LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF122117\
Data File : BF101615.D

Aca On : 21 Dec 2017 19:00

Operator : SJ/JU

Sample : 16957-02

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:\HPCHEM1I\BNA F\METHODS\8270-BF121417.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 5.010 494 497 510 rBV 97186 154270 3.71% 0.503%
2 5.416 563 566 587 rBY 1610186 2047676 49.18% 6.674%
3 5.769 623 626 637 rvB4 17300 46400 1.11% 0.151%
4 6.316 715 719 724 rBV2 47576 51572 1.24% 0.168%
5 6.439 736 740 753 rBVY 1492895 2078801 49.93% 6.776%
6 6.569 758 762 769 rVB 2100352 1910018 45.88% 6.225%
7 6.675 777 780 787 rBV7 25296 53076 1.27% 0.173%
8 6.798 797 801 806 rvVv 681206 676781 16.26% 2.206%
9 6.951 824 827 835 rVV 1645586 1554980 37.35% 5.068%
10 7.051 840 844 848 rVB2 78639 89164 2.14% 0.291%

11 7.198 862 869 877 rvv7 113459 264210 6.35% 0.861%
12 7.310 883 888 894 rBv4 74254 136019 3.27% 0.443%
13 7.363 894 897 904 rVvV 1196739 1207923 29.01% 3.937%
14 7.428 904 908 912 rVB5 89650 125599 3.02% 0.409%

15 7.563 928 931 934 rBV 100195 85270 2.05% 0.278%
16 7.592 934 936 939 rvB2 63249 52233 1.25% 0.170%
17 7.663 944 948 950 rBV2 62061 60966 1.46% 0.199%
18 7.710 953 956 959 rBV3 97446 91364 2.19% 0.298%
19 7.851 970 980 984 rBv2 306401 491510 11.81% 1.602%
20 8.010 1004 1007 1011 rVvVv5 50530 63412 1.52% 0.207%
21 8.045 1011 1013 1015 rVvVv 75955 67726 1.63% 0.221%
22 8.080 1015 1019 1024 rVvVv 775982 801296 19.25% 2.612%
23 8.122 1024 1026 1029 rVB 75154 67751 1.63% 0.221%
24 8.445 1076 1081 1086 rBV 334872 434710 10.44% 1.417%
25 8.904 1155 1159 1163 rBv4 32286 50260 1.21% 0.164%
26 8.998 1173 1175 1177 rBV 60017 54530 1.31% 0.178%
27 9.080 1186 1189 1195 rVB3 43042 49277 1.18% 0.161%

28 9.151 1195 1201 1204 rBV 2149876 1867027 44.85% 6.085%
29 9.545 1264 1268 1275 rVB 111013 130583 3.14% 0.426%
30 9.833 1313 1317 1323 rVB 774530 689135 16.55% 2.246%

31 10.039 1350 1352 1361 rVB5 42670 60772 1.46% 0.198%
32 10.245 1385 1387 1394 rVB2 56182 58060 1.39% 0.189%
33 10.627 1449 1452 1459 rBV 876757 829898 19.93% 2.705%
34 10.721 1465 1468 1476 rVB3 70251 101612 2.44% 0.331%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF122117\
Data File : BF101615.D

Aca On : 21 Dec 2017 19:00

Operator : SJ/JU

Sample : 16957-02

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:\HPCHEM1I\BNA F\METHODS\8270-BF121417.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 10.986 1509 1513 1520 rBV 476484 479764 11.52% 1.564%

36 11.321 1567 1570 1573 rBV 738761 648061 15.57% 2.112%

37 11.345 1573 1574 1579 rVB2 59764 64459 1.55% 0.210%
38 11.421 1583 1587 1591 rBV3 50668 68470 1.64% 0.223%
39 11.592 1614 1616 1618 rBV 50232 46890 1.13% 0.153%
40 11.863 1654 1662 1673 rBV2 2553105 4163222 100.00% 13.570%
41 12.004 1683 1686 1690 rBVY 51210 47677 1.15% 0.155%
42 12.245 1724 1727 1731 rBV5 46538 74866 1.80% 0.244%
43 12.468 1763 1765 1768 rBVY 148957 131978 3.17% 0.430%
44 12.504 1768 1771 1773 rVB2 48436 49201 1.18% 0.160%

45 12.551 1775 1779 1785 rBV3 281641 465701 11.19%% 1.518%

46 12.604 1785 1788 1790 rBV 121137 98609 2.37% 0.321%
47 12.639 1790 1794 1800 rBV 1422511 1626746 39.07% 5.302%
48 12.763 1812 1815 1822 rVB3 86869 146569 3.52% 0.478%
49 12.904 1835 1839 1844 rBV 1815610 1576660 37.87% 5.139%
50 12.980 1850 1852 1856 rVvVv 133980 124807 3.00% 0.407%

51 13.074 1866 1868 1872 rBV3 69402 81907 1.97% 0.267%
52 13.186 1884 1887 1889 rVB 92191 73090 1.76% 0.238%
53 13.239 1893 1896 1899 rBV 121753 109506 2.63% 0.357%
54 13.310 1904 1908 1911 rVB3 108535 127143 3.05% 0.414%
55 13.374 1915 1919 1922 rBV3 219721 289736 6.96% 0.944%

