LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050916\
Data File : BF086839.D

Aca On : 10 May 2016 00:00

Operator : UM/SJ

Sample : H2895-05

Misc :

ALS Vial : 13 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-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 heiaht area % max. total
1 4.864 241 243 250 rBV 172972 364909 8.37% 0.925%
2 5.287 278 280 283 rBVY 3015202 3595694 82.44% 9.110%
3 5.699 314 316 325 rVB 27140 51771 1.19% 0.131%
4 6.350 370 373 375 rBVY 3935814 4361756 100.00% 11.051%
5 6.464 381 383 385 rBVY 3878745 4113327 94.30% 10.421%
6 6.693 400 403 405 rBV 717789 1024916 23.50% 2.597%
7 6.842 414 416 419 rBVY 3028712 2832683 64.94% 7.177%
8 7.265 450 453 455 rBVY 2004931 2707086 62.06% 6.859%
9 7.973 513 515 518 rBVY 1460831 1394652 31.97% 3.533%
10 9.059 607 610 612 rBY 3060933 4189338 96.05% 10.614%

11 9.459 642 645 647 rBvV 330850 449505 10.31% 1.139%
12 9.665 661 663 665 rBv 146092 123052 2.82% 0.312%
13 9.722 665 668 671 rBVY 1638259 1610054 36.91% 4_079%
14 9.893 680 683 687 rBv2 26721 61822 1.42% 0.157%
15 10.168 703 707 708 rBvV 151589 195988 4._.49% 0.497%

16 10.385 722 726 729 rBV 61717 112162 2.57% 0.284%
17 10.511 734 737 740 rBV 2672705 2839508 65.10% 7.194%
18 10.636 746 748 755 rVB 208498 277601 6.36% 0.703%
19 10.831 763 765 769 rvVB 24672 54096 1.24% 0.137%
20 11.082 785 787 788 rBV 94894 88058 2.02% 0.223%

21 11.208 795 798 800 rBV 1145739 1613487 36.99% 4.088%
22 11.745 843 845 850 rBV 169218 196044 4._.49% 0.497%
23 12.785 933 936 938 rBV 3970296 3782157 86.71% 9.582%
24 13.688 1012 1015 1025 rBV 274894 739536 16.96% 1.874%
25 13.825 1025 1027 1030 rBV 1440573 1388887 31.84% 3.519%

26 14.580 1091 1093 1097 rBV 79074 105162 2.41% 0.266%
27 15.197 1139 1147 1150 rBV 734518 1116770 25.60% 2.829%
28 15.711 1187 1192 1200 rBV5 19339 79935 1.83% 0.203%

Sum of corrected areas: 39469956
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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\BF050916\

BF086839.D

10 May 2016 00:00

UM/SsJ

H2895-05

13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050916\
Data File : BF086839.D

Aca On : 10 May 2016 00:00

Operator : UM/SJ

Sample : H2895-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 4

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

4._86 7.12 ng 364909 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
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 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 243 (4.864 min): BF086839.D (-241) (-) m/z 43.05 100.00%
43.0
5000 59.1
| my O "TaE ko 500 5k
ot e m/z 59.10 46.61%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LR RN AN L N
59.0 460 480 500 520
0
150 a0 1010 m/z 58.10 13.30%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
460 480 5.00 520
5000 m/z 101.10 12.70%
58.0
15.0 27.0 72.0 100.0
O B e o et it
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3942: Diacetamide T R
43.0 4.60 4.80 5.00 5.20
m/z 41.05 8.40%
5000 59.0
73.0
101.0
0 28.0 Il 86.0 |
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050916\
Data File : BF086839.D

Aca On : 10 May 2016 00:00

Operator : UM/SJ

Sample : H2895-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 unknown6.46 Concentration Rank 1

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

6.46 80.27 ng 4113330 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 383 (6.464 min): BF086839.D (-381) (-) m/z 132.05 100.00%
13R.1
5000 68.1
00 51 | 00 "3k oa0 650 0B
o.,....,....'!'!...,!.'..,:!.'.|,..7.5?,1....,..J.,%??.?.l.l.??....,"...,.. m/z 68.10 44.03%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 R AR L R
6.20 6.40 6.60 6.80
2.0 510 m/z 134.10 33.35%
. | | ‘ 750 1
s R RN RN RN AR RS RAARA RRARS AN AR LRSS SRR RN
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80
5000 m/z 66.10 30.74%
33.0 44.0 0.0 105.0
o 60.0 "7 80.0 115.0
JUNBIUNEERS UL IR UL NI IR RS SRS BRASE SERRS SRR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE et
132.0 6.20 6.40 6.60 6.80
m/z 69.10 18.57%
5000
92.0
65.0
oL 270 390 510 | 770 1059 117.0
m/z--> 20 30 4'0 50 6|0 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050916\
Data File : BF086839.D

Aca On : 10 May 2016 00:00

Operator : UM/SJ

Sample : H2895-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 Eicosane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
10.17 2.43 ng 195988 Acenaphthene-d10 9.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Hexadecane 226 C16H34 000544-76-3 91
3 Tridecane 184 C13H28 000629-50-5 86
4 Decane. 3-bromo- 220 C10H21Br 030571-71-2 80
5 Tetradecane 198 C14H30 000629-59-4 80

