LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113301.D

Acq On : 26 Mar 2019 19:57

Operator : JU/SJ

Sample - K2081-01

Misc :

ALS Vial : 5 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 5.322 545 550 553 rBY 3686306 3626998 79.11% 8.814%
2 6.351 720 725 742 rBV 3651394 4264400 93.02% 10.363%
3 6.475 742 746 749 rBV 4215147 4059048 88.54% 9.864%
4 6.698 781 784 796 rVB 1051707 935831 20.41% 2.274%
5 6.857 807 811 815 rBV 3457863 3127352 68.22% 7 .600%
6 7.263 875 880 883 rBV 2565252 2616651 57.08% 6.359%
7 7.981 998 1002 1022 rBV 1245118 1175642 25.64% 2.857%
8 9.057 1180 1185 1196 rBV 4441591 4584505 100.00% 11.141%
9 9.451 1248 1252 1262 rBVY 338278 295745 6.45% 0.719%
10 9.734 1296 1300 1313 rVB 1269777 1237400 26.99% 3.007%

11 10.516 1429 1433 1447 rBV 1856378 1815736 39.61% 4.413%
12 11.169 1538 1544 1547 rBV3 56264 73633 1.61% 0.179%
13 11.210 1547 1551 1560 rVB 1297535 1196852 26.11% 2.909%
14 11.751 1637 1643 1655 rBV 547527 881175 19.22% 2.141%
15 12.010 1683 1687 1695 rVB 116378 146397 3.19% 0.356%

16 12.527 1771 1775 1786 rBV 435973 688052 15.01% 1.672%
17 12.792 1815 1820 1823 rBV 4261673 3939271 85.93% 9.573%
18 13.698 1970 1974 1978 rVB 122001 118324 2.58% 0.288%
19 13.757 1978 1984 1993 rBV3 91580 306512 6.69% 0.745%
20 13.833 1993 1997 2005 rVB 1000793 1025805 22.38% 2.493%

21 14.010 2024 2027 2033 rVB 219364 202740 4.42% 0.493%
22 14.280 2067 2073 2076 rBV4 184347 454870 9.92% 1.105%
23 14.310 2076 2078 2088 rVB 452000 555546 12.12% 1.350%
24 14.604 2125 2128 2133 rVB 404330 411160 8.97% 0.999%
25 14.674 2137 2140 2143 rVB 62112 54656 1.19% 0.133%

26 14.921 2177 2182 2186 rBV 394609 455041 9.93% 1.106%
27 15.233 2230 2235 2238 rBV 771704 1021858 22.29% 2.483%
28 15.263 2238 2240 2248 rVB 361139 465082 10.14% 1.130%
29 15.663 2303 2308 2317 rBV 233026 338846 7.39% 0.823%
30 16.121 2381 2386 2398 rVB 120433 220814 4.82% 0.537%

31 16.598 2461 2467 2473 rBV2 84495 181463 3.96% 0.441%

32 16.657 2474 2477 2484 rVB2 38324 69496 1.52% 0.169%
33 17.962 2689 2699 2709 rBV2 187130 602547 13.14% 1.464%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113301.D

Acq On : 26 Mar 2019 19:57

Operator : JU/SJ

Sample - K2081-01

Misc :

ALS Vial : 5 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 :\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 41149448
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LSC Report - Integrated Chromatogram

Data Path :

Data File : BF113301.D

Acq On : 26 Mar 2019 19:57
Operator : JUu/SJ

Sample - K2081-01

Misc :

ALS Vvial : 5 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\

Z:\SVOASRV\HPCHEM1I\BNA_F\METHODS\8270-BF032519 .M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Abundance
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15.23
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50 17.00 17.50

T
18.00

18.50

8270-BF032519.M Wed Mar 27 17:30:31 2019

Page: 3




Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113301.D

Acq On : 26 Mar 2019 19:57

Operator : JU/SJ

Sample - K2081-01

Misc :

