LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111616\
Data File : BF091192.D

Acq On : 16 Nov 2016 17:09

Operator : UM/SJ

Sample - H5636-01

Misc :

ALS Vial : 7 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-BF110316.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 4.738 265 267 285 rBvY 558183 710766 9.75% 1.629%
2 5.196 305 307 325 rBV 1343368 1977588 27.13% 4.531%
3 6.270 399 401 409 rBV 1178309 1341869 18.41% 3.075%
4 6.384 409 411 414 rBV 3608231 3472402 47.63% 7.956%
5 6.613 429 431 441 rVB 874711 1116341 15.31% 2.558%

6.773 443 445 448 rBV 4355780 4299285 58.98% 9.851%
7.196 479 482 484 rBV 3173094 3844709 52.74% 8.809%
7.904 542 544 547 rBV 1544391 1530224 20.99% 3.506%
8.316 579 580 588 rBvV 150778 244164 3.35% 0.559%
8.990 636 639 642 rBVY 5817029 6376864 87.48% 14.611%

=
QO ~NO®

11 9.390 672 674 676 rBvV 359075 308873 4.24% 0.708%
12 9.653 695 697 700 rBV 1348665 1607169 22.05% 3.682%
13 10.453 764 767 769 rBV 2610379 3151529 43.23% 7.221%
14 11.139 824 827 829 rBV 1928234 1710859 23.47% 3.920%
15 11.379 846 848 852 rvv 276428 320333 4_.39% 0.734%

16 12.202 917 920 923 rBV 655484 759135 10.41% 1.739%
17 12.728 963 966 969 rBV 4863981 7289824 100.00% 16.703%
18 13.185 1004 1006 1007 rBV 77292 76621 1.05% 0.176%
19 13.642 1043 1046 1055 rBvV 125293 175242 2.40% 0.402%
20 13.768 1055 1057 1060 rBV 1286530 1617179 22.18% 3.705%

21 14.237 1096 1098 1105 rBV 254984 294937 4._05% 0.676%
22 14.625 1129 1132 1134 rBV 110896 155280 2.13% 0.356%
23 15.140 1175 1177 1180 rBV 975496 1262664 17.32% 2.893%

Sum of corrected areas: 43643857
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA_F\DATA\BF111616\

BF091192.D

16 Nov 2016 17:09

UmM/sJ

H5636-01

7 Sample Multiplier: 1

Z:\HPCHEMI\BNA_F\METHODS\8270-BF110316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF091192.D

5.20

4.74

6.38

6.27

6.61

LT

6.77

7.20

0

Time-->

2.00

I
5.50

2.50

3.00

3.50

I I
4.00 4.50 5.00

L
6.00 6.50

7.00 7.50

Abundance

5000000

4000000

3000000

2000000

1000000

7.

TIC: BF091192.D

899

10.45

11.14
90

11.38

12.20

12.73

13.19

0
Time-->

11.50

10.00

9.50 10.50 11.00

12.00 12.50

13.00 13.50

Abundance

5000000

4000000

3000000

2000000

1000000

.6

TIC: BF091192.D

13.77

15.14

14.24
i 148

0
Time-->

17.50

16.50 17.00

15.50 16.00

14.00 14.50 15.00

18.00

18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF111616\
Data File : BF091192.D

Acq On : 16 Nov 2016 17:09

Operator : UM/SJ

Sample - H5636-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.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 3

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

4.74 12.73 ng 710766 1,4-Dichlorobenzene-d4 6.61
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 39
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 28
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 267 (4.738 min): BF091192.D (-265) (-) m/z 43.10 100.00%
43
59
5000
ot 440 460 480 500
83 : : : :
0...,....,....,..?7.',':.-..,.5?-!.,...‘.3?....,.-...,...:,|....,. m/z 59.10 59.60%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
4.40 4.60 4.80 5.00
59 m/z 101.10 19.37%
0 21 371, 53 ‘ o7 778 a1 O
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
- 440 460 480 500
5000 m/z 58.10 16.61%
29 101
o 15 37 51 73 8 9
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- e
59 4.40 4.60 4.80 5.00
m/z 41.10 8.78%
5000
41
0 |""|"'H““" Jlﬁ”"|$?¢*i" "|??"|"gq| ""J""I'
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF111616\
Data File : BF091192.D

Acq On : 16 Nov 2016 17:09

Operator : UM/SJ

Sample - H5636-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.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 unknown6.38 Concentration Rank 2

