LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100417\
Data File : BF099069.D

Aca On : 4 Oct 2017 16:19

Operator : SJ/JU

Sample : 15610-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF092317.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 2.157 7 12 32 rvB 176884 307321 7.71% 0.670%
2 3.416 225 226 241 rBv4 63476 135968 3.41% 0.296%
3 5.092 507 511 524 rVB 506365 757528 19.00% 1.650%
4 5.492 573 579 582 rVB 3238640 3725448 93.46% 8.117%
5 6.498 739 750 753 rBVY 3113891 3977156 99.77% 8.665%
6 6.639 768 774 777 rBV 3599626 3853941 96.68% 8.397%
7 6.863 808 812 816 rBVY 1030047 871571 21.86% 1.899%
8 7.022 835 839 842 rVB 3110341 2868134 71.95% 6.249%
9 7.433 902 909 911 rBVY 2238387 2506397 62.88% 5.461%
10 7.516 917 923 928 rVB2 68067 98160 2.46% 0.214%
11 8.039 1009 1012 1016 rBvV2 60397 49752 1.25% 0.108%
12 8.145 1026 1030 1033 rBV 1425387 1164412 29.21% 2.537%
13 9.086 1186 1190 1196 rVB2 41279 54592 1.37% 0.119%
14 9.222 1207 1213 1216 rBV 3942619 3986250 100.00% 8.685%
15 9.357 1233 1236 1241 rVB 54411 48857 1.23% 0.106%
16 9.610 1276 1279 1283 rVB 867636 793610 19.91% 1.729%
17 9.822 1308 1315 1318 rBV3 39892 64511 1.62% 0.141%
18 9.904 1318 1329 1332 rVV 1357794 1339031 33.59% 2.917%
19 9.933 1332 1334 1337 rVB 83597 67192 1.69% 0.146%
20 10.104 1357 1363 1366 rBV2 50505 63380 1.59% 0.138%
21 10.298 1393 1396 1398 rBV 51362 59702 1.50% 0.130%
22 10.321 1398 1400 1403 rVB2 64667 53729 1.35% 0.117%
23 10.445 1417 1421 1425 rBV 86424 74916 1.88% 0.163%
24 10.539 1434 1437 1443 rVB3 34403 51244 1.29% 0.112%

25 10.692 1454 1463 1466 rBV 2221679 2443875 61.31% 5.325%

26 10.798 1477 1481 1486 rBV2 99667 165737 4.16% 0.361%

27 10.992 1510 1514 1517 rBv4 39916 61617 1.55% 0.134%
28 11.245 1554 1557 1559 rBV2 62396 52235 1.31% 0.114%
29 11.274 1559 1562 1568 rVB3 67842 90643 2.27% 0.197%

30 11.386 1577 1581 1584 rBV 1296197 1307366 32.80% 2.848%

31 11.410 1584 1585 1588 rVVv 620278 426486 10.70% 0.929%
32 11.463 1591 1594 1596 rVB 175881 137263 3.44% 0.299%
33 11.498 1596 1600 1605 rBV6 38424 71656 1.80% 0.156%
34 11.616 1616 1620 1624 rBV4 54048 93755 2.35% 0.204%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100417\
Data File : BF099069.D

Aca On : 4 Oct 2017 16:19

Operator : SJ/JU

Sample : 15610-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF092317 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 11.668 1627 1629 1633 rBV2 51793 63015 1.58% 0.137%
36 11.886 1664 1666 1668 rBV 87065 71717 1.80% 0.156%

37 11.915 1668 1671 1673 rVV2 118271 114093 2.86% 0.249%
38 12.004 1683 1686 1688 rBV2 144460 152417 3.82% 0.332%
39 12.615 1786 1790 1793 rVB 767341 746862 18.74% 1.627%
40 12.815 1821 1824 1825 rBV3 140528 149129 3.74% 0.325%

41 12.833 1825 1827 1830 rVB 713132 544444 13.66% 1.186%
42 12.974 1847 1851 1854 rVB2 2947456 2909146 72.98% 6.338%
43 13.157 1880 1882 1886 rVB2 103467 125067 3.14% 0.272%
44 13.192 1886 1888 1890 rVB2 68023 50760 1.27% 0.111%
45 13.221 1891 1893 1896 rBVY 86946 75650 1.90% 0.165%

46 13.651 1963 1966 1972 rVB2 246925 243304 6.10% 0.530%
47 13.857 1997 2001 2008 rVB3 592483 685230 17.19% 1.493%
48 14.027 2022 2030 2033 rBV2 989103 1246224 31.26% 2.715%
49 14.051 2033 2034 2042 rVB 278344 191313 4._80% 0.417%

50 14.304 2074 2077 2080 rVB 66660 57141 1.43% 0.124%
51 14.409 2093 2095 2097 rVB 54579 42452 1.06% 0.092%
52 14.486 2104 2108 2114 rBV2 469155 677640 17.00% 1.476%
53 14.533 2114 2116 2119 rVVv2 47523 47862 1.20% 0.104%
54 14.933 2182 2184 2188 rVB2 59025 56601 1.42% 0.123%

