LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\
Data File : BF094716.D

Aca On : 30 Apr 2017 15:59

Operator : SJ/MA

Sample : 12860-03

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-BF041717 .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 3.390 244 247 263 rBV 464815 488991 15.16% 2.268%
2 3.931 334 339 342 rBVY 1195144 1356347 42.06% 6.291%
3 4.331 404 407 420 rBV 466726 516899 16.03% 2.398%
4 4.707 467 471 479 rVB 248295 251985 7.81% 1.169%
5 5.390 584 587 601 rBV 286115 330869 10.26% 1.535%
6 5.519 605 609 617 rBY 1204259 1098915 34.08% 5.097%
7 5.766 647 651 657 rBV 752106 661200 20.50% 3.067%
8 5.943 677 681 685 rBY 2150929 1985399 61.56% 9.209%
9 6.419 756 762 765 rBVY 1532329 1624101 50.36% 7.533%
10 7.254 900 904 913 rBV 935166 913529 28.33% 4.237%

11 8.578 1125 1129 1133 rBV 3183054 3224913 100.00% 14.959%
12 9.084 1211 1215 1222 rVB 210379 198181 6.15% 0.919%
13 9.389 1263 1267 1273 rBV2 1091829 1045887 32.43% 4._.851%
14 10.366 1429 1433 1445 rBV 871866 883944 27.41% 4_.100%
15 11.213 1573 1577 1587 rBV 1062478 1051225 32.60% 4_.876%

16 11.948 1698 1702 1712 rBV2 149239 184896 5.73% 0.858%
17 12.924 1863 1868 1873 rBV 368868 427471 13.26% 1.983%
18 13.195 1908 1914 1917 rBV 2446321 2776095 86.08% 12.877%
19 14.360 2109 2112 2120 rVB8 23318 44575 1.38% 0.207%
20 14.466 2125 2130 2136 rBV 889606 907227 28.13% 4.208%

21 14.513 2136 2138 2143 rVB 58285 57202 1.77% 0.265%

22 15.318 2271 2275 2279 rBV2 30020 35683 1.11% 0.166%

23 15.483 2299 2303 2313 rBV 776185 821690 25.48% 3.811%

24 15.571 2314 2318 2323 rVB 39276 42339 1.31% 0.196%

25 16.095 2402 2407 2416 rBV 549876 629059 19.51% 2.918%
Sum of corrected areas: 21558622
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF043017\

BF094716.D

30 Apr 2017 15:59

SJ/MA

12860-03

11 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF041717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\
Data File : BF094716.D

Aca On : 30 Apr 2017 15:59

Operator : SJ/MA

Sample : 12860-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 5

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

3.39 14.79 ng 488991 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 95
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
4 2-Pentene. 4.4-dimethvl-. (E)- 98 C7H14 000690-08-4 86
5 2-Pentene, 4,4-dimethyl-, (2)- 98 C7H14 000762-63-0 86

Abundance Scan 247 (3.390 min): BF094716.D (-244) (-) m/z 83.10 100.00%
55 3
5000
e
3.00 3.20 3.40 3.60 3.80
0 ...,....,....,...3?|i':..‘.‘?'.|::.?1..‘??,...7?,.'...,....~,.... m/z 55.10  90.05%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3246: 3-Penten-2-one, 4-methyl-
55 83
5000 43 SRS SRR SRR
29 98 3.00 3.20 3.40 3.60 3.80
m/z 43.00 38.53%
0 “ 37“‘ 49 ||, 61 67 77 | 89 ‘
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance
83
% BNAERINARR SRR NN
43 3.00 3.20 3.40 3.60 3.80
5000 m/z 98.10 33.94%
29
98
37 49 62 69
G S S U SULALLS SR IS SIS UL IS W
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3404: 2-Pentene, 3,4-dimethyl-, (E)- R R Ramma
5 83 3.00 3.20 3.40 3.60 3.80
m/z 39.10 26.42%
41
5000 7 o8
15 ‘ 69
IR .:lh.%4.ail M. LN X PR A T S A SN | N —
m/z--> 10 20 30 40 50 60 70 8 90 100 300 320 340 3.60 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\
Data File : BF094716.D