56 13.498 1938 1940 1943 rVB 77243 56890 1.37% 0.185%
57 13.715 1974 1977 1982 rVB3 133602 165686 3.98% 0.540%
58 13.786 1982 1989 1993 rBV2 287161 473115 11.36% 1.542%
59 13.874 2002 2004 2010 rVB2 138752 161680 3.88% 0.527%
60 13.927 2010 2013 2018 rBV 329135 348306 8.37% 1.135%

61 13.974 2018 2021 2025 rVB 830383 707420 16.99% 2.306%
62 14.198 2056 2059 2064 rVB 368640 363493 8.73% 1.185%
63 14.462 2101 2104 2106 rVB 157442 127994 3.07% 0.417%
64 14.809 2159 2163 2169 rVB 458825 455716 10.95% 1.485%
65 15.033 2198 2201 2204 rVB 51298 57167 1.37% 0.186%

66 15.074 2205 2208 2212 rVV2 129628 133982 3.22% 0.437%
67 15.439 2266 2270 2278 rVB 466536 630227 15.14% 2.054%

Sum of corrected areas: 30680619
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122117\
Data File : BF101615.D

Aca On : 21 Dec 2017 19:00

Operator : SJ/JU

Sample : 16957-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_M

Quant Title

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122117\
Data File : BF101615.D

Aca On : 21 Dec 2017 19:00

Operator : SJ/JU

Sample : 16957-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 14

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

5.01 4.56 ng 154270 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
5 Butane 58 C4H10 000106-97-8 9

Abundance Scan 497 (5.010 min): BF101615.D (-494) (-) m/z 43.00 100.00%
43.0
59.0
5000
| o 450 450 500 550 540
N P e P m/z 59.00 52.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 ab 2k S0 Sk Sk
0
150 a0 1010 m/z 101.00 15.99%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
o 450 450 500 550 540
5000 m/z 58.00 14 .60%
20.0 101.0
15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- A A
54.0 460 4.80 5.00 5.20 5.40
m/z 41.00 8.06%
5000 41.0
31.0
‘ 69.0 870
15.0 M‘ L1500 98.0
miz--> B 2 30 40 S0 60 70 80 % 100 110 | 460 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122117\
Data File : BF101615.D

Aca On : 21 Dec 2017 19:00

Operator : SJ/JU

Sample : 16957-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 unknown6.57 Concentration Rank 1

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

6.57 56.44 ng 1910020 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 762 (6.569 min): BF101615.D (-758) (-) m/z 132.00 100.00%
132.0
5000 68.0
620 640 6.60 6.80 7.00
B E e m/z 68.05 41.98%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRS SRR SR
6.20 6.40 6.60 6.80 7.00
310 510 m/z 134.00 32.90%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 26.94%
41.0 97.0
117.0
54,0 81.0
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.05 16.57%
74.0
5000 98.0 116.0
T I‘I\I - ""“l : Iw‘l : |H“| : "“l : I‘MI —— ?-5|80| —— |]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122117\
Data File : BF101615.D

Aca On : 21 Dec 2017 19:00

Operator : SJ/JU

Sample : 16957-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 Heptanoic acid Concentration Rank 11

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

7.20 7.81 ng 264210 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptanoic acid 130 C7H1402 000111-14-8 80
2 Hexanoic acid 116 C6H1202 000142-62-1 64
3 Octanoic acid 144 C8H1602 000124-07-2 53
4 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 45
5 3-Methyl-hexanoic acid 130 C7H1402 1000365-65-4 42

Abundance Scan 869 (7.198 min): BF101615.D (-862) (-) m/z 60.00 100.00%
6d.0
73.0
5000 41.1
‘ 87.0
109.1 6.80 7.00 7.20 7.40 7.60
139.1
..,....,....,....|,.|.|..,.'.!.'|...':'!'.!..,'.'!.|.,..9:5.",1....',....1[‘2:?'.(’.,...'.-,....,.. m/z 73.00 52.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13417: Heptanoic acid
60.0
5000 73.0
43.0 6.80 7.00 7.20 7.40 7.60
290 87.0 m/z 41.10 44 .60%
18.0 “ ol 10004130 1300
mz-> 10 20 3'0 Pl 5'0 5 70 8 00 100 110 130 130 140 1%0
Abundance
60.0
6.80 7.00 7.20 7.40 7.60
5000 73.0 m/z 43.00 38.65%
41.0
27.0 87.0
15.0 99.0
wwmmrwwwwwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20839: Octanoic acid A EE e S
60.0 6.80 7.00 7.20 7.40 7.60
m/z 55.00 34.71%
73.0
5000 7o 30
‘ 85.0 1010
1A N Y 120 1290 1440
m/z--> 10 20 §o 40 55 60 70 85 90 100 110 120 130 140 150 6.80 7.00 7.0 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122117\
Data File : BF101615.D

Aca On : 21 Dec 2017 19:00

Operator : SJ/JU

Sample : 16957-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121417 .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 Bicyclo[3.1.1]heptane-2-car... Concentration Rank 18

