LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082818\
Data File : BF108573.D

Aca On : 28 Aug 2018 23:17

Operator : JU/SJ

Sample : J4648-09

Misc :

ALS Vial : 23 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-BF080818 .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 3.290 158 162 173 rVB3 38625 78689 9.02% 0.605%
2 3.807 246 250 256 rVB3 14257 22270 2.55% 0.171%
3 4.107 297 301 309 rBv4 35396 67780 7.77% 0.521%
4 4.243 320 324 329 rVB 25819 41213 4.72% 0.317%
5 4.384 342 348 353 rBV2 64044 88912 10.19% 0.683%
6 4.431 353 356 366 rVB2 28691 39528 4_.53% 0.304%
7 4.519 366 371 375 rBV 30196 43335 4_.97% 0.333%
8 4_.572 375 380 387 rVB3 24470 48883 5.60% 0.376%
9 4.702 396 402 406 rBV 56161 68433 7 .85% 0.526%
10 4.796 410 418 424 rBV 60386 87051 9.98% 0.669%
11 5.025 453 457 460 rBV3 18215 24726 2.83% 0.190%
12 5.072 460 465 468 rvVvB3 29676 37970 4 .35% 0.292%
13 5.149 473 478 481 rBV4 46268 77898 8.93% 0.599%
14 5.184 481 484 489 rVB 79918 79237 9.08% 0.609%
15 5.231 489 492 498 rBV 81767 111380 12.77% 0.856%
16 5.290 499 502 507 rvB4 22908 32497 3.73% 0.250%
17 5.425 520 525 528 rBV3 34148 64435 7.39% 0.495%
18 5.454 528 530 534 rvB4 23937 27065 3.10% 0.208%
19 5.496 534 537 540 rBV 35949 39303 4_.51% 0.302%
20 5.596 551 554 560 rBV2 41856 65321 7.49% 0.502%
21 5.649 560 563 569 rvv2 44286 91318 10.47% 0.702%
22 5.701 569 572 574 rVB 25656 27511 3.15% 0.211%
23 5.772 581 584 589 rVB5 26014 44163 5.06% 0.339%
24 5.819 589 592 595 rVB 39370 32128 3.68% 0.247%
25 5.860 595 599 602 rBV3 25704 29533 3.39% 0.227%
26 6.025 614 627 630 rBV3 54316 83743 9.60% 0.643%
27 6.060 630 633 635 rBV 23688 23953 2.75% 0.184%
28 6.160 647 650 653 rBvV2 49728 47438 5.44% 0.365%
29 6.231 658 662 664 rBV2 57073 64372 7.38% 0.495%
30 6.248 664 665 668 rVB 36357 23256 2.67% 0.179%
31 6.419 691 694 699 rBv4 26441 55369 6.35% 0.425%
32 6.460 699 701 702 rBV 31480 26564 3.05% 0.204%
33 6.478 702 704 708 rVB2 45471 41556 4_.76% 0.319%
34 6.531 708 713 717 rVB4 30099 45721 5.24% 0.351%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082818\
Data File : BF108573.D

Aca On : 28 Aug 2018 23:17

Operator : JU/SJ

Sample : J4648-09

Misc :

ALS Vial : 23 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
Title

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 6.596 721 724 728 rBV 101793 113035 12.96% 0.869%

36 6.643 728 732 734 rBV 60446 85563 9.81% 0.657%
37 6.778 751 755 760 rBV 169315 242423 27.79% 1.863%
38 6.948 778 784 788 rBV7 15026 26099 2.99% 0.201%

39 7.001 788 793 800 rBV 539381 645402 73.99% 4_.959%
40 7.154 815 819 830 rvB2 393969 528492 60.59% 4.061%

41 7.237 830 833 835 rBvV 46056 48189 5.52% 0.370%
42 7.307 842 845 852 rBvV2 108656 131989 15.13% 1.014%
43 7.525 876 882 885 rBvV 134431 150505 17.25% 1.156%
44 7.560 885 888 895 rvv 428604 481990 55.26% 3.704%

