LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060817\

Data File : BF095779.D

Aca On : 8 Jun 2017 12:52

Operator : SJ/MA

3?22'6 i 13469-01 SB-2(0-2)20170603
ALS Vial : 6 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:\HPCHEM1I\BNA F\METHODS\8270-BF060517.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 4.587 506 510 533 rBV2 68247 212517 8.26% 0.950%
2 5.269 621 626 646 rBY 1259998 2082386 80.95% 9.306%
3 6.933 903 909 919 rBVY 1276545 2131180 82.85% 9.524%
4 7.028 919 925 941 rVB 1652557 2339693 90.96% 10.456%
5 7.369 979 983 997 rBB 283223 383100 14.89% 1.712%
6 7.604 1017 1023 1047 rVB 1240920 1684148 65.47% 7.526%
7 8.286 1133 1139 1163 rBV 887033 1351201 52.53% 6.038%
8 9.398 1323 1328 1340 rBV 417095 548956 21.34% 2.453%
9 11.186 1623 1632 1635 rBVY 1839340 2572321 100.00% 11.496%
10 11.874 1743 1749 1756 rBvV 226832 281721 10.95% 1.259%
11 12.221 1802 1808 1813 rBV2 493069 607800 23.63% 2.716%
12 12.268 1813 1816 1821 rVB2 23000 30419 1.18% 0.136%
13 13.080 1950 1954 1958 rBvV 29092 36131 1.40% 0.161%
14 13.521 2023 2029 2036 rBVY 1031956 1398135 54.35% 6.248%
15 13.851 2080 2085 2095 rBvV 33921 53677 2.09% 0.240%

16 14.615 2210 2215 2219 rVV 468542 608522 23.66% 2.719%
17 14.651 2219 2221 2230 rVB 60184 77578 3.02% 0.347%
18 15.633 2383 2388 2397 rVB3 113468 146104 5.68% 0.653%
19 16.427 2518 2523 2530 rBV 206406 253518 9.86% 1.133%
20 16.733 2570 2575 2582 rBV 267121 314764 12.24% 1.407%

21 16.850 2590 2595 2600 rVB2 44233 52322 2.03% 0.234%
22 16.933 2604 2609 2612 rBVZ2 21658 26802 1.04% 0.120%
23 16.998 2612 2620 2623 rVV 1662152 2194402 85.31% 9.807%
24 17.068 2623 2632 2640 rVB4 11935 28037 1.09% 0.125%
25 17.209 2652 2656 2660 rVB 25879 35713 1.39% 0.160%
26 17.297 2667 2671 2675 rVB 22624 26592 1.03% 0.119%
27 17.350 2675 2680 2684 rBvV4 19500 40470 1.57% 0.181%
28 17.398 2685 2688 2693 rVB 23151 26354 1.02% 0.118%
29 17.780 2750 2753 2759 rVB3 33856 39046 1.52% 0.174%
30 17.845 2759 2764 2767 rBV 41237 45987 1.79% 0.206%

31 18.244 2827 2832 2833 rBV2 100417 113059 4._.40% 0.505%
32 18.327 2841 2846 2850 rBV2 491110 628561 24.44% 2.809%
33 18.362 2850 2852 2858 rVB 80790 95928 3.73% 0.429%
34 18.456 2865 2868 2874 rVB 23254 26653 1.04% 0.119%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060817\

Data File : BF095779.D

Aca On : 8 Jun 2017 12:52

Operator : SJ/MA

3?22'6 i 13469-01 SB-2(0-2)20170603
ALS Vial : 6 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF060517.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 18.662 2899 2903 2907 rBV 111367 129160 5.02% 0.577%

36 18.839 2928 2933 2937 rBV2 21868 30878 1.20% 0.138%
37 19.050 2964 2969 2974 rVB 123720 147230 5.72% 0.658%
38 19.415 3027 3031 3035 rBV 102981 116737 4._.54% 0.522%
39 19.480 3039 3042 3048 rVB 29475 35286 1.37% 0.158%
40 19.597 3058 3062 3065 rBVY 123181 166075 6.46% 0.742%

