LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\

Data File : BF098720.D

Aca On : 23 Sep 2017 2:27 Instrument :
Operator : SJ/JU ?:'l\:gﬁ't:Sam ol
3?22Ie ; 15308-01 22&LCOM£
ALS Vial : 19 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-BF092117.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 2.246 23 27 38 rvB 72761 125049 3.94% 0.379%
2 2.628 88 92 100 rvB2 28414 40802 1.28% 0.124%
3 3.557 247 250 259 rBV 11391 34174 1.08% 0.104%
4 5.157 518 522 532 rVB 533483 621706 19.57% 1.884%
5 5.545 583 588 591 rBY 2871631 2915597 91.78% 8.834%
6 6.551 753 759 762 rBVY 2823130 3137614 98.77% 9.507%
7 6.698 779 784 787 rBVY 3219179 3083087 97.05% 9.342%
8 6.928 817 823 827 rVB 1232007 997909 31.41% 3.024%
9 7.086 846 850 853 rVB 2429717 2079517 65.46% 6.301%
10 7.486 913 918 921 rBVY 1957687 1972118 62.08% 5.975%
11 8.210 1037 1041 1044 rBV 1608681 1256932 39.57% 3.808%
12 8.792 1137 1140 1144 rVB 49662 37566 1.18% 0.114%
13 9.151 1198 1201 1205 rBV 46531 41714 1.31% 0.126%
14 9.286 1218 1224 1227 rBV 3401290 3176648 100.00% 9.625%
15 9.357 1233 1236 1238 rBV 66195 50210 1.58% 0.152%
16 9.674 1286 1290 1293 rBV 324242 261415 8.23% 0.792%
17 9.886 1322 1326 1329 rVB 82359 62084 1.95% 0.188%
18 9.963 1335 1339 1343 rVB 1390675 1275427 40.15% 3.865%
19 10.151 1368 1371 1377 rBvV3 54347 66728 2.10% 0.202%
20 10.363 1404 1407 1409 rBV 33146 40621 1.28% 0.123%
21 10.386 1409 1411 1414 rVB 104628 77503 2.44% 0.235%
22 10.604 1445 1448 1451 rBV2 28460 35199 1.11% 0.107%

23 10.751 1467 1473 1476 rBV 1837266 1565604 49.28% 4.744%
24 10.857 1488 1491 1497 rBV2 126764 151511 4.77% 0.459%

25 11.310 1564 1568 1570 rBV 111641 97797 3.08% 0.296%
26 11.339 1570 1573 1579 rVB3 37985 58645 1.85% 0.178%
27 11.398 1579 1583 1588 rBV2 28677 37844 1.19% 0.115%
28 11.451 1588 1592 1595 rBV 1271017 1095848 34.50% 3.320%
29 11.474 1595 1596 1599 rVB 174305 91230 2.87% 0.276%
30 11.733 1637 1640 1644 rVB 104920 77433 2.44% 0.235%
31 11.898 1664 1668 1671 rBv4 39556 57733 1.82% 0.175%
32 11.968 1674 1680 1688 rVV3 599442 648641 20.42% 1.965%
33 12.063 1693 1696 1698 rBV2 38044 38338 1.21% 0.116%
34 12.139 1707 1709 1714 rVB 93727 81601 2.57% 0.247%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\

Data File : BF098720.D

Aca On : 23 Sep 2017 2:27 Instrument :
Operator : SJ/JU gmgigamlem'
a?zgle ; 15308-01 22&LCOM£
ALS Vial : 19 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-BF092117 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 12.498 1768 1770 1773 rVB2 47790 39875 1.26% 0.121%
36 12.527 1773 1775 1779 rBV 104410 94933 2.99% 0.288%

37 12.663 1794 1798 1804 rBV 278982 332130 10.46% 1.006%
38 12.751 1810 1813 1823 rBV 491338 622855 19.61% 1.887%
39 12.851 1827 1830 1832 rVB2 50818 45520 1.43% 0.138%
40 12.892 1832 1837 1841 rBV2 227000 287017 9.04% 0.870%

41 13.033 1857 1861 1865 rBV 2538725 2372950 74.70% 7.190%
42 13.257 1896 1899 1902 rBVY 94159 80537 2.54% 0.244%
43 13.598 1955 1957 1960 rVB2 74915 56962 1.79% 0.173%
44 13.921 2009 2012 2020 rVB3 265995 327076 10.30% 0.991%
45 14.092 2036 2041 2044 rBV 1060628 1082826 34.09% 3.281%

