LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089477.D

Aca On : 31 Jul 2016 18:19

Operator : UM/SJ

Sample : H4252-02

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-BF072716.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 1.655 5 6 71 rVB 1322050 3589215 100.00% 25.506%
2 4.581 259 262 274 rBV 263235 467277 13.02% 3.321%
3 5.061 302 304 318 rBV 796661 1039906 28.97% 7 .390%
4 6.159 398 400 407 rBV 635658 1067888 29.75% 7 .589%
5 6.261 407 409 411 rBV 995102 1102087 30.71% 7.832%
6 6.490 427 429 436 rBV 232821 253691 7.07% 1.803%
7 6.650 440 443 445 rBV 628063 832620 23.20% 5.917%
8 7.062 477 479 489 rBV 460088 651153 18.14% 4.627%
9 7.782 540 542 544 rBV 242426 308380 8.59% 2.191%
10 8.856 634 636 639 rBY 1291413 1177597 32.81% 8.368%

11 9.256 669 671 674 rBvY 195455 173484 4._.83% 1.233%
12 9.519 692 694 697 rBvV 395812 343088 9.56% 2.438%
13 10.308 761 763 765 rBV 449834 522428 14.56% 3.712%
14 10.445 773 775 779 rBV 34581 39856 1.11% 0.283%
15 10.993 820 823 827 rBV 246461 274374 7.64% 1.950%

16 11.553 870 872 875 rBV 36366 46319 1.29% 0.329%
17 12.422 945 948 951 rvv 31473 45934 1.28% 0.326%
18 12.571 959 961 964 rBV 810600 788793 21.98% 5.605%
19 13.485 1037 1041 1049 rBV3 49151 80526 2.24% 0.572%
20 13.611 1049 1052 1059 rBV2 232403 313308 8.73% 2.226%
21 14.114 1093 1096 1102 rBV3 27081 49334 1.37% 0.351%
22 14.605 1136 1139 1144 rBV 29576 65438 1.82% 0.465%

23 14.685 1144 1146 1153 rBV2 49889 121051 3.37% 0.860%
24 14.937 1166 1168 1171 rBV 211844 262838 7.32% 1.868%

25 15.142 1184 1186 1189 rVB3 29593 40028 1.12% 0.284%
26 15.337 1200 1203 1204 rBV 52112 82727 2.30% 0.588%
27 15.371 1204 1206 1210 rVB3 26639 45435 1.27% 0.323%
28 15.942 1253 1256 1260 rBV 31613 55723 1.55% 0.396%
29 16.331 1287 1290 1296 rVB3 23875 65042 1.81% 0.462%
30 16.537 1305 1308 1314 rVB2 35311 83031 2.31% 0.590%
31 17.325 1373 1377 1382 rBV3 17752 47376 1.32% 0.337%
32 18.114 1441 1446 1452 rVVv4 9568 36250 1.01% 0.258%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089477.D

Aca On : 31 Jul 2016 18:19

Operator : UM/SJ

Sample : H4252-02

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-BF072716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 14072197
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089477.D

Aca On : 31 Jul 2016 18:19

Operator : UM/SJ

Sample = H4252-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF089477.D
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Abundance TIC: BF089477.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089477.D

Aca On : 31 Jul 2016 18:19

Operator : UM/SJ

Sample = H4252-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 4

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

4.58 36.84 ng 467277 1,4-Dichlorobenzene-d4 6.49
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. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 262 (4.581 min): BF089477.D (-259) (-) m/z 43.10 100.00%
43
59
5000
101 L
420 440 460 4.80 500
83
o.”“”.“”w.”qh.§%+hn.w””,m”“.upn.“”w.”w.”w”.w m/z 59.10 62.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 420 4.40 4.60 4.80 5.00
m/z 101.10 23.24%
15 31 101
0 ‘ 1 N 51 . 83 ‘
LR RS AR RS SRS RERLA RS NN RARLS RS SARSS LS LSS SARS SARRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
420 440 460 480 500
5000 M m/z 58.10 15.50%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4035: 2,3-Butanedione, monooxime T P . :
43 420 440 460 4.80 500

m/z 41.10 9.56%

5000
101
15 58
S - N7

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.20 4.40 460 4.80 5.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089477.D

