LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\

Data File : BF103246.D

Aca On - 27 Feb 2018 4:07 Instrument :
Operator : SJ/JU BNA_F

Sample - J1649-02 ClientSampleld :
Misc - CB-6-LINE-EW@4.5
ALS Vial : 27 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-BF022218.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 2.134 3 8 18 rVB 1000854 1342172 35.06% 4.145%
2 5.110 510 514 531 rVB 129975 190234 4_.97% 0.587%
3 5.498 576 580 592 rBVY 3437715 3746296 97.87% 11.568%
4 6.510 747 752 771 rBV2 3159404 3827697 100.00% 11.820%
5 6.645 771 775 779 rBV 3469035 3552439 92.81% 10.970%
6 6.875 810 814 822 rBVY 1063879 910730 23.79% 2.812%
7 7.028 836 840 844 rBVY 2742439 2707449 70.73% 8.361%
8 7.439 905 910 913 rBVY 2370596 2206490 57 .65% 6.814%
9 8.157 1028 1032 1046 rBvV 1325981 1174374 30.68% 3.626%
10 9.228 1210 1214 1218 rBvV 3137197 3104831 81.11% 9.588%
11 9.298 1224 1226 1229 rVB 49697 41478 1.08% 0.128%
12 9.622 1276 1281 1289 rBV 233630 233670 6.10% 0.722%
13 9.833 1313 1317 1321 rBV 102682 95272 2.49% 0.294%
14 9.916 1327 1331 1337 rVB 1138690 1090177 28.48% 3.366%
15 10.327 1399 1401 1404 rVB 111995 96843 2.53% 0.299%
16 10.704 1462 1465 1476 rBVY 1568034 1671303 43.66% 5.161%
17 10.804 1479 1482 1488 rVB 101720 91020 2.38% 0.281%
18 11.404 1580 1584 1592 rBvV 998572 906682 23.69% 2.800%
19 11.916 1668 1671 1680 rBvV3 34419 45963 1.20% 0.142%
20 12.792 1817 1820 1824 rBV 308012 278998 7.29% 0.862%
21 12.845 1824 1829 1831 rVV 53719 49625 1.30% 0.153%
22 12.868 1831 1833 1836 rVB 68478 56943 1.49% 0.176%

23 12.986 1849 1853 1857 rBV 2223009 2239865 58.52% 6.917%
24 13.498 1937 1940 1944 rVB 235985 208043 5.44% 0.642%
25 13.545 1944 1948 1950 rBV2 57341 54834 1.43% 0.169%

26 13.874 2000 2004 2012 rBV 326224 414129 10.82% 1.279%
27 14.051 2030 2034 2041 rBV 702297 727120 19.00% 2.245%
28 14.139 2046 2049 2052 rBV 70755 61999 1.62% 0.191%
29 14.192 2056 2058 2065 rVvVv 63913 67863 1.77% 0.210%
30 14.504 2108 2111 2118 rBV2 83103 103360 2.70% 0.319%

31 14.804 2158 2162 2170 rBV3 335175 455947 11.91% 1.408%

32 15.157 2219 2222 2227 rVB2 55035 56600 1.48% 0.175%
33 15.551 2284 2289 2297 rBV 363857 573349 14.98% 1.770%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\

Data File : BF103246.D

Aca On - 27 Feb 2018 4:07

Operator : SJ/JU

a?ggle i J1649-02 CB-6-LINE-EW@4.5
ALS Vial : 27 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-BF022218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 32383795
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103246.D

Aca On : 27 Feb 2018 4:07

Operator : SJ/JU

Sample : J1649-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

CB-6-LINE-EW@4.5

Abundance

3000000

2500000

2000000

1500000

500000

b
1000000f' 13

TIC: BF103246.D

5|50

5.11

7.03

6.87

7.44

0
Time-->

5.00

5.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

8.16

TIC: BF103246.D

10.70

9.92
11.40

10.33 0.80

11.92

12.99

12.79

il

13.50
.54

0
Time-->

10.50 11.00

11.50 12.00

12.50

13.00

13.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

14.05

13.87 14.80

4449 14.50

TIC: BF103246.D

15.55
15.16

VAR

Time-->

14.00 14.50

15.00

17.00 17.50 18.00

16.00 16.50

15.50

19.00

18.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\

Data File : BF103246.D

Aca On - 27 Feb 2018 4:07

Operator : SJ/JU

a?ggle i J1649-02 CB-6-LINE-EW@4.5
ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 3

