LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072116\

Data File : BF089167.D

Aca On - 21 Jul 2016 8:46 Instrument :

Operator : UM/SJ ?:'l\:gﬁ't:Sam ol

3§mple : H4107-01 TmCOMMH%FmM
isc :

ALS Vial : 3 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-BF072016.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 1.724 11 12 65 rvB 1434019 3062624 100.00% 16.747%
2 4.718 272 274 283 rBV 17018 31642 1.03% 0.173%
3 5.176 312 314 343 rBV 598317 1005905 32.84% 5.500%
4 6.261 406 409 416 rBV 716219 1165794 38.07% 6.375%
5 6.364 416 418 436 rVvVv 911698 1182693 38.62% 6.467%
6 6.593 436 438 449 rVB 182998 296268 9.67% 1.620%
7 6.753 449 452 461 rBV 802569 804378 26.26% 4 .398%
8 7.164 486 488 500 rBV 479799 713192 23.29% 3.900%
9 7.885 548 551 561 rBV 400221 411488 13.44% 2.250%
10 8.959 642 645 648 rBY 1322784 1461095 47.71% 7.989%

11 9.359 678 680 691 rBv 326143 313792 10.25% 1.716%
12 9.622 701 703 706 rBV 317510 438354 14.31% 2.397%

13 9.862 721 724 726 rBV 24074 49381 1.61% 0.270%
14 10.410 770 772 775 rBV 632973 704414 23.00% 3.852%
15 10.548 782 784 789 rvVB2 27842 36553 1.19% 0.200%
16 10.799 802 806 811 rVB 23636 53054 1.73% 0.290%

17 11.096 830 832 835 rBvV 386316 448274 14.64% 2.451%
18 11.656 878 881 890 rVvB 516883 1061468 34.66% 5.804%

19 11.862 897 899 902 rBV 38264 38831 1.27% 0.212%
20 12.308 934 938 939 rBV 30337 60313 1.97% 0.330%
21 12.342 939 941 945 rVB3 19586 38110 1.24% 0.208%
22 12.445 945 950 952 rBV 1113953 1730164 56.49% 9.461%
23 12.582 961 962 966 rVB 55882 52800 1.72% 0.289%
24 12.685 968 971 974 rBV 1419857 1403367 45.82% 7.674%
25 13.234 1015 1019 1022 rBV3 40570 86839 2.84% 0.475%
26 13.588 1046 1050 1052 rVv2 83808 130222 4._.25% 0.712%
27 13.622 1052 1053 1059 rVv2 40490 70986 2.32% 0.388%
28 13.714 1059 1061 1064 rVB 366858 400967 13.09% 2.193%
29 14.205 1101 1104 1107 rVB 24482 31212 1.02% 0.171%

30 14.354 1114 1117 1120 rBV 429903 471423 15.39% 2.578%

31 14.468 1125 1127 1131 rBV2 156590 208578 6.81% 1.141%

32 14.559 1132 1135 1140 rVB 19017 35673 1.16% 0.195%
33 15.062 1177 1179 1181 rBV 222349 248034 8.10% 1.356%
34 15.874 1244 1250 1256 rVB4 10820 39951 1.30% 0.218%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072116\

Data File : BF089167.D

Aca On - 21 Jul 2016 8:46

Operator : UM/SJ

ﬁ?ggle i H4107-01 TILCON-MH-SF-004
ALS Vial : 3 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-BF072016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 18287839
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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\BF072116\

BF089167.D

21 Jul 2016  8:46

UM/SsJ

H4107-01

3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

TILCON-MH-SF-004
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8270-BF072016-M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072116\
Data File : BF089167.D

Aca On 21 Jul 2016 8:46

Operator : UM/SJ

Sample : H4107-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 2 Oxirane, [(1-methylethoxy)m... Concentration Rank 16

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

4.72 2.14 ng 31642 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. [(1-methvlethoxv)methyl1l- 116 C6H1202 004016-14-2 64
2 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
3 2-Nonanone. 9-hvdroxv- 158 C9H1802 025368-56-3 9
4 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 9
5 Acetone 58 C3H60 000067-64-1 7

