LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111918\
Data File : BF110849.D

Aca On : 19 Nov 2018 13:31

Operator : JU/SJ

Sample : J5977-11

Misc :

ALS Vial : 9 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF110818 .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 2.234 21 25 32 rvB 75111 106638 7 .85% 0.726%
2 5.175 521 525 534 rBV 27583 43572 3.21% 0.297%
3 5.557 587 590 606 rBV 873501 1015166 74.74% 6.915%
4 6.563 758 761 778 rBVY 1008720 1148664 84.57% 7.824%
5 6.710 782 786 793 rBVY 1328410 1125395 82.85% 7.666%
6 6.939 821 825 832 rBV 414499 352664 25.96% 2.402%
7 7.092 848 851 863 rBV 988078 882538 64.97% 6.012%
8 7.504 917 921 938 rBV 677823 703728 51.81% 4._.794%
9 8.222 1039 1043 1058 rBVY 442508 478582 35.23% 3.260%
10 9.292 1221 1225 1241 rBV 1498869 1358285 100.00% 9.252%

11 9.692 1289 1293 1302 rBV 110307 122115 8.99% 0.832%
12 9.980 1338 1342 1353 rBvV 571558 534612 39.36% 3.642%
13 10.775 1473 1477 1490 rBV 779541 761237 56.04% 5.185%
14 11.474 1592 1596 1599 rBV 547734 522278 38.45% 3.558%
15 11.498 1599 1600 1607 rVvV 199329 150073 11.05% 1.022%

16 11.557 1607 1610 1618 rVB 43913 45548 3.35% 0.310%
17 11.974 1678 1681 1685 rBV 119829 125987 9.28% 0.858%
18 12.010 1685 1687 1690 rVB2 38466 33973 2.50% 0.231%
19 12.092 1698 1701 1704 rBV2 36252 40483 2.98% 0.276%
20 12.274 1728 1732 1737 rBV 17122 21631 1.59% 0.147%
21 12.527 1772 1775 1779 rBV2 28635 30173 2.22% 0.206%
22 12.692 1800 1803 1807 rBV 286289 269608 19.85% 1.837%
23 12.763 1812 1815 1819 rBV2 40196 41520 3.06% 0.283%
24 12.851 1826 1830 1831 rBV3 13957 15645 1.15% 0.107%
25 12.863 1831 1832 1836 rVB2 19201 16523 1.22% 0.113%
26 12.904 1836 1839 1840 rBV 70826 57737 4._.25% 0.393%
27 12.927 1840 1843 1848 rVV 251716 240745 17.72% 1.640%
28 12.974 1848 1851 1855 rVB2 16760 17270 1.27% 0.118%
29 13.057 1861 1865 1868 rBV 1207708 1044317 76.88% 7.114%
30 13.139 1875 1879 1884 rVB6 16327 30063 2.21% 0.205%
31 13.257 1890 1899 1902 rBV3 59189 84662 6.23% 0.577%
32 13.321 1907 1910 1912 rBV2 30301 26442 1.95% 0.180%
33 13.357 1912 1916 1920 rBV2 21347 26703 1.97% 0.182%

34 13.521 1939 1944 1955 rVB 384652 409701 30.16% 2.791%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111918\
Data File : BF110849.D

Aca On : 19 Nov 2018 13:31

Operator : JU/SJ

Sample : J5977-11

Misc :

ALS Vial : 9 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.604 1955 1958 1960 rBV 32917 30412 2.24% 0.207%
36 13.774 1984 1987 1990 rBV 15245 16620 1.22% 0.113%
37 13.880 2002 2005 2007 rBV 21302 17794 1.31% 0.121%
38 13.933 2011 2014 2020 rVB3 110285 122005 8.98% 0.831%
39 14.063 2028 2036 2039 rBV5 28585 72688 5.35% 0.495%