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

2.13 29.47 ng 1342170 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
4 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 7 (2.128 min): BF103246.D (-3) (-) m/z 73.00 100.00%
7B
5000 43 /\
i 87 RS UL A L I
37| o5 105 2.20 2.30 2.40 2.50
b o i 88 L A0S+ m/z 43.00  42.39%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 USSR UL AN AR
43 2.20 2.30 2.40 2.50
55 87 m/z 55.00 30.82%
A T
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 USSR UL A LR I
2.20 2.30 2.40 2.50
5000 41 55 m/z 87.00 23.57%
29
0 47 67 || 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl- R A RAREEREEE S
7B 2.20 2.30 2.40 2.50
m/z 41.00 13.44%
5000 43
58
0'I”Hm“”'ﬂl”l”'W'”'P*”I”'W'”'P'”I”'W'”'P'” AR R AR AR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\

Data File : BF103246.D

Aca On - 27 Feb 2018 4:07

Operator : SJ/JU

a?ggle i J1649-02 CB-6-LINE-EW@4.5
ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 8

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

5.11 4.18 ng 190234 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
3 Butane. 1l-ethoxv- 102 C6H140 000628-81-9 9
4 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 514 (5.110 min): BF103246.D (-510) (-) m/z 43.00 100.00%
43
59
5000
101 IABENRARERARRARAREE BARRE!
| 83 | 007 480 5.00 5.20 5.40
o SRR/ NS AEDEASR AT NSNS ) m/z 59.00 61.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R L LN LR L
59 480 500 520 540
m/z 101.00 16.57%
15 4 101
0 wl ol \‘ 83 \‘
LA S SR SULELEL SURLIL UL DAL BRI UL SN SN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
480 500 520 540
5000 m/z 58.00 16.41%
a1 101
oL 15 21 71 83
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #4425: Butane, 1-ethoxy-
59 480 5.00 5.20 5.40
31 m/z 41.00 9.44%
5000
3 73
0 - "%""I"" |?7"ﬁ0?"'|""| T T
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\

Data File : BF103246.D

Aca On - 27 Feb 2018 4:07

Operator : SJ/JU

a?ggle i J1649-02 CB-6-LINE-EW@4.5
ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 unknown6.65 Concentration Rank 1

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

6.65 78.01 ng 3552440 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 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): BF103246.D (-771) (-) m/z 131.95 100.00%
5000 o8
5 e
40 . 54 | 75 104 ‘ 6.40 6.60 6.80 7.00
Y . i M4 -7 A WS N m/z 68.00 36.74%
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 L R
6.40 6.60 6.80 7.00
2 78 m/z 134.00 34 .65%
38 ‘
O T T e
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 67 m/z 65.95 25.15%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmmﬁwmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 }
Abundance #14491: 5-Aminoindole .. ..,....,.L.. T

132 6.40 6.60 6.80 7.00
m/z 96.00 13.82%

5000

104
66
14 27 37445158 P 7T g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

o
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8270-BF022218 .M

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103246.D

Aca On : 27 Feb 2018 4:07

Operator : SJ/JU

Sample : J1649-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 5 Heptacosane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
10.80 2.01 ng 91020 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Nonadecane 268 C19H40 000629-92-5 87
4 Heptadecane 240 C17H36 000629-78-7 86
5 Heneicosane 296 C21H44 000629-94-7 83

Abundance Scan 1481 (10.798 min): BF103246.D (-1479) (-) m/z 57.00 100.00%
57
5000
6 J
_ 1040 10,60 10/80 1100 1120
o = m/z 43.00 62.50%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane L\/LWL\J\
57
5000 AR SR FULRLN U I
85 1040 10.60 10.80 11.00 11.20
m/z 70.95 56.02%
o 290 | s 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance
57
10.40 10,60 10,80 11.00 11.20
5000 m/z 84.95 30.45%
85
29
0 113 141 169 197 226
m/z--> 50 100 150 200 250 300 350 j
Abundance #117637: Nonadecane
57 10.40 10.60 10.80 11.00 11.20
m/z 41.00 25.76%
85
5000
29
0 \‘ 1l \] lw |‘ 1}3 \141 169 197 268 J
m/z--> 50 100 150 200 250 300 350 1040 10.60 10.80 11.00 11.20

