Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Intearation
Intearator:
Smoothing :
Sampling :
Start Thrs:
Stop Thrs :

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

LSC Area Percent Report

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110217\

BF100115.

D

3 Nov 2017

SJ/JU
16276-02

5:54

34 Sample Multiplier: 1

Parameters: rteint.p

RTE
ON
1
0.2
0

Peak separation: 5

last
scan

PK
TY

rvB
rBv4
rvB

Method
Title
Signal > TIC
peak R.T. first max
# min scan scan
1 4.293 371 375
2 4.451 395 402
3 5.345 549 554
4 5.404 562 564
5 5.516 580 583
6 5.645 601 605
7 6.357 722 726
8 6.428 735 738
9 6.487 744 748
10 6.516 751 753
11 6.551 756 759
12 6.675 771 780
13 6.769 793 796
14 6.892 802 817
15 6.928 819 823
16 7.310 873 888
17 7.345 891 894
18 7.775 910 967
19 7.898 986 988
20 8.051 995 1014
21 8.145 1028 1030
22 8.328 1057 1061
23 8.522 1084 1094
24 8.828 1142 1146
25 9.128 1169 1197
26 9.198 1205 1209
27 9.375 1236 1239
28 9.557 1262 1270
29 9.610 1276 1279
30 9.804 1308 1312
31 9.904 1325 1329
32 10.127 1347 1367
33 10.492 1426 1429
34 10.569 1437 1442

rBv

peak
heiaht
284180
287591
778363
398802
650186

213601
356269
160881
402199
424228

896031
370870
463270
4261554
1543371

149833
1200365
2008655

419991
1786040

1063855
370741
809878
346887

3444960

549830
284446
588479
334610
693846

807850
2592351
845097
596500

8270-BF102317.M Fri Nov 03 12:42:48 2017

Filtering: 5

Min Area: 3 % of largest Peak

Max Peaks: 100
Peak Location: TOP

corr.
area
424330
380452
1138708
522751
585787

224976
318810
256595
522890
458426

1363058
1006635
415097
15713172
1650030

518152
1165146
17980623
297891
5436005

695827
345024
1467194
440068
11869766

580532
228129
961170
262016
801438

1566630
10340905
682276
589700

> Z:\HPCHEM1I\BNA F\METHODS\8270-BF102317 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

corr.
% max.
2.36%
2.12%
6.33%
2.91%
3.26%

1.25%
1.77%
1.43%
2.91%
2.55%

7.58%
5.60%
2.31%
87.39%
9.18%

2.88%
6.48%
100.00%
1.66%
30.23%

3.87%
1.92%
8.16%
2.45%
66.01%

3.23%
1.27%
5.35%
1.46%
4._46%

8.71%
57.51%
3.79%
3.28%

0.794%
0.365%
0.409%

0.157%
0.222%
0.179%
0.365%
0.320%

0.951%
0.702%
0.290%
10.962%
1.151%

0.361%
0.813%
12.544%
0.208%
3.792%

0.485%
0.241%
1.024%
0.307%
8.281%

0.405%
0.159%
0.671%
0.183%
0.559%

1.093%
7.214%
0.476%
0.411%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110217\
Data File : BF100115.D

Aca On > 3 Nov 2017 5:54

Operator : SJ/JU

Sample : 16276-02

Misc :

ALS Vial : 34 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 10.610 1445 1449 1455 rVB4 923212 1145913 6.37% 0.799%

36 10.698 1459 1464 1466 rBV3 201992 264444 1.47% 0.184%
37 10.822 1481 1485 1487 rBV2 298592 335136 1.86% 0.234%
38 10.851 1487 1490 1492 rVvVv 501400 514268 2.86% 0.359%
39 10.874 1492 1494 1501 rVB 312736 356129 1.98% 0.248%
40 11.074 1509 1528 1530 rBVY 3439266 14281294 79.43% 9.963%

41 11.116 1533 1535 1539 rVvVv 323556 306967 1.71% 0.214%
42 11.163 1540 1543 1548 rVB 398367 374527 2.08% 0.261%
43 11.304 1564 1567 1572 rVB 699740 596720 3.32% 0.416%
44 11.886 1652 1666 1674 rBV 3202266 9013426 50.13% 6.288%
45 12.063 1693 1696 1700 rVB 491787 382571 2.13% 0.267%

46 12.116 1700 1705 1707 rBV3 172454 311210 1.73% 0.217%
47 12.280 1726 1733 1735 rBV5 218426 455918 2.54% 0.318%
48 12.369 1746 1748 1750 rBV 245197 242250 1.35% 0.169%
49 12.404 1750 1754 1760 rVB3 767319 1416488 7.88% 0.988%
50 12.486 1766 1768 1773 rVB3 219748 251516 1.40% 0.175%