Abundance Scan 274 (4.718 min): BF089167.D (-272) (-) m/z 43.10 100.00%
48
59
5000
101 R R R UL
4.40 4.60 4.80 5.00
e AL B LA s m/z 59.10 62 .86%
m/z--> 10 20 30 40 50 60 80 90 100 110
Abundance #8195: Oxirane, [(1-methylethoxy)methyl]-
43
29 59
5000 h0 450 450 500
- 101 m/z 101.10 22.28%
'“l'“'l'”'i“$ﬂh 'W'“lW"”IJ'”I'ﬁqI'”'I”"P
m/z--> 10 40 50 70 80 90 100 110
Abundance
43
440 4.60 480 500
5000 m/z 58.10 17.42%
101
15 97 " 71
T "|""|??"| "'4?"" F?"'l"??l"qe'l'"'l""l'
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #30194: 2-Nonanone, 9-hydroxy- R A Ammma
43 58 4.40 4.60 4.80 5.00
m/z 41.10 9.74%
5000
71 82
"'P"'P"'P"'H*"P'P'P'””m"'ﬁh"P'??I”"I' SRR SRR LA LA
m/z--> 10 40 50 70 80 90 100 110 4.40 4.60 4.80 5.00

Jul 22 17:09:55 2016
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8270-BF072016-M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072116\
Data File : BF089167.D

Aca On 21 Jul 2016 8:46

Operator : UM/SJ

Sample : H4107-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 3 unknown6.36 Concentration Rank 3

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

6.36 79.84 ng 1182690 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 Cvclopropanamine., 1-phenvl- 133 C9H11N 1000351-26-2 10
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 418 (6.364 min): BF089167.D (-416) (-) m/z 132.00 100.00%
5000 68
R RS mam o
54 ‘ 75 104 6.00 6.20 6.40 6.60
.,....,....'I'!.‘.‘?," e YU N PP S - 1 N m/z 68.10 48.16%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.00 6.20 6.40 6.60
78 m/z 134.00 31.91%
31 g il
1 | !
mz> 20 % 4 50 60 70 8 % 100 110 130 130 140
Abundance
132
6.00 6.20 6.40 6.60
5000 m/z 66.05 31.42%
33 44 g7 105
51 60 70 78 g 115
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile
132 6.00 6.20 6.40 6.60
m/z 69.10 19.72%
5000
92
27 39 51 g8 \ 77 ‘ 105 447
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 6.00 6.20 6.40 6.60

Jul 22 17:09:56 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072116\

Data File : BF089167.D

Aca On - 21 Jul 2016 8:46

Operator : UM/SJ

ﬁ?ggle i H4107-01 TILCON-MH-SF-004
ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 5 Decanoic acid, silver(1+) salt Concentration Rank 15

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

9.86 2.25 ng 49381 Acenaphthene-d10 9.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decanoic acid. silver(l+) salt 278 C10H19Aa02 013126-67-5 53
2 D-Glucose. 6-0-_.alpha.-D-aalacto... 342 C12H22011 000585-99-9 25
3 d-Arabinose 150 C5H1005 010323-20-3 22
4 Lactose 342 C12H22011 000063-42-3 17
5 _alpha.-D-Glucopyranoside, O-.al... 504 C18H32016 000597-12-6 16

Abundance Scan 724 (9.862 min): BF089167.D (-721) (-) m/z 73.05 100.00%
7
43
5000 129
It | = 950 550 10,00 1020
— e e TW/z 60.00 71.41%
m/z--> 50 100 150 200 250 300 350
Abundance #125286: Decanoic acid, silver(1+) salt
73
43 155
5000 L I LR SUULRA SO
129 9.60 9.80 10.00 10.20
98 m/z 43.10 57 .34%
AL M.M‘N‘.: ol 27 279 3% ?37|
m/z--> 50 100 150 200 250 300 350
Abundance
73
43 9.60 9.80 10.00 10.20
5000 m/z 55.05 55.37%
110
18
131 164 191212 261
UL L UL UL UL UL WU UL
m/z--> 50 100 150 200 250 300 350 \ /N”
Abundance #24051: d-Arabinose DA e
73 9.60 9.80 10.00 10.20
m/z 41.10 51.59%
5000
43
101 133
IllllldllllillLllll —TT —TT IIIIIIIIIIIIIII \/\IIIIIIIIIIII ||||||||
m/z--> 50 100 150 200 250 300 350 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072116\

Data File : BF089167.D

Aca On - 21 Jul 2016 8:46

Operator : UM/SJ

ﬁ?ggle i H4107-01 TILCON-MH-SF-004
ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 6 n-Decanoic acid Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
10.80 2.37 ng 53054 Phenanthrene-d10 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 59
2 1-(p-Toluidino)-1-deoxv-.beta.-d... 269 C13H19NO5 1000226-06-4 38
3 Decanoic acid. silver(l+) salt 278 C10H19A002 013126-67-5 38
4 _alpha.-D-Glucopvranose. 4-0-_.be... 342 C12H22011 014641-93-1 37
5 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 35

