LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF101517\
Data File : BF099515.D

Aca On : 15 Oct 2017 15:54

Operator : SJ/JU

Sample : 15752-05

Misc :

ALS Vial : 11 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:\HPCHEM1I\BNA F\METHODS\8270-BF092317.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 4.457 400 403 414 rBV 45340 64577 2.60% 0.290%
2 4.569 418 422 430 rVvVv 231091 255494 10.29% 1.147%
3 5.069 504 507 525 rBV 410506 546341 22.00% 2.452%
4 5.469 571 575 601 rBY 2080842 2234283 89.98% 10.028%
5 6.486 743 748 763 rBVY 2043128 2422101 97.54% 10.871%
6 6.616 766 770 773 rBVY 2526368 2342868 94.35% 10.515%
7 6.845 805 809 816 rBV 696686 598924 24.12% 2.688%
8 6.998 831 835 839 rBVY 2091556 1909411 76.90% 8.570%
9 7.410 900 905 908 rBY 1563224 1459385 58.77% 6.550%
10 8.128 1023 1027 1030 rBV 868601 788151 31.74% 3.537%

11 8.680 1118 1121 1132 rBV 194390 149147 6.01% 0.669%
12 9.198 1205 1209 1212 rBV 2792238 2483083 100.00% 11.144%
13 9.592 1273 1276 1284 rVB 442458 333502 13.43% 1.497%
14 9.880 1321 1325 1329 rBV 922232 778434 31.35% 3.494%
15 10.592 1442 1446 1449 rBvV 632202 479422 19.31% 2.152%

16 10.669 1455 1459 1469 rBV 1061270 952619 38.36% 4._275%
17 11.368 1574 1578 1580 rBV 745742 603526 24.31% 2.709%
18 11.392 1580 1582 1586 rVB 85964 66208 2.67% 0.297%
19 12.580 1781 1784 1789 rBV 143484 120631 4._86% 0.541%
20 12.810 1817 1823 1827 rBV 130232 142700 5.75% 0.640%

21 12.951 1843 1847 1850 rBV 1712475 1492785 60.12% 6.700%
22 13.833 1992 1997 2001 rBV3 88526 108337 4_36% 0.486%
23 14.009 2022 2027 2030 rBV2 608110 615308 24.78% 2.762%

24 14.039 2030 2032 2038 rVB 74538 65621 2.64% 0.295%
25 14.833 2165 2167 2174 rVB2 26937 29815 1.20% 0.134%
26 15.057 2201 2205 2208 rBV 73374 111233 4.48% 0.499%
27 15.356 2252 2256 2263 rVB 45982 59794 2.41% 0.268%
28 15.421 2263 2267 2271 rBV 67194 78299 3.15% 0.351%
29 15.480 2272 2277 2282 rBV 440548 593023 23.88% 2.662%
30 15.898 2343 2348 2355 rBvV 37808 66383 2.67% 0.298%
31 16.398 2427 2433 2437 rBV 45485 78635 3.17% 0.353%
32 16.980 2525 2532 2540 rVB5 52558 122039 4.91% 0.548%
33 17.415 2602 2606 2614 rVB2 22561 48784 1.96% 0.219%
34 17.674 2644 2650 2658 rBV6 33464 80161 3.23% 0.360%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF101517\
Data File : BF099515.D

Aca On : 15 Oct 2017 15:54

Operator : SJ/JU

Sample : 15752-05

Misc :

ALS Vial : 11 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

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF092317.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 22281024
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF101517\
Data File : BF099515.D

Aca On : 15 Oct 2017 15:54

Operator : SJ/JU

Sample : 15752-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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: BF099515.D

6.62
2500000

5.47 6.49 7.00
2000000

7.41
1500000

1000000
6.85

500000 5.07
4.57

4.4

S L L L L L R L SN L S A L NI S R

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: BF099515.D

2500000

2000000
12.95

1500000

10.67
1000000 g3 9.88

11.37
10.

500000 9.59

8.68
1258128%
11.39
A A A

Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF099515.D

2500000

2000000

1500000

1000000

14.01

500000

15.90 16.40 16.98 1742 17.67
O e e e e

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF101517\
Data File : BF099515.D

Aca On : 15 Oct 2017 15:54

Operator : SJ/JU

Sample : 15752-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 3-Penten-2-one, 4-methyl- Concentration Rank 11

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

4._.46 2.16 ng 64577 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
3 3-Hexen-2-one 98 C6H100 000763-93-9 83
4 2-Pentene. 2.3-dimethvl- 98 C7H14 010574-37-5 80
5 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 80

