LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021219\
Data File : BF112504.D

Aca On : 12 Feb 2019 11:26

Operator : JU/SJ

Sample = K1442-05

Misc :

ALS Vial : 4 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-BF012519.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 5.051 501 504 516 rBV 87422 125759 4.25% 0.417%
2 5.469 571 575 597 rBVY 2503997 2569667 86.84% 8.515%
3 6.487 744 748 765 rBVY 2646444 2762398 93.35% 9.153%
4 6.610 765 769 776 rVV 3254238 2876987 97.22% 9.533%
5 6.834 803 807 815 rBV 856609 748070 25.28% 2.479%
6 6.992 829 834 837 rBVY 2348850 2219091 74.99% 7.353%
7 7.398 899 903 914 rBVY 1807949 1686216 56.98% 5.587%
8 8.116 1021 1025 1040 rVvB 1018311 944533 31.92% 3.130%
9 9.186 1203 1207 1217 rBV 3205497 2959143 100.00% 9.805%
10 9.580 1271 1274 1283 rVB 205156 192972 6.52% 0.639%
11 9.733 1297 1300 1306 rBV 41868 39442 1.33% 0.131%
12 9.869 1313 1323 1327 rBvV 1034608 976259 32.99% 3.235%
13 9.904 1327 1329 1335 rVB 38137 42197 1.43% 0.140%
14 10.663 1454 1458 1468 rBY 1680564 1648987 55.73% 5.464%
15 10.839 1485 1488 1490 rBvV 36580 32919 1.11% 0.109%
16 11.210 1548 1551 1554 rBvV2 87548 81065 2.74% 0.269%
17 11.304 1564 1567 1572 rBvV7 21672 31719 1.07% 0.105%

18 11.357 1573 1576 1579 rVvVv 901186 829539 28.03% 2.749%
19 11.380 1579 1580 1587 rVvVv 269367 219486 7.42% 0.727%

20 11.433 1587 1589 1592 rVVv 51841 48246 1.63% 0.160%
21 11.598 1614 1617 1622 rBV3 30089 37409 1.26% 0.124%
22 11.639 1622 1624 1628 rVB2 33591 35813 1.21% 0.119%
23 11.880 1659 1665 1673 rBV3 419745 563784 19.05% 1.868%
24 11.974 1678 1681 1683 rBV 91797 85825 2.90% 0.284%
25 12.045 1690 1693 1696 rBV 90081 82310 2.78% 0.273%
26 12.151 1709 1711 1714 rVB 37608 32400 1.09% 0.107%
27 12.298 1732 1736 1739 rBvV4 45802 67247 2.27% 0.223%
28 12.410 1753 1755 1757 rBV 43887 37282 1.26% 0.124%

29 12.574 1780 1783 1787 rBV 612561 553191 18.69% 1.833%
30 12.663 1795 1798 1804 rBV2 299169 337596 11.41% 1.119%

31 12.804 1816 1822 1825 rBV 613167 623931 21.08% 2.067%
32 12.939 1841 1845 1848 rBV 2477682 2105609 71.16% 6.977%
33 13.833 1994 1997 2000 rBV2 226706 187440 6.33% 0.621%
34 14.004 2022 2026 2029 rBV2 816987 1036496 35.03% 3.434%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021219\
Data File : BF112504.D

Aca On : 12 Feb 2019 11:26

Operator : JU/SJ

Sample = K1442-05

Misc :

ALS Vial : 4 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-BF012519.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.033 2029 2031 2034 rVB 266245 222028 7.50% 0.736%

36 14.145 2048 2050 2054 rBV2 159364 171871 5.81% 0.570%
37 14.451 2100 2102 2108 rBV 210007 230119 7.78% 0.763%
38 14.574 2121 2123 2129 rBV 353725 362744 12.26% 1.202%
39 14.757 2151 2154 2157 rVB 334351 306319 10.35% 1.015%
40 15.092 2208 2211 2214 rVB2 515847 565497 19.11% 1.874%

41 15.468 2272 2275 2282 rVB2 459510 928246 31.37% 3.076%
42 15.898 2345 2348 2353 rVB2 415634 571178 19.30% 1.893%

Sum of corrected areas: 30179030
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021219\
Data File : BF112504.D

Aca On : 12 Feb 2019 11:26

Operator : JU/SJ

Sample : K1442-05

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF112504.D

3000000
6.49
2500000 >4 6.9

2000000 740
1500000

1000000 6.83

500000

5.05

" e
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: BF112504.D

3000000
12.94

2500000

2000000
10.66

1500000

8.12 9.87
1000000 11.36 12.5712.80

500000

9.58
k 9.739.90

L T T T N L e T e e

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: BF112504.D

3000000
2500000
2000000

1500000 14.00 15.09 15.47
14.514.76 15.90

1000000

500000

77—

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

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021219\
Data File : BF112504.D

