LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\

Data File : BF095752.D

Aca On 7 Jun 2017 18:27

Operator : SJ/MA

3?22'6 i 13479-02 SB-9(8-10)20170603
ALS Vial : 10 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-BF060517.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 4.598 508 512 534 rBV2 65291 191940 9.00% 1.062%
2 5.281 624 628 658 rBY 1166484 1941951 91.08% 10.748%
3 6.951 906 912 922 rBVY 1171751 1881675 88.25% 10.415%
4 7.045 922 928 942 rVB 1485460 2132208 100.00% 11.801%
5 7.381 981 985 998 rBV 282951 376215 17.64% 2.082%
6 7.622 1021 1026 1041 rBV 1183403 1496997 70.21% 8.286%
7 8.304 1136 1142 1161 rBV 827256 1200412 56.30% 6.644%
8 9.416 1326 1331 1341 rBV 399142 520522 24.41% 2.881%
9 11.198 1627 1634 1644 rBV 1457848 1825817 85.63% 10.106%
10 11.886 1746 1751 1756 rBvV 282970 315753 14.81% 1.748%
11 12.239 1806 1811 1816 rBV2 443948 537107 25.19% 2.973%
12 12.286 1816 1819 1823 rVB2 20799 24917 1.17% 0.138%
13 13.098 1951 1957 1961 rBvV 33345 39662 1.86% 0.220%
14 13.463 2008 2019 2022 rBVvV4 10565 27567 1.29% 0.153%
15 13.533 2026 2031 2039 rBvV 791653 994240 46.63% 5.503%
16 13.868 2084 2088 2096 rBv2 35898 58345 2.74% 0.323%
17 14.598 2208 2212 2214 rBV4 20145 29598 1.39% 0.164%
18 14.633 2214 2218 2222 rVB 336741 417604 19.59% 2.311%
19 15.651 2387 2391 2395 rBvV2 82222 99692 4.68% 0.552%
20 15.762 2408 2410 2415 rVB5 21311 25101 1.18% 0.139%
21 15.874 2427 2429 2434 rVB5 29863 40218 1.89% 0.223%
22 16.451 2522 2527 2533 rVB 44938 61369 2.88% 0.340%
23 16.751 2574 2578 2585 rBV 67279 89553 4._.20% 0.496%
24 17.004 2616 2621 2625 rVB 995888 1065166 49.96% 5.896%
25 17.374 2678 2684 2687 rBV5 17967 33832 1.59% 0.187%
26 17.409 2687 2690 2695 rVB 41457 50880 2.39% 0.282%

27 18.256 2830 2834 2844 rBV2 171069 298389 13.99% 1.652%
28 18.345 2844 2849 2853 rBvV 358203 420646 19.73% 2.328%

29 18.380 2853 2855 2860 rVB3 23346 27634 1.30% 0.153%
30 18.680 2902 2906 2913 rVB3 26789 51722 2.43% 0.286%
31 19.062 2967 2971 2979 rVB 245017 340611 15.97% 1.885%
32 19.433 3031 3034 3042 rBV6 25806 47597 2.23% 0.263%
33 19.580 3056 3059 3063 rBV 50155 54075 2.54% 0.299%
34 19.615 3063 3065 3068 rBV 24292 29697 1.39% 0.164%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\
Data File : BF095752.D

Aca On : 7 Jun 2017 18:27

Operator : SJ/MA

Sample : 13479-02

Misc :

ALS Vial : 10 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-BF060517.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 19.786 3090 3094 3103 rBV5 159176 320361 15.02% 1.773%

36 19.856 3103 3106 3110 rVB2 39868 46579 2.18% 0.258%
37 20.015 3129 3133 3144 rVB 281128 360868 16.92% 1.997%
38 20.280 3175 3178 3186 rVB2 89244 125381 5.88% 0.694%
39 20.468 3206 3210 3213 rBV 107700 139041 6.52% 0.770%

40 20.497 3213 3215 3220 rVv4 43081 63640 2.98% 0.352%
41 20.550 3222 3224 3229 rVB2 56898 72098 3.38% 0.399%
42 20.639 3236 3239 3248 rVB 43970 69862 3.28% 0.387%

43 21.050 3305 3309 3316 rVB4 68674 120810 5.67% 0.669%

Sum of corrected areas: 18067352
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\
Data File : BF095752.D

