LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF086988.D

Aca On : 13 May 2016 23:48

Operator : UM/SJ

Sample : H2877-03

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-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 heiaht area % max. total
1 1.735 12 13 70 rVB 4355344 9853965 100.00% 21.205%
2 4.741 275 276 283 rBV 58707 102472 1.04% 0.221%
3 5.199 314 316 332 rBVY 1520711 2009559 20.39% 4.324%
4 6.273 407 410 417 rBV 1049420 1276838 12.96% 2.748%
5 6.387 417 420 422 rBV 2574022 3532413 35.85% 7.601%
6 6.604 437 439 442 rBV 711908 941185 9.55% 2.025%
7 6.764 450 453 456 rBVY 3230008 3118440 31.65% 6.710%
8 7.187 487 490 492 rBV 3076175 3178457 32.26% 6.840%
9 7.896 550 552 555 rBY 1232885 1218951 12.37% 2.623%
10 8.982 644 647 649 rBVY 4926709 5026854 51.01% 10.817%

11 9.382 680 682 684 rBvV 110810 105092 1.07% 0.226%
12 9.645 703 705 708 rBV 1518171 1395982 14.17% 3.004%
13 10.090 735 744 746 rBV 110863 114664 1.16% 0.247%
14 10.433 771 774 777 rBV2 2818344 3205328 32.53% 6.897%
15 10.559 783 785 792 rVB 100724 129001 1.31% 0.278%

16 11.119 832 834 837 rBV 1262837 1347781 13.68% 2.900%
17 11.348 852 854 860 rvB 119319 191548 1.94% 0.412%
18 11.668 880 882 887 rBv2 80039 129243 1.31% 0.278%
19 12.456 948 951 953 rBV2 87797 115046 1.17% 0.248%
20 12.502 953 955 957 rvv 199102 323037 3.28% 0.695%

21 12.548 957 959 961 rVB 452956 472296 4._.79% 1.016%
22 12.616 961 965 968 rvB2 122651 194771 1.98% 0.419%
23 12.708 970 973 976 rBV 3597617 4747856 48.18% 10.217%
24 13.245 1018 1020 1022 rBV 405469 356970 3.62% 0.768%
25 13.291 1022 1024 1025 rVvV 117034 108838 1.10% 0.234%

26 13.496 1041 1042 1050 rVB 131997 218987 2.22% 0.471%
27 13.622 1050 1053 1062 rBV 303737 490039 4._.97% 1.055%
28 13.748 1062 1064 1067 rBV 1316656 1263329 12.82% 2.719%
29 13.931 1078 1080 1084 rBV 161911 159912 1.62% 0.344%
30 14.239 1104 1107 1109 rBV 113950 126728 1.29% 0.273%

31 14.525 1130 1132 1135 rBV 105877 120452 1.22% 0.259%
32 15.108 1180 1183 1185 rBV 785789 895036 9.08% 1.926%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF086988.D

Aca On : 13 May 2016 23:48

Operator : UM/SJ

Sample : H2877-03

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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

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

Method
Title

Sum of corrected areas: 46471070
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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:\HPCHEMI\BNA F\DATA\BF051316\
: BF086988.D

: 13 May 2016 23:48

: UM/SJ

: H2877-03

14 Sample Multiplier: 1

I Z:\HPCHEM1I\BNA F\METHODS\8270-

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

BF050916.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF086988.D

Aca On : 13 May 2016 23:48

Operator : UM/SJ

Sample : H2877-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050916.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 13

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

4.74 2.18 ng 102472 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propvlamine 59 C3HON 000107-10-8 9
3 Diacetamide 101 C4H7NO2 000625-77-4 9
4 1.3.4-Oxadiazole. 2-(acetvloxv)-... 172 C7H12N203 066398-57-0 9
5 2-Pentanone, 5-(acetyloxy)- 144 C7H1203 005185-97-7 9

