LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102617\
Data File : BF099857.D

Aca On : 26 Oct 2017 13:16

Operator : SJ/JU

Sample : 16090-01

Misc :

ALS Vial : 3 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-BF102317.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 4.998 492 495 513 rBV 84439 113687 1.98% 0.440%
2 5.410 562 565 581 rBV 818439 912492 15.92% 3.530%
3 6.434 736 739 755 rBV 444580 662990 11.57% 2.565%
4 6.563 758 761 766 rBVY 1513442 1478051 25.79% 5.718%
5 6.792 797 800 807 rBV 486009 409497 7.14% 1.584%

6.945 823 826 834 rBV 1514910 1369725 23.90% 5.299%
7.363 893 897 907 rBV 1168727 1055364 18.41% 4.082%
rBv 269264 649275 11.33% 2.512%
8.075 1015 1018 1025 rVB 702336 593098 10.35% 2.294%
8.239 1040 1046 1050 rBV3 79092 129667 2.26% 0.502%
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11 8.298 1050 1056 1061 rVvVv3 109871 175287 3.06% 0.678%
12 8.369 1061 1068 1073 rVB7 78000 152695 2.66% 0.591%
13 8.481 1081 1087 1089 rvv4 113849 227785 3.97% 0.881%
14 8.528 1092 1095 1100 rVB3 87076 109545 1.91% 0.424%

15 8.792 1134 1140 1146 rBV 58652 90843 1.58% 0.351%
16 9.157 1197 1202 1205 rVV 2345006 2185212 38.12% 8.453%
17 9.551 1266 1269 1272 rVB 58214 59294 1.03% 0.229%
18 9.622 1277 1281 1289 rVV10 27784 61696 1.08% 0.239%

19 9.833 1313 1317 1325 rVvB2 800377 785912 13.71% 3.040%
20 10.028 1345 1350 1357 rBV3 48028 108452 1.89% 0.420%

21 10.475 1423 1426 1430 rVB 79666 78133 1.36% 0.302%
22 10.633 1449 1453 1457 rBV 1229687 1208309 21.08% 4.674%
23 10.745 1468 1472 1475 rBV2 140566 155785 2.72% 0.603%
24 11.210 1548 1551 1558 rVB2 173289 183574 3.20% 0.710%
25 11.333 1568 1572 1575 rBV 728273 652950 11.39% 2.526%

26 11.557 1608 1610 1616 rVB5 52289 65885 1.15% 0.255%
27 11.857 1657 1661 1665 rBV 258710 316729 5.53% 1.225%
28 12.327 1718 1741 1759 rVB2 1063150 5731775 100.00% 22.172%
29 12.645 1790 1795 1807 rVB 542582 720471 12.57% 2.787%
30 12.921 1837 1842 1845 rVB 2094035 2036214 35.53% 7.877%

31 13.333 1908 1912 1919 rVB 109715 219350 3.83% 0.849%
32 13.474 1933 1936 1939 rVB 118547 107658 1.88% 0.416%
33 13.939 2013 2015 2019 rBV 77065 67657 1.18% 0.262%
34 13.986 2019 2023 2026 rVvV 684699 679854 11.86% 2.630%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102617\
Data File : BF099857.D

Aca On : 26 Oct 2017 13:16

Operator : SJ/JU

Sample : 16090-01

Misc :

ALS Vial : 3 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-BF102317.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.021 2026 2029 2038 rVB2 189477 290854 5.07% 1.125%

36 14.568 2118 2122 2130 rVB 187356 274432 4._.79% 1.062%
37 14.933 2180 2184 2190 rVB4 80110 147306 2.57% 0.570%
38 15.115 2210 2215 2223 rVB 139297 253451 4.42% 0.980%
39 15.457 2269 2273 2282 rVB 487651 623623 10.88% 2.412%
40 15.739 2315 2321 2329 rVB3 112247 235244 4._.10% 0.910%

41 16.468 2437 2445 2453 rBV3 65455 170974 2.98% 0.661%
42 17.309 2581 2588 2598 rVB3 44382 125158 2.18% 0.484%

43 18.298 2750 2756 2770 rVB3 29642 103932 1.81% 0.402%
44 19.262 2913 2920 2930 rVB3 23839 71277 1.24% 0.276%

Sum of corrected areas: 25851162
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102617\
Data File : BF099857.D

