LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011516\
Data File : BF084498.D

Aca On : 15 Jan 2016 18:38

Operator : SJ/UM

Sample : H1127-01

Misc :

ALS Vial : 14 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-BF123115.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 4.350 194 198 202 rBv2 107642 174815 1.90% 0.212%
2 5.013 252 256 269 rVB 3140074 5076340 55.12% 6.168%
3 5.436 290 293 296 rBVY 6362629 8580097 93.17% 10.426%
4 5.824 325 327 330 rBV 207419 242696 2.64% 0.295%
5 6.476 380 384 386 rBVY 7644792 9116376 98.99% 11.078%
6 6.601 392 395 397 rBVY 6288272 8899133 96.63% 10.814%
7 6.819 412 414 417 rBV 1953213 1672711 18.16% 2.033%
8 6.979 425 428 430 rBY 7080698 6287363 68.27% 7.640%
9 7.390 461 464 466 rBV 5377659 5628918 61.12% 6.840%
10 7.493 470 473 479 rVB 88212 127767 1.39% 0.155%

11 8.110 524 527 529 rBV 2340617 2289601 24.86% 2.782%
12 9.185 618 621 624 rBY 6060140 9209554 100.00% 11.191%
13 9.585 653 656 658 rBV 2238924 1943949 21.11% 2.362%
14 9.802 671 675 677 rBvV 224329 220691 2.40% 0.268%
15 9.859 678 680 683 rvB 1940529 2383056 25.88% 2.896%

16 10.305 715 719 720 rBV 249781 266896 2.90% 0.324%
17 10.522 735 738 741 rBV 100901 193337 2.10% 0.235%
18 10.659 747 750 752 rBV 4640226 5751988 62.46% 6.989%
19 10.773 758 760 767 rVB 313964 376766 4._.09% 0.458%
20 11.219 797 799 801 rBV 178955 172290 1.87% 0.209%

21 11.345 808 810 813 rBV 2493023 2271238 24.66% 2.760%
22 11.402 813 815 819 rVB 52639 96152 1.04% 0.117%
23 12.934 946 949 952 rBV 5558815 6864982 74.54% 8.342%
24 13.848 1026 1029 1038 rBV 477729 857580 9.31% 1.042%
25 13.985 1038 1041 1043 rBV 1784044 1786724 19.40% 2.171%

26 14.465 1080 1083 1090 rBV5 44102 120433 1.31% 0.146%
27 15.402 1162 1165 1168 rBV 1295198 1543797 16.76% 1.876%
28 15.917 1208 1210 1215 rBV4 39331 140195 1.52% 0.170%

Sum of corrected areas: 82295445
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011516\
Data File : BF084498.D

Aca On : 15 Jan 2016 18:38

Operator : SJ/UM

Sample : H1127-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF084498.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011516\
Data File : BF084498.D

Aca On : 15 Jan 2016 18:38

Operator : SJ/UM

Sample : H1127-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
Quant Title : 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 3-Penten-2-one, 4-methyl- Concentration Rank 8

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

4_.35 2.09 ng 174815 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 93
2 3-Hexen-2-one 98 C6H100 000763-93-9 87
3 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 87
4 2-Pentene. 4.4-dimethvl-. (BE)- 98 C7H14 000690-08-4 86
5 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 86

Abundance Scan 198 (4.350 min): BF084498.D (-194) (-) m/z 83.10 100.00%
56 83
5000
43 98
—— R
4.00 4.20 4.40 4.60
o a2 w/z 55.05  98.97%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43 IS AR L UL SRR
29 98 4.00 4.20 4.40 4.60
m/z 98.00 35.27%
0 H \‘\\\ H‘\ 67 ! ,
LI S FULEL L SURLLIL SURLIL DAL DL BN AL L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
83
% IS A L UL R I
43 4.00 420 4.40 4.60
5000 m/z 43.05 35.00%
29
98
69
S L L I S L S S B B S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3309: 2-Pentene, 2,4-dimethyl- B B
83 4.00 4.20 4.40 4.60
55 m/z 39.00 26.12%
41
5000
27 98
15 ‘ ‘ 67
0"ﬂI“J”W“””I'b”ll'”I"”I"”I"”I"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200 4.00 420 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011516\
Data File : BF084498.D

