LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
Data File : BF096794.D

Acq On 15 Jul 2017 1:47

Operator : SJ/JU

Sample : 14187-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 4.804 476 479 489 rVB 176991 254658 10.73% 1.091%
2 5.239 548 553 556 rBvY 2310732 2359093 99.37% 10.103%
3 6.275 724 729 732 rBV 2297519 2330817 98.18% 9.982%
4 6.398 745 750 753 rBV 2468786 2325478 97.95% 9.959%
5 6.622 785 788 791 rBV 738922 627015 26.41% 2.685%
6 6.651 791 793 796 rVB 148347 110265 4.64% 0.472%
7 6.781 811 815 818 rBV 2016010 1783695 75.13% 7.639%
8 7.186 879 884 887 rBvV 1517091 1473962 62.08% 6.313%
9 7.904 1002 1006 1010 rBVY 975736 833157 35.09% 3.568%
10 8.269 1063 1068 1076 rBV 86691 82950 3.49% 0.355%

11 8.986 1184 1190 1193 rBV 2659306 2374141 100.00% 10.168%
12 9.374 1253 1256 1260 rBV 247751 206026 8.68% 0.882%
13 9.657 1299 1304 1307 rBV 854826 809712 34.11% 3.468%
14 10.104 1377 1380 1383 rVB 35572 25869 1.09% 0.111%
15 10.439 1433 1437 1440 rBV 1298050 1143336 48.16% 4._.897%

16 10.574 1457 1460 1467 rVB 50111 50385 2.12% 0.216%
17 11.127 1551 1554 1557 rBV 666094 627729 26.44% 2.688%
18 11.151 1557 1558 1561 rVB 104362 70738 2.98% 0.303%
19 11.674 1645 1647 1650 rVB2 49005 38269 1.61% 0.164%

20 12.333 1756 1759 1763 rVB 181036 165835 6.99% 0.710%

21 12.562 1792 1798 1801 rVB 188045 187609 7.90% 0.803%
22 12.715 1820 1824 1827 rVB 1613207 1479371 62.31% 6.336%
23 13.186 1900 1904 1910 rVBS8 22206 42232 1.78% 0.181%
24 13.280 1916 1920 1922 rBV2 25472 28076 1.18% 0.120%
25 13.621 1972 1978 1983 rBV2 171568 205162 8.64% 0.879%

26 13.757 1996 2001 2004 rBV 733379 763731 32.17% 3.271%

27 13.780 2004 2005 2015 rVB 116233 97780 4.12% 0.419%
28 13.945 2030 2033 2037 rBV2 24177 29537 1.24% 0.126%
29 14.256 2082 2086 2092 rBV 209809 246343 10.38% 1.055%
30 14.562 2133 2138 2140 rBV5 25305 37929 1.60% 0.162%

31 14.609 2143 2146 2150 rVvVv 97578 107834 4._.54% 0.462%
32 14.674 2154 2157 2162 rVB 93387 95835 4.04% 0.410%
33 14.756 2167 2171 2173 rBV 98755 125275 5.28% 0.537%
34 14.868 2184 2190 2195 rBV2 132867 222377 9.37% 0.952%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
Data File : BF096794.D

Acq On 15 Jul 2017 1:47

Operator : SJ/JU

Sample : 14187-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method > Z:\HPCHEM1I\BNA_F\METHODS\8270-BF071317 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 15.027 2213 2217 2220 rVB 71078 86449 3.64% 0.370%

36 15.080 2223 2226 2231 rVB 90047 104331 4_.39% 0.447%
37 15.139 2231 2236 2243 rBV 544653 659564 27.78% 2.825%