51 12.586 1773 1785 1791 rBV4 3196061 8685528 48.30% 6.060%
52 12.645 1791 1795 1797 rVV2 1585142 1787046 9.94% 1.247%
53 12.721 1805 1808 1811 rVB3 313930 343544 1.91% 0.240%
54 12.757 1811 1814 1821 rVB 671268 686958 3.82% 0.479%
55 12.821 1821 1825 1830 rVB 2188010 2112647 11.75% 1.474%

56 12.886 1832 1836 1840 rVV 1608346 1580214 8.79% 1.102%
57 12.921 1840 1842 1845 rVB 262023 237548 1.32% 0.166%
58 13.098 1869 1872 1879 rVB 441464 419093 2.33% 0.292%
59 13.192 1883 1888 1890 rBV 2323649 2392994 13.31% 1.669%
60 13.286 1898 1904 1906 rBV 247735 267413 1.49% 0.187%

61 13.333 1906 1912 1916 rBV5 247295 367083 2.04% 0.256%
62 13.433 1927 1929 1933 rVB 599856 530853 2.95% 0.370%
63 13.539 1943 1947 1950 rBV 1923729 1869999 10.40% 1.305%
64 13.568 1950 1952 1958 rVvVv 340549 423538 2.36% 0.295%
65 13.768 1982 1986 1990 rVB 2240166 2104162 11.70% 1.468%

66 13.880 2001 2005 2008 rBV 1654362 1483295 8.25% 1.035%
67 13.957 2014 2018 2021 rBV 396906 383093 2.13% 0.267%
68 14.386 2088 2091 2095 rVV 1025714 934358 5.20% 0.652%
69 14.798 2157 2161 2165 rBV 207656 260391 1.45% 0.182%
70 15.039 2195 2202 2214 rVB2 1860817 2454490 13.65% 1.712%

71 15.410 2261 2265 2274 rVB 283913 368136 2.05% 0.257%

8270-BF102317.M Fri Nov 03 12:42:48 2017 Page: 2



LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110217\
Data File : BF100115.D

Aca On > 3 Nov 2017 5:54

Operator : SJ/JU

Sample : 16276-02

Misc :

ALS Vial : 34 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

> Z:\HPCHEM1I\BNA F\METHODS\8270-BF102317 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 16.186 2391 2397 2404 rVB 326087 554317 3.08% 0.387%
73 17.362 2585 2597 2606 rBV2 198490 534367 2.97% 0.373%
74 17.968 2689 2700 2719 rVB3 121212 583467 3.24% 0.407%
75 18.815 2833 2844 2857 rBV3 159729 513490 2.86% 0.358%

Sum of corrected areas: 143337010
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110217\
Data File : BF100115.D

Aca On > 3 Nov 2017 5:54

Operator : SJ/JU

Sample : 16276-02

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library - C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF100115.D
6.89
4000000
3000000
A
2000000
6.93
7.35
1000000 6.55
5.35. -, |
A 6.3 .
4j\294j<15 5.65 6. % 781 w
O B i e e o e e e L e e e e e B e IS s e s o e S s oy s s S o A
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: BF100115.D
4000000
9.13 11.07 12.59
3000000 1013
12.82 13.19
2.64

13.54
2000000

1000000 8.52

8.83

0 el T e

Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF100115.D

4000000
3000000
13.77

2000000 15.04

1000000

17.36 17.97 18.82

e e R A e e e o I A S S a 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 : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110217\
Data File : BF100115.D

Aca On > 3 Nov 2017 5:54

Operator : SJ/JU

Sample : 16276-02

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1-Hexanol Concentration Rank 16

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

5.35 54 .86 ng 1138710 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol 102 C6H140 000111-27-3 86
2 Formic acid. hexvl ester 130 C7H1402 000629-33-4 78
3 Hexvl chloroformate 164 C7H13CI02 006092-54-2 56
4 Cvclopropane. propvl- 84 C6H12 002415-72-7 50
5 1-Pentanol, 4-methyl- 102 C6H140 000626-89-1 38

Abundance Scan 555 (5.351 min): BF100115.D (-549) (-) m/z 56.10 100.00%
56.1
43.0
5000
69.1

5.00 520 5.40 5.60
84.1 114.0
..,....,....,....'i..-..,.'.'.,....,|....,....,...9.9,?...,....,....,....,.. m/z 43.05  72.75%

