LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF092217\

Data File : BF098724.D

Aca On : 23 Sep 2017 4:21 Instrument :
Operator : SJ/JU BNA_F

Sample - 15340-04 ClientSampleld :
Misc : LT-TS-004

ALS Vial : 23 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-BF092117.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 2.240 23 26 46 rVB2 97922 238908 7.94% 0.767%
2 5.157 518 522 531 rBV 460017 545247 18.13% 1.752%
3 5.545 583 588 592 rBY 2854156 2955948 98.29% 9.496%
4 6.210 698 701 704 rBV 33584 30671 1.02% 0.099%
5 6.545 753 758 762 rBVY 2647337 2964620 98.58% 9.524%
6 6.698 779 784 787 rBVY 3218495 3007224 100.00% 9.660%
7 6.928 819 823 827 rVB 1175153 912222 30.33% 2.930%
8 7.086 846 850 853 rBVY 2655226 2257113 75.06% 7.251%
9 7.486 913 918 921 rBVY 1883299 1815533 60.37% 5.832%
10 7.551 925 929 933 rVB 29360 31745 1.06% 0.102%

11 8.210 1037 1041 1044 rBV 1500088 1184499 39.39%% 3.805%
12 9.286 1218 1224 1227 rBV 3199550 2992406 99.51% 9.613%
13 9.674 1286 1290 1293 rBV 424061 357176 11.88% 1.147%
14 9.886 1322 1326 1331 rVB 42660 39982 1.33% 0.128%
15 9.963 1336 1339 1343 rVB 1235197 1139507 37.89%% 3.661%

16 10.386 1408 1411 1414 rVB 83422 60899 2.03% 0.196%
17 10.604 1442 1448 1451 rBV3 19734 33087 1.10% 0.106%
18 10.751 1466 1473 1476 rBV 1771247 1522712 50.64% 4.892%
19 10.857 1489 1491 1501 rVB 81286 86177 2.87% 0.277%
20 11.310 1564 1568 1570 rBV 38705 35421 1.18% 0.114%
21 11.451 1588 1592 1595 rBV 1147352 949109 31.56% 3.049%
22 11.474 1595 1596 1598 rVB 88439 43425 1.44% 0.139%
23 11.927 1670 1673 1675 rBV2 39069 34001 1.13% 0.109%

24 11.968 1675 1680 1688 rVB3 325867 371336 12.35% 1.193%
25 12.662 1794 1798 1808 rBV 174615 252739 8.40% 0.812%

26 12.751 1810 1813 1818 rBV2 150098 154523 5.14% 0.496%
27 12.845 1827 1829 1832 rBV 86527 70886 2.36% 0.228%
28 12.892 1834 1837 1840 rVB 127912 109391 3.64% 0.351%
29 13.033 1857 1861 1864 rBV 2483506 2076644 69.06% 6.671%
30 13.492 1937 1939 1944 rVB3 33740 30982 1.03% 0.100%

31 13.551 1944 1949 1952 rBV2 79497 84827 2.82% 0.272%
32 13.915 2009 2011 2016 rBV2 228574 237908 7.91% 0.764%
33 14.086 2036 2040 2043 rBV 964280 926049 30.79% 2.975%
34 14.109 2043 2044 2051 rVB 69029 61553 2.05% 0.198%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF092217\

Data File : BF098724.D

Aca On : 23 Sep 2017 4:21 Instrument :
Operator : SJ/JU BNA_F

Sample - 15340-04 ClientSampleld :
Misc - LT-TS-004

ALS Vial : 23 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-BF092117 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.245 2062 2067 2070 rBV2 49832 64764 2.15% 0.208%
36 14.551 2115 2119 2125 rBV 193440 214537 7.13% 0.689%
37 14.862 2169 2172 2178 rVB3 42540 52078 1.73% 0.167%
38 14.939 2182 2185 2189 rBV 64167 64985 2.16% 0.209%
39 15.009 2194 2197 2205 rVB 218946 249881 8.31% 0.803%
40 15.139 2215 2219 2222 rBV2 54999 85847 2.85% 0.276%

41 15.209 2227 2231 2232 rVV 162165 158171 5.26% 0.508%
42 15.233 2232 2235 2243 rVB 339949 414345 13.78% 1.331%
43 15.456 2269 2273 2279 rBV2 32078 58563 1.95% 0.188%
44 15.515 2280 2283 2287 rVB 39843 50686 1.69% 0.163%
45 15.580 2289 2294 2302 rBVY 592121 826022 27.47% 2.654%

