LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022218\
Data File : BF103167.D

Aca On : 22 Feb 2018 17:30

Operator : SJ/JU

Sample : J1396-01

Misc :

ALS Vial : 6 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-BF022218.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 2.116 3 5 11 rVB 778557 846090 26.98% 2.563%
2 5.098 508 512 525 rVB 102820 141808 4_.52% 0.430%
3 5.492 574 579 593 rBY 3190715 3135865 100.00% 9.499%
4 6.504 746 751 754 rBVY 2923815 2915775 92.98% 8.833%
5 6.639 770 774 778 rBVY 3249590 3016998 96.21% 9.139%
6 6.869 809 813 817 rBVY 1191026 961924 30.67% 2.914%
7 7.028 836 840 843 rBVY 2677839 2370731 75.60% 7.181%
8 7.434 905 909 912 rBVY 2145745 1933746 61.67% 5.858%
9 8.028 1006 1010 1016 rBV 83662 103532 3.30% 0.314%
10 8.151 1028 1031 1035 rBV 1432960 1208400 38.53% 3.661%
11 8.228 1042 1044 1052 rVB 58479 69274 2.21% 0.210%
12 9.228 1210 1214 1217 rBV 3353422 2915476 92.97% 8.832%
13 9.298 1223 1226 1229 rBV 111464 85630 2.73% 0.259%
14 9.616 1277 1280 1288 rVB 291408 285203 9.09% 0.864%
15 9.704 1293 1295 1301 rVvB4 23549 32757 1.04% 0.099%

16 9.827 1312 1316 1320 rBV 209653 169010 5.39% 0.512%
17 9.910 1326 1330 1334 rBV 1291895 1118174 35.66% 3.387%

18 10.151 1368 1371 1374 rBV2 46342 46967 1.50% 0.142%
19 10.327 1394 1401 1404 rBV2 234073 270517 8.63% 0.819%
20 10.545 1432 1438 1441 rBV 60271 82500 2.63% 0.250%

21 10.698 1460 1464 1469 rBV 1497348 1362304 43.44% 4.127%
22 10.804 1478 1482 1486 rBV 129197 157499 5.02% 0.477%

23 10.945 1503 1506 1511 rBV3 82454 95513 3.05% 0.289%
24 11.251 1555 1558 1560 rBV 69771 61657 1.97% 0.187%
25 11.280 1560 1563 1569 rVB2 69351 91803 2.93% 0.278%
26 11.398 1579 1583 1586 rBV 1041441 925136 29.50% 2.802%
27 11.422 1586 1587 1592 rVB 84046 67676 2.16% 0.205%
28 11.674 1628 1630 1633 rVB 59157 46301 1.48% 0.140%

29 11.780 1644 1648 1651 rBV 731589 626801 19.99% 1.899%
30 11.916 1667 1671 1676 rBV3 105890 136467 4 _.35% 0.413%

31 12.080 1697 1699 1702 rBV 62734 55215 1.76% 0.167%
32 12.321 1738 1740 1743 rBvV4 34464 37176 1.19% 0.113%
33 12.468 1761 1765 1766 rBV 1944418 1795732 57.26% 5.440%
34 12.486 1766 1768 1775 rVB2 1530250 1430587 45.62% 4 _.334%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022218\
Data File : BF103167.D

Aca On : 22 Feb 2018 17:30

Operator : SJ/JU

Sample : J1396-01

Misc :

ALS Vial : 6 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-BF022218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.568 1779 1782 1787 rVB 310956 279208 8.90% 0.846%

36 12.616 1787 1790 1795 rBV 84150 123893 3.95% 0.375%
37 12.845 1826 1829 1831 rBV 171129 148180 4.73% 0.449%
38 12.980 1849 1852 1856 rBV 1910070 1845929 58.87% 5.592%
39 13.198 1887 1889 1891 rBV 100968 92231 2.94% 0.279%
40 13.545 1946 1948 1951 rVB 111406 82587 2.63% 0.250%

41 13.868 2001 2003 2006 rBVY 231545 222639 7.10% 0.674%
42 14.045 2030 2033 2038 rBVY 692983 680994 21.72% 2.063%
43 15.551 2285 2289 2295 rVB2 685857 935841 29.84% 2.835%

Sum of corrected areas: 33011746
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022218\
Data File : BF103167.D