41 19.621 3065 3066 3072 rVB 49300 61188 2.38% 0.273%
42 19.709 3078 3081 3085 rVB 27913 28391 1.10% 0.127%
43 19.768 3087 3091 3095 rBV 75992 91553 3.56% 0.409%
44 19.886 3107 3111 3115 rBV 76360 79349 3.08% 0.355%

45 19.944 3118 3121 3126 rVV 123765 123798 4.81% 0.553%

46 19.997 3126 3130 3140 rVvVv 366116 468302 18.21% 2.093%

47 20.109 3146 3149 3155 rVB2 48461 61586 2.39% 0.275%
48 20.450 3203 3207 3210 rBV2 34153 50588 1.97% 0.226%
49 20.815 3266 3269 3280 rVB7 19647 49251 1.91% 0.220%

50 21.174 3325 3330 3338 rVB 59129 107018 4.16% 0.478%
51 21.503 3381 3386 3394 rBV 51290 101749 3.96% 0.455%
52 21.715 3417 3422 3426 rBV2 15876 34779 1.35% 0.155%

Sum of corrected areas: 22376715
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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:\HPCHEM1I\BNA F\DATA\BF060817\

BF095779.D

8 Jun 2017 12:52

SJ/MA

13469-01

6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060817\
Data File : BF095779.D

Aca On : 8 Jun 2017 12:52

Operator : SJ/MA

Sample = 13469-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknown4.59 Concentration Rank 3

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

4._.59 11.09 ng 212517 1,4-Dichlorobenzene-d4 7.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Propanoic acid, 2-hydroxy-2-meth... 132 C6H1203 000080-55-7 9

Abundance Scan 511 (4.592 min): BF095779.D (-506) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.1 S
| 83.0 420 4.40 4.60 4.80 5.00
SESERESSSSA ! NSNS M & N — m/z 59.00 60.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LR RN RN R R
59.0 420 440 460 480 500
0
150 a0 1010 m/z 101.10 25.18%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
570 420 440 460 480 500
5000 m/z 58.00 15.63%
20.0 101.0
15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4035: 2,3-Butanedione, monooxime A Ramma
43.0 420 4.40 4.60 4.80 5.00
m/z 41.10 11.09%
5000
101.0
15.0 58.0
280 | 690 840 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110 | 420 440 4.60 480 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060817\
Data File : BF095779.D

Aca On : 8 Jun 2017 12:52

Operator : SJ/MA

Sample = 13469-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknown7.03 Concentration Rank 1

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

7.03 122.15 ng 2339690 1,4-Dichlorobenzene-d4 7.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 Xenon 132 Xe 007440-63-3 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 925 (7.028 min): BF095779.D (-919) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.1 ISEBE SRS SRS U A
401 540 6.60 6.80 7.00 7.20 7.40
....,...::n:...,::..,.:l-.',..7.5?',0....,..!.,%??:?....,....,'...,.. m/z 68.05 37.26%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 I UL LN IR
6.60 6.80 7.00 7.20 7.40
310 510 m/z 134.00 31.99%
'”'ﬂ'MIJ'WH”'P'JI”?EQ”'P'”I”'W'”'P'”I“” T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
6.60 6.80 7.00 7.20 7.40
5000 67.0 m/z 66.05 21.96%
41.0 97.0
53.0
79.0 117.0
107.0
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0 6.60 6.80 7.00 7.20 7.40
m/z 69.10 14 _.37%
5000
33.0 44.0 00 105.0
m/z--> 30 40 5'0 6|0 70 8|O 9 100 110 12'0 130 140 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060817\
Data File : BF095779.D