Aca On : 26 Oct 2017 13:16

Operator : SJ/JU

Sample : 16090-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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: BF099857.D

2000000
1500000 6.6 6.95
7.36

1000000
5.41

500000 6.a3| 6.79

7.66

5.00

] R L

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: BF099857.D

2000000

1500000 10.63

12.33

1000000

500000

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: BF099857.D

2000000

1500000

1000000 13.99

500000

17.31 18.30 19.26
O e L e e S e R 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\BF102617\
Data File : BF099857.D

Aca On : 26 Oct 2017 13:16

Operator : SJ/JU

Sample : 16090-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 14

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

5.00 5.55 ng 113687 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 47
3 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 23
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17

Abundance Scan 495 (4.998 min): BF099857.D (-492) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 e S
| 83.0 4.60 4.80 500 5.20 5.40
“W”“P“W”“#”W”LP”W””P”W“”P”W“”P“'”“P”W”“P”' m/z 59.00 64.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I L R L I
59.0 460 480 500 ﬁos%
0,
150 1010 m/z 101.00 25 .54%
28. ‘ 83.0
miz> b % % b 5 6 70 8 90 100 110 130 130 140 120 180
Abundance
43.0
460 480 500 520 5.40
0
5000 1010 m/z 58.00 17.46%
28.0 59.0
84.0
15.0
mﬁmmmmmmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #40911: 1,8-Nonanediol, 8-methy!l- R B
59.0 4.60 4.80 500 5.20 5.40
m/z 41.00 9.71%
5000
43.0
.. 830 980 1230 1410 159.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102617\
Data File : BF099857.D

Aca On : 26 Oct 2017 13:16

Operator : SJ/JU

Sample : 16090-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 unknown6.56 Concentration Rank 2

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

6.56 72.19 ng 1478050 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 760 (6.557 min): BF099857.D (-758) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 510 || g0 % 5% o 60 680
S NS 1| . LS TN || NS m/z 68.10 39.90%
m/z--> 10 20 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 L SR S I
6.20 6.40 6.60 6.80
310 510 ‘ m/z 134.00 31.41%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 680
5000 67.0 m/z 66.00 24.73%
400 o 97.0

79.0 117.0

wwmmwwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole R L i
132.0 6.20 6.40 6.60 6.80
m/z 69.10 15.05%

5000

104.0
66.0
140 27.0 390 510 7 710 g95 | 1150 |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102617\
Data File : BF099857.D

Aca On : 26 Oct 2017 13:16

Operator : SJ/JU

Sample : 16090-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Hexanoic acid, 3,5,5-trimet... Concentration Rank 5

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

7.66 21.89 ng 649275 Naphthalene-d8 8.07

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Hexanoic acid. 3.5.5-trimethvl- 158 C9H1802 003302-10-1 90
2 3.3-Dimethvlheptanoic acid 158 C9H1802 067061-30-7 53
3 Formic acid. 4.4-dimethvlpent-2-... 144 C8H1602 1000368-69-9 37
4 4.4-Dimethvl-2-pentanol. chlorod... 228 C9H15CIF202 1000376-27-0 32
5 Hexanal, 3,5,5-trimethyl- 142 C9H180 005435-64-3 28
Abundance Scan 947 (7.657 min): BF099857.D (-933) (-) m/z 57.05 100.00%

5%.0
5000 83.1
41.0
| ||| 69.0 10‘?'1 1251 1431 7.40 7.60 7.80 8.00
"I""I""I""II"I"I""I'"'I""I""I"'I'Il!"'l""l"l"I""I""I""I"' m/z 83.10 49.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30258: Hexanoic acid, 3,5,5-trimethyl-
57.0
fL L
5000 IR LR R AN LR

83.0 7.40 7.60 7.80 8.00
41.0 m/z 41.05 30.65%

29.0 ‘ 103.0
125.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
57.0

7.40 7.60 7.80 8.00

5000 83.0 m/z 56.05 21.19%
41.0
29.0 103.0
15.0 69.0 1250 1430 455
WWTWWWWTWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21001: Formic acid, 4,4-dimethylpent-2-yl ester
57.0 83.0 7.40 7.60 7.80 8.00

m/z 60.00 17.15%

5000

41.0
290 ‘ ‘ 700 N 1030 129.0

o VAN
|||||||||||||||||||||| |||||||||||||| |||||||||||||| TTT T[T T T[T T[T T T[T T TT[TTT LANLIL I L L LN B I B

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102617\
Data File : BF099857.D

