LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF113017\
Data File : BF101043.D

Aca On : 1 Dec 2017 2:54

Operator : SJ/JU

Sample : 16641-03

Misc :

ALS Vial : 24 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-BF113017.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

2.157 10 12 20 rvB5 12679 20969 1.21% 0.128%
5.098 508 512 522 rBV 71646 112081 6.48% 0.685%
580 rBV 1487660 1645609 95.19% 10.051%
6.492 743 749 758 rVB 1359668 1728725 100.00% 10.558%
6.628 767 772 775 rBV 1750996 1695511 98.08% 10.356%
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6.851 807 810 814 rBV 394545 339781 19.66% 2.075%
7.010 833 837 841 rBV 1360424 1298896 75.14% 7.933%
910 rBV 1032228 1019354 58.97% 6.226%
8.133 1024 1028 1032 rBV 505793 425288 24.60% 2.598%
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1 9.210 1206 1211 1214 rBV 1778921 1698232 98.24% 10.372%
11 9.604 1273 1278 1284 rVB 88052 81873 4.74% 0.500%
12 9.810 1309 1313 1317 rBV 25930 23217 1.34% 0.142%
13 9.892 1323 1327 1331 rBV 521374 421860 24.40% 2.577%
14 10.310 1396 1398 1401 rVB 25159 20572 1.19% 0.126%
15 10.686 1457 1462 1465 rBV 883293 856502 49.55% 5.231%
16 10.786 1476 1479 1485 rVB 21772 22531 1.30% 0.138%
17 11.380 1576 1580 1583 rBV 417760 349863 20.24% 2.137%
18 11.898 1664 1668 1672 rBV 37599 35128 2.03% 0.215%
19 12.457 1759 1763 1766 rVB 60909 52625 3.04% 0.321%
20 12.939 1842 1845 1846 rBV 38454 30860 1.79% 0.188%
21 12.963 1846 1849 1852 rVB 1162133 1018559 58.92% 6.221%
22 13.163 1880 1883 1884 rBV 47921 46901 2.71% 0.286%
23 13.180 1884 1886 1890 rVB 107127 94003 5.44% 0.574%
24 13.521 1938 1944 1947 rBV3 16946 25385 1.47% 0.155%
25 13.645 1962 1965 1968 rVB 32377 26345 1.52% 0.161%

26 13.845 1996 1999 2007 rBV 380401 409361 23.68% 2.500%
27 14.021 2026 2029 2033 rBV 396904 331191 19.16% 2.023%

28 14.168 2051 2054 2056 rBVZ2 26184 29460 1.70% 0.180%
29 14.480 2102 2107 2114 rBV 316757 438053 25.34% 2.675%
30 14.780 2154 2158 2160 rBV 24379 32479 1.88% 0.198%
31 14.809 2160 2163 2168 rVV6 32437 52077 3.01% 0.318%
32 14.857 2168 2171 2176 rVVv4 19693 26261 1.52% 0.160%
33 14.927 2180 2183 2186 rVB2 17427 17521 1.01% 0.107%

34 15.115 2211 2215 2218 rBV 124440 165690 9.58% 1.012%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF113017\
Data File : BF101043.D

Aca On : 1 Dec 2017 2:54

Operator : SJ/JU

Sample : 16641-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF113017.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.145 2218 2220 2226 rVV 161470 198310 11.47% 1.211%

36 15.198 2226 2229 2232 rVB3 22409 22129 1.28% 0.135%
37 15.498 2275 2280 2284 rBV 248939 300808 17.40% 1.837%
38 15.698 2310 2314 2318 rBvV4 22149 31628 1.83% 0.193%
39 15.839 2335 2338 2343 rVB5 14813 25054 1.45% 0.153%

40 15.933 2349 2354 2358 rBVY 89446 125072 7.23% 0.764%

41 15.986 2358 2363 2370 rVv2 92437 151979 8.79% 0.928%

42 16.056 2371 2375 2380 rVB2 26160 40014 2.31% 0.244%
43 16.209 2398 2401 2410 rVB3 31643 65217 3.77% 0.398%
44 16.439 2435 2440 2450 rBV2 28594 59371 3.43% 0.363%
45 16.733 2485 2490 2496 rVB3 30110 51778 3.00% 0.316%
46 17.027 2536 2540 2551 rVB4 21991 44340 2.56% 0.271%
47 17.127 2551 2557 2563 rBV6 34175 75106 4_.34% 0.459%
48 17.215 2568 2572 2578 rVVv4 20220 39957 2.31% 0.244%
49 17.280 2578 2583 2587 rVB6 12474 24809 1.44% 0.152%
50 17.545 2622 2628 2633 rBV6 33781 69039 3.99% 0.422%