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

7.31 4.02 ng 136019 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.1.1Theptane-2-carboxal... 152 C10H160 004764-14-1 62
2 1-lIsopropvl-1.4.5-trimethvicvclo... 168 C12H24 219783-06-9 53
3 2.3-Dimethvl-3-heptene. (2)- 126 C9H18 059643-73-1 47
4 Cvclopentaneethanol. _.beta..2.3-... 156 C10H200 021721-18-6 43
5 Cyclohexane, 2,4-diethyl-1-methyl- 154 C11H22 061142-70-9 38

Abundance Scan 888 (7.310 min): BF101615.D (-883) (-) m/z 69.10 100.00%
69.1

55.0 125.1

5000

7.00 7.20 7.40 7.60
m/z 55.00 64.49%

137.0 153.1
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #25342: Bicyclo[3.1.1]heptane-2-carboxaldehyde, 6,6-dimethy!-
41.0 690 g0
123.0
5000 LA L L L L LB LB
55.0 7.00 7.20 7.40 7.60
27.0 ‘ ‘ 950 109.0 137.0 m/z 125.10 61.22%
..,%?;9,.”Mh....ﬂk..ﬂjlm,..wlr”.hh.:.whhhl,.”lh..”,hl..,”..,..i??IQ.“.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
69.0
7.00 7.20 7.40 7.60
5000 m/z 83.10 48.08%
41.0 55.0 83.0 125.0
27.0 109.0
15.0 95.0
WWWTFWWWWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #11577: 2,3-Dimethyl-3-heptene, (2)- B R e S L
55.0 69.0 7.00 7.20 7.40 7.60
m/z 41.10 38.17%
83.0
41.0
5000
126.0
27.0 97.0
..,1..5.'(.),...‘.‘,....‘il‘...,.‘al‘.,...‘a,‘....,‘l.‘..,...‘.,..%.1,‘1.'.9.,...‘.,....,....,....,.. B R EEEEmama
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122117\
Data File : BF101615.D

Aca On : 21 Dec 2017 19:00

Operator : SJ/JU

Sample : 16957-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 Adamantane Concentration Rank 19

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

7.43 3.71 ng 125599 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Adamantane 136 C10H16 000281-23-2 55
2 2.5-Methano-1H-indene. octahvdro- 136 C10H16 019026-94-9 38
3 Bicvclol3.2.21non-6-en-3-o0ne 136 C9H120 1000072-31-7 38
4 1H-Inden-1-one. 2.3.4.5.6.7-hexa... 136 C9H120 022118-00-9 30
5 Cyclohexane, l-methylene-4-(1-me... 136 C10H16 000499-97-8 30

Abundance Scan 908 (7.428 min): BF101615.D (-904) (-) m/z 69.00 100.00%
69.0
41.0 55.0 136.1
5000 93.0
81.0 111.1 I ——
Il | || ”" ”|| 121.1 || 153.1 7.00 7.20 7.40 7.60 7.80
e W W e Tm/z 55.05  74.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15683: Adamantane
136.0
20,0 93.0
5000 R U I
7.00 7.20 7.40 7.60 7.80
41.0 67.0 m/z 136.10 74 .33%
270 || 530 ‘ 107.0 121.0
Xl | v W Y
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
136.0
790 I L IR
94.0 7.00 7.20 7.40 7.60 7.80
5000 67.0 m/z 41.00 73.60%
41.0 121.0
107.0

27.0 53.0

R NN N S UL L LA LR BN LR BN AN LA SRR R B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #16475: Bicyclo[3.2.2]non-6-en-3-one R B e
79.0 136.0 7.00 7.20 7.40 7.60 7.80
m/z 79.10 63.23%

5000 94.0 kA
‘ 121.0 /JWJ\J\—/U\//\
L \ \

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.00 7.20 740 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122117\
Data File : BF101615.D

Aca On : 21 Dec 2017 19:00

Operator : SJ/JU

Sample : 16957-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 Octanoic acid Concentration Rank 8

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

7.85 12.27 ng 491510 Naphthalene-d8 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 90
2 Hexanoic acid 116 C6H1202 000142-62-1 64
3 Heptanoic acid 130 C7H1402 000111-14-8 53
4 Pentanoic acid 102 C5H1002 000109-52-4 53
5 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 50

Abundance Scan 980 (7.851 min): BF101615.D (-970) (-) m/z 60.00 100.00%
60.0
73.0
5000 43.1
‘ B0 100 ko 760 7.80 8.00 8.20
S| - TY |...'.|,.!..,:'!|.|.,...:,|....,..'.'.,..1?]5’,-9..,....,.. m/z 73.00 65.61%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20839: Octanoic acid
60.0
73.0
5000 7o 30

7.60 7.80 8.00 8.20
m/z 43.10 46.57%

85.0 101.0
| \ I T [ Y 1150 1290 1440
T T P TP T T T P T e e e
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
60.0
e
7.60 7.80 8.00 8.20
5000 73.0 m/z 41.00 43.16%
270 40 87.0
15.0 99.0 116.0
mmmmﬁwwm
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13414: Heptanoic acid R AREEREE s R
60.0 7.60 7.80 8.00 8.20
m/z 55.00 34.87%
5000 73.0
41.0
27.0 H 87.0
150 ||| M L 1904150 1300
L R - e e
miz--> '10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.60 7.80 8.00 8.20

