LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\

Data File : BF101176.D

Aca On : 6 Dec 2017 19:06 Instrument :
Operator : SJ/JU BNA_F

Sample  : 16685-01 It
Misc i AU-06-120517-A
ALS Vial : 18 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-BF113017.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 5.075 505 508 518 rBV 50909 75853 7.06% 0.766%
2 5.469 571 575 589 rVB 1035992 1031115 96.03% 10.410%
3 6.481 742 747 756 rBV 951492 1040346 96.89% 10.503%
4 6.622 766 771 774 rBV 1176190 1073763 100.00% 10.840%
5 6.845 806 809 813 rBV 317439 259484 24.17% 2.620%
6 7.004 832 836 839 rBVY 1059158 837720 78.02% 8.457%
7 7.416 901 906 909 rBV 700297 620247 57.76% 6.262%
8 8.128 1024 1027 1040 rBV 384803 320547 29.85% 3.236%
9 8.845 1142 1149 1152 rBV 185161 269891 25.14% 2.725%
10 9.204 1206 1210 1213 rBV 1341149 1048789 97.67% 10.588%
11 9.598 1272 1277 1284 rBB 66311 56927 5.30% 0.575%
12 9.804 1304 1312 1315 rBV 39167 33453 3.12% 0.338%
13 9.886 1322 1326 1333 rVB 375211 317334 29.55% 3.204%
14 10.304 1394 1397 1400 rVB 42617 30289 2.82% 0.306%
15 10.522 1429 1434 1437 rBvV2 9747 13203 1.23% 0.133%
16 10.675 1457 1460 1468 rBvV 586596 516763 48.13% 5.217%
17 10.775 1474 1477 1482 rVB 26683 24984 2.33% 0.252%
18 11.375 1575 1579 1582 rBvV 326744 264027 24.59% 2.665%
19 11.822 1651 1655 1659 rBvV2 20928 21616 2.01% 0.218%
20 11.892 1664 1667 1671 rVvV 94760 77532 7.22% 0.783%
21 12.592 1782 1786 1789 rBV 30022 36476 3.40% 0.368%
22 12.674 1797 1800 1806 rBV2 37052 39216 3.65% 0.396%
23 12.822 1822 1825 1828 rVB 24375 20443 1.90% 0.206%
24 12.957 1844 1848 1852 rBV 823716 688538 64.12% 6.951%
25 13.839 1995 1998 2003 rBV2 80714 88870 8.28% 0.897%
26 14.021 2024 2029 2032 rBV 311138 284166 26.46% 2.869%
27 14.410 2088 2095 2098 rBvVS8 10027 26986 2.51% 0.272%
28 14.468 2101 2105 2113 rVV3 42982 69082 6.43% 0.697%
29 14.845 2167 2169 2176 rVB6 12016 13782 1.28% 0.139%
30 14.921 2178 2182 2187 rVB7 15978 22449 2.09% 0.227%
31 15.063 2203 2206 2209 rBV2 15231 17776 1.66% 0.179%
32 15.110 2210 2214 2217 rVV2 54574 66298 6.17% 0.669%
33 15.139 2217 2219 2224 rVB3 17955 20831 1.94% 0.210%
34 15.433 2266 2269 2273 rVB 14434 14778 1.38% 0.149%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\

Data File : BF101176.D

Aca On : 6 Dec 2017 19:06

Operator : SJ/JU

3?22'6 i 16685-01 AU-06-120517-A
ALS Vial : 18 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF113017.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.498 2275 2280 2289 rBV 204208 271132 25.25% 2.737%

36 15.692 2309 2313 2318 rBV5 21318 28994 2.70% 0.293%
37 15.921 2347 2352 2356 rVB2 40997 59527 5.54% 0.601%
38 15.968 2356 2360 2368 rBV6 26530 47993 4_47% 0.485%
39 16.421 2433 2437 2444 rBVS 10235 17129 1.60% 0.173%
40 16.721 2483 2488 2493 rVB7 18120 32458 3.02% 0.328%
41 17.009 2533 2537 2543 rVB3 21537 41991 3.91% 0.424%
42 17.109 2549 2554 2560 rBV7 16070 36784 3.43% 0.371%
43 17.274 2578 2582 2583 rBV3 9162 12746 1.19% 0.129%
44 18.551 2795 2799 2803 rBV7 6002 13154 1.23% 0.133%
Sum of corrected areas: 9905482
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101176.D