Aca On : 7 Jun 2017 18:27

Operator : SJ/MA

Sample : 13479-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF095752.D
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15.50  16.00

16.50

14.00 14.50  15.00

10.50 11.00 11.50

o B AN —

Time--> 9.50 10.00 13.50

Abundance

1400000

1200000
17.00
1000000
800000
600000

400000

e
0

200000 4 2ﬁ05

O T
17.00  17.50

23.00 23,50 24.00

2150 22.00 2250

20.00 20.50 21.00

18.00 1850 19.00  19.50

Time-->

8270-BF060517.M Thu Jun 08 14:42:24 2017 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\
Data File : BF095752.D

Aca On : 7 Jun 2017 18:27

Operator : SJ/MA

Sample : 13479-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060517 .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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

4.60 10.20 ng 191940 1,4-Dichlorobenzene-d4 7.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Propanamide, N-ethyl- 101 C5H11NO 005129-72-6 9

Abundance Scan 512 (4.598 min): BF095752.D (-508) (-) m/z 43.00 100.00%
43.0
5000
101.0 SRR SRR R
| 83.1 | 420 4.40 4.60 4.80 5.00
R ¥ NSRS | S SRR M m/z 59.00 54.26%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SR AR L UL
59.0 420 440 460 480 5.00
0
150 a0 1010 m/z 101.00 22 .28%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
420 440 460 480 500
5000 m/z 58.00 13.66%
101.0
150 310 58.0 490 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone T R b
43.0 420 4.40 4.60 4.80 5.00
m/z 41.00 9.69%
5000 1010
28.0 59.0
70.0 84.0
"'l}%ql"ww"'“ﬁl"lﬁhlh'“'l”'“l“"w""ﬂ"'l' SRR SRR R
m/z--> 10 20 30 40 50 60 70 8 90 100 110 420 4.40 4.60 4.80 5.00

8270-BF060517.M Thu Jun 08 14:42:25 2017 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\
Data File : BF095752.D

Aca On : 7 Jun 2017 18:27

Operator : SJ/MA

Sample : 13479-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 unknown7.05 Concentration Rank 1

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

7.05 113.35 ng 2132210 1,4-Dichlorobenzene-d4 7.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 929 (7.051 min): BF095752.D (-922) (-) m/z 132.00 100.00%
132.0
5000
68.0
00 500 | o 680 7.00 7.20 7.40
Obrrprrrr et el e 820 el Tm/z 134.00 0 32.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 U LA I L I

6.80 7.00 7.20 7.40
m/z 68.05 32.61%

310  5L0 ‘
SN GNP ST S SN | S -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
S SN
6.80 7.00 7.20 7.40
5000 67.0 m/z 65.95 19.60%
41.0 53.0 97.0

79.0 117.0

wwmmwwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14491: 5-Aminoindole T R A REamams
132.0 6.80 7.00 7.20 7.40
m/z 96.00 13.20%
5000
104.0
66.0
140 27.0 390 510 7 710 g95 | 1150 |
N S W -1 S M2 B . S I
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\
Data File : BF095752.D

Aca On : 7 Jun 2017 18:27

Operator : SJ/MA

Sample : 13479-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060517 .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 4 Docosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.87 2.79 ng 58345 Phenanthrene-d10 14.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 90
2 Octadecane 254 C18H38 000593-45-3 90
3 Pentadecane 212 C15H32 000629-62-9 86
4 Tetradecane 198 C14H30 000629-59-4 86
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 86
Abundance Scan 2088 (13.868 min): BF095752.D (-2084) (-) m/z 57.05 100.00%
57.0
5000 85.1
113.1 13.60 13.80 14.00 14.20
...,....,'...| e, 198 1918 n/7 71.10  66.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #153222: Docosane
57.0
5000
85.0 13.60 13.80 14.00 14.20
m/z 43.05 62.27%
200 4 ) | \11?0‘1410 169.0 1970 2250 2530 2610 3100
m/z--> ﬁo 45 eb 50 160 150 140 160 180 200 220 240 260 280 360
Abundance
57.0
'13.60 13.80 14.00 14.20
5000 85.0 m/z 85.10 45.12%
29.0 113.0

141.0 169.0 197.0 225.0 254.0

wmmmwwwmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #71393: Pentadecane
57.0 13.60 13.80 14.00 14.20
m/z 41.00 31.50%