55 15.068 2203 2207 2210 rBV 193378 296219 7.43% 0.645%

56 15.127 2214 2217 2219 rVV 196532 209941 5.27% 0.457%
57 15.151 2219 2221 2228 rVB3 146793 240153 6.02% 0.523%
58 15.374 2255 2259 2265 rVB 118708 169701 4._.26% 0.370%
59 15.433 2265 2269 2275 rVB 169642 224583 5.63% 0.489%
60 15.503 2276 2281 2284 rBV 581617 770568 19.33% 1.679%

61 15.709 2313 2316 2323 rVB2 57060 76763 1.93% 0.167%
62 15.945 2351 2356 2360 rBV 130037 182060 4._.57% 0.397%
63 15.998 2361 2365 2373 rVv4 74759 145112 3.64% 0.316%

64 16.068 2373 2377 2382 rVB4 43965 72067 1.81% 0.157%
65 16.456 2439 2443 2448 rVB2 45352 81258 2.04% 0.177%
66 16.750 2489 2493 2500 rVB7 29727 48630 1.22% 0.106%
67 16.968 2525 2530 2538 rBV2 75152 180198 4._.52% 0.393%
68 17.045 2540 2543 2552 rVB3 37948 82195 2.06% 0.179%
69 17.145 2556 2560 2565 rVB6 32257 60813 1.53% 0.132%
70 17.286 2581 2584 2591 rVB7 52457 97283 2.44% 0.212%

71 17.415 2602 2606 2616 rVB2 56869 111980 2.81% 0.244%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100417\
Data File : BF099069.D

Aca On : 4 Oct 2017 16:19

Operator : SJ/JU

Sample : 15610-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - 0 Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF092317.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 17.550 2623 2629 2636 rBV7 61187 165316 4.15% 0.360%
73 17.639 2637 2644 2656 rVB5 241832 613223 15.38% 1.336%
74 17.886 2680 2686 2694 rBv4 100125 268715 6.74% 0.585%
75 18.127 2718 2727 2745 rVB2 529518 1350444 33.88% 2.942%

76 18.362 2759 2767 2781 rBV2 74771 259585 6.51% 0.566%
77 18.586 2801 2805 2819 rVB2 37306 118104 2.96% 0.257%

Sum of corrected areas: 45898413
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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\BF100417\

BF099069.D

4 Oct 2017 16:19

SJ/Ju

15610-02

5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF099069.D

5.49

5.09

6.64

6.50 7.02

7.43

6.86

7.52

0
Time-->

5.50

T
5.00

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000
8.0

A

0

TIC: BF099069.D

10.69

9.90

9.61

9.09/| 9.36 9. -93.0.1cm)14

12.97

Time--> 8.00

10.00

11.50

8.50

9.50

10.50 11.00

1
9.00

12.00 12.50 13.00

13.50

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF099069.D

1
1571139807 1646 16.751619TU14.29.47.

18.13

7.64
18.3618.59

14.00

17.00

14.50 15.00 15.50 16.00 16.50

17.50

18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100417\
Data File : BF099069.D

Aca On : 4 Oct 2017 16:19

Operator : SJ/JU

Sample : 15610-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 7

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

2.16 7.05 ng 307321 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 35
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
4 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 16
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 12 (2.157 min): BF099069.D (-7) (-) m/z 73.10 100.00%
73.1
5000 43.0
55.0 87.1
2.20 2.30 2.40 2.50 2.60
N NN RO N TN NN m/z 43.00  35.99%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000
43.0 2.20 2.30 2.40 2.50 2.60
550 87.0 m/z 55.00 27.69%
29.0 ‘ ‘
0 N 1 ‘\ ‘ !
I S UL SRR UL SURILL SUREL SULILL IO SO UL B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
73.0
220 2.30 2.40 2.50 2.60
5000 m/z 87.10 25.41%
43.0
ol 20 150 290 53.0 63.0 88.0
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #4436: Pentane, 3-methoxy- R Amas R R
73.0 2.20 2.30 2.40 2.50 2.60
m/z 41.00 11.91%
5000
45.0
29.0
o ‘ “‘\ 5.0 i 101.0
m/z--> O 10 20 30 40 50 60 70 8 90 100 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100417\
Data File : BF099069.D

Aca On : 4 Oct 2017 16:19

Operator : SJ/JU

Sample : 15610-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 unknown3.42 Concentration Rank 17

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

3.42 3.12 ng 135968 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (SY-(+)-1.2-Propanediol 76 C3H802 004254-15-3 43
2 R-(-)-1.2-propanediol 76 C3H802 004254-14-2 9
3 Propvlene Glvcol 76 C3H802 000057-55-6 9
4 Formamide 45 CH3NO 000075-12-7 7
5 2,3-Butanediol 90 C4H1002 000513-85-9 4