38 15.368 2271 2275 2279 rVB2 59138 67609 2.85% 0.290%
39 15.468 2287 2292 2297 rBV6 31556 55640 2.34% 0.238%
40 15.580 2307 2311 2315 rBV 73444 111445 4.69% 0.477%
41 15.621 2315 2318 2322 rVV3 56478 73421 3.09% 0.314%
42 15.686 2325 2329 2332 rBV5 36006 52792 2.22% 0.226%
43 16.274 2425 2429 2437 rVB6 62560 133554 5.63% 0.572%
44 16.368 2439 2445 2451 rBV10 34596 81278 3.42% 0.348%
45 16.433 2452 2456 2463 rVB2 44729 85248 3.59% 0.365%
46 16.621 2482 2488 2489 rBV5 26711 51070 2.15% 0.219%
47 16.821 2518 2522 2532 rVB2 29036 66643 2.81% 0.285%
48 16.903 2532 2536 2539 rBV6 16351 26719 1.13% 0.114%
49 16.968 2542 2547 2553 rBVS8 46468 94137 3.97% 0.403%

50 17.256 2589 2596 2607 rBVS8 81819 237429 10.00% 1.017%

Sum of corrected areas: 23349550
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
Data File : BF096794.D

Acq On 15 Jul 2017 1:47

Operator : SJ/JU

Sample : 14187-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF096794.D
6.40
5.24 6.27

2500000

2000000 6.78

7.19

1500000

1000000

500000

4.80 .6

e e £ -

Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF096794.D

2500000

2000000

12.72

1500000
10.44

7.90
1000000 9.66
11.13

500000

9.37 12.3312.56 13.¢
8.27 ﬂ 10.10 JL10A57 1415 11.67 NI 131828 )\

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF096794.D

2500000

2000000

1500000

1000000
13.76

500000

161218736.62 61460
I o R ——

I
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\BF071417\
Data File : BF096794.D

Acq On 15 Jul 2017 1:47

Operator : SJ/JU

Sample : 14187-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.80 8.12 ng 254658 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 3-Octanol 130 C8H180 000589-98-0 33
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33

Abundance Scan 478 (4.798 min): BF096794.D (-476) (-) m/z 43.00 100.00%
43
59
5000
| o ih 440 460 480 500 520
SRR I P~ Y | NSNS~ SN E— m/z 59.00 53.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 USRS S R
440 4.60 4.80 5.00 5.20
m/z 101.10 14 .64%
15 31 101
\ 25 70 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
440 460 480 500 520
5000 m/z 58.00 13.99%
41
29 101
53 73 86
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- e
59 440 4.60 4.80 5.00 5.20
m/z 41.00 10.92%
5000
a1 101
SN NN o . L. .S AN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
Data File : BF096794.D

Acq On 15 Jul 2017 1:47

Operator : SJ/JU

Sample : 14187-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNIST11.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 unknown6.40 Concentration Rank 1

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

6.40 74.18 ng 2325480 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 750 (6.398 min): BF096794.D (-745) (-) m/z 132.00 100.00%
5000 68
0 s ||y % ob0 650 G456k 6ho
B E e m/z 68.10 38.33%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 R AR DRSS SRR
6.00 6.20 6.40 6.60 6.80
31 51 78 m/z 134.00 33.12%
‘ L1 H | !
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.00 620 6.40 6.60 6.80
5000 67 m/z 66.00 24.41%
41 97
53
29 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl WA L
57 132 6.00 6.20 6.40 6.60 6.80
24 m/z 69.10 15.44%
5000 og M°
SN |89 .,m97.hq. A 188 .1§?. SRS | U 1 G
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
Data File : BF096794.D