5000 85.0

29.0

L Jll§014101690 2120

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14. 00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\
Data File : BF095752.D

Aca On : 7 Jun 2017 18:27

Operator : SJ/MA

Sample : 13479-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.65 4.77 ng 99692 Phenanthrene-d10 14.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Tridecanoic acid 214 C13H2602 000638-53-9 78
4 _beta.-D-Glucopvranose. 1.6-anhv... 162 C6H1005 000498-07-7 27
5 Hexadecane 226 C16H34 000544-76-3 15
Abundance Scan 2391 (15.651 min): BF095752.D (-2387) (-) m/z 73.00 100.00%
73.0
43.1
5000 129.0
. 2132 llllllll llll lllllll

157.1 1851 255.8 1540 15.60 15.80 16.00

m/z 43.10 76 .58%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
41,0

5000 129.0 " 15.40 15.60 15.80 16.00
83.0
‘ il

157.0 185.0 213.0 256.0 m/z 60.00 74 .33%

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

Abundance
43.0 73.0
R EAmE s
15.40 15.60 15.80 16.00
5000 129.0 m/z 57.00 58.96%
970 199.0 242.0
157.0
180.0
AR e RARAS BaA RS L s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid I B e
73.0 15.40 15.60 15.80 16.00
43.0 m/z 41.00 57.11%
5000 129.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.40 15 60 15. 80 16. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\
Data File : BF095752.D

Aca On : 7 Jun 2017 18:27

Operator : SJ/MA

Sample : 13479-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Disulfide, di-tert-dodecyl Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
17.41 2.42 ng 50880 Chrysene-di12 18.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Disulfide. di-tert-dodecvl 402 C24H50S2 027458-90-8 78
2 Tridecane. 2-methvl- 198 C14H30 001560-96-9 72
3 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 64
4 Dodecane. 1-i1odo- 296 C12H251 004292-19-7 53
5 Sulfurous acid, 2-ethylhexyl pen... 264 C13H2803S 1000309-18-9 46
Abundance Scan 2690 (17.409 min): BF095752.D (-2687) (-) m/z 57.10 100.00%
51.1
5000
99.0 T T
l|m1m1mo 17.00 17.20 17.40 17.60 17.80
—r W . L B B o B I A B m/z 71.05 84 .20%
m/z--> 50 100 150 200 250 300 350 400
Abundance #213038: Disulfide, di-tert-dodecy!
57.0
5000 AR PR B RSB B
99.0 17.00 17.20 17.40 17.60 17.80
m/z 43.10 67.51%
20l | ‘ h .\ 137, 0‘ "0 2050 402.0
m/z--> 50 200 250 300 350 400
Abundance
57.0
17.00 17.20 17.40 17.60 17.80
5000 m/z 85.05 64.77%
99.0
2710 155.0 100
m/z--> 50 100 150 200 250 300 350 400
Abundance #125660: Sulfurous acid, 2-ethylhexyl hexyl ester L B e
57.0 17.00 17.20 17.40 17.60 17.80
m/z 41.10 26.99%
5000
27 0‘ | 113.0
1 | L |
m/z--> 50 100 150 200 250 300 350 400 17.00 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\
Data File : BF095752.D

Aca On : 7 Jun 2017 18:27

Operator : SJ/MA

Sample : 13479-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 n-Nonadecanol-1 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.26 14.19 ng 298389 Chrysene-di12 18.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 95
2 1-Heneicosanol 312 C21H440 015594-90-8 94
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
4 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 93
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 91

Abundance Scan 2835 (18.262 min): BF095752.D (-2830) (-) m/z 57.10 100.00%

57.1 83.1

5000

%

18.00 18.20 18.40 18.60
m/z 83.10 98.06%

208.1234.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131391: n-Nonadecanol-1
55.0 83.0

%

5000 LN L L L LB L
18100 18,20 18.40 18.60
0.0 m/z 43.05 92.48%
L 168.0 196.0  238.0 266.0
”w””“”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55.0 83.0
R R
18.00 18.20 18.40 18.60
5000 111.0 m/z 97.10 88.37%
29.0

1390 167.0 196.0  238.0 266.0 294.0
mmwmmﬂrm’wmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane SRR R EE R
18.00 18.20 18.40 18.60

m/z 55.00 87.26%

-

5000

s

154.0 196.0 224.0 269.0 320.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 18. OO 18 20 18. 40 18. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\
Data File : BF095752.D

