LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM041819\
Data File : BM019968.D

Aca On : 18 Apr 2019 23:58

Operator : JU/SJ

Sample : K2461-04

Misc :

ALS Vial : 16 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 M\METHODS\8270-BM041519 .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 5.128 358 364 379 rBV 748608 1267850 22.73% 4.186%
2 6.716 627 634 650 rBV 363360 803267 14.40% 2.652%
3 7.046 684 690 707 rBVY 1505776 2454888 44 .01% 8.105%
4 7.510 763 769 780 rBV 372217 593592 10.64% 1.960%
5 7.822 815 822 834 rBVY 1293247 2086496 37.41% 6.889%

8.687 962 969 986 rBV 838040 1637207 29.35% 5.405%
10.292 1234 1242 1262 rBVY 357476 741824 13.30% 2.449%
12.780 1659 1665 1686 rBVY 2290169 3637494 65.22% 12.009%
543848 937356 16.81% 3.095%
15.692 2153 2160 2181 rBVY 1681868 2916564 52.29% 9.629%
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11 16.945 2367 2373 2387 rBV2 683628 1096196 19.65% 3.619%
12 17.833 2518 2524 2536 rBV 184133 345494 6.19% 1.141%
13 19.133 2740 2745 2754 rBV 137379 237453 4._.26% 0.784%
14 19.592 2817 2823 2833 rBV 4406329 5577689 100.00% 18.415%
15 20.856 3033 3038 3047 rBvV 211637 330051 5.92% 1.090%

16 21.162 3085 3090 3099 rBvV 894513 1283998 23.02% 4_.239%
17 21.286 3108 3111 3116 rBV 154258 167479 3.00% 0.553%
18 21.709 3179 3183 3187 rBV 288604 332651 5.96% 1.098%
19 22.150 3254 3258 3264 rVB 403397 484531 8.69% 1.600%
20 22.639 3336 3341 3347 rBV 422886 587867 10.54% 1.941%

21 23.174 3428 3432 3440 rVB 445177 733280 13.15% 2.421%
22 23.350 3456 3462 3473 rVB 715819 1504892 26.98% 4._.969%
23 23.792 3532 3537 3544 rVB 304724 530366 9.51% 1.751%

Sum of corrected areas: 30288485
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1I\BNA M\DATA\BM041819\
BM019968.D

18 Apr 2019 23:58

JussJ

K2461-04

16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM041519 .M

Quant Title ; ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

TIC: BM019968.D

7.05
7.82

6.72 7.51
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10.29

Time--> 3.00

350 400 450 500 550 6.00 650 700 750 800 850 9.00
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4000000

3000000

2000000

1000000

TIC: BM019968.D

12.78

15.69

14.18 16.94

17.83

19.13

1959

Obr
Time-->  12.00 1250 13.00 13.50 14.00 1450 1500 1550 16.00 1650 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance

4000000

3000000

2000000

1000000

20.86 p1.29

TIC: BM019968.D

21.16 rren 23333
s gy 2215 22

23.79

N

Time-->

o e e e e

21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM041819\
Data File : BM019968.D

Aca On : 18 Apr 2019 23:58

Operator : JU/SJ

Sample : K2461-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM041519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown7.05 Concentration Rank 1

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

7.05 82.71 ng 2454890 1,4-Dichlorobenzene-d4 7.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Aminoindole 132 C8H8N2 005192-03-0 22
5 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 13

Abundance Scan 691 (7.051 min): BM019968.D (-684) (-) m/z 132.00 100.00%
132
5000 68 j\\
40 54 %6 J 680 7.00 7.20 7.40
0 8 A2 m/z 68.10  48.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 U UL L L I
6.80 7.00 7.20 7.40
70 m/z 66.00 33.39%
o 86 116
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69 o 680 7.00 7.20 7.40
5000 m/z 134.00 33.25%
31
0 ‘ [l 1 H IL ‘
L I SUEL LS SIS DU I S S S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14013: 1H-Benzimidazole, 2-methyl- e RRRENEmmm T

132 6.80 7.00 7.20 7.40
m/z 69.10 20.45%

5000
63
oL 15 2830 82 %0 77 90 Wy |
Ny S M SR RN AR A N N

m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM041819\
Data File : BM019968.D

