LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO011819\
Data File : BM018643.D
Aca On : 18 Jan 2019 18:49 Instrument :
Operator : JU/SJ gyAﬁg el

- _ lentosampleld :
3?22'6 ; K1188-03 S3-FRONT-HOUSE-7
ALS Vial : 10 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-BM010919 .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 4.881 300 305 315 rVB 202403 301982 2.75% 0.368%
2 5.328 374 381 396 rBVY 4065068 5747830 52.32% 6.997%
3 6.910 643 650 671 rBY 3777914 6244825 56.85% 7.602%
4 7.269 704 711 725 rBV 4206540 6579132 59.89% 8.009%
5 7.734 784 790 797 rBV 856016 1330575 12.11% 1.620%
6 8.051 837 844 854 rBVY 3237346 5120667 46.61% 6.234%
7 8.904 979 989 1001 rBVY 2302499 3832315 34.89% 4 .665%
8 10.528 1257 1265 1272 rBV 978296 1677093 15.27% 2.042%
9 12.998 1678 1685 1698 rBVY 5499886 7956651 72.43% 9.686%
10 13.845 1823 1829 1841 rBvV 381937 547599 4 .98% 0.667%

11 14.263 1891 1900 1914 rBV2 54767 175072 1.59% 0.213%
12 14.386 1914 1921 1933 rVB2 1320475 2091944 19.04% 2.547%
13 15.874 2164 2174 2192 rBV 4260776 6548845 59.62% 7.972%
14 17.133 2381 2388 2395 rBV 1698167 2409005 21.93% 2.933%
15 18.021 2531 2539 2549 rBvV 933465 1418992 12.92% 1.727%

16 19.304 2753 2757 2768 rBV 419260 633314 5.77% 0.771%
17 19.768 2830 2836 2846 rBV 8996499 10985075 100.00% 13.372%
18 21.027 3046 3050 3059 rBvV 576888 729280 6.64% 0.888%
19 21.327 3096 3101 3106 rBV 2319426 3003064 27.34% 3.656%
20 21.468 3121 3125 3132 rVB 234588 291047 2.65% 0.354%

21 21.903 3195 3199 3206 rBV 510271 695770 6.33% 0.847%
22 22.368 3274 3278 3285 rBV 1035754 1343182 12.23% 1.635%
23 22.880 3360 3365 3379 rBV 1437128 2296483 20.91% 2.796%
24 23.456 3458 3463 3474 rVB 1725055 2856435 26.00% 3.477%
25 23.597 3481 3487 3497 rVB2 1525761 2984175 27.17% 3.633%

26 24.115 3569 3575 3584 rVB 1432937 2671585 24.32% 3.252%
27 24.874 3697 3704 3712 rBV 754744 1675309 15.25% 2.039%

Sum of corrected areas: 82147246

8270-BM010919.M Sat Jan 19 00:41:29 2019 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM011819\

Data File : BM018643.D

Aca On : 18 Jan 2019 18:49

Operator : JU/SJ

ﬁ?ggle i K1188-03 S3-FRONT-HOUSE-7
ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM010919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM018643.D

8000000

6000000

5.33 7.27
4000000 6.91

8.05
8.90
2000000
7.73 10.53
4.88
A

R RE e e T o e L L e

T
Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50
Abundance TIC: BM018643.D

I [ I I
10.00 10.50 11.00 11.50

19.77
8000000

6000000 13.00

15.87
4000000

2000000 17.13
14.39
18.02

13.85 19.30
14.2,‘L

e

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM018643.D

8000000

6000000

4000000

21.33

22.88
2000000 2237

234660 2411

24.87

21.03 21.90

1.47 A

e

Time--> 21.00 2150 22.00 2250 23.00 2350 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\HPCHEM1\BNA M\DATA\BM011819\

Data File : BM018643.D

Aca On : 18 Jan 2019 18:49

Operator : JU/SJ

ﬁ?ggle i K1188-03 S3-FRONT-HOUSE-7
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 11