Abundance Scan 806 (10.799 min): BF089167.D (-802) (-) m/z 73.00 100.00%
a3 |
129
5000
o7 185 L
| 10.40 10.60 10.80 11.00 11.20
At | m/z 60.05 95.51%
m/z--> 50 100 150 200 250 300 350
Abundance #39474: n-Decanoic acid
73
129
5000 AN DL B BULSLLE B
43 10.40 10.60 10.80 11.00 11.20
m/z 43.10 81.23%
|
e e
m/z--> 50 100 150 200 250 300 350
Abundance
73
43 10.40 10.60 10.80 11.00 11.20
5000 m/z 41.10 66 .86%
107 136 169 269
m/z--> 50 100 150 200 250 300 350 '
Abundance #125286: Decanoic acid, silver(1+) salt T
7B 10.40 10.60 10.80 11.00 11.20
m/z 55.05 66.07%
43 155
5000 129
} ‘ 98
. ﬂ U,‘JM J”j” uL | WS TSR VAN M- <\ E— ?87| N
m/z--> 50 100 150 200 250 300 350 10.40 10.60 10.80 11.00 11.20

8270-BF072016-M Fri

Jul 22 17:09:58 2016
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8270-BF072016-M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072116\
Data File : BF089167.D

Aca On 21 Jul 2016 8:46

Operator : UM/SJ

Sample : H4107-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 7 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.66 47 .36 ng 1061470 Phenanthrene-d10 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 93
4 n-Decanoic acid 172 C10H2002 000334-48-5 81
5 Xylose 150 C5H1005 000058-86-6 27
Abundance Scan 881 (11.656 min): BF089167.D (-878) (-) m/z 73.00 100.00%
43 60 L&
5000 129
97 115 213 rTTyrTTTyTTTT T T T T
143157171185,160 "1 507 256 11.40 11.60 11.80 12.00
(o} m/z 43.10 79.86%
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 LN UL U B B
11.40 11.60 11. 80 12. 00
m/z 60.05 77 .04%
1Ji 143157171185199213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11,40 11,60 11.80 12.00
5000 129 m/z 41.10 64 .33%
29 87
101115 143157171185199 242
15 21377g
m/z--> 25 Jo 65 éo 160 150 150 160 180 200 220 250 2éo
Abundance #72646: Tridecanoic acid R e e AR
43 6073 11.40 11.60 11.80 12.00
m/z 55.10 64 .05%
5000 29 »
“ T7 Ol115 ‘ 171185 214
I”II‘HI\I‘I\”HIH‘IM ‘,U..ﬁ,‘...‘.,....1|4.3.:.L.57....|.‘..1.98.... R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00

Jul 22 17:09:58 2016
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8270-BF072016-M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072116\
Data File : BF089167.D

Aca On 21 Jul 2016 8:46

Operator : UM/SJ

Sample : H4107-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 8 Tridecanoic acid, methyl ester Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
12.31 2.69 ng 60313 Phenanthrene-d10 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 86
2 Methvl tetradecanoate 242 C15H3002 000124-10-7 80
3 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 72
4 Dodecanoic acid. 10-methvl-. met... 228 C14H2802 005129-65-7 72
5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 72

Abundance Scan 938 (12.308 min): BF089167.D (-934) (-) m/z 74.00 100.00%
2
4
101715129 12,00 12.20 12.40 12.60
m/z 87.00 89.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84483: Tridecanoic acid, methyl ester
74
5000
12.00 12.20 12.40 12.60
43 143 185 m/z 55.10 37.06%
2? M‘ A %91115129 ‘ 157171 | 199 228
m/z--> ﬁo 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
74
12.00 12.20 12.40 12.60
5000 m/z 43.10 30.95%
a > 143
27 101115129 | 157,71185 0013 242
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74 12.00 12.20 12.40 12.60
m/z 41.10 27 .26%
5000
43
7 143
|| ]| 101115129 | 157171185199213227241 270
m/z--> 20 4'0 60 80 100 120 140 160 180 200 220 240 260 12.00 12.20 12.40 12.60

