LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051917\
Data File : BF095269.D

Acq On : 19 May 2017 18:25

Operator : SJ/MA

Sample - 13202-08

Misc :

ALS Vial : 5 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 height area % max. total
1 5.113 535 540 567 rBV 183672 505917 22.27% 2.468%
2 5.731 642 645 686 rBvY 715012 1786337 78.65% 8.715%
3 7.301 909 912 929 rBV 869756 1668125 73.44% 8.138%
4 7.431 929 934 947 rVB 1223681 2027005 89.24% 9.889%
5 7.766 987 991 1001 rBVY 359701 446174 19.64% 2.177%
6 8.001 1026 1031 1046 rBVY 1207899 1556445 68.52% 7.594%
7 8.666 1139 1144 1167 rBV 566328 1105416 48.67% 5.393%
8 9.783 1330 1334 1353 rBV 354684 613677 27.02% 2.994%
9 11.554 1630 1635 1654 rBV 1553051 2233029 98.31% 10.895%
10 12.254 1750 1754 1764 rBV 225704 366121 16.12% 1.786%
11 12.618 1810 1816 1834 rBV2 454404 750202 33.03% 3.660%
12 12.989 1871 1879 1886 rBV3 10916 23015 1.01% 0.112%
13 13.448 1952 1957 1961 rVB 24705 27121 1.19% 0.132%
14 13.530 1967 1971 1982 rVB2 26991 45253 1.99% 0.221%
15 13.907 2030 2035 2055 rBV 738398 1344193 59.18% 6.558%
16 14.218 2084 2088 2092 rBV2 30112 40207 1.77% 0.196%
17 14.954 2208 2213 2216 rBV 26895 31123 1.37% 0.152%

18 15.018 2216 2224 2228 rVV 492095 691438 30.44% 3.373%
19 15.054 2228 2230 2241 rVV 135290 247408 10.89% 1.207%

20 15.159 2244 2248 2256 rVB 29077 51397 2.26% 0.251%
21 15.512 2303 2308 2322 rBV6 29641 76731 3.38% 0.374%
22 15.606 2322 2324 2331 rVB2 23279 25266 1.11% 0.123%
23 15.759 2347 2350 2356 rVB 24061 26090 1.15% 0.127%
24 15.859 2363 2367 2374 rVB2 15051 23336 1.03% 0.114%

25 15.971 2381 2386 2401 rBV5 106486 195432 8.60% 0.953%

26 16.683 2498 2507 2511 rBV 80103 138446 6.10% 0.675%
27 16.718 2511 2513 2515 rVV2 45273 49820 2.19% 0.243%
28 16.748 2515 2518 2522 rVV 109770 132093 5.82% 0.644%
29 16.812 2525 2529 2537 rVV 97114 172184 7.58% 0.840%
30 16.877 2537 2540 2543 rVB 27511 27507 1.21% 0.134%

31 17.059 2568 2571 2575 rBV3 28614 46855 2.06% 0.229%
32 17.112 2576 2580 2586 rVB 105311 147053 6.47% 0.717%
33 17.336 2613 2618 2628 rVB 1950925 2271372 100.00% 11.082%
34 17.577 2655 2659 2665 rVB 16867 24610 1.08% 0.120%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051917\
Data File : BF095269.D

Acq On : 19 May 2017 18:25

Operator : SJ/MA

Sample - 13202-08

Misc :

ALS Vial : 5 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 17.665 2670 2674 2678 rBV2 16241 24752 1.09% 0.121%
36 17.712 2678 2682 2688 rVB5 19016 30436 1.34% 0.148%
37 17.977 2722 2727 2730 rBV 42618 49701 2.19% 0.242%
38 18.577 2823 2829 2843 rBV3 40454 98455 4_.33% 0.480%
39 18.689 2843 2848 2867 rVB 492324 825691 36.35% 4.028%
40 19.806 3034 3038 3042 rBVY 44683 48503 2.14% 0.237%
41 19.977 3063 3067 3070 rBVY 27663 39544 1.74% 0.193%
42 20.318 3122 3125 3129 rBVY 23254 26752 1.18% 0.131%

43 20.365 3129 3133 3143 rBV2 262202 436567 19.22% 2.130%

Sum of corrected areas: 20496799
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051917\
Data File : BF095269.D