Abundance Scan 227 (3.422 min): BF099069.D (-225) (-) m/z 45.00 100.00%
44.0
5000 \\\\\“_k
e T
61.0 3.00 3.20 3.40 3.60 3.80
o..,....,....,....,....,....,....,..3.9.',9:15 e 2 e b || M/Z 43.00 18.82%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #946: (S)-(+)-1,2-Propanediol
45.0
5000
3.00 3.20 3.40 3.60 3.80
m/z 61.00 6.04%
o 14.019.0 260°%0 390 |, 55.0 61.0 75.0
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
45.0
300 320 340 3.60 380
5000 m/z 44.00 5.30%
29.0
. 14,0190 39.0 55.0 61.0 76.0
T T T e e e e e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #938: Propylene Glycol
45.0 3.00 3.20 3.40 3.60 3.80
m/z 57.10 3.20%
5000
29.0
. 140190 77 390 550610 76.0
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 | | 3.00 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100417\
Data File : BF099069.D

Aca On : 4 Oct 2017 16:19

Operator : SJ/JU

Sample : 15610-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

5.09 17.38ng 757528 1,4-Dichlorobenzene-da 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

"1 2-Pentanone. 4-hvdroxv-d-methyl- 116 C6H1202 000123-42-2 64

000540-88-5 39
001116-98-9 17

2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2

4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9
Abundance Scan 511 (5.092 min): BF099069.D (-507) (-) m/z 43.00 100.00%

43.0
59.0
5000
101.0 S .
| 83.0 480 5.00 5.20 5.40
Y N1 et A UM m/z 59.00 57.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA L L L L L L LB L L
480 5.00 5.20 5.40
59.0 m/z 101.00 19.80%
101.0
27\9\ L . ‘ 70.0 83'0 ,
S T NP A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
R e RREEE B
57.0 4.80 5.00 5.20 5.40
5000 m/z 58.00 15.38%
20.0 101.0
ol 120 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester A R S
59.0 480 5.00 5.20 5.40
m/z 41.00 8.69%
5000 41.0
o Wl 730 1260 1450
R ERARA R R s B e A RARARARARSEeS B AR e B S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100417\
Data File : BF099069.D

Aca On : 4 Oct 2017 16:19

Operator : SJ/JU

Sample : 15610-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 4 unknown6.64 Concentration Rank 1

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

6.64 88.44 ng 3853940 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 774 (6.639 min): BF099069.D (-768) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 PSP SRS SRS R
40.0 54.0 J 6.40 6.60 6.80 7.00
bt -|-|.'.8,19. NN m/z 68.10 37.27%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 LI I AL L UL
6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 33.01%
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
132.0
640 6.60 6.80 7.00
5000 67.0 m/z 66.00 22.95%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl A E e L R
57.0 132.0 6.40 6.60 6.80 7.00
240 m/z 69.10 14 _.45%
5000 9go 1160
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l SN} GV | E——
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100417\
Data File : BF099069.D

Aca On : 4 Oct 2017 16:19

Operator : SJ/JU

Sample : 15610-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Tetradecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.80 2.54 ng 165737 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Tridecane. l-iodo- 310 C13H271 035599-77-0 83
3 Tridecane 184 C13H28 000629-50-5 76
4 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 72
5 Hexadecane 226 C16H34 000544-76-3 72
Abundance Scan 1481 (10.798 min): BF099069.D (-1477) (-) m/z 57.10 100.00%
57.1
5000 85.1
| | ue1 s 1831 10.40 10.60 10.80 11.00 11.20
0 Y R 1 O Y O B m/z 43.05 68.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #59880: Tetradecane
57.0
5000 85.0 R DU DL L B
mmmmmmnmnm
29.0 m/z 71.10 66.03%
0 Ly, 30 1410 169.0 1980
m/z--> 25 Jo éo 85 160 150 140 160 180 200 220 240 2éo 280 360
Abundance
57.0
10.40 10.60 10.80 11.00 11.20
5000 85.0 m/z 85.10 42 .68%
28.0
1130 1550 1830 310.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48835: Tridecane R
57.0 10.40 10.60 10.80 11.00 11.20
m/z 41.00 30.59%
5000
85.0
29.0
o | Loy 80 1410 1840
m/z--> 2'0 4'0 6|0 8|0 1c')o 12'0 140 160 180 2(')0 220 240 2('30 280 3(')0 10. 40 10 60 10 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100417\
Data File : BF099069.D

Aca On : 4 Oct 2017 16:19

Operator : SJ/JU

Sample : 15610-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Octadecanal Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

13.65 3.90 ng 243304 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 Oxirane. tetradecvl- 240 C16H320 007320-37-8 91
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
4 Oxirane. heptadecvl- 282 C19H380 067860-04-2 87
5 Hexadecanal 240 C16H320 000629-80-1 87

