LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050716\
Data File : BF086795.D

Acq On : 8 May 2016 1:24

Operator : UM/SJ

Sample - H2882-07

Misc :

ALS Vial : 65 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-BF050416_.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 4.864 241 243 252 rBvY 129346 217973 3.60% 0.488%
2 5.310 279 282 301 rBV 1438495 2341653 38.67% 5.242%
3 5.710 313 317 327 rVB 34499 73248 1.21% 0.164%
4 6.361 372 374 379 rBV 1420391 1528351 25.24% 3.421%
5 6.476 382 384 387 rBV 4246569 4139615 68.37% 9.266%
6 6.704 401 404 409 rBY 870366 1123565 18.56% 2.515%
7 6.853 415 417 420 rBV 3099151 3801269 62.78% 8.509%
8 6.979 425 428 432 rVB2 42898 77680 1.28% 0.174%
9 7.276 451 454 456 rBV 3383992 3700593 61.12% 8.284%
10 7.527 473 476 478 rVB 196035 174391 2.88% 0.390%

11 7.927 508 511 514 rBv2 252505 249604 4.12% 0.559%
12 7.984 514 516 519 rBV 1239862 1357343 22.42% 3.038%
13 9.070 607 611 613 rBV 5474637 6054934 100.00% 13.554%
14 9.470 643 646 648 rBvV 177444 210296 3.47% 0.471%
15 9.676 662 664 667 rBvV 140435 133582 2.21% 0.299%

16 9.733 667 669 672 rvv2 1379683 1469100 24.26% 3.288%
17 9.905 681 684 688 rBvV 25850 66776 1.10% 0.149%
18 10.179 705 708 709 rvB 177879 203328 3.36% 0.455%
19 10.396 723 727 730 rBV 73779 135307 2.23% 0.303%
20 10.522 736 738 741 rBV2 2259103 3275442 54 _.10% 7.332%

21 10.590 743 744 746 rVvV 78543 105907 1.75% 0.237%
22 10.648 746 749 753 rVB 262620 326649 5.39% 0.731%

23 11.093 786 788 789 rBV 97523 88962 1.47% 0.199%
24 11.219 797 799 801 rBV 1320318 1387435 22.91% 3.106%
25 11.265 801 803 808 rvB3 34600 93505 1.54% 0.209%
26 11.699 839 841 844 rVB 63278 60926 1.01% 0.136%

27 11.756 844 846 853 rBV3 324824 562736 9.29% 1.260%
28 12.442 904 906 913 rBV3 41091 110987 1.83% 0.248%
29 12.545 913 915 921 rBV 420670 529508 8.75% 1.185%
30 12.625 921 922 925 rVvB2 132922 154251 2.55% 0.345%

31 12.808 935 938 940 rBV 3357831 4814059 79.51% 10.776%
32 13.334 982 984 985 rBV 121244 111144 1.84% 0.249%
33 13.699 1014 1016 1021 rBV 144422 238983 3.95% 0.535%
34 13.848 1026 1029 1031 rBV 740677 1017897 16.81% 2.278%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050716\
Data File : BF086795.D

Acq On : 8 May 2016 1:24

Operator : UM/SJ

Sample - H2882-07

Misc :

ALS Vial : 65 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 - 0 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-BF050416 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.134 1047 1054 1055 rBV 112681 315571 5.21% 0.706%
36 14.317 1068 1070 1080 rVB2 92146 245404 4._.05% 0.549%
37 14.922 1120 1123 1124 rBV 62059 90505 1.49% 0.203%
38 15.220 1147 1149 1155 rBV 565266 811791 13.41% 1.817%
39 15.631 1182 1185 1188 rBV 109487 157988 2.61% 0.354%
40 16.534 1261 1264 1266 rBVY 35613 68650 1.13% 0.154%

41 16.980 1291 1303 1312 rBV 500316 3047342 50.33% 6.821%

Sum of corrected areas: 44674250
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050716\
Data File : BF086795.D

Acq On : 8 May 2016 1:24

Operator : UM/SJ

Sample - H2882-07

Misc :

ALS Vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library C:\DATABASENNISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF086795.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050716\
Data File : BF086795.D

Acq On : 8 May 2016 1:24

Operator : UM/SJ

Sample - H2882-07

Misc :

ALS Vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .M
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 11

