LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\

Data File : BF097143.D

Aca On - 28 Jul 2017 10:01 Instrument :

Operator : SJ/JU E?Afs el
- _ lentosampleld :

3?22Ie : 14444-04 5X e

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-BF072517.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 4.616 460 464 471 rBV 23725 41568 1.08% 0.166%
2 5.087 541 544 560 rBV 182376 360829 9.40% 1.443%
3 6.145 721 724 735 rBV 503996 584316 15.22% 2.336%
4 6.257 740 743 751 rVB 587099 532931 13.89% 2.131%
5 6.487 778 782 786 rBV 710622 649981 16.93% 2.598%

6.640 804 808 814 rBV 471692 411007 10.71% 1.643%
7.051 874 878 891 rVB 371598 359169 9.36% 1.436%
rBvV 1069419 910861 23.73% 3.641%
8.845 1179 1183 1186 rBV 691845 571026 14.88% 2.283%
9.245 1248 1251 1254 rBV 111483 84351 2.20% 0.337%
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11 9.516 1292 1297 1302 rVB 1092171 962747 25.08% 3.849%
12 9.757 1330 1338 1342 rBv4 64208 110913 2.89% 0.443%
13 9.945 1363 1370 1372 rBV 128056 136037 3.54% 0.544%
14 10.192 1405 1412 1414 rBvV4 19274 40267 1.05% 0.161%
15 10.298 1427 1430 1434 rVB 357479 297777 7.76% 1.190%

16 10.457 1455 1457 1463 rVB4 40092 51012 1.33% 0.204%
17 10.657 1488 1491 1496 rBV2 53643 91425 2.38% 0.365%
18 10.698 1496 1498 1503 rVB3 42330 41369 1.08% 0.165%
19 10.986 1543 1547 1550 rBV 955203 850695 22.16% 3.401%
20 11.239 1586 1590 1596 rVB 64902 66449 1.73% 0.266%
21 11.310 1596 1602 1604 rBV 34407 43927 1.14% 0.176%

22 11.410 1615 1619 1620 rBV 325801 326508 8.51% 1.305%
23 11.539 1637 1641 1658 rVB 671753 1199189 31.24% 4._.794%
24 11.680 1661 1665 1669 rVV3 93594 165734 4._.32% 0.663%
25 11.716 1669 1671 1676 rVB2 63970 66124 1.72% 0.264%

26 12.057 1721 1729 1731 rBV3 105769 157747 4.11% 0.631%
27 12.086 1731 1734 1736 rVV 930654 834503 21.74% 3.336%
28 12.110 1736 1738 1741 rVV 763823 623240 16.24% 2.492%
29 12.198 1748 1753 1755 rBV 210957 235844 6.14% 0.943%
30 12.239 1755 1760 1762 rVV5 92270 171036 4._46% 0.684%

31 12.292 1762 1769 1771 rVvv2 710793 1517711 39.54% 6.067%
32 12.339 1771 1777 1787 rVV 2279644 3838137 100.00% 15.344%
33 12.416 1787 1790 1797 rVB2 112730 179064 4.67% 0.716%
34 12.569 1813 1816 1831 rVB 501610 524163 13.66% 2.095%

8270-BF072517_.M Mon Jul 31 16:52:11 2017 Page: 1



LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\

Data File : BF097143.D

Aca On - 28 Jul 2017 10:01 Instrument :

Operator : SJ/JU gﬁA{s el
- _ lentosampleld :

a?zgle : 14444-04 5X e

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-BF072517 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 13.045 1893 1897 1901 rBV6 32202 55664 1.45% 0.223%

36 13.133 1906 1912 1920 rBV2 186903 363950 9.48% 1.455%
37 13.480 1967 1971 1975 rBV 373590 402472 10.49% 1.609%
38 13.610 1989 1993 1997 rBV 703643 668078 17.41% 2.671%
39 13.798 2021 2025 2031 rBV 538109 549155 14.31% 2.195%
40 14.039 2064 2066 2068 rBV2 32644 41114 1.07% 0.164%