Aca On : 7 Jun 2017 18:27

Operator : SJ/MA

Sample : 13479-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060517 .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 Tritetracontane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
18.68 2.46 ng 51722 Chrysene-di12 18.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tritetracontane 605 C43H88 007098-21-7 64
2 Sulfurous acid. 2-propvl undecvl... 278 C14H3003S 1000309-12-2 58
3 Hentriacontane 437 C31H64 000630-04-6 58
4 Sulfurous acid. 2-propvl tridecv... 306 C16H3403S 1000309-12-4 53
5 Sulfurous acid, dodecyl 2-propyl... 292 C15H3203S 1000309-12-3 53
Abundance Scan 2906 (18.680 min): BF095752.D (-2902) (-) m/z 57.00 100.00%
57.0
1 ﬂl L 16952170 36040 1060 1560 10,00
A, .'-." P e e e e e m/z 43.05 55.60%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane
57.0
5000 LRI BB BRI UL B
mmmmmmmm
m/z 71.10 47 .20%
| L&ﬂ 1.0 169.0 225.0 281.0 337.0 393.0 463.0 519.0 575.0
m/z--> §o 160 1%0 200 250 300 350 400 4éo 500 séo 660
Abundance
43.0
18.40 18,60 18.80 19.00
5000 m/z 85.10 41 .43%
970 4550 219.0
miz-> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223852: Hentriacontane e e
57.0 18.40 18.60 18.80 19.00
m/z 41.05 30.34%
- M
13.0
,,169.0 2250  309.0 365.0 437.0
m/z--> §o 160 1%0 260 250 300 350 400 4éo 560 séo 660 1840 1860 1880 1900

8270-BF060517.M Thu Jun 08 14:42:30 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\
Data File : BF095752.D

Aca On : 7 Jun 2017 18:27

Operator : SJ/MA

Sample : 13479-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 Hexatriacontyl pentafluorop... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.06 16.19 ng 340611 Chrysene-di12 18.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexatriacontvl pentafluoropropio... 669 C39H73F502 1000351-89-0 91
2 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 91
3 Octatriacontvl pentafluoropropio... 697 C41H77F502 1000351-89-1 91
4 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 87
5 Dotriacontyl pentafluoropropionate 612 C35H65F502 1000351-81-4 87
Abundance Scan 2971 (19.062 min): BF095752.D (-2967) (-) m/z 57.05 100.00%
57.0
2000 NAJAkF,\/W“NA}\nw,_ﬁgv~ﬂ\w,
N 15130 19,00 15,20 1040
- ...,.l.l.n.l,f?Z'.l.,.?‘.‘.1,'?...,....,....,....,....,....,....,....,...., m/z 43.10 69.86%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242465: Hexatriacontyl pentafluoropropionate
57.0
5000 LN UL SN UL IS
10 18.80 19.00 19.20 19.40
r m/z 71.10 62 .45%
‘L‘\ \M“4670222027803340391044605040 650.0
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
43.0
18.80 19.00 19.20 19.40
m/ 55.10 49 _29%
5000 d47.0 z (
oy = V\‘L\
mrmwwmwmwwm
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242842: Octatriaconty| pentafluoropropionate L  RRRRs Bam s
57.0 18.80 19.00 19.20 19.40
m/z 85.05 46.79%
5000
1.0
‘ | 167.0 225.0281.0 341.0 401.0 460.0 532.0 678.0
m/iz--> 0 éo 160 1%0 200 250 300 350 400 450 500 550 600 650 18.80 19.00 19.20 19.40

8270-BF060517.M Thu Jun 08 14:42:31 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\
Data File : BF095752.D