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

4._86 7.76 ng 217973 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
4 2-Pentanone 86 C5H100 000107-87-9 10
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 243 (4.864 min): BF086795.D (-241) (-) m/z 43.10 100.00%
43
5000 59 \
101 460 480 500 520
0...,....,....,..?7.','!:..,.5?-:!‘,....,....,??..,....,'....,. m/z 59.10 45.73%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 N UL UL UL
4.60 4.80 5.00 5.20
59 m/z 58.05 12.52%

101
0 21 37| 53 ‘ 67 77 83 o1 |
T T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43

4.60 4.80 5.00 5.20

5000 57 m/z 101.10 11.61%
29
101
37 50 78
o} NSRS N L. L4 S 1 |1 OGRS S -
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3955: 2,3-Butanedione, monooxime A L RS
43 4.60 4.80 5.00 5.20
m/z 41.10 9.25%
5000
101
o 15 253137 [ 5 %8 6 86
S D s | PR SR N N Y sV
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050716\
Data File : BF086795.D

Acq On : 8 May 2016 1:24

Operator : UM/SJ

Sample - H2882-07

Misc :

ALS Vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .M
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 unknown6.48 Concentration Rank 2

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

6.48 147.37 ng 4139620 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16

Abundance Scan 384 (6.476 min): BF086795.D (-382) (-) m/z 132.10 100.00%
132
5000 68
40 96 U SR R R
54 6.20 6.40 6.60 6.80
7
ol fe lsus o w77 68.10 49.57%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 ISR R
6.20 6.40 6.60 6.80
70 m/z 66.05 35.01%
31 44 60 86
Oty 'P"“ Ana '”I%O§}%§ LA UL SR S
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
69 104 6.20 6.40 6.60 6.80
5000 m/z 134.10 33.36%
31 5l 8
L B S L WL W S L WL
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl T
57 132 6.20 6.40 6.60 6.80
24 m/z 69.05 21.13%
5000 og M°
o -‘-“‘. 89 | dor ‘-“. 18189
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\BF050716\
Data File : BF086795.D

Acq On : 8 May 2016 1:24

Operator : UM/SJ

Sample - H2882-07

Misc :

ALS Vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .M
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 1,6-Dimethylhepta-1,3,5-triene Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
753 5.14ng 174391  Naphthalene-ds 7.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
""" _Dimethylhepta-1,3,5-triene 122 CO9H14  1000196-61-0 94

004249-12-1 93
1000162-25-6 76
031508-08-4 70
000116-26-7 70

-Cyclopentadiene, 1,2,5,5-tet... 122 C9H14
-Cyclopentadiene, 5,5-dimethy... 122 C9H14
epten-4-yne, 6,6-dimethyl- 122 C9H14
-Cyclohexadiene-1-carboxaldeh... 150 C10H140

WITWWwo

Abundance Scan 476 (7.527 min): BF08679§.D (-473) (-) m/z 107.10 100.00%
107
91
5000
39 79
53 65 122 e e
TN || | | 115 | 135 120 7.20 7.40 7.60 7.80
Orrerr e e et el b e b el ey m/z 91.10 78.18%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9725: 1,6-Dimethylhepta-1,3,5-triene
107
91
5000 LA L L LB L BN L |
79 122 7.0 7.40 7.60 7.80
41 m/z 39.05 39.29%
27 H 53 65
0 M N M\ \H\ ‘\H ‘\ il !
R R o R EAE RN S S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
107
B EEmEa
91 7.20 7.40 7.60 7.80
5000 122 m/z 79.10 35.82%
79
39
27 65
ol >l 58 98 115
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance

5000

m/z-->

#9744: 1,3-Cyclopentadiene, 5,5-dimethyl-2-ethyl-
7

20 30 40 50 60 70 80 90 100 110 120 130 140 150

7.20 7.40 7.60 7.80

m/z 41.05 31.29%

7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050716\
Data File : BF086795.D

Acq On : 8 May 2016 1:24

Operator : UM/SJ

Sample - H2882-07

Misc :

ALS Vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .M
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 1-Nonene Concentration Rank 12

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

7.93 7.36 ng 249604 Naphthalene-d8 7.98

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonene 126 C9H18 000124-11-8 91
2 E-11,13-Tetradecadien-1-ol 210 C14H260 1000131-00-3 90
3 1-Dodecanol 186 C12H260 000112-53-8 90
4 Cyclopropane, l-methyl-2-octyl- 168 C12H24 037617-26-8 90