Tue Feb 27 10:45:23 2018

CB-6-LINE-EW@4.5

Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\

Data File : BF103246.D

Aca On - 27 Feb 2018 4:07

Operator : SJ/JU

a?ggle i J1649-02 CB-6-LINE-EW@4.5
ALS Vial : 27 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 6 Hexadecanoic acid, butyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.79 7.67 ng 278998 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 58
3 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 037910-65-9 43
4 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 040482-05-1 43
5 Cyclopentanone, 2,2-dimethyl- 112 C7H120 004541-32-6 38

Abundance Scan 1820 (12.792 min): BF103246.D (-1817) (-) m/z 56.00 100.00%
56
5000
Al M o 15 o33 2397 1240 12160 1280 1300 1320
Obrrprre ol m/z 57.00 55.13%
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 —rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r\'ﬂ(\w’_J\‘A
12.40 12.60 12.80 13.00 13.20
29 1 257 m/z 43.00 36.62%
0 L) h H\ Yoot L 187 185 213 2?9 | 283 312
m/z--> 25 45 60 80 160 150 140 160 180 200 220 240 260 280 360 '
Abundance
56
12:40 12,60 12.80 13.00 13.20
5000 m/z 41.00 34.78%
29 73
o 97113 157 185 213 28957 5 ap
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12890: Cyclopentanecarboxylic acid, 2-amino-, cis- T T T T T
56 12.40 12.60 12.80 13.00 13.20
m/z 55.00 29.94Y%
30 129
82 100
L — e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 40 12. 60 12. 80 13. oo 13. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\

Data File : BF103246.D

Aca On - 27 Feb 2018 4:07

Operator : SJ/JU

a?ggle i J1649-02 CB-6-LINE-EW@4.5
ALS Vial : 27 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 7 Butyl myristate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.50 5.72 ng 208043 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl mvristate 284 C18H3602 000110-36-1 86
2 Oxirane., 2.3-bis(l1-methvlethv)-... 128 C8H160 054644-32-5 43
3 Cvclobutane. 1.l1-dimethvl-2-octvl- 196 C14H28 062338-30-1 38
4 Trifluoroacetic acid. 4-methvlpe... 198 C8H13F302 000327-71-9 37
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 35
Abundance Scan 1940 (13.498 min): BF103246.D (-1937) (-) m/z 56.00 100.00%
56
5000 Aﬁﬂ
T g 1 67265 AP
3 185 241 : . . :
Ol el o L 209 30 "m/z 57.00 55.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #131257: Butyl myristate
56
5000 AR ARSI
229 13.20 13.40 13.60 13.80
211 m/ 43.00 41 _15%
, ‘ ‘ 29 185 ‘ 284 z b
A Mu.w 0 N AR W - N
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
56
13.20 13.40 13.60 13.80
5000 m/z 41.00 34 .13%
73
0 95111128
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #58318: Cyclobutane, 1,1-dimethyl-2-octyl- e R AN Eam e MR
56 13.20 13.40 13.60 13.80
m/z 55.00 28.92%
5000
28
oLt ) 8 111 140 168 196
m/z--> 20meommmmmmmmmmnmm%mmﬁmmﬁo 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\

Data File : BF103246.D

Aca On - 27 Feb 2018 4:07

Operator : SJ/JU

a?ggle i J1649-02 CB-6-LINE-EW@4.5
ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Cyclopentadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.87 11.39 ng 414129 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 96
2 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 94
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91
Abundance Scan 2003 (13.868 min): BF103246.D (-2000) (-) m/z 57.00 100.00%
g7
83
5000
111
SR AR SUNIUE SR B
139 13.60 13.80 14.00 14.20
o \ Ao eslon 220 o w/z 55.00 81.24%
m/z--> 50 150 200 250 300 350 400
Abundance #69584: Cyclopentadecane
55
83
5000 LI BLI UL B B
m 13.60 13.80 14.00 14.20
29 m/z 43.00 81.19%
‘ \‘ 139 182 210
0 .h..‘ ‘ \\\ ..‘.ll... T
m/z--> 50 150 200 250 300 350 400
Abundance
57
97 SR AR SUNILE S SR
13.60 13.80 14.00 14.20
5000 m/z 83.05 67.93%
29 125
0 154 182 210 238 283 334
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester R B R e
57 13.60 13.80 14.00 14.20
83 m/z 69.00 65.55%
29 169
0 J ! “ ‘ (| h13‘9‘ ‘ | 2]\-0 255 406
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\