Aca On : 12 Feb 2019 11:26

Operator : JU/SJ

Sample : K1442-05

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 9

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

5.05 3.36 ng 125759 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 25
3 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 23
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 504 (5.051 min): BF112504.D (-501) (-) m/z 43.05 100.00%
a3
59
5000
101 S (NN
4.80 5.00 520 5.40
Ol s LB | 7 s 10 62.75%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R L UL L I
59 480 500 520 5.40
m/z 101.00 25.16%
o 25 3% 37 83 g3 01
I D" D A0 N S N N N T
Abundance #8346: 2-Hexanol, 2-methyl-
50
480 5.00 520 5.40
5000 m/z 58.00 17.26%
a1 101
15 81 53 69 83
0"|"'w"'”ﬁ"“|Jm'|'J”|"'“w"'|”“'|"“|""w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4489: Propane, 1-ethoxy-2-methyl- e e AR mm s
50 4.80 5.00 5.20 5.40
m/z 41.10 10.92%
5000
102
m/z--> 10 20 30 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021219\
Data File : BF112504.D

Aca On : 12 Feb 2019 11:26

Operator : JU/SJ

Sample : K1442-05

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 2 unknown6.61 Concentration Rank 1

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

6.61 76.92 ng 2876990 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 769 (6.610 min): BF112504.D (-765) (-) m/z 132.00 100.00%
5000 68
40 % J 620 640 6.60 6.80 7.00
54 : . . : :
o qrer lasus )l "m/z 68.10  39.90%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 R RS SRR R
6.0 6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 33.03%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
620 640 6.60 6.80 7.00
5000 m/z 66.10 26.42%
33 aa o 105
Ll o®w | lus |
miz--> & e m 160 120 140 160 180 I
Abundance #52379: Tranylcypromine-propiony! IR B e e
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.05 16.78%
5000 og M°
o -‘-“‘. 89 | dor M 18189
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\HPCHEMI\BNA F\DATA\BF021219\
Data File : BF112504.D

Aca On : 12 Feb 2019 11:26

Operator : JU/SJ

Sample : K1442-05

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.88 13.59 ng 563784 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tridecanoic acid 214 C13H2602 000638-53-9 81
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 1665 (11.880 min): BF112504.D (-1659) (-) m/z 73.00 100.00%
43 73
60
5000 129 Jt
87 213 T T T
01115 | 143157171185 o 17,0 256 11,60 11.80 12.00 12.20
(o} m/z 43.10 88.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 LN L BULLLN BRI B

11. 60 11. 80 12. OO 12 20

m/z 60.00 80.33%
213
‘J‘“ 143 157171185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid
60 73
43 I R R L S
11.60 11.80 12.00 12.20
5000 129 m/z 41.10 70.54%
29 185 228
‘ T7 01115 143157171 ‘ 199
SR 0 0 s Wl . T A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 MMJ
Abundance #95851: Pentadecanoic acid e
43 60 73 11.60 11.80 12.00 12.20
m/z 55.10 68.92%
5000 129
29
199
143157171185 242
15 | J
Ol T

m/z--> 20 40 60 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\HPCHEMI\BNA F\DATA\BF021219\
Data File : BF112504.D

Aca On : 12 Feb 2019 11:26

Operator : JU/SJ

Sample : K1442-05

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
11.97 2.07 ng 85825 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 53
2 2.2"-Bis(4.5-dimethvlimidazole) 190 C10H14N4 069286-06-2 43
3 Propvne. 1.3-diphenvl- 192 C15H12 004980-70-5 18
4 8.9-Dihvdrocvclopentaldeflphenan... 192 C15H12 027410-55-5 18
5 BH-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 18
Abundance Scan 1680 (11.969 min): BF112504.D (-1678) (-) m/z 192.10 100.00%
192

5000
243
165
109 129 151 11.60 11.80 12.00 12.20
Of m/z 189.05 78 .14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #53204: 4H-Cyclopenta[def]phenanthrene
190

5000
11.60 11.80 12.00 12.20

m/z 190.05 71.03%

163

111124137150
L T TTTT TTTT I TTTT I TT
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #52770: 2,2'-Bis(4,5-dimethylimidazole)
189
EREE T e R R D
11.60 11.80 12.00 12.20
5000 m/z 191.10 63.18%
122
42
175
14 27 | , 66 80 95108 J 1481627
A ma o B RS Ram s o S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54742: Propyne, 1,3-diphenyl- AR B AR R AR
192 11.60 11.80 12.00 12.20

m/z 94.50 26.24%

5000

115 165
139152

o6 39 6376890,
N — N —
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 1160 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021219\
Data File : BF112504.D