Aca On : 31 Jul 2016 18:19

Operator : UM/SJ

Sample = H4252-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknown6.26 Concentration Rank 2

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

6.26 86.88 ng 1102090 1,4-Dichlorobenzene-d4 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 409 (6.261 min): BF089477.D (-407) (-) m/z 132.00 100.00%
5000 68
40 54 7 o7 % 5115 6.00 6.20 6.40 6.60
0 B E e m/z 68.10 38.63%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.00 6.20 6.40 6.60
31 51 78 m/z 134.00 33.43%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.00 6.20 6.40 6.60
5000 67 m/z 66.10 25.10%
41 97
53
29 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.00 6.20 6.40 6.60
24 m/z 69.10 15.67%
5000 98 116
o b L8 o |l ase 189 SN LN L
m/z--> 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\BF073116\
Data File : BF089477.D

Aca On : 31 Jul 2016 18:19

Operator : UM/SJ

Sample = H4252-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 Nonadecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.44 2.91 ng 39856 Phenanthrene-d10 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Pentadecane 212 C15H32 000629-62-9 86
3 Tetradecane 198 C14H30 000629-59-4 86
4 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 78
5 Hexadecane 226 C16H34 000544-76-3 78
Abundance Scan 775 (10.445 min): BF089477.D (-773) (-) m/z 57.10 100.00%
57
43 71
85
5000
9 11317 "' 1020 10.40 10.60 10.80
(o} m/z 43.10 73.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117637: Nonadecane
57
5000 LN BRI B SULELLN UL
mmmmmmmm
9 m/z 71.10 68.96%
113127141155169183197

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
43
71 10.20 10.40 10.60 10.80
5000 a5 m/z 85.10 53.34%
29 99
oL 15 113127141155169183 212
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59880: Tetradecane
57 10.20 10.40 10.60 10.80
43 m/z 41.10 36.03%
71
5000 85
29
99
oL 15 ‘\ LA 113127141155169 198
.”,“.W.H.P.H,H.W.H.P.“..” T T R e N EARER
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10 20 10. 40 10. 60 10. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089477.D

Aca On : 31 Jul 2016 18:19

Operator : UM/SJ

Sample = H4252-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 n-Hexadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.55 3.38 ng 46319 Phenanthrene-d10 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 64
Abundance Scan 872 (11.553 min): BF089477.D (-870) (-) m/z 73.10 100.00%
60 7B
43
5000 129
97 213 e
o ¢{ L5 | 143157171185 256 1120 1140 11,60 1180
o/ S 1 m/z 60.00 83.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 L DAL IS BN B B
11.20 11.40 11.60 11.80
m/z 43.05 74 .85%
ﬂji 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
1120 1140 11,60 11.80
5000 129 m/z 41.10 73.81%
29 87
115 | 143 199 242
101 185
s 157171 213506
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #84453: Tetradecanoic acid
60 73 11.20 11.40 11.60 11.80
43 m/z 57.10 72 .58%
5000 129
- 185 228
01115 | 143,171
0:: : ”III‘ H“ \ml} H‘ - |‘||:|I-|57|||| |‘||1|99||25L|3||‘|||||||||
m/z--> 80 100 120 140 160 180 200 220 240 260 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089477.D

Aca On : 31 Jul 2016 18:19

Operator : UM/SJ

Sample = H4252-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 Trifluoroacetoxy hexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.49 5.14 ng 80526 Chrysene-di12 13.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 95
2 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 95
3 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 94
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 93
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
Abundance Scan 1041 (13.485 min): BF089477.D (-1037) (-) m/z 57.10 100.00%
a7 88
5000 111 JNvAA\NAwaJf\\J\_A,J\“,AN
e 20 13.20 13.40 13.60 13.80
ob—— Ay m/z 83.10 99.27%
m/z--> 50 100 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane
57
97
5000
13.20 13.40 13.60 13.80
29 125 m/z 43.10 95.03%
oL I\I L\III T 1“ I\“I ‘“]]5‘4|.| |]|-9‘|6|2|2‘4|.| | |26‘|9| — |32|0| g
m/z--> 50 100 150 200 250 300 350
Abundance
57
8 SRR BN BN BN
13.20 13.40 13.60 13.80
5000 111 m/z 55.10 93.16%
29 169
0 140 196,15 241 392
m/z--> 50 100 150 200 250 300 350 '
Abundance #197885: Trichloroacetic acid, pentadecy! ester R B A B e
3 13.20 13.40 13.60 13.80
83 m/z 97.10 84 .40%
5000
111
o ‘ {139 182 210
m/z--> 150 200 250 300 350 ' 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089477.D