Abundance . Scan 1966 (13.651 min): BF099069.D (-1963) (-) m/z 57.00 100.00%

51.0 82.0
5000

3041 13.40 13.60 13.80 14.00
m/z 43.10 95.08%

o 138.1  180.1206.1230.1 2782

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #117606: Octadecanal
43.0 82.0

-

13.I40 13!60 13.I80 14.IOO
m/z 82.05 78.39%

5000

o 137.0 166.0 194.0 222.0 250.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance

41.0 82.0

-

13.40 13.60 13.80 14.00
5000 m/z 55.05 63.99%

109.0
. 138.0 182.0208.0 240.0

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

s

Abundance #117617: Oxirane, hexadecy!- T
13.40 13.60 13.80 14.00
m/z 96.05 53.51%
o 138.0 1650  208.0  250.0

) T T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100417\
Data File : BF099069.D

Aca On : 4 Oct 2017 16:19

Operator : SJ/JU

Sample : 15610-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.86 11.00 ng 685230 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
4 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
5 Carbonic acid, octadecyl 2,2,2-t... 444 C21H39CI1303 1000314-56-3 91
Abundance Scan 2002 (13.862 min): BF099069.D (-1997) (-) m/z 57.05 100.00%
57.0
97.0
5000
| 13.60 13.80 14.00 14.20
0! m/z 43.10 82.62%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
55,0
5000 LN SIS BRI SULRL AU
Bmmmmmmm
m/z 83.10 67.72%
0 19Q‘ 1h \ “ H \H\ m J h \ 1820 2240 2660
m/z--> 50 60 2éo 360 3%0 460
Abundance
57.0
97.0 U PSR BN SURIUR SR
13.60 13.80 14.00 14.20
5000 m/z 97.05 64 .06%
oL 260 139.0 177 92100 2550 356.0
R UL UL UL UL UL LN SRR SR
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester B RN R B S
57.0 13.60 13.80 14.00 14.20
97.0 m/z 55.00 63.83%
h /’J;_//L_AA
169.0
oL260] | | ‘H 1380 || 2109 2550 406.0
m/z--> 5'0 1(')0 150 200 25'30 3(')0 3&1;0 4(')0 13. 60 13. 80 14. 00 14. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100417\
Data File : BF099069.D

Aca On : 4 Oct 2017 16:19

Operator : SJ/JU

Sample : 15610-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Heptadecyl heptafluorobutyrate Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.49 10.88 ng 677640 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
2 Behenic alcohol 326 C22H460 000661-19-8 93
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
5 Eicosyl pentafluoropropionate 444 C23H41F502 1000351-80-8 91

Abundance Scan 2109 (14.492 min): BF099069.D (-2104) (-) m/z 57.05 100.00%
510 g71
5000
AR L SO B
39.1 254.1 14.20 14.40 14.60 14.80
oL Akl Jl.‘jf.#,‘ w2262 o m/z 83.10 85.58%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57.0
97.0
5000 L B UL SULLE R
14.20 14.40 14.60 14.80
m/z 97.10 83.16%
o) M— \wlw e l‘\ I\‘\I i I?I-IG?IOI - |2|3§|0 : ?8|3|0| e ?’3:4:0
m/z--> 50 100 150 200 250 300 350 400
Abundance
430 830
14.20 14.40 14.60 14.80
5000 m/z 43.05 79.99%
125.0
0 167.0 210.0 280.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol I AEEREE TS
580 oo, 14.20 14.40 14.60 14.80
' m/z 55.10 76.23%
” WLM
ol190 | ‘J 1390 1000 2240 266.0
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80

8270-BF092317.M Thu Oct 05 15:30:12 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100417\
Data File : BF099069.D

Aca On : 4 Oct 2017 16:19

Operator : SJ/JU

Sample : 15610-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Octacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.13 5.45 ng 209941 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Tetracosane 338 C24H50 000646-31-1 90
3 Docosane 310 C22H46 000629-97-0 87
4 Eicosane 282 C20H42 000112-95-8 87
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 2218 (15.133 min): BF099069.D (-2214) (-) m/z 57.05 100.00%
57.0
5000 A~«vﬁNWﬂAkw~wA«hW,V_mUﬂA,wﬂ
| et 14.80 15.00 15.20 15.40
41.1 183 2 225.1 268 1 . ) . )
o...‘,l”“f Wt i O SN m/z 71.10 75.70%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 U SRR B BN B
14.80 15.00 15.20 15.40
99.0 m/z 43.05 64 .46%
o 27.0 h [ H , 141.0 1830 2250 281.0 337.0 394.0
m/z--> 55 100 1%0 200 250 360 350
Abundance
57.0
14.80 15.00 15.20 15.40
5000 m/z 85.10 57 .45%
99.0
0 27.0 141. 0 183.0 225.0 267.0 309.0338.0
m/z--> 55 160 150 260 250 360 3éo
Abundance #153222: Docosane L R B B o
57.0 14.80 15.00 15.20 15.40
m/z 55.00 22.34Y%
99.0
0l270 | | ||, 1410 1830 2250 267.0 310.0
m/z--> 55 160 150 200 250 360 3éo ' 14%0 1500 1520 1520