8270-BF121417 .M Fri Dec 22 17:32:10 2017 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122117\
Data File : BF101615.D

Aca On : 21 Dec 2017 19:00

Operator : SJ/JU

Sample : 16957-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 Nonanoic acid Concentration Rank 9

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

8.45 10.85 ng 434710 Naphthalene-d8 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 83
2 Octanoic acid 144 C8H1602 000124-07-2 53
3 Hexanoic acid 116 C6H1202 000142-62-1 53
4 Octanoic acid. silver(1+) salt 250 C8H15Aa002 024927-67-1 50
5 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 46

Abundance Scan 1082 (8.451 min): BF101615.D (-1076) (-) m/z 59.95 100.00%
60.0 120
5000 41.0
\ Hit a2 b alo 2o ah
"~ 101.0 . . . .
..,....,....,....|i!.|..,.-:!:-'....|:.!..,-.':..,..!.P,'....,....,~....|,...1.4,1..1..,....,... m/z 73.00 79.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30180: Nonanoic acid
60.0 730
41.0
5000 R L R A U
27.0 8.20 8.40 8.60 8.80
670 1150 ;1590 m/z 57.10 58.79%
”,%?59“...,..” .:...W‘....j}.”. J:L,..}P%.?. ”L. ..”M....“...,ﬁé?,gn
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
60.0
73.0 " '820 840 8.60 880
5000 270 43.0 m/z 41.05 47 .06%
85.0 101.0
115.0 1590 144.0
WWWWWWWWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8070: Hexanoic acid L R ae Lo e
60.0 8.20 8.40 8.60 8.80
m/z 43.05 41 .87%
5000 270 41.0 73.0
‘ 87.0
“P“W““M“L“Mvhhh“h“'“Lv2?QHPHW““PHW““VHW“' IR SRS R RN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.20 8.40 8.60 8.80

8270-BF121417 .M Fri Dec 22 17:32:10 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122117\
Data File : BF101615.D

Aca On : 21 Dec 2017 19:00

Operator : SJ/JU

Sample : 16957-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 Tetradecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.99 14.81 ng 479764 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 87
3 n-Decanoic acid 172 C10H2002 000334-48-5 70
4 Undecanoic acid 186 C11H2202 000112-37-8 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 59
Abundance Scan 1514 (10.992 min): BF101615.D (-1509) (-) m/z 73.00 100.00%
73.0
43.0
5000 129.1
185.1
L_““‘ 97.0 1671 2082 10.60 10.80 11.00 11.20 11.40
m/z 60.00 85.67%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #84454: Tetradecanoic acid
43.0 73.0
5000 129.0 228.0 AR AR BN
10.60 10.80 11.00 11.20 11.40
670 185.0 m/z 43.05 76.22%
180 ‘: ' ,Hl”\,w\,\ H\H Al 149.01660 ‘ L2090
m/z--> 20 40 60 100 120 140 160 180 200 220
Abundance
430 | 130
10,60 10.80 11.00 11.20 11.40
5000 129.0 m/z 55.00 64 .41%
171.0
97.0 214.0
26.0 1520 197.0
m/z--> 25 4b eb éo 160 120 140 160 1éo 260 250
Abundance #39472: n-Decanoic acid e
60.0 10.60 10.80 11.00 11.20 11.40
410 m/z 41.05 60.76%
5000 129.0
8r.0 172.0
N O Y. W W
m/z--> 20 40 60 m1m1m1m1m1m2m2m mmmmnmnmnm

8270-BF121417 .M Fri Dec 22 17:32:11 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122117\
Data File : BF101615.D

Aca On : 21 Dec 2017 19:00

Operator : SJ/JU

Sample : 16957-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 2H-Pyran, 2-[(6-bromohexyl)... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.47 4_.07 ng 131978 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Pvran. 2-I(6-bromohexvDoxvlt... 264 C11H21Br02 053963-10-3 59
2 1-Decanol. 10-I(tetrahvdro-2H-pv... 258 C15H3003 043047-93-4 56
3 Decan-2-vl 2-methvlbutanoate 242 C15H3002 1000372-72-7 53
4 Hexane. 1.1"-Imethvlenebis(oxv)1... 216 C13H2802 054815-12-2 53
5 2H-Pyran, 2-[(1-butyl-2-propynyl... 196 C12H2002 000831-83-4 50
Abundance Scan 1765 (12.468 min): BF101615.D (-1763) (-) m/z 85.00 100.00%
84.0
200 J\/L\/_/\//L/L\J\
41.1
SR UAALSR SUNRILS UGN SR
111.0 1371 192.1 12.20 12.40 12.60 12.80
5 =8l 2iel 4l m/z 41.10 35.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #113467: 2H-Pyran, 2-[(6-bromohexyl)oxy]tetrahydro-
85.0
5000 41.0 R U SN RN B
12.20 12.40 12.60 12.80
m/z 55.00 34 .35%
M‘ 880 ‘m 115.0136.0 163 0 193.0 238.0 265.0
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 260
Abundance
85.0
1220 12.40 12.60 12.80
5000 55.0 m/z 57.05 27 .80%
29.0
110.0 136.0157.0 185.0205.0 229 0 257.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95873: Decan-2-yl 2-methylbutanoate T T T T
85.0 12.20 12.40 12.60 12.80
570 m/z 43.05 27 .11%
5000
140.0
29.0 11.0
...,....,H....,..H‘.‘.,‘w‘...‘h,n.h.,..‘..l....l‘??.o. 2 A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.20 12.40 12,60 12.80

