LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042618\
Data File : BF104848.D

Aca On : 26 Apr 2018 20:13

Operator : JU/SJ

Sample = J2158-05

Misc :

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-BF040618.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total
1 5.004 493 496 507 rBV 71905 92781 4_.49% 0.480%
2 5.416 562 566 581 rBVY 1912042 2016294 97.47% 10.435%
3 6.445 736 741 755 rBVY 1864532 1990494 96.23% 10.301%
4 6.575 758 763 766 rBY 2153422 2068548 100.00% 10.705%
5 6.798 798 801 805 rBV 725815 563489 27.24% 2.916%
6 6.957 824 828 831 rBVY 1765983 1563002 75.56% 8.089%
7 7.369 893 898 908 rBY 1220374 1228234 59.38% 6.356%
8 8.086 1016 1020 1026 rBV 659509 656316 31.73% 3.397%
9 9.157 1198 1202 1211 rBV 2105565 1828992 88.42% 9.466%
10 9.233 1211 1215 1218 rVB 44115 41645 2.01% 0.216%
11 9.551 1265 1269 1277 rVB 146275 161963 7.83% 0.838%
12 9.704 1290 1295 1298 rBV 26972 30229 1.46% 0.156%
13 9.763 1302 1305 1308 rVB 93529 73871 3.57% 0.382%
14 9.839 1314 1318 1327 rVB 732770 622582 30.10% 3.222%
15 10.080 1357 1359 1363 rBvV3 32570 29248 1.41% 0.151%
16 10.157 1368 1372 1375 rBV5 16835 24781 1.20% 0.128%
17 10.263 1387 1390 1393 rVB 119352 99349 4 .80% 0.514%
18 10.480 1421 1427 1429 rBvV 44723 56834 2.75% 0.294%

19 10.633 1449 1453 1464 rBV 1137737 1063843 51.43% 5.506%
20 10.733 1467 1470 1480 rVB 142413 166942 8.07% 0.864%

21 10.927 1500 1503 1507 rBv4 19010 26660 1.29% 0.138%
22 11.186 1543 1547 1549 rBV 88822 83408 4._.03% 0.432%
23 11.210 1549 1551 1557 rVB2 47598 59673 2.88% 0.309%
24 11.333 1568 1572 1574 rBV 593264 589972 28.52% 3.053%
25 11.351 1574 1575 1582 rVB 72974 74711 3.61% 0.387%
26 11.563 1607 1611 1616 rBVS8 17670 28329 1.37% 0.147%
27 11.610 1616 1619 1623 rVB 80712 69031 3.34% 0.357%
28 11.663 1625 1628 1632 rVB3 14847 22892 1.11% 0.118%
29 11.833 1654 1657 1660 rBV 32933 36201 1.75% 0.187%
30 11.863 1660 1662 1666 rVB 44383 35982 1.74% 0.186%
31 11.945 1673 1676 1678 rBV2 33888 37184 1.80% 0.192%
32 11.969 1678 1680 1682 rVB 27104 23257 1.12% 0.120%
33 12.016 1685 1688 1692 rBV 63995 65802 3.18% 0.341%
34 12.380 1747 1750 1753 rBV 51144 54812 2.65% 0.284%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042618\
Data File : BF104848.D

Aca On : 26 Apr 2018 20:13

Operator : JU/SJ

Sample = J2158-05

Misc :

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-BF040618_M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.410 1753 1755 1759 rVV3 71932 73534 3.55% 0.381%
36 12.474 1763 1766 1769 rBV3 20377 27717 1.34% 0.143%
37 12.545 1775 1778 1783 rBV 106064 96565 4.67% 0.500%
38 12.780 1812 1818 1824 rBV2 158754 210544 10.18% 1.090%
39 12.833 1824 1827 1830 rVB2 30201 32405 1.57% 0.168%
40 12.916 1837 1841 1845 rBV 1748192 1566796 75.74% 8.109%
41 12.992 1851 1854 1861 rBV6 22435 49375 2.39% 0.256%
42 13.139 1876 1879 1882 rBV2 44392 39968 1.93% 0.207%
43 13.210 1889 1891 1895 rBVY 29776 32025 1.55% 0.166%
44 13.304 1905 1907 1910 rBV 28870 24178 1.17% 0.125%
45 13.333 1910 1912 1914 rBV 32980 29897 1.45% 0.155%
46 13.480 1935 1937 1940 rVB2 51134 38683 1.87% 0.200%

