LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF053117\
Data File : BF095582.D

Aca On : 1 Jun 2017 00:57

Operator : SJ/MA

Sample : 13341-10

Misc :

ALS Vial : 22 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-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 heiaht area % max. total
1 4.801 501 504 521 rBV 73165 190392 7 .59% 0.792%
2 5.472 614 618 649 rBY 1058367 2173192 86.66% 9.043%
3 7.107 892 896 910 rBVY 1308511 2098620 83.69% 8.732%
4 7.213 910 914 930 rVB 1699306 2507685 100.00% 10.435%
5 7.554 968 972 983 rBV 386727 510681 20.36% 2.125%
6 7.789 1007 1012 1038 rVB 1258485 1675714 66.82% 6.973%
7 8.466 1122 1127 1143 rBV 916663 1332532 53.14% 5.545%
8 9.583 1312 1317 1334 rBV 517559 715604 28.54% 2.978%
9 11.360 1613 1619 1637 rBV 1740229 2072245 82.64% 8.623%
10 12.048 1732 1736 1743 rBvV 316753 383454 15.29% 1.596%
11 12.407 1788 1797 1811 rBV2 516212 711762 28.38% 2.962%
12 13.254 1937 1941 1947 rVB 36310 41832 1.67% 0.174%
13 13.707 2013 2018 2032 rBvV 701685 953766 38.03% 3.969%
14 14.024 2067 2072 2079 rBvV3 41116 64258 2.56% 0.267%
15 14.760 2192 2197 2201 rBvV 23426 28264 1.13% 0.118%

16 14.813 2201 2206 2209 rVvVv 433769 542625 21.64% 2.258%
17 14.848 2209 2212 2220 rVB 142326 195168 7.78% 0.812%

18 14.942 2225 2228 2238 rVB 31215 52727 2.10% 0.219%
19 15.607 2338 2341 2345 rBV 25595 25403 1.01% 0.106%
20 15.648 2345 2348 2351 rBV 27002 31513 1.26% 0.131%
21 15.689 2351 2355 2359 rVv2 32619 50577 2.02% 0.210%

22 15.742 2359 2364 2370 rVvv4 127906 229081 9.14% 0.953%
23 15.801 2370 2374 2384 rVB 224513 282095 11.25% 1.174%
24 16.054 2414 2417 2426 rVB2 20212 33399 1.33% 0.139%
25 16.612 2508 2512 2521 rBV 302757 374679 14.94% 1.559%

26 16.695 2521 2526 2533 rVB2 159195 179182 7.15% 0.746%

27 16.801 2542 2544 2550 rVB3 31264 42758 1.71% 0.178%
28 16.912 2556 2563 2570 rBV 369593 451928 18.02% 1.880%
29 17.007 2574 2579 2582 rBvV4 25837 30050 1.20% 0.125%
30 17.154 2600 2604 2610 rBV 1259564 1427252 56.92% 5.939%
31 17.212 2610 2614 2616 rBv4 22204 25432 1.01% 0.106%
32 17.354 2633 2638 2640 rBV3 18181 29425 1.17% 0.122%
33 17.383 2640 2643 2650 rVB2 32395 41855 1.67% 0.174%
34 17.471 2653 2658 2662 rVB 27579 31197 1.24% 0.130%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF053117\
Data File : BF095582.D

Aca On : 1 Jun 2017 00:57

Operator : SJ/MA

Sample : 13341-10

Misc :

ALS Vial : 22 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-BF050217 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 17.518 2662 2666 2670 rBV3 48740 80611 3.21% 0.335%
36 17.854 2720 2723 2731 rVB 108689 125011 4._.99% 0.520%
37 18.077 2757 2761 2764 rVB 28097 29375 1.17% 0.122%
38 18.212 2782 2784 2787 rVV 33993 34899 1.39% 0.145%
39 18.348 2804 2807 2811 rVVv2 31588 33409 1.33% 0.139%

40 18.401 2811 2816 2825 rVvv4 103359 185770 7.41% 0.773%

41 18.506 2828 2834 2837 rVV2 604392 831029 33.14% 3.458%
42 18.542 2837 2840 2848 rVB2 142263 234474 9.35% 0.976%

