LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111516\
Data File : BF091174.D

Aca On : 15 Nov 2016 12:35

Operator : UM/SJ

Sample : H5636-01

Misc :

ALS Vial : 9 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-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 heiaht area % max. total
1 1.744 3 5 53 rVvB 2657188 7921655 100.00% 17.195%
2 4.761 266 269 283 rBV 414099 567960 7.17% 1.233%
3 5.219 307 309 330 rBVY 1276540 1565098 19.76% 3.397%
4 6.282 400 402 410 rBV2 806690 1134664 14.32% 2.463%
5 6.396 410 412 415 rBV 2198969 3008412 37.98% 6.530%

6.636 431 433 444 rBvV 784309 907894 11.46% 1.971%
6.785 444 446 449 rBV 3156506 3741344 47 .23% 8.121%
7.207 480 483 485 rBV 3008669 3089143 39.00% 6.705%
941985 1216460 15.36% 2.641%
8.339 579 582 597 rVB 96221 198654 2.51% 0.431%
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11 9.002 637 640 642 rBV 5643672 5599981 70.69% 12.156%
12 9.402 672 675 677 rBV 268315 240670 3.04% 0.522%
13 9.665 696 698 701 rBV 1395803 1467404 18.52% 3.185%
14 10.111 729 737 739 rBv4 38569 91719 1.16% 0.199%
15 10.453 765 767 770 rBvV2 2189516 2830457 35.73% 6.144%

16 11.151 826 828 830 rBV 1383970 1557557 19.66% 3.381%
17 11.391 845 849 853 rBvV 240436 299025 3.77% 0.649%
18 12.202 918 920 929 rBV 666921 828257 10.46% 1.798%
19 12.739 964 967 969 rBV 5675955 6528993 82.42% 14.172%
20 13.642 1044 1046 1053 rBV 96412 119802 1.51% 0.260%

21 13.780 1055 1058 1060 rBV 1291411 1561091 19.71% 3.389%
22 14.237 1096 1098 1104 rBV 225032 259292 3.27% 0.563%

23 14.614 1129 1131 1134 rBV 114383 146304 1.85% 0.318%
24 15.140 1175 1177 1180 rBV 920606 1187199 14.99%% 2.577%

Sum of corrected areas: 46069035
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF111516\
Data File : BF091174.D

Aca On : 15 Nov 2016 12:35

Operator : UM/SJ

Sample : H5636-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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: BF091174.D

5000000
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6.78 791

3000000 .74

6.40
2000000
5.22

1000000 6.2 6.64
4.76

o771 T T 7 T T T T I e e e o e e LA B e e e L e
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF091174.D
900 1274

5000000
4000000

3000000

2000000
9.66 11.15
7.92
1000000 12.20
9.40 11.39
o 8.34 L A 10.11 A

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF091174.D

5000000
4000000
3000000
2000000

13.78
1000000 15.14

.6 1424 1461
0 A i
T e

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\BF111516\
Data File : BF091174.D

Aca On : 15 Nov 2016 12:35

Operator : UM/SJ

Sample : H5636-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.76 12.51 ng 567960 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 53
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
4 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 269 (4.761 min): BF091174.D (-266) (-) m/z 43.10 100.00%

43
59
5000
101 e T
4.40 4.60 4.80 5.00
83

0...,....,....,..?7.',':.-..,5.33.-!.,....,....,.-...,...:,|....,. m/z 59.10 61.74%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59

440 460 4.80 5.00
m/z 101.10  21.45%

25 31 37 83 g3 01
o) IR PPAY M £/VT] NRE | NN B M H—
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
e
4.40 4.60 4.80 5.00
5000 m/z 58.10 17.18%
41
53 73 86
o) MRS 1714 ML M. I FANEEME  SSS -  ENESE E—
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7975: Acetic acid, 1,1-dimethylethyl ester R REE e , :
43 440 460 480 500

m/z 41.10 8.65%

57
5000
29 101
o 15 Y 51 73 83 95

1 AN
||||||||||||||||||||||||||||||||||||||||||||||||||||||| LA [BLINLINL AL L L L L B L L L B

m/z--> 10 20 30 40 50 60 70 80 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\BF111516\
Data File : BF091174.D