Aca On : 6 Dec 2017 19:06

Operator : SJ/JU

Sample : 16685-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

AU-06-120517-A

Abundance TIC: BF101176.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\

Data File : BF101176.D

Aca On : 6 Dec 2017 19:06

Operator : SJ/JU

ﬁ?ggle i 16685-01 AU-06-120517-A
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.07 5.85 ng 75853 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 2-Propvn-1-ol. acetate 98 C5H602 000627-09-8 9
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
5 3-0Octanol 130 C8H180 000589-98-0 9

Abundance Scan 507 (5.069 min): BF101176.D (-505) (-) m/z 43.00 100.00%
43
5000 59
101 URREE RN N LR
| | | 480 5.00 5.20 5.40
O s e i L L S L 2 i o m/z 59.00 48.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LR I UL IR L
59 480 500 520 540
m/z 101.00 19.88%
15 31 101
o | 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
480 500 520 540
5000 m/z 58.00 17.04%
101
o 15 25 31 37 51 %8 g 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3098: 2—Pr0pyn—l—0|, acetate LI L L L L L L BB
43 480 5.00 5.20 5.40
m/z 41.10 12 .65%
5000
55 70 98
G S S UL UL I I I SIS UL S R RN S IR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\

Data File : BF101176.D

Aca On : 6 Dec 2017 19:06

Operator : SJ/JU

ﬁ?ggle i 16685-01 AU-06-120517-A
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 unknown6.62 Concentration Rank 1

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

6.62 82.76 ng 1073760 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 5-Aminoindole 132 C8H8N2 005192-03-0 9

Abundance Scan 771 (6.622 min): BF101176.D (-766) (-) m/z 132.00 100.00%
32
5000 68
96 AR RARSE RS SRR S
40 54 75 104 6.20 6.40 6.60 6.80 7.00
o....,...:|'!...8,.'.'..,6:2:l-.|,..':.,..5.‘?,..!.,.-:..,.1.1?.,....,-'...,.. m/z 68.10 36.85%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 SR R UL R
6.20 6.40 6.60 6.80 7.00
2 78 m/z 134.00 33.63%
38 44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80 7.00
5000 67 m/z 66.10 22.93%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 an
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine T Baa e e )
132 6.20 6.40 6.60 6.80 7.00
o7 m/z 69.10 14 .80%
5000 0
31 52
o T M P | 78es | 15 M6
m/z--> 30 40 5'0 60 70 8 90 100 110 120 130 140 6.0 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\

Data File : BF101176.D

Aca On : 6 Dec 2017 19:06

Operator : SJ/JU

ﬁ?ggle i 16685-01 AU-06-120517-A
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 4 unknown8.85 Concentration Rank 3

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

8.85 16.84 ng 269891 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl cvclopropanecarboxvlate 114 C6H1002 004606-07-9 39
2 2-Butenoic acid. 2-propenvlidene... 210 C11H1404 055030-70-1 38
3 Cvclopropanecarboxvlic acid. 3-m... 154 C9H1402 1000299-37-4 9
4 1.6-Hexanediamine 116 C6H16N2 000124-09-4 9
5 Cyclopropanecarboxylic acid, pro... 128 C7H1202 060128-01-0 9

Abundance Scan 1150 (8.851 min): BF101176.D (-1142) (-) m/z 69.10 100.00%
6p
5000
41
‘ g7 103 8.60 8.80 9.00 9.20
0 ...,....|,-'|.|..“?7,.!..,."I...,|....,....,..1?f‘,....,....,...., m/z 41.10 30.23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7242: Ethyl cyclopropanecarboxylate
69
5000
41 8.60 8.80 9.00 9.20
29 86 m/z 39.10 21.22%
5 | | B | o
G L S S UL B B B LI S W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
69
" 860 8.80 9.00 9.20
5000 m/z 103.00 17.96%
41
oL 15 27 55 85 126 141 210
m/z--> 20 40 60 8 100 120 140 160 180 200 '
Abundance #27753: Cyclopropanecarboxylic acid, 3-methylbut-2-enyl ester R AR Em s
69 8.60 8.80 9.00 9.20

m/z 87.00 16.89%

5000 a1

53
27 85 96 112 137 154

e S Y |

m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101176.D

Aca On : 6 Dec 2017 19:06

Operator : SJ/JU

Sample : 16685-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

AU-06-120517-A

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

Concentration Rank 17

Peak Number 5 Hexadecane

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

9.80 2.11 ng 33453 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Tetradecane 198 C14H30 000629-59-4 90
3 Octane. 2.4.6-trimethvl- 156 C11H24 062016-37-9 86
4 Tridecane 184 C13H28 000629-50-5 78
5 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 64