Aca On : 31 Jul 2016 18:19

Operator : UM/SJ

Sample = H4252-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 1-Decanol, 2-octyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.11 3.15 ng 49334 Chrysene-di12 13.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decanol. 2-octvl- 270 C18H380 045235-48-1 72
2 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 72
3 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 72
4 Tetrapentacontane. 1.54-dibromo- 915 C54H108Br2 1000156-09-4 68
5 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 68
Abundance Scan 1096 (14.114 min): BF089477.D (-1093) (-) m/z 57.10 100.00%
g7
43
71
5000
| 13:80 14.00 14.20 14.40
Obprrrr b m/z 43.10 77 .40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #119525: 1-Decanoal, 2-octyl-
57
43 | 4
5000 SR AU BRI U BN
13.80 14.00 14.20 14.40
29 111 m/z 71.10 64 .72%
o 125140154168187106 224238252
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance \i\\
57
43 SRR DU SURUR BN
71 13.80 14.00 14.20 14.40
5000 85 m/z 55.10 50.00%
111
29 125
0 140154168182196 224238252 269
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #143260: 1-Dodecanoal, 2-octyl- R R e R B
13.80 14.00 14.20 14.40

m/z 85.10 49_.91%

5000

111
29

3

5
o 140154168182196210 238252266280 297
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089477.D

Aca On : 31 Jul 2016 18:19

Operator : UM/SJ

Sample = H4252-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 Hentriacontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .69 9.21 ng 121051 Perylene-d12 14 .94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 87
2 Heptadecane 240 C17H36 000629-78-7 81
3 Heneicosane 296 C21H44 000629-94-7 81
4 Hexadecane 226 C16H34 000544-76-3 81
5 Triacontane 422 C30H62 000638-68-6 72
Abundance Scan 1146 (14.685 min): BF089477.D (-1144) (-) m/z 57.10 100.00%
57
i ]] | ‘141163 191 2~‘|32 281 14.40 14.60 14.80 15.00
ot e m/z 71.05 72 .54%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57
5000 85 L UL B B B
mmmmmmmm
”3 m/z 43.10 64.47%
m/z--> 55 1%0 260 2%0 360 3%0 460 !
Abundance
57
g5 14.40 14.60 14.80 15.00
5000 m/z 85.10 55.48%
29
. 113 141 169 197 240
miz-> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57 14.40 14.60 14.80 15.00
m/z 55.10 23.40%
85
29 113
oL L. | | |7]7 141 169 197 225 253 206
m/z--> 55 160 1%0 260 250 360 3%0 460 ! 14%0 1460 1480 1500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089477.D

Aca On : 31 Jul 2016 18:19

Operator : UM/SJ

Sample = H4252-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 Hexadecanal Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.14 3.05 ng 40028 Perylene-d12 14 .94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanal 240 C16H320 000629-80-1 95
2 Tetradecanal 212 C14H280 000124-25-4 91
3 Heptadecanal 254 C17H340 1000376-70-0 91
4 Octadecanal 268 C18H360 000638-66-4 91
5 14-Octadecenal 266 C18H340 056554-89-3 80
Abundance Scan 1186 (15.142 min): BF089477.D (-1184) (-) m/z 57.10 100.00%
7
82

5000

14.80 15.00 15.20 15.40
m/z 43.10 93.62%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94314: Hexadecanal

5000

14. 80 15. OO 15 20 15.40
110,,, m/z 82.05 80.32%
138]_52 166180 196 222

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
82
14.80 15.00 15.20 15.40
5000{ 29 96 m/z 55.10 61.49%