Aca On : 22 Feb 2018 17:30

Operator : SJ/JU

Sample : J1396-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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: BF103167.D
5.49 6,64

3000000 6.50
7.03

2500000
7.43

2000000

1500000
6.87

1000000 12

500000

5.10
O e e o e e e L B e e e e R e e e e L B e e e AL e e o e e e B
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: BF103167.D

9|23

3000000

2500000 12.98
12.47 1

2000000
12.49

10.70

1500000, 815

1000000

500000

13.54
12.57 1584| 13.20
62

O e e e T ——— T ——— T

Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF103167.D

8.03(8.23

3000000

2500000

2000000 15.55

14.04
1500000

1000000 13.87

500000

e

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022218\
Data File : BF103167.D

Aca On : 22 Feb 2018 17:30

Operator : SJ/JU

Sample : J1396-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

2.12 17.59 ng 846090 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 35
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 6 (2.122 min): BF103167.D (-3) (- m/z 73.00 100.00%
7B
5000 /\
43
55 87 S —
39 2.20 2.30 2.40 2.50
50 | 59 67
M“W“W“W“W“W“W“M“w"th“W“W“W“W“WLH“W“W“M“w"' m/z 43.00 33.10%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4486: Butane, 2-methoxy-2-methyl- /\
5000 IRERARS AR AN LR
43 2.20 2.30 2.40 2.50
55 87 m/z 55.00 24.74%
‘%933 39 || 50 ‘ 59 69 |
miz--> 0 5 10 15 20 25 30 35 40 4'5 50 55 60 65 70 75 80 85 90 95
Abundance
73
ISR RSN AN LR
2.20 2.30 2.40 2.50
5000 m/z 87.00 23.81%
43
2 15 542933 39 | a7 53 59 6569 7781 88
RALALAR) L LARLI RARE) RAAS) MR RALL) MAAE) NARLY AALA LR AL ARA) AAAK) WAL LALL) LAR) RALS) KA MR LA
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2051: 1,3-Dioxolane, 2-methyl- e A Rmems ISR

73 2,20 2.30 2.40 2.50
m/z 71.05 11.15%

5000 43
58
Ly |

m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 2,20 2.30 2.40 2.50

8270-BF022218_.M Fri Feb 23 10:44:22 2018 Page: 4



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022218\
Data File : BF103167.D

Aca On : 22 Feb 2018 17:30

Operator : SJ/JU

Sample : J1396-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 14

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

5.10 2.95 ng 141808 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 1.2-Butanediol 90 C4H1002 000584-03-2 28
3 3-Hvdroxv-3-methvIl-2-butanone 102 C5H1002 000115-22-0 23
4 Acetone 58 C3H60 000067-64-1 12
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 512 (5.098 min): BF103167.D (-508) (-) m/z 43.00 100.00%
43
59
5000
101
51| e a3 | 480 5.00 5.20 5.40
T = m/z 59.00 60.31%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L LS UL IR
59 480 500 520 5.40
m/z 101.00 18.93%
25 3 37 | 83 g3 0%
miz--> 0 20 30 40 50 60 70 8 90 100
Abundance
31 59
480 500 520 540
5000 m/z 58.00 15.96%
41
5o 47 53 71 89
miz--> 0 20 30 40 50 60 70 8 90 100
Abundance #4324: 3-Hydroxy-3-methyl-2-butanone
59 480 5.00 5.20 5.40
m/z 41.00 8.29%
5000 43
31
s | B &7
miz--> 0 20 30 40 50 60 70 8 90 100 480 500 520 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022218\
Data File : BF103167.D

Aca On : 22 Feb 2018 17:30

Operator : SJ/JU

Sample : J1396-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 unknown6.64 Concentration Rank 1

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

6.64 62.73 ng 3017000 1,4-Dichlorobenzene-d4 6.87
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 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 774 (6.639 min): BF103167.D (-770) (-) m/z 132.00 100.00%
32
5000 68
6 U LN L L
40 54 | 75 104 6.40 6.60 6.80 7.00
B —T I S ,....| SN -7 A W N [ N m/z 68.00 40.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 R IR I R I
6.40 6.60 6.80 7.00
78 m/z 134.00 32 .54%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
" 640 6.60 6.80 7.00
5000 67 m/z 66.00 27.10%
41 97
53 2 117
34 60 89 105 124
mﬁ#ﬁmﬁmﬁrﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole A E A L
132 6.40 6.60 6.80 7.00

m/z 69.00 15.74%

5000
104

66
14 27 37445168 P 77 g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022218\
Data File : BF103167.D

