LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043891.D

Aca On : 3 Jan 2020 17:17

Operator :© JU

Sample : K6460-03

Misc :

ALS Vial : 5 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 G\METHODS\8270-BG123019.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 3.147 5 10 28 rVB 1282890 1907363 20.36% 3.630%
2 5.068 332 337 344 rBV 163508 240792 2.57% 0.458%
3 5.538 410 417 429 rBVY 1037076 1648503 17.60% 3.137%
4 7.119 679 686 703 rVB 670985 1240530 13.24% 2.361%
5 7.495 742 750 760 rBVY 2063895 3534168 37.73% 6.726%
6 7.965 821 830 838 rBV 462364 781380 8.34% 1.487%
7 8.288 877 885 893 rBY 1821530 3118023 33.29% 5.934%
8 9.116 1018 1026 1035 rBV 1579430 2783459 29.72% 5.297%
9 10.761 1298 1306 1316 rBV 649854 1179093 12.59% 2.244%
10 13.217 1717 1724 1734 rBV 4061098 6466440 69.04% 12.307%

11 14.046 1859 1865 1870 rBV 152122 226343 2.42% 0.431%
12 14.592 1950 1958 1965 rBV2 1162528 1798286 19.20% 3.423%
13 16.079 2204 2211 2219 rBV 3579238 5441076 58.09% 10.355%
14 17.336 2415 2425 2435 rBV 1442802 2171446 23.18% 4_.133%
15 18.241 2574 2579 2586 rBV 139105 225534 2.41% 0.429%

16 19.951 2864 2870 2877 rBV 7009179 9366745 100.00% 17.827%
17 21.261 3088 3093 3105 rBV2 618690 1060290 11.32% 2.018%
18 21.584 3141 3148 3159 rBV2 1408972 2223410 23.74% 4.232%
19 21.807 3181 3186 3197 rVB 222271 327107 3.49% 0.623%
20 22.407 3282 3288 3305 rBvV 345033 603719 6.45% 1.149%

21 23.088 3398 3404 3411 rBV 432845 753827 8.05% 1.435%
22 23.270 3430 3435 3445 rVB 121427 235313 2.51% 0.448%
23 23.875 3531 3538 3553 rVB2 424612 928609 9.91% 1.767%
24 24.710 3670 3680 3689 rBV2 834834 2257950 24.11% 4._.297%
25 24.804 3689 3696 3712 rVB2 344682 903867 9.65% 1.720%

26 25.908 3875 3884 3894 rBV2 234676 718642 7.67% 1.368%
27 27.236 4100 4110 4122 rBV4 116376 401077 4.28% 0.763%

Sum of corrected areas: 52542992
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043891.D

Aca On : 3 Jan 2020 17:17

Operator :© JU

Sample - K6460-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BG043891.D
7000000

6000000
5000000
4000000

3000000

7.49
8.29
2000000 912

i 5.54
1000000

7.12 796 10.76
5.07

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 1000 1050 1100 1150 1200 1250

Abundance TIC: BG043891.D
7000000 1995

6000000

5000000

13.22

4000000 16.08

3000000

2000000
17.34 21.58
14.59

1000000 21.26
14.05 L 18.24 J 21.81

L e Lo e T e i e B A T L e e e e i T e e}

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BG043891.D
7000000

22.41

6000000
5000000
4000000
3000000
2000000

1000000 2300 2588 24.71
03.27 f\ 80 2%9} 27.24
A\

O T T T T T T R R T T R T T T R T e R R e e

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043891.D

Aca On : 3 Jan 2020 17:17

Operator :© JU

Sample - K6460-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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.

3.15 48.82 ng 1907360 1,4-Dichlorobenzene-d4 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 38
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 35
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 28
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17

Abundance Scan 11 (3.153 min): BG043891.D (-5) (-) m/z 73.10 100.00%
7B

= N
] w
I

[ l

5000
3.20 3.30 3.40 3.50 3.60
0 e 2 A5 h/z 43.10 0 37.70%
miz—-> 0 50 100 150 200 250 300 350 400
Abundance #4486: Butane, 2-methoxy-2-methyl-
B
5000 L L L L L L LN NI LN NN B

3.20 3.30 3.40 3.50 3.60

43
L m/z 87.10 27 .58%
0 ..44,| .
mz--> 0 50 100 150 200 250 300 350 400
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
B
3.20 3.30 3.40 3.50 3.60
5000 a m/z 55.05 24.62%
ot .M‘Mra J. L
mz--> 0 50 100 150 200 250 300 350 400
Abundance #1877: Acetamide, N-ethyl-
30 3.20 3.30 3.40 3.50 3.60
m/z 71.10 12.48%
5000 87 /\
O e —
mz--> 0 50 100 150 200 250 300 350 400 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043891.D