45 7.631 897 900 904 rvB3 40656 52066 5.97% 0.400%
46 7.760 919 922 924 rBV 62044 61043 7.00% 0.469%
47 7.784 924 926 932 rVB2 66444 73164 8.39% 0.562%
48 7.872 936 941 942 rBv4 20942 23850 2.73% 0.183%
49 7.919 946 949 951 rBV3 44185 44302 5.08% 0.340%
50 7.948 951 954 959 rVvB 60556 68002 7.80% 0.523%
51 8.013 959 965 968 rBvV 167645 176672 20.25% 1.358%
52 8.084 973 977 984 rVB6 22803 39415 4._.52% 0.303%
53 8.284 1001 1011 1015 rBV 797609 872290 100.00% 6.703%
54 8.319 1015 1017 1021 rVvVv 81062 82145 9.42% 0.631%
55 8.354 1021 1023 1027 rVB2 22846 24121 2.77% 0.185%
56 8.554 1053 1057 1062 rVB5 24834 36681 4.21% 0.282%
57 8.607 1062 1066 1073 rBV7 11962 23990 2.75% 0.184%
58 9.001 1130 1133 1140 rVB3 18922 25065 2.87% 0.193%
59 9.095 1146 1149 1156 rVB3 22416 29614 3.39% 0.228%
60 9.225 1166 1171 1177 rBV2 25713 41358 4.74% 0.318%
61 9.331 1186 1189 1190 rBV 46039 39124 4._.49% 0.301%

62 9.354 1190 1193 1206 rVB 703302 658175 75.45% 5.057%
63 9.748 1256 1260 1272 rBV 391381 386744 44 _.34% 2.972%
64 9.842 1272 1276 1285 rVV4 15811 30597 3.51% 0.235%
65 10.042 1306 1310 1321 rVB 847445 779751 89.39% 5.992%

66 10.425 1371 1375 1377 rBV 28807 25750 2.95% 0.198%
67 10.448 1377 1379 1382 rVB 54075 41969 4.81% 0.322%
68 10.836 1442 1445 1451 rBV 131576 143522 16.45% 1.103%
69 10.925 1456 1460 1463 rBV 45700 54310 6.23% 0.417%
70 11.007 1471 1474 1476 rBV 23354 27899 3.20% 0.214%
71 11.031 1476 1478 1482 rVB2 37386 43261 4._.96% 0.332%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082818\
Data File : BF108573.D

Aca On : 28 Aug 2018 23:17

Operator : JU/SJ

Sample : J4648-09

Misc :

