LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071818\

Data File : BF107502.D

Aca On > 19 Jul 2018 8:28 Instrument :

Operator : JU/SJ BNA_F

Sample - J4033-03 ClientSampleld :

Vi : 071618-DBRI-F-D-B
isc :

ALS Vial : 38 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-BF071618 .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 2.902 91 96 102 rBV 149153 218881 2.14% 0.401%
2 2.978 102 109 115 rvB2 115512 204164 1.99% 0.374%
3 3.819 245 252 259 rBV 565644 806387 7.87% 1.477%
4 4.496 360 367 371 rBv4 73426 137593 1.34% 0.252%
5 4.660 384 395 398 rVV 5211813 10241550 100.00% 18.757%
6 4.784 414 416 420 rVB 129887 122335 1.19% 0.224%
7 4.872 426 431 440 rBV2 2763146 3572418 34.88% 6.543%
8 5.607 549 556 560 rBY 1447694 1400281 13.67% 2.564%
9 6.584 718 722 732 rBVY 1917668 2345542 22 .90% 4.296%
10 6.754 746 751 755 rBV2 2509446 2417255 23.60% 4_.427%

11 6.984 786 790 793 rBV 1018346 881563 8.61% 1.615%
12 7.031 795 798 805 rvB 90013 112694 1.10% 0.206%
13 7.143 812 817 820 rVB 3618431 3303916 32.26% 6.051%
14 7.213 826 829 833 rBvV 115715 158485 1.55% 0.290%
15 7.548 879 886 889 rBvV 2819871 3182291 31.07% 5.828%

16 7.707 908 913 918 rBVv3 717150 1013139 9.89%% 1.855%
17 8.089 973 978 981 rBV 548659 524951 5.13% 0.961%
18 8.266 1003 1008 1011 rBV2 1020818 1057715 10.33% 1.937%
19 8.295 1011 1013 1016 rVB 401259 352858 3.45% 0.646%
20 8.354 1019 1023 1027 rBV 216630 215722 2.11% 0.395%

21 8.760 1089 1092 1094 rBV 157881 171282 1.67% 0.314%
22 8.778 1094 1095 1098 rVB 185896 106311 1.04% 0.195%
23 9.031 1134 1138 1140 rBV 540749 474429 4.63% 0.869%
24 9.066 1140 1144 1147 rVB 1000655 878597 8.58% 1.609%
25 9.278 1177 1180 1185 rVB 211480 159511 1.56% 0.292%

26 9.342 1185 1191 1194 rBV 4983545 5014226 48.96% 9.183%
27 10.025 1304 1307 1310 rVB3 250781 218778 2.14% 0.401%
28 10.819 1437 1442 1445 rBV 2582637 2489974 24 .31% 4 _.560%
29 11.519 1556 1561 1572 rBV4 478446 656030 6.41% 1.201%
30 11.895 1620 1625 1628 rBV 578414 544576 5.32% 0.997%

31 12.036 1644 1649 1660 rBV7 224089 552676 5.40% 1.012%
32 12.589 1740 1743 1745 rVB 168304 137768 1.35% 0.252%
33 12.689 1756 1760 1763 rBV 481789 424057 4.14% 0.777%
34 12.907 1793 1797 1800 rBV2 190878 202416 1.98% 0.371%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071818\

Data File : BF107502.D

Aca On - 19 Jul 2018 8:28 Instrument :
Operator : JU/SJ BNA_F

Sample  : J4033-03 UGl
Misc i 071618-DBRI-F-D-B
ALS Vial : 38 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 :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071618.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.960 1804 1806 1809 rVvVv 285296 204927 2.00% 0.375%

36 13.107 1827 1831 1836 rVB3 2081588 2450735 23.93% 4.488%
37 13.319 1863 1867 1870 rVB 497545 426746 4_.17% 0.782%
38 13.660 1922 1925 1928 rBV 764311 611802 5.97% 1.120%
39 13.989 1978 1981 1984 rBV 878366 721409 7.04% 1.321%
40 14.166 2003 2011 2013 rBV4 126787 190475 1.86% 0.349%

41 14.307 2031 2035 2038 rBV 1106140 924678 9.03% 1.693%
42 14.501 2063 2068 2070 rVB6 83341 108531 1.06% 0.199%
43 14.613 2083 2087 2091 rVV 1083046 981808 9.59% 1.798%
44 14.936 2138 2142 2147 rVB 860966 917982 8.96% 1.681%
45 15.295 2199 2203 2208 rBVY 702165 807245 7.88% 1.478%

46 15.701 2267 2272 2281 rBV2 567332 795878 7.77% 1.458%
47 16.171 2346 2352 2358 rBV2 382053 598511 5.84% 1.096%

48 16.712 2439 2444 2452 rVB3 190423 372681 3.64% 0.683%
49 17.359 2549 2554 2562 rVB10 86534 188887 1.84% 0.346%

Sum of corrected areas: 54602666
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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\BF071818\

BF107502.D

19 Jul 2018 8:28

Ju/SsJ

J4033-03 071618-DBRI-F-D-B
38 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

2000000

1000000

0!