Aca On : 7 Jun 2017 18:27

Operator : SJ/MA

Sample : 13479-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 unknownl19.43 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
19.43 2.64 ng 47597 Perylene-d12 20.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 5-ethvl-5-propvl- 226 C16H34 002755-07-9 47
2 Sulfurous acid. decvl 2-propvl e... 264 C13H2803S 1000309-12-1 43
3 Heptacosane 380 C27H56 000593-49-7 43
4 1-lodo-2-methvlnonane 268 C10H211 1000101-47-9 43
5 Tetracosane 338 C24H50 000646-31-1 38
Abundance Scan 3034 (19.433 min): BF095752.D (-3031) (-) m/z 57.10 100.00%
57.1
5000
1691 2051 2410 2811 "' 10/20 19.40 19.60 19.80
il m/z 71.10 72 .60%
m/z--> 50 100 150 200 250 300 350
Abundance #83049: Undecane, 5-ethyl-5-propyl-
57.0
5000 LR BRI BN BN B
mmmmmmmm
990 1410 m/z 85.10 62.65%
. ’ 183.0
...‘.“l“.‘h‘.“‘.“‘l.‘.‘.l |‘||‘|‘||||| ———T T
m/z--> 50 100 150 200 250 300 350
Abundance
43.0
"' 10/20 1940 19.60 19.80
5000 85.0 m/z 43.10 59.97%
141.0 175.0205.0
m/z--> 55 160 150 260 250 300 3éo
Abundance #202661: Heptacosane A B RREEE BET L
57.0 19.20 19.40 19.60 19.80
m/z 55.10 24 .36%
5000
99.0
27.0{ j ] tl.\.}4%°‘ 183.0 2250 267.0 309.0 351.0380.0
m/z--> % 1m 1% 2m 250 3& 3% mmmmmmmm

8270-BF060517.M Thu Jun 08 14:42:31 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\
Data File : BF095752.D

Aca On : 7 Jun 2017 18:27

Operator : SJ/MA

Sample : 13479-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 Octadecanal Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

19.58 3.00 ng 54075 Perylene-d12 20.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 72
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 72
3 Oxirane. tetradecvl- 240 C16H320 007320-37-8 72
4 Oxirane. tridecvl- 226 C15H300 018633-25-5 64
5 Bicyclo[4.1.0]heptane, 7-butyl- 152 C11H20 018645-10-8 55

Abundance Scan 3059 (19.580 min): BF095752.D (-3056) (-) m/z 57.05 100.00%

164.0 1941 225.1 253.1 mﬁﬁbﬁ&ﬁ@”'

m/z 43.05 89.36%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117605: Octadecanal
43. .

5000

19.20 19.40 19.60 19.80
m/z 82.05 88.73%

250.0
1380 1660 1940 2220

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
82.0
T T
57.0 19.20 19.40 19.60 19.80
5000 m/z 96.05 69.44%
110.0
29.0
138.0
166.0 211.0 250.0
R AR REE R e s e e R RRE AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #94324: Oxirane, tetradecyl- R R RARER
41|10 82.0 19.20 19.40 19.60 19.80

m/z 97.10 65 .34%

5000

Il 182.0 208.0 240.0
R RARRN SRS o R R
m'z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 19.20 19.40 19.60 19.80

8270-BF060517.M Thu Jun 08 14:42:34 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\
Data File : BF095752.D

Aca On : 7 Jun 2017 18:27

Operator : SJ/MA

Sample : 13479-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 Heptadecane, 9-octyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.79 17.76 ng 320361 Perylene-di12 20.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Pentacosane 352 C25H52 000629-99-2 91
Abundance Scan 3095 (19.792 min): BF095752.D (-3090) (-) m/z 57.10 100.00%
57.1
5000
UL L8 assnimn omn s 1640 16160 19580 20,00 2020
S W 0 ot o o m/z 71.10 75.35%
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0
5000 RN UL UL UL I
8.0 19.40 19.60 19.80 20.00 20.20
m/z 43.10 58.39%
| h ﬂl ‘141016901970 2390,67.02060  352.0
m/z--> 5 100 150 200 250 300 350
Abundance
57.0
19.40 19.60 19.80 20.00 20.20
5000 85.0 m/z 85.10 53.46%
29.0 113.0141.0169.0107.0225.0253.0  295.0323.0 367.0
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane B AN R B L
57.0 19.40 19.60 19.80 20.00 20.20
m/z 55.05 26.76%
85.0
= NA#wawjlwham/\AuﬁmwfvﬂdM»ﬂ
29.0 13 0
| L | [ ) 410160.0197.0225.0253.0 _296.0
m/z--> 50 100 150 200 250 300 350 19.40 19.60 19.80 20.00 20.20

8270-BF060517.M Thu Jun 08 14:42:36 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\
Data File : BF095752.D