Acq On 15 Jul 2017 1:47

Operator : SJ/JU

Sample : 14187-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 1-Docosene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.62 5.37 ng 205162 Chrysene-di12 13.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
3 1-Octadecanol 270 C18H380 000112-92-5 91
4 1,2-0Octadecanediol 286 C18H3802 020294-76-2 91
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 91
Abundance Scan 1978 (13.621 min): BF096794.D (-1972) (-) m/z 43.00 100.00%
a3 83
5000
" 13.40 13.60 13.80 14.00
ek m/z 57.05 99.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #151538: 1-Docosene
55
5000 LRI UL BN SULBUL IR
29 1340 13.60 13.80 14.00
m/z 55.05 97 .29%
S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
97 DA BN B SRR R
41 13.40 13.60 13.80 14.00
5000 m/z 83.05 79.16%
125
15 8l 154 180196 224 9251 269 320
WWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #119523: 1-Octadecanol e e
5 g 13.40 13.60 13.80 14.00
m/z 97.10 66 .84%
5000
29
U 139 168 196 224 252
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
Data File : BF096794.D

Acq On 15 Jul 2017 1:47

Operator : SJ/JU

Sample : 14187-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Octacosyl trifluoroacetate Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.26 6.45 ng 246343 Chrysene-di12 13.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 93
2 Tetracosyl heptafluorobutyrate 550 C28H49F702 1000351-83-7 93
3 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 91
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 91

Abundance Scan 2087 (14.262 min): BF096794.D (-2082) (-) m/z 57.05 100.00%
57
83
5000
111
R B m s
139 240 14.00 14.20 14.40 14.60
167 207 282
A A e e m/Z 43.10 83.12%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #235928: Octacosy! trifluoroacetate
57
5000 TT T[T T T T[T T rrrrrrr1
14.00 14.20 14.40 14.60
125 m/z 55.05 70.52%
29
°| “‘ “ h\ ‘53;81208 250278306334 364302437 _ 488
T : e
m/z--> 50 150 250 300 350 400 450 500
Abundance
57
L e e
97 14.00 14.20 14.40 14.60
5000 m/z 83.10 66 .35%
125
29
169196222250278308336 381 532
T e e o L e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #224102: Heptafluorobutyric acid, hexadecy! ester L R R e
57 14.00 14.20 14.40 14.60
o7 m/z 97.10 63.71%
5000
125
29 169
| | 196224 269 420
I A B e e B
m/z--> 50 100 150 200 250 300 350 400 450 500 14.00 14.20 14. 40 14. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
Data File : BF096794.D

Acq On 15 Jul 2017 1:47

Operator : SJ/JU

Sample : 14187-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Supraene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.61 3.27 ng 107834 Perylene-di12 15.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 83
2 Squalene 410 C30H50 000111-02-4 83
3 5,9,13-Pentadecatrien-2-one, 6,1... 262 C18H300 001117-52-8 72
4 trans-Farnesol 222 C15H260 000106-28-5 59
5 Trideca-1,3,7,11-tetraene-1,1-di... 268 C18H24N2 1000159-88-9 53
Abundance Scan 2146 (14.609 min): BF096794.D (-2143) (-) m/z 69.10 100.00%
69
5000
41
13 0 1440 1460 1420 1200
253 14.20 14.40 14.60 14.80 15.00
177
e .-||-,i.”=.'7.|l. o 2822 Ty 22 . m/z 81.05 58.24%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
5000 AR BRI BRI SURBLLS
14:20 14.40 14.60 14.80 15.00
41 o 137 m/z 41.05 30.48%
’ L gl a7 ] 163 101 217 245 273 209 341 367 410
m/z--> éo 100 15 200 250 300 350 400
Abundance
69
14.20 14.40 14.60 14.80 15.00
s000] 4L m/z 95.05 18.57%
9% 137
117 161 191 217 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #112642: 5,9,13-Pentadecatrien-2-one, 6,10,14-trimethyl-, ... A B o
69 14.20 14.40 14.60 14.80 15.00
43 m/z 137.10 12.64%
5000
95
i \‘x w i ﬁJ \I 178 294 262
s 3o e mo 2o 2 o s #o | | 1420 14 1460 1450 100
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
Data File : BF096794.D