41 14.104 2073 2077 2089 rVB 693523 875068 22.80% 3.498%
42 14.251 2098 2102 2106 rBVY 555145 513684 13.38% 2.054%
43 14.363 2118 2121 2124 rBV 440828 509445 13.27% 2.037%
44 14.398 2124 2127 2130 rVV 621698 668138 17.41% 2.671%
45 14.686 2171 2176 2182 rVB 603993 759512 19.79% 3.036%

46 14.963 2219 2223 2226 rBVY 442088 504675 13.15% 2.018%
47 14.998 2226 2229 2237 rVB 497069 716726 18.67% 2.865%
48 15.357 2285 2290 2303 rVB 296971 586035 15.27% 2.343%
49 15.768 2355 2360 2369 rVB 169638 394024 10.27% 1.575%
50 16.251 2437 2442 2447 rVB2 96225 198578 5.17% 0.794%

51 16.815 2534 2538 2545 rVB2 86014 170124 4.43% 0.680%

Sum of corrected areas: 25014099
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097143.D

Aca On 28 Jul 2017 10:01

Operator : SJ/JU

Sample : 14444-04 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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: BF097143.D
2000000
1500000

1000000

26
6.1 6.64

500000 7.05
5.09 A

4,62 o |

L e e o S T T T B L

Time-->  2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF097143.D

12134

2000000

1500000

77 9.52

1000000
8.85

500000

O e e e e e e T

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: BF097143.D

2000000
1500000

1000000
14.10 14.40 14.69
14.2

13.80

14

500000

o T T T T T T

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\BF072817\
Data File : BF097143.D

Aca On 28 Jul 2017 10:01

Operator : SJ/JU

Sample : 14444-04 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 unknown6.26 Concentration Rank 11

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

6.26 16.40 ng 532931 1,4-Dichlorobenzene-d4 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 743 (6.257 min): BF097143.D (-740) (-) m/z 132.00 100.00%
132.0
5000 68.0
40.0 540 | | 9?-1 1135 J 6.00 6.20 6.40 6.60
SRR RSPV S PASSE NSYC - =1 S | S — m/z 68.05 36.98%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
2000 o 6.00 6.20 6.40 6.60
40 T o m/z 134.00 32.29%
Sm— .S:Lr.ol...?’:ll.?...l. — "‘I "H'I ———
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
69.0 1040 6.00 620 6.40 6.60
5000 ' m/z 65.95 24 .55%
31.0 510
mz-> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 6.00 6.20 6.40 6.60
240 m/z 69.05 14.12%
5000 9go 1160
||||||||‘|‘|‘|‘||‘|‘M|||“|||H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| T T T e T T
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097143.D

Aca On 28 Jul 2017 10:01

Operator : SJ/JU

Sample : 14444-04 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 3 Dodecanoic acid, 10-methyl-.._. Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.41 7.68 ng 326508 Phenanthrene-d10 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid. 10-methvl-. met... 228 C14H2802 005129-65-7 90
2 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 86
3 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 81
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 80
5 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 80
Abundance Scan 1619 (11.410 min): BF097143.D (-1615) (-) m/z 74.00 100.00%
74.0
143.1 U UL BRI UL
97.1 1711 199 2272 11.00 11.20 11.40 11.60 11.80
...,....,.~..-h“ Mo fggoy | AT 1992 T 2102 o TReT 05 72,200
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84513: Dodecanoic acid, 10-methyl-, methyl ester
74.0
5000 41.0 U SR BRI I I
11.00 11.20 11.40 11.60 11.80
0
| ‘ ‘ oo W30 20 m/z 43.05 57.93%
...|.‘...‘|‘...‘Hl.‘.“.‘ “ll..“..l.:l.'g.o.‘ o 16?.9. I\IHH SN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
74.0
11,00 11.20 11.40 11.60 11.80
5000 m/z 55.00 41.56%
43.0
1430 227.0 270.0
15.0 90 1210 | 163.018%0 ' '
mewwwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84483: Tridecanoic acid, methyl ester R B e
74.0 11.00 11.20 11.40 11.60 11.80
m/z 41.05 40.61%
5000
43.0 143.0 185.0
50, | il 1900 | 160970, RO
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11,00 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097143.D