Abundance Scan 276 (4.741 min): BF086988.D (-275) (-) m/z 43.10 100.00%
43.1
5000 591
| mo 101 T 4e0 4B sho
b e et e et e et || M7z 59.10  49.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R R I L LR
59.0 440 460 480 500
m/z 58.05 13.70%
31.0 83.0 93010‘1.0
O e T e e T
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
30.0
440 460 480 500
5000 m/z 101.10 11.36%
59.0
17.0 40 510
e S U S S I UL IS SIS SUL AL WL
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3942: Diacetamide Emmma e RRama
43.0 4.40 4.60 4.80 5.00
m/z 41.05 8.96%
5000 59.0
73.0
101.0
0 28.0 || 510 | 86.0 \
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF086988.D

Aca On : 13 May 2016 23:48

Operator : UM/SJ

Sample : H2877-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050916.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 unknown6.39 Concentration Rank 2

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

6.39 75.06 ng 3532410 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 25
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 420 (6.387 min): BF086988.D (-417) (-) m/z 132.10 100.00%
13%.1
5000 68.1
400 540 | %.1 6.00 6.20 6.40 6.60 6.80
Ottt ] 82| 2980 W w/z 68.10  37.22%
m/z--> 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
5000 [T T T
6.00 6.20 6.40 6.60 6.80
310 510 m/z 134.10 34 .35%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
6.00 6.0 6.40 6.0 6.80
5000 m/z 66.10 25.95%
33.0 44.0 0.0 105.0
0'"'P"'I"'W"'é??"'{'”g?P'”I""I'”'I%%qpl"”l""I'
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132.0 6.00 6.20 6.40 6.60 6.80
m/z 69.10 15.47%
5000 67.0
41.0 97.0
‘ 20.0 117.0
0....|....‘l.‘...l‘..‘..l‘.‘.‘.llu.‘.‘.‘l‘....|..‘..|.1.q7.0....‘|....|"... -
m/z--> 30 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF086988.D

Aca On : 13 May 2016 23:48

Operator : UM/SJ

Sample : H2877-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050916.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 Ethanol, 2-[4-(1,1-dimethyl.._. Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.35 2.84 ng 191548 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-T4-(1.1-dimethvlethvl... 194 C12H1802 000713-46-2 80
2 1.3-Dioxolane. 2-(4-methoxvphenv... 194 C11H1403 036881-00-2 72
3 Ethanol. 2-T4-(l1.1-dimethvipropv... 208 C13H2002 006382-07-6 64
4 Acetic acid. I2-I'(2-propenvlamin... 235 C12H13NO4 000119-45-9 37
5 2-Cyclopenten-1-one, 3-(1-hepten... 250 C15H260Si 1000159-28-7 37
Abundance Scan 854 (11.348 min): BF086988.D (-852) (-) m/z 179.10 100.00%

179.1
5000 135.1

| 57|- — 10|7'1 o50.2 11,00 11.20 1140 11.60
0...,....','.'..'.,....',..'.'.,....,...'.',....,........,....,....,...., m/z 135.10 44 _.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #51814: Ethanol, 2-[4-(1,1-dimethylethyl)phenoxy]-
179.0
135.0
5000 L LI L L L B L L B L L L B B

11.00 11.20 11.40 11.60
107.0 m/z 107.10 15.51%

410 770 '
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
179.0

135.0 11.00 11.20 11.40 11.60

5000 ' m/z 57.10 13.21%
43.0 87.0
o) TS S RS SR | N U
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #61481: Ethanol, 2-[4-(1,1-dimethylpropyl)phenoxy]- B AR Rt
179.0 11.00 11.20 11.40 11.60
1350 m/z 180.20 13.05%
5000 107.0
41.0 77.0 208.0
e MR PN P& VPR - N W, S | Y P —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF086988.D

