LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051116\
Data File : BF086905.D

Acq On : 11 May 2016 23:31

Operator : UM/SJ

Sample : H2940-01

Misc :

ALS Vial : 16 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-BF050916_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 1.633 3 4 13 rVB 892776 1529544 13.19% 2.987%
2 1.747 13 14 84 rVB 4930682 11598330 100.00% 22.651%
3 4.776 276 279 286 rBY 308568 582769 5.02% 1.138%
4 5.221 315 318 327 rBV 3406596 3650253 31.47% 7.129%
5 6.204 401 404 406 rBV3 171246 304673 2.63% 0.595%
6 6.296 410 412 414 rBV 3641471 4171591 35.97% 8.147%
7 6.399 419 421 424 rBV 3267710 3631763 31.31% 7.093%
8 6.627 439 441 448 rBV 1101203 1090366 9.40% 2.129%
9 6.787 452 455 457 rBV 3052441 2951779 25.45% 5.765%
10 7.199 489 491 494 rBV 1979650 2382084 20.54%  4.652%

11 7.919 551 554 556 rBV 1532057 1436122 12.38% 2.805%
12 8.993 646 648 651 rBVY 2822101 3706263 31.96% 7.238%
13 9.393 681 683 686 rBvV 602733 841511 7.26% 1.643%
14 9.610 700 702 704 rBV 169985 146791 1.27% 0.287%
15 9.668 704 707 709 rvV 1690175 1599530 13.79% 3.124%

16 10.113 744 746 747 rVB 173138 160499 1.38% 0.313%
17 10.456 773 776 778 rBV 2711924 2747872 23.69% 5.366%
18 10.502 778 780 783 rVvVv3 147978 178798 1.54% 0.349%
19 10.582 783 787 794 rVB 212414 416087 3.59% 0.813%
20 11.142 834 836 840 rvVv 1640739 1549191 13.36% 3.025%

21 11.691 882 884 888 rBvV 148075 196348 1.69% 0.383%
22 12.354 940 942 943 rBV 125129 171343 1.48% 0.335%
23 12.559 959 960 964 rBv2 246070 371624 3.20% 0.726%
24 12.731 972 975 977 rBV 3089862 3201189 27.60% 6.252%
25 13.268 1020 1022 1023 rBV 141517 145482 1.25% 0.284%

26 13.645 1052 1055 1063 rBV2 99621 309022 2.66% 0.604%
27 13.771 1063 1066 1068 rBV 1130812 1220289 10.52% 2.383%
28 15.131 1182 1185 1191 rVB 768677 913623 7.88% 1.784%

Sum of corrected areas: 51204736
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA_F\DATA\BF051116\

BF086905.D

11 May 2016 23:31

UmM/sJ

H2940-01

16 Sample Multiplier: 1

Z:\HPCHEM1I\BNA_F\METHODS\8270-BF050916 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051116\
Data File : BF086905.D

Acq On : 11 May 2016 23:31

Operator : UM/SJ

Sample : H2940-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.78 10.69 ng 582769 1,4-Dichlorobenzene-d4 6.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 23
3 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9

Abundance Scan 279 (4.776 min): BF086905.D (-276) (-) m/z 43.05 100.00%
43
5000 59 A\&_
101 U0 4RO 4RO BN b
440 460 480 500 520
I/ N P | S A N m/z 59.10 47.30%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 R U R R
440 4.60 4.80 5.00 5.20
m/z 58.05 13.52%
o 25 3 37 83 g3 01
miz--> e e e e ST RRSS
Abundance
43
440 460 480 500 5.20
5000 57 m/z 101.10 12.78%
29
101
37 50 78
e L UL SR UL UL IULILL UL UL SRS B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3602: 1-Propen-2-ol, acetate T T
43 440 4.60 4.80 500 5.20
m/z 41.05 8.99Y%
5000
58
O S S S A AR RS RS S e
m/z--> 10 20 30 4'0 50 60 70 8 90 1(')0 ' 440 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051116\
Data File : BF086905.D

Acq On : 11 May 2016 23:31

Operator : UM/SJ

Sample : H2940-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .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 unknown6.40 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.40 66.62 ng 3631760 1,4-Dichlorobenzene-d4 6.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
3 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H3N2 034760-58-2 22
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22
Abundance Scan 421 (6.399 min): BF086905.D (-419) (-) m/z 132.10 100.00%