46 15.809 2329 2333 2338 rBVY 80591 112208 3.73% 0.360%
47 16.056 2370 2375 2379 rBV 163879 238103 7.92% 0.765%
48 16.103 2379 2383 2389 rVB3 79483 125082 4.16% 0.402%
49 16.486 2444 2448 2456 rVB9 54945 87172 2.90% 0.280%
50 16.886 2511 2516 2523 rVB4 59062 118815 3.95% 0.382%

51 17.197 2565 2569 2575 rVB3 59019 109295 3.63% 0.351%
52 17.274 2578 2582 2591 rVB9 45839 105798 3.52% 0.340%

53 17.697 2648 2654 2666 rVB4 136940 319055 10.61% 1.025%
54 18.550 2793 2799 2803 rBVS 24689 59513 1.98% 0.191%

Sum of corrected areas: 31129390
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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\BF092217\

BF098724.D

23 Sep 2017 4:21

SJ/Ju

15340-04

23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF098724.D
70
5.55

6.55 7.09

7.49

6.93

5.16

0

Time-->

5.00

5.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF098724.D

13.03

10.75

8.21

9.96 11.45

9.67

9.8 1@&§5

| S

01—

Time--> 8.00

T
13.00 13.50

9.50

10.00

8.50

1 I I
9.00 10.50 11.00 11.50 12.00 12.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF098724.D

14.09

17.70

16.49 16.89 17427 18.55

Time-->

14.00

18.50 19.00

17.50 18.00

16.00 16.50 17.00

14.50

15.00 15.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\
Data File : BF098724.D

Aca On : 23 Sep 2017 4:21

Operator : SJ/JU

Sample = 15340-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092117_.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 9

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

2.24 5.24 ng 238908 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2-Methvl-5-hexen-3-o0l 114 C7H140 032815-70-6 47
3 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 25
4 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 23
5 Boronic acid, ethyl-, dimethyl e... 102 C4H11BO2 007318-82-3 12

Abundance Scan 26 (2.240 min): BF098724.D (-23) (-) m/z 72.95 100.00%
74.0
5000 43.0
55.0 87.0
‘ 2.20 2.30 2.40 2.50 2.60
Ol prr et e e || M7z 43.00  39.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 AU UL IO AN AR
43.0 2.20 2.30 2.40 2.50 2.60
550 87.0 m/z 55.05 29.30%
29.0
0 I ‘ !
'W"”I'”'I”"P"W"”I'”'I”"P"W"”I'”'I”"P'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
73.0
450 5.0 2.20 2.30 2.40 2.50 2.60
5000 ' m/z 87.05 23.20%
27.0
15.0
mz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #8363: 3-Hexanol, 2-methyl-
55.0 73.0 2.20 2.30 2.40 2.50 2.60
m/z 71.00 12.65%
5000
43.0
0 \3‘1\'0 L i . 830 97.0 115.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 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\BF092217\
Data File : BF098724.D

Aca On : 23 Sep 2017 4:21

Operator : SJ/JU

Sample = 15340-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092117_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.16 11.95 ng 545247 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 522 (5.157 min): BF098724.D (-518) (-) m/z 43.00 100.00%
43.0
59.0
5000
1010 480 500 520 540
Ot et 720 830 h/z 59.00  55.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A A I RN
59.0 480 500 520 540
0
150 4, 1010 m/z 101.00 17.26%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540
5000 41.0 m/z 58.00 16.33%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime R R R
43.0 4.80 5.00 5.20 5.40
m/z 41.10 8.60%
5000
101.0
oL 150 310 | 80690 860
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\
Data File : BF098724.D

Aca On : 23 Sep 2017 4:21

Operator : SJ/JU

Sample = 15340-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092117_.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 unknown6.70 Concentration Rank 1

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

6.70 65.93 ng 3007220 1,4-Dichlorobenzene-d4 6.93
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 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

py
Abundance Scan 784 (6.698 min): BF098724.D (-779) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 B SRR UL S
40.1 540 J 6.40 6.60 6.80 7.00
0 ..:'.,:|-.|.'.8,1-.1..!,-:.1.1‘?-?..~.,....,....,.... m/z 68.10 36.83%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 ISR LR UL SR
6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 33.14%
0""'H‘ll'H'l'l""l""l""'l""l""l""l""
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 23.21%
41.0 97.0
117.0
o 54,0 81.0
miz--> 40 60 80 100 120 140 160 180 A
Abundance #52379: Tranylcypromine-propiony! BB ELs e o
57.0 132.0 6.40 6.60 6.80 7.00
240 m/z 69.10 14.10%
5000 98.0 116.0
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| R i o R
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00