Aca On 28 Jul 2017 10:01

Operator : SJ/JU

Sample : 14444-04 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.54 28.19 ng 1199190 Phenanthrene-d10 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 Undecanoic acid 186 C11H2202 000112-37-8 72
5 Tridecanoic acid 214 C13H2602 000638-53-9 68
Abundance Scan 1641 (11.539 min): BF097143.D (-1637) (-) m/z 43.10 100.00%
441 730
5000
129.1
97.1 R L B SR
157.2 185, 2132 256.3 11.20 11,40 11.60 11.80
e m/z 60.00 85.04%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 1290 LA L L L L B |

11.20 11.40 11.60 11.80

83.0 -
157.0 g5 2130 256.0 m/z 73.00 83.41%
4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0
11.20 11.40 11.60 11.80
5000 m/z 57.10 80.92%
129.0 242.0
97.0 199.0
152.0171.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid B mane I
73.0 11.20 11.40 11.60 11.80
43.0 m/z 41.10 77.26%
5000 129.0 \‘/\J\L
15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.20 11. 40 11. 60 11. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097143.D

Aca On 28 Jul 2017 10:01

Operator : SJ/JU

Sample : 14444-04 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 9,12-Octadecadienoic acid (... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.09 19.62 ng 834503 Phenanthrene-d10 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid (Z.Z2)-... 294 C19H3402 000112-63-0 99
2 9.12-Octadecadienoic acid (Z.2)- 280 C18H3202 000060-33-3 93
3 12.15-Octadecadienoic acid. meth... 294 C19H3402 057156-97-5 90
4 2-Chloroethvl linoleate 342 C20H35CI02 025525-76-2 90
5 Bicyclo[2.2.2]octane, 2-methyl- 124 C9H16 000766-53-0 90

Abundance Scan 1735 (12.092 min): BF097143.D (-1731) (-) m/z 67.05 100.00%

67.0
5000

123.1 1501 11.80 12.00 12.20 12.40

m/z 81.05 84 .43%

178.1 220.1 263.3 204.3

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139726: 9,12-Octadecadienoic acid (Z,2)-, methyl ester
67.0

3

5000
11.80 12.00 12.20 12.40

m/z 55.05 77.57%

123.0 1500 263.0 294.0

178.0 220.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
67.0
T T
0 95.0 11.80 12.00 12.20 12.40
5000 4L m/z 41.05 61.86%
123.0 280.0
15.0 150.0 1820 209.0 236.0
mmmmﬁmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139720: 12,15-Octadecadienoic acid, methyl ester e B AR m e
67.0 11.80 12.00 12.20 12.40

m/z 95.05 57 .44%

5000

123.0 150.0 170 263.0 294.0

220.0

3

JH\ \‘J\

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097143.D

Aca On 28 Jul 2017 10:01

Operator : SJ/JU

Sample : 14444-04 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 14-Octadecenoic acid, methy... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

12.11 14.65 ng 623240 Phenanthrene-d10 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 99
2 12-Octadecenoic acid. methvl ester 296 C19H3602 056554-46-2 99
3 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 99
4 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 98
5 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 97

Abundance Scan 1738 (12.110 min): BF097143.D (-1736) (-) m/z 55.10 100.00%

1

5000

—

123.1
1521 1802 2222 2643 .., 11.80 12.00 12.20 12.40 :
m/z 41.10 62.53%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141287: 14-Octadecenoic acid, methyl ester

