LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062915\
Data File : BF080217.D

Acq On 29 Jun 2015 20:30

Operator : TP/1Z

Sample - G2829-04

Misc :

ALS Vial : 15 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-BF061715_.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 5.510 209 212 218 rBvY 43968 45796 3.29% 0.586%
2 5.899 244 246 249 rBV 311460 352721 25.37% 4.516%
3 6.893 332 333 336 rBY 195982 221198 15.91% 2.832%
4 7.064 345 348 350 rBY 685037 707033 50.86% 9.053%
5 7.293 366 368 370 rBB 207036 175415 12.62% 2.246%
6 7.453 380 382 384 rvB 921712 741635 53.35% 9.496%
7 7.853 414 417 419 rBV 714806 585483 42.12% 7.497%
8 8.585 479 481 484 rBV 266737 231073 16.62% 2.959%
9 9.659 573 575 578 rBV 1230015 1124189 80.87% 14.394%
10 9.808 586 588 592 rvB4 14812 17356 1.25% 0.222%
11 10.048 607 609 612 rBV3 24756 26368 1.90% 0.338%
12 10.356 634 636 638 rBY 311555 268704 19.33% 3.441%
13 10.985 689 691 694 rvB2 25799 33966 2.44% 0.435%
14 11.065 697 698 700 rvv 23533 19860 1.43% 0.254%
15 11.156 703 706 708 rvv2 538946 698345 50.24% 8.942%
16 11.213 708 711 713 rVVv 39011 53040 3.82% 0.679%
17 11.259 713 715 719 rVB3 11928 23588 1.70% 0.302%
18 11.865 766 768 771 rBV 279249 290283 20.88% 3.717%
19 12.448 817 819 822 rBvV 32852 44482 3.20% 0.570%
20 13.591 917 919 922 rBV 1374014 1390059 100.00% 17.799%
21 14.688 1012 1015 1020 rBV3 40744 81788 5.88% 1.047%
22 14.768 1020 1022 1028 rVB4 12062 22359 1.61% 0.286%

23 14.894 1031 1033 1036 rVvVv 283527 319975 23.02% 4_.097%
24 16.802 1197 1200 1206 rBV 232674 335204 24.11% 4.292%

Sum of corrected areas: 7809920
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062915\
Data File : BF080217.D

Acq On : 29 Jun 2015 20:30

Operator : TP/1Z

Sample - G2829-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF080217.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062915\
Data File : BF080217.D

Acq On : 29 Jun 2015 20:30

Operator : TP/1Z

Sample - G2829-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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.

5.51 5.22 ng 45796 1,4-Dichlorobenzene-d4 7.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 33
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 3-Hexanol 102 C6H140 000623-37-0 9

Abundance Scan 212 (5.510 min): BF080217.D (-209) (-) m/z 43.10 100.00%
43
59
5000
101 RS AN U UL L
83 5.20 540 5.60 5.80
0 AR - | m/z 59.10 56.56Y%
LR U SR SR UL UL FELRLL IR SO S LI B - - ¢
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L I LI L
59 5.0 540 560 580
m/z 101.10 19.23%
15 31 101
o 257 37, 53 83 |
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
520 540 560 580
5000 m/z 58.10 15.44%
43 101
o 15 35 53 65 71 83
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3955: 2,3-Butanedione, monooxime e
43 5.20 540 5.60 5.80
m/z 41.10 9.59%
5000
101
o 15 253137 | 5 %8 g9 86
miz--> 10 20 30 40 50 60 70 8 90 100 110 520 540 560 580
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062915\
Data File : BF080217.D

Acq On : 29 Jun 2015 20:30

Operator : TP/1Z

Sample - G2829-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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 2 unknown7.06 Concentration Rank 2