ALS Vial : 23 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-BF080818 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 11.183 1500 1504 1507 rVvB4 20218 23682 2.71% 0.182%
73 11.225 1507 1511 1513 rBV 24076 26132 3.00% 0.201%
74 11.372 1532 1536 1539 rBV 52762 44366 5.09% 0.341%
75 11.536 1561 1564 1572 rBV 709585 719009 82.43% 5.525%
76 11.754 1597 1601 1607 rBV2 53543 97977 11.23% 0.753%
77 11.901 1623 1626 1629 rVB2 26101 21918 2.51% 0.168%
78 11.972 1634 1638 1641 rBV 21196 22499 2.58% 0.173%
79 12.048 1647 1651 1655 rBV 108771 112091 12.85% 0.861%
80 12.083 1655 1657 1663 rVB 23546 25051 2.87% 0.192%
81 12.289 1689 1692 1695 rVB 64733 50085 5.74% 0.385%
82 12.548 1733 1736 1738 rBV 55016 46303 5.31% 0.356%
83 12.589 1738 1743 1748 rVB2 33666 50068 5.74% 0.385%
84 13.119 1830 1833 1837 rBV 725262 616566 70.68% 4.738%
85 13.330 1864 1869 1875 rBV3 35520 54227 6.22% 0.417%
86 13.666 1923 1926 1933 rBV7 22507 39312 4_.51% 0.302%
87 13.795 1945 1948 1955 rVB2 28312 31346 3.59% 0.241%
88 14.007 1980 1984 1999 rBV 378294 745676 85.48% 5.730%
89 14.142 2004 2007 2012 rVB 31961 34931 4 _.00% 0.268%
90 14.195 2012 2016 2020 rBV 885591 817749 93.75% 6.284%
91 14.319 2034 2037 2039 rBV 24128 23995 2.75% 0.184%
92 14.624 2086 2089 2091 rBV 46401 46709 5.35% 0.359%
93 14.660 2091 2095 2103 rVB3 73711 145616 16.69% 1.119%
94 14.948 2141 2144 2149 rVB 52136 57583 6.60% 0.442%
95 15.030 2155 2158 2162 rVB 91897 91704 10.51% 0.705%
96 15.307 2201 2205 2211 rBV 66106 82767 9.49% 0.636%
97 15.748 2276 2280 2286 rVB2 463552 633735 72.65% 4._.870%
98 16.189 2351 2355 2362 rVB2 53645 86228 9.89% 0.663%
99 16.301 2367 2374 2377 rBV6 37449 95615 10.96% 0.735%
100 17.389 2556 2559 2566 rvVB8 17728 29959 3.43% 0.230%
Sum of corrected areas: 13014017
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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\BF082818\

BF108573.D

28 Aug 2018 23:17

JussJ

J4648-09

23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

04
Time-->

2.50

TIC: BF108573.D

3.29 7080
3o 4126 PResE R o

5.50

3.00 3.50 4.00 4.50 5.00

Abundance

2000000

1500000

1000000

500000

TIC: BF108573.D

10.04

8.28

11.54 13.12

12.05
11. 7y 9oz 0812.29 12:b89

0! e _
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF108573.D

2000000
1500000
1000000 14.20
500000
13.63.80 16.16.30 17.39

O L e B L A B e e B L e e e e S e T e e B S A e T A A e B

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082818\
Data File : BF108573.D

Aca On : 28 Aug 2018 23:17

Operator : JU/SJ

Sample : J4648-09

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 unknown3.29 Concentration Rank 18

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

3.29 2.44 ng 78689 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. 3.4-dimethvl-. (BE)- 98 C7H14 004914-92-5 47
2 Cvclopropane. 1.1.2.3-tetramethvl- 98 C7H14 074752-93-5 47
3 Cvclohexane. methvl- 98 C7H14 000108-87-2 45
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 38
5 Diethylcyanamide 98 C5H10N2 000617-83-4 27

Abundance Scan 162 (3.290 min): BF108573.D (-158) (-) m/z 83.10 100.00%
55.1 831
5000 %1
41.0
70.0
| | il I | 3.00 320 3.40 3.60
o N S} S | AU S m/z 55.10 94._19%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3398: 2-Pentene, 3,4-dimethyl-, (E)-
55.0 83.0
5000
410 98.0 3.00 3.20 3.40 3.60
270 m/z 98.10 50.94%
. 69.0
0 '“l"“l}ﬁql'“Lh'“Jii"ﬁh!'w'Jh"'w“!'w"'ﬁ"“
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3411: Cyclopropane, 1,1,2,3-tetramethyl-
55.0
300 320 340 3.60
5000 410 83.0 m/z 41.05 34.69%
270 98.0
‘ 69.0
o) T H 41 S St R A NS
| I I I I I I | I I |
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3342: Cyclohexane, methyl- i BRREEEE S
55.0 83.0 3.00 3.20 3.40 3.60
' m/z 42.00 26.26%
41.0
5000 98.0
27.0 69.0
0 ...1,-9...,.1?'.0.,....,....,....,....,....,....,....,....,....
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082818\
Data File : BF108573.D

