LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012020\
Data File : BF118609.D

Aca On : 20 Jan 2020 23:39

Operator : CG/JU

Sample : L1176-14

Misc :

ALS Vial : 19 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF012020.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total

1 2.222 15 23 30 rVvB 2767034 3757376 29.13% 3.146%
2 5.104 506 513 522 rBVY 1564075 2191932 17.00% 1.835%
3 5.504 575 581 584 rBVY 9491669 9993167 77 .49% 8.367%
4 6.504 745 751 755 rBVY 9303585 11126532 86.28% 9.316%
5 6.651 770 776 779 rBVY 10638170 10873997 84.32% 9.105%
6 6.881 811 815 818 rBY 3577274 3034860 23.53% 2.541%
7 7.039 837 842 845 rVB 9073469 8669040 67.22% 7.259%
8 7.439 904 910 913 rBVY 6215876 6805172 52.77% 5.698%
9 8.163 1028 1033 1036 rBvV 3916216 3884041 30.12% 3.252%
10 9.239 1210 1216 1219 rBV 13093321 12896519 100.00% 10.798%

11 9.627 1278 1282 1285 rBV 883359 698431 5.42% 0.585%
12 9.916 1326 1331 1335 rBV 5241283 4599095 35.66% 3.851%
13 10.704 1459 1465 1468 rBV 8780755 8154381 63.23% 6.828%
14 11.398 1579 1583 1587 rBV 4634218 4305827 33.39% 3.605%
15 11.468 1590 1595 1598 rvB2 136392 131596 1.02% 0.110%

16 11.627 1618 1622 1629 rBV 224717 200311 1.55% 0.168%
17 11.927 1667 1673 1683 rBV 635887 668587 5.18% 0.560%
18 12.710 1803 1806 1814 rBV 198811 229036 1.78% 0.192%
19 12.986 1848 1853 1857 rBV 11490243 11122102 86.24% 9.313%
20 13.880 2002 2005 2018 rBV 1364818 1480637 11.48% 1.240%

21 14.033 2027 2031 2035 rBV 3031645 2717077 21.07% 2.275%
22 14.209 2057 2061 2066 rBV 742705 663935 5.15% 0.556%
23 14.515 2108 2113 2119 rBV 1221093 1208961 9.37% 1.012%
24 14.821 2161 2165 2175 rBV 1464676 1571496 12.19% 1.316%
25 15.162 2219 2223 2234 rBV 1322683 1614260 12.52% 1.352%

26 15.504 2276 2281 2285 rBV 2335813 2896863 22.46% 2.426%
27 15.551 2285 2289 2300 rVB 1154862 1580904 12.26% 1.324%
28 15.992 2359 2364 2369 rBV 755880 1216667 9.43% 1.019%
29 16.039 2369 2372 2380 rVB3 143204 239830 1.86% 0.201%
30 16.509 2446 2452 2461 rVB 377099 682926 5.30% 0.572%

31 17.109 2549 2554 2562 rBV2 106319 214142 1.66% 0.179%

Sum of corrected areas: 119429700
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012020\
Data File : BF118609.D

Aca On : 20 Jan 2020 23:39

Operator : CG/JU

Sample : L1176-14

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF118609.D

1.2e+07
6.65

1e+07 5.50 6.50 204

8000000
6000000
4000000 6.88

2.22
2000000 5.10

s 1

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF118609.D

1.2e+07 12.99

1e+07
10.70

8000000

6000000 9.92
11.40

4000000 8.16

2000000

9.63
1.4¥1.63 11/.L93 12.71

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF118609.D

1.2e+07

1le+07
8000000
6000000

4000000

2000000 13.88 145, 1482 1516 6
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012020\
Data File : BF118609.D

Aca On : 20 Jan 2020 23:39

Operator : CG/JU

Sample : L1176-14

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.22 24_.76 ng 3757380 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 22

