LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071619\
Data File : BF115613.D

Aca On 16 Jul 2019 22:25

Operator : HP/JU

Sample : K3627-03 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF071219.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 2.152 6 11 29 rvB 484791 709429 1.47% 0.480%
2 3.975 312 321 328 rBV 640472 837559 1.73% 0.566%
3 5.504 576 581 590 rBY 1623663 1629169 3.37% 1.101%
4 6.504 747 751 759 rBVY 1693080 1639196 3.39% 1.108%
5 6.651 772 776 780 rBVY 2119810 1806529 3.73% 1.221%
6 6.887 812 816 819 rBVY 1438965 1130145 2.34% 0.764%
7 7.040 839 842 846 rBVY 1626955 1425944 2.95% 0.964%
8 7.440 903 910 916 rBVY 1228270 1259656 2.60% 0.852%
9 8.169 1028 1034 1037 rBV 1555340 1554009 3.21% 1.051%
10 9.239 1213 1216 1222 rBvV 2368612 1908256 3.94% 1.290%

11 9.504 1257 1261 1268 rVB 733923 670578 1.39% 0.453%
12 9.922 1326 1332 1337 rBV2 1595691 1490871 3.08% 1.008%
13 10.710 1461 1466 1470 rBV 1089488 1019323 2.11% 0.689%
14 10.928 1500 1503 1506 rBV 988698 866020 1.79% 0.585%
15 11.410 1581 1585 1588 rBV 1607923 1360907 2.81% 0.920%

16 11.728 1636 1639 1643 rVB 1461116 1303063 2.69% 0.881%
17 11.828 1648 1656 1659 rBV2 8262048 16201751 33.48% 10.953%
18 11.963 1671 1679 1683 rBV 2291087 3708980 7.66% 2.507%
19 12.122 1699 1706 1710 rBV3 819451 1019867 2.11% 0.689%
20 12.204 1717 1720 1724 rBV 767959 732077 1.51% 0.495%

21 12.569 1764 1782 1785 rBV3 9200026 48389235 100.00% 32.713%
22 12.622 1787 1791 1793 rVV 7975190 10194348 21.07% 6.892%
23 12.680 1793 1801 1809 rVV2 5310360 13401532 27.70% 9.060%
24 12.739 1809 1811 1816 rVB 1102165 975748 2.02% 0.660%
25 12.833 1824 1827 1832 rVB 1419689 1250494 2.58% 0.845%

26 12.886 1832 1836 1841 rVB4 613665 791980 1.64% 0.535%
27 12.951 1844 1847 1852 rBV2 509066 526552 1.09% 0.356%
28 13.004 1853 1856 1859 rBV 2233274 1970862 4_.07% 1.332%
29 13.039 1859 1862 1864 rBV 820222 784650 1.62% 0.530%
30 13.080 1864 1869 1872 rBV 807162 920798 1.90% 0.622%

31 13.192 1880 1888 1891 rBV3 1906038 3228712 6.67% 2.183%
32 13.245 1891 1897 1904 rVB2 1611775 2298905 4._.75% 1.554%
33 13.322 1906 1910 1913 rVV 1811575 2064115 4.27% 1.395%
34 13.351 1913 1915 1920 rVV2 2946881 3848530 7.95% 2.602%

8270-BF071219.M Wed Jul 17 13:22:07 2019 Page: 1



LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071619\
Data File : BF115613.D

Aca On 16 Jul 2019 22:25

Operator : HP/JU

Sample : K3627-03 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071219.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.392 1920 1922 1926 rVV2 2245723 3006947 6.21% 2.033%

36 13.433 1926 1929 1933 rVV3 844602 1714935 3.54% 1.159%
37 13.486 1935 1938 1940 rVV 1401257 1599607 3.31% 1.081%
38 13.510 1940 1942 1944 rVV2 729342 629527 1.30% 0.426%
39 13.539 1944 1947 1951 rVB 805112 828989 1.71% 0.560%
40 13.627 1959 1962 1965 rBV2 381397 507861 1.05% 0.343%

41 13.663 1965 1968 1973 rVB2 458574 661807 1.37% 0.447%
42 13.751 1978 1983 1986 rVB2 1716299 2228344 4.61% 1.506%
43 13.986 2020 2023 2028 rVB 1787394 1482236 3.06% 1.002%
44 14.051 2031 2034 2038 rBV 1100494 1105884 2.29% 0.748%
45 14.604 2125 2128 2131 rBVY 555753 493158 1.02% 0.333%

46 15.521 2281 2284 2288 rBVY 573406 742682 1.53% 0.502%

Sum of corrected areas: 147921767
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071619\
Data File : BF115613.D

Aca On 16 Jul 2019 22:25

Operator : HP/JU

Sample : K3627-03 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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: BF115613.D

8000000
6000000

4000000

6.65
2000000 5.50 6.50|  g.gy.04

RN N |

S L e

T T
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: BF115613.D

1257
11.83 P.62

8000000

6000000 12.68

4000000

9.24 11.96
9.92 1141 11.73

0!