Aca On : 7 Jun 2017 18:27

Operator : SJ/MA

Sample : 13479-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 2-Heptadecanone Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
19.86 2.58 ng 46579 Perylene-d12 20.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Heptadecanone 254 C17H340 002922-51-2 83
2 Oxirane. tetramethvl- 100 C6H120 005076-20-0 52
3 2-Pentanone. 5-methoxv- 116 C6H1202 017429-04-8 50
4 2-Nonadecanone 282 C19H380 000629-66-3 40
5 2-Pentadecanone 226 C15H300 002345-28-0 40
Abundance Scan 3107 (19.862 min): BF095752.D (-3103) (-) m/z 59.05 100.00%
54.0
5000
95.0 L B B SULE U
197.9 1641 203.1531 12581 2870 3421 19.60 19.80 20.00 20.20
m/z 58.00 79.60%
m/z--> 50 100 150 200 250 300
Abundance #105858: 2-Heptadecanone
58.0
5000
19.60 19.80 20.00 20.20
20.0 85.0 254.0 m/z 43.10 64 _.76%
‘ ‘ ‘ 1270 196.0
— \‘I wl\ I‘\ u‘l\ I\hw : \‘i fual 1|66|0| "‘l |2|25|Q‘| I L
m/z--> 50 100 150 200 250 300
Abundance
59.0
10.60 19.80 20.00 20.20
5000 m/z 71.10 57.69%
100.0
m/z--> o '55' ' "160" "150" "260" "250" "360" !
Abundance #8108: 2-Pentanone, 5-methoxy- N AL s e S
43.0 19.60 19.80 20.00 20.20
m/z 82.05 18.81%
5000
9.0
b1 ‘\.‘ 1‘101'0
m/z--> 55 160 150 200 250 360 ' 19%0 1580 2050 2050

8270-BF060517.M Thu Jun 08 14:42:37 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\
Data File : BF095752.D

Aca On : 7 Jun 2017 18:27

Operator : SJ/MA

Sample : 13479-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060517 .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 14 Oxirane, hexadecyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.28 6.95 ng 125381 Perylene-di12 20.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 87
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 83
4 (2)-14-Tricosenvl formate 366 C24H4602 077899-10-6 72
5 Ether, methyl 1-octadecenyl 282 C19H380 026537-06-4 62

Abundance Scan 3178 (20.280 min): BF095752.D (-3175) (-) m/z 43.10 100.00%

431 831

5000

263.2 335.1 20.00 20.20 20.40 20.60
m/z 82.10 93.78%

64.2 190.1 218.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #117605: Octadecanal

43.0 .0

20.I00 20!20 20.I4O 20!60
m/z 57.05 77.09%

5000

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

43.0 82.0

20.00 20.20 20.40 20.60
5000 m/z 55.10 72_.87%

109.0
1380 1660 208.0 250.0

mﬁmmﬂmmmmmwrm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129467: Oxirane, heptadecyl- A o Al BRRmsma
20.00 20.20 20.40 20.60

m/z 96.05 63.00%

5000

138.0 166.0 194.0  236.0 264.0

I T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 20.00 20.20 20.40 20.60

8270-BF060517.M Thu Jun 08 14:42:37 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\
Data File : BF095752.D

Aca On : 7 Jun 2017 18:27

Operator : SJ/MA

Sample : 13479-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 Heneicosane, 11-(1-ethylpro... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.47 7.71 ng 139041 Perylene-d12 20.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane. 1ll1-(l-ethvilpropvl)- 366 C26H54 055282-11-6 91
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 3210 (20.468 min): BF095752.D (-3206) (-) m/z 57.10 100.00%
57.1
5000 850
1131 20.20 2040 20.60 20.80
141.1 133,1
—— ,I I e S22 0 Tm/z 71.10 64.51%
m/z--> 50 100 150 200 250 300 350
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)-
43.0
71.0
5000 R AR BRI U SRR
mmmmmmmm
m/z 43.10 52.39%
N \ 127015501830 22502530 2950 3370

m/z--> O 200 250 300 350
Abundance
57.0
R B
85.0 20.20 20.40 20.60 20.80
5000 ' m/z 85.05 51.56%
29.0 1130 1,0 . 196.0
*~168.0 224.0 265.0
—— T T e T
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- AR EEEEE RS
57.0 20.20 20.40 20.60 20.80
m/z 55.00 19.44%
5000 85.0

