LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\

Data File : BF102243.D

Aca On - 20 Jan 2018 3:19 Instrument :
Operator : SJ/JU ?:'l\:gﬁ't:Sam ol
3?22'6 i J1114-13 saarzazg
ALS Vial : 19 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-BF010918.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 4.933 480 484 494 rVB 215858 347544 7.95% 0.950%
2 5.339 547 553 556 rBY 3852842 4276753 97.84% 11.692%
3 6.369 721 728 731 rBVY 3336479 4371222 100.00% 11.951%
4 6.492 744 749 752 rBV 4219142 4333418 99.14% 11.847%
5 6.716 784 787 791 rBV 973500 839084 19.20% 2.294%
6 6.875 810 814 817 rBV 3489631 3277245 74.97% 8.960%
7 7.286 878 884 887 rBY 2529754 2862500 65.49% 7.826%
8 7.998 1001 1005 1009 rBY 1273634 1108830 25.37% 3.031%
9 9.080 1183 1189 1192 rBV 4322288 4147430 94.88% 11.339%
10 9.468 1251 1255 1258 rBV 313206 281913 6.45% 0.771%
11 9.686 1288 1292 1295 rBV 95182 75317 1.72% 0.206%

12 9.751 1299 1303 1307 rVB 1250906 1137633 26.03% 3.110%
13 10.186 1373 1377 1380 rVB 129112 111919 2.56% 0.306%
14 10.404 1408 1414 1416 rBV 34739 44727 1.02% 0.122%
15 10.545 1431 1438 1441 rBV 2492683 2417400 55.30% 6.609%

16 10.657 1454 1457 1465 rVB 123280 117117 2.68% 0.320%
17 11.233 1552 1555 1559 rBV 1075110 970462 22.20% 2.653%
18 12.645 1791 1795 1798 rBV 392654 295690 6.76% 0.808%
19 12.721 1805 1808 1812 rVB 82805 66635 1.52% 0.182%
20 12.821 1821 1825 1829 rBV 2728583 2739790 62.68% 7.490%

21 13.304 1898 1907 1911 rBV 44647 54848 1.25% 0.150%
22 13.351 1911 1915 1918 rBV 216129 181530 4._.15% 0.496%
23 13.715 1973 1977 1989 rBV 401738 415086 9.50% 1.135%
24 13.868 1997 2003 2007 rBV 797970 744771 17 .04% 2.036%

25 14.039 2028 2032 2038 rBV 55775 53603 1.23% 0.147%
26 14.345 2080 2084 2091 rBV2 69432 95579 2.19% 0.261%
27 14.956 2185 2188 2197 rBV 38433 55685 1.27% 0.152%
28 15.292 2240 2245 2249 rBV 683434 779275 17.83% 2.130%
29 15.727 2315 2319 2323 rBV2 38360 53549 1.23% 0.146%
30 15.774 2323 2327 2335 rVB3 50124 82386 1.88% 0.225%
31 16.197 2394 2399 2404 rBV3 33637 67694 1.55% 0.185%
32 16.750 2489 2493 2500 rVB3 22674 45913 1.05% 0.126%

33 17.209 2565 2571 2583 rVB3 54403 125168 2.86% 0.342%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\
Data File : BF102243.D

Aca On : 20 Jan 2018 3:19

Operator : SJ/JU

Sample : J1114-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - 0 Peak Location: TOP

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

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF010918.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 36577716
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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\BF011918\

