LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM031419\

Data File : BM019172.D

Aca On : 14 Mar 2019 16:52 Instrument :
Operator : JU/SJ BNA_M
Sample - K1866-11 ClientSampleld :
Misc - MR-MH-14-COMP
ALS Vial : 12 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-BM031119.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 5.257 379 386 404 rBVY 4037522 6028351 36.78% 6.668%
2 6.840 647 655 681 rBY 4412988 7114087 43.41% 7.869%
3 7.193 707 715 738 rBV 4435487 6957640 42.45% 7.696%
4 7.657 787 794 803 rBV 673989 1081284 6.60% 1.196%
5 7.969 839 847 857 rBVY 2858018 4610352 28.13% 5.100%
6 8.828 982 993 1017 rBVY 2294198 4040621 24.65% 4._.469%
7 10.439 1260 1267 1286 rBV 861080 1566286 9.56% 1.733%
8 12.922 1682 1689 1705 rBV 6712286 9902165 60.42% 10.953%
9 13.780 1829 1835 1849 rBV 406357 680775 4.15% 0.753%
10 14.310 1918 1925 1945 rBV2 1562858 2440538 14.89% 2.700%

11 15.810 2173 2180 2199 rBV 7031718 9624258 58.72% 10.646%
12 17.063 2387 2393 2410 rBV2 2084510 3180564 19.41% 3.518%
13 17.957 2539 2545 2563 rBV 817277 1335921 8.15% 1.478%
14 19.239 2759 2763 2779 rBvV 230131 476062 2.90% 0.527%
15 19.704 2836 2842 2857 rBV 13576352 16388797 100.00% 18.128%

16 19.998 2884 2892 2897 rBV 177413 255739 1.56% 0.283%
17 20.498 2973 2977 2981 rBV2 323417 359191 2.19% 0.397%
18 20.962 3051 3056 3067 rBV 1755331 2132450 13.01% 2.359%
19 21.262 3101 3107 3118 rBV 2859951 3743989 22.84% 4.141%
20 21.398 3126 3130 3136 rBV 655693 684950 4.18% 0.758%

21 21.827 3199 3203 3211 rBV 691724 920896 5.62% 1.019%
22 22.292 3277 3282 3290 rBV3 840755 1404002 8.57% 1.553%
23 22.786 3362 3366 3371 rBV 516913 702345 4._.29% 0.777%
24 23.350 3457 3462 3467 rBV 434258 674851 4.12% 0.746%
25 23.497 3481 3487 3499 rVB 1615566 3018956 18.42% 3.339%

26 23.992 3566 3571 3579 rVB 307618 549362 3.35% 0.608%
27 24.086 3583 3587 3598 rVB2 248480 531255 3.24% 0.588%

Sum of corrected areas: 90405687
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM031419\
Data File : BM019172.D

Aca On : 14 Mar 2019 16:52

Operator : JU/SJ

Sample - K1866-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM019172.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM031419\
Data File : BM019172.D

Aca On : 14 Mar 2019 16:52

Operator : JU/SJ

Sample - K1866-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.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 unknown7.19 Concentration Rank 1

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

7.19 128.69 ng 6957640 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 715 (7.193 min): BM019172.D (-707) (-) m/z 132.00 100.00%
32
5000 68
40 % 6.80 7.00 7.0 7.40 7.60
54 : . . . .
0 82 14118 207 281 m/z 68.10 49.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132
5000 R S L I

6.80 7.00 7.20 7.40 7.60
m/z 134.00 32.79%

15 39 6|i|3 90 104

Ot rr et e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
R R S R
6.80 7.00 7.20 7.40 7.60
5000 m/z 66.10 30.80%
33 105
‘ ?1 \7‘0\86 ‘ ‘\ I
OFrrr e P e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13917: Benzene, 1,2,4-trifluoro- e
132 6.80 7.00 7.20 7.40 7.60
m/z 69.10 19.90%
5000 63 g1
112
o...,..‘..‘,.4.?.‘,‘\.‘:.‘., 2 N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM031419\
Data File : BM019172.D

