LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\

Data File : BF096046.D

Aca On - 20 Jun 2017 15:53 Instrument :
Operator : SJ/MA BNA_F

Sample  : 13694-04 5X Uit
Misc i NB-08-061417-B
ALS Vial : 5 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 1.552 9 11 42 rBY 1330392 2502424 51.43% 10.260%
2 5.210 629 633 660 rBV 73960 263674 5.42% 1.081%
3 6.892 916 919 928 rBV 82872 208385 4.28% 0.854%
4 6.969 928 932 951 rVB 173661 429645 8.83% 1.762%
5 7.286 982 986 998 rBV 314805 434309 8.93% 1.781%
6 7.528 1023 1027 1049 rBV 183197 269823 5.55% 1.106%
7 8.222 1141 1145 1154 rBV 74695 155978 3.21% 0.640%
8 9.322 1324 1332 1345 rBV 470219 677080 13.92% 2.776%
9 9.422 1345 1349 1357 rVB2 65736 94445 1.94% 0.387%
10 10.410 1512 1517 1523 rVB2 106097 133881 2.75% 0.549%

11 11.098 1630 1634 1639 rVB 347136 420241 8.64% 1.723%
12 11.327 1667 1673 1679 rBvV2 132925 183128 3.76% 0.751%

13 11.627 1720 1724 1728 rBV5 27788 57154 1.17% 0.234%
14 11.804 1747 1754 1756 rBV2 54778 81791 1.68% 0.335%
15 11.845 1758 1761 1765 rVB2 46686 60702 1.25% 0.249%

16 12.145 1807 1812 1816 rBV2 459332 599150 12.31% 2.457%
17 12.192 1816 1820 1826 rVB2 161534 213650 4_.39% 0.876%
18 12.498 1866 1872 1879 rBV2 35262 69796 1.43% 0.286%
19 12.704 1903 1907 1911 rVB4 31166 52767 1.08% 0.216%
20 13.004 1953 1958 1961 rBV 140098 172916 3.55% 0.709%

21 13.039 1961 1964 1974 rVB 79604 124434 2.56% 0.510%
22 13.357 2013 2018 2023 rVB2 39925 71657 1.47% 0.294%
23 13.445 2029 2033 2039 rBV2 111344 176329 3.62% 0.723%
24 13.774 2084 2089 2099 rVB 131774 243188 5.00% 0.997%
25 14.504 2208 2213 2215 rBV 113504 143831 2.96% 0.590%

26 14.533 2215 2218 2222 rVV 409140 559948 11.51% 2.296%
27 14.574 2222 2225 2232 rVB 315679 412187 8.47% 1.690%
28 14.668 2237 2241 2250 rVB 69841 97404 2.00% 0.399%
29 15.186 2324 2329 2340 rBV 98021 149984 3.08% 0.615%
30 15.345 2349 2356 2361 rBV 1497821 1890587 38.86% 7.752%

31 15.392 2361 2364 2369 rVB 42931 50634 1.04% 0.208%
32 15.498 2379 2382 2387 rVB3 47698 58968 1.21% 0.242%
33 15.568 2387 2394 2401 rBV2 129493 193093 3.97% 0.792%
34 15.798 2427 2433 2438 rBV2 98960 136226 2.80% 0.559%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\

Data File : BF096046.D

Aca On - 20 Jun 2017 15:53 Instrument :
Operator : SJ/MA BNA_F

Sample  : 13694-04 5X Uit
Misc i NB-08-061417-B
ALS Vial : 5 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 16.333 2514 2524 2527 rBV 2866700 4865512 100.00% 19.949%

36 16.368 2527 2530 2533 rVB 2671388 3137208 64.48% 12.863%
37 16.486 2544 2550 2554 rBV 693285 784604 16.13% 3.217%
38 16.533 2554 2558 2560 rvVv 178937 230349 4.73% 0.944%
39 16.568 2560 2564 2576 rVB 312816 524049 10.77% 2.149%
40 16.674 2577 2582 2588 rBV2 450793 635706 13.07% 2.606%

41 16.803 2600 2604 2608 rVB 81461 97942 2.01% 0.402%
42 16.856 2609 2613 2620 rVVv2 52636 81933 1.68% 0.336%
43 16.921 2620 2624 2631 rVB 275013 314256 6.46% 1.288%
44 17.115 2653 2657 2659 rBV2 47830 70342 1.45% 0.288%
45 17.209 2670 2673 2675 rBV3 43293 56888 1.17% 0.233%

