LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082416\
Data File : BF089874.D

Aca On : 24 Aug 2016 15:08

Operator : UM/SJ

Sample : H4551-07

Misc :

ALS Vial : 11 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-BF081916.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 1.655 4 6 14 rBVY 1538251 2682559 10.84% 2.204%
2 1.770 14 16 72 rVB 9412027 24743365 100.00% 20.330%
3 4.798 278 281 289 rVB 1650097 2370170 9.58% 1.947%
4 5.244 317 320 322 rBY 8505784 8794180 35.54% 7.225%
5 6.307 409 413 415 rBV 8131567 9414441 38.05% 7.735%

6.433 421 424 426 rBV 9324061 9387645 37.94% 7.713%
6.662 442 444 447 rBV 2234972 2370549 9.58% 1.948%
6.822 456 458 460 rBV 8272557 7120118 28.78% 5.850%
7.233 491 494 496 rBV 5851712 5750373 23.24% 4._.725%
7.347 500 504 513 rvv 244502 482201 1.95% 0.396%

=
QO ~NO®

11 7.953 554 557 559 rBV 3965912 3402300 13.75% 2.795%
12 9.039 649 652 654 rBVY 8756745 10541302 42.60% 8.661%
13 9.428 684 686 689 rBV 2402821 3110224 12.57% 2 .555%
14 9.702 708 710 713 rBV 4032179 3553023 14.36% 2.919%
15 10.490 776 779 781 rBV 5438465 5745134 23.22% 4._.720%

16 10.628 789 791 797 rVB 304329 344307 1.39% 0.283%
17 11.176 837 839 842 rBV 3687142 3463887 14.00% 2.846%
18 11.439 859 862 866 rBvV 365250 732226 2.96% 0.602%
19 11.736 886 888 896 rBv2 359877 452281 1.83% 0.372%
20 12.776 976 979 982 rBV 7845780 9052342 36.58% 7.438%

21 13.759 1063 1065 1072 rBV 161402 424895 1.72% 0.349%
22 13.874 1072 1075 1079 rVVv2 3826187 4648583 18.79% 3.819%

23 14.891 1161 1164 1166 rBV 565861 647889 2.62% 0.532%
24 15.405 1206 1209 1212 rBV 2032516 2477484 10.01% 2.036%

Sum of corrected areas: 121711478
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF082416\

BF089874.D

24 Aug 2016 15:08

UM/SsJ

H4551-07

11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082416\
Data File : BF089874.D

Aca On : 24 Aug 2016 15:08

Operator : UM/SJ

Sample : H4551-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.80 20.00 ng 2370170 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 281 (4.798 min): BF089874.D (-278) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 S I
440 4.60 4.80 5.00 5.20
83.0
o...,....,....,....',':...,..~:I,...7.,1;9..,.-...,...:,....,....,....,....,...., m/z 59.10 60.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 <J0 4ho 4k st 55
0
150 4, ‘ 1010 m/z 101.00 23.62%
0'”IJ”P'Nﬂ'Wm“'P”W'”W”'E%QI”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
440 460 480 500 520
5000 41.0 m/z 58.00 17.16%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4083: Morpholine, 4-methyl- T e
43.0 440 4.60 4.80 5.00 5.20
m/z 41.05 9.11%
5000
101.0
71.0
15.0
0 "'I'J"I'?ﬁ.?""f'l"lﬁG{PP"'i""l ﬁq.ﬂ""k""l""I""I""I""I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082416\
Data File : BF089874.D

Aca On : 24 Aug 2016 15:08

Operator : UM/SJ

Sample : H4551-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.43 Concentration Rank 2

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

6.43 79.20 ng 9387650 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 424 (6.433 min): BF089874.D (-421) (-) m/z 132.00 100.00%
132.0
5000 681
96.0 ‘ e T T T T
40.0 6.00 6.20 6.40 6.60 6.80
o....~;--..:'.,:|-.|.':,...!,':.1.1“?-,0..".,....,..1?“?-1....,....,... m/z 68.10 36.13%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
3000 " AR Ao
410 970 m/z 134.00 35.79%
0....|.... ||||||EI-:|I-d|O| ‘. T
m/z--> 60 80 100 120 140 160 180 200 220
Abundance
132.0
o0 500 620 640 650 680
5000 ' m/z 66.00 23.02%
31.0 51.0
e L S AL L LI B WL B B B
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #102556: Amphetaminil B B i
132.0 6.00 6.20 6.40 6.60 6.80
m/z 96.00 14 .43%
5000
105.0
0 510 770 159.0 178.0  206.0222.0
m/z--> 40 60 80 100 120 140 160 180 200 220 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\BF082416\
Data File : BF089874.D

Aca On : 24 Aug 2016 15:08

Operator : UM/SJ

Sample : H4551-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Hexanoic acid, 2-ethyl- Concentration Rank 8

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

7.35 2.83 ng 482201 Naphthalene-d8 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 90
2 Butanoic acid. 2-ethvl-. 1.2.3-p... 386 C21H3806 056554-54-2 59
3 Heptanoic acid. 2-ethvl- 158 C9H1802 003274-29-1 59
4 L(-)-Fucose. tetramethvl ether 220 C10H2005 1000332-75-0 42
5 Octanoic acid, 2-methyl-, methyl... 172 C10H2002 002177-86-8 38

