LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042318\
Data File : BF104700.D
Aca On - 23 Apr 2018 11:07 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : J2461-01 N-P001-S002-0001-01
ALS Vial : 3 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-BF040618.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 2.134 6 8 26 rvB 42031 108396 5.19% 0.378%
2 4.428 391 398 403 rBV3 20475 32414 1.55% 0.113%
3 5.004 491 496 502 rBV 69740 87911 4.21% 0.307%
4 5.422 562 567 574 rVB 1762265 1798795 86.08% 6.279%
5 5.540 581 587 593 rBv4 13483 28166 1.35% 0.098%
6 5.734 617 620 627 rVB3 22532 34864 1.67% 0.122%
7 6.445 736 741 749 rBVY 1898669 1754956 83.99% 6.126%
8 6.575 759 763 766 rBY 2210645 1892118 90.55% 6.604%
9 6.675 777 780 784 rBV2 27500 27374 1.31% 0.096%
10 6.804 798 802 805 rBV 828659 645555 30.89% 2.253%
11 6.957 824 828 832 rBY 1750389 1554977 74.42% 5.428%
12 7.169 860 864 868 rBv4 19856 31631 1.51% 0.110%
13 7.369 894 898 901 rBVY 1347707 1119481 53.57% 3.908%
14 7.440 908 910 913 rBV 29554 28073 1.34% 0.098%
15 7.545 923 928 934 rVB2 22696 34622 1.66% 0.121%
16 7.828 972 976 985 rBV 36875 44750 2.14% 0.156%
17 7.963 997 999 1006 rBV 36459 47703 2.28% 0.167%
18 8.016 1006 1008 1013 rVB3 25179 26948 1.29% 0.094%

19 8.087 1017 1020 1023 rBV 1049828 798917 38.23% 2.789%
20 8.163 1031 1033 1042 rVB 144284 145214 6.95% 0.507%

21 8.434 1076 1079 1080 rBV 31632 30420 1.46% 0.106%
22 8.498 1088 1090 1097 rVBS8 15392 25032 1.20% 0.087%
23 8.863 1149 1152 1159 rBV2 34985 48618 2.33% 0.170%
24 8.998 1172 1175 1179 rVB2 34918 31520 1.51% 0.110%
25 9.163 1199 1203 1206 rBV 2572899 2089563 100.00% 7.294%
26 9.269 1218 1221 1224 rVB2 42852 51696 2.47% 0.180%
27 9.310 1225 1228 1231 rVB3 33809 28728 1.37% 0.100%
28 9.557 1267 1270 1277 rVB 153060 149966 7.18% 0.523%
29 9.645 1283 1285 1290 rVB4 31571 36087 1.73% 0.126%
30 9.751 1297 1303 1304 rBv4 51497 53255 2.55% 0.186%
31 9.769 1304 1306 1309 rVB 72351 57939 2.77% 0.202%
32 9.845 1315 1319 1322 rBV 906093 799325 38.25% 2.790%
33 10.045 1348 1353 1358 rBV2 83487 82839 3.96% 0.289%

34 10.263 1382 1390 1394 rBV2 95418 125787 6.02% 0.439%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042318\
Data File : BF104700.D
Aca On - 23 Apr 2018 11:07 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : J2461-01 N-P001-S002-0001-01
ALS Vial : 3 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-BF040618_M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 10.351 1402 1405 1412 rVB6 32592 37937 1.82% 0.132%
36 10.486 1424 1428 1430 rBV2 23492 27332 1.31% 0.095%
37 10.633 1449 1453 1459 rBV 1228192 1081506 51.76% 3.775%
38 10.710 1463 1466 1468 rVB2 34006 26120 1.25% 0.091%
39 10.739 1468 1471 1476 rBV 99878 103665 4._.96% 0.362%
40 10.833 1484 1487 1490 rVB3 35022 41155 1.97% 0.144%

41 10.880 1492 1495 1501 rvv2 185784 186875 8.94% 0.652%
42 10.998 1511 1515 1521 rBV 378523 385315 18.44% 1.345%

43 11.192 1545 1548 1550 rBVY 56551 60943 2.92% 0.213%
44 11.275 1559 1562 1566 rBV4 59568 81734 3.91% 0.285%
45 11.333 1568 1572 1574 rVV 855848 756582 36.21% 2.641%
46 11.380 1577 1580 1583 rVB4 49630 52634 2.52% 0.184%
47 11.433 1586 1589 1591 rVVv2 33570 27568 1.32% 0.096%
48 11.533 1603 1606 1608 rBV2 48043 52466 2.51% 0.183%
49 11.786 1645 1649 1651 rBV3 60965 96348 4.61% 0.336%