ALS Vial : 5 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 86.75 ng 4059050 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 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 Amphetaminil 250 C17H18N2 017590-01-1 12
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 745 (6.469 min): BF113301.D (-742) (-) m/z 132.00 100.00%
5000 68
40 % J " 620 640 660 680
54 : : :
o Qrer lwsus g m/z 68.00 43.73%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IREBEARSE RS LRSS S
6.20 6.40 6.60 6.80
31 51 78 m/z 134.00 32.30%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
" 620 640 660 680
5000 67 m/z 65.95 28.15%
41 97
53
29 117
88 | 106
L B S UL WL W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R
57 132 6.20 6.40 6.60 6.80
24 m/z 68.95 16.88%
5000 og 0
o -‘-“‘. 89 | dor ‘-“. 18189
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113301.D

Acq On : 26 Mar 2019 19:57

Operator : JU/SJ

Sample - K2081-01

Misc :

ALS Vial : 5 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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

11.75 14.72 ng 881175 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 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Tridecanoic acid 214 C13H2602 000638-53-9 64
Abundance Scan 1643 (11.751 min): BF113301.D (-1637) (-) m/z 73.00 100.00%

60 73 ”
5000 129
157171185 213
143 199 | 227 256 11.40 11.60 11.80 12.00

(o} m/z 43.00 92.01%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73

5000 129
11.40 11.60 11.80 12.00

m/z 59.90 87.22%
213
‘J‘H' 143 157171185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
T T T
11.40 11.60 11.80 12.00
5000 129 m/z 57.00 77 .36%
29 g7
115 | 143 199 242
101 157171185
oL 15 213226
I B o o o o o AN EEREREEE S SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid
60 73 11.40 11.60 11.80 12.00
43 m/z 41.00 68.98%
5000 129
29
0 15
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\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113301.D

Acq On : 26 Mar 2019 19:57

Operator : JU/SJ

Sample - K2081-01

Misc :

ALS Vial : 5 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 Tetradecanal Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.01 2.45 ng 146397 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanal 212 C14H280 000124-25-4 91
2 Hexadecanal 240 C16H320 000629-80-1 91
3 Pentadecanal- 226 C15H300 002765-11-9 91
4 1,15-Pentadecanediol 244 C15H3202 014722-40-8 87
5 Oxirane, tridecyl- 226 C15H300 018633-25-5 87

Abundance Scan 1687 (12.010 min): BF113301.D (-1683) (-) m/z 57.00 100.00%

5000

11.60 11.80 12.00 12.20 12.40
m/z 43.00 92.97%

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71297: Tetradecanal
43 57 82
5000 9 96 TT T T [T T T T [T T T T[T TTT[TT
29 1160 11.80 12.00 12.20 12,40
m/z 41.00 77.43%
‘ 110124138152 168 194
0..1?,.‘:..‘,‘.‘..“, \i A I O - R
m/z--> 20 40 100 120 140 160 180 200 220 240
Abundance
43 57 82
TR T T
€9 96 11.60 11.80 12.00 12.20 12.40
5000 m/z 55.00 76.49%
29 109
123
o 137 152166 180 196 222 240
B N e o o AREERREEEEE S SRS R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82954: Pentadecanal- P T
43 57 82 11.60 11.80 12.00 12.20 12.40
m/z 82.00 73.71%
9 96
5000
‘ 109
182
X0 O 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.60 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113301.D

Acq On : 26 Mar 2019 19:57

Operator : JU/SJ

Sample - K2081-01

Misc :

ALS Vial : 5 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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.53 13.41 ng 688052 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 90
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 1775 (12.527 min): BF113301.D (-1771) (-) m/z 43.00 100.00%
43 - 78
5000 129
185 241 ISRV BN BN UGS
199515227 12.20 12.40 12.60 12.80
Ot m/z 73.00 95.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 73
5000 129 RN BN BN RS
12.20 12.40 12.60 12.80
185 m/z 59.95 81.83%
143,171 241 284
0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
5 RN AR AN S
12.20 12.40 12.60 12.80
5000 29 256 m/z 57.00 78.94%
129
97 213
115
o 143157171185, 4 228242
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid T
3 78 12.20 12.40 12.60 12.80
57 m/z 55.00 70.36%
5000 129
29
199
143157171185 242
015 R R R EE s e

I T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113301.D

Acq On : 26 Mar 2019 19:57

Operator : JU/SJ

Sample - K2081-01

Misc :