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

7.06 80.61 ng 707033 1,4-Dichlorobenzene-d4 7.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 348 (7.064 min): BF080217.D (-345) (-) m/z 132.10 100.00%
132
5000
68
40 % " 680 7.00 7.20 7.40
54 : : : -
o‘ﬁﬂ-ﬁp..:l.,:|-.|.7.7, & | ¥ m/z 68.10 33.63%
m/z--> 40 60 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R UL I L
6.80 7.00 7.20 7.40
2 51 78 m/z 134.10 32.96%
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
" 680 7.00 7.20 7.40
5000 67 m/z 66.10 20.71%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl A
57 132 6.80 7.00 7.20 7.40
24 m/z 69.10 13.16%
5000 og 0
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, S W |
m/z--> 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062915\
Data File : BF080217.D

Acq On : 29 Jun 2015 20:30

Operator : TP/1Z

Sample - G2829-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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 Naphthalene, 1-(2-propenyl)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.98 2.53 ng 33966 Acenaphthene-d10 10.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1-(2-propenyl)- 168 C13H12 002489-86-3 81
2 1,1"-Biphenyl, 2-methyl- 168 C13H12 000643-58-3 70
3 1,1"-Biphenyl, 3-methyl- 168 C13H12 000643-93-6 64
4 Benzene, [1-(2,4-cyclopentadien-... 168 C13H12 002320-32-3 59
5 1,1"-Biphenyl, 4-methyl- 168 C13H12 000644-08-6 58
Abundance Scan 691 (10.985 min): BF080217.D (-689) (-) m/z 168.10 100.00%
148
153
5000
A N I
43 57 7|1 82 . 145 128139 10.60 10.80 11.00 11.20
) Y S Y et B Y A m/z 167.10 63.80%
m/z--> 20 40 60 80 100 120 140 160
Abundance #34881: Naphthalene, 1-(2-propenyl)-
153 168
5000 115 UNRAURARAN ARAN RARRE
10.60 10.80 11.00 11.20
6 141 m/z 153.10 62.04%
2839 51 102 128 |
0 .EIA;'.‘l..‘l.. "IM \\H\ H\H .‘l“...‘lluul..i‘..“.‘.l‘l“..
m/z--> 20 40 60 80 100 120 140 160
Abundance
168
AR RARAR RSN NSRS B
10.60 10.80 11.00 11.20
5000 m/z 165.10 52_.97%
153
63 -, 83 115
. o7 39 51 74 92 102 128 141
miz--> 20 40 60 80 100 120 140 160
Abundance #34875: 1,1'-Biphenyl, 3-methyl- A L N I A
168 10.60 10.80 11.00 11.20
m/z 152.10 34.91%
5000
152
; ® 8 ®uBpw s mw | ]
m/z--> 20 40 60 80 100 12'0 14'10 1('30 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062915\
Data File : BF080217.D

Acq On : 29 Jun 2015 20:30

Operator : TP/1Z

Sample - G2829-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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 unknownll.21 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.21 3.65 ng 53040 Phenanthrene-d10 11.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Decanol 158 C10H220 001120-06-5 27
2 Hexadecane 226 C16H34 000544-76-3 27
3 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 27
4 2-Undecanol 172 C11H240 001653-30-1 27
5 Tetradecane 198 C14H30 000629-59-4 27
Abundance Scan 711 (11.213 min): BF080217.D (-708) (-) m/z 45.10 100.00%
45
57 71
85
5000
i 5 124 10,80 11.00 11.20 1140 11.60
ol Ay e || M/Z 43.10  86.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28205: 2-Decanol
45
5000 AR UL R BN B
69 10. 80 11. oo 11. 20 11.40 11.60
29 T7 m/z 71.10 75.61%
97
0 14“2140
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43 57
10.80 11.00 11.20 11.40 11.60
5000 71 m/z 57.05 74 .33%
85
29
0 99 113 127 141 155 169 183 197 226
m/z--> 25 Jo éo éo 160 120 110 1é0 1éo 200 250
Abundance #7462: Pentane, 2,3,3- trlmethyl [TT T T[T T[T T T T[T T [TT
43 10.80 11.00 11.20 11.40 11.60
m/z 85.10 57 .65%
5000
57 71
‘ 85
m/z--> 20 60 80 100 120 140 160 180 200 220 10.80 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062915\
Data File : BF080217.D