43 18.636 2853 2856 2860 rVB2 26420 33824 1.35% 0.141%
44 18.736 2869 2873 2876 rBV5 19547 29564 1.18% 0.123%
45 19.018 2915 2921 2924 rVV 36336 51353 2.05% 0.214%
46 19.053 2924 2927 2931 rVB2 26253 31766 1.27% 0.132%
47 19.124 2932 2939 2943 rBV6 21328 46509 1.85% 0.194%
48 19.171 2943 2947 2948 rVVv4 21305 25588 1.02% 0.106%
49 19.201 2949 2952 2958 rVV3 72074 111940 4._46% 0.466%
50 19.412 2982 2988 2989 rBV6 12543 26825 1.07% 0.112%
51 19.442 2989 2993 2998 rVVv7 16223 37526 1.50% 0.156%
52 19.530 3004 3008 3012 rBV 79673 92372 3.68% 0.384%
53 19.636 3020 3026 3029 rBV3 40254 59119 2.36% 0.246%
54 19.724 3037 3041 3045 rBV3 66155 77999 3.11% 0.325%
55 19.777 3045 3050 3053 rBV 169904 230088 9.18% 0.957%
56 19.806 3053 3055 3059 rVB2 65145 80787 3.22% 0.336%
57 19.889 3066 3069 3071 rBV2 31154 30814 1.23% 0.128%

58 19.924 3071 3075 3082 rVvV3 108829 209069 8.34% 0.870%
59 20.065 3096 3099 3104 rVB 115278 138036 5.50% 0.574%
60 20.124 3106 3109 3114 rBV 144205 156149 6.23% 0.650%

61 20.177 3114 3118 3123 rBV 410457 501370 19.99% 2.086%
62 20.265 3131 3133 3137 rVB3 29577 29689 1.18% 0.124%
63 20.424 3157 3160 3164 rVB3 48694 57075 2.28% 0.237%
64 20.618 3182 3193 3198 rBV 295450 492306 19.63% 2.049%
65 20.665 3198 3201 3214 rVBS8 71208 207939 8.29% 0.865%

66 21.018 3259 3261 3267 rVB6 28856 31280 1.25% 0.130%

67 21.436 3328 3332 3337 rVB3 40831 59965 2.39% 0.250%

68 21.794 3388 3393 3396 rBV 47442 92598 3.69% 0.385%
Sum of corrected areas: 24032475
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF053117\
Data File : BF095582.D

Aca On : 1 Jun 2017 00:57

Operator : SJ/MA

Sample : 13341-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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: BF095582.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF053117\
Data File : BF095582.D

Aca On : 1 Jun 2017 00:57

Operator : SJ/MA

Sample : 13341-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

4.80 7.46 ng 190392 1,4-Dichlorobenzene-d4 7.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetone 58 C3H60 000067-64-1 10
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 504 (4.801 min): BF095582.D (-501) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 USSR RSN SARRE R
| 831 440 4.60 4.80 5.00 5.20
oV MOV | O NN m/z 59.00 61.99%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 USRI SRR UL SRR
440 4.60 4.80 5.00 5.20
59.0 m/z 101.00 22.26%
0 20 || g0 830 gp0™0
miz--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
440 460 480 500 5.20
5000 m/z 58.00 15.96%
15.0
58.0
0 27.0 P\N
e R RS I R IS I RS RS IS SRR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone T R B
43.0 440 4.60 4.80 5.00 5.20
m/z 41.00 10.26%
5000 1010
28.0 59.0
150 ‘ 70.0 84.0
0"W'”'P”LI'JHL'”MJ'W'Mli”'wﬁ”'P“”I”'W‘”'P w"w'“'l“ﬂw"“l“
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF053117\
Data File : BF095582.D

Aca On : 1 Jun 2017 00:57

Operator : SJ/MA

Sample : 13341-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

TIC Library :
TIC Integration Parameters:

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 unknown7.21 Concentration Rank 1

