LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF040819\

Data File : BF113644.D

Aca On : 8 Apr 2019 17:28 Instrument :
Operator : JU/SJ BNA_F

Sample - K2264-01 ClientSampleld :

Misc - (OPEN-WALL-EXCAVATION
ALS Vial : 5 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-BF040319.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 3.652 253 266 269 rBVY 4846485 10483360 100.00% 19.138%
2 5.299 542 546 565 rBVY 2165547 2366472 22.57% 4.320%
3 6.334 718 722 739 rBVY 2266799 2537060 24.20% 4.632%
4 6.457 739 743 753 rVB 2578178 2509390 23.94% 4.581%
5 6.681 777 781 790 rBV 772827 689360 6.58% 1.258%
6 6.834 803 807 825 rBVY 2050360 1941096 18.52% 3.544%
7 7.245 873 877 890 rBVY 1643328 1588223 15.15% 2.899%
8 7.963 995 999 1017 rBV 947945 920791 8.78% 1.681%
9 9.039 1177 1182 1185 rBvY 3175786 2935630 28.00% 5.359%
10 9.434 1245 1249 1257 rVB 328598 286133 2.73% 0.522%

11 9.710 1292 1296 1300 rBV2 1198497 1058715 10.10% 1.933%
12 9.934 1328 1334 1345 rBV3 48860 106484 1.02% 0.194%
13 10.504 1427 1431 1449 rBV 2090010 2105662 20.09% 3.844%
14 11.192 1545 1548 1550 rBV 1338947 1168943 11.15% 2.134%
15 11.216 1550 1552 1557 rVvVv 792861 682945 6.51% 1.247%

16 11.269 1557 1561 1565 rVB 106797 120238 1.15% 0.220%
17 11.733 1635 1640 1645 rVvVv2 922348 1080684 10.31% 1.973%
18 11.804 1650 1652 1655 rVV 138436 169334 1.62% 0.309%
19 12.404 1750 1754 1758 rBV 948411 854540 8.15% 1.560%
20 12.516 1767 1773 1778 rBV 968141 1313132 12.53% 2.397%

21 12.633 1787 1793 1796 rVB 756309 748434 7.14% 1.366%
22 12.775 1811 1817 1821 rBV 3289031 3370782 32.15% 6.154%
23 13.069 1862 1867 1870 rBV2 80989 114761 1.09% 0.210%
24 13.133 1870 1878 1880 rBvV4 143861 308361 2.94% 0.563%
25 13.680 1967 1971 1977 rVB2 211297 285751 2.73% 0.522%

26 13.827 1982 1996 1999 rVV2 1337621 2138267 20.40% 3.904%
27 13.851 1999 2000 2009 rVB 354576 322358 3.07% 0.588%
28 13.992 2019 2024 2029 rVB 602861 635165 6.06% 1.160%
29 14.292 2070 2075 2081 rVB 1290820 1541858 14.71% 2.815%
30 14.592 2120 2126 2129 rBV 1841520 1918525 18.30% 3.502%

31 14.839 2165 2168 2174 rBV 226496 417011 3.98% 0.761%
32 14.898 2174 2178 2183 rVB 1746803 2094586 19.98% 3.824%
33 15.121 2212 2216 2220 rVB2 150461 194065 1.85% 0.354%
34 15.180 2222 2226 2230 rVB 192628 204651 1.95% 0.374%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF040819\

Data File : BF113644.D

Aca On : 8 Apr 2019 17:28

Operator : Ju/SJ

ﬁ?ggle : K2264-01 OPEN-WALL-EXCAVATION
ALS Vial : 5 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-BF040319.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.245 2231 2237 2250 rVB2 1785271 2772207 26.44% 5.061%

36 15.639 2298 2304 2310 rBV 909769 1375460 13.12% 2.511%
37 16.098 2375 2382 2392 rVB 404031 744016 7.10% 1.358%
38 16.621 2463 2471 2482 rVB2 145351 420012 4.01% 0.767%
39 17.015 2533 2538 2543 rBV2 60268 113316 1.08% 0.207%
40 17.251 2574 2578 2587 rVB3 59669 139421 1.33% 0.255%

Sum of corrected areas: 54777199
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF040819\

Data File : BF113644.D

Aca On : 8 Apr 2019 17:28

Operator : JU/SJ

ﬁ?ggle : K2264-01 OPEN-WALL-EXCAVATION
ALS Vvial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF040319.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: BF113644.D