46 17.280 2679 2685 2688 rVV5 81048 128708 2.65% 0.528%
47 17.451 2711 2714 2723 rVB3 61744 120419 2.47% 0.494%
48 17.998 2802 2807 2814 rVB5 69492 145871 3.00% 0.598%
49 18.198 2835 2841 2844 rBV4 35894 55924 1.15% 0.229%
50 18.268 2848 2853 2857 rvVv2 457809 646306 13.28% 2.650%

51 18.309 2857 2860 2870 rVB3 136409 225612 4.64% 0.925%
52 18.950 2963 2969 2972 rBVS 56819 124206 2.55% 0.509%
53 19.544 3066 3070 3073 rBV 129562 188762 3.88% 0.774%
54 19.833 3116 3119 3125 rBV 69194 74422 1.53% 0.305%
55 19.892 3126 3129 3133 rVV 101972 106732 2.19% 0.438%

56 19.944 3134 3138 3147 rVB 275438 384187 7.90% 1.575%

Sum of corrected areas: 24389347
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096046.D

Aca On : 20 Jun 2017 15:53

Operator : SJ/MA

Sample : 13694-04 5X

Misc :

ALS Vial : 5 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: BF096046.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096046.D

Aca On : 20 Jun 2017 15:53

Operator : SJ/MA

Sample : 13694-04 5X

Misc :

ALS Vial : 5 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

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 unknown6.97 Concentration Rank 4

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

6.97 19.79 ng 429645 1,4-Dichlorobenzene-d4 7.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 10
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 9

Abundance Scan 932 (6.969 min): BF096046.D (-928) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.0
401 540 6.60 6.80 7.00 7.20 7.40
o....,....,....,.:..,::I-.',..'..8,1.9..,..!.,???.?....,....,J...,.. m/z 68.10  35.03%
m/z--> 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 S R R L
6.60 6.80 7.00 7.20 7.40
310 510 m/z 134.00 30.04%
0'“'J“Jhwl'WH“'|“'lw”?wq'“l'“'l“l'w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
6.60 6.80 7.00 7.20 7.40
5000 67.0 m/z 66.00 19.84%
41.0 97.0
53.0
20.0 117.0 J\
107.0
e R RS AR AR ARALS RAARS RS RARRN SRS BALRS RARRE
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14500: 1H-Indazole, 7—methy|— R EE e S RS
132.0 6.60 6.80 7.00 7.20 7.40
m/z 96.00 15.30%
5000
770 104.0
S T O£ Y = -1 A N B PO I GRS
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096046.D

Aca On : 20 Jun 2017 15:53

Operator : SJ/MA

Sample : 13694-04 5X

Misc :

ALS Vial : 5 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

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 Hexadecane Concentration Rank 20

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

9.42 2.79 ng 94445 Naphthalene-d8 9.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 64
2 Tridecane 184 C13H28 000629-50-5 64
3 Decane. 6-ethvl-2-methvl- 184 C13H28 062108-21-8 59
4 Pentadecane 212 C15H32 000629-62-9 59
5 Tetradecane 198 C14H30 000629-59-4 53

Abundance Scan 1349 (9.422 min): BF096046.D (-1345) (-) m/z 57.10 100.00%
57.1
5000
9.00 9.20 9.40 9.60 9.80
(o} m/z 43.05 70.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83024: Hexadecane
57.0
5000
85.0 9.00 9.20 9.40 9.60 9.80
29.0 m/z 71.10 50.32%
o \‘ A \ | 1180 1410 1690 226.0
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 260 250
Abundance
57.0
9.00 9.20 9.40 9.60 9.80
5000 m/z 41.05 37.61%
85.0
29.0
o 1130 1410 1840
m/z--> ﬁo Jo éo 8b 160 120 140 160 180 260 250
Abundance #48909: Decane, 6-ethyl-2-methyl-
57.0 9.00 9.20 9.40 9.60 9.80
m/z 85.10 30.79%
5000
85.0
Oy ??I" 'MI' "'I""I'l}?'Q"'{41'?" B RREEE SRS SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096046.D

Aca On : 20 Jun 2017 15:53

Operator : SJ/MA

Sample : 13694-04 5X

Misc :

