LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102863.D

Acq On : 8 Feb 2018 18:28

Operator : SJ/JU

Sample - J1470-11

Misc :

ALS Vial : 20 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 2.151 6 11 16 rVB 399158 498886 10.43% 1.229%
2 5.116 512 515 524 rVB 130748 160448 3.35% 0.395%
3 5.504 576 581 584 rBV 4736515 4784895 100.00% 11.791%
4 6.516 747 753 756 rBV 4323473 4747314 99.21% 11.698%
5 6.657 772 777 780 rBV 4749125 4620388 96.56% 11.386%
6 6.886 812 816 819 rBV 1626781 1299410 27.16% 3.202%
7 7.045 838 843 846 rBVY 3215082 3117662 65.16% 7.683%
8 7.451 906 912 915 rBV 3032016 3063238 64.02% 7.549%
9 7.528 921 925 934 rVB 60458 77730 1.62% 0.192%
10 8.169 1030 1034 1037 rBV 1965269 1622479 33.91% 3.998%

11 9.245 1212 1217 1220 rBV 3426666 3411076 71.29% 8.406%
12 9.316 1226 1229 1232 rVB 111001 85989 1.80% 0.212%
13 9.633 1279 1283 1286 rBV 478589 419480 8.77% 1.034%
14 9.845 1312 1319 1323 rBV 265764 233984 4_.89% 0.577%
15 9.921 1329 1332 1337 rBV 1501817 1480645 30.94% 3.649%

16 10.169 1371 1374 1378 rVB3 51436 49550 1.04% 0.122%
17 10.321 1397 1400 1402 rBV 85576 74966 1.57% 0.185%
18 10.345 1402 1404 1407 rVB 266234 202014 4.22% 0.498%
19 10.569 1437 1442 1444 rBV 68578 87988 1.84% 0.217%

20 10.716 1463 1467 1477 rVB 1935612 1953106 40.82% 4.813%

21 10.821 1482 1485 1494 rVB 199507 240183 5.02% 0.592%
22 11.268 1558 1561 1563 rBV 138490 111615 2.33% 0.275%

23 11.298 1563 1566 1572 rVB2 45815 53153 1.11% 0.131%
24 11.410 1582 1585 1589 rBV 1181407 1148796 24.01% 2.831%
25 11.692 1630 1633 1636 rBV 74481 69588 1.45% 0.171%
26 11.927 1670 1673 1676 rBV 93907 86825 1.81% 0.214%
27 12.104 1699 1703 1705 rBV 59833 49366 1.03% 0.122%
28 12.810 1820 1823 1827 rBV 96671 85086 1.78% 0.210%

29 12.998 1850 1855 1858 rBV 2437823 2228848 46.58% 5.492%
30 13.468 1931 1935 1945 rBV 603366 737366 15.41% 1.817%

31 13.545 1945 1948 1953 rBV 95753 95272 1.99% 0.235%
32 13.880 2002 2005 2012 rBV 644563 622460 13.01% 1.534%
33 14.051 2031 2034 2038 rBV 1061057 1056890 22.09% 2.604%
34 14.515 2110 2113 2118 rBV 68332 81135 1.70% 0.200%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102863.D

Acq On : 8 Feb 2018 18:28

Operator : SJ/JU

Sample - J1470-11

Misc :

ALS Vial =: 20 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 - 0 Peak Location: TOP

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

Method
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.804 2158 2162 2171 rBV 530450 709059 14.82% 1.747%
36 15.162 2220 2223 2226 rBV 94986 107978 2.26% 0.266%

37 15.539 2282 2287 2296 rVB2 695555 986420 20.62% 2.431%
38 15.998 2362 2365 2369 rVB 87781 119432 2.50% 0.294%

Sum of corrected areas: 40580720
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Data Path
Data File
Acq On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

> Z:\HPCHEM1\BNA_F\DATA\BF020818\
: BF102863.D

: 8 Feb 2018 18:28

: SJ/JU

: J1470-11

- 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.M

Quant Title

TIC Library

TIC Integ

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P

ration Parameters:

Abundance

4000000

3000000

2000000

1000000

.15

TIC: BF102863.D

5(50

5.12

6.55)

7.05
7.45

6.89

0
Time-->

5.00

T
4.00

T
4.50

T
5.50

T
2.50

T
3.00

T
3.50

Abundance

4000000

3000000

2000000

1000000

TIC: BF102863.D

9.25

8.17 10.72

11.41

0.82

101&%@21057 U2y

11 6911 932 10

13.00

13.47

3.54

0
Time-->

12. 00

10. 50 11. OO 11. 50

10.00

12.50 13.00 13. 50

Abundance

4000000

3000000

2000000

1000000

TIC: BF102863.D

14.05

Time-->

18.