Aca On : 8 Jun 2017 12:52

Operator : SJ/MA

Sample = 13469-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 5
R.T. EstConc Area Relative to ISTD R.T.
15.63 4.80 ng 146104 Phenanthrene-d10 14.62
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 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 86
5 Oxalic acid, dodecyl propyl ester 300 C17H3204 1000309-26-5 25
Abundance Scan 2388 (15.633 min): BF095779.D (-2383) (-) m/z 73.00 100.00%
73.0
43.0
5000 129.1
97.1 R UL S B
L] H m U 14?11712 21‘?'1 2562 15.40 15.60 15.80 16.00
...,....,.'...-.':".,'....'-,'..'..,.-. S S e m/z 60.00 79.89%
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 R UL SRR BRI
mmmmmmmm
VJM 1570 1geo 2130 260 | M/Z 43.00  76.22%
A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 | 73.0
15.40 15.60 15.80 16.00
5000 129.0 m/z 57.05 64 .34%
97.0 199.0
1570 242.0
}ﬁ?'“'I"“I"'W""P"'I”"I'”' ';719"""' [T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
430 | 730 15.40 15.60 15.80 16.00
: m/z 55.05 60.91%
5000
‘ o 129.0 1710 214.0
..w.“.,”...,”..P.”,”.w%?%o.”...” N A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060817\
Data File : BF095779.D

Aca On : 8 Jun 2017 12:52

Operator : SJ/MA

Sample = 13469-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 1-Heptacosanol Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
18.24 3.60 ng 113059 Chrysene-di12 18.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Heptacosanol

2 Behenic alcohol
3 n-Tetracosanol-1
4 n-Nonadecanol-1
5 1-Heneicosanol

396 C27H560
326 C22H460
354 C24H500
284 C19H400
312 C21H440

002004-39-9 95
000661-19-8 95
000506-51-4 95
001454-84-8 94
015594-90-8 94

Abundance

Scan 2831 (18.239 min): BF095779.D (-2827) (-)

5000
234.1
-ttt
m/z--> 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57.0 (97.0
5000
39.0
270, | | | | | [T/ 1680 200.0238.0 278.0308.0 348.0378.0
— e e e e T
m/z--> 50 100 150 200 250 300 350
Abundance
43.0 830
5000 1110
140.0 182.0 224.0  280.0309.0
I B e o e T e e B o L B B e B e
m/z--> 50 100 150 200 250 300 350

m/z 57.10 100.00%

18.00 18.20 18.40 18.60

m/z 83.05 95.96%

18.00 18.20 18.40 18.60

m/z 43.05 92 .53%

18.00 18.20 18.40 18.60

m/z 55.05 82.22%

Abundance #186968: n-Tetracosanol-1 B e S e

57.0 197.0 18.00 18.20 18.40 18.60

m/z 69.10 74 .92%
5000
39.0
2r0] | I f 4 | 1680 210.0238.0 278.0308.0337.0

T T T T T T T T A T

m/z--> 50 100 150 200 250 300 350 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060817\
Data File : BF095779.D

Aca On : 8 Jun 2017 12:52

Operator : SJ/MA

Sample = 13469-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.66 4.11 ng 129160 Chrysene-di12 18.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 96
2 Hexacosane 366 C26H54 000630-01-3 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Docosane 310 C22H46 000629-97-0 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
Abundance Scan 2903 (18.662 min): BF095779.D (-2899) (-) m/z 57.05 100.00%
57.0
85.0
5000
131 217.1 18.40 18.60 18.80 19.00
L1411
— .|, | O L m/z 71.05 76.09%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57.0
85.0 tﬂ
5000
18.40 18.60 18.80 19.00
29.0 m/z 43.05 64.21%
L “ H‘H‘\\lﬁoﬂ4;046901910 240.0
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
18.40 18.60 18.80 19.00
5000 85.0 m/z 85.05 53.28%
29.0 113.0141.0169.0107.0225.0253.0  295.0323.0 367.0
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0 18.40 18.60 18.80 19.00
m/z 55.00 25.67%
85.0
5000
29.0 130
| L | [ ) 410160.0197.0225.0253.0 _296.0
m/z--> 50 100 150 200 250 300 350 1840 18.60 18.80 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060817\
Data File : BF095779.D

