LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081716\
Data File : BF089762.D

Aca On 17 Aug 2016 14:56

Operator : UM/SJ

Sample = H4476-07

Misc :

ALS Vial : 32 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs - O

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF081616.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 1.667 6 7 16 rvVV 1826295 3131986 9.31% 1.647%
2 1.793 16 18 65 rvB 13065605 33633612 100.00% 17.682%
3 4.844 282 285 294 rBVY 1535434 1998392 5.94% 1.051%
4 5.279 320 323 325 rBVY 9044604 8784236 26.12% 4.618%
5 6.330 412 415 417 rBV 6754236 6496086 19.31% 3.415%
6 6.467 424 427 429 rBVY 13303288 16281744 48.41% 8.560%
7 6.696 445 447 449 rBV 4710622 3966207 11.79% 2.085%
8 6.856 458 461 463 rBV 14448881 13874398 41.25% 7.294%
9 7.267 493 497 499 rBV 10427118 12029753 35.77% 6.324%
10 7.907 551 553 557 rBV 340697 776616 2.31% 0.408%
11 7.988 557 560 562 rVV 5267730 5603908 16.66% 2.946%
12 8.102 566 570 575 rVV5 172956 448888 1.33% 0.236%
13 8.490 599 604 608 rBV3 98225 339625 1.01% 0.179%
14 9.028 648 651 652 rBV 733401 876696 2.61% 0.461%
15 9.073 652 655 657 rVB 18616746 22219543 66.06% 11.682%
16 9.462 686 689 691 rBY 1311860 1074024 3.19% 0.565%
17 9.519 692 694 703 rBY 1508586 2920034 8.68% 1.535%
18 9.736 710 713 715 rVB 7151237 6212924 18.47% 3.266%
19 10.525 779 782 784 rVB 10658665 11928746 35.47% 6.271%
20 10.902 812 815 818 rBV 212057 461626 1.37% 0.243%
21 11.211 840 842 845 rVB 6925008 6007826 17.86% 3.159%
22 11.759 888 890 892 rBV 553703 643945 1.91% 0.339%
23 11.794 892 893 898 rVVvV2 276570 397084 1.18% 0.209%
24 11.896 898 902 905 rvVv 175560 366646 1.09% 0.193%
25 12.102 919 920 923 rVB 639545 542042 1.61% 0.285%
26 12.559 958 960 966 rBV2 540656 899362 2.67% 0.473%
27 12.822 980 983 985 rBY 15049213 17924983 53.29% 9.424%
28 13.920 1076 1079 1082 rBVY 5199703 5476623 16.28% 2.879%
29 15.223 1191 1193 1197 rBV 303174 412850 1.23% 0.217%
30 15.474 1212 1215 1217 rBV 3362719 4479105 13.32% 2.355%

Sum of corrected areas: 190209510
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081716\
Data File : BF089762.D

Aca On : 17 Aug 2016 14:56

Operator : UM/SJ

Sample : H4476-07

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF081616.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081716\
Data File : BF089762.D

Aca On 17 Aug 2016 14:56

Operator : UM/SJ

Sample : H4476-07

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.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 5

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

4.84 10.08 ng 1998390 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 285 (4.844 min): BF089762.D (-282) (-) m/z 43.00 100.00%
43
59
5000
T "ok 450 50 550
83 : : : :
0....,....','...'!|,.‘.59..,-....-,....,....,....,....,....,2.0.7.. m/z 59.00 57.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R L I R R
59 460 480 500 520
m/z 101.00 21.59%
15 4 101
mi 1y ' 83 \‘
e L L I S L S S BRI B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
460 480 500 520
5000 M m/z 58.00 17.82%
o 73 126 142
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #3159: 5-Hexen-2-one AR maamEEEE
43 4.60 4.80 5.00 5.20
m/z 41.10 8.73%
5000
55
| ns o
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081716\
Data File : BF089762.D

Aca On 17 Aug 2016 14:56

Operator : UM/SJ

Sample : H4476-07

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.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 unknown6.47 Concentration Rank 2

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

6.47 82.10 ng 16281700 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 427 (6.467 min): BF089762.D (-424) (-) m/z 131.95 100.00%
132
5000 68
0 54 | % " 620 640 6.60 6.80
40 54 : : : .
obie 82 | y1is w75 go7 281 m/z 134.00 37.49%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RS R A A
6.20 6.40 6.60 6.80
2 ‘ m/z 68.05 37.16%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
132
" 620 640 6.60 6.80
5000 67 m/z 66.05 23.77%
41 97
117
o 54 || 81
mz-> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #102556: Amphetaminil e A e RERRmmAm
132 6.20 6.40 6.60 6.80
m/z 96.00 15.05%
5000
91 105
o 5164 77 | |11 § | 146159 178 208222
m/z--> 4'0 6|0 80 1(')0 120 140 160 180 200 220 240 260 280 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081716\
Data File : BF089762.D

Aca On 17 Aug 2016 14:56

Operator : UM/SJ

Sample : H4476-07

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 8

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

7.91 2.77 ng 776616 Naphthalene-d8 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-butoxvethoxv)- 162 C8H1803 000112-34-5 90
2 Ethanol. 1-(2-butoxvethoxv)- 162 C8H1803 054446-78-5 83
3 Ethvlene alvcol monoisobutvl ether 118 C6H1402 004439-24-1 64
4 Di-sec-butvl ether 130 C8H180 006863-58-7 50
5 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 50

