LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF012017\
Data File : BF092374.D
Aca On : 20 Jan 2017 15:50 Instrument :
Operator : UM/SJ E?Afs el

- _ lentosampleld :
3?22'6 : 11304-07 ROLL-OFF-15939-COMP
ALS Vial : 10 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-BF122116.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 4.633 246 249 263 rBVY 1073905 1941976 30.52% 3.832%
2 5.113 288 291 293 rBVY 3411239 4280782 67.28% 8.447%
3 6.187 383 385 388 rBVY 3465652 4645957 73.01% 9.167%
4 6.290 392 394 397 rVB 3853732 4129393 64.90% 8.148%
5 6.519 412 414 417 rBV 941311 844429 13.27% 1.666%
6 6.679 425 428 430 rBY 3188883 3466980 54.49% 6.841%
7 7.102 462 465 467 rBV 2782298 3281411 51.57% 6.475%
8 7.810 524 527 529 rBVY 1269258 1203748 18.92% 2.375%
9 8.896 618 622 624 rBVY 4890867 6363053 100.00% 12.556%
10 9.296 654 657 659 rBV 640522 657950 10.34% 1.298%

11 9.559 677 680 682 rBVY 1569753 1744915 27.42% 3.443%
12 10.005 718 719 721 rVB 84671 76402 1.20% 0.151%
13 10.348 746 749 751 rBV 3353225 3535767 55.57% 6.977%
14 10.473 758 760 764 rVB 104552 157912 2.48% 0.312%
15 10.919 797 799 805 rvB2 98641 158986 2.50% 0.314%

16 11.033 806 809 810 rvvV 1685593 1655645 26.02% 3.267%
17 11.056 810 811 813 rVB 303808 240184 3.77% 0.474%
18 11.353 834 837 839 rvB2 66453 110615 1.74% 0.218%
19 11.536 848 853 854 rBV3 94971 109268 1.72% 0.216%
20 11.559 854 855 856 rvv 89056 95520 1.50% 0.188%

21 11.594 856 858 861 rvv2 153567 242217 3.81% 0.478%
22 11.639 861 862 868 rvB 117260 192133 3.02% 0.379%

23 12.085 898 901 902 rBV 82611 85471 1.34% 0.169%
24 12.119 902 904 907 rvv2 50363 115761 1.82% 0.228%
25 12.176 907 909 912 rVvVv 46280 63655 1.00% 0.126%

26 12.234 912 914 917 rVvV 405617 501652 7.88% 0.990%
27 12.371 925 926 931 rBV3 32931 69680 1.10% 0.137%
28 12.462 931 934 937 rVvVv 513249 543965 8.55% 1.073%
29 12.622 945 948 950 rvvV 4260687 4817918 75.72% 9.507%
30 12.691 951 954 957 rBV 50373 78428 1.23% 0.155%

31 12.794 960 963 965 rVB 65602 125061 1.97% 0.247%
32 12.897 970 972 976 rVB 77926 102062 1.60% 0.201%
33 13.171 993 996 998 rBvV 133494 153309 2.41% 0.303%
34 13.411 1015 1017 1020 rBV3 51260 113709 1.79% 0.224%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF012017\
Data File : BF092374.D
Aca On : 20 Jan 2017 15:50 Instrument :
Operator : UM/SJ gﬁA{s el

- _ lentosampleld :
3?22'6 : 11304-07 ROLL-OFF-15939-COMP
ALS Vial : 10 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-BF122116.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.548 1025 1029 1036 rBV3 84063 329145 5.17% 0.649%

36 13.662 1036 1039 1040 rBV2 1258208 1524297 23.96% 3.008%
37 14.051 1068 1073 1075 rBV 67243 111854 1.76% 0.221%
38 14.302 1094 1095 1097 rBV 56876 79927 1.26% 0.158%
39 14.394 1097 1103 1104 rVV3 35984 102047 1.60% 0.201%
40 14.451 1104 1108 1111 rVB5 38301 113277 1.78% 0.224%