ALS Vial : 5 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

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 Octane, 2-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.41 3.95 ng 133881 Naphthalene-d8 9.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2-methvl- 128 C9H20 003221-61-2 58
2 Tridecane 184 C13H28 000629-50-5 58
3 Hexadecane 226 C16H34 000544-76-3 58
4 Tetradecane 198 C14H30 000629-59-4 58
5 4-Heptanone, 2-methyl- 128 C8H160 000626-33-5 58
Abundance Scan 1517 (10.410 min): BF096046.D (-1512) (-) m/z 57.10 100.00%
30 10.00 10.20 10.40 10.60 10.80
Ol m/z 43.05 80.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #12671: Octane, 2-methyl-
43.0
5000 U LR A I
710 10.00 10.20 10.40 10.60 10.80
: m/z 71.05 61.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
10.00 10.20 10.40 10.60 10.80
5000 m/z 85.10 43.95%
85.0
29.0
o 113.0 141 0 184 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83024: Hexadecane
57.0 10.00 10.20 10.40 10.60 10.80
m/z 41.05 42.01%
- T MJMM
29.0
o Ul \ L 1130 141 0 169 0 226.0
m/z--> 20 Jo 60 80 160 150 140 160 180 200 220 10.00 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096046.D

Aca On : 20 Jun 2017 15:53

Operator : SJ/MA

Sample : 13694-04 5X

Misc :

ALS Vial : 5 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

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 Tetradecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.33 6.11 ng 183128 Acenaphthene-d10 12.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 97
2 Dodecane 170 C12H26 000112-40-3 72
3 Octane. 2-methvl- 128 C9H20 003221-61-2 72
4 Hexadecane 226 C16H34 000544-76-3 68
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 64
Abundance Scan 1673 (11.327 min): BF096046.D (-1667) (-) m/z 57.10 100.00%
51.
. NANAJKJJ\\MAJ]k,\«ﬂ«,~ﬂ\/wp
Lpa1o80 as 1100 1150 11140 1160
0! . m/z 43.05 84.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59882: Tetradecane
57.0
5000 41.0 85.0 L BRI S B BUMR
11.00 11.20 11.40 11.60
m/z 71.05 62.27%
198.0
Ok ,2% — ‘,‘a e I Py .1.1l:‘3.0, .“. .1.4,1.0. - ,1.6.9'.0. ——
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
11.00 11.20 11,40 11.60 |
5000 m/z 85.10 40.42%
41.0 85.0
0 15.0 112.0127.0 170.0
m/z--> 25 4b 65 éo 160 150 150 1éo 1éo 260
Abundance #12671: Octane, 2-methyl-
43.0 11.00 11.20 11.40 11.60
m/z 41.05 33.50%
5000
71.0
27.0
L | so M30ug0
m/z--> 2'0 4'0 6|O 8IO 1(')0 150 14'10 1('30 15';0 2(')0 11.'00 11.'20 11.'40 11.|60 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096046.D

Aca On : 20 Jun 2017 15:53

Operator : SJ/MA

Sample : 13694-04 5X

Misc :

ALS Vial : 5 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

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 Pentadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.77 8.69 ng 243188 Phenanthrene-d10 14.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 91
2 Tridecane. l1l-i1odo- 310 C13H271 035599-77-0 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Heptacosane 380 C27H56 000593-49-7 86
Abundance Scan 2088 (13.768 min): BF096046.D (-2084) (-) m/z 57.05 100.00%
5%.0
5000 85.0 Vj&NAJ\A,W¢‘”ﬂ\AWM~V~/MRJJ\
LN BN U
113.1 1411 13.40 13.60 13.80 14.00
Olrrrrrrrefhrlh gl i e e e || M7z 43.10  72.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #71393: Pentadecane
57.0
5000 DA R PR SRS
85.0 13140 1360 13.80 14.00
29.0 m/z 71.10 67.32%
m/z--> 25 Jo éo 8b 160 150 140 160 180 200 220 240 2éo 280 360
Abundance
57.0
13.40 13.60 13.80 14.00
5000 85.0 m/z 85.05 42 .72%
28.0
1130 1550 1830 310.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83023: Hexadecane T T
57.0 13.40 13.60 13.80 14.00
m/z 41.10 29.34Y%
5000 85.0
29.0
ol Lo 130 1410 169.0 197.0 226.0
m/z--> 2'0 4'0 6|0 8|0 1(')0 12'0 140 160 180 200 220 240 2('30 280 3(')0 13. 40 13. 60 13 80 14. 00 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096046.D