40 14.127 2042 2047 2050 rVvVv2 468863 577414 42_.51% 3.933%

41 14.151 2050 2051 2057 rVB 133167 110535 8.14% 0.753%

42 14.245 2062 2067 2070 rVv2 62614 89794 6.61% 0.612%
43 14.292 2072 2075 2080 rVB7 16886 29835 2.20% 0.203%
44 14.480 2104 2107 2108 rBV3 14165 15695 1.16% 0.107%
45 14.515 2110 2113 2116 rVV 39928 47645 3.51% 0.325%
46 14.551 2116 2119 2123 rVB 77367 70454 5.19% 0.480%
47 14.868 2168 2173 2177 rBY 84857 100808 7.42% 0.687%
48 15.033 2198 2201 2204 rVB4 16377 21508 1.58% 0.147%
49 15.215 2225 2232 2238 rBV2 158521 365525 26.91% 2.490%
50 15.315 2246 2249 2253 rVB 27589 33540 2.47% 0.228%
51 15.521 2281 2284 2292 rBV 64564 84705 6.24% 0.577%

52 15.592 2292 2296 2303 rBV2 126899 256706 18.90% 1.749%
53 15.657 2303 2307 2311 rBV 274517 338322 24.91% 2.305%
54 15.827 2334 2336 2342 rVB6 11326 14809 1.09% 0.101%
55 16.062 2371 2376 2381 rBV 64715 103679 7.63% 0.706%

56 16.586 2461 2465 2476 rVB2 38056 71646 5.27% 0.488%

57 17.227 2567 2574 2582 rVB3 44397 111687 8.22% 0.761%

58 17.321 2584 2590 2592 rBV5 8162 16702 1.23% 0.114%

59 17.715 2651 2657 2664 rBV3 31727 75689 5.57% 0.516%
Sum of corrected areas: 14680495
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111918\

BF110849.D

19 Nov 2018 13:31

JussJ

J5977-11

9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

TIC: BF110849.D

6.71

6.56 7.09

5.56

6.94

5.17
A\

7.50

0
Time-->

T
5.00

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

0

TIC: BF110849.D

10.77

9.98 11.47

8.22

12.69

11.50
11.97

1

9.69

92 07 12,5312

L 1.56

13.06

12.93

0

Time-->

12.50

11.00 11.50

I
10.00

10.50

9.50 12.00

13.00

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

TIC: BF110849.D

14.13

8270-BF110818.M Tue Nov 20 12:40:50 2018



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111918\
Data File : BF110849.D

Aca On : 19 Nov 2018 13:31

Operator : JU/SJ

Sample : J5977-11

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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.
223 6.05ng 106638  1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Butane. 2-methoxv-2-methvi- 102 C6H140 000994-05-8 72

1000364-24-4 23
007318-82-3 17

1-(2-Methoxvethoxv)-2-methvl-2-p... 162 C8H1803
3 Boronic acid. ethvl-. dimethvl e... 102 C4H11BO0O2

4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance Scan 24 (2.228 min): BF110849.D (-21) (-) m/z 73.05 100.00%

73.0
5000 43.0
55.0 87.1
|| | ‘ | 2.20 2.30 2.40 2.50 2.60
Ot H e e e e e m/z 43.05 45 _.79%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 L L B I I RN B
43.0 2.20 2.30 2.40 2.50 2.60
55.0 87.0 m/z 55.05 34.11%
29.0
O e e e e e e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #32662: 1-(2-Methoxyethoxy)-2-methyl-2-propanol, methy! ether
73.0

2.20 2.30 2.40 2.50 2.60

5000 m/z 87.10 28.10%
450 59.0
o 150 290 87.0 103.0 130.0 147.0
T T e e e e e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4224: Boronic acid, ethyl-, dimethyl ester
73.0 2.20 2.30 2.40 2.50 2.60
m/z 41.00 13.63%
5000 43.0
15.0
2.0 ‘ 2.0 | 570 | 870 1020
O a2 o AL RAAA A Rn s Rame e e e

m/z-->

0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111918\
Data File : BF110849.D

Aca On : 19 Nov 2018 13:31

Operator : JU/SJ

Sample : J5977-11

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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.