Aca On : 3 Jan 2020 17:17

Operator :© JU

Sample - K6460-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 9

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

5.07 6.16 ng 240792 1,4-Dichlorobenzene-d4 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 32
3 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 32
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
5 2-Butanol, 1l-methoxy- 104 C5H1202 053778-73-7 23

Abundance Scan 337 (5.068 min): BG043891.D (-332) (-) m/z 43.10 100.00%
a3
59
5000
T "ok 5h0 550 S0
73 83 : : : :
0 ...,....,....,..?7.','.':..??..-!,..‘??,.-...,.~...,...:,|....,. m/z 59.10 53.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 " 480 500 520 540
m/z 101.10 21.22%
15 31 101
0 25 7 37, 53 | 83 ,
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43
480 500 520 540
0
5000 101 m/z 58.10 18.56%
28 59
70 84
obrrrrri et el S 78 e ]
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4488: Propane, 1-ethoxy-2-methyl- e B A AR
31 59 4.80 5.00 5.20 5.40
m/z 41.10 8.31%
5000
41
0 25, “m 47 83| 73 g7 102
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043891.D

Aca On : 3 Jan 2020 17:17

Operator :© JU

Sample - K6460-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 unknown7.49 Concentration Rank 1

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

7.49 90.46 ng 3534170 1,4-Dichlorobenzene-d4 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 749 (7.489 min): BG043891.D (-742) (-) m/z 132.00 100.00%
132
5000 68
. - 720 7.40 7.60 7.80
o} e m/z 68.10 43.52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U UL L R IR
7.20 7.40 7.60 7.80
31 51 m/z 134.00 33.03%
o} 2
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
720 7.40 7.60 7.80
5000 67 m/z 66.10 28.66%
41 97
53
I
0 T .“i“. .“.‘. ,“.“l‘.‘.“,‘. . .‘ﬁ |].-O.7. "‘I ; .H. R e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R B
132 7.20 7.40 7.60 7.80
m/z 69.10 17.48%
117
5000
39 91
G ol
0 |‘|||‘||‘N|‘l:::“::‘ﬁ:“i‘:::‘:l‘| T 9/ N W —
m/z--> 20 40 60 80 100 120 140 160 180 200 720 7.0 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043891.D

Aca On : 3 Jan 2020 17:17

Operator :© JU

Sample - K6460-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 14
R.T. EstConc Area Relative to ISTD R.T.
18.24 2.08 ng 225534 Phenanthrene-d10 17.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 74
5 Decanoic acid, silver(1+) salt 278 C10H19Ag02 013126-67-5 64

Abundance Scan 2579 (18.241 min): BG043891.D (-2574) (-) m/z 73.00 100.00%

5000

8

213
157185

256 18.00 18.20 18.40 18.60
m/z 43.10 91.60%

0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #107549: n-Hexadecanoic acid
6

%

5000 LA L L L L L L
18. 00 18. 20 18 40 18. 60
0
157 1g5 213 256 m/z 60.10 80.67%
04
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #84453: Tetradecanoic acid
73

43 18.I00 18.I20 18.I40 18.I60
5000 m/z 55.05 74 _.79%
129
185 228
8
OI“”\I\IJM%MLM\]gllllllILIIIIIIIIIIIIIIIIIIIIIIII”II
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #95855: Pentadecanoic acid i o o R
43 73 18.00 18.20 18.40 18.60
m/z 57.10 74 .56%
5000 129
199 242
518 157 l
o .¥AM. nl S B e shishua b
m/z--> 50 100 15 200 250 300 350 400 450 500 18. 00 18. 20 18 40 18. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043891.D

Aca On : 3 Jan 2020 17:17

Operator :© JU

Sample - K6460-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 5-Octadecene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

21.26 9.54 ng 1060290 Chrysene-di12 21.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Octadecene. (E)- 252 C18H36 007206-21-5 95