0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4413: 1-Hexanol
56.0
43.0
5000
5.00 5.20 5.40 5.60
310 69.0 m/z 55.05 54.90%
84.0
18.0 “ \ ‘ | 101.0
'w'”w'”w'“w'“""'“'v“'w'“w'”"“v'“|“”|“”|“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
56.0
5.00 5.20 5.40 5.60
5000 420 m/z 41.05 44 .11%
69.0
31.0 84.0
0 18.0 101.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #34017: Hexy| chloroformate
56.0 5.00 5.20 5.40 5.60
m/z 42.05 37.18%
5000 43.0 69.0
29.0 84.0
0 150 || | Al “ ‘ || 95.0 107.0 121.0 135.0
T T T T T T e T [ T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110217\
Data File : BF100115.D

Aca On > 3 Nov 2017 5:54

Operator : SJ/JU

Sample : 16276-02

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.55 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
6.55 65.67 ng 1363060 1,4-Dichlorobenzene-d4 6.77
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-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
Abundance Scan 759 (6.551 min): BF100115.D (-756) (-) m/z 132.00 100.00%
13%.0
5000 k
68.0
01 500 || 1o %O Th o o ok
0 - R B m/z 68.05 33.04%

m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000

6.20 6.40 6.60 6.80
m/z 134.00 32 .85%

3.0 510
0 ‘ L1 H (1 L 1
SRR A RS A S A |
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
e e
6.20 6.40 6.60 6.80
5000 67.0 m/z 66.00 19.80%
41.0 97.0
117.0

54,0 81.0
O T T T T T T T T T T
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
132.0

57.0 6.20 6.40 6.60 6.80
m/z 96.00 12.58%
74.0
116.0
5000 98.0
oo Wbl s w0 |\
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110217\
Data File : BF100115.D

Aca On > 3 Nov 2017 5:54

Operator : SJ/JU

Sample : 16276-02

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3 Hexanoic acid Concentration Rank 18

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

6.67 48 .50 ng 1006640 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid 116 C6H1202 000142-62-1 83
2 Pentanoic acid 102 C5H1002 000109-52-4 78
3 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 59
4 Butanoic acid 88 C4H802 000107-92-6 40
5 Pentanoic acid, 3-methyl- 116 C6H1202 000105-43-1 38

Abundance Scan 779 (6.669 min): BF100115.D (-771) (-) m/z 60.00 100.00%
6d.0
5000 730
411
87.0 6.40 6.60 6.80 7.00
o..,....,....,....',|!|.|.‘?9,'?.|!|. el 22Q ' "m/z  73.00 51.76%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8070: Hexanoic acid
60.0
5000 73.0
27.0 41.0 6.40 6.60 6.80 7.00
m/z 41.10 24 .25%
87.0
S P A
e S U S S I UL I SIS SUL I WL
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
60.0
6.40 6.60 6.80 7.00
5000 3.0 m/z 43.10 16.33%
29.0 410
o 50.0 87.0  101.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4275: Butanoic acid, 3-methyl-
60.0 6.40 6.60 6.80 7.00
m/z 55.05 12.79%
5000 430
27.0 ‘ 8r.0
o 15.0 [ L] ‘ 510, | 690 101.0 \
m/z--> 1'0 2'0 3'0 4'0 5'0 60 7'0 8|0 9'0 1(')0 11'0 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110217\
Data File : BF100115.D

Aca On > 3 Nov 2017 5:54

Operator : SJ/JU

Sample : 16276-02

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1-Hexanol, 2-ethyl- Concentration Rank 1

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

6.89 757.08 ng 15713200 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 83
2 2-Propvl-1-pentanol 130 C8H180 058175-57-8 50
3 2-Decene. 5-methvl-. (2)- 154 C1l1H22 074645-86-6 50
4 2-Ethvl-1-hexanol. methvl ether 144 C9H200 1000365-10-2 47
5 Chloroacetic acid, 2-ethylhexyl ... 206 C10H19CIl02 005345-58-4 45

Abundance Scan 817 (6.892 min): BF100115.D (-802) (-) m/z 57.05 100.00%
57.0
5000
41.1
70.1 83.1
|| | 981 115, 6.60 6.80 7.00 7.20
¥ | NS S| S S M- SR —— N Y 5 0 B Y W 421
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13667: 1-Hexanol, 2-ethyl-
57.0
5000
41.0 6.60 6.80 7.00 7.20
20.0 70.0 83.0 m/z 43.10 28.75%
L B
0'W”'W”NM””“'”PMIP”LM”W”'W”JI””P'”PE?%Q'P”W'”W”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
57.0
6.60 6.80 7.00 7.20
5000 m/z 55.05 26 .49%
41.0 70.0
83.0
0 15.0 29.0 98.0 112.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27069: 2-Decene, 5-methyl-, (2)- R e
57.0 6.60 6.80 7.00 7.20
m/z 70.10 22 .69%
5000
43.0
29.0
T ]l 0 830 %0 11201060 1540
e B B R R AR RN R AL RN AL KA LALR RARAN LARAN AARAN SN