50 11.822 1652 1655 1656 rVvVv 125847 142522 6.82% 0.497%

51 11.863 1656 1662 1679 rVB2 1100774 1802106 86.24% 6.290%

52 12.022 1686 1689 1692 rBV3 45937 62364 2.98% 0.218%
53 12.216 1712 1722 1740 rBV 527560 1902716 91.06% 6.641%
54 12.445 1759 1761 1763 rBV 38369 29717 1.42% 0.104%
556 12.563 1779 1781 1789 rVB4 63601 84761 4._.06% 0.296%

56 12.645 1792 1795 1801 rVB 221124 207897 9.95% 0.726%
57 12.739 1808 1811 1815 rBV3 86323 82428 3.94% 0.288%
58 12.922 1837 1842 1845 rBV 1805020 1715312 82.09% 5.987%
59 13.151 1873 1881 1889 rBV2 285719 771610 36.93% 2.693%
60 13.392 1919 1922 1926 rBV 186992 168953 8.09% 0.590%

61 13.810 1990 1993 1996 rBV 256349 243952 11.67% 0.852%
62 13.839 1996 1998 2003 rVB 120889 120128 5.75% 0.419%
63 13.927 2008 2013 2015 rVVv2 265200 501839 24.02% 1.752%
64 13.951 2015 2017 2019 rvVv 608903 481827 23.06% 1.682%
65 13.980 2019 2022 2025 rVB 674060 596240 28.53% 2.081%

66 14.521 2110 2114 2119 rBV2 260809 478349 22.89%% 1.670%
67 14.821 2162 2165 2180 rVB 388047 606644 29.03% 2.117%
68 15.086 2206 2210 2218 rVB 717512 955217 45.71% 3.334%
69 15.451 2268 2272 2277 rVB 406139 500178 23.94% 1.746%
70 15.892 2343 2347 2351 rBV 230352 322727 15.44% 1.126%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042318\

Data File : BF104700.D

Aca On - 23 Apr 2018 11:07

Operator : JU/SJ

ﬁ?ggle i J2461-01 N-P001-S002-0001-01
ALS Vial : 3 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 - 0 Peak Location: TOP

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

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF040618.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 28649307
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042318\

Data File : BF104700.D

Aca On : 23 Apr 2018 11:07

Operator : JU/SJ

ﬁ?ggle i J2461-01 N-P001-S002-0001-01
ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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: BF104700.D
2500000
6.57

2000000 6.45
5.42 6.96
1500000 737

1000000 6.80

500000

2.13 4.43 5.00 5.545.73 717 |7.4A55 7.8

O I B e e e B LI I e e e e o e e e LI B e e e e e e e e e e e i 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: BF104700.D
2500000 9|16
12.92
2000000
1500000

10.63

11.86

1000000

500000

U L e e e e S S o it B e S S S I
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: BF104700.D
2500000
2000000
1500000

15.09

1000000

500000

O

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 : Z:\HPCHEM1\BNA F\DATA\BF042318\

Data File : BF104700.D

Aca On : 23 Apr 2018 11:07

Operator : JU/SJ

ﬁ?ggle i J2461-01 N-P001-S002-0001-01
ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknown2.13 Concentration Rank 17

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

2.13 3.36 ng 108396 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butanone. 3-methvl- 86 C5H100 000563-80-4 9
2 2-Pentanone 86 C5H100 000107-87-9 9
3 N.N"-di-t-Butvlethvlenediamine 172 C10H24N2 004062-60-6 9
4 Butanenitrile. 2.3-dioxo-. dioxi... 211 C8H9N304 339246-62-7 9
5 Acetic acid ethenyl ester 86 C4H602 000108-05-4 5

Abundance Scan 7 (2.128 min): BF104700.D (-6) (-) m/z 43.00 100.00%
43
5000
86
U A U I U
58 68 g7 109 141 2.20 2.30 2.40 2.50
S Tl il A I S N et m/z 86.00  32.45%
m/z--> 20 40 60 80 100 120 140 160
Abundance #1767: 2-Butanone, 3-methyl-
43
5000
2.20 2.30 2.40 2.50
27 86 m/z 39.00 14 .94%
Ll s ™
miz--> 20 40 60 8 100 120 140 160
Abundance
43
2.20 2.30 2.40 2.50
5000 m/z 109.10 12.94%
5 27 58 71
miz--> 20 40 60 8 100 120 140 160
Abundance #39681: N,N'-di-t-Butylethylenediamine
30 2.20 2.30 2.40 2.50
m/z 44.00 12.21%
5000
86
41 ST 4
£ RN R M A Aol 1= 157 172
m/z--> 20 40 60 80 100 120 140 160 ' 220 2.30 240 250
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042318\