16.50 17.00 17.50

15.50 16.00

14.00

14.50 15.00

00 18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102863.D

Acq On : 8 Feb 2018 18:28

Operator : SJ/JU

Sample - J1470-11

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.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 Butane, 2-methoxy-2-methyl- Concentration Rank 6

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

2.15 7.68 ng 498886 1,4-Dichlorobenzene-d4 6.89
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 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 28
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 11 (2.151 min): BF102863.D (-6) (-) m/z 72.95 100.00%
73
5000 43
55 87
2.20 2.30 2.40 2.50 2.60
O 8L OTl 7o e | Tm/z 43.00  45.02%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 U R AR N AR R
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 54.95  29.60%
A T
mz-> 20 30 4 s'o 60 70 8 90 100 110 120 130
Abundance
73
87 HAA AR AR R UL R
2.20 2.30 2.40 2.50 2.60
5000 a1 55 m/z 87.00 23.28%
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 R aas man
73 2.20 2.30 2.40 2.50 2.60
m/z 41.00 13.84%
5000 43
58
0'|'”“W“"H*'w"“l'“'l”"w"w"“l'“'l“"w"w"“ RN R AR U A
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 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 : BF102863.D

Acq On : 8 Feb 2018 18:28

Operator : SJ/JU

Sample - J1470-11

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 10

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

5.12 2.47 ng 160448 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
5 Diacetamide 101 C4H7NO2 000625-77-4 9

Abundance Scan 516 (5.122 min): BF102863.D (-512) (-) m/z 43.00 100.00%
43
59
5000
1ot 4.80 5.00 5.20 5.40
83 : - : :
0 ..,....,....,.?.6.','!-...?.1.!~I,...‘?,9....,.-...,...:,|....,....,....,....,...., m/z 59.00 58.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SN AR AR LA AR
4.80 5.00 5.20 5.40
59 101 m/z 101.00 17.-30%
0 2 s o1 | o g
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 m/z 58.00 15.59%
43 101
oL 15 3t 51 69 83
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 e R AN
59 4.80 5.00 5.20 5.40
m/z 41.00 7 .80%
5000 41
68
o I so 1) | 126 142
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102863.D

Acq On : 8 Feb 2018 18:28

Operator : SJ/JU

Sample - J1470-11

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.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 3 unknown6.66 Concentration Rank 1

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

6.66 71.12 ng 4620390 1,4-Dichlorobenzene-d4 6.89
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 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 778 (6.663 min): BF102863.D (-772) (-) m/z 132.00 100.00%
5000 68
96 e eEn A RO 700
40 54 75 104 6.40 6.60 6.80 7.00
o....,...:I'!..“.E‘,:!..?hl'.',..':.,..5.‘?,..!.,.-:..,.1.1?.,....,"...,.. m/z 68.00 35.71%
m/z--> 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 AR R L R
6.40 6.60 6.80 7.00
2 78 m/z 134.00 33.27%
38 44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
" 640 6.60 680 7.00
5000 m/z 66.00 24 _.11%
3B 44 g7 105
51 60 70 78 g 115
O R B oL B R L
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal b R e
132 6.40 6.60 6.80 7.00
m/z 68.95 13.96%
5000 67
41 97
‘ 53 . 117
o aall | eyl P e | 103110 | 104
m/z--> 30 40 50 60 70 8|O 9'0 100 110 12'0 130 140 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 : BF102863.D

Acq On : 8 Feb 2018 18:28

Operator : SJ/JU

Sample - J1470-11

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.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 Tetradecane Concentration Rank 8

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

9.85 3.16 ng 233984 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 83
4 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 80
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 80

Abundance Scan 1320 (9.851 min): BF102863.D (-1312) (-) m/z 57.00 100.00%
57
43
71
99 113126 9.60 9.80 10.00 10.20
0 ...,....','...| ol gl S22 140 199169 212 0 Tn/z 43.00 62.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane
57
43
71
5000 85 A R UL UL B
9.60 9.80 1000 1020
29 m/z 70.95 53.98%
oL 15 J b g %9 113 127 141 155 169 198
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 260 250
Abundance
43 ¥
9.60 9.80 10.00 10.20
5000 71 m/z 85.00 36.20%
85
29

