LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033016\
Data File : BF085890.D

Acq On : 30 Mar 2016 17:03

Operator : UM/SJ

Sample : H1970-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 height area % max. total
1 4_973 233 235 243 rBvY 48626 72355 3.36% 0.334%
2 5.201 252 255 261 rBV 25793 59470 2.76% 0.274%
3 5.396 270 272 287 rBV 1710019 2045433 95.08% 9.430%
4 6.436 361 363 366 rBvV 1448394 1938314 90.10% 8.936%
5 6.573 372 375 377 rBV 1538477 2151248 100.00% 9.918%

6.790 392 394 397 rBV 462530 615684 28.62% 2.838%
6.950 406 408 411 rBV 1788017 1617525 75.19% 7.457%
rBvV 1338870 1283259 59.65% 5.916%
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7.476 450 454 458 rVB 34087 46861 2.18% 0.216%
1 7.830 484 485 488 rBV2 16425 30199 1.40% 0.139%
11 8.082 505 507 510 rBV 1001626 855307 39.76% 3.943%
12 8.344 528 530 535 rvB2 31582 35264 1.64% 0.163%
13 8.870 574 576 582 rVB 15148 27085 1.26% 0.125%

14 9.156 599 601 604 rBV 1840707 1971310 91.64% 9.088%
15 9.556 634 636 638 rBv 485007 395698 18.39% 1.824%

16 9.773 653 655 657 rBv 79087 77273 3.59% 0.356%
17 9.842 658 661 663 rvVB 655640 874202 40.64% 4 _.030%
18 10.002 673 675 677 rBV 18192 26096 1.21% 0.120%
19 10.047 677 679 681 rvVv 23072 32347 1.50% 0.149%
20 10.265 695 698 700 rBvV 54659 89648 4_.17% 0.413%
21 10.493 715 718 721 rBV 40351 64357 2.99% 0.297%

22 10.630 727 730 732 rBV2 1162219 1416336 65.84% 6.530%
23 10.745 738 740 744 rBV 90788 113633 5.28% 0.524%

24 10.939 754 757 760 rBvV2 10411 25006 1.16% 0.115%
25 11.190 777 779 780 rBV 51782 45013 2.09% 0.208%
26 11.270 784 786 788 rBV 16463 27112 1.26% 0.125%
27 11.316 788 790 794 rvVv 921126 1002874 46.62% 4.624%
28 11.396 794 797 799 rvVB2 25424 37783 1.76% 0.174%
29 11.556 808 811 814 rBV2 21867 41983 1.95% 0.194%
30 11.613 814 816 817 rBV 28974 25612 1.19% 0.118%
31 11.739 822 827 828 rBv4 14003 39193 1.82% 0.181%
32 11.785 828 831 832 rBv2 33337 54045 2.51% 0.249%
33 11.853 835 837 842 rBV2 469429 560623 26.06% 2.585%
34 12.025 850 852 854 rBVvV2 18364 27098 1.26% 0.125%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033016\
Data File : BF085890.D

Acq On : 30 Mar 2016 17:03

Operator : UM/SJ

Sample : H1970-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.528 894 896 898 rBvV 133695 146257 6.80% 0.674%

36 12.642 903 906 909 rBV 169181 312226 14.51% 1.439%
37 12.756 915 916 918 rVB 101475 75067 3.49% 0.346%
38 12.905 926 929 931 rBV 1623415 1501264 69.79% 6.921%
39 13.614 989 991 993 rvB2 138122 156793 7.29% 0.723%
40 13.808 1006 1008 1011 rVB 148137 171204 7.96% 0.789%

41 13.956 1018 1021 1025 rBV 681394 806291 37.48% 3.717%
42 15.374 1143 1145 1153 rVB 500607 707445 32.89% 3.262%
43 16.414 1234 1236 1240 rVB2 51525 88751 4._.13% 0.409%

Sum of corrected areas: 21690544

8270-BF032416.M Thu Mar 31 16:31:47 2016 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033016\
Data File : BF085890.D

Acq On : 30 Mar 2016 17:03

Operator : UM/SJ

Sample : H1970-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF085890.D
6.95
5.40
6.57
1500000 6.44
7.36
1000000
500000 6.79
o 4;3175.20 \?{48 7.83
-———7——— A
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF085890.D
916 1290
1500000
10.63
1000000'08 11.32
9.84 13
11.85 13.64L3
500000 9.56
o | 834 8.87 91 10m0510:2610.49
Time--> 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF085890.D
1500000
13.96
1000000
15.37
500000
16.41
rrL¥———F 77—
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033016\
Data File : BF085890.D