Acq On : 19 May 2017 18:25

Operator : SJ/MA

Sample - 13202-08

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library - C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF095269.D
1500000
7.43 8.00
1000000
7.3(
5.73
8.67
500000
7.77
5.11
—TrT— e e e e P e e
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: BF095269.D
11.55
1500000
1000000
13.91
500000 12.62 15.02
9.78
12.25
13.05 15.97 1
0 12.99 13353 14.22 14.985.16 19.651551868%
T B s L B A e o B B L A e L aa e S S
Time-->  9.50 10.00 1050 11.00 11.50 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00  16.50
Abundance TIC: BF095269.D
17|34
1500000
1000000
500000 18.69
20.36
17.11
é‘ .és’.ge 1288711 7.98 18. 19.89.98 20.32
O I e o e L e e e o e e LML e s e s s RN B e
Time--> 17.00 1750 18.00 1850 19.00 1950 20.00 20.50 21.00 2150 22.00 22.50 23.00 23.50 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051917\
Data File : BF095269.D

Acq On : 19 May 2017 18:25

Operator : SJ/MA

Sample - 13202-08

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.11 22 .68 ng 505917 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
3 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 539 (5.107 min): BF095269.D (-535) (-) m/z 43.00 100.00%
43
59
5000
101 D SRR AR RN LR
50 | 83 | 4.80 5.00 5.20 5.40
RSSO Y RS MM M. m/z 59.00 58.21%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L I LI I
59 480 500 520 540
m/z 101.10 21.93%
15 31 101
| 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 16.58%
101
15 97 " 71
T "|""|??"| "'4?"" F?"'l"??l"qe'l'"'l""l'
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4425: Butane, 1-ethoxy- T AR EERmA RS
50 480 5.00 5.20 5.40
31 m/z 41.00 8.55%
5000 41
73
1\5 ‘ | 147 53\‘ , ‘ 87 102 A
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051917\
Data File : BF095269.D

Acq On : 19 May 2017 18:25

Operator : SJ/MA

Sample - 13202-08

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
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 unknown7.43 Concentration Rank 1

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

7.43 90.86 ng 2027010 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Xenon 132 Xe 007440-63-3 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 934 (7.431 min): BF095269.D (-929) (-) m/z 132.00 100.00%
132
5000 68 ﬂ\
96 N e e e
40 ,- 54 75 104 700 7.20 7.0 7.60 7.80
..,....,....,...:,"...7.,....??.I.'....,..f.‘?,..!.,.-:..,.1.1.5.,....,"...,.. m/z 68.05  35.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LA L IS UL I
7.00 7.20 7.40 7.60 7.80
78 m/z 134.00 32.36%
Pa 5
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
7.00 7.20 7.40 7.60 7.80
5000 67 m/z 66.00 21.51%
41 97
53 2 117
34 60 89 105 124
Wm@wmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132 7.00 7.20 7.40 7.60 7.80
m/z 96.00 13.81%
5000
104
66
14 27 37445158 P 7T g9 97 || 115 ‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 700 7.20 7.0 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051917\
Data File : BF095269.D

Acq On : 19 May 2017 18:25

Operator : SJ/MA

Sample - 13202-08

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
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 4 n-Pentadecanol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

15.51 2.22 ng 76731 Phenanthrene-d10 15.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Pentadecanol 228 C15H320 000629-76-5 87
2 4-Heptafluorobutyryloxyhexadecane 438 C20H33F702 1000282-97-2 72
3 11-Tricosene 322 C23H46 052078-56-5 72
4 1-Hexadecanol 242 C16H340 036653-82-4 70
5 Cyclotetradecane 196 C14H28 000295-17-0 68
Abundance Scan 2308 (15.512 min): BF095269.D (-2303) (-) m/z 69.00 100.00%

9
43 97
5000
125 203 15.20 15.40 15.60 15.80

SE— m/z 83.10 94.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #84606: n-Pentadecanol

41 83

5000
15.20 15.40 15.60 15.80

m/z 55.05 86.15%

139155 182 210
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance
55
15.20 15.40 15.60 15.80
5000 83 m/z 97.10 74.72%
29
111
135153169 200 224 282
mmmwmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #163017: 11-Tricosene
43 15.20 15.40 15.60 15.80
m/z 43.00 70.24%
5000 83
111
| | | 140 168 196 224 243 266 204 322
R R N L o O R e A BRRANRRRERRR R LR R R R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15. 20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051917\
Data File : BF095269.D