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

7.21 98.21 ng 2507690 1,4-Dichlorobenzene-d4 7.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 913 (7.207 min): BF095582.D (-910) (-) m/z 132.00 100.00%
132.0
5000 68.1
401 540 || P J 6.80 7.00 7.20 7.40 7.60
O B A e o e B e B I B m/z 68.10 38.95%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AR S IR
6.80 7.00 7.20 7.40 7.60
310 510 m/z 134.00 32.00%
0"M'Ml'H'l'l”'l""l'”"l" L A S S
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
6.80 7.00 7.20 7.40 7.60
5000 67.0 m/z 66.00 23.29%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 6.80 7.00 7.20 7.40 7.60
m/z 69.10 14 .90%
74.0
5000 9go 1160
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l
m/z--> 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF053117\
Data File : BF095582.D

Aca On : 1 Jun 2017 00:57

Operator : SJ/MA

Sample : 13341-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 Pentadecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.02 2.37 ng 64258 Phenanthrene-d10 14.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 80
2 Heneicosane 296 C21H44 000629-94-7 80
3 Tetracosane 338 C24H50 000646-31-1 80
4 Tetradecane 198 C14H30 000629-59-4 80
5 Octadecane 254 C18H38 000593-45-3 72
Abundance Scan 2071 (14.018 min): BF095582.D (-2067) (-) m/z 57.00 100.00%
57.0
5000 85.1
121.0
163.1 13.80 14.00 14.20 14.40
o S m/z 43.05 69.96%
m/z--> 50 100 150 200 250 300
Abundance #71393: Pentadecane
57.0
5000 LN SIS SR B B
85.0 1380 14.00 14.20 14.40
29.0 m/z 71.05 61.03%
0 \‘ \“‘ “ \‘\ b \‘11?0\14:\[0 169.0 2120
m/z--> éo 160 1%0 260 2éo 360
Abundance
57.0
13.80 14.00 14.20 14.40
5000 85.0 m/z 85.10 42 .91%
29.0
. 113.0141.0169.0197.0225.0253.0  296.0
m/z--> éo 160 1%0 260 250 360
Abundance #175557: Tetracosane
57.0 13.80 14.00 14.20 14.40
m/z 41.05 33.43%
5000 85.0
290 113.0
0 ‘ ‘ I | 777 141.0 169.0 197.0 225.0 253.0 281.0 309.0 338.0
m/z--> 5'0 1(')0 150 2(')0 25'30 3(')0 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF053117\
Data File : BF095582.D

Aca On : 1 Jun 2017 00:57

Operator : SJ/MA

Sample : 13341-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 Palmitoleic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.74 8.44 ng 229081 Phenanthrene-d10 14.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Palmitoleic acid 254 C16H3002 000373-49-9 74
2 Hexadecenoic acid. Z-11- 254 C16H3002 002416-20-8 74
3 Hexadecen-1-ol. trans-9- 240 C16H320 064437-47-4 53
4 Acetic acid. chloro-. hexadecvl ... 318 C18H35CI02 052132-58-8 52
5 9-Oxabicyclo[6.1.0]nonane, cis- 126 C8H140 004925-71-7 52

Abundance Scan 2364 (15.742 min): BF095582.D (-2359) (-) m/z 55.05 100.00%

54.0

5000

15.40 15.60 15.80 16.00

0 m/z 69.10 58.23%
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #105669: Palmitoleic acid
55.0
83.0
5000

15.40 15.60 15.80 16.00
111.0 m/z 41.10 57 .49%

236.0
Owulnfﬁﬂf%ﬂzﬁﬁnﬁﬁﬂ

m/z--> 100 120 140 160 180 200 220 240
Abundance
55.0
R AREE B R
15.40 15.60 15.80 16.00
5000 m/z 83.00 45 .24%
83.0
111.0
. 138.0 165.0 1920 218.0236-0254.0
T T T T T T e T T T T T
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #94332: Hexadecen-1-ol, trans-9-
4110 15.40 15.60 15.80 16.00
m/z 97.10 35.94%
69.0
5000 97.0
125.0
ol b M g b 540 1960 2240
m/z--> 40 60 80 100 120 140 160 180 200 220 240 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF053117\
Data File : BF095582.D