Aca On : 26 Oct 2017 13:16

Operator : SJ/JU

Sample : 16090-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 unknown8.24 Concentration Rank 19

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

8.24 4_.37 ng 129667 Naphthalene-d8 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanoic acid. 2-ethvl-. methvl... 144 C8H1602 000816-16-0 35
2 Hvdrazine. l-ethvl-1-(1-methvlpr... 116 C6H16N2 020325-97-7 27

2-12-12-T2-T2-T2-T2-(2-Hvdroxvet... 412 C18H36010 1000351-92-6 22
4 Sulfurous acid. nonvl 2-propvl e... 250 C12H2603S 1000309-12-0 14
5 Pentane, 1-(1-methylethoxy)- 130 C8H180 005756-37-6 14
Abundance Scan 1046 (8.239 min): BF099857.D (-1040) (-) m/z 87.00 100.00%
81.0
43.0
5000
116.0
8.00 8.20 8.40 8.60
m/z 43.00 71.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #20979: Pentanoic acid, 2-ethyl-, methyl ester
43.0 87.0
5000 BN RS S LR
8.00 8.20 8.40 8.60
115.0 m/z 88.00 67.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
87.0
8.00 8.20 8.40 8.60
5000 m/z 71.10 59.27%
45.0 116.0

mmwmwmwmvwmmr
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #216284: 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]ethox...
87.0 8.00 8.20 8.40 8.60
m/z 57.05 51.09%
45.0
5000
133.0
15. 0 L4 L I 175 0 219 0 251. 0 325 0]
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 8.00 8.20 8.40 8.60

8270-BF102317.M Fri Oct 27 17:08:06 2017 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102617\
Data File : BF099857.D

Aca On : 26 Oct 2017 13:16

Operator : SJ/JU

Sample : 16090-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 unknown8.30 Concentration Rank 12

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

8.30 5.91 ng 175287 Naphthalene-d8 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 2.2-dimethvl-3-ox... 144 C7H1203 038923-57-8 27
2 Butanoic acid. 2-ethvl-2.3.3-tri... 158 C9H1802 038541-67-2 27
3 Sulfurous acid. nonvl pentvl ester 278 C14H3003S 1000309-14-2 22
4 Ether. 3-butenvl pentvl 142 C9H180 034061-78-4 22
5 Nonane, 5-methyl-5-propyl- 184 C13H28 017312-75-3 22

Abundance Scan 1056 (8.298 min): BF099857.D (-1050) (-) m/z 102.05 100.00%
43.1 57.0 1 1091
5000
127.1
143.0 8.00 8.20 8.40 8.60

m/z 71.10 91.65%

m/z--> 20 40 60 80 100 120 140 160 180

Abundance #20714: Butanoic acid, 2,2-dimethyl-3-oxo-, methyl ester
102.0
43.0
5000
87.0 8.00 8.20 8.40 8.60
70.0 m/z 43.10 79.53%
L S S 777
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 87,0 102.0
A A e
41.0 8.00 820 8.40 8.60
5000 m/z 57.05 78.59%
27.0
71.0

1160 14304589

m/z--> 20 40 60 80 100 120 140 160 180

Abundance #125657: Sulfurous acid, nonyl pentyl ester e

71.0 8.00 8.20 8.40 8.60
m/z 87.00 64.29%
43.0
5000
57.0 85.0
: ?3'?.‘m. ..‘l, el f?ﬁ'? 2580 10
m/z--> 20 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102617\
Data File : BF099857.D

Aca On : 26 Oct 2017 13:16

Operator : SJ/JU

Sample : 16090-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 unknown8.37 Concentration Rank 16

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

8.37 5.15 ng 152695 Naphthalene-d8 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanoic acid. 2-ethvl-. methvl... 144 C8H1602 000816-16-0 37
2 Hexanoic acid. 2-ethvl-. methvl ... 158 C9H1802 000816-19-3 37
3 Neodecanoic acid 172 C10H2002 026896-20-8 17
4 Ethanol. 2-(2-butoxvethoxv)-. ac... 204 C10H2004 000124-17-4 14
5 1-Hepten-4-ol, 4-methyl- 128 C8H160 001186-31-8 12