47 13.804 1989 1992 1996 rBV 253011 257498 12.45% 1.333%
48 13.980 2018 2022 2025 rBVY 675307 663271 32.06% 3.433%
49 14.127 2045 2047 2050 rBV2 53031 47635 2.30% 0.247%
50 14.439 2098 2100 2103 rVB3 67653 59932 2.90% 0.310%

51 15.451 2268 2272 2279 rVB2 384803 485144 23.45% 2.511%

Sum of corrected areas: 19322518
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042618\
Data File : BF104848.D

Aca On : 26 Apr 2018 20:13

Operator : JU/SJ

Sample = J2158-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF104848.D
6157

2000000 5.42 6.45

6.96

1500000
7.37

1000000
6.80

5.00 L (¥ L

S NMMNAN

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF104848.D

500000

2000000
12.92

1500000

10.63

1000000

0.84
8.09 11.33

500000

A A\ ed L I '\
e e e e B B R e e e

Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF104848.D

2000000

1500000

1000000{ 1398

500000

e

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042618\
Data File : BF104848.D

Aca On : 26 Apr 2018 20:13

Operator : JU/SJ

Sample = J2158-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.00 3.29 ng 92781 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 25
3 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 17
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 495 (4.998 min): BF104848.D (-493) (-) m/z 43.00 100.00%
48
59
5000
101 e S A
69 83 460 4.80 5.00 5.20 5.40
O e e o e L e N T m/z 59.00 59.64%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 R S L
4mAm05m 5.20 5.40
m/z 101.00 23.11%
o 25 3L 37 83 o3 10
I I S L I S I IR I W
m/z--> 10 40 50 60 70 80 90 100
Abundance
59
a 460 480 500 520 5.40
5000 m/z 58.00 16.16%
86
51 69 101
o R U S S S SURILIL IR IS UL B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4324 3—Hydroxy—3—methy|—2—butanone LI B B
59 460 4.80 5.00 5.20 5.40
m/z 41.00 7.79%
5000 43
31
15 ‘ \ ‘ 69 87
o R R U UL R UL SULILLS IR UL IS R SRR S R
m/z--> 10 40 50 60 70 80 90 100 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042618\
Data File : BF104848.D

Aca On : 26 Apr 2018 20:13

Operator : JU/SJ

Sample = J2158-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknown6.57 Concentration Rank 1

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

6.57 73.42 ng 2068550 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 17
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 762 (6.569 min): BF104848.D (-758) (-) m/z 132.00 100.00%
32
5000 68
40 %6 620 6.40 6.60 6.80 7.00
54 - . . . :
o f e L Weus M+ m/z 68.10 39.70%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 BB SRS AR SR
o7 620 6.40 6.60 6.80 7.00
. 117 m/z 134.00 32.88%
O....|.... |“"‘l .|.8.8..|1.0.6..|...|....|....|....
m/z--> 60 80 100 120 140 160 180
Abundance
57 132
74 620 6.40 6.60 6.80 7.00
5000 og 116 m/z 66.00 25.00%
0 89 | 107 158 189
miz--> 40 60 8 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine e e e
132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 16.30%
5000
33 am 105
bl L@ s | W
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7. oo

8270-BF040618.M Fri Apr 27 16:47:22 2018 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042618\
Data File : BF104848.D

Aca On : 26 Apr 2018 20:13

Operator : JU/SJ

Sample = J2158-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Nonadecane Concentration Rank 9

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

9.76 2.37 ng 73871 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 90
2 Pentadecane 212 C15H32 000629-62-9 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 90
5 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 86

Abundance Scan 1305 (9.763 min): BF104848.D (-1302) (-) m/z 57.05 100.00%
57
43 71

5000

9.40 9.60 9.80 10.00
m/z 43.10 73.02%

0 99 113197 145159
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117637: Nonadecane

