LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102848.D

Acq On : 8 Feb 2018 11:42

Operator : SJ/JU

Sample - J1469-01

Misc :

ALS Vial : 5 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:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.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 2.152 7 11 20 rvB 377128 516385 10.19% 1.091%
2 5.110 511 514 523 rVB 137489 174068 3.44% 0.368%
3 5.498 575 580 584 rBV 4430319 4821787 95.17% 10.184%
4 6.510 746 752 756 rBV 4357575 5066262 100.00% 10.701%
5 6.651 771 776 780 rBV 4575069 4726341 93.29% 9.983%
6 6.881 811 815 819 rBV 1540449 1280224 25.27% 2.704%
7 7.039 838 842 845 rBV 3864766 3495083 68.99% 7.382%
8 7.445 905 911 914 rBV 3325422 3223734 63.63% 6.809%
9 8.163 1029 1033 1037 rBV 1932436 1708228 33.72% 3.608%
10 9.239 1211 1216 1219 rBV 4682929 4626790 91.33% 9.772%

11 9.316 1224 1229 1231 rVV 114255 145590 2.87% 0.308%
12 9.357 1231 1236 1238 rVB3 47747 60010 1.18% 0.127%
13 9.627 1277 1282 1285 rBV 521912 524730 10.36% 1.108%
14 9.845 1312 1319 1323 rBV 275807 310199 6.12% 0.655%
15 9.922 1328 1332 1341 rVB 1973180 1852854 36.57% 3.913%

16 10.075 1354 1358 1361 rBV2 78262 81140 1.60% 0.171%
17 10.163 1370 1373 1378 rBv4 48025 62663 1.24% 0.132%
18 10.345 1401 1404 1407 rVB 300843 234229 4.62% 0.495%
19 10.563 1437 1441 1444 rBV 86379 97365 1.92% 0.206%

20 10.710 1458 1466 1470 rBV 2804209 2988013 58.98% 6.311%

21 10.739 1470 1471 1476 rVB3 93749 98952 1.95% 0.209%
22 10.816 1481 1484 1489 rVV2 323968 322061 6.36% 0.680%
23 11.263 1557 1560 1563 rBV 117155 113183 2.23% 0.239%
24 11.292 1563 1565 1571 rVB2 51093 61994 1.22% 0.131%
25 11.410 1581 1585 1588 rBV 1893678 1718080 33.91% 3.629%

26 11.733 1635 1640 1646 rVBS8 31072 54505 1.08% 0.115%
27 11.927 1669 1673 1677 rBV 277853 267844 5.29% 0.566%
28 12.621 1788 1791 1801 rBV 86327 136931 2.70% 0.289%
29 12.710 1803 1806 1814 rBV6 46977 71680 1.41% 0.151%
30 12.992 1850 1854 1858 rBV 3644000 3872152 76.43% 8.178%

31 13.874 2001 2004 2012 rBV 335146 390709 7.71% 0.825%
32 14.021 2025 2029 2030 rBV 54645 57294 1.13% 0.121%
33 14.045 2030 2033 2037 rVV 1249225 1189794 23.48% 2.513%
34 14.510 2108 2112 2119 rBV 302072 345854 6.83% 0.730%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102848.D

Acq On : 8 Feb 2018 11:42

Operator : SJ/JU

Sample - J1469-01

Misc :

ALS Vial : 5 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:\HPCHEM1\BNA_F\METHODS\8270-BF020318_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 14.815 2160 2164 2168 rBV2 39076 58068 1.15% 0.123%

36 15.157 2218 2222 2225 rBV 351627 382311 7.55% 0.807%
37 15.527 2280 2285 2297 rVB 781116 1096631 21.65% 2.316%

38 15.751 2319 2323 2329 rBV3 66069 95468 1.88% 0.202%
39 15.992 2358 2364 2369 rBV 242334 367312 7.25% 0.776%
40 16.039 2369 2372 2378 rVV5 44541 69512 1.37% 0.147%

41 16.803 2498 2502 2509 rVB4 54364 108005 2.13% 0.228%
42 17.115 2551 2555 2561 rVB3 52834 100607 1.99% 0.212%

43 17.198 2565 2569 2576 rVB8 45429 90307 1.78% 0.191%

44 17.615 2634 2640 2650 rvVB7 83943 201216 3.97% 0.425%

45 18.680 2814 2821 2826 rBV9 31404 79704 1.57% 0.168%
Sum of corrected areas: 47345869
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_F\DATA\BF020818\