8270-BF092317.M Thu Oct 05 15:30:13 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100417\
Data File : BF099069.D

Aca On : 4 Oct 2017 16:19

Operator : SJ/JU

Sample : 15610-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Octacosanol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.15 6.23 ng 240153 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosanol 410 C28H580 000557-61-9 76
2 n-Tetracosanol-1 354 C24H500 000506-51-4 64
3 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 59
4 Tricosvl heptafluorobutvrate 536 C27H47F702 1000351-83-4 46
5 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 43
Abundance Scan 2221 (15.151 min): BF099069.D (-2219) (-) m/z 97.10 100.00%
55.0 [97.1
5000
‘ 91 a1 00 a6 14180 15,00 1520 1540
Ol gt ol Ll ddhd g W B, 8161 Tn/z 83.05  98.24%
m/z--> 50 100 150 200 250 300 350
Abundance #215904: Octacosanol
57.0
97.0
5000 U S UL B B B
mmmmmmmm
m/z 55.00 87.53%
0 27,0 | \H \M M i ‘Ff'ol 181.0 222.0252.0 292.0322.0 362.0392.0
m/z--> 55 100 1%0 260 2%0 360 3éo '
Abundance
57.0 97.0
14,80 15.00 15.20 15.40
5000 m/z 69.00 85.52%
27,0 {390 181.0 222.0252.0 308.0337.0
m/z--> 55 160 150 200 250 360 3%0 '
Abundance #185169: Heptadecy! trifluoroacetate R B .
57.0 14.80 15.00 15.20 15.40
97.0 m/z 111.10 60.34%
5000
oL 270] ‘ | | 1259 160 soorsno 230 s
m/z--> 55 160 150 260 2%0 360 3éo ' 1480 1500 1520 1§40 '

8270-BF092317.M Thu Oct 05 15:30:13 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100417\
Data File : BF099069.D

Aca On : 4 Oct 2017 16:19

Operator : SJ/JU

Sample : 15610-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Perylene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.37 4.40 ng 169701 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pervlene 252 C20H12 000198-55-0 97
2 Benzolklfluoranthene 252 C20H12 000207-08-9 96
3 Benzolelpvrene 252 C20H12 000192-97-2 96
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 95
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 90
Abundance Scan 2258 (15.368 min): BF099069.D (-2255) (-) m/z 252.10 100.00%
259.1
5000
125.0
2240 15.00 15.20 15.40 15.60
0 41.0 71.0 100.0 149.0174.0200.0: 327.1 n/z 25010 29 76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #104214: Perylene
252.0
5000
15.00 15.20 15.40 15.60
125.0 m/z 253.10 24 .59%
0l17.0 50.0 74.0 99.0 150.0174.0200.0224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
252.0
15.00 15.20 15.40 15.60
5000 m/z 125.00 19.60%
126.0
o 74.0 99.0 200.0224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #104217: Benzo[e]pyrene L B e R
252.0 15.00 15.20 15.40 15.60
m/z 126.00 15.40%
5000

5.0
momo%odJummmmmMMOJ

R A S oniaiil | N —— R e S GE

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15.00 15.20 15.40 15.60

8270-BF092317.M Thu Oct 05 15:30:14 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100417\
Data File : BF099069.D

Aca On : 4 Oct 2017 16:19

Operator : SJ/JU

Sample : 15610-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Hexadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.94 4.73 ng 182060 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Hexacosane 366 C26H54 000630-01-3 90
3 Heneicosane 296 C21H44 000629-94-7 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Nonadecane 268 C19H40 000629-92-5 83

Abundance Scan 2355 (15.939 min): BF099069.D (-2351) (-) m/z 57.05 100.00%

57.0

5000 85.0

Hr

[’l 14111691 2111 266.1 15.60 15.80 16.00 16.20
oL, ..]p | B v e N G m/z 71.05  70.84%
m/z--> 50 100 150 200 250 300 350
Abundance #83028: Hexadecane

a1
~l
o

5000 85.0 T TTTT LELELILE LB TT T T
1560 15.80 16.00 16.20
m/z 43.05 56.18%
oL 20 || ﬂl 1410169019702260
AR e
mz--> 50 100 150 200 250 300 350
Abundance
57.0
R
15.60 15.80 16.00 16.20
5000 85.0 m/z 85.05 45.90%
29.0 :
. 1130141.0160.0197.0225.0253.0 205.0323.0  367.0
T e e Y e T
mz--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane e e R m e
57.0 15.60 15.80 16.00 16.20
m/z 55.05 23.22%
85.0
5000
29.0 13 0
ol L [ 1410169.0107.0225.0253.0 _296.0
R A b e e e
mz--> 50 100 150 200 250 300 350 1560 15.80 16.00 16.20