Aca On : 1 Jun 2017 00:57

Operator : SJ/MA

Sample : 13341-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 6 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.80 10.40 ng 282095 Phenanthrene-d10 14.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 n-Decanoic acid 172 C10H2002 000334-48-5 68
5 Sulfurous acid, pentadecyl 2-pro... 334 C18H3803S 1000309-12-6 18
Abundance Scan 2374 (15.801 min): BF095582.D (-2370) (-) m/z 73.00 100.00%
43.0 73.0
5000 1291 JL
97.0 213.2 llllllllllll IIIIII
1499 1711192.1 256.3 1540 1560 15.80 16.00 16.20
(o} m/z 43.05 91.27%
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 R BN BN SR BN
83.0 1540 1560 1580 1600 16. 20
Ji 1570 1geo 2130 2560 | M/Z 59.95  82.51%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
43.0 15,40 15.60 15.80 16.00 16.20
5000 129.0 m/z 57.10 76 .02%
171.0
97.0 214.0
o 152.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 | 73.0 15.40 15.60 15.80 16.00 16.20
m/z 55.05 62.94%
5000 129.0
0L15.0 Lﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.40 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF053117\
Data File : BF095582.D

Aca On : 1 Jun 2017 00:57

Operator : SJ/MA

Sample : 13341-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 unknownl6.69 Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
16.69 4.31 ng 179182 Chrysene-di12 18.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Bis(cinnamovloxvmethvl)adama... 456 C30H3204 303797-58-2 27
2 Succinoic acid. 2-hvdroxv-3-meth... 204 C9H1605 1000196-85-6 27
3 1-Penten-3-one. 4-methvl-1-phenvl- 174 C12H140 003160-32-5 22
4 Silane. trimethvl(2-methvlpropoxy)- 146 C7H180Si 018269-50-6 22
5 Vinyl trans-cinnamate 174 C11H1002 017719-70-9 22

Abundance Scan 2525 (16.689 min): BF095582.D (-2521) (-) m/z 131.00 100.00%
57.0 131.0
5000 1 180.1 o641
16.40 16.60 16.80 17.00
0 m/z 57.05 89.00%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #228521: 1,3-Bis(cinnamoyloxymethyl)adamantane
131.0
77.0
5000 A B UM IR I
16.40 16.60 16.80 17.00
41.0 m/z 85.05 70.86%
oL Ll Ll | 16502040 2620 3080 456.0
S UL SO AL SR SN UURLELEL UURLELEL SURLELE UURLEL U
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
131.0
85.0
16.40 16.60 16.80 17.00
5000 m/z 103.10 48 _.52%
29.0
0 "'I""I""I'}gq?'"'I""I""I""I""I"
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #41102: 1-Penten-3-one, 4-methyl-1-phenyl-
131.0 16.40 16.60 16.80 17.00
m/z 91.00 39.09%
5000
77.0
28.0 | { 174.0
0.‘“.‘.“ B .
m/z--> 50 100 150 200 250 300 350 400 450 16.40 16.60 16.80 17.00

8270-BF050217.M Thu Jun 01 16:37:13 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF053117\
Data File : BF095582.D

Aca On : 1 Jun 2017 00:57

Operator : SJ/MA

Sample : 13341-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 9-Octadecenamide, (Z)- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

17.85 3.01 ng 125011 Chrysene-di12 18.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 83
2 Hexadecanamide 255 C16H33NO 000629-54-9 72
3 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 64
4 Decanamide- 171 C10H21NO 002319-29-1 56
5 Tetradecanamide 227 C14H29NO 000638-58-4 53

Abundance Scan 2722 (17.848 min): BF095582.D (-2720) (-) m/z 58.95 100.00%

5d.0
5000

R E

140.1163.0 189.0 219.0 17.60 17.80 18.00 18.20
m/z 72.05 62 .94%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-
59.0

Tal
LI B B

5000
17.60 17.80 18.00 18.20
m/z 55.00 32.99%
29.0 126.0
o "~ 154.0 184.0 210.0 238.0 281.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59.0
R B A R
17.60 17.80 18.00 18.20
5000 m/z 43.05 26.92%
o 29.0 86.0 1140 1420 1700 2120 2550
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #85011: Benzeneethanamine, 2-fluoro-.beta.,3,4-trihydroxy-... Rm e R
17.60 17.80 18.00 18.20
m/z 41.05 25.31%
5000