Jul 22 17:09:59 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072116\

Data File : BF089167.D

Aca On - 21 Jul 2016 8:46

Operator : UM/SJ

ﬁ?ggle i H4107-01 TILCON-MH-SF-004
ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 9 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.45 86.30 ng 1730160 Chrysene-di12 13.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 n-Decanoic acid 172 C10H2002 000334-48-5 68
Abundance Scan 950 (12.445 min): BF089167.D (-945) (-) m/z 73.05 100.00%
43 7B
57
5000 129

185 241
199513227 12:20 12.40 12.60 12.80
m/z 43.10 89.10%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73
43 57
129 284

5000{ 28 L L e e B
12 20 12. 40 12. 60 12. 80

m/z 60.10 77 .88%

171 1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73

43 L L

143157171

57 12.20 12.40 12.60 12.80
5000 m/z 57.10 75.51%
129
29 185 228
87101115 | 143,171
157 199513
Tﬁwmwwwwﬁwwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95855: Pentadecanoic acid i B B o
43 57 73 12 20 12. 40 12. 60 12. 80

m/z 55.10 71.80%

129
5000 29
3 1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80

8270-BF072016-M Fri Jul 22 17:10:00 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072116\

Data File : BF089167.D

Aca On - 21 Jul 2016 8:46

Operator : UM/SJ

ﬁ?ggle i H4107-01 TILCON-MH-SF-004
ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 10 Heptadecyl acetate Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.58 2.63 ng 52800 Chrysene-di12 13.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl acetate 298 C19H3802 000822-20-8 91
2 1-Pentadecanol acetate 270 C17H3402 000629-58-3 91
3 1-Tetradecvl acetate 256 C16H3202 000638-59-5 91
4 n-Pentadecanol 228 C15H320 000629-76-5 87
5 n-Heptadecanol-1 256 C17H360 001454-85-9 87
Abundance Scan 962 (12.582 min): BF089167.D (-961) (-) m/z 43.10 100.00%
43
83
5000
139 171 12.20 12.40 12.60 12.80 13.00
S 185 241 m/z 55.10 60.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #143134: Heptadecyl acetate
43
5000 7 8 g7
12.20 12.40 12.60 12.80 13.00
111 m/z 83.10 57.48%
29 125
15 | 139154168182196210 238
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
83 12.20 12.40 12.60 12.80 13.00
5000 69 | 97 m/z 69.10 49.90%
111
15 2° 1%%140154168182 210 255
WWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107551: 1-Tetradecyl acetate T T
43 12.20 12.40 12.60 12.80 13.00
m/z 97.10 49.34%
5000
29
N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072116\

Data File : BF089167.D

Aca On - 21 Jul 2016 8:46

Operator : UM/SJ

ﬁ?ggle i H4107-01 TILCON-MH-SF-004
ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 11 Hexadecanamide Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.23 4.33 ng 86839 Chrysene-di12 13.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanamide 255 C16H33NO 000629-54-9 78
2 Dodecanamide 199 C12H25NO 001120-16-7 72
3 Hexanamide 115 C6H13NO 000628-02-4 59
4 Enanthamide 129 C7H15NO 000628-62-6 50
5 Butanamide, 3-methyl- 101 C5H11NO 000541-46-8 50
Abundance Scan 1019 (13.234 min): BF089167.D (-1015) (-) m/z 59.10 100.00%
59
5000 2
|| )| ) 88 joyare " 13.00 13.20 13.40 13.60
e e e b e e e || M7z 72.100 51.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #106565: Hexadecanamide
59
5000 72 e
Bmmmmmwm

m/z 43.10 22 .93%

29 W o 86100114128142156170184198212226240255

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
59
A B
13.00 13.20 13.40 13.60
5000 m/z 41.10 18.50%
72
28 43
15 86 100114128 147156170 199
R R B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #7791: Hexanamide R A BEE T B S
59 13.00 13.20 13.40 13.60
m/z 55.10 17.13%
5000 m
72
86
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13. OO 13. 20 13. 40 13 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072116\