8270-BF092317.M Thu Oct 05 15:30:15 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100417\
Data File : BF099069.D

Aca On : 4 Oct 2017 16:19

Operator : SJ/JU

Sample : 15610-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Behenic alcohol Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.00 3.77 ng 145112 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 93
2 1-Heneicosanol 312 C21H440 015594-90-8 90
3 Dichloroacetic acid. tridecvl ester 310 C15H28C1202 1000280-48-3 87
4 n-Nonadecanol-1 284 C19H400 001454-84-8 68
5 Cycloeicosane 280 C20H40 000296-56-0 62

Abundance Scan 2365 (15.998 min): BF099069.D (-2361) (-) m/z 83.05 100.00%

.0

5000
153.1 183.1 213.1 9470 280.1 326.1 15.60 15.80 16.00 16.20 16.40
0 m/z 97.05 93.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166292: Behenic alcohol
55.0

5000 TT T T[T T I T [T T T T[T T TT[TT
15. 60 15. 80 16 00 16. 20 16. 40
0.0 m/z 57.00 90.85%
0 I 167.0 196.0 224.0 252.0 280.0 308.0
S ARARRRIAY
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55,0 83.0
R B
15.60 15.80 16.00 16.20 16.40
5000 111.0 m/z 43.00 83.63%
29.0
o 1390 167.0 196.0  238.0 266.0 294.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #152609: Dichloroacetic acid, tridecyl ester A B o
43.0 15.60 15.80 16.00 16.20 16.40

69.0 m/z 55.00 81.60%

5000 9r.0

125.0 154.0 182.0

o.HPWN:ﬂ e =

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15. 60 15. 80 16 00 16. 20 16. 40

8270-BF092317.M Thu Oct 05 15:30:16 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100417\
Data File : BF099069.D

Aca On : 4 Oct 2017 16:19

Operator : SJ/JU

Sample : 15610-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 unknownl7.29 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
17.29 2.52 ng 97283 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-1sopropenvl-4.8a-dimethvl-4a.5... 218 C15H220 086917-79-5 41
2 Caparratriene 206 C15H26 1000374-08-7 38
3 2.10-Bornanediol. exo- 170 C10H1802 001925-39-9 35
4 1.4-Methanoazulene-9-methanol. d... 222 C15H260 001139-17-9 25
5 1-[3,3-Dimethyl-2-(3-methyl-buta... 222 C14H2202 1000189-12-6 22
Abundance Scan 2585 (17.292 min): BF099069.D (-2581) (-) m/z 95.00 100.00%
.0

5000

17.00 17.20 17.40 17.60
m/z 191.15 59.96%

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75932: 6-Isopropenyl-4,8a-dimethyl-4a,5,6,7,8,8a-hexahydr...
.0

17.00 17.20 17.40 17.60
m/z 67.00 43.31%

5000 41.0 67.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41.0 69.0 95.0
121.0 LINLENLI BNLINL LI LI L L L
17.00 17.20 17.40 17.60
5000 m/z 109.05 42 .24%
163.0
191.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #37931: 2,10-Bornanediol, exo- I AEEREE TS
108.0 17.00 17.20 17.40 17.60
m/z 107.10 42 _.01%
41.0
5000 67.0
TR s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.00 17. 20 17. 40 17. 60

8270-BF092317.M Thu Oct 05 15:30:16 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100417\
Data File : BF099069.D

Aca On : 4 Oct 2017 16:19

Operator : SJ/JU

Sample : 15610-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 unknownl7.55 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.55 4.29 ng 165316 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Androst-5-ene.l-acetoxv-16.17-di... 386 C25H3803 294866-91-4 14
2 1.4-Bis(2-benzimidazolvDbutane 290 C18H18N4 004746-56-9 11
3 1H-Pvrrolol2.3-blpvridine. 3.3"-... 276 C17H16N4 023709-49-1 11
4 2-(3-1sopropvl-6a.10b-dimethvl-7... 394 C27H3802 1000188-94-9 10
5 Benzimidazole, 2-ethyl-1-propyl- 188 C12H16N2 024103-02-4 10
Abundance Scan 2629 (17.550 min): BF099069.D (-2623) (-) m/z 43.00 100.00%
43.0
105.0 1450
5000 2131
20 295.2 2.2 LRSI U SR BRI
8?' ‘ 38|1'241‘|"'3 17.20 17.40 17.60 17.80
o i m/z 57.00 68.73%
m/z--> 50 100 150 200 250 300 350 400
Abundance #205824: Androst-5-ene, 1-acetoxy-16,17-dimethyl-20-oxo-
43.0
5000 L B BB B SR
17.20 17.40 17.60 17.80
99.0 2150 m/z 105.00 67.89%
L Ll 10 100”0 a0 0
m/z--> 50 100 150 200 250 300 350 400
Abundance
145.0
17.20 17.40 17.60 17.80
5000 m/z 145.00 63.26%
92.0 290.0
0 41.0 ' 218.0248.0
m/z--> 55 160 150 200 250 300 3%0 460
Abundance #124412: 1H-Pyrrolo[2,3-b]pyridine, 3,3-methylenebis[2-me.. R e EEEE
145.0 17.20 17.40 17.60 17.80
m/z 107.00 59.53%
5000
103.0 276.0
44.0 ‘
m/z--> 50 100 150 2m 250 3m 350 400 ﬂ%ﬂ%ﬂmﬂ%

