LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061516\
Data File : BF088060.D

Aca On : 16 Jun 2016 3:57

Operator : UM/SJ

Sample : H3571-12

Misc :

ALS Vial : 28 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-BF060716.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 1.701 8 10 18 rVB 192184 432221 11.62% 1.808%
2 1.815 18 20 67 rVvB 1663265 3719479 100.00% 15.560%
3 4.913 288 291 297 rBV 93071 130050 3.50% 0.544%
4 5.336 325 328 330 rBVY 1932732 1962143 52.75% 8.208%
5 6.387 417 420 422 rBV 1846287 2161108 58.10% 9.041%

6.513 428 431 433 rBV 1982029 2202217 59.21% 9.213%
6.742 449 451 453 rBvY 741286 613123 16.48% 2.565%
6.902 462 465 467 rBV 1638825 1788337 48.08% 7.481%
7.313 498 501 503 rBV 1281669 1455169 39.12% 6.087%
8.033 561 564 566 rBvV 613686 788285 21.19% 3.298%

=
QO ~NO®

11 9.107 655 658 660 rBVY 2345751 2208045 59.36% 9.237%
12 9.508 690 693 695 rBvV 417171 407977 10.97% 1.707%
13 9.782 714 717 719 rvV 954577 865494 23.27% 3.621%
14 10.216 754 755 757 rVB 53161 51043 1.37% 0.214%
15 10.433 771 774 778 rBV 19044 37652 1.01% 0.158%

16 10.570 783 786 788 rBV 1006403 1182017 31.78% 4.945%
17 10.696 795 797 801 rBV 52344 84695 2.28% 0.354%
18 11.256 844 846 849 rVB 801855 706807 19.00% 2.957%
19 12.845 982 985 987 rBV 1747988 1579277 42.46% 6.607%
20 13.759 1062 1065 1074 rBV 32158 74122 1.99% 0.310%

21 13.885 1074 1076 1079 rBV 444255 581493 15.63% 2.433%
22 15.291 1196 1199 1202 rBV 480410 584196 15.71% 2.444%
23 15.474 1208 1215 1231 rVB 71062 289409 7.78% 1.211%

Sum of corrected areas: 23904359
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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:\HPCHEM1I\BNA F\DATA\BF061516\

BF088060.D

16 Jun 2016  3:57

UM/SsJ

H3571-12

28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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\BF061516\
Data File : BF088060.D

Aca On : 16 Jun 2016 3:57

Operator : UM/SJ

Sample : H3571-12

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 6

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

4.91 4.24 ng 130050 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 291 (4.913 min): BF088060.D (-288) (-) m/z 43.10 100.00%
43
59
5000
101
4.60 4.80 5.00 5.20
83
o...,....,....,....','::..‘??.rl,....,....,.-...,...:,|....,....,....,....,...., m/z 59.10 60.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 IR S RS LA SR
4.60 4.80 5.00 5.20
59 101 m/z 101.10 22.15%
0 s s | e 8
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520
5000 M m/z 58.10 17.00%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime e LA
43 4.60 4.80 5.00 5.20
m/z 41.10 9.01%
5000
101
15 31 | 50°8 69 86
s A AR LA AR AN RN RRARA RARLA RRAAS SRR LAAS) SARAS LRI ARRY IR S U LN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061516\
Data File : BF088060.D

Aca On : 16 Jun 2016 3:57

Operator : UM/SJ

Sample : H3571-12

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 unknown6.51 Concentration Rank 2

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

6.51 71.84 ng 2202220 1,4-Dichlorobenzene-d4 6.74
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 12
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
4 Xenon 132 Xe 007440-63-3 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 431 (6.513 min): BF088060.D (-428) (-) m/z 132.00 100.00%
32
5000
68
I % 620 640 6.60 6.80
40 54 104 . . .
o d8 28 02| P e | R ms W w/z 68.10 34.80%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 RSN AR RS AR
6.20 6.40 6.60 6.80
3 78 m/z 134.00 33.87%
1 33
44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80
5000 67 m/z 66.10 22.15%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methyl- R L  EEEaEmEE
132 6.20 6.40 6.60 6.80

m/z 69.10 13.94%

5000
104
63

39 51 " 20 117

e S T e

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061516\
Data File : BF088060.D

