LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087552.D

Aca On : 30 May 2016 15:55

Operator : UM/SJ

Sample : H3317-06

Misc :

ALS Vial =: 72 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-BF052316.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 5.393 331 333 350 rVB 379476 1171420 1.54% 0.631%
2 7.142 484 486 498 rVB 1229608 3244366 4.27% 1.747%
3 7.702 533 535 539 rBY 1840089 2439764 3.21% 1.314%
4 7.873 539 550 553 rVV 5858122 31080169 40.92% 16.736%
5 8.399 594 596 609 rVB 1581061 2352813 3.10% 1.267%
6 9.508 691 693 696 rBV 701129 1180110 1.55% 0.635%
7 9.885 724 726 727 rVB 1927871 2571159 3.39% 1.385%
8 10.022 732 738 739 rBVY 4372834 9282592 12.22% 4 .999%
9 10.068 739 742 745 rVV 4203848 8941224 11.77% 4.815%
10 11.279 845 848 851 rVB 2646166 3589061 4.73% 1.933%

11 12.331 938 940 944 rBV 763103 1153180 1.52% 0.621%
12 13.634 1052 1054 1058 rBV 1367708 2182071 2.87% 1.175%
13 14.011 1083 1087 1090 rVB2 464283 765393 1.01% 0.412%
14 14.068 1090 1092 1094 rBV2 537408 833898 1.10% 0.449%
15 14.502 1120 1130 1133 rBV2 2643194 10197622 13.43% 5.491%

16 14.743 1149 1151 1157 rVB 563986 909950 1.20% 0.490%
17 15.291 1196 1199 1202 rVB 921341 1309407 1.72% 0.705%
18 15.977 1235 1259 1261 rBV 8001750 75955325 100.00% 40.901%
19 16.228 1278 1281 1283 rVB 750765 1002472 1.32% 0.540%
20 16.354 1290 1292 1303 rVB 397697 875611 1.15% 0.472%

21 16.823 1322 1333 1334 rBV 3850389 15469991 20.37% 8.330%
22 16.926 1339 1342 1345 rVB 3295077 5979672 7.87% 3.220%

23 17.097 1355 1357 1362 rBV 1955724 2415176 3.18% 1.301%
24 20.149 1622 1624 1638 rVB 285724 803045 1.06% 0.432%

Sum of corrected areas: 185705491
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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\BF052916\

BF087552.D

30 May 2016 15:55

UmM/sJ

H3317-06

72 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\METHODS\8270-BF052316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

6000000

4000000

2000000

Abundance TIC: BF087552.D

8000000

6000000 .87

4000000

2000000 10 8.40

7.14
5.39
O o o o e L B i e o e L e o e e L e o o e o e e LI B e e e e e e A

Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00
Abundance TIC: BF087552.D

8000000 1398

Time--> 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
Abundance TIC: BF087552.D
8000000
6000000
161803
4000000
17.10
2000000
20.15
Time--> 17.00 17,50 18.00 18.50  19.00 19.50 20.00 20.50 21.00 2150 22.00 2250 23.00 23.50 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087552.D

Aca On : 30 May 2016 15:55

Operator : UM/SJ

Sample : H3317-06

Misc :

ALS Vial =: 72 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 2-Propanol, 1-(2-butoxy-1-m... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.02 157.32 ng 9282590 Naphthalene-d8 9.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol. 1-(2-butoxv-1-methvl... 190 C10H2203 029911-28-2 83
2 1-Propanol. 2-(2-hvdroxvpropoxv)- 134 C6H1403 000106-62-7 78
3 2-Propanol. 1-Tl-methvl-2-(2-pro... 174 C9H1803 055956-25-7 74
4 1-Propanol. 2.2"-oxvbis- 134 C6H1403 000108-61-2 64
5 1-(1-Methoxypropan-2-yloxy)propa... 232 C12H2404 1000367-13-4 64
Abundance Scan 738 (10.022 min): BF087552.D (-732) (-) m/z 59.10 100.00%
50
5000 /\/\
41 103 S - " N —
9.80 10.00 10.20 10.40
| I .I,\LL-JJ,- 73 86 | US 131 146 165175 sz 41.10 22.27%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52788: 2-Propanol, 1-(2-butoxy-1-methylethoxy)-
59
5000
9 80 10.00 10.20 10.40
45 103 m/z 103.05 22.24%
oL 15 7 I 73 s | 115 131 146 172
miz--> 20 40 60 80 100 120 140 160 180
Abundance
59
" '9.80 10.00 10.20 10.40
5000 m/z 57.10 17.42%
81 45 103
oL 15 75 89 115 134
miz--> 20 40 60 80 100 120 140 160 180
Abundance #41681: 2-Propanol, 1-[1-methyl-2-(2-propenyloxy)ethoxy]-
59 9.80 10.00 10.20 10.40
m/z 45.10 17.01%
5000 41
103
31
ol 15 ‘\ Lol 73 85 117 129 143 159 174
m/z--> 20 40 6|0 8|O 100 120 140 160 180 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087552.D