Data File : BF103246.D

Aca On - 27 Feb 2018 4:07

Operator : SJ/JU

a?ggle i J1649-02 CB-6-LINE-EW@4.5
ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.50 2.84 ng 103360 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 86
2 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 83
3 Heptacosane 380 C27H56 000593-49-7 74
4 Nonadecane 268 C19H40 000629-92-5 64
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 64
Abundance Scan 2110 (14.498 min): BF103246.D (-2108) (-) m/z 57.00 100.00%
57
5000
282 14:20 14.40 14.60 14.80
oL— e m/z 71.00 71.79%
m/z--> 50 100 150 200 250 300 350
Abundance #129491: Eicosane
57
5000 85 L SR B L SRR
29 Mmmmmmmm
m/z 43.00 57.01%
0 \“M h | iM% 141 169 197 225 253 282
m/z--> 55 160 1éo 260 2éo 300 3éo
Abundance
57
14:20 14.40 14.60 14.80
5000 o m/z 85.00 40.23%
29 113
o 141 183 211 253 282
m/z--> 55 160 1éo 200 2éo 300 3éo
Abundance #202662: Heptacosane R REREE RS
57 14.20 14.40 14.60 14.80
m/z 55.00 34.52%
5000
85
o 290 113 141 169 197 225 253 281 323 351 380
m/z--> 50 1(')0 150 2(')0 250 3(')0 3&'30 14 20 14. 40 14 60 14. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\

Data File : BF103246.D

Aca On - 27 Feb 2018 4:07

Operator : SJ/JU

a?ggle i J1649-02 CB-6-LINE-EW@4.5
ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.80 15.90 ng 455947 Perylene-di12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 87
2 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 87
3 Tetradecanamide 227 C14H29NO 000638-58-4 83
4 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 64
5 Heptanamide, 4-ethyl-5-methyl- 171 C10H21NO 054789-40-1 64
Abundance Scan 2161 (14.798 min): BF103246.D (-2158) (-) m/z 59.00 100.00%
9
5000 [\\
4
8 ., 126 14.40 14.60 14.80 15.00 15.20
154 : : - : :
o Ll 20 184 212 235257277 302 337355 | zo 75700 60.11%
m/z--> 50 100 150 200 250 300 350
Abundance #128445: 9-Octadecenamide, (2)-
59
5000 41 A BRI BRI IS
14.40 14.60 14.80 15.00 15.20
‘ m/z 55.00 47 .67%
0 .1‘?“‘. \I\‘ \HH H \‘\H MM \H J Il|54:r |1|8‘:' I |22|0|23|8| i I2£|3ll ———r
m/z--> 50 100 150 200 250 300 350
Abundance
59
14.40 14.60 14.80 15.00 15.20
5000 a1 m/z 43.00 30.05%
8 % 337
ol15 101 154 184 206 234254 276294 319
m/z--> 50 100 150 200 250 300 350
Abundance #83610: Tetradecanamide e o
59 14.40 14.60 14.80 15.00 15.20
m/z 41.00 26 .73%
5000
4T 97 128 184 227
oL 8y Ll e m tee T Roos T
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022618\

Data File : BF103246.D

Acg On : 27 Feb 2018 4:07

Operator : SJ/JU

a?ggle i J1649-02 CB-6-LINE-EW@4.5
ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218_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... 2.13 29.5 ng 1342170 1 6.87 910730 20.0
2-Pentanone, 4-hy... 5.11 4.2 ng 190234 1 6.87 910730 20.0
unknown6 .65 6.65 78.0 ng 3552440 1 6.87 910730 20.0
Heptacosane 10.80 2.0 ng 91020 4 11.40 906682 20.0
Hexadecanoic acid... 12.79 7.7 ng 278998 5 14.05 727120 20.0
Butyl myristate 13.50 5.7 ng 208043 5 14.05 727120 20.0
Cyclopentadecane 13.87 11.4 ng 414129 5 14.05 727120 20.0
Eicosane 14.50 2.8 ng 103360 5 14.05 727120 20.0
9-Octadecenamide, ... 14.80 15.9 ng 455947 6 15.56 573349 20.0
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