Aca On : 13 May 2016 23:48

Operator : UM/SJ

Sample : H2877-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050916.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 Ethanol, 2-[2-[4-(1,1,3,3-t... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.50 5.11 ng 323037 Chrysene-di12 13.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-T2-T4-(1.1.3.3-tetram... 294 C18H3003 002315-61-9 94
2 2-Propen-1-one. 1-(4-aminophenvl... 223 C15H13NO 002403-30-7 43
3 Tetrazole. 1-(4-ethvlphenvl)-5-(... 410 C25H26N6 125038-06-4 35
4 Benzenamine. N.N-dimethvl-4-(2-p... 223 C16H17N 001145-73-9 35
5 9-Acridinecarboxylic acid 223 C14H9NO2 005336-90-3 25
Abundance Scan 955 (12.502 min): BF086988.D (-953) (-) m/z 223.20 100.00%
228.2
135.1
5000] 450

91.1 12.20 12.40 12.60 12.80

0 .J,I.'.-. i pprrt 1 22 m/z 135.10 66.20%

m/z--> 50 100 150 200 250 300 350 400
Abundance #114288: Ethanol, 2-[2-[4-(1,1,3,3-tetramethylbutyl)phenox...
223.0
135.0
5000

12.20 12.40 12.60 12.80
m/z 45.05 39.80%

45.0
91.0
ol oy 0 L e
m/z--> 50 100 150 200 250 300 350 400
Abundance
120.0 223.0
A EEmEEE s
12.20 12.40 12.60 12.80
0
5000 65.0 178.0 m/z 57.05 18.34%
ot et
m/z--> 50 100 150 200 250 300 350 400
Abundance #158421: Tetrazole, 1-(4-ethylphenyl)-5-(1,3-diphenyl-2-im...
223.0 12.20 12.40 12.60 12.80
m/z 224.20 15.21%
5000
77.0
39.0 120.0 291.0
oL20 iy, 35701030 | 2610900 3830  410.0 SRS § VS | —
m/z--> 50 100 150 200 250 300 350 400 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF086988.D

Aca On : 13 May 2016 23:48

Operator : UM/SJ

Sample : H2877-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050916.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 Hexadecanoic acid, butyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.55 7.48 ng 472296 Chrysene-di12 13.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid. 1l.1-dimethvle... 312 C20H4002 031158-91-5 41
3 2.4-Dipropvl-5-ethvl-1.3-dioxane 200 C12H2402 006413-83-8 37
4 2.2-Dimethvl-1.3-butanediol 118 C6H1402 000076-35-7 35
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 27

Abundance Scan 959 (12.548 min): BF086988.D (-957) (-) m/z 56.10 100.00%
56.1
5000 {
257.3
831 1291 1671 185.2 213.2 se11 3123 12.20 12.40 12.60 12.80
0 : : . m/z 57.10 57.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124071: Hexadecanoic acid, butyl ester
56.0 K
5000 BARARRAN
2570 12.20 12.40 12.60 12.80
29.0 83.0 129.0 : m/z 43.10 45_.71%
N N ST N A e -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56.0
12.20 12.40 12.60 12.80
5000 m/z 41.10 44 57%
29.0
o 830 1290 157.0 185.0 213.0 257'0281.0 312.0
T T T T e T T T T e T [ e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #56094: 2,4-Dipropyl-5-ethyl-1,3-dioxane L Rt e b
56.0 12.20 12.40 12.60 12.80
m/z 55.10 33.72%
5000
29.0 o0 145.0
o x\ 85,0 170.0 199.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1220 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF086988.D