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

4.88 4_.54 ng 301982 1,4-Dichlorobenzene-d4 7.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 17
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 305 (4.881 min): BM018643.D (-300) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 A e
| 83.0 4.60 4.80 5.00 5.20
o NSO S m/z 59.10 55.84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RS A LS UL AR
59.0 460 480 500 5.20
0
150 4, 1010 m/z 101.10 21_55%
wl . 83.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
460 480 500 520
5000 41.0 m/z 58.10 14 _.44%
rerrereprereprree e B0 180 a0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3966: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone T T T
43.0 4.60 4.80 5.00 5.20
m/z 41.05 9.77%
5000 101.0
28.0 59.0 640
”'ﬁﬁngM'”wm'ﬂﬁhm”'ﬂi?ﬂj;l””ﬂ'”v”'P“W'“W“'W R UL S R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM011819\

Data File : BM018643.D

Aca On : 18 Jan 2019 18:49

Operator : JU/SJ

ﬁ?ggle i K1188-03 S3-FRONT-HOUSE-7
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.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 2 unknown7.27 Concentration Rank 1

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

7.27 98.89 ng 6579130 1,4-Dichlorobenzene-d4 7.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 711 (7.269 min): BM018643.D (-704) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 RS SRS R RS SO
40.0 54 7.00 7.20 7.40 7.60
gL0 S m/z 68.10 36.69%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AR RN CARRARARRS RARS

7.00 7.20 7.40 7.60
m/z 134.00 32.60%

31.0 510
m/z--> 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132.0
R A REEEAEEE RS R
7.00 7.20 7.40 7.60
5000 67.0 m/z 66.10 24 .56%
41.0 97.0
‘ ‘ 117.0
oo L W
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl e
57.0 132.0 7.00 7.20 7.40 7.60
240 m/z 69.05 15.63%
116.0
5000 98.0
SR O TN
m/z--> 40 60 80 100 120 140 160 180 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM011819\

Data File : BM018643.D

Aca On : 18 Jan 2019 18:49

Operator : JU/SJ

ﬁ?ggle i K1188-03 S3-FRONT-HOUSE-7
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.02 11.78 ng 1418990 Phenanthrene-d10 17.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Ethanol, 2-(octadecyloxy)- 314 C20H4202 002136-72-3 18
Abundance Scan 2539 (18.021 min): BM018643.D (-2531) (-) m/z 73.05 100.00%
431 73.0
5000 129 1 k
213.2 ) e
171 1 256.2 s55.1 1780 18.00 18.20 18.40
0 VIR N - - m/z 43.10 90.85%
m/z--> 50 100 150 200 250 300 350
Abundance #92228: n-Hexadecanoic acid
430 73.0
5000 256.0 BRI BRI SRR RGN B
mo ﬂmmmmmmm
213.0 m/z 59.95 81.82%
1Q1.0 15701850 l |
m/z--> 150" a 60" "2éo" "360" "3éo
Abundance #65565: Tridecanoic acid
73.0
43.0 " 17.80 18.00 18.20 18.40
5000 129.0 m/z 41.10 76 .78%
171.0
‘ ‘ 214.0
I‘\I IH \Ii H “ h\ -l | i I‘I |“| —
m/z--> 50 o 150 200 250 300 350
Abundance #75071: Tetradecanoic acid R e B AR
73.0 17.80 18.00 18.20 18.40
43.0 m/z 55.05 71.74%
5000 129.0
185.0 228.0
99.0
I“I T y jllml?l\. M‘:“ﬁ I‘1I5‘7I.(M)I‘ |“| o l: : — e e ]
m/z--> 50 100 150 200 250 300 350 1780 1800 1820 1840
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM011819\

Data File : BM018643.D

Aca On : 18 Jan 2019 18:49

Operator : JU/SJ

ﬁ?ggle i K1188-03 S3-FRONT-HOUSE-7
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.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 Octadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.30 4.22 ng 633314 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 83
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
4 Undecanoic acid 186 C11H2202 000112-37-8 58
5 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 30