—

11.|80 12.IOO 12.|20 12.|4O
264.0 m/z 69.10 50.17%

296.0

5000

29.0

111.0
138.0 180.0 222.0

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

55.0

-

11.80 12.00 12.20 12.40
5000 83.0 m/z 43.05 49 .06%
29.0 264.0

111.0
1380 1800 2220

296.0

Wmmmwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141286: 13-Octadecenoic acid, methyl ester
.0

-

11.80 12.00 12.20 12.40
m/z 74.00 44.83%

5000
264.0

111.0

=

138.0 180.0 222.0

296.0

I T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097143.D

Aca On 28 Jul 2017 10:01

Operator : SJ/JU

Sample : 14444-04 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Methyl stearate Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.20 5.54 ng 235844 Phenanthrene-d10 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 94
2 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 87
3 Methvl tetradecanoate 242 C15H3002 000124-10-7 86
4 Cvclopentanetridecanoic acid. me... 296 C19H3602 024828-61-3 72
5 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 72
Abundance Scan 1753 (12.198 min): BF097143.D (-1748) (-) m/z 74.00 100.00%
74.0
11,80 12.00 12,20 12.40 12.60
m/z 87.05 73.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143127: Methyl stearate
74.0
5000 43.0
11.80 12.00 12.20 12.40 12.60
143.0 m/z 43.05 50.51%
150 | ‘ oo 17.0 199.0 2270 2559 2900
m/z--> 25 45 éo 80 100 120 140 160 180 200 220 240 260 2éo 300
Abundance
74.0
—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—v—q—v—r
11.80 12.00 12.20 12.40 12.60
5000 m/z 55.00 42 _.67%
43.0

1010 30 .1, 2130 2560

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

F

Abundance #95862: Methy! tetradecanoate T T T
74.0 11.80 12.00 12.20 12.40 12.60
m/z 41.05 33.03%

5000 JML

43.0
143.0
199.0 242.0
TN . e o L L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11. 80 12. OO 12. 20 12. 40 12 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097143.D

Aca On 28 Jul 2017 10:01

Operator : SJ/JU

Sample : 14444-04 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Octadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

12.34 114.90 ng 3838140 Chrysene-di12 13.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 74
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 64

Abundance Scan 1777 (12.339 min): BF097143.D (-1771) (-) m/z 43.10 100.00%

43.1
73.0
5000

12 00 12.20 12.40 12.60

— m/z 57.10 82.87%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73.0
43.0
129.0 284.0
_l—l_l_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—r

5000
12.00 12.20 12.40 12.60
m/z 60.00 79 .59%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
60.0

12. OO 12. 20 12. 40 12.60

5000 129.0 m/z 73.00 77.20%
83.0
157.0 185.0 213.0 256.0
107.0
mmmmwwmﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72643: Tridecanoic acid A R
43.0 73.0 12. 00 12. 20 12. 40 12. 60
m/z 55.10 70.03%
5000 129.0
171.0
97.0 214.0
15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 00 12. 20 12. 40 12. 60

8270-BF072517 .M Mon Jul 31 16:52:15 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097143.D

Aca On 28 Jul 2017 10:01

Operator : SJ/JU

Sample : 14444-04 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Tetradecanamide Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.13 10.90 ng 363950 Chrysene-di12 13.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanamide 227 C14H29NO 000638-58-4 60
2 Decanamide- 171 C10H21NO 002319-29-1 53
3 Hexadecanamide 255 C16H33NO 000629-54-9 47
4 Dodecanamide 199 C12H25NO 001120-16-7 47
5 Propionitrile, 3-trimethylhydraz... 127 C6H13N3 097812-31-2 45
Abundance Scan 1911 (13.127 min): BF097143.D (-1906) (-) m/z 58.95 100.00%
59.0
5000
85.0
5. 173.0 219.1 268.1 n/z 72.10 38 _93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83609: Tetradecanamide
59.0
5000
12.80 13.00 13.20 13.40
m/z 57.10 31.71%
28.0
e 080 140 1490 18400502270
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
59.0
12:80 13.00 13.20 13.40
5000 m/z 41.10 25.52%
29.0 86.0 128.0 171.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #106565: Hexadecanamide R B B
59.0 12.80 13.00 13.20 13.40
m/z 43.05 25.28%
5000
20| ) %0 1140 120 100 2120 250
m/z--> 2'0 4'0 6|O 8|0 1(')0 12'0 14'10 160 180 200 220 24'10 2('30 12. 80 13. 00 13 20 13. 40 '