51 17.627 2636 2642 2652 rVBS8 61084 166955 9.66% 1.020%
52 17.880 2678 2685 2692 rBV5 51834 128225 7.42% 0.783%

53 18.109 2718 2724 2732 rVB10 22384 54183 3.13% 0.331%

54 18.456 2779 2783 2793 rVB10 7441 22466 1.30% 0.137%

55 18.574 2798 2803 2813 rVB10 14322 47858 2.77% 0.292%

56 18.839 2843 2848 2862 rVB10 9964 35846 2.07% 0.219%
Sum of corrected areas: 16372907
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF113017\

BF101043.D
1 Dec 2017 2:54
SJ/Ju
16641-03
24 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF113017.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF101043.D
6|63
1500000 5.48
6.49 7.01
7.42
1000000
500000 6.85
2;1_6' 5.10
R D M. - A A e e D -
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF101043.D
9|21
1500000
12.96
1000000
10.69
9.89
sooo00{ &3 11.38
9.60 131
0 Posd 105t neo 12w el e
I e e e L E e e AN s b s S S S e T T T~ T
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: BF101043.D
1500000
1000000
500000
4.02
13.84 14.48
15.50
15339
15,715@@?&%.2116.44 16.73 1710a%22s 17463 17881811 151857 18.84
D e e e e e
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\BF113017\
Data File : BF101043.D

Aca On : 1 Dec 2017 2:54

Operator : SJ/JU

Sample : 16641-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 11

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

5.10 6.60 ng 112081 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 512 (5.098 min): BF101043.D (-508) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 III|IIII|IIII|IIII|I/I‘II
| 83.0 4.80 500 5.20 5.40
o et bt e e m/z 59.00 59.24Y%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A U R L R
59.0 480 500 520 540
m/z 101.00 20.15%
31.0 830 93.0 10‘1.0
O S B e T e e e R R
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
480 500 520 540
5000 m/z 58.00 14 .92%
101.0
o150 31.0 58.0 690 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- R R Eal
59.0 4.80 500 5.20 5.40
m/z 41.10 9.48%
5000 41.0
31.0
69.0 870
0 15.0 ““ ‘\ \‘ 519“‘ . “ 98.0
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113017\
Data File : BF101043.D

Aca On : 1 Dec 2017 2:54

Operator : SJ/JU

Sample : 16641-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF113017.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown6.63 Concentration Rank 1

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

6.63 99.80 ng 1695510 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 772 (6.628 min): BF101043.D (-767) (-) m/z 132.00 100.00%
132.0
5000 68.1
o1so || %, | o0 50 G50 oh 7
o} R o L A T m/z 68.10 40.71%
m/z--> 40 60 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 R UL R I
6.20 6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 32.03%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
74.0 620 640 6.60 6.80 7.00
5000 9go 1160 m/z 66.10 25.25%
0 158.0 189.0
miz--> 40 60 80 100 120 140 160 180
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine i
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.21%
97.0
5000 0.0
31.0 520
O RS O M | S | G |
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113017\
Data File : BF101043.D

Aca On : 1 Dec 2017 2:54

Operator : SJ/JU

Sample : 16641-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 Eicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.18 5.68 ng 94003 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 78
2 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 72
3 Heptacosane 380 C27H56 000593-49-7 72
4 Undecane. 3-methvl- 170 C12H26 001002-43-3 64
5 2-methyltetracosane 352 C25H52 1000376-72-6 64
Abundance Scan 1886 (13.180 min): BF101043.D (-1884) (-) m/z 57.05 100.00%
57.0
5000 85.0
| | 1\?.1]141.1169.0 12.80 13.00 13.20 13.40
Ol m/z 43.05 66 .84%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000 AUV IARRE B
85.0 12.80 13.00 13.20 13.40
29.0 m/z 71.10 63.67%
o ‘hWM}B%MMwMWM%mmM&o
m/z--> 100 150 200 250 300 350
Abundance
57.0
12.80 13.00 13.20 13.40
5000 85.0 m/z 85.05 48.46%
1400 4859 2260
o e e e
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0 12.80 13.00 13.20 13.40
m/z 41.10 22.11%
5000
85.0
0 290{ 113.0141.0169.0197.0225.0253.0281.0  323.0351.0380.0
m/z--> 50 100 150 200 250 300 350 1280 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113017\
Data File : BF101043.D