Abundance Scan 2756 (19.298 min): BM018643.D (-2753) (-) m/z 43.05 100.00%

5000

19.00 19.20 19.40 19.60
m/z 73.05  98.77%

m/z--> 50 100 150 200 250 300 350
Abundance #108841: Octadecanoic acid
43.0 730
5000 LA L L L L L L L L
129.0 19. 00 19. 20 19. 40 19. 60
' 284.0 m/z 60.00 84 .28%
141.0 185.0 241.0
150 o ] O - N W S
m/z--> 50 100 150 200 250 300 350
Abundance #75071: Tetradecanoic acid
73.0
N AR EEEEE ST
43.0 19.00 19.20 19.40 19.60
m/z 41.10 80.50%
5000 129.0
‘ ‘ 185.0 228.0
1
RN T A
m/z--> 50 O 150 200 250 300 350
Abundance #92228: n-Hexadecanoic acid O B A st
43.0 73.0 19.00 19.20 19.40 19.60
m/z 55.10 76.07%
5000 256.0
129.0
213.0
| Hl 1.0 15701850
- .Lm.M T el PR S gy =SS e 5258
m/z--> 50 150 200 250 300 350 19. 00 19. 20 19. 40 19. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018643.D

Aca On : 18 Jan 2019 18:49

Operator : JU/SJ

Sample : K1188-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919._.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 6 1-Hexadecanesulfonyl chloride Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
21.03 4.86 ng 729280 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 91
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
3 17-Pentatriacontene 491 C35H70 006971-40-0 91
4 Heptafluorobutanoic acid. heptad... 452 C21H35F702

5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202

1000282-97-3 87
1000282-98-2 81

Abundance Scan 3051 (21.033 min): BM018643.D (-3046) (-) m/z 57.10 100.00%
57.1
97.1
5000
R i
l 392 2070 20.80 21.00 21.20 21.40
281.1 324.9
,....‘,..1.4 PP N et ...~ NN m/z 43.05 93.16%
miz-> 0 50 100 150 200 250 300 350 400 450
Abundance #129672: 1-Hexadecanesulfonyl chloride
57.0
7.0
5000 LA L L L L LB
20.80 21.00 2120 21.40
30.0 m/z 55.10 68.29%
224.0
LU LT 1810 2200 27103099
e B
miz-> 0 50 100 150 200 250 300 350 400 450
Abundance #93396: Ethanol, 2-(tetradecyloxy)-
57.0 ‘A&
e e
20.80 21.00 21.20 21.40
5000 7.0 m/z 83.10 65.56%
18. ‘ l 39.0 196.0
miz-> 0 50 100 150 200 250 300 350 400 450
Abundance #168065: 17-Pentatriacontene R e e e
57.0 20.80 21.00 21.20 21.40
97.0 m/z 97.10 63.14%
5000
39 01810
15d i | § 4 ) 4 181:0223.0 267.0306.0 348.0 390.0 434.0 490.0
P T T T T ] T o T T T A e T T e
miz-> 0 50 100 150 200 250 300 350 400 450 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM011819\

Data File : BM018643.D

Aca On : 18 Jan 2019 18:49

Operator : JU/SJ

ﬁ?ggle i K1188-03 S3-FRONT-HOUSE-7
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.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 Octadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.90 4.63 ng 695770 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Tricosane 324 C23H48 000638-67-5 94
3 1-lodo-2-methvlundecane 296 C12H251 073105-67-6 93
4 Tetracosane 338 C24H50 000646-31-1 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 3198 (21.897 min): BM018643.D (-3195) (-) m/z 57.10 100.00%
57.1
5000
199-1 4 21160 2180 2200 2220
41.1 : : : :
ol A b ALy J4L 1831 2300 2821 sma  as1 oot Ge aon
m/z--> 50 100 150 200 250 300 350 400
Abundance #91037: Octadecane
57.0
5000

21.60 21.80 22.00 22.20
l m/z 43.10 65.32%
|I il

.0
}4}0 183.0 254.0
IIIIIII IIIIII‘IIIIIIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 400
Abundance #130016: Tricosane
57.0
T

21.60 21.80 22.00 22.20
m/z 85.05 48_.81%

5000

324.0
\ ll J ,l 141 1830 2250 2670 "]