BF102848.D

8 Feb 2018 11:42

SJ/Ju

J1469-01

5 Sample Multiplier: 1

C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Abundance

4000000

3000000

2000000

1000000
.15

TIC: BF102848.D

5.50 6.56(65

511

7.04

7.45

6.88

Time-->

Oy

2.50

3.00

3.50

4.00

4.50

A
L L s s B L L L B Y H B N

5.00 5.50 6.00 6.50

Abundance

4000000

3000000

2000000

1000000

8.16

9|24

9.92

TIC: BF102848.D

10.71

11.41

12.99

o . 0 s :
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF102848.D

4000000

3000000

2000000

14.04
1000000
16.80 171720 17.62 18.68
O e e e e e e e e e e e T e e e e e e e

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102848.D

Acq On : 8 Feb 2018 11:42

Operator : SJ/JU

Sample - J1469-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.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 3

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

2.15 8.07 ng 516385 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 43
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 10

Abundance Scan 11 (2.152 min): BF102848.D (-7) (-) m/z 73.00 100.00%
7B
5000 43 /\
75 87 e e
2.20 2.30 2.40 2.50 2.60
O S8 8O L e L Tm/Z 43.00  43.76%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 55.00 30.86%
o ‘%9 35 ||| 50 ‘ 67 ||, 80
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance
73
41 55 87 2.20 2.30 2.40 2.50 2.60
5000 m/z 87.00 23.82%
29
15 67 97
e S S L S S L S SIS S UL
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2051: 1,3-Dioxolane, 2-methyl- R Ea s R aas man
73 2.20 2.30 2.40 2.50 2.60
m/z 40.95 14 _.60%
5000 43
58
0 --|----|--i‘-‘|‘----|ll--|----|----|-¥--|---‘-|----|--- R R e e
m/z--> 10 20 30 40 50 60 70 80 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\BF020818\
Data File : BF102848.D

Acq On : 8 Feb 2018 11:42

Operator : SJ/JU

Sample - J1469-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.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 Propane, 2-methyl-2-(1-meth... Concentration Rank 12

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

5.11 2.72 ng 174068 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 53
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
5 1,2-Butanediol 90 C4H1002 000584-03-2 28

Abundance Scan 514 (5.110 min): BF102848.D (-511) (-) m/z 43.00 100.00%
43
59
5000
101 IRSERRARERAREERAREE BARRE
4.80 500 520 5.40
o Bl S8l eo 8 | 777 59.00  59.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59
5000 AR AR RARAE AR
a 4.80 500 520 5.40
101 m/z 101.00 15.85%
29
0 ‘\‘\ | \‘\ 53‘\\\ 73 86 ‘
L UL SU BRI SURLELEL IR SRR UL UL SURBLELS SURILELE I B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
480 500 520 540
5000 59 m/z 58.00 15.58%
o 25 3! 37 83 gz 01
L UL SUR BRI SURLELEL IR SRR UL UL SURBLELS SURILELE I B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344 3-Hexanol, 4—methy|— LI L L L L BB |
59 480 500 520 5.40
m/z 41.00 8.00%
5000 41
31
| T
0% '|'%§'|" Jll""“l""lﬁﬁlki""i' "'I""I"'g?l""l' IR LS R UL A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102848.D

Acq On : 8 Feb 2018 11:42

Operator : SJ/JU

Sample - J1469-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.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 unknown6.65 Concentration Rank 1

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

6.65 73.84 ng 4726340 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 776 (6.651 min): BF102848.D (-771) (-) m/z 132.00 100.00%
5000 68
6 T
75 104 6.40 6.60 6.80 7.00
0 ..,....,....,...:l'!.‘.‘?,!!..‘31"'.| S 1 A M SN | N m/z 68.00 42.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 IR IS R R
6.40 6.60 6.80 7.00
3 78 m/z 134.00 33.03%
1 33 ‘
0'W'”'P'”I”J“'h'P'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
" 640 6.60 6.80 7.00
5000 m/z 66.00 29.03%
33 44 g7 105
51 60 7078 g 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LA L L L L L L B
132 6.40 6.60 6.80 7.00
m/z 69.00 16.58%
5000
104
66
o 14 27 37445158 7 1 8 97 | 15
m/z--> 10 20 30 40 50 60 70 8 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:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102848.D

