LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032919\
Data File : BF113424.D

Acq On : 29 Mar 2019 20:22

Operator : JU/SJ

Sample - K2138-01

Misc :

ALS Vial : 14 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 5.322 545 550 566 rBV 3147702 3541792 71.28% 8.868%
2 6.351 720 725 728 rBV 3288185 3656811 73.60% 9.156%
3 6.475 742 746 751 rBV 3797068 3702903 74.52% 9.272%
4 6.698 781 784 795 rVB 943935 839007 16.89% 2.101%
5 6.857 807 811 826 rBV 3247770 2913680 58.64% 7.296%
6 7.263 876 880 900 rBvV 2178217 2470145 49.71% 6.185%
7 7.981 999 1002 1022 rBV 1082769 1079302 21.72% 2.703%
8 9.057 1181 1185 1196 rBV 4282922 4446759 89.50% 11.134%
9 9.145 1197 1200 1210 rVB4 36488 60502 1.22% 0.151%
10 9.451 1249 1252 1257 rBV 257534 245475 4.94% 0.615%

11 9.733 1296 1300 1312 rVB 1276248 1252446 25.21% 3.136%
12 10.386 1406 1411 1417 rBV2 85215 121110 2.44% 0.303%
13 10.522 1429 1434 1441 rBV 2721907 2821813 56.79% 7.066%
14 10.580 1441 1444 1452 rVV 212239 350678 7.06% 0.878%
15 10.639 1452 1454 1464 rVB4 66966 112196 2.26% 0.281%

16 11.086 1523 1530 1533 rBV2 49862 55169 1.11% 0.138%
17 11.210 1547 1551 1559 rBV 1547625 1425665 28.69% 3.570%
18 11.745 1639 1642 1652 rBV3 213473 284960 5.74% 0.714%
19 12.304 1732 1737 1741 rBV2 48537 53577 1.08% 0.134%
20 12.416 1751 1756 1760 rBV 170629 170180 3.43% 0.426%

21 12.527 1772 1775 1785 rBv4 120014 196591 3.96% 0.492%
22 12.610 1785 1789 1792 rVV 219364 205083 4._.13% 0.514%
23 12.645 1792 1795 1798 rVB 144449 132957 2.68% 0.333%
24 12.792 1815 1820 1823 rBV 4581835 4968697 100.00% 12.441%
25 12.816 1823 1824 1829 rVB 249340 168595 3.39% 0.422%

26 12.963 1844 1849 1854 rVB4 22775 49886 1.00% 0.125%
27 13.027 1857 1860 1863 rVV 59076 59310 1.19% 0.149%
28 13.333 1909 1912 1915 rBV 87415 81831 1.65% 0.205%
29 13.692 1970 1973 1975 rBV 70130 67687 1.36% 0.169%

30 13.721 1975 1978 1990 rVB6 64779 155618 3.13% 0.390%

31 13.839 1992 1998 2001 rBV 1355431 1506806 30.33% 3.773%
32 14.010 2024 2027 2030 rBV 70719 65623 1.32% 0.164%
33 14.310 2075 2078 2082 rVB 108322 102485 2.06% 0.257%
34 14.604 2125 2128 2133 rBV 151510 132851 2.67% 0.333%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032919\
Data File : BF113424.D

Acq On : 29 Mar 2019 20:22

Operator : JU/SJ

Sample - K2138-01

Misc :

ALS Vial : 14 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 14.674 2137 2140 2142 rBV 52103 49771 1.00% 0.125%

36 14.845 2165 2169 2177 rBV 138595 241549 4._86% 0.605%
37 14.915 2177 2181 2184 rBV 157437 169776 3.42% 0.425%
38 15.127 2213 2217 2222 rVB 73829 100026 2.01% 0.250%
39 15.180 2223 2226 2231 rVV 55985 74837 1.51% 0.187%
40 15.239 2231 2236 2248 rVB 1043189 1484356 29.87% 3.717%

41 15.656 2303 2307 2313 rBVY 126358 181324 3.65% 0.454%
42 16.115 2381 2385 2393 rVB2 78631 137026 2.76% 0.343%

Sum of corrected areas: 39936855
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Data Path
Data File
Acq On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

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

BF113424.D

29 Mar 2019 20:22

JussJ

K2138-01

14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.M

Quant Title

TIC Library

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

TIC: BF113424.D

5.32

6.47

6.35

6.86

6.70

7.26

Or—
Time-->

T
5.00

Abundance

4000000

3000000

2000000

1000000

TIC: BF113424.D

10.52

9.73
7.98

9.45
10.3!

