LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018618.D

Aca On : 17 Jan 2019 17:35

Operator : JU/SJ

Sample : K1139-11

Misc :

ALS Vial : 11 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 4.881 300 305 314 rBV 250630 369210 3.56% 0.366%
2 5.328 375 381 394 rBVY 5197195 7526742 72.62% 7.468%
3 6.916 643 651 667 rBY 4979780 7928999 76.50% 7.867%
4 7.275 704 712 721 rBVY 5667133 8696581 83.90% 8.628%
5 7.740 784 791 797 rBVY 1261624 1940218 18.72% 1.925%
6 8.057 837 845 853 rBVY 4207220 6657980 64.24% 6.606%
7 8.904 981 989 1002 rBVY 3072200 5103929 49.24% 5.064%
8 10.528 1258 1265 1272 rBV 1513077 2526745 24.38% 2.507%
9 13.004 1678 1686 1696 rBV 7359673 10365008 100.00% 10.283%
10 13.845 1822 1829 1842 rBVY 1325894 1852513 17.87% 1.838%

11 14.257 1893 1899 1909 rVB2 47959 111776 1.08% 0.111%
12 14.386 1914 1921 1930 rBV2 2025753 3004229 28.98% 2.981%
13 15.880 2167 2175 2188 rBV 5238954 7340139 70.82% 7.282%
14 17.139 2382 2389 2394 rBV 2234161 3097174 29.88% 3.073%
15 18.027 2533 2540 2556 rBV 1181879 1989878 19.20% 1.974%

16 19.198 2735 2739 2744 rVB 134475 198215 1.91% 0.197%
17 19.310 2753 2758 2768 rBvV2 531769 837166 8.08% 0.831%
18 19.568 2798 2802 2808 rVB 123909 199434 1.92% 0.198%
19 19.768 2831 2836 2852 rVB 8626942 10360831 99.96% 10.279%
20 21.027 3046 3050 3057 rBV 461590 576827 5.57% 0.572%

21 21.327 3095 3101 3106 rBV 2569116 3506986 33.83% 3.479%
22 21.468 3122 3125 3129 rVB 409368 399703 3.86% 0.397%
23 21.904 3195 3199 3208 rVB 727444 935252 9.02% 0.928%
24 22.374 3274 3279 3286 rBV 1371543 1762594 17.01% 1.749%
25 22.886 3361 3366 3377 rBV 1721344 2789696 26.91% 2.768%

26 23.462 3458 3464 3477 rVB 1815960 3232829 31.19% 3.207%
27 23.603 3482 3488 3503 rVB 1635951 3184897 30.73% 3.160%

28 24.121 3570 3576 3588 rVB 1373644 2657360 25.64% 2.636%
29 24.880 3699 3705 3713 rVB 772206 1639763 15.82% 1.627%

Sum of corrected areas: 100792674
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018618.D

Aca On 17 Jan 2019 17:35

Operator : JU/SJ

Sample : K1139-11

Misc :

ALS Vial :© 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM010919.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: BM018618.D
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5.33 6.92
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4000000
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2000000
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Abundance TIC: BM018618.D
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8000000
13.00

6000000
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4000000
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2000000
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, e

T L L

Time--> 12.00 12,50 13.00 13.50 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: BM018618.D
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4000000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018618.D

Aca On : 17 Jan 2019 17:35

Operator : JU/SJ

Sample : K1139-11

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 11

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

4.88 3.81 ng 369210 1,4-Dichlorobenzene-d4 7.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 23
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 305 (4.881 min): BM018618.D (-300) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 T e T Y
4.60 4.80 5.00 5.20
83.0
Ot 8O 1909 5T B9 10 55.30%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL AR RN R
4.60 4.80 5.00 5.20
59.0 m/z 101.10 21.42%
270 || g3o 1010
0 L B e e BB B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #3955: 2,3-Butanedione, monooxime
43.0
460 4.80 5.00 520
5000 m/z 58.05 13.99%
101.0
15.0 580 g0
L S S SR L S S LI
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester B BR RN S e e s
54.0 460 4.80 5.00 5.20
m/z 41.05 9.72%
5000 41.0
o Il 126.0142.0
miz--> 20 40 60 80 100 120 140 160 180 460 480 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018618.D