2 Cetene 224 C16H32 000629-73-2 95

3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94

4 Heptafluorobutvric acid. n-octad... 466 C22H37F702
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702

000400-57-7 94
006385-15-5 94

Abundance Scan 3093 (21.261 min): BG043891.D (-3088) (-) m/z 57.10 100.00%
57
83
5000
111
_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'
139 168 100218 21.00 21.20 21.40 21.60
ob AR EP108 1967 "2a2 280 327356 m/z 43.10 88.05%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #104186: 5-Octadecene, (E)-
55
5000 TTT [T I T [rrrrprrrrrri
21. OO 21. 20 21. 40 21 60
29 111 m/z 55.10 75.97%
o J l 1139 168 195 224 252
o ,....,.. L
m/z--> 0 50 100 15 200 250 300 350 400
Abundance #81243: Cetene
41
_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'
83 21.00 21.20 21.40 21.60
5000 m/z 83.10 74 .15%
111
o | | L l 1139 168 196 224
s e e T S BN B
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate RN e e
57 21.00 21.20 21.40 21.60
m/z 69.10 70.57%
83
5000
111
2 169
ok Ly % " 210238 283 434
T e e I e AR EE R
m/z--> 0 50 100 150 200 250 300 350 400 21. OO 21. 20 21. 40 21 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043891.D

Aca On : 3 Jan 2020 17:17

Operator :© JU

Sample - K6460-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 7 Heneicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.81 2.94 ng 327107 Chrysene-di12 21.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 98
2 Hexadecane 226 C16H34 000544-76-3 87
3 Pentadecane 212 C15H32 000629-62-9 87
4 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 86
5 Tetracosane 338 C24H50 000646-31-1 86
Abundance Scan 3186 (21.807 min): BG043891.D (-3181) (-) m/z 57.10 100.00%
7 A
5000
BN N N BN
21.40 21.60 21.80 22.00 22.20
141
o 169 207229253 281 _ 327 357 m/z 71.10  65.79%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000
21.40 21.60 21.80 22.00 22.20
m/z 43.10 62.38%
29J 113 44
0 | . J | 7,169 197 225 253 296
m/z--> éo 160 1éo 260 2éo 360 3%0 460
Abundance #83023: Hexadecane
57
21/40 21,60 21.80 22.00 22.20
5000 g5 m/z 85.10 53.90%
29
oLl 113 141 169 197 226
m/z--> éo 160 1éo 260 2éo 360 3%0 460
Abundance #71394: Pentadecane T [P T T T
57 21.40 21.60 21.80 22.00 22.20
m/z 41.10 25.07%
5000 85
29
0 || 4\1:!'3‘1‘}1 168 2:!'2
m/z--> 5'0 1(')0 1&'30 2(')0 25'30 3(')0 3%0 4(')0 ' 21.'40 21.|60 21.|80 22.'00 22.'20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043891.D

Aca On : 3 Jan 2020 17:17

Operator :© JU

Sample - K6460-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Hexacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

22 .41 5.43 ng 603719 Chrysene-di12 21.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Octacosane 394 C28H58 000630-02-4 87
3 Hexadecane 226 C16H34 000544-76-3 86
4 Tricosane 324 C23H48 000638-67-5 76
5 Heneicosane 296 C21H44 000629-94-7 74

Abundance Scan 3289 (22.412 min): BG043891.D (-3282) (-) m/z 57.10 100.00%

57
85
5000

113 22. OO 22. 20 22. 40 22. 60 22. 80
141 169
ol LI L2100 107 225 266 205324 357 420 461 7 3G 74, 0an
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194493: Hexacosane
57
5000 85 LB | LI L L T 1

22. OO 22. 20 22. 40 22. 60 22. 80
m/z 43.05 65.24%

29
oL T, J 13141 1690 197 225 253 205323 367
A o o T L o e T LA e s i o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #209566: Octacosane
57

22. OO 22. 20 22. 40 22. 60 22.80

5000 o m/z 85.10 52.74%
29
ol {113 141 169 197 225 253 281 309 337 365 394
A D e e R
miz--> 50 100 150 200 250 300 350 400 450
Abundance #83023: Hexadecane PP T

57 22.00 22.20 22.40 22.60 22.80
m/z 55.10 25.71%

5000 g5 \
J | 118 141 169 197 226

o....,....,....,....,....,....,....,....,....,.. Sttt i A st

m/z--> 50 100 150 200 250 300 350 400 450 22. OO 22. 20 22. 40 22. 60 22. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043891.D

Aca On : 3 Jan 2020 17:17

Operator :© JU

Sample - K6460-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Nonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.09 6.78 ng 753827 Chrysene-di12 21.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Hexadecane 226 C16H34 000544-76-3 93
3 Hexacosane 366 C26H54 000630-01-3 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 90
Abundance Scan 3404 (23.088 min): BG043891.D (-3398) (-) m/z 57.10 100.00%
57
5000 85 \
13 | 22.80 23.00 23.20 23.40
141
oL LAV TM160, 210230 068 207 337361 480 | 7 7110 68.73%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #117638: Nonadecane
57
5000 85 IBRUAUUARUER AR