ST T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110217\
Data File : BF100115.D

Aca On > 3 Nov 2017 5:54

Operator : SJ/JU

Sample : 16276-02

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexanoic acid, 2-ethyl- Concentration Rank 14

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

7.77 66.15 ng 17980600 Naphthalene-d8 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 90
2 Heptanoic acid. 2-ethvl- 158 C9H1802 003274-29-1 59
3 Butanoic acid. 2-ethvl-. 1.2.3-p... 386 C21H3806 056554-54-2 40
4 1.4-Dioxane 88 C4H802 000123-91-1 37
5 L(-)-Fucose, tetramethyl ether 220 C10H2005 1000332-75-0 36

Abundance Scan 966 (7.769 min): BF100115.D (-910) (-) m/z 73.00 100.00%
74.0
5000
41.0
m 101.1
7.40 7.60 7.80 8.00 8.20
ob— ,'ll.l...,|.11.2.9'1.,...?0,1-.1...,....,.... m/z 88.10 85.32%
m/z--> 50 100 150 200 250 300 350
Abundance #20862: Hexanoic acid, 2-ethyl-
73.0
%0001 410 7.40 7.60 7.80 8.00 8.20
101.0 m/z 57.05 32.66%
0
m/z--> 50 100 150 200 250 300 350
Abundance
88.0
7.40 7.60 7.80 8.00 8.20
5000 m/z 41.05 29.04%
41.0
0 158.0
m/z--> 50 100 150 200 250 300 350
Abundance #205569: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester
430 880 7.40 7.60 7.80 8.00 8.20
m/z 87.05 23.23%
5000
0 n \J\ il \‘11501420 173.0 214.0242.0272.0 313.0 355.0
m/z--> 50 100 150 200 250 300 350 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110217\
Data File : BF100115.D

Aca On > 3 Nov 2017 5:54

Operator : SJ/JU

Sample : 16276-02

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Dimethyl palmitamine Concentration Rank 20

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

9.90 39.10 ng 1566630 Acenaphthene-d10 9.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dimethvl palmitamine 269 C18H39N 000112-69-6 78
2 1-Dodecanamine. N.N-dimethvl- 213 C14H3I1N 000112-18-5 78
3 1-Undecanamine. N.N-dimethvl- 199 C13H29N 017373-28-3 72
4 Tetradonium Bromide 335 C17H38BrN 001119-97-7 72
5 Cetrimonium Bromide 363 C19H42BrN 000057-09-0 56

Abundance Scan 1328 (9.898 min): BF100115.D (-1325) (-) m/z 58.10 100.00%
54.1
5000

9.60 9.80 10.00 10.20

Ol ero 1141 1401 01 232 m/z 59.05  3.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #118388: Dimethyl palmitamine
58.0
5000

9.60 9.80 10.00 10.20
m/z 41.10 3.85%

0 .| 840 269.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
58.0
9.60 9.80 10.00 10.20
5000 m/z 43.10 2.81%
o 29.0 84.0 114.0 142.0 184.0 213.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #60560: 1-Undecanamine, N,N-dimethyl-
58.0 9.60 9.80 10.00 10.20
m/z 42.10 2.44%
5000
o290 | 840 11401380 170.0 1990
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110217\
Data File : BF100115.D

Aca On > 3 Nov 2017 5:54

Operator : SJ/JU

Sample : 16276-02

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Dodecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.13 258.06 ng 10340900 Acenaphthene-d10 9.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 96
2 Nonanoic acid 158 C9H1802 000112-05-0 58
3 Undecanoic acid 186 C11H2202 000112-37-8 56
4 Octanoic acid 144 C8H1602 000124-07-2 43
5 Octanoic acid, silver(1+) salt 250 C8H15Ag02 024927-67-1 43
Abundance Scan 1367 (10.127 min): BF100115.D (-1347) (-) m/z 73.00 100.00%
73.0
43.1
5000
1291 ooy .
““ 9t 9.80 10.00 10.20 10.40
200.2 : : : :
I 9 | 1331 183.1 m/z 60.00 85.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61120: Dodecanoic acid
60.0
43.0
5000 129.0 B SR B --kW ---AT
85.0 1570 9. 80 10. 00 10 20 10. 40
m/z 43.10 60.34%
210 “ ‘ 101.0 ‘ 200.0
Oy .‘. i .‘i‘k‘. .“H.‘l‘ IM . .h‘l..‘k. e "i"""l i .‘. .1?:.39. i l”
m/z--> 20 40 60 100 120 140 160 180 200
Abundance
60.0
41.0 9.80 10.00 10.20 10.40
5000 m/z 55.10 56.09%
115.0
87.0
o 15.0 130.0 158.0
RN UL SN LR SLELELEL BRI WL SURLLEL UL S U
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50051: Undecanoic acid L—MN
60.0 9.80 10.00 10.20 10.40
m/z 41.10 54 _.24%
5000 430
970 85.0 129.0
101.0 186.0
o...,.ﬂ.ﬂﬂu;ﬂ i MM - ‘J..J.E?EQ...,J...,” A A
m/z--> 20 40 60 8 100 120 140 160 180 200 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110217\
Data File : BF100115.D

