LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032919\

Data File : BF113408.D

Acq On : 29 Mar 2019 11:49 Instrument :

Operator : JU/SJ ?:'I\:gﬁ't:Sam ol

3§mple : K2155-04 SS&O3%¥£DH6E
isc :

ALS Vial : 3 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-BF032519_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 5.322 545 550 568 rVB 3770624 4135937 87.29% 7.453%
2 6.357 720 726 742 rBV 3709598 4478063 94.52% 8.070%
3 6.475 742 746 750 rBV 4043809 4311848 91.01% 7.770%
4 6.698 781 784 793 rBV 1071419 1045414 22.06% 1.884%
5 6.857 807 811 815 rBV 3549519 3350013 70.71% 6.037%
6 7.269 875 881 884 rBV 2630957 2806978 59.24% 5.058%
7 7.981 998 1002 1013 rBV 1374416 1410327 29.77% 2.541%
8 9.063 1180 1186 1189 rBV 4752120 4737933 100.00% 8.538%
9 9.145 1196 1200 1206 rVB4 35788 60022 1.27% 0.108%
10 9.451 1249 1252 1260 rBVY 289705 283162 5.98% 0.510%
11 9.734 1294 1300 1304 rBV 1691319 1586447 33.48% 2.859%
12 9.763 1304 1305 1310 rVB 63988 51422 1.09% 0.093%
13 9.951 1332 1337 1343 rBV3 72114 129925 2.74% 0.234%
14 10.016 1343 1348 1352 rBV3 31282 65893 1.39% 0.119%
15 10.17Y5 1372 1375 1377 rVB 60743 55375 1.17% 0.100%
16 10.275 1390 1392 1399 rVB 44590 55554 1.17% 0.100%

17 10.392 1405 1412 1418 rBV3 75381 159383 3.36% 0.287%
18 10.522 1429 1434 1445 rBV 3100850 3292403 69.49% 5.933%

19 10.645 1452 1455 1456 rBV 88814 90766 1.92% 0.164%
20 11.086 1528 1530 1533 rBV 72010 69257 1.46% 0.125%
21 11.122 1533 1536 1541 rVB2 71418 87055 1.84% 0.157%

22 11.210 1548 1551 1554 rBV 1773472 1655811 34.95% 2.984%
23 11.233 1554 1555 1559 rvVv 387884 256176 5.41% 0.462%
24 11.286 1562 1564 1568 rVB 80389 73691 1.56% 0.133%
25 11.516 1600 1603 1609 rBV3 65810 72900 1.54% 0.131%

26 11.716 1634 1637 1638 rBV 118868 110020 2.32% 0.198%
27 11.757 1638 1644 1652 rVV2 1826724 2740917 57.85% 4 _.939%
28 11.822 1653 1655 1664 rVB2 134239 218582 4.61% 0.394%
29 11.922 1669 1672 1674 rVB 56986 53130 1.12% 0.096%
30 12.304 1735 1737 1741 rVB2 70248 59521 1.26% 0.107%

31 12.422 1753 1757 1759 rBV 534965 504612 10.65% 0.909%
32 12.457 1760 1763 1770 rVv4 190475 360128 7.60% 0.649%
33 12.545 1770 1778 1789 rVV 2541989 4009349 84.62% 7.225%
34 12.645 1789 1795 1798 rVV2 474006 620087 13.09% 1.117%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032919\

Data File : BF113408.D

Acq On : 29 Mar 2019 11:49 Instrument :

Operator : JU/SJ gmgigamlem'

3§mple : K2155-04 ssgosm}goHse
isc :

ALS Vial : 3 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-BF032519._M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 12.675 1798 1800 1802 rVB2 66464 53492 1.13% 0.096%

36 12.798 1816 1821 1824 rBV 4081106 4410953 93.10% 7.949%
37 13.027 1858 1860 1865 rVB2 82440 102485 2.16% 0.185%
38 13.274 1898 1902 1906 rBV 345994 508399 10.73% 0.916%
39 13.351 1912 1915 1916 rBV 81962 75872 1.60% 0.137%
40 13.698 1971 1974 1977 rVB 125001 119181 2.52% 0.215%