57

5000

940 9.60 980 10.00
m/z 71.05 72 .90%

99

113127141155169183197

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
43 PP T T T T T
71 9.40 9.60 9.80 10.00
5000 a5 m/z 85.10 44 .90%
29 99
oL 15 113127141155169183 212
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59880: Tetradecane
57 9.40 9.60 9.80 10.00
43 m/z 41.00 34.26%
71
5000 85
29
99
oL 15 ‘\ | T 118127141155169 198
..W.H.P.“,”.W.H.P.”,”...”......“...” R R SRR R R ERES T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042618\
Data File : BF104848.D

Aca On : 26 Apr 2018 20:13

Operator : JU/SJ

Sample = J2158-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Tetradecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.26 3.19 ng 99349 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Hexadecane 226 Cl16H34 000544-76-3 90
4 Octadecane 254 C18H38 000593-45-3 90
5 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1000309-12-5 90
Abundance Scan 1390 (10.263 min): BF104848.D (-1387) (-) m/z 57.10 100.00%
g7
5000 8
113 10.00 10.20 10.40 10.60
141
0...-.‘,' O e m/z 71.10 70.89%
m/z--> 50 100 150 200 250 300 350
Abundance #59880: Tetradecane
57
5000 85 LRI SRR BN SO BULR
10.00 10.20 10.40 10.60
29 m/z 43.05 67.40%
S E e
m/z--> 50 100 150 200 250 300 350
Abundance
57
110,00 10.20 10.40 10.60
5000 85 m/z 85.10 51.38%
. 29 M3 141 169 197 205 253 205 323 367
m/z--> 50 100 150 200 250 300 350
Abundance #83025: Hexadecane BB R B R Bar S
57 10.00 10.20 10.40 10.60
m/z 41.05 31.58%
5000
85
29
0 i J (113 141 169 197 226
L L L LA L LA L L L TTrrrrTp T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042618\
Data File : BF104848.D

Aca On : 26 Apr 2018 20:13

Operator : JU/SJ

Sample = J2158-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Heptacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.73 5.66 ng 166942 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane 240 C17H36 000629-78-7 90
4 Tetradecane 198 C14H30 000629-59-4 90
5 Hexadecane 226 C16H34 000544-76-3 90
Abundance Scan 1469 (10.727 min): BF104848.D (-1467) (-) m/z 57.10 100.00%
57
5000 85
13 11 167 10140 10160 1080 1100
(o} m/z 71.05 69.65%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000 A UL LR UL SR
85 10,40 10.60 10.80 11.00
m/z 43.05 63.69%
o 290 | || M3 141 169 107 225 253 281 323 351 380
m/z--> 50 100 1éo 200 250 300 350
Abundance
57
o 10.40 10,60 10.80 11.00
5000 m/z 85.05 45 _.24%
29 113
0 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350
Abundance #94345: Heptadecane L L L B L LN |
57 10.40 10.60 10.80 11.00
m/z 41.05 33.30%
5000 85
29
. [l gy M3 141 169 105 240
m/z--> 50 100 150 200 250 300 350 1040 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042618\
Data File : BF104848.D

Aca On : 26 Apr 2018 20:13

Operator : JU/SJ

Sample = J2158-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.19 2.83 ng 83408 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Octadecane 254 C18H38 000593-45-3 91
5 Hexadecane 226 C16H34 000544-76-3 91
Abundance Scan 1548 (11.192 min): BF104848.D (-1543) (-) m/z 57.00 100.00%
57
5000
‘ 141 487 10,80 11.00 11.20 11.40 11.60
— T I “-"'“.'..1.,....,.... N — m/z 71.00 71.08%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #129492: Eicosane
57
5000 A DU B L BN
10 80 11. oo 11. 20 11. 40 11. 60
m/z 43.05 56.46%
o 26 ‘h () \ 141 183 225 282
miz--> 0 50 100 1éo 200 250 300 350 400 4éo 560 séo 660
Abundance
57
10,80 11.00 11.20 11.40 11.60
5000 m/z 85.10 50.00%

97
26 141 183 225 267 309 351 393 435 491 535 574 617

ol e S S o o R o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #175557: Tetracosane AR e B et
57 10.80 11.00 11.20 11.40 11.60
m/z 41.00 20.75%
5000

