LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082415\
Data File : BF081186.D

Acq On : 25 Aug 2015 00:39

Operator : UM/1Z

Sample - G3386-07

Misc :

ALS Vial : 23 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-BF081715_.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 3.887 174 175 181 rBB 15744 28233 1.17% 0.131%
2 4_653 239 242 254 rVB 840965 1574008 65.06% 7.315%
3 5.110 279 282 285 rBV 1737126 2126051 87.88% 9.880%
4 5.533 317 319 322 rBvY 33992 30388 1.26% 0.141%
5 6.196 373 377 379 rBV 2104562 2419266 100.00% 11.243%
6 6.310 384 387 389 rBvV 2239117 2324407 96.08% 10.802%
7 6.539 405 407 410 rVB 517561 424651 17.55% 1.973%
8 6.699 418 421 423 rBV 1802097 1657960 68.53% 7.705%
9 7.110 454 457 459 rBV 1389110 1327976 54.89% 6.171%
10 7.830 517 520 522 rBVY 387405 515691 21.32% 2.397%

11 8.905 611 614 616 rBV 2296184 2200411 90.95% 10.226%
12 9.305 647 649 651 rBvY 713808 600626 24.83% 2.791%
13 9.568 670 672 674 rBV 664766 582920 24.09% 2.709%
14 10.002 707 710 714 rBV3 19117 32822 1.36% 0.153%
15 10.356 738 741 743 rBV 1023296 1411651 58.35% 6.560%

16 10.493 751 753 756 rBV 35425 41489 1.71% 0.193%
17 10.939 787 792 793 rBV 33026 32530 1.34% 0.151%
18 11.031 798 800 803 rvv 479600 567592 23.46% 2.638%
19 11.316 822 825 827 rBvV2 23164 56482 2.33% 0.262%
20 11.362 827 829 832 rVB 28039 35229 1.46% 0.164%
21 11.591 847 849 854 rBvV2 33122 51512 2.13% 0.239%
22 11.842 869 871 874 rVB 49935 41306 1.71% 0.192%

23 12.151 893 898 909 rBvV2 41868 143376 5.93% 0.666%
24 12.619 936 939 942 rBV 1740726 2244753 92.79% 10.432%
25 13.579 1018 1023 1027 rBV2 22398 82912 3.43% 0.385%

26 13.648 1027 1029 1032 rVB 611687 553635 22.88% 2.573%
27 14.505 1102 1104 1107 rBV 60037 66305 2.74% 0.308%
28 14.974 1143 1145 1148 rBV 255986 343805 14.21% 1.598%

Sum of corrected areas: 21517987
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082415\
Data File : BF081186.D

Acq On : 25 Aug 2015 00:39

Operator : UM/I1Z

Sample - G3386-07

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF081186.D
6. ﬁ 31
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Abundance TIC: BF081186.D

2000000
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1500000
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Abundance TIC: BF081186.D
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8270-BF081715.M Tue Aug 25 13:15:05 2015 Page: 2



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082415\
Data File : BF081186.D

Acq On : 25 Aug 2015 00:39

Operator : UM/I1Z

Sample - G3386-07

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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._.65 74.13 ng 1574010 1,4-Dichlorobenzene-d4 6.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 242 (4.653 min): BF081186.D (-239) (-) m/z 43.10 100.00%
a3
59
5000
101 DA ASEDE SAREE SARRE SN
440 4.60 4.80 5.00
Oy Sl 83l 69 8 | w/z 59.10  56.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LN IR I RN R
59 440 460 4.80 5.00
m/z 58.10 15.32%
o 25 3t 37 | 83 g3 M
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
440 460 480 500
5000 m/z 101.10 14 .39%
41
53 73 86
S S S I IR UL UL UL SULILISS WAL B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- R Eaa Ea e EAS.
59 440 4.60 4.80 5.00
m/z 41.10 9.01%
5000 41
31
| T
0% '|'%§'|" Jll""“l""lﬁ%lki""i' "'I""I"'g?l""l' S AR SRS AR A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082415\
Data File : BF081186.D

Acq On : 25 Aug 2015 00:39

Operator : UM/I1Z

Sample - G3386-07

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNISTO2.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 2 unknown6.31 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
6.31 109.47 ng 2324410 1,4-Dichlorobenzene-d4 6.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
2 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
4 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 387 (6.310 min): BF081186.D (-384) (-) m/z 132.10 100.00%
132
5000 68
96 LIRLINLIN LI L L NI L
40 54 77 87 | 105115 J 6.00 6.20 6.40 6.60
01 T I L e o o o e e e B o O IR m/z 68.10 48 .51%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony!
57 13
74
116
5000 98 LI L B L LA BB |
6.00 6.20 6.40 6.60
m/z 134.10 33.76%
oy | s
m/z--> 20 40 100 120 140 160 180
Abundance
132
e e R REERE RS
6.00 6.20 6.40 6.60
5000 m/z 66.10 32.26%
92
65
105
0 27 39 51 77 117
L e I LA e o B o ML B
m/z--> 20 40 80 100 120 140 160 180
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- S AR aE B
132 6.00 6.20 6.40 6.60
m/z 69.10 19.21%
117
5000
39 91
27 7 5165 77 ‘ 105 ‘
0,.h..,..w.,m..ﬁ“.:.,...h e — .
m/z--> 20 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\BF082415\
Data File : BF081186.D