Abundance Scan 1068 (8.369 min): BF099857.D (-1061) (-) m/z 102.00 100.00%
87.0 10%.0
571 711 135.0
5000 411
|| 115.0 | | 8.00 820 840 8.60 8.80
!..'.'..,..."'..'..,..'..,..!.,....,....,... m/z 87.00 91.15%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #20992: Pentanoic acid, 2-ethyl-, methyl ester
43.0 87.0
102.0
5000 27.0
55.0 8.00 820 840 8.60 8.80
115.0 m/z 135.00 62.27%
Wb e |
SN 1 1P YA S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
87.0 102.0
R RALREEEmas VAL
57.0 8.00 8.20 8.40 8.60 8.80
5000 290 410 m/z 71.10 59.27%
1150 1300
69.0 :
143.0
WWWWWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #39476: Neodecanoic acid B R R R e a
87.0 8.00 8.20 8.40 8.60 8.80
m/z 57.10 56.57%
41.0
102.0
55.0
71.0 116.0 130.0
15.0 H\ ol ] 14301570
”p”wunpnw””.”wnupnwnnpnwunpuw””P”wnnpuw”. e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102617\
Data File : BF099857.D

Aca On : 26 Oct 2017 13:16

Operator : SJ/JU

Sample : 16090-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 unknown8.48 Concentration Rank 9

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

8.48 7.68 ng 227785 Naphthalene-d8 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene. 2-ethvltetrahvdro- 116 C6H12S 001551-32-2 47
2 2-Nonadecanone. O-methvloxime 311 C20H41NO 036379-39-2 40
3 Hvdrazine. 1.1-diethvl-2-(1-meth... 130 C7H18N2 067398-39-4 38
4 1.3-Dioxolane. 2-(3.4-dihvdroxv-... 214 C11H1804 1000162-73-6 37
5 3-Hexanol, 2,3-dimethyl- 130 C8H180 004166-46-5 25

Abundance Scan 1087 (8.481 min): BF099857.D (-1081) (-) m/z 87.00 100.00%
81.0
5000
130.1
41.0
JI | l 8.20 8.40 8.60 8.80
SRR /T 6 P S5O N ———————— N Y 52 K0 B0 L=< TO Y=
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #8239: Thiophene, 2-ethyltetrahydro-
87.0
5000 8.20 8.40 8.60 8.80
45.0 : : : :
116.0 m/z 101.00 23.07%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance

87.0

8.20 8.40 8.60 8.80
5000 m/z 41.00 19.49%

43.0

111.0 142.0167.0 195.0 226.0 264.0 311.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #13617: Hydrazine, 1,1-diethyl-2-(1-methylethyl)- AR EREEE RS
87.0 8.20 8.40 8.60 8.80
m/z 116.00 17.77%
59.0
5000 130.0
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 8.20 8.40 8.60 8.80

8270-BF102317.M Fri Oct 27 17:08:09 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102617\
Data File : BF099857.D

Aca On : 26 Oct 2017 13:16

Operator : SJ/JU

Sample : 16090-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Pentadecane, 2,6,10,14-tetr... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

10.75 4.77 ng 155785 Phenanthrene-d10 11.33

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10.14-tetramethvl- 268 C19H40 001921-70-6 91
2 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 91
3 Sulfurous acid. 2-ethvlhexvl und... 348 C19H4003S 1000309-19-4 80
4 Sulfurous acid. dodecvyl 2-ethvlh... 362 C20H4203S 1000309-19-5 72
5 Undecane, 6,6-dimethyl- 184 C13H28 017312-76-4 64

Abundance Scan 1473 (10.751 min): BF099857.D (-1468) (-) m/z 57.10 100.00%

5000

10.40 10.60 10.80 11.00
m/z 71.10 92.03%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117658: Pentadecane, 2,6,10,14-tetramethyl-
57.0

5000 R
10.40 10.60 10.80 11.00

113.0 m/z 43.05 51.24%
290 183.0
“m ‘J”\Mw | 2%0%%

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

57.0

10.40 10.60 10.80 11.00

5000 m/z 121.00 41 .44%
85.0

29.0 113.0
141.0 183.0 2110 253.0 282.0

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

Abundance #182581: Sulfurous acid, 2-ethylhexyl undecy! ester R B .
57.0 10.40 10.60 10.80 11.00
m/z 85.10 32.39%
5000
85.0 113.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 40 10. 60 10 80 11. 00