Acq On : 19 May 2017 18:25

Operator : SJ/MA

Sample - 13202-08

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
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 n-Hexadecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.97 5.65 ng 195432 Phenanthrene-d10 15.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 62
3 Tetradecanoic acid 228 C14H2802 000544-63-8 58
4 Trehalose 342 C12H22011 000099-20-7 47
5 Dodecanoic acid 200 C12H2402 000143-07-7 47
Abundance Scan 2386 (15.971 min): BF095269.D (-2381) (-) m/z 73.00 100.00%

73
43 60
5000 129
97 190
us | 19 a7 2307 256 15.60 15.80 16.00 16.20
m/z 43.10 82.26%
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 SURBLI SR UL B

15 60 15. 80 16. OO 16.20

m/z 60.00 74 _.42%
213
‘J‘H' 143 157171185 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
15.60 15.80 16.00 16.20
5000 129 m/z 57.05 73.90%
29 g7
199
100115 143457,7,185 213 242
15 226
B w2 B R A m ma e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid e
60 73 15.60 15.80 16.00 16.20
43 m/z 41.10 73.24%
5000 129
185 228
‘ T7 01115 | 1435171 ‘ 199
e e e S S L et e
m/z--> 80 100 120 140 160 180 200 220 240 260 15.60 15.80 16.00 16.20

8270-BF050217.M Mon May 22 16:37:25 2017 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051917\
Data File : BF095269.D

Acq On : 19 May 2017 18:25

Operator : SJ/MA

Sample - 13202-08

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
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 Pentafluoropropionic acid, ... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.68 4.00 ng 138446 Phenanthrene-d10 15.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 95
2 n-Nonadecanol-1 284 C19H400 001454-84-8 94
3 1-Nonadecene 266 C19H38 018435-45-5 93
4 1-Heneicosanol 312 C21H440 015594-90-8 91
5 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 91
Abundance Scan 2507 (16.683 min): BF095269.D (-2498) (-) m/z 83.10 100.00%
5000 i
| 139 206 16.40 16.60 16.80 17.00
e m/z 55.00 98.94Y%
m/z--> 100 150 200 250 300
Abundance #190374 Pentafluoropropionic acid, tetradecyl ester
57 83
5000 L SN BN SUULN U
16.40 16.60 16.80 17.00
- m/z 43.00 93.06%
\ ‘ M L1140 168 1% pp50m 342
m/z--> 200 250 300 '
Abundance
55 83
16.40 1660 16.80 17.00
5000 111 m/z 97.10 88.77%
29
139 168 106 238 266
m/z--> 50 100 150 200 250 300
Abundance #115906: 1-Nonadecene
43 97 16.40 16.60 16.80 17.00
69 m/z 69.00 85.83%
5000
125
2 ‘ “ | L 1L1?4 182 210 238 266
m/z--> 50 100 150 200 250 300 ' 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051917\
Data File : BF095269.D

Acq On : 19 May 2017 18:25

Operator : SJ/MA

Sample - 13202-08

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
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 9-Octadecenoic acid (Z)-, m... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

16.75 3.82 ng 132093 Phenanthrene-d10 15.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (Z)-, methyl_... 296 C19H3602 000112-62-9 87
2 6-Octadecenoic acid, methyl ester 296 C19H3602 052355-31-4 87
3 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 81
4 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 72
5 9-Hexadecenoic acid, methyl este... 268 C17H3202 001120-25-8 68

Abundance Scan 2518 (16.748 min): BF095269.D (-2515) (-) m/z 55.00 100.00%

55

5000

16.40 16.60 16.80 17.00
m/z 41.05 67.32%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141303: 9-Octadecenoic acid (2)-, methyl ester
55

74

5000

16.40 16.60 16.80 17.00
m/z 74.00 63.89%

29

137152 180 57222

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
41 74
16.40 16.60 16.80 17.00
5000 57 96 m/z 43.10 57.30%
111 264
180 222
137152 199 247 296

wﬂmﬁmmmmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141285: 10-Octadecenoic acid, methyl ester R B e o
16.40 16.60 16.80 17.00

m/z 69.10 51.50%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051917\
Data File : BF095269.D

Acq On : 19 May 2017 18:25

Operator : SJ/MA

Sample - 13202-08

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
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 Dichloroacetic acid, tetrad... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.58 2.38ng 98455  Chrysene-d12 18.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Dichloroacetic acid, tetradecyl ... 324 CI6H30CI202  083005-02-1 91
2 Chloroacetic acid, pentadecyl ester 304 C17H33CI102 070301-47-2 90