Aca On : 30 May 2016 15:55

Operator : UM/SJ

Sample : H3317-06

Misc :

ALS Vial =: 72 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 4-tert-Butylphenyl acetate Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.01 16.82 ng 765393 Phenanthrene-d10 14.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-tert-Butviphenvl acetate 192 C12H1602 003056-64-2 78
2 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 78
4-(1.1-Dimethvlpropvlphenvl ace... 206 C13H1802 1000373-45-3 78
4 Carbamic acid. N-T1l.l1-bis(triflu... 413 C19H25F6NO2 296242-69-8 72
5 Butane, 1,3-dibromo- 214 C4H8Br2 000107-80-2 64
Abundance Scan 1087 (14.011 min): BF087552.D (-1083) (-) m/z 135.10 100.00%
135
5000
Z R 1T7 121 | 17 160 184 203 22093 13.60 13.80 14.00 14.20 14.40
o S T~ U Y S [ A L7 m/z 107.10 16.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54398: 4-tert-Butylphenyl acetate
135
5000 AU AR B B
150 13.60 13.80 14.00 14.20 14.40
107 m/z 41.10 10.69%
ol 15 29 B 6577 91 T s | 177 192
m/z--> 20 40 60 éo 160 120 150 160 180 260 220
Abundance
135
13.60 13.80 14.00 14.20 14.40
5000 m/z 136.10 9.69%
41
ol 17 29 7701 %09 149163 101 206
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #65961: 4-(1,1-Dimethylpropyl)phenyl acetate R aEe E e e
135 13.60 13.80 14.00 14.20 14.40
m/z 43.10 5.93%
5000

107 164
15 27 43 65 77 91 ‘ 119 ‘ 149 ‘ 177 191 206

m/z--> 20 40 60 80 100 120 140 160 180 200 220 13 60 13. 80 14. OO 14 20 14.40

8270-BF052316.M Tue May 31 19:33:28 2016 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087552.D

Aca On : 30 May 2016 15:55

Operator : UM/SJ

Sample : H3317-06

Misc :

ALS Vial =: 72 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 unknownl14.07 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14 .07 18.33 ng 833898 Phenanthrene-d10 14.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetamide. N-(3-methvlphenvl)- 149 C9H11NO 000537-92-8 46
2 Hexestrol 270 C18H2202 005635-50-7 35
3 Pvridine-3-carbonitrile. 1.2-dih... 191 C9H9N302 220098-92-0 22
4 Phthalic acid. hex-2-vn-4-vl pro... 288 C17H2004 1000315-19-1 22
5 1-(2,6-Dimethyl-4-propoxyphenyl) ... 220 C14H2002 1000190-22-3 22
Abundance Scan 1092 (14.068 min): BF087552.D (-1090) (-) m/z 107.10 100.00%
107 149
135
121
5000
o5 77 91 91 AU DU S B
220 13.80 14.00 14.20 14.40
0...,....',l...'|.,.'...|*,..|.‘. - 12 1205 m/z 149.10 86.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #23629: A(Dcetamide, N-(3-methylphenyl)-
107
5000
149 13.80 14.00 14.20 14.40
43 m/z 135.10 80.50%
oL 15 29 63 7 o1 132
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
135
13.80 14.00 14.20 14.40
5000 107 m/z 121.10 62 .40%
oL 2755 7791 121 | 151165181194 212 241 270
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54039: Pyridine-3-carbonitrile, 1,2-dihydro-5-acetylamino... — e
43 149 13.80 14.00 14.20 14.40
m/z 41.10 24 . 17%
5000
120 191
o , 66804 | | 169
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087552.D