Aca On : 1 Dec 2017 2:54

Operator : SJ/JU

Sample : 16641-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Heptafluorobutyric acid, n-... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.84 24.72 ng 409361 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 94
2 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 94
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 93
Abundance Scan 1998 (13.839 min): BF101043.D (-1996) (-) m/z 57.05 100.00%

57.0
97.0
5000

‘ 391 1910 13.60 13.80 14.00 14.20
ob— Ay e —— m/z 55.10 98.41%

m/z--> 50 100 150 200 250 300 350
Abundance #215485: Heptafluorobutyric acid, n-tetradecyl ester
57.0
97.0
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r

5000
13.60 13.80 14.00 14.20
169.0 m/z 43.05 95.59%

L2 \h Iu BN LT RN
m/z--> 50 200 250 300 350
Abundance
57.0
97.0

13 60 13.80 14.00 14.20

5000 m/z 83.10 76.39%
126.0 196.0
ol 210 166.0 2410 342.0
m/z--> 50 100 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane R R e e e
57.0 13.60 13.80 14.00 14.20
97.0 m/z 69.05 71.14%
5000
0”\ w‘ﬁommm%%o%% 320.0
, , , e maman
m/z--> 50 100 150 200 250 300 350 13 60 13.80 14.00 14.20

8270-BF113017.M Fri Dec 01 12:45:56 2017

Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113017\
Data File : BF101043.D

Aca On : 1 Dec 2017 2:54

Operator : SJ/JU

Sample : 16641-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Octadecyl trifluoroacetate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.48 26.45 ng 438053 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 95
2 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 95
3 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 94
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94
Abundance Scan 2107 (14.480 min): BF101043.D (-2102) (-) m/z 57.05 100.00%
57.0
97.0
5000
LA B B B
39.1 14.20 14.40 14.60 14.80
0 1822 2253 m/z 43.05 83.70%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194196: Octadecyl trifluoroacetate
57.0
97.0
5000 LA B B SR
14.20 14.40 14.60 14.80
m/z 55.10 80.87%
oLl ddl M | | 1390 1500 2520 207.0 aas0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57.0
97.0 14,20 14.40 14.60 14.80
5000 m/z 83.05 71.81%
o 1390 1810 204.0 264.0 308.0 3530 454.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #224102: Heptafluorobutyric acid, hexadecy! ester R e e e e
57.0 14.20 14.40 14.60 14.80
m/z 69.05 60.39%
97.0
- \Ai%VL\
169.0
oLl ddldl 1310 | 2?40 2690 420.0
m/z--> 50 100 150 200 250 300 350 400 450 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113017\
Data File : BF101043.D

Aca On : 1 Dec 2017 2:54

Operator : SJ/JU

Sample : 16641-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 unknownl14.81 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.81 3.46 ng 52077 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanecarboxvlic acid. 4-pe... 368 C22H28N203 133856-87-8 40
2 Heptanedioic acid. 4-methvl-. di... 202 C10H1804 004751-49-9 35
3 Cvclohexanecarboxvlic acid. 4-pe... 338 C22H4202 1000280-60-1 35
4 Cvclohexanecarboxvlic acid. 3-tr... 310 C20H3802 1000280-59-4 35
5 Cyclohexanone, 2-(1-methyl-2-oxo... 168 C10H1602 067722-25-2 32
Abundance Scan 2163 (14.809 min): BF101043.D (-2160) (-) m/z 97.10 100.00%
97.1
125.1
213.2 A e N AR
155.1 177.1 14.'40 14.|60 14.I80 15.'00 15.'20
0 m/z 83.05 84 .57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #195482: Cyclohexanecarboxylic acid, 4-pentyl-, 2,3-dicyan...
97.0
55.0
5000 AR DO B DU BN
15830 004 mmmmmmmmmm
29.0 ' m/z 69.10 65.20%
| vgl mo
0'”w"'w h'J”IJ'”I"LM"” T T T
m/z--> 80 100 120 140 160 180 200 220
Abundance
55.0 97.0
bao 1290 14.40 1460 14.80 15.00 15.20
5000 ’ m/z 43.10 62.87%
27.0 171.0
0 153. 0
m/z--> ﬁo Jo éo 8b 160 120 140 160 180 200 250 J
Abundance #175515: Cyclohexanecarboxylic acid, 4-pentadecyl ester R e L ERE S EE e
83.0 111.0 14.40 14.60 14.80 15.00 15.20
m/z 55.00 56.30%
55.0
5000
29.0 e 210.0
- A - N Y T AT Y [ O SO V20 MG
m/z--> 0 80 100 120 140 160 180 200 220 1440 1460 1480 1500 1520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113017\
Data File : BF101043.D