99
26 ] | 141 183 225 267 338

M S

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 10 80 11. 00 11. 20 11. 40 11. 60

8270-BF040618.M Fri Apr 27 16:47:24 2018 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042618\
Data File : BF104848.D

Aca On : 26 Apr 2018 20:13

Operator : JU/SJ

Sample = J2158-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Decane, 5-ethyl-5-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.21 2.02 ng 59673 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 5-ethvl-5-methvl- 184 C13H28 017312-74-2 53
2 Heptadecane. 8-methvl- 254 C18H38 013287-23-5 53
3 Hexacosane 366 C26H54 000630-01-3 53
4 Hentriacontane 437 C31H64 000630-04-6 53
5 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 53
Abundance Scan 1551 (11.210 min): BF104848.D (-1549) (-) m/z 57.10 100.00%
g7
5000 8
113 192 LRI SR SRR ML B
39 | l | | 131 155 10.80 11.00 11.20 11.40 11.60
ob— i bl A L it m/z 71.10 86.70%
m/z--> 50 100 150 200 250 300 350
Abundance #48911: Decane, 5-ethyl-5-methyl-
57
5000 LRI SR SRR ML B
85 10.80 11.00 11.20 11.40 11.60
113 0
3 ‘ ‘ 155 m/z 43.00 55.20%
bty JL | 182
m/z--> 50 100 150 200 250 300 350
Abundance
57
85 10.80 11.00 11.20 11.40 11.60
5000 m/z 85.05 51.84%
126
154
0 39 183 211 239
m/z--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane RIS BLELLELE BN LN N
57 10.80 11.00 11.20 11.40 11.60
m/z 113.10 21.45%
5000 85
113
m/z--> 50 100 150 200 250 300 350 10.80 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042618\
Data File : BF104848.D

Aca On : 26 Apr 2018 20:13

Operator : JU/SJ

Sample = J2158-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Tetracosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.61 2.34 ng 69031 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane 240 C17H36 000629-78-7 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 86
Abundance Scan 1619 (11.610 min): BF104848.D (-1616) (-) m/z 57.05 100.00%
57
5000 85
5 13 L g 11170 1140 1160 11,80 12,00
Y S 12 m/z 71.05  74.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane
57
5000 85 AR DAL B BN B
umnmnmnmnm
m/z 43.05 68.78%
29 113
o |0 141 169 197 225 253 281 309 338
m/z--> 2'0 4'0 6|O 8|0 100 12'0 14'10 1('30 180 200 220 240 260 280 300 320 340
Abundance
57
o 11.20 11140 11,60 11.80 12.00
5000 m/z 85.05 48 .38%
29 113

141 169 197 225 o253 296

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 J
Abundance #94345: Heptadecane R LR AR e
57 11.20 11.40 11.60 11.80 12.00

m/z 41.05 31.58%
5000 85
29 'J
0 ‘ Il | 1}3 1 141 169 196 240

e e e e e e R ma
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 11. 20 11. 40 11. 60 11. 80 12. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042618\
Data File : BF104848.D

Aca On : 26 Apr 2018 20:13

Operator : JU/SJ

Sample = J2158-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Hexadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.02 2.23 ng 65802 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 83
2 Hexacosane 366 C26H54 000630-01-3 83
3 Heptadecane 240 C17H36 000629-78-7 83
4 Tetradecane 198 C14H30 000629-59-4 83
5 2-methyloctacosane 408 C29H60 1000376-72-8 80
Abundance Scan 1689 (12.021 min): BF104848.D (-1685) (-) m/z 57.05 100.00%
57
85
5000
, U3 1s5 191 208 243 1160 1260 1250 1240
ob——h, e S B B e S m/z 71.05 72 .10%
m/z--> 50 100 150 200 250 300 350
Abundance #83028: Hexadecane
57
5000 85 R SN SRR SO I
11.80 12.00 12.20 12.40
m/z 43.10 67 .94%
L2 || 1P 14 160 197 226
m/z--> 55 160 1éo 260 2éo 360 3éo
Abundance
57
"' 11/80 12.00 12.20 12.40
5000 85 m/z 85.05 58.67%
. 29 13 141 169 197 225 258 205 323 367
m/z--> 55 160 1éo 260 2éo 360 3éo
Abundance #94345: Heptadecane LI L L N B LA B
57 11.80 12.00 12.20 12.40
m/z 41.05 31.28%
5000 85
29
0 \‘ ! I | \J 1%‘\-3 il 141 169 196 24\.0
m/z--> 5'0 1(')0 150 200 25'30 300 35'30 11.|80 12.'00 12.'20 12.'40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042618\
Data File : BF104848.D