Aca On : 20 Jun 2017 15:53

Operator : SJ/MA

Sample : 13694-04 5X

Misc :

ALS Vial : 5 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

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 Octadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

15.19 5.36 ng 149984 Phenanthrene-d10 14.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Eilcosane 282 C20H42 000112-95-8 91
3 Hexadecane 226 C16H34 000544-76-3 91
4 Heptadecane 240 C17H36 000629-78-7 91
5 Tetradecane 198 C14H30 000629-59-4 90

Abundance Scan 2330 (15.192 min): BF096046.D (-2324) (-) m/z 57.10 100.00%

57.1

5000

14.80 15.00 15.20 15.40 15.60

141.0 169.0 197.1

0 m/z 71.05 71.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105884: Octadecane
57.0
5000 850 TTTT llllllll llllll
14. 80 15. OO 15. 20 15. 40 15. 60
9.0 m/z 43.10 65.02%
L0 M0 1410 1690 197.0 2250 2540
T e e e e T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
14.80 15.00 15.20 15.40 15.60
5000 m/z 85.05 50.49%
85.0
29.0

113.0 141.0 169.0 197.0 225.0 253.0 282.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83023: Hexadecane L B e B
57.0 14.80 15.00 15.20 15.40 15.60
m/z 41.05 29.40%

5000 85.0
29.0
0 \‘ ‘\ ‘ Il 11\3 0 141 0 169 0 197 0 226 0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.80 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096046.D

Aca On : 20 Jun 2017 15:53

Operator : SJ/MA

Sample : 13694-04 5X

Misc :

ALS Vial : 5 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

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 Hexadecanoic acid, methyl e... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.34 67.53 ng 1890590 Phenanthrene-d10 14.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 97
2 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
3 Dodecanoic acid. methvl ester 214 C13H2602 000111-82-0 87
4 Pentadecanoic acid. 14-methvl-., ... 270 C17H3402 005129-60-2 87
5 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 87
Abundance Scan 2355 (15.339 min): BF096046.D (-2349) (-) m/z 74.00 100.00%
74.0
5000
43.0
143.1 BN IR BN SN
97.1 185.1 227.2 15.00 15.20 15.40 15.60
0 ...,....-,|"...|:|',.~.|'.. M 121 | 143>, T 2708 h/z 87.00  70.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119400: Hexadecanoic acid, methy! ester
74.0
5000 LA IUNE B SR
43.0 15.00 15.20 15.40 15.60
143.0 2970 270.0 m/z 43.05 30.96%
0150, | 0 ame | aesol®0 T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
74.0
15.00 15.20 15.40 15.60
5000 m/z 55.10 24 .57%
43.0
1010 M0 o 2130 2560
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72681: Dodecanoic acid, methyl ester
74.0 15.00 15.20 15.40 15.60
m/z 41.10 22 .20%
5000
41.0
150, | | | |10 1430 e =
0”' ””H“” el |l|| S ”\” T \”” e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.00 15.20 15.40 15.60

8270-BF060517.M Wed Jun 21 17:28:35 2017

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096046.D

Aca On : 20 Jun 2017 15:53

Operator : SJ/MA

Sample : 13694-04 5X

Misc :

ALS Vial : 5 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

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 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.57 6.90 ng 193093 Phenanthrene-d10 14.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 87
4 Oxalic acid. dodecvl isobutvl ester 314 C18H3404 1000309-37-7 25
5 Oxalic acid, allyl pentadecyl ester 340 C20H3604 1000309-24-3 18
Abundance Scan 2394 (15.568 min): BF096046.D (-2387) (-) m/z 73.00 100.00%
431 730
5000
129.1
97.1 213.2
157.1 1851 256.1 15.20 15.40 15.60 15.80
0 m/z 43.10 84 .57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0
83.0 15.20 15.40 15.60 15.80
Ji 1570 1geo 2130 260 | M/Z 60.00  78.37%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 | 73.0
15.20 15.40 15.60 15.80
5000 129.0 m/z 57.05 69.03%
97.0 199.0
1570 242.0
0 }ﬁ?'“'I"“I"'W""P"'I”"I'”' '}779"""' [T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid TR TR
430 | 730 15.20 15.40 15.60 15.80
: m/z 41.10 60.51%
5000
129.0
171.0 214.0
97.0
0..w.”.,“...,“..P.”,“.w+?%0.”...” N N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.20 15.40 15.60 15.80