Aca On : 22 Feb 2018 17:30

Operator : SJ/JU

Sample : J1396-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 5 Hexadecane Concentration Rank 12

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

9.83 3.02 ng 169010 Acenaphthene-d10 9.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Pentadecane 212 C15H32 000629-62-9 90
3 Tetradecane 198 C14H30 000629-59-4 86
4 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 86
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 80

Abundance Scan 1316 (9.827 min): BF103167.D (-1312) (-) m/z 57.00 100.00%
57
| &\”JWALAJ
71
R SRR B
99 113 9.60 9.80 10.00 10.20
il 126 11 159 m/z 43.00 68.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83024: Hexadecane
43 57
71 W./V\/\/\ANJ
5000 LRI R LN BN SR
85 9.60 9.80 10.00 10.20
29 m/z 71.00 54.17%
\‘ L s 141 155 169 183 226
m/z--> 20 Jo éo 80 100 150 140 160 180 200 220
Abundance
el Mﬁ\l\mj
43 RS U RN BN B
71 9.60 9.80 10.00 10.20
5000 g5 m/z 85.05 33.16%
29 99
15 113 127 141 155 169 183 212
m/z--> 20 40 60 80 100 120 140 160 180 200 220 vaﬂuﬂdkﬂAJJ
Abundance #59880: Tetradecane e AL ae
57 9.60 9.80 10.00 10.20
43 m/z 41.00 30.46%
71
5000 85
HJ\\M‘?WWW%M 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022218\
Data File : BF103167.D

Aca On : 22 Feb 2018 17:30

Operator : SJ/JU

Sample : J1396-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Pentadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.80 3.40 ng 157499 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 86
2 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 86
3 Hexadecane 226 C16H34 000544-76-3 83
4 Tetradecane 198 C14H30 000629-59-4 80
5 Heptacosane 380 C27H56 000593-49-7 72
Abundance Scan 1481 (10.798 min): BF103167.D (-1478) (-) m/z 57.00 100.00%
57
43
71
5000 J

10.40 10.60 10.80 11.00 11.20
m/z 43.00 64.66%

9 113 127 140 153 169

190

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71393: Pentadecane
57
43
71
5000 TT T T[T T T T [T T T T[T T TT[TT
85 10140 10,60 10.80 11.00 11.20
29 m/z 71.00 56.84%
99
15 | L I © 113127 141 155 169 183 212
e S e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43 57
T
71 10.40 10.60 10.80 11.00 11.20
5000 85 m/z 85.05 33.85%
99 140
113 12777 154166 182105 226
= T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane T
43 57 10.40 10.60 10.80 11.00 11.20
m/z 41.00 27 .75%
5000 [

e s

| L L w 99 113 127 141 155 169 183 107 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 10. 40 10 60 10. 80 11. 00 11. 20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022218\
Data File : BF103167.D

Aca On : 22 Feb 2018 17:30

Operator : SJ/JU

Sample : J1396-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 unknownl0.95 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.95 2.06 ng 95513 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.3-Ouinoxalinedione. 1.4-dihvdro- 162 C8H6N202 015804-19-0 43
2 s-Triazolol4.3-alpvrazine. 3.5.8... 162 C8H10N4 019848-79-4 27
3 4-Ethviformanilide 149 C9H11NO 069753-59-9 18
4 7-Amino-3-methvl1-3.4-dihvdro-1H-... 205 C10H11N302 1000318-20-4 18
5 N-(7-Methylbenzo(b)thien-3-yl)ac... 205 C11H11NOS 007311-97-9 18
Abundance Scan 1507 (10.951 min): BF103167.D (-1503) (-) m/z 106.00 100.00%
5000
10.60 10.80 11.00 11.20
m/z 148.95 67.87%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #32717: 2,3-Quinoxalinedione, 1,4-dihydro-
162
106 !
134
5000 79 AU BN S B
52 10.60 10.80 11.00 11.20
m/z 205.10 54 _.57%
39
il \\‘ uw\ O lume i o
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
162
39 53 UABRUABSUABARRABREE
67 80 10.60 10.80 11.00 11.20
5000 o 120 m/z 43.00 51.77%
107
mz-> 40 60 8 100 120 140 160 180 200
Abundance #23588: 4-Ethylformanilide B B R
106 10.60 10.80 11.00 11.20
149 m/z 78.90 49 _46%
134
5000
77
I
mz-> 40 60 8 100 120 140 160 180 200 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022218\
Data File : BF103167.D