Abundance Scan 1311 (9.798 min): BF101176.D (-1304) (-) m/z 57.10 100.00%
a3
5000 [
85
h | 99 9.40 9.60 9.80 10.00 10.20
o.,.”.,”..!”L.“..w...w..”,.”. || M/z 43.10  79.46%
m/z--> 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43
5000 n
g5 9.40 9.60 9.80 10.00 10.20
29 m/z 71.10 49_.86%
0 \ L Lo 99 1B 127141 155 169 183 107 226
m/z--> 20 Jo éo 85 100 150 140 160 180 200 220
Abundance
43
71 9.40 9.60 9.80 10.00 10.20
5000 o m/z 41.10 36.96%
29
. 99 113 127 141 155 169 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28445: Octane, 2,4,6-trimethyl-
57 9.40 9.60 9.80 10.00 10.20
43 m/z 85.10 32.38%
5000
71 g5
0 O O I PP e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.40 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\

Data File : BF101176.D

Aca On : 6 Dec 2017 19:06

Operator : SJ/JU

ﬁ?ggle i 16685-01 AU-06-120517-A
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.89 5.87 ng 77532 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 64
3 Dodecanoic acid 200 C12H2402 000143-07-7 64
4 Pentadecanoic acid 242 C15H3002 001002-84-2 58
5 Oxalic acid, dodecyl propyl ester 300 C17H3204 1000309-26-5 25
Abundance Scan 1667 (11.892 min): BF101176.D (-1664) (-) m/z 73.00 100.00%
48 73
5000
129
97 115 213
| 1437711185109 207 256 11.60 11.80 12.00 12.20
Ol el m/z 43.05 98.28%
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
11.60 11.80 12.00 12.20
m/z 60.00 94 _45Y%
ﬂji 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 11,60 11.80 12.00 12.20
5000 - 129 m/z 41.05 78 .09%
87 15 oh 214
101 143157 | 185
O A R L R BEARNSEEESE
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #61120: Dodecanoic acid
60 73 11.60 11.80 12.00 12.20
43 m/z 55.00 76.52%
5000
29
oL 15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\

Data File : BF101176.D

Aca On : 6 Dec 2017 19:06

Operator : SJ/JU

ﬁ?ggle i 16685-01 AU-06-120517-A
ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113017 .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 Octadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.67 2.97 ng 39216 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 72
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 62
4 Tetradecanoic acid 228 C14H2802 000544-63-8 53
5 n-Decanoic acid 172 C10H2002 000334-48-5 50
Abundance Scan 1799 (12.669 min): BF101176.D (-1797) (-) m/z 43.05 100.00%
43 60
5000 97
8 129 N
‘ | 12.40 12.60 12.80 13.00
Oy "'II""I""I""I""I""I""I""I""I""I""I"' m/z 60.00 86.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 73
5000 129

12.40 12.60 12.80 13.00
m/z 73.00 82.94%

143157171

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 73
12.40 12.60 12.80 13.00
5000{ 129 m/z 57.05 75.78%
87 9 242

143 19
101115 157171185

213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 60 12.40 12.60 12.80 13.00
m/z 41.05 58.73%
5000
213
143157171185199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101176.D

Aca On : 6 Dec 2017 19:06

Operator : SJ/JU

Sample : 16685-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 Heptadecyl trifluoroacetate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.84 6.25 ng 88870 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 91
2 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 91
3 l17-Pentatriacontene 491 C35H70 006971-40-0 91
4 3-Chloropropionic acid. heptadec... 346 C20H39CI102 1000283-05-1 90
5 n-Heptadecanol-1 256 C17H360 001454-85-9 90
Abundance Scan 1998 (13.839 min): BF101176.D (-1995) (-) m/z 57.10 100.00%
57
83
5000
111
139 229 1360 13.80 14.00 14.20
0 m/z 55.05 83.05%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #185169: Heptadecy! trifluoroacetate
57
5000 LN BN SURRULS IR I
13.60 13.80 14.00 14.20
29 125 m/z 43.10 82.29%
0 \‘ \‘\ i “ H‘ ‘\ \ ‘\ \154 182 210 238 283 334
m/z--> 50 150 200 2%0 360 350 400 450 '
Abundance
57
o7 1360 13.80 14.00 14.20
5000 m/z 83.10 73 .94%
- 125
o 154182 224252 297 348
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #234187: 17-Pentatriacontene A R e B S
43 13.60 13.80 14.00 14.20
m/z 97.05 62.61%
5000 83
y 111
o | 139167 196224 267292 321 462 490
m/z--> 50 100 150 200 250 300 350 400 450 ' 13.60 13.80 14.00 14.20