Time--> 8.00

Abundance TIC: BF107502.D
5000000 4166
4000000
7.14
3000000 487 7.55
6.75
2000000 6.58
5.61
6.98
1000000 -
3.82 h
2. 4.7 L :
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: BF107502.D
5000000 9,34
4000000
3000000
10.82
13.11

12.50

13.00

9.00 9.50 10.00 10.50 11.00 11.50 12.00

Abundance
5000000

4000000

3000000

2000000

1000000

TIC: BF107502.D

14.31 14.61

14.94
15.29 15.70
16.17

17.36

0=
Time--> 13.50

T
18.00

T
17.00

I
17.50

16.00

16.50

T T
15.50 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO071818\

Data File : BF107502.D

Aca On - 19 Jul 2018 8:28

Operator : JU/SJ

a?ggle i J4033-03 071618-DBRI-F-D-B
ALS Vial : 38 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 unknown3.82 Concentration Rank 15

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

3.82 18.29 ng 806387 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Hexen-2-one 98 C6H100 000109-49-9 47
2 Ethanone. 1-(2-methvlcvclopropvl)- 98 C6H100 000930-56-3 40
3 Isoxazole. 5-methyl- 83 C4H5NO 005765-44-6 25
4 2-Methyl-3-oxobutvronitrile 97 C5H7NO 004468-47-7 9
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9

Abundance Scan 252 (3.819 min): BF107502.D (-245) (-) m/z 43.00 100.00%
43.0
5000
o ko 3k 3ho abo a0
ol LHM : .l.-,1.16.7. 1540 2022 2605 3813 "7z 83.10 21.98%
m/z--> 50 100 150 200 250 300 350
Abundance #3152: 5-Hexen-2-one
43.0
5000 SRS A A R
3.40 3.60 3.80 4.00 4.20
m/z 39.00 19.77%
15.0 | 830
oL d 2, e ——
m/z--> 50 100 150 200 250 300 350
Abundance
43.0
340 3.60 3.80 4.00 4.20
5000 m/z 55.10 9.23%
83.0
15.0
N L e WL S WAL S WL
m/z--> 50 100 150 200 250 300 350
Abundance #1287: Isoxazole, 5-methyl-
43.0 83.0 3.40 3.60 3.80 4.00 4.20
m/z 41.10 6.34%
5000
015.0 ‘
m/z--> 50' - '160' - '150' B '200' B '250' B '360' B '351;0' 3.40 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO071818\

Data File : BF107502.D

Aca On - 19 Jul 2018 8:28

Operator : JU/SJ

a?ggle i J4033-03 071618-DBRI-F-D-B
ALS Vial : 38 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 3-Penten-2-one, 4-methyl- Concentration Rank 1

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

4.66 232.35 ng 10241600 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 94
2 1-Butene. 2.3.3-trimethvl- 98 C7H14 000594-56-9 86
3 2-Pentene. 2.3-dimethvl- 98 C7H14 010574-37-5 83
4 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 64
5 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 64

Abundance Scan 395 (4.660 min): BF107502.D (-384) (-) m/z 55.10 100.00%
58.1 3.1
5000 39
98.1
RN R S U UL
4.40 4.60 4.80 5.00
0 ..":|:,...., B, 3945 Th/z 83.10 0 96.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3242: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 39. LIS I R R A
98.0 440 460 480 5.00
m/z 42.95 41.88%
0"}%QH'NW'MII'”'Il"W""P"'I”"I"”I""P
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55.0 83.0
440 460 480 500
5000 29l m/z 39.10 38.95%
98.0
15.0
L S L S U WL LI WL B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3370: 2-Pentene, 2,3-dimethyl- SR L A Y W
55.0 83.0 4.40 4.60 4.80 5.00
m/z 98.10 28.93%
5000 3900 98.0
15.0 ‘
0"ﬂ|'J'”M'M¢|"“'fI'”1"'w""w"'|'”'|"'w' RN RS S U UL
m/z--> 20 40 60 80 100 120 140 160 180 200 4.40 4.60 4.80 5.00

8270-BF071618.M Thu Jul 19 14:50:16 2018 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO071818\

Data File : BF107502.D

Aca On - 19 Jul 2018 8:28

Operator : JU/SJ

a?ggle i J4033-03 071618-DBRI-F-D-B
ALS Vial : 38 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 Cyclotrisiloxane, hexamethyl- Concentration Rank 4

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

4._.87 81.05 ng 3572420 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotrisiloxane. hexamethvl- 222 C6H1803Si3 000541-05-9 90
2 Arsenous acid. tris(trimethvlsil... 342 C9H27As03Si3 055429-29-3 64
3 1H-Indole. 1-methvl-2-phenvl- 207 C15H13N 003558-24-5 42
4 4-Cvclohexene-1.2-dicarboximide.... 207 C12H17NO2 028916-00-9 42
5 Benzo[h]quinoline, 2,4-dimethyl- 207 C15H13N 000605-67-4 39

