3235 | n/z 43.00 42.37%
m/z--> 50 100 150 200 250 300 350
Abundance #141424: Heneicosane
57
5000 85 A DR B SN B
mmmmmmmm
- 13 m/z 71.00 40.12%
DL f 7 24 169 197 225 253 29
m/z--> 55 160 1%0 260 250 300 3%0
Abundance
57
15.40 15.60 15.80 16.00
5000 g5 m/z 85.10 33.74%
113
29 141 169 197 225 253 295 366
m/z--> 55 160 1%0 260 250 360 3%0
Abundance #184946: Hexadecane, 1-iodo- R B .
57 15.40 15.60 15.80 16.00
m/z 99.05 14 .65%
85
5000
225
113
i ‘ S N - S
m/z--> 50 100 150 200 250 300 350 15.40 15. 60 15. 80 16. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF042020\
Data File : BF120079.D

Acq On : 20 Apr 2020 15:56

Operator : MA/SJ

Sample - L2314-13

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040820._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Ethanol, 2-(2-eth... 6.55 3.2 ng 155392 1 6.72 982409 20.0
Longifolene 9.39 8.3 ng 634249 3 9.76 1538290 20.0
Naphthalene, 2,6-... 9.41 2.1 ng 158295 3 9.76 1538290 20.0
unknown10.43 10.43 4.6 ng 356508 3 9.76 1538290 20.0
unknownll.75 11.75 3.3 ng 243726 4 11.24 1470050 20.0
n-Hexadecanoic acid 11.78 13.7 ng 1004220 4 11.24 1470050 20.0
Octadecanoic acid 12.57 8.0 ng 491638 5 13.89 1233210 20.0
unknownl13.26 13.26 11.2 ng 692649 5 13.89 1233210 20.0
Hexanoic acid, 2-... 13.62 2.6 ng 158174 5 13.89 1233210 20.0
Pentafluoropropio... 13.73 9.5 ng 585169 5 13.89 1233210 20.0
1H-1,2,3,4-Tetraz... 14.27 7.3 ng 450053 5 13.89 1233210 20.0
Naphthalene, 2,2"_... 14.33 2.2 ng 136034 5 13.89 1233210 20.0
Naphthalene, 1-(2... 14.40 2.3 ng 142774 5 13.89 1233210 20.0
Benzamide, 2,3-di... 14.52 3.1 ng 193041 5 13.89 1233210 20.0
1,3-Benzenediol, ... 14.64 6.9 ng 362387 6 15.31 1048360 20.0
unknownl14 .71 14.71 8.8 ng 460077 6 15.31 1048360 20.0
Nonadecane 14.98 2.7 ng 141003 6 15.31 1048360 20.0
Benzo[e]pyrene 15.19 3.9 ng 206746 6 15.31 1048360 20.0
Heneicosane 15.75 2.6 ng 137931 6 15.31 1048360 20.0
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