LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF042919\
Data File : BF114021.D

Acq On 29 Apr 2019 13:39

Operator : JU/SJ

Sample : K2576-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 2.187 13 17 29 rvB 198056 292770 7.12% 0.888%
2 5.510 578 582 600 rBV 1409617 1447317 35.19%  4.388%
3 6.516 749 753 764 rVB 1040515 940841 22.88% 2.852%
4 6.663 773 778 781 rBV 2979603 2683232 65.24% 8.135%
5 6.892 813 817 821 rBV 923622 749396 18.22% 2.272%
6 7.051 840 844 847 rBV 2800947 2370912 57.65% 7.188%
7 7.451 907 912 915 rBV 2013902 1947150 47.34% 5.903%
8 8.175 1031 1035 1041 rBV 992189 939305 22.84% 2.848%
9 8.833 1144 1147 1151 rBv4 31021 52753 1.28% 0.160%
10 9.010 1173 1177 1182 rVB7 32783 59827 1.45% 0.181%

11 9.245 1212 1217 1220 rBV 4284055 3937397 95.74% 11.937%
12 9.827 1312 1316 1320 rBV6 37791 61626 1.50% 0.187%
13 9.922 1329 1332 1336 rBV 1291519 1175941 28.59% 3.565%
14 10.710 1462 1466 1481 rBV 2435232 2631824 63.99% 7.979%
15 11.410 1581 1585 1588 rBV 1212194 1109469 26.98% 3.364%

16 11.945 1670 1676 1687 rBV 1672382 1879602 45.70% 5.698%
17 12.639 1789 1794 1802 rBV3 109796 237722 5.78% 0.721%
18 12.739 1803 1811 1828 rVV 2950462 4112732 100.00% 12.469%
19 12.992 1850 1854 1858 rBV 3822241 3935477 95.69% 11.931%
20 14.068 2033 2037 2046 rVB 965655 892978 21.71% 2.707%

21 14.568 2117 2122 2127 rVB2 43653 55123 1.34% 0.167%
22 14.892 2174 2177 2181 rVB 78299 73374 1.78% 0.222%
23 15.239 2232 2236 2244 rVB 92545 115825 2.82% 0.351%
24 15.586 2290 2295 2299 rBV 706096 924359 22.48% 2.802%
25 15.627 2299 2302 2308 rVB 106819 143828 3.50% 0.436%

26 16.074 2373 2378 2383 rBV 80756 122301 2.97% 0.371%
27 16.592 2461 2466 2477 rVB2 48681 91836 2.23% 0.278%

Sum of corrected areas: 32984917
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF042919\

BF114021.D

29 Apr 2019 13:39

JussJ

K2576-01

6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA_F\METHODS\8270-BF042219 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

TIC: BF114021.D

6.66
7.05

7.45

5.51

6.52 6.89

0
Time-->

I
4.50 5.00

| T
5.50 6.00

Abundance

4000000

3000000

2000000

1000000

TIC: BF114021.D

12.74

10.71

11.94

8.17

8.839.01 L

0
Time-->

12.50 13.00

11.50

12.00

11.00

T
9.50 10.00 10.50

Abundance

4000000

3000000

2000000

1000000

TIC: BF114021.D

14.07
15.59

.63 16.07

1457 14.89 15.24
A N

16.59

0
Time-->

R
13.50

I T
17.50 18.00 18.50

16.50

17.00

15.50 16.00

15.00

14.00 14.50

8270-BF042219.

M Tue Apr 30 16:29:22 2019 Page: 2




Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042919\
Data File : BF114021.D

Acq On 29 Apr 2019 13:39

Operator : JU/SJ

Sample : K2576-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

2.19 7.81 ng 292770 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 64
2 Silane, tetramethyl- 88 C4H12Si 000075-76-3 35
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 Borane, dimethoxy- 74 C2H7B02 004542-61-4 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 18 (2.193 min): BF114021.D (-13) (-) m/z 73.00 100.00%
7B
5000
43
55 87
36 | 2.20 2.30 2.40 2.50 2.60
SN NN WU A TSN NN m/z 43.00 30.56%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
43 2.20 2.30 2.40 2.50 2.60
- 87 m/z 87.00 26.28%
0 "'I"”I""I"'Hhﬁ?"hhj'??'”"?%'§?H'l"l"w'l"'}P}”'l
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
73
2.20 2.30 2.40 2.50 2.60
5000 m/z 55.00 21.58%
43
0 2 15 29 36 53 59 66 88
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #4436: Pentane, 3-methoxy-
7B 2.20 2.30 2.40 2.50 2.60
m/z 71.10 12.19%
5000
45
29
0 ‘ 3‘9“\ » 67 | 101 | A
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:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042919\
Data File : BF114021.D