Aca On : 8 Jun 2017 12:52

Operator : SJ/MA

Sample = 13469-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.05 4.68 ng 147230 Chrysene-di12 18.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heptadecane 240 C17H36 000629-78-7 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2969 (19.050 min): BF095779.D (-2964) (-) m/z 57.05 100.00%
57.0
85.1
5000
me 2411 18.80 19.00 19.20 19.40
|, “1“1 e m/z 71.10 74.65%
m/z--> 50 100 150 200 250 300 350
Abundance #83023: Hexadecane
57.0
5000 LI BULRLIN SR BN R
85.0 1880 19,00 19.20 19.40
29.0 m/z 43.05 64 .25%
J‘L H m“‘91301410169019702260
m/z--> éo 160 1%0 200 250 360 3%0
Abundance
57.0
o 16150 16100 1620 1040
5000 m/z 85.10 55.57%
29.0 113.0
141.0169.0197.0225.0253.0 296.0
m/z--> éo 160 1%0 260 2%0 360 3%0
Abundance #194493: Hexacosane
57.0 18.80 19.00 19.20 19.40
m/z 55.10 24 .85%
5000 85.0
290 i | | Jﬂ{‘ 141.0160.0197.0225,02530 _ 205.0323.0 _ 367.0

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:\HPCHEM1\BNA F\DATA\BF060817\
Data File : BF095779.D

Aca On : 8 Jun 2017 12:52

Operator : SJ/MA

Sample = 13469-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Nonadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.77 3.91 ng 91553 Perylene-di12 20.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 Heneicosane 296 C21H44 000629-94-7 90
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 87
Abundance Scan 3091 (19.768 min): BF095779.D (-3087) (-) m/z 57.10 100.00%
57.1
85.1
5000
1 et i
141 1169, 1 267.9 19.40 19.60 19.80 20.00
o 14 lﬁ.-'. g A2 . Tm/z 71.10  69.88%
m/z--> 50 150 200 250 300 350
Abundance #117638: Nonadecane
57.0
5000 85.0 AR AR B
19. 40 19. 60 19. 80 20.00
29.0 m/z 43.05 62.91%
" \ 11301410 268.0
\wwﬁ ‘ 169.0197.0225.0
m/z--> 50 100 150 260 250 300 3%0
Abundance
57.0
650 19,40 19.60 19.80 20.00
5000 ’ m/z 85.10 58.73%
29.0 113.0
141.0169.0197.0225.0253.0  296.0
m/z--> 55 160 150 200 250 300 3%0
Abundance #185535: Heptadecane, 9-octyl- L mam e Mt
57.0 19.40 19.60 19.80 20.00
m/z 55.05 20.68%
5000 85.0
113.0
| J .}- LU riserome01070 0267000303520
m/z--> 50 100 150 200 250 300 350 19. 40 19. 60 19. 80 20. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060817\
Data File : BF095779.D

Aca On : 8 Jun 2017 12:52

Operator : SJ/MA

Sample = 13469-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 11
R.T. EstConc Area Relative to ISTD R.T.

20.11 2.63 ng 61586 Perylene-di12 20.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Hexadecane 226 C16H34 000544-76-3 94
3 Octadecane 254 C18H38 000593-45-3 83
4 Hexacosane 366 C26H54 000630-01-3 83
5 Heneicosane 296 C21H44 000629-94-7 83

Abundance Scan 3149 (20.109 min): BF095779.D (-3146) (-) m/z 57.05 100.00%

5%.0

5000

127.1 1552 1832 209.0 239.1 282.1 19.80 20.00 20.20 20.40
m/z 71.05 69.97%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129492: Eicosane
57.0

5000 e
85.0 19.80 20.00 20.20 20.40

m/z 43.05 60.58%

h L ‘11§0‘1410 1690 1970 2250 2530 282.0

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

57.0

19.80 20.00 20.20 20.40
5000 m/z 85.05 51.97%

85.0

29.0
113.0 141.0 169.0 197.0 226.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #105886: Octadecane B R B R ama
57.0 19.80 20.00 20.20 20.40

m/z 55.10 21.84%

5000 85.0

29.0
LUl PO 1410 1600 1970 2250 2540

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19. 80 20. OO 20. 20 20 40

8270-BF060517.M Fri Jun 09 14:36:48 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060817\
Data File : BF095779.D

Aca On : 8 Jun 2017 12:52

Operator : SJ/MA

Sample = 13469-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Heneicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