Acq On 15 Jul 2017 1:47

Operator : SJ/JU

Sample : 14187-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 Octadecanal Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .67 2.91 ng 95835 Perylene-d12 15.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 86
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 80
3 1,19-Eicosadiene 278 C20H38 014811-95-1 72
4 1,16-Hexadecanediol 258 C16H3402 007735-42-4 64
5 1-Cyclohexylnonene 208 C15H28 114614-84-5 53

Abundance Scan 2156 (14.668 min): BF096794.D (-2154) (-) m/z 57.00 100.00%

5000

173 195 213 239254268 14.40 14.60 14.80 15.00
m/z 43.10 93.52%

159

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117607: Octadecanal
4

14.40 14.60 14.80 15.00
m/z 82.05 71.73%

5000
29

124
138152166180194208222 250 opg

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
82 96
Sl
43 o7 14.40 14.60 14.80 15.00
5000 m/z 55.00 59.55%
110
29 124138
15 152166180194 211 236250 268
mmmﬁwm‘mﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126192: 1,19-Eicosadiene AR EEEEE RS
55 14.40 14.60 14.80 15.00
82 m/z 96.05 46.36%
M
5000
110154
27 | J 138152166180194208222236250 278
s e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
Data File : BF096794.D

Acq On 15 Jul 2017 1:47

Operator : SJ/JU

Sample : 14187-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Trifluoroacetoxy hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.87 6.74 ng 222377 Perylene-d12 15.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 95
2 1-Nonadecene 266 C19H38 018435-45-5 94
3 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 94
4 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 94
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
Abundance Scan 2190 (14.868 min): BF096794.D (-2184) (-) m/z 57.10 100.00%
57
83
5000
41
139 167 221 14.60 14.80 15.00 15.20
S A a2 m/z 43.10 82.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane
57
41 97
5000 L N S IS A
14.60 14.80 15.00 15.20
125 m/z 55.05 69.96%
15 J i ] 154 179196 224 251269
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43 97
69 R DA SUNLE SRR SR
14.60 14.80 15.00 15.20
5000 m/z 83.05 65.13%
125
26 154 182 210 238 266
WWTWWWWWFFHTW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #185169: Heptadecy! trifluoroacetate AR EEEEE RS
14.60 14.80 15.00 15.20
m/z 97.10 62.55%
4
5000
125
154 182 210 238 265283

I I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
Data File : BF096794.D

Acq On 15 Jul 2017 1:47

Operator : SJ/JU

Sample : 14187-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 Benz[e]acephenanthrylene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.03 2.62 ng 86449 Perylene-di12 15.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 97
2 Benzo[e]pyrene 252 C20H12 000192-97-2 97
3 Perylene 252 C20H12 000198-55-0 97
4 Benzo[k]fluoranthene 252 C20H12 000207-08-9 97
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 96
Abundance Scan 2218 (15.033 min): BF096794.D (-2213) (-) m/z 252.10 100.00%
252
5000
113126 296 14.80 15.00 15.20 15.40
59 79 99 147 183 199 267 282 > 25610 57 08%
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104229: Benz[e]acephenanthrylene
252
5000
14.80 15.00 15.20 15.40
126 m/z 253.10 18.06%
63 83 99" u M 150 174 200 224 ‘H
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
252
14.80 15.00 15.20 15.40
5000 m/z 126.10 11.98%
126
41 63 84 99 13 150 174 200 224238
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104215: Perylene
2 14.80 15.00 15.20 15.40
m/z 251.10 10.61%
5000
150 174 198 224238
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
Data File : BF096794.D

Acq On 15 Jul 2017 1:47

Operator : SJ/JU

Sample : 14187-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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 10 Heptadecanal Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.37 2.05 ng 67609 Perylene-d12 15.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecanal 254 C17H340 1000376-70-0 83
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 80
3 17-Octadecenal 266 C18H340 056554-86-0 80
4 Octadecanal 268 C18H360 000638-66-4 72
5 Hexadecanal 240 C16H320 000629-80-1 72
Abundance Scan 2275 (15.368 min): BF096794.D (-2271) (-) m/z 57.10 100.00%