22. 80 23 00 23. 20 23. 40
m/z 43.10 60.26%

29
oL L Ly | 115141 160 107 25 268
e B e T L o o e o B I B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #83028: Hexadecane
57
22.80 23 00 23. 20 23.40
5000 85 m/z 85.10 50.09%
0 29 |, }1}3‘141 169 197 226
e -ttt
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194493: Hexacosane R e I (B e
57 22. 80 23 00 23. 20 23. 40

m/z 55.10 22 .05%

29
‘ ‘ | | 113141 169 197 205 253 295323 367

e e L Sdusislah adle sl

T
m/z--> 50 100 150 200 250 300 350 400 450 22. 80 23 00 23. 20 23. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043891.D

Aca On : 3 Jan 2020 17:17

Operator :© JU

Sample - K6460-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Squalene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

23.27 2.08 ng 235313 Perylene-d12 24.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 87
3 trans-Farnesol 222 C15H260 000106-28-5 80
4 4.8.12-Tetradecatrienenitrile. 5... 245 C17H27N 005981-31-7 72
5 5,9,13-Pentadecatrien-2-one, 6,1... 262 C18H300 000762-29-8 72

Abundance Scan 3435 (23.270 min): BG043891.D (-3430) (-) m/z 69.10 100.00%

69
5000
41

23. 00 23 20 23. 40 23. 60

203
ol | adbdd s, ATT205 231 273 325 367 429 i 7Ugl 10 A7.550%

m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
41

5000 S R
23. 00 23 20 23. 40 23. 60

m/z 41.10 24 .53%

9 137
b bbby (Tt 101207 orages satoer w0 J\J\w
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69

23.00 23.20 23. 40 23.60

5000 m/z 95.05 14.19%
41
95 137
o sy 163 191217 245 273209 341367 410
R Lo e e B A e R i
m/z--> 50 100 150 200 250 300 350 400
Abundance #79392: trans-Farnesol R msma s e
69 23.00 23.20 23.40 23.60
m/z 68.05 12.68%
5000 41
{9 136161 101 222
ol 8 i g b Mg % do0 22
m/z--> 50 100 150 200 250 300 350 400 23.00 23.20 23.40 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043891.D

Aca On : 3 Jan 2020 17:17

Operator :© JU

Sample - K6460-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

23.88 8.23 ng 928609 Perylene-d12 24.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 98
2 Heneicosane 296 C21H44 000629-94-7 91
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Tetracosane 338 C24H50 000646-31-1 90

Abundance Scan 3539 (23.881 min): BG043891.D (-3531) (-) m/z 57.10 100.00%

7

5000

|

113 23 60 23. 80 24 00 24 20
141 169
o 197 239 281 327 383 m/z 71.10 73.76%

m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #129490: Eicosane

5

7
85
5000 L L

23 60 23. 80 24 00 24 20
m/z 43.10 64 .22%

113
o1 J || 141269 107 225 553 282
e B L i i o o B B e o
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #141426: Heneicosane
7

23.60 23. 80 24 00 24.20

85

5000 m/z 85.10 53.11%
29 113
ol L. | 71" 141 169197 225 253 296
— e T e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #194499: Eicosane, 7-hexyl- EEEEE e A REREE R
57 23 60 23. 80 24 00 24 20

m/z 55.10 20.98%

113
J [1°141 182917 555281308 337

N R S B al S8

m/z--> 0 50 100 150 200 250 300 350 400 450 23 60 23. 80 24 00 24 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043891.D

Aca On : 3 Jan 2020 17:17

Operator :© JU

Sample - K6460-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Tetracosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
24 .80 8.01 ng 903867 Perylene-d12 24.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetracosane 338 C24H50 000646-31-1 90
3 Octadecane. l-iodo- 380 C18H371 000629-93-6 87
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
5 2-methyloctacosane 408 C29H60 1000376-72-8 87
Abundance Scan 3695 (24.798 min): BG043891.D (-3689) (-) m/z 57.10 100.00%

5000 /L

24. 40 24 60 24 80 25. 00 25 20

113
141169197 239267295323 355

0! m/z 71.10 72.28%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141426: Heneicosane
5000 LA L L L LB L BB
24, 40 24 60 24 80 25. 00 25 20
m/z 43.10 64 .59%
o 141169197 225253 296
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #175558: Tetracosane
57
85 24, 40 24 60 24 80 25. 00 25 20
5000 m/z 85.10 52.48%
113
o0 ||| || 141169197 225253281 309338
L o o o e o o LI LA o a
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #202264: Octadecane, 1-iodo- P T T T T
57 24, 40 24 60 24 80 25. 00 25 20
m/z 55.05 23.47%
5000 85
29
113
L i 299
e e T e T T e T e e T T T T [T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 24, 40 24 60 24 80 25. 00 25 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043891.D