ALS Vial : 5 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 6 Octacosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.70 2.31 ng 118324 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 2-methyloctacosane 408 C29H60 1000376-72-8 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 1974 (13.698 min): BF113301.D (-1970) (-) m/z 57.00 100.00%
57
LI 2 i a0 20 s T5la0 360 1380 12100
VYR 9 ' 1 5 OO YRtV - . | m/z 43.00 66.69%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 LR SRR SN SN S
85 13,40 13.60 13.80 14.00
29 m/z 71.00 65.31%
ol L || M8 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
13.40 13.60 13.80 14.00
5000 85 m/z 85.00 49_.33%
29 113 141
0 169 197 225 253 281 309 337 380
m/z--> 50 100 150 200 250 300 350 '
Abundance #141426: Heneicosane R Bl
57 13.40 13.60 13.80 14.00
m/z 55.00 29.36%
85
29 113
oL L by J | 141 169 197 225 253 296
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\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113301.D

Acq On : 26 Mar 2019 19:57

Operator : JU/SJ

Sample - K2081-01

Misc :

ALS Vial : 5 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 Trifluoroacetic acid, penta... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.76 5.98 ng 306512 Chrysene-di2 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 95
2 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 95
3 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 95
4 1-Heneicosanol 312 C21H440 015594-90-8 95
5 n-Tetracosanol-1 354 C24H500 000506-51-4 94
Abundance Scan 1985 (13.763 min): BF113301.D (-1978) (-) m/z 55.00 100.00%
55 83
5000 11
e 140 1960 150 1400
ob—— G B L e B m/z 43.00 99.20%
m/z--> 50 100 150 200 250 300 350 400
Abundance #164113: Trifluoroacetic acid, pentadecyl ester
57
83
5000 111 LA U S B I
13.40 13.60 13.80 14.00
29 m/z 57.00 96.15%
o 1 \‘ | | M0 182210 255 g0
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
83 AR AL BRI I
13.40 13.60 13.80 14.00
5000 11 m/z 83.00 90.66%
29 139 199 210 255 406
O R oo e
m/z--> 50 100 150 200 250 300 350 400
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester R e EEEE
13.40 13.60 13.80 14.00
83 m/z 97.00 87.09%
5000 111
29
0 J ! “ ‘ b ‘ h13‘9 1§2 2]\-0 255 356
m/z--> 50 100 150 200 250 300 350 400 13.40 13.60 13.80 14.00 |
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113301.D

Acq On : 26 Mar 2019 19:57

Operator : JU/SJ

Sample - K2081-01

Misc :

ALS Vial : 5 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 Nonadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.01 3.95 ng 202740 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Octadecane 254 C18H38 000593-45-3 91
Abundance Scan 2027 (14.010 min): BF113301.D (-2024) (-) m/z 57.00 100.00%
g7
5000 85 M
UNIDRUARA SRR SN
113 141 13.60 13.80 14.00 14.20 14.40
o...],.!.l.",ltf,'.l‘?g..?(’?.??g,..z?l. | m/z 71.00 66.25%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57
5000 85 A A B B B
anmmmmmmm
29 m/z 43.00 59.94%
0 \‘ il ‘\ H H u‘ 3 141 169 197 225 268
m/z--> 55 100 1éo 260 2%0 300 3%0 '
Abundance
57
o 13.60 13.80 14.00 14.20 14.40
5000 m/z 85.00 50.31%
29 113
0 141 169 197 225 253 296
m/z--> 55 160 150 260 2%0 360 3%0 '
Abundance #209566: Octacosane P
57 13.60 13.80 14.00 14.20 14.40
m/z 54.95 21.78%
- T M
29
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
m/z--> 55 160 1éo 260 2%0 360 3%0 ' 13. 60 13. 80 14.00 14. 20 14}40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113301.D

Acq On : 26 Mar 2019 19:57

Operator : JU/SJ

Sample - K2081-01

Misc :

ALS Vial : 5 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 unknownl4.28 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.28 8.87 ng 454870 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Nonadecanone 282 C19H380 000629-66-3 30
2 Sulfurous acid, nonyl 2-propyl e... 250 C12H2603S 1000309-12-0 25
3 Decane, 3-methyl- 156 C11H24 013151-34-3 25
4 Heptadecane 240 C17H36 000629-78-7 25
5 Hexadecane 226 C16H34 000544-76-3 25
Abundance Scan 2073 (14.280 min): BF113301.D (-2067) (-) m/z 57.00 100.00%