5000

123 207 lllllllllllllllllllllll
138153 179193 249 g3 15.00 15.20 15.40 15.60

m/z 43.05 66.67%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105849: Heptadecanal
43 57

82

5000

15.00 15.20 15.40 15.60
m/z 82.10 66.51%

0

124138152166180104208 236 254

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 82
96 DI R DN DU
57 15.00 15.20 15.40 15.60
5000 29 m/z 55.00 55.42%
110

24138
152166180194208222236250 268

mmmmwrﬁmﬁwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #115860: 17-Octadecenal A BT o e
15.00 15.20 15.40 15.60

m/z 96.05 45_79%

96
5000

110

124
138157 1681821962102242332°2 270
L

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15. OO 15. 20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
Data File : BF096794.D

Acq On 15 Jul 2017 1:47

Operator : SJ/JU

Sample : 14187-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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 11 Pentacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.58 3.38 ng 111445 Perylene-di12 15.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 87
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
3 2-methyloctacosane 408 C29H60 1000376-72-8 87
4 Hentriacontane 437 C31H64 000630-04-6 87
5 Heptacosane 380 C27H56 000593-49-7 86
Abundance Scan 2311 (15.580 min): BF096794.D (-2307) (-) m/z 57.10 100.00%
57
5000 85
13 15.20 15.40 15.60 15.80
35155 183 207
AL A31s 183207 aa0 283 47 43.00  63.65%
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57
5000 85 R U DU UM B
15.20 15.40 15.60 15.80
113 m/z 71.05 62 .58%
29 | \“‘j |t 169189211 239 267 295 323 352
m/z--> 50 100 1%0 200 250 300 350
Abundance
57
15.20 15.40 15.60 15.80
5000 85 m/z 85.10 42_.16%
38 13 141 169 197 29 267 204 303 352
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane e EARRs RS
57 15.20 15.40 15.60 15.80
m/z 55.05 18.97%
5000 85
2?& I ‘ ”113 1§1 169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 ' 1520 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
Data File : BF096794.D

Acq On 15 Jul 2017 1:47

Operator : SJ/JU

Sample : 14187-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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 12 1-Pentadecene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

15.62 2.23 ng 73421 Perylene-di12 15.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentadecene 210 C15H30 013360-61-7 90
2 n-Tetracosanol-1 354 C24H500 000506-51-4 87
3 Trifluoroacetic acid,n-tridecyl ... 296 C15H27F302 053800-02-5 87
4 Behenic alcohol 326 C22H460 000661-19-8 76
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 53

Abundance Scan 2318 (15.621 min): BF096794.D (-2315) (-) m/z 43.10 100.00%

43 83

5000

264 283 15.40 15.60 15.80 16.00
m/z 55.10 93.37%

34153 175193210

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #69582: 1-Pentadecene
43

5000 LA B L L L L L LB
15.40 15.60 15.80 16.00
m/z 57.10 90.80%
2% | 140 182 210
-
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57 83
e
15.40 15.60 15.80 16.00
5000 11 m/z 83.10 89.95%
29 139

167 195 222 250 280 308 336
mmwﬂwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #140820: Trifluoroacetic acid,n-tridecyl ester N B B !
43 | 69 15.40 15.60 15.80 16.00
o7 m/z 97.10 83.82%
5000
2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15.40 15.60 15.80 16.00

8270-BF071317.M Mon Jul 17 05:06:32 2017

Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
Data File : BF096794.D

Acq On 15 Jul 2017 1:47

Operator : SJ/JU

Sample : 14187-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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 13 Bicyclo[10.8.0]eicosane, cis- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.27 4_.05 ng 133554 Perylene-di12 15.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicyclo[10.8.0]eicosane, cis- 278 C20H38 1000155-82-2 83
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 53
3 1,19-Eicosadiene 278 C20H38 014811-95-1 49
4 N1-(8-Methyl-8-azabicyclo[3.2.1]... 276 C16H21FN20 247565-70-4 49
5 Z-2-0Octadecen-1-ol 268 C18H360 1000131-11-0 46
Abundance Scan 2428 (16.268 min): BF096794.D (-2425) (-) m/z 57.00 100.00%
57
43
82
5000 % 278