BF102243.D

20 Jan 2018 3:19

SJ/Ju

J1114-13

19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

TIC: BF102243.D

5.34

4.93

49

6.37

6.87

6.72

7.29

0
Time-->

5.00

5.50

Abundance

4000000

3000000

2000000

8.00
1000000

TIC: BF102243.D

10.54

9.75
11.23

12.64

12.82

i

A
LI — T

13.35
1330

o

Time--> 8.00

10.50 11.00 11.50

8.50

12.00

12.50

13.00

T
13.50

Abundance

4000000

3000000

2000000

1000000

.72

13.87

TIC: BF102243.D

15.29

14.04 14.34 14.96 155737 16.20 16.75 17.21

Time-->

14.00

17.00

16.00 16.50

15.00

15.50

14.50

17.50

18.00

18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\
Data File : BF102243.D

Aca On : 20 Jan 2018 3:19

Operator : SJ/JU

Sample : J1114-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF010918.M
Quant Title : 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.93 8.28 ng 347544 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 50
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 483 (4.928 min): BF102243.D (-480) (-) m/z 42.95 100.00%
43
59
5000
101 SNBSS SRR RN AR
51| 83 | 460 4.80 5.00 5.20
O m/z 59.10 57.52%
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
5000 L I UL UL L
59 460 480 500 520
m/z 101.10 18.99%
15 31 101
0 ‘ 1 N 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- 460 480 5.00 520
5000 m/z 58.00 13.89%
29 101
ok 2 7383
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester B
59 460 4.80 5.00 5.20
m/z 41.00 7.76%
5000 41
68
0 150 . 126 147
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\
Data File : BF102243.D

Aca On : 20 Jan 2018 3:19

Operator : SJ/JU

Sample : J1114-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 2 unknown6.49 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
6.49 103.29 ng 4333420 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 749 (6.492 min): BF102243.D (-744) (-) m/z 132.00 100.00%
5000 68
40 | % 620 640 6.60 6.80
54 75 104 . . . .
o R 1 ??:.n.'....,..?‘.7,..!.,.':..,.1.1:‘3.,....,' N m/z 68.10 40.24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 R EEREE mm s
a1 97 6.20 6.40 6.60 6.80
53 17 m/z 134.00 32.74%
g B 0 D0 0 08
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
B amm
6.20 6.40 6.60 6.80
5000 m/z 66.10 25.19%
104
66
oL 14 27 37 4451 58 T 89 97 | 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R
132 6.20 6.40 6.60 6.80
m/z 69.10 15.98%
117
5000
39 91
51
27 ‘ 105 ‘
A A - TN 16 N S | O | IS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\
Data File : BF102243.D

Aca On : 20 Jan 2018 3:19

Operator : SJ/JU

Sample : J1114-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 4 Tetradecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.66 2.41 ng 117117 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Tridecane 184 C13H28 000629-50-5 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Nonadecane 268 C19H40 000629-92-5 87
Abundance Scan 1458 (10.663 min): BF102243.D (-1454) (-) m/z 57.10 100.00%
57
43 7
5000
1040 10.60 10.80 11.00
(o} m/z 43.05 62 .59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane
57
43
71
5000 85 L B B BULREE U
mmmmmmnm
29 m/z 71.05 56.92%
Omﬂ‘ ‘M?MMmmm 198
m/z--> ﬁo Jo éo 85 160 150 140 160 180 260 250
Abundance
43 o
10.40 10.60 10.80 11.00
5000 71 m/z 85.10 34 .35%
85
29
o 99 113 127 141 155 169 183 197 226
m/z--> ﬁo Jo éo 85 160 150 110 160 180 200 250
Abundance #48835: Tridecane
43 97 10.40 10.60 10.80 11.00
m/z 41.05 28.04%
71
5000
85
29
das [ L] e
m/z--> ﬁo Jo éo éo 160 150 140 160 180 260 250 1040 1060 1080 1150
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\
Data File : BF102243.D

Aca On : 20 Jan 2018 3:19

Operator : SJ/JU

Sample : J1114-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Hexadecanoic acid, butyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.64 7.94 ng 295690 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 90
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 46
3 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 040482-05-1 38
4 1.3-Hexanediol. 2-ethvl- 146 C8H1802 000094-96-2 35
5 Cyclobutane, 1,1-dimethyl-2-octyl- 196 C14H28 062338-30-1 35

Abundance Scan 1794 (12.639 min): BF102243.D (-1791) (-) m/z 56.10 100.00%
56
5000 a1

A
LIS B e L B

19 157 185 213 2392%7 12.40 12.60 12.80 13.00

97
1

0 m/z 57.05 53.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154932: Hexadecanoic acid, buty| ester
56
5000
12.40 12.60 12.80 13.00
29 m/z 43.05 41 _.85%
b8 B s s Ty o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
12.40 12.60 12.80 13.00
5000 m/z 41.05 40.04%
29 73
129
o 97113 157 185 213 2927 55 312
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12891: Cyclopentanecarboxylic acid, 2-amino-, trans- L L R
56 12.40 12.60 12.80 13.00
m/z 55.05 33.58%
5000
30 82 100 129
o Y —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\
Data File : BF102243.D