83.0 111.0 141.0 170.0 196.0 2290
- IIII|IIII|IIII|IIII|III
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20

8270-BF050217.M Thu Jun 01 16:37:13 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF053117\
Data File : BF095582.D

Aca On : 1 Jun 2017 00:57

Operator : SJ/MA

Sample : 13341-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 Trifluoroacetic acid, penta... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

18.40 4.47 ng 185770 Chrysene-di12 18.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 95
2 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 95
3 1-Nonadecene 266 C19H38 018435-45-5 95
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 93
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 93

Abundance Scan 2816 (18.401 min): BF095582.D (-2811) (-) m/z 57.05 100.00%

571.0 83.0

5000

5

18.00 18.20 18.40 18.60 18.80
m/z 43.10 94.17%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #164113: Trifluoroacetic acid, pentadecyl ester
57.0

83.0

-

5000 | BN L L L L LB L
18.00 18.20 18.40 18.60 18.80
20.0 m/z 83.05 87.27%
o 140.0 182.0 210.0 255.0 306.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0
R IS B s e
97.0 18.00 18.20 18.40 18.60 18.80
5000 m/z 97.05 87.09%
29.0 125.0

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
Abundance #115906: 1-Nonadecene B
43. 18.00 18.20 18.40 18.60 18.80

m/z 55.05 83.87%

5000

-

154.0 182.0 210.0 238.0 266.0
R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 18.00 18.20 18.40 18.60 18.80

8270-BF050217.M Thu Jun 01 16:37:14 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF053117\
Data File : BF095582.D

Aca On : 1 Jun 2017 00:57

Operator : SJ/MA

Sample : 13341-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 Nonahexacontanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
19.20 2.69 ng 111940 Chrysene-di12 18.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonahexacontanoic acid 999 C69H13802 040710-32-5 76
2 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 76
3 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 70
4 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 68
5 1-Decanol, 2-octyl- 270 C18H380 045235-48-1 68
Abundance Scan 2952 (19.201 min): BF095582.D (-2949) (-) m/z 57.05 100.00%
57.0
5000
2541 LIRS AN SN B
1. 18.80 19.00 19.20 19.40 19.60
o ﬁﬂ““ﬁ R B e m/z 43.05 71.51%
m/z--> 0 100 200 300 400 500 600 700 800 900 1000
Abundance #243830: Nonahexacontanoic acid
57.0
5000 AR B B BN
18 80 19. oo 19 20 19. 40 19. 60
m/z 71.10 60.73%
oLl ‘H539‘2530 350.0 899.0 998.0
m/z--> 6 160 200 360 460 560 660 700 800 900 1000
Abundance
57.0
18:80 19.00 19.20 1940 19.60
5000 m/z 85.05 45 _.42%
0 154.0 252.0
miz-> 0 100 200 300 400 500 600 700 800 900 1000
Abundance #95994: 1-Decanol, 2-hexyl-
57.0 18.80 19.00 19.20 19.40 19.60
m/z 83.05 39.08%
5000
m/z--> 0 100 200 300 400 500 600 700 800 900 1000 1880 1900 1920 1940 1960

8270-BF050217.M Thu Jun 01 16:37:15 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF053117\
Data File : BF095582.D

Aca On : 1 Jun 2017 00:57

Operator : SJ/MA

Sample : 13341-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 11 Dodecanamide Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.53 3.68 ng 92372 Perylene-d12 20.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 72
2 Dodecanamide 199 C12H25NO 001120-16-7 64
3 Hexadecanamide 255 C16H33NO 000629-54-9 64
4 Tetradecanamide 227 C14H29NO 000638-58-4 64
5 Decanamide- 171 C10H21NO 002319-29-1 64
Abundance Scan 3008 (19.530 min): BF095582.D (-3004) (-) m/z 59.00 100.00%
54.0
5000
95.0 1260
159.0 189.1 2]_3.2 241-0263.1 19.20 19.40 19.60 19.80
(o} m/z 72.00 71.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-
59.0
5000
19.20 19.40 19.60 19.80
29.0 m/z 55.00 48.75%
' 126.0
o 154.0 184.0 210.0 238.0 281.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59.0
19.20 19.40 19.60 19.80
5000 m/z 41.10 32.83%
o 29.0 86.0 1140 1560  199.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106565: Hexadecanamide AR e R RE
59.0 19.20 19.40 19.60 19.80
m/z 43.10 27 .92%
5000
0 290 1860 1140 1400 1700 2120 255.0
m/z--> 25 45 eb ab 160 150 140 160 180 200 220 240 2éo 2éo 1920 1940 1960 1980 '

