LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094687.D

Aca On : 28 Apr 2017 16:55

Operator : SJ/MA

Sample : 12895-10

Misc :

ALS Vial : 8 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-BF041717 .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 3.942 337 341 351 rBV 473730 571185 17.90% 2.075%
2 4.331 403 407 421 rBV 3033040 3096643 97.03% 11.248%
3 4.713 469 472 477 rVB 38558 39602 1.24% 0.144%
4 5.401 584 589 592 rBY 2718050 3076109 96.39% 11.173%
5 5.525 605 610 614 rBVY 3140943 3191421 100.00% 11.592%
6 5.772 648 652 659 rVB 556357 501012 15.70% 1.820%
7 5.948 677 682 685 rBY 2565877 2366411 74.15% 8.595%
8 6.425 757 763 766 rBVY 1725332 1940884 60.82% 7 .050%
9 7.260 901 905 912 rVB 766879 655825 20.55% 2.382%
10 8.583 1125 1130 1133 rBvV 2870972 2710897 84.94% 9.847%

11 9.083 1211 1215 1224 rBV 270074 266430 8.35% 0.968%
12 9.395 1260 1268 1277 rVB2 693175 692170 21.69% 2.514%

13 9.989 1365 1369 1373 rBvV 47930 47814 1.50% 0.174%
14 10.377 1430 1435 1438 rBV 1374460 1491765 46.74% 5.418%
15 10.577 1465 1469 1471 rBV 58842 61402 1.92% 0.223%
16 10.730 1491 1495 1502 rBV2 41972 41790 1.31% 0.152%
17 11.130 1559 1563 1566 rBV 45160 39280 1.23% 0.143%

18 11.218 1574 1578 1584 rVB 607600 572544 17 .94% 2.080%
19 11.954 1697 1703 1710 rBV2 98973 153071 4_80% 0.556%

20 12.918 1863 1867 1873 rBV6 21406 37003 1.16% 0.134%
21 13.195 1909 1914 1918 rBV 1747043 1865802 58.46% 6.777%
22 13.512 1964 1968 1971 rBV3 28650 45501 1.43% 0.165%
23 13.542 1971 1973 1976 rVB 38393 35301 1.11% 0.128%

24 14.359 2107 2112 2120 rBV 422639 661471 20.73% 2.403%
25 14.471 2126 2131 2136 rVB 482099 523925 16.42% 1.903%

26 14.765 2177 2181 2188 rBvV4 58962 99698 3.12% 0.362%
27 14.912 2202 2206 2211 rBVS8 35024 44914 1.41% 0.163%
28 15.148 2241 2246 2254 rBV2 683128 1019601 31.95% 3.703%
29 15.512 2305 2308 2310 rBV3 40040 53253 1.67% 0.193%
30 15.659 2330 2333 2339 rVB5 45872 56595 1.77% 0.206%

31 15.859 2363 2367 2370 rBV 230870 346268 10.85% 1.258%
32 16.100 2404 2408 2411 rBV 332958 328014 10.28% 1.191%
33 16.471 2467 2471 2477 rBV2 91526 152022 4._76% 0.552%
34 16.589 2488 2491 2495 rVB2 76671 89414 2.80% 0.325%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094687.D

Aca On : 28 Apr 2017 16:55

Operator : SJ/MA

Sample : 12895-10

Misc :

ALS Vial : 8 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 - 0 Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF041717.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 16.795 2524 2526 2534 rVB 83040 129172 4._05% 0.469%

36 18.342 2783 2789 2796 rVB3 261837 526938 16.51% 1.914%

Sum of corrected areas: 27531147

8270-BF041717.M Mon May 01 17:47:02 2017 Page: 2



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF042817\

BF094687.D

28 Apr 2017 16:55

SJ/MA

12895-10

8 Sample Multiplier: 1

= Z:\HPCHEM1I\BNA F\METHODS\8270-BF041717 .M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BF094687.D