110
. 124133152 168 194 217

Tmmmmwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105849: Heptadecanal R R Bmman
14.80 15.00 15.20 15.40
m/z 96.10 57.71%

5000

109123
137 152166180194208

236 254
B e
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089477.D

Aca On : 31 Jul 2016 18:19

Operator : UM/SJ

Sample = H4252-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.34 6.29 ng 82727 Perylene-di12 14.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 1203 (15.337 min): BF089477.D (-1200) (-) m/z 57.05 100.00%
57
85
5000
113 B SN ORI IR BN
l | “ v 141 169 1o, 067 15.00 15.20 15.40 15.60
b Ml e ey m/z 71.10 76.74%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 L SN SR B BN
15.00 15.20 15.40 15.60
m/z 43.10 62.22%
29 113
ol | ‘L ‘h Ll |7 141 169 197 225 253 295 323 367
m/z--> 55 160 1%0 260 2%0 360 3éo
Abundance
57
15.00 15.20 15.40 15.60
5000 85 m/z 85.10 59.14%
0 29 13 141 169 197 225 267 295 365 393
m/z--> 55 160 1%0 260 2%0 360 3éo
Abundance #185535: Heptadecane, 9-octyl- T
57 15.00 15.20 15.40 15.60
m/z 55.10 23.91%
2000 & NVM/I\/\JV\NW
oL 3 J L MR 041 169 197 %9 267 204 323 32
m/z--> 55 160 1%0 260 2%0 360 3éo ' 1sbo 1550 1520 1560
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089477.D

Aca On : 31 Jul 2016 18:19

Operator : UM/SJ

Sample = H4252-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 Behenic alcohol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.37 3.46 ng 45435 Perylene-di12 14.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 90
2 1-Heneicosanol 312 C21H440 015594-90-8 83
3 1-Octadecanol 270 C18H380 000112-92-5 52
4 Cvcloheptane. methvl- 112 C8H16 004126-78-7 43
5 trans-1,3-Diethylcyclopentane 126 C9H18 1000113-87-1 30
Abundance Scan 1206 (15.371 min): BF089477.D (-1204) (-) m/z 83.10 100.00%
55 8B
5000 111
3 139 265 LA PR BN SUR I
15.00 15.20 15.40 15.60
o 197 208 281 m/z 97.10  87.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol
55 83
5000 B U AR B SUNI I
15.00 15.20 15.40 15.60
m/z 55.10 78.86%
29 139 oo
0...“ukqh.ﬂ‘. 182 210 238 264280 308
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 83
15.00 15.20 15.40 15.60
5000 111 m/z 69.10 63.56%
29
o 139 167182 210 238 266 204 VJJV\AAM\NJU\\AquﬂM\NA\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #119524: 1-Octadecanol R R RREEEEa
15.00 15.20 15.40 15.60
m/z 43.10 43.07%
o N_,AW_VJ\N\,J\A“\~f\y,v,n\.,\
o 167182 209224 252
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1:5.'0'0' 15'20 15'40 15|60 ol
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089477.D

Aca On : 31 Jul 2016 18:19

Operator : UM/SJ

Sample = H4252-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 Oxirane, hexadecyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.94 4.24 ng 55723 Perylene-d12 14.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 94
2 Hexadecanal 240 C16H320 000629-80-1 94
3 Octadecanal 268 C18H360 000638-66-4 91
4 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
5 Heptadecanal 254 C17H340 1000376-70-0 87
Abundance Scan 1256 (15.942 min): BF089477.D (-1253) (-) m/z 57.10 100.00%
43 9 2
5000
15.60 15.80 16.00 16.20
0 m/z 82.10 94 .45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117618: Oxirane, hexadecyl-
2 96
5000
110 15.60 15.80 16.00 16.20
124, 0 m/z 43.10 81.71%
o 152166180194 211 236250 268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 82
96 B NI UL LN BN I

15.60 15.80 16.00 16.20
5000 29 m/z 96.05 59.21%

110154
138]_52166180 196 222
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117604: Octadecanal

15.60 15.80 16.00 16.20
m/z 55.10 58.65%

Sy

124138152 166180194208222
N
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.60 15.80 16.00 16.20