4000000

3000000
6.46

6.33
5.30 6.83

2000000
7.25

1000000 { 6.68

———————— e S

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: BF113644.D

4000000

9.04 12.77

3000000

10.50
2000000

971 11.19

1000000] /.96 11.22

9.43
N 9.93 27 13923

O e e e A e T R A

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: BF113644.D

4000000

3000000

2000000 1459 1490 15.24

13.83 14.29

15.64
1000000

16.10
16.62  17.0217.25

et

T 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\BF040819\

Data File : BF113644.D

Aca On : 8 Apr 2019 17:28

Operator : Ju/SJ

ﬁ?ggle : K2264-01 OPEN-WALL-EXCAVATION
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040319_.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 1,3,5-Cycloheptatriene Concentration Rank 1

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

3.65 304.15 ng 10483400 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Toluene 92 C7HS8 000108-88-3 95
2 1.3.5-Cvcloheptatriene 92 C7HS8 000544-25-2 90
3 Spirol2.41hepta-4.6-diene 92 C7HS8 000765-46-8 87
4 2.5-Norbornadiene 92 C7HS8 000121-46-0 83
5 Cyclobutene, 2-propenylidene- 92 C7HS8 052097-85-5 59

Abundance Scan 266 (3.652 min): BF113644.D (-253) (-) m/z 90.95 100.00%
g1
5000
o 51 65 340 360 3.80 400
et Al 80Ul 7277 88l Tnzz 92.00  59.70%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2455: Toluene
o
5000 U I L R R
3.40 3.60 3.80 4.00
- m/z 65.00 13.03%
27 ¥ 45 51 o 7 g ||,
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance #2468: 1,3,5-Cycloheptatriene
il
340 360 3.80 400
5000 m/z 39.00 10.98%
39 65
15 20 | 455 e 7 s |
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance H#H2472: Spir0[2,4]hepta—4,6—diene LI L L L L L L
il 3.40 3.60 3.80 4.00
m/z 63.00 8.75%
5000
65
27 39 45 51 59 | 77 86|
m/z--> 10 20 30 40 50 60 70 80 90 100 340 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040819\
Data File : BF113644.D

Aca On : 8 Apr 2019 17:28

Operator : JU/SJ

Sample : K2264-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040319_.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 unknown6.46 Concentration Rank 2

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

6.46 72.80 ng 2509390 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 37
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 743 (6.457 min): BF113644.D (-739) (-) m/z 131.95 100.00%
32
5000 68
© st i 70 g % o J Sk ko 6k 6k
Jgrer | weus . m/z 68.00 38.53%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
5000 S AR AR RASE AR
69 6.20 6.40 6.60 6.80
39 57 m/z 134.00 33.38%
g 89 103
B 'yﬁl” U DN DL S
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69 o 620 640 6.60 6.80
5000 m/z 65.95 24 .61%
31 51 8
‘ L1 H l !
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R m R
57 132 6.20 6.40 6.60 6.80
24 m/z 68.95 14 .85%
5000 og M°
SN | SRR 8 rﬂQ7ILLII A 158 .,.1??
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040819\

Data File : BF113644.D

Aca On : 8 Apr 2019 17:28

Operator : Ju/SJ

ﬁ?ggle : K2264-01 OPEN-WALL-EXCAVATION
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040319_.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 unknown9.93 Concentration Rank 15

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

9.93 2.01 ng 106484 Acenaphthene-d10 9.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 27
2 Heptanoic acid 130 C7H1402 000111-14-8 27
3 DL-Arabinose 150 C5H1005 020235-19-2 27
4 Ethanone. 1-(4.5-dihvdro-2-thiaz... 129 C5H7NOS 029926-41-8 27
5 d-Glucohexodialdose 178 C6H1006 1000149-19-1 25

Abundance Scan 1333 (9.928 min): BF113644.D (-1328) (-) m/z 168.00 100.00%
168
5000 60 73 139
41
51 83 g7 115 129 155 9.60 9.80 10.00 10.20
PEY PR  REN | m/z 59.90 36.56%
m/z--> 20 40 60 80 100 120 140 160
Abundance #20839: Octanoic acid
60
73
5000 ,y 43
9.60 9.80 10.00 10.20
‘ 85 101 m/z 72.90 34 .95%
Lol [ a0 aaa
m/z--> 20 40 60 80 100 120 140 160
Abundance #13414: Heptanoic acid
60
9.60 9.80 10.00 10.20
5000 73 m/z 139.00 33.45%
41
27 H i
S RN Ol A -
m/z--> 20 40 60 80 100 120 140 160
Abundance #24053: DL-Arabinose R e RARRE
7B 9.60 9.80 10.00 10.20
m/z 40.95 23.17%
60
5000
43
Dol fL % s 110 18 g
m/z--> 20 40 60 80 1(')0 120 14'10 160 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040819\

