LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122217\
Data File : BF101670.D

Acq On : 22 Dec 2017 22:50

Operator : SJ/JU

Sample : 16966-02 10X

Misc :

ALS Vial : 22 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:\HPCHEMI1\BNA_F\METHODS\8270-BF121417 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 4.998 492 495 505 rBvV 24375 45702 3.93% 0.471%
2 5.416 563 566 587 rBV 159145 359776 30.91% 3.708%
3 6.439 737 740 758 rBY 199142 398511 34.24%  4.107%
4 6.563 758 761 767 rBV 325941 385690 33.14% 3.975%
5 6.786 795 799 810 rBV 957323 935009 80.33% 9.635%
6 6.945 823 826 834 rBvY 238947 270084 23.20% 2.783%
7 7.363 894 897 914 rBvV 122181 223368 19.19% 2.302%
8 8.069 1013 1017 1024 rBV 1222149 1163991 100.00% 11.995%
9 9.139 1196 1199 1207 rBV 452896 393729 33.83% 4.057%
10 9.527 1261 1265 1272 rBV7 40280 80607 6.93% 0.831%
11 9.680 1287 1291 1293 rBVv4 25182 31928 2.74% 0.329%
12 9.722 1295 1298 1300 rVB 39322 31978 2.75% 0.330%
13 9.822 1312 1315 1324 rVB2 1263189 1138026 97.77% 11.727%
14 10.069 1354 1357 1365 rBV8 21502 30487 2.62% 0.314%
15 10.145 1365 1370 1372 rBV5 28322 41382 3.56% 0.426%
16 10.222 1379 1383 1387 rBV5 56033 69491 5.97% 0.716%

17 10.457 1418 1423 1426 rBV 90002 116885 10.04% 1.205%
18 10.622 1448 1451 1457 rBV2 150255 190011 16.32% 1.958%
19 10.722 1464 1468 1472 rBV 210718 227260 19.52% 2.342%
20 11.186 1544 1547 1551 rBV 249363 257772 22.15% 2.656%

21 11.316 1565 1569 1575 rBV 1083956 1004374 86.29% 10.350%
22 11.539 1604 1607 1610 rBV 156685 167880 14.42% 1.730%
23 12.486 1766 1768 1772 rBV2 216315 229908 19.75% 2.369%
24 12.868 1831 1833 1836 rBV 261673 277559 23.85% 2.860%
25 12.898 1836 1838 1841 rVB 282869 231874 19.92% 2.389%

26 13.974 2018 2021 2025 rVB 543843 511728 43.96% 5.273%
27 16.498 2446 2450 2458 rVB 497828 888974 76.37% 9.161%

Sum of corrected areas: 9703984
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122217\
Data File : BF101670.D

Acq On = 22 Dec 2017 22:50

Operator : SJ/JU

Sample : 16966-02 10X

Misc :

ALS Vial :© 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEMI\BNA_F\METHODS\8270-BF121417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF101670.D
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122217\
Data File : BF101670.D

Acq On : 22 Dec 2017 22:50

Operator : SJ/JU

Sample : 16966-02 10X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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 unknown6.56 Concentration Rank 2

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

6.56 8.25 ng 385690 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 760 (6.557 min): BF101670.D (-758) (-) m/z 132.00 100.00%
132
68
5000
40 5 8 9|6 06 J 6.20 6.40 6.60 6.80
0 AN N - | R m/z 68.00 52.76%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.20 6.40 6.60 6.80
2 51 m/z 66.00 34.33%
0'"|"Lﬂﬁlw'l'l”j?"”lf"'l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 6.20 6.40 6.60 6.80
5000 gg 116 m/z 134.00 32.98%
158 189
R S B S S UL W BRI
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole R
132 6.20 6.40 6.60 6.80
m/z 69.10 21.59%
5000
104
ol 14 27 39 1 77 g | us ‘
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122217\
Data File : BF101670.D

Acq On : 22 Dec 2017 22:50

Operator : SJ/JU

Sample : 16966-02 10X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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 3 Octacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.46 2.05 ng 116885 Acenaphthene-d10 9.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 86
2 Tetratetracontane 619 C44H90 007098-22-8 86
3 Decane, 2-methyl- 156 Cl11H24 006975-98-0 83
4 Eicosane 282 C20H42 000112-95-8 80
5 Pentadecane 212 C15H32 000629-62-9 80
Abundance Scan 1424 (10.463 min): BF101670.D (-1418) (-) m/z 57.05 100.00%
57
97 U ISR BN SUNRA B
j 155187 10.20 10.40 10.60 10.80
[QLNNBSE B P17 P i S m/z 71.10 49.53%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane
57
5000 LR SR B SR B
mmmmmmmm
m/z 43.10 46 .67%
0 26 ‘ h\H , 141 183 225 281 337 394
m/z--> 6 §0 160 1%0 200 250 300 350 460 4éo 560 séo 660
Abundance
57
11020 10.40 10.60 10.80
5000 m/z 85.10 31.47%
97
oL 26 141 183 225 267 309 351 393 435 491 535 574 617
m/z--> 6 §0 160 1%0 200 250 300 350 400 4éo 560 séo 660
Abundance #28431: Decane, 2-methyl- AR A B EEEEas B
43 10.20 10.40 10.60 10.80
m/z 41.10 26.47%
5000
85
2 | 141
m/z--> (I) 50 1(')0 1&1;0 200 250 300 350 400 4&'30 5(')0 séo 6(|)O 10. 20 10 40 10. 60 10 80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122217\
Data File : BF101670.D