5000

110
250 268
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089477.D

Aca On : 31 Jul 2016 18:19

Operator : UM/SJ

Sample = H4252-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.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 14 unknownl16.33 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
16.33 4.95 ng 65042 Perylene-di12 14.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .delta.-Selinene 204 C15H24 028624-23-9 27
2 Naphthalene. 2.3.4.4a.5.6-hexahy... 204 C15H24 000473-14-3 27
3 Naphthalene. 1.2.4a.5.8.8a-hexah... 204 C15H24 005951-61-1 22
4 Cedrene-V6 204 C15H24 1000162-76-8 22
5 2-Methylthio-1,4-naphthoquinone 204 C11H802S 026037-60-5 18

Abundance Scan 1290 (16.331 min): BF089477.D (-1287) (-) m/z 177.10 100.00%
117
204
95
109
5000 58 g 134 190 A ﬂ
149 UL A IR B R
43 1 281 16.00 16.20 16.40 16.60
0! it I e A A m/z 189.10 75.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64315: .delta.-Selinene
189 204
161
5000
4l 91105 16.00 16.20 16.40 16.60
119 m/z 204.20 74 .60%
‘ 147 175
ol Ilm‘\HH‘ Muhnw e A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
189 204
161 UL BN IR
16.00 16.20 16.40 16.60
5000 a1 o1 105 m/z 175.10 60.68%
- 133
27 " Uy 175
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64542: Naphthalene, 1,2,4a,5,8,8a—hexahydro—4,7—dim8thy|—... LI L L L L
161 189204 16.00 16.20 16.40 16.60
m/z 95.10 59.94Y%
5000
41 91105 133
AT dEs
ok ..|. \‘ \H H‘ X MM A “‘.‘...‘...‘...‘...........l....l.. R —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1600 1620 1640 1660

8270-BF072716.M Mon Aug 01 19:39:58 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089477.D

Aca On : 31 Jul 2016 18:19

Operator : UM/SJ

Sample = H4252-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 15 unknownl6.54 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
16.54 6.32ng 83031  Perylene-di2 14.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Guaia-1(10).1l-diene 204 C15H24 1000374-19-7 14
2 Alloaromadendrene 204 C15H24 025246-27-9 14

1000299-65-7 11
068779-12-4 11

N.O-bis(3-cvclopentvlp... 367 C20H33NO5
1.5-diethenvl-2.3-d... 164 C12H20

3 I-Serine.
4 Cvclohexane.

5 Benzenemethanol, .alpha.-methyl-._. 122 C8H100 001445-91-6 10
Abundance Scan 1308 (16.537 min): BF089477.D (-1305) (-) m/z 43.10 100.00%
¥ic]
107 145
81
213
5000 )
189 | % 25555 303 35 S
||| ‘ | 16.20 16.40 16.60 16.80
ol— L1 SN N S m/z 107.10 78.68%
miz--> 50 100 150 200 250 300 350
Abundance #64351: Guaia-1(10),11-diene
93 161
41 119 189
5000 LA L L L LB B L |
67 16.20 16.40 16.60 16.80
u J« m/z 55.10 78.39%
miz--> 50 100 150 200 250 300 350
Abundance
41
91 B o e
16.20 16.40 16.60 16.80
5000 119 61 m/z 145.10 77.19%
69
189
143
o T e e T e e
miz--> 50 100 150 200 250 300 350
Abundance #194790: I-Serine, N,O-bis(3-cyclopentylpropionyl)-, methy...
55 166 16.20 16.40 16.60 16.80
203
107,56 43 m/z 57.10 71.00%
5000
81
ou il
G.JEHHM-W e
miz--> 50 100 150 200 250 300 350 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089477.D

Aca On : 31 Jul 2016 18:19

Operator : UM/SJ

Sample = H4252-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 unknownl7.33 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

17.33 3.60 ng 47376 Perylene-di12 14.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetamide. N-methvl-N-T4-T2-fluo... 226 C12H19FN20 132377-37-8 10
2 2-Methvl-6-(1-propenvDpiperidin... 139 C9H17N 000501-02-0 10
3 Sambucinol 266 C15H2204 090044-33-0 10
4 Acetic acid. cvano-. (1-methvlet... 139 C6H9N30 004974-42-9 10
5 4H-Pyran-4-one, 2,6-dimethyl- 124 C7H802 001004-36-0 10