Abundance Scan 23 (2.222 min): BF118609.D (-15) (-) m/z 73.05 100.00%
7 ?
5000 2
55 87
37 | 7 81 2.20 2.30 2.40 2.50 2.60
Oyl 670 8 e M/Z 43.05  35.66%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 IR IURRAN IUNURE UG IUALAE KRR
43 O 2.20 2.30 2.40 2.50 2.60
87 m/z 87.10 26 .24%
o M\‘ 37\\\ 49 67 | 101
mz> 20 30 40 50 60 70 8 90 100 110 130 130
Abundance
73
87
2.20 2.30 2.40 2.50 2.60
5000 a1 55 m/z 55.05 23.66%
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-
73 2.20 2.30 2.40 2.50 2.60
m/z 41.05 12.15%
5000 43
58
0'W'”“ﬁ'”l“'%'”'P”'P*”I”JW'”'P'”I”'W'”'P'”
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:\SVOASRV\HPCHEMI\BNA F\DATA\BF012020\
Data File : BF118609.D

Aca On : 20 Jan 2020 23:39

Operator : CG/JU

Sample : L1176-14

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.10 14.45 ng 2191930 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetone 58 C3H60 000067-64-1 10
4 Butane 58 C4H10 000106-97-8 9
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9

Abundance Scan 512 (5.098 min): BF118609.D (-506) (-) m/z 43.00 100.00%
43
5000 59
1 480 500 520 540
) I— ..:|,..7.1.?.3...~,|....,....,.... 2% Tm/z 59.00 49.83%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L L UL I
59 480 500 520 540
m/z 101.10 18.59%
15 4 101
0 ‘ wl b ‘ 83 ‘
L SURL L SUMLLS IS U S I I I S S
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance
43
480 500 520 540
5000 m/z 58.10 16.26%
101
15 31 %8 60 g6
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #214: Acetone LS LA LN L N B
43 480 5.00 5.20 5.40
m/z 41.05 8.65%
5000
15
58
0 2 | 2\\\7\ 1
L LS R SRS IS UL S SR B BN SRR SR B RARAE LR L B
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012020\
Data File : BF118609.D

Aca On : 20 Jan 2020 23:39

Operator : CG/JU

Sample : L1176-14

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 unknown6.65 Concentration Rank 1

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

6.65 71.66 ng 10874000 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 1-Isoquinolinemethanol, .alpha.-... 191 C12H17NO 114608-92-3 12

Abundance Scan 776 (6.651 min): BF118609.D (-770) (-) m/z 132.00 100.00%
32
5000 68
P —
54 ‘ 75 104 ‘ 6.40 6.60 6.80 7.00
0 ..,....,....,...:,“.'..7," .‘??:.l.' BV -7 S N T . S| M m/z 68.10 42.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 IR IS L R L
6.40 6.60 6.80 7.00
2 78 m/z 134.00 36.68%
38 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
" '6.40 6.60 6.80 7.00
5000 m/z 66.10 28.80%
104
oL 14 27 37 4451 58 6 77 g9 o 115
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 R Ry
132 6.40 6.60 6.80 7.00
m/z 69.10 18.04%
5000 6
41 97
53 117
0..,.”.,.”.,?ﬂ.hj..qhh.W.MMJP.MUﬂ”.é?.L.,}Pﬁl..jw%%?.,t.... IR IS L R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012020\
Data File : BF118609.D

Aca On : 20 Jan 2020 23:39

Operator : CG/JU

Sample : L1176-14

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 n-Hexadecanoic acid Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
11.93 3.11 ng 668587 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 89
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Tridecanoic acid 214 C13H2602 000638-53-9 81
Abundance Scan 1673 (11.927 min): BF118609.D (-1667) (-) m/z 73.00 100.00%
43

5000

157 185 213

0!

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107549: n-Hexadecanoic acid
43 80
5000
157 185 213 256
ol 239
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43 73
5000 129
o1 185
241 284
157 207

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

Abundance #84452: Tetradecanoic acid
73
43
5000 129
0! 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

N
LI I O L O O

11.60 11.80 12.00 12.20

m/z 43.10 85.49%

T T T T
11.60 11.80 12.00 12.20

m/z 60.00 82.92%

11.60 11.80 12.00 12.20

m/z 41.05 68.07%

11.60 11.80 12.00 12.20

m/z 55.05 67 .00%

T T T T
11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012020\
Data File : BF118609.D

Aca On : 20 Jan 2020 23:39

Operator : CG/JU

Sample : L1176-14

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 1-Heneicosanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.88 10.90 ng 1480640 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 93
4 1-Heptacosanol 396 C27H560 002004-39-9 93
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
Abundance Scan 2005 (13.880 min): BF118609.D (-2002) (-) m/z 57.05 100.00%
g7
5000 111
3 139 13.60 13.80 14.00 14.20
o LA 107 196 224 252 280 385 | 77 43.05  97.52%
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
55 83
5000 111

