LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF012417\
Data File : BF092443.D
Aca On : 24 Jan 2017 21:51 Instrument :
Operator : UM/SJ E?Afs el

- _ lentosampleld :
3?22Ie - 11363-07 BLDG-1-FLOOR-COMP
ALS Vial : 24 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-BF012417 .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 5.150 265 268 277 rVB 1073517 1627635 37.72% 3.857%
2 5.561 301 304 306 rBVY 3541812 3598520 83.39% 8.528%
3 6.590 390 394 396 rBY 3559894 4315281 100.00% 10.227%
4 6.727 404 406 409 rBV 3093147 3798598 88.03% 9.002%
5 6.967 425 427 429 rBV 1093072 918756 21.29% 2.177%
6 7.024 429 432 434 rVV 55132 45810 1.06% 0.109%
7 7.127 438 441 443 rBV 3232846 3117702 72.25% 7.389%
8 7.527 473 476 479 rBV 2034028 2467693 57.18% 5.848%
9 8.259 538 540 542 rBVY 1420041 1241339 28.77% 2.942%
10 9.345 632 635 637 rBY 4194342 4141079 95.96% 9.814%
11 9.733 667 669 671 rBV 150911 176146 4.08% 0.417%
12 9.779 671 673 674 rVB 61287 51889 1.20% 0.123%
13 9.962 687 689 691 rVB 86040 72759 1.69% 0.172%

14 10.030 692 695 697 rvB 1117277 1372508 31.81% 3.253%
15 10.442 729 731 732 rBV 107027 150611 3.49% 0.357%

16 10.465 732 733 734 rVB 143074 98778 2.29% 0.234%
17 10.682 749 752 755 rBV 51458 69903 1.62% 0.166%
18 10.819 761 764 766 rBV 1971391 2335836 54.13% 5.536%
19 10.933 772 774 779 rVB 181066 214639 4.97% 0.509%
20 11.391 811 814 815 rBV 86290 119543 2.77% 0.283%

21 11.516 822 825 827 rBV 1425977 1406187 32.59% 3.332%

22 11.688 838 840 842 rVB 69729 97798 2.27% 0.232%
23 11.813 849 851 853 rBvV 75736 68338 1.58% 0.162%
24 12.042 869 871 873 rBv2 44822 44642 1.03% 0.106%
25 12.213 884 886 889 rBV 39751 62743 1.45% 0.149%
26 12.614 918 921 923 rBV 93035 98773 2.29% 0.234%

27 12.979 951 953 956 rBV 205352 190545 4.42% 0.452%
28 13.105 961 964 967 rBV 3744742 3781046 87.62% 8.961%
29 13.334 983 984 986 rBV 261322 274445 6.36% 0.650%
30 13.585 1001 1006 1009 rBV 193664 293646 6.80% 0.696%

31 13.676 1012 1014 1017 rVvVv 354852 360452 8.35% 0.854%
32 14.008 1040 1043 1048 rBvV 512029 734409 17.02% 1.740%
33 14.156 1053 1056 1058 rVB 862326 1235916 28.64% 2.929%
34 14.328 1068 1071 1073 rBV 386575 380564 8.82% 0.902%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012417\

Data File : BF092443.D

Aca On : 24 Jan 2017 21:51

Operator : UM/SJ

3?22'6 i 11363-07 BLDG-1-FLOOR-COMP
ALS Vial : 24 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF012417.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.625 1095 1097 1103 rVB 271544 422390 9.79% 1.001%

36 14.945 1123 1125 1129 rVB 272753 315259 7.31% 0.747%
37 15.025 1129 1132 1134 rBV 135584 185415 4 _30% 0.439%
38 15.288 1153 1155 1161 rVB 233837 321022 7.44% 0.761%
39 15.631 1182 1185 1187 rBV 646989 855339 19.82% 2.027%
40 15.677 1187 1189 1194 rVB 146212 243375 5.64% 0.577%

