LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080717\
Data File : BF097434.D

Aca On : 7 Aug 2017 17:34

Operator : SJ/JU

Sample : 14642-01

Misc :

ALS Vial : 10 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 4.534 464 467 481 rBv2 127852 212908 10.75% 1.110%
2 5.004 544 547 567 rBVY 1598411 1980774 100.00% 10.331%
3 6.081 727 730 744 rBVY 1530626 1816252 91.69% 9.473%
4 6.186 744 748 758 rVB 1843623 1860732 93.94% 9.705%
5 6.410 783 786 798 rBV 594172 532843 26.90% 2.779%
6 6.563 809 812 823 rBVY 1336562 1336832 67.49% 6.972%
7 6.981 880 883 899 rBY 1130168 1171433 59.14% 6.110%
8 7.692 1001 1004 1012 rBV 854132 726554 36.68% 3.789%
9 8.769 1183 1187 1191 rBV 1657510 1623044 81.94% 8.465%
10 9.175 1253 1256 1263 rBVY 189822 160584 8.11% 0.838%
11 9.298 1272 1277 1282 rBV 30957 31269 1.58% 0.163%
12 9.439 1297 1301 1305 rBV 688807 670790 33.87% 3.499%
13 9.892 1375 1378 1381 rVB 31997 24558 1.24% 0.128%
14 10.110 1409 1415 1419 rBvV3 18249 26833 1.35% 0.140%
15 10.222 1431 1434 1443 rBvV 834330 839487 42.38% 4_.378%
16 10.363 1455 1458 1466 rBV 56439 70630 3.57% 0.368%
17 10.810 1530 1534 1536 rBvV 27585 27935 1.41% 0.146%
18 10.910 1547 1551 1554 rBvV 674539 589349 29.75% 3.074%
19 10.933 1554 1555 1559 rvv 38807 22305 1.13% 0.116%
20 10.986 1562 1564 1569 rVB 38062 37414 1.89% 0.195%
21 11.327 1619 1622 1626 rBV 230167 197872 9.99% 1.032%
22 11.468 1643 1646 1649 rBV 108219 93714 4.73% 0.489%
23 11.521 1652 1655 1657 rBV 25043 22451 1.13% 0.117%
24 11.957 1727 1729 1732 rBV 35838 34027 1.72% 0.177%

25 12.004 1733 1737 1740 rVV 691396 770146 38.88% 4.017%

26 12.027 1740 1741 1748 rVB 531902 426348 21.52% 2.224%
27 12.116 1752 1756 1760 rVB 295416 260931 13.17% 1.361%
28 12.180 1760 1767 1771 rBV9 22962 57923 2.92% 0.302%
29 12.245 1775 1778 1784 rBV5 27869 51247 2.59% 0.267%
30 12.339 1789 1794 1798 rBV 195342 194017 9.80% 1.012%

31 12.492 1816 1820 1823 rVV 1025837 953833 48.15% 4_.975%

32 12.563 1827 1832 1838 rBV3 31827 60531 3.06% 0.316%
33 12.645 1843 1846 1849 rBV3 31265 41377 2.09% 0.216%
34 12.668 1849 1850 1854 rVB 33172 27231 1.37% 0.142%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080717\
Data File : BF097434.D

Aca On : 7 Aug 2017 17:34

Operator : SJ/JU

Sample : 14642-01

Misc :

ALS Vial : 10 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 12.739 1858 1862 1865 rBV2 34149 43444 2.19% 0.227%
36 12.774 1865 1868 1872 rVB 58485 66686 3.37% 0.348%
37 12.833 1875 1878 1881 rBvV4 20163 25644 1.29% 0.134%
38 12.863 1881 1883 1886 rVB 28876 23887 1.21% 0.125%
39 12.892 1886 1888 1890 rBV2 30213 23069 1.16% 0.120%
40 13.045 1911 1914 1916 rBV3 22789 25870 1.31% 0.135%
41 13.186 1935 1938 1941 rVB 31645 29905 1.51% 0.156%
42 13.398 1971 1974 1975 rBV 26901 23957 1.21% 0.125%