Aca On : 18 Apr 2019 23:58

Operator : JU/SJ

Sample : K2461-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM041519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 7
R.T. EstConc Area Relative to ISTD R.T.
17.83 6.30 ng 345494 Phenanthrene-d10 16.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Nonanoic acid 158 C9H1802 000112-05-0 30
4 d-Glucitol. 4-0-nonvl- 308 C15H3206 132591-06-1 22
5 Pentadecane 212 C15H32 000629-62-9 11
Abundance Scan 2523 (17.827 min): BM019968.D (-2518) (-) m/z 73.00 100.00%
73
43
5000
129
97 213 S AR ma e R
15 | 1431570711851009 | 227 256 g, 17.60 17.80 18.00 18.20
Obrrrprrrr i m/z 60.00 71.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92227: n-Hexadecanoic acid
48
60
5000
17.60 17.80 18.00 18.20
83 m/z 42.95 62.73%
. Wi ﬂ 97 1151291 13157171185199213p27 24020
m/z--> ﬁo 46 eb 80 100 120 140 160 180 200 220 240 260 280
Abundance #65565: Tridecanoic acid
73
43 57 "' 17.60 17.80 18.00 18.20
5000 29 129 m/z 55.05 56.77%
143157 214
ool ol
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28744: Nonanoic acid B i R S o S
60 17.60 17.80 18.00 18.20
m/z 57.05 52.20%
5000
0‘
m/z--> 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM041819\
Data File : BM019968.D

Aca On : 18 Apr 2019 23:58

Operator : JU/SJ

Sample : K2461-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM041519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.13 3.70 ng 237453 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 89
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Tetratetracontane 619 C44H90 007098-22-8 11
Abundance Scan 2744 (19.127 min): BM019968.D (-2740) (-) m/z 73.00 100.00%
18.80 19.00 19.20 19.40
(o} m/z 60.00 79.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108843: Octadecanoic acid
48 57 7,
5000
18.80 19.00 19.20 19.40
m/z 43.00 68.21%
zr 143,5,171
| SN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83683: Pentadecanoic acid
48 73
7 18.80 19.00 19.20 19.40
5000 m/z 55.00 64 .38%
2 , 129 242
115 | 143 199
oLt b L4H 157171185 295
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75070: Tetradecanoic acid B EEEER RS
43 73 18.80 19.00 19.20 19.40
_ m/z 57.05 60.44Y%
5000 129
2 87 115 185
. 143,171 | 199 228
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 iéﬁd iéﬁd igéoliéhb"'
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM041819\
Data File : BM019968.D

Aca On : 18 Apr 2019 23:58

Operator : JU/SJ

Sample : K2461-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM041519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Cyclotridecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.86 5.14 ng 330051 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotridecane 182 C13H26 000295-02-3 95
2 1-Nonadecene 266 C19H38 018435-45-5 95
3 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 95
4 Cvclotetradecane 196 C14H28 000295-17-0 94
5 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
Abundance Scan 3039 (20.862 min): BM019968.D (-3033) (-) m/z 83.05 100.00%
57
HSR IR BN SUNRA SR
139 168 207 283 355 401 20.60 20.80 21.00 21.20
N— 2 35 m/z 69.05  95.27%
m/z--> 50 100 150 200 250 300 350 400
Abundance #44130: Cyclotridecane
a1
69
5000 97 LU SURRULR B SULIUR SRR
20,60 20.80 21.00 21.20
125 m/z 57.05 86.01%
TETREE:
oA —
m/z--> 50 100 150 200 250 300 350 400
Abundance #98171: 1-Nonadecene
43 o7
69 R IR BN SUNIRA SR
20.60 20.80 21.00 21.20
5000 m/z 55.00 83.46%
125
REREN N Y J 124 182 210 238 266
m/z--> 50 100 1éo 200 250 300 350 400
Abundance #146886: Dichloroacetic acid, heptadecyl ester AR REmma R
57 83 20.60 20.80 21.00 21.20
m/z 96.95 78.96%
5000 111
29
oL LAl ) ) 1339 168 210 238 26 95
m/z--> 50 100 150 200 251;0 300 350 400 20,60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM041819\
Data File : BM019968.D

Aca On : 18 Apr 2019 23:58

Operator : JU/SJ

Sample : K2461-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM041519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Pentacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.29 2.61 ng 167479 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 90
2 Nonadecane 268 C19H40 000629-92-5 90
3 Octadecane 254 C18H38 000593-45-3 86
4 Heneicosane. 11-(l1-ethvipropvl)- 366 C26H54 055282-11-6 80
5 Eicosane 282 C20H42 000112-95-8 80
Abundance Scan 3112 (21.292 min): BM019968.D (-3108) (-) m/z 71.05 100.00%
n
43
5000
99
o...,.-..1,.".L.+,..~:-.,L... S AT Tm/z 57.05  97.50%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #142112: Pentacosane
57
5000 85 --- A DA DN
21. oo 21 20 21. 40 21 60
J m/z 85.10 63.91%