16.00 16.20 16.40 16.60
m/z 43.05  75.50%

139
5 162 179493207

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126196: Bicyclo[10.8.0]eicosane, cis-
41 55

82 g¢

16.IOO 16.I20 16.I40 16!60
m/z 82.00 58.79%

5000

10124
1381521 661801942082222362°0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
82 gg
AL B s
43 57 16.00 16.20 16.40 16.60
5000 m/z 55.00 58.19%
110
29 124138
15 152166180194 211 236250 268

WWTWTWWWWWWW

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

Abundance #126193: 1,19-Eicosadiene AR EEEEE RS
16.00 16.20 16.40 16.60

m/z 96.05 50.87%

5000

111175

151165180194208222236250 278
e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
Data File : BF096794.D

Acq On 15 Jul 2017 1:47

Operator : SJ/JU

Sample : 14187-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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 14 unknownl16.37 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.37 2.46 ng 81278 Perylene-di12 15.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,5-Octadiene, 3,4,5,6-tetramethyl- 166 C12H22 247797-85-9 22
2 1,3,4-Oxadiazole, 2-(2-furyl)-5-_.__. 206 C9H6N202S 284673-95-6 18
3 Bicyclo[2.2.1]heptane, 2,2,3-tri... 138 C10H18 000473-19-8 18
4 4-(1,3,3-Trimethyl-bicyclo[4.1.0... 206 C14H220 077143-31-8 18
5 2-Nonyne 124 C9H16 019447-29-1 14

Abundance Scan 2445 (16.368 min): BF096794.D (-2439) (-) m/z 95.00 100.00%

55
41 | 69 109

5000

16.00 16.20 16.40 16.60
m/z 55.00 85.86%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #35191: 2,5-Octadiene, 3,4,5,6-tetramethyl-

16.IOO 16.I20 16.I4O 16.I60
m/z 41.00  66.72%

5000

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

Abundance
95
R R B
16.00 16.20 16.40 16.60
5000 39 m/z 69.10 63.67%
53 113 206
69 135149164178
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #16973: Bicyclo[2.2.1]heptane, 2,2,3-trimethyl- L B o e
95 16.00 16.20 16.40 16.60
o7 109 m/z 109.05 60.52%
5000 4l
81
R R B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
Data File : BF096794.D

Acq On 15 Jul 2017 1:47

Operator : SJ/JU

Sample : 14187-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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 16 unknownl6.97 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.97 2.85 ng 94137 Perylene-di12 15.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Cycloprop[e]azulen-7-0l, deca... 220 C15H240 006750-60-3 32
2 5-_alpha.-Androst-2-en-17-_beta.... 288 C20H320 003275-64-7 30
3 Andrographolide 350 C20H3005 005508-58-7 18
4 (-)-Spathulenol 220 C15H240 077171-55-2 12
5 Stigmastan-3-en-6-o0l 414 C29H500 1000214-19-7 10
Abundance Scan 2547 (16.968 min): BF096794.D (-2542) (-) m/z 43.00 100.00%
a3
1 9
5000 120 145
185 231 303
o7 267 329 355 381 14 AU SRR UG
M‘|| | | 16.60 16.80 17.00 17.20
——th e m/z 55.05 65.24%
m/z--> 50 100 150 200 250 300 350 400
Abundance #77648: 1H-Cycloprop[e]azulen-7-ol, decahydro-1,1,7-trimet...
43
91
5000 19 205 UL A DU SO B
o7 159 16,60 16,80 17.00 17.20
‘ m/z 95.00 63.41%
‘l \I\‘ W‘lew”\‘i I\L : ‘: ‘: I‘\ — T
m/z--> 50 100 150 200 250 300 350 400
Abundance
91
43 AU BRI UG
147 176 16.60 16.80 17.00 17.20
5000 67 119 216 o5 m/z 91.05 59.29%
288
mz-> 50 100 150 200 250 300 350 400
Abundance #183961: Andrographolide L B o e
a1 1 16.60 16.80 17.00 17.20
m/z 71.05 57.75%
119
5000 67
145 oo
nm i 214 32 32
m/z--> 50 100 200 250 300 350 400 16,60 16,80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
Data File : BF096794.D