46 14.115 2044 2045 2047 rVB 100774 49661 1.56% 0.150%
47 14.245 2064 2067 2069 rBV 75723 62116 1.96% 0.188%
48 14.551 2116 2119 2125 rBV4 100344 120122 3.78% 0.364%
49 15.145 2217 2220 2228 rVB 95130 169526 5.34% 0.514%
50 15.209 2229 2231 2237 rVB2 97112 111389 3.51% 0.338%

51 15.586 2290 2295 2306 rVB 629346 971892 30.59% 2.945%
52 16.056 2371 2375 2381 rVB 158340 217874 6.86% 0.660%
53 16.580 2461 2464 2470 rVB 110987 168581 5.31% 0.511%
54 17.198 2564 2569 2578 rVB2 100201 209668 6.60% 0.635%
55 17.927 2688 2693 2703 rVB 75460 188111 5.92% 0.570%

Sum of corrected areas: 33003466
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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:\HPCHEMI\BNA F\DATA\BF092217\

BF098720.D

23 Sep 2017 2:27

SJ/Ju

15308-01

19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

2.25
A

TIC: BF098720.D

5.55

5.16

2.63 3.56

6.70

6.55

7.09

6.93

7.49

0

Time-->

4.50

5.00

5.50

1
2.50

3.00

3.50 4.00

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF098720.D

9129

10.75
8.21

9.96 11.45

9.67

9.89 10.15193810.60

9.15/19.

Aot LA
LI B

8.79

13.03

13.26 13.6(
A A

Or——
Time-->

10.00

10.50 11.00

9.00 9.50 11.50

12.00 12.50 13.00

13.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000, 13

.92
1

TIC: BF098720.D

14.09

15.59

13521

17.93

Time-->

14.00

16.00 16.50 17.00

14.50

15.00 15.50

17.50

18.00

18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\
Data File : BF098720.D

Aca On : 23 Sep 2017 2:27

Operator : SJ/JU

Sample : 15308-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092117_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 12

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

2.25 2.51 ng 125049 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
3 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 9
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 9
5 1,4-Butanediamine 88 C4H12N2 000110-60-1 9

Abundance Scan 28 (2.251 min): BF098720.D (-23) (-) m/z 72.95 100.00%

73.0
5000
43.0
55.0 87.1

| | 2.202.30 2.40 2.50 2.60 2.70
Ol et bbbt || Mz 43.05  34.69%

m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4486: Butane, 2-methoxy-2-methy!-
73.0

43.0 2.20 2.30 2.40 2.50 2.60 2.70
5 87.0 m/z 87.10 26.13%

= |, 0]
0..w....“..ﬂ,.”.,..”,....“...,u..,..”,...w
m/z--> 10 20 30 70 80 90
Abundance
30.0
73.0

2.20 2.30 2.40 2.50 2.60 2.70

5000 m/z 55.00 24.93%
44.0 58.0
18.0
O T T T T T T T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #741: Acetamide, N-methyl-
43.0 73.0 2.20 2.30 2.40 2.50 2.60 2.70
m/z 41.00 14 _.39%
30.0
58.0
5000
15.0
0..w.j..“..ﬂm.”.p.ﬁu,....“...,u..,..”,...w
m/z--> 10 20 30 40 50 60 70 80 90 2.20 2.30 2.40 2.50 2.60 2.70
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\
Data File : BF098720.D

Aca On : 23 Sep 2017 2:27

Operator : SJ/JU

Sample : 15308-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092117_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.16 12.46 ng 621706 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 522 (5.157 min): BF098720.D (-518) (-) m/z 43.00 100.00%
43.0
59.0
5000
10 480 500 520 540
o...,....,....,....','::..,..:I,...?,l;(.’..??:(.’.,...:,|....,....,....,....,...., m/z 59.00 55.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 S U L L
59.0 480 500 520 540
0
150 4, 1010 m/z 101.00 18.69%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540
5000 410 m/z 58.00 15.52%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime R e e R
43.0 4.80 5.00 5.20 5.40
m/z 41.00 8.37%
5000
101.0
oL 150 310 | 80690 860
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\
Data File : BF098720.D

Aca On : 23 Sep 2017 2:27

Operator : SJ/JU

Sample : 15308-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF092117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 1