43 13.415 1975 1977 1986 rVB4 89059 140624 7.10% 0.733%
44 13.533 1990 1997 2000 rBV2 623694 728297 36.77% 3.799%
45 13.557 2000 2001 2009 rVB 133067 110162 5.56% 0.575%

46 13.921 2061 2063 2066 rVB 41371 31602 1.60% 0.165%
47 13.957 2067 2069 2072 rVB2 35186 31912 1.61% 0.166%
48 14.527 2163 2166 2173 rBVY 141547 224555 11.34% 1.171%
49 14.774 2205 2208 2213 rVB 72556 79885 4._.03% 0.417%

50 14.821 2213 2216 2220 rBV 107821 116399 5.88% 0.607%

51 14.874 2221 2225 2228 rBV 350343 385962 19.49% 2.013%

52 16.203 2449 2451 2454 rBv4 44109 40663 2.05% 0.212%

53 17.809 2721 2724 2725 rBV3 27652 34039 1.72% 0.178%

54 18.368 2816 2819 2820 rBV3 31069 32207 1.63% 0.168%
Sum of corrected areas: 19172943
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080717\
Data File : BF097434.D

Aca On : 7 Aug 2017 17:34

Operator : SJ/JU

Sample : 14642-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF097434.D

5.00 6.04

1500000
6.56
6.98

1000000

6.41
500000

4.53

e T e o SEDUSMSHSESEIESEESEMESEMES L SMESEME S-S SMUNENEMEMPUEHE R S S S IR L SO U
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080717\
Data File : BF097434.D

Aca On : 7 Aug 2017 17:34

Operator : SJ/JU

Sample : 14642-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.53 7-.99 ng 212908 1,4-Dichlorobenzene-d4 6.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol 102 C6H140 000623-37-0 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 9
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 9

Abundance Scan 466 (4.528 min): BF097434.D (-464) (-) m/z 43.00 100.00%
43.0
5000 59.0
101.1 150 A0 ARO Am0
420 4.40 4.60 4.80
Ol 2O 830 "w/z 59.00 51.66%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 IBESSEBAREBE N SRR
420 4.40 4.60 4.80
59.0 1010 m/z 101.10 13.15%
0 21.0 350, | 510 ‘ 67.0 830 91.0 | |
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
420 440 460 4.80
5000 310 430 73.0 m/z 58.00 12.78%
0 51.0 84.0 101.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- e e
59.0 420 4.40 4.60 4.80
m/z 41.10 9.07%
5000
410 101.0
o150 30 T 10 | 690 830
m/z--> 10 20 30 40 50 60 70 8 9 100 110 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080717\
Data File : BF097434.D

Aca On : 7 Aug 2017 17:34

Operator : SJ/JU

Sample : 14642-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

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

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.19 Concentration Rank 1

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

6.19 69.84 ng 1860730 1,4-Dichlorobenzene-d4 6.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 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 749 (6.192 min): BF097434.D (-744) (-) m/z 132.00 100.00%
132.0
5000 8.1
40.0 540 9.1 580 6.00 620 6.40 6.60
0 B E e m/z 68.10 35.91%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 RN S AR I
5.80 6.00 6.20 6.40 6.60
310 510 m/z 134.00 34.41%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
74.0 580 6.00 6.20 6.40 6.60
5000 ggo 1160 m/z 66.00 23.31%
158.0 189.0
L B L L W W S L WAL
m/z--> 40 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0 5.80 6.00 6.20 6.40 6.60
m/z 69.05 14.04%
5000 67.0
41.0 97.0
‘ ‘ 117.0
oL HS‘LO\HHF ....“luuH.............
m/z--> 100 120 140 160 180 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080717\
Data File : BF097434.D