Aca On : 14 Mar 2019 16:52

Operator : JU/SJ

Sample - K1866-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.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 4

R.T. EstConc Area Relative to ISTD R.T.
17.96 8.40 ng 1335920 Phenanthrene-d10 17.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tetradecanoic acid 228 C14H2802 000544-63-8 72
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Pentadecanoic acid 242 C15H3002 001002-84-2 56
5 n-Decanoic acid 172 C10H2002 000334-48-5 53

Abundance Scan 2546 (17.963 min): BM019172.D (-2539) (-) m/z 73.00 100.00%
73
43 §
5000
129
97 213 R e
| ﬂ US | 431071085069 | 27 296 17.60 17.80 18.00 18.20
S 1 m/z 60.00 70.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
48 73
5
5000 29 256 L D DU B R
17. 60 17. 80 18. oo 18 20
213 m/z 43.05 55.75%
. L 143157171185, o
m/z--> ﬁo 46 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid
73
43 5 17.60 17.80 18.00 18.20
5000 m/z 57.10 53.37%
129
29 185 228
115
1 14347171
o ---.-‘-‘--.‘-‘--‘l” Al ﬁ ]ﬂu ST vl ,\,,1,993,1,3 \ S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65566: Tridecanoic acid
73 17.60 17.80 18.00 18.20
m/z 55.05 52.43%
43 57
5000
129
29 115 171 214
5| T s 185,
ok 5||‘||||‘|‘||H|H|" |||||‘|‘||‘|‘|||‘|‘|||‘||l|‘||||| R R AR
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\HPCHEMI\BNA M\DATA\BM031419\
Data File : BM019172.D

Aca On : 14 Mar 2019 16:52

Operator : JU/SJ

Sample - K1866-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.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 12
R.T. EstConc Area Relative to ISTD R.T.
19.24 2.54 ng 476062 Chrysene-di12 21.26
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 87
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 76
5 n-Decanoic acid 172 C10H2002 000334-48-5 43
Abundance Scan 2763 (19.239 min): BM019172.D (-2759) (-) m/z 73.00 100.00%
73
43
5000
129
97 185 I o T
157 213 le 284 311 19!00 19!20 19)40 19!60
ol o e L m/z 60.00 75.27%
m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
/8 73
5000 129
19.00 19.20 19.40 19.60
9 185 oa 284 m/z 57.10 63.95%
o 15 " .115.7| I I2].'3| I 265 \
m/z--> 50 100 1éo 260 250 300 3éo
Abundance #83683: Pentadecanoic acid
a8 73
" 19.00 19.20 19.40 19.60
5000 m/z 43.10 59.38%
129 242
‘ 97 ‘ 171 199
0..‘. L I"’ I.“L.LILIMI‘I|\1|53||\|\|‘||2|2‘}|\ T
m/z--> 50 100 150 200 250 300 350
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester B e e
43 19.00 19.20 19.40 19.60
m/z 55.05 55.31%
73
5000 284
129
97
185
N I e o B R () PV OOV S
m/z--> 50 100 150 200 250 300 350 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM031419\
Data File : BM019172.D

Aca On : 14 Mar 2019 16:52

Operator : JU/SJ

Sample - K1866-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.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 Ethanol, 2-(tetradecyloxy)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.96 11.39 ng 2132450 Chrysene-di12 21.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 90
2 l-Hentetracontanol 593 C41H840 040710-42-7 86
3 l17-Pentatriacontene 491 C35H70 006971-40-0 80
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 68
5 1-Nonadecanol 284 C19H400 001454-84-8 64
Abundance Scan 3056 (20.962 min): BM019172.D (-3051) (-) m/z 57.10 100.00%
57
97
5000
39 20.60 20.80 21.00 21.20
ol A ML)} 7169 207238 280300 356 429 475 | ns; 71.05  75.31%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #93396: Ethanol, 2-(tetradecyloxy)-
57