41 16.134 1226 1229 1231 rBV 127629 208777 4.84% 0.495%
42 16.648 1271 1274 1279 rVB 107110 217831 5.05% 0.516%
43 17.265 1324 1328 1333 rBVY 69258 178286 4._.13% 0.423%
44 17.985 1388 1391 1397 rVB2 49550 133442 3.09% 0.316%
45 18.843 1462 1466 1473 rBV2 40680 150575 3.49% 0.357%

Sum of corrected areas: 42196240

8270-BF012417_.M Wed Jan 25 17:48:39 2017 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012417\

Data File : BF092443.D

Aca On : 24 Jan 2017 21:51

Operator : UM/SJ

ﬁ?ggle i 11363-07 BLDG-1-FLOOR-COMP
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF092443.D
4000000
5.56 6.59

6.73 7.13

3000000

7.53
2000000

5.15 6.97
1000000

o~

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF092443.D

9|34
4000000 13.10

3000000

2000000 10.82

8.26 11.52

10.03
1000000

13.6
13.33 135

-

10/k93 11.3 1261 2°

9 18 46
o789, 10.6 11,69.8112,042 21

T
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: BF092443.D

4000000

3000000

2000000

14.16

1000000

1‘3-\65 17.27 17.99 18.84

o'

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\BF012417\

Data File : BF092443.D

Aca On : 24 Jan 2017 21:51

Operator : UM/SJ

ﬁ?ggle i 11363-07 BLDG-1-FLOOR-COMP
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.15 35.43 ng 1627640 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 36
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 268 (5.150 min): BF092443.D (-265) (-) m/z 43.05 100.00%
43.0
5000 591
101.1 PESSRRESARRE SRR
4.80 5.00 5.20 5.40
Ol S0 ML 690 831 | "w/z 59.10  51.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L A I LN R B
59.0 480 500 520 540
m/z 58.10 16.63%
31.0 83.0 93010‘1.0
o e e e e
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
480 500 520 540
5000 m/z 101.10 13.39%
41.0
29.0 101.0
0"|""|""|""|"'§q9"'|'"'Zﬁq'l'gqpl""l""l
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- B
59.0 4.80 5.00 5.20 5.40
m/z 41.10 8.74%
5000 41.0
31.0
69.0 870
15.0 ‘J‘ L sty | 98.0
L U UL UL UL L UL UL S SULILIL WL IS AR U UL L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012417\

Data File : BF092443.D

Aca On : 24 Jan 2017 21:51

Operator : UM/SJ

ﬁ?ggle i 11363-07 BLDG-1-FLOOR-COMP
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .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 unknown6.73 Concentration Rank 1

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

6.73 82.69 ng 3798600 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9

Abundance Scan 406 (6.727 min): BF092443.D (-404) (-) m/z 132.10 100.00%
13R.1
5000 68.1
00 spo || Rt Tk ko 6k 7k
Obrr e bbbl i 220 e 3020 Tm/z 68.10  48.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 M
5000 DAY SN SRR
6.40 6.60 6.80 7.00
2.0 510 ‘ m/z 134.10 31.88%
0 L1 H 1 L 1
LA L LR L IR IR IR NN INRARE LA AR BRSNS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.40 6.60 6.80 7.00
5000 m/z 66.10 30.82%
33.0 44.0 105.0
. s60 00 860
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole e A mmay
132.0 6.40 6.60 6.80 7.00
m/z 69.10 18.84%
5000
104.0
ol 140 270 390 510 00770 g0 || 150 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 660 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012417\