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

6.38 62.21 ng 3472400 1,4-Dichlorobenzene-d4 6.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 1-Methylpyrrolo[1l,2-a]pyrazine 132 C8H8N2 064608-59-9 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 411 (6.384 min): BF091192.D (-409) (-) m/z 132.00 100.00%
132
5000 68 K
0 s % J 500 650 640 650 6.0
0 g lewr W miz 68.10  44.18%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRS AR BRARE SRR
600 6.20 640 6.60 6.80
31 51 m/z 134.00 33.47%
0

Abundance

m/z--> 20 40 60 80 100 120 140 160 180
132

6.00 6.20 6.40 6.60 6.80

5000 m/z 66.10 28.24%
104
66
ol 14 27 39 1 T 89 115
L B o e e e o B AL I B e o o o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine- proplonyl
57 132 6.00 6.20 6.40 6.60 6.80

m/z 69.10 17.53%

74
116

5000 98
‘ 158 189

m/z--> 20 40 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF111616\
Data File : BF091192.D

Acq On : 16 Nov 2016 17:09

Operator : UM/SJ

Sample - H5636-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.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 Cyclododecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.38 3.74 ng 320333 Phenanthrene-d10 11.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclododecane 168 C12H24 000294-62-2 95
2 1-Hexadecanol 242 C16H340 036653-82-4 94
3 9-Octadecene, (E)- 252 C18H36 007206-25-9 91
4 9-Eicosene, (E)- 280 C20H40 074685-29-3 91
5 1-Tridecanol 200 C13H280 000112-70-9 91

Abundance Scan 848 (11.379 min): BF091192.D (-846) (-) m/z 55.10 100.00%

83

5000

-

125 11.00 11.20 11.40 11.60

m/z 69.10 93.04%

o 139 154168

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #34708: Cyclododecane

n T 69

83

-

5000
11.00 11.20 11.40 11.60
2 m/z 83.10 89.07%
125 140 168
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43
57
83 EREREEEEER e R
9 11.00 11.20 11.40 11.60
5000 70 ’ m/z 43.10 80.56%
29 111
125
o 140 154 168 182 196 224
AL B e amm e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 ’\
Abundance #89786: 9-Octadecene, (E)- S A R R e e

5 69 11.00 11.20 11.40 11.60
83 m/z 57.10 79.20%

125
139154168182196 224 252 ,_A\\,MJU\%AA_/\

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11. OO 11. 20 11. 40 11.60

5000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF111616\
Data File : BF091192.D

Acq On : 16 Nov 2016 17:09

Operator : UM/SJ

Sample - H5636-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.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-Hexadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.20 8.87 ng 759135 Phenanthrene-d10 11.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecene 224 C16H32 000629-73-2 92
2 9-Eicosene, (E)- 280 C20H40 074685-29-3 91
3 3-Hexadecene, (2)- 224 C16H32 034303-81-6 91
4 9-Octadecene, (E)- 252 C18H36 007206-25-9 91
5 5-Octadecene, (E)- 252 C18H36 007206-21-5 91

Abundance Scan 920 (12.202 min): BF091192.D (-917) (-) m/z 83.10 100.00%

5000

125 IIIIIIIIIIIIIIIIIIIIIII
| 139154168180106 224 11.80 12.00 12.20 12.40 12.60

m/z 55.10 90.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72489: 1-Hexadecene
43 57

5000 T T T T T
11.80 12.00 12.20 12.40 12.60

29
1”125 m/z 69.10 90.37%
ok | H 140154168182196 224
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 83
o R RRRRTE S
7 11.80 12.00 12.20 12.40 12.60
5000 m/z 57.10 82.87%
29 111

125
o 139153168182196210224 252 280

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72493: 3-Hexadecene, (2)-

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
11.80 12.00 12.20 12.40 12.60
m/z 97.10 80.59%

5000

12

139154168 106 224
A e
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.80 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF111616\
Data File : BF091192.D

Acq On : 16 Nov 2016 17:09

Operator : UM/SJ

Sample - H5636-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.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 2-Ethyl-1-dodecanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.64 2.17 ng 175242 Chrysene-d12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Ethyl-1-dodecanol 214 C14H300 019780-33-7 83
2 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 62
3 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 62
4 Pentafluoropropionic acid, octad... 416 C21H37F502 1000280-07-7 62

5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 58

Abundance Scan 1046 (13.642 min): BF091192.D (-1043) (-) m/z 57.10 100.00%

5000

-

13.40 13.60 13.80 14.00
m/z 71.10 73.69%

o 208 239257 55y

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65764: 2-Ethyl-1-dodecanol

:

13.I40 13!60 13.I8O 14.IOO
m/z 43.10 70.17%

5000

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 e e
71 13.40 13.60 13.80 14.00
5000 97 m/z 83.10 60.69%
29 111125
oL15 139154168,,196511 227 55
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #153508: Pentafluoropropionic acid, hexadecy! ester T T T T
43 57 13.40 13.60 13.80 14.00
m/z 55.10 59.20%
5000