113
141
o AL 288, Pazeroms ez
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #99476: Nonadecane
57

21 00 21.20 21.40 21.60

5000 85 m/z 43.05 57.28%
29
ol L L g 13,141 160 107 268
A e e
miz--> 50 100 150 200 250 300 350 400 450
Abundance #91036: Octadecane T T T
57 21.00 21.20 21.40 21.60

m/z 55.10 24 _.87%

5000 85
29 .
[L] ] M3 141 169 197 225 254

oA A g L e S

m/z--> 50 100 150 200 250 300 350 400 450 21. OO 21 20 21. 40 21 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM041819\
Data File : BM019968.D

Aca On : 18 Apr 2019 23:58

Operator : JU/SJ

Sample : K2461-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM041519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.71 5.18 ng 332651 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 91
3 Octadecane 254 C18H38 000593-45-3 87
4 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 87
5 Nonadecane 268 C19H40 000629-92-5 86
Abundance Scan 3183 (21.709 min): BM019968.D (-3179) (-) m/z 57.05 100.00%
q7
85
5000
—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—[
141 169 21.40 21.60 21.80 22.00
I ] ll | Ay 20 197,225 252 262 339 401 m/z 71.10 93.40%
m/z--> 50 100 150 200 250 300 350 400
Abundance #107652: Eicosane
g7
85 21.40 21.60 21.80 22.00
29 m/z 85.05 64 .90%
oLl M ae e
m/z--> 50 100 150 200 250 300 350 400
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)-
43
—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—[
71 21.40 21.60 21.80 22.00
5000 m/z 43.10 62.68%
o ‘ L] J‘ | (177155 183 225 253 295 a7
m/z--> 55 100 1éo 200 250 300 3éo 460
Abundance #91036: Octadecane B a e e e
57 21.40 21.60 21.80 22.00
m/z 55.05 26.32%
5000 85
29
oL i L | 1 191 169 197 295 254
m/z--> % 1& 1% 2& 2% 3m 3% 400 mmmmmmnm '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM041819\
Data File : BM019968.D

Aca On : 18 Apr 2019 23:58

Operator : JU/SJ

Sample : K2461-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM041519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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-heptyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.15 7.55 ng 484531 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 90
2 Heptacosane 380 C27H56 000593-49-7 87
3 Octadecane 254 C18H38 000593-45-3 87
4 Heptadecane 240 C17H36 000629-78-7 86
5 Dodecane, 1-iodo- 296 C12H251 004292-19-7 86
Abundance Scan 3258 (22.150 min): BM019968.D (-3254) (-) m/z 57.10 100.00%
sl
85
5000
113 21.80 22.00 22.20 22.40
141
ol b, ||, Ly 209197225253 263300 339 401429 489 | no0 77 10 91.28%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #123100: Pentadecane, 8-heptyl-
s7
5000 85
21.80 22.00 22.20 22.40
29 m/z 85.05 62.72%
o | 3141160 210 539966 300
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #151556: Heptacosane
57
21.80 22.00 22.20 22.40
5000 m/z 43.10 57.33%
85
om (118 141169 197 225 253281 323351 380
m/z--> 55 100 150 200 250 300 350 400 450 '
Abundance #91036: Octadecane e e R
57 21.80 22.00 22.20 22.40
m/z 55.05 24 _57%
5000 85
. J ||| M 141160 197 2p5 254
m/z--> 50 100 1éo 200 2éo 300 350 400 450 ' 21'80 22,00 22.20 22.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM041819\
Data File : BM019968.D

Aca On : 18 Apr 2019 23:58

Operator : JU/SJ

Sample : K2461-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM041519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22 .64 7.81 ng 587867 Perylene-d12 23.35
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 90
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 90
5 Nonacosane 408 C29H60 000630-03-5 90
Abundance Scan 3341 (22.639 min): BM019968.D (-3336) (-) m/z 57.05 100.00%
57
85
5000
| 1[1113 141 169 211 239 280 313339 369 417 22,40 2260 2280 23,00
oA e T e m/z 71.10 93.21%
m/z--> 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane
57
85
5000 UL SSURILN N B B

22.40 22.60 22.80 23.00
m/z 85.10 63 .54%

29
ol ] J 141 (169 197 225 253 296
ey e
m/z--> 50 100 150 200 250 300 350 400
Abundance #155178: Octacosane
57
RN e e e s S
22.40 22.60 22.80 23.00
5000 g5 m/z 43.10 56.20%
29
oL ] | 112 141 169 197 225 253 281 309 337 365 394
— A A A e
m/z--> 50 100 150 200 250 300 350 400
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)- L AL E e
43 22.40 22.60 22.80 23.00
m/z 55.10 22 .95%
71
5000
9% 127
ol bl 07 195188 225 253 295 337
i s L Bl o e R RmEEs e
m/z--> 50 100 150 200 250 300 350 400 22. 40 22 60 22. 80 23 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM041819\
Data File : BM019968.D