Acq On : 22 Dec 2017 22:50

Operator : SJ/JU

Sample : 16966-02 10X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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 Decane, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.72 4.53 ng 227260 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane, 2-methyl- 156 C11H24 006975-98-0 87
2 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 86
3 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 80
4 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 74
5 Tridecane, 1l-iodo- 310 C13H271 035599-77-0 72

Abundance Scan 1468 (10.722 min): BF101670.D (-1464) (-) m/z 57.05 100.00%

57
71
43
5000
85

99 113 183 10.40 10.60 10.80 11.00
127141155169 °° 198 219 : : ' :
Ol el 4 m/z 71.10 67.37%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #28432: Decane, 2-methyl-
5000 71 LA L L L L L L LB |
10.40 10.60 10.80 11.00
29 a5 m/z 43.10 52.81%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 57
e
71 10.40 10.60 10.80 11.00
5000 m/z 85.10 25.53%
85
113
o 99 127141154169182197210225239253268
e s T
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #71407: Dodecane, 2,7,10-trimethyl- B e
57 10.40 10.60 10.80 11.00
71 m/z 41.10 22.71%
43
5000
o Ll ‘ 99 113127 141 155169 183197
I N
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122217\
Data File : BF101670.D

Acq On : 22 Dec 2017 22:50

Operator : SJ/JU

Sample : 16966-02 10X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 5 Heptacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

11.19 5.13 ng 257772 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Octacosane 394 C28H58 000630-02-4 86
3 Dodecane, 1-iodo- 296 C12H251 004292-19-7 86
4 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 86
5 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 86

Abundance Scan 1548 (11.192 min): BF101670.D (-1544) (-) m/z 57.10 100.00%

57
5000 85

10.80 11.00 11.20 11.40 11.60

| 141160 183
0..-,'| L llJ.J..,l‘?o...,2.”..2.42]....,....,...., m/z 71.10 74.95%
miz--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000 LA B L L L L L L L LB
85 10,80 11.00 11.20 11.40 11.60
m/z 43.10 51.44%
29
A 141 169 197 225 253 281 323 351 380
A Y O O e Y
miz--> 50 100 150 200 250 300 350
Abundance
57
S
10.80 11.00 11.20 11.40 11.60
5000 o m/z 85.10 42.85%
29
o 113 141 169 197 225 253 281 309 337 365 394
SN/ A A0S P A e ML SSRGS S e
miz--> 50 100 150 200 250 300 350
Abundance #140552: Dodecane, 1-iodo- A e e AR ma
57 10.80 11.00 11.20 11.40 11.60
m/z 41.10 23.07%
5000 85
29 155
0 \J l L ‘1:}3\ ‘ \183
- e S
mz--> 50 100 150 200 250 300 350 10,80 11.00 11.20 11.40 11.60
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEMI\BNA_F\DATA\BF122217\
BF101670.D

22 Dec 2017 22:50

SJ/JU

16966-02 10X

22 Sample Multiplier: 1

= C:\DATABASE\NIST11.L

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Bacchotricuneatin c Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
11.54 3.34 ng 167880 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bacchotricuneatin c 342 C20H2205 066563-30-2 96
2 Tridecane 184 C13H28 000629-50-5 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Tridecane, 2-methyl- 198 C14H30 001560-96-9 87
5 Tridecane, 4-methyl- 198 C14H30 026730-12-1 87

Abundance Scan 1607 (11.539 min): BF101670.D (-1604) (-) m/z 57.10 100.00%
57
5000 85
113 145 11:20 11.40 11.60 11.80
183
ol L gl L, el 2022am 263 T 6T T e
m/z--> 50 100 150 200 250 300
Abundance #178298: Bacchotricuneatin ¢
71
g5 112
5000 L BRI BRI B B
nmnmnmnm
m/z 43.10 60.63%
o H“\ Mm 1?31?1 216 245 312 342
m/z--> 55 Io 250 360
Abundance
57
11:20 11.40 11.60 11.80 |
5000 m/z 85.10 43 .49%
o 112 1141 184
m/z--> L '55' ' "160' ' "150' ' "200' - '250' B '360" -
Abundance #59882: Tetradecane I T o
57 11.20 11.40 11.60 11.80
m/z 41.10 23.67%
5000 85
29
198
ok, .“. ‘-‘."- i IJ\IJ\Il}% Ilf."l |16|9| O SN
m/z--> 50 100 150 200 250 300 nmnmnmnm
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122217\
Data File : BF101670.D