33 52

5.40
5.95

6.42

7.26
5.77

4.71

045
Time--> 2.00

T
2.50

I
3.00

1 I
4.50 5.00

5.50

I
6.00

T
6.50

1
7.00

T
7.50

Abundance
3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF094687.D
8.58

13.19

10.38

9.40 11.22

10/-L5:BJ.73 11.1 13534

Time-->

10.00 10.50 11.00 11.50

12.00 12.50 13.00 13.50

Abundance
3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF094687.D

15.15

18.34
16.48.5916.79

Time-->

14.00

14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094687.D

Aca On : 28 Apr 2017 16:55

Operator : SJ/MA

Sample : 12895-10

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

3.94 22.80 ng 571185 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 341 (3.942 min): BF094687.D (-337) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.1 NSNS SRR AR
| 831 3.60 3.80 4.00 4.20
rrrprrerprerer e e m/z 59.00 61.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L N N LR R
59.0 360 3.80 400 420
0
150 4, 1010 m/z 101.10 22.72%
"W”tl””ﬂ'WM“'P“W'”W”'E%QI”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
360 3.80 4.00 420
5000 410 m/z 58.00 14 .90%
73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4035: 2,3-Butanedione, monooxime e e R aa
43.0 3.60 3.80 4.00 4.20
m/z 41.10 9.44%
5000
101.0
15.0 58.0
80 L "1 690 840 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094687.D

Aca On : 28 Apr 2017 16:55

Operator : SJ/MA

Sample : 12895-10

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 unknown5.52 Concentration Rank 1

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

5.52 127.40 ng 3191420 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 609 (5.519 min): BF094687.D (-605) (-) m/z 132.00 100.00%
132.0
5000 68.1
%1 %o S5 5 ko ok
: I B e B B m/z 68.10 40.58%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 1 Ttk ok i
0 70 7o m/z 134.00 31.64%
S | Y POV XY O P
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
520 540 560 580
5000 m/z 66.00 25.02%
104.0
270 510 00 o0
miz--> 20 40 60 80 100 120 140 160 180 A
Abundance #52379: Tranylcypromine-propiony! S REREEEEESS
57.0 132.0 5.20 5.40 5.60 5.80
m/z 69.05 16.22%
74.0
5000 ggo 1160
||||||||||||‘|‘|‘|‘||‘|M|||“|||‘H“||‘|“|||‘H||||:!-5|8|.q||||]:8|9.|0| M RREEE
m/z--> 20 40 60 80 100 120 140 160 180 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094687.D

Aca On : 28 Apr 2017 16:55

Operator : SJ/MA

Sample : 12895-10

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 Heptadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.58 2.14 ng 61402 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 1469 (10.577 min): BF094687.D (-1465) (-) m/z 57.10 100.00%
57.1
5000 85.1
| || 320 1020 10,40 1060 1080
el m/z 71.10 71.57%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57.0
85.0
5000 S UARSAABAUSA AR
10.20 10.40 10.60 10.80
29.0 m/z 43.05 71.08%
L “ H‘H‘\\lﬁoﬂ4;046901910 240.0
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
10.20 10.40 10.60 10.80
0
5000 85.0 m/z 85.10 46.47%
29.0
113.0141.0169.0197.0226.0
m/z--> 50 100 150 200 250 300 350
Abundance #194493:; Hexacosane
57.0 10.20 10.40 10.60 10.80
m/z 41.10 32.57%
5000 85.0
290 i | | Jﬂ{‘ 141.0160.0197.0225,02530 _ 205.0323.0 _ 367.0

m/z--> 50 100 150 200 250 300 350 10. 20 10 40 10 60 10. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094687.D