Aca On : 1 Dec 2017 2:54

Operator : SJ/JU

Sample : 16641-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Heptadecane, 9-octyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.12 11.02 ng 165690 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Hentriacontane 437 C31H64 000630-04-6 91
Abundance Scan 2216 (15.121 min): BF101043.D (-2211) (-) m/z 57.05 100.00%
57.0
991 14180 15,00 1520 1540 |
141.2 . . . .
o ,I.‘! A A es2  amo T 43100 62.54%
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0
5000 UL R BN BN B
14.80 15.00 15.20 15.40
m/z 71.10 59.96%
‘ 0 239.0
oLl 1410 1830 680 3080 3520
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
14.80 15.00 15.20 1540
5000 m/z 85.10 47 .98%
99.0
0 27.0 141.0 1830 2250 267.0 309.0338.0
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane R R T
57.0 14.80 15.00 15.20 15.40
m/z 55.05 21.71%
- \/\/\—M/'/\\MJ\'V
99.0
0 27,0 ] | |y, 141.0 1830 225.0 281.0 337.0 394.0
m/z--> 50 100 150 200 250 300 350 ' 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113017\
Data File : BF101043.D

Aca On : 1 Dec 2017 2:54

Operator : SJ/JU

Sample : 16641-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.14 13.19 ng 198310 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Behenic alcohol 326 C22H460 000661-19-8 93
3 n-Nonadecanol-1 284 C19H400 001454-84-8 90
4 Heneicosvl heptafluorobutvrate 508 C25H43F702 1000351-83-8 90
5 Octacosanol 410 C28H580 000557-61-9 90
Abundance Scan 2219 (15.139 min): BF101043.D (-2218) (-) m/z 43.10 100.00%
431
83.0
5000
L A SURRE SR B
139.1 167.1 14.80 15.00 15.20 15.40
B — 209.0 2810 m/z 57.10 79.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosano
0 83.0
5000 111.0 R DU SRR SRR
14. 80 15. oo 15 20 15.40
m/z 55.05 77.17%
29.0 139.0
0 "~ 167.0 196.0  238.0 266.0 294.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0 83.0
14.80 15.00 15.20 15.40
5000 111.0 m/z 83.05 71.12%
29.0 139.0

167.0 196.0 224.0 252.0 280.0 308.0

%

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

55.0 14.80 15.00 15.20 15.40

m/z 97.10 66.62%
5000
29.0
 BAaasansazany e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14. 80 15. OO 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113017\
Data File : BF101043.D

Aca On : 1 Dec 2017 2:54

Operator : SJ/JU

Sample : 16641-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Hentriacontane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.93 8.32 ng 125072 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Triacontane 422 C30H62 000638-68-6 91

Abundance Scan 2354 (15.933 min): BF101043.D (-2349) (-) m/z 57.10 100.00%
57.1
5000
Jgg ! 15,60 15.80 16.00 16.20
41.1 1832 : : :
o Ayt e G 63, ot
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57.0
5000 U SRR SRR BN B
15.60 15. 80 16 00 16. 20
m/z 43.10 58.03%
ol || ‘\d 141.0 183.0 2250 267.0 309.0 351.0 393.0 436.0
m/z--> 55 160 1%0 260 2%0 360 3%0 460 '
Abundance
57.0
15.60 15.80 16.00 16.20
5000 m/z 85.10 46 .95%
99.0
0l15.0 141.0 183.0 225.0 296.0
m/z--> 55 160 1%0 260 250 360 3%0 460 '
Abundance #209566: Octacosane A T e
57.0 15.60 15.80 16.00 16.20
m/z 55.05 27.23%
5000
99.0
oL | |y, 141.0 183.0 225.0 281.0 337.0 394.0
m/z--> 55 160 1%0 260 250 300 350 460 ! 15.60 1580 1600 1620 '

8270-BF113017.M Fri Dec 01 12:46:01 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113017\
Data File : BF101043.D