132
68
5000

40 96
600 620 640 660 680

o! l-..l,'....,....,....,.2]7‘.‘. 230 367.3% ' "n/z 68.10 53.68%
m/z--> 50 100 150 200 250 300 350
Abundance #13677: 3-Chloro-6-fluoro-pyrazine

132
69
104
5000 RSN AR AR

6.00 6.20 6.40 6.60 6.80
‘ m/z 66.05 37 .55%

(o Mﬁp.ﬂ..ﬂ....,....,.... —————————
m/z--> 100 150 200 250 300 350
Abundance
132

6.00 6.20 6.40 6.60 6.80

5000 97 m/z 134.10 32.61%
70
31 51
bbb b 8
m/z--> 50 100 150 200 250 300 350
Abundance #14022: Pyrazolo(2,3-a)pyridine, 7-methyl- e e
132 6.00 6.20 6.40 6.60 6.80

m/z 69.10 22.71%

5000
78].04
39 ‘
JL ﬂt \“ 4‘\ | {
]

m/z--> 50 100 150 200 250 300 350 6.00 6.20 6.40 6.60 6.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051116\
Data File : BF086905.D

Acq On : 11 May 2016 23:31

Operator : UM/SJ

Sample : H2940-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .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 7 Hexadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

10.11 2.01 ng 160499 Acenaphthene-d10 9.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 97
2 Eicosane 282 C20H42 000112-95-8 78
3 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 72
4 Octadecane 254 C18H38 000593-45-3 72
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 64

Abundance Scan 746 (10.113 min): BF086905.D (-744) (-) m/z 57.10 100.00%

5000

9.80 10.00 10.20 10.40

ol 219 m/z 43.10 74.26%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #73965: Hexadecane
57
5000 LA L L L L L L LN |
85 9.80 10.00 10.20 10.40
29 m/z 71.10 38.81%
ol 1 “‘ 413141169197226
T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57
A D a maE e
9.80 10.00 10.20 10.40
5000 m/z 41.10 37.64%
85
29
o 113141169197 225253 282
i B B e A B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #99490: Heptadecane, 2,6-dimethyl- e
9.80 10.00 10.20 10.40
m/z 85.10 32.91%
5000

141 182 225253

m/z--> 50 100 150 200 250 300 350 400 450 500 980 10 00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051116\
Data File : BF086905.D

Acq On : 11 May 2016 23:31

Operator : UM/SJ

Sample : H2940-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .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 8 Tridecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.58 5.37 ng 416087 Phenanthrene-d10 11.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Hexadecane 226 C16H34 000544-76-3 74
3 Eicosane 282 C20H42 000112-95-8 72
4 Dodecane, 2-methyl- 184 C13H28 001560-97-0 72
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 72
Abundance Scan 787 (10.582 min): BF086905.D (-783) (-) m/z 57.10 100.00%
7
5000
85
113 10.20 10.40 10.60 10.80 11.00
Ol d AL 77140169 218 292 302320 473500 847 | th 7 43.10  78.84%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #45540: Tridecane
57
5000 AR AR SR PR B
10 20 10. 40 10. 60 10 80 11. oo
29 | 185 m/z 71.10 48.50%
0 \ \ ‘ \‘ ‘ 113141 184
m/z--> 55 160 1éo 200 250 300 3éo 460 4éo 560 séo
Abundance
57
10,20 10.40 10.60 10.80 11.00
5000 m/z 41.10 36.19%
85
29
0 113141169197226
m/z--> 55 160 150 200 250 300 3éo 460 4éo 560 séo
Abundance #107651: Eicosane R EREEE R
10.20 10.40 10.60 10.80 11.00
m/z 85.10 29.72%
5000

| 113141160197225253 282
m/z--> 50 100 150 200 250 300 350 400 450 500 550 10.20 10.40 10,60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051116\
Data File : BF086905.D

Acq On : 11 May 2016 23:31

Operator : UM/SJ

Sample : H2940-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .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 9 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.69 2.53 ng 196348 Phenanthrene-d10 11.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Undecanoic acid 186 C11H2202 000112-37-8 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 59
Abundance Scan 884 (11.691 min): BF086905.D (-882) (-) m/z 43.10 100.00%
48
60 73
5000
9 15T 213 11,40 11.60 11.80 12.00
143157171185 199 256 : : : :
N 2 m/z 41.10 76.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 o
5000 L BRI I SULRN B
nmnmnmnm
m/z 60.00 72.75%
. HmHmmmmmmmmmmmw%
m/z--> 25 Jo 60 80 100 120 150 160 180 200 220 240 260
Abundance
43 60 73
- 11,40 11.60 11.80 12.00
5000 m/z 73.10 69.55%
129 242
87 101115 | 143 185199
N P 1 el i - 200
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #46615: Undecanoic acid AT R R T
60 7 11.40 11.60 11.80 12.00
m/z 55.10 64.23%
5000 43
29 129 43
101115 186
o ,;;SII\I‘II\I\,‘,,H, | \ Ll ] ,,\,IH \”,1;‘37,17,1, T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051116\
Data File : BF086905.D