Aca On : 28 Apr 2017 16:55

Operator : SJ/MA

Sample : 12895-10

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.95 5.35 ng 153071 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 86
3 Tridecanoic acid 214 C13H2602 000638-53-9 81
4 n-Decanoic acid 172 C10H2002 000334-48-5 62
5 Oxalic acid, dodecyl propyl ester 300 C17H3204 1000309-26-5 25
Abundance Scan 1702 (11.948 min): BF094687.D (-1697) (-) m/z 73.00 100.00%
431 30
5000
129.1
97.1
14911721 2132 256.2 11,60 11.80 12.00 12.20
m/z 60.00 83.84Y%
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 11.60 11.80 12.00 12.20
‘ | 2560 m/z 43.10 82.06%
h‘

157.0 1850 213.0

4
il ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0
R B R
11.60 11.80 12.00 12.20
5000 129.0 m/z 57.00 67.51%
970 199.0 242.0
157.0
177.0
R AN s B e e e R ma s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid R RS EE e
73.0 11.60 11.80 12.00 12.20
m/z 41.00 65.19%
43.0
5000
129.0
‘ 1710 2140
o0 b MDA L Lo L | el et
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094687.D

Aca On : 28 Apr 2017 16:55

Operator : SJ/MA

Sample : 12895-10

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 5-Eicosene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .36 25.25 ng 661471 Chrysene-di12 14._.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 99
2 1-Octadecene 252 C18H36 000112-88-9 97
3 n-Nonadecanol-1 284 C19H400 001454-84-8 95
4 1-Heneicosanol 312 C21H440 015594-90-8 95
5 Cyclopentadecane 210 C15H30 000295-48-7 94

Abundance Scan 2112 (14.359 min): BF094687.D (-2107) (-) m/z 57.10 100.00%

54.1 830

5000

14.00 14.20 14.40 14.60
m/z 83.05 97.35%

167.1 196.2 224.1 253.1 280.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127769: 5-Eicosene, (E)-
55.0

83.0

-

5000
14.00 14.20 14.40 14.60
29.0 111.0 m/z 55.05 91.70%
LAl 139.0 167.0 196.0 223.0 252.0 280.0
T
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
83.0 e e —
14.00 14.20 14.40 14.60
5000 m/z 43.10 88.23%
29.0 111.0

139.0 168.0 196.0 224.0 252.0
wmmﬂwwwwwwwwmﬂ
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

:

Abundance #131393: n-Nonadecanol-1 B e
43.0 83.0 14.00 14.20 14.40 14.60
m/z 97.10 87 .89%
5000
111.0
139.0
TTT TITT TTTT T _'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'—rr
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094687.D

Aca On : 28 Apr 2017 16:55

Operator : SJ/MA

Sample : 12895-10

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 Sulfurous acid, pentadecyl ... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.77 3.81 ng 99698 Chrysene-di12 14._.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. pentadecvl 2-pro... 334 C18H3803S 1000309-12-6 58
2 Ethanol. 2-(dodecvloxv)- 230 C14H3002 004536-30-5 53
3 Tritetracontane 605 C43H88 007098-21-7 52
4 Tetradecane 198 C14H30 000629-59-4 49
5 Sulfurous acid, 2-propyl undecyl... 278 C14H3003S 1000309-12-2 47
Abundance Scan 2182 (14.771 min): BF094687.D (-2177) (-) m/z 57.05 100.00%

5000 11.1

2

169.0 2360 14.40 14.60 14.80 15.00
m/z 71.05 71.78%

T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #172312: Sulfurous acid, pentadecyl 2-propyl ester bwj\x
43.0
5000 LI L L L L L L B
14.40 14.60 14.80 15.00
7.0 m/z 43.10 55.35%
1 u‘ h ‘\ ua 155 0 210.0
T R R e R R R RS Es e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
B R e R EAann
14.40 14.60 14.80 15.00
5000 m/z 85.05 48.94%
1.0 199.0
e LI I o e O e R
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane R A BAREREEBa e
57.0 14.40 14.60 14.80 15.00
m/z 97.05 42 _.76%
5000
10 169.0 225.0 281.0 337.0 393.0 463.0 519.0 575.0
|||||||||||||||||||||||||||||||||||||||||||||||||||||||| _|—|_|_l_l_|—|_|_l_|_|—r|_|_|_|—|_l_l_l_|—r"