Acq On : 8 Feb 2018 11:42

Operator : SJ/JU

Sample - J1469-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.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 Hexadecane Concentration Rank 10

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

9.85 3.35 ng 310199 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tetradecane 198 C14H30 000629-59-4 90
3 Tetradecane, l1l-iodo- 324 C14H29l 019218-94-1 86
4 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 78
5 Decane, 2,4-dimethyl- 170 C12H26 002801-84-5 78

Abundance Scan 1320 (9.851 min): BF102848.D (-1312) (-) m/z 57.00 100.00%
57
43
5000
127 161 9.60 9.80 10.00 10.20
o 140 204 m/z 43.00 64.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43 o
5000 & L L IR UL B
g5 9.60 9.80 10. oo 10 20
29 m/z 70.95 52.44Y%
0 ‘ L L w 99 113 127 141 155 169 183 197 226
m/z--> ﬁo Jo éo 8b 160 150 150 160 180 200 250
Abundance
57
43
71 9.60 9.80 10.00 10.20
5000 85 m/z 84.95 37.98%
29
ol 15 99 113 127 141 155 169 198
m/z--> ﬁo Jo éo 8b 160 120 140 160 180 260 250
Abundance #163874: Tetradecane, 1-iodo-
3 57 9.60 9.80 10.00 10.20
m/z 41.00 33.18%
5000 &
29 g5
oﬁwmmmmm 197
m/z--> ﬁo ' éo 50 160 150 140 160 180 200 250 9%0 980 1000 1020
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102848.D

Acq On : 8 Feb 2018 11:42

Operator : SJ/JU

Sample - J1469-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.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 Tridecane, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.82 3.75 ng 322061 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane, 2-methyl- 198 C14H30 001560-96-9 64
2 Tetradecane, 1l-iodo- 324 C14H291 019218-94-1 64
3 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 64
4 Decane, 3-methyl- 156 C11H24 013151-34-3 58
5 Heptacosane 380 C27H56 000593-49-7 53
Abundance Scan 1485 (10.822 min): BF102848.D (-1481) (-) m/z 57.00 100.00%
57
43 71
5000
183 SR BN BUNRA SUNLAA B
99 113 157 147 155 168 10.60 10.80 11.00 11.20
Ol m/z 43.00 65.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59889: Tridecane, 2-methyl-
43 57
71
5000 LRI BN BUULILN UL B
85 10,60 10.80 11.00 11.20
29 0 m/z 71.00 63.06%
0 ! h Il ‘ 11\3 127 141 155 183 198
m/z--> 20 Jo éo 8b 160 150 140 160 180 200 220
Abundance
43 57
10,60 10.80 11.00 11.20
5000 & m/z 85.05 39.12%
29 a5
oL 15 99 113 127 141 155 169 197
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83051: Dodecane, 2-methyl-6-propyl- T T
43 57 10.60 10.80 11.00 11.20
- m/z 41.00 31.61%
5000 85
99 140
o I il 113 127 | 154166 182195 206
m/z--> 20 Jo éo éo 160 150 140 160 180 200 220 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102848.D

Acq On : 8 Feb 2018 11:42

Operator : SJ/JU

Sample - J1469-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.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 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.93 3.12 ng 267844 Phenanthrene-d10 11.41
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 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 86
5 n-Decanoic acid 172 C10H2002 000334-48-5 64
Abundance Scan 1673 (11.927 min): BF102848.D (-1669) (-) m/z 43.00 100.00%
43 60 73
5000
129
7 115 213 RN RN BUNLAR I
143157171185 199 1" 227 256 11.60 11.80 12.00 12.20
(I Y m/z 59.95 95.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129
11.60 11.80 12.00 12.20
m/z 72.95 92.20%
143187171185, 213
o} T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11.60 11.80 12.00 12.20
5000 129 m/z 57.00 77 .55%
29 87
115 | 143 199 242
101 185
|15 157171 213226
m/z--> 25 Jo éo 85 160 150 150 160 180 200 220 240 2éo
Abundance #72648: Tridecanoic acid B B e
60 78 11.60 11.80 12.00 12.20
m/z 41.00 69.79%
43
5000
129
29 ‘ 415 171185 214
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\BF020818\
Data File : BF102848.D