Aca On : 12 Feb 2019 11:26

Operator : JU/SJ

Sample : K1442-05

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.66 8.14 ng 337596 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Nonadecane 268 C19H40 000629-92-5 56
5 Hexadecane 226 C16H34 000544-76-3 53

Abundance Scan 1798 (12.663 min): BF112504.D (-1795) (-) m/z 43.10 100.00%

43

3

5000
12.40 12.60 12.80 13.00
Ol el m/z 73.00 99.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131261: Octadecanoic acid

43 73

%

12.40 12.60 12.80 13.00
m/z 60.00  77.33%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95851: Pentadecanoic acid
43 73
12.40 12.60 12.80 13.00
5000 129 m/z 55.10 76.32%
il
0...,.‘...%:‘..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #84453: Tetradecanoic acid e  RRRaE Bam s
73 12.40 12.60 12.80 13.00
43 m/z 41.05 76.29%
5000 129
‘ 185 228
il » 2
ool M AR | aastse [0 | e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 40 12 60 12. 80 13. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021219\
Data File : BF112504.D

Aca On : 12 Feb 2019 11:26

Operator : JU/SJ

Sample : K1442-05

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 3-Bromobenzoic acid, octade... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.83 3.62 ng 187440 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Bromobenzoic acid. octadecvl e... 452 C25H41Br02 070153-14-9 95
2 Oxalic acid. octadecvl propvl ester 384 C23H4404 1000309-27-0 90
3 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 87
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 81
5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 81
Abundance Scan 1996 (13.827 min): BF112504.D (-1994) (-) m/z 43.10 100.00%
43
83
5000

13.60 13.80 14.00 14.20

139 171 200 282 319344 372
ol 251 m/z 57.10 99.72%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227475: 3-Bromobenzoic acid, octadecyl ester
56 202
83
5000 LA L L L L L L L LB
m 13.60 13.80 14.00 14.20
252 m/z 55.10 68.10%
29 224
0 33 01 [ 373 454
e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #204512: Oxalic acid, octadecy! propy! ester
43
L B
13.60 13.80 14.00 14.20
5000 71 m/z 83.10 62.96%
97
297
oL b s ‘J,Llfﬁ 153 167 224252 | 340
e R i
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #143260: 1-Dodecanoal, 2-octyl- R mEEEE RS S
57 13.60 13.80 14.00 14.20
m/z 69.10 62.19%
5000 83
111
29
Oanﬂ@Wmmmm
e L L B
m/z--> 50 100 150 200 250 300 350 400 450 13 60 13. 80 14. 00 14 20

8270-BF012519.M Wed Feb 13 17:03:30 2019 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021219\
Data File : BF112504.D

Aca On : 12 Feb 2019 11:26

Operator : JU/SJ

Sample : K1442-05

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Heptacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.14 3.32 ng 171871 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Heptadecane 240 C17H36 000629-78-7 89
3 Docosane. 5-butvl- 366 C26H54 055282-16-1 89
4 Hexacosane 366 C26H54 000630-01-3 76
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 76
Abundance Scan 2049 (14.139 min): BF112504.D (-2048) (-) m/z 57.10 100.00%
57
5000
111 137 171 192 215 248 285306 342 369389 :|.I38I0I I:|.;|-0I0I Il;l-zlol gl.;l-4lol -
Ol m/z 71.10 82_.47%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000 U LA BN B
85 13.80 14.00 14.20 14.40
m/z 43.10 73 .64%
o 291 (118 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance #94345: Heptadecane
57
13:80 14.00 14.20 14.40
5000 g5 m/z 85.10 46 .80%
29
oL Ll 4 M3 141 169 105 240
m/z--> 50 100 150 200 250 300 350
Abundance #194498: Docosane, 5-butyl- R D U DU B
43 13.80 14.00 14.20 14.40
= m/z 41.10 29_.79%
5000
126
309
0 J l J h 155 183 211 239 280 | 337 364
m/z--> 50 1(')0 1&1,0 200 250 300 350 ' 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021219\
Data File : BF112504.D

