LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089299.D

Aca On 26 Jul 2016 3:17

Operator : UM/SJ

Sample : H4184-08

Misc :

ALS Vial : 29 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-BF072016.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 1.701 9 10 62 rvB 1416251 3151299 100.00% 27.563%
2 4.673 269 270 279 rVB 26760 43261 1.37% 0.378%
3 5.141 309 311 330 rBV 528072 822536 26.10% 7.194%
4 6.216 403 405 413 rBV 746910 869269 27.58% 7.603%
5 6.330 413 415 428 rVB 864041 953986 30.27% 8.344%

6.559 434 435 446 rVB3 218880 282008 8.95% 2.467%
6.719 446 449 451 rBvY 618168 673242 21.36% 5.888%
483 485 501 rBvV 449434 543934 17.26% 4._.757%
7.850 546 548 550 rBV 285162 327140 10.38% 2.861%
8.925 640 642 655 rBV 1110648 1039814 33.00% 9.095%

=
QOO ~NO®
\l
=
W
o

11 9.325 674 677 679 rBvV 210240 183161 5.81% 1.602%
12 9.588 698 700 703 rBV 407090 379528 12.04% 3.320%
13 10.376 767 769 778 rBV 439958 478895 15.20% 4.189%
14 11.062 827 829 844 rBV 341398 339276 10.77% 2.967%
15 12.639 965 967 970 rBV 652322 697848 22.14% 6.104%

16 13.554 1044 1047 1055 rBV 26312 54805 1.74% 0.479%
17 13.679 1055 1058 1066 rBV 274866 282353 8.96% 2.470%
18 14.537 1130 1133 1135 rBV 55067 72634 2.30% 0.635%

19 15.017 1173 1175 1182 rBV 178586 238293 7.56% 2.084%

Sum of corrected areas: 11433282
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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:\HPCHEMI\BNA F\DATA\BF072516\

BF089299.D

26 Jul 2016  3:17

UM/SsJ

H4184-08

29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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\BF072516\
Data File : BF089299.D

Aca On 26 Jul 2016 3:17

Operator : UM/SJ

Sample : H4184-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 2 unknown4.67 Concentration Rank 6

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

4._.67 3.07 ng 43261 1,4-Dichlorobenzene-d4 6.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 Acetone 58 C3H60 000067-64-1 9
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
5 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9

Abundance Scan 270 (4.673 min): BF089299.D (-269) (-) m/z 43.10 100.00%
43
59
5000
101 R UL R I
49 | 83 | 4.40 4.60 4.80 5.00
o WO | MM E—. m/z 59.10 61.51%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LRI L UL UL UL
59 440 4.60 480 5.00
m/z 101.10 20.59%
15 31 101
0 25, 37, 53“ 83 ‘
miz--> 0 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
440 460 4.80 500
5000 m/z 58.10 17.34%
55
O S 0GB TLT B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #214: Acetone et
43 4.40 4.60 4.80 5.00
m/z 41.10 9.81%
5000
15
58
0 2 A %\7\\ 1]
RIS L SURILIL UL UL SULIL UL IS UL UL UL R HR UL A N
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110 440 4.60 4.80 5.00
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Data Path :

Data File : BF089299.D
Aca On - 26 Jul 2016
Operator : UM/SJ
Sample - H4184-08
Misc :

ALS Vial : 29

Quant Method
Quant Title

TIC Library :

Library Search Compound Report

3:17

Sample Multiplier: 1

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\HPCHEMI\BNA F\DATA\BF072516\

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 2

Peak Number 3 unknown6.33

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

6.33 67.66 ng 953986 1,4-Dichlorobenzene-d4 6.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 10
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 415 (6.330 min): BF089299.D (-413) (-) m/z 132.00 100.00%
5000 68
40 54 %6 J 6.00 6.20 6.40 6.60
ol Qe s W Tm/z 68.10 40.29%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IBENARBERARBE AR R
6.00 6.20 6.40 6.60
2 51 78 m/z 134.00 33.16%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.00 6.20 6.40 6.60
5000 67 m/z 66.05 25.42%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl L L e L
57 132 6.00 6.20 6.40 6.60
24 m/z 69.10 16.09%
5000 og 0
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, A | LN
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089299.D

Aca On 26 Jul 2016 3:17

Operator : UM/SJ

Sample : H4184-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 5 1-Hexacosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.55 3.88 ng 54805 Chrysene-di12 13.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexacosanol 382 C26H540 000506-52-5 91
2 n-Tetracosanol-1 354 C24H500 000506-51-4 87
3 Carbonic acid. isobutvl octadecv... 370 C23H4603 1000314-61-5 58
4 Octadecane. 1-(ethenvloxv)- 296 C20H400 000930-02-9 50
5 Isobutyl tetradecyl carbonate 314 C19H3803 959275-58-2 50
Abundance Scan 1047 (13.554 min): BF089299.D (-1044) (-) m/z 55.10 100.00%
55 83
5000 111

|| | 13.20 13.40 13.60 13.80
o N e — m/z 57.10 99.88%

m/z--> 50 100 150 200 250 300 350
Abundance #203698: 1-Hexacosanol
43
5000 83
13.20 13.40 13.60 13.80
18 111 m/z 43.10 87.81%
0 ‘ | | ‘¢6 ‘Jﬂ “ L 139 168 196 224 252 278 308 336 364
L e B e T
m/z--> 50 100 150 200 250 300 350
Abundance
43
13.20 13.40 13.60 13.80
5000 83 m/z 83.10 87.58%
18 111
0 65 140 168 196 238 266 308 336
e L R e e e e T B B e e o LS R
m/z--> 50 100 150 200 250 300 350
Abundance #197139: Carbonic acid, isobutyl octadecy! ester AR R B
57 13.20 13.40 13.60 13.80
m/z 69.10 84 ._.84%
5000
111
0 M‘L M‘ ‘ I ‘ \t139 168 196 224 253
— T
m/z--> 50 200 250 300 350 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089299.D

Aca On 26 Jul 2016 3:17

Operator : UM/SJ

Sample : H4184-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 Squalene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.54 6.10 ng 72634 Perylene-d12 15.02
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 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 87
4 trans-Farnesol 222 C15H260 000106-28-5 72
5 Farnesol (E), methyl ether 236 C16H280 1000352-67-3 72
Abundance Scan 1133 (14.537 min): BF089299.D (-1130) (-) m/z 69.05 100.00%
69
5000
41 B S EBBEaREEs
| 9||5 1:‘37 163 101 14.20 1440 14.60 14.80
ol b b g e e m/z 81.10 54.92%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
s000] 4! B I B U SRR
14.20 14.40 14.60 14.80
m/z 41.05 20.72%
9 137
oLl o 407 1 161 191217 273200 341367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
1420 14.40 14.60 14.80
5000 m/z 95.05 14 .53%
41
95 137
0 117 | 163 191 217 245 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p... L L e e
69 14.20 14.40 14.60 14.80
m/z 68.10 13.78%
5000 41
93
’ h 136 161 100
ol b b 1y ) 20T 192 231 273 815341 384 S | N
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072516\
Data File : BF089299.D

Acq On 26 Jul 2016 3:17

Operator : UM/SJ

Sample - H4184-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
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]
unknown4 .67 4._67 3.1 ng 43261 1 6.56 282008 20.0
unknown6 .33 6.33 67.7 ng 953986 1 6.56 282008 20.0
1-Hexacosanol 13.55 3.9 ng 54805 5 13.68 282353 20.0
Squalene 14.54 6.1 ng 72634 6 15.02 238293 20.0
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