8270-BF113017.M Thu Dec 07 11:20:08 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\

Data File : BF101176.D

Aca On : 6 Dec 2017 19:06

Operator : SJ/JU

ﬁ?ggle i 16685-01 AU-06-120517-A
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 Octacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .47 4.86 ng 69082 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Tetratetracontane 619 C44H90 007098-22-8 87
3 Docosane. 1ll-decvl- 451 C32H66 055401-55-3 86
4 Hexacosane 366 C26H54 000630-01-3 83
5 Heneicosane 296 C21H44 000629-94-7 83
Abundance Scan 2105 (14.468 min): BF101176.D (-2101) (-) m/z 57.05 100.00%
57
5000
|| 141175208, 281 326 14.20 14.40 14.60 14.80
oL 8 T T e — m/z 43.05 63.30%
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209565: Octacosane
57
5000 L B B UL UL
Mmmmmmmm
99 m/z 71.10 55.82%
ol ULl 183 225 o81 337 34
miz--> 0 55 160 1éo 200 250 300 350 400 4éo 560 séo 660
Abundance
57
14.20 14.40 14.60 14.80
5000 m/z 85.05 51.20%

97
26 141 183 225 267 309 351 393 435 491 535 574 617

O e T T T T [ T [T T [ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #227195: Docosane, 11-decyl-
517 14.20 14.40 14.60 14.80
m/z 41.05 31.73%
5000

99
| 141 183 225 267 399 350 392

M — e

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 14.20 14.40 14 60 14. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\

Data File : BF101176.D

Aca On : 6 Dec 2017 19:06

Operator : SJ/JU

ﬁ?ggle i 16685-01 AU-06-120517-A
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.11 4.89 ng 66298 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 81
2 Hexacosane 366 C26H54 000630-01-3 81
3 Octacosane 394 C28H58 000630-02-4 81
4 Heptacosane 380 C27H56 000593-49-7 81
5 Pentacosane 352 C25H52 000629-99-2 81
Abundance Scan 2214 (15.110 min): BF101176.D (-2210) (-) m/z 57.10 100.00%
g7
5000 NWL
! 113 141 175 206 - 14.80 15.00 15.20 15.40
ot m/z 43.05 67 .40%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 L BRI BULRLILE B B
mmmmmmmm
m/z 71.10 59.89%
29 113
0 \‘ Al ‘\ “\ ‘hw h‘ H‘ l 1?1\16‘9 197 225 253 296
m/z--> 55 160 1%0 260 2éo 360 3éo '
Abundance
57
14.80 15.00 15.20 15.40
5000 a5 m/z 85.10 40.47%
113
o 29 141 169 197 225 253 295 366
m/z--> 55 160 150 260 250 360 3éo '
Abundance #209565: Octacosane R Ba B maa s E
57 14.80 15.00 15.20 15.40
m/z 55.05 22 .89%
o 1 wmwwxww
29 113 141
0 | ﬂ 169 197 225 253 281 309 337 365 394
m/z--> 55 100 150 260 250 360 3éo ' 1480 1500 1520 1540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\

Data File : BF101176.D

Aca On : 6 Dec 2017 19:06

Operator : SJ/JU

ﬁ?ggle i 16685-01 AU-06-120517-A
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 unknownl5.69 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.69 2.14 ng 28994 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. heptadecvl- 282 C19H380 067860-04-2 35
2 1H-Imidazole. 2-propvl- 110 C6H10N2 050995-95-4 30
3 15-Octadecenal 266 C18H340 056554-93-9 22
4 2-Methyl-Z-7.8-epoxvhexadecane 254 C17H340 1000130-86-3 22
5 Hexadecanal 240 C16H320 000629-80-1 18

Abundance Scan 2313 (15.692 min): BF101176.D (-2309) (-) m/z 57.05 100.00%

57 82

5000 43
266 LA L L L L LB
282 15.40 15.60 15.80 16.00
] SENSSNNS! . S m/z 82.00 87.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129467: Oxirane, heptadecyl-
43