8270-BF050217.M Thu Jun 01 16:37:15 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF053117\
Data File : BF095582.D

Aca On : 1 Jun 2017 00:57

Operator : SJ/MA

Sample : 13341-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 Squalene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
19.64 2.36 ng 59119 Perylene-di12 20.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 49
2 5.9.13-Pentadecatrien-2-one. 6.1... 262 C18H300 000762-29-8 47
3 4.8.12-Tetradecatrienenitrile, 5... 245 C17H27N 005981-31-7 47
4 3.7.11-Tridecatrienenitrile. 4.8... 231 C16H25N 006006-01-5 47
5 2,6,10,14-Hexadecatetraen-1-ol, ... 332 C22H3602 061691-98-3 47
Abundance Scan 3027 (19.642 min): BF095582.D (-3020) (-) m/z 69.10 100.00%
69.1
5000
254.1
136.1 R SRR AR AN SN R
390 | ]Joﬁ'ol 187.1 221.0 19.40 19.60 19.80 20.00
oY TR ) i T N — m/z 81.00 57.59%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
5000 R AN B SRR I
19.40 19.60 19.80 20.00
m/z 254.10 23.88%
0 CLk ﬂroﬁ-oﬁf '9 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
19.40 19.60 19.80 20.00
5000 m/z 67.00 18.25%
136.0
39.0 105.0 173.0204.0  262.0
mz-> 50 100 150 200 250 300 350 400
Abundance #98277: 4,8,12-Tetradecatrienenitrile, 5,9,13-trimethyl- S RREEs B
69.0 19.40 19.60 19.80 20.00
m/z 95.00 17.42%
5000
136.0
0 27\\'0\ g .:anS_.OJ‘ J] 20?'0 24\5'0
m/z--> 50 100 150 200 250 300 350 400 19.40 19.60 19.80 20.00

8270-BF050217.M Thu Jun 01 16:37:16 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF053117\
Data File : BF095582.D

Aca On : 1 Jun 2017 00:57

Operator : SJ/MA

Sample : 13341-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 Oxirane, hexadecyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
19.72 3.11 ng 77999 Perylene-d12 20.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
2 Z-12-Tetradecen-1-ol acetate 254 C16H3002 1000131-33-8 91
3 E-3-Pentadecen-2-o0l 226 C15H300 1000130-83-8 89
4 Octadecanal 268 C18H360 000638-66-4 87
5 Hexadecanal 240 C16H320 000629-80-1 87
Abundance Scan 3040 (19.718 min): BF095582.D (-3037) (-) m/z 57.10 100.00%

5000

o

111.0 138.0 TT TTrTT TTr T TTTT TTTT
221.0 255.2 19. 40 19. 60 19. 80 20. OO

(o} m/z 43.10 85.88%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117618: Oxirane, hexadecyl-
.0

5000 LA L L L L L LB L L |
19.40 19.60 19.80 20.00
29.0 m/z 82.10 79.70%
: 138.0
0 166.0 211.0 250.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 82.0 194.0
e B e
19.40 19.60 19.80 20.00
m/z 55.00 57.51%
5000 110.0 254.0
138.0 166.0
0 222.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #82973: E-3-Pentadecen-2-ol I R e RERaEEa
43. 19.40 19.60 19.80 20.00

m/z 96.05 55.87%

5000

209.0
138.0 161.0183.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 19. 40 19. 60 19. 80 20. 00

8270-BF050217.M Thu Jun 01 16:37:16 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF053117\
Data File : BF095582.D