8270-BF102317.M Fri Oct 27 17:08:10 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102617\
Data File : BF099857.D

Aca On : 26 Oct 2017 13:16

Operator : SJ/JU

Sample : 16090-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Dodecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.21 5.62 ng 183574 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 86
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 86
3 Decane. 3.6-dimethvl- 170 C12H26 017312-53-7 83
4 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 83
5 Hexadecane 226 C16H34 000544-76-3 80

Abundance Scan 1551 (11.210 min): BF099857.D (-1548) (-) m/z 57.05 100.00%

51.0

10. 80 11. 00 11. 20 11.40 11.60
e m/z 71.10 79.65%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #38315: Dodecane M
57.0

1411 47001921

234.1

5000 | NI LI L L LB LB L
85.0 10.80 11.00 11.20 11.40 11.60
29.0 m/z 85.10 47 .50%
il ‘ |, 120 1410 1700
T P R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
e o S I i o
10.80 11.00 11.20 11.40 11.60
5000 85.0 m/z 43.05 45 .38%

113.0

141.0  183.0 211.0 239.0 267.0 296.0

wwmmmwwwwwwwm

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #38343: Decane, 3,6-dimethyl- A B o
57.0 10.80 11.00 11.20 11.40 11.60

m/z 41.10 19.67%
5000 85.0
29.0 113.0
141.0

SN AN S WO N 1 — B —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1080 1100 1120 1140 11.60

8270-BF102317.M Fri Oct 27 17:08:12 2017

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102617\
Data File : BF099857.D

Aca On : 26 Oct 2017 13:16

Operator : SJ/JU

Sample : 16090-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.86 9.70 ng 316729 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 81
5 Undecanoic acid 186 C11H2202 000112-37-8 70
Abundance Scan 1662 (11.863 min): BF099857.D (-1657) (-) m/z 73.00 100.00%
73.0
43.1
5000 129.1
' - 1160 11.80 12,00 12.20
0 m/z 60.00 83.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 R B BN BULRN AU
nmumnmnm
VJM 1570 1geo 2130 260 | M/Z 43.10  77.61%
A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
1160 11.80 12,00 12.20
5000 43.0 129.0 m/z 57.10 73.55%
185.0
97.0 228.0
157.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid e  RRRaE Bam s
43.0 |, 73.0 11.60 11.80 12.00 12.20
m/z 55.10 62.75%
5000 129.0 —NM“~/Nk—d‘rﬁdﬂhm-v‘“‘/////\
15.0 LM
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12. 20

8270-BF102317.M Fri Oct 27 17:08:13 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102617\
Data File : BF099857.D

Aca On : 26 Oct 2017 13:16

Operator : SJ/JU

Sample : 16090-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 9-Octadecenamide, (Z)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.33 175.57 ng 5731780 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 91
2 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 64
3 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 50
4 Hexadecanamide 255 C16H33NO 000629-54-9 50
5 Pentanamide, 4-methyl- 115 C6H13NO 001119-29-5 47

Abundance Scan 1741 (12.327 min): BF099857.D (-1718) (-) m/z 59.00 100.00%

5000

-

12.00 12.20 12.40 12.60
m/z 72.05  72.75%

" 154.1 184.1 212.2 240.2266.2 294.3320.3

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #128445: 9-Octadecenamide, (2)-
59.0
5000
12.00 12.20 12.40 12.60
m/z 55.10 44 .04%
29.0 850 1260
Ll \LH N 154.0 184.0210.0238.0  281.0
RERRARIE LRay uu.”.”u.u.u”.”.uu.u.u”.u.uupuq”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
59.0
R EREEEE RS SRR
12.00 12.20 12.40 12.60
5000 m/z 43.10 29.07%
29.0 97.0 196.0 337.0

"7 154.0 184.0 234.0 276.0 308.0

memmmmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #85011: Benzeneethanamine, 2-fluoro-.beta.,3,4-trihydroxy-... T
12.00 12.20 12.40 12.60

m/z 41.10 27 .47%

%

5000

3

91.0 141.0 170.0196.0 2290
B B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 12. 00 12. 20 12. 40 12.60

8270-BF102317.M Fri Oct 27 17:08:14 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102617\
Data File : BF099857.D

Aca On : 26 Oct 2017 13:16

Operator : SJ/JU

Sample : 16090-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

12.65 22.07 ng 720471 Phenanthrene-d10 11.33
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 91
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Tridecanoic acid 214 C13H2602 000638-53-9 76

Abundance Scan 1796 (12.651 min): BF099857.D (-1790) (-) m/z 73.00 100.00%

73.0

43.1

5000

-

12.40 12.60 12.80 13.00
m/z 43.10 75.73%

0!