8270-BF121417_.M Fri Dec 22 17:32:12 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122117\
Data File : BF101615.D

Aca On : 21 Dec 2017 19:00

Operator : SJ/JU

Sample : 16957-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 cis-Vaccenic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

12.55 14.37 ng 465701 Phenanthrene-d10 11.32

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-Vaccenic acid 282 C18H3402 000506-17-2 81
2 Oleic Acid 282 C18H3402 000112-80-1 74
3 9-Octadecenoic acid. (E)- 282 C18H3402 000112-79-8 74
4 9-Hexadecenoic acid 254 C16H3002 002091-29-4 70
5 9-octadecenoic acid, 2,2,2-trifl... 364 C20H35F302 1000376-54-3 64

Abundance Scan 1779 (12.551 min): BF101615.D (-1775) (-) m/z 55.00 100.00%

5000

-

12.20 12.40 12.60 12.80
m/z 41.10 69.26%

0! :
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129339: cis-Vaccenic acid

-

5000

12!20 12)40 12!60 12!80
111.0 m/z 69.10 66.27%

137.0 165.0 193.0 2220 2640

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55.0
83.0 IIIIIIIIIIIIIIIIIIIIIII
12.20 12.40 12.60 12.80
5000 m/z 43.05 59.16%
111.0
137.0 264.0

165.0 1930 2220

wmmmmmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129353: 9-Octadecenoic acid, (E)- T T
12.20 12.40 12.60 12.80
m/z 83.10 49 _75%

g

83.0

5000

111.0

264.0
137.0 165.0 1930 2220

-

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

8270-BF121417_.M Fri Dec 22 17:32:12 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122117\
Data File : BF101615.D

Aca On : 21 Dec 2017 19:00

Operator : SJ/JU

Sample : 16957-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.64 50.20 ng 1626750 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 83
3 n-Decanoic acid 172 C10H2002 000334-48-5 70
4 Pentadecanoic acid 242 C15H3002 001002-84-2 68
5 Hexadecane 226 C16H34 000544-76-3 53
Abundance Scan 1794 (12.639 min): BF101615.D (-1790) (-) m/z 43.10 100.00%
431 73.0
5000 _m,whﬁm_n,ﬁ¢ﬂ\~w\,~_»M~aA
" 12140 1260 12.80 13.00
e m/z 73.00 94 .72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73.0
43.0
129.0
5000 2840 LI N L L L L
12. 40 12 60 12. 80 13 00
m/z 57.10 86.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73.0
43.0 " 12140 1260 12.80 13.00
m/ 60.00 83.54Y%
5000 1290 4 0
185.0 228.0
97.0
157.0
wﬁmﬁmﬁ‘wmﬁmﬁmﬁ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39469: n-Decanoic acid R e e B
60.0 12.40 12.60 12.80 13.00
m/z 55.05 73.21%
5000
0.0 129.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1240 1260 1280 1300

8270-BF121417 .M Fri Dec 22 17:32:13 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122117\
Data File : BF101615.D

Aca On : 21 Dec 2017 19:00

Operator : SJ/JU

Sample : 16957-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 Hexadecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.76 4.14 ng 146569 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 70
2 Tetradecane 198 C14H30 000629-59-4 62
3 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 58
4 Tridecane 184 C13H28 000629-50-5 58
5 Tetratetracontane 619 C44H90 007098-22-8 58

Abundance Scan 1815 (12.763 min): BF101615.D (-1812) (-) m/z 57.05 100.00%

57.0

5000

:

12.40 12.60 12.80 13.00
m/z 71.10 69.97%

202.0

131 1411 1800

226.0 2551276.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83028: Hexadecane
57.0
5000 85.0 IIIIIIIIIIIIIIIIIII
12.40 12.60 12.80 13.00
m/z 43.10 61.17%
20.0 Lol “11?0 1410 169.0 197.0 226.0
”.“.”,”.W.H.P.”,”.W.H.P.”,”.w.”...” BEREEE s EEREE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
A e e e o
12.40 12.60 12.80 13.00
5000 850 m/z 85.10 50.67%
29.0

113.0 141.0 169.0 198.0

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

%

Abundance #140552: Dodecane, 1-iodo- B e R
57.0 12.40 12.60 12.80 13.00
m/z 41.00 33.59%
5000 85.0
29.0 ‘ 113.0 155.0
SN S S O . T,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12 60 12. 80 13 00

8270-BF121417 .M Fri Dec 22 17:32:14 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122117\
Data File : BF101615.D