Abundance Scan 431 (4.872 min): BF107502.D (-426) (-) m/z 207.00 100.00%
207.0
5000 43.0

4.60 4.80 5.00 5.20

0 2re6 3191 m/z 43.00 41.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #79619: Cyclotrisiloxane, hexamethyl-
207.0
5000 L LI L AL UL
460 4.80 5.00 5.20
m/z 208.10 19.14%
96.0
oo ero 180 o |
m/z--> 2I0 4IO 60 8IO l(I)O 120 140 160 180 200 220 240 260 ZéO 300 350
Abundance
207.0
460 4.80 5.00 5.20
5000 m/z 56.10 14 .52%

73.0 105.0 133.0
ol15.0 450 177.0 239.0 327.0

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

Abundance #67010: 1H-Indole, 1-methyl-2-phenyl- T T
.0 4.60 4.80 5.00 5.20

m/z 209.10 12.91%

5000

51.0 77.0 103.0130.0 165.0

15.0
R EAREEEEEERmE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO071818\

Data File : BF107502.D

Aca On - 19 Jul 2018 8:28

Operator : JU/SJ

a?ggle i J4033-03 071618-DBRI-F-D-B
ALS Vial : 38 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 unknown6.75 Concentration Rank 8

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

6.75 54.84 ng 2417260 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol4.2.0locta-1.3.5-triene.,... 132 C10H12 028749-81-7 14
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
3 1H-Indenol 132 C9H80 056631-57-3 14
4 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 10
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 10

Abundance Scan 750 (6.748 min): BF107502.D (-746) (-) m/z 132.00 100.00%
132.0
68.1
5000
L
6.40 6.60 6.80 7.00
o 192.7 251.1 328.4 520.5 m/z 68.10 58 54%
m'z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethy!-
132.0
5000 AR RARSE ARSI
6.40 6.60 6.80 7.00
300 20 m/z 66.10 42.62%
Oluuuululuuuluuu||||||||||||||||||||||||||||||||||||||||
m/z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
132.0
e
6.40 6.60 6.80 7.00
5000 m/z 134.00 34.26%
63.0
15.0
L S B L L L L L WAL I W
m'z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14521: 1H-Indenol R RAm R e R
132.0 6.40 6.60 6.80 7.00
m/z 69.10 31.70%
5000
77.0
OI”"iﬂmﬂﬁj"I"”I"'W"'W""P"'P"'I”"I'”
m/z-> 0 50 100 150 200 250 300 350 400 450 500 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF071818\
Data File : BF107502.D

Aca On 19 Jul 2018 8:28

Operator : JU/SJ

Sample : J4033-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 Cyclopentasiloxane, decamet... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
7.71 19.16 ng 1013140 Naphthalene-d8 8.27

MW  MolForm
1 Cvclopentasiloxane. decamethvl- 370 C10H3005Si5 000541-02-6 53
2 Benzoic acid. 2-I(trimethvisilvl... 282 C13H2203Si2 003789-85-3 37
3 Benzeneethanamine. N-T(pentafluo... 475 C21H26F5N02Si2 055429-85-1 37
4 3-Amino-2-phenazinol ditms 355 C18H25N30Si2 1000332-15-5 10
5 Phosphonic acid, [3-[(trimethyls... 355 C12H34NO3PSi3 056051-92-4 10

Abundance Scan 913 (7.707 min): BF107502.D (-908) (-) m/z 73.00 100.00%
73.0
5000 267.0 IL
41.0 3551 ...................
5.0 ' 740 760 780 800
192 8 223.0 323.0
0 -l 9"?,0.' LAl I 2RSS0 L Tm/z 267.00  43.05%
m/z--> 50 100 150 200 250 300 350
Abundance #196317: Cyclopentasiloxane, decamethy!-
73.0
5000 355.0
267.0 7.40 7.60 7.80 8.00
m/z 56.00 33.28%
ol 40 | 125.0154.0 1930 237.0 | 293.0323.0 |
— T T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance
73.0
7.40 7.60 7.80 8.00
5000 m/z 41.05 18.35%
267.0
45.0
135.0
o 105.0 193.0  233.0
T B e e e T B e e e B N BN e e o e s o
m/z--> 50 100 150 200 250 300 350
Abundance #231876: Benzeneethanamine, N-[(pentafluorophenyl)methylen...
73.0 7.40 7.60 7.80 8.00
m/z 95.00 17.40%
5000
267.0
44.0
ol , 1040 151.0179.0209.053709 |
— T T T e
m/z--> 50 100 150 200 250 300 350 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO071818\