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 2840 LA L B L L L LB
12.40 12.60 12.80 13.00
m/z 60.00 74 .83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 K 73.0
T [T T TR
12.40 12.60 12.80 13.00
5000 129.0 m/z 57.10 72.26%
97.0 199.0
157.0 242.0
15.0
wﬁmmﬁmﬁwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid R EmEEs e
60.0 12.40 12.60 12.80 13.00
m/z 55.10 57 .42%
5000
157.0 185.0 213.0 256.0
I R EREE R RS S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00

8270-BF102317.M Fri Oct 27 17:08:15 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102617\
Data File : BF099857.D

Aca On : 26 Oct 2017 13:16

Operator : SJ/JU

Sample : 16090-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 14 Hentriacontane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.33 6.45 ng 219350 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 90
2 Octacosane 394 C28H58 000630-02-4 87
3 Hexacosane 366 C26H54 000630-01-3 87
4 2-methvloctacosane 408 C29H60 1000376-72-8 86
5 Tritetracontane 605 C43H88 007098-21-7 86
Abundance Scan 1911 (13.327 min): BF099857.D (-1908) (-) m/z 57.10 100.00%
57.1
5000
155.1 1921 2351 13.00 13.20 13.40 13.60
] m/z 71.10 80.83%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0
5000 SNSRI
Bmmmmmmm
m/z 43.10 56.80%
‘ L H | 1410 1830 225.0 267.0 309.0 351.0 437.0
m/z--> 55 100 1éo 260 250 360 3%0 460 !
Abundance
57.0
13.00 13.20 13.40 13.60
5000 m/z 85.10 54 _73%
99.0
141.0 183.0 2250 281.0 3370 394.0
m/z--> 55 160 1%0 200 250 300 350 460 !
Abundance #194493: Hexacosane L L L L N LB
57.0 13.00 13.20 13.40 13.60
m/z 55.10 26.41%
5000
99.0
‘L “]5 | , 1410 1830 225.0 267.0 309.0 367.0
m/z--> 50 ﬁo @ 2m %o ﬁ 3% ﬁo ! Bmwmmmmm'

8270-BF102317.M Fri Oct 27 17:08:16 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102617\
Data File : BF099857.D

Aca On : 26 Oct 2017 13:16

Operator : SJ/JU

Sample : 16090-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 15 2-methyloctacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .57 8.07 ng 274432 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Dodecane, 3-methyl- 184 C13H28 017312-57-1 86
Abundance Scan 2122 (14.568 min): BF099857.D (-2118) (-) m/z 57.10 100.00%
57.1
o 14150 1440 14180 1480
141.2 183 2 : : : :
....,...J.J||,.11.1.., L — m/z 71.10 77.32%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57.0
5000 L UL UL B BUM L
1420 14.40 14.60 14.80
99.0 m/z 85.10 64 .55%
‘ ﬁ ‘ h M L 141.0 ;830 225.0 267.0 309.0 _365.0
m/z--> 5 100 150 200 250 300 350 400
Abundance
57.0
14.20 14.40 14.60 14.80
5000 m/z 43.10 56.60%
99.0
141.0 1830 225.0 267.0 309.0 351.0 422.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane L BT o e
57.0 14.20 14.40 14.60 14.80
m/z 55.05 22 .75%
- M
99.0
2sio) | 1 J L] 141.0 ;830 225.0 296.0
m/z--> 50 100 150 200 250 300 350 400 1420 14.40 14.60 14.80

8270-BF102317.M Fri Oct 27 17:08:17 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102617\
Data File : BF099857.D