5000
20.60 20.80 21.00 21.20
m/z 43.05 72 .25%
2
o—HH
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #172384: 1-Hentetracontanol
57
97 20.60 20.80 21.00 21.20
5000 m/z 83.05 71.59%
oL 14 } T o 320 362 404 ads_ssesls ST2
m/z--> (I) 5|0 1(|)0 1é0 2(|)0 25|0 300 35|0 4(|)0 4é0 5(|)0 55|0 I
Abundance #168066: 17-Pentatriacontene
43 20.60 20.80 21.00 21.20
m/z 69.10 70.99%

5000 83
st
L, 167 210 267 307 490
Ot M P [ T e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM031419\
Data File : BM019172.D

Aca On : 14 Mar 2019 16:52

Operator : JU/SJ

Sample - K1866-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.M
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 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.40 3.66 ng 684950 Chrysene-di12 21.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
3 Heptacosane 380 C27H56 000593-49-7 90
4 Octadecane. 2-methvl- 268 C19H40 001560-88-9 90
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 3130 (21.398 min): BM019172.D (-3126) (-) m/z 57.05 100.00%
57
85
5000

21.00 21.20 21.40 21.60 21.80
| 141 169
oL ik 111' Ao 197 239 280 328355 415 | “nm/z 71.10  89.23%

m/z--> 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane
5|7
85
5000

21.00 21.20 21.40 21.60 21.80
m/z 85.05 59.55%

29
ol ] J 141 (169 197 225 253 296
ety B A o o o e e o o e o o
m/z--> 50 100 150 200 250 300 350 400
Abundance #123100: Pentadecane, 8-heptyl-
57
21.00 21.20 21.40 21.60 21.80
5000 85 m/z 43.05 57.36%
29 113 21 O
o | } Lol 14t 1e9 239 266 309
A .,. — T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #151556: Heptacosane
57 21.00 21.20 21.40 21.60 21.80
m/z 55.10 23.88%
5000
85
29
oIl | 8,141 160 197 225 253 281 323 351 380
LA e e e e L I e LB A A o o o o LB i e e e
m/z--> 50 100 150 200 250 300 350 400 21.00 21.20 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM031419\
Data File : BM019172.D

Aca On : 14 Mar 2019 16:52

Operator : JU/SJ

Sample - K1866-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.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 Hexadecane, 5-butyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.83 4.92 ng 920896 Chrysene-di12 21.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 5-butvl- 282 C20H42 006912-07-8 93
2 Heneicosane 296 C21H44 000629-94-7 90
3 Heptadecane 240 C17H36 000629-78-7 86
4 Nonadecane 268 C19H40 000629-92-5 86
5 Tetracosane 338 C24H50 000646-31-1 86
Abundance Scan 3204 (21.833 min): BM019172.D (-3199) (-) m/z 57.10 100.00%
57
85
5000
13 21.60 21.80 22.00 22.20
141169 207 281
O b AL LS 0y 202700 325355367 430461489 849 | sz 71.05  91.40%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107657: Hexadecane, 5-butyl-
48
71
5000
21.60 21.80 22.00 22.20
126 - m/z 85.05 65.08%
S VL
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115570: Heneicosane
21.60 21.80 22.00 22.20
5000 m/z 43.10 54 _.92%

141169197225053 296

0!
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82606: Heptadecane
21.60 21.80 22.00 22.20
m/z 55.00 25.29%
5000

13141169197 240

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.60 21. 80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM031419\
Data File : BM019172.D