8270-BF072517 .M Mon Jul 31 16:52:16 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097143.D

Aca On 28 Jul 2017 10:01

Operator : SJ/JU

Sample : 14444-04 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Octacosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.48 12.05 ng 402472 Chrysene-di12 13.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 80
2 Heptadecane 240 C17H36 000629-78-7 74
3 Heptacosane 380 C27H56 000593-49-7 74
4 Eicosane 282 C20H42 000112-95-8 68
5 Hexacosane 366 C26H54 000630-01-3 68
Abundance Scan 1971 (13.480 min): BF097143.D (-1967) (-) m/z 57.05 100.00%
57.0
5000
1051 149.1 | 13.20 13.40 13.60 13.80
o...|,.-!l.1.'“.ﬂ.-..|, R — m/z 43.10 66.21%
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57.0
5000 LI UL SN LN SR
13.20 13.40 13.60 13.80
99.0 m/z 71.10 51.29%
%ﬂhh\ﬂh¥m1%92m 281.0  337.0  394.0
m/z--> 50 100 150 200 250 300 350 '
Abundance
57.0
| 13.20 13.40 13.60 13.80
5000 m/z 85.10 36.45%
99.0
27.0 141.0 182.0211.0240.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #202662: Heptacosane AR
57.0 13.20 13.40 13.60 13.80
m/z 41.05 22 .32%
- A/\JJK/L
270{ 1930‘ 141.0 1830 225.0 267.0 323.0 380.0
m/z--> 55 100 1%0 200 250 300 350 ' 13.20 13.40 13.60 13.80

8270-BF072517 .M Mon Jul 31 16:52:16 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097143.D

Aca On 28 Jul 2017 10:01

Operator : SJ/JU

Sample : 14444-04 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 9-Octadecenamide, (Z)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

14 .36 20.19 ng 509445 Perylene-d12 14.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 90
2 Tetradecanamide 227 C14H29NO 000638-58-4 78
3 Hexadecanamide 255 C16H33NO 000629-54-9 72
4 Decanamide- 171 C10H21NO 002319-29-1 64
5 13-Docosenamide, (2)- 337 C22H43NO 000112-84-5 64

Abundance Scan 2121 (14.363 min): BF097143.D (-2118) (-) m/z 59.00 100.00%

59.0
5000

97.1 Mmmmmmmm
126.1
154.1 . . . .
...,....','...!.!L.,‘Ll.. 18422122 2541 29433203 m/z 72.05 52.97%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #128443: 9-Octadecenamide, (2)-
59.0
5000

14.00 14.20 14.40 14.60
m/z 55.00 50.31%

29.0 ‘ 86.0 114.0 281.0
S I e L T N
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 280 300 320 340
Abundance
59.0
e B o o
14.00 14.20 14.40 14.60
5000 m/z 43.10 32.45%
29.0 97.0 128.0 . j1840 2270
mmmmwﬂwwmwﬁmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #106565: Hexadecanamide L s
59.0 14.00 14.20 14.40 14.60
m/z 41.10 32.04%
5000
29.0) | |88.0 U4014201700 2120 2550
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14. 00 14. 20 14. 40 14 60

8270-BF072517 .M Mon Jul 31 16:52:17 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097143.D

Aca On 28 Jul 2017 10:01

Operator : SJ/JU

Sample : 14444-04 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Heptacosane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.40 26.48 ng 668138 Perylene-d12 14 .96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Tetradecane. 4-ethvl- 226 C16H34 055045-14-2 87
4 2-methvloctacosane 408 C29H60 1000376-72-8 86
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 86