Aca On : 26 Oct 2017 13:16

Operator : SJ/JU

Sample : 16090-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 16 unknownl14.93 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.93 4.72 ng 147306 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. octadecvl ester 537 C36H7202 002778-96-3 45
2 cis-1-Chloro-9-octadecene 286 C18H35CI 016507-61-2 38
3 1-Octadecanethiol 286 C18H38S 002885-00-9 35
4 10-Cvclohexvlnonadecane 350 C25H50 1000357-25-5 32
5 BH-Thiazolo[3,2-a]pyrimidine-6-c... 285 C14H11N302S 309734-94-9 18
Abundance Scan 2183 (14.927 min): BF099857.D (-2180) (-) m/z 57.10 100.00%
57.1
257.2
5000
14,60 14.80 15.00 15.20
i m/z 83.05 67.72%
mz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #238262: Octadecanoic acid, octadecy! ester
43.0
5000 LN SRS SR B SULRS
285.0 mmmmmmmm
‘ : m/z 257.20  61.03%
1 u l ‘\ ﬂh | 130018202240 | 340.0381.0424.0466.0 360
mz-> 0 5 100 150 200 250 300 350 400 450 500
Abundance
83.0
14.60 14.80 15.00 15.20
5000, 410 m/z 43.10 57 .66%
125.0 286.0
173.0216.0
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #133070: 1-Octadecanethiol R AEmEEEE L
43. 14.60 14.80 15.00 15.20
7.0 m/z 55.05 54_47%
5000

m/z--> 0 50 100 150 200 250 300 350 400 450 500 14. 60 14. 80 15. 00 15. 20

8270-BF102317.M Fri Oct 27 17:08:18 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102617\
Data File : BF099857.D

Aca On : 26 Oct 2017 13:16

Operator : SJ/JU

Sample : 16090-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 17 Pentacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.12 8.13 ng 253451 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 90
2 Triacontane 422 C30H62 000638-68-6 87
3 Octadecane 254 C18H38 000593-45-3 86
4 Eicosane. 2-methvl- 296 C21H44 001560-84-5 86
5 Heptadecane 240 C17H36 000629-78-7 86
Abundance Scan 2216 (15.121 min): BF099857.D (-2210) (-) m/z 57.10 100.00%
51.1
o 1450 1500 150 1540
197.1 : : : :
i 1|11 R | m/Z T71.10  75.24%
m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane
57.0
5000 UL AU SRR U B
mmmmmmmm
m/z 85.10 58.48%
\‘ L) \\ ‘\ e %839 225.0 267.0 309.0 352.0
m/z--> 50 5 200 250 360 3éo 460
Abundance
57.0
14.80 15.00 15.20 15.40
5000 m/z 43.10 50.30%
99.0
26.0 141.0 183.0 225.0 267.0 309.0 351.0 422.0
m/z--> §o 160 150 200 250 360 3éo 460
Abundance #105884: Octadecane e AREEEEEaSEE
57.0 14.80 15.00 15.20 15.40
m/z 99.10 20.53%
5000
99.0
26/0 | | 4 ) ; 1410 1830 254.0
m/z--> §o 160 1éo 260 2éo 360 350 400 1480 1500 1520 1540 '

8270-BF102317.M Fri Oct 27 17:08:21 2017 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102617\
Data File : BF099857.D

Aca On : 26 Oct 2017 13:16

Operator : SJ/JU

Sample : 16090-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 18 Hexacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.74 7.54 ng 235244 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 2321 (15.739 min): BF099857.D (-2315) (-) m/z 57.10 100.00%
51.1
5000 \M\J\_/\M
LA BN SN SRR
] 1972 15.40 15.60 15.80 16.00
i 2832, 2810 m/z 71.10  74.99%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57.0
5000 L B DU BN SRR
15.40 15. 60 15. 80 16.00
99.0 m/z 85.10 56.32%
L h‘ i \\ P 1830 2250 267.0 309.0 367.0
m/z--> §o 100 1%0 200 250 360 3%0 460
Abundance
57.0
15.40 15.60 15.80 16.00
5000 m/z 43.10 54 _.03%
99.0
26.0 141.0 183.0 225.0 267.0 309.0 351.0 422.0
m/z--> §o 160 150 200 250 360 3%0 460
Abundance #185533: Pentacosane e
57.0 15.40 15.60 15.80 16.00
m/z 99.10 19.52%
5000
99.0
260] | | || ;) 140 1830 2250 267.0 3000 352.0
m/z--> §o 160 1%0 260 250 360 3%0 460 15?0 1560 1580 1600 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102617\
Data File : BF099857.D