Aca On : 7 Aug 2017 17:34

Operator : SJ/JU

Sample : 14642-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 Nonadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.36 2.40 ng 70630 Phenanthrene-d10 10.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 80
2 Hexadecane 226 C16H34 000544-76-3 72
3 Tetratetracontane 619 C44H90 007098-22-8 72
4 Tetradecane. l-i1odo- 324 C14H29l 019218-94-1 64
5 Tetradecane 198 C14H30 000629-59-4 58
Abundance Scan 1458 (10.363 min): BF097434.D (-1455) (-) m/z 57.00 100.00%
57.0
5000
140.0 10,00 10.20 1040 10.60
(o} m/z 43.05 72 .88%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #117637: Nonadecane
57.0
5000 LR UL BGRR DR B

10,00 10.20 10.40 10.60
m/z 71.05 54.97%

1 ]m13 01690 2680

Oy R e e A R o e B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
10.00 10.20 10.40 10.60
5000 m/z 85.10 43.48%
o 113.0 169.0 226.0
[ T T T T e e e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0 10.00 10.20 10.40 10.60
m/z 41.00 33.98%
5000
13. 0
o ,169.0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0
e e e e T T T T T T T T T T R e e N EERE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 10 00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080717\
Data File : BF097434.D

Aca On : 7 Aug 2017 17:34

Operator : SJ/JU

Sample : 14642-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 5 Hexadecanoic acid, methyl e... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.33 6.71 ng 197872 Phenanthrene-d10 10.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 91
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 91
3 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 90
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 86
Abundance Scan 1622 (11.327 min): BF097434.D (-1619) (-) m/z 74.00 100.00%
74.0
5000
143.1 LA SN ML BRI SUNE
97.0 1711 199.2 227.2 11.00 11.20 11.40 11.60
0 ...,....,...h',.e.. shar dpry | ATL1 1902 SO 21021 0l 8T 90 68.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119406: Hexadecanoic acid, methyl ester
74.0
43.0 A
5000 R UM LR UL RS
11.00 11.20 11.40 11.60
143.0 m/z 43.00 45.81%
ots0, o %P aa1o | 1710 1990 2270 2700
e '4'0' T & 105 100 140 100 10 290 335 230 %
Abundance
74.0
11.00 11,20 11.40 11.60
5000 43.0 m/z 55.05 34 .36%
. 97.0 1180 30 1850 2270 2700
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84486: Tridecanoic acid, methyl ester B o B A A
74.0 11.00 11.20 11.40 11.60
m/z 40.95 30.02%
5000
43.0
0 \‘ H ‘ I 101 0 | 14\3 0 18\5 0 22\8 0
mzs 20 40 !e'o" "$ 100 130 140 160 180 200 230 240 280 11.00 11,20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080717\
Data File : BF097434.D

Aca On : 7 Aug 2017 17:34

Operator : SJ/JU

Sample : 14642-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.47 3.18 ng 93714 Phenanthrene-d10 10.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
2 Pentadecanoic acid 242 C15H3002 001002-84-2 80
3 Methvl 2.6-anhvdro-.alpha.-d-alt... 176 C7H1205 1000130-02-0 22
4 Oxalic acid. dodecvl isobutvl ester 314 C18H3404 1000309-37-7 18
5 Sulfurous acid, pentadecyl 2-pro... 334 C18H3803S 1000309-12-6 18
Abundance Scan 1646 (11.468 min): BF097434.D (-1643) (-) m/z 43.10 100.00%
431 1 730
5000
129.1
97.0 1570 11 231 11130 1140 1160 1180
| m/z 60.00 94.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
41,0
5000 129.0
83.0 11.20 11.40 11.60 11.80
H 1570 1gso 2130 260 | M/z 73.00  82.23%
0 I""I‘ﬂ"”l” .‘l‘ﬁ‘ H ‘ IMF‘)? u ol 'I"""I""' .‘...‘ — ....|....|.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 | 730
11.20 11.40 11.60 11.80
5000 m/z 57.05 80.98%
129.0 242.0
97.0 199.
0 15201710 2230
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 240 260
Abundance #42790: Methyl 2,6-anhydro-.alpha.-d-altroside o L B
57.0 11.20 11.40 11.60 11.80
m/z 55.00 77 .15%
5000
87.0
o “ Wl 30, 1440 760
m/z--> 2I ' 60 éo 160 150 150 160 180 200 220 240 2éo 11'20 11. 40 11. 60 11. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080717\
Data File : BF097434.D