Aca On : 13 May 2016 23:48

Operator : UM/SJ

Sample : H2877-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050916.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 11-Tricosene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.62 3.08 ng 194771 Chrysene-di12 13.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11-Tricosene 322 C23H46 052078-56-5 74
2 Acetic acid. octadecvl ester 312 C20H4002 000822-23-1 72
3 1-Hexadecanol 242 C16H340 036653-82-4 68
4 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 62
5 Trifluoroacetic acid, n-heptadec... 324 C17H31F302 1000216-79-2 52
Abundance Scan 965 (12.616 min): BF086988.D (-961) (-) m/z 43.10 100.00%
431
83.0
111.1 o A 150 an 150 1200
12.40 12.60 12.80 13.00
) S— ..-'.-,|. 1222 207.0 m/z 55.05 41.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129062: 11-Tricosene
43.0
5000 830 TTTT TTTT TTTT TTTT TT
12. 40 12 60 12. 80 13. 00
111.0 m/z 57.10 37.71%
0 H || 1400 168.0 196.0 224.0  266.0 294.0 322.0
m/z--> %&&%mmmmmmmmmmmﬁ
Abundance
43.0
12.40 12.60 12.80 13.00
5000 m/z 41.10 35.27%
69.0 970
0 15.0 1250 1559 224.0 252.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #83798: 1-Hexadecanol T
43.0 12.40 12.60 12.80 13.00
69.0 m/z 83.05 28.65%
- M
0 M e e T
m/z--> 12. 40 12 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF086988.D

Aca On : 13 May 2016 23:48

Operator : UM/SJ

Sample : H2877-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050916.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 n-Butyl myristate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.25 5.65 ng 356970 Chrysene-di12 13.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Butvl mvristate 284 C18H3602 000110-36-1 86
2 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 53
3 cis-2.3-Epoxvoctane 128 C8H160 023024-54-6 46
4 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 040482-05-1 43
5 4-Propylcyclohexylamine 141 COH1S9N 102653-37-2 43

Abundance Scan 1020 (13.245 min): BF086988.D (-1018) (-) m/z 56.10 100.00%

58.1
5000

3.1 129.1

285.3 13.00 13.20 13.40 13.60

157.2 185.2 2132 241.3

0] m/z 57.10 63.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #108844: n-Butyl myristate
56.0
5000 LA BULEURE BLSULLN DU B
229.0 13.00 13.20 13.40 13.60
630 129.0 0 284.0 m/z 43.05 51.59%
BN AN o O - Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
56.0
L B o e e S
13.00 13.20 13.40 13.60
5000 m/z 41.10 46.61%
29.0
85.0 129.0

285.0
157.0 185.0 513 9 241.0 311.0 340.0

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #12067: cis-2,3-Epoxyoctane T T
29.0//56.0 85.0 13.00 13.20 13.40 13.60
: m/z 55.05 34.52%
5000
113.0
0 R EEBEEEEEEa s

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 00 13 20 13. 40 13. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF086988.D

Aca On : 13 May 2016 23:48

Operator : UM/SJ

Sample : H2877-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050916.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 unknownl13.50 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.50 3.47 ng 218987 Chrysene-di12 13.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-I2-I2-T4-(1.1.3.3-tet... 338 C20H3404 002315-62-0 38
2 Octaethvlene alvcol 370 C16H3409 1000289-34-2 35
3 Hexaaol 282 C12H2607 002615-15-8 32
4 Hvdrazine. (2-phenvlethvl)- 136 C8H12N2 000051-71-8 22
5 3,6,9,12-Tetraoxahexadecan-1-ol 250 C12H2605 001559-34-8 17
Abundance Scan 1042 (13.496 min): BF086988.D (-1041) (-) m/z 45.10 100.00%

1

267.2
5000

161.1 205.1 237.2 13.20 13.40 13.60 13.80

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #136339: Ethanol, 2-[2-[2-[4-(1,1,3,3-tetramethylbutyl)phe...
267.0
5000

450 890 13.20 13.40 13.60 13.80
133.0 m/z 135.10 42 .36%

1610
‘ e b by H‘ ‘IH\‘ \HH\ “\ 2050 2370 2950 3380
---|--u|----|----|----|-u- T ----|----|----|----|u--|-u- T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
45.0