Aca On : 17 Jan 2019 17:35

Operator : JU/SJ

Sample : K1139-11

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 2 unknown7.28 Concentration Rank 1

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

7.28 89.65 ng 8696580 1,4-Dichlorobenzene-d4 7.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 25
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 713 (7.281 min): BM018618.D (-704) (-) m/z 132.00 100.00%
13R.0
5000
68.1
20 %1 b0 750 T 7ED
0 S —o L S—L m/z 68.10 35.26%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 A RS SRR AR AR

7.00 7.20 7.40 7.60
m/z 134.00  33.20%

31.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0
LRI I UL UL UL
7.00 7.20 7.40 7.60
5000 m/z 66.10 23.23%
33.0 105.0
s 1
0|‘IH||‘|‘|| RN RARAY SR B SRR L
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal R o B
132.0 7.00 7.20 7.40 7.60
m/z 69.05 15.18%
5000 67.0
41.0 97.0
0....|...|....|....|....... R B B e o AR R R B ma
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018618.D

Aca On : 17 Jan 2019 17:35

Operator : JU/SJ

Sample : K1139-11

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.03 12.85 ng 1989880 Phenanthrene-d10 17.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 n-Decanoic acid 172 C10H2002 000334-48-5 76
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74
5 Tridecanoic acid 214 C13H2602 000638-53-9 64
Abundance Scan 2540 (18.027 min): BM018618.D (-2533) (-) m/z 73.05 100.00%
) 73.0
5000 129.1 }t\‘ﬂ—
213.2
157.1 1851 256.3 17,80 18.00 18.20 18.40
0! : m/z 43.05 89.67%
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
430 730
] 17.80 18.00 18.20 18.40
] 213.0 m/z 59.95 81.41%
l 157.0 185.0
O el il
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid
73.0
43.0 17.80 18.00 18.20 18.40
m/ 41.10 78 .39Y%
5000 129.0 z 0
185.0 228.0
s
o o b Wb Lo, L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #37191: n-Decanoic acid I e e e e
60.0 17.80 18.00 18.20 18.40
m/z 55.10 70.22%
5000 90,0 129.0
‘ 87.0 172.0
ol L] om0 | aso’UT e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018618.D

Aca On : 17 Jan 2019 17:35

Operator : JU/SJ

Sample : K1139-11

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.31 4.77 ng 837166 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 87
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 72
4 Undecanoic acid 186 C11H2202 000112-37-8 62
5 n-Decanoic acid 172 C10H2002 000334-48-5 55

Abundance Scan 2758 (19.310 min): BM018618.D (-2753) (-) m/z 73.00 100.00%

43.0 73.0

5000

28

185.1 241.2

284.2 R A BEEEEEEmEmE
3270 19.00 19.20 19.40 19.60

o m/z 43.05 98.26%
m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
43.0 73.0
5000 129.0 e e sttt
19. OO 19. 20 19. 40 19 60
1850 54y 2840 m/z 60.00 83.34%
1.
Jiso Jisro | oo |
- T T T I T T T T T T T T T T I T T T T I T T T
m/z--> 50 100 150 200 250 300 350
Abundance #75072: Tetradecanoic acid
73.0

43.0
19.00 19.20 19.40 19.60
5000 129.0 m/z 55.05  77.58%
185.0
228.0
des Ll e |
m/z--> 50 100 150 200 250 300 350
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester AL e a s o
43.0 19.00 19.20 19.40 19.60
m/z 57.05 76.43%
73.0
129.0
185.0213.0241.0
oLl “H 0 | TR | a0 spo | aene o o
m/z--> 50 150 200 250 300 350 19. OO 19. 20 19. 40 19 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018618.D