13.60 13.80 14.00 14.20
m/z 83.05 94.97%

29
o | | 1P 167 196 238 266 204
- T T I T T T T T T T T I T T T T I T T T T I T T T T I T
m/z--> 50 100 150 200 250 300 350
Abundance
55 83
T T T
13.60 13.80 14.00 14.20
5000 11 m/z 55.05 89.15%
29 139
0 167 196 224 252 280 308
——ep e g e e e
m/z--> 50 100 150 200 250 300 350
Abundance #205392: Trichloroacetic acid, hexadecy! ester R R e e
4 13.60 13.80 14.00 14.20
69 m/z 69.10 84 .46%
97
5000
‘ 125
o bt bl 5. 2% 20 S S -
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012020\
Data File : BF118609.D

Aca On : 20 Jan 2020 23:39

Operator : CG/JU

Sample : L1176-14

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Pentadecane, 8-hexyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.52 8.90 ng 1208960 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 2114 (14.521 min): BF118609.D (-2108) (-) m/z 57.10 100.00%
57
85
5000
3 l | ||113 . 169 (197 225 253273 295 323341 1420 14.40 14.60 14.80
o2l Ll 3700 225 258273 295 323341 m/z 71.05  80.32%
m/z--> 50 150 200 250 300 350
Abundance #117638: Nonadecane /\
57
5000 85 T ---- R RN R
14.20 14.40 14.60 14.80
m/z 43.10 63.79%

29
0 \‘ ‘L ‘\ H\ Il H‘ 1:\I\-3 | 141 169 197 225 2§8
L e e o e e L B e e e o L o e e e S
m/z--> 50 100 150 200 250 300 350
Abundance
43

71 14.20 14.40 14.60 14.80
5000 m/z 85.05 58.29%
99 196
o 127 155 225 252 280
e L T T e
miz--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane e L

57

14.20 14.40 14.60 14.80

m/z

55.05

26 .58%

L N i s e . L B melhar s SRS AN S ass

29
‘ L | | JJ1}3 141 169 197 225 253 295 323 367

m/z--> 50 100 150 200 250 300 350 14 20 14. 40 14.60 14.80

8270-BF012020.M Tue Jan 21 12:06:33 2020

Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012020\
Data File : BF118609.D

Aca On : 20 Jan 2020 23:39

Operator : CG/JU

Sample : L1176-14

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.82 10.85 ng 1571500 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 98
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2165 (14.821 min): BF118609.D (-2161) (-) m/z 57.05 100.00%
57
85
5000
113 14.60 14.80 15.00 15.20
141
ol 38 | J Ay 248,160 197 205 253 281 300 337 365 s 71 05 76.68%
m/z--> 50 1 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000
14.60 14.80 15.00 15.20
m/z 43.05 66.08%
29 \113 141 169 282
0 ..“. J f‘-“‘l‘ .‘“‘.hl .‘“.“.l‘l“. :!'9|7|2|2|5|2|53|||| T
m/z--> 50 100 150 200 250 300 350
Abundance
57
14.60 14.80 15.00 15.20
5000 85 m/z 85.10 54 _.08%
0 29 13 141 169 197 225 267 295 365 393
m/z--> 55 160 150 260 2%0 360 3%0 '
Abundance #141426: Heneicosane
57 14.60 14.80 15.00 15.20
m/z 55.05 23.62%
85
5000
29 113
oL L by J | 141 169 197 225 253 296
m/z--> 55 100 1%0 260 2%0 360 3%0 ' 14%0 1480 1500 1520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012020\
Data File : BF118609.D