Data File : BF107502.D

Aca On - 19 Jul 2018 8:28

Operator : JU/SJ

a?ggle i J4033-03 071618-DBRI-F-D-B
ALS Vial : 38 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 2-Cyclopenten-1-one, 3-methyl- Concentration Rank 17

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

9.07 16.61 ng 878597 Naphthalene-d8 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cvclopenten-1-one. 3-methvl- 96 C6H80 002758-18-1 93
2 Furan. 2.5-dimethvl- 96 C6H80 000625-86-5 76
3 1.3-Butadiene. 2-methvl- 68 C5H8 000078-79-5 50
4 1-Butvne. 3-methvl- 68 C5H8 000598-23-2 50
5 Ethanone, 1-(methylenecyclopropyl)- 96 C6H80 062266-35-7 50

Abundance Scan 1145 (9.072 min): BF107502.D (-1140) (-) m/z 43.00 100.00%
43.0
96.0
5000 \ 160.0
8.80 9.00 9.20 9.40
o L l b 2088 2810 3381 4660 sz 96.05  61.24%
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #2821: 2-Cyclopenten-1-one, 3-methyl-
96.0
5000 IR LS RSN A‘l""
53.0 8.80 9.00 9.20 9.40
m/z 95.05 53.16%
Olﬁqumk"P'"I"'W""I"”I""I'”'I""I”'
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
43.0 96.0
8.80 9.00 9.20 9.40
5000 m/z 67.10 49_.01%
L L L L UL L UL DL LI
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #458: 1,3-Butadiene, 2-methyl-
67.0 8.80 9.00 9.20 9.40
m/z 160.00 38.48%
5000
27.
0 “k'IA'"P'"I"'W""I"”I""I'”'I""I”' A RS A R AR
m/z-> 0 50 100 150 200 250 300 350 400 450 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO071818\

Data File : BF107502.D

Aca On - 19 Jul 2018 8:28

Operator : JU/SJ

a?ggle i J4033-03 071618-DBRI-F-D-B
ALS Vial : 38 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 Sulphuric acid dibutyl ester Concentration Rank 20

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

9.28 14.58 ng 159511 Acenaphthene-d10 10.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulphuric acid dibutvl ester 210 C8H1804S 000625-22-9 59
2 4.4-Dimethvlazetidin-2-one 99 C5H9NO 004879-95-2 50
3 Pentane. 3-ethvl-2.2-dimethvl- 128 C9H20 016747-32-3 50
4 Pentane. 3-methvl- 86 C6H14 000096-14-0 50
5 Pentane, 2,2,3-trimethyl- 114 C8H18 000564-02-3 50

Abundance Scan 1180 (9.278 min): BF107502.D (-1177) (-) m/z 57.10 100.00%
54.1
5000
9.00 9.20 9.40 9.60
O b 1928 2009 2811 446848821 . 756,00  94.83%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #69815: Sulphuric acid dibutyl ester
56.0
5000
9.00 9.20 9.40 9.60
J m/z 41.05 59.09%
015 | 99.0 139.0
mz-> 0 50 100 150 200 250 300 350 400 450 '
Abundance
56.0
9.00 9.20 9.40 9.60
5000 m/z 39.05 16.88%
99.0
L S L U UL UL B I B L
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #12744: Pentane, 3-ethyl-2,2-dimethyl-
57.0 9.00 9.20 9.40 9.60
m/z 55.05 9.19%
5000
Ols.q || 1130
mz-> 0 50 100 150 200 250 300 350 400 450 ' 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO071818\

Data File : BF107502.D

Aca On - 19 Jul 2018 8:28

Operator : JU/SJ

a?ggle i J4033-03 071618-DBRI-F-D-B
ALS Vial : 38 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 Tridecanoic acid, methyl ester Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
11.90 16.60 ng 544576 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 95
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 90
3 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 80
4 Methvl stearate 298 C19H3802 000112-61-8 80
5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 72
Abundance Scan 1626 (11.901 min): BF107502.D (-1620) (-) m/z 74.00 100.00%

5000
271.2 341.0379.7 475.0 11.60 11.80 12.00 12.20
o ' m/z 87.10 90.33%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #84485: Tridecanoic acid, methyl ester
74.0
5000 I Ramn s

11.60 11.80 12.00 12.20
m/z 143.05  33.64%

143.0
| ‘\ i 4y | 18\59 228.0
L0 e L L e e e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
74.0
11.60 11.80 12.00 12.20
5000 m/z 227.20 30.83%
29.0
. 143.0 185 0 227.0 270.0
L S L o o o e A o o o o o o o B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #119408: Hexadecanoic acid, methyl ester P
74.0 11.60 11.80 12.00 12.20
m/z 43.10 28.10%
5000
143.0
o e 185.0 227.0 270.0
L o o o e L B o o o % B o o o o e R e R Raaas
m/z--> 50 100 150 200 250 300 350 400 450 11. 60 11. 80 12.00 12.20

8270-BF071618.M Thu Jul 19 14:50:20 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO071818\