41 14.508 1111 1113 1116 rBV3 46390 89541 1.41% 0.177%
42 14.657 1123 1126 1131 rVV 199383 356191 5.60% 0.703%
43 14.737 1131 1133 1136 rVB2 94703 133251 2.09% 0.263%
44 14.908 1146 1148 1151 rVB 129354 134465 2.11% 0.265%
45 14.965 1151 1153 1155 rVV 125510 185152 2.91% 0.365%

46 15.011 1155 1157 1163 rVB 798765 1089469 17.12% 2.150%
47 15.400 1188 1191 1194 rBV2 61253 109092 1.71% 0.215%
48 16.223 1261 1263 1273 rVB2 71295 210950 3.32% 0.416%
49 16.588 1292 1295 1304 rVB 59956 132185 2.08% 0.261%
50 16.805 1311 1314 1320 rVB3 27947 71832 1.13% 0.142%

Sum of corrected areas: 50678589
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :

LSC Report - Integrated Chromatogram

> Z:\HPCHEM1\BNA F\DATA\BF012017\
: BF092374.D

: 20 Jan 2017 15:50

: UM/SJ

: 11304-07

- 10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

ROLL-OFF-15939-COMP

TIC Integration Parameters: LSCINT.P
Abundance TIC: BF092374.D
4000000 6.29
511 6.19
6.68
3000000 710
2000000
4.63
1000000 6.52
T kT B L —
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF092374.D
8|90
12.62
4000000
10.35
3000000
2000000
0.56 11.03
7.81
1000000
9.30
A os 12 9312.46
1000 | \1_01.\47 10.9 11.35!%4 1 2. 2 B0 13.1713 48.5
O R s B R e e e R e R
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF092374.D
4000000
3000000
2000000
.66
1000000 15.01
14.05 1412095 113584087 15 49 16.22  16.5916.81
O e e e e B R e e e e B
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092374.D

Aca On : 20 Jan 2017 15:50

Operator : UM/SJ

Sample : 11304-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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.

4.63 46.00 ng 1941980 1,4-Dichlorobenzene-d4 6.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 249 (4.633 min): BF092374.D (-246) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 lllllllllllllllllllll
420 4.40 4.60 4.80 5.00
Obrrr et el 0. 830 | M7z 59.10  57.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R L R R
59.0 420 440 460 4.80 5.00
0
150 4, 1010 m/z 101.00 20.01%
0'”IJ”P'Nﬂ'Wm“'P”W'”W”'E%QI”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
o 450 40 2b0 280 500
5000 m/z 58.00 14 .93%
20.0 101.0
ol 20 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester T e
59.0 420 4.40 4.60 4.80 5.00
m/z 41.10 9.34%
5000 41.0 A\
o T O =Y 1260 1420 )
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 | | 420 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\

Data File : BF092374.D

Aca On : 20 Jan 2017 15:50

Operator : UM/SJ

ﬁ?ggle i 11304-07 ROLL-OFF-15939-COMP
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 unknown6.29 Concentration Rank 1

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

6.29 97.80 ng 4129390 1,4-Dichlorobenzene-d4 6.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 394 (6.290 min): BF092374.D (-392) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 IS NSEBESAREE RARSE N
40.0 549 J 6.00 6.20 6.40 6.60
ol A82r st m/z 68.10 47.98%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony!
57.0 132.0
74.0
5000 9go 1160 L N LS LR I
6.00 6.20 6.40 6.60
m/z 134.00 33.10%
0 IR aman e R I‘I\I\I\ : ""Ml : Iw‘l : Iw‘l“l |‘|“| : I‘\ \I = |:|I-5|8|0| — |]|-8|9.|0|
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
600 6.20 6.40 6.60
5000 67.0 m/z 66.00 29.88%
41.0 97.0
117.0
81.0
L S B L U L L S L WL B
m/z--> 20 40 60 80 100 120 140 160 180 A
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e
132.0 6.00 6.20 6.40 6.60
m/z 69.10 19.51%
117.0
5000
91.0
Ao N
0 I'h"f'“M'Fm"mi'“*'lw"lu'P"I""I""I"" RSN LR A L
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\BF012017\