Aca On : 20 Jan 2020 23:39

Operator : CG/JU

Sample : L1176-14

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.16 11.14 ng 1614260 Perylene-di12 15.50
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 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2223 (15.162 min): BF118609.D (-2219) (-) m/z 57.05 100.00%
57
85
5000
113 14.80 15.00 15.20 15.40
141
oL sl )i ll '1 A 109 107 225 253 295 323 351 | nyz 71.10  74.54%
m/z--> 50 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000
14.80 15.00 15.20 15.40
m/z 43.10 61.57%
29 113
0 \‘ J ‘\ “\ ‘hw h‘ u‘ { 1?1 169 197 225 253 296
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance
57
14.80 15.00 15.20 15.40
5000 g5 m/z 85.10 53.74%
o 29 113 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 150 260 250 360 3%0 '
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)-
43 14.80 15.00 15.20 15.40
m/z 55.10 22.71%
71
5000
o ‘ 1 (127 155 183 225 253 25 a7 V_“J
m/z--> 100 1%0 200 2%0 300 3%0 ' 1480 1500 1520 1§4o '

8270-BF012020.M Tue Jan 21 12:06:34 2020 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012020\
Data File : BF118609.D

Aca On : 20 Jan 2020 23:39

Operator : CG/JU

Sample : L1176-14

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 Nonadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.99 8.40 ng 1216670 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 98
2 Hexadecane 226 C16H34 000544-76-3 95
3 Nonadecane 268 C19H40 000629-92-5 94
4 Heneicosane 296 C21H44 000629-94-7 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2364 (15.992 min): BF118609.D (-2359) (-) m/z 57.10 100.00%
57
85
5000

15.60 15.80 16.00 16.20 16.40

3 141 169 197
Okt ..||..,‘.l...l!..l:. e sh o s oo 2o 290 828341 | Thn/z o 71.10  75.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #129490: Eicosane
57
85
5000
15.60 15.80 16.00 16.20 16.40
m/z 43.05 60.24%
29 ‘ \113 141 160 197 282
Obrrpobrtirbyribe bbb S0 225 253 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
T T
15.60 15.80 16.00 16.20 16.40
5000 g5 m/z 85.05 53.70%

29
113 141 169 197 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #117638: Nonadecane
57 15.60 15.80 16.00 16.20 16.40
m/z 55.00 22 .50%
5000 85
29
0 \‘ h 1L \‘ 1}3 il 141 s 169 197 225 2§8
e e e e e e e T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15 60 15. 80 16. OO 16 20 16. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012020\
Data File : BF118609.D

Aca On : 20 Jan 2020 23:39

Operator : CG/JU

Sample : L1176-14

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 Triacontane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.51 4.71 ng 682926 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Triacontane 422 C30H62 000638-68-6 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2452 (16.509 min): BF118609.D (-2446) (-) m/z 57.05 100.00%
57
85
5000
13 101 16:20 16.40 16.60 16.80
169 : : : :
. I LR 97225253281 300 341 nyz 71.10  77.47%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57
85
16.20 16.40 16.60 16.80
‘ m/z 43.05 61.69%
29
o i h\ LY ‘1‘39 107 225 258 282
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
o 16.20 16.40 16.60 16.80
5000 m/z 85.10 58.49Y%
29 113
o 141 169 197 225 253 296
m/z--> §o 160 1éo 260 2éo 360 3%0 460
Abundance #219831: Triacontane R e B L L B R B |
57 16.20 16.40 16.60 16.80
m/z 55.00 22.87%
5000 85
113 141
oL 2/ j | 77,169 197 225 253 281 309 337 365 393 422
m/z--> §o 100 1éo 260 250 360 3%0 460 1620 1640 16%0 1680
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF012020\
Data File : BF118609.D

Acq On : 20 Jan 2020 23:39

Operator : CG/JU

Sample : L1176-14

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012020.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... 2.22 24_.8 ng 3757380 1 6.88 3034860 20.0
2-Pentanone, 4-hy... 5.10 14.4 ng 2191930 1 6.88 3034860 20.0
unknown6 .65 6.65 71.7 ng 10874000 1 6.88 3034860 20.0
n-Hexadecanoic acid 11.93 3.1 ng 668587 4 11.40 4305830 20.0
1-Heneicosanol 13.88 10.9 ng 1480640 5 14.03 2717080 20.0
Pentadecane, 8-he... 14.52 8.9 ng 1208960 5 14.03 2717080 20.0
Eicosane 14.82 10.9 ng 1571500 6 15.50 2896860 20.0
Heneicosane 15.16 11.1 ng 1614260 6 15.50 2896860 20.0
Nonadecane 15.99 8.4 ng 1216670 6 15.50 2896860 20.0
Triacontane 16.51 4.7 ng 682926 6 15.50 2896860 20.0
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