Aca On : 22 Feb 2018 17:30

Operator : SJ/JU

Sample : J1396-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Hexadecanoic acid, methyl e... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.78 13.55 ng 626801 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 97
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 93
3 Methvl tetradecanoate 242 C15H3002 000124-10-7 93
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
5 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 86
Abundance Scan 1648 (11.780 min): BF103167.D (-1644) (-) m/z 74.00 100.00%
74
87
5000 43
\ T L o120 227 11120 11150 1180 1200
171185199 : : : :
ol L s | as7 1711861 ..2.1?.1...2-,.1...,.2.7.0., m/z 86.95 69.89%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119407: Hexadecanoic acid, methy! ester
74
87
5000 43 R BN UL UL R

11. 40 11. 60 11. 80 12.00

29 T7 1ZfA3 07 270 m/z 43.00 35.70%
bl bl T | T | i |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
74
87 N SN UL UG B
11.40 11.60 11.80 12.00
5000 2 270 m/z 55.00 29.11%
57 143 227
29 10145129 157171185199213 241 y55
m/z--> 20 4I0 GIO 8IO l(I)O léO léIlO 160 180 200 220 24I10 Z(ISO I
Abundance #95860: Methy! tetradecanoate A R e s
4 11.40 11.60 11.80 12.00
m/z 41.00 24 _72%
87
5000
43
29 7 143
| TM | .| 1011151297 1 157171185199213 242

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022218\
Data File : BF103167.D

Aca On : 22 Feb 2018 17:30

Operator : SJ/JU

Sample : J1396-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 n-Hexadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.92 2.95 ng 136467 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 68
5 Dodecane 170 C12H26 000112-40-3 53

Abundance Scan 1672 (11.921 min): BF103167.D (-1667) (-) m/z 57.00 100.00%

57 73
5000 129

11.60 11.80 12.00 12.20
m/z 43.00 95.53%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 ’ ’
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 LA L L L L L L LB L |

11.60 11.80 12.00 12.20
m/z 73.00 84.75%

213
143157171185 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 A BERE RS R EERE SRR
11.60 11.80 12.00 12.20
5000 129 m/z 59.90 79.59%
29 185 228
87 101115 143,171
157 199213
T T T T T e T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid
60 78 11.60 11.80 12.00 12.20
m/z 55.00 73.15%
43
5000
129
29 ‘ 415 11 214
185
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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022218\
Data File : BF103167.D

Aca On : 22 Feb 2018 17:30

Operator : SJ/JU

Sample : J1396-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 9,12-Octadecadienoic acid, ... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.47 38.82 ng 1795730 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
3 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
4 Methyl 10-trans.l2-cis-octadecad... 294 C19H3402 1000336-44-2 98
5 9,12-0Octadecadienoic acid (Z,2)-... 294 C19H3402 000112-63-0 97
Abundance Scan 1765 (12.468 min): BF103167.D (-1761) (-) m/z 67.00 100.00%

67 g1
41
5000
109
150164175 263 12.20 12.40 12.60 12.80
A — 192 220 2% "m/z 81.00 82.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41 67
81
5000 AR AR

12.20 12.40 12.60 12.80
m/z 55.00 74.63%

123 149 164178

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

¥

Abundance
67
41 81 R AR R
05 12.20 12.40 12.60 12.80
5000 m/z 95.00 56.03%
109
123 150
26 164178 223 2635792%4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- R ARammesemt—
41 67 12.20 12.40 12.60 12.80
81 m/z 41.00 55.87%
5000 95 _WAL—N--—~JKLA/_FAVJk~»
109
123 294
‘ | 120164178197206220 537 269
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-BF022218_.M Fri Feb 23 10:44:29 2018 Page: 12



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022218\
Data File : BF103167.D

Aca On : 22 Feb 2018 17:30

Operator : SJ/JU

Sample : J1396-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 11-Octadecenoic acid, methy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.49 30.93 ng 1430590 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11-Octadecenoic acid. methvl est... 296 C19H3602 001937-63-9 96
2 12-Octadecenoic acid. methvl ester 296 C19H3602 056554-46-2 96
3 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 94
4 11-Octadecenoic acid. methvl ester 296 C19H3602 052380-33-3 93
5 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 93