Aca On : 30 Apr 2017 15:59

Operator : SJ/MA

Sample : 12860-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

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

3.93 41.03 ng 1356350 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 339 (3.931 min): BF094716.D (-334) (-) m/z 43.00 100.00%
a3
59
5000
T 350 3ho abo 4k
83 : : - :
o...,....,....,....',':...?.1.:],...‘??....,.~...,....-,|....,....,....,....,...., m/z 59.10 62.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 360 3.80 4.00 420
m/z 101.10 21.82%
15 31 101
0 ‘ 1 N 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- 360 3.80 4.00 420
5000 m/z 58.05 15.09%
29 101
o 15 73 83
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester I EEREEE S a s
59 3.60 3.80 4.00 4.20
m/z 41.10 9.34%
5000 41
68
0 150 . 126 147
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 360 380 4.00 420
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\
Data File : BF094716.D

Aca On : 30 Apr 2017 15:59

Operator : SJ/MA

Sample : 12860-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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-methoxy-4-me... Concentration Rank 7

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

4.71 7.62 ng 251985 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 83
2 N-.alpha.-Acetvlalvcinamide 116 C4H8N202 002620-63-5 33
3 1.3-Dioxolane. 2-(1-methvlethvl)- 116 C6H1202 000822-83-3 17
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 2-Pentanone, 3-methyl- 100 C6H120 000565-61-7 9

Abundance Scan 471 (4.707 min): BF094716.D (-467) (-) m/z 73.10 100.00%
43 7B
5000
55 o 100 M5 440 460 480 5.00
Y 1V RS 1. S R m/z 43.00 95.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13499: 2-Pentanone, 4-methoxy-4-methyl-
43 73
5000 DSBS SRR AR
440 4.60 4.80 5.00
m/z 115.10 13.75%
5 2 % g | s 100 B
ot e T e e
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
30 73
43 440 460 480 500
5000 m/z 41.10 10.03%
o P 51 58 83 100 117
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8192: 1,3-Dioxolane, 2-(1-methylethyl)-
73 440 4.60 4.80 5.00
m/z 100.10 6.83%
5000
43
0 2‘?\ \H\ ?E 1 1] 86 101 1:!'5
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 440 460 480 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\
Data File : BF094716.D

Aca On : 30 Apr 2017 15:59

Operator : SJ/MA

Sample : 12860-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 unknown5.52 Concentration Rank 3

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

5.52 33.24 ng 1098920 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 609 (5.519 min): BF094716.D (-605) (-) m/z 132.00 100.00%
5000 o8
40 % 520 540 560 580
54 75 104 : - -
o M i - A AR -/ A Ml - N m/z 68.10 36.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 AN AR AN UL
a1 97 520 5.40 5.60 5.80
53 17 m/z 134.00 32.13%
0 ,,lewllsﬁl\ll\”,i‘,\,,,I,‘,\,,\I,,‘,‘,\I‘m??”\”l,lpﬁll,,\,|1,2,f1,| 1N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 o 520 540 560 580
5000 m/z 66.00 22 .28%
78
31 49 51
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole B e e
132 520 5.40 5.60 5.80

m/z 69.10 14 _.20%

5000

104
66
14 27 37445158 P 7T g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.20 540 5.60 5.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\
Data File : BF094716.D

Aca On : 30 Apr 2017 15:59

Operator : SJ/MA

Sample : 12860-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 8
R.T. EstConc Area Relative to ISTD R.T.
11.95 3.52 ng 184896 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Decanoic acid 172 C10H2002 000334-48-5 92
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 86
5 Tridecanoic acid 214 C13H2602 000638-53-9 76
Abundance Scan 1702 (11.948 min): BF094716.D (-1698) (-) m/z 73.00 100.00%
43 3
60
5000 129
213 lllllllllllllAlllll
143777171185 770 256 1160 11.80 12,00 12.20
0 m/z 43.05 84.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129 L SRR DL BN B B
umnmnmnm
m/z 60.00 77 .05%
ﬂji 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
129 11.60 11.80 12.00 12.20
5000 m/z 57.10 73.27%
43
87 115
101 143 172
O o L L e
m/z--> 25 Jo 65 éo 160 150 150 160 180 200 220 250 2éo
Abundance #95851: Pentadecanoic acid T
43 60 73 11.60 11.80 12.00 12.20
m/z 41.00 64.42%
5000 129
29
199
143157171185 242
015 R e e N EEmms
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\
Data File : BF094716.D