7

267

5000

295 324 351 14.00 14.20 14.40 14.60

109

127 149169 197 222240

o m/z 71.00 92 .34%
m/z--> 50 100 150 200 250 300 350
Abundance #129460: 2-Nonadecanone
58
5000 LA L L L L L L LB
14.00 14.20 14.40 14.60
85 m/z 267.20 83.57%
0 ?\9 L “ A u‘h \H“ \h‘l'}l ‘138 180 222 264282
— e e
m/z--> 50 100 150 200 250 300 350
Abundance
43
71 14.00 14.20 14.40 14.60
5000 m/z 43.00 78.89%
0 97 127 4181 101
— T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #28429: Decane, 3-methyl- A e R,
57 14.00 14.20 14.40 14.60
m/z 58.00 52.50%
5000 85
29
J 126
m/z--> 50 100 150 200 250 300 350 14.00 14.20 14.40 14.60

8270-BF032519.M Wed Mar 27 17:30:38 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113301.D

Acq On : 26 Mar 2019 19:57

Operator : JU/SJ

Sample - K2081-01

Misc :

ALS Vial : 5 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 6
R.T. EstConc Area Relative to ISTD R.T.
14.31 10.83 ng 555546 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Octadecane 254 C18H38 000593-45-3 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Eicosane 282 C20H42 000112-95-8 87
5 Heptadecane 240 C17H36 000629-78-7 86
Abundance Scan 2078 (14.310 min): BF113301.D (-2076) (-) m/z 57.00 100.00%
57
5000 85
Ly on ma oom 1400 1420 1040 1460
ol b N S S S A — m/z 71.00 64.41%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 U S B SRR
mmmmmmmm
m/z 43.00 59.29%
29 13 44
0 \‘ Al h “\ ‘hw h‘ u‘ l | 169 197 225 253 296
m/z--> éo 160 1%0 260 2éo 360 3éo
Abundance
57
14.00 14.20 14.40 14.60
5000 85 m/z 85.00 46.81%
. 29 113 141 169 197 95 254
m/z--> o 'éo' - 160" ' ﬁéoll ' 560" ' 550" ' 560" ' ééo"
Abundance #194493: Hexacosane LI L L L N N B
57 14.00 14.20 14.40 14.60
m/z 41.00 20.13%
5000 85
. i j | i J11}3J 141160 197 225 253 205 323 367
m/z--> 5'0 1(')0 150 2(')0 250 3(')0 350 14. oo 14. 20 14. 40 14|60 !

8270-BF032519.M Wed Mar 27 17:30:39 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113301.D

Acq On : 26 Mar 2019 19:57

Operator : JU/SJ

Sample - K2081-01

Misc :

ALS Vial : 5 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 Tetratetracontane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .60 8.05 ng 411160 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Octadecane 254 C18H38 000593-45-3 87
4 Hexadecane 226 C16H34 000544-76-3 87
5 Tetratetracontane 619 C44H90 007098-22-8 83
Abundance Scan 2127 (14.598 min): BF113301.D (-2125) (-) m/z 57.00 100.00%
57
5000 85
13 14.20 14.40 14.60 14.80 15.00
155
ol S AT, 195 183 21 239 267 m/z 71.00 67.39%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 AR AR BN B BN
mmmmmmmmmm
29 113 m/z 43.00 59.66%
0 \‘ Al h “\ ‘hw h‘ u‘ l 1?1 | 169 197 225 253 296
m/z--> §o 160 1%0 260 2%0 360 3%0
Abundance
57
14.20 14.40 14.60 14.80 15.00
5000 85 m/z 85.00 44 .81%
. 29 13 141 169 197 225 253 205 323 367
m/z--> §o 160 1%0 260 250 360 3%0
Abundance #105885: Octadecane SRR mEEE S
57 14.20 14.40 14.60 14.80 15.00
m/z 54.95 18.59%
5000 85
29
ol i by |18 141 169 107 205 254
m/z--> 5'0 1(')0 1&1,0 2(')0 251;0 3(')0 3&1;0 14. 20 14. 40 14 60 14. 80 15. oo

8270-BF032519.M Wed Mar 27 17:30:40 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113301.D

Acq On : 26 Mar 2019 19:57

Operator : JU/SJ

Sample - K2081-01

Misc :

ALS Vial : 5 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 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

14.92 8.91 ng 455041 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetratetracontane 619 C44H90 007098-22-8 87
4 Heptadecane 240 C17H36 000629-78-7 87
5 Octadecane 254 C18H38 000593-45-3 87

Abundance Scan 2182 (14.921 min): BF113301.D (-2177) (-) m/z 57.00 100.00%

5000

14.60 14.80 15.00 15.20
m/z 71.00 67.35%

141 183 225 268
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600

0!