99 113 127 141 155 169 183 197 226

-
mz--> 20 40 60 80 100 120 140 160 180 200 220 mﬁ~w~J4ﬂNMk”JbvvafAMMLﬂv

Abundance #48909: Decane, 6-ethyl-2-methyl-

_'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_

57 9.60 9.80 10.00 10.20
43 m/z 41.00 32.52%

5000 71
85

0 ‘ L ‘ 9 113126 141 155 4«,Jv%jn/wﬂﬁ~,JL\«qu/AAAA,Jf
Y A e e — e A Al

miz--> 20 40 60 80 100 120 140 160 180 200 220 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102863.D

Acq On : 8 Feb 2018 18:28

Operator : SJ/JU

Sample - J1470-11

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.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 Hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.35 2.73 ng 202014 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tetracosane 338 C24H50 000646-31-1 86
3 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 80
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 78
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 78
Abundance Scan 1405 (10.351 min): BF102863.D (-1402) (-) m/z 57.00 100.00%
57
5000
4 85
113 10.00 10.20 10.40 10.60
0 141 169 m/z 43.00 63.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #83025: Hexadecane
57
5000 NSNS BSULAR BUGLRE
g5 10.00 10.20 10.40 10.60
4 m/z 71.05 54.97%
oh2 \ L [l w 113 141 169 197 226
m/z--> ﬁo Jo éo 85 100 150 140 160 180 200 220 240 260 280 360 320 350
Abundance
57
10,00 10.20 1040 10.60
5000 P m/z 85.00 38.16%

41

) 113 141 169 107 225 253 281 300 338

LA A R N A LU RN SN SRS SRS R AL LA LA SRR SRR B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #125660: Sulfurous acid, 2-ethylhexyl hexyl ester T T T
57 10.00 10.20 10.40 10.60
m/z 41.00 33.39%

5000 85
4\ e L._/\MJ
| |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10 00 10. 20 10 40 10 60

2

-

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102863.D

Acq On : 8 Feb 2018 18:28

Operator : SJ/JU

Sample - J1470-11

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.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 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.47 13.95 ng 737366 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (Z)- 281 C18H35N0 000301-02-0 97
2 Pentadecanamide, 15-bromo- 319 C15H30BrNO 1000163-86-1 64
3 Octanamide 143 C8H17NO 000629-01-6 56

4 Hexadecanamide 255 C16H33N0 000629-54-9 56
5 Heptanamide, 4-ethyl-5-methyl- 171 C10H21NO 054789-40-1 50

Abundance Scan 1935 (13.468 min): BF102863.D (-1931) (-) m/z 58.95 100.00%

99

5000

s

13.20 13.40 13.60 13.80
m/z 72.00 59.26%

) 112158 154 184 205221238 264281

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #128445: 9-Octadecenamide, (2)-
59

r

5000 41
13.20 13.40 13.60 13.80
m/z 55.00 38.26%
o8 126 154 184 221238 264281
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
59
T T
13.20 13.40 13.60 13.80
5000 m/z 41.00 32.45%
41

240
86 114 142 170 195212 262278 304321

&

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

Abundance #20317: Octanamide e e ma

59 13.20 13.40 13.60 13.80
m/z 43.00 25.43%

5000
43
27 | 86 114 143

bbb s e i

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13 20 13. 40 13. 60 13. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102863.D

Acq On : 8 Feb 2018 18:28

Operator : SJ/JU

Sample - J1470-11

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.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 Bromoacetic acid, octadecyl... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.88 11.78 ng 622460 Chrysene-d12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 94
2 1-Heneicosanol 312 C21H440 015594-90-8 94
3 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 94
4 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
5 Cyclopentadecane 210 C15H30 000295-48-7 92
Abundance Scan 2005 (13.880 min): BF102863.D (-2002) (-) m/z 57.00 100.00%
41
5000 k\bﬁvNMVAMNWA
S e
126 153 13.60 13.80 14.00 14.20
o ...,....',l b 168 195210 230245 267283299 m/z 55.00 92 750
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #207396: Bromoacetic acid, octadecy! ester
43
i L%ju\—,'
97
5000 SR AR SR SR SR
13.60 13.80 14.00 14.20
) 139 m/z 43.00 91.92%
154 181 208224 250

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 83
R EEREREE RS m e
13.60 13.80 14.00 14.20
5000 111 m/z 83.00 82.58%

29
0 139154 187 210 238 266 204

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

Abundance #197885: Trichloroacetic acid, pentadecy! ester A ma e
13.60 13.80 14.00 14.20

m/z 69.00 74 .34%

5000

[
]

T T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 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 : BF102863.D