Abundance Scan 2127 (14.398 min): BF097143.D (-2124) (-) m/z 57.10 100.00%
51.1
5000
9.1 14.00 14.20 14.40 14.60 14.80
1412 : : : : :
ol ,‘. LA ) 42 1832 220228322820 | sz 43.10  59.83%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 VAR AL B R I
14.00 14.20 14.40 14.60 14.80
m/z 71.10 54 _.29%
270 | | MQ%OJ 141.0 183.0 2250 267.0 323.0 380.0
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
14.00 14.20 14.40 14.60 14.80
5000 m/z 85.10 40.82%
99.0
27.0 141. 0 183.0 225.0 281.0 337.0 394.0
m/z--> 50 100 150 200 250 300 350
Abundance #83033: Tetradecane, 4-ethyl- R aREEERT
43.0 14.00 14.20 14.40 14.60 14.80
m/z 55.10 17.52%
5000 85.0
l ;l | | 1270 168, o197 02260
m/z--> 50 100 150 200 250 300 350 ' 14.00 14.20 14.40 14.60 14.80

8270-BF072517 .M Mon Jul 31 16:52:17 2017

Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097143.D

Aca On 28 Jul 2017 10:01

Operator : SJ/JU

Sample : 14444-04 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Pentadecane, 8-hexyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.77 15.62 ng 394024 Perylene-di12 14.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 91
2 Eicosane. 3-methvl- 296 C21H44 006418-46-8 87
3 Nonadecane 268 C19H40 000629-92-5 87
4 Pentacosane 352 C25H52 000629-99-2 86
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 81
Abundance Scan 2360 (15.768 min): BF097143.D (-2355) (-) m/z 57.10 100.00%
57.1
113.1 15.40 15.60 15.80 16.00
1411 1831
b b LAY 18312111 25842850 3321 | u/ 4310 58560
m/z--> 50 100 150 200 250 300
Abundance #141433: Pentadecane, 8-hexyl-
43.0
71.0
5000 B DA BRI BRI SO
15.40 15.60 15.80 16.00
99.0 196.0 m/z 71.10 55.05%
b b P01s0 | 225005002800
m/z--> 50 100 150 200 250 300
Abundance
57.0
15.40 15.60 15.80 16.00
5000 m/z 85.05 40.25%
85.0
113.0141.0169.0197.0  239.02°7C294.0
m/z--> 50 100 150 200 250 300
Abundance #117636: Nonadecane L B
57.0 15.40 15.60 15.80 16.00
m/z 55.00 18.40%
5000 85.0 \$/\NMNJWWWMWV/\LMfHWWVWvVWVJA
29.0 268.0
\‘ | Il JH?IO14\1'0\16?'0\197'0225'0 |
mz-> 50 100 150 200 250 300 | | 1540 15.60 15.80 16.00

8270-BF072517.M Mon Jul 31 16:52:18 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097143.D

Aca On 28 Jul 2017 10:01

Operator : SJ/JU

Sample : 14444-04 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Tetracosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.25 7.87 ng 198578 Perylene-d12 14 .96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 83
2 Heneicosane 296 C21H44 000629-94-7 83
3 Octadecane 254 C18H38 000593-45-3 80
4 Pentacosane 352 C25H52 000629-99-2 80
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 80
Abundance Scan 2442 (16.251 min): BF097143.D (-2437) (-) m/z 57.10 100.00%
57.1
5000 85.1 (LL\
1131 " 16.00 16.20 16.40 16.60
155.1 245.2
...,....,l...l,.J..,!..!n' b 220 e AL | m/Z 43.10  52.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane
57.0
5000 LI BRI BN BN B
85.0 16,00 1620 16.40 16.60
29.0 m/z 71.10 51.08%
113.0
‘ | | 7Y 141.0169.0 197.0 225 0 253 0 281.0309.0 338.0
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
57.0
650 " 16.00 16.20 16.40 16.60
5000 ' m/z 85.10 39.67%
29.0 113.0