Data File : BF089167.D

Aca On - 21 Jul 2016 8:46

Operator : UM/SJ

ﬁ?ggle i H4107-01 TILCON-MH-SF-004
ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 12 3,6,9,12-Tetraoxatetradecan... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.59 6.50 ng 130222 Chrysene-di12 13.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.6.9.12-Tetraoxatetradecane-1.1... 446 C24H3008 1000366-97-0 72
2 1.3-Dioxolane. 2-(methoxvmethvl)... 194 C11H1403 1000156-71-2 72
3 2.2"-(Ethane-1.2-divlbis(oxv))bi... 358 C20H2206 1000366-99-4 59
4 Phthalic acid. 3.4.5-trichloroph... 498 C25H29C1304 1000357-07-4 43
5 Phthalic acid, hexyl 4-methylpen... 334 C20H3004 1000356-87-6 38
Abundance Scan 1050 (13.588 min): BF089167.D (-1046) (-) m/z 105.00 100.00%
105
149
5000 77
357 ARSI BB S U
| o 122 207 13.20 13.40 13.60 13.80 14.00
...,....,-...'. T m/z 149.10 77.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #226200: 3,6,9,12-Tetraoxatetradecane-1,14-diyl dibenzoate
105 149
5000 SUABAABARS UM UERUN
-7 13.20 13.40 13.60 13.80 14.00
m/z 77.10 41.76%
1528 51 | o1 | 122136 | 175 193209 236 267
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260
Abundance
149
105 N DR AR B
13.20 13.40 13.60 13.80 14.00
5000 m/z 57.10 16.30%
77
45
29 63 9 121135 163
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #189292: 2,2'-(Ethane-1,2-diylbis(oxy))bis(ethane-2,1-diyl... A ERmEa mEa S
105 13.20 13.40 13.60 13.80 14.00
m/z 43.10 12.68%
149
5000
77
1528 L o1 | 131 | 179103209 236
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 1320 13.40 13.60 13.80 14.00
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8270-BF072016-M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072116\
Data File : BF089167.D

Aca On 21 Jul 2016 8:46

Operator : UM/SJ

Sample : H4107-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 13 n-Nonadecanol-1 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.62 3.54 ng 70986 Chrysene-di12 13.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 90
2 n-Tetracosanol-1 354 C24H500 000506-51-4 90
3 1-Heneicosanol 312 C21H440 015594-90-8 90
4 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 81
5 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 81

Abundance Scan 1053 (13.622 min): BF089167.D (-1052) (-) m/z 83.10 100.00%
e o
o 207 13.40 13.60 13.80 14.00
m/z 55.10 96.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #131391: n-Nonadecanol-1
55 83
5000 LA B L LB L L ) B
13.40 13.60 13.80 14.00
m/z 69.10 86.51%
29 139
R RRSaaRRREESRREEERS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57 83
e o
13.40 13.60 13.80 14.00
5000 11 m/z 57.10 79.56%

29 139

167 195 222 250 280 308 336
mmwﬂwmmm
20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

-

m/z-->
Abundance #155046: 1-Heneicosanol L B e e oS
55 83 13.40 13.60 13.80 14.00
m/z 97.10 76.04%
5000
29
Lok 167 196 238 266 294
Asaanseaaes st iea e B A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.40 13.60 13.80 14.00

Jul 22 17:10:04 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072116\

Data File : BF089167.D

Aca On - 21 Jul 2016 8:46

Operator : UM/SJ

ﬁ?ggle i H4107-01 TILCON-MH-SF-004
ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 14 9-Octadecenamide, (Z)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14._.47 16.82 ng 208578 Perylene-d12 15.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 93
2 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 59
3 Dodecanamide 199 C12H25N0 001120-16-7 43
4 Urea. 1-butvl-3-(propvisulfonvl)... 238 C8H18N202S2 024539-91-1 38
5 1,1,2-Trimethyl-1-silacyclobutane 114 C6H14Si 030681-90-4 38

Abundance Scan 1127 (14.468 min): BF089167.D (-1125) (-) m/z 59.10 100.00%

5000

ﬁ%

14.20 14.40 14.60 14.80
m/z 72.10  75.25%

154170184 207
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #128445: 9-Octadecenamide, (2)-

F‘

5000 41 LIS I LI L L L LB LB L
1420 1440 1460 14.80
81 m/z 55.10 51.20%
2
9112126140154 170184198 221 238 264 281
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59
it
14.20 14.40 14.60 14.80
5000 m/z 41.10 32.94%

73 91 111195141155170 196 212 229
Wmm‘wmrmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

%

Abundance #60440: Dodecanamide e
59 14.20 14.40 14.60 14.80
m/z 43.10 31.93%
5000
28 43
Vo B, 100114128142156170 199

