LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110615\
Data File : BF082725.D

Aca On : 5 Nov 2015 13:11

Operator : UM/I1Z

Sample T 64241-12

Misc :

ALS Vial : 23 Sample Multiplier: 1

Intearation Parameters: rteint.p

Intearator: RTE
Smoothing : ON
Sampling :© 1
Start Thrs: 0.2
Stop Thrs - O

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

Peak separation: 5

Filtering: 5

Min Area: 3 % of largest Peak

Max Peaks: 100
Peak Location: TOP

Method : Z:\HPCHEM1I\BNA F\METHODS\8270-BF103015.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC

peak R.T. first max last PK
# min scan scan scan TY

1 5.047 256 259 267 rVB
2 5.470 293 296 299 rBV
3 6.499 382 386 388 rBV
4 6.636 395 398 400 rBV
5 6.864 415 418 420 rBvV
6 7.024 429 432 434 rVB
7 7.425 464 467 469 rBvV
8 8.145 528 530 533 rBvV
9 9.230 622 625 627 rBvV
10 9.619 656 659 661 rBv

peak
heiaht
1509249
4484416
5059690
4645760
1148176

3450568
3484446
1533909
5765664
1297243

1679328
71228
66598

3083979

152104

171287
64902
1739811
103481

20 11.916 858 860 863 rBv2 302045

21 12.099 874 876 878 rVB
22 12.488 908 910 912 rVB
23 12.705 927 929 935 rBV
24 12.797 935 937 939 rVvB

25 12.854 941 942 946 rVB2

26 12.968 949 952 955 rBV
27 13.448 991 994 998 rvv

28 13.505 998 999 1002 rvv2

29 13.562 1002 1004 1007 rVB
30 13.871 1029 1031 1037 rBV

31 14.019 1041 1044 1046 rBvV

32 14.202 1058 1060 1066 rVB2

33 14.522 1086 1088 1089 rBV
34 14.900 1118 1121 1123 rVV

92036
80069
114122
59962
49136

4128555
119373
68459
45496
415894

1924328
75993
57458

102669
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corr.

area
2613892
4690896
5629620
5654184
1101860

3913225
3511223
1391358
6062227
1118813

1730764
85239
89307

4197987

231758

146803
70653
1708080
100032
396112

82817
66274
135938
82237
88730

5881703
180160
73670
74933
524765

1875656
95984
84091

141366

corr.
% max.
43.12%
77 .38%
92 .86%
93.27%
18.18%

64 .55%
57.92%
22 .95%
100.00%
18.46%

28 .55%
1.41%
1.47%

69.25%
3.82%

2.42%
1.17%
28.18%
1.65%
6.53%

1.37%
1.09%
2.24%
1.36%
1.46%

97.02%
2.97%
1.22%
1.24%
8.66%

30.94%
1.58%
1.39%
2.33%

10.195%
10.240%
1.995%

7.087%
6.359%
2.520%
10.979%
2.026%

3.134%
0.154%
0.162%
7.603%
0.420%

0.266%
0.128%
3.093%
0.181%
0.717%

0.150%
0.120%
0.246%
0.149%
0.161%

10.652%
0.326%
0.133%
0.136%
0.950%

3.397%
0.174%
0.152%
0.256%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110615\
Data File : BF082725.D

Aca On : 5 Nov 2015 13:11

Operator : UM/I1Z

Sample T 64241-12

Misc :

ALS Vial : 23 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF103015.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 15.151 1141 1143 1148 rBV 54372 67730 1.12% 0.123%

36 15.460 1167 1170 1173 rBV 1054950 1317966 21.74% 2.387%

Sum of corrected areas: 55218053
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110615\
Data File : BF082725.D

Aca On : 5 Nov 2015 13:11

Operator : UM/I1Z

Sample T 64241-12

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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: BF082725.D

6.50

5000000 6.64

5.47

4000000
7.02 7.42

3000000

2000000
5.05 8.14

1000000

e B o e L e

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00
Abundance TIC: BF082725.D