13.20 13. 40 13 60 13.80

o

5000 m/z 57.10 37.49%
89.0
133.0
o 19.0 177.0 207.0 251.0 283.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #107064: Hexagol
45.0 13 20 13.40 13.60 13.80

m/z 89.05 21.81%

89.0
5000
133.0
o150, | | | I | 1630 2090 2520 2830

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 20 13. 40 13 60 13. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF086988.D

Aca On : 13 May 2016 23:48

Operator : UM/SJ

Sample : H2877-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050916.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 Pentafluoropropionic acid, ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.62 7.76 ng 490039 Chrysene-di12 13.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 91
2 l17-Pentatriacontene 491 C35H70 006971-40-0 91
3 Pentafluoropropionic acid. octad... 416 C21H37F502 1000280-07-7 91
4 Oxirane. l(dodecvloxv)methvI1- 242 C15H3002 002461-18-9 91
5 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 87
Abundance Scan 1053 (13.622 min): BF086988.D (-1050) (-) m/z 57.10 100.00%
57.1
5000
N F? 1
—v—v—v—v—rv—v—v—vj—v—v—v—q—v—v—v—v—rv—h
39.1 13.40 13.60 13.80 14.00
ol ,-..J.L,.l.]‘.l.-,.l.f‘.:*:l,....,2‘?7.-.1.,....,....,....,...., m/z 43.10 90.42%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #153508: Pentafluoropropionic acid, hexadecyl ester
43.0
5000 LB BN BULIULE B
3.0 1340 13.60 13.80 14.00
W m/z 55.10 65.73%
0 ,\H m‘ | M Oiero 2240
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43.0
1340 13.60 13.80 14.00
5000 83.0 m/z 41.10 49.51%
. 12501670 2100 267.0307.0 490.0
LA R UL RSN UARLELESA DAL WALELELA LI UARLELELN SR
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #159526: Pentafluoropropionic acid, octadecy! ester R AR EE e EE e e
43.0 13.40 13.60 13.80 14.00
m/z 71.10 43.82%
5000
3.0
o “ ﬂ 250167 0205.0 252.0
||||||||||||||||||||||||||||||||||||||| —v—v—v—v—rv—v—v—vj—v—v—v—q—v—v—v—v—rv—h
m/z--> 5'0 1(')0 150 200 250 300 350 400 450 ' 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF086988.D

Aca On : 13 May 2016 23:48

Operator : UM/SJ

Sample : H2877-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050916.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 12 Eicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

13.93 2.53 ng 159912 Chrysene-di12 13.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Pentacosane 352 C25H52 000629-99-2 90

Abundance Scan 1080 (13.931 min): BF086988.D (-1078) (-) m/z 57.05 100.00%

57.0
5000

990.1 13.60 13.80 14.00 14.20
1412
o..'.‘,J.!l.ll.ﬂ,.w e | M/Z 43.10  73.13%

m/z--> 50 100 150 200 250 300 350
Abundance #107651: Eicosane
57.0
5000 TT [T T I T [T T T T[T T T T[T TTT]
13.60 13.80 14.00 14.20
m/z 71.10 48.15%
99.0
0 27\"0“ h Il ‘\ 141 0 1830 225.0 282.0
e e e T e
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
AL A SRR
13.60 13.80 14.00 14.20
5000 m/z 85.10 36.63%
99.0
27.0 141.0 183.0 2250 267.0 323.0 380.0
e e T o o L A e e o e e B e LA i o o e |
m/z--> 50 100 150 200 250 300 350
Abundance #155178: Octacosane
57.0 13.60 13.80 14.00 14.20
m/z 41.10 28.00%
5000
99.0
0 27,0 Ly 1410 183.0 225.0 281.0 337.0 394.0
e o e e L e o e e LI B o o o e e LA R N EERE E
m/z--> 50 100 150 200 250 300 350 13. 60 13. 80 14. 00 14. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF086988.D