Abundance #209566: Octacosane
57

5000 R R
14,60 14.80 15.00 15.20

m/z 43.00 56.26%

M\ 141 183 225 281 337 394

o 2Pl 188 225 281 337 s94
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
e
14.60 14.80 15.00 15.20
5000 m/z 85.00 50.55%
99
ol 26 141 183 205 296
A B m s A RAARE R R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane BB e S s
517 14.60 14.80 15.00 15.20
m/z 54.95 21.41%
5000

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

L A S I SR e L .

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 14 60 14. 80 15. 00 15 20

8270-BF032519.M Wed Mar 27 17:30:40 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113301.D

Acq On : 26 Mar 2019 19:57

Operator : JU/SJ

Sample - K2081-01

Misc :

ALS Vial : 5 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 Triacontane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.66 6.63 ng 338846 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Docosane 310 C22H46 000629-97-0 91
5 Eicosane 282 C20H42 000112-95-8 91

Abundance Scan 2308 (15.663 min): BF113301.D (-2303) (-) m/z 57.00 100.00%

5000

:

99 IIIIIIIIIIIIIIIIIIIIIII
197 239 283 355 15.40 15.60 15.80 16.00

0 m/z 70.95 68.21%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #219831: Triacontane
57
5000 LIS L L L LB L B
15.40 15.60 15.80 16.00
99 m/z 43.00 55.37%
ol28L 1 dd 141 183 225 267 300 351 422
T T T [ e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
R N S REEmE s
15.40 15.60 15.80 16.00
5000 m/z 85.00 47.17%

99
26 141 183 225 281 337 394

F

e L M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane B S
517 15.40 15.60 15.80 16.00
m/z 54.95 19.25%
5000

i

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

L A S I SR e L LA s e

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 15.40 15.60 15. 80 16. 00

8270-BF032519.M Wed Mar 27 17:30:41 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113301.D

Acq On : 26 Mar 2019 19:57

Operator : JU/SJ

Sample - K2081-01

Misc :

ALS Vial : 5 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 14 2-methyloctacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.12 4.32 ng 220814 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methyloctacosane 408 C29H60 1000376-72-8 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2386 (16.121 min): BF113301.D (-2381) (-) m/z 57.00 100.00%
13 14 15:80 16.00 16.20 16.40
o 100 AL 298 283 m/z 71.00 75.30%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
5000 85 U DA UL UGN BN
15,80 16.00 16.20 16.40
13 m/z 43.00 62.51%
N ““‘w W ‘141‘169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
15:80 16.00 16.20 16.40
5000 85 m/z 85.00 52.31%
. 29 M3 141 169 197 205 253 205 323 367
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane L B Ll
57 15.80 16.00 16.20 16.40
m/z 55.00 22 .25%
- I j\mﬂ\*_/\w,f
113 14
oL2) i J | 70T, 169 197 225 253 281 309 337 365 393 422
m/z--> 50 100 150 @ 250 300 350 400 15.80 16.00 16.20 16.40

8270-BF032519.M Wed Mar 27 17:30:42 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113301.D

Acq On : 26 Mar 2019 19:57

Operator : JU/SJ

Sample - K2081-01

Misc :