Aca On : 21 Dec 2017 19:00

Operator : SJ/JU

Sample : 16957-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 unknownl3.72 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.72 4.68 ng 165686 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Floxuridine 246 C9H11FN205 000050-91-9 27
2 Indolizine. 3-methvl- 131 C9HON 001761-10-0 27
3 1H-Indole. 3-methvl- 131 C9HON 000083-34-1 27
4 Glvcine. N-butoxvcarbonvl-. isob... 231 C11H21NO4 1000313-45-8 14
5 2-Ethylbutyric acid, octyl ester 228 C14H2802 1000340-24-3 10
Abundance Scan 1978 (13.721 min): BF101615.D (-1974) (-) m/z 149.00 100.00%
43.0 117.0 149.0
269.1
5000
71.1
1l 13.40 13.60 13.80 14.00
arn m/z 43.00 89.07%
miz--> 0 50 100 150 200 250 300 350
Abundance #99398: Floxuridine
130.0
5000 87.0 U AR A DR
Bmmmwmmm
45.0 m/z 117.00 85.73%

119\\ wH‘ Mm‘ ‘m‘ WAl 180 1970 a0
m/z--> 0 50 100 150 200 250 300 350
Abundance
130.0

13.40 13 60 13. 80 14.00

5000 m/z 130.00 75.32%
51.0
102.0
— T T
m/z--> 0 50 100 150 200 250 300 350
Abundance #13977: 1H-Indole, 3-methyl- e et
130.0 13 40 13 60 13. 80 14. 00

m/z 269.10 68.42%

5000
77.0
39 Ol\ Al J‘ 1

L o o o LA o e s o s s e ..................

m/z--> 0 50 100 150 200 250 300 350 13 40 13 60 13. 80 14. OO

8270-BF121417_.M Fri Dec 22 17:32:15 2017

Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122117\
Data File : BF101615.D

Aca On : 21 Dec 2017 19:00

Operator : SJ/JU

Sample : 16957-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 Heptadecyl heptafluorobutyrate Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.79 13.38 ng 473115 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 90
2 8-Heptadecene 238 C17H34 002579-04-6 83
3 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 81
4 2- Chloropropionic acid. pentade... 318 C18H35CI102 1000292-44-1 81
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 81

Abundance Scan 1990 (13.792 min): BF101615.D (-1982) (-) m/z 57.10 100.00%
57.1
97.1
5000
1.0 01250 1220 1400 1490
190.1 225 1 4 3133 13.40 13.60 13.80 14.00 14.20
e N POV S [ m/z 43.05 88.68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227401: Heptadecy! heptafluorobutyrate
510
5000 SR SULN UL BN I
1340 13.60 13.80 14.00 14.20
m/z 55.10 68.10%
249 | H “ L ‘\‘ 3. 0‘?69 02020 %27 2830
m/z--> 50 200 250 300 350 400
Abundance
55.0
o0 1340 13150 1380 1400 1450
5000 m/z 83.10 64 .49%
238.0
139.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #217811: Pentafluoropropionic acid, octadecy! ester I o o o o I I
57.0 1340 13.60 13.80 14.00 14.20
9.0 m/z 69.05 55.18%
- M'\WJLVL—N\/
27,0 l‘ 1| 3?01680 2090, %20 2970 398.0
m/z--> 50 100 150 200 250 300 350 400 1340 13.60 13.80 14.00 14.20

8270-BF121417 .M Fri Dec 22 17:32:16 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122117\
Data File : BF101615.D

Aca On : 21 Dec 2017 19:00

Operator : SJ/JU

Sample : 16957-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 Glycerol l1l-palmitate Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

13.87 4.57 ng 161680 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Glvcerol 1-palmitate 330 C19H3804 000542-44-9 52
2 Hexadecanoic acid. 2-hvdroxv-1-(... 330 C19H3804 023470-00-0 47
3 Hexadecanedioic acid. dimethvl e... 314 C18H3404 019102-90-0 27
4 Dimethyl tetradecanedioate 286 C16H3004 005024-21-5 25
5 Cyclooctanone 126 C8H140 000502-49-8 25

Abundance Scan 2003 (13.868 min): BF101615.D (-2002) (-) m/z 57.10 100.00%

.0

5000

13.60 13.80 14.00 14.20
m/z 98.05 94.15%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #169226: Glycerol 1-palmitate
43.0

5000
13 60 13. 80 14. OO 14 20

m/z 43.05 66 .65%

213.0

171.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43.0
93.0 R N  E ERmEEm
74.0 13.60 13.80 14.00 14.20
5000 m/z 41.05 60.83%
239.0
134.0
168.0 213.0 270.0 299.0 3300
WWqumeﬂm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #156355: Hexadecanedioic acid, dimethy! ester R EEEEE RS
98.0 13.60 13.80 14.00 14.20
m/z 55.00 52.04%
5000 74.0
209.0 241.0 283.0
430 || || | j1250 1540 | ‘ 314.0
Lil Ll I I 1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13 60 13. 80 14. 00 14 20

8270-BF121417_.M Fri Dec 22 17:32:17 2017

Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122117\
Data File : BF101615.D