T | T |....,....,....,....,....
m/z--> 50 100 150 200 250 300 350 400 JL

Abundance #114973: 1-lodo-2-methylundecane T TR
57.0 21.60 21.80 22.00 22.20
m/z 41.10 26.00%

5000

&

99.0
| Lo 169.0 2110 296.0

m/z--> 50 100 150 200 250 300 350 400 21 60 21. 80 22. 00 22 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM011819\

Data File : BM018643.D

Aca On : 18 Jan 2019 18:49

Operator : JU/SJ

ﬁ?ggle i K1188-03 S3-FRONT-HOUSE-7
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.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 Heptacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22 .37 8.95 ng 1343180 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 3278 (22.368 min): BM018643.D (-3274) (-) m/z 57.05 100.00%
57.0 q
5000
20 22.00 22.20 22.40 22.60
41.2 : : : :
o A ML 3218820082 2051 sasrserossiiarer | S STT60 00 6
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #151555: Heptacosane
57.0
5000 JLT|""|""|"' UV
22.00 22.20 22.40 22.60
9.0 m/z 43.10 70.08%
15.9 Jl | 4 141.0183.0 225.0 267.0309.0  380.0
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #142113: Heptadecane, 9-octyl-
57.0
22,00 22.20 22.40 22.60
5000 m/z 85.10 54 _.38%
9.0
o0 PPom0za0
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #115570: Heneicosane
57.0 22.00 22.20 22.40 22.60
m/z 55.10 26.61%
5000
9.0
15.0 || 141018302250 2960
m/z-> 0 50 100 150 200 250 300 350 400 450 ' 2200 22.20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM011819\

Data File : BM018643.D

Aca On : 18 Jan 2019 18:49

Operator : JU/SJ

ﬁ?ggle i K1188-03 S3-FRONT-HOUSE-7
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.88 15.39 ng 2296480 Perylene-di12 23.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 94
3 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 3365 (22.880 min): BM018643.D (-3360) (-) m/z 57.10 100.00%
57.1
5000 ﬂ
Pt 22,60 22.80 23.00 23.20
141 2 183 2 . . . .
ol Ak .1|, L %2222 2811 3373 4310 4751 nyo7 71,10 73.24%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #107653: Eicosane
57.0
5000 R ARUAEUERURE
nmnmmmmm
m/z 43.10 72.26%
J %90 1410 1830 2250 2820
B T T A S e A raD P el
Abundance #130022: Heptadecane, 9-hexyl-
43.0
22,60 22.80 23.00 23.20
5000 50 m/z 85.10 54 _.52%
210.0
| } | J | 1270 169.0 1" | 267.0 3230
m/z--> 55 160 1%0 260 250 360 3%0 460 4éo
Abundance #115577: Pentadecane, 8-hexyl- R e e
43.0 22.60 22.80 23.00 23.20
m/z 55.10 26.32%
5000 5.0
196.0
B | 2002800
m/z--> 50 100 150 200 250 300 350 400 450 22. 60 22. 80 23. oo 23 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM011819\

Data File : BM018643.D

Aca On : 18 Jan 2019 18:49

Operator : JU/SJ

ﬁ?ggle i K1188-03 S3-FRONT-HOUSE-7
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.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 Tetratetracontane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.46 19.14 ng 2856440 Perylene-d12 23.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Nonacosane 408 C29H60 000630-03-5 91
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 91
Abundance Scan 3464 (23.462 min): BM018643.D (-3458) (-) m/z 57.05 100.00%
57.0
5000 A
?meszmmmmm1um 549.1 Iéﬁébé&é%”
ol A d b L1 f202. 2392 309336544151 4753 8491 | nsz 71,10 72.90%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172957: Tetratetracontane
5000 R U DA SR
Bmmmmmmm
m/z 43.10 69.07%
"~ 169.0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #115570: Heneicosane
57.0
| 23.20 23.40 23.60 23.80
5000 m/z 85.10 55.40%
13.0
LT as00 22502960
m/z--> 6 55 160 1éo 260 250 300 350 400 4%0 560 séo 660
Abundance #142113: Heptadecane, 9-octyl- R EARmEEE LR Ee
7.0 Bmmmmmmm
m/z 41.10 25.01%
5000
..J.]ﬂ,lff’.}‘??.". POmomeo
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 23. 20 23. 40 23 60 23. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM011819\