Aca On > 3 Nov 2017 5:54

Operator : SJ/JU

Sample : 16276-02

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tetradecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

11.07 478.66 ng 14281300 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 95
2 n-Decanoic acid 172 C10H2002 000334-48-5 76
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Undecanoic acid 186 C11H2202 000112-37-8 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 64

Abundance Scan 1527 (11.069 min): BF100115.D (-1509) (-) m/z 73.00 100.00%

73.0
43.1
5000 129.1

10.80 11.00 11.20 11.40
o’ m/z 60.00 80.40%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84452:; Tetradecanoic acid
73.0
43.0
129.0 (.

5000 : TT T[T rrrrprrrrrrrt
185.0 10 80 11. 00 11. 20 11. 40
“910 ) 28,0 m/z 43.10 60.70%
o ,Z?w.b LA 0 Y R =T
m/z--> 60 80 100 120 140 160 180 200 220
Abundance
73.0
129.0 71080 11,00 1120 1140
5000 m/z 57.05 56.94%
43.0
101.0 172.0
R R R o e o e R AR RARARRS
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #72643: Tridecanoic acid
73.0 10 80 11.00 11.20 11.40

43.0 m/z 55.10  51.93%

5000 129.0
171.0
9r.0 214.0
oL 26‘1L)| : H;‘ : Ihld‘ 1 um ‘H\ : ‘;‘ | I 452 p ‘ ‘ 197.0 |

m/z--> 20 40 60 100 120 140 160 180 200 220 10 80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110217\
Data File : BF100115.D

Aca On > 3 Nov 2017 5:54

Operator : SJ/JU

Sample : 16276-02

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

11.89 302.10 ng 9013430 Phenanthrene-d10 11.30
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 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 Undecanoic acid 186 C11H2202 000112-37-8 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 68

Abundance Scan 1667 (11.892 min): BF100115.D (-1652) (-) m/z 73.00 100.00%

73.0
43.1
129.1
5000 213.2

Al | 11.60 11.80 12.00 12.20
S 1§ m/z 60.00 73.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid

60.0

o

SN
ay
o

5000 129.0 T T T T [T T T
11. 60 11. 80 12. OO 12 20

‘ 83.0 256.0 m/z 43.10 72.59%
il

157.0 1g50 213.0

Oy
m/z--> 2|0 4|0 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l_
430 11.60 11.80 12.00 12.20
5000 129.0 m/z 57.10 70.86%
171.0
i iy ¢N4¥~_~_A_j/tvaNAfPVArvwﬂ
152.0
S L SRS I RS RS WA SRS RAASS RS WA SRR RARRS RN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid B o e
73.0 11.60 11.80 12.00 12.20
43.0 m/z 55.05 59.52%
5000 1290
185.0 228.0
W \
OIII‘I\III‘H‘I\‘HIII‘HI\ M‘\ |“|‘|||‘||||1|6|‘6||0|||||‘|||||||||||||||| -A'I—/I\I S
m/z--> 20 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110217\
Data File : BF100115.D

Aca On > 3 Nov 2017 5:54

Operator : SJ/JU

Sample : 16276-02

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tetradecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.40 47.48 ng 1416490 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 70
2 Oxalic acid. allvl octadecvl ester 382 C23H4204 1000309-24-5 64
3 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 45
4 Tridecane 184 C13H28 000629-50-5 43
5 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 38
Abundance Scan 1753 (12.398 min): BF100115.D (-1750) (-) m/z 57.10 100.00%
5000
12.00 12.20 12.40 12.60 12.80
0 m/z 43.10 87 .63%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #59882: Tetradecane
57.0
5000 AR R B DU BN
nmnmnmnmnm
m/z 71.10 66.53%
| 140 1980
0'hwr“ywwﬂﬂﬁW'"w""w"'l”"l'”'l"”|"'w
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
41.0
12.00 12.20 12.40 12.60 12.80
5000 m/z 55.10 65.89%
83.0
125.0 297.0
e L A L U B DL B B S|
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #235928: Octacosyl trifluoroacetate B e E R
57.0 12.00 12.20 12.40 12.60 12.80
m/z 41.10 52.71%
97.0
5000
39.0
ol i il |, 181.0 222.0 264.0 306.0 348.0 392.0 437.0 488.0
m/z--> % @ ﬁoz& @ ﬁo3% @ éo ' nmnmnmnmnm
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110217\
Data File : BF100115.D