Data File : BF107502.D

Aca On - 19 Jul 2018 8:28

Operator : JU/SJ

a?ggle i J4033-03 071618-DBRI-F-D-B
ALS Vial : 38 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 16
R.T. EstConc Area Relative to ISTD R.T.
12.04 16.85 ng 552676 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 50
2 Dodecanoic acid 200 C12H2402 000143-07-7 50
3 Tridecanoic acid 214 C13H2602 000638-53-9 46
4 Tetradecanoic acid 228 C14H2802 000544-63-8 45
5 Pentadecanoic acid 242 C15H3002 001002-84-2 43
Abundance Scan 1650 (12.042 min): BF107502.D (-1644) (-) m/z 41.05 100.00%
41.
5000
240.1 "' 11/80 12.00 12.20 12:40
294.6 346.8 414.0 470.9 )
0 200 7z 73.00  80.09%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid
60.
5000 129.0
11.80 12.00 12.20 12.40
“ .n10ﬂ302%0 m/z 60.00 76.81%
ol H‘uh”\mu \ \ \ ‘ \”\” e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
73.0
11.80 12.00 12.20 12.40
m/ 43.00 61.41Y%
5000 129.0 z 0
171.0
O 1 1 1 T e T e T e T e
m/z--> éo 160 1%0 200 250 300 3%0 460 4%0 560 séo
Abundance #72646: Tridecanoic acid e B R B = au I B Sttt
73.0 11.80 12.00 12.20 12.40
m/z 57.00 59.23%
5000 -
129'0171 0214.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO071818\

Data File : BF107502.D

Aca On - 19 Jul 2018 8:28

Operator : JU/SJ

a?ggle i J4033-03 071618-DBRI-F-D-B
ALS Vial : 38 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 unknownl12.91 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.91 21.25 ng 202416 Chrysene-di12 14.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 45
2 Butvl 4.8.12-trimethvl-tridecanoate 312 C20H4002 1000336-63-2 38
3 Carbamic acid. nitrosopropvl-. e... 160 C6H12N203 019935-86-5 12
4 L-Homocitrulline 189 C7H15N303 001190-49-4 10
5 1,5-Pentanediol 104 C5H1202 000111-29-5 10
Abundance Scan 1798 (12.913 min): BF107502.D (-1793) (-) m/z 56.00 100.00%
5000
12.60 12.80 13.00 13.20
0 m/z 257.20 82.73%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #154930: Hexadecanoic acid, buty| ester
56.0
5000
2570 12.60 12.80 13.00 13.20
129.0 ’ m/z 41.05 76.00%
g || lsp | smomso| | sz
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance
56.0 129.0
12.60 12.80 13.00 13.20
5000 m/z 42.95 67 .99Y%
199.0
255.0
93.0 312.0
O e T B T o
miz--> 0 55 160 1éo 260 2éo 360 3%0 460 4%0
Abundance #31020: Carbamic acid, nitrosopropyl-, ethyl ester o n B e R el
29.0 12.60 12.80 13.00 13.20
m/z 69.00 67.17%
5000
. ‘ L pD 100
miz-> 0 50 100 150 200 250 300 350 400 450 12.60 12,80 13.00 13.20 |
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO071818\

Data File : BF107502.D

Aca On - 19 Jul 2018 8:28

Operator : JU/SJ

a?ggle i J4033-03 071618-DBRI-F-D-B
ALS Vial : 38 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 Octacosane Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
12.96 21.52 ng 204927 Chrysene-di12 14.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 72
2 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 64
3 Pentadecane. 4-methvl- 226 C16H34 002801-87-8 64
4 Nonadecane 268 C19H40 000629-92-5 64
5 Sulfurous acid, decyl 2-propyl e... 264 C13H2803S 1000309-12-1 64

Abundance Scan 1806 (12.960 min): BF107502.D (-1804) (-) m/z 57.10 100.00%
51.1
5000
99.1
40.2169.0 12.60 12.80 13.00 13.20
ol Al .'ll J ANe1e00201s 2500800 350 a TS 08 79 80%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000
12.60 12.80 13.00 13.20
99.0 m/z 43.05 T7.74%
o 27,0 h | ||, 1410 1830 2250 281.0 337.0 394.0
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
12:60 12,80 13.00 13.20
5000 m/z 85.00 69.29%
99.0 1410
170.0
L S (L WL L B LS S
m/z--> 50 100 150 200 250 300 350
Abundance #83044: Pentadecane, 4-methyl-
43.0 12.60 12.80 13.00 13.20
m/z 41.00 36.63%
5000
85.0
183.0
0= |w""'%'ﬂ??? T 'Jh |'2?qq Y SN DA '|""|""|""|“'Lﬁw
m/z--> 50 100 150 200 250 300 350 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO071818\