Peak Number 3 unknown6.70

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

6.70 61.79 ng 3083090 1,4-Dichlorobenzene-d4 6.93
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 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 784 (6.698 min): BF098720.D (-779) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 B LR UL SR
400 540 6.40 6.60 6.80 7.00
o....,....:....,::..,..l-.',..7.53,1....,..!.,?1??.?.1.1.7.?...., | | m/z 68.10 37.44%
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 N
5000 IRBEARREE LRE ULLE S
6.40 6.60 6.80 7.00
210 510 m/z 134.00 33.24%
0'“'J“Jhwl'WH'“l'“llh?ﬁq'“l'“'l“"w"w"“ T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
640 6.60 6.80 7.00
5000 67.0 m/z 66.00 23.61%
41.0 97.0
53.0
79.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”'quﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine A T
132.0 6.40 6.60 6.80 7.00
m/z 69.10 14 .50%
5000
33.0 44.0 0.0 105.0
0'"W'L"I”"“'”éﬁ?”'l"”?9'”I"ﬂ'P'M'ﬁ%§9I”" T BRI SR
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\
Data File : BF098720.D

Aca On : 23 Sep 2017 2:27

Operator : SJ/JU

Sample : 15308-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092117_.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 Tridecane, l-iodo- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.86 2.77 ng 151511 Phenanthrene-d10 11.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 1-iodo- 310 C13H271 035599-77-0 80
2 Pentadecane 212 C15H32 000629-62-9 80
3 Eicosane 282 C20H42 000112-95-8 80
4 Heptacosane 380 C27H56 000593-49-7 80
5 Tridecane 184 C13H28 000629-50-5 72
Abundance Scan 1492 (10.863 min): BF098720.D (-1488) (-) m/z 57.05 100.00%
5%.0
5000 85.0
113.1 10.60 10.80 11.00 11.20
155.1
Olrrrrrrreflrell ol 182.2 m/z 43.05 69.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #152416: Tridecane, 1-iodo-
57.0
5000 LN BRI B SULRLE AU
850 mmmmnmu%
28.0 1830 m/z 71.05 68.72%
ol b b SO, 1850 310.0
m/z--> 25 Jo éo 8b 160 150 150 160 180 200 220 240 260 280 360
Abundance
57.0
1060 10.80 11.00 11.20
0
5000 85.0 m/z 85.05 47 .01%
29.0
o 113.0 141.0 169.0  212.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129492: Eicosane T T
57.0 10.60 10.80 11.00 11.20
m/z 41.05 34.30%
5000
85.0
29.0
o I \11?01410 169.0 197.0 225.0 253.0 282.0
m/z--> 2'0 4'0 6|0 8|0 1(')0 12'0 140 160 180 200 220 240 260 280 3(')0 10. 60 10 80 11. 00 11'20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\
Data File : BF098720.D

Aca On : 23 Sep 2017 2:27

Operator : SJ/JU

Sample : 15308-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092117_.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.97 11.84 ng 648641 Phenanthrene-d10 11.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 76
5 d-Gluco-heptulosan 210 C7H1407 1000126-85-2 38
Abundance Scan 1680 (11.968 min): BF098720.D (-1674) (-) m/z 73.00 100.00%
431 73.0
5000 1291
971 rrrrrrryrirrry i T rTrTeT
100 e 2132 256.2 11,60 11.80 12,00 12.20
0 ; . m/z 43.10 93.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
5000 129.0 R AR R UL AR
83.0 11. 60 1180 1200 12.20
Ji 1570 1geo 2130 2560 | M/Z 60.00  87.41%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
430 1160 1180 12,00 1220
5000 129.0 m/z 57.05 71.10%
171.0
97.0 214.0
o 152.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 LJLM
Abundance #95851: Pentadecanoic acid L e e AR
43.0 |, 73.0 11.60 11.80 12.00 12.20
m/z 41.05 68.62%
5000 129.0

o230 Lﬂ slss e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. OO 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\
Data File : BF098720.D

Aca On : 23 Sep 2017 2:27

Operator : SJ/JU

Sample : 15308-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092117_.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.75 11.37 ng 622855 Phenanthrene-d10 11.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 91
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 91

Abundance Scan 1813 (12.751 min): BF098720.D (-1810) (-) m/z 43.05 100.00%

43.0 .0

5000
12.40 12.60 12.80 13.00
Ob et m/z 72.95 90.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73.0
43.0
129.0
5000 284.0
12.40 12.60 12.80 13.00
m/z 60.00 83.25%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 K 73.0
B R e o e
12.40 12.60 12.80 13.00
5000 129.0 m/z 57.05 79.62%
97.0 199.0
157.0 242.0
0 15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid R BEE R B
60.0 12.40 12.60 12.80 13.00