Abundance Scan 403 (4.457 min): BF099515.D (-400) (-) m/z 83.00 100.00%
55.0 83.0
5000 43.0 98.1
| | 420 4.40 4.60 4.80
o1ttt e m/z 55.00 91.37%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3246: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 L R LN I R
20,0 43.0 98.0 420 440 4.60 4.80
' m/z 98.10 42 .02%
\‘\ \‘\\\ M‘ | 67.0 75.0 | L
S S S UL SUL AL SRS I SIS UL IS W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
55.0 83.0
41.0 420 440 460 4.80
5000 m/z 43.00 39.95%
27.0 98.0
15.0 69.0
G S S UL SUL AL S IS SIS UL IS W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3169: 3-Hexen-2-one
83.0 420 4.40 4.60 4.80
55.0 m/z 39.00 27 .80%
5000 43.0
98.0
29.0
0'"|“"|'”MM"”h*'”iw'“|"§%q"'wl"|“'“|'“' U S AR R
m/z--> 10 20 30 40 50 60 70 80 90 100 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF101517\
Data File : BF099515.D

Aca On : 15 Oct 2017 15:54

Operator : SJ/JU

Sample : 15752-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.07 18.24 ng 546341 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 53
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 507 (5.069 min): BF099515.D (-504) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 AN EEEEman s
4.80 500 5.20 5.40
83.0
Ol el 2 Gl 820 | m/z 59.00 60.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RN SRS IR
4.80 500 5.20 5.40
59.0 1010 m/z 101.00 21.53%
0 270 | 510 ‘ 690 830910 [
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
" 480 500 520 540
5000 m/z 58.00 16.78%
41.0
29.0 101.0
Oy "'§?'9" UNEE 7?;9. |'§§'9|" IBESRREE!
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester R R AR
43.0 4.80 500 5.20 5.40
m/z 41.10 9.01%
57.0
5000
20.0 101.0
oL 0 ll. 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF101517\
Data File : BF099515.D

Aca On : 15 Oct 2017 15:54

Operator : SJ/JU

Sample : 15752-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 unknown6.62 Concentration Rank 1

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

6.62 78.24 ng 2342870 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 771 (6.622 min): BF099515.D (-766) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.0 N a0 BRO A RO 70
400 540 ‘ 6.20 6.40 6.60 6.80 7.00
o..,....,....,....,....,.:..,..I-.'...'..,?‘?.9,..!.,.-:..,1.1.“?9,....,-'...,.. m/z 134.00  34.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IR R UL LR
6.20 6.40 6.60 6.80 7.00
2.0 510 m/z 68.10 30.88%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 19.89%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole T Bam e L )

132.0 6.20 6.40 6.60 6.80 7.00
m/z 96.00 12 .88%

5000

104.0
66.0
140 27.0 390 510 NT 770 g9 | 1350 ||

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 660 6.80 7.00

o
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF101517\
Data File : BF099515.D

Aca On : 15 Oct 2017 15:54

Operator : SJ/JU

Sample : 15752-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 2-Hydroxy-iso-butyrophenone Concentration Rank 6

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

8.68 3.78 ng 149147 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hvdroxv-iso-butvrophenone 164 C10H1202 007473-98-5 90
2 Ethanol. 1l-methoxv-. benzoate 180 C10H1203 051835-44-0 50
3 Propionic acid. 2-isopropoxv-. m... 146 C7H1403 1000151-15-1 9
4 Formamide. N-methvl- 59 C2H5NO 000123-39-7 7
5 Guanidine 59 CH5N3 000113-00-8 7

Abundance Scan 1121 (8.680 min): BF099515.D (-1118) (-) m/z 59.00 100.00%
5d.0
5000
770 105.0
43.0 ‘ U I L R AR
8.40 860 8.80 9.00
BN S N N W 4 L Lo | m/z 105.00 29.70%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33322: 2-Hydroxy-iso-butyrophenone
59.0
5000 UL A R R
8.40 860 880 9.00
43.0 77.0 105.0 m/z 77.00 25.99%
oL 290 dor . 910 ‘\ 121.0 149.0
mz-> 20 40 60 80 100 120 140 160 180
Abundance
59.0
840 8.60 8.80 9.00
5000 m/z 106.00 17.71%
75.0 105.0
43.0
0 121.0 149.0 165.0 180.0
mz-> 20 40 60 80 100 120 140 160 180
Abundance #21992: Propionic acid, 2-isopropoxy-, methyl ester R L
59.0 8.40 860 880 9.00
m/z 43.00 15.14%
5000
oL il 740 870 1030116.0
m/z--> 20 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path :

Data File : BF099515.D

Aca On - 15 Oct 2017 15:54
Operator : SJ/JU

Sample - 15752-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

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

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF101517\

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 4

Peak Number 7 Benzophenone

R.T. EstConc Area Relative to ISTD R.T.
10.59 12.32 ng 479422 Acenaphthene-d10 9.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Acetophenone. 2-chloro- 154 C8H7CIO 000532-27-4 49
3 S-Benzovl(thiohvdroxvlamine) 153 C7H7NOS 025740-80-1 47
4 1-Propanone. 3-chloro-1-phenvl- 168 C9HOCIO 000936-59-4 47
5 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 47