Data File : BF092443.D

Aca On : 24 Jan 2017 21:51

Operator : UM/SJ

ﬁ?ggle i 11363-07 BLDG-1-FLOOR-COMP
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .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 Propanoic acid, 2-methyl-, ... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.44 2.19 ng 150611 Acenaphthene-d10 10.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl-. 1-(1.... 286 C16H3004 074381-40-1 58
2 Cvclohexanol. 2.2-dichloro-1-met... 182 C7H12CI120 1000115-65-2 50
3 2-Furanmethanol. tetrahvdro-. ac... 144 C7H1203 000637-64-9 47
4 Butvric acid. m-nitrophenvl ester 209 C10H11NO4 014617-97-1 47
5 2-Furanmethanol, tetrahydro- 102 C5H1002 000097-99-4 47
Abundance Scan 731 (10.442 min): BF092443.D (-729) (-) m/z 71.10 100.00%
711
5000 43.0
149.1
93.1111.2 177.1 10.20 10.40 10.60 10.80
O et e e e b e, m/z 43.05  51.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #109845: Propanoic acid, 2-methyl-, 1-(1,1-dimethylethyl)-...
71.0
5000 LRI LN BN UL I
10,20 10.40 10.60 10.80
43.0 m/z 149.10 29.08%
0 il 11:‘" 0 159.0 243.0
m/z--> 20 45 60 éo 160 120 140 1éo 1§0 200 220 240
Abundance
71.0
'~ 10.20 10.40 10,60 10.80
5000 43.0 m/z 41.10 10.10%
o 910 1110 1470 1820
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #19850: 2-Furanmethanol, tetrahydro-, acetate N I B
430 710 10.20 10.40 10.60 10.80
m/z 56.10 9.24%
5000
15.0 ‘
o N R TS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10,20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012417\

Data File : BF092443.D

Aca On : 24 Jan 2017 21:51

Operator : UM/SJ

ﬁ?ggle i 11363-07 BLDG-1-FLOOR-COMP
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .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 Eicosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.93 3.05 ng 214639 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Hexadecane 226 C16H34 000544-76-3 91
3 Pentadecane 212 C15H32 000629-62-9 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Tetradecane 198 C14H30 000629-59-4 86

Abundance Scan 774 (10.933 min): BF092443.D (-772) (-) m/z 57.10 100.00%

57.1

5000

10.60 10.80 11.00 11.20
m/z 43.10 72.60%

o 1132 141.1 169.2
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #107652: Eicosane
57.0
5000 N E e o e e
85.0 10.60 10.80 11.00 11.20
29.0 m/z 71.10 58.31%
oL L L 1130 1410 1690 282.0
R O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
R aREa S
10.60 10.80 11.00 11.20
5000 m/z 85.10 33.97%
85.0
29.0

113.0 141.0 169.0 197.0 226.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64575: Pentadecane T T T

57.0 10.60 10.80 11.00 11.20

m/z 41.10 31.41%
5000 85.0
29 0
0 H | \‘ 113 0 " 141.0 169.0 212.0
.P.”,”.W.H.P.”,”.w.”.“.” e R ARRARARRRREEES LS e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 60 10 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF012417\
Data File : BF092443.D

Aca On : 24 Jan 2017 21:51

Operator : UM/SJ

Sample : 11363-07

Misc :

ALS Vial : 24 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 6 Heptacosane Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
12.98 3.08 ng 190545 Chrysene-d12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 87
2 Tridecane. l1-iodo- 310 C13H271 035599-77-0 86
3 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 86
4 Tetradecane 198 C14H30 000629-59-4 86
5 Eicosane 282 C20H42 000112-95-8 83

Abundance Scan 953 (12.979 min): BF092443.D (-951) (-) m/z 57.10 100.00%
571.1
5000 85.1 ‘/\WJ\’//\V
USRI SN SURRE B
113.2 12.60 12.80 13.00 13.20
0| Ayl raaae92 31 m/z 43.10 65.78%
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane
57.0
5000 UNASUNESUNB UG R
85.0 12.60 12.80 13.00 13.20
m/z 71.10 56.02%
0 Z%O‘ | | | 113.0141.0169.0197.0225.0253.0281.0 323.0351.0380.0
m/z--> 50 160 150 200 250 300 350
Abundance
57.0
12,60 12.80 13.00 1320
5000 85.0 m/z 85.10 38.75%
28.0
o 1130 15501830 310.0
m/z--> " 50 100 150 200 250 300 350
Abundance #73991: Dodecane, 2-methyl-6-propyl- B R EE e U e
57.0 12.60 12.80 13.00 13.20
m/z 41.10 25.52%
h T qu
140.0
oL M R LY I P~ o aci i
m/z--> 50 100 150 200 250 300 350 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012417\