41 13.745 1977 1982 1991 rBV2 225557 675083 14.25% 1.217%
42 13.839 1993 1998 2001 rBV 1402399 1420991 29.99% 2.561%
43 13.951 2014 2017 2019 rBV2 113495 122105 2.58% 0.220%
44 14.010 2024 2027 2030 rBV 175038 166760 3.52% 0.301%
45 14.316 2075 2079 2082 rVB 257742 269616 5.69% 0.486%

46 14.604 2125 2128 2137 rVB 364885 426830 9.01% 0.769%
47 14.851 2166 2170 2173 rBVY 178532 269160 5.68% 0.485%
48 14.916 2177 2181 2185 rVB 545539 633617 13.37% 1.142%
49 15.127 2215 2217 2223 rVB 112095 125158 2.64% 0.226%
50 15.186 2224 2227 2232 rVB 163658 192510 4._.06% 0.347%

51 15.245 2232 2237 2239 rBV 1056839 1320907 27.88% 2.380%
52 15.668 2304 2309 2314 rVB 689367 958541 20.23% 1.727%
53 16.121 2381 2386 2398 rVB2 198711 386601 8.16% 0.697%
54 16.598 2464 2467 2473 rVV2 64681 99345 2.10% 0.179%
55 16.662 2474 2478 2483 rVB 89552 156474 3.30% 0.282%

Sum of corrected areas: 55492181
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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:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032919\

BF113408.D

29 Mar 2019 11:49

Ju/SsJ

K2155-04 SSSI1-0328-S-DH-5-B
3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

TIC: BF113408.D

6.47

5.32 6.36!

6.86

6.70

7.27

O—
Time-->

T
5.00

Abundance

4000000

3000000

2000000

1000000

7.98

TIC: BF113408.D

10.52

12.55

9.73

9.45

A

9.15 .76 919502010/ 20.39

A
T T T T T T T T T

0
Time-->

12.00

10.50 11.00

T
10.00 11.50 12.50

13.00

Abundance

4000000

3000000

2000000

1000000

0

TIC: BF113408.D

13.84

Time-->

1
13.50

T
18.00

I
17.00 17.50

16.00 16.50

15.00

15.50

14.00 14.50

18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032919\

Data File : BF113408.D

Acq On : 29 Mar 2019 11:49

Operator : JU/SJ

ﬁ?ggle i K2155-04 SSSI-0328-S-DH-5-B
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_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 unknown6.47 Concentration Rank 1

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

6.47 82.49 ng 4311850 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 745 (6.469 min): BF113408.D (-742) (-) m/z 131.95 100.00%
32
5000 68
40 | 6 " 620 640 660 680
54 75 104 . . . .
o..,....,....,...:l'!.‘.‘?,n..6?:.-.|....,..f??,....,.':..,.1.1.5.,....,'...,.. m/z 67.95 43.60%
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 .
5000 IREBEARSE RS LRSS S
6.20 6.40 6.60 6.80
3 78 m/z 134.00 32.36%
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
" 620 640 660 680
5000 67 m/z 66.00 27.88%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmwﬁwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole R AR R

132 6.20 6.40 6.60 6.80
m/z 69.00 17.09%

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 6.20 6.40 6.60 6.80

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032919\

Data File : BF113408.D

Acq On : 29 Mar 2019 11:49

Operator : JU/SJ

ﬁ?ggle i K2155-04 SSSI-0328-S-DH-5-B
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_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 unknownl10.39 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.39 2.01 ng 159383 Acenaphthene-d10 9.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane, 3-methyl- 198 C14H30 006418-41-3 47
2 Tridecane 184 C13H28 000629-50-5 46
3 Dodecane, 3-methyl- 184 C13H28 017312-57-1 43
4 Hexacosane 366 C26H54 000630-01-3 43
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 43
Abundance Scan 1412 (10.392 min): BF113408.D (-1405) (-) m/z 57.00 100.00%
57
84
5000
9 113 157 141 165 19 1000 1020 104 10580 1085
0! m/z 83.95 63.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59890: Tridecane, 3-methyl-
57
43
5000 UV LA N
71 1000 10.20 10.40 10.60 10.80
29 g5 m/z 70.95  43.04%
0 J ‘L L | 99 118 127 140 155 199 183 108
m/z--> 20 40 éo 80 100 150 140 160 180 200
Abundance
43 o7
71 1000 10.20 10.40 10.60 10.80
5000 m/z 43.00 38.63%
85
29
ol_18 99 113 127 141 155 184
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #48852: Dodecane, 3-methyl- B B o
57 10.00 10.20 10.40 10.60 10.80
m/z 41.00 37.84%
43 71
5000 85
- 155
99
X N T BN A
m/z--> 20 40 60 80 100 120 140 160 180 200 10,00 10.20 10,40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032919\

