LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051416\
Data File : BF087048.D

Acq On : 15 May 2016  4:53

Operator : UM/SJ

Sample - H3052-03

Misc :

ALS Vial : 70 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF050916_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 height area % max. total
1 1.736 12 13 57 rVB 2907548 5827131 100.00% 16.024%
2 4.730 274 275 286 rBY 198728 378940 6.50% 1.042%
3 5.199 314 316 332 rBV 1884420 2150635 36.91% 5.914%
4 5.599 350 351 359 rvB 42221 74663 1.28% 0.205%
5 6.285 408 411 418 rBvV 791244 1345390 23.09% 3.700%

6.387 418 420 433 rVV 3363793 3719124 63.82% 10.227%
6.605 437 439 445 rVB 727695 895901 15.37% 2.464%
6.765 450 453 456 rBV 3113345 2807878 48.19% 7.721%
7.187 487 490 492 rBV 2868745 2909812 49.94% 8.002%
7.896 550 552 555 rBV 1202250 1101210 18.90% 3.028%

=
QO ~NO®

11 8.982 644 647 649 rBV 4076450 4474451 76.79% 12.304%
12 9.382 680 682 684 rBvV 156775 151618 2.60% 0.417%
13 9.645 702 705 707 rBV 1296633 1169851 20.08% 3.217%
14 10.091 740 744 746 rBV2 91314 119746 2.05% 0.329%
15 10.434 771 774 777 rBV 2427969 2566488 44.04% 7.058%

16 10.559 783 785 789 rBV 102848 117980 2.02% 0.324%
17 11.119 832 834 837 rBV 999999 1024252 17.58% 2.817%
18 11.371 855 856 859 rBvV 52321 89293 1.53% 0.246%
19 11.679 881 883 887 rBv2 143858 222013 3.81% 0.611%
20 12.457 950 951 954 rBv2 118460 179339 3.08% 0.493%

21 12.708 970 973 976 rBV 2994634 2986011 51.24% 8.211%
22 13.062 1002 1004 1006 rVB 98816 147163 2.53% 0.405%

23 13.748 1062 1064 1067 rBV 631602 767318 13.17% 2.110%
24 15.108 1181 1183 1201 rVB 603327 1138796 19.54% 3.132%

Sum of corrected areas: 36365003
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051416\
Data File : BF087048.D

Acqg On : 15 May 2016 4:53

Operator : UM/SJ

Sample - H3052-03

Misc :

ALS vial : 70 Sample Multiplier: 1

Quant Method : Z:\HPCHEMI\BNA_F\METHODS\8270-

Quant Title : ASP BNA STANDARDS FOR 5 POINT

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

BF050916.M
CALIBRATION
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051416\
Data File : BF087048.D

Acq On : 15 May 2016  4:53

Operator : UM/SJ

Sample - H3052-03

Misc :

ALS Vial =: 70 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 4

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

4.73 8.46 ng 378940 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
3 Diacetamide 101 C4H7NO2 000625-77-4 9
4 Butane 58 C4H10 000106-97-8 9
5 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9

Abundance Scan 275 (4.730 min): BF087048.D (-274) (-) m/z 43.05 100.00%
43
5000 59
||||/|\
101 4.40 4.60 4.80 5.00
el S & m/z 59.10 42.89%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 BEREE RARRE AR
59 4.40 4.60 4.80 5.00

m/z 58.10 13.04%

25 3 37 ‘ 83 g3 %
T T T R T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43

4.40 4.60 4.80 5.00

5000 m/z 101.10 9.56%
58
15 27 37 72 100
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3942: Diacetamide R e R mammy
43 4.40 4.60 4.80 5.00

m/z 41.05 8.77%

5000 59
73
101
28 37 ||, 51 || 67 79 86
e T B B e S O

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051416\
Data File : BF087048.D

Acq On : 15 May 2016  4:53

Operator : UM/SJ

Sample - H3052-03

Misc :

ALS Vial =: 70 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown6.39 Concentration Rank 2

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

6.39 83.03 ng 3719120 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
3 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
4 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 420 (6.387 min): BFO87048.D (-418) (-) m/z 132.10 100.00%
132
5000 68
40 ‘ 96 SRS RS LRSS SRR A
54 75 104 6.00 6.20 6.40 6.60 6.80
e AT SR 87 L 15 Wl Tm/z 68.05  44.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14012: 1H-Benzimidazole, 2-methyl-
132
5000 BRI R RS SR R
6.00 6.20 6.40 6.60 6.80
6 m/z 134.10 33.65%
15 27 3 52 T 77 2 1M 4y
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 6.20 6.40 6.60 6.80
5000 m/z 66.05 31.03%
33 44 97 105
51 60 7078 g4 115

wwwmmwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE  EAaE s e e  RAmEa
132 6.00 6.20 6.40 6.60 6.80
m/z 69.10 18.87%
5000
92
65
39 105
S A N L N A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051416\
Data File : BF087048.D

Acq On : 15 May 2016  4:53

Operator : UM/SJ

Sample - H3052-03

Misc :