Aca On : 21 Dec 2017 19:00

Operator : SJ/JU

Sample : 16957-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 7-Oxodehydroabietic acid, m... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.20 10.28 ng 363493 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Oxodehvdroabietic acid. methvl... 328 C21H2803 110936-78-2 86
2 Fumaric acid. 2-hexvl undecvl ester 354 C21H3804 1000348-74-9 46
3 Imidazole. 2-iodo-5-methvl-4-nitro- 253 C4H41IN302 149510-86-1 43
4 Succinic acid. 2-bromo-4-fluorop... 442 C22H16BrFo04 1000358-01-9 43
5 Phenol, 2-(1,1-dimethylethyl)-4-__._. 268 C19H240 056187-92-9 43
Abundance Scan 2059 (14.198 min): BF101615.D (-2056) (-) m/z 253.15 100.00%
258.2
5000
187.1 AU AR AR
B1 g 12815570 \ 21?-1 206.1 32?'2 13.80 14.00 14.20 14.40 14.60
....,”...'.?....,....,....',.'!l |I'"""|"‘"|'|""|="""'|""|" A .!l..l....‘l....l....l m/z 187.10 23.12%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #167877: 7-Oxodehydroabietic acid, methyl ester
T L‘J\/\’\/'(\M’/
5000 AR B BRI ISR I
328.0 1380 14.00 14.20 14.40 14.60
187.0 m/z 254.20 19.32%
4:\3\0 670 9]\'0 \12? 0\15\50 0l \\21\?0 | 29?’0 |
miz> 20 % 6 80 100 150 140 160 180 200 230 240 250 240 306 330
Abundance
550 100.0 253.0
13.80 14.00 14.20 14.40 14.60
5000 m/z 328.20 14.71%
155.0 201.0
29.0 jes-0 225.0 295.0 325.0
Trmmmmwmmmm
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #104904: Imidazole, 2-iodo-5-methyl-4-nitro-
253.0 13.80 14.00 14.20 14.40 14.60
m/z 213.10 14.01%
so00{ %0 1270 1540

" 180.0 207.0

ALARAMSAMMI ARSI SARRS!
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 1380 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122117\
Data File : BF101615.D

Aca On : 21 Dec 2017 19:00

Operator : SJ/JU

Sample : 16957-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 unknownl4.46 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14 .46 3.62 ng 127994 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-(2-Benzothiazolvlbenzofurane 251 C15H9NOS 069976-47-2 38
2 Silane. dimethvl(1l-phenvlpropoxyv... 280 C16H2802Si 1000347-27-8 38
3 p-Cvanophenvl 4"-pentvl-4-biphen... 369 C25H23N02 059662-53-2 38
4 2-Benzoll.31dioxol-5-vI-7-methvl... 251 C16H13NO2 1000274-75-9 37
5 Oxazolam 328 C18H17CIN202 024143-17-7 28
Abundance Scan 2104 (14.462 min): BF101615.D (-2101) (-) m/z 251.10 100.00%
251.1
5000
41.1 128.1 1851 326.2
. 91.0 Liegq 21p 1 204.1 14.20 14.40 14.60 14.80
Lok b .--I.'i R o i 34l Tm/z 252.10  22.61%
m/z--> 50 100 150 200 250 300 350
Abundance #103154: 2-(2-Benzothiazolyl)benzofurane
251.0
5000
14.20 14.40 14.60 14.80
m/z 185.05 19.84%
390 0 12104550 1900 70 |
m/z--> 56 160 1%0 260 2éo 360 3éo
Abundance
251.0
14.20 14.40 14.60 14.80
5000 m/z 326.20 18.37%
75.0 145.0
41.0 105.0 193.0223.0 279.0
m/z--> 56 160 1%0 260 2éo 300 3éo
Abundance #196301: p-Cyanophenyl 4'-pentyl-4-biphenylcarboxylate
251.0 14.20 14.40 14.60 14.80
m/z 211.10 13.60%
5000
165.0
‘4?'0 97.0126.0 , || 194.0223.0 312.0 369.0
m/z--> 5'0 1(')0 1&1;0 200 25'30 300 3&'30 14.'20 14.'40 14.|60 14.|80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122117\
Data File : BF101615.D

Aca On : 21 Dec 2017 19:00

Operator : SJ/JU

Sample : 16957-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 unknownl14.81 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.81 14.46 ng 455716 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Acetvl-2-amino-3-cvano-7-isopr... 266 C17H18N20 1000241-32-4 46
2 Pervlene. 1.2.3.3a.4.5.6.7.8.9.9... 266 C20H26 007594-86-7 45
3 2.3-Dihvdro-7-methvl-5-phenvl-1H. .. 266 C16H14N2S 002888-60-0 38
2-I2-(4-MethoxyphenvDethenvllbe... 267 C16H13NOS 059198-05-9 35
5 4-phenylphenol, trifluoroacetate... 266 C14H9F302 071151-89-8 25
Abundance Scan 2163 (14.809 min): BF101615.D (-2159) ( ) m/z 266.20 100.00%
266.