Abundance Scan 1446 (10.592 min): BF099515.D (-1442) (-) m/z 105.00 100.00%
105.0
77.0
5000 1821
51.0 e
1521 10.20 10.40 10.60 10.80 11.00
Y ST 203 .'|. S8 1260 e m/z 77.00 58.80%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47243: Benzophenone
105.0
7.0 182.0
5000 LRI AR SN I
0 10.20 10.40 10.60 10.80 11.00
5L m/z 182.10 48.13%
o 27.0 ! ! 1260 1520 I
miz--> 20 40 60 80 100 120 140 160 180
Abundance
105.0
10.20 10.40 10.60 10.80 11.00
5000 7.0 m/z 51.00 20.99%
51.0
0 27.0 91.0 120.0 154.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #26429: S-Benzoyl(thiohydroxylamine) T
105.0 10.20 10.40 10.60 10.80 11.00
m/z 106.00 7.78%
77.0
5000
51.0
0 27.0 | N 1210 153.0 A
m/z--> 20 40 60 80 100 120 140 160 180 10,20 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF101517\
Data File : BF099515.D

Aca On : 15 Oct 2017 15:54

Operator : SJ/JU

Sample : 15752-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Behenic alcohol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.83 3.52 ng 108337 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 93
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 93
3 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 93
4 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 93
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 92
Abundance Scan 1996 (13.827 min): BF099515.D (-1992) (-) m/z 57.05 100.00%
51.0
97.0
5000 299.1
20 o | 209 "' 13.60 13.80 14.00 14.20
ol WA Wby 2oL W 7r”  m/z 55.00 98.78%
m/z--> 50 100 150 200 250 300 350 400
Abundance #166292: Behenic alcohol
430 830
5000 RN LRI SULELLS S U
Bmmmmmmm
25.0 m/z 83.00 89.02%
0 \“ db o “ H ‘ ‘\ \‘\ %6‘70 210.0 280.0
m/z--> §o 100 1%0 260 2éo 300 3%0 460
Abundance
57.0
97.0 A BN SUNLN SN B
13.60 13.80 14.00 14.20
5000 m/z 43.05 85.09%
169.0
o260 138.0 2100 9550 406.0
m/z--> §o 160 1%0 260 2%0 360 3%0 460
Abundance #194196: Octadecyl trifluoroacetate R mEEEE RS S
57.0 13.60 13.80 14.00 14.20
97.0 m/z 69.05 73.54Y%
oL.260] ‘ A 139.0 1820 2520 2970 3480
m/z--> §o 100 1%0 200 250 360 3%0 460 1360 1380 1400 1420
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF101517\
Data File : BF099515.D

Aca On : 15 Oct 2017 15:54

Operator : SJ/JU

Sample : 15752-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Perylene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.36 2.02 ng 59794 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pervlene 252 C20H12 000198-55-0 96
2 Benzolklfluoranthene 252 C20H12 000207-08-9 96
3 Benzolelpvrene 252 C20H12 000192-97-2 89
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 87
5 Benzo[a]pyrene 252 C20H12 000050-32-8 81
Abundance Scan 2257 (15.362 min): BF099515.D (-2252) (-) m/z 252.10 100.00%
25%.1
5000
125.1
55.0 98.9 151.1 177.0 226.0 281.0 15.00 15.20 15.40 15.60
o} : m/z 250.10 31.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104214: Perylene
252.0
5000
15.00 15.20 15.40 15.60
125.0 m/z 253.10 19.69%
0l17.0 39.0 740 99.0 150.0 174.0 200.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
252.0
15.00 15.20 15.40 15.60
5000 m/z 125.05 18.12%
126.0
74.0 99.0 200.0 224.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104221: Benzo[e]pyrene R B
.0 15.00 15.20 15.40 15.60

m/z 125.90 15.29%

5000

41.0 63.0 100.0 150.0 174.0 200.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF101517\
Data File : BF099515.D