m/z 55.00 70.56%
5000

157.0 185.0 213.0 256.0

T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\
Data File : BF098720.D

Aca On : 23 Sep 2017 2:27

Operator : SJ/JU

Sample : 15308-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092117_.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 8 5-Eicosene, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.92 6.04 ng 327076 Chrysene-di12 14.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 95
2 9-Tricosene. (2)- 322 C23H46 027519-02-4 93
3 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 93
4 1-Tricosene 322 C23H46 018835-32-0 93
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 92
Abundance Scan 2012 (13.921 min): BF098720.D (-2009) (-) m/z 57.05 100.00%
57.0
97.1
5000
UL PN SRR B
1mmszmo 13.60 13.80 14.00 14.20
o 'LF i 280 8228 m/z 43.10 93.34%
m/z--> 50 100 150 200 250 300 350
Abundance #127769: 5-Eicosene, (E)-
55.0
83.0
5000 SR SRR SR S B
13.60 13.80 14.00 14.20
m/z 55.05 78.87%
25.0
oze0l L] | om0 asospomo
m/z--> 50 100 150 200 250 300 350
Abundance
55.0 [97.0
13.60 13.80 14.00 14.20
5000 m/z 83.05 72 .24%
139.0 322.0
01.26.0 168.0196.0 238.0266.0 *ﬁmwAkuvvdkafmrMNAAwwm
m/z--> 50 100 150 200 250 300 350
Abundance #212865: Pentafluoropropionic acid, heptadecyl ester R e EEEEEmmame
57.0 13.60 13.80 14.00 14.20
970 m/z 97.10 65.62%
- W\NJMM’\A
0 200| ‘ ‘ 1‘FF f 16801960 2380 2830 384.0
m/z--> 50 1(')0 150 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\
Data File : BF098720.D

Aca On : 23 Sep 2017 2:27

Operator : SJ/JU

Sample : 15308-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092117_.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 Hexadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14 .55 2.22 ng 120122 Chrysene-di12 14.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 92
2 Heptadecane 240 C17H36 000629-78-7 92
3 Sulfurous acid. butvl tetradecvl... 334 C18H3803S 1000309-18-1 87
4 Sulfurous acid. butvl tridecvl e... 320 C17H3603S 1000309-18-0 87
5 Tetratetracontane 619 C44H90 007098-22-8 87
Abundance Scan 2119 (14.551 min): BF098720.D (-2116) (-) m/z 57.10 100.00%
57.1
5000
w212 L swso || 1420 1440 1460 TG0
oty ; : ' : m/z 71.05 66.81%
m/z--> 50 100 150 200 250 300 350
Abundance #83025: Hexadecane
57.0
5000 L DAL BB B LU B
85.0 14.20 14.40 14.60 14.80
29.0 ‘ m/z 43.10 59.08%
O‘Mwwhjﬂwmmm%wmnm
m/z--> §0 160 1%0 200 2%0 300 350
Abundance
57.0
14:20 14.40 14.60 1480
0
5000 85.0 m/z 85.10 48.33%
29.0
o 113.0141.0169.0196.0  240.0
m/z--> B 'éol ' "160' ' "150' B '200' - '2éo' ' "360' B '350
Abundance #172308: Sulfurous acid, butyl tetradecy! ester R B .
57.0 14.20 14.40 14.60 14.80
m/z 55.00 31.70%
5000
85.0
o 2?'9‘ ‘ 'y U113 0139.0 168.0 1970 2310 261.0
m/z--> §0 100 1%0 260 250 300 350 1450 1440 1460 1J80 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\
Data File : BF098720.D

Aca On : 23 Sep 2017 2:27

Operator : SJ/JU

Sample : 15308-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092117_.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 10 Heneicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.21 2.29 ng 111389 Perylene-di12 15.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 95
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Eicosane. 2-methvl- 296 C21H44 001560-84-5 90
5 Eicosane 282 C20H42 000112-95-8 90
Abundance Scan 2231 (15.209 min): BF098720.D (-2229) (-) m/z 57.00 100.00%
5%.0
5000
990 14,80 15.00 15.20 15.40 15.60
141.1 176.2 272.1 331.1 365.3 : : : : -
ok AL AL A TT02 s 22t 33113663 o e e 61
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 AR SRR BRI DU B
Mmmmmmmmmm
99.0 m/z 43.05 60.04%
oL 210 \ || 1410 1830 225.0 266.0296.0
m/z--> 50 160 1%0 200 2%0 360 3%0 '
Abundance
57.0
14,80 15.00 15.20 15.40 15.60
5000 m/z 85.10 56.71%
99.0
oL 27.0 1410 183.0 2250 267.0 309.0  365.0
m/z--> 55 160 150 200 250 300 3%0 '
Abundance #175557: Tetracosane A B o
57.0 14.80 15.00 15.20 15.40 15.60
m/z 55.00 25.52%
5000
99.0
OZW | Mwlmonmzmo 338.0
m/z--> m 1& 1m 2m 250 3& 3% ' Mmmmmmmmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\
Data File : BF098720.D