Aca On : 1 Dec 2017 2:54

Operator : SJ/JU

Sample : 16641-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 1-Heptacosanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.99 10.10 ng 151979 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 95
3 Behenic alcohol 326 C22H460 000661-19-8 95
4 1-Heneicosanol 312 C21H440 015594-90-8 95
5 n-Nonadecanol-1 284 C19H400 001454-84-8 94
Abundance Scan 2364 (15.992 min): BF101043.D (-2358) (-) m/z 43.05 100.00%
43.0 97.1
5000 \NJ\/\_]\/\/\W,\/\»
3 LN IR SR SR B
| 193.1 15.60 15.80 16.00 16.20 16.40
ol bl m/z 97.10 99.32%
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57.0 (97.0
5000 AL SURRR UL UL B
15,60 15.80 16.00 16.20 16.40
. m/z 57.05 92.45%
Zm\wmwmkhgwom%mmzmm%omwww
m/z--> 50 100 150 200 250 300 350
Abundance
57.0 97.0
15.60 15.80 16.00 16.20 16.40
5000 m/z 83.10 85.55%
27,0 139'0168.0 210.0238.0 278.0308.0337.0
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol A B AR EE B
430 830 15.60 15.80 16.00 16.20 16.40
' m/z 55.10 78.91%
- | \/\\/\m»f\j\w«
oLt ” Lid ‘f“‘f’-‘{ 1820 2240  280.0309.0
m/z--> 50 100 150 200 250 300 350 15,60 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113017\
Data File : BF101043.D

Aca On : 1 Dec 2017 2:54

Operator : SJ/JU

Sample : 16641-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 dl-_alpha.-Tocopherol Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.21 4.34 ng 65217 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 dl-_alpha.-Tocopherol 430 C29H5002 010191-41-0 81
2 Vitamin E 430 C29H5002 000059-02-9 76
3 Furol3.4-clpvridine-3.4(1H.5H)-d... 165 C8H7NO3 007472-18-6 38
4 Benzenamine. 2.3.4.6-tetrafluoro- 165 C6H3F4N 000363-73-5 38
5 5-Amino-2,4-dimethylbenzoic acid 165 C9H11NO2 024587-05-1 35
Abundance Scan 2401 (16.209 min): BF101043.D (-2398) (-) m/z 165.05 100.00%
165.1
5000 430.4
55|'° 0101250, | 2052 | 15.80 16.00 16.20 16.40 16.60
0....“,'.'.'.'."',".".‘".'.'," "l.'.'ll.... S —— m/z 430.40 38.77%
m/z--> 50 100 150 200 250 300 350 400
Abundance #222353: dI-.alpha.-Tocopherol
165.0
|
5000 AL IR SN B B
15,80 16.00 16.20 16.40 16.60
430 _ 43001 "m/z 164.05  30.49%
oL |1 8L0 121.0 | 246.0 288.0 344.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
165.0
15:80 16.00 16.20 16.40 16.60
5000 m/z 55.05 14.06%
57.0
121.0 205.0 430.0
o
m/z--> 50 100 150 200 250 300 350 400
Abundance #34549: Furo[3,4-c]pyridine-3,4(1H,5H)-dione, 6-methyl- A B o
165.0 15.80 16.00 16.20 16.40 16.60
m/z 431.30 13.31%
5000
oL 22150520
m/z--> 50 100 150 200 250 300 350 400 15,80 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113017\
Data File : BF101043.D

Aca On : 1 Dec 2017 2:54

Operator : SJ/JU

Sample : 16641-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 Hexacosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.44 3.95 ng 59371 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 72
2 Hentriacontane 437 C31H64 000630-04-6 72
3 Pentacosane 352 C25H52 000629-99-2 72
4 Octacosane 394 C28H58 000630-02-4 68
5 Tetracontane 563 C40H82 004181-95-7 59
Abundance Scan 2440 (16.439 min): BF101043.D (-2435) (-) m/z 57.05 100.00%
5%.0
99.1 1471 U BALIL B BN SR
J l l| || 215.1 281.0 16.20 16.40 16.60 16.80
oLt " L m/z 71.05 65.66%
m/z--> 50 150 200 250 300 350 400
Abundance #194494: Hexacosane
57.0
5000 L B BRI I B
mmmmmmmm
m/z 43.05 63.11%
m/z--> éo 100 1éo 260 250 360 3%0 460 !
Abundance
57.0
" 16.20 16.40 16.60 16.80
5000 m/z 85.10 45 .58%
99.0
o 141.0 183.0 225.0 2670 309.0 351.0 437.0
m/z--> éo 160 1éo 200 250 360 3%0 460 !
Abundance #185533: Pentacosane B e e
57.0 16.20 16.40 16.60 16.80
m/z 55.00 31.45%
5000
99.0
o Ly 141.0 1830 2250 267.0 300.0 352.0
m/z--> ' ﬁo @ 2& 250 @ 3% ﬁo ! mmmmmmmm

8270-BF113017.M Fri Dec 01 12:46:13 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113017\
Data File : BF101043.D

Aca On : 1 Dec 2017 2:54

Operator : SJ/JU

Sample : 16641-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 unknownl16.73 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