Data File : BF104700.D

Aca On : 23 Apr 2018 11:07

Operator : JU/SJ

ﬁ?ggle i J2461-01 N-P001-S002-0001-01
ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 58.62 ng 1892120 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 762 (6.569 min): BF104700.D (-759) (-) m/z 132.00 100.00%
132
5000 68
96 AR R SRR
40 54 -8 | 106 J 6.20 6.40 6.60 6.80 7.00
4N N - N | R m/z 68.10 42.97%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132
5000 BB RN AR SR
620 6.40 6.60 6.80 7.00
104 m/z 134.00 31.29%
51 66 77 ‘
14 27 39 7 | . 89 | 115 |
miz--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 6.40 6.60 6.80 7.00
5000 9g 116 m/z 66.00 26.74%
158 189
miz--> 20 40 60 80 100 120 140 160 180 1
Abundance #14144: 5-Fluoro-2-chloropyrimidine R L R
132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 16.91%
5000
33 44 o 105
T 'J' |""'iq""' P"' JI'M'%¥5I" N SN SRR SRS R SRR
m/z--> 20 40 60 80 100 120 140 160 180 620 6.40 6.60 6.80 700
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042318\

Data File : BF104700.D

Aca On : 23 Apr 2018 11:07

Operator : JU/SJ

ﬁ?ggle i J2461-01 N-P001-S002-0001-01
ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Benzene, 1l-isocyanato-2-met... Concentration Rank 16

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

8.16 3.64 ng 145214 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-isocvanato-2-methoxv- 149 C8H7NO2 000700-87-8 97
2 Benzene. l-isocvanato-4-methoxv- 149 C8H7NO2 005416-93-3 60
3 3".4"-Formoxvlidide 149 C9H11NO 006639-60-7 47
4 1H-Benzotriazole. 5-methoxv- 149 C7H7N30 027799-91-3 46
5 Benzonitrile, 3-hydroxy-4-methoxy- 149 C8H7NO2 1000351-42-6 38

Abundance Scan 1032 (8.157 min): BF104700.D (-1031) (-) m/z 149.05 100.00%
149
106 1
78 120 134
5000

7.80 8.00 8.20 8.40
m/z 106.00 78 .00%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #23540: Benzene, 1-isocyanato-2-methoxy-
149
5000 120 134 LI LI L B B B
106 7.80 8.00 8.20 8.40
51 8 m/z 120.00 66.01%
15 27 39 63 93 ‘
T R T R e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
149
134 R e e e S Ema
7.80 8.00 8.20 8.40
5000 106 m/z 134.00 61.97%
78
> 63 121
15 26 39 90
wwmmmﬁmﬁmwwwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #23594: 3',4'-Formoxylidide
149 7.80 8.00 8.20 8.40
m/z 78.00 58.92%
106 120
5000
7
91
..,..1.6.,..2..7,...:??....?}...,f?.,...‘l‘,....,‘.‘:..,.‘a.‘.,...a,l...ll?.z..,....l....,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042318\

Data File : BF104700.D

Aca On : 23 Apr 2018 11:07

Operator : JU/SJ

ﬁ?ggle i J2461-01 N-P001-S002-0001-01
ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Tetradecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.26 3.15 ng 125787 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 64
2 Eicosane 282 C20H42 000112-95-8 64
3 Nonane. 3-methvl-5-propvl- 184 C13H28 031081-18-2 59
4 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 53
5 Nonadecane 268 C19H40 000629-92-5 52

Abundance Scan 1390 (10.263 min): BF104700.D (-1382) (-) m/z 57.05 100.00%

5000

149 R A BN AN R
177 10.00 10.20 10.40 10.60
m/z 43.05 78.23%

99

113127

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #59880: Tetradecane
57
43
71
5000 85 L L B L B
10.00 10.20 10.40 10.60
29 m/z 71.05 72.56%
15 \‘ AL %91131?7141155169 198
T e e e e e e T e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 IIIIIIIIIIIIIIIIIIIIIII
71 10.00 10.20 10.40 10.60
5000 m/z 85.05  44.95%
85
29

99
113127141155169183197211225239253 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #48914: Nonane, 3-methyl-5-propyl- R s B
57 71 10.00 10.20 10.40 10.60
m/z 41.05 35.80%
43
5000 85
29 ‘
112127141
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10. OO 10 20 10. 40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042318\
Data File : BF104700.D

Aca On : 23 Apr 2018 11:07

Operator : JU/SJ

Sample : J2461-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 6 Heptacosane Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
10.74 2.74 ng 103665 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 80
2 Pentadecane 212 C15H32 000629-62-9 72
3 Undecane. 5.5-dimethvl- 184 C13H28 017312-73-1 59
4 Sulfurous acid. decvl 2-ethvlhex... 334 C18H3803S 1000309-19-3 53
5 Eicosane 282 C20H42 000112-95-8 49