Aca On : 15 Oct 2017 15:54

Operator : SJ/JU

Sample : 15752-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Hexacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.90 2.24 ng 66383 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Eicosane 282 C20H42 000112-95-8 90
4 Octadecane 254 C18H38 000593-45-3 90
5 Tetracosane 338 C24H50 000646-31-1 90
Abundance Scan 2348 (15.898 min): BF099515.D (-2343) (-) m/z 57.00 100.00%
57.0
85.1
5000
I“f 01410 1010 265.0 1560 15.80 16.00 16.20
o el ol ey e e m/z 71.05 68.95%
m/z--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane
57.0
5000 L BN SULRLLN B SULA
85.0 1560 15.80 16.00 16.20
120 m/z 43.05 54 _.66%
o 22.0) h N‘M‘hﬁ“"}4%01690197022502530 295.0 366.0
m/z--> 50 150 1éo 260 2éo 300 3éo
Abundance
57.0
' 15.60 15.80 16.00 16.20
5000 85.0 m/z 85.10 52.09%
29.0
. 113.0141.0160.0197.0225.0253.0  296.0
m/z--> 55 160 1éo 260 2éo 360 3%0
Abundance #129491: Eicosane A S s e
57.0 15.60 15.80 16.00 16.20
m/z 55.00 18.66%
5000 85.0
29.0
o 1| } }130141016901970225025302820
m/z--> 5'0 100 1&'30 2(')0 250 300 350 15 60 15. 80 16. 00 16. 20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF101517\
Data File : BF099515.D

Aca On : 15 Oct 2017 15:54

Operator : SJ/JU

Sample : 15752-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Heptacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.40 2.65 ng 78635 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 2433 (16.398 min): BF099515.D (-2427) (-) m/z 57.05 100.00%
57.0
5000 uk\.mw
16.00 16.20 16.40 16.60 16.80
(o} m/z 71.05 71.34%
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57.0
5000 UL LR A I
16.00 16.20 16.40 16.60 16.80
99.0 m/z 43.00 55.41%
0 27\\‘0\“\ \“ u‘\ u‘\ H I‘ \\‘]-4} 0\ 183 0 225 0 267 0 309 O 351 0380 0
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
16.00 16.20 16.40 16.60 16.80
5000 m/z 85.10 44 _56%
99.0
oL 270 1410 1830 2250 267.0 309.0 352.0
m/z--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane LSS BLELLELE BN LR N
57.0 16.00 16.20 16.40 16.60 16.80
m/z 55.00 25.70%
5000
70| | | | x\ 1410 1830 2250 267.0 309.0  366.0
m/z--> 5'0 100 150 2(')0 250 300 350 16.00 16.20 16.40 16.60 16.80

8270-BF092317.M Mon Oct 16 17:06:20 2017
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF101517\
Data File : BF099515.D

Aca On : 15 Oct 2017 15:54

Operator : SJ/JU

Sample : 15752-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Hentriacontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.67 2.70 ng 80161 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 58
2 Heptacosane 380 C27H56 000593-49-7 53
3 Hexacosane 366 C26H54 000630-01-3 52
4 Octacosane 394 C28H58 000630-02-4 52
5 Tetratetracontane 619 C44H90 007098-22-8 52
Abundance Scan 2649 (17.668 min): BF099515.D (-2644) (-) m/z 57.10 100.00%
57.1
5000 276.0 NMWWNmeWVNM/\MMMﬂmanhﬂﬂd
99.0 o e B SRS
||| || ﬁ‘“l 1 2070 17140 1760 1780 18.00
ob— At by L m/z 71.10 75.37%
m/z--> 50 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0
5000 LR BB BUIL BRI B
ﬂ@ﬂmﬂmmm
99.0 m/z 85.05 58.09%
m/z--> 55 160 1%0 260 2%0 360 3éo 460 !
Abundance
57.0
17.40 17.60 17.80 18.00
5000 m/z 43.05 48 .17%
99.0
0150 141.0 183.0 225.0 2670 309.0 380.0
m/z--> 55 160 1%0 260 250 360 3éo 460 !
Abundance #194494: Hexacosane LI L LB N N B
57.0 17.40 17.60 17.80 18.00
m/z 276.00 41 .47%
5000
99.0
ol Ll ) 140 1830 2250 267.0 3090 3660
m/z--> 55 160 1%0 260 250 360 3éo 460 ! 17.40 17.60 17.80 18.00
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF101517\
Data File : BF099515.D

Acq On : 15 Oct 2017 15:54

Operator : SJ/JU

Sample : 15752-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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]
3-Penten-2-one, 4. .. 4.46 2.2 ng 64577 1 6.85 598924 20.0
2-Pentanone, 4-hy... 5.07 18.2 ng 546341 1 6.85 598924 20.0
unknown6.62 6.62 78.2 ng 2342870 1 6.85 598924 20.0
2-Hydroxy-iso-but. .. 8.68 3.8 ng 149147 2 8.13 788151 20.0
Benzophenone 10.59 12.3 ng 479422 3 9.88 778434 20.0
Behenic alcohol 13.83 3.5 ng 108337 5 14.01 615308 20.0
Perylene 15.36 2.0 ng 59794 6 15.49 593023 20.0
Hexacosane 15.90 2.2 ng 66383 6 15.49 593023 20.0
Heptacosane 16.40 2.6 ng 78635 6 15.49 593023 20.0
Hentriacontane 17 .67 2.7 ng 80161 6 15.49 593023 20.0
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