Abundance Scan 1769 (12.492 min): BF103167.D (-1766) (-) m/z 55.00 100.00%

5 74
41
5000

12.20 12.40 12.60 12.80
m/z 74.00 89.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141313: 11-Octadecenoic acid, methyl ester, (2)-

-

5000
12.20 12.40 12.60 12.80

m/z 87.00 67.37%

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

Abundance
55
41 IIIIIIIIIIIIIIIIIIIIIII
74 12.20 12.40 12.60 12.80
5000 m/z 69.00 59.12%
97 264
111
27 222
138152 180,700 o7g 296
Wmmmwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141283: 15-Octadecenoic acid, methyl ester e R
5 12.20 12.40 12.60 12.80
74 m/z 83.00 55.83%

5000

:

I T I T
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

8270-BF022218_.M Fri Feb 23 10:44:30 2018 Page: 13



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022218\
Data File : BF103167.D

Aca On : 22 Feb 2018 17:30

Operator : SJ/JU

Sample : J1396-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Methyl stearate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.57 6.04 ng 279208 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 96
2 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 91
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 87
4 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 83
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 83
Abundance Scan 1782 (12.568 min): BF103167.D (-1779) (-) m/z 74.00 100.00%
i
5000 43 &
|H 143 226 12.20 12.40 12.60 12.80
97 161 211 255 . . .
e W 2108 | 100 185 2L ZOor2 208 e 95 68.08H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143127: Methyl stearate
74
5000 43

12.20 12.40 12.60 12.80
# m/z 43.00 38.05%
’

|

143 208
Jus A 19 g7 2970

2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
74
L o
12.20 12.40 12.60 12.80
5000 m/z 55.00 28.41%
55 143 255
o 199 298
115 171 227 270
WWTWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107596: Pentadecanoic acid, methy! ester T
74 12.20 12.40 12.60 12.80
m/z 41.00 25.28%
N JL__.
143
213 256
Tﬁl‘”lzs bt T 1B L e || SRR
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

8270-BF022218_.M Fri Feb 23 10:44:30 2018
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022218\
Data File : BF103167.D

Aca On : 22 Feb 2018 17:30

Operator : SJ/JU

Sample : J1396-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Benzene, 1,1"-(1,3-butadiyn... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.62 2.68 ng 123893 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.1"-(1.3-butadivne-1.4_.. 202 C16H10 000886-66-8 86
2 Fluoranthene 202 C16H10 000206-44-0 86
3 Pvrene 202 C16H10 000129-00-0 83
4 4.4"-Bis(tetrahvdrothiopvran) 202 C10H18S2 116196-83-9 64
5 1,4-Pentadiyn-3-one, 1,5-diphenyl- 230 C17H100 015814-30-9 59

Abundance Scan 1791 (12.621 min): BF103167.D (-1787) (-) m/z 202.00 100.00%

2

5000

12.40 12.60 12.80 13.00
m/z 57.00 21.59%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #62829: Benzene, 1,1'-(1,3-butadiyne-1,4-diyl)bis-
202

12.40 12.60 12.80 13.00
m/z 200.00  21.04%

5000

75 88 101 126 150

51

1744g7

27

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
202
12.40 12.60 12.80 13.00
5000 m/z 201.00 17 .64%
101
39 627538 122135150 17417
Rl s B e e A AR aa BaE s e s

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #62824: Pyrene L R e R

2 12.40 12.60 12.80 13.00
m/z 69.00 13.44%

5000

134 150 175188
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12. 40 12 60 12. 80 13. 00

8270-BF022218_.M Fri Feb 23 10:44:31 2018 Page: 15



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022218\
Data File : BF103167.D