ALS Vial : 5 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 15 16-Hexadecanoyl hydrazide Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.60 3.55 ng 181463 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 16-Hexadecanoyl hydrazide 270 C16H34N20 002619-88-7 64
2 Octadecanoic acid, ethenyl ester 310 C20H3802 000111-63-7 58
3 Palmitic acid vinyl ester 282 C18H3402 000693-38-9 45
4 2-Nonadecanone 282 C19H380 000629-66-3 27
5 Nonadecane 268 C19H40 000629-92-5 25
Abundance Scan 2467 (16.598 min): BF113301.D (-2461) (-) m/z 43.00 100.00%
43 57 7
10912313815 19 9 211 16.20 16.40 16.60 16.80 17.00
Ot m/z 57.00 94 .83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #119244: 16-Hexadecanoyl hydrazide
32
5000 U SR A I
1620 16.40 16.60 16.80 17.00
57 4, m/z 70.95 89.86%
NI |||, 95109123137151165180194 221 239 955270
m/z--> 20 40 éo éo 160 120 140 160 180 200 220 240 260 280
Abundance
57
43 71 239 RIS SN SN
16.20 16.40 16.60 16.80 17.00
5000 85 267 m/z 239.15 74 .00%
29 109,,. 211
ol 15 137151 177 197 | 225 @ 253
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129350: Palmitic acid vinyl ester
57 16.20 16.40 16.60 16.80 17.00
43 239 m/z 57.95 60 .44%
71
5000 85
29
BERN W
o5 | J I \n l, 151165 183197211225 | 253
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260 280 16,20 16.40 16.60 16.80 17.00

8270-BF032519.M Wed Mar 27 17:30:43 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113301.D

Acq On : 26 Mar 2019 19:57

Operator : JU/SJ

Sample - K2081-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
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 16 2-Nonadecanone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

17.96 11.79 ng 602547 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Nonadecanone 282 C19H380 000629-66-3 50
2 Octadecanoic acid, ethenyl ester 310 C20H3802 000111-63-7 49
3 16-Hexadecanoyl hydrazide 270 C16H34N20 002619-88-7 49
4 Palmitic acid vinyl ester 282 C18H3402 000693-38-9 35

5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S

1000309-12-7 22

Abundance Scan 2699 (17.962 min): BF113301.D (-2689) (-)

5000

04
m/z--> 50 100 150 200 250 300 350
Abundance #129460: 2-Nonadecanone
58
5000
29 85
0 J u‘h \H“ \‘\‘1‘:."1 ‘138 180 222 264282
— e
m/z--> 50 100 150 200 250 300 350
Abundance
57
239
5000 85 267
29 109 211
o 137155 177
L B e e B e e e LA e e o o e e e S B
m/z--> 50 100 150 200 250 300 350
Abundance #119244: 16-Hexadecanoy! hydrazide
3
5000
57
ol Ll 8 100 137155 104 221%F° 270
e e e T
m/z--> 50 100 150 200 250 300 350

m/z 57.00 100.00%

%

17.60 17.80 18.00 18.20

m/z 71.00 93.33%

%

T T
17.60 17.80 18.00 18.20

m/z 43.00 91.05%

%

17.60 17.80 18.00 18.20

m/z 57.95 53.50%

.

17.60 17.80 18.00 18.20

m/z 239.15 50.77%

-

17.60 17.80 18.00 18.20

8270-BF032519.M Wed Mar 27 17:30:43 2019
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113301.D

Acq On : 26 Mar 2019 19:57

Operator : JU/SJ

Sample - K2081-01

Misc :

ALS Vial : 5 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 86.8 ng 4059050 1 6.70 935831 20.0
n-Hexadecanoic acid 11.75 14.7 ng 881175 4 11.21 1196850 20.0
Tetradecanal 12.01 2.5 ng 146397 4 11.21 1196850 20.0
Octadecanoic acid 12.53 13.4 ng 688052 5 13.83 1025810 20.0
Octacosane 13.70 2.3 ng 118324 5 13.83 1025810 20.0
Trifluoroacetic a... 13.76 6.0 ng 306512 5 13.83 1025810 20.0
Nonadecane 14 .01 4.0 ng 202740 5 13.83 1025810 20.0
unknownl14 .28 14.28 8.9 ng 454870 5 13.83 1025810 20.0
Heneicosane 14 .31 10.8 ng 555546 5 13.83 1025810 20.0
Tetratetracontane 14 .60 8.1 ng 411160 6 15.24 1021860 20.0
Heptadecane 14.92 8.9 ng 455041 6 15.24 1021860 20.0
Triacontane 15.66 6.6 ng 338846 6 15.24 1021860 20.0
2-methyloctacosane 16.12 4.3 ng 220814 6 15.24 1021860 20.0
16-Hexadecanoyl h... 16.60 3.5 ng 181463 6 15.24 1021860 20.0
2-Nonadecanone 17.96 11.8 ng 602547 6 15.24 1021860 20.0
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