8270-BF092117.M Mon Sep 25 11:11:16 2017 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\
Data File : BF098724.D

Aca On : 23 Sep 2017 4:21

Operator : SJ/JU

Sample = 15340-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 5 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.97 7.82 ng 371336 Phenanthrene-d10 11.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Undecanoic acid 186 C11H2202 000112-37-8 87
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72

Abundance Scan 1680 (11.968 min): BF098724.D (-1675) (-) m/z 73.00 100.00%

430 730

5000 129.1

_%

97.0 213.2 I o e e

1571 185.1 256.2 1160 11.80 12.00 12.20
o] m/z 43.05 87.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid

D
o
o
I

5000 129.0 T T T
11. 60 11. 80 12. OO 12.20

83.0 256.0 m/z 60.00 82.76%
il

157.0 1850 213.0

4 |
01 S Rans
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0
LI L L L B
11.60 11.80 12.00 12.20
5000 129.0 m/z 57.05  74.59%
97.0 199.0
157.0 242.0
0 15.0 177.0 2230
L L L
m/z--> 20 40 60 80 100 120 140 160 180 =200 220 240 260
Abundance #72648: Tridecanoic acid L B B B
73.0 11.60 11.80 12.00 12.20
m/z 41.10 68.81%
43.0
5000
129.0
‘ 710 2140
ool g ALl h‘\ A Y SN N O OUOY | SO .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. OO 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\
Data File : BF098724.D

Aca On : 23 Sep 2017 4:21

Operator : SJ/JU

Sample = 15340-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092117_.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 Octadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.75 3.26 ng 154523 Phenanthrene-d10 11.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 52

Abundance Scan 1813 (12.751 min): BF098724.D (-1810) (-) m/z 43.00 100.00%

5000

12.40 12.60 12.80 13.00

0! m/z 73.00 98.78%
m/z--> 50 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid
73.0
43.0
129.0
5000 284.0
1850 2410 12.40 12.60 12.80 13.00
Hﬁ ‘ m/z 57.00 87 .34%
1.
oA L ooy [ pog |
m/z--> 50 100 150 200 250 300 350
Abundance
43.0
A B
73.0 12.40 12.60 12.80 13.00
5000 284.0 m/z 55.00 86.57%
129.0
1010 1570"°>0213.0241.0 3110 3720
(Y 9 TR i S A N -2 —
m/z--> 50 100 150 200 250 300 350
Abundance #84453: Tetradecanoic acid A W B
73.0 12.40 12.60 12.80 13.00
43.0 m/z 60.00 78.15%
5000 129.0
185.0 228.0
| \ o |
ob—— - — 77—
m/z--> 50 150 200 250 300 350 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\
Data File : BF098724.D

Aca On : 23 Sep 2017 4:21

Operator : SJ/JU

Sample = 15340-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092117_.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 n-Nonadecanol-1 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.92 5.14 ng 237908 Chrysene-di12 14.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 95
2 l1-Heneicosanol 312 C21H440 015594-90-8 94
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 n-Tetracosanol-1 354 C24H500 000506-51-4 94
5 1-Nonadecene 266 C19H38 018435-45-5 91
Abundance Scan 2012 (13.921 min): BF098724.D (-2009) (-) m/z 57.05 100.00%
57.0
83.0
5000
19911630 2001 2340 13160 1380 14,00 1420
(o} : m/z 55.00 82.09%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131391: n-Nonadecanol-1
55.0

%

5000 LA L L L L L L L L
13 60 13. 80 14. 00 14 20
m/z 43.05 81.08%
290 139.0
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0 83.0
R RERREEEE R e E
13.60 13.80 14.00 14.20
5000 111.0 m/z 83.05 76 .36%
29.0

1390 167.0 1960  238.0 266.0 294.0

%

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

Abundance #166292: Behenic alcohol e
55,0 13.60 13.80 14.00 14.20

m/z 97.05 68.43%
5000
29.0
0 5l 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 13 60 13. 80 14. 00 14 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\
Data File : BF098724.D