Aca On : 1 Jun 2017 00:57

Operator : SJ/MA

Sample : 13341-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 Nonadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.92 8.34 ng 209069 Perylene-di12 20.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
Abundance Scan 3074 (19.918 min): BF095582.D (-3071) (-) m/z 57.05 100.00%
1271 y000 2601 19160 19180 20,00 2020
0 m/z 71.05 72.64%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #117638: Nonadecane
57.0
5000 AR AU AR
19 60 19. 80 20 00 20.20
m/z 43.10 55.94Y%
100 omas
ow.m,.ﬂﬂlm:u.” e e L e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
19,60 19.80 20.00 20.20
5000 m/z 85.05 53.83%
. 113.0 1690 2250 2610 337.0 393.0 449.0 505.0 562.0 617.0
m/z--> 0 55 160 1éo 200 250 300 350 400 4éo 560 séo 660
Abundance #141426: Heneicosane L S
57.0 19.60 19.80 20.00 20.20
m/z 55.10 20.52%
5000

?

13.0
|, 169.0 225.0  296.0

e e

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 19 60 19. 80 20 00 20 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF053117\
Data File : BF095582.D

Aca On : 1 Jun 2017 00:57

Operator : SJ/MA

Sample : 13341-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 15 Benzo[j]fluoranthene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.07 5.51 ng 138036 Perylene-di12 20.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolilfluoranthene 252 C20H12 000205-82-3 94
2 Benzolklfluoranthene 252 C20H12 000207-08-9 94
3 Benzolelpvrene 252 C20H12 000192-97-2 94
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
5 Benzo[a]pyrene 252 C20H12 000050-32-8 92
Abundance Scan 3100 (20.071 min): BF095582.D (-3096) (-) m/z 252.10 100.00%
25p.1
5000
53.1 mM%“ﬁOBMﬂMwMZMO 278.1 19.80 20.00 20.20 20.40
0 : ' ; : : : : m/z 250.05 29.31%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104223: Benzo[j]fluoranthene
252.0
5000
19.80 20.00 20.20 20.40
126.0 m/z 253.10 20.14%
0l29.0 51.0 74.0 100.0 150.0 174.0 200.0 224.0
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
252.0
19.80 20.00 20.20 20.40
5000 m/z 125.00 14.72%
126.0
ol 51.0 75.0 100.0 150.0 174.0 200.0 224.0
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104221: Benzo[e]pyrene e
.0 19.80 20.00 20.20 20.40
m/z 126.00 13.42%
5000

ol 410 630  100.0 150.0 174.0 200.0 224.0
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19.80 20.00 20.20 20.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF053117\
Data File : BF095582.D

Aca On : 1 Jun 2017 00:57

Operator : SJ/MA

Sample : 13341-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 unknown20.42 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

20.42 2.28 ng 57075 Perylene-di12 20.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-Dodecenol 184 C12H240 035237-63-9 49
2 1.1"-Bicvclopentvl 138 C10H18 001636-39-1 42
3 1.19-Eicosadiene 278 C20H38 014811-95-1 41
4 2-Carbomethoxvtropinone 197 C10H15NO03 112574-77-3 38
5 Heptadecanal 254 C17H340 1000376-70-0 35

Abundance Scan 3159 (20.418 min): BF095582.D (-3157) (-) m/z 82.05 100.00%

.0

5000

-

1111 138.1

20.20 20.40 20.60 20.80
m/z 57.10 95.63%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48706: 10-Dodecenol

-

5000 TT T T [T T T T [T T T T[T T TT[TT
20.20 20.40 20.60 20.80
m/z 43.00 84 _72%
04
miz—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
68.0
bt —
9.0 20.20 20.40 20.60 20.80
S m/z 71.05 51.36%
138.0
o 117.0
miz—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
I I I I

Abundance #126193: 1,19-Eicosadiene B B B e e
20.20 20.40 20.60 20.80

m/z 96.05 45_70%

5000

-

180.0 208.0 250.0 278.0
R EEEEEEEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 20.20 20.40 20.60 20.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF053117\
Data File : BF095582.D