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094687.D

Aca On : 28 Apr 2017 16:55

Operator : SJ/MA

Sample : 12895-10

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.15 38.92 ng 1019600 Chrysene-di12 14 .47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
4 17-Pentatriacontene 491 C35H70 006971-40-0 91
5 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 90
Abundance Scan 2246 (15.148 min): BF094687.D (-2241) (-) m/z 57.05 100.00%
57.0
e wVJ\A_A_ﬁb_Jk\_N__v,ﬂ\*“
14,80 15.00 15.20 1540
A e m/z 43.05 80.33%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
55.0
5000 LR AR AR DA B B
14. 80 15. 00 15 20 15.40
m/z 83.10  76.69%
199 | | \‘ H M | 1390 1820 5240 2660
m/z--> 50 ' 60 2éo 360 3%0 460
Abundance
570 g70
14.80 15.00 15.20 1540
5000 m/z 55.10 72.31%
26.0 1390 4600 222.0 266 0 311.0 412.0
m/z--> 55 160 1%0 200 250 360 3%0 460
Abundance #205392: Trichloroacetic acid, hexadecy! ester L AL i
43.0 14.80 15.00 15.20 15.40
83.0 m/z 97.05 70.58%
5000
250
J u \‘ [ 1960
m/z--> 50 100 1&1;0 2(')0 250 300 351;0 4(')0 14. 80 15. 00 15 20 15. 40 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094687.D

Aca On : 28 Apr 2017 16:55

Operator : SJ/MA

Sample : 12895-10

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 Oxalic acid, 3,5-difluoroph... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.51 3.25 ng 53253 Perylene-d12 16.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. 3.5-difluorophenvl ... 398 C22H32F204 1000309-67-8 64
2 Sulfurous acid. dodecvl 2-propvl... 292 C15H3203S 1000309-12-3 64
3 Tetratetracontane 619 C44H90 007098-22-8 64
4 Sulfurous acid. 2-propvl tridecv... 306 C16H3403S 1000309-12-4 59
5 5,5,7,7-Tetraethylundecane 268 C19H40 1000360-42-0 50
Abundance Scan 2308 (15.512 min): BF094687.D (-2305) (-) m/z 57.05 100.00%
57.0
>0 LWI\\
253.0300.9 15.20 15.40 15.60 15.80
et m/z 71.10 72.23%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #211107: Oxalic acid, 3,5-difluorophenyl tetradecy! ester
57.0
5000 L IR B SUARUR S
130.0 1520 15.40 15.60 15.80
‘ m/z 43.10 65.44%
i M w0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
43.0
15.20 15.40 15.60 15.80
5000 m/z 85.10 59.60%
170 169 0 233, 0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241526: Tetratetracontane B BT EEE Eae
57.0 15.20 15.40 15.60 15.80
m/z 55.05 34.18%
3.0
,169.0 2530 3090 37,0 477.0 533.0  618.0
m/z--> 50 1(')0 150 200 250 300 350 400 450 500 550 600 1520 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094687.D

Aca On : 28 Apr 2017 16:55

Operator : SJ/MA

Sample : 12895-10

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 Oxirane, heptadecyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.66 3.45 ng 56595 Perylene-di12 16.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. heptadecvl- 282 C19H380 067860-04-2 74
2 2-Octadecvl-propane-1.3-diol 328 C21H4402 005337-61-1 47
3 1ll-Tetradecen-1-ol. acetate. (2)- 254 C16H3002 020711-10-8 38
4 Benzocvclodecene., tetradecahvdro- 194 C14H26 061142-06-1 38
5 7-Azabicyclo[4.1.0]heptane, 1-me... 111 C7H13N 025022-25-7 30