113.0
Loy T 241.0169.0 197.0 23|902670294032303520
bl ) e 1 (SR04 5230 L

m/z--> 50 100 150 200 250 300 350 20 20 20. 40 20. 60 20 80

8270-BF060517.M Thu Jun 08 14:42:38 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\
Data File : BF095752.D

Aca On : 7 Jun 2017 18:27

Operator : SJ/MA

Sample : 13479-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 16 Cyclotetradecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
20.50 3.53 ng 63640 Perylene-di12 20.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 64
2 Cvclohexane. [6-cvclopentvl-3-(3... 346 C25H46 055401-72-4 53
3 Isoheptadecanol 256 C17H360 057289-07-3 47
4 Acetic acid. chloro-. hexadecvl ... 318 C18H35CI102 052132-58-8 41
5 1-Nonadecene 266 C19H38 018435-45-5 41
Abundance Scan 3215 (20.497 min): BF095752.D (-3213) (-) m/z 83.10 100.00%
83.1
43.1
5000
1391 16991991 2350 2791 20,20 20.40 20.60 20.80
m/z 97.10 71.96%
m/z--> 50 100 150 200 250 300 350
Abundance #58281: Cyclotetradecane
55.0 83.0
5000 111.0 196.0 20,20 20.40 20.60 20.80
m/z 43.10 69.42%
L)L oo
|||l‘|“‘|‘||‘|”|l ul‘ —— ———r ———
m/z--> 50 100 150 200 250 300 350
Abundance
55.0 83.0
20,20 20.40 20.60 20.80
5000 m/z 69.05 62.10%
111.0
139.0 234.0
165.0  206.0 261.0 344.0
m/z--> 50 100 150 200 250 300 350
Abundance #107661: Isoheptadecanol e R BRREs RS
56.0 83.0 20.20 20.40 20.60 20.80
m/z 55.00 59.50%
5000 1110
29.0 '
T e smosoemn
' Wik (| - | . L
m/z--> 50 100 150 200 250 300 350 20,20 20.40 20.60 20.80

8270-BF060517.M Thu Jun 08 14:42:38 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\
Data File : BF095752.D

Aca On : 7 Jun 2017 18:27

Operator : SJ/MA

Sample : 13479-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 17 2-Pentadecanone Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

20.55 4.00 ng 72098 Perylene-d12 20.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentadecanone 226 C15H300 002345-28-0 50
2 Oxirane. tetramethvl- 100 C6H120 005076-20-0 43
3 2-Heptadecanone 254 C17H340 002922-51-2 40
4 2-Propanone. l-cvclohexvl- 140 C9H160 000103-78-6 37
5 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 27

Abundance Scan 3224 (20.550 min): BF095752.D (-3222) (-) m/z 59.00 100.00%

59.0
5000

2501 2791 3231 20.20 20.40 20.60 20.80
m/z 58.00 68 .44%

125.1 156.2 204.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #82960: 2-Pentadecanone
58.0
5000

20.20 20.40 20.60 20.80
m/z 43.10 59.33%

111.0 138.0 168.0 197 9 226.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
59.0
R EE R a s
20.20 20.40 20.60 20.80
5000 m/z 71.10 55.64%
100.0
WWWWWWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #105853: 2-Heptadecanone R EE R a s
58.0 20.20 20.40 20.60 20.80
m/z 96.05 19.97%
5000
29.0 96.0 254.0
| { | |7 127.0152.0 196.0 p50 7|
e e e T e R EE R a s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 20 20 20. 40 20. 60 20.80

8270-BF060517.M Thu Jun 08 14:42:39 2017 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\
Data File : BF095752.D