Aca On : 15 Jan 2016 18:38

Operator : SJ/UM

Sample : H1127-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
Quant Title : 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.01 60.70 ng 5076340 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 256 (5.013 min): BF084498.D (-252) (-) m/z 43.05 100.00%
a3
59
5000
o 460 480 500 520 540
o..,....,....,...37.','....,??!.,...‘??..??,??..,...:,L...,. m/z 59.10 61.12%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 SRS S SRR
4.60 4.80 5.00 5.20 5.40
m/z 101.10 19.28%
o 25 3 37 83 o3 101
s h H m bk e H e % i i
Abundance
59
460 480 500 520 540
5000 41 m/z 58.10 15.75%
31
69 87
15 53 98
e S S S I IS UL UL UL SULILISS WAL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- T REmaE BEREE R
59 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.30%
5000
41
(U R JHN""“*‘”"l??ﬁli ""|??"|"8§'|""|M"' N AR RN SRR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011516\
Data File : BF084498.D

Aca On : 15 Jan 2016 18:38

Operator : SJ/UM

Sample : H1127-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
Quant Title : 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 3 2-Pentanone, 4-methoxy-4-me... Concentration Rank 6

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

5.82 2.90 ng 242696 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 83
2 1-Methoxvethanimine. N-acetvl- 115 C5H9NO2 099028-43-0 47
3 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 32
4 1.3-Dioxolane. 2-(l-methvlethvl)- 116 C6H1202 000822-83-3 32
5 N-_.alpha.-Acetylglycinamide 116 C4H8N202 002620-63-5 25

Abundance Scan 327 (5.824 min): BF084498.D (-325) (-) m/z 43.05 100.00%
43 73
5000
B R e e
56 100 115 540 5.60 5.80 6.00 6.20
Ol 40 67 | & m/z 73.10 83.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13053: 2-Pentanone, 4-methoxy-4-methyl-
43 73
5000 U EE SRR R S
540 5.60 5.80 6.00 6.20
m/z 41.05 11.09%
mzs O % % % & o & @ i 1o 10
Abundance
43
100 [rrrrfrrr T
540 5.60 5.80 6.00 6.20
5000 m/z 115.10 8.49%
115
o 29 37 51864 798501 | 107
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #724: Acetamide, N-methyl- B B A EE.
30 43 7 540 5.60 5.80 6.00 6.20
m/z 42.10 6.58%
5000 58
15
0 l “\ ‘\\ 51 !
R IS SO SUIL LI SO SULI SRR SURILL IULILLS S B B USSR SRR SRR S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 540 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011516\
Data File : BF084498.D

Aca On : 15 Jan 2016 18:38

Operator : SJ/UM

Sample : H1127-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 4 unknown6.60 Concentration Rank 1

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

6.60 106.40 ng 8899130 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 395 (6.601 min): BF084498.D (-392) (-) m/z 132.00 100.00%
5000
68
20 s %6 J 620 6.40 6.60 6.80 7.00
o Qrer |asus g o m/z 134.00  36.51%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R IR I UL
6.20 6.40 6.60 6.80 7.00
2 51 78 m/z 68.10 34.76%
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
A
6.20 6.40 6.60 6.80 7.00
5000 67 m/z 66.10 21.66%
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 e
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 96.10 14 .83%
5000 og M°
I L 8 I‘;ﬂm,\,\‘l,,m, s 189 N | R
m/z--> 40 60 80 100 120 140 160 180 620 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011516\
Data File : BF084498.D

Aca On : 15 Jan 2016 18:38

Operator : SJ/UM

Sample : H1127-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
Quant Title : 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 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.30 2.24 ng 266896 Acenaphthene-d10 9.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Eilcosane 282 C20H42 000112-95-8 83
3 Octacosane 394 C28H58 000630-02-4 83
4 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 83
5 Tetradecane 198 C14H30 000629-59-4 80
Abundance Scan 719 (10.305 min): BF084498.D (-715) (-) m/z 57.10 100.00%
g7
5000 85
113 10.00 10.20 10.40 10.60
o..~~,|.'..-.-',.-...1,5?.1??,.... S m/z 43.10 68.01%
m/z--> 50 100 150 200 250 300 350
Abundance #73964: Hexadecane
57
5000 NSNS SRR B
85 10.00 10.20 10.40 10.60
29 m/z 71.05 58.47%
0 “ I “ \‘\ i d 1:‘!'3 141 169 226
m/z--> 55 160 1%0 260 250 360 3éo
Abundance
57
10.00 10,20 10.40 10.60
5000 m/z 85.10 37 .63%
85
29
0 113 141 169 282
m/z--> 55 160 1%0 260 250 360 3éo
Abundance #155178: Octacosane B L L
57 10.00 10.20 10.40 10.60
m/z 41.10 27 .68%
5000 85
29 ] 113 141
ol b i 477, 2y 109 197 225 263 281 309 337 365 394 SR s Sttt
m/z--> 50 100 150 200 250 300 350 10.00 10.20 10.40 10.60