Aca On : 20 Jan 2018 3:19

Operator : SJ/JU

Sample : J1114-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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, butyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.35 4.87 ng 181530 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 94
2 Butvl mvristate 284 C18H3602 000110-36-1 64
3 Octadecanoic acid. 2-methvlpropv... 340 C22H4402 000646-13-9 43
4 Piperidin-4-carboxvlic acid 129 C6H11NO2 000498-94-2 38
5 Propan-2-one 0-(2-chloro-1-methy... 149 C6H12CINO 1000186-05-6 35

Abundance Scan 1915 (13.351 min): BF102243.D (-1911) (-) m/z 56.05 100.00%
56
5000
13.00 13.20 13.40 13.60
0 m/z 57.05 63.01%
m/z--> 50 100 150 200 250 300
Abundance #177148: Octadecanoic acid, butyl ester
56
5000
285 340 13.00 13.20 13.40 13.60
73 . 267 m/z 43.00 43.05%
97 241
ol— |3\| I \M \N .‘N‘.‘h‘ll .“h. ‘. |‘1|53| . .‘. |2|13| " .‘ I ‘ ‘ ‘3:!']1 —
m/z--> 50 100 150 200 250 300
Abundance
56
13.00 13.20 13.40 13.60
5000 m/z 41.00 37.52%
229
73 211
129 284
o 39 101 157 255
m/z--> éo 160 150 260 250 360
Abundance #177166: Octadecanoic acid, 2-methylpropyl ester
57 13.00 13.20 13.40 13.60
m/z 55.00 32.17%
5000
29 267285
83 129 |
ob— ‘. \I I‘ \JI\ hm I\“JI “hl‘l‘-’H-. “. " :|I'5.7 : ]:E\;? |2|13| sz\u : “. AL I3]'-O' .3‘:0'
m/z--> 50 100 150 200 250 300 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\
Data File : BF102243.D

Aca On : 20 Jan 2018 3:19

Operator : SJ/JU

Sample : J1114-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 7 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.72 11.15 ng 415086 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
3 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 93
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
Abundance Scan 1978 (13.721 min): BF102243.D (-1973) (-) m/z 57.05 100.00%

57
83
5000

139 13.40 13.60 13.80 14.00
168 195
0 m/z 55.05 75.63%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #155046: 1-Heneicosanol
55 83
_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—r

5000
13.40 13.60 13.80 14.00
m/z 43.05 75.53%

29
o 167 196 222238 266 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57

a1 97 13.40 13.60 13.80 14.00

5000 m/z 83.10 70.95%

125
oL15 79 154 179196 224 251269 320

WWTWWWWWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #185169: Heptadecy! trifluoroacetate

13.40 13.60 13.80 14.00
m/z 69.05 55.73%

5000

125
154 1g2 210 238 0265283

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

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\
Data File : BF102243.D

Aca On : 20 Jan 2018 3:19

Operator : SJ/JU

Sample : J1114-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Sulfurous acid, 2-propyl te... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .34 2.57 ng 95579 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 80
2 1-Chloroeicosane 316 C20H41ClI 042217-02-7 74
3 Tritetracontane 605 C43H88 007098-21-7 74
4 Tetracosane. l-bromo- 416 C24H49Br 006946-24-3 72
5 Tetratetracontane 619 C44H90 007098-22-8 72
Abundance Scan 2083 (14.339 min): BF102243.D (-2080) (-) m/z 57.05 100.00%
57
5000
14.00 14.20 14.40 14.60
Oty m/z 71.05 56.91%
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #161094: Sulfurous acid, 2-propy! tetradecyl ester
43
5000 85 L DA SO B SULRE
14. oo 14. 20 14.40 14.60
m/z 43.05 54 _.32%
N ‘ \ [Pass ot
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
14.00 14.20 14.40 14.60
5000 m/z 85.00 36.73%
91
ol 26 127161 217 259 316
m/z--> 0 §o 160 150 200 250 300 350 400 4éo 560 séo 660
Abundance #241174: Tritetracontane
57 14.00 14.20 14.40 14.60
m/z 55.00 28.96%
5000
97
o , 4 183 225 267 323 379 421 463 505 547 604
m/z--> c') 5'0 1(')0 150 200 250 300 350 400 450 5(')0 5&1;0 6(|)O 14. 00 14. 20 14. 40 14|60 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\
Data File : BF102243.D