Abundance Scan 1471 (10.739 min): BF104700.D (-1468) (-) m/z 57.05 100.00%
57
5000
113 10.40 10.60 10.80 11.00
3 1821507 m/z 43.10  79.79%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000 AR SRR RARRE
85 10,40 10.60 10.80 11.00
m/z 71.10 76 .26%
290 | || M3 141 169 107 225 253 281 323 351 380
m/z--> 50 100 1éo 200 250 300 350
Abundance
57
10.40 10.60 10.80 11.00
5000 g5 m/z 85.10 49 _57%
29
113 141 169 212
m/z--> 50 100 150 200 250 300 350
Abundance #48871: Undecane, 5,5-dimethyl- R o R M
57 10.40 10.60 10.80 11.00
m/z 41.05 33.14%
5000
29 99
e . e
m/z--> 50 100 150 200 250 300 350 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042318\

Data File : BF104700.D

Aca On : 23 Apr 2018 11:07

Operator : JU/SJ

ﬁ?ggle i J2461-01 N-P001-S002-0001-01
ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Oxyhydrostinine Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
10.88 4.94 ng 186875 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxvhvdrostinine 205 C11H11NO3 000552-29-4 62
2 N-(7-Methvlbenzo(b)thien-3-vl)ac... 205 C11H11NOS 007311-97-9 30
3 Benzenamine. N.N-dibutvl- 205 C14H23N 000613-29-6 30
4 2.3-Ouinoxalinedione. 1.4-dihvdro- 162 C8H6N202 015804-19-0 27
5 2H-1-Benzopyran-2-one, 3,4-dihyd... 162 C10H1002 000092-47-7 25

Abundance Scan 1495 (10.880 min): BF104700.D (-1492) (-) m/z 205.10 100.00%
43 163 205
7 134
5000 % 105 120
65 149 e B
4 | | 177 192 | 10.60 10.80 11.00 11.20
el b RS e Tm/z 163.00 0 94.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #65031: Oxyhydrostinine
134 162 205
5000 AR
10.60 10.80 11.00 11.20
42 76 108 m/z 43.00 89.08%
63
i B L P s | e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
163
205 10.60 10.80 11.00 11.20
5000 m/z 162.10 87 .88%
187
147
15 28 %3 5 69 gop 9t 102 121 135 174
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #65270: Benzenamine, N,N-dibutyl- T A
162 10.60 10.80 11.00 11.20
120 m/z 76.95 76 .63%
5000 106
205
29 41 77 kvf\MAVNMMWJv
5 | | 57 o9 | | 134148 | 176188 |
m/z--> 20 40 60 80 100 120 140 160 180 200 10,60 10.80 11.00 11.20

8270-BF040618.M Tue Apr 24 15:40:22 2018

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042318\

Data File : BF104700.D

Aca On : 23 Apr 2018 11:07

Operator : JU/SJ

ﬁ?ggle i J2461-01 N-P001-S002-0001-01
ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Tetradecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.00 10.19 ng 385315 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 94
2 Dodecanoic acid 200 C12H2402 000143-07-7 86
3 Tridecanoic acid 214 C13H2602 000638-53-9 86
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Undecanoic acid 186 C11H2202 000112-37-8 64
Abundance Scan 1515 (10.998 min): BF104700.D (-1511) (-) m/z 73.00 100.00%
eo-n
43
5000

10.60 10.80 11.00 11.20 11.40
m/z 60.00 78.42%

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

Abundance #84454: Tetradecanoic acid
43 60 73
5000 29 129 228 | LN LI L L LB LB L
10.60 10.80 11.00 11.20 11.40
185 0
| ‘ \H o s | n ‘ o m/z 43.05 63.60%
.}?,.l..Uﬂ.Nl”.Wt“‘ \M il SR B Y ....,.%%%,..H.
m/z--> 20 40 60 100 120 140 160 180 200 220
Abundance
73
60 IIIIIIIIIIIIIIIIIIIIII
10.60 10.80 11.00 11.20 11.40
m/z 57.10 58.34%
5000 43 129
85 115 157
101
143 171
183 200
e T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #72647: Tridecanoic acid AN REmES
60 73 10.60 10.80 11.00 11.20 11.40
43 m/z 41.10 55.01%
5000 129
29 171
115
| ‘H 143 157 ‘ 185 24
||||l||||||l‘|| ‘H ‘H‘ \H lew ‘ o ‘197 ‘

H\ n ‘ I
m/z--> 20 40 60 100 120 140 160 180 200 220 10. 60 10 80 11. OO 11. 20 11.40

8270-BF040618.M Tue Apr 24 15:40:22 2018 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042318\
Data File : BF104700.D