Aca On : 17 Jan 2019 17:35

Operator : JU/SJ

Sample : K1139-11

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 Cyclohexadecane, 1,2-diethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.03 3.29 ng 576827 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane. 1.2-diethvl- 280 C20H40 1000155-85-3 93
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
3 1-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 91
4 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 87
5 17-Pentatriacontene 491 C35H70 006971-40-0 87
Abundance Scan 3050 (21.027 min): BM018618.D (-3046) (-) m/z 57.10 100.00%
57.1
97.1 {
5000
125.1 20,80 21.00 21.20 21.40
1532 207.0 . . )
ol LA 532 TO7T2358 2BLISILIGALISEOL T 43 10 90.77%
m/z--> 50 100 150 200 250 300 350
Abundance #106406: Cyclohexadecane, 1,2-diethyl-
43.0
97.0 280.0
5000 LR UL SURBULE BB B
mmmmmmmm
251.0 m/z 55.05 67 .49%
53.0181.0209.0

0
m/z--> 50 100 150 200 250 300 350
Abundance #93396: Ethanol, 2-(tetradecyloxy)-
57.0
R EREE RAREE RS
20.80 21.00 21.20 21.40
5000 97.0 m/z 71.10 59.80%
29.0 \
25.0
168. 0196 0
L) T mposmoamasg
m/z--> 50 100 150 200 250 300 350
Abundance #129672: 1-Hexadecanesulfonyl chloride T R e
57.0 20.80 21.00 21.20 21.40
m/z 83.10 59.19%
97.0
5000
25.0
29.0
| k ‘ 153.0 19602240 271.0 307.0
oLl O AR A S St Sl
m/z--> 50 100 150 200 250 300 350 20 80 21. OO 21. 20 21. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018618.D

Aca On : 17 Jan 2019 17:35

Operator : JU/SJ

Sample : K1139-11

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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, 3-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
21.47 2.28 ng 399703 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 3-methvl- 296 C21H44 006418-46-8 93
2 Octadecane 254 C18H38 000593-45-3 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Nonacosane 408 C29H60 000630-03-5 90
5 Tetracosane 338 C24H50 000646-31-1 90
Abundance Scan 3125 (21.468 min): BM018618.D (-3122) (-) m/z 57.10 100.00%
54.1
5000 n
‘ %90 21,20 21.40 21.60 21.80
141.1 207.0 . . . .
I .1.||, Ly 230 28LY 3390 4311 ThsoT71.10 0 72.89%
m/z--> 50 100 15 200 250 300 350 400
Abundance #115571: Eicosane, 3-methyl-
57.0
5000 '}\--- A AR
21120 21.40 21.60 21.80
267.0 m/z 43.10 68.43%
o J ;|99n'°. 1410 183.0 2250
m/z--> 50 100 150 200 250 300 350 400
Abundance #91036: Octadecane
57.0
21,20 21.40 21.60 21.80
5000 m/z 85.10 54 .35%
99.0
o JJ I, ’ | | 141-0 1830 221.0254.0
m/z--> 50 100 1éo 200 2%0 300 350 400
Abundance #115570: Heneicosane R e e S SRR
57.0 21.20 21.40 21.60 21.80
m/z 41.05 30.07%
5000
99.0
0150\‘ L 1 J | 141.0 1830 2250 296.0
m/z--> 50 100 1% 200 250 300 350 400 21120 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018618.D

Aca On : 17 Jan 2019 17:35

Operator : JU/SJ

Sample : K1139-11

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 Tetracosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.37 10.05 ng 1762590 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 98
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Nonacosane 408 C29H60 000630-03-5 91

Abundance Scan 3278 (22.368 min): BM018618.D (-3274) (-) m/z 57.05 100.00%

57.0

F::==
_F:::====—

5000
?Mm%nmmumm 417.1 489.1 549.4 2200 2220 22,40 22.50
O A b o022 2831 3374 417 3801 o m/z 71.10 72.67%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #136482: Tetracosane
57.0 fk
5000 LA L L L L L L L L L B
22.00 22.20 22.40 22.60
13.0 m/z 43.10 70.69%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #86886: 2-Bromo dodecane
57.0
P T T T T T
22.00 22.20 22.40 22.60
5000 m/z 85.10 52.35%
13.0 169.0
o 1 248.0
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172957: Tetratetracontane R EARRE e e
57.0 22.00 22.20 22.40 22.60
m/z 41.10 26.79%
5000
130 1690
ok L 72772250 2810 337.0 393.0 449.0 5050 562.0817.0 s
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 22. 00 22. 20 22. 40 22. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018618.D

