LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM041819\
Data File : BM019966.D

Aca On : 18 Apr 2019 22:45

Operator : JU/SJ

Sample : K2461-02

Misc :

ALS Vial : 14 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 5.128 358 364 387 rBV 848838 1440127 26.25% 4 .990%
2 6.710 627 633 650 rBV 473746 967083 17.63% 3.351%
3 7.045 684 690 709 rBY 1570394 2573175 46.91% 8.915%
4 7.510 762 769 779 rBV 339894 541634 9.87% 1.877%
5 7.822 814 822 834 rBVY 1307682 2090488 38.11% 7.243%
6 8.686 962 969 987 rBV 833474 1662191 30.30% 5.759%
7 10.292 1234 1242 1260 rBV 340095 673800 12.28% 2.335%
8 12.780 1659 1665 1684 rBV 2423807 3802970 69.33% 13.176%
9 14.180 1897 1903 1918 rVB2 523242 862446 15.72% 2.988%
10 15.692 2153 2160 2177 rBVY 1878965 3049955 55.60% 10.567%

11 16.945 2367 2373 2390 rBV2 615434 1001986 18.27% 3.472%
12 17.839 2519 2525 2536 rBV 231570 407434 7.43% 1.412%
13 19.127 2740 2744 2752 rBV 155286 246329 4._.49% 0.853%
14 19.592 2817 2823 2837 rBV 4615393 5485349 100.00% 19.005%
15 19.933 2877 2881 2890 rBV7 48892 65579 1.20% 0.227%

16 20.856 3034 3038 3046 rBvV 237855 312776 5.70% 1.084%
17 21.162 3085 3090 3099 rBvV 834022 1149227 20.95% 3.982%
18 21.286 3109 3111 3114 rBV 69729 71314 1.30% 0.247%
19 21.709 3180 3183 3190 rVB 168608 227694 4._.15% 0.789%
20 21.874 3208 3211 3215 rBV 161687 172660 3.15% 0.598%

21 22.156 3255 3259 3268 rVB 184833 265074 4._.83% 0.918%
22 22.639 3338 3341 3346 rVB 196695 257548 4._.70% 0.892%

23 23.180 3429 3433 3438 rVB 185313 266586 4._86% 0.924%
24 23.350 3456 3462 3473 rVB 647204 1269135 23.14% 4_.397%

Sum of corrected areas: 28862560
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :

LSC Report - Integrated Chromatogram

= Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM041819\
: BM019966.D

: 18 Apr 2019 22:45

: Ju/sd

: K2461-02

14 Sample Multiplier: 1

: Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM041519.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM019966.D
4000000
3000000
2000000
7.05
7.82
1000000 5.13 8.69
6n.71 7.51 10.29
OpF—rrrr— T T e e T P e e S T e T T e T
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BM019966.D
19.59
4000000
3000000
12.78
2000000 15.69
1000000
17.84 19.13 19.93
O T L e e o e B R IR i o o o o AL o B B L L o e e
Time-->  12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM019966.D
4000000
3000000
2000000
21.16 23.35
1000000
2171822.16 22.64 23.1
20.86 p1 29 NI SR o
O L o o o L o e L L e o o o L o LA e e s o o B B
Time--> 21.00 21.50 22.00 2250 23.00 23,50 24.00 2450 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 : BM019966.D

Aca On : 18 Apr 2019 22:45

Operator : JU/SJ

Sample : K2461-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\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

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 95.02 ng 2573180 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 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 13
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 691 (7.051 min): BM019966.D (-684) (-) m/z 132.00 100.00%
132
5000 68 /\\
40 54 % 680 7.00 7.20 7.40
0 .':-,?“3..!',1!0.7..,..-.,....,....,....,210.7.. m/z 68.00 48.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 U U L L I
6.80 7.00 7.20 7.40
70 m/z 66.00 33.28%
Unnas "l'l! J"I“'“ Jlég"ll"}%ﬁ' "'I" U SR S S
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 32.89%
31
0 ‘ Iy H IL ‘
L I SRS UL SIS I AL SRR S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14013: 1H-Benzimidazole, 2-methyl- R L s m

132 6.80 7.00 7.20 7.40
m/z 69.10 20.39%

5000
63
oL 15 2830 82 70 77 90 WMyq
Ny S [ O A S

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 : BM019966.D

Aca On : 18 Apr 2019 22:45

Operator : JU/SJ

Sample : K2461-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\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