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF115613.D

2000000

8000000

6000000

4000000

13.99
3.49 13.75

2000000

7

T I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071619\
Data File : BF115613.D

Aca On 16 Jul 2019 22:25

Operator : HP/JU

Sample : K3627-03 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 unknown6.65 Concentration Rank 12

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

6.65 31.97 ng 1806530 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 776 (6.651 min): BF115613.D (-772) (-) m/z 132.00 100.00%
132
5000 68
|
96 IR IS U R
40 5y 81 06 6.40 6.60 6.80 7.00
01 B m/z 68.00 41 _.53%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 IR IS U R

6.40 6.60 6.80 7.00
m/z 134.00 32 .84%

31 51
9
0 S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132
R
6.40 6.60 6.80 7.00
5000 m/z 66.00 27 .51%
104
66
ol14 27 39 51 P 70 g | 15 ‘
e e B
m/z--> 20 40 60 80 100 120 140 160 180 /\
Abundance #52379: Tranylcypromine-propionyl R T LN marmas
57 132 6.40 6.60 6.80 7.00
24 m/z 69.00 16.57%
116
5000 98
M A U T S s (R 1
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071619\
Data File : BF115613.D

Aca On 16 Jul 2019 22:25

Operator : HP/JU

Sample : K3627-03 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 9-Hexadecenoic acid, methyl... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.73 19.15 ng 1303060 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Hexadecenoic acid. methvl este... 268 C17H3202 001120-25-8 96
2 9-Octadecenoic acid (2)-. methvl._.. 296 C19H3602 000112-62-9 93
3 Methvl hexadec-9-enoate 268 C17H3202 010030-74-7 91
4 l14-Methvlpentadec-9-enoic acid m... 268 C17H3202 1000365-89-7 90
5 7-Hexadecenoic acid, methyl este... 268 C17H3202 056875-67-3 83
Abundance Scan 1639 (11.728 min): BF115613.D (-1636) (-) m/z 55.00 100.00%

5000

-

11.40 11.60 11.80 12.00
m/z 69.05  77.49%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117511: 9-Hexadecenoic acid, methyl ester, (2)-

-

5000
11.40 11.60 11.80 12.00

m/z 74.00 72 .06%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester
55

b e

11.40 11.60 11.80 12.00
m/z 41.00 61.19%

74

5000
123
180
. 138 165 207222 246 264 281296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117464: Methy| hexadec-9-enoate
55 11.40 11.60 11.80 12.00

m/z 83.00 53.73%

N

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.40 11.60 11.80 12.00

5000

-
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071619\
Data File : BF115613.D

Aca On 16 Jul 2019 22:25

Operator : HP/JU

Sample : K3627-03 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Hexadecanoic acid, methyl e... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.83 238.10 ng 16201800 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98
2 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 95
3 Methvl tetradecanoate 242 C15H3002 000124-10-7 90
4 Hexadecanoic acid. 2-methvl- 270 C17H3402 027147-71-3 81
5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 70
Abundance Scan 1656 (11.828 min): BF115613.D (-1648) (-) m/z 74.05 100.00%
7
5000 2
| T? 143 227 ||||||||||....|....{\...
97 129 171185199 241, 270 11.60 11.80 12.00 12.20
115 213
o...,....-,'...:||,.-.|"..,J:!..','..~.~.,..'..,|...1?,7..'..,.'...,...-.,....',..2.5.?..1.., m/z 87.05 73.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119400: Hexadecanoic acid, methyl ester
2
A
5000 U BRI SUREUSE BRULN SR
43 11.60 11.80 12.00 12.20
7 143 027 m/z 43.05 35.55%
0 15 2|9 .|| Tlh .|.| A 9I.7I 1].'512|9 | 157171185199213 | 2|4.11 2P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84485: Tridecanoic acid, methyl ester

74

11.60 11.80 12.00 12.20
5000 43 m/z 55.05 28.93%

7 143 185
e e b e e e e e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 /

Abundance #95859: Methyl tetradecanoate

74 11.60 11.80 12.00 12.20

m/z 41.05 27 .52%
5000
55
4 143
L2 | ) 1010 | 157171185 \ 243 242
,,,,,,, T e

m/z--> 20 40 60 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 : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071619\
Data File : BF115613.D

Aca On 16 Jul 2019 22:25

Operator : HP/JU

Sample : K3627-03 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.96 54 .51 ng 3708980 Phenanthrene-d10 11.41
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 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Dodecanoic acid 200 C12H2402 000143-07-7 58