8270-BF060517.M Wed Jun 21 17:28:36 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096046.D

Aca On : 20 Jun 2017 15:53

Operator : SJ/MA

Sample : 13694-04 5X

Misc :

ALS Vial : 5 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

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 Methyl stearate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.49 24.28 ng 784604 Chrysene-di12 18.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 98
2 Methvl tetradecanoate 242 C15H3002 000124-10-7 94
3 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 93
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 90
Abundance Scan 2551 (16.492 min): BF096046.D (-2544) (-) m/z 74.00 100.00%
74.0
5000
43.0
16.20 16.40 16.60 16.80
o} m/z 87.05 74 .66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143128: Methyl stearate
74.0
5000 43.0 L IR UL UM B
16.20 16.40 16.60 16.80
070 143.0 199.0 255.0 2980 m/z 43.05 31.09%
0 ...lu‘.‘..l‘...llu‘.“‘.‘ I‘M"‘I""' |..‘..|....1.7.:!-.0....‘ ””22|7”(|) ...‘. .‘.‘..luuu‘l..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
74.0
16.20 16.40 16.60 16.80
5000 m/z 55.05 24 .04%
43.0
15.0 1010 1430 1710 1990 2420
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74.0 16.20 16.40 16.60 16.80
m/z 41.05 20.85%
5000 43.0
0 l ‘ ‘H H A" ‘97tO \14?0 1850 2270 2700
miz-> 20 40 €0 80 100 130 140 160 130 200 250 240 260 250 300 16.20 16.40 16.60 16.80

8270-BF060517.M Wed Jun 21 17:28:37 2017

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096046.D

Aca On : 20 Jun 2017 15:53

Operator : SJ/MA

Sample : 13694-04 5X

Misc :

ALS Vial : 5 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

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 9,12-Octadecadienoic acid (... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.53 7.13 ng 230349 Chrysene-di12 18.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid (Z.2)- 280 C18H3202 000060-33-3 94
2 Cvclodecene 138 C10H18 003618-12-0 93
3 9.12-Octadecadien-1-ol. (Z.2)- 266 C18H340 000506-43-4 87
4 Bicvclol2.2.27loctane. 2-methvl- 124 C9H16 000766-53-0 87
5 Cyclohexane, methylene- 96 C7H12 001192-37-6 70

Abundance Scan 2558 (16.533 min): BF096046.D (-2554) (-) m/z 67.05 100.00%

61.0

5000

=

JASNN
LI

16.20 16.40 16.60 16.80
m/z 81.05 87.33%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127647: 9,12-Octadecadienoic acid (Z,2)-
67.0

41.0

—

A
LI L L L L B L

16.I20 16.I40 16.60 16.80
m/z 55.00 61.64%

5000

ol 151.0 182.0 222.0 256.0 280.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

67.0
410 16.20 16.40 16.60 16.80
5000 95.0 m/z 95.05 58.80%
138.0
117.0

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

-

Abundance #115882: 9,12-Octadecadien-1-ol, (Z,2)-
16.20 16.40 16.60 16.80
m/z 41.05 56.38%
5000
4115.0 1490 1770 2200 2660

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.20 16.40 16.60 16.80

8270-BF060517.M Wed Jun 21 17:28:38 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096046.D

Aca On : 20 Jun 2017 15:53

Operator : SJ/MA

Sample : 13694-04 5X

Misc :

ALS Vial : 5 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

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 Acetic acid, chloro-, hexad... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.57 16.22 ng 524049 Chrysene-di12 18.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. chloro-. hexadecvl ... 318 C18H35CI102 052132-58-8 74
2 11-Tricosene 322 C23H46 052078-56-5 64
3 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 58
4 Cyclohexane. 1-(cvclohexvimethvl... 208 C15H28 054934-95-1 58
5 cis-13-0Octadecenoic acid 282 C18H3402 013126-39-1 58
Abundance Scan 2564 (16.568 min): BF096046.D (-2560) (-) m/z 55.10 100.00%
5.
5000
16.20 16.40 16.60 16.80
Olrrrprrrris m/z 69.10 76.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #159657: Acetic acid, chloro-, hexadecy! ester
43.0
5000
16.20 16.40 16.60 16.80
m/z 83.10 73.32%
o A 139.0 166.0 196.0222.0  269.0
m»'%%@mmmmmmmmmmmmm
Abundance
43.0
16.20 16.40 16.60 16.80
5000 83.0 m/z 41.10 61.73%

