LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092245.D

Aca On : 13 Jan 2017 13:18

Operator : UM/SJ

Sample : 11131-06

Misc :

ALS Vial : 8 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-BF122116.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 4.724 253 257 271 rBVY 1660233 3183481 48.77% 6.137%
2 5.193 295 298 300 rBY 4764724 6527940 100.00% 12.585%
3 6.256 388 391 394 rBVY 4888077 6002531 91.95% 11.572%
4 6.359 398 400 403 rVV 5658460 6278833 96.18% 12.104%
5 6.587 418 420 422 rBV 1141835 1130626 17.32% 2.180%
6 6.747 431 434 436 rBVY 3602220 4597690 70.43% 8.863%
7 7.159 467 470 473 rBV 3183035 3544370 54.30% 6.833%
8 7.867 530 532 535 rBY 1103715 1430373 21.91% 2.757%
9 8.953 624 627 630 rBY 5709678 5792882 88.74% 11.167%
10 9.353 660 662 664 rBY 1177266 980251 15.02% 1.890%

11 9.616 683 685 687 rBV 1176525 1338651 20.51% 2.581%
12 10.073 723 725 726 rVB 85412 79283 1.21% 0.153%
13 10.416 752 755 757 rBV 2230589 3064731 46.95% 5.908%
14 10.542 764 766 769 rBV 126895 154225 2.36% 0.297%
15 10.988 803 805 806 rBvV 85633 83872 1.28% 0.162%

16 11.102 812 815 819 rVvB2 799947 1258551 19.28% 2.426%
17 11.651 861 863 866 rvv2 222543 213244 3.27% 0.411%
18 12.302 918 920 922 rVB 202003 176147 2.70% 0.340%
19 12.531 937 940 942 rvV 148172 175956 2.70% 0.339%
20 12.679 951 953 956 rvB 2735037 3347985 51.29% 6.454%

21 13.594 1031 1033 1042 rBV 166230 313038 4._80% 0.603%
22 13.720 1042 1044 1047 rBV 874932 1020793 15.64% 1.968%
23 14.714 1129 1131 1135 rBV 68286 145594 2.23% 0.281%
24 15.034 1156 1159 1161 rBV 52778 68121 1.04% 0.131%
25 15.080 1161 1163 1166 rBV 703429 877098 13.44% 1.691%

26 15.548 1201 1204 1208 rBvV4 29483 86476 1.32% 0.167%

Sum of corrected areas: 51872742
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092245.D

Aca On : 13 Jan 2017 13:18

Operator : UM/SJ

Sample : 11131-06

Misc :

ALS Vvial : 8 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF092245.D
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Abundance TIC: BF092245.D
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8270-BF122116.M Mon Jan 16 14:54:07 2017 Page: 2



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092245.D

Aca On : 13 Jan 2017 13:18

Operator : UM/SJ

Sample : 11131-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

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

4.72 56.31 ng 3183480 1,4-Dichlorobenzene-d4 6.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 257 (4.724 min): BF092245.D (-253) (-) m/z 43.00 100.00%
43.0
59.1
5000
1011 ISR SR N AR
| 711 880 440 4.60 4.80 5.00
Obrrr el e m/z 59.10 60.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LR L UL I UL
59.0 440 460 480 500
0
150 4, 1010 m/z 101.10 22.08%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
440 460 480 500
5000 41.0 m/z 58.10 15.54%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3092: 5-Hexen-2-one LI L L L DL A
43.0 440 4.60 4.80 5.00
m/z 41.10 9.27%
5000
55.0
15.0 27.0
o L | 71080 e80
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 480 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092245.D

Aca On : 13 Jan 2017 13:18

Operator : UM/SJ

Sample : 11131-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown6.36 Concentration Rank 1

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

6.36 111.07 ng 6278830 1,4-Dichlorobenzene-d4 6.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 400 (6.359 min): BF092245.D (-398) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 SSAEPENAEPENREDE SRR
40.0 549 J 6.00 6.20 6.40 6.60
ol Y72 T 2 | m/z 68.05 47.63%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AR A R
6.00 6.20 6.40 6.60
310 510 m/z 134.00 33.16%
0 I'J'mllﬂl'l'y'ﬂl""l""l"" Y SN SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 20 50 om0 ok
5000 9go 1160 m/z 66.00 29.38%
158.0 189.0
L S B L U UL ML WL SR
m/z--> 20 40 60 80 100 120 140 160 180 A
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R e T
132.0 6.00 6.20 6.40 6.60
m/z 69.10 18.52%
117.0
5000
91.0
ST A
| ‘ \‘\\ M L, . wl ‘ \ m ‘
R S B L U UL S L WL B NSRS S
m/z--> 20 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092245.D