Acq On : 8 Feb 2018 11:42

Operator : SJ/JU

Sample - J1469-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.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 9 Trichloroacetic acid, hexad... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.87 6.57 ng 390709 Chrysene-di12 14 .04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 1-Heneicosanol 312 C21H440 015594-90-8 94
4 Octacosanol 410 C28H580 000557-61-9 94
5 Behenic alcohol 326 C22H460 000661-19-8 94

Abundance Scan 2003 (13.868 min): BF102848.D (-2001) (-) m/z 57.00 100.00%

o7

83

5000

:

13.60 13.80 14.00 14.20
m/z 55.00 94.19%

0 139 157 193

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #205392: Trichloroacetic acid, hexadecy! ester
43

69

:

5000 LA L L L L L LB
13.60 13.80 14.00 14.20
125 m/z 43.05 86.83%
0 2 153 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57 83
A
13.60 13.80 14.00 14.20
5000 11 m/z 83.00 73.91%
29 139

167 195 222 250 280 308 336

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #155046: 1-Heneicosanol e e e

55 83 13.60 13.80 14.00 14.20
m/z 97.00 71.22%

5000
29
ol \ 167 196 238 266 294

Asaanseaaesieate LB e micee e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102848.D

Acq On : 8 Feb 2018 11:42

Operator : SJ/JU

Sample - J1469-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.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 10 Tetratriacontyl pentafluoro... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.51 5.81 ng 345854 Chrysene-d12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratriacontyl pentafluoropropi... 641 C37H69F502 1000351-81-5 91
2 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91
3 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 91
4 Dotriacontyl pentafluoropropionate 612 C35H65F502 1000351-81-4 91
5 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 91
Abundance Scan 2112 (14.510 min): BF102848.D (-2108) (-) m/z 57.00 100.00%
g7
e ui_m
97
UL R DU UL B
14.20 14.40 14.60 14.80
39
Oprrdy ...,.1.}..,.??.2 A9 e M/Z 43.00  68.22%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #242008: Tetratriacontyl pentafluoropropionate
57
97
5000 AN SN AN SRR
14.20 14.40 14.60 14.80
m/z 55.00 53.16%
o 26‘ ‘\‘M\WW“ 181 222 264 320 362 405 476 521 622
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
14.20 14,40 14.60 14.80
5000 97 m/z 71.00 50.68%
18 139 196227258
Obrrm o vt e P T e e e e e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #235928: Octacosyl trifluoroacetate e A o
57 14.20 14.40 14.60 14.80
m/z 69.00 42 _15%
97
5000
f39 3
ol 284 AL, 207 222 264 306 348 302 Aor 488 e
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102848.D

Acq On : 8 Feb 2018 11:42

Operator : SJ/JU

Sample - J1469-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.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 11 2-methyloctacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.16 6.97 ng 382311 Perylene-di12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methyloctacosane 408 C29H60 1000376-72-8 90
2 Hexadecane 226 C16H34 000544-76-3 87
3 Octacosane 394 C28H58 000630-02-4 87
4 Heptadecane 240 C17H36 000629-78-7 86
5 Undecane, 3-methyl- 170 C12H26 001002-43-3 80
Abundance Scan 2223 (15.162 min): BF102848.D (-2218) (-) m/z 57.00 100.00%

5000

HE

14.80 15.00 15.20 15.40

141 169 197 225

269

0 m/z 71.00 68 .40%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85 LA L L L L L L
14.80 15.00 15.20 15.40
113 m/z 43.00 59.68%
oL 2 h \ H ‘1%1 169 197 225 267 295 365 393
—rr L T
m/z--> 50 100 150 200 250 300 350
Abundance
57
A e
14.80 15.00 15.20 15.40
5000 a5 m/z 85.00 47 .53%
29
0 113 141 169 197 226
e e A
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane R A SRRAR RS S e
57 14.80 15.00 15.20 15.40
m/z 55.00 22 .99%
- 1 %/p\/\\wﬂ\“‘\wd\‘
29
ol h || | 43 141 160 197 225 253 281 309 337 365 394
T T T T e e T R e
m/z--> 50 100 150 200 250 300 350 14. 80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102848.D