Data File : BF107502.D

Aca On - 19 Jul 2018 8:28

Operator : JU/SJ

a?ggle i J4033-03 071618-DBRI-F-D-B
ALS Vial : 38 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 13 Hexadecane, 2,6,10,14-tetra... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.32 44_.81 ng 426746 Chrysene-di12 14.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 90
2 Pentacosane 352 C25H52 000629-99-2 87
3 Heneicosane 296 C21H44 000629-94-7 83
4 Triacontane 422 C30H62 000638-68-6 83
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 83

Abundance Scan 1867 (13.319 min): BF107502.D (-1863) (-) m/z 57.05 100.00%

57.0
5000

13.00 13.20 13.40 13.60

i ] 1551 22517681 32823731 4612  549.1

O A e b m/z 71.05 78.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #129512: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000
13.00 13.20 13.40 13.60
113.0 m/z 43.05 65.76%
bbb L om0 o0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
13.00 13.20 13.40 13.60
5000 m/z 85.10 63.21%
99.0
o 141.0183.0225.0267.0309.0352.0
B o e o o LA B o o i e o

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane

13.00 13.20 13.40 13.60
m/z 41.05 36.10%

5000

141.0183.0225.0 296.0
et e ol e
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF071818\
Data File : BF107502.D

Aca On 19 Jul 2018 8:28

Operator : JU/SJ

Sample : J4033-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

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

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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

Concentration Rank 7

Peak Number 14 Nonadecane, 2-methyl-

R.T. EstConc Area Relative to ISTD R.T.
13.66 64.24 ng 611802 Chrysene-di12 14.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 90
2 Eicosane. 2-methvl- 296 C21H44 001560-84-5 90
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Heptacosane 380 C27H56 000593-49-7 87

Abundance Scan 1925 (13.660 min): BF107502.D (-1922) (-) m/z 57.05 100.00%
51.0
85.1
5000
F“mu 13.40 13.60 13.80 14.00
-1169.2 : : : :
- LA b L L% 1692197.0225.2053 2280.2 390 nsz 71.05 85.79%
m/z--> 50 100 150 200 250 300 350
Abundance #129498: Nonadecane, 2-methyl-
57.0
5000
85.0 13.40 13.60 13.80 14.00
29.0 m/z 43.05 77.01%
0 H‘ \‘w w‘\ uh‘ ‘\\ \‘11“30\14;0;690 1970 23\902670
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
13.40 13.60 13.80 14.00
5000 m/z 85.10 65.84%
85.0
29.0
0 113.0 141.0169.0 197.0 253.0 281.0
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0 13.40 13.60 13.80 14.00
m/z 41.10 41.23%
5000 85.0
0 \ “‘ || | [M30141.0160.01970 239026702940 323.0 352.0
m/z--> 50 100 150 200 250 300 350 1340 13.60 13.80 14.00

8270-BF071618_.M Thu Jul 19 14:50:22 2018

071618-DBRI-F-D-B
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO071818\

Data File : BF107502.D

Aca On - 19 Jul 2018 8:28

Operator : JU/SJ

a?ggle i J4033-03 071618-DBRI-F-D-B
ALS Vial : 38 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 Eicosane, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.99 75.75 ng 721409 Chrysene-di12 14.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 2-methvl- 296 C21H44 001560-84-5 90
2 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 86
3 Tetracosane 338 C24H50 000646-31-1 83
4 Hexacosane 366 C26H54 000630-01-3 81
5 Triacontane 422 C30H62 000638-68-6 80
Abundance Scan 1981 (13.989 min): BF107502.D (-1978) (-) m/z 57.05 100.00%
57.0
5000
9.1
155 1 13.60 13.80 14.00 14.20 14.40
1972
ol dd .1‘, L L 72302 2898 3532 45884980 ns7 7105 78.36%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #141429: Eicosane, 2-methyl-
57.0
5000

13.60 13.80 14.00 14.20 14.40
9.0 m/z 42.95 67.89%
| | “ ‘ 141.0 183.0 253.0

o.tﬁ,.”.,...w....,”..,.”.,...w....,”..,..”,.

|
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
13.60 13.80 14.00 14.20 14.40
5000 m/z 85.05 65.99%
0
0 141.0182.0 555 9 2810322 0
T e o o o B o o LA o o
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #175559: Tetracosane
57.0 13.60 13.80 14.00 14.20 14.40
m/z 40.95 33.12%
5000
9.0
o 141 0 183 02250 338 0
,,,,,,,,,, T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 13.60 13. 80 14.00 14. 20 14. 40

8270-BF071618.M Thu Jul 19 14:50:23 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF071818\
Data File : BF107502.D