Data File : BF113408.D

Acq On : 29 Mar 2019 11:49

Operator : JU/SJ

ﬁ?ggle i K2155-04 SSSI-0328-S-DH-5-B
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.55 56.43 ng 4009350 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
5 Tridecane 184 C13H28 000629-50-5 25
Abundance Scan 1779 (12.551 min): BF113408.D (-1770) (-) m/z 73.00 100.00%
48 57
5000 __JA\_‘
12:20 12,40 12.60 12.80
Ot m/z 43.00 98.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 73
5000 ARSI DR
nmnmnmnm
m/z 57.00 86.78%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
> NS USRS BN
12.20 12.40 12.60 12.80
5000 129 m/z 59.95 84._.87%
29 87 199
115 143157 185 )13 242
o 227
wﬁm‘mmmmwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid
73 12.20 12.40 12.60 12.80
43 m/z 55.00 71.10%
5
5000 129
- 185 228
115 | 143
0~ ,....“ ,ﬁ.u,...q....“...lﬁ?. J.iﬁ?g}?.lu. T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1220 1240 1260 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032919\

Data File : BF113408.D

Acq On : 29 Mar 2019 11:49

Operator : JU/SJ

ﬁ?ggle i K2155-04 SSSI-0328-S-DH-5-B
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_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 9-Octadecenamide, (Z)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.27 7.16 ng 508399 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 97
2 Octanamide 143 C8H17NO 000629-01-6 59
3 Tetradecanamide 227 C14H29NO 000638-58-4 50
4 Hexadecanamide 255 C16H33NO 000629-54-9 45
5 Butanamide, 3-methyl- 101 C5H11NO 000541-46-8 43
Abundance Scan 1901 (13.269 min): BF113408.D (-1898) (-) m/z 59.00 100.00%
59
5000 N
41 S i U,
83 9811212640154 13.00 13.20 13.40 13.60
O et Ml i 240154108 184198 220 238 264281 | 771 95 60. 460
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-
59
5000 41 L B UL B UL
13.00 13.20 13.40 13.60
81 m/z 55.00 34.72%
. 2 98 112126140154 170184108 221 233 264 281
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59
13.00 13.20 13.40 13.60
5000 m/z 41.00 26.70%
44 86
o 15 29 100114128143
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83610: Tetradecanamide AR EEEEEEEEE
59 13.00 13.20 13.40 13.60
m/z 43.00 19.53%
43 97 227
128
Ot b g S4B SN2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032919\
Data File : BF113408.D

Acq On 29 Mar 2019 11:49

Operator : JU/SJ

Sample - K2155-04

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.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 6 Trifluoroacetoxy hexadecane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.75 9.50 ng 675083 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
2 n-Nonadecanol- 284 C19H400 001454-84-8 93
3 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 93
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 n-Tetracosanol- 354 C24H500 000506-51-4 91

Abundance Scan 1983 (13.751 min): BF113408.D (-1977) (-) m/z 57.00 100.00%
g7 83
5000
Ll - 1740 1760 1380 1400 "
ol h.v.. e e o m/z 55.00 97 .39%
m/z--> 50 100 150 250 300 350
Abundance #175127: T||f|uoroaceto><y hexadecane
57
5000 R UL R SR S
1340 13.60 13.80 14.00
29 125 m/z 43.00 91.31%
oL “ h \ A As4 196 224 269 30
m/z--> 50 150 200 250 300 350
Abundance
43 83
13.40 13.60 13.80 14.00
5000 m/z 83.00 88.73%
111
o181 | 163 139 168 196 238 266
m/z--> 50 100 150 200 250 300 350 '
Abundance #215485: Heptafluorobutyric acid, n-tetradecyl ester T
13140 13.60 13.80 14.00
83 m/z 69.00 82.82%
29 169
o ‘ J 0 | 1% o 302
m/z--> 50 100 150 200 250 300 350 ' 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032919\