Data File : BF092443.D

Aca On : 24 Jan 2017 21:51

Operator : UM/SJ

ﬁ?ggle i 11363-07 BLDG-1-FLOOR-COMP
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .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 Octacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.33 4_.44 ng 274445 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Tetracosane 338 C24H50 000646-31-1 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Eicosane 282 C20H42 000112-95-8 86
Abundance Scan 984 (13.334 min): BF092443.D (-983) (-) m/z 57.10 100.00%
57.1
5000 __v\AW‘Nﬁﬁﬂ\,A\~,_,JL~A\-
USRNSSR DU B
99.1 13.00 13.20 13.40 13.60
ol J ,I.'. A g 2412 1832 2442 | "m/z 43.10 63.92%
m/z--> 50 100 150 200 250 300 350
Abundance #155178: Octacosane
57.0
5000 RN BN BN B
13.00 13.20 13.40 13.60
99.0 m/z 71.10 56.32%
o 27,0 h | ||, 1410 1830 2250 281.0 337.0 394.0
m/z--> 55 160 1%0 260 250 360 3éo
Abundance
57.0
13.00 13.20 13.40 13.60
5000 m/z 85.10 37.27%
99.0
27.0 141.0 183.0 225.0 267.0 323.0 380.0
m/z--> 55 160 1%0 260 250 300 3éo
Abundance #136481: Tetracosane RN BTt
57.0 13.00 13.20 13.40 13.60
m/z 41.10 22.72%
5000 \ﬁAﬁLM/hJJ_J\\w\I/ANAJ-N
99.0
0 2@0‘ ] | |/, 1410 183.0 2250 267.0 309.0338.0
m/z--> 55 160 1%0 260 250 360 3éo ' 1500 1520 1540 1560 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012417\

Data File : BF092443.D

Aca On : 24 Jan 2017 21:51

Operator : UM/SJ

ﬁ?ggle i 11363-07 BLDG-1-FLOOR-COMP
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .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 9-Octadecenamide, (Z)- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.59 4.75 ng 293646 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 91
2 Nonadecanamide 297 C19H39NO 058185-32-3 72
3 Decanamide- 171 C10H21NO 002319-29-1 64
4 Hexadecanamide 255 C16H33NO 000629-54-9 64
5 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 59
Abundance Scan 1006 (13.585 min): BF092443.D (-1001) (-) m/z 59.10 100.00%
59.1
5000
83.1
126.1 13.20 13.40 13.60 13.80 14.00
o 36 154.1178.2 207.1 238.2 281.2 n/z 72.10 55 670
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #106874: 9-Octadecenamide, (2)-
59.0
5000
13.20 13.40 13.60 13.80 14.00
m/z 55.10 45 _.71%
o 200/ | 830 11401360141 1840 2200 2530 2810
m/z--> 25 Jo éo 80 100 150 140 160 180 200 220 240 260 280 300
Abundance
59.0
13.20 13.40 13.60 13.80 14.00
5000 m/z 41.10 36.29%
29.0 97.0

124.0 1500  194.0 222.0 250.0 297.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #36755: Decanamide- A B
59.0 13.20 13.40 13.60 13.80 14.00
m/z 43.10 29.59%

5000
2901 | 8?0 1280 1710

L T ] S S s ot
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13 20 13. 40 13. 60 13. 80 14. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012417\

Data File : BF092443.D

Aca On : 24 Jan 2017 21:51

Operator : UM/SJ

ﬁ?ggle i 11363-07 BLDG-1-FLOOR-COMP
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .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 10 Tetratetracontane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

14.01 11.88 ng 734409 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
3 Tetratriacontane 479 C34H70 014167-59-0 91
4 Heptacosane. 1l-chloro- 414 C27H55CI 062016-79-9 90
5 Tritetracontane 605 C43H88 007098-21-7 87

Abundance Scan 1043 (14.008 min): BF092443.D (-1040) (-) m/z 57.10 100.00%

57.1
5000

13.60 13.80 14.00 14.20 14.40

131 1692 2393

o A L 0 e e | M/Z 43.100 63.07%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172958: Tetratetracontane
57.0
5000 TTTT TTTT TTTT TTTT TT