ALS Vial =: 70 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

10.09 2.05 ng 119746 Acenaphthene-d10 9.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Octadecane 254 C18H38 000593-45-3 86
3 Tridecane 184 C13H28 000629-50-5 86
4 Nonane, 5-butyl- 184 C13H28 017312-63-9 80
5 Tetradecane 198 C14H30 000629-59-4 80

Abundance Scan 744 (10.091 min): BF087048.D (-740) (-) m/z 57.10 100.00%

q7
43

5000

9.80 10.00 10.20 10.40
m/z 43.05 81.19%

99113127 149

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #73965: Hexadecane
43 ¥’
5000 71 LA L L L L L L L
85 9. 80 10. 00 10. 20 10 40
29 m/z 71.10 46.18%
| ‘ L ‘ 99 113127141155169183197 226
A e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 57
P T T
71 9.80 10.00 10.20 10.40
5000 85 m/z 41.10 39.24%
29 99
113127141155 169183197211 225 254
B B A R R S RARRARAR.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #45544: Tridecane R BB R R R R R
43 57 9. 80 10. 00 10. 20 10 40

m/z 85.05 32.78%

71
5000
85
29
15 | ‘ Lo % 113127141155 184

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 980 10. 00 10. 20 10 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051416\
Data File : BF087048.D

Acq On : 15 May 2016  4:53

Operator : UM/SJ

Sample - H3052-03

Misc :

ALS Vial =: 70 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.46 4.67 ng 179339 Chrysene-di12 13.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 n-Capric acid isopropyl ester 214 C13H2602 002311-59-3 59

Abundance Scan 951 (12.457 min): BF087048.D (-950) (-) m/z 43.10 100.00%

43

57 43

5000

129 LA L L L L L L L L
97
111 | 143157171185109 991 241 264 284 12.20 12.40 12.60 12.80

m/z 41.10 66.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
43 73

50001 29 256 LA L L L L LB
12.20 12.40 12.60 12.80
[T T

m/z 57.10 64 .79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

21
143157171185, g9

73

43 L e e e A
57 12.20 12.40 12.60 12.80

m/ 60.00 62.07%
5000 129 z 0

29 185 228
87 101115 | 143171
157

199513

Tmmmwwﬁwwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83683: Pentadecanoic acid Ll B AL
43 73 12.20 12.40 12.60 12.80

m/z 73.00 59.96%

29
5000

242

L ‘M 14315717118519

T T T T
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:\HPCHEM1\BNA_F\DATA\BF051416\
Data File : BF087048.D

Acq On : 15 May 2016  4:53

Operator : UM/SJ

Sample - H3052-03

Misc :

ALS Vial =: 70 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 S-Indacene-1,7-dione, 2,3,5... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.06 3.84 ng 147163 Chrysene-di12 13.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 S-Indacene-1,7-dione, 2,3,5,6-te... 270 C18H2202 055591-16-7 62
2 2-(4-t-Butylphenoxy)benzoic acid 270 C17H1803 069737-65-1 50
3 5-Amino-2-(2-hydroxyphenyl)-4-ni... 255 C12H9N502 166766-12-7 43
4 Bispyrrolo[l1,2-a],[3,4-c]pyrrole... 312 C19H24N202 1000195-48-2 38
5 Styrene, 2-nitro-3"-[4-methylphe... 255 C15H13NO3 1000126-04-1 38
Abundance Scan 1004 (13.062 min): BF087048.D (-1002) (-) m/z 255.25 100.00%
245

5000 171

En

270

12.80 13.00 13.20 13.40
m/z 171.15  41.83%

115 141155 | 185199

227 286
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

7 77 91

Abundance #100790: S-Indacene-1,7-dione, 2,3,5,6-tetrahydro-3,3,4,5,...
255

N
~
o

5000 LA L L LB L LN
1280 13.00 13.20 13.40
128 m/z 270.25 23.83%
15 41 5 9105 o 153171185 211277241 \
SRR ot AN TR Ao Y S
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
255
T
12.80 13.00 13.20 13.40
5000 m/z 256.25 20.97%
135 270
41 77 105121 197 .
57 152166181 | 211
mmmmwwwmm
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
I I I I

Abundance #91310: 5-Amino-2-(2-hydroxyphenyl)-4-nitroso(2H)benzotriazol R T B e
255 12.80 13.00 13.20 13.40

m/z 155.10 10.24%

5000

78
52 93
- h\ 12\0 142 170 197 225241 ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 80 13. 00 13. 20 13. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051416\
Data File : BF087048.D

Acq On : 15 May 2016  4:53

Operator : UM/SJ

Sample - H3052-03

Misc :

ALS Vial =: 70 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.73 8.5 ng 378940 1 6.60 895901 20.0
unknown6 .39 6.39 83.0 ng 3719120 1 6.60 895901 20.0
Hexadecane 10.09 2.0 ng 119746 3 9.64 1169850 20.0
n-Hexadecanoic acid 12.46 4.7 ng 179339 5 13.75 767318 20.0
S-Indacene-1,7-di... 13.06 3.8 ng 147163 5 13.75 767318 20.0
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