Data File : BM018643.D

Aca On : 18 Jan 2019 18:49

Operator : JU/SJ

ﬁ?ggle i K1188-03 S3-FRONT-HOUSE-7
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.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 11 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
24 .12 17.91 ng 2671590 Perylene-d12 23.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Eicosane 282 C20H42 000112-95-8 91
Abundance Scan 3576 (24.121 min): BM018643.D (-3569) (-) m/z 57.10 100.00%
57.1
5000
9.0
14111831 23.80 24.00 24.20 24.40
I ¥ 1|, LI 0350 320:2267.03093 3654 4151 5491 nso 71 10 73.19%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115570: Heneicosane

23.80 24.00 24.20 24.40
9.0 m/z 43.10 66 .86%

141.0183.0225.0  296.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #160628: Triacontane
57.0

5000

23.80 24.00 24.20 24.40
5000 m/z 85.10 56.59%

9.0
1 141.0183.0225, 0267 0309.0351.0  422.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #142113: Heptadecane, 9-octyl- e e e R
7.0 23.80 24.00 24.20 24.40
m/z 55.10 25.11%
5000
9.0
| 141 91830 2390461 0323.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23. 80 24 00 24. 20 24 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM011819\

Data File : BM018643.D

Aca On : 18 Jan 2019 18:49

Operator : JU/SJ

ﬁ?ggle i K1188-03 S3-FRONT-HOUSE-7
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.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 12 Tetratriacontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

24 .87 11.23 ng 1675310 Perylene-d12 23.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratriacontane 479 C34H70 014167-59-0 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Docosane. l1ll-decvl- 451 C32H66 055401-55-3 91
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 3703 (24.868 min): BM018643.D (-3697) (-) m/z 57.10 100.00%

517.1
5000

9.1
14111839 93922811 24160 24180 25,00 25.20
....,.J...II,J.J..,....,....,....,:?2]3.3??‘?“3.?.,.4.3.1-.1,...“?0,3;2 m/z 71.10 73.25%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #167078: Tetratriacontane
57.0

5000

24160 24.80 25,00 25.20
0 m/z 43.10 65.03%
L

9.
15.9 | }[Fﬂﬁwnmmmmm3mmmo
I e L e AL e e e e o N I
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #142113: Heptadecane, 9-octyl-
57.0

24.60 24 80 25. 00 25.20

5000 m/z 85.10 54 _.21%
9.0
239.0
L AF | ;14191830 "~ 281.0323.0
P A e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #160628: Triacontane
57.0 24 60 24.80 25.00 25.20

m/z 55.10 23 .35%

5000
9.0
| | 141.0183.0225.0267.0300.0351.0  422.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 24 60 24 80 25. OO 25 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM011819\

Data File : BM018643.D

Acq On : 18 Jan 2019 18:49

Operator : JU/SJ

3?22'6 i K1188-03 S3-FRONT-HOUSE-7
ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM010919_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]
2-Pentanone, 4-hy... 4.88 4.5 ng 301982 1 7.73 1330580 20.0
unknown7 .27 7.27 98.9 ng 6579130 1 7.73 1330580 20.0
n-Hexadecanoic acid 18.02 11.8 ng 1418990 4 17.13 2409010 20.0
Octadecanoic acid 19.30 4.2 ng 633314 5 21.33 3003060 20.0
1-Hexadecanesulfo... 21.03 4.9 ng 729280 5 21.33 3003060 20.0
Octadecane 21.90 4.6 ng 695770 5 21.33 3003060 20.0
Heptacosane 22 .37 8.9 ng 1343180 5 21.33 3003060 20.0
Eicosane 22.88 15.4 ng 2296480 6 23.60 2984180 20.0
Tetratetracontane 23.46 19.1 ng 2856440 6 23.60 2984180 20.0
Heneicosane 24 .12 17.9 ng 2671590 6 23.60 2984180 20.0
Tetratriacontane 24 _87 11.2 ng 1675310 6 23.60 2984180 20.0
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