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.
17.84 8.13 ng 407434 Phenanthrene-d10 16.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 74
3 Tridecanoic acid 214 C13H2602 000638-53-9 60
4 Tetradecanoic acid 228 C14H2802 000544-63-8 52
5 n-Decanoic acid 172 C10H2002 000334-48-5 30
Abundance Scan 2525 (17.839 min): BM019966.D (-2519) (-) m/z 73.00 100.00%
7B
5
5000 4
129
97 213 LA B N B B e o TR R
US| 4157171185, o0 | 5y 256 o81 17.60 17.80 18.00 18.20
O m/z 59.95 69.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
48 78

-

50007 29 256

i

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid

17.60 17.80 18.00 18.20
m/z 55.00 55.66%

21
143 157171185 199

o

SN

w
@]

|

~

()

17.60 17.80 18.00 18.20
m/z 43.10 53.38%

5000

29
0< iy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65565: Tridecanoic acid L a R B
73 17.60 17.80 18.00 18.20
m/z 57.05 52.64%
43 g
5000 129
29
214
|4 i
o) 0 T s ed——

[ T T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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 : BM019966.D

Aca On : 18 Apr 2019 22:45

Operator : JU/SJ

Sample : K2461-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\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

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 6
R.T. EstConc Area Relative to ISTD R.T.
19.13 4.29 ng 246329 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 38
Abundance Scan 2745 (19.133 min): BM019966.D (-2740) (-) m/z 73.00 100.00%
5000 thwww,hﬁﬂwmdﬂ\~wnWWwwﬂ~wjk
18.80 19.00 19.20 19.40
0 m/z 60.00 84 .15%
m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
/8 73
5000 129 AR IARRABARER
18. 80 19. oo 19.20 19.40
9 185 oa 284 m/z 57.05 66.20%
oL15 Lty | e | e |
m/z--> 50 100 1éo 260 2%0 360 3éo
Abundance #83686: Pentadecanoic acid
43 73
18.80 19.00 19.20 19.40
5000 129 m/z 43.05 64.74%
199 242
157
0..‘..|’ ‘HI““L\I. p'8¢)‘ .‘|....|....|...
m/z--> 50 100 150 200 250 300 350
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester A E
ile] 18.80 19.00 19.20 19.40
m/z 55.00 63.82%
73
5000 284
129
185
oL “Hm‘\”‘ T LR s | s am e e
m/z--> 50 100 150 200 250 300 350 18. 80 19. oo 19. 20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM041819\
Data File : BM019966.D

Aca On : 18 Apr 2019 22:45

Operator : JU/SJ

Sample : K2461-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\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

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 3-Octadecene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.86 5.44 ng 312776 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octadecene. (E)- 252 C18H36 007206-19-1 96
2 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 93
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
4 17-Pentatriacontene 491 C35H70 006971-40-0 91
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 90
Abundance Scan 3039 (20.862 min): BM019966.D (-3034) (-) m/z 69.05 100.00%
o | 97
43
5000
HRL R PN SUN S
154 193 201 20.60 20.80 21.00 21.20
ol 225 2% 325 355 m/z 83.10  98.50%
m/z--> 50 100 150 200 250 300 350 400
Abundance #89787: 3-Octadecene, (E)-
41 || 69
97
5000 R AR SUGLILE R
20.60 20.80 21.00 21.20
m/z 97.05 88.90%
125
i WL o e
m/z--> 50 100 150 200 250 300 350 400
Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester
57
83 20,60 20.80 21.00 2120
5000 m/z 57.05 87 .99%
111
29
S k 1 132180 2029 g
m/z--> 55 100 150 260 250 300 350 400
Abundance #152927: Trichloroacetic acid, hexadecy! ester B B m
43 20.60 20.80 21.00 21.20
69 m/z 55.05 81.50%
97
5000
125
04 J J \ L1l t \.153 196 224
m/z--> 50 100 150 200 250 300 350 400 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 : BM019966.D

Aca On : 18 Apr 2019 22:45

Operator : JU/SJ

Sample : K2461-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\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