5.17 2.47 ng 43572 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 78
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 9
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
5 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 9

Abundance Scan 524 (5.169 min): BF110849.D (-521) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 S RARAARARNERARSE RS
| 480 5.00 5.20 5.40 5.60
1 ) O V1S | m/z 59.00 55.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA I L I
59.0 480 500 520 540 5.60
0
150 a0 1010 m/z 101.10 18.12%
0 wl , 83.0 ,
LR UL SRR SR UL LRI FULRLEL IR SO SO S B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4035: 2,3-Butanedione, monooxime
43.0
480 5.00 520 540 5.60
5000 m/z 58.00 15.95%
101.0
15.0 58.0
B - | A Y- WY V3 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3686: 1-Propen-2-ol, acetate R e B R o
43.0 480 5.00 5.20 5.40 5.60
m/z 41.00 9.80%
5000
58.0
1§.0 270 N 7%.0 100.0
o T e A e e A
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111918\
Data File : BF110849.D

Aca On : 19 Nov 2018 13:31

Operator : JU/SJ

Sample : J5977-11

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 3-Chloro-6-fluoro-pyrazine Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.71 63.82 ng 1125400 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9
Abundance Scan 786 (6.710 min): BF110849.D (-782) (-) m/z 132.00 100.00%
132.0
5000 68.1
400 540 ®0 ek 6o 60 b0
0 : B E e m/z 68.10 37.93%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 ISR SRS AN SRR

6.40 6.60 6.80 7.00
m/z 134.00 32.65%

31.0 510
o T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
R REEEE RS E R R
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 25.47%
41.0 97.0
‘ ‘ 117.0
ool Lo
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.50%
74.0
5000 98.0 116.0
o i L D a0 amo
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111918\
Data File : BF110849.D

Aca On : 19 Nov 2018 13:31

Operator : JU/SJ

Sample : J5977-11

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 5 n-Hexadecanoic acid Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
1197 4.82ng 125087  Phenanthrene-d10 11.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98

2 Pentadecanoic acid
3 Tetradecanoic acid

242 C15H3002
228 C14H2802
214 C13H2602

001002-84-2 64
000544-63-8 52
000638-53-9 49

4 Tridecanoic acid

5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 35
Abundance Scan 1680 (11.969 min): BF110849.D (-1678) (-) m/z 73.00 100.00%
430 730
192.1
5000
129.1
97.9 165.1
| I 11.60 11.80 12.00 12.20
0 ey m/z 43.00 92.94Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
6d.0
5000 1290 T L I N I TTT T[T T T[T

1 I T
11.60 11.80 12.00 12.20

83.0 0
1570 1g50 2130 256.0 m/z 57.05 79.59%
0! 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 73.0
R R
11.60 11.80 12.00 12.20
5000 129.0 m/z 192.10 74 .52%
ol15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid R L S R
73.0 11.60 11.80 12.00 12.20
43.0 m/z 60.00 73.06%
5000 129.0
185.0 228.0
97.0
d IR 157.0
0.”,”.ﬂﬁnwpﬁnﬂ“.nﬁﬁapwnlh.nNH. R RAREREERRRE e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111918\
Data File : BF110849.D