Abundance Scan 2333 (15.659 min): BF094687.D (-2330) (-) m/z 57.10 100.00%

57.1

5000

-

15.40 15.60 15.80 16.00
m/z 82.00 86.85%

m/z--> 50 100 150 200 250 300 350
Abundance #129467: Oxirane, heptadecyl-
43.0 820
5000 LA L L L L LB L L
15.40 15.60 15.80 16.00
10.0 m/z 43.10 81.20%
L H\ [%901660194.0 23602640
— [ T
m/z--> 50 150 200 250 300 350
Abundance
43.0
T
15.40 15.60 15.80 16.00
5000 83.0 m/z 55.05 79.97%
111.0
139.0167.0195.0222.0 252.0280'0 310.0 w
m/z--> 50 100 150 200 250 300 350
Abundance #105724: 11-Tetradecen-1-ol, acetate, (2)- AR RE R
82.0 15.40 15.60 15.80 16.00
m/z 96.00 75.40%
55.0
5000
110.0
194.0
27\"0\ \. ‘ \ |138 04166.0
m/z--> 50 100 150 200 250 300 350 15.40 15. 60 15. 80 16. 00

8270-BF041717.M Mon May 01 17:47:08 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094687.D

Aca On : 28 Apr 2017 16:55

Operator : SJ/MA

Sample : 12895-10

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 Tetracosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.86 21.11 ng 346268 Perylene-d12 16.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Dodecane. 2-methvl- 184 C13H28 001560-97-0 87
4 2-methvloctacosane 408 C29H60 1000376-72-8 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
Abundance Scan 2367 (15.859 min): BF094687.D (-2363) (-) m/z 57.10 100.00%
57.1
5000
1131 ' 15.60 15.80 16.00 16.20
1411 169 1 : : : :
ol .|' A II '1.-1 L2 199022512831 2891 SAL1 ozo7U71.10 0 72.19%
m/z--> 50 150 200 250 300
Abundance #175558: Tetracosane
57.0
85.0
5000 L BRI BN BRI B
15. 60 15. 80 16. 00 16 20
113.0 m/z 43.10 63.71%
30.0, h L | “\ | 141.0169.0 197.0 225.0 253.0 281.0 309,0 3380
m/z--> 55 160 150 260 2éo 360
Abundance
57.0
650 ' 15.60 15.80 16.00 16.20
5000 ' m/z 85.10 52 .35%
29.0 .
1130 141.0169.0 197.0 225.0 253.0 296 0
m/z--> 55 160 150 260 250 300
Abundance #48854. Dodecane, 2—methy|— TT T[T T T T[T T T T[T T T [TTT
57.0 15.60 15.80 16.00 16.20
m/z 55.10 22 .54%
85.0
5000
20.0 141.0
| | J113 0 l 169.0
I‘I\I\ J\ ‘\ II\I‘ |||| —— — R AR REERE R
m/z--> m mo 1m 200 250 300 mmmmmmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094687.D

Aca On : 28 Apr 2017 16:55

Operator : SJ/MA

Sample : 12895-10

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 _gamma.-Tocopherol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.47 9.27 ng 152022 Perylene-di12 16.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _.agamma.-Tocopherol 416 C28H4802 007616-22-0 96
2 3.4-Dihvdro-3.5.8-trimethvl-3-(4... 458 C30H5003 1000105-71-9 78
3 Benzenepropanenitrile., 3.4-dimet... 191 C11H13NO2 049621-56-9 52
4 Benzeneethanamine. N-I(3.4-dimet... 331 C19H25N04 055124-87-3 43
5 p-tert-Octylresorcinol 222 C14H2202 028122-52-3 43
Abundance Scan 2471 (16.471 min): BF094687.D (-2467) (-) m/z 151.10 100.00%
151.1
5000 -AM"MA‘/AJ\\~VVHA‘W—MV
sar 416.4 A
- 191.1
97.0 16.20 16.40 16.60 16.80
obdd i L 24302801 3272 | “h77 416.35 25020
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #218066: .gamma.-Tocopherol
151.0
5000 LN B BN BULRLN UM
416.0 16,20 1640 16.60 16.80
m/z 150.05 20.02%
191.0
B0 qo70 | 255.0289.0 330.0 373.0 |
m/z--> 5 100 1%0 200 250 300 350 400 450
Abundance
151.0
16,20 16.40 16.60 16.80
5000 m/z 152.10 17 .55%
103.0 416.0
57.0
107.0 233.0 275.0 331.0 458.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #53716: Benzenepropanenitrile, 3,4-dimethoxy- e R
151.0 16.20 16.40 16.60 16.80
m/z 43.10 14 .60%
5000 191.0 WL/\AAM
31,0 65.0 107.0
mz> %0 100 10 20 20 a0 o o 4% 16,20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094687.D