96

5000 29
15.40 15.60 15.80 16.00
m/z 69.10 56.68%
0 Il 152166180194208222236250264 282
T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
82
R N REEE S R
15.40 15.60 15.80 16.00
5000 m/z 83.05 54.26%
54
39 110

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #115865: 15-Octadecenal AR EEREE L
15.40 15.60 15.80 16.00

m/z 55.00 49_.67%

5000

124138157 168182196210224 251 57
S —
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.40 15.60 15.80 16.00

8270-BF113017.M Thu Dec 07 11:20:10 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\

Data File : BF101176.D

Aca On : 6 Dec 2017 19:06

Operator : SJ/JU

ﬁ?ggle i 16685-01 AU-06-120517-A
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 Pentacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.92 4.39 ng 59527 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Triacontane 422 C30H62 000638-68-6 87
4 Octadecane 254 C18H38 000593-45-3 87
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 2352 (15.921 min): BF101176.D (-2347) (-) m/z 57.10 100.00%
57
85
5000
113 449 PR RUNSRUUA
169 207 265 15.60 15.80 16.00 16.20
0 m/z 71.10 72.75%
m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane
57
5000 85 L AL SRS SRR SRR
15 60 15. 80 16. oo 16 20
13 m/z 43.10 62.58%
ol 220 Ly [T 169 211 230 267 205 323 352
m/z--> 50 100 150 260 250 360 3%0 460
Abundance
57
o 15,60 15.80 16.00 16.20
5000 m/z 85.10 58.26%
29 113
o 141 169 197 225 253 296
m/z--> éo 160 1éo 260 2éo 360 3%0 460
Abundance #219831: Triacontane R B e
57 15.60 15.80 16.00 16.20
m/z 41.00 22.59%
5000 85
113 141
oL 2/ j | 77,169 197 225 253 281 309 337 365 393 422
m/z--> % 1m ﬁo @ 250 ﬁo @ 4& mmmmmmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\

Data File : BF101176.D

Aca On : 6 Dec 2017 19:06

Operator : SJ/JU

ﬁ?ggle i 16685-01 AU-06-120517-A
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 2- Chloropropionic acid, pe... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.97 3.54 ng 47993 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2- Chloropropionic acid. pentade... 318 C18H35CI02 1000292-44-1 81
2 Acetic acid. chloro-. octadecvl ... 346 C20H39CI102 005348-82-3 81
3 Acetic acid. chloro-. hexadecvl ... 318 C18H35CI102 052132-58-8 74
4 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 74
5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 72
Abundance Scan 2360 (15.968 min): BF101176.D (-2356) (-) m/z 57.00 100.00%
57
43
83 o,
5000

281 15.60 15.80 16.00 16.20
0 m/z 43.00 68.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #159663: 2- Chloropropionic acid, pentadecy! ester
43 57 83

97

5000 LA L L L L LB L
15.60 15.80 16.00 16.20
m/z 83.10 58.90%
o 82 210 255
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57 83 97
43 B e A
15.60 15.80 16.00 16.20
5000 11 m/z 97.10 53.01%
125
. 29 140154169183 207 224 250 297
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #159657: Acetic acid, chloro-, hexadecy! ester L BT o e
43 15.60 15.80 16.00 16.20

m/z 69.05 52.03%

5000

125
140 155169 196 222 239 269

T I T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.60 15.80 16.00 16.20

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\

Data File : BF101176.D

Aca On : 6 Dec 2017 19:06

Operator : SJ/JU

ﬁ?ggle i 16685-01 AU-06-120517-A
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 unknownl6.72 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.72 2.39 ng 32458 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanal 212 C14H280 000124-25-4 46
2 E-2-Tetradecen-1-ol 212 C14H280 1000130-83-7 43
3 Pentadecanal- 226 C15H300 002765-11-9 43
4 1-Dodecen-1-ol. acetate 226 Cl1l4H2602 056438-08-5 38
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 35

Abundance Scan 2488 (16.721 min): BF101176.D (-2483) (-) m/z 82.00 100.00%

43 57

5000
16.40 16.60 16.80 17.00
01 m/z 57.10 96.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71300: Tetradecanal

43 57 8

16.I4O 16!60 16.I80 17.IOO
m/z 43.05 88.53%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
R REERE R R Ry
82 16.40 16.60 16.80 17.00
5000 m/z 55.00 69.44%