%4

11.

11.21

0!

11.74

12!

12

0
Time-->

11.00

10.00

9.50 10.50

11.50

12.00

12.50

13.00

Abundance

4000000

3000000

2000000

1000000

0

TIC: BF113424.D

13.84
15.24

14.31 145Q}348482 15.66
14.01 533 154,

16.12

Time-->

™1
13.50

15.50 16.00 16.50

14.00

14.50 15.00

17.00

I
17.50

T
18.00

18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032919\
Data File : BF113424.D

Acq On : 29 Mar 2019 20:22

Operator : JU/SJ

Sample - K2138-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.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 unknown6.47 Concentration Rank 1

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

6.47 88.27 ng 3702900 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 12
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): BF113424.D (-742) (-) m/z 132.00 100.00%
32
5000 68
40 | 6 " 620 640 6.60 6.80
54 75 104 . . . .
..,....,....,...:l'!.‘.‘?,n..6?:.'.|....,..5??,....,.':..,.1.1.5.,....,'...,.. m/z 67.95 43.64%
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 RS R L U A
6.20 6.40 6.60 6.80
0,
314 5 78 m/z 134.00 32.54%
'w'“'w'“J”Jh'L'w'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
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

6.20 6.40 6.60 6.80

5000 67 m/z 66.00 27.62%
41 97
53 117
S Y A-NA B T 7
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 68.95 16.77%

5000
104

66
14 27 37445168 P 77 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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032919\
Data File : BF113424.D

Acq On : 29 Mar 2019 20:22

Operator : JU/SJ

Sample - K2138-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.M

Quant Title

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

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Benzenesulfonamide, 4-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.58 4.92 ng 350678 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide, 4-methyl- 171 C7HONO2S 000070-55-3 98
2 O-p-toluenesulfonyll-N-acetylser... 315 C13H17NO6S 1000126-44-8 90
3 N-p-toluenesulfonyl-I-threonine, ... 363 C18H21NO5S 1000130-34-4 72
4 Pyridine-2-carbonitrile, 3,5,6-t_... 375 C13H8CI3N302S 255713-77-0 35
5 N-carbobenzyloxy-cysteine 255 C11H13N04S 1000131-22-5 27
Abundance Scan 1444 (10.580 min): BF113424.D (-1441) (-) m/z 90.95 100.00%

g1

5000

. 155171
107
39
139

10.20 10.40 10.60 10.80

AT Ll
ettt e b b e e

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

Abundance #39309: Benzenesulfonamide, 4-methyl-

91

5000 155171
65
107

39
| ,|122139

m/z 170.95 40.06%

10.20 10.40 10.60 10.80

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

Abundance
91

171
5000 155
65 107

‘ﬁP ﬂ ! d 122139 196 226243258

#156887: O-p-toluenesulfonyll-N-acetylserine, methyl ester

m/z 154.85 33.02%

10.20 10.40 10.60 10.80

316

m/z--> 20 40 60 80

100 120 140 160 180 200 220 240 260 280 300 320

Abundance

5000 65

\f\\

JH\

#192444: N-p-toluenesulfonyl-I-threonine, benzyl ester
91

171
155

107

, 187 211228245 274 296 319

| J\122139

m/z 64.95 29.24%

10.20 10.40 10.60 10.80

m/z 106.95 20.18%

m/z--> 20 40 60 80

100 120 140 160 180 200 220 240 260 280 300 320

A
LI L L B L L L

10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032919\
Data File : BF113424.D

Acq On : 29 Mar 2019 20:22

Operator : JU/SJ

Sample - K2138-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.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 4 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.75 4.00 ng 284960 Phenanthrene-d10 11.21
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 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 1643 (11.751 min): BF113424.D (-1639) (-) m/z 73.00 100.00%
43 6078
5000 129
J‘l 143157171185 11/40 11.60 11.80 1200
m/z 60.00 88.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 7B
5000 129
11.40 11.60 11.80 12.00
m/z 43.00 82.39%
lleJ 143157171185199213
m/z--> "éblllxd" 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 7B
I I I