Aca On : 23 Sep 2017 4:21

Operator : SJ/JU

Sample = 15340-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 8 1-Dodecanol, 2-octyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.55 4.63 ng 214537 Chrysene-di12 14.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 91
2 1-Decanol. 2-octvl- 270 C18H380 045235-48-1 91
3 Oxalic acid. isobutvl pentadecvl... 356 C21H4004 1000309-38-0 91
4 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 91
5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 87
Abundance Scan 2119 (14.551 min): BF098724.D (-2115) (-) m/z 57.10 100.00%
51.1

5000

14.20 14.40 14.60 14.80

242.1
m/z 43.05 76 .96%

o 141.1 169.2 195.0 283.0 324.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #143260: 1-Dodecanol, 2-octyl-
57.0

14.20 14. 40 14. 60 14.80
111.0 m/z 71.05 60.15%

139.0 167.0 196.0 224.0 252.0 280.0

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance

57.0
T T T
14.20 14.40 14.60 14.80
5000 63.0 m/z 55.05 57.66%
29.0 111.0

1390 1680 106.0 224.0 252.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #188025: Oxalic acid, isobutyl pentadecy! ester R B .
57.0 14.20 14.40 14.60 14.80
m/z 69.00 50.08%
5000
29.0 83.0
oL L Lo 1480 18202100 %50
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.20 14. 40 14. 60 14.80

8270-BF092117.M Mon Sep 25 11:11:19 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\
Data File : BF098724.D

Aca On : 23 Sep 2017 4:21

Operator : SJ/JU

Sample = 15340-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092117_.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 Oxirane, heptadecyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.01 6.05 ng 249881 Perylene-di12 15.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. heptadecvl- 282 C19H380 067860-04-2 94
2 Octadecanal 268 C18H360 000638-66-4 91
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
4 (2)-14-Tricosenvl formate 366 C24H4602 077899-10-6 89
5 1,19-Eicosadiene 278 C20H38 014811-95-1 81
Abundance _ Scan 2197 (15.009 min): BF098724.D (-2194) (-) m/z 57.00 100.00%
5'082.0
5000
138.1 14.60 14.80 15.00 15.20 15.40
ol roel 200 2400 ML m/z 43.10  93.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #129467: Oxirane, heptadecyl-
43.0
5000 LALLM SR SUNIURN I
14.60 14.80 15.00 15.20 15.40
110.0 m/z 82.05 78.74%
oL 1380 166.0 194.0  236.0 264.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
430 820
14.60 14.80 15.00 15.20 15.40
5000 m/z 55.00 62.23%
110.0

250.0
138.0 166.0 194.0 222.0

2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #117617: Oxirane, hexadecy!- T
14.60 14.80 15.00 15.20 15.40
m/z 96.05 55.91%
5000
09.0
o 1380 1660 2080 250.0

T I T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.60 14.80 15.00 15.20 15.40

8270-BF092117.M Mon Sep 25 11:11:19 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\
Data File : BF098724.D

Aca On : 23 Sep 2017 4:21

Operator : SJ/JU

Sample = 15340-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092117_.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 Nonadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

15.21 3.83 ng 158171 Perylene-d12 15.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Triacontane 422 C30H62 000638-68-6 90
3 Octadecane. 2-methvl- 268 C19H40 001560-88-9 90
4 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87

Abundance Scan 2231 (15.209 min): BF098724.D (-2227) (-) m/z 57.05 100.00%

R e e e
99.0 14.80 15.00 15.20 15.40 15.60

T m/z 71.10 68 .03%

= J J J\JLJ/LJL

0 |y }4}1‘ _ 197.1 235.0268.1
R IR TR

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #117638: Nonadecane
57.0
5000 LIS B L B L L L L L LB

14.80 15.00 15.20 15.40 15.60
m/z 43.05 60.42%

99.0
0 \‘ ] h H A u‘ \ %4:}0 183.0 225.0 2680
i — T
m/z--> 0 50 lOO 150 200 250 300 350 400
Abundance
57.0
R o A B
14.80 15.00 15.20 15.40 15.60
5000 m/z 85.05 50.06%
99.0
o 141.0 183.0 225.0 267.0 3090 3510 4220
e T T e T T T e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #117649: Octadecane, 2-methyl- B Bl e et
57.0 14.80 15.00 15.20 15.40 15.60
m/z 55.00 22.64%
5000
99.0 225.0
020 | | 1410 1830 | 2680
L T B L L R B B
m/z--> 0 50 100 150 200 250 300 350 400 14. 80 15. 00 15 20 15. 40 15 60

8270-BF092117.M Mon Sep 25 11:11:20 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\
Data File : BF098724.D

