LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081916\
Data File : BF089803.D

Aca On 19 Aug 2016 18:40

Operator : UM/SJ

Sample : H4463-01

Misc :

ALS Vial : 19 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-BF081916.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 1.655 5 6 15 rvvV 2001674 3817685 10.85% 2.562%
2 1.781 15 17 74 rVB 11748972 35195927 100.00% 23.619%
3 4.821 280 283 294 rVB 1933706 2738155 7.78% 1.837%
4 5.267 318 322 324 rBVY 8899629 10973841 31.18% 7.364%
5 6.319 411 414 416 rBV 8879297 9375477 26.64% 6.292%

6.444 422 425 428 rBV 9937439 10030614 28.50% 6.731%
6.684 443 446 448 rBV 3607176 3181970 9.04% 2.135%
6.833 457 459 462 rBV 6390339 8851871 25.15% 5.940%
7.244 492 495 498 rBV 5852324 6144944 17.46% 4.124%
7.964 556 558 561 rBV 4841362 4137576 11.76% 2.777%

=
QO ~NO®

11 9.050 650 653 655 rBY 12868692 13310063 37.82% 8.932%
12 9.439 685 687 690 rBV 2672771 2623283 7.45% 1.760%
13 9.713 709 711 713 rBV 5235645 4559334 12.95% 3.060%
14 10.502 777 780 782 rVvV2 4631888 6305394 17.92% 4.231%
15 10.639 790 792 796 rBV 455419 591122 1.68% 0.397%

16 11.188 838 840 844 rBV2 4920060 5277086 14.99% 3.541%
17 11.736 887 888 892 rBv3 349330 608002 1.73% 0.408%
18 12.388 943 945 948 rBV 993446 1121716 3.19% 0.753%
19 12.525 955 957 962 rBV2 1673985 2484568 7.06% 1.667%
20 12.616 962 965 967 rvB 1182289 1232747 3.50% 0.827%

21 12.776 977 979 982 rBV 9169484 9867260 28.04% 6.622%
22 13.828 1068 1071 1072 rBV2 3139392 3426833 9.74% 2.300%

23 14.879 1161 1163 1169 rVB 261594 573214 1.63% 0.385%
24 15.257 1193 1196 1199 rBV 2100440 2589410 7.36% 1.738%

Sum of corrected areas: 149018092
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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\BF081916\

- BF089803.D

- 19 Aug 2016 18:40

- UM/SJ

- H4463-01

- 19 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF081916.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

1.2e+07

1e+07

8000000

6000000

4000000

.66

TIC: BF089803.D
1.78
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Time-->
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TIC: BF089803.D
9]05

12.78

796 9.71 11.19

10.50

9.44

Time-->

10.00

10.50 11.00 11.50

12.00 12.50

13.00
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TIC: BF089803.D
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Time-->
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17.50 18.00

18.50 19.00

8270-BF081916.M Sun Aug 29 06:27:23 2004

Page: 2




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081916\
Data File : BF089803.D

Aca On : 19 Aug 2016 18:40

Operator : UM/SJ

Sample : H4463-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081916.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.

4.82 17.21 ng 2738160 1,4-Dichlorobenzene-d4 6.68
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 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 283 (4.821 min): BF089803.D (-280) (-) m/z 43.00 100.00%
43.0
59.1
5000
o o a5 a8 abo ok
83.0 : : : : :
0..,....,....','::..,..!.|,....7,1.'9..,.-...,...:,|....,....,....,....,...., m/z 59.10 60.47%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SRS R LN UL S
440 4.60 4.80 5.00 5.20
59.0 m/z 101.00 21.81%
27\'0\ L1 H 70.0 83.0 10%.0
O T T T T o o
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
440 460 480 5.00 5.20
5000 210 m/z 58.10 17.84%
o 73.0 126.0 1420
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3159: 5-Hexen-2-one
43.0 440 4.60 4.80 5.00 5.20
m/z 41.10 8.96%
5000
55.0
o 270 | 710 830 980
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 | | 440 4.60 4.80 500 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081916\
Data File : BF089803.D

Aca On : 19 Aug 2016 18:40

Operator : UM/SJ

Sample : H4463-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081916.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 unknown6.44 Concentration Rank 2

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

6.44 63.05 ng 10030600 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 425 (6.444 min): BF089803.D (-422) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 BN AR L L
40.0 6.20 6.40 6.60 6.80
0 W0 228 | I m/z 68.10  40.54%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 BN AR R L
6.20 6.40 6.60 6.80
310 5L0 m/z 134.00 34 .86%
0"'l”LN\“H'lﬁ*ﬂl“"lL"l”"l“"l”"l”"l“"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
132.0
620 640 6.60 6.80
5000 67.0 m/z 66.00 25.75%
41.0 97.0
115.0
S S S I SR W L B L BN SR
m/z--> 20 40 60 80 100 120 140 160 180 200 A
Abundance #14491: 5-Aminoindole e
132.0 6.20 6.40 6.60 6.80
m/z 69.05 16.33%
5000
104.0
66.0
0 270 500 | ;880 | \
m/z--> 20 40 60 80 100 120 140 160 180 200 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081916\
Data File : BF089803.D