Acq On 15 Jul 2017 1:47

Operator : SJ/JU

Sample : 14187-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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 17 Naphthalene, 1,2,3,5,6,7,8,... Concentration Rank 4

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

17.26 7.20 ng 237429 Perylene-d12 15.14

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Naphthalene, 1,2,3,5,6,7,8,8a-0oc... 204 Cl15H24 004630-07-3 78

2 Naphthalene, decahydro-4a-methyl... 204 C15H24 017066-67-0 70

3 5.beta.,7.beta.H,10.alpha.-Eudes... 222 C15H260 025826-85-1 60
4 1,1,4a-Trimethyl-5,6-dimethylene... 204 C15H24 1000193-60-8 55

5 1,4-Dimethyl-8-isopropylidenetri... 204 C15H24 1000140-07-7 50
Abundance Scan 2597 (17.262 min): BF096794.D (-2589) (-) m/z 133.10 100.00%

55 133 204
4 109 287
5000 189
1 9 147 445 302
231545 269 LA SURRU BRSM BURIR S

17.00 17.20 17.40 17.60
m/z 204.20  98.92%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64546: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-dimet...
161 204

41

5000 17.00 17.20 17.40 17.60

m/z 135.10 96 .53%

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

105 204

81 121 161 17.00 17.20 17.40 17.60
5000 41 147 189 m/z 55.00 78.80%
55

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

Abundance #79442: 5.beta.,7.beta.H,10.alpha.-Eudesm-11-en-1.alpha.-ol A EAREE ma S

41 204 17.00 17.20 17.40 17.60
- m/z 43.00 77.79%

107
81
5000 122 161
222
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17.00 17.20 17.40 17.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
Data File : BF096794.D

Acq On 15 Jul 2017 1:47

Operator : SJ/JU

Sample : 14187-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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 8.1 ng 254658 1 6.62 627015 20.0
unknown6 .40 6.40 74.2 ng 2325480 1 6.62 627015 20.0
1-Docosene 13.62 5.4 ng 205162 5 13.76 763731 20.0
Octacosyl trifluo... 14.26 6.5 ng 246343 5 13.76 763731 20.0
Supraene 14.61 3.3 ng 107834 6 15.14 659564 20.0
Octadecanal 14.67 2.9 ng 95835 6 15.14 659564 20.0
Trifluoroacetoxy ... 14.87 6.7 ng 222377 6 15.14 659564 20.0
Benz[e]acephenant... 15.03 2.6 ng 86449 6 15.14 659564 20.0
Heptadecanal 15.37 2.0 ng 67609 6 15.14 659564 20.0
Pentacosane 15.58 3.4 ng 111445 6 15.14 659564 20.0
1-Pentadecene 15.62 2.2 ng 73421 6 15.14 659564 20.0
Bicyclo[10.8.0]ei... 16.27 4.0 ng 133554 6 15.14 659564 20.0
unknown16 .37 16.37 2.5 ng 81278 6 15.14 659564 20.0
unknownl16 .97 16.97 2.9 ng 94137 6 15.14 659564 20.0
Naphthalene, 1,2,... 17.26 7.2 ng 237429 6 15.14 659564 20.0
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