141.0169.0 197.0 225.0253.0  296.0
mﬁwﬁw‘wﬁrwﬁwﬁwﬁwﬁmwmm
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

F

Abundance #105885: Octadecane L e
57.0 16.00 16.20 16.40 16.60
m/z 55.10 19.87%
2% 80 {\«WMMW/\%MJ‘L
29.0 .
Ul M3P1410169.0 19702250 254.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 16. 00 16 20 16. 40 16 60

8270-BF072517.M Mon Jul 31 16:52:18 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097143.D

Aca On 28 Jul 2017 10:01

Operator : SJ/JU

Sample : 14444-04 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Sulfurous acid, butyl tetra... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
16.82 6.74 ng 170124 Perylene-d12 14 .96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. butvl tetradecvl... 334 C18H3803S 1000309-18-1 80
2 Hexatriacontane 507 C36H74 000630-06-8 64
3 Sulfurous acid. butvl tridecvl e... 320 C17H3603S 1000309-18-0 64
4 Hentriacontane 437 C31H64 000630-04-6 59
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 59
Abundance Scan 2539 (16.821 min): BF097143.D (-2534) (-) m/z 57.05 100.00%
51.0
5000 MNN&»AJNWHWJ/\LW\VAw\¢N\wV
Lﬁ%ﬁfl 1 0 301 155 1680 17,00 172
4 gl sl m/z 43.10 55.27%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #172308: Sulfurous acid, butyl tetradecy! ester
57.0
5000 LI I SRR SULBUR I
16.60 16.80 17.00 17.20
m/z 71.10 46.84%

7.0
....,...,.”.,...w....“...,.”.,..”,....p...,”
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57.0

16.60 16. 80 17. OO 17.20

5000 m/z 55.10 37.58%
99.0
18.0 “mwwnmzmmnowwnmmmmm
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #161090: Sulfurous acid, buty! tridecy! ester RS EmmEs o L
57.0 16.60 16.80 17.00 17.20

m/z 85.10 34 .89%

o NMI\/M\/\WW
JI——

m/z--> 0 50 100 150 200 250 300 350 400 450 500 16. 60 16. 80 17. OO 17. 20

8270-BF072517 .M Mon Jul 31 16:52:19 2017 Page: 17



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072817\
Data File : BF097143.D

Acq On 28 Jul 2017 10:01

Operator : SJ/JU

Sample : 14444-04 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517 .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]
unknown6 .26 6.26 16.4 ng 532931 1 6.49 649981 20.0
Dodecanoic acid, ... 11.41 7.7 ng 326508 4 10.99 850695 20.0
n-Hexadecanoic acid 11.54 28.2 ng 1199190 4 10.99 850695 20.0
9,12-Octadecadien... 12.09 19.6 ng 834503 4 10.99 850695 20.0
14-Octadecenoic a... 12.11 14.7 ng 623240 4 10.99 850695 20.0
Methyl stearate 12.20 5.5 ng 235844 4 10.99 850695 20.0
Octadecanoic acid 12.34 114.9 ng 3838140 5 13.61 668078 20.0
Tetradecanamide 13.13 10.9 ng 363950 5 13.61 668078 20.0
Octacosane 13.48 12.1 ng 402472 5 13.61 668078 20.0
9-Octadecenamide, ... 14.36 20.2 ng 509445 6 14.96 504675 20.0
Heptacosane 14.40 26.5 ng 668138 6 14.96 504675 20.0
Pentadecane, 8-he... 15.77 15.6 ng 394024 6 14.96 504675 20.0
Tetracosane 16.25 7.9 ng 198578 6 14.96 504675 20.0
Sulfurous acid, b... 16.82 6.7 ng 170124 6 14.96 504675 20.0
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