Aca On : 23 Apr 2018 11:07

Operator : JU/SJ

Sample : J2461-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 9 unknownl11.82 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.82 3.77 ng 142522 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 3.6-dimethvl- 170 C12H26 017312-53-7 38
2 5-Tetradecene. (E)- 196 C14H28 041446-66-6 38
3 Oxacvclotetradecane-2.11-dione. ... 240 C14H2403 074685-36-2 30
4 Cvclopropanecarboxamide. N-tetra... 169 C9H15N02 1000307-18-4 30
5 Cyclododecane 168 C12H24 000294-62-2 25
Abundance Scan 1655 (11.822 min): BF104700.D (-1652) (-) m/z 57.10 100.00%
e wavvv~,A_-\J//q\\~ﬁ_ﬂ«~»-«
R SR SR SO SR
195137150 165177 194 211 236 11.60 11.80 12.00 12.20
m/z 55.05 91.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38343: Decane, 3,6-dimethyl-
43 57
71
5000 LR UL UL UL B
85 1160 11.80 12.00 12.20
29 m/z 43.10 83.53%
\‘ N 9\9 \‘ 127 141 155 170
m/z--> ﬁo Jo eb éo 160 150 150 1éo 1éo 200 250 250
Abundance
55
41 IR SR SN SO SR
11.60 11.80 12.00 12.20
5000 69 o m/z 71.10 68.43%
29 o7
15 11125139 154168 196
m/z--> ﬁo Jo eb éo 160 150 150 1éo 1éo 200 250 250
Abundance #93925: Oxacyclotetradecane-2,11-dione, 13-methyl- A E RREEE L e
41 55 11.60 11.80 12.00 12.20
m/z 69.05 62.92%
69
5000 29
R ERA R I\‘ H\ ‘\I ‘H “ ‘H‘ \ \HHH H\4 138 152165 ]I-8OI |1|9|4 — |2|2|2| |?4|.9|
m/z--> 20 40 80 100 120 140 160 180 200 220 240 11.60 11.80 12.00 12.20

8270-BF040618.M Tue Apr 24 15:40:23 2018

N-P001-S002-0001-01

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042318\

Data File : BF104700.D

Aca On : 23 Apr 2018 11:07

Operator : JU/SJ

ﬁ?ggle i J2461-01 N-P001-S002-0001-01
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 10 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.86 47 .64 ng 1802110 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1000309-12-5 18
Abundance Scan 1662 (11.863 min): BF104700.D (-1656) (-) m/z 73.00 100.00%
73
43 60
5000 129
97 213 LI SR B SULRLEN B
il ﬂ U5 1 45157171185 (05170 256 11.60 11.80 12.00 12.20
e e m/z 60.00 77 .69%
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 R R B SN B
nmnmnmnm
m/z 43.10 75.09%
ﬂji 143157171185199213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
1160 11.80 12,00 12.20
5000 - 129 m/z 57.10 65.49Y%
87 242
43 199
115 185
101 157171 213
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid R
60 73 11.60 11.80 12.00 12.20
43 m/z 55.10 58.30%
5000 129
29
15 T 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

8270-BF040618.M Tue Apr 24 15:40:24 2018

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042318\
Data File : BF104700.D

Aca On : 23 Apr 2018 11:07

Operator : JU/SJ

Sample : J2461-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 11 Supraene Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.22 50.30 ng 1902720  Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 supraere 410 C30H50 007683-64-9 91
2 Saualene 410 C30H50 000111-02-4 91

332 C22H3602
264 C17H2802

024035-35-6 72
004128-17-0 64

3 2.6.10.14-Hexadecatetraenoic acl...
4 2.6.10-Dodecatrien-1-ol. 3.7.11-...

5 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 50
Abundance Scan 1723 (12.222 min): BF104700.D (-1712) (-) m/z 69.10 100.00%
6o
Tl 15000 1590 1240 1260
161 189 ' : ' :
ol hog | 315 ] 161 189 217 245 273 200 341367 | 7z g1.10  51.77%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
5000 LA B L L L L L LB
12,00 12.20 12.40 12.60
41 137 m/z 41.05 20.65%
95
’ il AL7 | 163 191 217 245 273209 341 367 410
i e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
S
12.00 12.20 12.40 12.60
so00l 41 m/z 95.10 14.33%
9 137
L7 161 191 217 273 299 341367 410
I e e e B L
m/z--> 50 100 150 200 250 300 350 400
Abundance #171136: 2,6,10,14-Hexadecatetraenoic acid, 3,7,11,15-tetr... BEEmEEEs
69 12.00 12.20 12.40 12.60
m/z 68.05 11.67%
5000
40
136
Ll “‘H X 161 189209 236 263287 332
e e e B R
m/z--> 50 100 150 200 250 300 350 400 12,00 12.20 12.40 12.60

8270-BF040618.M Tue Apr 24 15:40:24 2018

N-P001-S002-0001-01

Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042318\

Data File : BF104700.D

Aca On : 23 Apr 2018 11:07

Operator : JU/SJ

ﬁ?ggle i J2461-01 N-P001-S002-0001-01
ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 12
R.T. EstConc Area Relative to ISTD R.T.