Aca On : 30 Apr 2017 15:59

Operator : SJ/MA

Sample : 12860-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 6
R.T. EstConc Area Relative to ISTD R.T.
12.92 9.42 ng 427471 Chrysene-di12 14 .47
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 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
5 n-Decanoic acid 172 C10H2002 000334-48-5 49

Abundance Scan 1867 (12.919 min): BF094716.D (-1863) (-) m/z 72.95 100.00%

73
5000
1
17 2

12.60 12.80 13.00 13.20
m/z 43.10 97.13%

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73
43 §
129
5000 28 284 TT LANLINLIL L B L L  BLLL |
12 60 12. 80 13. 00 13.20
m/z 60.00 83.19%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
57 U LSS
12.60 12.80 13.00 13.20
5000 129 m/z 57.05 78.17%
87 199
27 15 143157171185 242
0 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid AR E R an s e
73 12.60 12.80 13.00 13.20
m/z 55.05 69.32%
43 5
5000 129
185 228
m 115 | 14357171 | 199
0 ‘\ n\ H m\ H‘ wll | Ll ]
.”,””,”.. A P e e e e AR e R

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12 60 12. 80 13. 00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\
Data File : BF094716.D

Aca On : 30 Apr 2017 15:59

Operator : SJ/MA

Sample : 12860-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF041717 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octabenzone Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.48 26.12 ng 821690  Perylene-d12 16.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 octabenzore 326 C21H2603 001843-05-6 99

2 1.3.4-Thiadiazole. 2-(5-nitropvr... 325 C10H7N504S2
3 Sebacic acid. 4-acetvlphenvl eth... 348 C20H2805

1000260-74-4 37
1000354-96-0 28

4 Pvrimidine. 2.4-diamino-6-ethvl-... 214 C12H14N4 027653-49-2 12
5 Harmaline 214 C13H14N20 000304-21-2 12
Abundance Scan 2302 (15.477 min): BF094716.D (-2299) (-) m/z 213.10 100.00%
213
5000 137
105
| 326 15.20 15.40 15.60 15.80
168 197 £ 200 SO0 2.
0,....,”..-.-'.',.."..'....,.:.1.29..! brreroe i e o 202 S92 L "m/z 137.00  39.07%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166166: Octabenzone
213
5000 LA L L L L L L L L
137 15.20 15.40 15.60 15.80
. 105 326 m/z 214.10 38.21%
ol27 \\ you ‘ 120 | 155172 197 | 249 269 308 L
R R e e A o AR L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
213
A REARE mma s B
15.20 15.40 15.60 15.80
5000 m/z 105.00 26.22%
123
64 8
46
. 102 167 o 325
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #182641: Sebacic acid, 4-acetylphenyl ethyl ester R RLRRREEEEE RS
213 15.20 15.40 15.60 15.80
m/z 43.05 18.24%
5000 137
121
55 97
29 | |81 1?7 261 3?3
O e e e o A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15.20 15.40 15.60 15.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF043017\
Data File : BF094716.D

Acq On : 30 Apr 2017 15:59

Operator : SJ/MA

Sample - 12860-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF041717 .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. .. 3.39 14.8 ng 488991 1 5.77 661200 20.0
2-Pentanone, 4-hy... 3.93 41.0 ng 1356350 1 5.77 661200 20.0
2-Pentanone, 4-me... 4.71 7.6 ng 251985 1 5.77 661200 20.0
unknown5 .52 5.52 33.2 ng 1098920 1 5.77 661200 20.0
n-Hexadecanoic acid 11.95 3.5 ng 184896 4 11.21 1051230 20.0
Octadecanoic acid 12.92 9.4 ng 427471 5 14.47 907227 20.0
Octabenzone 15.48 26.1 ng 821690 6 16.09 629059 20.0
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