Abundance Scan 1679 (11.963 min): BF115613.D (-1671) (-) m/z 73.00 100.00%

B
43
5000
129
L‘“ 97 157 213

185 256
1 228 309 11.60 11.80 12.00 12.20 '
o m/z 60.00 78.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107549: n-Hexadecanoic acid
43 80
5000 129 ||||||||||||||||||||
11.60 11.80 12.00 12.20
m/z 43.00 75.16%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #72646: Tridecanoic acid
a3 | B
11.60 11.80 12.00 12.20
5000 m/z 57.00 62 .35%
2 ‘ 129 171 214
0 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95851: Pentadecanoic acid
43 73 11.60 11.80 12.00 12.20
m/z 55.00 59.54%
5000 129
? Lquﬂqu____
0...,.‘;..w.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071619\
Data File : BF115613.D

Aca On 16 Jul 2019 22:25

Operator : HP/JU

Sample : K3627-03 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219.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 11-Octadecenoic acid, methy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.57 711.13 ng 48389200 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11-Octadecenoic acid. methvl ester 296 C19H3602 052380-33-3 99
2 9-Octadecenoic acid (2)-. methvl._.. 296 C19H3602 000112-62-9 99
3 9-Octadecenoic acid. methvl este... 296 C19H3602 001937-62-8 99
4 cis-13-0Octadecenoic acid. methvl... 296 C19H3602 1000333-58-3 98
5 6-Octadecenoic acid, methyl este... 296 C19H3602 002777-58-4 97
Abundance Scan 1782 (12.569 min): BF115613.D (-1764) (-) m/z 55.05 100.00%

5000

12.20 12.40 12.60 12.80
m/z 41.05 76.72%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141291: 11-Octadecenoic acid, methyl ester

5000
12.20 12.40 12.60 12.80

m/z 69.05 67 .93%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester
55
74
12.20 12.40 12.60 12.80
5000 m/z 74.05 55.46%
123
180
N 138 165 207222 246 264 281296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141310: 9-Octadecenoic acid, methyl ester, (E)- A e
55 12.20 12.40 12.60 12.80
m/z 83.10 54 .62%
5000
0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071619\
Data File : BF115613.D

Aca On 16 Jul 2019 22:25

Operator : HP/JU

Sample : K3627-03 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 4
R.T. EstConc Area Relative to ISTD R.T.
12.62 149.82 ng 10194300 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 99
2 Heptadecanoic acid. 15-methvl-. ... 298 C19H3802 054833-55-5 93
3 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 90
4 Heptadecanoic acid. 16-methvl-., ... 298 C19H3802 005129-61-3 90
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
Abundance Scan 1791 (12.622 min): BF115613.D (-1787) (-) m/z 74.05 100.00%
74
5000 ,/ﬂf
43
143 199 255 lllllllllllllllllll
97 298 1240 12.60 12,80 13.00
o...,....,'....',..|'..,'.-.'..l,l..1~.1.?..'..,|....-,.1.7.1.,.'...|,...l.,z.zﬁ?.,-...|:,?'Z7.9,....l,.... m/z 87.05 77.37%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143128: Methyl stearate
A
5000 43

T T
12.40 12.60 12.80 13.00
k | 143 199 255 m/z 43.05 35.30%
I

97 298
27 Wy 115, | A | 227 L 233 |
reprerr e e e e e e e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143186: Heptadecanoic acid, 15-methyl-, methyl ester
4

12.40 12.60 12.80 13.00
5000 57 298 m/z 55.05 26.99%

o

4 143
18 97 199 255
A 0 0 =S SN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #119408: Hexadecanoic acid, methyl ester
74 12.40 12.60 12.80 13.00
m/z 41.05 24 _03%
5000
43
143
o “‘ 1?1116 171 ‘199 227 270
IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIII‘IIIIIIII IIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00
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Library Search Compound

Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071619\
Data File : BF115613.D

Aca On 16 Jul 2019 22:25

Operator : HP/JU

Sample : K3627-03 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 trans-13-Octadecenoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.68 196.95 ng 13401500 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 95
2 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 92
3 9-octadecanoic acid. 2.2.3.3.4.4... 464 C22H35F702 1000376-61-4 86
4 cis-Vaccenic acid 282 C18H3402 000506-17-2 78
5 Oleic Acid 282 C18H3402 000112-80-1 74

Abundance Scan 1801 (12.680 min): BF115613.D (-1793) (-) m/z 55.00 100.00%
55
83
5000
111
137 264 nmnmnmwm
0 102193222 T | 204 329 m/z 69.05  77.90%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #129357: trans-13-Octadecenoic acid J\/L\M
83 12.40 12.60 12.80 13.00
111 m/z 41.00 69.97%
29 264
‘}§7 165 193 222 >
0 L L UL UL BN WL BN

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #129347: cis-13-Octadecenoic acid
12.40 12.60 12.80 13.00
5000 m/z 83.10 61.32%
111
. 137 165 193 222 264
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #229917: 9-octadecanoic acid, 2,2,3,3,4,4,4-heptafluorobuit... e e e e AR
55 12.40 12.60 12.80 13.00
m/z 67.00 49 .49%
83
5000
l 111 265
o AL e im0z 262 o s

m/z--> 0 50 100 150 200 250 300 350 400 450

12.40 12.60 12.80 13.00

8270-BF071219.M Wed Jul 17 13:22:11 2019

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071619\
Data File : BF115613.D