Acq On : 8 Feb 2018 11:42

Operator : SJ/JU

Sample - J1469-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.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 12 Hentriacontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.99 6.70 ng 367312 Perylene-di12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Heptacosane 380 C27H56 000593-49-7 87
3 Heptadecane 240 C17H36 000629-78-7 86
4 Tridecane, 3-methyl- 198 C14H30 006418-41-3 86
5 Octacosane 394 C28H58 000630-02-4 81
Abundance Scan 2364 (15.992 min): BF102848.D (-2358) (-) m/z 57.00 100.00%
57
5000 85 AﬁLﬂwvjlwyafj\N¥~NvavM~dv
LN IR SR SR B
113 15.60 15.80 16.00 16.20 16.40
141
ol A ill Lafploterass e "m/z 70.95 65.08%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57
5000 AR AR B
85 mmmmmmmmmm
s m/z 43.00 58.90%
0 29| | || 77 141 169 197 225 253 280 309 351 379 407 436
m/z--> 55 160 1%0 260 250 360 3%0 460 !
Abundance
57
15,60 15.80 16.00 16.20 16.40
5000 m/z 84.95 44 .82%
85
o 29 113 141 169 197 205 253 281 323 351 380
m/z--> 55 160 1%0 260 250 360 3%0 460 !
Abundance #94346: Heptadecane [TT T T[T [T T [ TTrr [T
57 15.60 15.80 16.00 16.20 16.40
m/z 55.00 24 .62%
85
5000
29
m/z--> 5'0 1(')0 1&1;0 2(')0 251;0 3(')0 3&1,0 4(|)O ! 15 60 15. 80 16. oo 16 20 16. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102848.D

Acq On : 8 Feb 2018 11:42

Operator : SJ/JU

Sample - J1469-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.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 13 unknownl7.62 Concentration Rank 9

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

17.62 3.67 ng 201216 Perylene-di12 15.53

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methyl 12-acetyl-7-desoxycholate 448 C27H4405 055547-48-3 25
2 1H-1,3-Benzimidazole-6-carboxami... 255 C14H10FN30 1000350-37-6 25
3 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 16
4 _beta.-Sitosterol acetate 456 C31H5202 000915-05-9 16
5 Norflurazon 303 C12H9CIF3N30 027314-13-2 10

Abundance Scan 2641 (17.621 min): BF102848.D (-2634) (-) m/z 43.00 100.00%
43
81 105 145
5000 213
255
303 329 ML,
381 414 17.40 17.60 17.80 18.00
0 m/z 55.00 69 .55%
miz--> 50 100 150 200 250 300 350 400
Abundance #226785: Methy| 12-acetyl-7-desoxycholate
43
5000 LA B L L L L L LB
17.40 17.60 17.80 18.00
oeg m/z 57.00 66.83%
133154 370
ol \ Ay M\ \M M‘ LPIT 185 2133 | 75 316339 PO
miz--> 50 100 150 200 250 300 350 400
Abundance
145
e
17.40 17.60 17.80 18.00
5000 - m/z 81.00 57.42%
117
83
63
o 39 226
T T T e T
miz--> 50 100 150 200 250 300 350 400
Abundance #217443: Cholest-5-ene, 3-ethoxy-, (3.beta.)- L e
43 17.40 17.60 17.80 18.00
m/z 105.00 54_87%
5000 a8
81 107
‘ ‘ 145 13 329 414
I TN TS CE T B
miz--> 50 100 150 200 250 300 350 400 17.40 17.60 17.80 18.00

8270-BF020318.M Fri Feb 09 10:46:02 2018

Page: 14



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102848.D

Acq On : 8 Feb 2018 11:42

Operator : SJ/JU

Sample - J1469-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_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... 2.15 8.1 ng 516385 1 6.88 1280220 20.0
Propane, 2-methyl. .. 5.11 2.7 ng 174068 1 6.88 1280220 20.0
unknown6 .65 6.65 73.8 ng 4726340 1 6.88 1280220 20.0
Hexadecane 9.85 3.4 ng 310199 3 9.92 1852850 20.0
Tridecane, 2-methyl- 10.82 3.8 ng 322061 4 11.41 1718080 20.0
n-Hexadecanoic acid 11.93 3.1 ng 267844 4 11.41 1718080 20.0
Trichloroacetic a... 13.87 6.6 ng 390709 5 14.04 1189790 20.0
Tetratriacontyl p... 14.51 5.8 ng 345854 5 14.04 1189790 20.0
2-methyloctacosane 15.16 7.0 ng 382311 6 15.53 1096630 20.0
Hentriacontane 15.99 6.7 ng 367312 6 15.53 1096630 20.0
unknownl7 .62 17.62 3.7 ng 201216 6 15.53 1096630 20.0
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