000112-41-4 86

5 1-Dodecene 168 C12H24
Abundance Scan 511 (7.927 min): BF086795.D (-508) (-)
55
69
5000
83
97
11 925 140
o} AP e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11140: 1-Nonene
3 55
69
5000
29
83 97
126
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
41 55
69
5000 83
97
111 126
0 139 154165 181192 208
L o LI i e o o o e o e A BLLAL B EE s S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #46855: 1-Dodecanol
43 55
69
5000 29 83
97
Ll L) Mo e
o] SR ] 1 N | | Bl .- ———
m/z--> 20 40 60 80 100 120 140 160 180 200

m/z 41.05 100.00%

L

760 7.80 8.00 8.20

m/z 43.10 98 .09%

b

7.60 7.80 8.00 8.20

m/z 55.10 85.44%

b

7.60 7.80 8.00 8.20

m/z 56.10 69.25%

b

7.60 7.80 8.00 8.20

m/z 57.10 55.23%

e

7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050716\
Data File : BF086795.D

Acq On : 8 May 2016 1:24

Operator : UM/SJ

Sample - H2882-07

Misc :

ALS Vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .M
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 Hexadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.18 5.54 ng 203328 Acenaphthene-d10 9.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Eicosane 282 C20H42 000112-95-8 87
3 Tridecane 184 C13H28 000629-50-5 86
4 Pentadecane 212 C15H32 000629-62-9 86
5 Octadecane 254 C18H38 000593-45-3 80

Abundance Scan 708 (10.179 min): BF086795.D (-705) (-) m/z 57.10 100.00%

57
43

5000

9.80 10.00 10.20 10.40

99 113127141155169

0! m/z 43.10 75.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane
43 %7
5000 71 LI L L L L L L L L LB}
85 9.80 10.00 10.20 10.40
29 m/z 71.10 43 .53%
o | L L “ 99113127141155169183197 226
e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
71 9.80 10.00 10.20 10.40
5000 m/z 41.10 36.96%
85
29 99
0 113127141155169 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45544: Tridecane B R R
43 57 9.80 10.00 10.20 10.40
m/z 85.10 34.00%
71
5000
85
29
s ||| eusenames e
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050716\
Data File : BF086795.D

Acq On : 8 May 2016 1:24

Operator : UM/SJ

Sample - H2882-07

Misc :

ALS Vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .M
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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.76 16.22 ng 562736 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Undecanoic acid 186 C11H2202 000112-37-8 83

Abundance Scan 846 (11.756 min): BF086795.D (-844) (-) m/z 43.10 100.00%

48

60

73

5000

129 R EEEEEEEs s
143157171185199213007 256 11.40 11.60 11.80 12.00

0 m/z 41.10 78.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 73
5000 LA L L L L L L L I
11.40 11.60 11.80 12.00
129 056 m/z 60.00 73.19%
0 ‘ ‘ J ‘ H H\ 2‘.01 2!.15 143157171185199 213 227 242"
T ....”,”.W.H.P.”,”....”,”...
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
R o N RmmEn
43 11.40 11,60 11.80 12.00
5000 m/z 73.10 68.29%
129
29 87 115 171 . 214
ol 15 jo1 152 198
L B LA I o o o e o e e AR R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83683: Pentadecanoic acid i
43 6 11. 40 11. 60 11. 80 12. OO
m/z 55.10 65.09%
29
5000
| ‘M 143 157171 185 1
Ot R EE e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050716\
Data File : BF086795.D

Acq On : 8 May 2016 1:24

Operator : UM/SJ

Sample - H2882-07

Misc :

ALS Vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .M
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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.55 20.81 ng 529508 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 62
4 n-Decanoic acid 172 C10H2002 000334-48-5 45
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 35
Abundance Scan 915 (12.545 min): BF086795.D (-913) (-) m/z 43.10 100.00%
43
73
5000
129
97 AR BN IR B
157 185 013 241 o 1220 1240 12,60 12.80
ol VP O B A Y m/z 57.10 72.56%
m/z--> 50 100 150 200 250 300 350
Abundance #108839: Octadecanoic acid
43
129 284 12.20 12.40 12.60 12.80
m/z 60.00 70.87%
185 241
0 h H u ‘ HM‘ hH H\ J I\ 15‘: | I‘I \|2}3le I‘ I‘?Gle'l\l T
m/z--> 5 200 250 300 350
Abundance
43
73 12/20 1240 12.60 12.80
5000 284 m/z 41.10 70.28%
129
97
157 1% 213 241 265 311 372
ob—— el ML bl ph o g o L L L e S
m/z--> 56 160 150 260 250 360 3éo
Abundance #75071: Tetradecanoic acid R e EEE
78 12.20 12.40 12.60 12.80
43 m/z 73.05 69.91%
5000 129
185 228
LT ]
Ou‘u‘ull"u‘uu|'|'h|\'|i“‘|“=|‘|‘:!-§‘|§uu‘|||| ——— —— —— R A ARRA R
m/z--> 50 100 150 200 250 300 350 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050716\
Data File : BF086795.D

