LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112817\
Data File : BF100932.D

Aca On : 28 Nov 2017 14:28

Operator : SJ/JU

Sample : 16578-04

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-BF110817.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 5.081 505 509 518 rBV 163815 237035 11.07% 1.463%
2 5.481 571 577 580 rBY 1635876 1631718 76.20% 10.073%
3 6.492 743 749 752 rBVY 1590266 1749730 81.71% 10.802%
4 6.633 767 773 776 rBVY 1717003 1788094 83.50% 11.039%
5 6.857 808 811 815 rVB 499199 383732 17.92% 2.369%
6 7.016 834 838 841 rBVY 1625728 1368289 63.90% 8.447%
7 7.422 902 907 910 rBVY 1009093 1088965 50.85% 6.723%
8 8.139 1025 1029 1032 rBV 620723 482471 22.53% 2.978%
9 8.692 1120 1123 1126 rBV 117645 87946 4.11% 0.543%
10 9.216 1207 1212 1215 rBvV 2375576 2141422 100.00% 13.220%
11 9.604 1275 1278 1288 rBV 105844 78446 3.66% 0.484%

12 9.892 1323 1327 1339 rVB 584896 509268 23.78% 3.144%
13 10.610 1445 1449 1452 rBV 468957 411867 19.23% 2.543%
14 10.686 1457 1462 1465 rBV 1126235 1038357 48.49% 6.410%
15 11.380 1577 1580 1583 rBV 523498 417061 19.48% 2.575%

16 11.898 1665 1668 1676 rVB2 85807 81372 3.80% 0.502%
17 12.592 1783 1786 1789 rBV 68703 59324 2.77% 0.366%
18 12.686 1798 1802 1805 rBV2 58641 62795 2.93% 0.388%
19 12.821 1820 1825 1833 rBV 74163 89317 4_.17% 0.551%
20 12.968 1842 1850 1853 rBV 1527849 1533611 71.62% 9.468%
21 13.404 1922 1924 1926 rBV2 29909 26355 1.23% 0.163%
22 13.857 1998 2001 2006 rBV3 43357 51800 2.42% 0.320%

23 14.021 2025 2029 2032 rBV 448987 429902 20.08% 2.654%
24 15.498 2276 2280 2287 rVB 351486 449630 21.00% 2.776%

Sum of corrected areas: 16198507
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112817\
Data File : BF100932.D

Aca On : 28 Nov 2017 14:28

Operator : SJ/JU

Sample : 16578-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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: BF100932.D
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Abundance TIC: BF100932.D
9|22
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12.97
1500000
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500000 10.

8}.\69 I 9.60 11.90 1215043.8 13.40

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: BF100932.D
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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 : Z:\HPCHEM1\BNA F\DATA\BF112817\
Data File : BF100932.D

Aca On : 28 Nov 2017 14:28

Operator : SJ/JU

Sample : 16578-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 4

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

5.08 12.35 ng 237035 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 509 (5.081 min): BF100932.D (-505) (-) m/z 43.00 100.00%
43.0
59.1
5000
1011 U UL A R IR
480 500 520 5.40
o....,....',':..:|,....8,3.'9..',|....,....,....,....,....,297.-9. m/z 59.10 56.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RS UL L UL LA
59.0 480 500 520 5.40
m/z 101.10 19.36%
0 27\\.\9 il \‘ 83.0 10:‘I"0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
480 500 520 540
5000 m/z 58.00 13.75%
101.0
o 15.0 60.0  84.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R e e
59.0 480 500 520 5.40
m/z 41.10 8.99%
5000 41.0
0 Ml 126.0142.0
miz--> 20 40 60 80 100 120 140 160 180 200 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112817\
Data File : BF100932.D

Aca On : 28 Nov 2017 14:28

Operator : SJ/JU

Sample : 16578-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknown6.63 Concentration Rank 1

