LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089298.D

Aca On 26 Jul 2016 2:48

Operator : UM/SJ

Sample : H4184-06

Misc :

ALS Vial : 28 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 49 rVB 1090651 2329987 100.00% 23.171%
2 4.673 268 270 277 rVB 31177 46700 2.00% 0.464%
3 5.141 309 311 331 rBV 512477 797558 34.23% 7.931%
4 6.216 403 405 413 rBV 728441 843988 36.22% 8.393%
5 6.330 413 415 433 rVB 812630 937511 40.24% 9.323%

6.559 433 435 446 rBvY 217718 267728 11.49% 2.662%
6.719 446 449 451 rBvY 538285 635008 27.25% 6.315%
7.130 483 485 500 rBvV 455486 551678 23.68% 5.486%
7.850 545 548 550 rBV 250205 315330 13.53% 3.136%
8.925 640 642 658 rBvV 973893 924990 39.70% 9.199%

=
QO ~NO®

11 9.325 675 677 679 rBvV 212085 179023 7.68% 1.780%
12 9.588 698 700 703 rBV 393489 363019 15.58% 3.610%
13 10.376 767 769 779 rBV 398355 442458 18.99% 4._.400%
14 11.062 827 829 843 rBV 319306 312883 13.43% 3.111%
15 12.639 965 967 970 rBV 5562221 547120 23.48% 5.441%

16 13.554 1045 1047 1056 rBB 20019 36538 1.57% 0.363%
17 13.679 1056 1058 1067 rBV 257851 265830 11.41% 2.644%
18 14.537 1130 1133 1134 rBV 27071 36929 1.58% 0.367%

19 15.017 1173 1175 1182 rBV 179304 221541 9.51% 2.203%

Sum of corrected areas: 10055819
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089298.D

Aca On 26 Jul 2016 2:48

Operator : UM/SJ

Sample : H4184-06

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

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 : BF089298.D

Aca On 26 Jul 2016 2:48

Operator : UM/SJ

Sample : H4184-06

Misc :

ALS Vial : 28 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4._.67 3.49 ng 46700 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 56
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 Guanidine 59 CH5N3 000113-00-8 5

Abundance Scan 270 (4.673 min): BF089298.D (-268) (-) m/z 43.10 100.00%
48
59
5000
n a0 A a0 500
51 83 : : : :
0...,....,....,....,....','!:..,'..-!-I,....,....,.-...,...:,...., m/z 59.10 60.97%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R R R R
59 440 460 480 5.00
m/z 101.00 21.57%
o 25 3! 37 | 83 g3 1%
I N UL SRR UL SURIL SURELL SULILL IO SO UL
m/z--> 10 20 40 50 70 80 90 100
Abundance
43
440 460 480 500
5000 m/z 58.10 17 .64%
55
0 37, 49 65 71 77 83 28
miz--> ) 10 20 30 40 50 60 70 8 90 100
Abundance #214: Acetone T
43 4.40 4.60 4.80 5.00
m/z 41.10 11.03%
5000
15
58
0 2 A %\7\ 1]
I S UL UL UL SURIL SURRLL SURILL IO SULI UL B HRR UL L L
m/z--> 10 20 40 50 70 80 90 100 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089298.D

Aca On 26 Jul 2016 2:48

Operator : UM/SJ

Sample : H4184-06

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 3 unknown6.33 Concentration Rank 2

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

6.33 70.03 ng 937511 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 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 415 (6.330 min): BF089298.D (-413) (-) m/z 132.00 100.00%
5000 68
96
40 54 7 o7 5 6.00 6.20 6.40 6.60
o R B m/z 68.10 39.21%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IBENABERARBE AR AN
6.00 6.20 6.40 6.60
2 51 78 m/z 134.00 32.70%
0 ‘ b1 H 1 . !
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.00 6.20 6.40 6.60
5000 67 m/z 66.10 25.14%
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 LS L e L
57 132 6.00 6.20 6.40 6.60
24 m/z 69.05 16.01%
5000 og 0
I I 89%‘;,&97,\,\",,“_ s 189
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 : BF089298.D