Aca On : 19 Aug 2016 18:40

Operator : UM/SJ

Sample : H4463-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081916.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 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

10.64 2.24 ng 591122 Phenanthrene-d10 11.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 90
4 Nonadecane 268 C19H40 000629-92-5 87
5 Hexadecane 226 C16H34 000544-76-3 80

Abundance Scan 792 (10.639 min): BF089803.D (-790) (-) m/z 57.10 100.00%

57.1

5000

10.40 10.60 10.80 11.00

118.1 1411

183.2 215.0

0 m/z 71.10 70.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94346: Heptadecane
57.0
85.0
5000 LA L L LB L L B B
10.40 10.60 10.80 11.00
2.0 m/z 43.10 66.48%
0 L Ly “11?0\1410 169.0 197.0 _ 240.0
T e T e T T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
RN RE SRR R R
85.0 10.40 10.60 10.80 11.00
5000 ' m/z 85.10 45.93%
29.0 113.0

141.0 169.0 197.0 225.0 253.0 296.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48894: Decane, 2,3,5-trimethyl- i B
57.0 10.40 10.60 10.80 11.00
m/z 41.10 29.80%
5000 85.0
29.0 141.0
0 T O - N i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10.40 10 60 10 80 11. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081916\
Data File : BF089803.D

Aca On : 19 Aug 2016 18:40

Operator : UM/SJ

Sample : H4463-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081916.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.74 2.30 ng 608002 Phenanthrene-d10 11.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 86
3 Dodecanoic acid 200 C12H2402 000143-07-7 81
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64
Abundance Scan 888 (11.736 min): BF089803.D (-887) (-) m/z 73.00 100.00%
431 730
5000
129.1
97.1 AN I IR
157.1 41851 2132 56,2 11.40 11.60 11.80 12.00
Ol ' m/z 43.10 83.41Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43.0 730
5000 256.0 LB B SR UGN B
umumnmnm
97.0 m/z 60.00 82.77%
‘ 157.0 185.0
0 Illll‘l“‘i‘\‘”ﬂlull
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 | 73.0
11.40 11.60 11.80 12.00
5000 129.0 m/z 57.10 70.63%
97.0 199.0
1570 242.0
0 }ﬁ?'“'|"“|"'w""w"'|“"|'“' '}779'“ BRRBY SRR PR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #61123: Dodecanoic acid R AR R
73.0 11.40 11.60 11.80 12.00
1290 m/z 41.05 61.68%
43.0 200.0
5000 157.0
101.0
R | P 1 I | 9 O -‘k‘e---‘ 1800 | N S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11. 60 11. 80 12. oo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081916\
Data File : BF089803.D

Aca On : 19 Aug 2016 18:40

Operator : UM/SJ

Sample : H4463-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081916.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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.52 14 .50 ng 2484570 Chrysene-di12 13.83
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 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
5 Oxalic acid, propyl tetradecyl e... 328 C19H3604 1000309-26-7 38
Abundance Scan 957 (12.525 min): BF089803.D (-955) (-) m/z 73.00 100.00%
. 3.0
5000 129.1 Jk
ot 185.1 5Von 15040 15 en 1oian
: 241.2 12.20 12.40 12.60 12.80
0 o 232 20222003 m/z 43.10 92.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131262: Octadecanoic acid
73.0
43.0
129.0
5000 284.0 AR BARER AR ARRE
nmnmnmnm
m/z 60.00 83.00%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43.0  73.0
12.20 12.40 12.60 12.80
5000 m/z 57.10 81.49%
129.0 242.0
97.0 199.0
o 171.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #84453: Tetradecanoic acid e B
73.0 12.20 12.40 12.60 12.80
43.0 m/z 55.10 68.44Y%
5000 129.0
185.0 228.0
‘ ‘970
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1220 1240 1260 1280

8270-BF081916.M Sun Aug 29 06:27:28 2004 Page: 7



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081916\
Data File : BF089803.D

Acq On 19 Aug 2016 18:40

Operator : UM/SJ

Sample : H4463-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081916_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... 4.82 17.2 ng 2738160 1 6.68 3181970 20.0
unknown6 .44 6.44 63.0 ng 10030600 1 6.68 3181970 20.0
Heptadecane 10.64 2.2 ng 591122 4 11.19 5277090 20.0
n-Hexadecanoic acid 11.74 2.3 ng 608002 4 11.19 5277090 20.0
Octadecanoic acid 12.52 14.5 ng 2484570 5 13.83 3426830 20.0
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