Aca On : 19 Nov 2018 13:31

Operator : JU/SJ

Sample : J5977-11

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Pyrene, 1-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.26 2.93 ng 84662 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. l-methvl- 216 C17H12 002381-21-7 81
2 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 76
3 7H-Benzolclfluorene 216 C17H12 000205-12-9 74
4 11H-Benzolalfluorene 216 C17H12 000238-84-6 70
5 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 68
Abundance Scan 1900 (13.263 min): BF110849.D (-1890) (-) m/z 216.10 100.00%
57.0 21p.1
5000
13.00 13.20 13.40 13.60
of m/z 57.05 88.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74411: Pyrene, 1-methyl-
216.0
5000 L SRR BN BUULLN SRR
13.00 13.20 13.40 13.60
95.0 m/z 215.10 72.22%
ol 140 390 630 |y 122.0139.0 1630
m/z--> 20 40 60 80 100 120 140 160 180 260 220
Abundance #74424: Fluoranthene, 2-methyl-
216.0
13.00 13.20 13.40 13.60
5000 m/z 43.05 63.36%
108.0
o 430, 630 810 | | 1390 1630 1% |
m/z--> 20 40 eb 85 100 120 140 160 180 200 220
Abundance #74417: TH-Benzol[c]fluorene L m m L C A L
216.0 13.00 13.20 13.40 13.60
m/z 71.05 51.81%
5000
108.0
82.0 18? .0
0|||||||||||||||‘|||||||||||||||||||||‘|||||‘| R REEmEmEm e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111918\
Data File : BF110849.D

Aca On : 19 Nov 2018 13:31

Operator : JU/SJ

Sample : J5977-11

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 9-Octadecenamide, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.52 14.19 ng 409701 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 96
2 Undecanamide. 11-bromo- 263 C11H22BrNO 005875-26-3 59
3 Nonanamide 157 C9H19NO 001120-07-6 59
4 Nonadecanamide 297 C19H39NO 058185-32-3 56
5 Octanamide 143 C8H17NO 000629-01-6 53
Abundance Scan 1944 (13.521 min): BF110849.D (-1939) (-) m/z 59.00 100.00%
59.0
5000
831 1120 1494 1730 1340 1360 1380
o...,....',h...l. .|:l-. bl ol 81 210.1 23822642 30411 77T 72.00  61.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #128444: 9-Octadecenamide, (2)-
59.0
5000 SR AR BN IR IR

13.20 13.40 13.60 13.80
‘ m/z 55.00 36.44%

86.0 126.0 281.0
0 || |I ||||| l|I. I||| |I 1540 184.0 212.0 238.0 |
TR RS L RRRERRENEARANEEEES ey
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #112862: Undecanamide, 11-bromo-
59.0
R RE e ARRREREERE
13.20 13.40 13.60 13.80
5000 m/z 41.05 33.04%
184.0
ol 20 1860 1140 1420 " 2200 263.0
T e e T T T e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #29478: Nonanamide i B R e e
59.0 13.20 13.40 13.60 13.80
m/z 43.10 26.32%
- vw*_“JﬂAMM_AJA»ﬂ»wAhvwnﬁﬂxw
o ZQO‘H ‘ 86.0 1140 157.0
et et e e e RN EEE S ey
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13 20 13. 40 13.60 13.80

8270-BF110818.M Tue Nov 20 12:40:55 2018 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111918\
Data File : BF110849.D

Aca On : 19 Nov 2018 13:31

Operator : JU/SJ

Sample : J5977-11

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Cyclohexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.93 4.23 ng 122005 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 86
2 Hexatriacontvl trifluoroacetate 619 C38H73F302 1000351-88-6 62
3 Triacontvl trifluoroacetate 534 C32H61F302 1000351-75-7 62
4 Octacosvl heptafluorobutvrate 606 C32H57F702 1000351-83-6 62
5 1-Decanol, 2-octyl- 270 C18H380 045235-48-1 62
Abundance Scan 2013 (13.927 min): BF110849.D (-2011) (-) m/z 57.10 100.00%