Acq On : 30 Mar 2016 17:03

Operator : UM/SJ

Sample : H1970-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 8

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

4.97 2.35 ng 72355 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
4 3-Hexanol 102 C6H140 000623-37-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 235 (4.973 min): BF085890.D (-233) (-) m/z 43.10 100.00%
43
59
5000
101 SN ) SV S
460 4.80 5.00 5.20 5.40
83
...,....,....,..3.6.',|:.-.‘.‘?..~!-.|i....,....,.-...,...:,....,. m/z 59.10  63.39%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 SRR SR S IR
460 4.80 5.00 5.20 5.40
m/z 101.10 24 _38%
25 31 37 | 83 gz 01
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
- 460 480 500 520 540
5000 m/z 58.10 17 .24%
29 101
15 37 51 73 8 95
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- e e e
59 460 4.80 5.00 5.20 5.40
m/z 41.10 10.38%
5000 41
31
‘ 69 87
...,.?‘Lf’.,...‘l,....‘i:‘...,f??‘l‘.‘....‘i....,....,...9.8,....,.
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033016\
Data File : BF085890.D

Acq On : 30 Mar 2016 17:03

Operator : UM/SJ

Sample : H1970-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.57 Concentration Rank 1

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

6.57 69.88 ng 2151250 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 16
3 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 375 (6.573 min): BF085890.D (-372) (-) m/z 132.10 100.00%
132
5000
68
‘ % 620 640 660 680
40 - - - -
S i + ) qrer | peus | m/z 134.10  33.74%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRS S I
620 640 6.60 6.80
21 51 78 m/z 68.10 30.68%
‘ L H | L
miz--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 640 660 680
5000 gg 116 m/z 66.10 19.49%
89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180 N
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal R REmaamEEs B
132 6.20 6.40 6.60 6.80
m/z 96.10 13.27%
5000 67
41 97
53
T S
||||“|‘||“|‘||‘|“l‘|‘|“|‘|8|8|‘i|1|0§||“|||H| —— ——r— ——r— B M
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033016\
Data File : BF085890.D

Acq On : 30 Mar 2016 17:03

Operator : UM/SJ

Sample : H1970-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 10
R.T. EstConc Area Relative to ISTD R.T.
10.26 2.05 ng 89648 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Heptadecane 240 C17H36 000629-78-7 90
3 Hexadecane 226 C16H34 000544-76-3 86
4 1-lodo-2-methylundecane 296 C12H251 073105-67-6 86
5 Pentadecane 212 C15H32 000629-62-9 86
Abundance Scan 698 (10.265 min): BF085890.D (-695) (-) m/z 57.10 100.00%
57
43
71
5000 g5
L || s e 710,00 10,20 10140 10560
SRS NN OO " T et —— m/z 43.10 72.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
43 57
71
5000 LRI BRI UL SN SUA
85 mmmmmmmm
29 m/z 71.10 59.65%
| ‘ L %0113197141185160 282
m/z--> 25 45 éo éo 160 150 150 160 180 200 220 240 2éo 280
Abundance
57
a8 110,00 10,20 10,40 10.60
5000 a5 m/z 85.10 36.72%
29

99
113127141155169183197211 240

wmwwwwwwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73963: Hexadecane L EET S S
57 10.00 10.20 10.40 10.60

43 m/z 41.10 34.91%
71

5000 85

29 99
\ ‘ Lol 113127141155169183197 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 00 10 20 10. 40 10. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033016\
Data File : BF085890.D

Acq On : 30 Mar 2016 17:03

Operator : UM/SJ

Sample : H1970-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.74 2.27 ng 113633 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
3 Heptadecane 240 C17H36 000629-78-7 87
4 Eicosane 282 C20H42 000112-95-8 87
5 Pentadecane 212 C15H32 000629-62-9 87
Abundance Scan 740 (10.745 min): BF085890.D (-738) (-) m/z 57.10 100.00%
57
5000 85
4
15 15 1 1040 1060 10580 1166
m/z 71.10 75.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane
57
85
5000 AR URRUERE RARER
mmmmmmnm
4 m/z 43.10 66.48%
‘ LM e 197 225 25368 296
m/z--> 25 Jo éo éo 160 150 150 1éo 1éo 200 220 240 260 2éo 300
Abundance
57
10,40 1060 10.80 11.00
5000 85 m/z 85.10 49 _.49%
41
13 141956 183 211 230 267 296
mm‘wwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #82607: Heptadecane R A S B
57 10.40 10.60 10.80 11.00
m/z 41.05 31.43%
5000 " 85
‘”3141 169 agepn 20 B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1040 1060 1080 1100
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033016\
Data File : BF085890.D