Aca On : 26 Oct 2017 13:16

Operator : SJ/JU

Sample : 16090-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 19 Eicosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.47 5.48 ng 170974 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Heptacosane 380 C27H56 000593-49-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 2445 (16.468 min): BF099857.D (-2437) (-) m/z 57.05 100.00%
57.0
5000 M\V\/\M
| W1 181 sy st 1620 16,40 1660 1680
ey m/z 71.10 78.71%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57.0
5000 L UL BULELLN BRI UL
16 20 16. 40 16. 60 16 80
99.0 m/z 85.05 61.77%
27.0 ‘ h L) e 1830 2250 2620
m/z--> 50 160 150 200 250 300 3éo
Abundance
57.0
16.20 16.40 16.60 16.80
5000 m/z 43.05 53.00%
99.0
27.0 141.0 183.0 2250 267.0 309.0 351.0380.0
m/z--> 55 160 150 200 250 360 3éo
Abundance #175557: Tetracosane AR EEEEE RS
57.0 16.20 16.40 16.60 16.80
m/z 99.05 25.06%
5000
99.0
27,0 I L 1410‘ 183.0 225.0 267.0 309.0338.0
m/z--> % 1& 1% 2m 250 3& 3% mmmmmmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102617\
Data File : BF099857.D

Aca On : 26 Oct 2017 13:16

Operator : SJ/JU

Sample : 16090-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 20 Tetracosane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
17.31 4.01 ng 125158 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 80
2 Hentriacontane 437 C31H64 000630-04-6 78
3 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 72
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 72
5 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1000115-66-1 72
Abundance Scan 2588 (17.309 min): BF099857.D (-2581) (-) m/z 57.10 100.00%
57.1
5000 ﬂmfxwm«xwaﬂ/\\v«v\w/kwvﬂhm
| “Jmo 971 o 700 1770 1740 1780
S bl gl At m/z 71.05 82.81%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175555: Tetracosane
57.0
5000 L BN BULLIL B B
ﬂ%ﬂ%ﬂ%ﬂm
99.0 m/z 85.10 55.91%
141.0
iyl 0180 2250 670 s
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
17.00 17.20 17.40 17.60
5000 m/z 43.10 49 .88%
99.0
141.0 183.0 225.0 2670 309.0 351.0 437.0
m/z--> 55 160 1%0 260 250 360 3éo 460 !
Abundance #124147: 2-Bromotetradecane AR e R RE
57.0 17.00 17.20 17.40 17.60
m/z 97.05 22 .76%
5000
99.0
1'S'Q"l 'i" t"{4}?" }?7?' L DAL SO DAL UL R R SRR AL B
m/z--> 50 100 150 200 250 300 350 400 ﬂ%ﬂ%ﬂ%ﬂm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF102617\
Data File : BF099857.D

Acq On : 26 Oct 2017 13:16

Operator : SJ/JU

Sample - 16090-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .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 5.5 ng 113687 1 6.79 409497 20.0
unknown6 .56 6.56 72.2 ng 1478050 1 6.79 409497 20.0
Hexanoic acid, 3,... 7.66 21.9 ng 649275 2 8.07 593098 20.0
unknown8 .24 8.24 4.4 ng 129667 2 8.07 593098 20.0
unknown8.30 8.30 5.9 ng 175287 2 8.07 593098 20.0
unknown8 .37 8.37 5.2 ng 152695 2 8.07 593098 20.0
unknown8 .48 8.48 7.7 ng 227785 2 8.07 593098 20.0
Pentadecane, 2,6,... 10.75 4.8 ng 155785 4 11.33 652950 20.0
Dodecane 11.21 5.6 ng 183574 4 11.33 652950 20.0
n-Hexadecanoic acid 11.86 9.7 ng 316729 4 11.33 652950 20.0
9-Octadecenamide, ... 12.33 175.6 ng 5731780 4 11.33 652950 20.0
Octadecanoic acid 12.65 22.1 ng 720471 4 11.33 652950 20.0
Hentriacontane 13.33 6.5 ng 219350 5 13.99 679854 20.0
2-methyloctacosane 14 .57 8.1 ng 274432 5 13.99 679854 20.0
unknownl14 .93 14.93 4.7 ng 147306 6 15.46 623623 20.0
Pentacosane 15.12 8.1 ng 253451 6 15.46 623623 20.0
Hexacosane 15.74 7.5 ng 235244 6 15.46 623623 20.0
Eicosane 16.47 5.5 ng 170974 6 15.46 623623 20.0
Tetracosane 17.31 4.0 ng 125158 6 15.46 623623 20.0
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