P

5000 226.1
11.1 R I B B i e S
i 174.9 13.60 13.80 14.00 14.20
or—— e e e m/z 43.10 71.71%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #81246: Cyclohexadecane
55.0
5000 TT LR B TTT T T
13. 60 13. 80 14. 00 14.20
m/z 55.10 57.83%
224.0
o....,....,..1.1.1~‘?7.9.- T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241520: Hexatriaconty! trifluoroacetate
57.0
o B o S EMEEE
13.60 13.80 14.00 14.20
5000 m/z 71.05 54 _07%
11.0

l 1167.0 222.0 278.0 348.0 418.0 476.0 549.0 600.0

N L AL - el
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #238130: Triaconty! trifluoroacetate B
57.0 13.60 13.80 14.00 14.20
m/z 83.10 48.49%
5000 11.0
ol 111670 222.0 278.0 334.0 392.0 465.0516.0
e o e R B e A R RAmE e R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 13. 60 13. 80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111918\
Data File : BF110849.D

Aca On : 19 Nov 2018 13:31

Operator : JU/SJ

Sample : J5977-11

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 unknownl14.06 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.06 2.52 ng 72688 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dicvclohexvl phthalate 330 C20H2604 000084-61-7 43
2 2-((4-Methvlpentan-2-vloxv)carbo... 250 C14H1804 1000373-82-5 43
3 1.2-Benzisothiazole. 3-methvl- 149 C8H7NS 006187-89-9 38
4 2-(Decvloxvcarbonvl)benzoic acid 306 C18H2604 1000373-53-2 38
5 Phthalic acid, undec-2-en-1-yl u... 472 C30H4804 1000315-42-2 38
Abundance Scan 2036 (14.063 min): BF110849.D (-2028) (-) m/z 149.00 100.00%
149.0
5000
57.0 234.0
95.0 121.9 191.1 326.2 13.80 14.00 14.20 14.40
0 m/z 167.00 36.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #169293: Dicyclohexyl phthalate
149.0
5000
13.80 14.00 14.20 14.40
55.0 m/z 57.05 27 .36%
200 | 80 1220 249.0
m/z--> 25 45 éo 85 160 150 140 1éo 1éo 200 220 240 260 280 300 350
Abundance #102192: 2-((4-Methylpentan-2-yloxy)carbonyl)benzoic acid
149.0
13,80 14.00 14.20 14.40
5000 m/z 234.00 25.84Y%
84.0
150 430 7 1220 1930 2350
m/z--> 25 45 éo 85 160 150 150 1é0 1éo 200 220 240 260 280 300 350
Abundance #23570: 1,2-Benzisothiazole, 3-methyl-
149.0 13.80 14.00 14.20 14.40

m/z 41.05 20.48%

5000
121.0

69.0
450 ¥

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. 80 14. 00 14. 20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111918\
Data File : BF110849.D

Aca On : 19 Nov 2018 13:31

Operator : JU/SJ

Sample : J5977-11

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Octadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .24 3.11 ng 89794 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 90
2 Hexadecane 226 C16H34 000544-76-3 87
3 Hexacosane 366 C26H54 000630-01-3 49
4 Hentriacontane 437 C31H64 000630-04-6 49
5 Heptadecane 240 C17H36 000629-78-7 46
Abundance Scan 2066 (14.239 min): BF110849.D (-2062) (-) m/z 228.10 100.00%
228.1
57.1
302.1
5000
85.0113.0
150'1179.0 274.1 14.00 14.20 14.40 14.60
(o} B o A B ot S m/z 227.10 84.67%
m/z--> 50 100 150 200 250 300 350
Abundance #105884: Octadecane
57.0
5000 85.0
14.00 14.20 14.40 14.60
m/z 57.10 68.04%
29.0 13 0
ol 1, I I 1 ‘14}01690197022502540
m/z--> 55 100 150 260 2%0 360 3éo
Abundance #83026: Hexadecane
57.0
" 14.00 14.20 14.40 14.60
5000 85.0 m/z 226.10 66.57%
LA [ e 0160.0107.02260
m/z--> 55 160 1éo 260 2%0 360 3%0
Abundance #194493: Hexacosane
57.0 14.00 14.20 14.40 14.60
m/z 302.10 52.21%
5000 85.0
. 290 L I g f30 141.0160.0197.0225 02580 29503230 _ 367.0 .
m/z--> 5'0 1(')0 150 2(')0 251,0 3(')0 3&'30 14.'00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111918\
Data File : BF110849.D