Aca On : 14 Mar 2019 16:52

Operator : JU/SJ

Sample - K1866-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.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 Nonadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.29 7.50 ng 1404000 Chrysene-di12 21.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Hexadecane 226 C16H34 000544-76-3 91
3 Tritetracontane 605 C43H88 007098-21-7 58
4 Octacosane 394 C28H58 000630-02-4 58
5 1-lodo-2-methylundecane 296 C12H251 073105-67-6 53
Abundance Scan 3282 (22.292 min): BM019172.D (-3277) (-) m/z 57.10 100.00%
g7
5000
v 22.00 22.20 22.40 22.60
27 169 207 - - - -
ok 239 281 337369 417 475 n/z 71.10 81.93%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #99476: Nonadecane
57
5000
22.00 22.20 22.40 22.60
m/z 43.10 62.04%
99
o 27I |, 141 133 268
miz--> 0 55 160 1éo 200 250 300 350 400 4éo 560 séo 660
Abundance #73963: Hexadecane
57
22.00 22.20 22.40 22.60
5000 m/z 85.10 58.76%
99
2
bbb, 188 226
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172667: Tritetracontane
57 22.00 22.20 22.40 22.60
m/z 59.00 48.70%
5000
97
0 | 127 169 211 253 295 337 379 421 463 505 547 604
miz--> 0 55 160 1éo 200 250 300 350 400 450 560 séo 660 22. oo 22.20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM031419\
Data File : BM019172.D

Aca On : 14 Mar 2019 16:52

Operator : JU/SJ

Sample - K1866-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.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 Hexadecane, 5-butyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.79 4.65 ng 702345 Perylene-di12 23.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 5-butvl- 282 C20H42 006912-07-8 93
2 Heneicosane. 11-(1l-ethvlpropvl)- 366 C26H54 055282-11-6 91
3 Octacosane 394 C28H58 000630-02-4 90
4 Heptacosane 380 C27H56 000593-49-7 87
5 Hexadecane 226 C16H34 000544-76-3 86
Abundance Scan 3367 (22.792 min): BM019172.D (-3362) (-) m/z 57.10 100.00%
g7
85
5000
113 22.40 22.60 22.80 23.00 23.20
141169 281
Obrrd; | : 1|, LA 2972252537030 351 387416 461489 549 | sz 71 10 88.92%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107657: Hexadecane, 5-butyl-
43
71
5000
22.40 22.60 22.80 23.00 23.20
126 o5 m/z 85.05 60.93%
o 99 | 155183 | 253082
T I""I""IIIII rrrTyTTTTrTT T T T T T T T T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)-
43
71 22.40 22.60 22.80 23.00 23.20
5000 m/z 43.05 56.54%
99 127
o | 57195183 225253 295 337
L UL UL LN L BRES [rrrryrrrTr T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #155178: Octacosane A BAREE RS ST S
22.40 22.60 22.80 23.00 23.20
m/z 55.10 23.17%
5000

85

F .

| 113141160197225253281309337365 394
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.40 22.60 22.80 23.00 23.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM031419\
Data File : BM019172.D

Aca On : 14 Mar 2019 16:52

Operator : JU/SJ

Sample - K1866-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.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 8
R.T. EstConc Area Relative to ISTD R.T.
23.35 4.47 ng 674851 Perylene-di12 23.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Heneicosane. 11-(l-ethvlpropvl)- 366 C26H54 055282-11-6 91
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
5 Eicosane 282 C20H42 000112-95-8 90
Abundance Scan 3462 (23.350 min): BM019172.D (-3457) (-) 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—rr
13
141169 23.00 23.20 23.40 23.60
o L [z asam wus ars st BRBHBORD
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115570: Heneicosane
85
23.00 23.20 23.40 23.60
m/z 85.10 61.02%
29 341
0 | f] 1169197225253 296
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #142113: Heptadecane, 9-octyl-
57
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rr
23.00 23.20 23.40 23.60
5000 a5 m/z 43.10 56.15%
o | ff3141169197 2?9267296323352
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)- R AR R e e e R R
43 23.00 23.20 23.40 23.60
- m/z 55.10 24 .64%
5000
99 127
ol 4 A1) 97155183 225253 295 337
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 2300 23.20 23140 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM031419\
Data File : BM019172.D

Aca On : 14 Mar 2019 16:52

Operator : JU/SJ

Sample - K1866-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.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 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