11.40 11.60 11.80 12.00

5000 129 m/z 57.00 80.90%
29
; .1.5, ; ‘a‘. .W. ; “‘.‘l‘.‘. :
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid L B
60 73 11.40 11.60 11.80 12.00
m/z 55.00 64 .54%
43
5000
129
29 ‘ T7 115 171 - 214
01 ‘
sl A L | e |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032919\
Data File : BF113424.D

Acq On : 29 Mar 2019 20:22

Operator : JU/SJ

Sample - K2138-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.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 5 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.53 2.61 ng 196591 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 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 46
5 Oxalic acid, propyl tetradecyl e... 328 C19H3604 1000309-26-7 30
Abundance Scan 1775 (12.527 min): BF113424.D (-1772) (-) m/z 43.00 100.00%
43 78
57
5000
185 241 "|""|""|""|""|
199513227 12.20 12.40 12.60 12.80
e m/z 72.90 94 .88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 78
5000 129 TTTTT T[T T T[T T T[T
nmnmnmnm
185 m/z 57.00 80.86%
1JJ 143,171 241 284
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43 78
o ISRV BN BN UGS
12.20 12.40 12.60 12.80
5000 m/z 60.00 77.03%
29
sl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid
78 12.20 12.40 12.60 12.80
43 m/z 55.00 70.09%
5
5000 129
; 185 228
01115 | 143 171
e A ﬁ\’m T Lt | 199915 | e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1220 1240 1260 1280
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032919\
Data File : BF113424.D

Acq On : 29 Mar 2019 20:22

Operator : JU/SJ

Sample - K2138-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.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 Butyl citrate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

12.61 2.72 ng 205083 Chrysene-di12 13.84

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butyl citrate 360 C18H3207 000077-94-1 91
2 Adipic acid, butyl 3-pentyl ester 272 C15H2804 1000324-60-5 78
3 Adipic acid, isobutyl pent-4-en-... 270 C15H2604 1000354-11-8 72
4 Adipic acid, butyl 2-methylpent-... 286 C16H3004 1000353-55-8 72
5 Adipic acid, 2,4-dimethylpent-3-... 300 C17H3204 1000349-77-6 64
Abundance Scan 1789 (12.610 min): BF113424.D (-1785) (-) m/z 185.00 100.00%

185
129
5000
ﬁl g7 111 14 ﬂmlﬁg 12.20 12.40 12.60 12.80 13.00
Ak b i s | Tm/z 128.90  73.63%

m/z--> 100 150 200 250 300 350
Abundance #190469: Butyl citrate

185
129
5000

12.20 12.40 12.60 12.80 13.00

41 259 m/z 57.00 22.78%
| g7 111 | 157
Ly leo 87 7| X 213231 | 87 361
= e
m/z--> 50 100 150 200 250 300 350
Abundance #120812: Adipic acid, butyl 3-pentyl ester
129
185 IIIIIIIIIIIIIIIIIIIIII
12.20 12.40 12.60 12.80 13.00
5000 m/z 40.95 19.56%
111
29 9 156 | 202
R S e a2
m/z--> 50 100 150 200 250 300 350
Abundance #119042: Adipic acid, isobutyl pent-4-en-2-yl ester L B o
129 12.20 12.40 12.60 12.80 13.00
m/z 111.00 12.67%
5000 185
111
a1 69
SONNE S0 T AN PSS bt
m/z--> 50 100 150 200 250 300 350 12. 20 12. 40 12 60 12. 80 13. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032919\
Data File : BF113424.D

Acq On : 29 Mar 2019 20:22

Operator : JU/SJ

Sample - K2138-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.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 unknownl3.72 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.72 2.07 ng 155618 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Imidazole, 1-(cyclohexylcarbo... 178 C10H14N20 060718-45-8 38
2 n-Nonadecanol-1 284 C19H400 001454-84-8 27
3 2-Methyl-E-7-hexadecene 238 C17H34 064183-52-4 27
4 2-Benzothiazolamine, 5,6-dimethyl- 178 C9H10N2S 029927-08-0 25
5 Heptacosyl acetate 438 C29H5802 1000351-78-2 22
Abundance Scan 1978 (13.721 min): BF113424.D (-1975) (-) m/z 178.00 100.00%
8
69 83 97
5000 43
6
192205 204 15140 1360 1380 1400
m/z 83.00 62.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #43675: 1H-Imidazole, 1-(cyclohexylcarbonyl)-
a3
5000 SR BRI BN S B
55 111 1340 13.60 13.80 14.00
41 68 m/z 97.00 62.33%
27 J . m. J 97 | 128 150 178
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #131391: n-Nonadecanol-1
55 o 83 97
4 13.40 13.60 13.80 14.00
5000 m/z 69.00 58.90%
125
27 I |l 139154168182106210223238 266
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260
Abundance #92573: 2-Methyl-E-7-hexadecene e AREEEEEaSEE
43 &g 13.40 13.60 13.80 14.00
m/z 43.00 51.68%
5000
‘ 125139153167 182106210223 238
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032919\
Data File : BF113424.D