Acq On : 8 May 2016 1:24

Operator : UM/SJ

Sample - H2882-07

Misc :

ALS Vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .M
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 Hexadecanoic acid, butyl ester Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
12.63 6.06 ng 154251 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 58
3 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 38
4 Oxan-4-one, 2-trifluoromethyl-2-... 212 C8H11F303 212615-80-0 37
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 35

Abundance Scan 922 (12.625 min): BF086795.D (-921) (-) m/z 56.05 100.00%
56
5000
I 129
3 97 185 213 239257 12.40 12.60 12.80 13.00
o =l m/z 57.10 60.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, buty| ester
56
12.40 12.60 12.80 13.00
29 257 m/z 43.10 50.13%
101 185 213 239 312
0...“Ly.w.. WJL.ﬂu.N.qu.L.,”%?i..............ﬂ...:...?Q?..“..w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
12,40 12.60 12.80 13.00
5000 m/z 41.10 48.62%
29 73
o 971137 157 185 213 239257 5 31
B R R AR RN LA LAY AR LA LA LA LA AN EARAS LARAS LARA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #3260: 1-Hexene, 2-methyl- Al R m e
56 12.40 12.60 12.80 13.00
m/z 55.10 34.57%
27
b i) 8398
m/z--> 20 Jo 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\BF050716\
Data File : BF086795.D

Acq On : 8 May 2016 1:24

Operator : UM/SJ

Sample - H2882-07

Misc :

ALS Vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .M
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 11 Octadecanoic acid, butyl ester Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
13.33 4_.37 ng 111144 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 91
2 n-Butyl myristate 284 C18H3602 000110-36-1 64
3 Isopropyl stearate 326 C21H4202 000112-10-7 38
4 Octadecanoic acid 284 C18H3602 000057-11-4 35
5 2-Methyl-n-1-tridecene 196 C14H28 018094-01-4 35
Abundance Scan 984 (13.334 min): BF086795.D (-982) (-) m/z 56.05 100.00%

5000

i

13.00 13.20 13.40 13.60

o} m/z 57.10 65.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #137336: Octadecanoic acid, butyl ester
56
5000 URBAURBAUASAUVAREE
29 13. 00 13 20 13. 40 13.60

m/z 43.10 50.98%

129 285
267
el Al H‘ bttt S e 218 2L 7 au 30
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
56
e R R B
13.00 13.20 13.40 13.60
5000 m/z 41.10 46 .39%
229
73
101 0 s 284
o 39 157 255
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #130928: Isopropyl stearate e AN BT B
43 13.00 13.20 13.40 13.60
60 102 m/z 55.05 34.58%
- ‘/JA’\‘_J\\
ok S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050716\
Data File : BF086795.D

Acq On : 8 May 2016 1:24

Operator : UM/SJ

Sample - H2882-07

Misc :

ALS Vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .M
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 12 17-Pentatriacontene Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.70  9.39 ng 238983  Chrysene-d12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 17-Pentatriacontene 491 c35H70 006971-40-0 91

2 Oxirane, [(dodecyloxy)methyl]- 242 C15H3002 002461-18-9 91
3 Pentafluoropropionic acid, octad... 416 C21H37F502

4 1-Docosene 308 C22H44 001599-67-3 81

1000280-07-7 83

5 Pentafluoropropionic acid, hexad... 388 C19H33F502

006222-07-7 80

Abundance Scan 1016 (13.699 min): BF086795.D (-1014) (-) m/z 43.10 100.00%
43
5000
o7 m
N ﬂ 125 13.40 13.60 13.80 14.00
153 207 : : : :
Ol ,....',~.1.1.-.,....,.... e m/z 57.10 95.28%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #168065: 17-Pentatriacontene
57
5000 LANLLE L  L  L  BLL |
13.40 13.60 13.80 14.00
29 125 m/z 55.05 69.08%
N H “H H\ mw u‘u “\. i ?1?99“?36 267292 320 348 376 406 434462 490
o i
m/z--> 0 50 250 300 350 400 450
Abundance
57
R s EEmEs !
13.40 13.60 13.80 14.00
5000 a3 m/z 41.10 57.44%
29 111
o 140166 197
LA o o e o o BN Ay e o
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #159526: Pentafluoropropionic acid, octadecy! ester R e S EmEmea
43 13.40 13.60 13.80 14.00
m/z 71.10 43.69%
5000 69
97
o ‘ }l (125154181 224252
LA o o e o LI B e By o o R e REREEEE RSS!
m/z--> 0 50 100 150 200 250 300 350 400 450 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050716\
Data File : BF086795.D