Aca On : 16 Jun 2016 3:57

Operator : UM/SJ

Sample : H3571-12

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.70 2.40 ng 84695 Phenanthrene-d10 11.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Hexadecane 226 C16H34 000544-76-3 90
5 Tritetracontane 605 C43H88 007098-21-7 90
Abundance Scan 797 (10.696 min): BF088060.D (-795) (-) m/z 57.10 100.00%
g7
5000 85
| e 1040 1060 10580 1160
b Wb b m? m/z 71.05  70.30%
m/z--> 50 100 150 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57
5000 85 SR AR AL AL B
10.40 10.60 10.80 11.00
m/z 43.10 58 .59%
ot b b 183 o1 g0 ger 2
m/z--> 50 100 150 200 250 300 350
Abundance
57
85 10.40 10.60 10.80 11.00 _
5000 m/z 85.10 47 .35%
29
. 13 141 169 197 240
m/z--> " 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57 10.40 10.60 10.80 11.00
m/z 41.05 24 _.11%
5000 85
29 113
oL T j |77, 141 169 197 225 253 295 323 367
m/z--> 50 100 150 200 250 300 350 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061516\
Data File : BF088060.D

Aca On : 16 Jun 2016 3:57

Operator : UM/SJ

Sample : H3571-12

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 1-Heneicosanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.76 2.55 ng 74122 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 n-Nonadecanol-1 284 C19H400 001454-84-8 91
4 n-Tetracosanol-1 354 C24H500 000506-51-4 91
5 1-Heptacosanol 396 C27H560 002004-39-9 91
Abundance Scan 1065 (13.759 min): BF088060.D (-1062) (-) m/z 57.10 100.00%
57
5000 4 111
| 207 13.40 13.60 13.80 14.00
bl m/z 83.10 92.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosano
55 83
5000 AR AU AR B
13.40 13.60 13.80 14.00
m/z 55.00 87.39%
0 139 167182 210 238 266 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 83
13.40 13.60 13.80 14.00
5000 11 m/z 97.10 82.91%
29 139

167182 210 238 264280 308

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131391: n-Nonadecanol-1  Rmae ..,....4....,
55 13.40 13.60 13.80 14.00

m/z 43.10 82.82%

5000

29
0 M J | 182 210 238 266
 BAaasansazany

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061516\
Data File : BF088060.D

Aca On : 16 Jun 2016 3:57

Operator : UM/SJ

Sample : H3571-12

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 Dibenzylidene 4,4"-biphenyl... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.47 9.91 ng 289409 Perylene-di12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzvlidene 4.4"-biphenvlenedi... 360 C26H20N2 006311-48-4 93
2 Benzaldehvde. 4-hvdroxv-3.5-dime... 360 C18H20N206 014414-32-5 47
3 1.10-Phenanthroline. 2.9-dimethyv... 360 C26H20N2 004733-39-5 46
4 N.N"-di-2-Naphthvl-p-phenvlenedi... 360 C26H20N2 000093-46-9 43
5 1,3,2-Dioxaborolane, bis(spiro[4... 360 C20H13B0O6 1000150-23-7 43
Abundance Scan 1215 (15.474 min): BF088060.D (-1208) (-) ; m/z 360.20 100.00%
360
152
5000
e R
77 254 15.20 15.40 15.60 15.80
51 103 127 228 281
Ol 20750 b S m/z 152.05 52.72%
m/z--> 50 100 150 200 250 300 350
Abundance #190930: Dibenzylidene 4,4'-biphenylenediamine ;
360
5000 L SR UM UL R
152 15.20 15.40 15.60 15.80
47 77 179 m/z 179.10 31.60%
ol lpn d BN h\,zloz, 282t
m/z--> 50 100 150 200 250 300 350
Abundance
360
15.20 15.40 15.60 15.80
5000 m/z 361.20 29.04%
207
332
oL15 39 67 93 123 153 B0 o 257 285 g1
m/z--> " 50 100 150 200 250 300 350
Abundance #190932: 1,10-Phenanthroline, 2,9-dimethyl-4,7-diphenyl- e a AmmE R D
360 15.20 15.40 15.60 15.80
m/z 359.20 24 .12%
5000
28 51 78 109129 151 }?0 214 240258 284 317 342
m/z--> 50 100 150 200 250 300 350 1520 15.40 15.60 15.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061516\
Data File : BF088060.D

Acq On : 16 Jun 2016 3:57

Operator : UM/SJ

Sample : H3571-12

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.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... 4 .91 4.2 ng 130050 1 6.74 613123 20.0
unknown6.51 6.51 71.8 ng 2202220 1 6.74 613123 20.0
Heptadecane, 2,6,... 10.70 2.4 ng 84695 4 11.26 706807 20.0
1-Heneicosanol 13.76 2.5 ng 74122 5 13.90 581493 20.0
Dibenzylidene 4,4... 15.47 9.9 ng 289409 6 15.29 584196 20.0
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