13.60 13.80 14.00 14.20 14.40
m/z 71.10 57.91%

| 1130 169.0 225.0 281.0 337.0 393.0 463.0  561.0 615.0

0 ""I""I SRS SRRAY SARRE SARA GRARE SRR BRASE DA BEEAY BRADS DEAE

m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
AR RER AR E S
13.60 13.80 14.00 14.20 14.40
5000 m/z 85.10 39.35%
. 113.0 21002660
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #167078: Tetratriacontane e A
57.0 13.60 13.80 14.00 14.20 14.40
m/z 55.10 25.84%
5000
3.0
o | ,169.0 2250 3110 4100
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 13. 60 13 80 14. 00 14. 20 14. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012417\

Data File : BF092443.D

Aca On : 24 Jan 2017 21:51

Operator : UM/SJ

ﬁ?ggle i 11363-07 BLDG-1-FLOOR-COMP
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .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 13 Tetracosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.95 7.37 ng 315259 Perylene-di12 15.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
4 Heptadecane 240 C17H36 000629-78-7 90
5 Triacontane 422 C30H62 000638-68-6 90
Abundance Scan 1125 (14.945 min): BF092443.D (-1123) (-) m/z 57.10 100.00%
57.1
5000 85.1
113. 2141 2 14.60 14.80 15.00 15.20
ol .|,.1.~.-l.ll, Lo pr 183221152808267.2 | "m/z 71.10 60.65%
m/z--> 50 100 150 200 250 300 350
Abundance #136481: Tetracosane
57.0
5000 U SRR B DR B B
85.0 1460 14.80 15.00 15.20
29.0 m/z 43.10 58.73%
oL L h “‘h"ﬂ1?014101690197022502530281030903380
m/z--> 55 160 150 260 2éo 360 3éo
Abundance
57.0
14,60 14.80 15.00 1520
5000 m/z 85.10 45 _.17%
85.0
0 29.0 113.0141.0169.0197.0225.0253.0281.0  323.0351.0380.0
m/z--> 55 160 1éo 260 250 300 3éo
Abundance #123100: Pentadecane, 8-heptyl- B Em R B
57.0 14.60 14.80 15.00 15.20
m/z 55.10 19.02%
5000 85.0
29.0
0 J } I 813914101690 213023902610 309.0
m/z--> 50 100 1&'30 2(')0 250 3(')0 3&'30 14. 60 14. 80 15. 00 15 20 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012417\

Data File : BF092443.D

Aca On : 24 Jan 2017 21:51

Operator : UM/SJ

ﬁ?ggle i 11363-07 BLDG-1-FLOOR-COMP
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .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 14 Squalene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.03 4.34 ng 185415 Perylene-di12 15.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 91
2 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 83
3 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 004602-84-0 80
4 2.6.10.14-Hexadecatetraen-1-ol. ... 332 C22H3602 061691-98-3 78
5 2,6,10,14,18,22-Tetracosahexaene. .. 410 C30H50 000111-02-4 72
Abundance Scan 1132 (15.025 min): BF092443.D (-1129) (-) m/z 69.10 100.00%
69.1
5000 _,JL_A\,Mvaldﬂb\,,_vﬁ\ﬁw-\
14.80 15.00 15.20 15.40
T W i 11?7.1. 2032 24122831 . 'm/z 81.10 50.84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158504: Squalene
69.0
5000 LI BN UL SURILE B
14,80 15.00 15.20 15.40
m/z 41.10 24 _.00%
o e ﬂroﬂ 0“13”79 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
' 14:80 15.00 15.20 15.40
5000 m/z 95.10 15.40%
o 27.0 105. 0137'0 193. o MMV\A/‘W
m/z--> 50 100 150 200 250 300 350 400
Abundance #70984: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl- AR Baa T e
69.0 14.80 15.00 15.20 15.40
m/z 68.10 11.05%
- W
29.0 136.0
ol b b $080 4 er0220 N —
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012417\

Data File : BF092443.D

Aca On : 24 Jan 2017 21:51

Operator : UM/SJ

ﬁ?ggle i 11363-07 BLDG-1-FLOOR-COMP
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .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 16 Heneicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

16.13 4.88 ng 208777 Perylene-d12 15.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Eilcosane 282 C20H42 000112-95-8 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 90
5 Hexadecane 226 C16H34 000544-76-3 90