Acq On : 8 May 2016 1:24

Operator : UM/SJ

Sample - H2882-07

Misc :

ALS Vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .M
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 13 2,3-Dimethyl-1,4-dioxa-spir... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.13 12.40 ng 315571 Chrysene-di2 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,3-Dimethyl-1,4-dioxa-spiro[4.7... 198 C12H2202 062406-91-1 53
2 2-Hydroxy-4-hydroxylaminopyrimidine 127 C4H5N302 020555-88-8 47
3 Phosphonofluoridic acid, propyl-... 252 C12H26F02P 333416-21-0 47
4 2-Methylcyclopentyl propylphosph... 208 C9H18FO02P 1000298-30-1 47
5 1H-Imidazole, 1-methyl-4-nitro- 127 C4H5N302 003034-41-1 47
Abundance Scan 1054 (14.134 min): BF086795.D (-1047) (-) m/z 57.10 100.00%
127
5000
USRI BN SR SRR
d 8[31 1?8 245 g, 341 3711 a5 497 13.80 14.00 14.20 14.40
O S RS N S S m/z 127.10 83.34%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #54760: 2,3-Dimethyl-1,4-dioxa-spiro[4.7]dodecane
127
5000
55 13.80 14.00 14.20 14.40
m/z 43.05 31.65%
99 155 198
0 %%M“w””l“"JJJ"l""l"”l""l""|”"|""|
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
127
13.80 14.00 14.20 14.40
5000 m/z 55.10 21.95%
40 68 g7
e L L A UL L WL L SRS B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #89324: Phosphonofluoridic acid, propyl-, nonyl ester S EEEEEEEEE
127 13.80 14.00 14.20 14.40
m/z 41.05 18.31%
5000
41
98
o 189 7 | 153181 253
LI FUELELELES DAL UL AR BRI RLALELN SRS DU SRR W R AU DU SR SR
m/z--> 50 100 150 200 250 300 350 400 450 500 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050716\
Data File : BF086795.D

Acq On : 8 May 2016 1:24

Operator : UM/SJ

Sample - H2882-07

Misc :

ALS Vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .M
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 15 Tetratriacontane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.92 4.46 ng 90505 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratriacontane 479 C34H70 014167-59-0 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Tetracosane, l1ll-decyl- 479 C34H70 055429-84-0 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Docosane, 1l-decyl- 451 C32H66 055401-55-3 91
Abundance Scan 1123 (14.922 min): BF086795.D (-1120) (-) m/z 57.05 100.00%
57
5000 85
113 141 169 14.60 14.80 15.00 15.20
- H U I 221 267 3 | n7z7 43.10  65.29%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #167078: Tetratriacontane
57
5000 85 UL SRR S SN B
14.60 14.80 15. 00 15. 20
- m/z 71.10 58.33%
0 J‘“} h‘$ H M ‘ 4 ‘1§9 197 225 253 281 311337 367 410435
miz--> 0 §o 1éo 200 2%0 360 3%0 460
Abundance
57
14.60 14.80 15.00 15.20
5000 a5 m/z 85.05 41 .45%
29
o 113 141 169 197 225 253 281 309 337 365 394
miz--> 0 §o 160 1éo 260 250 360 3%0 460
Abundance #167081: Tetracosane, 11-decyl-
57 14.60 14.80 15.00 15.20
m/z 41.10 24 .26%
5000 85
113
0 |77 141 169 197 205 253 295 337 364 393 420
miz--> 0 5'0 1(')0 1&'30 2(')0 250 3(')0 3&1;0 4(')0 14|60 14. 80 15. 00 15. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050716\
Data File : BF086795.D

Acq On : 8 May 2016 1:24

Operator : UM/SJ

Sample - H2882-07

Misc :