Aca On : 7 Aug 2017 17:34

Operator : SJ/JU

Sample : 14642-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 9,12-Octadecadienoic acid (... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

12.00 26.14 ng 770146 Phenanthrene-d10 10.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-0Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
2 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 95
3 11.14-0Octadecadienoic acid. meth... 294 C19H3402 056554-61-1 94
4 11-Octadecvnoic acid. methvl ester 294 C19H3402 026543-37-3 92
5 2-Chloroethyl linoleate 342 C20H35CI02 025525-76-2 90

Abundance Scan 1736 (11.998 min): BF097434.D (-1733) (-) m/z 66.95 100.00%

67.0
41.0

5000

11.60 11.80 12.00 12.20 12.40

123.1 150.1 178.0. 206.1

o} m/z 55.00 80.30%
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

11.60 11.80 12.00 12.20 12.40
204.0 m/z 41.05 73.72%
. 178.0 220.0 263.0 -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
410 670
_rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l'
11.60 11.80 12.00 12.20 12.40
5000 95.0 m/z 81.05 72.64%

1230 150.0 1789 9900 2630 240

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139719: 11,14-Octadecadienoic acid, methyl ester B e e
11.60 11.80 12.00 12.20 12.40
m/z 54.00 56.38%
5000
1230 1500 1780 900 2630 294.0
0 ' U N BASR R S B

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.60 11.80 12.00 12.20 12.40

8270-BF072517.M Wed Aug 09 11:10:45 2017 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080717\
Data File : BF097434.D

Aca On : 7 Aug 2017 17:34

Operator : SJ/JU

Sample : 14642-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 10-Octadecenoic acid, methy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.03 14.47 ng 426348 Phenanthrene-d10 10.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 87
2 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 86
3 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 80
4 7-Hexadecenoic acid. methvl este... 268 C17H3202 056875-67-3 68
5 9-Octadecenoic acid (2)-, methyl... 296 C19H3602 000112-62-9 68

Abundance Scan 1741 (12.027 min): BF097434.D (-1740) (-) m/z 55.00 100.00%

.0

.

5000
111.1 B e A BEEa
137.1 180.2 2222 264.3 11.80 12.00 12.20 12.40
0 m/z 41.10 66.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141285: 10-Octadecenoic acid, methyl ester
11.80 12.00 12.20 12.40
m/z 43.05 45 _56%
0 296.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0
R R e e
11.80 12.00 12.20 12.40
5000 630 m/z 83.10 38.22%
29.0 264.0
111.0 138.0 180.0 2220 296.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141292: 13-Octadecenoic acid, methyl ester B B L B
53.0 11.80 12.00 12.20 12.40

m/z 74.05 35.60%

5000

83.0

264.0
111.0

137.0 180.0 222.0 296.0

0 AT e

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\BF080717\
Data File : BF097434.D