Aca On : 1 Jun 2017 00:57

Operator : SJ/MA

Sample : 13341-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 2-methyloctacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.62 19.64 ng 492306 Perylene-d12 20.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 3193 (20.618 min): BF095582.D (-3182) (-) m/z 57.05 100.00%
57.0 H
5000
% ' 20.40 20.60 20.80 21.00
141.1 : : : :
I l| Lalys  1orazstl 20642070 0 nzz 71.10  72.91%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
5000 LR IR BRI LI I
20,40 20.60 20.80 21.00
99.0 m/z 43.10 60.19%
oL 27.0, ‘ | H | 1410 1830 2250 267.0 309.0  365.0
m/z--> 50 100 150 200 250 300 350 '
Abundance
57.0
' 20.40 20.60 20.80 21.00
5000 m/z 85.10 52.69%
99.0
27.0 1M01%02%D2%M%0
m/z--> 50 100 150 200 250 300 350 '
Abundance #194493: Hexacosane N e L L B
57.0 20.40 20.60 20.80 21.00
m/z 55.05 20.32%
5000
99.0
oLl §ohy o, 410 1830 2250 267.0 309.0  367.0
m/z--> 50 100 150 200 250 300 350 ' 2040 20.60 20.80 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF053117\
Data File : BF095582.D

Aca On : 1 Jun 2017 00:57

Operator : SJ/MA

Sample : 13341-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 unknown20.67 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.67 8.29 ng 207939 Perylene-di12 20.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexene. 2.2-dimethvl- 112 C8H16 003123-93-1 22
2 3-Hexene. 2.2-dimethvl-. (E)- 112 C8H16 000690-93-7 22
3 Cvcloheptane. methvl- 112 C8H16 004126-78-7 22
4 Cvclohexane. 1.3-dimethvl-. trans- 112 C8H16 002207-03-6 18
5 1-Heneicosanol 312 C21H440 015594-90-8 18

Abundance Scan 3202 (20.671 min): BF095582.D (-3198) (-) m/z 83.10 100.00%

1

5000

5 9156.8 183.2 208.1
: 20.40 20.60 20.80 21.00

241.1

0 m/z 97.05 77.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6711: 3-Hexene, 2,2-dimethyl-
55.0
83.0
5000 LN L L L L L L
270 20. 40 20 60 20. 80 21. OO
{ ‘ ‘ 112.0 m/z 264.00 71.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55.0
T T
83.0 20.40 20.60 20.80 21.00
5000 m/z 43.05 70.82%
27.0
112.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6689: Cycloheptane, methy!- T T T
55.0 97.0 20. 40 20 60 20. 80 21. 00

m/z 55.10 62.81%

5000
27.0

0’ R REEmEmEm s e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 20. 40 20 60 20. 80 21. OO
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053117\
Data File : BF095582.D

Acq On : 1 Jun 2017 00:57

Operator : SJ/MA

Sample - 13341-10

Misc :

ALS Vial : 22 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... 4.80 7.5 ng 190392 1 7.55 510681 20.0
unknown7 .21 7.21 98.2 ng 2507690 1 7.55 510681 20.0
Pentadecane 14.02 2.4 ng 64258 4 14.81 542625 20.0
Palmitoleic acid 15.74 8.4 ng 229081 4 14.81 542625 20.0
n-Hexadecanoic acid 15.80 10.4 ng 282095 4 14.81 542625 20.0
unknownl16 .69 16.69 4.3 ng 179182 5 18.51 831029 20.0
9-Octadecenamide, ... 17.85 3.0 ng 125011 5 18.51 831029 20.0
Trifluoroacetic a... 18.40 4.5 ng 185770 5 18.51 831029 20.0
Nonahexacontanoic... 19.20 2.7 ng 111940 5 18.51 831029 20.0
Dodecanamide 19.53 3.7 ng 92372 6 20.18 501370 20.0
Squalene 19.64 2.4 ng 59119 6 20.18 501370 20.0
Oxirane, hexadecyl- 19.72 3.1 ng 77999 6 20.18 501370 20.0
Nonadecane 19.92 8.3 ng 209069 6 20.18 501370 20.0
Benzo[j]fluoranthene 20.07 5.5 ng 138036 6 20.18 501370 20.0
unknown20.42 20.42 2.3 ng 57075 6 20.18 501370 20.0
2-methyloctacosane 20.62 19.6 ng 492306 6 20.18 501370 20.0
unknown20.67 20.67 8.3 ng 207939 6 20.18 501370 20.0
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