111.0
o 140.0 168.0 196.0 224.0  266.0 294.0 322.0

mﬁmmﬁmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129357: trans-13-Octadecenoic acid

16.20 16.40 16.60 16.80

m/z 97.10 57.08%

5000

137.0 165.0 193.0 222.0 264.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16.20 16.40 16.60 16.80

8270-BF060517.M Wed Jun 21 17:28:39 2017

Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096046.D

Aca On : 20 Jun 2017 15:53

Operator : SJ/MA

Sample : 13694-04 5X

Misc :

ALS Vial : 5 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

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 9,15-Octadecadienoic acid, ... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
16.80 3.03 ng 97942 Chrysene-di12 18.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.15-Octadecadienoic acid. methy... 294 C19H3402 017309-05-6 98
2 11.14-Octadecadienoic acid. meth... 294 C19H3402 056554-61-1 87
3 Methvl 7.12-octadecadienoate 294 C19H3402 1000336-43-8 81
4 9.12-Octadecadienoic acid (Z.Z2)-... 294 C19H3402 000112-63-0 68
5 3,4-Octadiene, 7-methyl- 124 C9H16 037050-05-8 64

Abundance Scan 2603 (16.798 min): BF096046.D (-2600) (-) m/z 67.05 100.00%

=

5000
T R S REEEE R
2632 2943 16.40 16.60 16.80 17.00 17.20
0 m/z 81.10 60.46%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)-
410 670
5000 95.0 |--{\1“|----|----|----|--
16.40 16.60 16.80 17.00 17.20
294.0 m/z 95.10 47 .10%
123.0 150.0 .
bbb AL 10y 500 80 200 2830
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
67.0
16.40 16.60 16.80 17.00 17.20
5000 95.0 m/z 79.00 45 _.77%
) 1230 1500 1780 o900 2630 2940
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139680: Methy! 7,12-octadecadienoate RERAN e Ly

550 | 810 16.40 16.60 16.80 17.00 17.20
m/z 68.05 33.16%

5000

=

LA
LIS e e e

1 I I I 1
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 16.40 16.60 16.80 17.00 17.20

8270-BF060517.M Wed Jun 21 17:28:39 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096046.D

Aca On : 20 Jun 2017 15:53

Operator : SJ/MA

Sample : 13694-04 5X

Misc :

ALS Vial : 5 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

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 Methyl 9.cis.,1l.trans.t,13... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

17.28 3.98 ng 128708 Chrysene-di12 18.27

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 9.cis..ll.trans.t.13.tran... 292 C19H3202 1000336-42-6 90
2 Methvl 6-cis.9-cis.ll-trans-octa... 292 C19H3202 1000336-37-7 53
3 6-Butvl-1.4-cvcloheptadiene 150 C11H18 022735-58-6 45
4 Cvclohexene. 3-methvl-6-(1-methv... 136 C10H16 005113-87-1 43
5 1-Cycloheptene-3-carboxamide, N-... 215 C14H17NO 1000159-24-4 38

Abundance Scan 2685 (17.280 min): BF096046.D (-2679) (-) m/z 79.05 100.00%

5000
17.00 17.20 17.40 17.60
0 m/z 91.10 85.65%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #138094: Methyl 9.cis.,11.trans.t,13.trans.-octadecatrienoate
79.0 292.0
5000 LA L L L L L LB L
55.0 070 o 17.00 17.20 17.40 17.60
‘ m/z 216.10 83.01%
163.0 1890 2910 261.0
0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
79.0
17.00 17.20 17.40 17.60
5000/ 550 m/z 93.05 79.02%
105.0 292.0

135.0 175.0
o 222.0243.0

mmwﬁmmwm—q—
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #23940: 6-Butyl-1,4-cycloheptadiene A Aa s B e
17.00 17.20 17.40 17.60
m/z 67.00 58.41%