Acq On : 25 Aug 2015 00:39

Operator : UM/I1Z

Sample - G3386-07

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 Acetic acid, trifluoro-, te... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.15 5.05 ng 143376 Phenanthrene-d10 11.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid, trifluoro-, tetrade... 310 C16H29F302 006222-02-2 91
2 Trifluoroacetic acid, n-heptadec... 324 C17H31F302 1000216-79-2 91
3 Pentafluoropropionic acid, penta... 374 C18H31F502 1000280-07-5 91
4 1-Hexacosanol 382 C26H540 000506-52-5 87
5 1-Tetracosanol 354 C24H500 000506-51-4 86
Abundance Scan 898 (12.151 min): BF081186.D (-893) (-) m/z 57.05 100.00%
43
69 83
5000 97
111 N SRR LN B I
| 125 11.80 12.00 12.20 12.40
01 e ey m/z 43.05 81.92%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #122754: Acetic acid, trifluoro-, tetradecy! ester
43
55
69
5000 AR SRR BN UL
83 11,80 12.00 12.20 12.40
97 m/z 55.05 80.70%
111
o I AM ‘ﬂ‘ | “‘ . 125 140 155168 196
mz-> 20 40 60 80 100 120 140 160 180 200 '
Abundance
43
57 NI SRR LN B I
69 11.80 12.00 12.20 12.40
5000 a3 m/z 41.10 61.25%
97
1
0 125 140 157 182 210
mz-> 20 40 60 80 100 120 140 160 180 200 '
Abundance #149597: Pentafluoropropionic acid, pentadecyl ester L L e IR e
43 57 11.80 12.00 12.20 12.40
m/z 69.10 55.41%
5000 69
29
111
0 \‘ I MH “\ | 125 140153 168 182 210
mz-> 20 40 60 80 100 150 140 160 180 200 ' 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082415\
Data File : BF081186.D

Acq On : 25 Aug 2015 00:39

Operator : UM/I1Z

Sample - G3386-07

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 Trichloroacetic acid, tetra... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

13.58  3.00 ng 82012  Chrysene-di2 13.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 91
2 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 91

3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 91
4 1-Tetracosanol 354 C24H500 000506-51-4 90
5 1-Nonadecene 266 C19H38 018435-45-5 90
Abundance Scan 1023 (13.579 min): BF081186.D (-1018) (-) m/z 55.10 100.00%
43
69 97
5000 111
125 B B o e e e
| | 2?7 13.20 13.40 13.60 13.80
Oy T T T T T m/z 57.10 98.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #143984: Trichloroacetic acid, tetradecyl ester
43 57
69 83
97
5000 LA L L L L L L L LB L L
29 111 13.20 13.40 13.60 13.80
‘ ‘ m/z 83.10 92.93%
139
IR =T Y
m/z--> 200 40 60 80 100 120 140 160 180 200 220 240
Abundance
43 57
69 83
97 13.20 13.40 13.60 13.80
5000 m/z 43.10 91.49%
29 111
25
o 139 153 167 182 210
IR o e E  EAEENREEE S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #152927: Trichloroacetic acid, hexadecy! ester e AREEEE RE e
43 57 13.20 13.40 13.60 13.80
69 83 m/z 69.10 78.75%
97
5000
111
Ommwmm 224
..”,...,.”.,.. R e e e B EAREE R S
m/z--> 40 60 80 100 120 140 160 180 200 220 240 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082415\
Data File : BF081186.D

Acq On : 25 Aug 2015 00:39

Operator : UM/I1Z

Sample - G3386-07

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 Squalene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.51 3.86 ng 66305 Perylene-d12 14.99
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 2,6,10-Dodecatrien-1-ol, 3,7,11-._.. 222 C15H260 000106-28-5 72
4 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 64
5 2,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H260 004602-84-0 56
Abundance Scan 1104 (14.505 min): BF081186.D (-1102) (-) m/z 69.10 100.00%
69
5000
41
95 AT A B I
| 121 149 207 14.20 14.40 14.60 14.80
Ottt bbb ey m/z 81.10 53.36%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158504: Squalene
69
5000 4l UL BN B B
14.20 14.40 14.60 14.80
m/z 41.10 33.04%
o L A M il ‘161 191 217 273299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
14.20 14.40 14.60 14.80
5000 m/z 95.10 16.13%
41
% 121 149
0 175 203 231 273299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #70995: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl-, (E,E)- e
69 14.20 14.40 14.60 14.80
m/z 68.10 12 _.89%
5000 41
Jg 136
o200 4 i | l 416 161 101 222
m/z--> 50 100 1éo 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\BF082415\
Data File : BF081186.D

Acq On : 25 Aug 2015 00:39

Operator : UM/1Z

Sample - G3386-07

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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... 4.65 74.1 ng 1574010 1 6.54 424651 20.0
unknown6 .31 6.31 109.5 ng 2324410 1 6.54 424651 20.0
Acetic acid, trif_... 12.15 5.0 ng 143376 4 11.03 567592 20.0
Trichloroacetic a... 13.58 3.0 ng 82912 5 13.65 553635 20.0
Squalene 14.51 3.9 ng 66305 6 14.99 343805 20.0
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