Aca On : 28 Apr 2017 16:55

Operator : SJ/MA

Sample : 12895-10

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 Tetradecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.59 5.45 ng 89414 Perylene-di12 16.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 87
2 Tridecane 184 C13H28 000629-50-5 80
3 Dodecane 170 C12H26 000112-40-3 80
4 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 80
5 Heptadecane 240 C17H36 000629-78-7 80
Abundance Scan 2491 (16.589 min): BF094687.D (-2488) (-) m/z 57.10 100.00%
5%.1
85.1
5000
1‘ UL s 201 sz s 16120 1640 16,60 1680 1700
SRS R P O] SO P O i i R s A o m/z 71.10 66.26%
m/z--> 50 100 150 200 250 300
Abundance #59882: Tetradecane
57.0
5000 85.0 A IR SRR SR B
9.0 mmmmmmmmﬂm

m/z 85.10 56.28%

“11? 0 141 0169.0 198 0

m/z--> 50 100 150 200 250 300
Abundance
57.0
R o R o S
16.20 16.40 16.60 16.80 17.00
0
5000 g, 650 m/z 43.10 53.07%

m/z--> 50 100 150 200 250 300
Abundance #38318: Dodecane A EEE T e

57.0 16.20 16.40 16.60 16.80 17.00

m/z 55.00 23.42%
5000
85.0
29.0
\ ‘} | l‘ 111‘?'0 141.0 179'0

T T
m/z--> 50 100 150 200 250 300 16 20 16. 40 16 60 16. 80 17. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094687.D

Aca On : 28 Apr 2017 16:55

Operator : SJ/MA

Sample : 12895-10

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 dl-_alpha.-Tocopherol Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
16.79 7.88 ng 129172 Perylene-di12 16.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 dIl-_.alpha.-Tocopherol 430 C29H5002 010191-41-0 94
2 Vitamin E 430 C29H5002 000059-02-9 94
3 (+H)-.agamma.-Tocopherol. O-methvl- 430 C29H5002 1000374-72-2 91
4 Piperazine. 1-(3.4-dimethoxvbenz... 430 C26H26N204 333756-87-9 59
5 Furo[3,4-c]pyridine-3,4(1H,5H)-d... 165 C8H7NO3 007472-18-6 50

Abundance Scan 2525 (16.789 min): BF094687.D (-2524) (-) m/z 165.10 100.00%
165.1
5000
410 430.4 S e e
0 811 205.1 16.40 16.60 16.80 17.00 17.20
125.1 240 0 275 2 311.0 \ . . . . .
S T eV PRV el - N m/z 164.10 23.79%
m/z--> 50 100 150 200 250 300 350 400
Abundance #222354: dI-.alpha.-Tocopherol
165.0 430.0
5000 LA B L B L L L L L LB
43.0 16,40 16.60 16.80 17.00 17.20
m/z 430.40 23.57%
205.0
| | gLo 121.0 302.0 344.0
...,....,....,....,.... R e
m/z--> 50 100 150 200 250 300 350 400
Abundance
165.0
A
et e
16.40 16.60 16.80 17.00 17.20
50000 430 m/z 41.05 13.91%
430.0
85.0
121.0 2050 539 0 275.0 341. o 387.0
o i T e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #222360: (+)-.gamma.-Tocopherol, O-methy!- T
165.0 16.40 16.60 16.80 17.00 17.20
430.0 m/z 166.10 11.96%
5000
43.0 0
| , 79.0 1210 247.0 288.0 344.0 387.0
T e B i E TG L S
m/z--> 50 100 150 200 250 300 350 400 16.40 16.60 16.80 17.00 17.20