5000000

12.97
4000000

10.69
3000000

2000000 9.9 11.38 14.02

1000000
1 11.92 13.8
10330501082 Wy 1169 11210 124d2@mes  13gse | || 14.20 1452 14.90

Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance TIC: BF082725.D

5000000

4000000

3000000

2000000

15.46
1000000

5.15

il - i B B L B

Time--> 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110615\
Data File : BF082725.D

Aca On : 5 Nov 2015 13:11

Operator : UM/I1Z

Sample T 64241-12

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 3

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

5.05 47 .45 ng 2613890 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 259 (5.047 min): BF082725.D (-256) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 U UL LS IR I
4.80 5.00 5.20 5.40
o...,....,....,....','.-:..,...'!,...6?-,1....?311..,...:,|....,. m/z 59.10 61.73%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 "Ik Sho S0 sh
0
150 a0 1010 m/z 101.10 19.30%
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
570 480 5.00 520 5.40
5000 m/z 58.10 14 .99%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- AR SR AT L
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.05%
5000
41.0
29.0 101.0
o o 1],800 || 730 86.0 |
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 5.0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110615\
Data File : BF082725.D

Aca On : 5 Nov 2015 13:11

Operator : UM/I1Z

Sample T 64241-12

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 unknown6.64 Concentration Rank 1

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

6.64 102.63 ng 5654180 1,4-Dichlorobenzene-d4 6.86
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 12
3 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
4 Xenon 132 Xe 007440-63-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 398 (6.636 min): BF082725.D (-395) (-) m/z 132.10 100.00%
13p.1
5000 68.1
wisa | o | "ok Cko 680 by
(o} e m/z 68.10 42 .56%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 M
5000 R R I L R
6.40 6.60 6.80 7.00
310 510 m/z 134.10 34.61%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 "ok ok oko 7bo
5000 ggo 1160 m/z 66.10 27.18%
0 158.0 189.0
miz--> 40 60 80 100 120 140 160 180
Abundance #13916: Benzene, 1,3,5-trifluoro- L L L L L
132.0 6.40 6.60 6.80 7.00
m/z 69.10 17.58%
5000
63.0 810
0 3]\-0 50"0\ m‘ Ly | ‘\ | 99'\0\11%0 |
miz-> 40 60 80 100 120 140 160 180 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110615\
Data File : BF082725.D

Aca On : 5 Nov 2015 13:11

Operator : UM/I1Z

Sample T 64241-12

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.82 2.71 ng 231758 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Pentadecane 212 C15H32 000629-62-9 90
4 Tetradecane 198 C14H30 000629-59-4 90
5 Heptadecane 240 C17H36 000629-78-7 83

Abundance Scan 764 (10.819 min): BF082725.D (-762) (-) m/z 57.10 100.00%

57.1

5000

10.40 10.60 10.80 11.00 11.20

0! m/z 43.10 74 .98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane
57.0
85.0
5000 LA I B L LB L L B}
10. 40 10. 60 10. 80 11. OO 11. 20
m/z 71.10 70.21%
29 0 113.0
. L1410 1690 197.0 2250 2530 2960
.”,””P.”P”.P”q.”wnuluup.npn..”..”.”..””,””.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
R R AR REEEE S
10.40 10.60 10.80 11.00 11.20
5000 a0 m/z 85.10 45.68%

29.0
113.0 141.0 169.0 197.0 226.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64573: Pentadecane e
57.0 10.40 10.60 10.80 11.00 11.20
m/z 41.10 34.70%
5000 85.0
29.0
0 LWL 41180 1410 1680 2120
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 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110615\
Data File : BF082725.D

