LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092816\
Data File : BF090284.D

Aca On : 28 Sep 2016 18:21

Operator : UM/SJ

Sample : H4982-03 5X

Misc :

ALS Vial : 4 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-BF092016.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 1.644 3 5 47 rVB 4414661 15320528 100.00% 53.514%
2 5.016 298 300 311 rBV 465996 621143 4 .05% 2.170%
3 6.113 394 396 403 rBV 610043 670316 4.38% 2.341%
4 6.227 403 406 409 rvv 791636 714224 4 .66% 2.495%
5 6.467 425 427 429 rBV 922815 906784 5.92% 3.167%

6.616 438 440 443 rBvV 505172 543588 3.55% 1.899%
7.039 474 477 479 rBY 323909 380364 2.48% 1.329%
7.759 537 540 542 rBV 1209878 1227094 8.01% 4._.286%
8.833 632 634 637 rVB 751557 796341 5.20% 2.782%
9.245 668 670 672 rBV 127705 164441 1.07% 0.574%

=
QO ~NO®

11 9.496 690 692 694 rBvV 998167 1275779 8.33% 4._.456%
12 9.931 726 730 735 rBV 184081 325211 2.12% 1.136%
13 10.285 758 761 763 rBV 406353 439209 2.87% 1.534%
14 10.548 783 784 788 rvv2 100527 191364 1.25% 0.668%
15 10.662 792 794 796 rvv2 128651 158966 1.04% 0.555%

16 10.696 796 797 800 rvVv 125009 184031 1.20% 0.643%
17 10.971 819 821 825 rBV 1285443 1267215 8.27% 4._.426%
18 12.171 924 926 929 rBV 225801 222910 1.45% 0.779%
19 12.319 937 939 943 rBV 284980 367630 2.40% 1.284%
20 12.388 943 945 948 rvVv 187089 238713 1.56% 0.834%

21 12.548 957 959 962 rBV 448169 594325 3.88% 2.076%
22 13.588 1047 1050 1052 rBV 830170 1060701 6.92% 3.705%

23 14.571 1134 1136 1140 rBV 100265 213758 1.40% 0.747%
24 14.914 1163 1166 1168 rBV 641284 744399 4._86% 2.600%

Sum of corrected areas: 28629034
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092816\
Data File : BF090284.D

Aca On : 28 Sep 2016 18:21

Operator : UM/SJ

Sample : H4982-03 5X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEMI\BNA F\METHODS\8270-BF092016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance
1|64
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092816\
Data File : BF090284.D

Aca On : 28 Sep 2016 18:21

Operator : UM/SJ

Sample : H4982-03 5X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 unknown6.23 Concentration Rank 2

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

6.23 15.75 ng 714224 1,4-Dichlorobenzene-d4 6.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 406 (6.227 min): BF090284.D (-403) (-) m/z 132.10 100.00%
132
5000 68 k_
96 rTTTTTTTT T T T T T T T T
40 .o 54 o | | B g | 104 5.80 6.00 6.20 6.40 6.60
O R e e 10 A m/z 68.10 41 .02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 [T T T T AT T T T T
5.80 6.00 6.20 6.40 6.60
3 78 m/z 134.00 32.53%
13g ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
580 6.00 620 640 6.60
5000 67 m/z 66.10 24.74%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmmﬁwmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132 5.80 6.00 6.20 6.40 6.60
m/z 69.10 15.25%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 15 25 §0 Jo 55 éo fo 85 95 160 1i0 150 150 140 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092816\
Data File : BF090284.D

Aca On : 28 Sep 2016 18:21

Operator : UM/SJ

Sample : H4982-03 5X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 unknownl10.55 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.55 3.02 ng 191364 Phenanthrene-d10 10.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Neodihvdrocarveol 154 C10H180 018675-34-8 35
2 Phenol. 2-methvl-4-(1.1.3.3-tetr... 220 C15H240 002219-84-3 35
3 Benzenemethanol. 4-(1.1-dimethvl... 164 C11H160 000877-65-6 27
4 Benzene. l-methoxv-4-propvl- 150 C10H140 000104-45-0 25
5 1H-1,2,3,4-Tetrazole-1,5-diamine... 220 C9H12N60 1000349-95-8 25
Abundance Scan 784 (10.548 min): BF090284.D (-783) (-) m/z 121.10 100.00%
127 149
107
5000
135
41 5|5 77 91 ‘ 191 20 10.20 10.40 10.60 10.80
O bbbl el L 220 Ths77949 10 98.44%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #26678: Neodihydrocarveol
93 107 121 136
4 &)
55
5000 67 AR B
7 10.20 10.40 10.60 10.80
m/z 107.10 71.36%
‘ H 154
ok, “.h uu‘m MM\\ \ bl S R
m/z--> 20 100 120 140 160 180 200 220
Abundance
149
10.20 10.40 10.60 10.80
5000 m/z 135.10 30.20%
a1 121
St 77 91 109 | 133 163 101 207220
e e sl ruyer el RIS G
m/z--> ﬁo Jo eb éo 160 150 150 160 180 200 250
Abundance #33645: Benzenemethanol, 4-(1,1-dimethylethyl)-
149 10.20 10.40 10.60 10.80
m/z 55.10 13.28%
5000
91
164
15 20 4 53 65 | | 105 1253
m/z--> 2'0 4'0 6|O 8|0 1(')0 12'0 14'10 160 180 2(')0 22'0 10. 20 10. 40 10 60 10 80 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092816\
Data File : BF090284.D