20.45 2.16 ng 50588 Perylene-d12 20.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 72
2 Octacosane 394 C28H58 000630-02-4 64
3 Octadecane. 3-methvl- 268 C19H40 006561-44-0 59
4 Heptadecane 240 C17H36 000629-78-7 59
5 Tetracosane 338 C24H50 000646-31-1 59

Abundance Scan 3207 (20.450 min): BF095779.D (-3203) (-) m/z 57.10 100.00%

1

5000

130.9161.1 209.0 263.0 20.20 20.40 20.60 20.80
m/z 71.10 83.36%

m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 LA B L L L L LB
20.20 20.40 20.60 20.80
99.0 m/z 85.10 65 .55%
270 | | | | | 110 1830 2250 266.0296.0
e R L A e
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
L ma S
20.20 20.40 20.60 20.80
5000 m/z 43.05 58.88%
99.0
27,0 141.0 1830 2250 281.0 3370  394.0
I e B E e e e
m/z--> 50 100 150 200 250 300 350
Abundance #117650: Octadecane, 3-methyl- RS mEEE L
57.0 20.20 20.40 20.60 20.80
m/z 99.10 31.05%
5000
99"0 wo o 239.0
L N T S S
m/z--> 50 100 150 200 250 300 350 20.20 20.40 20.60 20.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060817\
Data File : BF095779.D

Aca On : 8 Jun 2017 12:52

Operator : SJ/MA

Sample = 13469-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Octacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
20.81 2.10 ng 49251 Perylene-di12 20.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 50
2 Heneicosane 296 C21H44 000629-94-7 47
3 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 47
4 Undecane. 3.5-dimethyl- 184 C13H28 017312-81-1 47
5 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 43
Abundance Scan 3268 (20.809 min): BF095779.D (-3266) (-) m/z 57.00 100.00%
7.0
139.2
5000 99.0 231.0 5772
189.0 451.2

|| ‘ l 20.40 20.60 20.80 21.00 21.20
S | I T D L m/z 43.05 95.55%
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #209565: Octacosane
57.0

5000 T
20.40 20.60 20.80 21.00 21.20

99.0 m/z 71.00 62 .60%

“ \‘\ | ] ﬂh\ \hw ‘\‘ h‘ %4%.0‘ :!'8‘3'0‘ 225.0 281'0 337'0 394'0
L L B e o o A L o o e e I O B
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
57.0
T T
20.40 20.60 20.80 21.00 21.20
5000 m/z 70.10 52.83%
99.0
14.0 141.0 183.0 225.0 296.0
L I o o I LA e e o e o o o o
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #71409: Dodecane, 2,6,10-trimethy!-
57.0 20.40 20.60 20.80 21.00 21.20
m/z 139.20 52.75%
5000
7.0
LAy ) ) tar0 1830
L o o o o e o o B N s e o o S o
m/z--> 0 50 100 150 200 250 300 350 400 450 20.40 20.60 20.80 21.00 21.20

8270-BF060517.M Fri Jun 09 14:36:50 2017
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060817\
Data File : BF095779.D

Acq On : 8 Jun 2017 12:52

Operator : SJ/MA

Sample - 13469-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown4 .59 4.59 11.1 ng 212517 1 7.37 383100 20.0
unknown7 .03 7.03 122.2 ng 2339690 1 7.37 383100 20.0
n-Hexadecanoic acid 15.63 4.8 ng 146104 4 14.62 608522 20.0
1-Heptacosanol 18.24 3.6 ng 113059 5 18.33 628561 20.0
Heptadecane 18.66 4.1 ng 129160 5 18.33 628561 20.0
Hexadecane 19.05 4.7 ng 147230 5 18.33 628561 20.0
Nonadecane 19.77 3.9 ng 91553 6 20.00 468302 20.0
Eicosane 20.11 2.6 ng 61586 6 20.00 468302 20.0
Heneicosane 20.45 2.2 ng 50588 6 20.00 468302 20.0
Octacosane 20.81 2.1 ng 49251 6 20.00 468302 20.0
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