Aca On : 13 Jan 2017 13:18

Operator : UM/SJ

Sample : 11131-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Octadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.54 2.45 ng 154225 Phenanthrene-d10 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Pentadecane 212 C15H32 000629-62-9 90
Abundance Scan 766 (10.542 min): BF092245.D (-764) (-) m/z 57.10 100.00%
57.1
5000
113.1 10.20 10.40 10.60 10.80
) S— el | AT2 m/z 71.10 66.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #91035: Octadecane
57.0
5000 85.0 USRS UUAREE B
10. 20 10 40 10. 60 10.80
20.0 m/z 43.10 65.90%
0 L “ | " 11\:\30 \1410 169.0 1970 225.0 2540
m/z--> 25 Jo éo éo 160 150 150 1éo 1éo 200 220 240 260 2éo 300
Abundance
57.0
o 1020 1040 1060 1050
5000 m/z 85.05 44 _35%
29.0 113.0
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 #86886: 2-Bromo dodecane T
57.0 10.20 10.40 10.60 10.80
m/z 41.10 28.99%
5000 85.0
290‘ 113.0 169.0
VSN S " S Y .4 D W— .- EE— .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1020 1040 1060 1080
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092245.D

Aca On : 13 Jan 2017 13:18

Operator : UM/SJ

Sample : 11131-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 4 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.65 3.39 ng 213244 Phenanthrene-d10 11.10
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 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 80
5 2-Butenoic acid, 2-methoxy-3-met... 144 C7H1203 056009-32-6 18
Abundance Scan 863 (11.651 min): BF092245.D (-861) (-) m/z 73.00 100.00%
431 730 A\—
5000
129.1
97.0 L UL BRI U SUL
Ll V“ 157.1 1851 2132 256.3 11140 11.60 11.80 12.00
[T m/z 43.10 84.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43.0 730
5000 256.0 LR UL B B B
129.0 nmnmnmnm
97.0 o , m/z 60.00 76.99%
.0 185.0
0 |||||||||||| IHH‘ MH IH‘\ |“|‘|||‘|||||||‘|| |‘||‘|‘|||“| ||2|3|6.q|||‘|||
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0
11140 1160 11.80 12.00
5000 129.0 m/z 57.05 67.98%
970 199.0 242.0
157.0
0 1800
m/z--> 25 45 eb 85 160 150 150 1é0 180 200 220 250 2éo
Abundance #75071: Tetradecanoic acid R B R B S
73.0 11.40 11.60 11.80 12.00
43.0 m/z 41.10 60.61%
- T "/\/\vv\ﬁ\/\‘,v\
185.0 228.0
97.0
I MM byl 166.0
OIIII\”‘I H \IIII\II\I\I |“|‘|||‘||||‘||‘|‘||||||‘|||||||||||||||| e e
miz--> 20 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:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092245.D

Aca On : 13 Jan 2017 13:18

Operator : UM/SJ

Sample : 11131-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 6 Trichloroacetic acid, hexad... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.59 6.13 ng 313038 Chrysene-di12 13.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
2 1-Tetracosanol 354 C24H500 000506-51-4 91
3 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 90
4 11-Tricosene 322 C23H46 052078-56-5 86
5 1-Docosene 308 C22H44 001599-67-3 81

Abundance Scan 1033 (13.594 min): BF092245.D (-1031) (-) m/z 57.10 100.00%

5000

:

13.20 13.40 13.60 13.80 14.00
m/z 43.10 99.83%

o 209.1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #152927: Trichloroacetic acid, hexadecy! ester

.0

:

13.I20 13.I40 13!60 13.I8O 14.IOO
m/z 83.05 89.22%

5000

196.0 224.0

125.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
43.0
R e B L R S
13.20 13.40 13.60 13.80 14.00
5000 83.0 m/z 55.00 88.68%
18.0 111.0

140.0 168.0196.0  238.0266.0 308.0336.0

:

m/z-->

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #148859: Trichloroacetic acid, pentadecy! ester e
13.20 13.40 13.60 13.80 14.00
m/z 69.10 78.93%
182.0210.0
O e e o o e o e

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

I T T T T
13.20 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF011317\
Data File : BF092245.D

Acq On : 13 Jan 2017 13:18

Operator : UM/SJ

Sample - 11131-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .M
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... 4.72 56.3 ng 3183480 1 6.59 1130630 20.0
unknown6 .36 6.36 111.1 ng 6278830 1 6.59 1130630 20.0
Octadecane 10.54 2.5 ng 154225 4 11.10 1258550 20.0
n-Hexadecanoic acid 11.65 3.4 ng 213244 4 11.10 1258550 20.0
Trichloroacetic a... 13.59 6.1 ng 313038 5 13.72 1020790 20.0
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