Aca On : 20 Jan 2018 3:19

Operator : SJ/JU

Sample : J1114-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 1-Heptacosanol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.77 2.11 ng 82386 Perylene-d12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 91
2 n-Nonadecanol-1 284 C19H400 001454-84-8 87
3 n-Tetracosanol-1 354 C24H500 000506-51-4 86
4 1-Hexadecanol 242 C16H340 036653-82-4 83
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 81
Abundance Scan 2326 (15.768 min): BF102243.D (-2323) (-) m/z 57.05 100.00%
5 a3
5000 111
T 15.40 15.60 15.80 16.00
ol L m/z 83.05 78.78%
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57 97
5000 LI BRI BRI SO
125 15.40 15.60 15.80 16.00
m/z 55.00 71.10%
R L5 1 09 230 ooa 202 a0 30 o7
m/z--> 50 100 150 200 250 300 350
Abundance
55 83
15.40 15.60 15.80 16.00
5000 111 m/z 43.00 68.85%
29
o 139 168 105 238 266
m/z--> 50 100 150 200 250 300 350
Abundance #186969: n-Tetracosanol-1 L B o e
43 15.40 15.60 15.80 16.00
m/z 69.05 65.48%
5000 83
18 111
0 [ J[ L | ,140 168 196 238 266 308 336
m/z--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\
Data File : BF102243.D

Aca On : 20 Jan 2018 3:19

Operator : SJ/JU

Sample : J1114-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 10 unknownl7.21 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.21 3.21 ng 125168 Perylene-di12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Oxazolidinone. 4-methvl-5-phen... 177 C10H11NO2 028044-22-6 11
2 Pvridine. 2.4-dimethvl- 107 C7HOSN 000108-47-4 11
3 Octanoic acid. heptadecvl ester 382 C25H5002 042231-43-6 10
4 Phosphine oxide. dicvclopentvl- 186 C10H190P 187344-97-4 10
5 Benzene, (2,2-dimethyl-1-methyle... 160 C12H16 005676-29-9 10

Abundance Scan 2571 (17.209 min): BF102243.D (-2565) (-) m/z 43.10 100.00%

81 107 145

5000

255 303 329

16.80 17.00 17.20 17.40 17.60

0 m/z 106.95 87 .88%
m/z--> 50 100 150 200 250 300 350 400
Abundance #43179: 2-Oxazolidinone, 4-methyl-5-phenyl-, cis-
107
5000 79
16.80 17.00 17.20 17.40 17.60
43 ‘ 177 m/z 81.10 86.40%
m/z--> 50 100 150 200 250 300 350 400
Abundance
107
R RmEE B
16.80 17.00 17.20 17.40 17.60
5000 m/z 145.10 83.45%
79
39
15
ol b p b | A
m/z--> 50 100 150 200 250 300 350 400
Abundance #203671: Octanoic acid, heptadecyl ester
145 16.80 17.00 17.20 17.40 17.60
57 m/z 105.00 77.70%
5000
83
29 111
‘ J[J l | | | 168 210 238 283 382
-ttt s N o
m/z--> 50 100 150 200 250 300 350 400 16.80 17.00 17.20 17.40 17.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011918\
Data File : BF102243.D

Acq On : 20 Jan 2018 3:19

Operator : SJ/JU

Sample - J1114-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918_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]
2-Pentanone, 4-hy... 4 .93 8.3 ng 347544 1 6.72 839084 20.0
unknown6 .49 6.49 103.3 ng 4333420 1 6.72 839084 20.0
Tetradecane 10.66 2.4 ng 117117 4 11.23 970462 20.0
Hexadecanoic acid... 12.64 7.9 ng 295690 5 13.87 744771 20.0
Octadecanoic acid... 13.35 4.9 ng 181530 5 13.87 744771 20.0
1-Heneicosanol 13.72 11.2 ng 415086 5 13.87 744771 20.0
Sulfurous acid, 2... 14.34 2.6 ng 95579 5 13.87 744771 20.0
1-Heptacosanol 15.77 2.1 ng 82386 6 15.29 779275 20.0
unknownl7.21 17.21 3.2 ng 125168 6 15.29 779275 20.0
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