Aca On : 3 Jan 2020 17:17

Operator :© JU

Sample - K6460-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 13 2-methyloctacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
25.91 6.37 ng 718642 Perylene-d12 24.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 2-methvloctacosane 408 C29H60 1000376-72-8 90
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
4 2-methvlhexacosane 380 C27H56 1000376-72-7 83
5 Heptacosane 380 C27H56 000593-49-7 83
Abundance Scan 3884 (25.908 min): BG043891.D (-3875) (-) m/z 57.10 100.00%
7
5000

25.60 25.80 26.00 26.20
m/z 71.10 69.23%

155182 211 253 282309333
miz--> 0 50 100 150 200 250 300 350 400 450

(o]

Abundance #141426: Heneicosane

5000
25.60 25.80 26.00 26.20

m/z 43.10 65.58%

141 169 197 225 253 296

01
m/iz—-> 0 50 100 150 200 250 300 350 400 450
Abundance #215181: 2-methyloctacosane
T T T T T T
25.60 25.80 26.00 26.20
5000 m/z 85.10 52.93%
o 141169 197 225 267 295 365 393
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #185535: Heptadecane, 9-octyl-
57 25.60 25.80 26.00 26.20
m/z 55.10 23.18%
5000 85
113
o 141 169 197 2?9 267 294 323 352
B e o e e B L o e o o o B RS e
m/iz—-> 0 50 100 150 200 250 300 350 400 450 25.60 25.80 26.00 26.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043891.D

Aca On : 3 Jan 2020 17:17

Operator :© JU

Sample - K6460-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 14 Heptadecane, 2,6,10,15-tetr... Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
27.24 3.55 ng 401077 Perylene-di12 24 .71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 93

2 Heneicosane 296 C21H44 000629-94-7 93
3 Hexacosane 366 C26H54 000630-01-3 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 90
5 Eicosane 282 C20H42 000112-95-8 90
Abundance Scan 4111 (27.242 min): BG043891.D (-4100) (-) m/z 57.10 100.00%
5000
113 27.00 27.20 27.40 27.60
141 183207  75p 282 325 355 429
0 385 m/z 71.05 68.96%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57
5000 85
27.00 27.20 27.40 27.60
m/z 43.10 54 _.51%
113
0 |, J 141 183 211 239 267 296
i e B
m/z--> 50 100 150 200 250 300 350 400
Abundance #141424: Heneicosane
57
R A RmESEE e e
27.00 27.20 27.40 27.60
5000 85 m/z 85.10 51.62%
29{ | \113 141 169 197 205 y53 296
ol b b ]y e s e
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57 27.00 27.20 27.40 27.60
m/z 55.10 21.70%
5000 85
29 113
o L ﬁ LT, 141 169 197 205 253 295 323 367
B B S i A R S B B S
m/z--> 50 100 150 200 250 300 350 400 ﬂ%ﬂ%ﬂ@ﬂm

8270-BG123019.
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG010320\
Data File : BG043891.D

Acq On : 3 Jan 2020 17:17

Operator : JU

Sample - K6460-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG123019.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... 3.15 48.8 ng 1907360 1 7.96 781380 20.0
2-Pentanone, 4-hy... 5.07 6.2 ng 240792 1 7.96 781380 20.0
unknown7 .49 7.49 90.5 ng 3534170 1 7.96 781380 20.0
n-Hexadecanoic acid 18.24 2.1 ng 225534 4 17.34 2171450 20.0
5-Octadecene, (E)- 21.26 9.5 ng 1060290 5 21.58 2223410 20.0
Heneicosane 21.81 2.9 ng 327107 5 21.58 2223410 20.0
Hexacosane 22.41 5.4 ng 603719 5 21.58 2223410 20.0
Nonadecane 23.09 6.8 ng 753827 5 21.58 2223410 20.0
Squalene 23.27 2.1 ng 235313 6 24.71 2257950 20.0
Eicosane 23.88 8.2 ng 928609 6 24.71 2257950 20.0
Tetracosane 24 .80 8.0 ng 903867 6 24.71 2257950 20.0
2-methyloctacosane 25.91 6.4 ng 718642 6 24.71 2257950 20.0
Heptadecane, 2,6,... 27.24 3.5 ng 401077 6 24.71 2257950 20.0
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