Aca On : 7 Aug 2017 17:34

Operator : SJ/JU

Sample : 14642-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 unknownl3.42 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.42 3.86 ng 140624 Chrysene-di12 13.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (BE)- 280 C20H40 074685-30-6 46
2 n-Tetracosanol-1 354 C24H500 000506-51-4 46
3 Tetradecvl trifluoroacetate 310 C16H29F302 006222-02-2 43
4 Cvclohexadecane 224 C16H32 000295-65-8 43
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 38
Abundance Scan 1978 (13.421 min): BF097434.D (-1975) (-) m/z 43.05 100.00%
43.0 .
5000
2281 2810 3161 13120 13.40 13.60 13.80
Obreprre b m/z 83.10 93.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #127769: 5-Eicosene, (E)-
55.0
83.0
5000 UL UL B UL R
nmnmnmnm
29.0 111.0 m/z 57.10 93.08%
0 dJ ‘\ L L \139016701960223025202800
m/z--> 2'0 4'0 60 80 100 120 140 1('30 180 200 220 240 260 280 300 32'0 340
Abundance
57.0 83.0
"'1320 13.40 13.60 13.80
5000 111.0 m/z 55.10 92.63%
29.0 139.0
o 167.0 195.0222.0 250.0 280.0 308.0 336.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #152719: Tetradecyl trifluoroacetate RS EmmEs o L
13.20 13.40 13.60 13.80
m/z 178.10 79.66%
5000
0 T R e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 nmnmnmnm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080717\
Data File : BF097434.D

Aca On : 7 Aug 2017 17:34

Operator : SJ/JU

Sample : 14642-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 unknownl16.20 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

16.20 2.11 ng 40663 Perylene-d12 14 .87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1-(4-Hvdroxvbenzovl)-6.7-dimetho... 309 C18H15N04 005544-57-0 11
2 2-Cvclohexvl-8a-methvl-4-methvle... 274 C17H26N20 1000193-85-0 10
3 1-1sopropvl-4-methvl-7.12-dithia... 274 C14H260S2 1000190-40-2 10
4 1.11-Dibromoundecane 312 C11H22Br2 016696-65-4 10
5 Silane, dimethyl(2,2,2-trichloro... 320 C11H23CI302Si 1000347-56-6 10
Abundance Scan 2450 (16.198 min): BF097434.D (-2449) (-) m/z 55.00 100.00%

550 278.1
5000
15,80 16.00 16.20 16.40 16.60

0 m/z 43.00 80.15%

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

Abundance #152026: 1-(4- Hydtoxybenzoyl) 6,7-dimethoxyisoquinoline
43.0 121. 278.0
93.0
5000 TT T T[T T I T [T T T T[T T TT[TT
251.0 308.0 15.80 16.00 16.20 16.40 16.60
p m/z 278.15 79.07%
6 146.0 209.0 ‘
0 ””U\ \M‘\IH\?I\ HH . \ \m‘ul ﬁ\\\ 1\7\4\0\ vl \‘ m\ | “: ‘ -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55.0 162.0 2470 274.0
830 1210 15.80 16.00 16.20 16.40 16.60
50001 290 m/z 41.05 73.13%

204.0

S R R R R B A LS LA LA LS LA LA LA LR LSS S|
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #122499: 1-Isopropyl-4-methyl-7,12-dithia-spiro[5.6]dodeca... A B o
81.0 137.0 15.80 16.00 16.20 16.40 16.60
m/z 190.10 46 .25%
55.0
5000 05.0
274.0
29.0
ol il b 700, 802880 L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15.80 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080717\
Data File : BF097434.D

Acq On : 7 Aug 2017 17:34

Operator : SJ/JU

Sample - 14642-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517 .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]
2-Pentanone, 4-hy... 4.53 8.0 ng 212908 1 6.41 532843 20.0
unknown6.19 6.19 69.8 ng 1860730 1 6.41 532843 20.0
Nonadecane 10.36 2.4 ng 70630 4 10.91 589349 20.0
Hexadecanoic acid... 11.33 6.7 ng 197872 4 10.91 589349 20.0
n-Hexadecanoic acid 11.47 3.2 ng 93714 4 10.91 589349 20.0
9,12-Octadecadien... 12.00 26.1 ng 770146 4 10.91 589349 20.0
10-Octadecenoic a... 12.03 14.5 ng 426348 4 10.91 589349 20.0
unknownl13.42 13.42 3.9 ng 140624 5 13.53 728297 20.0
unknownl16 .20 16.20 2.1 ng 40663 6 14.87 385962 20.0
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