Acq On : 30 Mar 2016 17:03

Operator : UM/SJ

Sample : H1970-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3
R.T. EstConc Area Relative to ISTD R.T.
11.85 11.18 ng 560623 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 80
4 Dodecanoic acid 200 C12H2402 000143-07-7 80
5 Tetradecanoic acid 228 C14H2802 000544-63-8 80
Abundance Scan 837 (11.853 min): BF085890.D (-835) (-) m/z 73.05 100.00%
43 60 B3
5000 129
9 115 213 DAV ISR SN A
143157171185 190 1% 5 256 11.60 11.80 12.00 12.20

S| m/z 60.10 82.83%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43 60 73
50001 29 256 L e
129 1160 11.80 12.00 12,20
213 m/z 43.10 80.76%
157171 185
e ,\.w. I \\u MBI | Ty |
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
T
11.60 11.80 12.00 12.20
5000 m/z 57.10 68.15%
29
129
g7 115 171 214
101 143157 | 185,99
R K AN R a
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83686: Pentadecanoic acid i
43 60 73 11.60 11.80 12.00 12.20
m/z 55.10 63.38%
129
5000 29 o
H‘ 1 115 3157171185 19
I 0 Y =~ R NSO~ ey
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\BF033016\
Data File : BF085890.D

Acq On : 30 Mar 2016 17:03

Operator : UM/SJ

Sample : H1970-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

12.64 7.74 ng 312226 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 n-Decanoic acid 172 C10H2002 000334-48-5 53

Abundance Scan 906 (12.642 min): BF085890.D (-903) (-) m/z 73.10 100.00%

43

5000

-

12.40 12.60 12.80 13.00
m/z 43.10 84.49%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #108843: Octadecanoic acid
43

r

5000 LA B L L L L L L
12.40 12.60 12.80 13.00
m/z 57.10 79.98%
2
.”“ﬁﬂﬁn
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
73
43 e e AR ERmaE e
12.40 12.60 12.80 13.00
5000 129 m/z 60.05 79.60%
185
o7 97 228
58 113 157 200
mm‘mmﬂwmmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83686: Pentadecanoic acid AT
43 73 12.40 12.60 12.80 13.00
m/z 55.10 71.73%
5000 129

i

T T I I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033016\
Data File : BF085890.D

Acq On : 30 Mar 2016 17:03

Operator : UM/SJ

Sample : H1970-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 8 Octicizer Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.61 3.89 ng 156793 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octicizer 362 C20H2704P 001241-94-7 78
2 Phosphoric acid, isodecyl diphen... 390 C22H3104P 029761-21-5 50
3 trans-4-(Dimethylamino)chalcone 251 C17H17NO 022965-98-6 50
4 2-Benzo[1l,3]dioxol-5-yl-7-methyl... 251 C16H13NO2 1000274-75-9 40
5 3H-1,3,4-Benzotriazepin-2-one, 1... 251 C15H13N30 116089-26-0 38

Abundance Scan 991 (13.614 min): BF085890.D (-989) (-) m/z 251.10 100.00%
251
5000
94
41 65 170 13.20 13.40 13.60 13.80 14.00
o 115 141 191212232 || 271291 327 362 m/z 94.10 34964
m/z--> 50 100 150 200 250 300 350
Abundance #145590: Octicizer
251
94 e
5000 1320 13.40 13.60 13.80 14.00
m/z 250.10 23.91%
h L J\\ o o — %2
m/z--> 100 150 200 250 300 350
Abundance
251
13.20 13.40 13.60 13.80 14.00
5000 m/z 249.10 17.95%
94
43
65 115 141 70 515 291 333 390
m/z--> 50 100 150 200 250 300 350 '
Abundance #89058: trans-4-(Dimethylamino)chalcone T
G 1320 13.40 13.60 13.80 14.00
m/z 77.10 16.75%
174
121 146 222
18 51 77101 | 7} ,194] | |
m/z--> 50 100 150 200 250 300 350 ' 1320 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033016\
Data File : BF085890.D