Aca On 19 Jul 2018 8:28

Operator : JU/SJ

Sample : J4033-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 Pentacosane Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
14 .31 97.09 ng 924678 Chrysene-di12 14.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 83
2 Triacontane 422 C30H62 000638-68-6 83
3 Docosane 310 C22H46 000629-97-0 83
4 Hexadecane. l1l-i1odo- 352 C16H33l1 000544-77-4 80
5 Heneicosane 296 C21H44 000629-94-7 80
Abundance Scan 2036 (14.313 min): BF107502.D (-2031) (-) m/z 57.00 100.00%
57.0
5000 o1 k_wm,
155.1
197.2239.2 14.00 14.20 14.40 14.60
ol bl JLIL Wt 202 30 AT638147 T 71 10 94.04%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #185533: Pentacosane
57.0
5000
14.00 14.20 14.40 14.60
9.0 m/z 85.10 82.98%
0 ! L ‘ h\ “h ‘\‘ h‘ :‘I‘\A%(l) ]\'839 225'0 267'0309'0 352'0
m/z--> §o 160 1éo 260 2éo 360 3éo 460 4éo 560
Abundance
57.0
14.00 14.20 14.40 14.60
5000 m/z 43.10 75.17%
99.0
o 141.0183.0225.0267.0309.0351.0  422.0
m/z--> §o 160 1éo 260 2éo 360 3%0 460 4%0 560 t»hqﬂ
Abundance #153223: Docosane
57.0 14.00 14.20 14.40 14.60
m/z 99.10 37.37%
5000
9.0
b L 1401830 290 3100
miz-> 50 100 150 200 250 300 350 400 450 500 14.00 14.20 14.40 14.60

8270-BF071618.M Thu Jul 19 14:50:23 2018

071618-DBRI-F-D-B
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO071818\

Data File : BF107502.D

Aca On - 19 Jul 2018 8:28

Operator : JU/SJ

a?ggle i J4033-03 071618-DBRI-F-D-B
ALS Vial : 38 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 Octadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.61 103.09 ng 981808 Chrysene-di12 14.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 87
2 Triacontane 422 C30H62 000638-68-6 83
3 2-methvloctacosane 408 C29H60 1000376-72-8 83
4 Hentriacontane 437 C31H64 000630-04-6 81
5 Heneicosane 296 C21H44 000629-94-7 80
Abundance Scan 2087 (14.613 min): BF107502.D (-2083) (-) m/z 57.05 100.00%
57.0
5000
9.1
141.1 14.20 14.40 14.60 14.80 15.00
183.2225.3
O A A A AL [ 3505470 72003 8244 3973 4BL1 8323 hs7 71.10  87.53%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #105885: Octadecane
57.0
5000
14.20 14.40 14.60 14.80 15.00
0.0 m/z 43.10 75.16%
0 i h | u‘ “ ]\-4;(\)1830 2540
m/z--> éo 160 1éo 260 250 360 3%0 460 4%0 560
Abundance
57.0
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—
14.20 14.40 14.60 14.80 15.00
5000 m/z 85.10 64.91%
99.0
o 141.0183.0225.0267.0309.0351.0  422.0
m/z--> éo 160 1éo 260 2%0 360 350 460 4%0 560
Abundance #215181: 2-methyloctacosane
57.0 14.20 14.40 14.60 14.80 15.00
m/z 99.10 32.06%
5000
9.0
ot ] | | 141.0183.0225.0267.0300.0 365.0
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3&1,0 4(')0 4&1;0 5(')0 14.20 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO071818\

Data File : BF107502.D

Aca On - 19 Jul 2018 8:28

Operator : JU/SJ

a?ggle i J4033-03 071618-DBRI-F-D-B
ALS Vial : 38 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 Eicosane, 7-hexyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

14.94 23.07 ng 917982 Perylene-d12 15.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 86
2 Tetracosane 338 C24H50 000646-31-1 86
3 Triacontane 422 C30H62 000638-68-6 80
4 Docosane 310 C22H46 000629-97-0 80
5 Hentriacontane 437 C31H64 000630-04-6 80

Abundance Scan 2143 (14.942 min): BF107502.D (-2138) (-) m/z 57.05 100.00%

510
5000

n

41. 1 14.60 14.80 15.00 15.20
l 183 3 239 2 2829
0..','-‘ lf poyr 2829 3233 4811 Tmyz 71.10  79.08%
m/z--> 50 150 200 250 300 350 400
Abundance #194499: Eicosane, 7-hexyl-
57.0
5000

14.60 14.80 15.00 15.20
m/z 85.10 72.96%

99.0
Ly 401 182.0 2250 2810 3220

O T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
14.60 14.80 15.00 15.20
5000 m/z 43.05 55.45%
99.0
0...,....,....,....,.... L B e R
m/z--> 50 100 150 200 250 300 350 400 %/J
Abundance #219831: Triacontane
57.0 14.60 14.80 15.00 15.20
m/z 99.05 33.25%
5000
99.0
oL i | | 1410 1830 2250 267.0 3090 3510 4220
A e e e T T
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\HPCHEM1\BNA F\DATA\BFO071818\