Acq On : 8 Feb 2018 18:28

Operator : SJ/JU

Sample - J1470-11

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.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 10 13-Docosenamide, (Z2)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.80 14.38 ng 709059 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Docosenamide, (2)- 337 C22H43NO 000112-84-5 91
2 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 78
3 Tetradecanamide 227 C14H29NO 000638-58-4 72
4 Dodecanamide 199 C12H25NO0 001120-16-7 53
5 2-Propanone, 1l-cyclohexyl- 140 C9H160 000103-78-6 43

Abundance Scan 2161 (14.798 min): BF102863.D (-2158) (-) m/z 58.95 100.00%

9

_%

5000
0 126 45, 14.40 14.60 14.80 15.00 15.20
ol 184 210 240 271 294 321 n/z 71.95 58970
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #174697: 13-Docosenamide, (2)-
59
41
5000 LA o e s s o o

14.40 14.60 14.80 15.00 15.20
m/z 55.00 49.73%

L \\u »\zw..w N 184 193 omaa0  orros 32037
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
59
DN
14.40 14.60 14.80 15.00 15.20
5000 m/z 43.00 30.61%
41
NEL 83 114 136154 184 220238 26425%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #83610: Tetradecanamide A B o
59 14.40 14.60 14.80 15.00 15.20
m/z 41.00 28.76%
4
128 184 227
o 28, i re Y aagreet8t oo S
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 1440 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102863.D

Acq On : 8 Feb 2018 18:28

Operator : SJ/JU

Sample - J1470-11

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.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 11 Pentadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.16 2.19 ng 107978 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Octacosane 394 C28H58 000630-02-4 83
3 Heptacosane 380 C27H56 000593-49-7 83
4 Tetracosane 338 C24H50 000646-31-1 80
5 Tridecane, 2-methyl- 198 C14H30 001560-96-9 74
Abundance Scan 2223 (15.162 min): BF102863.D (-2220) (-) m/z 57.00 100.00%
57
5000 P
113 155 14.80 15.00 15.20 15.40
ol j b p o (750, 183207230 254 283 323343 ns7 71.05  59.77%
m/z--> 50 100 150 200 250 300 350
Abundance #71393: Pentadecane
57
5000 U D AL B B
85 1480 15.00 1520 15.40
29 m/z 43.00 57 .25%
m/z--> 50 100 150 200 250 300 350
Abundance
57
14.80 15.00 15.20 15.40
5000 g5 m/z 85.05 36.85%
29
o 113 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 150 260 2%0 360 3%0 '
Abundance #202662: Heptacosane R AR EEEEE T
57 14.80 15.00 15.20 15.40
m/z 41.00 22.60%
5000
85
0 ?? | ;113 141 169 197 225 253 281 323 351 380
m/z--> 55 160 1%0 260 250 360 3%0 ' 1480 1500 1520 1§4o '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102863.D

Acq On : 8 Feb 2018 18:28

Operator : SJ/JU

Sample - J1470-11

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.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 12 Tridecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.00 2.42 ng 119432 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 83
2 Tetracosane 338 C24H50 000646-31-1 83
3 Octacosane 394 C28H58 000630-02-4 83
4 Heneicosane 296 C21H44 000629-94-7 83
5 Pentacosane 352 C25H52 000629-99-2 80
Abundance Scan 2365 (15.998 min): BF102863.D (-2362) (-) m/z 57.00 100.00%
g7
5000 85
113 0 1590 16.00 16.20 16.40
141 14 205 297248 15.60 15.80 16.00 16.20 16.40
ol A b bl 100 205227248271 301 331 365385 (%0 TA3.00  62.81%
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Abundance #48832: Tridecane
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102863.D

Acq On : 8 Feb 2018 18:28

Operator : SJ/JU

Sample - J1470-11

Misc :

ALS Vial : 20 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 7.7 ng 498886 1 6.89 1299410 20.0
2-Pentanone, 4-hy... 5.12 2.5 ng 160448 1 6.89 1299410 20.0
unknown6 .66 6.66 71.1 ng 4620390 1 6.89 1299410 20.0
Tetradecane 9.85 3.2 ng 233984 3 9.92 1480650 20.0
Hexadecane 10.35 2.7 ng 202014 3 9.92 1480650 20.0
9-Octadecenamide, ... 13.47 13.9 ng 737366 5 14.06 1056890 20.0
Bromoacetic acid,... 13.88 11.8 ng 622460 5 14.06 1056890 20.0
13-Docosenamide, ... 14.80 14.4 ng 709059 6 15.54 986420 20.0
Pentadecane 15.16 2.2 ng 107978 6 15.54 986420 20.0
Tridecane 16.00 2.4 ng 119432 6 15.54 986420 20.0
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