Aca On : 28 Sep 2016 18:21

Operator : UM/SJ

Sample : H4982-03 5X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 1-(6-Methyl-2-pyridyl)propa... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.66 2.51 ng 158966 Phenanthrene-d10 10.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1-(6-Methvl-2-pvridvD)propan-2-one 149 C9H11NO 065702-08-1 59
2 Phenol. 2-methvl-4-(1.1.3.3-tetr... 220 C15H240 002219-84-3 52
3 Phenol. 4-(1.1-dimethvlethvl)-2-.__. 164 C11H160 000098-27-1 50
4 Phthalic acid. ethvl isoporpvl e... 236 C13H1604 1000314-99-6 47
5 Phthalic acid, entyl undec-2-en-... 346 C21H3004 1000315-41-3 47
Abundance Scan 794 (10.662 min): BF090284.D (-792) (-) m/z 149.10 100.00%
149
107
5000
121
4 5 77 91 135 1 10.40 10.60 10.80 11.00
O it b it FOE L 220 0 Thz77107.10 0 72.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23645: 1-(6-Methyl-2-pyridyl)propan-2-one
107
5000
43 10.40 10.60 10.80 11.00
0 m/z 121.10 33.29%
o 54 0 10 e2 | 121134 7
m/z--> 20 40 60 80 160 120 140 160 180 200 220
Abundance
149
10.40 10.60 10.80 11.00
5000 m/z 177.20 12.58%
a1 121
5777 91 109 | 133 163 101 207220
O T R T o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33644: Phenol, 4-(1,1-dimethylethyl)-2-methyl-
149 10.40 10.60 10.80 11.00
m/z 150.10 10.88%
5000
121 164
oL 15 27 4! 53 65 77 9} 10971 133
m/z--> 20 4'0 60 80 1(')0 120 14'10 160 180 200 220 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092816\
Data File : BF090284.D

Aca On : 28 Sep 2016 18:21

Operator : UM/SJ

Sample : H4982-03 5X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 Phenol, 4-(1,1-dimethylprop... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.70 2.90 ng 184031 Phenanthrene-d10 10.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1-dimethvlpropvl)- 164 C11H160 000080-46-6 74
2 Phenol. 2-methvl-5-(1l-methvlethvl)- 150 C10H140 000499-75-2 72
3 Pentanoic acid. 5-hvdroxv-. p-t-... 250 C15H2203 166273-37-6 72
4 Hexestrol 270 C18H2202 000084-16-2 72
5 1-Adamantanecarboxylic acid, 3,4... 324 C17H18CI1202 1000307-66-4 59
Abundance Scan 797 (10.696 min): BF090284.D (-796) (-) m/z 135.10 100.00%
5000
41 107 10.40 10.60 10.80 11.00
77 91 121 : : : :
0 ...,....,'...5?,....,..'..,.|...,...- e ere e | M/Z 107.10  17.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #33621: Phenol, 4-(1,1-dimethylpropyl)-
135
5000
107 10.40 10.60 10.80 11.00
m/z 136.10 11.12%
L 2z s e | gy | 149
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
135
10.40 10.60 10.80 11.00
5000 m/z 41.10 6.69%
150
2739 o5 77 o1 105117
O i e B AR R i o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #102346: Pentanoic acid, 5-hydroxy-, p-t-butylpheny! ester R EEEmaEE S S
135 10.40 10.60 10.80 11.00
m/z 95.10 5.50%
5000
150
41 g
0 ...,.2.7..,“...‘:,...7.7,.?.1.,.‘...12.1..l,..‘..1,6.3..1.77.1.9.?2956.2.19..2.3?.2.5.0., S E—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092816\
Data File : BF090284.D

Aca On : 28 Sep 2016 18:21

Operator : UM/SJ

Sample : H4982-03 5X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 Pentadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.32 6.93 ng 367630 Chrysene-di12 13.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 94
2 Octadecanoic acid 284 C18H3602 000057-11-4 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 89
4 n-Decanoic acid 172 C10H2002 000334-48-5 68
5 Hexadecane 226 C16H34 000544-76-3 59
Abundance Scan 939 (12.319 min): BF090284.D (-937) (-) m/z 73.05 100.00%
7B
4357
5000 129
J ¥ 115 | 143 177185 208 241 12 dd 12 20 '1'2'4'0' I1I2|6IOI -
157 227 284 : : : :
N 2% m/z 43.10 84.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95854: Pentadecanoic acid
43 73
29
5000 AR AR AR BARRE
242 nmnmnmnm
; 129 199 m/z 57.10 76.21%
m/z--> 26"26"60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 73
12.00 12.20 1240 12.60
5000 129 m/z 60.10 74.70%

97

185
115 241 284
143157171 | 199593227 255

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84455; Tetradecanoic acid AR e
73 12.00 12.20 12.40 12.60
m/z 55.10 62.03%
43
5000 5 129
185
228
| L | e |
o,”.w.”u.w‘ph.ﬂ“ NS N I W S M S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12.20 12.40 12.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092816\
Data File : BF090284.D

Acq On : 28 Sep 2016 18:21

Operator : UM/SJ

Sample - H4982-03 5X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092016 .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]
unknown6 .23 6.23 15.8 ng 714224 1 6.47 906784 20.0
unknown10.55 10.55 3.0 ng 191364 4 10.97 1267220 20.0
1-(6-Methyl-2-pyr... 10.66 2.5 ng 158966 4 10.97 1267220 20.0
Phenol, 4-(1,1-di... 10.70 2.9 ng 184031 4 10.97 1267220 20.0
Pentadecanoic acid 12.32 6.9 ng 367630 5 13.59 1060700 20.0
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