Data File : BF107502.D

Aca On - 19 Jul 2018 8:28

Operator : JU/SJ

a?ggle i J4033-03 071618-DBRI-F-D-B
ALS Vial : 38 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 Tetracosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.29 20.29 ng 807245 Perylene-d12 15.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 93
2 Dotriacontane 451 C32H66 000544-85-4 90
3 Heneicosane 296 C21H44 000629-94-7 87
4 Docosane 310 C22H46 000629-97-0 87
5 Pentacosane 352 C25H52 000629-99-2 83
Abundance Scan 2202 (15.289 min): BF107502.D (-2199) (-) m/z 57.10 100.00%
57.1
5000
JT“ 211.1253.1 311.7355.2 4643  540.8 15001520 1540 1560 _
0,”..“...“...“m"11,.”.,”..,”..“..w.{.w..”] m/z 71.05 86.25%
miz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #175558: Tetracosane
57.0
5000

15.00 15.20 15.40 15.60
m/z 43.10 69.16%

Iy “hﬁ410183022502670 338.0

Ol 'l P e NN
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
e A
15.00 15.20 15.40 15.60
5000 m/z 85.05 58.00%
99.0
141.0
o 183.0225.0267.0309.0351.0393.0 450.0
A e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141426: Heneicosane

15.00 15.20 15.40 15.60
m/z 99.10 31.47%

5000

141.0183.0225.0  296.0
miz-> 0 50 100 150 200 250 300 350 400 450 500 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO071818\

Data File : BF107502.D

Aca On - 19 Jul 2018 8:28

Operator : JU/SJ

a?ggle i J4033-03 071618-DBRI-F-D-B
ALS Vial : 38 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 Tetradecane, 2,6,10-trimethyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
16.17 15.04 ng 598511 Perylene-d12 15.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 87
2 5-Butvl-5-ethvlheptadecane 324 C23H48 1000360-43-0 86
3 Dotriacontane 451 C32H66 000544-85-4 86
4 Tetracosane 338 C24H50 000646-31-1 80
5 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 80
Abundance Scan 2352 (16.171 min): BF107502.D (-2346) (-) m/z 57.10 100.00%
57.1
0 80 ]LV“AJ\“/\'
141.3 N SUNRR SRR SN
183.2 15. 80 16. oo 16 20 16. 40
22522672
0kt ”] .\\-'ul bl fn S 00T 3330 3961 80325491 Thyz  71.05  78.44%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #94356: Tetradecane, 2,6,10-trimethyl-
57.0

5000 e R A e
15. 80 16. OO 16 20 16.40

0
113.0155.0 m/z 85.10 74 .08%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
15.80 16.00 16.20 16.40
5000 m/z 43.10 62.70%
99.0 1550
o 211.0 267. 0309 0
Rt T S R B o e N
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #227194: Dotriacontane e
57.0 15.80 16.00 16.20 16.40
m/z 99.05 36.32%
5000
9.0
141.0
oh ﬂﬁ | 183-0225.0267.0300.0351.0393.0 4500
...“...“...“.... T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071818\

Data File : BF107502.D

Acq On - 19 Jul 2018 8:28 Instrument :

Operator : JU/SJ BNA_F

Sample - J4033-03 ClientSampleld :

Vi : 071618-DBRI-F-D-B
isc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071618_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]
unknown3.82 3.82 18.3 ng 806387 1 6.98 881563 20.0
3-Penten-2-one, 4. .. 4 .66 232.3 ng 10241600 1 6.98 881563 20.0
Cyclotrisiloxane, ... 4.87 81.0 ng 3572420 1 6.98 881563 20.0
unknown6.75 6.75 54_.8 ng 2417260 1 6.98 881563 20.0
Cyclopentasiloxan. .. 7.71 19.2 ng 1013140 2 8.27 1057720 20.0
2-Cyclopenten-1-o0... 9.07 16.6 ng 878597 2 8.27 1057720 20.0
Sulphuric acid di... 9.28 14.6 ng 159511 3 10.02 218778 20.0
Tridecanoic acid,... 11.90 16.6 ng 544576 4 11.52 656030 20.0
n-Hexadecanoic acid 12.04 16.9 ng 552676 4 11.52 656030 20.0
unknownl12.91 12.91 21.3 ng 202416 5 14.17 190475 20.0
Octacosane 12.96 21.5 ng 204927 5 14.17 190475 20.0
Hexadecane, 2,6,1... 13.32 44.8 ng 426746 5 14.17 190475 20.0
Nonadecane, 2-met... 13.66 64.2 ng 611802 5 14.17 190475 20.0
Eicosane, 2-methyl- 13.99 75.8 ng 721409 5 14.17 190475 20.0
Pentacosane 14 .31 97.1 ng 924678 5 14.17 190475 20.0
Octadecane 14.61 103.1 ng 981808 5 14.17 190475 20.0
Eicosane, 7-hexyl- 14 .94 23.1 ng 917982 6 15.71 795878 20.0
Tetracosane 15.29 20.3 ng 807245 6 15.71 795878 20.0
Tetradecane, 2,6,... 16.17 15.0 ng 598511 6 15.71 795878 20.0
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