Abundance Scan 1229 (16.134 min): BF092443.D (-1226) (-) m/z 57.10 100.00%

57.1
5000 ' ML,W

113.2 15.80 16.00 16.20 16.40

141.2 183.2 211.2

0! m/z 71.10 66.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane
57.0
85.0
5000 LA L L L L L L L |
15.80 16.00 16.20 16.40
m/z 43.10 52 .44%
29 0 113.0
. L1410 1690 197.0 2250 2530 2960
.”,””P.”P”.P”q.”wnuluup.npn..”..”.”..””,””.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
R R EEEEE
15.80 16.00 16.20 16.40
5000 m/z 85.10 49.38%

85.0
29.0
113.0 141.0 169.0 197.0 225.0 253.0 282.0

?

miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #91036: Octadecane AN B B

57.0 15.80 16.00 16.20 16.40
m/z 55.10 22.18%
5000 85.0 rf\~’\Av¢~“~wA/\“*»\vaﬁmvvap

280 113.0
ol Ll | [T 1410 1690 197.0 2250 254.0
R R A R R L R R R I LT D
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012417\

Data File : BF092443.D

Aca On : 24 Jan 2017 21:51

Operator : UM/SJ

ﬁ?ggle i 11363-07 BLDG-1-FLOOR-COMP
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .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 19 Nonacosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
17.99 3.12 ng 133442 Perylene-di12 15.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonacosane 408 C29H60 000630-03-5 90
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 80
3 Heptacosane 380 C27H56 000593-49-7 78
4 Tetratetracontane 619 C44H90 007098-22-8 78
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 78
Abundance Scan 1391 (17.985 min): BF092443.D (-1388) (-) m/z 57.10 100.00%
51.1
07.1 17,60 17.80 18.00 18.20 18.40
L gy 12 210.0 283.1 y : ' : .
O e e o T T e e m/z 71.10 66.73%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158131: Nonacosane
57.0
5000 R U R R B
17. 60 17. 80 18. oo 18. 20 18 40
99.0 m/z 43.10 57 .75%
ﬁmﬂhthFW1%02mzmom%3mo 408.0
m/z--> 55 100 1%0 200 250 300 350 460
Abundance
57.0
17,60 17.80 18.00 18.20 18.40
5000 m/z 85.10 44 .99Y%
99.0
. 141.0 1830 2390 296.0 @M%/\W
m/z--> 55 160 1%0 260 250 360 3éo 460
Abundance #151556: Heptacosane B A
57.0 17.60 17.80 18.00 18.20 18.40
m/z 55.10 16.42%
5000
27,0 9.0 1410
olZLOL iy f 17, 1410 1830 2250 267.0 3230 3800 N —
m/z--> 50 100 150 200 250 300 350 400 1760 1780 1800 1820 1840
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF012417\

Data File : BF092443.D

Acq On : 24 Jan 2017 21:51

Operator : UM/SJ

3?22'6 i 11363-07 BLDG-1-FLOOR-COMP
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .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]
2-Pentanone, 4-hy... 5.15 35.4 ng 1627640 1 6.97 918756 20.0
unknown6.73 6.73 82.7 ng 3798600 1 6.97 918756 20.0
Propanoic acid, 2... 10.44 2.2 ng 150611 3 10.03 1372510 20.0
Eicosane 10.93 3.0 ng 214639 4 11.52 1406190 20.0
Heptacosane 12.98 3.1 ng 190545 5 14.16 1235920 20.0
Octacosane 13.33 4.4 ng 274445 5 14.16 1235920 20.0
9-Octadecenamide, ... 13.59 4.8 ng 293646 5 14.16 1235920 20.0
Tetratetracontane 14.01 11.9 ng 734409 5 14.16 1235920 20.0
Tetracosane 14 .95 7.4 ng 315259 6 15.63 855339 20.0
Squalene 15.03 4.3 ng 185415 6 15.63 855339 20.0
Heneicosane 16.13 4.9 ng 208777 6 15.63 855339 20.0
Nonacosane 17.99 3.1 ng 133442 6 15.63 855339 20.0
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