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\BF072116\

Data File : BF089167.D

Aca On - 21 Jul 2016 8:46

Operator : UM/SJ

ﬁ?ggle i H4107-01 TILCON-MH-SF-004
ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 15 Squalene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.56 2.88 ng 35673 Perylene-di12 15.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 72
2 2.6.10.14-Hexadecatetraen-1-ol. ... 332 C22H3602 061691-98-3 64
3 trans-Geranvlaeraniol 290 C20H340 024034-73-9 64
4 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 59
5 3,7,11-Tridecatrienoic acid, 4,8... 264 C17H2802 036237-69-1 59
Abundance Scan 1135 (14.559 min): BF089167.D (-1132) (-) m/z 69.10 100.00%
69
41 93 e B o R
iy T* '1‘|‘9 207 281 1420 14.40 14.60 14.80
N I m/z 81.10 54.58%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #215933: Squalene
69
5000 LA DML BN I B
41 14.20 14.40 14.60 14.80
95 137 m/z 41.10 19.84%
17 | L ] 461 191 231 273299 341367 410
mz-> 0 50 100 150 200 250 300 350 400
Abundance
69
14.20 14.40 14.60 14.80
5000 41 m/z 68.10 19.10%
93
136
115 | 100 2500550272 505 332
mz-> 0 50 100 150 200 250 300 350 400 |
Abundance #136479: trans-Geranylgeraniol R B
69 14.20 14.40 14.60 14.80
m/z 93.10 18.46%
5000 41
93
121
TR L“ | 161 189 221 257 2%
mz-> 0 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072116\

Data File : BF089167.D

Aca On - 21 Jul 2016 8:46

Operator : UM/SJ

ﬁ?ggle i H4107-01 TILCON-MH-SF-004
ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 16 Oxalic acid, bis(6-ethyloct... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.87 3.22 ng 39951 Perylene-di12 15.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. bis(6-ethvloct-3-vl_... 370 C22H4204 1000309-34-6 50
2 Heneicosane 296 C21H44 000629-94-7 50
3 Nonadecane 268 C19H40 000629-92-5 47
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 40
5 10-Methylnonadecane 282 C20H42 056862-62-5 40
Abundance Scan 1250 (15.874 min): BF089167.D (-1244) (-) m/z 57.10 100.00%
57 85
5000 4
111 133 151 o
“ | | | | 207 15.60 15.80 16.00 16.20
'”I””P"P”'J”h'”W””I””P'”P”'PhW'”W”” [T T m/z 85.10 85.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #196942: Oxalic acid, bis(6-ethyloct-3-yl) ester
57 85
5000 4
141 15.60 15.80 16.00 16.20
111 m/z 71.10 78.39%
O N 20~
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
o 15.60 15.80 16.00 16.20
5000 m/z 43.10 69.93%
41
113
26 141 169 197 225 253268 296
wmmﬁm‘mmwrrﬂrﬁrm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117637: Nonadecane B R
57 15.60 15.80 16.00 16.20
m/z 41.10 42 _.10%
85
5000 4
Ll 8 141 169 197 268
m/z--> 20 Jo éo 80 100 150 140 160 180 200 220 240 260 280 300 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF072116\

Data File : BF089167.D

Acq On = 21 Jul 2016 8:46

Operator : UM/SJ

3?22'6 i H4107-01 TILCON-MH-SF-004
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
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]
Oxirane, [(1-meth... 4.72 2.1 ng 31642 1 6.60 296268 20.0
unknown6 .36 6.36 79.8 ng 1182690 1 6.60 296268 20.0
Decanoic acid, si... 9.86 2.3 ng 49381 3 9.62 438354 20.0
n-Decanoic acid 10.80 2.4 ng 53054 4 11.10 448274 20.0
n-Hexadecanoic acid 11.66 47.4 ng 1061470 4 11.10 448274 20.0
Tridecanoic acid,... 12.31 2.7 ng 60313 4 11.10 448274 20.0
Octadecanoic acid 12.45 86.3 ng 1730160 5 13.71 400967 20.0
Heptadecyl acetate 12.58 2.6 ng 52800 5 13.71 400967 20.0
Hexadecanamide 13.23 4.3 ng 86839 5 13.71 400967 20.0
3,6,9,12-Tetraoxa... 13.59 6.5 ng 130222 5 13.71 400967 20.0
n-Nonadecanol-1 13.62 3.5 ng 70986 5 13.71 400967 20.0
9-Octadecenamide, ... 14.47 16.8 ng 208578 6 15.06 248034 20.0
Squalene 14.56 2.9 ng 35673 6 15.06 248034 20.0
Oxalic acid, bis(... 15.87 3.2 ng 39951 6 15.06 248034 20.0
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