Aca On : 19 Nov 2018 13:31

Operator : JU/SJ

Sample : J5977-11

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Hexatriacontane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14 .55 2.44 ng 70454 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 81
2 Heptacosane 380 C27H56 000593-49-7 81
3 Octacosane 394 C28H58 000630-02-4 81
4 Hexatriacontane 507 C36H74 000630-06-8 81
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 81
Abundance Scan 2119 (14.551 min): BF110849.D (-2116) (-) m/z 57.05 100.00%
57.0
5000
1 2421 AN BURIUR BRI B
1410 1891 14.20 14.40 14.60 14.80
ol .|',-.J. Aol A0 8 Tw/z 43.10  67.39%
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
51.0
5000 N BN BB B S B
14.20 14.40 14.60 14.80
m/z 71.05 61.21%
oL 27,0 “Jilﬂomw2%0%m3m0%m
m/z--> 50 100 15 200 250 300 350 '
Abundance #202661: Heptacosane
57.0
14.20 14.40 14.60 14.80
5000 m/z 85.05 44 _86%
.0
OZH Jju|¥m1%02mzmom% 380.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #209566: Octacosane B B
57.0 14.20 14.40 14.60 14.80
m/z 242.10 26.33%
5000
99.0
0 27,00 | | | | 141 0 1830 225.0 281.0 337.0 394.0
m/z--> 50 100 150 200 250 300 350 ' 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111918\
Data File : BF110849.D

Aca On : 19 Nov 2018 13:31

Operator : JU/SJ

Sample : J5977-11

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Heptadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.87 3.49 ng 100808 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Octacosane 394 C28H58 000630-02-4 87
3 Hentriacontane 437 C31H64 000630-04-6 87
4 Tetracosane 338 C24H50 000646-31-1 87
5 Hexacosane 366 C26H54 000630-01-3 86
Abundance Scan 2173 (14.868 min): BF110849.D (-2168) (-) m/z 57.05 100.00%
57.0
5000
99.1 L R UL SR AR
Jl 141.1 1831 2411 3021 14.60 14.80 15.00 15.20
Ot b b b g | m/z 43.05  67.70%
m/z--> 50 100 150 200 250 300 350 400
Abundance #94346: Heptadecane
57.0
5000 LI BULI BULLLE UL B
14,60 14.80 15.00 15.20
99.0 m/z 71.05 62.67%
o154, ] | |4 ) 1410 1830 2400
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #209566: Octacosane
57.0
14,60 14.80 15.00 1520
5000 m/z 85.05 43.65%
99.0
oL ] I Iy, 141.0 183.0 225.0 281.0 337.0 394.0
m/z--> 50 160 1%0 200 250 300 350 400 '
Abundance #223851: Hentriacontane L B o B M
57.0 14.60 14.80 15.00 15.20
m/z 55.05 26.41%
5000
9.0
ol | 4 |, 1410 1830 2250 2670 309.0 351.0 393.0 436.0
m/z--> 50 100 150 200 250 300 350 400 ' 14,60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111918\
Data File : BF110849.D

Aca On : 19 Nov 2018 13:31

Operator : JU/SJ

Sample : J5977-11

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Dodecane Concentration Rank 4

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

16.06 6.13 ng 103679 Perylene-di12 15.66

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 89
2 Octacosane 394 C28H58 000630-02-4 87
3 Hexacosane 366 C26H54 000630-01-3 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 87

Abundance Scan 2376 (16.062 min): BF110849.D (-2371) (-)
57.1
5000
990 3021
A4L.1 1831
oLk ll--h N S WA
m/z--> 50 150 200 250 300 350
Abundance #38316: Dodecane
43.0
5000
85.0
J ‘ 127.0 170.0
0 ,.'.'.'.“"‘ |