Data File : BF092374.D

Aca On : 20 Jan 2017 15:50

Operator : UM/SJ

ﬁ?ggle i 11304-07 ROLL-OFF-15939-COMP
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 4 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.59 2.93 ng 242217 Phenanthrene-d10 11.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Dodecane 170 C12H26 000112-40-3 11
Abundance Scan 858 (11.594 min): BF092374.D (-856) (-) m/z 73.00 100.00%
43.1 30
5000 129.1
971 2132 TrTr[rrrr[rrrr|rrrrr1
157.1 1851 256.2 1120 1140 11,60 11.80 12.00
Ot m/z 60.00 80.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43.0
73.0 A
5000 LRI BRI SN SR B
11.20 11.40 11.60 11.80 12.00
1200 2560 m/z 43.10 78.98%
L LT T 15201710 10402130 2370
m/z--> 25 Jo ' 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0
11.20 11.40 11.60 11.80 12.00
5000 129.0 m/z 57.10 68.62%
970 199.0 242.0
157.0
o 1800
m/z--> 25 Jo éo 85 160 150 110 1éo 180 200 220 250 2éo
Abundance #65562: Tridecanoic acid B R S
430 | 730 11.20 11.40 11.60 11.80 12.00
: m/z 41.05 55.79%
5000
129.0
‘ 970 ‘ 171.0 214.0
N 0 T P S [ V) (VU '
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 20 11. 40 11. 60 11. 80 12. oo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\

Data File : BF092374.D

Aca On : 20 Jan 2017 15:50

Operator : UM/SJ

ﬁ?ggle i 11304-07 ROLL-OFF-15939-COMP
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 5 Phenanthrene, 1-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.64 2.32 ng 192133 Phenanthrene-d10 11.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 55
2 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 55
3 5H-Dibenzola.dlcvcloheptene 192 C15H12 000256-81-5 46
4 8.9-Dihvdrocvclopentaldeflphenan... 192 C15H12 027410-55-5 45
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 42

Abundance Scan 862 (11.639 min): BF092374.D (-861) (-) m/z 192.10 100.00%

1

5000
11. 40 11. 60 11. 80 12. OO
113.0 139.0
0! m/z 189.05 80.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50629: Phenanthrene, 1-methyl-
192.0

5000 s .... M
11:40 11.60 11.80 12.00

95.0 165.0 ‘ m/z 190.05 73.99%
H‘

0 39.0 630 PP 115.0 1390 M‘ ‘
-|----|----|----|----|----|----|----|----|-- LI L
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance
190.0

11.40 11. 60 11. 80 12.00

5000 m/z 191.10 71.80%
95.0
oL 27.0 430 630 111.0 1370 1630
e L M o
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50635: 5H-Dibenzo[a,d]cycloheptene SNDNMIY L ARSI . M
192.0 11. 40 11. 60 11. 80 12. OO

m/z 94.60 33.40%

165.0
280 450 630 %0 1150 1300 | ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.40 11. 60 11. 80 12. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\

Data File : BF092374.D

Aca On : 20 Jan 2017 15:50

Operator : UM/SJ

ﬁ?ggle i 11304-07 ROLL-OFF-15939-COMP
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Hexanedioic acid, bis(2-eth... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.17 2.01 ng 153309 Chrysene-di12 13.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanedioic acid. bis(2-ethvlhex... 370 C22H4204 000103-23-1 90
2 Hexanedioic acid. mono(2-ethvlhe... 258 C14H2604 004337-65-9 46
3 Hexanedioic acid. bis(1.3-dimeth... 314 C18H3404 055125-22-9 40
4 Hexanedioic acid. dihexvl ester 314 C18H3404 000110-33-8 38
5 2,6-Difluoroaniline 129 C6H5F2N 005509-65-9 38
Abundance Scan 996 (13.171 min): BF092374.D (-993) (-) m/z 129.00 100.00%
129.0
5000 570
| . | 230.1 12.80 13.00 13.20 13.40
oLl dh 1.| o dres 2o m/z 57.05 50.25%
m/z--> 50 100 150 200 250 300
Abundance #148382: Hexanedioic acid, bis(2-ethylhexyl) ester
129.0
57.0
5000 USRS SRS
12.80 13.00 13.20 13.40
29.0 83.0 m/z 70.10 36.88%
0 H h‘ d H 1570 1990 10 2700 31303410
m/z--> 50 150 200 250 300
Abundance
0.0 129.0
1280 13.00 13.20 13.40
5000 210 m/z 55.05 33.87%
101.0
o 157.0  199.0
m/z--> 50 100 150 200 250 300 '
Abundance #124957: Hexanedioic acid, bis(1,3-dimethylbutyl) ester R B
129.0 12.80 13.00 13.20 13.40
m/z 71.05 33.71%
5000
43 85.0
213.0
0l15:0 ‘ d {| | 16001860 | 240.0 272.0
m/z--> 50 100 150 200 250 300 ' 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\