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 Nonadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.71 3.96 ng 227694 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Heneicosane 296 C21H44 000629-94-7 93
3 Hexadecane. 3-methvl- 240 C17H36 006418-43-5 90
4 Tetracosane 338 C24H50 000646-31-1 86
5 Hexadecane 226 C16H34 000544-76-3 86
Abundance Scan 3183 (21.709 min): BM019966.D (-3180) (-) m/z 57.10 100.00%
57
85
5000

21.40 21.60 21.80 22.00

113
| [ 141169 20833 281 3p6355 417 452 489

O I I T o o B e B o o e o o o o AR m/z 71.10 86.14%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #99476: Nonadecane
57
85
5000 LA L L L L L L LB L |
21.40 21.60 21.80 22.00
29 m/z 43.10 64 .85%
oL 34t 160 107 268
A o e L e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #115570: Heneicosane
57
R RRRRE R R RS SRRy
85 21.40 21.60 21.80 22.00
5000 m/z 85.10 63.39%
29 113
o | 0141169197 225 253 296
LA I i B o R
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #82611: Hexadecane, 3-methyl- e B
57 21.40 21.60 21.80 22.00
m/z 55.10 23.43%
5000
85
o | 3101 1637H 40
T I i o o o T LA e e R R RRRRE R R RS SRRy
m/z--> 0 50 100 150 200 250 300 350 400 450 21.40 21.60 21.80 22.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM041819\
Data File : BM019966.D

Aca On : 18 Apr 2019 22:45

Operator : JU/SJ

Sample : K2461-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\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

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 1-Docosanol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.87 3.00 ng 172660 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosanol 326 C22H460 000661-19-8 72
2 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 68
3 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 58
4 1-Hexacosanol 382 C26H540 000506-52-5 58
5 10-Heneicosene (c,t) 294 C21H42 095008-11-0 58
Abundance Scan 3210 (21.868 min): BM019966.D (-3208) (-) m/z 55.05 100.00%
56
83
5000
1 2160 21.80 22.00 22.20
217 249 282 355
(YR | 325 401429 489 | n/z 57.10 80.76%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #131002: 1-Docosanol
43
5000 83 LI B SULRLN LN B
21.60 21.80 22.00 22.20
18 111 m/z 69.00 61.97%
o 139 168 196 224 250 280308
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #146886: Dichloroacetic acid, heptadecy! ester
57 83
2160 21.80 22.00 22.20
5000 111 m/z 83.10 56.47%
29
ob LA Ll ) § 190168 210238 566 205
mz> 0 50 160 1%0 200 250 300 350 400 450 '
Abundance #90869: 13-Tetradecen-1-ol acetate  EAE R R
43 21.60 21.80 22.00 22.20
83 m/z 43.10 52.08%
5000
111
o AL ) 1139167194 224 254
mz> 0 éo 160 1%0 200 250 300 350 400 450 ' 21.60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM041819\
Data File : BM019966.D

Aca On : 18 Apr 2019 22:45

Operator : JU/SJ

Sample : K2461-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\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

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 Dodecane, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.16 4.61 ng 265074 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2-methvl- 184 C13H28 001560-97-0 90
2 Heneicosane. 11-(l-ethvlpropvl)- 366 C26H54 055282-11-6 90
3 Hexadecane 226 Cl16H34 000544-76-3 87
4 Octacosane 394 C28H58 000630-02-4 83
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 80
Abundance Scan 3260 (22.162 min): BM019966.D (-3255) (-) m/z 57.10 100.00%
g7
85
5000

21.80 22.00 22.20 22.40

[[3141169 208 253283313 344360 431 475

O ﬂﬂ..,.nﬂlh!rh.s..phﬂ.,”..,.”.,..h,.N.., m/z 71.10 93.15%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #45563: Dodecane, 2-methyl-
57
85
5000 LA L L L L L B
21.80 22.00 22.20 22.40
29 141 m/z 85.05 59.51%
d 113 169
0 o 1 |
L B o NI e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)-
43
R e EREEEE
71 21.80 22.00 22.20 22.40
5000 m/z 43.10 49 _.53%
99 127
ol [5195183 225253 295 337
I I o o o o LA e e R
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #73968: Hexadecane N RaEEE R
57 21.80 22.00 22.20 22.40
m/z 55.10 24 _.02%
5000 85
0 29 ‘ 11‘3‘141 169 197 226
I B e L B B B o B T R e e EEE
m/z--> 0 50 100 150 200 250 300 350 400 450 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 : BM019966.D