Data File : BF113644.D

Aca On : 8 Apr 2019 17:28

Operator : Ju/SJ

ﬁ?ggle : K2264-01 OPEN-WALL-EXCAVATION
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040319_.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 9H-Fluorene, 9-methylene- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.27 2.06 ng 120238 Phenanthrene-d10 11.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene 178 C14H10 000085-01-8 96
2 Anthracene 178 C14H10 000120-12-7 95
3 9H-Fluorene. 9-methvlene- 178 C14H10 004425-82-5 93
4 Diphenvlacetvlene 178 C14H10 000501-65-5 90
5 2-Cyclopropen-1-one, 2,3-diphenyl- 206 C15H100 000886-38-4 83
Abundance Scan 1561 (11.269 min): BF113644.D (-1557) (-) m/z 178.00 100.00%
178
5000
89 152 11,00 11.20 11,40 11.60
63
...?,9....,...‘!,.~!'..,....13‘?.,..'!.,...~I|....,.... e prrpraaen | m/z 175.95  17.48%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #44142: Phenanthrene
178
5000 L BULIL UL B AR

11.00 11.20 11.40 11.60
m/z 179.00  14.96%

76
26 51 | jo98 126 192

IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #44136: Anthracene
178
11.00 11.20 11.40 11.60
5000 m/z 88.90 9.27%
39 63 8 159106 152
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #44151: 9H-Fluorene, 9-methylene- A Ema s EE L
178 11.00 11.20 11.40 11.60
m/z 75.90 9.15%
5000
76
o9 126 %2 .
[ e e e e e e AR EEE RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040819\

Data File : BF113644.D

Aca On : 8 Apr 2019 17:28

Operator : Ju/SJ

ﬁ?ggle : K2264-01 OPEN-WALL-EXCAVATION
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040319_.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.73 18.49 ng 1080680 Phenanthrene-d10 11.19
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 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 76
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 1639 (11.728 min): BF113644.D (-1635) (-) m/z 72.90 100.00%
60 73
5000 192 AJL
213 R B e e e
143157171 207 256 11.40 1160 11.80 12.00
m/z 43.00 95.40%
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 R SR RO
nmnmnmnm
m/z 59.90 85.41%
TJJ 143157171185199213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73
43 11.40 11.60 11.80 12.00
5000 129 m/z 56.95 74 .13%
29 171
15 214
‘ T } ‘ 143157 ‘ 185
Illlllll‘l‘\ H“‘:‘l‘::” \H |‘ ‘:: ”“ A I NS e
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid R R R SRS S S AR
43 60 73 11.40 11.60 11.80 12.00
m/z 41.00 70.17%
5000 129
29
199
‘ L4u 143157171185 242
15 | 4
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. oo
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040819\

Data File : BF113644.D

Aca On : 8 Apr 2019 17:28

Operator : Ju/SJ

ﬁ?ggle : K2264-01 OPEN-WALL-EXCAVATION
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040319_.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 Benzaldehyde, 3,5-dichloro-... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.80 2.90 ng 169334 Phenanthrene-d10 11.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzaldehvde. 3.5-dichloro-2-hvd... 190 C7H4C1202 000090-60-8 64
2 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 53
3 Phenanthrene. 4-methvl- 192 C15H12 000832-64-4 42
4 5H-Dibenzola.dlcvcloheptene 192 C15H12 000256-81-5 42
5 8,9-Dihydrocyclopenta[def]phenan... 192 C15H12 027410-55-5 42

Abundance Scan 1651 (11.798 min): BF113644.D (-1650) (-) m/z 192.00 100.00%

192

5000

11.40 11.60 11.80 12.00 12.20
m/z 189.00 60.59%

113 139152

50

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53362: Benzaldehyde, 3,5-dichloro-2-hydroxy-

5000
11.40 11.60 11.80 12.00 12.20

m/z 191.00 60 .34%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190
11.40 11.60 11.80 12.00 12.20
5000 m/z 189.95 47 . 71%
94
27 39 51 63 81 | 110122 137150163 173 |||

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54751: Phenanthrene, 4-methyl-
192 11.40 11.60 11.80 12.00 12.20
m/z 94.30 24 .86%
5000
95 165
51 63 82 125 139152 | .
A I e B B B R o RN RAR SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.40 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040819\

Data File : BF113644.D

Aca On : 8 Apr 2019 17:28

Operator : Ju/SJ

ﬁ?ggle : K2264-01 OPEN-WALL-EXCAVATION
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040319_.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.