Aca On 16 Jul 2019 22:25

Operator : HP/JU

Sample : K3627-03 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 19
R.T. EstConc Area Relative to ISTD R.T.
12.74 17.65 ng 975748 Chrysene-di12 14 .05
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 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 n-Decanoic acid 172 C10H2002 000334-48-5 64
5 Hexadecane 226 C16H34 000544-76-3 59

Abundance Scan 1811 (12.739 min): BF115613.D (-1809) (-) m/z 73.00 100.00%

43 7
5000 129
97 185 241

157 l 1240 1260 1280 1300
| — ol | 428, | 264 .l. 320341 m/z 43.00 83.33%

m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
43 | 78

5000
97 12.40 12.60 12.80 13.00
m/z 60.00 80.06%

185 241 284
157 207 | |
0 e
m/z--> 50 100 150 200 250 300 350
Abundance #95851: Pentadecanoic acid
43 73
_'—l_'_'_'_'—r'_l_l_l—l_'_'_'_'—r'_l_l_l—l_

12.40 12.60 12.80 13.00

5000 129 m/z 57.00 69.51%
H 97 199 o4
AETE L D Y
m/z--> 50 100 150 200 250 300 350
Abundance #84453: Tetradecanoic acid T T
7 12.40 12.60 12.80 13.00
43 m/z 55.00 66.75%
5000 129
185 228
A ,H Mhad ool |
m/z--> 50 100 150 200 250 300 350 12.40 12.60 12.80 13.00

8270-BF071219.M Wed Jul 17 13:22:12 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071619\
Data File : BF115613.D

Aca On 16 Jul 2019 22:25

Operator : HP/JU

Sample : K3627-03 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Methyl 10-trans,l12-cis-octa... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.83 22.62 ng 1250490 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 10-trans.l12-cis-octadecad... 294 C19H3402 1000336-44-2 99
2 Methvl 9-cis.ll-trans-octadecadi... 294 C19H3402 1000336-44-0 96
3 9.15-Octadecadienoic acid. methyv... 294 C19H3402 017309-05-6 95
4 9.11-Octadecadienoic acid. methv... 294 C19H3402 013038-47-6 94
5 Methyl 7,12-octadecadienoate 294 C19H3402 1000336-43-8 91
Abundance Scan 1826 (12.827 min): BF115613.D (-1824) (-) m/z 67.00 100.00%
5000 95 !5
41
121 294 12.60 12.80 13.00 13.20
ol .78 201220040 263 %00 319 347 387 g1 00 68.73%
m/z--> 50 100 150 200 250 300 350 400
Abundance #139709: Methyl 10-trans, 12-cis-octadecadienoate
67
95
5000
12.60 12.80 13.00 13.20
123 150 294 m/z 95.05 47 .07%
o! Ill'l"'117182012?0..|2.?:.3..|....|....|.
m/z--> 50 100 150 200 250 300 350 400
Abundance #139701: Methyl 9-cis, 11-trans-octadecadienoate
67
12.60 12.80 13.00 13.20
5000 9% m/z 79.00 35.77%
15 294
123
ol .“-'-‘ l “ L |outBoo220 22 |
m/z--> 50 100 150 200 250 300 350 400
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)-
n o7 12.60 12.80 13.00 13.20
m/z 82.00 35.27%
5000 95
294
m/z--> 50 150 200 250 300 350 400 12.60 12.80 13.00 13.20

8270-BF071219.M Wed Jul 17 13:22:12 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071619\
Data File : BF115613.D

Aca On 16 Jul 2019 22:25

Operator : HP/JU

Sample : K3627-03 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Methyl 9.cis.,11l.trans.t,13... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.08 16.65 ng 920798 Chrysene-d12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 9.cis..1ll.trans.t.13.tran... 292 C19H3202 1000336-42-6 98
2 3-Dodecen-1-vne. (2)- 164 C12H20 025091-24-1 80
3 Cvclopropane. (R.R)-1-((Z)-hex-1... 150 C11H18 077210-40-3 62
4 Bicvclol3.1l.1Theptane. 6.6-dimet... 136 C10H16 016022-04-1 58
5 7-Propylidene-bicyclo[4.1.0]heptane 136 C10H16 082253-09-6 58
Abundance Scan 1869 (13.080 min): BF115613.D (-1864) (-) m/z 79.00 100.00%

9

5000
292

135 O O
163 189209 235 261 12.80 13.00 13.20 13.40

315334 358 408 m/z 93.00 89.49%

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #138094: Methyl 9.cis.,11.trans.t,13.trans.-octadecatrienoate
292

12.I80 13.IOO 13.I20 13.I40
m/z 91.00 72.86%

5000

0!