Aca On > 3 Nov 2017 5:54

Operator : SJ/JU

Sample : 16276-02

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octadec-9-enoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

12.59 291.11 ng 8685530 Phenanthrene-d10 11.30

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadec-9-enoic acid 282 C18H3402 1000190-13-7 99
2 Oleic Acid 282 C18H3402 000112-80-1 91
3 9-Octadecenoic acid. (E)- 282 C18H3402 000112-79-8 91
4 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 91
5 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 90

Abundance Scan 1786 (12.592 min): BF100115.D (-1773) (-) m/z 55.10 100.00%

5000

-

12.20 12.40 12.60 12.80 13.00
m/z 69.10 78.90%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129341: Octadec-9-enoic acid

-

5000 | BN L L L LB B
12.20 12.40 12.60 12.80 13.00
m/z 43.10 75.49%
138.0 180.0 222.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41.0
B A T e
12.20 12.40 12.60 12.80 13.00
5000 69.0 m/z 83.10 67.52%
97.0
0150 123.0 151.0 179.0  220.0241,02640
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129353: 9-Octadecenoic acid, (E)- A AR e
55. 12.20 12.40 12.60 12.80 13.00

83.0 m/z 41.10 64 .85%

5000

111.0
264.0

137.0

-

165.0 193.0 222.0

T T T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110217\
Data File : BF100115.D

Aca On > 3 Nov 2017 5:54

Operator : SJ/JU

Sample : 16276-02

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 11
R.T. EstConc Area Relative to ISTD R.T.
12.65 93.30 ng 1787050 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 93
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 1796 (12.651 min): BF100115.D (-1791) (-) m/z 73.00 100.00%
73.0
43.1 129.1
5000 241
| Ik i 03| |~ 15 a1
,157.1 213.2 : : : :
o AR | |“' MBSl ey 4 1 h/z 60.00  73.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43.0 | 73.0
5000 129.0 e A i e
12. 40 12 60 12. 80 13. oo
241.0 284.0 m/z 129.10 57.78%
207.0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73.0
43.0 U SR BRI SN B
12.40 12.60 12.80 13.00
5000 129.0 m/z 43.10 57.39%
185.0
97.0 228.0
5l15.0 157.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95854: Pentadecanoic acid A RmEEa e
43.0 ,73.0 12.40 12.60 12.80 13.00
m/z 57.10 54 _.68%
5000
Obrr i e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1240 1260 1280 1300
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110217\
Data File : BF100115.D

Aca On > 3 Nov 2017 5:54

Operator : SJ/JU

Sample : 16276-02

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Benzoic acid, tridecyl ester Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.82 110.29 ng 2112650 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. tridecvl ester 304 C20H3202 1000340-22-6 91
2 Benzoic acid. tetradecvl ester 318 C21H3402 1000340-22-7 91
3 Benzoic acid. heptadecvl ester 360 C24H4002 1000340-23-0 91
4 Benzoic acid. pentadecvl ester 332 C22H3602 1000340-22-8 91
5 Benzoic acid, undecyl ester 276 C18H2802 006316-30-9 90
Abundance Scan 1825 (12.821 min): BF100115.D (-1821) (-) m/z 123.00 100.00%
128.0
5000
77.0
an | 1992 1001 2ets  2oaa 150 12/80 13,00 1920
ol el Lhy B TPUT1991 2412 2843 0 Tn777105.00 72.28%
m/z--> 50 100 150 200 250 300 350
Abundance #148235: Benzoic acid, tridecyl ester
123.0
5000
12.60 12.80 13.00 13.20
430 10 m/z 77.05 27.26%
0 . w\l ‘:H IM‘HI u‘l\ dlw‘\l “l"‘ IHI |15|4|O|18|‘2f)| — |3(|)4.|0| ———
m/z--> 50 100 150 200 250 300 350
Abundance
123.0
12.60 12.80 13.00 13.20
5000 m/z 55.10 15.50%
430 770
o 168.0196.0 318.0
m/z--> 50 100 150 200 250 300 350
Abundance #190890: Benzoic acid, heptadecy! ester N B mm e e e et
123.0 12.60 12.80 13.00 13.20
m/z 43.10 14 .06%
5000
430 77.0
0 0 Ll 1L, 154.0182.0210.0238.0 360.0
m/z--> 50 100 150 200 250 300 350 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110217\
Data File : BF100115.D