Aca On : 18 Apr 2019 23:58

Operator : JU/SJ

Sample : K2461-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM041519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Heptadecane, 9-octyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.17 9.75 ng 733280 Perylene-di12 23.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 Nonacosane 408 C29H60 000630-03-5 90
3 Heneicosane. 11-(l-ethvlpropvl)- 366 C26H54 055282-11-6 90
4 Dodecane 170 C12H26 000112-40-3 83
5 Eicosane, 3-methyl- 296 C21H44 006418-46-8 81
Abundance Scan 3431 (23.168 min): BM019968.D (-3428) (-) m/z 57.10 100.00%
57
85
5000
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—
113
141 183 211 22.80 23.00 23.20 23.40
oA AL TIN5 230207207328 359 409 480508 | nyz 71.10  91.68%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #142113: Heptadecane, 9-octyl-
57
22.80 23.00 23.20 23.40
m/z 85.10 65.06%
o J1}3}§1}§9197 2‘]f9267294323352
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #158131: Nonacosane
57
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—
22.80 23.00 23.20 23.40
5000 85 m/z 43.05 57 .56%
L2 {H13141160 197 225 253 281 300337365 408
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)- T
43 22.80 23.00 23.20 23.40
m/z 55.10 26.17%
71
h J&
99
o 127155183 225753 295 337
m/z--> 5 100 150 200 250 3(')0 350 400 450 500 22.80 23.00 23.20 23.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM041819\
Data File : BM019968.D

Aca On : 18 Apr 2019 23:58

Operator : JU/SJ

Sample : K2461-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM041519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Heneicosane, 11-(1-ethylpro... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.79 7.05 ng 530366 Perylene-d12 23.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 86
2 Heptacosane 380 C27H56 000593-49-7 86
3 Octadecane. 1-iodo- 380 C18H371 000629-93-6 72
4 Octacosane 394 C28H58 000630-02-4 72
5 Octadecane 254 C18H38 000593-45-3 68
Abundance Scan 3537 (23.792 min): BM019968.D (-3532) (-) m/z 57.10 100.00%
57
e JA___A
LN U AU SR I
141 169 207 281 23.40 23.60 23.80 24.00 24.20
ol 239 313 339 402 429 n/z 71.10 97 590
m/z--> 50 100 150 200 250 300 350 400
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)-
43
71
5000 R IR IO BRI B
2340 23.60 23.80 24.00 24.20
m/z 85.10 62.35%
o ¥ ﬂ 127 155 183 225 53 295 337
m/z--> 55 100 1éo 200 250 300 350 400
Abundance #151555: Heptacosane
57
23.40 23.60 23.80 24.00 24.20
5000 85 m/z 43.10 57 .24%
29 113 141
o LU L b, 169 197 225 253 281 309 337 380
m/z--> 50 100 1%0 260 250 300 350 400
Abundance #151357: Octadecane, 1-iodo- A B o B
57 23.40 23.60 23.80 24.00 24.20
m/z 69.05 26 .54%
5000 85
29
0 J\‘ LT 1% 183 o1 253
s e o no Po e 5o e | | 239 260 7550 5400 2420
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM041819\
Data File : BM019968.D

Acq On : 18 Apr 2019 23:58

Operator : JU/SJ

Sample : K2461-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM041519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown7 .05 7.05 82.7 ng 2454890 1 7.51 593592 20.0
n-Hexadecanoic acid 17.83 6.3 ng 345494 4 16.94 1096200 20.0
Octadecanoic acid 19.13 3.7 ng 237453 5 21.16 1284000 20.0
Cyclotridecane 20.86 5.1 ng 330051 5 21.16 1284000 20.0
Pentacosane 21.29 2.6 ng 167479 5 21.16 1284000 20.0
Eicosane 21.71 5.2 ng 332651 5 21.16 1284000 20.0
Pentadecane, 8-he... 22.15 7.5 ng 484531 5 21.16 1284000 20.0
Heneicosane 22 .64 7.8 ng 587867 6 23.35 1504890 20.0
Heptadecane, 9-oc... 23.17 9.8 ng 733280 6 23.35 1504890 20.0
Heneicosane, 11-(... 23.79 7.0 ng 530366 6 23.35 1504890 20.0
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