_l_'_'_'_'_l_'_'_'_'_l_h
m/z--> 50 100 150 200 250 300 350 400
Abundance #33734: 3-Dodecen-1-yne, (2)-
41 79
LA m mam s B
12.80 13.00 13.20 13.40
5000 m/z 80.00 62.30%
107
135
I} { | 164
0 b r -
m/z--> 50 100 150 200 250 300 350 400
Abundance #23986: Cyclopropane, (R,R)-1-((2)-hex-1'-enyl)-2-etheny!- I A B L e
79 12.80 13.00 13.20 13.40
41 m/z 67.00 52.42%
5000
ol ﬂﬂlﬂ..l....,.... S AT s
m/z--> 50 100 150 200 250 300 350 400 12.80 13.00 13.20 13.40

8270-BF071219.M Wed Jul 17 13:22:13 2019

Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071619\
Data File : BF115613.D

Aca On 16 Jul 2019 22:25

Operator : HP/JU

Sample : K3627-03 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Bicyclo[2.2.1]heptane, 7,7-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.19 58.39 ng 3228710 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 9.cis..1ll.trans.t.13.tran... 292 C19H3202 1000336-42-6 91
2 Methvl 6-cis.9-cis.ll-trans-octa... 292 C19H3202 1000336-37-7 83
3 cis-3-Butvl-4-vinvl-cvclopentene 150 C11H18 093779-52-3 76
4 Bicvclol2.2.1Theptane. 7.7-dimet... 136 C10H16 000471-84-1 76
5 3-Tridecen-1-yne, (2)- 178 C13H22 037981-62-7 72
Abundance Scan 1888 (13.192 min): BF115613.D (-1880) (-) m/z 79.00 100.00%
7
55
5000 107 200
e 12:80 13.00 13.20 13.40 13.60
185 ) . . . .
ol w‘l-."'I Ay 1203 236 201 | 320 380369390 | 175 93.00  93.06%
m/z--> 50 100 150 200 250 300 350
Abundance #138094: Methyl 9.cis.,11.trans.t,13.trans.-octadecatrienoate
292

12.I80 13.IOO 13!20 13.I4O 13.I60
m/z 91.00 83.77%

5000

261
189 999 243

04
m/z--> 50 100 150 200 250 300 350
Abundance #138078: Methyl 6-cis,9-cis,11-trans-octadecatrienoate
7
L A S e
12.80 13.00 13.20 13.40 13.60
5000 55 m/z 80.00 62.29%
105 292
135 175
0 oo 4%\ 204222243 |
m/z--> 50 100 150 200 250 300 350
Abundance #23953: cis-3-Butyl-4-vinyl-cyclopentene P T
79 12.80 13.00 13.20 13.40 13.60
m/z 67.00 56.91%
5000
41
107
150
0 ..*Hﬁgy L AR AN—
m/z--> 50 100 150 200 250 300 350 12.80 13.00 13.20 13.40 13.60

8270-BF071219.M Wed Jul 17 13:22:13 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071619\
Data File : BF115613.D

Aca On 16 Jul 2019 22:25

Operator : HP/JU

Sample : K3627-03 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 9-Octadecenoic acid, methyl... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.25 41.58 ng 2298910 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid. methvl este... 296 C19H3602 001937-62-8 99
2 cis-13-Eicosenoic acid. methvl e... 324 C21H4002 1000333-52-1 96
3 11-Octadecenoic acid. methvl est... 296 C19H3602 001937-63-9 93
4 cis-11-Eicosenoic acid. methvl e... 324 C21H4002 1000333-63-8 91
5 11-Eicosenoic acid, methyl ester 324 C21H4002 003946-08-5 91
Abundance Scan 1898 (13.251 min): BF115613.D (-1891) (-) m/z 55.00 100.00%

83

5000

13.00 13.20 13.40 13.60
m/z 69.00 71.53%

o 322 352 384 422 456

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #141306: 9-Octadecenoic acid, methyl ester, (E)-

5000

13.00 13.20 13.I4O 13!60
m/z 83.00 61.10%

04
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #164512: cis-13-Eicosenoic acid, methyl ester

13.00 13.20 13.40 13.60
m/z 97.00 55.29%

5000

0!
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #141313: 11-Octadecenoic acid, methyl ester, (2)- R EmEEs e

5 13.00 13.20 13.40 13.60
m/z 74.00 55.19%
5000 83
29 1 264
138 180 222 296

o ¥V UV PSS S SN G

m/z--> 50 100 150 200 250 300 350 400 450 13.00 13.20 13.40 13.60

8270-BF071219.M Wed Jul 17 13:22:14 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071619\
Data File : BF115613.D