12.65 5.50 ng 207897 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 80

Abundance Scan 1796 (12.651 min): BF104700.D (-1792) (-) m/z 73.00 100.00%

43 78
57
5000 129
17

284 R o e  BRmas e
199913227 12.40 12.60 12.80 13.00

m/z 43.05 88.97%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid

284

43 57
129

12.40 12.60 12.80 13.00
m/z 60.00  71.04%

50001 28

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

.

43 5 73

12.40 12.60 12.80 13.00
5000 g 129 m/z 57.10 66.28%
87 9 242

143 19
101115 15717118°

213
Tﬁmmmwmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid B B B B e
73 12.40 12.60 12.80 13.00
m/z 55.10 58.46%
43 5
5000 129
185 228
‘ T7 01115 | 143 171 ‘ 199
| v e L 213

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-BF040618.M Tue Apr 24 15:40:25 2018 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042318\

Data File : BF104700.D

Aca On : 23 Apr 2018 11:07

Operator : JU/SJ

ﬁ?ggle i J2461-01 N-P001-S002-0001-01
ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 13 5-[3,4-Dichlorophenyl]-N-me... Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
12.74 2.76 ng 82428 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

5-I3.4-DichlorophenylT1-N-methvl-... 255 C12H11CI2NO 1000257-01-5 64

N-T4-Methoxv-6-(2.2.2-trifluoro-... 383 C13H11F6N502 1000300-16-9 25
3 Succinic acid. di(4-bromophenvl)... 426 C16H12Br204 1000325-79-1 14
4 6.8-Dichloro-2-methvlcinchoninic... 255 C11H7CI2NO2 067059-22-7 14
5 Benzene, 1-methoxy-4-[2-(4-nitro... 255 C15H13NO3 004648-33-3 11

Abundance Scan 1811 (12.739 min): BF104700.D (-1808) (- m/z 382.90 100.00%
383
255
213
5000
335 LI L e o o
114 143 452 12.40 12.60 12.80 13.00
P m/z 255.00 79.80%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #106185: 5-[3,4-Dichlorophenyl]-N-methyl-2,4-pentadienamide
162 255
225
110
5000 58
12.40 12.60 12.80 13.00
» H 197 ‘ m/z 212.90 70.11%
H\‘\H \‘\ Hu\ Iw\ M“h‘“‘\ ‘H \I‘IIIII T
m/z--> 50 250 300 350 400 450
Abundance
133 383
A R ma e
12.40 12.60 12.80 13.00
5000 69 m/z 384.90 66.46%
107 174
43 208
231 976 314 301
T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #220756: Succinic acid, di(4-bromophenyl) ester AL B T
255 12.40 12.60 12.80 13.00
m/z 257.00 56.16%
55
5000
172
27 82 120143 | 199 227
A B e L B o e
m/z--> 50 100 150 200 250 300 350 400 450 12.40 12.60 12.80 13.00

8270-BF040618.M Tue Apr 24 15:40:26 2018

Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042318\
Data File : BF104700.D

Aca On : 23 Apr 2018 11:07

Operator : JU/SJ

Sample : J2461-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 15 Heptadecyl heptafluorobutyrate Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
13.81 8.18 ng 243952 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
2 5-Eicosene. (EBE)- 280 C20H40 074685-30-6 93
3 l17-Pentatriacontene 491 C35H70 006971-40-0 91
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91

Abundance Scan 1993 (13.810 min): BF104700.D (-1990) (-) m/z 57.10 100.00%
57 83
5000 111 HV&JVMAA/wMVA“/%w»w/vw~J
J M 139163 13.40 13.60 13.80 14.00 14.20
233 : : : : :
o LU L 1..,...1.9,7 s || m/z 83.10 88.91%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227401: Heptadecy! heptafluorobutyrate
57
83
5000 AR UL SR SRR B
111 1340 13.60 13.80 14.00 14.20
‘ ‘ m/z 43.10 85.02%
169 238
\ 1 \ L | ‘1?9“,1,,21‘0 .
m/z--> 50 200 250 300 350 400 450
Abundance
55
83 13.40 13.60 13.80 14.00 14.20
5000 m/z 97.10 83.32%
29 111
139 167 196 223 252 280
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #234187: 17-Pentatriacontene L A
43 13.40 13.60 13.80 14.00 14.20
m/z 69.10 82.27%
o T JJV\W
111
| | 139167 196224 267292 321 462 490
m/z--> 50 160 1%0 200 250 300 350 400 450 ' 1340 13.60 13.80 14.00 14.20