Aca On 26 Jul 2016 2:48

Operator : UM/SJ

Sample : H4184-06

Misc :

ALS Vial : 28 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 Behenic alcohol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.55 2.75 ng 36538 Chrysene-di12 13.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 91
2 n-Tetracosanol-1 354 C24H500 000506-51-4 91
3 1-Heptacosanol 396 C27H560 002004-39-9 91
4 n-Nonadecanol-1 284 C19H400 001454-84-8 90
5 1-Heneicosanol 312 C21H440 015594-90-8 90
Abundance Scan 1047 (13.554 min): BF089298.D (-1045) (-) m/z 83.10 100.00%
55
5000 111
i 1550 1340 1360 1360 "
otk B L B e N ama m/z 55.10 93.56%
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol
55 83
5000 i NS BARAN ""IA"'I'

m/z 43.10 92 .33%

13.20 13.40 13.60 13.80
|

29
ok LA ‘\ | 707 196 224 252 280 308
S L R
m/z--> 50 100 150 200 250 300 350
Abundance
57 83 A
et e
13.20 13.40 13.60 13.80
5000 11 m/z 57.10 91.69%
29 139
o 167 195 222 250 280 308 336
e e o A
m/z--> 50 100 150 200 250 300 350 ) N
Abundance #210517: 1-Heptacosanol R m B S
57 7 13.20 13.40 13.60 13.80
m/z 69.10 84.11%
5000
125
o 21 ’ | L L1534181 209 236 264 292 320 350 378
S . e e LaLA L Sl A
m/z--> 50 100 150 200 250 300 350 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 : BF089298.D

Aca On 26 Jul 2016 2:48

Operator : UM/SJ

Sample : H4184-06

Misc :

ALS Vial : 28 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 5
R.T. EstConc Area Relative to ISTD R.T.
14.54 3.33 ng 36929 Perylene-d12 15.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 78
3 Supraene 410 C30H50 007683-64-9 78
4 _psi...psi.-Carotene. 7.77.8.8".... 547 C40H66 000502-62-5 78
5 2,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H260 004602-84-0 56
Abundance Scan 1133 (14.537 min): BF089298.D (-1130) (-) m/z 69.10 100.00%
¢
5000
4l 95 137 LA IR IR SRR
| | || 207 14.20 14.40 14.60 14.80
0 L m/z 81.10 58.04%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #215933: Squalene
69
5000
41 14.20 14.40 14.60 14.80
95 137 m/z 41.10 22.83%
0 17 nrl “\ ‘\ M\ h‘\‘ \H \“ u‘| \‘1§1 “1?1‘ 231 273 299 341 367 410
mz-> 0 50 100 150 200 250 300 350 400
Abundance
69
14.20 14.40 14.60 14.80
5000 a1 m/z 95.10 18.43%
93
136
o 114 161 192 537 273 315341 384
mz-> 0 50 100 150 200 250 300 350 400
Abundance #215928: Supraene — e
69 14.20 14.40 14.60 14.80
m/z 137.10 16.99%
5000
41
95 137
o L Ll 116 | 163 191 217 245 273 299 341 367 410
mz-> 0 50 100 150 200 250 300 350 400 1420 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 : BF089298.D

Acq On 26 Jul 2016 2:48

Operator : UM/SJ

Sample : H4184-06

Misc :

ALS Vial : 28 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]
2-Pentanone, 4-hy... 4._67 3.5 ng 46700 1 6.56 267728 20.0
unknown6 .33 6.33 70.0 ng 937511 1 6.56 267728 20.0
Behenic alcohol 13.55 2.8 ng 36538 5 13.68 265830 20.0
Squalene 14.54 3.3 ng 36929 6 15.02 221541 20.0
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