Aca On : 30 May 2016 15:55

Operator : UM/SJ

Sample : H3317-06

Misc :

ALS Vial =: 72 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 7 Tetradecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.50 224.14 ng 10197600 Phenanthrene-d10 14.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 91
2 Tridecanoic acid 214 C13H2602 000638-53-9 86
3 Undecanoic acid 186 C11H2202 000112-37-8 70
4 Dodecanoic acid 200 C12H2402 000143-07-7 62
5 n-Decanoic acid 172 C10H2002 000334-48-5 58
Abundance Scan 1130 (14.502 min): BF087552.D (-1120) (-) m/z 60.00 100.00%
43 60 73
5000 129 j//\\_
85 o 185 LA B B B
| 151 14357171 | 1905, 228 14.20 14.40 14.60 14.80
Okl m/z 43.10 99.52%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #84452: Tetradecanoic acid
60 73
43
5000 129 RO U BN DR
o 185 mmmmmmmmo
2‘9 H 97 115 us 1 - 298 m/z 73.05 97 .65%
0.?-.Slu‘...‘i‘k‘..”l“‘.h.‘ IH"“H M‘ 'I"""I""' .‘...‘|.2.].-1.|..‘..|
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43 60 73
14.'20 14.'40 14.|60 14.I80 '
5000 29 m/z 41.10 95.72%
129
85 g7 115 171 214
o 143 157 185,47
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50051: Undecanoic acid T
60 73 14.20 14.40 14.60 14.80
m/z 55.10 82.02%
5000 43
29 85 129 143
7 115 186
ol 15, \\..w,u..» A ,u\\...w i e T g
m/z--> 20 40 60 80 100 120 140 160 180 200 220 1420 1440 1460 1480
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087552.D

Aca On : 30 May 2016 15:55

Operator : UM/SJ

Sample : H3317-06

Misc :

ALS Vial =: 72 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 8 Benzoic acid, 2-hydroxy-, p... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.29 28.78 ng 1309410 Phenanthrene-d10 14.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 2-hvdroxv-. phenvl... 228 C14H1203 000118-58-1 94
2 4-Benzvloxvbenzoic acid 228 C14H1203 001486-51-7 72
3 4-Benzvloxvbenzonitrile 209 C14H11NO 052805-36-4 59
4 Benzenepropionic acid. 4-benzvloxv- 256 C16H1603 050463-48-4 59
5 1-Bromo-2-benzyloxybenzene 262 C13H11BrO 031575-75-4 59
Abundance Scan 1199 (15.291 min): BF087552.D (-1196) (-) m/z 91.05 100.00%
dq1
5000
39 % 228 15.00 15.20 15.40 15.60
121 : : : :
Oh ey 2l 78| 10712115 152165 190 210 Y7 258 77" 65.05  15.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84374: Benzoic acid, 2-hydroxy-, phenylmethy! ester
9
5000 U AR SRR B
15.00 15.20 15.40 15.60
0
39 65 028 m/z 92.10 10.19%
0m\&ﬂm¢WMWMMMMM\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
91
15.00 15.20 15.40 15.60
5000 m/z 39.10 8.63%
2 65
ol 2, 82| 78 | 109 137152 181 208 28
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #68682: 4-Benzyloxybenzonitrile T

9 15.00 15.20 15.40 15.60
m/z 228.05 7.06%

5000
65
39
o ‘ | | 105118 151 209

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.00 15. 20 15. 40 15 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087552.D

Aca On : 30 May 2016 15:55

Operator : UM/SJ

Sample : H3317-06

Misc :