Acq On 29 Apr 2019 13:39

Operator : JU/SJ

Sample : K2576-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 unknown6.66 Concentration Rank 2

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

6.66 71.61 ng 2683230 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
3 Xenon 132 Xe 007440-63-3 9
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 777 (6.657 min): BF114021.D (-773) (-) m/z 132.00 100.00%
5000 68
20 g 54 | 75 T 640 660 6.80 7.00
o....,...::'!..4.8,::..?%:.'.|,..':'.,..5.‘?,....,.':..,.1.1.5.,....,'.~..,.. m/z 68.00 42.84%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 o7 IS LRSS SRS UL L
a1 97 6.40 6.60 6.80 7.00
53 2 17 m/z 134.00 32.33%
0 34 “‘ ‘\ . 61\“\‘ L1 89 [, 103110 124
miz--> T 4 0 8 70 8 9 100 110 130 Do 10
Abundance
132
640 6.60 6.80 7.0
5000 m/z 66.00 27 .33%
63 81
mz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14560: Xenon A
132 6.40 6.60 6.80 7.00
m/z 69.00 17.54%
5000
66
0"”I'”'I”"P"W"”I'”'I”"P"W"”I'”'I}%§l"'" IS LRSS SRS UL LR
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042919\
Data File : BF114021.D

Acq On 29 Apr 2019 13:39

Operator : JU/SJ

Sample : K2576-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.95 33.88 ng 1879600 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Octadecanoic acid 284 C18H3602 000057-11-4 87
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 1677 (11.951 min): BF114021.D (-1670) (-) m/z 73.00 100.00%

3
43 5
5000

157171185 L L e B e
143 199 11. 60 11. 80 12. 00 12 20

0 284 m/z 59.95  68.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 90
5000 129 L L LI L N N B B

11,60 11.80 12.00 12.20
m/z 43.00 62.30%

213
‘J‘L" 143157171185199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 &

11. 60 11. 80 12. 00 12.20

5000 m/z 57.05 57 .35%
29
129
87 115 171 214
101 143157 | 185
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid B RE R e e R
3 73 11.60 11.80 12.00 12.20

m/z 55.00 50.98%

5000 129
143157171

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042919\
Data File : BF114021.D

Acq On 29 Apr 2019 13:39

Operator : JU/SJ

Sample : K2576-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Aspidospermidin-17-ol, 1l-ac... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.64 4.29 ng 237722 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Aspidospermidin-17-ol, l-acetyl-_.. 414 C23H30N205 002122-26-1 87
2 cis-Vaccenic acid 282 C18H3402 000506-17-2 53
3 Methacrylic acid, tetradecyl ester 282 C18H3402 1000340-29-0 53
4 Oleic Acid 282 C18H3402 000112-80-1 53
5 5-Tetradecene, (E)- 196 C14H28 041446-66-6 53
Abundance Scan 1794 (12.639 min): BF114021.D (-1789) (-) m/z 69.00 100.00%
' 12.40 12.60 12.80 13.00
o} m/z 55.00 89.25%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217201: Aspidospermidin-17-ol, 1-acetyl-19,21-epoxy-15,16..
9
138
5000 97 IR B N SR B
12.40 12.60 12.80 13.00
m/z 41.00 73.87%
160
0! :!-\IMH\HM\ " “\ 2?2 370 414
m/z--> 50 100 150 200 250 300 350 400
Abundance
55
' 12.40 12.60 12.80 13.00
5000 83 m/z 83.00 64.71%
111
29
. 137 165 193 222 20%5g,
mz-> 50 100 150 200 250 300 350 400
Abundance #129373: Methacrylic acid, tetradecy! ester T T T
69 12.40 12.60 12.80 13.00
a1 m/z 43.00 58.84%
5000 97 Jl¥
m/z--> 50 100 150 200 250 300 350 400 12.40 12,60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042919\
Data File : BF114021.D