Aca On > 3 Nov 2017 5:54

Operator : SJ/JU

Sample : 16276-02

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Benzoic acid, tetradecyl ester Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.54 97.63 ng 1870000 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. tetradecvl ester 318 C21H3402 1000340-22-7 91
2 Benzoic acid. octadecvl ester 374 C25H4202 1000340-23-1 91
3 Benzoic acid. tridecvl ester 304 C20H3202 1000340-22-6 91
4 Benzoic acid. nonadecvl ester 388 C26H4402 1000340-23-2 91
5 Benzoic acid, heptadecyl ester 360 C24H4002 1000340-23-0 91
Abundance Scan 1947 (13.539 min): BF100115.D (-1943) (-) m/z 123.00 100.00%
128.0
5000
77.0
43.1 T T T T T
13.20 13.40 13.60 13.80
oL J}Lh,l.l ol e821%2 | m/z 105.00 61.14%
m/z--> 50 100 150 200 250 300 350
Abundance #159931: Benzoic acid, tetradecyl ester
123.0
5000
13.20 13.40 13.60 13.80
430 770 m/z 77.00 22 .03%
ol IH\H, )\ M, ol 1680100 s180
m/z--> 50 100 150 200 250 300 350
Abundance
123.0
13.20 13.40 13.60 13.80
5000 m/z 55.05 16.04%
55.0 83.0
ol27.0 154.0182.0 224.0252.0 374.0
m/z--> 50 100 150 200 250 300 350
Abundance #148235: Benzoic acid, tridecyl ester A B e h
128.0 13.20 13.40 13.60 13.80
m/z 43.10 14 .54%
5000
77.0
43.0
ol ol fly i1, ) 15401820 304.0
m/z--> 50 100 150 200 250 300 350 1320 13.40 13.60 13.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110217\
Data File : BF100115.D

Aca On > 3 Nov 2017 5:54

Operator : SJ/JU

Sample : 16276-02

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl3.77 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.77 109.85 ng 2104160 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. 2-ethvlhexvl pentad... 412 C25H4804 1000309-39-8 43
2 2-Ethvl-1-hexanol. pentafluoropr... 276 C11H17F502 1000365-51-1 38
3 Oxalic acid. 2-ethvlhexvl tetrad... 398 C24H4604 1000309-39-7 35
4 1-Heptene. 4-methvl- 112 C8H16 013151-05-8 27
5 Octane, 3-ethyl- 142 C10H22 005881-17-4 27
Abundance Scan 1986 (13.768 min): BF100115.D (-1982) (-) m/z 57.10 100.00%
51.1

5000

T T

13.40 13.60 13.80 14.00
31138393 "n/z 70.10 73.78%

157.1185.1 213.2 271.2

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #216544: Oxalic acid, 2-ethylhexyl pentadecy! ester
57.0
5000
120 13.40 13.60 13.80 14.00
83.0 255.0 m/z 71.10 73.60%
29 0 157.0
“ ‘ | 210.0
onwnupuuuhw”.nmpuq””.”.””.”.””.”.””.”.””“”w”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0
13.40 13.60 13.80 14.00
5000 m/z 112.10 58.55%
83.0
29.0 119.0
o 147.0 177.0203.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #211316: Oxalic acid, 2-ethylhexyl tetradecyl ester
57.0 13.40 13.60 13.80 14.00
m/z 43.10 53.29%
5000
29.0 83.0 112.0
0 | 4 \ I h ‘ 157 0 196.0 241.0
A ARaaa L e AR o mamaanan A AmEIEEE S e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110217\
Data File : BF100115.D

Aca On > 3 Nov 2017 5:54

Operator : SJ/JU

Sample : 16276-02

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Decane, 5,6-dipropyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.39 48.78 ng 934358 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 5.6-dipropvl- 226 C16H34 119209-20-0 50
2 Carbonic acid. neopentvl 2-ethvl... 244 C14H2803 1000357-85-7 50
3 Fumaric acid. 2-ethvlhexvl nonvl... 354 C21H3804 1000339-14-3 47
4 Sulfide.l- propenvl 1-propvnvl 112 C6HS8S 089533-93-7 47
5 Sulfurous acid, octadecyl 2-pent... 404 C23H4803S 1000309-16-6 38
Abundance Scan 2092 (14.392 min): BF100115.D (-2088) (-) m/z 57.10 100.00%
57.1