Aca On : 22 Feb 2018 17:30

Operator : SJ/JU

Sample : J1396-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 unknownl2.84 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.84 4.35 ng 148180 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 44
2 Pvrene 202 C16H10 000129-00-0 30
3 4-Methoxv-naphthalene-1-carboxvl... 202 C12H1003 1000317-85-4 27
4 (2S.4aS.5R.8aS)-2-Allvl-5-((2)-p... 243 C17H25N 067217-82-7 27
5 Pyrimidine, 4-methoxy-6-(2-hydro... 202 C11H10N202 097630-79-0 27
Abundance Scan 1828 (12.839 min): BF103167.D (-1826) (-) m/z 202.00 100.00%
202
57
5000 71
4
127 165179 2384 12.60 12.80 13.00 13.20
NN 120 212288 | n77 57.00  68.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94344: Heptadecane
57
71
5000 85 LR BN BB IR SR
12.60 12.80 13.00 13.20
4 m/z 43.00 46.72%
27 | Mser assieg 197211 240
m/z--> 20 45 60 80 160 120 140 1é0 1§o 200 220 240 260 280
Abundance
202
1260 12.80 13.00 13.20
5000 m/z 71.00 40.40%
101
51 75 122 150 174
wwmwwwwwmwmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #62559: 4-Methoxy-naphthalene-1-carboxylic acid b RRREE EE s
12.60 12.80 13.00 13.20
m/z 223.10 39.87%
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 " 1260 12.80 13.00 13.20

8270-BF022218_.M Fri Feb 23 10:44:31 2018 Page: 16



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022218\
Data File : BF103167.D

Aca On : 22 Feb 2018 17:30

Operator : SJ/JU

Sample : J1396-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 1-Docosene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.87 6.54 ng 222639 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 93
2 Oxalic acid. cvclobutvl pentadec... 354 C21H3804 1000309-70-5 91
3 Cvclotetracosane 336 C24H48 000297-03-0 90
4 Ethanol. 2-(octadecvloxv)- 314 C20H4202 002136-72-3 83
5 Hexadecane, 1-chloro- 260 C16H33ClI 004860-03-1 83
Abundance Scan 2003 (13.868 min): BF103167.D (-2001) (-) m/z 57.00 100.00%
5000
11 '13.60 13.80 14.00 14.20
3 141 163 189 237 . . . .
- 219 268 292 323 350 /2  43.00 20 11%
m/z--> 50 100 150 200 250 300 350
Abundance #151537: 1-Docosene
57 97
5000 '13.60 13.80 14.00 14.20
29 125 - e m/z 55.00 50.61%
- lzd 1 | JL | Nl‘mlﬁll”zqgl 238 280 | -
m/z--> 50 100 150 200 250 300 350
Abundance
55
'13.60 13.80 14.00 14.20
5000 m/z 71.00 48 .05%
85
29 11 45 210 255
m/z--> 55 160 150 260 250 360 3éo
Abundance #174179: Cyclotetracosane R EEEEE RS
43 83 13.60 13.80 14.00 14.20
m/z 83.05 36.52%
5000
111
L e ‘| i J‘ | 139 167 106 224 250 279 308 336
m/z--> 5'0 1(')0 1&'30 2(')0 251;0 3(')0 3&'30 13.|60 13.|80 14.'00 14.'20

8270-BF022218_.M Fri Feb 23 10:44:32 2018
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF022218\
Data File : BF103167.D

Acq On : 22 Feb 2018 17:30

Operator : SJ/JU

Sample - J1396-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218_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]
Butane, 2-methoxy... 2.12 17.6 ng 846090 1 6.87 961924 20.0
2-Pentanone, 4-hy... 5.10 3.0 ng 141808 1 6.87 961924 20.0
unknown6 .64 6.64 62.7 ng 3017000 1 6.87 961924 20.0
Hexadecane 9.83 3.0 ng 169010 3 9.91 1118170 20.0
Pentadecane 10.80 3.4 ng 157499 4 11.40 925136 20.0
unknown10.95 10.95 2.1 ng 95513 4 11.40 925136 20.0
Hexadecanoic acid... 11.78 13.6 ng 626801 4 11.40 925136 20.0
n-Hexadecanoic acid 11.92 3.0 ng 136467 4 11.40 925136 20.0
9,12-Octadecadien... 12.47 38.8 ng 1795730 4 11.40 925136 20.0
11-Octadecenoic a... 12.49 30.9 ng 1430590 4 11.40 925136 20.0
Methyl stearate 12.57 6.0 ng 279208 4 11.40 925136 20.0
Benzene, 1,1"-(1,... 12.62 2.7 ng 123893 4 11.40 925136 20.0
unknownl12 .84 12.84 4.3 ng 148180 5 14.04 680994 20.0
1-Docosene 13.87 6.5 ng 222639 5 14.04 680994 20.0
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