Aca On : 15 Nov 2016 12:35

Operator : UM/SJ

Sample : H5636-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 3 unknown6.40 Concentration Rank 3

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

6.40 66.27 ng 3008410 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 22
2 2-Cvclohexen-1-one 96 C6H80 000930-68-7 11
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. 1l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 412 (6.396 min): BF091174.D (-410) (-) m/z 132.00 100.00%
132
68
5000
96
40 54 - | 06 J 6.00 6.20 6.40 6.60 6.80
0 AN W - N | A m/z 68.10 53.08%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14006: 5-Aminoindole
132
5000 _l'""""l'"“""

6.00 6.20 6.40 6.60 6.80
104 m/z 66. 1 33.77%

66
ol 14 27 39 51 P 77 g | 15 ‘
L T R T M
miz--> 20 40 60 8 100 120 140 160 180
Abundance
68
—rv—v—v—v—rrﬁ'v‘

6.00 6.20 6.40 6.60 6.80

5000 m/z 134.00 31.55%
39 96
27
15 53
Ot T T T T T T T T T T
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 21.22%

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\BF111516\
Data File : BF091174.D

Aca On : 15 Nov 2016 12:35

Operator : UM/SJ

Sample : H5636-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 1-Hexadecanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.39 3.84 ng 299025 Phenanthrene-d10 11.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 94
2 2-Tetradecene. (BE)- 196 C14H28 035953-53-8 93
3 6-Tetradecene. (2)- 196 C14H28 041446-61-1 91
4 Cvclotetradecane 196 C14H28 000295-17-0 91
5 1-Tetradecanol 214 C14H300 000112-72-1 91
Abundance Scan 849 (11.391 min): BF091174.D (-845) (-) 55.10 100.00%
6
5000 k
125 11:00 11.20 11.40 11.60 11.80
o 140 154 168179 196 m/z 69.10  92.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83798: 1-Hexadecanol
43 55
69 g3
97
29 11.00 11.20 11.40 11.60 11.80
11 m/z 83.10 89.12%
0 Hﬁm ” M‘mmmmm 224
m/z--> ﬁo 45 60 100 150 150 1éo 1éo 260 250
Abundance
55
4 LA INL A N
11.00 11.20 11.40 11.60 11.80
5000 29 69 m/z 57.10 80.15%
83
97
111
ol 28 1% 14015 tesye 0
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #53630: 6-Tetradecene, (2)- T T T T
1 55 nmnmnmnmnm
69 m/z 43.10 78.75%
5000 29 83
97
0 15 ‘ H‘ 118 M| \‘\ \\ 1?5 139 153 170 1?6
m/z--> % & & % @ @ m 160 m ﬁ ﬁ nmnmnmnmnm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF111516\
Data File : BF091174.D

Aca On : 15 Nov 2016 12:35

Operator : UM/SJ

Sample : H5636-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 7-Hexadecene, (Z2)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.20 10.64 ng 828257 Phenanthrene-d10 11.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Hexadecene. (2)- 224 C16H32 035507-09-6 98
2 Cvclotetradecane 196 C14H28 000295-17-0 96
3 9-Eicosene. (E)- 280 C20H40 074685-29-3 94
4 1-Hexadecanol 242 C16H340 036653-82-4 91
5 9-Octadecene, (E)- 252 C18H36 007206-25-9 91

Abundance Scan 920 (12.202 min): BF091174.D (-918) (-) m/z 55.10 100.00%

5 69

5000

.

125
11.80 12.00 12.20 12.40 12.60
139154168 196 224 n/z 83.10 93 30%

01

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72494: 7-Hexadecene, (2)- L

55

69

83

5000

ll.l80 12.00 12.I20 12.I40 12.I60
11 m/z 69.05 90.48%

o 125140154168182196 224
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
41 69 8 R e e
11.80 12.00 12.20 12.40 12.60
5000 97 m/z 57.10 89.65%
111
27 12

5139153168 196
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106399: 9-Eicosene, (E)-

11.80 12.00 12.20 12.40 12.60
m/z 43.10 82.85%

5000

125
139153168182196210224 252 280

m/z--> 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\BF111516\
Data File : BF091174.D