Acq On : 29 Jun 2015 20:30

Operator : TP/1Z

Sample - G2829-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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 unknownl2.45 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

12.45 3.06 ng 44482 Phenanthrene-d10 11.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methoxyacetic acid, decyl ester 230 C13H2603 259141-02-1 43
2 Ethanol, 1-[2-[2-(1-methylethoxy... 192 C9H2004 029681-21-8 43
3 Hexagol 282 C12H2607 002615-15-8 43
4 Pentaethylene glycol 238 C10H2206 004792-15-8 43
5 2-Heptanol, 6-methyl-, acetate 130 C8H180 067952-57-2 38

Abundance Scan 819 (12.448 min): BF080217.D (-817) (-) m/z 45.10 100.00%

45
5000

12.20 12.40 12.60 12.80

o} m/z 43.10 55.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #76236: Methoxyacetic acid, decyl ester
45
5000 L B LI L B

12.20 12.40 12.60 12.80
m/z 57.10 45.16%

04
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
45
.
12.20 12.40 12.60 12.80
5000 5 g9 m/z 71.10 39.48%
59
27
o 103119133 151 177192
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107065: Hexagol R AR RRRES T
45 12.20 12.40 12.60 12.80
m/z 89.10 33.69%
5000
89
73 || 108
0 L3 119" \ 149163177 195 239 282
T T [T T T T T e e e e et e T
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12:20 12.40 12.60 12.80
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEM1I\BNA_F\DATA\BF062915\
BF080217.D

29 Jun 2015 20:30

TP/1Z

G2829-04

15 Sample Multiplier: 1

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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

Peak Number

7 1-Nonadecanol

Concentration Rank 4

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

14.69 5.11 ng 81788 Chrysene-d12 14.89

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecanol 284 C19H400 001454-84-8 95
2 1-Octadecanol 270 C18H380 000112-92-5 94
3 Acetic acid, chloro-, hexadecyl ... 318 C18H35CI102 052132-58-8 91
4 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 91
5 3-Chloropropionic acid, heptadec... 346 C20H39CI02 1000283-05-1 90

Abundance Scan 1015 (14.688 min): BF080217.D (-1012) (-) m/z 43.05 100.00%
5000 M/\‘A’/w
14.40 14.60 14.80 15.00
O m/z 83.05 97.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108955: 1-Nonadecanol
43 57 83
97
5000 LA L L L L LN
29 14.40 14.60 14.80 15.00
125 m/z 55.10 97.63%
NEZI 1 i 13915416818219621022423875,266
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
a 97 o
14.40 14.60 14.80 15.00
5000 111 m/z 57.10 95.35%
125
139
. 27 153167 182196210224 252
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127050: Acetic acid, chloro-, hexadecyl ester B A RRREE R
43 57 14.40 14.60 14.80 15.00
m/z 69.10 81.26%
5000
125
139
Ot 195169 196 222239 269 R IR R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14 60 14. 80 15. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062915\
Data File : BF080217.D

Acq On 29 Jun 2015 20:30

Operator : TP/1Z

Sample - G2829-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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... 5.51 5.2 ng 45796 1 7.29 175415 20.0
unknown? .06 7.06 80.6 ng 707033 1 7.29 175415 20.0
Naphthalene, 1-(2... 10.98 2.5 ng 33966 3 10.36 268704 20.0
unknownll.21 11.21 3.6 ng 53040 4 11.86 290283 20.0
unknownl12 .45 12.45 3.1 ng 44482 4 11.86 290283 20.0
1-Nonadecanol 14.69 5.1 ng 81788 5 14.89 319975 20.0
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