Aca On 16 Jul 2019 22:25

Operator : HP/JU

Sample : K3627-03 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Eicosanoic acid, methyl ester Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
13.32 37.33 ng 2064120 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 98
2 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 93
3 Methvl stearate 298 C19H3802 000112-61-8 90
4 Methvl 18-methvlnonadecanoate 326 C21H4202 1000352-20-6 90
5 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 87
Abundance Scan 1910 (13.322 min): BF115613.D (-1906) (-) m/z 74.00 100.00%
!
5000
43
97 w 283
199 297 326 13.00 13.20 13.40 13.60
o e, .I, AT L T 309393 456 hyo 87.00 77.10%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #166219: Eicosanoic acid, methyl ester
74

5000
13.00 13.20 13.40 13.60

143 326 m/z 43.00 32.83%
171 199 227 255 283

04
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #131319: Hexadecanoic acid, 15-methyl-, methyl ester
74
s e Ry
13.00 13.20 13.40 13.60
5000 m/z 55.00 26.00%
43
143 284
M o o
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #143126: Methy! stearate e A REEEEEasS
74 13.00 13.20 13.40 13.60
m/z 74.95 22.76%
5000
43
143
“ ’ 97 \ 199 255 298
SECTR B < -2 A U AN () PSS ¥ | W, W
m/z--> 0 50 100 150 200 250 300 350 400 450 13.00 13.20 13.40 13.60

8270-BF071219.M Wed Jul 17 13:22:14 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071619\
Data File : BF115613.D

Aca On 16 Jul 2019 22:25

Operator : HP/JU

Sample : K3627-03 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 1,5-Cyclodecadiene, (E,Z)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

13.35 69.60 ng 3848530  Chrysene-d12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1.5-Cvclodecadiene. (E.Z)- 136 C10H16 001124-78-3 50
2 1.6-Cvclodecadiene 136 C10H16 007049-13-0 50
3 3-Methvl-cis-3a.4.7.7a-tetrahvdr... 136 C10H16 1000144-04-4 42
4 9.12-Tetradecadien-1-ol. acetate... 252 C16H2802 031654-77-0 35
5B

icyclo[10.1.0]tridec-1-ene 178 C13H22 054766-91-5 30
Abundance Scan 1915 (13.351 min): BF115613.D (-1913) (-) m/z 99.00 100.00%
5000
178 207
13.00 13.20 13.40 13.60
239
o 8, || ZP2s8279 810320 354375 | T RS 00 69.48%
m/z--> 150 200 250 300 350
Abundance #15744 1,5-Cyclodecadiene, (E,Z)-
5000 LA L L L L L L L L B B
136 13.00 13.20 13.40 13.60
m/z 81.00 68.11%
f3
0 At
m/z--> 100 150 200 250 300 350
Abundance #15715: 1,6-Cyclodecadiene
67
R R e RN RE RS
13.00 13.20 13.40 13.60
5000 95 m/z 67.00 59.26%
27 136
o.k.wfh '....,....,.... e ——
m/z--> 50 100 150 200 250 300 350
Abundance #15809: 3-Methyl-cis-3a,4,7, 7a-tetrahydroindan T T
121 13.00 13.20 13.40 13.60
m/z 79.00 48 .54%
5000
ol ‘LW « ] - ———
m/z--> O 200 250 300 350 13 00 13. 20 13.40 13.60

8270-BF071219.M Wed Jul 17 13:22:15 2019

Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071619\
Data File : BF115613.D

Aca On 16 Jul 2019 22:25

Operator : HP/JU

Sample : K3627-03 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 unknownl13.39 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.39 54 .38 ng 3006950 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-fluoro-2-methvl-4-nitro- 155 C7H6FNO2 000455-88-9 47
2 Benzene. 2-fluoro-1-methvl-4-nitro- 155 C7H6FNO2 001427-07-2 43
3 1.2-Cvclohexanedicarboxvlic acid... 372 C18H22C1204 1000339-79-8 38
4 1.2-Cvclohexanedicarboxvlic acid... 352 C19H25CI104 1000339-68-6 38
5 4-Nitrocatechol 155 C6H5N04 003316-09-4 38
Abundance Scan 1922 (13.392 min): BF115613.D (-1920) (-) m/z 155.10 100.00%
1[
67
5000 a1 109
187
13.00 13.20 13.40 13.60 13.80
221
o , .L”‘% , l“ (250 279 310334 369 406433 | h/z 67.00  67.20%
m/z-> 0 50 100 150 200 250 300 350 400
Abundance #28000: Benzene, 1-fluoro-2-methyl-4-nitro-
3 109 185
5000 R R LR SN I
1300 13.20 13.40 13.60 13.80
a0 °F m/z 55.00 62.44%
0 ’¢4¢ AL UL BURLEL L SURLAL LS UURL AL UURL LA SR
m/z-> 0 50 100 150 200 250 300 350 400
Abundance #27999: Benzene, 2-fluoro-1-methyl-4-nitro-
83 109 1585
13.00 13.20 13.40 13.60 13.80
5000 m/z 83.00 61.04%
20 57
0..1MMLL4L{.......,........,..”,....,.”.
m/z-> 0 50 100 150 200 250 300 350 400
Abundance #197923: 1,2-Cyclohexanedicarboxylic acid, butyl 2,5-dichl... A e R REmEs
155 13.00 13.20 13.40 13.60 13.80
m/z 81.00 53.99%
81
5000 109 11
41
ot bt 138 112 | oes B2 A e
m/z-> 0 50 100 150 200 250 300 350 400 13.00 13.20 13.40 13.60 13.80