8270-BF123115.M Mon Jan 18 15:27:46 2016 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011516\
Data File : BF084498.D

Aca On : 15 Jan 2016 18:38

Operator : SJ/UM

Sample : H1127-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
Quant Title : 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 7 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.77 3.32 ng 376766 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Tetracosane 338 C24H50 000646-31-1 86
4 Heneicosane 296 C21H44 000629-94-7 83
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 72
Abundance Scan 760 (10.773 min): BF084498.D (-758) (-) m/z 57.10 100.00%
57
5000 P
3 113 10.40 10.60 10.80 11.00
0 ,,I,",",,l“o S e || /2 43.10  63.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #107652: Eicosane
57
5000 U R RUURER B
4 85 mmmmmmnm
m/z 71.10 55.69%
0 \‘ il ‘\ | 1:!'3 A 141 169 282
m/z--> ﬁo Jo 60 85 100 120 140 160 180 200 220 240 260 280 300 320 350
Abundance
57
10,40 10.60 10.80 11.00
5000 m/z 85.10 37.23%
41 85
ol.23 113 141 169 197 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #136481: Tetracosane e e e  E.
57 10.40 10.60 10.80 11.00
m/z 41.10 25.04%
5000 85
4
oh L)t 141 16e 107 225 253 s 00 ads
m/z--> :%&eoﬁﬁmmmmmmmmnmmwmmmmmmo mmmmmmnm '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011516\
Data File : BF084498.D

Aca On : 15 Jan 2016 18:38

Operator : SJ/UM

Sample : H1127-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
Quant Title : 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 8 1-Nonadecanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.85 9.60 ng 857580 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecanol 284 C19H400 001454-84-8 93
2 1-Heneicosvl formate 340 C22H4402 077899-03-7 93
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 1-Octadecanol 270 C18H380 000112-92-5 90
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 87
Abundance Scan 1029 (13.848 min): BF084498.D (-1026) (-) m/z 55.05 100.00%
55 83
5000 111 ‘v«-fv\-A_d\~vﬂ\\J\vvath—w—
RIS SN SUNILE SRR B
139 13.60 13.80 14.00 14.20
I I LA 08196 225 252 280 389 "h/z 57.10 99.56%
m/z--> 50 100 150 200 250 300 350
Abundance #108955: 1-Nonadecanol
5000 L S BRI B B
111 13. 60 13. 80 14. oo 14. 20
m/z 43.05 88.95%
139
0 |1|8| ‘\ \‘ ‘ “ \\\ h “ H |1§|8| ]I'QGI : ?%8 2|6‘|6| —
m/z--> 200 250 300 350
Abundance
57 83
"' 13.60 13.80 14.00 14.20
5000 111 m/z 83.10 86.77%
. 139 167 196 220 266 294 3004
m/z--> 55 160 1%0 260 250 360 3éo
Abundance #98171: 1-Nonadecene B B
43 g7 13.60 13.80 14.00 14.20
69 m/z 97.05 80.21%
5000
125
o gy ’J l } 154 182 210 238 266
m/z--> % m m m 250 m @ Bmmmmmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011516\
Data File : BF084498.D

Acq On : 15 Jan 2016 18:38

Operator : SJ/UM

Sample : H1127-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115.M
Quant Title : 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]
3-Penten-2-one, 4... 4.35 2.1 ng 174815 1 6.82 1672710 20.0
2-Pentanone, 4-hy... 5.01 60.7 ng 5076340 1 6.82 1672710 20.0
2-Pentanone, 4-me... 5.82 2.9 ng 242696 1 6.82 1672710 20.0
unknown6 .60 6.60 106.4 ng 8899130 1 6.82 1672710 20.0
Hexadecane 10.30 2.2 ng 266896 3 9.86 2383060 20.0
Eicosane 10.77 3.3 ng 376766 4 11.34 2271240 20.0
1-Nonadecanol 13.85 9.6 ng 857580 5 13.98 1786720 20.0
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