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

6.63 93.19 ng 1788090 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 772 (6.628 min): BF100932.D (-767) (-) m/z 132.00 100.00%
132.0
5000 68.1
201 o1 oo | 650 h ok dho 70
o} : e o m/z 68.10 40.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 A SR R I
6.20 6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 31.87%
0"'|”LN\“H'|J'J|“"|“"|” [ S B SR S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.10 25.55%
41.0 97.0
0 115.0
m/z--> 20 40 60 80 100 120 140 160 180 200 A
Abundance #14503: 1H-Benzimidazole, 2-methyl- T REE B
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.08%
5000
15.0 3%0 1l 639 79'0 I 10‘\1.0 ‘
m/z--> 2'0 40 60 80 100 120 140 160 180 200 6.0 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112817\
Data File : BF100932.D

Aca On : 28 Nov 2017 14:28

Operator : SJ/JU

Sample : 16578-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 2-Hydroxy-iso-butyrophenone Concentration Rank 6

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

8.69 3.65 ng 87946 Naphthalene-d8 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hvdroxv-iso-butvrophenone 164 C10H1202 007473-98-5 90
2 Guanidine 59 CH5N3 000113-00-8 7
3 Formamide. N-methvl- 59 C2H5NO 000123-39-7 7
4 Acetamide 59 C2H5NO 000060-35-5 5
5 Propylamine 59 C3HON 000107-10-8 4

Abundance Scan 1123 (8.692 min): BF100932.D (-1120) (-) m/z 59.00 100.00%
54.0
5000
77.0 105.0
43|'0| | 010 | 1100 840 8.60 8.80 9.00
NN — m/z 105.00 27.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #33322: 2-Hydroxy-iso-butyrophenone
59.0
5000 R R R R R
8.40 8.60 8.80 9.00
43.0 77.0 105.0 m/z 77.00 25.05%
310 *
0 Jog | 91.0 M 121.0 149.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
430 590
840 8.60 8.80 9.00
5000 m/z 43.00 15.76%
28.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #245: Formamide, N-methyl-
54.0 8.40 8.60 8.80 9.00
m/z 106.00 15.71%
30.0
5000
15.0 Il 420 |
S e R A AR SR R RERR RARAA RS U RARAN AALRS LRI AL SARE R S R R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112817\
Data File : BF100932.D

Aca On : 28 Nov 2017 14:28

Operator : SJ/JU

Sample : 16578-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.61 16.17 ng 411867 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Benzenebutanoic acid. .agamma.-oxo- 178 C10H1003 002051-95-8 47
3 1-Propanone. 2-bromo-1-phenvl- 212 C9H9BrO 002114-00-3 47
4 2-(2-0x0-2-phenvl-ethv)-malonon... 184 C11H8N20 1000296-76-9 47
5 Benzenepropanenitrile, _beta.-oxo- 145 C9H7NO 000614-16-4 47
Abundance Scan 1449 (10.610 min): BF100932.D (-1445) (-) m/z 105.00 100.00%
105.0
77.1 182.1
5000
51.0 N | W
el 1521 10.20 10.40 10.60 10.80 11.00
) Vi m/z 182.10 61.34%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #47243: Benzophenone
105.0
7.0 182.0
5000 AL ISR AU SN
0 10.20 10.40 10.60 10.80 11.00
oL m/z 77.10 59.21%
mz-> 20 40 60 8 100 120 140 160 180 200 220
Abundance
105.0
10.20 10.40 10.60 10.80 11.00
5000 77.0 m/z 51.00 24 _21%
51.0
o270 1330 161.01780
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71680: 1-Propanone, 2-bromo-1-phenyl- T
105.0 10.20 10.40 10.60 10.80 11.00
m/z 181.10 10.14%
5000 770
51.0
27.0 \ ‘ 133.0 212.0

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.20 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112817\
Data File : BF100932.D