Aca On : 23 Sep 2017 4:21

Operator : SJ/JU

Sample = 15340-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092117_.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 Behenic alcohol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.23 10.03 ng 414345 Perylene-d12 15.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 91
2 l1-Heneicosanol 312 C21H440 015594-90-8 90
3 n-Nonadecanol-1 284 C19H400 001454-84-8 72
4 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 62
5 1-Octadecanol 270 C18H380 000112-92-5 58
Abundance Scan 2235 (15.233 min): BF098724.D (-2232) (-) m/z 83.10 100.00%
55.0 831
1111
139.1 " 15.00 15.20 15.40 15.60
ol L A8 21012862 2650 | Tw/z 97.10  94.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol
550 83.0
5000 R BRI UL B B
mmmmmmmm
0.0 m/z 55.00 84 .46%
0 5ol 167.0 196.0 224.0 252.0 280.0 308.0
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
550 83.0
" 15.00 15.20 15.40 15.60
5000 111.0 m/z 69.05 80.22%
29.0

1390 167.0 1960  238.0 266.0 294.0

F

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131391: n-Nonadecanol-1 e e S R
55.0 15.00 15.20 15.40 15.60
m/z 111.10 54 _.86%
- M/L
29.0
ol 1390 168.0 1060  238.0 266.0
S Aaasasnes R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.00 15.20 15. 40 15. 60

8270-BF092117.M Mon Sep 25 11:11:21 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\
Data File : BF098724.D

Aca On : 23 Sep 2017 4:21

Operator : SJ/JU

Sample = 15340-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092117_.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 Heptadecanal Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
15.81 2.72 ng 112208 Perylene-d12 15.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecanal 254 C17H340 1000376-70-0 86
2 1.15-Hexadecadiene 222 C16H30 021964-51-2 86
3 Tetradecanal 212 C14H280 000124-25-4 86
4 Octadecanal 268 C18H360 000638-66-4 83
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 81

Abundance Scan 2333 (15.809 min): BF098724.D (-2329) (-) m/z 43.00 100.00%
43.0 82.0
5000
10.0
138.2 169.0 219.1 249.1 283.1 341.1 1540 15.60 15.80 16.00 16.20
o m/z 57.05 93.75%
m/z--> 50 100 150 200 250 300
Abundance #105849: Heptadecanal
43.0 820
5000 I U UL SRR B
15. 40 15. 60 15. 80 16. 00 16 20
09.0 m/z 82.00 83.66%
. | IST0 180020802360
m/z--> 50 100 150 B I2(I)OI B IZéOI - I3(I)OI ]
Abundance
55.0
820 15.40 15.60 15.80 16,00 16.20
5000 m/z 55.00 70.02%
29.0 110.0
0 138.0 166.0 194.0 222.0
m/z--> o ISIOI B IlCI)OI B I150I B IZOOI B I250I - I3CI)OI ]
Abundance #71297: Tetradecanal R o i o
57.0 15.40 15.60 15.80 16.00 16.20
m/z 96.05 56.68%
5000 %.0
29.0
‘ 1240 1680,
o AWy cee
m/z--> 50 100 150 200 250 300 15. 40 15. 60 15. 80 16. 00 16 20

8270-BF092117.M Mon Sep 25 11:11:22 2017

Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\
Data File : BF098724.D

Aca On : 23 Sep 2017 4:21

Operator : SJ/JU

Sample = 15340-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092117_.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 Octacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.06 5.77 ng 238103 Perylene-d12 15.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Hentriacontane 437 C31H64 000630-04-6 90
Abundance Scan 2376 (16.062 min): BF098724.D (-2370) (-) m/z 57.10 100.00%
57.1 ”
5000
990 ' 15.80 16.00 16.20 16140
41.1 207 0 : : : :
0....|,I.'. Iy £2-T 20702301 2810 340 1 st 70 56
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57.0
5000 LI SRR BURELL SULRLLN I
mmmmmmmm
99.0 m/z 85.05 57.57%
o 27‘}0“ h i \\ | }410 1830 2250 2810  337.0  394.0
m/z--> 50 100 150 260 2éo 360 3éo '
Abundance
57.0
' 15.80 16.00 16.20 1640
5000 m/z 43.05 53.70%
99.0
o 27.0 141.0 183.0 2250 267.0 309.0 380.0
m/z--> 55 160 150 200 250 360 3éo '
Abundance #175558: Tetracosane L  RRRRs Bam s
57.0 15.80 16.00 16.20 16.40
m/z 55.00 19.27%
5000
99.0
410
ol i 190 190 250 o SO
m/z--> 50 1m 1m 200 250 3m 350 mmmmmmmm