Abundance Scan 1377 (17.325 min): BF089477.D (-1373) (-) m/z 124.10 100.00%

43 124
57

5000

17.00 17.20 17.40 17.60

0 m/z 43.10 86.08%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #82492: Acetamide, N-methyl-N-[4-[2-fluoromethyl-1-pyrroli...
124
43 82
5000 56 LA L L L L LB LB |
17.00 17.20 17.40 17.60
102 193 m/z 57.10 74.03%
0 331%2 167150 | 206 226
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
124
68 96 LB L B L L BB
24 82 17.00 17.20 17.40 17.60
5000 139 m/z 71.10 56.09%
111
Ot e e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #115471: Sambucinol A BEmma B R
124 17.00 17.20 17.40 17.60
82 m/z 135.10 47 .85%
5000 43
95 109 161 251 266
T I = A=
Ob b AL .N,AM.“.” ARG G N H
m/z--> 40 O 80 100 120 140 160 180 200 220 240 260 280 17.00 17.20 17.40 17.60

8270-BF072716.M Mon Aug 01 19:40:00 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089477.D

Aca On : 31 Jul 2016 18:19

Operator : UM/SJ

Sample = H4252-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 17 unknownl8.11 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
18.11 2.76 ng 36250 Perylene-d12 14.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 32
2 .psi...psi.-Carotene. 7.77.8.8".... 547 C40H66 000502-62-5 12
3 Supraene 410 C30H50 007683-64-9 12
4 1-(2-PvridvDpiperazine 163 C9H13N3 034803-66-2 12
5 1,2-Cyclohexanedimethanol 144 C8H1602 003971-29-7 10
Abundance Scan 1446 (18.114 min): BF089477.D (-1441) (-) m/z 96.10 100.00%
125
163
55 193
5000

| ‘ | 281 17.80 18.00 18.20 18.40

0 || M/z 125.00  96.21%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215933: Squalene
69
5000
41 17.80 18.00 18.20 18.40
m/z 95.10 94.77%
NENN I M |, 191 23158 299 341368 410
,.”., R A R
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
69
B S = S
17.80 18.00 18.20 18.40
5000 m/z 69.10 91.16%
a1 109137
0 191 245273301 341368 409437 477505 546
e e e =~ B~ L A
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215934: Supraene R R e R REE R
69 17.80 18.00 18.20 18.40
m/z 121.10 83.57%
5000
4l 09137
ol | 164193 247 200 341368 410
T T T T e ] T T T e e o e e e e
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550 17.80 18.00 18.20 18.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073116\
Data File : BF089477.D

Acq On : 31 Jul 2016 18:19

Operator : UM/SJ

Sample - H4252-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4 .58 36.8 ng 467277 1 6.49 253691 20.0
unknown6 .26 6.26 86.9 ng 1102090 1 6.49 253691 20.0
Nonadecane 10.44 2.9 ng 39856 4 10.99 274374 20.0
n-Hexadecanoic acid 11.55 3.4 ng 46319 4 10.99 274374 20.0
Trifluoroacetoxy ... 13.49 5.1 ng 80526 5 13.61 313308 20.0
1-Decanol, 2-octyl- 14 .11 3.1 ng 49334 5 13.61 313308 20.0
Hentriacontane 14.69 9.2 ng 121051 6 14.94 262838 20.0
Hexadecanal 15.14 3.0 ng 40028 6 14.94 262838 20.0
Hexacosane 15.34 6.3 ng 82727 6 14.94 262838 20.0
Behenic alcohol 15.37 3.5 ng 45435 6 14.94 262838 20.0
Oxirane, hexadecyl- 15.94 4.2 ng 55723 6 14.94 262838 20.0
unknown16.33 16.33 5.0 ng 65042 6 14.94 262838 20.0
unknownl16 .54 16.54 6.3 ng 83031 6 14.94 262838 20.0
unknownl17 .33 17.33 3.6 ng 47376 6 14.94 262838 20.0
unknown18.11 18.11 2.8 ng 36250 6 14.94 262838 20.0
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