Data File : BF092374.D

Aca On : 20 Jan 2017 15:50

Operator : UM/SJ

ﬁ?ggle i 11304-07 ROLL-OFF-15939-COMP
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Bromoacetic acid, pentadecy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.55 4.32 ng 329145 Chrysene-di12 13.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromoacetic acid. pentadecvl ester 348 C17H33Bro02 131143-01-6 90
2 1-Nonadecene 266 C19H38 018435-45-5 87
3 3-Chloropropionic acid. heptadec... 346 C20H39CI102 1000283-05-1 87
4 Acetic acid. chloro-. octadecvl ... 346 C20H39CI102 005348-82-3 87
5 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 87
Abundance Scan 1029 (13.548 min): BF092374.D (-1025) (-) m/z 57.10 100.00%
5000
1320 13.40 13.60 13.80
Obrrpr—r m/z 55.10 88.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #140345: Bromoacetic acid, pentadecy! ester
43.0 83.0
5000 RS AR PR BRAE &
13.20 13.40 13.60 13.80
m/z 83.05 85.95%
. “L 1410  182.0 208.0 255.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 97.0
69.0 N AR R BN I
13.20 13.40 13.60 13.80
5000 m/z 43.05 85.26%
125.0
0l15.0 154.0 182.0 210.0 238.0 266.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139663: 3-Chloropropionic acid, heptadecy! ester e e R
.0 13.20 13.40 13.60 13.80
m/z 69.05 82.33%
5000
0 139.0 1670  210.0 238.0 263.0
- IIIIIIIIIIIIIIIII|I

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\

Data File : BF092374.D

Aca On : 20 Jan 2017 15:50

Operator : UM/SJ

ﬁ?ggle i 11304-07 ROLL-OFF-15939-COMP
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Nonadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .45 2.08 ng 113277 Perylene-d12 15.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 60
2 Heptadecane 240 C17H36 000629-78-7 50
3 Octadecane. 3-methvl- 268 C19H40 006561-44-0 38
4 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 38
5 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 38

Abundance Scan 1108 (14.451 min): BF092374.D (-1104) (-) m/z 57.10 100.00%

57.1
5000
214.1 242.1 2681

06.3 i
141.1 169.0190.0 14.20 14.40 14.60 14.80

0 m/z 71.10 85.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99475: Nonadecane
57.0
5000 850 LA B L L L L L L
14.20 14.40 14.60 14.80
29.0 113.0 268.0 m/z 85.10 63.26%
0 \‘ A ‘ ll n‘ | 1410 \169 0 197.0 225.0 \
R R o R o B R S ARRRRERERS Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
R B e e AR
85.0 14.20 14.40 14.60 14.80
5000 m/z 43.10 62.39%