Abundance Scan 707 (10.168 min): BF086839.D (-703) (-) m/z 57.10 100.00%
57.1
5000
9.80 10.00 10.20 10.40
113.1
o 1412 169.1 m/z 43.10 80.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
57.0
5000 UV R SRR B
85.0 9. 80 10. oo 10 20 10.40
29.0 m/z 71.05 51.46%
0 ! ‘\ ) 130 1410 169 0 282.0
m/z--> 25 4b eb 85 160 150 150 160 180 200 220 240 2éo 2éo
Abundance
57.0
9.80 10.00 10.20 10.40
5000 m/z 41.10 38.75%
85.0
29.0
0 113.0 141.0 169.0 197.0 226.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45544: Tridecane LI L [ B e
57.0 9.80 10.00 10.20 10.40
m/z 85.10 33.73%
5000
85.0
29.0
0 \‘ ‘\ H [ \1130 1410 1840
m/z--> 25 4b eb 85 160 150 140 160 180 200 220 240 2éo 2éo 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050916\
Data File : BF086839.D

Aca On : 10 May 2016 00:00

Operator : UM/SJ

Sample : H2895-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 5 Hexadecane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
10.64 3.44ng 277601  Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Hexadecane 226 C16H34 000544-76-3 91

2 Eicosane 282 C20H42 000112-95-8 91
3 Octadecane 254 C18H38 000593-45-3 86
4 Tridecane 184 C13H28 000629-50-5 78
5 Nonadecane 268 C19H40 000629-92-5 72
Abundance Scan 748 (10.636 min): BF086839.D (-746) (-) m/z 57.10 100.00%

517.1

5000

10.40 10.60 10.80 11.00

113.2 140.2

183.3

0 m/z 43.10 80.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane
57.0
5000 LA L L L L L L L L L

85.0 10 40 10 60 10 80 11. OO
& m/z 71.10 48.95%

29.0
o o Hw‘ﬂwlmom%1wonm
R R S B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
B R G A
10.40 10.60 10.80 11.00
5000 m/z 41.10 35.66%
85.0
29.0
0 113.0 141.0 169.0 282.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #91035: Octadecane R o .
57.0 10.40 10.60 10.80 11.00
m/z 85.10 32.45%
5000 85.0
29.0

10 40 10 60 10 80 11. OO

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050916\
Data File : BF086839.D

Aca On : 10 May 2016 00:00

Operator : UM/SJ

Sample : H2895-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.75 2.43 ng 196044 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Undecanoic acid 186 C11H2202 000112-37-8 72
Abundance Scan 845 (11.745 min): BF086839.D (-843) (-) m/z 43.05 100.00%
43.0 73.0
5000
129.1 ]
o 157.1 1852 2132 256.3 11.40 11.60 11.80 12.00
o} m/z 60.00 81.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43.0
73.0
5000 U DA B UL SR B
11.40 11.60 11.80 12.00
1290 2560 m/z 41.10 80.02%
. L T 90170 2150 |
m/z--> 25 Jo éo 80 100 120 150 160 180 200 220 250 2éo
Abundance
43.0 | 730
1140 1160 11.80 1200
5000 m/z 73.00 79.04%
129.0 242.0
97.0 199.0
o 149.0 171.0 223 0
m/z--> 25 Jo éo 85 160 150 150 160 180 200 220 240 260
Abundance #65566: Tridecanoic acid A e A
73.0 11.40 11.60 11.80 12.00
m/z 57.10 72.73%
43.0
5000
129.0
710 2140
ol 180\\|\ H‘ h‘\ HM A 19,0 ‘ T e B ekt
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\BF050916\
Data File : BF086839.D

Aca On : 10 May 2016 00:00

Operator : UM/SJ

Sample : H2895-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 7 1-Docosene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.69 10.65 ng 739536 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 95
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 90
4 9-Eicosene. (E)- 280 C20H40 074685-29-3 87
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 87
Abundance Scan 1015 (13.688 min): BF086839.D (-1012) (-) m/z 43.10 100.00%
431
83.1
5000
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—
139.2 13.40 13.60 13.80 14.00
Obrrrprrredlbes 1682 2081 m/z 57.05 94.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene
55.0
97.0
5000
29.0 13.40 13.60 13.80 14.00 :
195.0 m/z 55.05 92.07%
ok 11l 153.0 181.0 308.0
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
41,0
83.0 ' 13.40 13.60 13.80 14.00
5000 m/z 41.05 65.70%
111.0
o 139.0 168.0 266.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #148859: Trichloroacetic acid, pentadecy! ester =TT
43. 13.40 13.60 13.80 14.00

83.0 m/z 83.10 62.84%

5000
111.0

139.0

182.0 210.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00

-
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050916\
Data File : BF086839.D

Acq On : 10 May 2016 00:00

Operator : UM/SJ

Sample - H2895-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .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... 4.86 7.1 ng 364909 1 6.69 1024920 20.0
unknown6 .46 6.46 80.3 ng 4113330 1 6.69 1024920 20.0
Eicosane 10.17 2.4 ng 195988 3 9.72 1610050 20.0
Hexadecane 10.64 3.4 ng 277601 4 11.21 1613490 20.0
n-Hexadecanoic acid 11.75 2.4 ng 196044 4 11.21 1613490 20.0
1-Docosene 13.69 10.7 ng 739536 5 13.83 1388890 20.0
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