8270-BF040618.M Tue Apr 24 15:40:26 2018

N-P001-S002-0001-01

Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042318\

Data File : BF104700.D

Aca On : 23 Apr 2018 11:07

Operator : JU/SJ

ﬁ?ggle i J2461-01 N-P001-S002-0001-01
ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Benzoic acid, 2-(4-nitrophe... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.84 4.03 ng 120128 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 2-(4-nitrophenoxv)... 287 C15H13N0O5 1000368-92-7 72
2 Diethvlene alvcol dibenzoate 314 C18H1805 000120-55-8 59
3 2.3-Dimethvl-4a.8a-diphenvl-hexa... 326 C20H2204 1000297-07-0 50
4 Benzeneacetic acid. .alpha.-oxo-... 178 C10H1003 001603-79-8 38
5 Anthraquinone, 2-benzamido- 327 C21H13NO3 052869-18-8 35
Abundance Scan 1998 (13.839 min): BF104700.D (-1996) (-) m/z 105.00 100.00%
105
149
5000 77
HRIR UURN SUNILE BRI SR
51 13.60 13.80 14.00 14.20
Obrrprrrr et e rrease e e OO0 212 232248 200 289 327 | Tm/z 149.10  67.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #133475: Benzoic acid, 2-(4-nitrophenoxy)ethyl ester
105 149
77
5000
13.60 13.80 14.00 14.20
m/z 77.00 36.90%
30 ﬁl L (122 1?5 211 287
m/z--> ﬁb&%@mmmmmmmmmm@
Abundance
105 149
1360 13.80 14.00 14.20
5000 - m/z 150.00 8.34%
27 L 122 179
rrrrnTrrWﬁTrrnTrmTrwrrrmTwrrrrmTrwrrrmTrwq-rrrrrrwq-rrnTrwrrrrrr
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166062: 2,3-Dimethyl-4a,8a-diphenyl-hexahydro-[1,4]dioxin... T T T T
105 13.60 13.80 14.00 14.20
m/z 106.00 8.32%
5000 77
56 149
39 | 13 ’ 177 210 238754271
m/z--> 20 40 eb éo 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20

8270-BF040618.M Tue Apr 24 15:40:27 2018 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042318\

Data File : BF104700.D

Aca On : 23 Apr 2018 11:07

Operator : JU/SJ

ﬁ?ggle i J2461-01 N-P001-S002-0001-01
ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .52 16.05 ng 478349 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Eilcosane 282 C20H42 000112-95-8 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 2114 (14.521 min): BF104700.D (-2110) (-) m/z 57.10 100.00%
57
141 169 197 14.20 14.40 14.60 14.80
I .1|, L 1907 238 261307332386 | Tnwjz 71.10  77.01%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 LR DL B BN B
mmmmmmmm
29 113 m/z 85.10 56.20%
\‘ ‘L h H\ h h‘ u‘ 1 \1\169 197 225 253 296
m/z--> 55 100 1%0 260 250 360 3%0 460 !
Abundance
57
85 14:20 14.40 14.60 14.80
5000 m/z 43.10 55.63%
113
29 141 169 197 225 253 282 M\}\M
m/z--> 55 160 1%0 260 250 360 3%0 460 !
Abundance #223852: Hentriacontane AR e R RR
57 14.20 14.40 14.60 14.80
m/z 55.00 26.95%
5000 85
113 141
|7, 141 169 107 225 253 281 309 337 365 437
m/z--> 5'0 1(')0 1&1;0 2(')0 251;0 3(')0 3&1,0 4(')0 ! 14 20 14. 40 14. 60 14I80

8270-BF040618.M Tue Apr 24 15:40:27 2018 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042318\

Data File : BF104700.D

Aca On : 23 Apr 2018 11:07

Operator : JU/SJ

ﬁ?ggle i J2461-01 N-P001-S002-0001-01
ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Squalene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.82 24 .26 ng 606644 Perylene-di12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 2.6.10.14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 87
4 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 72
5 2,3,5-Trimethyl-2,3,5-hexanetric... 203 C12H17N3 003974-79-6 50
Abundance Scan 2165 (14.821 min): BF104700.D (-2162) (-) m/z 69.10 100.00%
69
5000 J/L
Tl 1460 1450 15,00 15,50
ol | oy | 417 | Q61 191 231254 287311 341 371 770 g1 10  50.11%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
s000] 4 LRI BRI BULIL UM B
14,60 14.80 15.00 15.20
o5 m/z 41.10 20.95%
L “h\ ;17 ﬂ ‘161 101 217 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
' 14.60 14.80 15.00 15.20
5000 m/z 95.10 13.79%
T M/WNJJ\‘JNWV
95 137
117 163 191 217 245 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #171136: 2,6,10,14-Hexadecatetraenoic acid, 3,7,11,15-tetr... A L R REmms e
69 14.60 14.80 15.00 15.20
m/z 137.10 10.64%
- M"A‘M/Vw
41
136
b “‘H X 161 189209 236 263287 332
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:\HPCHEM1\BNA F\DATA\BF042318\