Aca On : 28 Nov 2017 14:28

Operator : SJ/JU

Sample : 16578-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 5
R.T. EstConc Area Relative to ISTD R.T.
11.90 3.90 ng 81372 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 62
3 Pentadecanoic acid 242 C15H3002 001002-84-2 60
4 Tetradecanoic acid 228 C14H2802 000544-63-8 58
5 Undecanoic acid 186 C11H2202 000112-37-8 53
Abundance Scan 1668 (11.898 min): BF100932.D (-1665) (-) m/z 73.00 100.00%
74.0
43.1
5000
129.0 221.0
| ““ 97.1 57.1 185.2 556, 281.0 11.60 11.80 12.00 12.20
Ol m/z 60.00 74.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid
43.0 73.0
5000 256.0 A B R B SRR
11.60 11.80 12.00 12.20
‘ 213.0 m/z 43.10 69.60%
‘ 157.0 185.0
0 |||||‘|||‘i‘l‘n”|”||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73.0
3.0 11'60 11.80 12.00 12.20
5000 m/z 57.05 59.45Y%
1290 171.0
: 214.0
018.0 9.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid R e B
43.0 730 11.60 11.80 12.00 12.20
m/z 55.05 54 _.84Y%
5000 129.0
0l15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1f60 11%0 1200 1250
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112817\
Data File : BF100932.D

Aca On : 28 Nov 2017 14:28

Operator : SJ/JU

Sample : 16578-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.69 3.01 ng 62795 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Dodecanoic acid 200 C12H2402 000143-07-7 70
3 Undecanoic acid 186 C11H2202 000112-37-8 55
4 Pentadecanoic acid 242 C15H3002 001002-84-2 53
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 52
Abundance Scan 1803 (12.692 min): BF100932.D (-1798) (-) m/z 57.00 100.00%
571.0
202.0
5000 129.0 161.0
12.40 12,60 12.80 13.00
Ot m/z 55.00 98.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43.0 | 73.0
5000 129.0 R REREEmEm s
12. 40 12 60 12. 80 13. oo
241.0 284.0 m/z 43.05 88.14%
207.0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
60.0
12.40 12,60 12.80 13.00
5000 1290 m/z 73.00 87.18%
29.0 85.0 157.0
. 1070 200.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #50051: Undecanoic acid
60.0 12.40 12.60 12.80 13.00
m/z 41.00 86.79%
5000
29.0 85.0 129.0
186.0
0 .“.“ \\ m,umq “ \1570 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1240 1260 1280 1300
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112817\
Data File : BF100932.D

Aca On : 28 Nov 2017 14:28

Operator : SJ/JU

Sample : 16578-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 9-Eicosene, (E)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.86 2.41 ng 51800 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Eicosene. (E)- 280 C20H40 074685-29-3 64
2 Oxalic acid. octadecvl propvl ester 384 C23H4404 1000309-27-0 62
3 3-Eicosene. (E)- 280 C20H40 074685-33-9 58
4 17-Pentatriacontene 491 C35H70 006971-40-0 58
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 58
Abundance Scan 2002 (13.862 min): BF100932.D (-1998) (-) m/z 57.10 100.00%
571 971
5000
13.60 13.80 14.00 14,20
Orrprerit m/z 43.10 99.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #127770: 9-Eicosene, (E)-
57.0 83.0
5000 L SN SR SULRUL I
29.0 13.60 13.80 14.00 14.20
m/z 97.10 90.54%
o ‘\ 139.0 168.0 196.0223.0 252.0 280.0
m/z--> 2'0 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
43.0
13.60 13.80 14.00 14,20
5000 710 m/z 41.10 74 .20%

97.0

297.0
o 12501530 1820 224.0 252.0 340.0

Trwwmmwﬁwﬁwﬁwﬁwmmmm

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

Abundance #127771: 3-Eicosene, (E)- B EERR Bam e L
13.60 13.80 14.00 14.20

m/z 83.10 72 .53%

5000
29.0

139.0 167.0 196.0 224.0 252.0 280.0
e = SOV
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 1360 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112817\
Data File : BF100932.D

Acq On : 28 Nov 2017 14:28

Operator : SJ/JU

Sample - 16578-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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... 5.08 12.4 ng 237035 1 6.86 383732 20.0
unknown6.63 6.63 93.2 ng 1788090 1 6.86 383732 20.0
2-Hydroxy-iso-but. .. 8.69 3.6 ng 87946 2 8.14 482471 20.0
Benzophenone 10.61 16.2 ng 411867 3 9.89 509268 20.0
n-Hexadecanoic acid 11.90 3.9 ng 81372 4 11.38 417061 20.0
Octadecanoic acid 12.69 3.0 ng 62795 4 11.38 417061 20.0
9-Eicosene, (E)- 13.86 2.4 ng 51800 5 14.02 429902 20.0
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