5000

T T T
17.00 17.20 17.40 17.60

8270-BF060517.M Wed Jun 21 17:28:40 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096046.D

Aca On : 20 Jun 2017 15:53

Operator : SJ/MA

Sample : 13694-04 5X

Misc :

ALS Vial : 5 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

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 Hexadecanoic acid, 15-methy... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
17.45 3.73 ng 120419 Chrysene-di12 18.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 15-methvl-., m... 284 C18H3602 006929-04-0 80
2 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 78
3 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 74
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 74
5 Methyl 11-methyl-dodecanoate 228 C14H2802 1000336-45-1 72
Abundance Scan 2714 (17.451 min): BF096046.D (-2711) (-) m/z 74.00 100.00%
74.0
5000 43.1
143.1
| h N 97.0 1852 9971 283.2 17.20 17.40 17.60 17.80
Ol e b sl b2l T S 1 Tm/z 87.00  73.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131317: Hexadecanoic acid, 15-methyl-, methyl ester
74.0
5000 43.0
17.20 17.40 17.60 17.80
m/z 43.10 42.17%
o L LS9 1510420 17 1990 2410 2850
m/z--> 20 Jo 60 85 100 120 140 160 1éo 200 220 240 260 280
Abundance
74.0
" 17.20 17.40 17,60 17.80
5000 m/z 55.05 30.25%
43.0 143.0
o 15.0 101.0 185.0 228.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #119406: Hexadecanoic acid, methy! ester I a BREmEEES
74.0 17.20 17.40 17.60 17.80
m/z 41.05 27 .95%
43.0
5000
143.0
o250 i W 00 seve | 3710 900 220 2100
m/z--> 20 Jo 60 80 100 120 140 160 180 200 220 240 260 280 17.20 17.40 17.60 17.80

8270-BF060517.M Wed Jun 21 17:28:41 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096046.D

Aca On : 20 Jun 2017 15:53

Operator : SJ/MA

Sample : 13694-04 5X

Misc :

ALS Vial : 5 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

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 Naphthalene, decahydro-1,1-... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.00 4.51 ng 145871 Chrysene-di12 18.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-1.1-dimet... 166 Cl12H22 035431-04-0 58
2 2-Butvl-1-iodo-bicvclol2.2_1Thep... 278 C11H191 1000190-59-7 38
3 (2-Penta-2.4-dienvl-cvclohexvl)-... 180 C12H200 1000186-20-6 15
4 Benzenethiol. 4-(l1.1-dimethvleth... 166 C10H14S 002396-68-1 11
5 2(3H)-Benzofuranone, 3a,4,5,7a-t... 166 C10H1402 033722-72-4 11
Abundance Scan 2807 (17.998 min): BF096046.D (-2802) (-) m/z 81.10 100.00%
81.1
151.1

5000

17.60 17.80 18.00 18.20 18.40

0! m/z 95.05 82.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #35197: Naphthalene, decahydro-1,1-dimethyl-
81.0 151.0
41.0
5000 | NI LI L L LB LB L
109.0 17.60 17.80 18.00 18.20 18.40
’ m/z 151.10 74.97%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
95.0
R s B
17.60 17.80 18.00 18.20 18.40
5000/ 410 67.0 m/z 55.00 45 .53%
151.0
278.0
121.0 193.0 2020

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #45628: (2-Penta-2,4-dienyl-cyclohexyl)-methanol A B o

. 17.60 17.80 18.00 18.20 18.40
m/z 67.05 43.06%

5000

137.0 180.0

T I T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17.60 17.80 18.00 18.20 18.40

8270-BF060517.M Wed Jun 21 17:28:47 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096046.D

Aca On : 20 Jun 2017 15:53

Operator : SJ/MA

Sample : 13694-04 5X

Misc :