Acq On : 29 Mar 2019 20:22

Operator : JU/SJ

Sample - K2138-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.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 8 Nonadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.92 2.29 ng 169776 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 90
3 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 2182 (14.921 min): BF113424.D (-2177) (-) m/z 57.00 100.00%
q7
85
5000
113 268 14.60 14.80 15.00 15.20
183 355
. .3.',‘|'. | i 165183 210228245 17 205 355 r o e T ot
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
g7
5000 85 A SRR U SRR
mmmmmmmm
m/z 43.00 62.26%
29 113
|| | || . II |I i 141 .169 197 225 268
m/z--> §o 100 150 200 2éo 300 350
Abundance #94356: Tetradecane, 2,6,10-trimethyl-
g7
14.60 14.80 15.00 15.20
5000 85 m/z 85.00 55.63%
113 155
‘ Jli J\ ‘i‘ Al n‘ 137 \{ 183 207225
m/z--> §o 160 150 200 2éo 300 3%0
Abundance #129498: Nonadecane, 2-methyl- e A RERREEESE L
57 14.60 14.80 15.00 15.20
m/z 55.00 21.74%
5000
85
29 113
N ‘ Lo [0 14 169 197 29 267
m/z--> §o 160 150 200 2éo 360 3%0 1460 1480 1500 1520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032919\
Data File : BF113424.D

Acq On : 29 Mar 2019 20:22

Operator : JU/SJ

Sample - K2138-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.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 9 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.66 2.44 ng 181324 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 87
2 Hexadecane, 1-i1odo- 352 C16H331 000544-77-4 86
3 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 86
4 Octacosane 394 C28H58 000630-02-4 83
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 80
Abundance Scan 2308 (15.662 min): BF113424.D (-2303) (-) m/z 57.00 100.00%
g7
85
5000
113 15.40 15.60 15.80 16.00
141 197 266
e l| Loy 108 00 225 A . m/z 71.00 68.76%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
g7
85
5000 LN LR BUMRUL SUNRUL IR

15.40 15.60 15.80 16.00
29 m/z 43.00 58.77%

L I 1}3. 141 169 197 240
L

m/z--> 50 100 150 200 250 300 350

Abundance #184946: Hexadecane, 1-iodo-
57
B EERR Bam e L
85 15.40 15.60 15.80 16.00
5000 m/z 85.00 54 _.36%
225
29 l 113 141
R e e |
m/z--> 50 100 150 200 250 300 350
Abundance #141432: Pentadecane, 8-hexyl- B EERR Bam e L
57 15.40 15.60 15.80 16.00
m/z 55.00 23.69%
85
5000
29 l } 113 141 196
LA ﬂ [ M 168 | 224243 265283
— - B R A e m e B EERR Bam e L
m/z--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032919\
Data File : BF113424.D

Acq On : 29 Mar 2019 20:22

Operator : JU/SJ

Sample - K2138-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .47 6.47 88.3 ng 3702900 1 6.70 839007 20.0
Benzenesulfonamid... 10.58 4.9 ng 350678 4 11.21 1425670 20.0
n-Hexadecanoic acid 11.75 4.0 ng 284960 4 11.21 1425670 20.0
Octadecanoic acid 12.53 2.6 ng 196591 5 13.84 1506810 20.0
Butyl citrate 12.61 2.7 ng 205083 5 13.84 1506810 20.0
unknownl13.72 13.72 2.1 ng 155618 5 13.84 1506810 20.0
Nonadecane 14.92 2.3 ng 169776 6 15.24 1484360 20.0
Heptadecane 15.66 2.4 ng 181324 6 15.24 1484360 20.0

8270-BF032519.M Mon Apr 01 09:24:28 2019 Page: 12