16.73 3.44 ng 51778 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanal 240 C16H320 000629-80-1 43
2 16-Octadecenal 266 C18H340 056554-87-1 43
3 Octadecanal 268 C18H360 000638-66-4 38
4 trans-2-Dodecen-1-ol 184 C12H240 069064-37-5 35
5 14-Octadecenal 266 C18H340 056554-89-3 35

Abundance Scan 2490 (16.733 min): BF101043.D (-2485) (-) m/z 57.10 100.00%

57.1

5000

179.0 205.0 282.1 16.40 16.60 16.80 17.00
m/z 43.10 79 .34%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94314: Hexadecanal
.0

5000 LA L L L L L L L
16.40 16.60 16.80 17.00
m/z 82.00 66.68%
137.0 166.0 196.0 222.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0 82.0
16.40 16.60 16.80 17.00
5000 m/z 96.05 61.83%
29.0 110.0

o 1370 1680 1060 2240 2020

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

16.40 16.60 16.80 17.00
m/z 55.05 61.36%

5000

110.0
o 250.0

1380 166.0 194.0 222

T T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113017\
Data File : BF101043.D

Aca On : 1 Dec 2017 2:54

Operator : SJ/JU

Sample : 16641-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 Carbonic acid, tetradecyl 2... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.13 4.99 ng 75106 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Carbonic acid. tetradecvl 2.2.2-... 388 C17H31CI1303 1000314-56-0 68
2 l17-Pentatriacontene 491 C35H70 006971-40-0 58
3 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 53
4 Tetrapentacontane. 1.54-dibromo- 915 C54H108Br2 1000156-09-4 52
5 Behenic alcohol 326 C22H460 000661-19-8 50
Abundance Scan 2558 (17.133 min): BF101043.D (-2551) (-) m/z 43.00 100.00%
43.0
97.0
5000
1609 2091 255.2 16.80 17.00 17.20 17.40
Otk m/z 57.10 78.13%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #206361: Carbonic acid, tetradecyl 2,2,2-trichloroethyl ester
83.0
43,
5000 R A U SULRR R BN
16.80 17.00 17.20 17.40
ﬁ2501680 m/z 55.10 65.51%
0! JIIIII H‘HH‘...th....|....|....|....|....|....|
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance
57.0
97.0 BRI DN SURRURE B
16.80 17.00 17.20 17.40
5000 m/z 97.05 65.05%
139.0
OO L L 1202230 267.0306.0 348.0 3900 4340 _490.0
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #217811: Pentafluoropropionic acid, octadecy! ester R e e E  RAEEEmmm
57.0 16.80 17.00 17.20 17.40
9.0 m/z 83.10 57.17%
5000
ol { &3??1820 252.0 297.0 398.0
m/z-> 0 50 100 150 200 2éo 300 350 400 450 ' 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113017\
Data File : BF101043.D

Aca On : 1 Dec 2017 2:54

Operator : SJ/JU

Sample : 16641-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 16 unknownl7.54 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.54 4_.59 ng 69039 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-4-Acetoxv-trans-1-(m-methoxv... 273 C16H19NO3 1000241-10-4 11
2 2.20-Cyclo-8.9-secoaspidospermid... 396 C24H32N203 056145-37-0 9
3 Acetamide. N-(3-chloro-9-hvdroxv... 273 C15H12CINO2 1000305-19-1 9
4 Glucosamine. 1.3.4.6-O-tetraacet... 451 C21H25N010 1000127-16-7 9
5 1,4-Dibromo-2-phenylbutane 290 C10H12Br2 125056-14-6 9
Abundance Scan 2627 (17.539 min): BF101043.D (-2622) (-) m/z 43.10 100.00%
43.1 145.0
5000
381.3414.4
17.20 17.40 17.60 17.80
ob— m/z 145.00 86.75%
m/z--> 50 100 150 200 250 300 350 400
Abundance #121933: cis-4-Acetoxy-trans-1-(m-methoxyphenyl)cyclohexan...
159.0 213.0
5000
43.0 2130 17.20 17.40 17.60 17.80
m/z 159.10 68.76%
27.0108.0 ‘
o) E— I" Ih: 4 I‘\\\IMI\\\IJIJ ‘.“.““. \I\I\‘I . ; .‘. T
m/z--> 50 100 150 200 250 300 350 400
Abundance
43.0
17.20 17.40 17.60 17.80
5000 m/z 213.20 64 .03%
181.0213.0 3210 396.0
770 1300 2600 353.0
O T e T T o o B e
m/z--> 55 160 1%0 260 2%0 360 3%0 460
Abundance #121825: Acetamide, N-(3-chloro-9-hydroxy-9H-fluoren-2-yl)- R
43.0 17.20 17.40 17.60 17.80
m/z 55.00 60.67%
5000 1390 196.0 2310
273.0
0""I"gzg'“"i't"l"'y R B S RSN DU B BN
m/z--> 50 100 150 200 250 300 350 400 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113017\
Data File : BF101043.D