Aca On : 5 Nov 2015 13:11

Operator : UM/I1Z

Sample T 64241-12

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.92 4.64 ng 396112 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Undecanoic acid 186 C11H2202 000112-37-8 64
Abundance Scan 860 (11.916 min): BF082725.D (-858) (-) m/z 73.05 100.00%
431 , 730
5000 Ik
o7.1 1291 UL SN U B
157.1 185.1 2132 256.3 11.60 11.80 12.00 12.20
0! . m/z 43.10 98.45%
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 R UL U IR SRR
nmnmnmnm
1200 2560 m/z 60.05 91.44Y%
o 1L ‘\ 979 | 15201710 19402130 237.0 |
m/z--> 25 J ' 80 160 150 140 160 180 200 220 240 260
Abundance
43.0 | 730
1160 11.80 12.00 12.20
5000 m/z 55.10 77 .49%
129.0 242.0
97.0 199.
0 15201710 2230
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 240 260
Abundance #65562: Tridecanoic acid e AREmmEE R
430 | 730 11.60 11.80 12.00 12.20
: m/z 41.10 71.97%
5000
129.0
o L 0 | a0 [ aese | e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110615\
Data File : BF082725.D

Aca On : 5 Nov 2015 13:11

Operator : UM/I1Z

Sample T 64241-12

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 1-Nonadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.87 5.60 ng 524765 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 91
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
3 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
4 1-Hexadecanol 242 C16H340 036653-82-4 90
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 90

Abundance Scan 1031 (13.871 min): BF082725.D (-1029) (-) m/z 57.10 100.00%

) 1

5000

:

13.60 13.80 14.00 14.20
m/z 55.10 99.59%

o 229.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98171: 1-Nonadecene
43.0 97.0

:

5000 LA L L L L LN
13.60 13.80 14.00 14.20
125.0 m/z 43.10 98.98%
0l15.0 Ll 154.0 182.0 210.0 238.0 266.0
i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
83.0 T e
13.60 13.80 14.00 14.20
5000 m/z 83.10 98.05%
29.0 111.0

139.0 167.0 196.0 224.0 252.0 280.0

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #148859: Trichloroacetic acid, pentadecy! ester T T T T T T
43. 13.60 13.80 14.00 14.20

83.0

m/z 69.05 83.78%

5000

:

139.0

182.0 210.0
I L e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110615\
Data File : BF082725.D

Aca On : 5 Nov 2015 13:11

Operator : UM/I1Z

Sample T 64241-12

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 2,6,10,14,18,22-Tetracosahe... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.90 2.15 ng 141366 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

2.6.10.14.18.22-Tetracosahexaene. ..
Saualene

410 C30H50
410 C30H50

000111-02-4 91
007683-64-9 87

062951-96-6 74
1000154-77-2 72
004602-84-0 72

.beta.-d-Mannofuranoside. O-aderanvl 316 C16H2806

1

2

3 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24
4

5 222 C15H260

2,6,10-Dodecatrien-1-ol, 3,7,11-...

Abundance Scan 1121 (14.900 min): BF082725.D (-1118) (-) m/z 69.10 100.00%
69.1
5000
121.1 14.60 14.80 15.00 15.20
' 175.1207.1 256 1 . . . .
ob L dd ATyt Frea207 2ser /77 81.10  54.68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158519: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23...
69.0
5000 LN L L L L L N L |
14.60 14.80 15.00 15.20
m/z 41.05 24 .48%
0 290‘@ 4 M\\\\M ;610 203.0 273.0 341.0 410.0
] T e e B B B
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
R MR T
14.60 14.80 15.00 15.20
5000 m/z 95.05 15.92%
137.0
0 107.0 191.0 231.0 273.0 341.0 410.0 M&FJ\/W\M
— T T T T T e T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #50585: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)- R MR T
69.0 14.60 14.80 15.00 15.20
m/z 68.10 12.37%
5000
29.0
123.0
A s L
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110615\
Data File : BF082725.D

Acq On : 5 Nov 2015 13:11

Operator : UM/1Z

Sample : G4241-12

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.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... 5.05 47.5 ng 2613890 1 6.86 1101860 20.0
unknown6 .64 6.64 102.6 ng 5654180 1 6.86 1101860 20.0
Heneicosane 10.82 2.7 ng 231758 4 11.38 1708080 20.0
n-Hexadecanoic acid 11.92 4.6 ng 396112 4 11.38 1708080 20.0
1-Nonadecene 13.87 5.6 ng 524765 5 14.02 1875660 20.0
2,6,10,14,18,22-T... 14.90 2.1 ng 141366 6 15.46 1317970 20.0
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