T
100 150 200 250 300 350

m/z 57.10 100.00%

:

15.80 16.00 16.20 16.40

m/z 71.10 66 .95%

F

15. 80 16. 00 16. 20 16. 40

m/z 43.05 63.63%

m/z--> 50
Abundance #209565: Octacosane
57.0
R
15.80 16.00 16.20 16.40
5000 m/z 85.10 45.67%
99.0
o 270 J‘ 1 ﬂ L }41 -0 1830 2250  281.0  337.0  394.0
i T
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane O LN i B e
57.0 15.80 16.00 16.20 16.40
m/z 55.05 24 .51%
h W
99.0
oLl b ;\ 141.0 1830 2250 267.0 300.0  367.0
m/z--> 50 100 150 200 250 300 350 15. 80 16. 00 16. 20 16. 40

8270-BF110818.M

Tue Nov 20 12:40:59 2018

Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111918\
Data File : BF110849.D

Aca On : 19 Nov 2018 13:31

Operator : JU/SJ

Sample : J5977-11

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Pentacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.59 4.24 ng 71646 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 72
2 Hentriacontane 437 C31H64 000630-04-6 72
3 Tetratetracontane 619 C44H90 007098-22-8 64
4 Docosane 310 C22H46 000629-97-0 64
5 Sulfurous acid, dodecyl 2-propyl... 292 C15H3203S 1000309-12-3 64
Abundance Scan 2466 (16.592 min): BF110849.D (-2461) (-) m/z 57.05 100.00%
57.0
5000 VW—/L/\»——
[@T44770 2840 16:20 16,40 16.60 16.80 17.00
0|||||| T 1‘”“%?”me m/Z 71.10 62.17%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #185533: Pentacosane
57.0

5000 TT T T [T T T T[T T T T[T TT T 7T
16 20 16. 40 16. 60 16 80 17. 00
130 m/z 43.05 51.28%
o ]]1' 169.0 225.0 281.0 352.0
“.”,....”...” LN EE RS o s E R s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223852: Hentriacontane
57.0
R e EERE RS R a
16.20 16.40 16.60 16.80 17.00
5000 m/z 85.10 49.41%

13.0
h [ 169.0 2250  309.0 365.0 437.0

QLSRN ¥ 8 A8 A PR L
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane A B E T e
57.0 16.20 16.40 16.60 16.80 17.00
m/z 99.10 21.17%
5000
130 169.0
ol A 7272 2250 281.0 337.0 593.0 449.0 5050, 562.0 617.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 16.20 16.40 16.60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF111918\
Data File : BF110849.D

Acq On : 19 Nov 2018 13:31

Operator : JU/SJ

Sample : J5977-11

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110818_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... 2.23 6.0 ng 106638 1 6.94 352664 20.0
2-Pentanone, 4-hy... 5.17 2.5 ng 43572 1 6.94 352664 20.0
3-Chloro-6-fluoro. .. 6.71 63.8 ng 1125400 1 6.94 352664 20.0
n-Hexadecanoic acid 11.97 4.8 ng 125987 4 11.47 522278 20.0
Pyrene, 1l-methyl- 13.26 2.9 ng 84662 5 14.13 577414 20.0
9-Octadecenamide, ... 13.52 14.2 ng 409701 5 14.13 577414 20.0
Cyclohexadecane 13.93 4.2 ng 122005 5 14.13 577414 20.0
unknownl14 .06 14.06 2.5 ng 72688 5 14.13 577414 20.0
Octadecane 14.24 3.1 ng 89794 5 14.13 577414 20.0
Hexatriacontane 1455 2.4 ng 70454 5 14.13 577414 20.0
Heptadecane 14.87 3.5 ng 100808 5 14.13 577414 20.0
Dodecane 16.06 6.1 ng 103679 6 15.66 338322 20.0
Pentacosane 16 .59 4.2 ng 71646 6 15.66 338322 20.0
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