Aca On : 23 Sep 2017 2:27

Operator : SJ/JU

Sample : 15308-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092117_.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 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.58 3.47 ng 168581 Perylene-di12 15.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Pentadecane. 3-methvl- 226 C16H34 002882-96-4 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Tetracosane 338 C24H50 000646-31-1 87
5 Nonadecane 268 C19H40 000629-92-5 87
Abundance Scan 2464 (16.580 min): BF098720.D (-2461) (-) m/z 57.10 100.00%
57.1
5000 85.1 Jm
NN BN SUNRE
13.1 16.20 16.40 16.60 16.80
155.1 22271 )
ol L L h L1 1551 19622271 260120013270 ot 0T e ooy
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000 AR AR SRR U B
85.0 mmmmmmmm
29.0 m/z 43.05 48 .47%
o ‘hWM}B%MMwMWM%mmM&o
m/z--> 160 1éo 260 2éo 360 3éo
Abundance
57.0
16,20 16.40 16.60 16.80
5000 m/z 85.10 41 .21%
85.0
197.0
113.0
m/z--> 55 160 1éo 200 250 360 3éo
Abundance #202662: Heptacosane i aas mE R
57.0 16.20 16.40 16.60 16.80
m/z 55.00 17 .84%
5000
85.0
0 290{ 113.0141.0169.0197.0225.0253.0281.0  323.0351.0380.0
m/z--> 50 1(')0 1&'30 2(')0 250 3(')0 3&'30 16 20 16. 40 16 60 16. 80 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\
Data File : BF098720.D

Aca On : 23 Sep 2017 2:27

Operator : SJ/JU

Sample : 15308-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092117_.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 Docosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.20 4.31 ng 209668 Perylene-di12 15.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 94
2 Hexacosane 366 C26H54 000630-01-3 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 2-methvltetracosane 352 C25H52 1000376-72-6 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2569 (17.198 min): BF098720.D (-2564) (-) m/z 57.00 100.00%
57.0
5000 MJ\/\‘__‘ﬁ
9.0 16,80 17.00 17.20 17.40 17.60
141.1 176.0 225.1 285.0 341.1 : : : : -
oL .Jr.l. m/z 71.10 73.63%
m/z--> 50 100 150 200 250 300 350
Abundance #153222: Docosane
57.0
5000 AR SRR BRI B B
16. 80 17. oo 17. 20 17.40 17.60
99.0 m/z 43.10 61.60%
. 210 | 1410 1830 2250 2670 3100
m/z--> 55 160 150 200 2%0 360 3éo
Abundance
57.0
16,80 17.00 17.20 17.40 17.60
5000 m/z 85.10 59.81%
99.0
o 141.0 183.0 225.0 2610 309.0 367.0
m/z--> 55 160 150 200 250 300 3éo
Abundance #215181: 2-methyloctacosane R B B e R
57.0 16.80 17.00 17.20 17.40 17.60
m/z 55.10 23.94Y%
5000 WﬂMA”W*V\WMVJ«\Mwwwwwmﬁnvm%
99.0
o 2&0[ | J | 1410 1830 2250 267.0 309.0  365.0394.0
m/z--> 50 100 1&1;0 200 250 300 3&'30 ' 16. 80 17. oo 17. 20 17. 40 17.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092217\
Data File : BF098720.D

Acq On : 23 Sep 2017 2:27

Operator : SJ/JU

Sample - 15308-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092117 .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]
Butane, 2-methoxy... 2.25 2.5 ng 125049 1 6.93 997909 20.0
2-Pentanone, 4-hy... 5.16 12.5 ng 621706 1 6.93 997909 20.0
unknown6.70 6.70 61.8 ng 3083090 1 6.93 997909 20.0
Tridecane, 1-iodo- 10.86 2.8 ng 151511 4 11.45 1095850 20.0
n-Hexadecanoic acid 11.97 11.8 ng 648641 4 11.45 1095850 20.0
Octadecanoic acid 12.75 11.4 ng 622855 4 11.45 1095850 20.0
5-Eicosene, (E)- 13.92 6.0 ng 327076 5 14.09 1082830 20.0
Hexadecane 14.55 2.2 ng 120122 5 14.09 1082830 20.0
Heneicosane 15.21 2.3 ng 111389 6 15.59 971892 20.0
Eicosane 16.58 3.5 ng 168581 6 15.59 971892 20.0
Docosane 17.20 4.3 ng 209668 6 15.59 971892 20.0
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