Aca On : 15 Nov 2016 12:35

Operator : UM/SJ

Sample : H5636-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 Phenol, 4,4"-butylidenebis[... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.24 3.32 ng 259292 Chrysene-di12 13.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.4"-butvlidenebisl2-(1.... 382 C26H3802 000085-60-9 98
2 1-Bromobenzene. 4-(4-bromobenzvl... 337 C13H9Br2N 1000221-92-9 76
3 6-Methvl-2-phenvl-7-(2.4.5-trime... 339 C25H25N 064002-76-2 64
4 2.4-Bis(4-aminophenv)-6-(pvridy... 339 C21H17N5 136009-90-0 59
5 2,4-Di(4-aminophenyl)-6-phenyl-s. .. 339 C21H17N5 031207-01-9 59
Abundance Scan 1098 (14.237 min): BF091174.D (-1096) (-) m/z 339.20 100.00%
339
5000
57
91 119 1T8 177195 219 251 281 309 382 - I].;]-OIOI I1'4-2'0I I:|.I4-4I-0I I].LI-GIOI I
) SR SO PR TP T . =S i - m/z 57.10 28.03%
m/z--> 50 100 150 200 250 300 350
Abundance #152031: Phenol, 4,4'-butylidenebis[2-(1,1-dimethylethyl)-...
339
5000
14.00 14.20 14.40 14.60
m/z 340.20 26 .24%
57 148
oL29, | o1 119 = 177195219 251 281 309 | 382
m/z--> 50 100 150 200 250 300 350
Abundance
339
76 ' 14.00 14.20 14.40 14.60
5000 165 m/z 148.10 15.02%
45
102 129 182 259
ok
m/z--> 50 100 150 200 250 300 350
Abundance #136834: 6-Methyl-2-phenyl-7-(2,4,5-trimethylphenylmethyl)... A e
339 14.00 14.20 14.40 14.60
m/z 177.10 10.12%
5000
o 77 115 207 308 .
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\BF111516\
Data File : BF091174.D

Aca On : 15 Nov 2016 12:35

Operator : UM/SJ

Sample : H5636-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 8 2,6,10,14,18,22-Tetracosahe... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.61 2.46 ng 146304 Perylene-di12 15.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 90
2 Saualene 410 C30H50 007683-64-9 87
3 .psi...psi.-Carotene. 7.77.8.8".... 547 C40H66 000502-62-5 83
4 2.6.10.14.18-Pentamethvl-2.6.10.... 342 C25H42 075581-03-2 83
5 _beta.-D-Mannofuranoside, farnesyl- 384 C21H3606 1000155-15-5 78
Abundance Scan 1131 (14.614 min): BF091174.D (-1129) (-) m/z 69.10 100.00%
69
5000
41 l VA ¥ A
121949 14.20 14.40 14.60 14.80 15.00
Otk a2 207 281 | “m/z 81.05 48.32%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158521: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23...
69
5000 LA N
41 mmmmmmmmmm
m/z 41.10 22.28%
NENIN I M |91 231 273 341368 410
m/z--> 6 55 100 150 200 250 300 350 400 450 500 550
Abundance
69
14.20 14.40 14.60 14.80 15.00
5000 m/z 68.10 11.80%
41
137
o 109 191 231 273301 341368 410
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #170954: .psi.,.psi.-Carotene, 7,7',8,8',11,11',12,12',15,... R RS LS
69 14.20 14.40 14.60 14.80 15.00
m/z 95.10 11.80%
5000
a1 137
o | | L4y, 1oL 245273301 341368 409437 477505 546
miz-> 0 50 100 150 200 250 300 350 400 450 500 séo 14.20 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111516\
Data File : BF091174.D

Acq On : 15 Nov 2016 12:35

Operator : UM/SJ

Sample - H5636-01

Misc :

ALS Vial : 9 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... 4.76 12.5 ng 567960 1 6.64 907894 20.0
unknown6 .40 6.40 66.3 ng 3008410 1 6.64 907894 20.0
1-Hexadecanol 11.39 3.8 ng 299025 4 11.15 1557560 20.0
7-Hexadecene, (Z2)- 12.20 10.6 ng 828257 4 11.15 1557560 20.0
Phenol, 4,4"-buty... 14.24 3.3 ng 259292 5 13.78 1561090 20.0
2,6,10,14,18,22-T... 14.61 2.5 ng 146304 6 15.14 1187200 20.0
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