3 Carbonic acid, hexadecyl 2,2,2-t... 416 C19H35CI1303 1000314-56-2 90
4 Dichloroacetic acid, tridecyl ester 310 C15H28CI1202 1000280-48-3 87

5 Bromoacetic acid, pentadecyl ester 348 C17H33Br02 131143-01-6 87
Abundance Scan 2830 (18.583 min): BF095269.D (-2823) (-) m/z 57.05 100.00%
43 71
97
5000 11
e
12|5 149 2 23|4 18.20 18.40 18.60 18.80 19.00
e e e A e || M/Z 83.00 96 72%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #164022: Dichloroacetic acid, tetradecyl ester
43 57
69 83
5000
- 18.20 18.40 18.60 18.80 19.00
125 m/z 71.10 81.39%
“ ‘ ‘\ ! 139 154 168 196

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

Abundance
69 83
55 97
18.20 18.40 18.60 18.80 19.00
m/z 43.05 80.95%
5000 41 111
125
28 140 155 169182 210 255
T T T T T T T T T T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #217748: Carbonic acid, hexadecyl 2,2,2-trichloroethy| ester I e e
55 g9 83 97 18.20 18.40 18.60 18.80 19.00
m/z 55.00 78.50%
4
5000 n
125
2 ‘ ‘ ‘ 140 196 994
T N ceaee B i
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 18. 20 18 40 18. 60 18 80 19. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051917\
Data File : BF095269.D

Acq On : 19 May 2017 18:25

Operator : SJ/MA

Sample - 13202-08

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
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 Docosa-2,6,10,14,18-pentaen... Concentration Rank 8

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

19.81 2.22 ng 48503 Perylene-di12 20.36

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H440 1000163-04-7 90
2 Supraene 410 C30H50 007683-64-9 87
3 Squalene 410 C30H50 000111-02-4 87

4 4,9,13,17-Tetramethyl-4,8,12,16-...
5 Hexadeca-2,6,10,14-tetraen-1-ol, ...

316 C22H360
290 C20H340

056882-09-8 86
007614-21-3 78

Abundance Scan 3039 (19.812 min): BF095269.D (-3034) (-) m/z 69.05 100.00%
69
5000
41 b Trrryrrirryrrrryrrrr[rr
9 i 163 191 281 19.40 19.60 19.80 20.00 20.20
b ﬁ..'...:,.... e m/z 81.00 54_48%
mz--> 0 50 100 150 200 250 300 350 400
Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p...
69
5000 41
03 19.40 19.60 19.80 20.00 20.20
136 m/z 41.00 25.23%
‘ ‘ ‘\ HH‘ u‘ ;m'ﬂ \l \1(\31 192 231 273 315 341 384
....,.. i T T T T
mz--> 0 100 150 200 250 300 350 400
Abundance
69
T
19.40 19.60 19.80 20.00 20.20
5000 m/z 95.05 15.53%
41
95 137
116 163 191 217 245 273299 341 367 410
N I e e B e e e e LALAR [ o B S b o o B
mz--> 0 50 100 150 200 250 300 350 400
Abundance #215933: Squalene
69 19.40 19.60 19.80 20.00 20.20
m/z 137.10 13.36%
5000 a1
95
17 bbb g d dlﬁl 191 231 273299 341367 410
L A o |l fr e A e o e O I A T T
mz--> 0 50 100 150 200 250 300 350 400 19. 40 19. 60 19.80 20 00 20. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051917\
Data File : BF095269.D

Acq On : 19 May 2017 18:25

Operator : SJ/MA

Sample - 13202-08

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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]
2-Pentanone, 4-hy... 5.11 22.7 ng 505917 1 7.77 446174 20.0
unknown7 .43 7.43 90.9 ng 2027010 1 7.77 446174 20.0
n-Pentadecanol 15.51 2.2 ng 76731 4 15.02 691438 20.0
n-Hexadecanoic acid 15.97 5.7 ng 195432 4 15.02 691438 20.0
Pentafluoropropio... 16.68 4.0 ng 138446 4 15.02 691438 20.0
9-Octadecenoic ac... 16.75 3.8 ng 132093 4 15.02 691438 20.0
Dichloroacetic ac... 18.58 2.4 ng 98455 5 18.69 825691 20.0
Docosa-2,6,10,14,... 19.81 2.2 ng 48503 6 20.36 436567 20.0
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