Aca On : 17 Jan 2019 17:35

Operator : JU/SJ

Sample : K1139-11

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 Heptadecane, 9-octyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
2412 16.69 ng 2657360  Perylene-d12 23.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 95

2 Tetratriacontane

3 Heneicosane
4 Nonacosane
5 Docosane

479 C34H70
296 C21H44
408 C29H60
310 C22H46

014167-59-0 91
000629-94-7 91
000630-03-5 91
000629-97-0 91

Abundance Scan 3576 (24.121 min): BM018618.D (-3570) (-)
511
5000
9.1
ol | j 1y 118322252 2051 35143934 46105031

m/z--> 0 50 100

150 200 250 300 350 400 450 500

m/z 57.10 100.00%

23.80 24.00 24.20 24.40

Abundance
57.0

5000

.0
141.0 183.0

#142113: Heptadecane, 9-octyl-

239 0 281.0323.0

m/z--> 0 50 100

0 o ]Ill.l 1

150 200 250 300 350 400 450 500

m/z 71.10 73 .56%

23. 80 24 00 24. 20 24 40

Abundance

5000

9.0

#167078: Tetratriacontane

150 | | | Ml41°18302250267o3110 367.0 410.0

o

m/z--> 0 50 100

150 200 250 300 350 400 450 500

m/z 43.10 67.12%

23.80 24.00 24.20 24.40

Abundance

5000

#115570: Heneicosane

296.0

150 200 250 300 350 400 450 500

m/z 85.10 54 .85%

23.80 24.00 24.20 24.40

m/z 55.10 25.14%

23. 80 24 00 24. 20 24 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018618.D

Aca On : 17 Jan 2019 17:35

Operator : JU/SJ

Sample : K1139-11

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 13 Octadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

24 .88 10.30 ng 1639760 Perylene-d12 23.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 96
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane. 9-octvl- 479 C34H70 055429-83-9 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Tetracosane, l1ll-decyl- 479 C34H70 055429-84-0 91

Abundance Scan 3705 (24.880 min): BM018618.D (-3699) (-) m/z 57.10 100.00%

517.1
5000

12183 22052 24.60 24.80 25.00 25.20
Y J|, |14 £1832225.2267.1300.3351.3 4021 4752 8351 /777 10 70.81%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #91037: Octadecane
57.0
5000 LA L L L L L L B

24,60 24.80 25.00 25.20
m/z 43.10 65.93%

9.0
] J141.01330 254.0
O A A A A A e e e e ey
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #115570: Heneicosane
i A O
24.60 24.80 25.00 25.20
5000 m/z 85.10 54.43%

141.0183.0225.0

296.0

%

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #167079: Hexacosane, 9-octyl- A SRR EEEEEw o
57.0 24.60 24.80 25.00 25.20
m/z 55.10 25.70%
5000
20 0 238.0 365.0
0 | y77183.0 28103230 | 406.0
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\BM011719\
Data File : BM018618.D

Acq On : 17 Jan 2019 17:35

Operator : JU/SJ

Sample : K1139-11

Misc :

ALS Vial : 11 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 3.8 ng 369210 1 7.74 1940220 20.0
unknown7 .28 7.28 89.7 ng 8696580 1 7.74 1940220 20.0
n-Hexadecanoic acid 18.03 12.9 ng 1989880 4 17.14 3097170 20.0
Octadecanoic acid 19.31 4.8 ng 837166 5 21.33 3506990 20.0
Cyclohexadecane, ... 21.03 3.3 ng 576827 5 21.33 3506990 20.0
Eicosane, 3-methyl- 21.47 2.3 ng 399703 5 21.33 3506990 20.0
Tetracosane 22.37 10.1 ng 1762590 5 21.33 3506990 20.0
Heptadecane, 9-oc... 24.12 16.7 ng 2657360 6 23.60 3184900 20.0
Octadecane 24 .88 10.3 ng 1639760 6 23.60 3184900 20.0
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