Aca On : 1 Dec 2017 2:54

Operator : SJ/JU

Sample : 16641-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 17 _.beta.-Humulene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.63 11.10 ng 166955 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Humulene 204 C15H24 000116-04-1 50
2 Allvl i1onone 3 232 C16H240 1000284-92-9 47
3 1.1.4a-Trimethvl-5.6-dimethvlene... 204 C15H24 1000193-60-8 41
4 Naphthalene. decahvdro-4a-methvl... 204 C15H24 017066-67-0 38
5 _gamma.-HIMACHALENE 204 C15H24 1000140-08-0 38
Abundance Scan 2643 (17.633 min): BF101043.D (-2636) (-) m/z 204.20 100.00%
107.1 1331 204.2 285.2
55.0
233.2
5000 8L0 175.0
257.2 M

17.40 17.60 17.80 18.00
m/z 133.05  92.43%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64293: .beta.-Humulene

5000 LA L L L Y LB
17.40 17.60 17.80 18.00
m/z 205.20 81.87%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
69.0 149.0
107.0 17.40 17.60 17.80 18.00
5000 189.0 m/z 107.05 81.04%

41.0
217.0

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

Abundance #64407: 1,1,4a-Trimethyl-5,6-dimethylenedecahydronaphthalene R B RARmE ne
204.0 17.40 17.60 17.80 18.00

91.0 133.0 m/z 285.20 80.38%

41.0

161.0
5000 69.0

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

I
17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113017\
Data File : BF101043.D

Aca On : 1 Dec 2017 2:54

Operator : SJ/JU

Sample : 16641-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 18 1,4-Dimethyl-8-isopropylide... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.88 8.53 ng 128225 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Dimethvl-8-isopropvlidenetri... 204 C15H24 1000140-07-7 49
2 Guaila-3.9-diene 204 C15H24 000489-83-8 43
3 1.1.4a-Trimethvl-5.6-dimethvlene... 204 C15H24 1000193-60-8 43
4 Naphthalene. 1.2.3.5.6.7.8.8a-0c... 204 C15H24 004630-07-3 43
5 1,2,4,8-Tetramethylbicyclo[6.3.0... 204 C15H24 137235-51-9 43
Abundance Scan 2685 (17.880 min): BF101043.D (-2678) (-) m/z 204.20 100.00%
2

5000
SN W T | N
17.60 17.80 18.00 18.20
01 m/z 135.05 62.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64424: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,10...
204.0
5000
95.0 161.0 17.60 17.80 18.00 18.20
4.0 0 123.0 m/z 69.10 59.56%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
105.0 135.0 161.0 204.0
A o Al BRRmsma
410 17.60 17.80 18.00 18.20
5000 : m/z 133.10 54 _63%
81.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64407: 1,1,4a-Trimethyl-5,6-dimethylenedecahydronaphthalene A EEEEE RS

204.0 17.60 17.80 18.00 18.20
010 1330 m/z 121.05 51.46%
41.0 '
5000 69.0 161.0
01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113017\
Data File : BF101043.D

Aca On : 1 Dec 2017 2:54

Operator : SJ/JU

Sample : 16641-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 19 unknownl18.11 Concentration Rank 17

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

18.11 3.60 ng 54183 Perylene-di12 15.50

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2-Ethvlidenehvdrazono-3-methyl-2... 205 C10H11N3S 1000147-60-5 35

2 1.3-Cvclohexanedione. 2-(ethoxvm... 280 C15H2005 029817-43-4 22

3 9-Borabicvclol3.3.11nonane. 9-pi... 205 C13H24BN 022516-42-3 15

4 N-Carboxvethvlrhodanine 205 C6H7N0O3S2 007025-19-6 14

51,6,10,14,18,22-Tetracosahexaen-... 426 C30H500 054159-46-5 14
Abundance m/z 205.10 100.00%

Scan 2724 (18.109 min): BF101043.D (- 2718) )