12.52 12.28 ng 1313130 Chrysene-di12 13.83
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 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 86
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 1774 (12.522 min): BF113644.D (-1767) (-) m/z 73.00 100.00%

48 7B
57

129

5000

—

12.20 12.40 12.60 12.80
m/z 43.00 99.47%

1993227

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 78
5000 129 T LI s |

12.20 12.40 12.60 12.80
m/z 57.00 82.29%

185 241 284

143457171

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95855: Pentadecanoic acid

43 5 7

g

12.20 12.40 12.60 12.80

5000 g 129 m/z 59.90 82.29%

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

Abundance #84453: Tetradecanoic acid T T T
73 12.20 12.40 12.60 12.80
m/z 54.95 69.92%
43 5
5000 129
185 228
115
1 143157171 ‘

i T I o= 1o NS, | IRSSMSSA S S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12 20 12. 40 12. 60 12. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040819\

Data File : BF113644.D

Aca On : 8 Apr 2019 17:28

Operator : Ju/SJ

ﬁ?ggle : K2264-01 OPEN-WALL-EXCAVATION
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040319_.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 2-methyloctacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.13 2.88 ng 308361 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 90
2 Hexacosane 366 C26H54 000630-01-3 90
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 Heptacosane. 1-chloro- 414 C27H55CI 062016-79-9 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
Abundance Scan 1877 (13.127 min): BF113644.D (-1870) (-) m/z 57.00 100.00%

:

5000
¥ 232 1280 13.00 13.20 13.40
155 197 77" 271 : : : :
,....,...“,.1.‘.‘.,‘.‘..'.,..‘.1.,............ N — m/z 71.00 63.90%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #215181: 2-methyloctacosane
5000 TT [T T T T [T T I T [T T T T [TTTT]

12.80 13.00 13.20 13.40
m/z 43.00 61.29%

141 183 225 267 309 365
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #194493: Hexacosane
517

7

12.80 13.00 13.20 13.40
5000 m/z 85.00 51.77%

99
‘ 141 183 225 267 309 367

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane e e e
517 12.80 13.00 13.20 13.40

m/z 55.00 25.62%

:

5000

5

97
26 ] |, 141 183 225 267 309 351 393 435 491 535 574 617

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 12. 80 13. 00 13 20 13. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040819\

Data File : BF113644.D

Aca On : 8 Apr 2019 17:28

Operator : Ju/SJ

ﬁ?ggle : K2264-01 OPEN-WALL-EXCAVATION
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040319_.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 11H-Benzo[a]fluoren-11-one Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.68 2.67 ng 285751 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolalfluoren-11-one 230 C17H100 000479-79-8 70
2 7H-Benzldelanthracen-7-one 230 C17H100 000082-05-3 50
3 Heptadecane 240 C17H36 000629-78-7 42
4 Heneicosane 296 C21H44 000629-94-7 42
5 Hexadecane 226 C16H34 000544-76-3 38
Abundance Scan 1971 (13.680 min): BF113644.D (-1967) (-) m/z 57.00 100.00%
57
230
43 71
5000 8
99 200 AR N U B
113
127141155 174 13.40 13.60 13.80 14.00
...,....,...|,..||:.,|'.--!.. 20 1 242%8 1 77 230.00  76.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #86241: 11H-Benzo[a]fluoren-11-one
230
5000
13.40 13.60 13.80 14.00
101 200 m/z 71.00 69.21%
3750 75 I| ﬂ 115 434 150 174147 |\ 215
m/z--> 20 40 60 80 160 120 140 1éo 180 200 220 240 260
Abundance #86246: 7H-Benz[de]anthracen-7-one
230
—v—v—n—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—r
13.40 13.60 13.80 14.00
5000 202 m/z 43.00 61.34%
27 50 7487101195 134150 174187 || |
m/z--> 20 40 60 éo 100 120 140 160 180 200 220 240 260
Abundance #94346: Heptadecane LI L L N L B
57 13.40 13.60 13.80 14.00
43 71 m/z 84.95 51.42%
85
5000
29 99
113157
5 | L) YP127141155169183107011 240
||||||||||||||||||||||||||||||||||||||||||||||||||||| —v—v—n—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—r
m/z--> 20 4'0 60 80 100 120 14'10 160 180 200 220 240 260 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040819\