Aca On : 26 Apr 2018 20:13

Operator : JU/SJ

Sample = J2158-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Heptadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.41 2.49 ng 73534 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 58
2 Tritetracontane 605 C43H88 007098-21-7 50
3 Tetratetracontane 619 C44H90 007098-22-8 50
4 Threitol. 2-0-decvl- 262 C14H3004 1000156-80-6 50
5 Undecane, 2,9-dimethyl- 184 C13H28 017301-26-7 50
Abundance Scan 1755 (12.410 min): BF104848.D (-1753) (-) m/z 57.10 100.00%
g7
5000
206
99 LA BN SUNILN BN
154 239 12.00 12.20 12.40 12.60 12.80
Ok m/z 43.05 60 .53%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #94346: Heptadecane
57
5000 UV
12.00 12.20 12.40 12.60 12.80
99 m/z 71.10 55.87%
ol e 20
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
12.00 12.20 12.40 12.60 12.80
5000 m/z 85.05 47 .26%
97
o 141 183 225 267 323 379 421 463 505 547 604
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241527: Tetratetracontane Al EEEEa e S
57 12.00 12.20 12.40 12.60 12.80
m/z 206.10 32.73%
5000
97
o , 141 183 225 267 309 351 393 463 505 561 603
I REERA IIII""IIIII SR N D S D S D N
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 12.00 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042618\
Data File : BF104848.D

Aca On : 26 Apr 2018 20:13

Operator : JU/SJ

Sample = J2158-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

13.80 7.76 ng 257498 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 93

Abundance Scan 1991 (13.798 min): BF104848.D (-1989) (-) m/z 57.10 100.00%

5000

3

230 LRI RERA R
248264 282300 13.40 13.60 13.80 14.00 14.20

m/z 83.10 98.81%

141 165182198514

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #155046: 1-Heneicosanol
556 83

-

13.40 13.60 13.80 14.00 14.20
m/z 55.00 94.92%

5000

167 196 222238 266 294

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
97 RS e R R
41 13.40 13.60 13.80 14.00 14.20
5000 m/z 43.10 94 _58%
125
0 15 8l 154 180196 224 9251 269 320
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166292: Behenic alcohol N e o
56 13.40 13.60 13.80 14.00 14.20
m/z 97.10 93.45%
- WL/\
0 \‘L ‘ 167 196 224 252 280 308
.”P”q”., R e R o R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. 40 13 60 13 80 14. 00 14 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042618\
Data File : BF104848.D

Acq On : 26 Apr 2018 20:13

Operator : JU/SJ

Sample - J2158-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_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]
2-Pentanone, 4-hy... 5.00 3.3 ng 92781 1 6.80 563489 20.0
unknown6 .57 6.57 73.4 ng 2068550 1 6.80 563489 20.0
Nonadecane 9.76 2.4 ng 73871 3 9.84 622582 20.0
Tetradecane 10.26 3.2 ng 99349 3 9.84 622582 20.0
Heptacosane 10.73 5.7 ng 166942 4 11.33 589972 20.0
Eicosane 11.19 2.8 ng 83408 4 11.33 589972 20.0
Decane, 5-ethyl-5... 11.21 2.0 ng 59673 4 11.33 589972 20.0
Tetracosane 11.61 2.3 ng 69031 4 11.33 589972 20.0
Hexadecane 12.02 2.2 ng 65802 4 11.33 589972 20.0
Heptadecane 12.41 2.5 ng 73534 4 11.33 589972 20.0
1-Heneicosanol 13.80 7.8 ng 257498 5 13.98 663271 20.0
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