239.1

5000 43.0

165.1 197.1

128.1

%

310.1

14.40 14.60 14.80 15.00 15.20
m/z 251.10 84.10%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #115744: 1-Acetyl-2-amino-3-cyano-7-isopropyl-4-methylazulene
251.0

-

5000
14.40 14.60 14.80 15.00 15.20

223.0 m/z 267.10 59.06%
43.0 77.0 118.0142.0166.0 193 o 1 \ |

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

238.0 266.0

:

14.40 14.60 14.80 15.00 15.20
5000 m/z 253.10 51.59%

210.0
29.0 165.0
. 550 91011501410

Tnmmﬁnﬂvﬁmmﬂwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #115632: 2,3-Dihydro-7-methyl-5-phenyl-1H-1,4-benzodiazepi... e EEE R S S e e e
266.0 14.40 14.60 14.80 15.00 15.20

m/z 239.10 51.48%

:

5000
239.0
51.0 710‘ 1160 1650 2070, ‘J

IIIIIIIIIIIIIIIIII‘IIIIIIIIIIIIIIIIIIIILIIIII‘IIIIIIII‘IIII IIIIIIIIIIIIIIII TTr T TTrTT TTrTT TTr T T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14. 40 14. 60 14. 80 15. OO 15 20

%
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122117\
Data File : BF101615.D

Aca On : 21 Dec 2017 19:00

Operator : SJ/JU

Sample : 16957-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl15.07 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.07 4.25 ng 133982 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolblnaphthol2.3-d1thiophene.... 264 C18H16S 024964-00-9 38
2 2-I2-QuinolinvlImethvleneauinucl... 264 C17H16N20 1000257-08-0 20
3 10H-Phenothiazin-3-ol. 2-chloro- 249 C12H8CINOS 016770-99-3 15
4 4 .6-Difluoro-2-(4-methoxvphenvla... 237 C11H9F2N30 1000070-53-0 15
5 10H-Benzo[b][1,8]naphthyridin-5-_.__. 252 C16H16N20 1000302-05-2 14
Abundance Scan 2207 (15.068 min): BF101615.D (-2205) (-) m/z 264.05 100.00%
264.1
5000 308.1
3771 14.80 15.00 15,20 15.40
S | m/z 249.10  93.40%
m/z--> 50 100 150 200 250 300 350
Abundance #114243: Benzo[b]naphtho[2,3-d]thiophene, 9,10-dihydro-7,8...
264.0
5000 234.0 R DA SUNLE SR SRR
14.80 15.00 15.20 15.40
117.0 m/z 237.10 74 .32%
|39‘|0| - I88IOI I\ w\ld I\ . |16|3|0| "20|‘2‘f) |L Al \\“l\ ‘:“ “: — —
m/z--> 50 100 150 200 250 300 350
Abundance
264.0
20709350 14.80 15.00 15,20 15.40
5000 m/z 151.95 60.39%
167.0
41.0 128.0
101.0
69.0
m/z--> §0 160 1éo 200 2%0 300 3%0
Abundance #101251: 10H-Phenothiazin-3-ol, 2-chloro- A B e o S
249.0 14.80 15.00 15.20 15.40
m/z 165.10 58.32%
- L\A
214.0
390 69.0 10801400 1800 |
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3&1;0 14.|80 15.'00 15.'20 15.'40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122117\
Data File : BF101615.D

Acq On : 21 Dec 2017 19:00

Operator : SJ/JU

Sample : 16957-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.01 4.6 ng 154270 1 6.80 676781 20.0
unknown6 .57 6.57 56.4 ng 1910020 1 6.80 676781 20.0
Heptanoic acid 7.20 7.8 ng 264210 1 6.80 676781 20.0
Bicyclo[3.1.1]hep... 7.31 4.0 ng 136019 1 6.80 676781 20.0
Adamantane 7.43 3.7 ng 125599 1 6.80 676781 20.0
Octanoic acid 7.85 12.3 ng 491510 2 8.08 801296 20.0
Nonanoic acid 8.45 10.9 ng 434710 2 8.08 801296 20.0
Tetradecanoic acid 10.99 14.8 ng 479764 4 11.32 648061 20.0
2H-Pyran, 2-[(6-b... 12.47 4.1 ng 131978 4 11.32 648061 20.0
cis-Vaccenic acid 12.55 14.4 ng 465701 4 11.32 648061 20.0
Octadecanoic acid 12.64 50.2 ng 1626750 4 11.32 648061 20.0
Hexadecane 12.76 4.1 ng 146569 5 13.97 707420 20.0
unknownl13.72 13.72 4.7 ng 165686 5 13.97 707420 20.0
Heptadecyl heptaf... 13.79 13.4 ng 473115 5 13.97 707420 20.0
Glycerol l1l-palmitate 13.87 4.6 ng 161680 5 13.97 707420 20.0
7-Oxodehydroabiet... 14.20 10.3 ng 363493 5 13.97 707420 20.0
unknownl14 .46 14 .46 3.6 ng 127994 5 13.97 707420 20.0
unknownl14 .81 14.81 14.5 ng 455716 6 15.44 630227 20.0
unknownl15.07 15.07 4.3 ng 133982 6 15.44 630227 20.0
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