Data File : BF113408.D

Acq On : 29 Mar 2019 11:49

Operator : JU/SJ

ﬁ?ggle i K2155-04 SSSI-0328-S-DH-5-B
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_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 12
R.T. EstConc Area Relative to ISTD R.T.
14.01 2.35 ng 166760 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 76
2 Octadecane 254 C18H38 000593-45-3 64
3 Heneicosane 296 C21H44 000629-94-7 64
4 Octacosane 394 C28H58 000630-02-4 64
5 Hexacosane 366 C26H54 000630-01-3 64
Abundance Scan 2027 (14.010 min): BF113408.D (-2024) (-) m/z 57.00 100.00%
g7
5000 85
4l || 129 207 13.60 13.80 14.00 14.20 14.40
Olrrrrrrreghrs ....,..|..'I,:.':'. J 151169186 | 238255 262 829 “hs7 71.00  67.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #83028: Hexadecane
57
5000 85 AR PR B B
Bmwmmmmmmm
m/z 43.00 59.91%
0 29 Y T Y| 1:}3 1 141 ! 169 197 226
I S A M Mg e M M
Abundance
57
13.60 13.80 14.00 14.20 14.40
5000 Al 85 m/z 85.00 49 .58%
. U3 141 169 107 225 254
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #141426: Heneicosane A B o
57 13.60 13.80 14.00 14.20 14.40
m/z 41.00 20.00%
85
5000
4
113
NECH ‘ I | 77 141 160 197 225 o253 296
m/z--> i&eomﬁmmmmmmmnmmmmmmﬁ 1%mmmmmumho

8270-BF032519.M Thu Apr 11 03:31:54 2019 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032919\

Data File : BF113408.D

Acq On : 29 Mar 2019 11:49

Operator : JU/SJ

ﬁ?ggle i K2155-04 SSSI-0328-S-DH-5-B
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_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 Heptadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.32 3.79 ng 269616 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Octadecane 254 C18H38 000593-45-3 93
3 Heneicosane 296 C21H44 000629-94-7 90
4 Dodecane, 2-methyl- 184 C13H28 001560-97-0 87
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 2080 (14.321 min): BF113408.D (-2075) (-) m/z 57.00 100.00%
57
85
5000
11 1 e 150 140 e
141 169 . . . .
ol 3l 4] .-l|, Ly 100087 212, | (207 295 855 | T 00 69.23%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57
85
5000 LRI IR B
14.00 14.20 14.40 14.60
29 m/z 43.00 62.60%
0 L L g 113‘\1?1 (169 197 240
m/z--> 50 100 150 200 250 300 350
Abundance
57
14.00 14.20 1440 14.60
5000 85 m/z 85.00 56.14%
29
. 113 141 169 197 295 254
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane L B
57 14.00 14.20 14.40 14.60
m/z 41.00 25.65%
85
29 113
oL DLy ) ™0 169 107 o o5 oo
m/z--> 50 100 150 200 250 300 350 14.00 14.20 14.40 14.60

8270-BF032519.M Thu Apr 11 03:31:55 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032919\