Abundance Scan 504 (7.347 min): BF089874.D (-500) (-) m/z 73.00 100.00%
74.0
5000
41.0
\h‘” milongo 7.00 7.20 7.40 7.60
L m/z 88.00 77 .00%
m/z--> 50 100 150 200 250 300 350
Abundance #20862: Hexanoic acid, 2-ethyl-
73.0
5000 41.0 7.00 7.20 7.40 7.60
101.0 m/z 41.05 31.75%
0 0
m/z--> 50 100 150 200 250 300 350
Abundance
430  88.0
700 720 7.40 760
5000 m/z 57.05 31.07%
0 115.0142.0 173.0  214.0242.0 272.0 313.0 355.0
m/z--> 50 100 150 200 250 300 350
Abundance #30204: Heptanoic acid, 2-ethyl-
84.0 7.00 7.20 7.40 7.60
m/z 55.05 21.84%
5000
41.0
OHJIJIE,,I,,,,lsf;-q,, e
m/z--> 50 100 150 200 250 300 350 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082416\
Data File : BF089874.D

Aca On : 24 Aug 2016 15:08

Operator : UM/SJ

Sample : H4551-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 n-Heptadecanol-1 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.44 4.23 ng 732226 Phenanthrene-d10 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Heptadecanol-1 256 C17H360 001454-85-9 95
2 n-Pentadecanol 228 C15H320 000629-76-5 94
3 1-Hexadecanol 242 C16H340 036653-82-4 94
4 9-Octadecene. (E)- 252 C18H36 007206-25-9 91
5 Cyclotetradecane 196 C14H28 000295-17-0 91
Abundance Scan 862 (11 439 min): BF089874.D (-859) (-) m/z 83.05 100.00%
= LJLA*
ot 101 150 11140 1160 1130
0’ m/z 55.05 96.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107662: n-Heptadecanol-1
55.0 83.0
5000 LRI S BRI BN B
111.0 11.20 11.40 1160 11.80
29.0 m/z 69.05 90.60%
0 “ \ Ll ‘ | ‘ \‘ ‘\ \“ \‘\ 13?'0 . 168.0 219'0 238.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
55.0 83.0
1120 1140 1160 11.80
5000 111.0 m/z 57.05 79.86%
29.0
140.0 1820 5100
O T e T o T et e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #95987: 1-Hexadecanol B
55.0 83.0 11.20 11.40 11.60 11.80
m/z 43.05 78.05%
5000 111.0
0 ‘\ | “ ‘\ “ \“ 14\0.0 168'0 19\6.0 224'0
m/z--> 20 40 60 8|0 1(')0 120 140 160 180 200 220 240 11.20 11.40 1160 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082416\
Data File : BF089874.D

Aca On : 24 Aug 2016 15:08

Operator : UM/SJ

Sample : H4551-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 9
R.T. EstConc Area Relative to ISTD R.T.
11.74 2.61 ng 452281 Phenanthrene-d10 11.18
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 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 888 (11.736 min): BF089874.D (-886) (-) m/z 73.00 100.00%
73.0
43.0
5000 1291
97.1
1571 1851 2132 256.3 11.40 11.60 11.80 12.00
OF b m/z 60.00 82.34Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43.0 730
5000 256.0
129.0 11.40 11.60 11.80 12.00
97.0 o , m/z 43.05 76.39%
.0 185.0
0 Il‘l - i“" ||||| | HH‘ MH . H‘\ Iulwlllwl . |||||‘|| |‘| e |||“| ”2'353'(?'”" —
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
43.0 1140 1160 11.80 12.00
5000 129.0 m/z 57.10 64 .28%
171.0
97.0 214.0
o 152.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84455; Tetradecanoic acid R L R
73.0 11.40 11.60 11.80 12.00
m/z 55.05 58.53%
so00] B0 129.0
185.0
H 97. 0 228.0
miz--> 20 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\BF082416\
Data File : BF089874.D

Aca On : 24 Aug 2016 15:08

Operator : UM/SJ

Sample : H4551-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Squalene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.89 5.23 ng 647889 Perylene-di12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 2.3.5-Trimethvl-2.3.5-hexanetric... 203 C12H17N3 003974-79-6 50
4 Butanoic acid. 4-cvano-2-ethvl-2... 290 C15H18N204 203808-68-8 43
5 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H440 1000163-04-7 38
Abundance Scan 1164 (14.891 min): BF089874.D (-1161) (-) m/z 69.10 100.00%
69.1
5000
137.1 14.60 14.80 15.00 15.20
oL, .3.6.|1 o090 U 175l 2812 2002 8414 7y g1 10 54.42%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
5000 L B UL SULLILE
14.60 14.80 15.00 15.20
m/z 41.10 18.60%
0 Ll JM 0“13“7 . 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
14,60 14.80 15.00 15.20
5000 m/z 95.00 13.79%
137.0
oL, 290 105.0 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #63358: 2,3,5-Trimethyl-2,3,5-hexanetricarbonitrile EEEEEE R e e
69.0 14.60 14.80 15.00 15.20
m/z 137.10 10.49%
5000
108.0
270, | | | J“ 147.0 188.0
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\BF082416\
Data File : BF089874.D

Acq On : 24 Aug 2016 15:08

Operator : UM/SJ

Sample - H4551-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.80 20.0 ng 2370170 1 6.66 2370550 20.0
unknown6 .43 6.43 79.2 ng 9387650 1 6.66 2370550 20.0
Hexanoic acid, 2-... 7.35 2.8 ng 482201 2 7.95 3402300 20.0
n-Heptadecanol-1 11.44 4.2 ng 732226 4 11.18 3463890 20.0
n-Hexadecanoic acid 11.74 2.6 ng 452281 4 11.18 3463890 20.0
Squalene 14.89 5.2 ng 647889 6 15.41 2477480 20.0
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