Acq On 29 Apr 2019 13:39

Operator : JU/SJ

Sample : K2576-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Octadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.74 92.11 ng 4112730 Chrysene-di12 14 .07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 74
3 n-Decanoic acid 172 C10H2002 000334-48-5 58
4 Pentadecanoic acid 242 C15H3002 001002-84-2 53
5 Hexadecane 226 C16H34 000544-76-3 25
Abundance Scan 1811 (12.739 min): BF114021.D (-1803) (-) m/z 73.00 100.00%
7B
43
5
5000 129

12.40 12.60 12.80 13.00

0 m/z 43.05 76.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73
43 57
129
5000 28 284 L L L L L L B |
12.40 12.60 12.80 13.00
m/z 60.00 72.43%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43 R R e A BAREEREmE
57 12.40 12.60 12.80 13.00
5000 12 m/z 57.05 65.78%
29 185 228

87
101115 143157171 199,54

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39470: n-Decanoic acid R R ey
60 12.40 12.60 12.80 13.00
m/z 55.00 59.24%
41
5000 129
2
‘ 101115 | 143, 172
0 .l‘..‘iu..l“ L, M o ‘H ..‘....%.57..l.................,....,.... P T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12. 60 12. 80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042919\
Data File : BF114021.D

Acq On 29 Apr 2019 13:39

Operator : JU/SJ

Sample : K2576-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 Octadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.24 2.51 ng 115825 Perylene-d12 15.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2236 (15.239 min): BF114021.D (-2232) (-) m/z 57.05 100.00%

85

5000
183 211 267 302 15.00 15.20 15.40 15.60
0 m/z 71.00 88.85%
m/z--> 50 100 150 200 250 300 350 400
Abundance #105886: Octadecane
57
5000 85 T
15.00 1520 15.40 15.60
m/z 43.00 63.71%
29 113 141
T O e L T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
R B B
15.00 15.20 15.40 15.60
5000 85 m/z 85.05 59.51%
113 141
0 29 169 197 225 253 281 309 337 365 393 422
e et S e e & I
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane T T
57 15.00 15.20 15.40 15.60
m/z 55.00 23.69%
5000 85
29 113
oL T, | | ;141 169 197 225 253 295 323 367
L e B B e T e R B B
m/z--> 50 100 150 200 250 300 350 400 15.00 1520 15.40 15.60

8270-BF042219.M Tue Apr 30 16:29:28 2019 Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042919\
Data File : BF114021.D

Acq On 29 Apr 2019 13:39

Operator : JU/SJ

Sample : K2576-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.07 2.65 ng 122301 Perylene-di12 15.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Pentacosane 352 C25H52 000629-99-2 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2377 (16.068 min): BF114021.D (-2373) (-) m/z 57.00 100.00%
57
85
5000
13 14 ' 15.80 16.00 16,20 16.40
169 197 : : : :
o...,-.J..-.1|,!l PV ORI S m/z 71.05 75.93%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194494: Hexacosane
57
5000 85 L BB SO BRI U
mmmmmmmm
113 m/z 85.00 59.54Y%
0 2‘9 ‘H ‘\ \Hw \‘h ‘\‘ H‘ u‘ 1?1 169 197 225 253 295 366
m/z--> §o 160 1éo 260 2éo 360 3%0 460
Abundance
57
' 15.80 16.00 16,20 16.40
5000 g5 m/z 43.00 56.75%
29
o 113 141 169 197 225 253 281 309 337 365 394
m/z--> §o 160 1%0 260 2éo 360 3%0 460
Abundance #219831: Triacontane AR EREEE RS
57 15.80 16.00 16.20 16.40
m/z 55.05 22.88%
-~ ] N/kV4JW¢WMWVWj\M“qM*VMhWNNV
113 141
NEIRES |77, 141 169 197 225 253 281 309 337 365 393 422
m/z--> §o 160 1éo 260 250 360 350 460 1580 1600 1620 1640
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF042919\
Data File : BF114021.D

Acq On 29 Apr 2019 13:39

Operator : JU/SJ

Sample : K2576-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_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... 2.19 7.8 ng 292770 1 6.89 749396 20.0
unknown6 .66 6.66 71.6 ng 2683230 1 6.89 749396 20.0
n-Hexadecanoic acid 11.95 33.9 ng 1879600 4 11.41 1109470 20.0
Aspidospermidin-1... 12.64 4.3 ng 237722 4 11.41 1109470 20.0
Octadecanoic acid 12.74 92.1 ng 4112730 5 14.07 892978 20.0
Octadecane 15.24 2.5 ng 115825 6 15.59 924359 20.0
Hexacosane 16.07 2.6 ng 122301 6 15.59 924359 20.0
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