Data File : BF113644.D

Aca On : 8 Apr 2019 17:28

Operator : Ju/SJ

ﬁ?ggle : K2264-01 OPEN-WALL-EXCAVATION
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040319_.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 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.99 5.94 ng 635165 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 90
Abundance Scan 2024 (13.992 min): BF113644.D (-2019) (-) m/z 57.00 100.00%
57
5000 85
—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—r
113 13.60 13.80 14.00 14.20 14.40
141
ol LA |t 109187 211230 267285300 m/z 71.00 65.71%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000
13.60 13.80 14.00 14.20 14.40
m/z 43.00 63.71%
2.|9.‘ i 1] i 11‘.11.169 197 225 253 282
m/z--> éo 100 150 260 250 360 3%0
Abundance #141426: Heneicosane
57
—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—r
85 13.60 13.80 14.00 14.20 14.40
5000 m/z 84.95 48 .35%
29 113
HEER J[ I 1§1 (169 197 225 253 296
m/z--> éo 100 1%0 260 2%0 360 3%0
Abundance #194493: Hexacosane
57 13.60 13.80 14.00 14.20 14.40
m/z 55.00 21.95%
5000 85
i i || M8 141 169 197 225 253 295 303 367
m/z--> % @ 150 M @ 300 @ anmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040819\

Data File : BF113644.D

Aca On : 8 Apr 2019 17:28

Operator : Ju/SJ

ﬁ?ggle : K2264-01 OPEN-WALL-EXCAVATION
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040319_.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 Octadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.29 14.42 ng 1541860 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 96
2 Eicosane. 10-methvyl- 296 C21H44 054833-23-7 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 91
5 Heptacosane 380 C27H56 000593-49-7 83
Abundance Scan 2075 (14.292 min): BF113644.D (-2070) (-) m/z 57.00 100.00%
57
5000 85
113 14.00 14.20 14.40 14.60
141
0 ...,...?,...I o WL 169 197 225 284971 295 323 | no 01700 65, 51U
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #105885: Octadecane
57
5000 85
14.00 14.20 14.40 14.60
29 m/z 43.00 62.43%
N | 113 141 169 197 225 250
m/z--> 2'0 4'0 60 8|0 1(')0 120 140 160 180 200 220 240 260 280 300 32'0 340
Abundance #141431: Eicosane, 10-methyl-
57
14.00 14.20 14.40 14.60
5000 85 m/z 85.00 49 .82%
3 L s 1 183 211 239 281
m/z--> 2'0 4'0 6|O 8|0 1(')0 120 140 160 180 200 220 240 260 280 300 32'0 340
Abundance #141426: Heneicosane
57 14.00 14.20 14.40 14.60
m/z 54.95 21.75%
85
5000
29 113
Ty y 141 169 197 225 253 296
m/z--> 2'0 4'0 6|O 80 100 120 140 160 180 200 220 240 260 280 300 32'0 340 14 Ioo 14. 20 14. 40 14. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040819\

Data File : BF113644.D

Aca On : 8 Apr 2019 17:28

Operator : Ju/SJ

ﬁ?ggle : K2264-01 OPEN-WALL-EXCAVATION
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040319_.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 Eicosane, 10-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.59 13.84 ng 1918530 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 94
2 Octadecane 254 C18H38 000593-45-3 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2126 (14.592 min): BF113644.D (-2120) (-) m/z 57.00 100.00%
57
5000 85
113 14.20 14.40 14.60 14.80 15.00
(141
I ,I.J.-. | A 160 197 225044 267 205 323 3L s 71 00 66.72%
m/z--> 50 100 150 200 250 300 350
Abundance #141431: Eicosane, 10-methyl-
57
5000 85

14.20 14.40 14.60 14.80 15.00
m/z 43.00 60.84%

113 154
S s T 188 211 239 2e1
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57
_rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_r
14.20 14.40 14.60 14.80 15.00
5000 g5 m/z 85.00 51.10%
29 3
h‘ L ‘\ || - || 1][ 141 ‘169 197 225 254
el e T
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57 14.20 14.40 14.60 14.80 15.00
m/z 55.00 21.98%
85
5000
29 113
L LB 100 107 a2 s o0
e L e o e e e L A e e e e o e e e e e I R R e e SRR EE
m/z--> 50 100 150 200 250 300 350 14 20 14. 40 14 60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040819\