29.0
1130 1410 1600 1970  240.0

é

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99488: Octadecane, 3-methyl- L e e
57.0 14.20 14.40 14.60 14.80

m/z 99.10 34.31%
5000 85.0
113.0 239.0
141.0
169.0

LN Y Y Y e P Y Y

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\

Data File : BF092374.D

Aca On : 20 Jan 2017 15:50

Operator : UM/SJ

ﬁ?ggle i 11304-07 ROLL-OFF-15939-COMP
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 9 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.74 2.45 ng 133251 Perylene-di12 15.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Triacontane 422 C30H62 000638-68-6 86
3 Heptadecane 240 C17H36 000629-78-7 86
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 86
5 Nonacosane 408 C29H60 000630-03-5 83
Abundance Scan 1133 (14.737 min): BF092374.D (-1131) (-) m/z 57.10 100.00%
51.1
99.1 LU SN IR B
|I 1411 1831 252 1 14.40 14.60 14.80 15.00
o SR W 0 B e s m/z 71.10 70.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #107655: Eicosane
57.0
5000 U BN SO U UL
mmmmmmmm
‘ 99.0 m/z 43.05 59.07%
141.0
ol .“. ‘.‘ - H H\ h‘ H‘ \‘ \ \ -}8"30I |22|5|0| I |2|8|?'|0| T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
14.40 14.60 14.80 15.00
5000 m/z 85.10 57.26%
99.0
o 141.0 183, 0 225.0 267 0 309.0 351.0 422.0
m/z--> éo 160 1éo 200 250 360 3%0 460
Abundance #82608: Heptadecane R B A R
57.0 14.40 14.60 14.80 15.00
m/z 99.10 19.27%
5000
99.0
o 2s0) | | JI | 141.0 183. 0 240.0
m/z--> 5'0 1(')0 1&'30 200 250 3(')0 350 4(')0 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\

Data File : BF092374.D

Aca On : 20 Jan 2017 15:50

Operator : UM/SJ

ﬁ?ggle i 11304-07 ROLL-OFF-15939-COMP
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 11 Heneicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.40 2.00 ng 109092 Perylene-di12 15.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 94
2 Tetracosane 338 C24H50 000646-31-1 86
3 Eicosane 282 C20H42 000112-95-8 86
4 Docosane 310 C22H46 000629-97-0 86
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 83
Abundance Scan 1191 (15.400 min): BF092374.D (-1188) (-) m/z 57.10 100.00%
51.1
5000
141.1169.1 2031 266.1 56 5 355.1 15.00 15.20 15.40 15.60 15.80
ol .:l,|. 2391 m/z 71.10 79.30%
m/z--> 50 100 150 200 250 300 350
Abundance #115570: Heneicosane
57.0
85.0
5000 AR DR B BRI B
mmmmmmmmmm
9.0 113.0 m/z 85.10 54 _.88%
0 \‘. Al ‘\ “\ ‘hw h‘ H‘ ‘\1430\16‘90197022502530 296.0
m/z--> §o 100 1éo 260 2%0 360 3%0
Abundance
57.0
85.0 15.00 15.20 1540 15.60 15.80
5000 m/z 43.10 51.84Y%
113.0
oL 300 141.0169.0197.0225.0253.0281.0309.0 338-0
m/z--> §o 160 150 260 2%0 360 3%0
Abundance #107655: Eicosane I RREEEEEES T
57.0 15.00 15.20 15.40 15.60 15.80
m/z 69.00 22.79%
85.0
5000
ot b i .\ 1410{6?91,9732?5,0,253,0,2%29
m/z--> 50 m 150 200 250 mo 350 mmmmmmmmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF012017\

Data File : BF092374.D

Acq On : 20 Jan 2017 15:50

Operator : UM/SJ

3?22'6 i 11304-07 ROLL-OFF-15939-COMP
ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .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... 4.63 46.0 ng 1941980 1 6.52 844429 20.0
unknown6 .29 6.29 97.8 ng 4129390 1 6.52 844429 20.0
n-Hexadecanoic acid 11.59 2.9 ng 242217 4 11.03 1655650 20.0
Phenanthrene, 1-m... 11.64 2.3 ng 192133 4 11.03 1655650 20.0
Hexanedioic acid,... 13.17 2.0 ng 153309 5 13.66 1524300 20.0
Bromoacetic acid,... 13.55 4.3 ng 329145 5 13.66 1524300 20.0
Nonadecane 14 .45 2.1 ng 113277 6 15.01 1089470 20.0
Eicosane 14.74 2.5 ng 133251 6 15.01 1089470 20.0
Heneicosane 15.40 2.0 ng 109092 6 15.01 1089470 20.0
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