Data File : BF113408.D

Acq On : 29 Mar 2019 11:49

Operator : JU/SJ

ﬁ?ggle i K2155-04 SSSI-0328-S-DH-5-B
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_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 Tetradecane, 4-ethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .60 6.46 ng 426830 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane, 4-ethyl- 226 C16H34 055045-14-2 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 2-Bromotetradecane 276 C14H29Br 074036-95-6 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 87
Abundance Scan 2127 (14.598 min): BF113408.D (-2125) (-) m/z 57.00 100.00%
g7
5000 85 mv&__J\,r\\v“J\%_mdhvj\_,w\
LR LN BSRU SN B
113 14.20 14.40 14.60 14.80 15.00
L 141
ol 3 d T4t 169 203224 256 287305 343 m/z 71.00 64.20%
m/z--> 50 100 150 200 250 300 350
Abundance #83033: Tetradecane, 4-ethyl-
43
5000 71 R L B SRR B
1420 1440 14.60 14.80 15.00
m/z 43.00  61.78%
99
B =L " S
m/z--> 50 100 150 200 250 300 350
Abundance
57
o 14.20 14.40 14.60 14.80 15.00
5000 m/z 85.00 45_.16%
29 113
o 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350
Abundance #124147: 2-Bromotetradecane A I o
57 14.20 14.40 14.60 14.80 15.00
m/z 41.00 15.70%
| MJ\JA
5000
29
| ‘ \113 141 197
Ouu‘u‘ulu‘u‘u‘utuuuu ||||‘|||| ——— T T BARE mEEE S R
m/z--> 50 100 150 200 250 300 350 14120 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032919\

Data File : BF113408.D

Acq On : 29 Mar 2019 11:49

Operator : JU/SJ

ﬁ?ggle i K2155-04 SSSI-0328-S-DH-5-B
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .92 9.59 ng 633617 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Nonadecane 268 C19H40 000629-92-5 90
3 Octacosane 394 C28H58 000630-02-4 83
4 Hexatriacontane 507 C36H74 000630-06-8 83
5 Heptacosane 380 C27H56 000593-49-7 83
Abundance Scan 2182 (14.921 min): BF113408.D (-2177) (-) m/z 57.00 100.00%
g7
5000 85
113 14,60 14.80 15.00 15.20
141 268
ol ,I. bA )24 260 107210230 208380300 31 7T 71 00 67.500%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 LR B SULRLILE BN B
Mmmmmmmm
m/z 43.00 57 .29%
29 113
0 \‘ Al ‘\ “\ ‘hw h‘ H‘ l 1?1\16‘9 197 225 253 296
m/z--> 55 160 1éo 260 2éo 360 3éo '
Abundance
57
o 14,60 14.80 15.00 15.20
5000 m/z 85.00 51.02%
29
o 113 141 169 197 268
m/z--> 55 160 1%0 260 250 300 3éo '
Abundance #209565: Octacosane B e m e R
57 14.60 14.80 15.00 15.20
m/z 55.00 20.18%
5000 85
29 113 141
0 | ﬂ 169 197 225 253 281 309 337 365 394
m/z--> 55 100 150 260 2éo 360 3éo ' 1460 1480 1500 1520 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032919\

Data File : BF113408.D

Acq On : 29 Mar 2019 11:49

Operator : JU/SJ

ﬁ?ggle i K2155-04 SSSI-0328-S-DH-5-B
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_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 Octacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.67 14.51 ng 958541 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Tetracosane 338 C24H50 000646-31-1 90
4 Hentriacontane 437 C31H64 000630-04-6 87
5 Docosane 310 C22H46 000629-97-0 87
Abundance Scan 2309 (15.668 min): BF113408.D (-2304) (-) m/z 57.00 100.00%
g7
113 ' 15.40 15.60 15.80 16.00
141 169 : : : :
ol .J,.H. by 197 225 258 295815337 365 m/z 71.00 66.24%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 L B BULELL BRI UM
mmmmmmmm
m/z 43.00 57 .05%
29 113
0 \‘ J ‘\ “\ ‘hw h‘ u‘ { 1?1 169 197 225 253 296
m/z--> 55 160 1éo 260 2%0 360 3%0 '
Abundance
57
' 15.40 15.60 15.80 16.00
5000 g5 m/z 85.00 50.82%
o 29 113 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 150 260 2%0 360 3%0 '
Abundance #175559: Tetracosane A E R T e
57 15.40 15.60 15.80 16.00
m/z 55.00 20.86%
I mjkmvm*kjtwfvxwxdk
5000
29
oL il |13 141 169 197 205 253 338
m/z--> 55 160 1éo 260 2%0 300 3%0 ' 1550 1560 1580 1600
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032919\