8270-BF092117.M Mon Sep 25 11:11:22 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\
Data File : BF098724.D

Aca On : 23 Sep 2017 4:21

Operator : SJ/JU

Sample = 15340-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092117_.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 Octacosanol Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

16.10 3.03 ng 125082 Perylene-di12 15.58

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosanol 410 C28H580 000557-61-9 89
2 l1-Heptacosanol 396 C27H560 002004-39-9 64
3 Heptacosvl acetate 438 C29H5802 1000351-78-2 64
4 1-Cvclopentvleicosane 350 C25H50 1000357-25-6 64
5 Behenic alcohol 326 C22H460 000661-19-8 60

Abundance Scan 2382 (16.098 min): BF098724.D (-2379) (-) m/z 83.10 100.00%

5000
25.1 Trryrrrryrrrryprrrr|rrrorr
169.1 7172 2631 15.80 16.00 16.20 16.40
o m/z 57.05 89.78%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215904: Octacosanol
57.0
97.0
5000 TT T[T T T T[T T T T[T T T T [ TTTT

15.I80 16.I00 16!20 16.I4O
m/z 97.05 89.64%

39.0
| ﬁ |, 181.0 2220 292.0 334.0 3920
AL poa o T 2eeD 290D 3940

O+ L
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0 97.0
R e R
15.80 16.00 16.20 16.40
5000 m/z 43.00 81.69%
139.0
0 181.0 222.0 264.0 306.0 378.0
T e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #224391: Heptacosy! acetate B B A Eame
43.0 15.80 16.00 16.20 16.40
97.0 m/z 55.00 78.89%
5000
39.0
ot l‘ ‘ “ﬁ | 181.0 222.0 264.0 306.0 378.0 423.0
e e e e R R
m/z--> 50 100 150 200 250 300 350 400 15.80 16.00 16.20 16.40

8270-BF092117.M Mon Sep 25 11:11:23 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\
Data File : BF098724.D

Aca On : 23 Sep 2017 4:21

Operator : SJ/JU

Sample = 15340-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092117_.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 unknownl16.49 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
16.49 2.11 ng 87172 Perylene-di12 15.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cholest-5-en-3-0l (3.beta.)-. ca... 448 C28H45CI102 007144-08-3 35
2 Cholest-5-en-3-o0l (3.beta.)-. ac... 428 C29H4802 000604-35-3 22
3 7-Dehvdrocholesterol i1socaproate 484 C33H5602 1000252-60-9 16
4 21-Acetoxvpreanenolone 374 C23H3404 000566-78-9 10
5 9-Hydroxy-3,4-dihydro-2H-1,4-eth... 247 C14H17NO3 1000311-42-8 9
Abundance Scan 2449 (16.492 min): BF098724.D (-2444) (-) m/z 43.00 100.00%
43.0
105.0
5000 213.1
353.2386.3
16.20 16.40 16.60 16.80
0 m/z 55.00 59.25%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #226814: Cholest-5-en-3-ol (3.beta.)-, carbonochloridate
43.0
368.0
5000 LI UL BRI UL B
mmmmmmmm
105.0 1450 m/z 41.00 55.68%
RENATAR -y 770 %3024 02830 3260 | | 4040 4480
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43.0
' 16.20 16.40 16.60 16.80
5000 m/z 105.00 55.57%
81.0 368.0
o 113,0147:0179 0213.0 2600 3260
m/z--> §0 160 1%0 260 250 360 3%0 400 4%0
Abundance #233365: 7-Dehydrocholesterol isocaproate I AEEREE TS
43.0 16.20 16.40 16.60 16.80
m/z 57.10 54 _76%
5000
81.0 368.0
145.0
ol Ll‘ll | ‘\l 1430, ) A77.021302470 2830 ,l, Ao S A
m/z--> 50 100 150 200 250 300 350 400 450 1620 1640 1660 1680

8270-BF092117.M Mon Sep 25 11:11:24 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\
Data File : BF098724.D