23.99 3.64 ng 549362 Perylene-d12 23.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Eilcosane 282 C20H42 000112-95-8 89
3 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 87
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 86
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 86

Abundance Scan 3571 (23.992 min): BM019172.D (-3566) (-) m/z 57.10 100.00%

57
85
5000

23.60 23.80 24.00 24.20 24.40

13
141169 207 249281 327356 417 461490 535

Ol e A L e SO0 249 T 327398 AL7 461490 535 m/z 71.05 92.35%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115570: Heneicosane

23.60 23.80 24.00 24.20 24.40
m/z 85.10 62.26%

141169197225053 296

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107655: Eicosane

%

85 23.60 23.80 24.00 24.20 24.40
5000 m/z 43.10 56.72%
13
. ﬁ? 141169197225753282
I B N
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115577: Pentadecane, 8-hexyl- AN S ML
48 23.60 23.80 24.00 24.20 24.40
- m/z 55.10 24 _44%
- ,.JUL
99 196
o | 127155 | 205253281
N St vt S
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 23.60 23.80 24.00 24.20 24.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM031419\
Data File : BM019172.D

Aca On : 14 Mar 2019 16:52

Operator : JU/SJ

Sample - K1866-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.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 12 Cyclohexane, 1,2-dimethyl-3... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

24 .09 3.52 ng 531255 Perylene-d12 23.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2-dimethvl-3-pent... 224 C16H32 062376-17-4 64
2 Cvclohexadecane 224 C16H32 000295-65-8 60
3 1-Eicosanol 298 C20H420 000629-96-9 58
4 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 58
5 1-Docosene 308 C22H44 001599-67-3 58

Abundance Scan 3588 (24.092 min): BM019172.D (-3583) (-) m/z 83.10 100.00%

7| 83

5000 111

:

23.80 24.00 24.20 24.40

139 281
m 168195 235 323 355 415 461489

0 iy m/z 69.10 99.45%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #72510: Cyclohexane, 1,2-dimethyl-3-pentyl-4-propyl-
97
69
5000 41 LIS L L L L L L
153 23.80 24.00 24.20 24.40
m/z 97.05 95.56%
IOV
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #72491: Cyclohexadecane
55 g3
23.80 24.00 24.20 24.40
5000 m/z 57.10 95.18%
29 111
139 224
o4 ,4...\.,.h.e,-1.6.7.1.9,6..x..,....,....,....,....,....,
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #116747: 1-Eicosanol e B ABEEaEaEE e S e
43 23.80 24.00 24.20 24.40

m/z 55.05 76 .08%

83
5000
111
NECEY | l 139167196 252
e M. i st N
mz-> 0 50 100 150 200 250 300 350 400 450 23.80 24.00 24.20 24.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM031419\
Data File : BM019172.D

Acq On : 14 Mar 2019 16:52

Operator : JU/SJ

Sample - K1866-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM031119_.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 .19 7.19 128.7 ng 6957640 1 7.66 1081280 20.0
n-Hexadecanoic acid 17.96 8.4 ng 1335920 4 17.06 3180560 20.0
Octadecanoic acid 19.24 2.5 ng 476062 5 21.26 3743990 20.0
Ethanol, 2-(tetra... 20.96 11.4 ng 2132450 5 21.26 3743990 20.0
Heneicosane 21.40 3.7 ng 684950 5 21.26 3743990 20.0
Hexadecane, 5-butyl- 21.83 4.9 ng 920896 5 21.26 3743990 20.0
Nonadecane 22.29 7.5 ng 1404000 5 21.26 3743990 20.0
Hexadecane, 5-butyl- 22.79 4.7 ng 702345 6 23.50 3018960 20.0
Heptadecane, 9-oc... 23.35 4.5 ng 674851 6 23.50 3018960 20.0
Eicosane 23.99 3.6 ng 549362 6 23.50 3018960 20.0
Cyclohexane, 1,2-_... 24.09 3.5 ng 531255 6 23.50 3018960 20.0
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