8270-BF092317.M Thu Oct 05 15:30:17 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100417\
Data File : BF099069.D

Aca On : 4 Oct 2017 16:19

Operator : SJ/JU

Sample : 15610-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 16 unknownl7.64 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.64 15.92 ng 613223 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Cvcloproplelazulene. la.2.3.4... 204 C15H24 000489-40-7 38
2 1.1.4a-Trimethvl-5.6-dimethvlene... 204 C15H24 1000193-60-8 38
3 1l.4-Methanoazulen-9-o0l. decahvdr... 222 C15H260 000465-24-7 30
4 Kaura-9(11).16-dien-18-oic acid.... 300 C20H2802 022338-67-6 25
5 Coumarin, 3,4-dihydro-4,4,6,8-te... 204 C13H1602 249629-60-5 25
Abundance Scan 2644 (17.639 min): BF099069.D (-2637) (-) m/z 133.05 100.00%
13
204.2
55.0
95, 285.2
5000
409.3 ' 17.40 17.60 17.80 18.00
0 A m/z 204.20 79.78%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64574: 1H-Cycloprop[e]azulene, 1a,2,3,4,4a,5,6,7b-octahyd...
161.0 204.0
41.0 105.0
5000
17.40 17.60 17.80 18.00
m/z 107 .05 68.85%
o Ao
m/z--> 50 100 150 200 250 300 350 400
Abundance
204.0
40 0 1380 17,40 17.60 17.80 18.00
5000 m/z 55.00 67.33%
173.0
L L UL WL L WL S B S MWANMWMN/\meAMWWf
m/z--> 50 100 150 200 250 300 350 400
Abundance #79494: 1,4-Methanoazulen-9-ol, decahydro-1,5,5,8a-tetrame... R EEEES
41.0 88 204.0 17.40 17.60 17.80 18.00
119.0 m/z 69.00 58.50%
5000
161.0
0 JFLJ'“le" U DALY SN SR RO AR B BN B
m/z--> 50 100 150 200 250 300 350 400 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100417\
Data File : BF099069.D

Aca On : 4 Oct 2017 16:19

Operator : SJ/JU

Sample : 15610-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 17 unknownl7.89 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.89 6.97 ng 268715 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1.4a-Trimethvl-5.6-dimethvlene... 204 C15H24 1000193-60-8 47
2 1H-Cvcloproplelazulene. l1la.2.3.4... 204 C15H24 000489-40-7 46
3 Naphthalene. 1.2.3.5.6.7.8.8a-0c... 204 C15H24 004630-07-3 46
4 1.2.4.8-Tetramethvlbicvclol6.3.0... 204 C15H24 137235-51-9 45
5 Naphthalene, decahydro-4a-methyl... 204 C15H24 017066-67-0 43

Abundance Scan 2687 (17.892 min): BF099069.D (-2680) (-) m/z 204.20 100.00%

2

5000
287.2

-

411.3 17.60 17.80 18.00 18.20

o T B m/z 135.05 59.98%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64407: 1,1,4a-Trimethyl-5,6-dimethylenedecahydronaphthalene
204.0
41.0 91.0 133.0
5000 LIS L L L L L L
17.60 17.80 18.00 18.20
“ J m/z 133.10 59.50%
ol el
m/z--> 50 100 150 200 250 300 350 400
Abundance
105.0 161.0 204.0
41.0 T T
17.60 17.80 18.00 18.20
5000 m/z 69.05 48 .56%
74.0
O e L o e o o o o e e o o B N LA e s o o o o o o B
m/z--> 50 100 150 200 250 300 350 400
Abundance #64546: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-dimet... e  RRRES BEm
161.0 204.0 17.60 17.80 18.00 18.20
41.0 m/z 107.00  43.46%
5000 9.0
ng.o
m/z--> 50 100 150 200 250 300 350 400 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100417\
Data File : BF099069.D