8270-BF071219.M Wed Jul 17 13:22:15 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071619\
Data File : BF115613.D

Aca On 16 Jul 2019 22:25

Operator : HP/JU

Sample : K3627-03 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 unknownl13.43 Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
13.43 31.01 ng 1714940 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2-Phenanthrenol. 4b.5.6.7.8.8a.9... 328 C22H3202 015340-82-6 38
2 2-Phenanthrenol. 4b.5.6.7.8.8a.9... 286 C20H300 000511-15-9 35
3 2-Methoxv-1-nitrophenazine 10-oxide 271 C13H9N304 005051-20-7 11
4 Benzoic acid. 3.4.5-trimethoxv-2... 271 C11H13NO7 005081-42-5 11
5 Dihydroapohemanthamine 271 C16H17NO3 001153-01-1 11

Abundance Scan 1928 (13.427 min): BF115613.D (-1926) (-) m/z 55.00 100.00%

137
o7 167

5000

13.20 13.40 13.60 13.80
m/z 137.10 60.50%

o 301326 360388 420 464
m/z—-> 0 50 100 150 200 250 300 350 400 450

m/z--> 0 50 100 150 200 250

300 350 400 450

m/z--> 0 50 100 150 200 250

300 350 400 450

Abundance #167984: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro-4b,...
271
5000 IIIIIIIIIIIIIIIIIIIIIII
175 13.20 13.40 13.60 13.80
43 201 308 m/z 97.00 58.60%
| 69 us || 243
e {%?a'#,+ 07 0 SR U N S —

Abundance #133179: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro-4b,...
271
175 13.20 13.40 13.60 13.80
5000 201 m/z 69.00 53.87%
8 41 69 115 145 ﬂ l 229
o) M ‘.ﬂ I‘&' ‘J. uIJL 'Lul Iul L'.' \lILL IMIJJ “.M.J I .J. L It I -

Abundance #119859: 2-Methoxy-1-nitrophenazine 10-oxide L e
271 13.20 13.40 13.60 13.80
m/z 167.10 51.78%
5000
76 102 140 | 197224
I S Shat A WS W S e —

m/z--> 0 50 100 150 200 250

300 350 400 450

T T T T
13.20 13.40 13.60 13.80

8270-BF071219.M Wed Jul 17 13:22:16 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071619\
Data File : BF115613.D

Aca On 16 Jul 2019 22:25

Operator : HP/JU

Sample : K3627-03 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Methyl 2-octylcyclopropene-... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.49 28.93 ng 1599610 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 2-octvlcvclopropene-1l-oct... 308 C20H3602 003220-60-8 81
2 2-Butvl-1-iodo-bicvclol2.2_.11hep... 278 C11H19l 1000190-59-7 22
3 Endo-tricvclol5.2.1.0(2.6)1decane 136 C10H16 1000215-28-8 18
4 1-Allvl-1-cvclohexanol 140 C9H160 001123-34-8 14
5 Cyclohexanol, 1-(1,2-propadienyl)- 138 C9H140 034761-56-3 14
Abundance Scan 1939 (13.492 min): BF115613.D (-1935) (-) m/z 81.00 100.00%
g1
5000 57
345 382 446 13.20 13.40 13.60 13.80
0 ...,I.'l- . 429 m/z 95.00 84.28%
m/z--> 100 150 200 250 300 350 400 450
Abundance #151473 Methy! 2-octylcyclopropene-1-octanoate
5000 LI IS UL LN B
1320 13.40 13.60 13.80
05 m/z 83.00 46.91%
135
] "164 195 223 251 277 3?8
ol I IIn| o S S —
m/z--> 100 150 200 250 300 350 400 450
Abundance #125317: 2-Butyl-1-iodo-bicyclo[2.2.1]heptane
95
13:20 13.40 13.60 13.80
s000l 41 67 m/z 125.00 40.07%
151
278
Ll | w7
m/z--> 5 100 150 260 250 300 350 400 450
Abundance #15783: Endo-tricyclo[5.2.1.0(2.6)]decane e
67 95 13.20 13.40 13.60 13.80
m/z 85.00 39.47%
5000, 28
121
m/z--> 50 100 150 200 250 300 350 400 450 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071619\
Data File : BF115613.D