Aca On : 7 Jun 2017 18:27

Operator : SJ/MA

Sample : 13479-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060517 .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 18 Vitamin E Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.64 3.87 ng 69862 Perylene-di12 20.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Vitamin E 430 C29H5002 000059-02-9 87
2 dl-_.alpha.-Tocopherol 430 C29H5002 010191-41-0 83
3 2.5-Pvridinedicarboxvlic acid. d... 251 C13H17NO4 000136-45-8 50
4 3.6-Dimethvl-5-0x0-1.2.3.5-tetra... 165 C8H11N30 058910-42-2 47
5 3-Chloro-benzalacetone 180 C10HOCIO 1000146-90-5 43
Abundance Scan 3239 (20.639 min): BF095752.D (-3236) (-) m/z 165.10 100.00%
16b.1
5000
570 430.4
© o71 2051 " y0la0 200 2080 7100
265.0300.1 : : : :
— :|,-|l. Lo o R L d TSl Tm/z 164.10  37.10%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #222348: Vitamin E
165.0
5000
20.40 20.60 20.80 21.00
57.0 m/z 430.40 28.62%
H Iy 12%'0 205.0 43?'0
mz-> 0 50 100 150 200 250 300 350 400
Abundance
165.0
" 2040 20.60 20.80 21.00
5000 m/z 57.05 19.09%
430 430.0
81.0 121.0 205.0 246.0 288.0 344.0
miz--> 0 éo 160 1éo 260 2éo 360 3%0 460
Abundance #102969: 2,5-Pyridinedicarboxylic acid, dipropy! ester R EEEES
165.0 20.40 20.60 20.80 21.00
m/z 43.05 17.06%
5000
43.0 27 123.0
- Mf"]:'|“ ﬂ"l '“['P}??'%SLP"' [rrrrprrroprroT HRAARRR BRI R B
miz--> 0 50 100 150 200 250 300 350 400 20.40 20.60 20.80 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\
Data File : BF095752.D

Aca On : 7 Jun 2017 18:27

Operator : SJ/MA

Sample : 13479-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060517 .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 19 16-Octadecenal Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.05 6.70 ng 120810 Perylene-di12 20.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 16-Octadecenal 266 C18H340 056554-87-1 86
2 Tetradecanal 212 C14H280 000124-25-4 86
3 17-Octadecenal 266 C18H340 056554-86-0 86
4 Tridecanal 198 C13H260 010486-19-8 86
5 Octadecanal 268 C18H360 000638-66-4 86

Abundance Scan 3309 (21.050 min): BF095752.D (-3305) (-) m/z 57.10 100.00%

) 1

5000

20.80 21.00 21.20 21.40
m/z 82.10 97.98%

1381165 0185.1 21119351  278.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #115861: 16-Octadecenal

57.0

5000

20.80 21.00 21.20 21.40
m/z 43.10 85.13%

29.0

137.0 160 1060 224.0 2520

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0 82.0
20.|80 21.IOO 21.|20 21.|40
5000 m/z 96.10 61.29%
29.0
110.0

138.0 1680 49,

wmmmﬁwmﬂm

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #115860: 17-Octadecenal S RREmsma S
20.80 21.00 21.20 21.40
m/z 83.10 60.77%

5000

20. 80 21. 00 21. 20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BFO060717\

Data File : BF095752.D

Acq On 7 Jun 2017 18:27

Operator : SJ/MA

3?22'6 i 13479-02 SB-9(8-10)20170603
ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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... 4._.60 10.2 ng 191940 1 7.39 376215 20.0
unknown7 .05 7.05 113.3 ng 2132210 1 7.39 376215 20.0
Docosane 13.87 2.8 ng 58345 4 14.63 417604 20.0
n-Hexadecanoic acid 15.65 4.8 ng 99692 4 14.63 417604 20.0
Disulfide, di-ter... 17.41 2.4 ng 50880 5 18.34 420646 20.0
n-Nonadecanol-1 18.26 14.2 ng 298389 5 18.34 420646 20.0
Tritetracontane 18.68 2.5 ng 51722 5 18.34 420646 20.0
Hexatriacontyl pe... 19.06 16.2 ng 340611 5 18.34 420646 20.0
unknown19.43 19.43 2.6 ng 47597 6 20.02 360868 20.0
Octadecanal 19.58 3.0 ng 54075 6 20.02 360868 20.0
Heptadecane, 9-oc... 19.79 17.8 ng 320361 6 20.02 360868 20.0
2-Heptadecanone 19.86 2.6 ng 46579 6 20.02 360868 20.0
Oxirane, hexadecyl- 20.28 7.0 ng 125381 6 20.02 360868 20.0
Heneicosane, 11-(... 20.47 7.7 ng 139041 6 20.02 360868 20.0
Cyclotetradecane 20.50 3.5 ng 63640 6 20.02 360868 20.0
2-Pentadecanone 20.55 4.0 ng 72098 6 20.02 360868 20.0
Vitamin E 20.64 3.9 ng 69862 6 20.02 360868 20.0
16-Octadecenal 21.05 6.7 ng 120810 6 20.02 360868 20.0
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