Abundance Scan 553 (7.907 min): BF089762.D (-551) (-) m/z 57.05 100.00%
45 57 T
5000
[
101 7.60 7.80 8.00 8.20
0 ...,....',-|~..I|u|1--..'!'|.~,.'|.'..;'...1.1,9.1.3.1.,....,....,....,210.7.. m/z 45.00 96.49%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32655: Ethanol, 2-(2-butoxyethoxy)-
45 57
5000 T
29 7.60 7.80 8.00 8.20
75 a7 m/z 41.10 35.44%
ol %0 a5 132044
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
45 57
760 7.80 800 8.20
5000 m/z 75.00 20.16%
29
[
Oy e ""I"'%ﬁ% "'}%4"%§%' SRS SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8872: Ethylene glycol monoisobutyl ether
57 7.60 7.80 8.00 8.20
45 m/z 56.05 14 ._.70%
5000
29 75
0 "}ﬁ'hh '|""|""|?7'}?q"' DA DAL UL S S
m/z--> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081716\
Data File : BF089762.D

Aca On 17 Aug 2016 14:56

Operator : UM/SJ

Sample : H4476-07

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.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 Ethanol, 2-[2-(2-butoxyetho... Concentration Rank 6

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

9.52 9.40 ng 2920030 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-T2-(2-butoxvethoxv)et... 206 C10H2204 000143-22-6 91
2 Hexaethvlene alvcol 282 C12H2607 002615-15-8 64
3 Ethanol. 2-(2-butoxvethoxv)- 162 C8H1803 000112-34-5 59
4 Pentaethvlene alvcol 238 C10H2206 004792-15-8 59
5 2,5,8,11,14-Pentaoxahexadecan-16-o0l 252 C11H2406 023778-52-1 53

Abundance Scan 694 (9.519 min): BF089762.D (-692) (-) m/z 45.05 100.00%

45
5000

920 940 960 980

3117131 156 180

Obrrrrprrrrhe m/z 57.05 57.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65551: Ethanol, 2-[2-(2-butoxyethoxy)ethoxy]-
45
5000 ‘/\ﬁ|||||||||||||||||||||

9.20 9.40 9.60 9.80
29 9 75 m/z 89.00 23 .55%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
45

9.20 9.40 9.60 9.80

o

5000 m/z 41.10 23.28%
89
0 29 | 5973 | 1031717133147 163177 195209 239 281
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #32652: Ethanol, 2-(2-butoxyethoxy)- e e e ARAREE R

920 940 960 980
m/z 75.00 17.68%

5000

IIIIIIIIIAIIIIIIIIIIIIII

9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081716\
Data File : BF089762.D

Aca On 17 Aug 2016 14:56

Operator : UM/SJ

Sample : H4476-07

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.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 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.76 2.14 ng 643945 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Dodecanoic acid 200 C12H2402 000143-07-7 81
3 Pentadecanoic acid 242 C15H3002 001002-84-2 80
4 Nonanoic acid 158 C9H1802 000112-05-0 46
5 Oxalic acid, dodecyl propyl ester 300 C17H3204 1000309-26-5 18
Abundance Scan 890 (11.759 min): BF089762.D (-888) (-) m/z 73.00 100.00%
43 60 B
5000
85 129 S N
143 157 171185 199 213 11.40 11.60 11.80 12.00
I 227240 296 m/z 43.05 82.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107547: n-Hexadecanoic acid
5000{ 29 U U UL BRI B B
11.40 11.60 11.80 12.00
129 m/z 60.00 82.21%
85 256
o ALl il M‘ 8 115 | 143157171185 199 '3 227539
m/z--> ﬁo Jo ' 80 100 120 140 160 180 200 220 240 260
Abundance
73
60 DN UL BN BV I
11.40 11.60 11.80 12.00
5000 43 129 m/z 57.10 66.96%
1s 157
101 143 171 200
0|'“'w'”l“'w"“|“'w'“'w'“|”'ﬁ§?'"“ [T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95854: Pentadecanoic acid B BRI
43 60 7 11.40 11.60 11.80 12.00
m/z 41.05 66.19%
29
5000
T 1 N/\LL
3 115 143
R 2 Sl L VR | WY
m/z--> 20 40 6 80 100 120 140 160 180 200 220 240 260 11.40 11. 60 11. 80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081716\
Data File : BF089762.D

Aca On 17 Aug 2016 14:56

Operator : UM/SJ

Sample : H4476-07

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.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 9 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.56 2.99 ng 899362 Phenanthrene-d10 11.21
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 91
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 960 (12.559 min): BF089762.D (-958) (-) m/z 73.00 100.00%

43

5000

a8

12.20 12.40 12.60 12.80

(o} m/z 43.10 82.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73
43 §
129

284

5000 28

12.20 12.40 12.60 12.80
m/z 57.10 75.65%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
57 L B
12.20 12.40 12.60 12.80
5000 129 m/z 60.00 75.33%
87 199
27 115 143157171185 242
0 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid R e e e AR
43 60 12.20 12.40 12.60 12.80
m/z 55.00 67.99%
5000
143187171185 213
o L
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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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081716\
Data File : BF089762.D

Acq On 17 Aug 2016 14:56

Operator : UM/SJ

Sample : H4476-07

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081616_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... 4.84 10.1 ng 1998390 1 6.70 3966210 20.0
unknown6 .47 6.47 82.1 ng 16281700 1 6.70 3966210 20.0
Ethanol, 2-(2-but... 7.91 2.8 ng 776616 2 7.99 5603910 20.0
Ethanol, 2-[2-(2-... 9.52 9.4 ng 2920030 3 9.74 6212920 20.0
n-Hexadecanoic acid 11.76 2.1 ng 643945 4 11.21 6007830 20.0
Octadecanoic acid 12.56 3.0 ng 899362 4 11.21 6007830 20.0
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