Aca On : 13 May 2016 23:48

Operator : UM/SJ

Sample : H2877-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050916.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 Eicosane, 7-hexyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14 .24 2.01 ng 126728 Chrysene-di12 13.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 1107 (14.239 min): BF086988.D (-1104) (-) m/z 57.10 100.00%
57.1
5000 l / \
AN SUNRI BN B
141.2 14.00 14.20 14.40 14.60
o..~~,J |||.| A 832 2211 2811 Tm/z 43.10  70.40%
m/z--> 50 100 150 200 250 300 350
Abundance #147095: Eicosane, 7-hexyl-
57.0
5000 LRI IS SULRLE B
14.00 14.20 14. 40 14. 60
99.0 m/z 71.10 56.52%
oL L Ly }41 0 18202110 25202810 3220
m/z--> 55 160 150 260 2éo 360 350
Abundance
57.0
14.00 14.20 14.40 14.60
5000 m/z 85.10 39.32%
99.0
o 1410 1830 2390450 3080 3520
m/z--> 55 160 150 260 250 300 3éo
Abundance #155178: Octacosane
57.0 14.00 14.20 14.40 14.60
m/z 41.10 26.31%
- m
99.0
0 27,0 ] Ly 1410 183.0 225.0 281.0 337.0 394.0
m/z--> 5'0 1(')0 150 200 250 3(')0 3&'30 ' 14'00 14. 20 14. 40 14. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF086988.D

Aca On : 13 May 2016 23:48

Operator : UM/SJ

Sample : H2877-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050916.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 Octacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .53 2.69 ng 120452 Perylene-di12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Hentriacontane 437 C31H64 000630-04-6 90
3 Eicosane 282 C20H42 000112-95-8 87
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 86
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 86
Abundance Scan 1132 (14.525 min): BF086988.D (-1130) (-) m/z 57.10 100.00%
51.1
5000

14.20 14.40 14.60 14.80
oLk Jlll.ll.ﬂﬁ:*ol???.z,o??.. . m/z 43.10 77.92%

T
m/z--> 50 100 150 200 250 300 350 400
Abundance #155178: Octacosane
57.0
5000 LA L L L L LB LN |

14.20 14.40 14.60 14.80
m/z 71.05 53.28%

99.0
0l25.0 ‘ LA |4 }410 183.0 2250 281.0 337.0  394.0
S e O L L BN
miz--> 50 100 150 200 250 300 350 400
Abundance
57.0
e e oo e
14.20 14.40 14.60 14.80
5000 m/z 85.10 35.20%
99.0
o 141.0 183.0 2250 267.0 309.0 351.0 393.0 436.0
o - A ey
miz--> 50 100 150 200 250 300 350 400
Abundance #107652: Eicosane T T T T
57.0 14.20 14.40 14.60 14.80
m/z 41.10 28.13%
5000
A .-
miz--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051316\
Data File : BF086988.D

Acq On : 13 May 2016 23:48

Operator : UM/SJ

Sample : H2877-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916.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... 4.74 2.2 ng 102472 1 6.62 941185 20.0
unknown6 .39 6.39 75.1 ng 3532410 1 6.62 941185 20.0
Ethanol, 2-[4-(1,... 11.35 2.8 ng 191548 4 11.12 1347780 20.0
Ethanol, 2-[2-[4-... 12.50 5.1 ng 323037 5 13.75 1263330 20.0
Hexadecanoic acid... 12.55 7.5 ng 472296 5 13.75 1263330 20.0
11-Tricosene 12.62 3.1 ng 194771 5 13.75 1263330 20.0
n-Butyl myristate 13.25 5.7 ng 356970 5 13.75 1263330 20.0
unknown13.50 13.50 3.5 ng 218987 5 13.75 1263330 20.0
Pentafluoropropio... 13.62 7.8 ng 490039 5 13.75 1263330 20.0
Eicosane 13.93 2.5 ng 159912 5 13.75 1263330 20.0
Eicosane, 7-hexyl- 14.24 2.0 ng 126728 5 13.75 1263330 20.0
Octacosane 14.53 2.7 ng 120452 6 15.11 895036 20.0
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