Aca On : 18 Apr 2019 22:45

Operator : JU/SJ

Sample : K2461-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\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

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 8
R.T. EstConc Area Relative to ISTD R.T.
22.64 4.06 ng 257548 Perylene-di12 23.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2-methvl- 184 C13H28 001560-97-0 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Octadecane. 3-ethvl-5-(2-ethvlbu... 366 C26H54 055282-12-7 90
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 86
5 Tetradecane, 4-methyl- 212 C15H32 025117-24-2 74
Abundance Scan 3341 (22.639 min): BM019966.D (-3338) (-) m/z 57.10 100.00%
57
85
5000
13 o 9960 99en 9200
141 177 208 22.40 22.60 22.80 23.00
ob A b A0 ST208, 208 207329358 402431 475 849 | nzz 71.10  90.72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #45563: Dodecane, 2-methyl-
85
5000 LI UL BRI I B
22. 40 22 60 22. 80 23 00
29 141 m/z 85.10 64 .46%
13 | 169
0!
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115570: Heneicosane
5
o " 2040 22:60 22.80 23.00
5000 m/z 43.05 59.86%
29 13
oL | 141169197225253 296 AWWN~%NWNWAWJ\WWW%*MVAAMNM
miz--> 0 55 160 1%0 200 250 300 3%0 400 4éo 560 séo
Abundance #147108: Octadecane, 3-ethyl-5-(2-ethyloutyl)- R EEEES
48 22.40 22.60 22.80 23.00
m/z 55.05 24 _.07%
71
5000
99 197 183 281
0 Ll 71557 7211 251 308337364
m/z--> 6 55 160 1%0 200 250 300 350 400 4éo 560 séo 2240 2260 2280 2300
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM041819\
Data File : BM019966.D

Aca On : 18 Apr 2019 22:45

Operator : JU/SJ

Sample : K2461-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\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

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 Tetradecane, 2,6,10-trimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
23.18 4.20 ng 266586 Perylene-d12 23.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 91
2 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
3 Heneicosane. 11-decvl- 437 C31H64 055320-06-4 91
4 Nonacosane 408 C29H60 000630-03-5 91
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 3433 (23.180 min): BM019966.D (-3429) (-) m/z 57.10 100.00%
q7
85
5000
ISR NN B
141 197 22.80 23.00 23.20 23.40
ob ik 169 225249271 297 323 357 387 431 n/z 71.10 85 84%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #82616: Tetradecane, 2,6,10-trimethyl-
57
5000 85 AUV AR B B
nmmmmmmm
0
13 155 m/z 85.10 60.94%
OI""I”'JJ{JJ"J""I???'""I""I""I""I
miz--> 0 50 100 150 200 250 300 350 400
Abundance #123100: Pentadecane, 8-heptyl-
57
22.80 23.00 23.20 23.40
5000 85 m/z 43.05 54 _.66%
29
o | | ‘ | M40 160 219 539266 300
m/z--> 6 §0 160 1%0 260 250 300 350 460
Abundance #162745: Heneicosane, 11-decyl- e EARRs RS
57 22.80 23.00 23.20 23.40
m/z 69.00 21.89%
o i WJ\M\AW“J
29 295
NNy 113 141 160 197 225 266 H 323 435
mp>6 % 1& ﬁo @ 2% ﬁo ﬁ)4& ' nmmmmmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM041819\
Data File : BM019966.D

Acq On : 18 Apr 2019 22:45

Operator : JU/SJ

Sample - K2461-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown? .05 7.05 95.0 ng 2573180 1 7.51 541634 20.0
n-Hexadecanoic acid 17.84 8.1 ng 407434 4 16.94 1001990 20.0
Octadecanoic acid 19.13 4.3 ng 246329 5 21.16 1149230 20.0
3-Octadecene, (E)- 20.86 5.4 ng 312776 5 21.16 1149230 20.0
Nonadecane 21.71 4.0 ng 227694 5 21.16 1149230 20.0
1-Docosanol 21.87 3.0 ng 172660 5 21.16 1149230 20.0
Dodecane, 2-methyl- 22.16 4.6 ng 265074 5 21.16 1149230 20.0
Heneicosane 22.64 4.1 ng 257548 6 23.35 1269140 20.0
Tetradecane, 2,6,... 23.18 4.2 ng 266586 6 23.35 1269140 20.0
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