5000

01

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

122.0
ol

Abundance #65000: 2-Ethylidenehydrazono-3-methyl-2,3-dihydrobenzothi...
205.0
5000 136.0 163.0
109.0
69.0 ‘
o,n.w.”W”‘W.”.“l”..”,Jk.m.l.ﬁ..”..”...”“.”,”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
205.0
178.0
234.0
5000 55.0 150.0

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

280.0

Abundance
205.0

54.0

5000

26.0 6,

#65258: 9-Borabicyclo[3.3.1]nonane, 9-piperidino-
96.0

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

17.80 18.00 18.20 18.40

m/z 93.00 68 .33%

17.80 18.00 18.20 18.40

m/z 95.10 65.96%

17.80 18.00 18.20 18.40

m/z 121.10 59.30%

17.80 18.00 18.20 18.40

m/z 107 .00 57.19%

17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113017\
Data File : BF101043.D

Aca On : 1 Dec 2017 2:54

Operator : SJ/JU

Sample : 16641-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 20 unknownl18.57 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
18.57 3.18 ng 47858 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methoxvacetic acid. l-adamantvIm... 238 C14H2203 1000282-98-6 9
2 Benzene. 1-(1.1-dimethvlethv)-4... 204 C14H200 054932-87-5 9
3 Prop-2-enoic acid. 2-cvano-3-(3-... 207 C10H9NO2S 077484-61-8 9
4 1H-3a.7-Methanoazulene-6-methano... 220 C15H240 021441-72-5 9
5 Propanenitrile, 3-(trichlorosilyl)- 187 C3H4CI3NSi 001071-22-3 8
Abundance Scan 2802 (18.568 min): BF101043.D (-2798) (-) m/z 57.10 100.00%
51.1
135.0
89 1051
5000 39 175 1 229.1
\ ‘ U] \ |H 2080 50 e e an T
o) | ,....,...'.,.'..., 1 S IR m/z 135.00 70.10%
m/z--> 20 40 60 100 120 140 160 180 200 220 240
Abundance #92223: l\/IethoxyaceUc acid, 1-adamantylmethy! ester
149.0
5000 93.0
18.20 18.40 18.60 18.80
45.0 670‘ 103.0 m/z 78.90 61.09%
ob2zo | || | 1210 | 238.0
m/z--> 20 Jo éo 80 160 120 140 1éo 180 200 220 240
Abundance
135.0 189.0
18.20 18.40 18.60 18.80
5000 55.0 m/z 149.10 57 .56%
' 107.0
29.0 77.0
0 161.0 207.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #66636: Prop-2-enoic acid, 2-cyano-3-(3-methyl-2-thienyl)-...
149.0 18.20 18.40 18.60 18.80
m/z 124.10 55.84Y%
175.0
5000 45.0 121.0 2070
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 18.20 18.40 18.60 18.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF113017\
Data File : BF101043.D

Acq On : 1 Dec 2017 2:54

Operator : SJ/JU

Sample : 16641-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF113017 .M
Quant Title : 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... 5.10 6.6 ng 112081 1 6.85 339781 20.0
unknown6.63 6.63 99.8 ng 1695510 1 6.85 339781 20.0
Eicosane 13.18 5.7 ng 94003 5 14.02 331191 20.0
Heptafluorobutyri... 13.84 24.7 ng 409361 5 14.02 331191 20.0
Octadecyl trifluo... 14.48 26.4 ng 438053 5 14.02 331191 20.0
unknownl14 .81 14.81 3.5 ng 52077 6 15.50 300808 20.0
Heptadecane, 9-oc... 15.12 11.0 ng 165690 6 15.50 300808 20.0
1-Heneicosanol 15.14 13.2 ng 198310 6 15.50 300808 20.0
Hentriacontane 15.93 8.3 ng 125072 6 15.50 300808 20.0
1-Heptacosanol 15.99 10.1 ng 151979 6 15.50 300808 20.0
dl-_alpha.-Tocoph... 16.21 4.3 ng 65217 6 15.50 300808 20.0
Hexacosane 16.44 4.0 ng 59371 6 15.50 300808 20.0
unknownl16.73 16.73 3.4 ng 51778 6 15.50 300808 20.0
Carbonic acid, te... 17.13 5.0 ng 75106 6 15.50 300808 20.0
unknownl17 .54 17.54 4.6 ng 69039 6 15.50 300808 20.0
-beta.-Humulene 17.63 11.1 ng 166955 6 15.50 300808 20.0
1,4-Dimethyl-8-is... 17.88 8.5 ng 128225 6 15.50 300808 20.0
unknown18.11 18.11 3.6 ng 54183 6 15.50 300808 20.0
unknown18.57 18.57 3.2 ng 47858 6 15.50 300808 20.0
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