Aca On : 12 Feb 2019 11:26

Operator : JU/SJ

Sample : K1442-05

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Hexadecane, l-iodo- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14 .45 4_.44 ng 230119 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 1l-i1odo- 352 C16H33l1 000544-77-4 95
2 Heptacosane 380 C27H56 000593-49-7 93
3 Heneicosane. 1ll-pentvl- 366 C26H54 014739-72-1 93
4 Docosane. 9-butvl- 366 C26H54 055282-14-9 93
5 Eicosane 282 C20H42 000112-95-8 93
Abundance Scan 2102 (14.451 min): BF112504.D (-2100) (-) m/z 57.10 100.00%
57
85
5000
U SN B SO B
141 169 202 258 14.20 14.40 14.60 14.80
ol \ ,I Iy 11 L1 L0 230 17279302323 355379 406428 | s 71,10 72.74%
m/z--> 50 100 150 200 250 300 350 400
Abundance #184946: Hexadecane, 1-iodo-
57
85
5000 LR IS UL SULL I
1420 14.40 14.60 14.80
113 295 m/z 43.10 60.24%
29 141
m/z--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane
57
" 14:20 14.40 14.60 14.80
5000 m/z 85.10 53.64%
85
o ?? || (118 141 169 197 225 253 281 323 351 380
m/z--> 50 100 15 200 250 300 350 400
Abundance #194505: Heneicosane, 11-pentyl- I a  BREEEEES B
43 14.20 14.40 14.60 14.80
m/z 41.10 27 .40%
71
5000
’9 224 205
ol l ) | \1%7,155 183 253 7| 323 364
m/z--> 5 100 150 200 250 300 350 400 1420 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021219\
Data File : BF112504.D

Aca On : 12 Feb 2019 11:26

Operator : JU/SJ

Sample : K1442-05

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.76 6.60 ng 306319 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Heneicosane 296 C21H44 000629-94-7 94
3 Heptadecane 240 C17H36 000629-78-7 94
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 91
Abundance Scan 2155 (14.762 min): BF112504.D (-2151) (-) m/z 57.10 100.00%
57
85
5000
113 e e B o o S RS,
141 14.40 14.60 14.80 15.00
169 253
Y .1|, Lo c50,197 225 (07277 309337361 404 436462 | “ny7 71.10  77.64%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #129490: Eicosane
57
85
5000 L L B BRI B B
mmmmmmmm
m/z 43.10 66 .25%
29 113
0 ] ) I| 11 1 .11(‘39.197 225 253 25}2
m/z--> 6 55 160 1%0 260 2%0 360 3éo 460 4éo
Abundance #141425: Heneicosane
57
14.40 14.60 14.80 1500
5000 85 m/z 85.10 57 .49%
. h 13 141 160 197 225 253 29
m/z--> 6 ' 160 1%0 260 250 360 3éo 460 4éo
Abundance #94346: Heptadecane L B LB L N L B
57 14.40 14.60 14.80 15.00
m/z 55.10 25.20%
85
5000
29
m/z--> c') 5'0 1(')0 1&1;0 2(')0 251;0 3(')0 3&'30 4(')0 4&'30 14'40 14 60 14. 80 15. oo '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021219\
Data File : BF112504.D

Aca On : 12 Feb 2019 11:26

Operator : JU/SJ

Sample : K1442-05

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Heptadecane, 9-octyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.90 12.31 ng 571178 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 1-lodo-2-methvlundecane 296 C12H251 073105-67-6 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Tetratetracontane 619 C44H90 007098-22-8 90
Abundance Scan 2348 (15.898 min): BF112504.D (-2345) (-) m/z 57.10 100.00%
57
85
5000
|H3 141 183 211 239262284309 337 365390 417 444 15,60 15.80 16.00 1620 _
o e e I e LAl sE m/z 71.10 75.74%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #185535: Heptadecane, 9-octyl-
57
5000 85 L SRR SN B SULE
15.60 15.80 16.00 16.20
m/z 43.10 61.66%
o d LD a0 00 B o on zpmzs
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #141426: Heneicosane
7
o 15.60 15.80 16.00 16.20
5000 m/z 85.10 56.73%
29 113
oL L. [° 141 169 107 225 253 296
m/z--> 50 160 150 200 250 300 350 400 450
Abundance #140553: 1-lodo-2-methylundecane R e R RE R
57 15.60 15.80 16.00 16.20
m/z 55.10 25.27%
5000
85
29
0 “ Jl:|.3 169 211 206
m/z--> 5'0 100 1éo 200 250 300 350 400 450 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF021219\
Data File : BF112504.D

Acq On : 12 Feb 2019 11:26

Operator : JU/SJ

Sample - K1442-05

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012519_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]
2-Pentanone, 4-hy... 5.05 3.4 ng 125759 1 6.83 748070 20.0
unknown6.61 6.61 76.9 ng 2876990 1 6.83 748070 20.0
n-Hexadecanoic acid 11.88 13.6 ng 563784 4 11.36 829539 20.0
4H-Cyclopenta[def... 11.97 2.1 ng 85825 4 11.36 829539 20.0
Octadecanoic acid 12.66 8.1 ng 337596 4 11.36 829539 20.0
3-Bromobenzoic ac... 13.83 3.6 ng 187440 5 14.01 1036500 20.0
Heptacosane 14.14 3.3 ng 171871 5 14.01 1036500 20.0
Hexadecane, 1l-iodo- 14 .45 4.4 ng 230119 5 14.01 1036500 20.0
Eicosane 14.76 6.6 ng 306319 6 15.49 928246 20.0
Heptadecane, 9-oc... 15.90 12.3 ng 571178 6 15.49 928246 20.0
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