ALS Vial : 5 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

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 7-Hexadecenal, (Z2)- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
18.95 3.84 ng 124206 Chrysene-di12 18.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Hexadecenal. (2)- 238 C16H300 056797-40-1 55
2 Indolol2.3-blauinolizine. 1.2.3.... 240 C16H20N2 013233-45-9 38
3 2.2-Diethoxv-1-oxa-2-silacvclo-3... 186 C8H1403Si 077436-52-3 30
4 9-Octadecenoic acid (2)-. 2-hvdr... 356 C21H4004 003443-84-3 30
5 Dodecane, 1-methoxy- 200 C13H280 003482-63-1 27
Abundance Scan 2969 (18.950 min): BF096046.D (-2963) (-) m/z 55.00 100.00%
58.0
239.1
5000
262.1 e
1491 1811 - 2191 283.0 18.60 18.80 19.00 19.20
0 m/z 45.00 92 .49%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92521: 7-Hexadecenal, (2)-
55.0
5000 9.0
18.60 18.80 19.00 19.20
m/z 239.10 64 .69%
ol 149.0 1700 194.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
239.0
18:60 18.80 19.00 19.20
5000 m/z 67.00 62.98%
183.0
1200  159.0 211.0
o e e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #50681: 2,2-Diethoxy-1-oxa-2-silacyclo-3,5-hexadiene R EE R a s
45.0 142.0 18.60 18.80 19.00 19.20
113.0 m/z 43.10 60.31%
186.0
5000
0.wu”.“.”,”.h.”u“.nﬂh.w.ﬂ..W” e LM
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096046.D

Aca On : 20 Jun 2017 15:53

Operator : SJ/MA

Sample : 13694-04 5X

Misc :

ALS Vial : 5 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

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 20 Benzo[e]pyrene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
19.83 3.87 ng 74422 Perylene-di12 19.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 95
2 Benzolklfluoranthene 252 C20H12 000207-08-9 93
3 Pervlene 252 C20H12 000198-55-0 93
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 90
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 90
Abundance Scan 3119 (19.833 min): BF096046.D (-3116) (-) m/z 252.10 100.00%
25p.1
5000
125.1 19.60 19.80 20.00 20.20
224.1 : : : :
o 411601 981, | 18311791 2241 | 2781 3152 383 0610 30, 40%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
252.0
5000

19.60 19.80 20.00 20.20
m/z 253.10 20.99%

63.0 99 od M 1580 198.0224.0 H

oo T T
m/z--> 50 100 150 200 250 300 350
Abundance
252.0
S e o I it otatates
19.60 19.80 20.00 20.20
5000 m/z 125.10 16.85%
126.0
0 99.0 198.0224.0
—— T T
m/z--> 50 100 150 200 250 300 350
Abundance #104214: Perylene RN EREEE L R
250.0 19.60 19.80 20.00 20.20
m/z 126.00 12.59%
5000
125.0
old7.0 wo %O,H 163.0 198.0224.0
A T a e T T
m/z--> 50 100 150 200 250 300 350 19.60 19.80 20.00 20.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF062017\

Data File : BF096046.D

Acq On - 20 Jun 2017 15:53 Instrument :
Operator : SJ/MA BNA_F

Sample  : 13694-04 5X Uit
Misc i NB-08-061417-B
ALS Vial : 5 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]
unknown6 .97 6.97 19.8 ng 429645 1 7.29 434309 20.0
Hexadecane 9.42 2.8 ng 94445 2 9.32 677080 20.0
Octane, 2-methyl- 10.41 4.0 ng 133881 2 9.32 677080 20.0
Tetradecane 11.33 6.1 ng 183128 3 12.15 599150 20.0
Pentadecane 13.77 8.7 ng 243188 4 14.53 559948 20.0
Octadecane 15.19 5.4 ng 149984 4 14.53 559948 20.0
Hexadecanoic acid... 15.34 67.5 ng 1890590 4 14.53 559948 20.0
n-Hexadecanoic acid 15.57 6.9 ng 193093 4 14.53 559948 20.0
Methyl stearate 16.49 24_.3 ng 784604 5 18.27 646306 20.0
9,12-Octadecadien... 16.53 7.1 ng 230349 5 18.27 646306 20.0
Acetic acid, chlo... 16.57 16.2 ng 524049 5 18.27 646306 20.0
9,15-Octadecadien... 16.80 3.0 ng 97942 5 18.27 646306 20.0
Methyl 9.cis.,11.... 17.28 4.0 ng 128708 5 18.27 646306 20.0
Hexadecanoic acid... 17.45 3.7 ng 120419 5 18.27 646306 20.0
Naphthalene, deca... 18.00 4.5 ng 145871 5 18.27 646306 20.0
7-Hexadecenal, (2)- 18.95 3.8 ng 124206 5 18.27 646306 20.0
Benzo[e]pyrene 19.83 3.9 ng 74422 6 19.94 384187 20.0
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