Aca On : 23 Sep 2017 4:21

Operator : SJ/JU

Sample = 15340-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092117_.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 Oxirane, hexadecyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.89 2.88 ng 118815 Perylene-di12 15.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 58
2 Oxirane. heptadecvl- 282 C19H380 067860-04-2 58
3 17-Pentatriacontene 491 C35H70 006971-40-0 45
4 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 41
5 Tetratriacontyl pentafluoropropi... 641 C37H69F502 1000351-81-5 38
Abundance Scan 2517 (16.892 min): BF098724.D (-2511) (-) m/z 57.00 100.00%
57.0
97.0
5000
278.0 e
38.0 187.0 16.60 16.80 17.00 17.20
0 o by m/z 43.05 88.83%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #117617: Oxirane, hexadecyl-
43.0 82.0
5000 LN B UL SULLS SR
16,60 16.80 17.00 17.20
40 m/z 82.00 68.27%
o ‘ ]m ' 166020802500
m/iz--> 0 50 100 150 260 2éo 300 350 400 450 '
Abundance
43.0 82.0
16.60 16.80 17.00 17.20
5000 m/z 83.00 62.03%
124.0
0 166.0 222.0264.0
m/z--> 0 50 100 150 200 250 300 350 400 450 '
Abundance #234186: 17-Pentatriacontene I AEEREE TS
57.0 16.60 16.80 17.00 17.20
97.0 m/z 97.05 57.36%
5000
.0
0154‘ |, h , 181.0223.0 267.0306.0 348.0 390.0 434.0 490.0
m/z--> 0 55 160 150 200 250 300 350 400 450 ' 16,60 16.80 17.00 17.20

8270-BF092117.M Mon Sep 25 11:11:25 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\
Data File : BF098724.D

Aca On : 23 Sep 2017 4:21

Operator : SJ/JU

Sample = 15340-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092117_.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 Hentriacontane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
17.20 2.65 ng 109295 Perylene-d12 15.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 83
2 Hexacosane 366 C26H54 000630-01-3 80
3 Tetratetracontane 619 C44H90 007098-22-8 80
4 2-methvltetracosane 352 C25H52 1000376-72-6 80
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 80
Abundance Scan 2569 (17.197 min): BF098724.D (-2565) (-) m/z 57.00 100.00%
57.0
5000
113 0 16,80 17.00 17.20 17.40 17.60
N 183.2 283.0 : : : : :
O AL B B L B R B A e e m/z 71.10 67.71%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223852: Hentriacontane
57.0
5000 AR DRI DAL BRI B
16. 80 17. oo 17. 20 17.40 17.60
1 m/z 43.10 65.44%
miz—-> 0 55 100 1éo 200 250 300 350 400 4éo 560 séo 660
Abundance
57.0
16,80 17.00 17.20 17.40 17.60
5000 m/z 85.05 49 .39%
0 1130 160.0 225 0 295 0 367 0
miz—-> 0 55 160 1éo 200 250 300 350 400 4%0 560 séo 660
Abundance #241528: Tetratetracontane A B o
57.0 16.80 17.00 17.20 17.40 17.60
m/z 41.10 18.94%
5000
130 169.0
ol A AT 17200 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0 R —
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 16. 80 17. oo 17. 20 17. 40 17.60

8270-BF092117.M Mon Sep 25 11:11:25 2017 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\
Data File : BF098724.D

Aca On : 23 Sep 2017 4:21

Operator : SJ/JU

Sample = 15340-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092117_.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 19 unknownl7.27 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
17.27 2.56 ng 105798 Perylene-di12 15.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Bromo-3-(2-bromoethvl)heptane 284 C9H18Br2 070928-47-1 45
2 1.2-Dodecanediol 202 C12H2602 001119-87-5 38
3 N.N"-Dicvclohexvl-1.2.4.5-tetraz... 276 C14H24N6 1000284-67-9 25
4 Cvclohexane. 1-(cvclohexvimethvl... 194 C14H26 054824-04-3 18
5 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-96-0 18
Abundance Scan 2581 (17.268 min): BF098724.D (-2578) (-) m/z 55.00 100.00%
540 971
5000 278.0
133.0 '
17112020 2412 3522 III||||||IIII|IIII|IIII
" | | || : 17.00 17.20 17.40 17.60
[ — . m/z 97.10 88.30%
m/z--> 50 100 150 200 250 300 350
Abundance #131526: 1-Bromo-3-(2-bromoethyl)heptane
55.0
5000 LR B SUMRL L B
17.00 17.20 17.40 17.60
97.0 m/z 43.00 74 .24%
150.
0‘ : w\l‘ ‘l“ "“‘l \Jll I\;?'IOH M\ \;77 OIZ?SIOI |24:3 |0| |2|86|.0| —
m/z--> 50 100 150 200 250 300 350
Abundance
69.0 97.0
43.0 17.00 17.20 17.40 17.60
m/ 83.00 56.19%
5000 171.0 z (
ol15:0 125.0
m/z--> 50 100 150 200 250 300 350
Abundance #124134: N,N-Dicyclohexyl-1,2,4,5-tetrazine-3,6-diamine R B E e e
43.0 830 17.00 17.20 17.40 17.60
m/z 57.00 54 .38%
5000 125.0
276.0
Lo b || ) 1650194090102%80 |
m/z--> 50 100 150 200 250 300 350 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\
Data File : BF098724.D