ALS Vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .M
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 16 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.63 7.78 ng 157988 Perylene-d12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 93
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Hexatriacontane 507 C36H74 000630-06-8 91
Abundance Scan 1185 (15.631 min): BF086795.D (-1182) (-) m/z 57.10 100.00%
5000 \
99 " 1540 15.60 15.80 16.00
ol 141 179211 249282 355 m/z 43.05 67.06%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #107652: Eicosane
57
5000 L UL UL BN UL
mmmmmmmm
m/z 71.05 54 _.79%
99
m/z--> o 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
" 1540 15.60 15.80 16.00
5000 m/z 85.10 37 .84%
99 140
o 183 224 267
m/z--> 0 55 160 1éo 200 250 300 350 400 4éo 560 5%0 660
Abundance #172957: Tetratetracontane
57 15.40 15.60 15.80 16.00
m/z 41.10 22 .93%
- A//\\//\“JL’\/‘V\/\/\
97
ol 26 ] |, 141 183 225 267 309 351 393 435 491 535 574 617
m/z--> c') 5'0 1(')0 1&'30 200 250 300 350 400 4&'30 5(')0 séo 6(I)O 15'40 15 60 15. 80 16. oo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050716\
Data File : BF086795.D

Acq On : 8 May 2016 1:24

Operator : UM/SJ

Sample - H2882-07

Misc :

ALS Vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .M
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 17 unknownl6.98 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

16.98 150.15 ng 3047340 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hydroxy-4-hydroxylaminopyrimidine 127 C4H5N302 020555-88-8 43
2 Thiazole, 4-ethyl-2-propyl- 155 C8H13NS 041981-68-4 38
3 Butanamide,N-(2-chlorophenyl)- 197 C10H12CINO 033694-15-4 38
4 1,3,5-Triazin-2(1H)-one, 4,6-dia... 127 C3H5N50 000645-92-1 38

5 Octanoic acid, 2,6-dibromo-4-cya... 401 C15H17Br2NO2 001689-99-2 38

Abundance Scan 1303 (16.980 min): BF086795.D (-1291) (-) m/z 57.10 100.00%

127
5000

83 155 LB L B e e

198 o245 371399 16.60 16.80 17.00 17.20
287313341 425453 497525
...,.-H.i,%...,J....J,..A..l....,3.1?..,.A.l..,....,....,.... m/z 127.10  72.84%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #11329: 2-Hydroxy-4-hydroxylaminopyrimidine
127

5000 R R R
16. 60 16 80 17.00 17.20

m/z 43.10 34 .53%

40 68 o7
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
127

16. 60 16 80 17.00 17.20

o

5000 m/z 55.10 22.32%
86 155
27 59
okttt o A i i i i
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #53993: Butanamide,N-(2-chlorophenyl)- e e o AU
127 16. 60 16 80 17. 00 17. 20

m/z 155.15 18.52%

5000
43 160 197
7 g9 2]
0 I ‘ |

m/z--> 50 100 150 200 250 300 350 400 450 500 16. 60 16 80 17. 00 17.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050716\
Data File : BF086795.D

Acq On : 8 May 2016 1:24

Operator : UM/SJ

Sample - H2882-07

Misc :

ALS Vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .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 7.8 ng 217973 1 6.70 1123570 40.0
unknown6 .48 6.48 147.4 ng 4139620 1 6.70 1123570 40.0
1,6-Dimethylhepta. .. 7.53 5.1 ng 174391 2 7.98 1357340 40.0
1-Nonene 7.93 7.4 ng 249604 2 7.98 1357340 40.0
Hexadecane 10.18 5.5 ng 203328 3 9.73 1469100 40.0
n-Hexadecanoic acid 11.76 16.2 ng 562736 4 11.22 1387440 40.0
Octadecanoic acid 12.55 20.8 ng 529508 5 13.85 1017900 40.0
Hexadecanoic acid... 12.63 6.1 ng 154251 5 13.85 1017900 40.0
Octadecanoic acid... 13.33 4.4 ng 111144 5 13.85 1017900 40.0
17-Pentatriacontene 13.70 9.4 ng 238983 5 13.85 1017900 40.0
2,3-Dimethyl-1,4-__.. 14.13 12.4 ng 315571 5 13.85 1017900 40.0
Tetratriacontane 14_.92 4.5 ng 90505 6 15.22 811791 40.0
Eicosane 15.63 7.8 ng 157988 6 15.22 811791 40.0
unknownl16 .98 16.98 150.2 ng 3047340 6 15.22 811791 40.0
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