Data File : BF113644.D

Aca On : 8 Apr 2019 17:28

Operator : Ju/SJ

ﬁ?ggle : K2264-01 OPEN-WALL-EXCAVATION
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040319_.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 Octacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.64 9.92 ng 1375460 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
4 Docosane 310 C22H46 000629-97-0 87
5 Tetratetracontane 619 C44H90 007098-22-8 87

Abundance Scan 2304 (15.639 min): BF113644.D (-2298) (-) m/z 57.00 100.00%

57
5000 85

113 15. 40 15.60 15.80 16.00
141 169 197
oL 1] .J.||, Loy P 97 225 266 295 337 365 m/z 71.00 67.63%

T
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 85
15. 40 15.60 15.80 16.00

m/z 43.00 58.11%

29
0 | | (113 141 169 197 225 253 281 309 337 365 394
et e e e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57

15.40 15 60 15. 80 16.00

85

5000 m/z 85.00 50.10%
29 113
[ Ly 717,141,169 197 225 253 296
e I e B e e e IR A e e e o e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #194499: Eicosane, 7-hexyl-
57 15. 40 15.60 15.80 16.00

m/z 55.00 20.89%

h I «A—\JLJ\/\
113
g 7T 141 182 517 o5y 281 308 337

IIIII‘I‘IIIIIL‘IIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIII

m/z--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040819\

Data File : BF113644.D

Aca On : 8 Apr 2019 17:28

Operator : Ju/SJ

ﬁ?ggle : K2264-01 OPEN-WALL-EXCAVATION
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040319_.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 2-Bromotetradecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.10 5.37 ng 744016 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
5 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 90
Abundance Scan 2382 (16.098 min): BF113644.D (-2375) (-) m/z 57.00 100.00%

57
5000 85

113 1580 16.00 16.20 16.40
141 ]_69 197
oL L1J .J.||, LA 19 197 224245266 295 nzz 71.00  67.20%

m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85 LA L L L L L LB LB L B

15.80 16.00 16.20 16.40
m/z 43.00 56.65%

113
2?] L 4 169 197 225 267 295 365 393
el T T T
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57

15. 80 16. 00 16 20 16.40

5000 g5 m/z 85.00 48.91%
29
|| (11 141 169 197 225 253 281 309 337 365 394
e e o o
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57 15. 80 16.00 16.20 16.40

m/z 55.00 22 .44%

85
5000
29 113
\ || J 17 141 169 197 225 253 296

T
m/z--> 50 100 150 200 250 300 350 15. 80 16. 00 16 20 16. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040819\

Data File : BF113644.D

Acq On : 8 Apr 2019 17:28

Operator : JU/SJ

ﬁ?ggle : K2264-01 OPEN-WALL-EXCAVATION
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_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]
1,3,5-Cycloheptat. ... 3.65 304.1 ng 10483400 1 6.68 689360 20.0
unknown6 .46 6.46 72.8 ng 2509390 1 6.68 689360 20.0
unknown9 .93 9.93 2.0 ng 106484 3 9.71 1058720 20.0
9H-Fluorene, 9-me... 11.27 2.1 ng 120238 4 11.19 1168940 20.0
n-Hexadecanoic acid 11.73 18.5 ng 1080680 4 11.19 1168940 20.0
Benzaldehyde, 3,5... 11.80 2.9 ng 169334 4 11.19 1168940 20.0
Octadecanoic acid 12.52 12.3 ng 1313130 5 13.83 2138270 20.0
2-methyloctacosane 13.13 2.9 ng 308361 5 13.83 2138270 20.0
11H-Benzo[a]fluor... 13.68 2.7 ng 285751 5 13.83 2138270 20.0
Eicosane 13.99 5.9 ng 635165 5 13.83 2138270 20.0
Octadecane 14.29 14.4 ng 1541860 5 13.83 2138270 20.0
Eicosane, 10-methyl- 14_.59 13.8 ng 1918530 6 15.24 2772210 20.0
Octacosane 15.64 9.9 ng 1375460 6 15.24 2772210 20.0
2-Bromotetradecane 16.10 5.4 ng 744016 6 15.24 2772210 20.0
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