Aca On : 23 Sep 2017 4:21

Operator : SJ/JU

Sample = 15340-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092117_.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 _.gamma.-Sitosterol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.70 7.73 ng 319055 Perylene-di12 15.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .agamma.-Sitosterol 414 C29H500 000083-47-6 87
2 _beta.-Sitosterol 414 C29H500 000083-46-5 60
3 Cholest-5-ene. 3-ethoxv-. (3.bet... 414 C29H500 000986-19-6 41
4 17-(1.5-DimethvlhexvI)-10.13-dim... 414 C29H500 1000210-86-9 35
5 Bicyclo[2.2.1]heptane, 2-cyclopr... 176 C13H20 1000159-45-7 35
Abundance Scan 2654 (17.697 min): BF098724.D (-2648) (-) m/z 43.05 100.00%
43.0
81.0 145.1
5000
255.2 8293 35134144 L B BUMRR UL B
17.40 17.60 17.80 18.00
0’ m/z 81.00 58.46%
m/iz--> 0 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol
43.0
5000 81.0 L B BUMRR UL SR
17.40 17.60 17.80 18.00
m/z 107.00 58.08%
o) — \‘I 1 IM' y “‘l‘”.
m/iz--> 0 50 100 150 200 250 300 350 400
Abundance
43.0
17.40 17.60 17.80 18.00
5000 81.0 m/z 145.10 57.26%
145.0 150 414.0
- 329.0
o 113l | (F780 2950 589.0 381.0
m/iz--> 0 50 100 150 200 250 300 350 400
Abundance #217443: Cholest-5-ene, 3-ethoxy-, (3.beta.)- e
43.0 17.40 17.60 17.80 18.00
m/z 55.00 56.76%
5000
81.0 368.0
145.0 329.0
414.0
o ‘ HHL[H‘; 77.0 213:0247.0 53 0
m/iz--> 0 50 100 150 200 250 300 350 400 17,40 17.60 17.80 18.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF092217\

Data File : BF098724.D

Acq On : 23 Sep 2017 4:21 Instrument :
Operator : SJ/JU BNA_F

Sample - 15340-04 ClientSampleld :
Misc - LT-TS-004

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092117 .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... 2.24 5.2 ng 238908 1 6.93 912222 20.0
2-Pentanone, 4-hy... 5.16 11.9 ng 545247 1 6.93 912222 20.0
unknown6.70 6.70 65.9 ng 3007220 1 6.93 912222 20.0
n-Hexadecanoic acid 11.97 7.8 ng 371336 4 11.45 949109 20.0
Octadecanoic acid 12.75 3.3 ng 154523 4 11.45 949109 20.0
n-Nonadecanol-1 13.92 5.1 ng 237908 5 14.09 926049 20.0
1-Dodecanol, 2-oc... 14.55 4.6 ng 214537 5 14.09 926049 20.0
Oxirane, heptadecyl- 15.01 6.0 ng 249881 6 15.58 826022 20.0
Nonadecane 15.21 3.8 ng 158171 6 15.58 826022 20.0
Behenic alcohol 15.23 10.0 ng 414345 6 15.58 826022 20.0
Heptadecanal 15.81 2.7 ng 112208 6 15.58 826022 20.0
Octacosane 16.06 5.8 ng 238103 6 15.58 826022 20.0
Octacosanol 16.10 3.0 ng 125082 6 15.58 826022 20.0
unknown16.49 16.49 2.1 ng 87172 6 15.58 826022 20.0
Oxirane, hexadecyl- 16.89 2.9 ng 118815 6 15.58 826022 20.0
Hentriacontane 17.20 2.6 ng 109295 6 15.58 826022 20.0
unknownl7 .27 17.27 2.6 ng 105798 6 15.58 826022 20.0
-gamma.-Sitosterol 17.70 7.7 ng 319055 6 15.58 826022 20.0

8270-BF092117.M Mon Sep 25 11:11:27 2017 Page: 22