Data File : BF104700.D

Aca On : 23 Apr 2018 11:07

Operator : JU/SJ

ﬁ?ggle i J2461-01 N-P001-S002-0001-01
ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Pentadecane, 8-hexyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.09 38.20 ng 955217 Perylene-di12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 93
2 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 93
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Octadecane 254 C18H38 000593-45-3 90
Abundance Scan 2211 (15.092 min): BF104700.D (-2206) (-) m/z 57.10 100.00%
7
85
5000
141 169 14.80 15.00 15.20 15.40
oL, II Loy 199 197 225044266 202 323344 379399 | .71 10 78.54%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141433: Pentadecane, 8-hexyl-
43
71
5000 LI RS B SUMILE B
14.80 15.00 15.20 15.40
m/z 85.10 59.58%
99 196
ol TS | s aspos
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
- 1480 15.00 15.20 15.40
5000 m/z 43.10 53.14%
99 210
127 155 182 239 267 206 323 Nn\/u,~“~\_J\h~,w,w_~,_w~
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane AR EEREE L
57 14.80 15.00 15.20 15.40
m/z 55.00 22.62%
o T NJ\J\»“‘MM
290 1| | M8 141 169 107 225 253 205 323 367
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042318\

Data File : BF104700.D

Aca On : 23 Apr 2018 11:07

Operator : JU/SJ

ﬁ?ggle i J2461-01 N-P001-S002-0001-01
ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 20 Heptadecane, 2,6,10,15-tetr... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.89 12.90 ng 322727 Perylene-di12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 91
2 Dodecane. 1-iodo- 296 C12H251 004292-19-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Tetracosane, l1ll-decyl- 479 C34H70 055429-84-0 90
Abundance Scan 2347 (15.892 min): BF104700.D (-2343) (-) m/z 57.10 100.00%
g7
85
5000
141 169 15.60 15.80 16.00 16.20
oL L1 l| LA~ 19191211 239260 296319 351371 400 | 71 10 79.74%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57
5000 85 L BN UL SULRLN SR
15,60 15.80 16.00 16.20
m/z 85.10 60.21%
L h | J1%3‘141 183 211 239 267 296
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
15.60 15.80 16.00 16.20
5000 o m/z 43.10 56.01%
29
169 296
13 14 197 225 NANVHUN/\,ujk““ﬂuﬁwwak,
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane AR EEREE L
57 15.60 15.80 16.00 16.20
m/z 99.10 20.58%
” ] ﬂ/\wrM«wm/\Wﬁm)\AWWWMrWWNMNHf
2?} ] H113 141 169 197 225 267 295 365 393
m/z--> 50 100 1% 200 250 300 350 400 15,60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042318\
Data File : BF104700.D
Acqg On : 23 Apr 2018 11:07 Instrument :
Operator : JU/SJ gﬁA{s el

- _ lentosampleld :
3?22'6 : J2461-01 N-P001-S002-0001-01
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_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]
unknown2 .13 2.13 3.4 ng 108396 1 6.80 645555 20.0
unknown6 .57 6.57 58.6 ng 1892120 1 6.80 645555 20.0
Benzene, 1l-isocya... 8.16 3.6 ng 145214 2 8.09 798917 20.0
Tetradecane 10.26 3.1 ng 125787 3 9.85 799325 20.0
Heptacosane 10.74 2.7 ng 103665 4 11.33 756582 20.0
Oxyhydrostinine 10.88 4.9 ng 186875 4 11.33 756582 20.0
Tetradecanoic acid 11.00 10.2 ng 385315 4 11.33 756582 20.0
unknownl1l.82 11.82 3.8 ng 142522 4 11.33 756582 20.0
n-Hexadecanoic acid 11.86 47.6 ng 1802110 4 11.33 756582 20.0
Supraene 12.22 50.3 ng 1902720 4 11.33 756582 20.0
Octadecanoic acid 12.65 5.5 ng 207897 4 11.33 756582 20.0
5-[3,4-Dichloroph... 12.74 2.8 ng 82428 5 13.98 596240 20.0
Heptadecyl heptaf... 13.81 8.2 ng 243952 5 13.98 596240 20.0
Benzoic acid, 2-(... 13.84 4.0 ng 120128 5 13.98 596240 20.0
Heneicosane 14 .52 16.1 ng 478349 5 13.98 596240 20.0
Squalene 14.82 24_.3 ng 606644 6 15.45 500178 20.0
Pentadecane, 8-he... 15.09 38.2 ng 955217 6 15.45 500178 20.0
Heptadecane, 2,6,... 15.89 12.9 ng 322727 6 15.45 500178 20.0
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