Acq On : 30 Mar 2016 17:03

Operator : UM/SJ

Sample : H1970-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9 1-Octadecene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.81 4.25 ng 171204 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecene 252 C18H36 000112-88-9 96
2 E-7-Octadecene 252 C18H36 1000130-92-0 92
3 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91
4 9-Eicosene, (E)- 280 C20H40 074685-29-3 86
5 tert-Hexadecanethiol 258 C16H34S 025360-09-2 83

Abundance Scan 1008 (13.808 min): BF085890.D (-1006) (-) m/z 57.10 100.00%

57

83

3

5000

230 L e e e e
256 279 307 338 13.40 13.60 13.80 14.00 14.20

m/z 43.10 70.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #89783: 1-Octadecene
57

139 166 200

%

83

13.40 13.60 13.80 14.00 14.20
m/z 83.10 64.39%

5000

139 168 196 224 252

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
43
69 R i e e
97 13.40 13.60 13.80 14.00 14.20
5000 m/z 71.10 60.33%
125 252
154 182 207224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #93396: Ethanol, 2-(tetradecyloxy)- I RREEEEEES T
57 13.40 13.60 13.80 14.00 14.20
m/z 55.10 56.50%
83
5000
29
139 168 196
.“uﬂhq.”‘Plﬂ 2 258 B R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033016\
Data File : BF085890.D

Acq On : 30 Mar 2016 17:03

Operator : UM/SJ

Sample : H1970-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 10 unknownl6.41 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.41 2.51 ng 88751 Perylene-d12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _beta.-iso-Methyl ionone 206 C14H220 1000285-40-2 46
2 Anthracene, 9-dodecyltetradecahy... 360 C26H48 055401-75-7 40
3 1-Cyclohexene, 1,3,3-trimethyl-2._._. 206 C14H220 1000197-08-4 38
4 2,4,5,5,8a-Pentamethyl-6,7,8,8a-... 206 C14H220 1000195-40-9 37
5 Amiphenazole 191 C9HON3S 000490-55-1 35
Abundance Scan 1236 (16.414 min): BF085890.D (-1234) (-) m/z 191.20 100.00%
191
5000 95
69 123
41 163 LRI IR BN BRI B
4 224 255 57 355 397 16.00 16.20 16.40 16.60 16.80
m/z 95.10 47 .40%
m/z--> 50 100 150 200 250 300 350 400
Abundance #60190: .beta.-iso-Methyl ionone
191
5000{ 28 LRI IS BN BN B
16.00 16.20 16.40 16.60 16.80
o % 135 163 m/z 81.10 35.66%
||‘||‘|||“|“uu‘“|“u‘i|‘|‘|‘|||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400
Abundance
95 191
4 16.00 16.20 16.40 16.60 16.80
5000 67 m/z 69.10 35.27%
135
114 161 211 236 264 303
m/z--> 50 100 150 200 250 300 350 400
Abundance #60261: 1-Cyclohexene, 1,3,3-trimethyl-2-(1-methylbut-1-en... R e e
191 16.00 16.20 16.40 16.60 16.80
m/z 123.10 28.92%
5000{ 43
123 149
.‘.‘.‘,“.9‘.9”.‘.m,‘h.‘.".“”.*L.‘.“.\‘.... ———— .
m/z--> 50 100 150 200 250 300 350 400 16.00 16.20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033016\
Data File : BF085890.D

Acq On : 30 Mar 2016 17:03

Operator : UM/SJ

Sample : H1970-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_M
Quant Title : 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_97 2.4 ng 72355 1 6.80 615684 20.0
unknown6 .57 6.57 69.9 ng 2151250 1 6.80 615684 20.0
Eicosane 10.26 2.0 ng 89648 3 9.84 874202 20.0
Heneicosane 10.74 2.3 ng 113633 4 11.32 1002870 20.0
n-Hexadecanoic acid 11.85 11.2 ng 560623 4 11.32 1002870 20.0
Octadecanoic acid 12.64 7.7 ng 312226 5 13.96 806291 20.0
Octicizer 13.61 3.9 ng 156793 5 13.96 806291 20.0
1-Octadecene 13.81 4.3 ng 171204 5 13.96 806291 20.0
unknownl6.41 16.41 2.5 ng 88751 6 15.37 707445 20.0
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