Data File : BF113408.D

Acq On : 29 Mar 2019 11:49

Operator : JU/SJ

ﬁ?ggle i K2155-04 SSSI-0328-S-DH-5-B
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_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 2-methyloctacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.12 5.85 ng 386601 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methyloctacosane 408 C29H60 1000376-72-8 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hentriacontane 437 C31H64 000630-04-6 90
4 Octacosane 394 C28H58 000630-02-4 87
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 87
Abundance Scan 2386 (16.121 min): BF113408.D (-2381) (-) m/z 57.00 100.00%
sl
5000 85 AV\//L_A\
5 161 177 20735050 280 308 355 15160 1600 1620 1640
0....,..:.,...Jﬁ.w.r,....,.”.,....,....,...., m/z 71.00 64 .66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
5000 85 U SRR SO U B
15,80 16.00 16.20 16.40
13 m/z 43.00 57.24%
o 29| h \ H d " 141 160 197 225 _ 267 295 365 393
m/z--> 50 150 200 250 300 350 400 '
Abundance
57
o 15:80 16.00 16.20 16.40
5000 m/z 85.00 49.97%
29 113
o 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #223851: Hentriacontane AR e e e AR
57 15.80 16.00 16.20 16.40
m/z 55.00 24 _07%
N Af\/%
85
29 113 141 169 197
ol L a7 199,197 225 253 280 309 351 379 407 436 e ——
m/z--> 50 100 150 200 250 300 350 400 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032919\

Data File : BF113408.D

Acq On : 29 Mar 2019 11:49

Operator : JU/SJ

ﬁ?ggle i K2155-04 SSSI-0328-S-DH-5-B
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_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 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.66 2.37 ng 156474 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 87
2 Heptadecane 240 C17H36 000629-78-7 83
3 Heneicosane 296 C21H44 000629-94-7 80
4 Pentacosane 352 C25H52 000629-99-2 58
5 Hexacosane 366 C26H54 000630-01-3 58
Abundance Scan 2478 (16.662 min): BF113408.D (-2474) (-) m/z 57.00 100.00%
57
85
5000
278 1640 1660 16,20 1700
141 180 224243261 16.40 16.60 16.80 17.00
B ,|. ll o 200 20820020901 1238 3 "m/z 71.00 68.63%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 LN IS BRI SULRE AU
16. 40 16 60 16. 80 17. oo
m/z 43.00 63.11%
29 ‘ ‘ \113 141 169 282
ol b b L] 7 109 197 225 53 282
m/z--> 50 100 150 200 250 300 350
Abundance
57
1640 16.60 16.80 17.00
5000 g5 m/z 85.00 60.37%
29
o 113 141 169 196 240
m/z--> o 'éo" ' 160" "150" "200" "250" ' 560" ' ééo
Abundance #141426: Heneicosane B EERR Bam e L
57 16.40 16.60 16.80 17.00
m/z 99.00 20.17%
85
- M/Mw\j\\mw
29 113
oL 11y | ML 169 107 225 253 296
m/z--> % m 150 200 250 %o 350 1mm%mmmmo
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032919\

Data File : BF113408.D

Acq On : 29 Mar 2019 11:49

Operator : JU/SJ

3?22'6 i K2155-04 SSSI-0328-S-DH-5-B
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_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]
unknown6 .47 6.47 82.5 ng 4311850 1 6.70 1045410 20.0
unknown10.39 10.39 2.0 ng 159383 3 9.73 1586450 20.0
Octadecanoic acid 12.55 56.4 ng 4009350 5 13.84 1420990 20.0
9-Octadecenamide, ... 13.27 7.2 ng 508399 5 13.84 1420990 20.0
Trifluoroacetoxy ... 13.75 9.5 ng 675083 5 13.84 1420990 20.0
Hexadecane 14 .01 2.4 ng 166760 5 13.84 1420990 20.0
Heptadecane 14.32 3.8 ng 269616 5 13.84 1420990 20.0
Tetradecane, 4-et... 14.60 6.5 ng 426830 6 15.24 1320910 20.0
Heneicosane 14.92 9.6 ng 633617 6 15.24 1320910 20.0
Octacosane 15.67 14.5 ng 958541 6 15.24 1320910 20.0
2-methyloctacosane 16.12 5.8 ng 386601 6 15.24 1320910 20.0
Eicosane 16.66 2.4 ng 156474 6 15.24 1320910 20.0
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