97
1

:

11
o “ L 125140155 181196 224
el IS
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF111616\
Data File : BF091192.D

Acq On : 16 Nov 2016 17:09

Operator : UM/SJ

Sample - H5636-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.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 7 Phenol, 4,4"-butylidenebis[... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.24 3.65 ng 294937 Chrysene-di2 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 4,47-butylidenebis[2-(1,... 382 C26H3802 000085-60-9 98
2 6-Methyl-2-(4-methylphenyl)-7-(4... 339 C25H25N 080193-45-9 72
3 1-Bromobenzene, 4-(4-bromobenzyl... 337 C13H9Br2N 1000221-92-9 68
4 1-(2,6-Dimethylphenyliminomethyl... 339 C23H17NO2 129086-91-5 64
5 6-Methyl-2-phenyl-7-(2,4,5-trime... 339 C25H25N 064002-76-2 50
Abundance Scan 1098 (14.237 min): BF091192.D (-1096) (-) m/z 339.20 100.00%
339
5000
o 148 477 1400 14.20 14.40 14.60_
o1 119 309 : : : :
ol St L 0108219 251 281 309, | 882 L7oT340.20  26.63%
m/z--> 50 100 150 200 250 300 350
Abundance #152031: Phenol, 4,4'-butylidenebis[2-(1,1-dimethylethyl)-...
339
5000 R SR SO BN SUR
14.00 14.20 14.40 14.60
m/z 57.10 18.79%
57 148
oL29, | o1 119 = 177195219 251 281 309 | 382
m/z--> 50 100 150 200 250 300 350
Abundance
339
1400 14.20 14.40 1460
5000 m/z 148.10 14 .06%
234
0 57 91 115 141162 310
m/z--> 50 100 150 200 250 300 350
Abundance #135703: 1-Bromobenzene, 4-(4-bromobenzylideneamino)- e e e e e
339 14.00 14.20 14.40 14.60
m/z 177.10 8.75%
76
5000
45 l 155
129 182
OIIil\ll\ulw‘l\‘llllfl)zll‘llIi\lll\IHII ...25.9...|... ——— ................/\..".
m/z--> 50 100 150 200 250 300 350 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF111616\
Data File : BF091192.D

Acq On : 16 Nov 2016 17:09

Operator : UM/SJ

Sample - H5636-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.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 Squalene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.63 2.46 ng 155280 Perylene-d12 15.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Squalene 410 C30H50 007683-64-9 91
2 2,6,10,14,18,22-Tetracosahexaene... 410 C30H50 000111-02-4 90
3 1,5,9-Undecatriene, 2,6,10-trime... 192 C14H24 062951-96-6 83
4 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H440 1000163-04-7 83
5 1,5,9-Decatriene, 2,3,5,8-tetram... 192 Cl14H24 230646-72-7 74
Abundance Scan 1132 (14.625 min): BF091192.D (-1129) (-) m/z 69.10 100.00%
69 n
5000
Aol 137 " 14.40 14.60 14.80 15.00
ol L dddttg 168 208 o 3 78t o5 55.01%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158503: Squalene
69
5000 R AL B SURIUR SUM
14.40 14.60 14.80 15.00
41 m/z 41.10 15.97%
95 137
o M Ll 417 | 163 191 217 245 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
" 14.40 14.60 14.80 15.00
5000 m/z 95.10 13.84%
41
95 137
o 117 | 161 191 217 244 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #50585: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)- UL L L L B
69 14.40 14.60 14.80 15.00
a1 m/z 137.10 12.19%
5000
95 123
0 'M Llﬂ'lw Al"ﬂ'x}ﬁg'%?7'l UL ALY UAR LY SR B A R A I I
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111616\
Data File : BF091192.D

Acq On : 16 Nov 2016 17:09

Operator : UM/SJ

Sample - H5636-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.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... 4.74 12.7 ng 710766 1 6.61 1116340 20.0
unknown6 .38 6.38 62.2 ng 3472400 1 6.61 1116340 20.0
Cyclododecane 11.38 3.7 ng 320333 4 11.14 1710860 20.0
1-Hexadecene 12.20 8.9 ng 759135 4 11.14 1710860 20.0
2-Ethyl-1-dodecanol 13.64 2.2 ng 175242 5 13.77 1617180 20.0
Phenol, 4,4"-buty... 14.24 3.6 ng 294937 5 13.77 1617180 20.0
Squalene 14.63 2.5 ng 155280 6 15.14 1262660 20.0
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