Aca On : 4 Oct 2017 16:19

Operator : SJ/JU

Sample : 15610-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 18 6,10-Dimethyl-3-(1-methylet... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.13 35.05 ng 1350440 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6.10-Dimethvl-3-(1l-methvlethvlid... 206 C15H26 069239-71-0 64
2 Guaia-9.l1l1-diene 204 C15H24 1000374-19-8 60
3 Allvl i1onone 3 232 C16H240 1000284-92-9 56
4 _gamma.-Elemene 204 C15H24 029873-99-2 44
5 Naphthalene, decahydro-4a-methyl... 204 C15H24 017066-67-0 43
Abundance Scan 2728 (18.133 min): BF099069.D (-2718) (-) m/z 109.05 100.00%
: 205.2
55.0
5000
17.80 18.00 18.20 18.40
ok, m/z 95.05 95 .38%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66220: 6,10-Dimethyl-3-(1-methylethylidene)-1-cyclodecene
41.0 82.0
121.0
5000 LR AR SRR UL B
17.80 18.00 18.20 18.40
630 206.0 m/z 205.15  92.94%
L “u |
T : |" | AN L UL UL S
m/z--> 50 00 200 250 300 350 400
Abundance
93.0
189.0
17.80 18.00 18.20 18.40
5000{ 41 o 133.0 m/z 81.00 84 .65%
OIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII \’V/\AJR‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #87749: Allyl ionone 3 R aam e
69.0 149.0 17.80 18.00 18.20 18.40
' m/z 107 .05 80.35%
107.0
5000 189.0
\ t ‘ 232.0
0..‘|‘.{‘.‘ ﬂnm JH\ l — s S a s Lo
m/z--> 50 100 250 300 350 400 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100417\
Data File : BF099069.D

Aca On : 4 Oct 2017 16:19

Operator : SJ/JU

Sample : 15610-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 20 unknownl18.59 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
18.59 3.07 ng 118104 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. cvano-. (l-methvlet... 139 C6H9N30 004974-42-9 25
2 2.6.6.10-Tetramethvl-undeca-8.10... 236 C15H2402 098419-16-0 12
3 Eicosane 282 C20H42 000112-95-8 11
4 2-Amino-4-methvl-3-pvridinol 124 C6H8N20 020348-18-9 10
5 Decane, 3-bromo- 220 C10H21Br 030571-71-2 10
Abundance Scan 2806 (18.592 min): BF099069.D (-2801) (-) m/z 71.00 100.00%
71.0 124.1
95.0 290.1
411
5000 47.0
1711 205.1
18120 18.40 18.60 18.80 19.00
0 m/z 124.05 91.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #17742: Acetic acid, cyano-, (1-methylethylidene)hydrazide
124.0
71.0
96.0
5000
18.20 18.40 18.60 18.80 19.00
m/z 95.05 72.30%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 71.0
95.0 LRI AR SR I
141.0 18.20 18.40 18.60 18.80 19.00
5000 m/z 290.10 69.82%
o 119.0 165.0 193.0 236.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129493: Eicosane
57.0 18.20 18.40 18.60 18.80 19.00
m/z 57.00 67.62%
5000 85.0
29 o 282.0
0 “...“..w...w...w...w...w..”,.”.,.”. ”k?zﬁ?.??ﬁ?n..pn.., S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1820 1840 1860 1880 1900
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100417\
Data File : BF099069.D

Acq On : 4 Oct 2017 16:19

Operator : SJ/JU

Sample : 15610-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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]
Butane, 2-methoxy... 2.16 7.0 ng 307321 1 6.86 871571 20.0
unknown3 .42 3.42 3.1 ng 135968 1 6.86 871571 20.0
2-Pentanone, 4-hy... 5.09 17.4 ng 757528 1 6.86 871571 20.0
unknown6 .64 6.64 88.4 ng 3853940 1 6.86 871571 20.0
Tetradecane 10.80 2.5 ng 165737 4 11.39 1307370 20.0
Octadecanal 13.65 3.9 ng 243304 5 14.03 1246220 20.0
1-Heneicosanol 13.86 11.0 ng 685230 5 14.03 1246220 20.0
Heptadecyl heptaf... 14.49 10.9 ng 677640 5 14.03 1246220 20.0
Octacosane 15.13 5.5 ng 209941 6 15.50 770568 20.0
Octacosanol 15.15 6.2 ng 240153 6 15.50 770568 20.0
Perylene 15.37 4.4 ng 169701 6 15.50 770568 20.0
Hexadecane 15.94 4.7 ng 182060 6 15.50 770568 20.0
Behenic alcohol 16.00 3.8 ng 145112 6 15.50 770568 20.0
unknownl17.29 17.29 2.5 ng 97283 6 15.50 770568 20.0
unknownl17 .55 17 .55 4.3 ng 165316 6 15.50 770568 20.0
unknownl7 .64 17.64 15.9 ng 613223 6 15.50 770568 20.0
unknownl17.89 17.89 7.0 ng 268715 6 15.50 770568 20.0
6,10-Dimethyl-3-(... 18.13 35.0 ng 1350440 6 15.50 770568 20.0
unknownl18.59 18.59 3.1 ng 118104 6 15.50 770568 20.0
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