8270-BF041717.M Mon May 01 17:47:11 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094687.D

Aca On : 28 Apr 2017 16:55

Operator : SJ/MA

Sample : 12895-10

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 2,6,6,9,27,6",6",9"-Octamet... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

18.34 32.13 ng 526938 Perylene-d12 16.10

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6.6.9.27.6".6".9"-Octamethvl-I... 410 C30H50 1000189-48-2 55
2 D:C-Friedoolean-8-en-3-one 424 C30H480 022611-26-3 49
3 1-Isopropenvl-3-propenvlcvclopen... 150 C11H18 1000192-81-2 43
4 But-3-enal. 2-methvl-4-(2.6.6-tr... 206 C14H220 104900-59-6 42
5 _gamma.-Elemene 204 C15H24 029873-99-2 41

Abundance Scan 2789 (18.342 min): BF094687.D (-2783) (-) m/z 95.10 100.00%

5000

i

313.3 T
355.1 424.5 18.00 18.20 18.40 18.60

S S m/z 205.20 96.21%

m/z--> 50 100 150 200 250 300 350 400
Abundance #215949: 2,6,6,9,2',6',6',9'-Octamethyl-[8,8bi[tricyclo]...
205.0
5000 95.0 LR LN DI SRR B
149.0 410.0 mmmmmmmm
55.0 : m/z 107.10 94 .08%

m/z--> 50 100 150 200 250 300 350 400
Abundance
205.0
B B e o e
257.0 18.00 18.20 18.40 18.60
5000 m/z 109.10 89.80%
121.0
424.0
pa o A“m’\ﬁ/\/M/‘M
o e e e e e L SHLANLAN A e e e e e o
m/z--> 50 100 150 200 250 300 350 400
Abundance #23964: 1-Isopropenyl-3-propenylcyclopentane e e E Emasm)
67.0 107.0 18.00 18.20 18.40 18.60
m/z 81.00 80.04%
5000
27.
hso 0
e ——————————— e
m/z--> 50 100 150 200 250 300 350 400 18. OO 18 20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042817\
Data File : BF094687.D

Acq On : 28 Apr 2017 16:55

Operator : SJ/MA

Sample - 12895-10

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF041717 .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... 3.94 22.8 ng 571185 1 5.77 501012 20.0
unknown5 .52 5.52 127.4 ng 3191420 1 5.77 501012 20.0
Heptadecane 10.58 2.1 ng 61402 4 11.22 572544 20.0
n-Hexadecanoic acid 11.95 5.3 ng 153071 4 11.22 572544 20.0
5-Eicosene, (E)- 14.36 25.3 ng 661471 5 14.47 523925 20.0
Sulfurous acid, p... 14.77 3.8 ng 99698 5 14.47 523925 20.0
1-Heneicosanol 15.15 38.9 ng 1019600 5 14.47 523925 20.0
Oxalic acid, 3,5-... 15.51 3.3 ng 53253 6 16.10 328014 20.0
Oxirane, heptadecyl- 15.66 3.5 ng 56595 6 16.10 328014 20.0
Tetracosane 15.86 21.1 ng 346268 6 16.10 328014 20.0
-gamma.-Tocopherol 16 .47 9.3 ng 152022 6 16.10 328014 20.0
Tetradecane 16.59 5.5 ng 89414 6 16.10 328014 20.0
dl-_alpha.-Tocoph... 16.79 7.9 ng 129172 6 16.10 328014 20.0
2,6,6,9,2,6",6",... 18.34 32.1 ng 526938 6 16.10 328014 20.0
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