Acq On : 11 May 2016 23:31

Operator : UM/SJ

Sample : H2940-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .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 10 Octadecanoic acid, butyl ester Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.27 2.38 ng 145482 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 94
2 Octadecanoic acid, 2-methylpropy... 340 C22H4402 000646-13-9 49
3 Oxirane, 2,3-bis(l-methylethyl)-... 128 C8H160 054644-32-5 38
4 2,2-Dimethyl-1,3-butanediol 118 C6H1402 000076-35-7 38
5 1-Undecene, 2-methyl- 168 C12H24 018516-37-5 35

Abundance Scan 1022 (13.268 min): BF086905.D (-1020) (-) m/z 56.10 100.00%
56
5000
129 285 R AR BN SN B
83 267
3 01 185 241 13.00 13.20 13.40 13.60
o MM...,I ke 128, 1208220 T L 1 20 Tw/z 57.10 62.06%
m/z--> 50 100 150 200 250 300
Abundance #137335: Octadecanoic acid, butyl ester AJVW\/
56
5000 285 340 113.00 13.20 13.40 13.60
73 . 267 m/z 43.10 52.42%
97 241
ol— |3\| I \M \N .‘N‘.‘h‘ll .“h. ‘. |‘1|53| . .‘. |2|13| " .‘ I .‘. .‘. ‘|3:.I-1. —
m/z--> 50 100 150 200 250 300
Abundance
57
113.00 13.20 13.40 13.60
5000 m/z 41.10 48.04%
29 267285
83
o 1'% o 185 515 2m 310 340
m/z--> " s0 100 150 200 250 300
Abundance #12235: Oxirane, 2,3-bis(1-methylethyl)-, trans- R B LA M e e
56 13.00 13.20 13.40 13.60
m/z 55.10 32.93%
73
o ‘w 1‘ 95 128
m/z--> 50 100 150 200 250 300 ' 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051116\
Data File : BF086905.D

Acq On : 11 May 2016 23:31

Operator : UM/SJ

Sample : H2940-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .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 11 1-Octadecene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.65 5.06 ng 309022 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecene 252 C18H36 000112-88-9 95
2 E-15-Heptadecenal 252 C17H320 1000130-97-9 95
3 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 91
4 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 91
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 91
Abundance Scan 1055 (13.645 min): BF086905.D (-1052) (-) m/z 57.10 100.00%
43 57
5000 83 g7

111 L

125
140154 174 191206220235250 278 m/zl3'4?13}3§%13.808164'030%

o

BRRRRR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89783: 1-Octadecene

43 57

83

97

5000 LA L L L L L L L
29 13.40 13.60 13.80 14.00
m/z 55.10 71.50%
. J | 126140154168182 210004 252
e
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
57
83 G
97 13.40 13.60 13.80 14.00
5000 m/z 41.10 55.22%
m
o 126140154168182 210224238252

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #146886: Dichloroacetic acid, heptadecyl ester AN BEa TS e L
3 13.40 13.60 13.80 14.00

m/z 69.10 51.75%

5000

i

29
126140154168182

210 238250266 295
N
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051116\
Data File : BF086905.D

Acq On : 11 May 2016 23:31

Operator : UM/SJ

Sample : H2940-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .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... 4.78 10.7 ng 582769 1 6.63 1090370 20.0
unknown6 .40 6.40 66.6 ng 3631760 1 6.63 1090370 20.0
Hexadecane 10.11 2.0 ng 160499 3 9.67 1599530 20.0
Tridecane 10.58 5.4 ng 416087 4 11.14 1549190 20.0
n-Hexadecanoic acid 11.69 2.5 ng 196348 4 11.14 1549190 20.0
Octadecanoic acid... 13.27 2.4 ng 145482 5 13.77 1220290 20.0
1-Octadecene 13.65 5.1 ng 309022 5 13.77 1220290 20.0
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