Acq On : 22 Dec 2017 22:50

Operator : SJ/JU

Sample : 16966-02 10X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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 Hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.49 4_.58 ng 229908 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 80
3 Nonadecane 268 C19H40 000629-92-5 74
4 Octadecane, 2-methyl- 268 C19H40 001560-88-9 72
5 Hexacosane 366 C26H54 000630-01-3 72
Abundance Scan 1769 (12.492 min): BF101670.D (-1766) (-) m/z 57.10 100.00%
g7
5000 g5
4
113 226 SRR BRI BN B
134 211 12.20 12.40 12.60 12.80
0 II| ey 163 180195 244 265 288 306 n/z 71.10 62 150
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83026: Hexadecane
57
5000 4 85 LN BRI ISR UL R
nmnmnmnm
113 m/z 43.10 49.23%
0 “\ (1N H‘ \‘ Il 1‘\\11 L 169 197 226
m/z--> ﬁo 45 eb éo 100 150 140 160 180 200 220 240 2éo 280 360
Abundance
57
112.20 12,40 12,60 12.80
5000 m/z 85.10 36.09%
41 85
113
ol 26 141 168183198 205 253 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117636: Nonadecane I EAmEmEEE RS
57 12.20 12.40 12.60 12.80
m/z 55.10 28.70%
5000 4 85
13 268
L2 et e LA \
m/z--> ﬁo 45 eb éo 100 150 150 160 180 200 220 240 260 280 360 12. 20 12. 40 12. 60 12. 80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122217\
Data File : BF101670.D

Acq On : 22 Dec 2017 22:50

Operator : SJ/JU

Sample : 16966-02 10X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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 28-Nor-17.alpha.(H)-hopane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.50 20.00 ng 888974 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 28-Nor-17.alpha. (H)-hopane 398 C29H50 053584-60-4 56
2 _.beta.-iso-Methyl ionone 206 C14H220 1000285-40-2 49
3 28-Nor-17.beta.(H)-hopane 398 C29H50 036728-72-0 45
4 Baccharane 414 C30H54 036441-74-4 42
5 Anthracene, 9-dodecyltetradecahy... 360 C26H48 055401-75-7 42
Abundance Scan 2450 (16.498 min): BF101670.D (-2446) (-) m/z 191.20 100.00%
191
0% > ~/\\w~\_fLJA/\“,vN/\\_~_“ﬁ
T 123 163 LR SRR BN SUN
41 16.20 16.40 16.60 16.80
218 397
o 259 286 322 348369 597419 n/z 95 .10 40 _79%
m/z--> 50 100 150 200 250 300 350 400
Abundance #211536: 28-Nor-17.alpha.(H)-hopane
191
5000 L BN UL UL UL
109 137 16:20 16,40 16.60 16.80
217 m/z 81.10 32.80%
G T
oL .|....H‘.‘.“.”‘.k.‘.“.l‘l‘.‘...‘l...luuuulluuu“.‘l....
m/z--> 50 100 150 200 250 300 350 400
Abundance
191
16,20 16.40 16.60 16.80
5000/ 28 m/z 69.10 30.46%
135 163
. 95 ’\/\\“/\/\j\m/\m“
e L L L UL UL SR S
m/z--> 50 100 150 200 250 300 350 400
Abundance #211535: 28-Nor-17.beta.(H)-hopane B B A Eame
191 16.20 16.40 16.60 16.80
m/z 123.10 24 _96%
5000
109 oc
398
sl o g
O e R A e
m/z--> 50 100 150 200 250 300 350 400 16.20 16,40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122217\
Data File : BF101670.D

Acq On : 22 Dec 2017 22:50

Operator : SJ/JU

Sample : 16966-02 10X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .56 6.56 8.3 ng 385690 1 6.79 935009 20.0
Octacosane 10.46 2.0 ng 116885 3 9.82 1138030 20.0
Decane, 2-methyl- 10.72 4.5 ng 227260 4 11.32 1004370 20.0
Heptacosane 11.19 5.1 ng 257772 4 11.32 1004370 20.0
Bacchotricuneatin c 11.54 3.3 ng 167880 4 11.32 1004370 20.0
Hexadecane 12.49 4.6 ng 229908 4 11.32 1004370 20.0
28-Nor-17.alpha.(-... 16.50 20.0 ng 888974 6 15.44 888974 20.0
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