Aca On 16 Jul 2019 22:25

Operator : HP/JU

Sample : K3627-03 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 unknownl3.75 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.75 40.30 ng 2228340 Chrysene-di12 14 .05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 2-octvlcvclopropene-1-oct... 308 C20H3602 003220-60-8 35
2 4-Amino-2.1.3-benzothiadiazole 151 C6H5N3S 000767-64-6 22
3 Stibine. triethvl- 208 C6H15Sb 000617-85-6 18
4 1.2.4-Oxadiazol-5-amine. 3-(4-am... 318 C13H14N604 1000350-83-1 15
5 2-Cyanomethyl-hexahydro-pyrimidi... 175 C8HON5 1000185-88-3 15
Abundance Scan 1983 (13.751 min): BF115613.D (-1978) (-) m/z 81.00 100.00%
151

5000
308 13.40 13.60 13.80 14.00
205 237 277 . . . .
o 355381405 444468 m/z 151.10 97.46%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #151473: Methyl 2-octylcyclopropene-1-octanoate
43
5000 LA L L L L L BB B
13.40 13.60 13.80 14.00
0
05 135 164 165 208 m/z 95.00 73.19%
L1y 228 251 277
o A e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #24694: 4-Amino-2,1,3-benzothiadiazole
151
R e B AR
13.40 13.60 13.80 14.00
5000 m/z 67.00 50.82%
124
30 66 % |
ot e e b i i
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #68051: Stibine, triethyl-  REaEE R R
151 13.40 13.60 13.80 14.00
m/z 55.00 41 .92%
5000
208
12 179
o e I
m/z--> 50 100 150 200 250 300 350 400 450 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071619\
Data File : BF115613.D

Aca On 16 Jul 2019 22:25

Operator : HP/JU

Sample : K3627-03 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219.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 Docosanoic acid, methyl ester Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
13.99 26.81 ng 1482240 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosanoic acid. methvl ester 354 C23H4602 000929-77-1 99
2 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 93
3 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 93
4 Methvl 20-methvl-heneicosanoate 354 C23H4602 1000336-47-4 91
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 87

Abundance Scan 2024 (13.992 min): BF115613.D (-2020) (-) m/z 74.00 100.00%
2
5000
143
311
199 .-, 255 354 13.60 13.80 14.00 14.20 14.40
ol 17177 227 <77 283 407 434 466 mn/z 87.00 85 _ 250
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #186933: Docosanoic acid, methyl ester
2
43
5000 |7AT--|---- e
13.60 13.80 14.00 14.20 14.40
143 m/z 43.00 33.27%
ol 2 101~ | 171199 997 255 2g3 311
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #131300: Heptadecanoic acid, methyl ester
%
13.60 13.80 14.00 14.20 14.40
5000 m/z 143.05 27 .16%
43
143
101 185,45 241 284
0 "Jllhﬁ”b'k'|"”|g?'3w"'|'”'|"'w""|”"
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester D e e
74 13.60 13.80 14.00 14.20 14.40
m/z 75.00 25.77%
5000 43
o i Lo M aes 227 270
mz-> 0 5'0 100 150 200 250 300 350 400 450 13.60 13.80 14.00 14.20 14.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BFO071619\
Data File : BF115613.D

Acq On 16 Jul 2019 22:25

Operator : HP/JU

Sample : K3627-03 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071219_.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 .65 6.65 32.0 ng 1806530 1 6.89 1130150 20.0
9-Hexadecenoic ac... 11.73 19.1 ng 1303060 4 11.41 1360910 20.0
Hexadecanoic acid... 11.83 238.1 ng 16201800 4 11.41 1360910 20.0
n-Hexadecanoic acid 11.96 54.5 ng 3708980 4 11.41 1360910 20.0
11-Octadecenoic a... 12.57 711.1 ng 48389200 4 11.41 1360910 20.0
Methyl stearate 12.62 149.8 ng 10194300 4 11.41 1360910 20.0
trans-13-Octadece... 12.68 196.9 ng 13401500 4 11.41 1360910 20.0
Octadecanoic acid 12.74 17.6 ng 975748 5 14.05 1105880 20.0
Methyl 10-trans,1... 12.83 22.6 ng 1250490 5 14.05 1105880 20.0
Methyl 9.cis.,11.... 13.08 16.6 ng 920798 5 14.05 1105880 20.0
Bicyclo[2.2.1]hep... 13.19 58.4 ng 3228710 5 14.05 1105880 20.0
9-Octadecenoic ac... 13.25 41.6 ng 2298910 5 14.05 1105880 20.0
Eicosanoic acid, ... 13.32 37.3 ng 2064120 5 14.05 1105880 20.0
1,5-Cyclodecadien... 13.35 69.6 ng 3848530 5 14.05 1105880 20.0
unknownl13.39 13.39 54_4 ng 3006950 5 14.05 1105880 20.0
unknownl13.43 13.43 31.0 ng 1714940 5 14.05 1105880 20.0
Methyl 2-octylcyc... 13.49 28.9 ng 1599610 5 14.05 1105880 20.0
unknownl13.75 13.75 40.3 ng 2228340 5 14.05 1105880 20.0
Docosanoic acid, ... 13.99 26.8 ng 1482240 5 14.05 1105880 20.0
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