ALS Vial =: 72 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.98 1669.44 ng 75955300 Phenanthrene-d10 14.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 90
5 Oxalic acid, allyl pentadecyl ester 340 C20H3604 1000309-24-3 18
Abundance Scan 1259 (15.977 min): BF087552.D (-1235) (-) m/z 73.05 100.00%
60 78
5000 129
97 213
1S 143157171185 o9 227, %6 15.60 15.80 16.00 16.20
o 4l m/z 43.10 93.65%
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 AR AR AR
15.60 15.80 16.00 16.20
m/z 60.05 88.54Y%
L M 143157171185199213
0”' — l..”.”.
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 15.60 15.80 16.00 16.20
5000 - 129 m/z 41.10 81.45%
87 15 oh 214
101 143157 | 185
O o O T i maes o ot
m/z--> 25 45 eb éo 160 150 150 160 180 200 220 240 2éo
Abundance #95851: Pentadecanoic acid R e e e e e
3 60 73 15.60 15.80 16.00 16.20
m/z 55.10 76.66%
5000 129
29
199
‘ ‘ ‘ 143 157171 185 242
OIEI-IS|I‘III|I‘IHMI —rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087552.D

Aca On : 30 May 2016 15:55

Operator : UM/SJ

Sample : H3317-06

Misc :

ALS Vial =: 72 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 unknownl6.23 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.23 22.03 ng 1002470 Phenanthrene-d10 14.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dotriacontvl heptafluorobutvrate 662 C36H65F702 1000351-84-2 43
2 Dotriacontvl pentafluoropropionate 612 C35H65F502 1000351-81-4 43
3 Octacosvl heptafluorobutvrate 606 C32H57F702 1000351-83-6 43
4 Triacontvl pentafluoropropionate 584 C33H61F502 1000351-80-0 43
5 Tetratriacontyl pentafluoropropi... 641 C37H69F502 1000351-81-5 43
Abundance Scan 1281 (16.228 min): BF087552.D (-1278) (-) m/z 57.10 100.00%
57
e M
171 223 0 ' 16.00 16.20 16.40 16.60
0! m/z 41.10 81.02%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242399: Dotriacontyl heptafluorobutyrate
57
97
5000 LI BN B BN B
16. oo 16. 20 16. 40 16 60
m/z 43.10 76 .85%
olit Ld\“ﬂJ ‘;81 222 278 320 364 405 448 493 644
m/z--> 56 100 150 200 250 300 350 460 4éo 500 550 660 eéo
Abundance
57
o7 " 16.00 16,20 16,40 16.60
5000 m/z 55.10 76.21%
139
ol bl ) 181 222 264 320 362 404 448 493 54
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #241205: Octacosy! heptafluorobutyrate R B AR EEREE et
57 16.00 16.20 16.40 16.60
m/z 60.00 43.62%
97
5000
ot '] 181 236 278 320 392 437 588
|||||||||||||||||||||||||||||||||||||||||||| TT T T[T TTT [T —v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
m/z--> 56 160 1éo 200 250 300 350 400 4éo 500 550 660 eéo 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087552.D

Aca On : 30 May 2016 15:55

Operator : UM/SJ

Sample : H3317-06

Misc :

ALS Vial =: 72 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 Heptadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.35 19.25 ng 875611 Phenanthrene-d10 14.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecanoic acid 270 C17H3402 000506-12-7 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Isopropvl mvristate 270 C17H3402 000110-27-0 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 68
Abundance Scan 1292 (16.354 min): BF087552.D (-1290) (-) m/z 43.10 100.00%
a3
0 73
5000
97 129 B ———s S e
115 171185 227 16.00 16.20 16.40 16.60
157 270
— 148 100213 | 211 m/z 41.10 78.30%
m/iz--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #119368: Heptadecanoic acid

43 60 78

270
5000 R R R
29 16,00 16.20 16.40 16.60
0,
171185 m/z 60.00 70.49%
0 143157 199213

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

i

lf

Abundance
43 60 73
29 16.00 16.20 16.40 16.60
5000 m/z 73.05 67.45%
o 129 242
199
ol 101115 | 143457171185 213226
IR B o o o o N A ARARAREERERERES
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119371: Isopropyl myristate L B i e e e ]
a3 16.00 16.20 16.40 16.60
60 m/z 55.10 66.85%
5000 102
228
29 H 87 129 185 21
143
PO Y B A N O L. ) (RS S S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 16 00 16 20 16. 40 16. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087552.D

Aca On : 30 May 2016 15:55

Operator : UM/SJ

Sample : H3317-06

Misc :