96

0 110123 138152166180194 212

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

Abundance #82954: Pentadecanal- e A RERREEESE L
16.40 16.60 16.80 17.00

m/z 96.05 64 .17%

5000

0
123

138152166 182 208 20

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101176.D

Aca On : 6 Dec 2017 19:06

Operator : SJ/JU

Sample : 16685-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 7,7-Diethylheptadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.01 3.10 ng 41991 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7.7-Diethvlheptadecane 296 C21H44 1000360-41-5 64
2 Triacontane 422 C30H62 000638-68-6 59
3 Tetratetracontane 619 C44H90 007098-22-8 59
4 Hexacosane 366 C26H54 000630-01-3 59
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 59
Abundance Scan 2537 (17.009 min): BF101176.D (-2533) (-) m/z 57.00 100.00%
sl
5000
l || 7 28 1660 16.80 17.00 17.20 17.40
S — m/z 71.05 59.77%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141435: 7,7-Diethylheptadecane
57
5000 AL SRR DU UM B
16,60 16.80 17.00 17.20 17.40
m/z 43.10 56.95%
155 267
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
1660 16.80 17.00 17.20 17.40
5000 m/z 85.10 37.89%
99
ol_26 141 183 225 267 309 351 422
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane e
57 16.60 16.80 17.00 17.20 17.40
m/z 55.00 33.63%
5000

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

L A S I SR e L S

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 16. 60 16. 80 17. 00 17. 20 17. 40

8270-BF113017.M Thu Dec 07 11:20:13 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101176.D

Aca On : 6 Dec 2017 19:06

Operator : SJ/JU

Sample : 16685-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 17 unknownl7.11 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.11 2.71 ng 36784 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4-Heptadienoic acid. 6-methvl-_... 168 C10H1602 010236-06-3 10
2 Acetic acid. 2-(2-buten-1-v1)-2-... 187 C8H13N0O4 1000159-10-2 10
3 (3.7.7-Trimethvl-bicvclol2.2.1Th... 168 C11H200 1000185-70-1 10
4 2(1H)-Naphthalenone. octahvdro-1... 180 C12H200 022738-31-4 9
5 Oxirane, tetradecyl- 240 C16H320 007320-37-8 9
Abundance Scan 2554 (17.109 min): BF101176.D (-2549) (-) m/z 55.00 100.00%
41 55
83 145
97 159
5000 o 173 229
189
207 281 RN IR BN B
11|| | | | 16.80 17.00 17.20 17.40
Ob e LI L e e L e rlr | m/z  41.05  86.88%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36458: 2,4-Heptadienoic acid, 6-methyl-, ethyl ester
29 97 125

5000

16.I80 17.IOO 17.20 17.40
m/z 145.00 67.05%

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

29
67 16.80 17.00 17.20 17.40
5000 97 m/z 83.10 66.67%
it 125140
83
111 155

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36703: (3,7,7-Trimethyl-bicyclo[2.2.1]hept-2-yl)-methanol e A RERREEEES
16.80 17.00 17.20 17.40

m/z 159.10 57 .85%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.80 17.00 17.20 17.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF120617\

Data File : BF101176.D

Acq On : 6 Dec 2017 19:06

Operator : SJ/JU

3?22'6 i 16685-01 AU-06-120517-A
ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF113017 .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... 5.07 5.8 ng 75853 1 6.85 259484 20.0
unknown6 .62 6.62 82.8 ng 1073760 1 6.85 259484 20.0
unknown8 .85 8.85 16.8 ng 269891 2 8.13 320547 20.0
Hexadecane 9.80 2.1 ng 33453 3 9.89 317334 20.0
n-Hexadecanoic acid 11.89 5.9 ng 77532 4 11.37 264027 20.0
Octadecanoic acid 12.67 3.0 ng 39216 4 11.37 264027 20.0
Heptadecyl triflu... 13.84 6.3 ng 88870 5 14.02 284166 20.0
Octacosane 14 .47 4.9 ng 69082 5 14.02 284166 20.0
Heneicosane 15.11 4.9 ng 66298 6 15.50 271132 20.0
unknownl15.69 15.69 2.1 ng 28994 6 15.50 271132 20.0
Pentacosane 15.92 4.4 ng 59527 6 15.50 271132 20.0
2- Chloropropioni... 15.97 3.5 ng 47993 6 15.50 271132 20.0
unknownl6.72 16.72 2.4 ng 32458 6 15.50 271132 20.0
7,7-Diethylheptad... 17.01 3.1 ng 41991 6 15.50 271132 20.0
unknownl17.11 17.11 2.7 ng 36784 6 15.50 271132 20.0
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