112.1

5000

14.00 14.20 14.40 14.60 14.80

143.1 185.2 5131 241.2

0 m/z 71.10 74_97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #83034: Decane, 5,6-dipropyl-
57.0
Lo
112.0 14.00 14.20 14.40 14.60 14.80
0
29.0 83.0 m/z 70.10 68.46%
ol \ww mmm%wmnm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
71.0
e T
14.00 14.20 14.40 14.60 14.80
so00l 430 m/z 112.10 65.08%
112.0
0 188.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #186672: Fumaric acid, 2-ethylhexyl nonyl ester RERRSEARGE L e
70.0 14.00 14.20 14.40 14.60 14.80
0
112.0 m/z 43.10 51.07%
5000
T \L\“AJ\J
ol “ 1 157.0183.0 269.0 297.0 325.0 Lﬂ_fd\,wa_¢
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14. 00 14. 20 14. 40 14 60 14. 80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110217\
Data File : BF100115.D

Aca On > 3 Nov 2017 5:54

Operator : SJ/JU

Sample : 16276-02

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Oxiraneoctanoic acid, 3-oct... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.04 133.35 ng 2454490 Perylene-d12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxiraneoctanoic acid. 3-octvl-. ... 410 C26H5003 000141-38-8 64
2 12-Hvdroxv-octadecanoic acid. oc... 412 C26H5203 074819-90-2 49
3 Nonane. 4-methvl-5-propvl- 184 C13H28 062185-55-1 46
4 Oxalic acid. decvl 2-ethvlhexvl ... 342 C20H3804 1000309-39-3 38
5 Decane, 5,6-dipropyl- 226 C16H34 119209-20-0 27
Abundance Scan 2202 (15.039 min): BF100115.D (-2195) (-) m/z 57.10 100.00%
57.1 197.2
5000
14.80 15.00 15.20 15.40
(o} m/z 197.15 88.83%
m/z--> 50 100 150 200 250 300 350
Abundance #215862: Oxiraneoctanoic acid, 3-octyl-, 2-ethylhexyl ester
57.0
112.0 197.0
5000 LI UL B SN R
mmmmmmmm
m/z 71.10 88.64%
143.0
ol Lyl ee | apemso @0
m/z--> 50 100 150 200 250 300 350
Abundance
55.0 197.0
" 14.80 15.00 15.20 15.40
5000 970 m/z 55.05 76.13%
327.0
129.0 283.0
o 167.0 2470 394.0
m/z--> 55 160 1éo 200 250 300 3%0 '
Abundance #48912: Nonane, 4-methyl-5-propyl- B o o B S
57.0 14.80 15.00 15.20 15.40
m/z 70.10 49.74%
5000
112.0
] |
oL Ayl ) 1420 w40 S NN A S U
m/z--> 50 100 150 200 250 300 350 14.80 1500 1520 1540
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF110217\
Data File : BF100115.D

Acq On > 3 Nov 2017 5:54

Operator : SJ/JU

Sample : 16276-02

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .M
Quant Title : 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]
1-Hexanol 5.35 54_.9 ng 1138710 6.77 415097 20.0
unknown6 .55 6.55 65.7 ng 1363060 6.77 415097 20.0
Hexanoic acid 6.67 48.5 ng 1006640 6.77 415097 20.0
1-Hexanol, 2-ethyl- 6.89 757.1 ng 15713200 6.77 415097 20.0
Hexanoic acid, 2-... 7.77 66.2 ng 17980600 8.05 5436010 20.0
Dimethyl palmitamine 9.90 39.1 ng 1566630 9.80 801438 20.0

9.80 801438 20.0
11.30 596720 20.0
596720 20.0

Dodecanoic acid 10.13 258.1 ng 10340900
Tetradecanoic acid 11.07 478.7 ng 14281300
n-Hexadecanoic acid 11.89 302.1 ng 9013430

CUINUUIUARARNRRWWNRRRPR
|—\
|—\
W
s

Tetradecane 12.40 47.5 ng 1416490 11.30 596720 20.0
Octadec-9-enoic acid 12.59 291.1 ng 8685530 11.30 596720 20.0
Octadecanoic acid 12.65 93.3 ng 1787050 13.96 383093 20.0
Benzoic acid, tri... 12.82 110.3 ng 2112650 13.96 383093 20.0
Benzoic acid, tet... 13.54 97.6 ng 1870000 13.96 383093 20.0
unknownl13.77 13.77 109.8 ng 2104160 13.96 383093 20.0
Decane, 5,6-dipro... 14.39 48.8 ng 934358 13.96 383093 20.0
Oxiraneoctanoic a... 15.04 133.3 ng 2454490 15.41 368136 20.0

8270-BF102317.M Fri Nov 03 12:43:00 2017 Page: 22