ALS Vial =: 72 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 6-Octadecenoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.82 128.11 ng 15470000 Chrysene-di12 18.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Octadecenoic acid 282 C18H3402 1000336-66-8 96
2 cis-9-Hexadecenoic acid 254 C16H3002 1000333-19-5 91
3 9-octadecanoic acid. 2.2.3.3.4.4... 464 C22H35F702 1000376-61-4 91
4 cis-Vaccenic acid 282 C18H3402 000506-17-2 91
5 6-Octadecenoic acid, (2)- 282 C18H3402 000593-39-5 91
Abundance Scan 1333 (16.823 min): BF087552.D (-1322) (-) m/z 55.10 100.00%
55
5000 g//v\\\
IR SR SN SRR B
137 264 16.60 16.80 17.00 17.20
0 #..,Al.s?.l.g?.z??.,....,....,....,....,.. m/z 41.10 75.42%
miz--> 0 50 150 200 250 300 350 400 450
Abundance #129340: 6-Octadecenoic acid
55
5000 264 LA I L L LB L L B
16. 60 16 80 17. oo 17. 20
1521&) 299 m/z 69.10 57 .22%
Ouuuul‘l‘ ”“h“‘H“Mh:‘lu||‘|||||||||||||||||||
miz--> 0 50 150 200 250 300 350 400 450
Abundance
55
" 16,60 16.80 17.00 17.20
5000 83 m/z 43.10 51.65%
111
T 137 165 104 236
(] e o o e e R B R e
miz--> 0 §0 160 1éo 260 2%0 360 3%0 460 4éo
Abundance #229917: 9-octadecanoic acid, 2,2,3,3,4,4,4-heptafluorobut... B B
55 16.60 16.80 17.00 17.20
m/z 83.10 44 .43%
83
5000
111 65
miz--> 0 5'0 100 150 200 251,0 3(')0 3&1,0 4(')0 4&'30 16. 60 16 80 17. oo 17. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087552.D

Aca On : 30 May 2016 15:55

Operator : UM/SJ

Sample : H3317-06

Misc :

ALS Vial =: 72 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

16.93 49.52 ng 5979670 Chrysene-di12 18.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
5 Dodecanoic acid 200 C12H2402 000143-07-7 74

Abundance Scan 1342 (16.926 min): BF087552.D (-1339) (-) m/z 43.10 100.00%

4

¢] 57 73
5000

16.60 16.80 17.00 17.20
m/z 73.10 86.82%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131259: Octadecanoic acid
43

-

5000 LA L L LB L L
16. 60 16. 80 17. OO 17. 20
2 m/z 60.00 81.38%
oz LAl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
57 AR SRS
16.60 16.80 17.00 17.20
5000 129 m/z 57.10 81.10%
87 199
o g | 148 185 242
o 158 213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid T
73 16.60 16.80 17.00 17.20
43 m/z 41.10 67.74%
5
5000 129
7 185 228
113 | 143 ‘ \
0....,....,....,.. ,T..., N S B T I [ == N et
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16. 60 16. 80 17. 00 17.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052916\
Data File : BF087552.D

Acq On : 30 May 2016 15:55

Operator : UM/SJ

Sample : H3317-06

Misc :

ALS Vial =: 72 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF052316.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-Propanol, 1-(2-... 10.02 157.3 ng 9282590 2 9.51 1180110 20.0
4-tert-Butylpheny... 14.01 16.8 ng 765393 4 14.74 909950 20.0
unknownl14 .07 14.07 18.3 ng 833898 4 14.74 909950 20.0
Tetradecanoic acid 14.50 224.1 ng 10197600 4 14.74 909950 20.0
Benzoic acid, 2-h... 15.29 28.8 ng 1309410 4 14.74 909950 20.0
n-Hexadecanoic acid 15.98 1669.4 ng 75955300 4 14.74 909950 20.0
unknownl16.23 16.23 22.0 ng 1002470 4 14.74 909950 20.0
Heptadecanoic acid 16.35 19.3 ng 875611 4 14.74 909950 20.0
6-Octadecenoic acid 16.82 128.1 ng 15470000 5 18.48 2415180 20.0
Octadecanoic acid 16.93 49.5 ng 5979670 5 18.48 2415180 20.0
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