Aca On : 28 Aug 2018 23:17

Operator : JU/SJ

Sample : J4648-09

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 Cyclohexane, 1,3-dimethyl-,... Concentration Rank 11

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

4._.38 2.76 ng 88912 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.3-dimethvl-., trans- 112 C8H16 002207-03-6 87
2 Cvclohexane. 1.3-dimethvl-. cis- 112 C8H16 000638-04-0 87
3 Cvclohexane. 1.4-dimethvl-. cis- 112 C8H16 000624-29-3 86
4 1H-Pvrazole. 4.5-dihvdro-3.5.5-t... 112 C6H12N2 003975-85-7 72
5 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 72

Abundance Scan 347 (4.378 min): BF108573.D (-342) (-) m/z 55.05 100.00%
55.0 97.1
5000 41.0
70.1
112.1
| ‘ || 831 | 400 420 4.40 460 4.80
0..w.”.,”.w..”,l..“H”,.”h“..qﬂh.,”wh..”,m.w. m/z 97.10 84.29%
m/z--> 10 20 30 40 50 70 90 100 110 120
Abundance #6821 Cyclohexane, 1,3- dlmethyl , trans-
58.0 97.0
5000
41.0 112.0 4.00 4.20 4.40 4.60 4.80
‘ m/z 41.05 43.77%
29.0 83.0
0"'w"w"“l'“'i“"w”'w"“l'“'|J"w"h"“|““'|'
m/z--> 10 20 30 40 50 70 90 100 110 120
Abundance #6807: Cyclohexane, 1,3- dlmethyl , Cis-
55.0 97.0
400 420 4.40 4.60 4.80
5000 410 m/z 56.10 39.40%
' 112.0
27.0 69.0
(XS W N O O I
0"'P"W"”I'”'I”"P'”W"”I'”'I”"I”"P"W"”I'
m/z--> 10 20 40 50 60 80 90 100 110 120
Abundance #6804: Cyclohexane, 1,4 dimethyl-, cis-
58.0 97.0 4.00 4.20 4.40 4.60 4.80
m/z 57.10 27.23%
5000 41.0
270 112.0
‘ ‘ 69.0 g3
0'“l“'w'“ﬂw'“im'w”““w'“w“'wﬂh'w'dl“'w'“'w
m/z--> 10 40 50 60 70 80 90 100 110 120 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082818\
Data File : BF108573.D

Aca On : 28 Aug 2018 23:17

Operator : JU/SJ

Sample : J4648-09

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 Cyclohexane, 1,2-dimethyl-,.._. Concentration Rank 20

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

4.70 2.12 ng 68433 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2-dimethvl-., trans- 112 C8H16 006876-23-9 95
2 Cvclohexane. 1.2-dimethvl- (cis/... 112 C8H16 000583-57-3 93
3 Cvclohexane. 1.3-dimethvl-. trans- 112 C8H16 002207-03-6 86
4 Cvclohexane. 1.4-dimethvl-. cis- 112 C8H16 000624-29-3 80
5 1H-Pyrazole, 4,5-dihydro-3,5,5-t... 112 C6H12N2 003975-85-7 64

Abundance Scan 402 (4.702 min): BF108573.D (-396) (-) m/z 55.10 100.00%
54.1 97.1
5000 410
69.1
83.1 112.1
“ | 440 460 4.80 5.00
o} A 1 RSO 1 NN 1 RS N /S S m/z 97.10 86.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6820: Cyclohexane, 1,2-dimethyl-, trans-
58.0 97.0
41.0
5000
69.0 112.0 4.40 4.60 4.80 5.00
27.0 ‘ ‘ m/z 41.05 48 _05%
0"W}ﬁqP'LL”'Lh”'ﬁhml”J”'”'P'”I”'W'”'P'”I'
m/z--> 10 20 30 40 50 70 80 90 100 110 120
Abundance #6828: Cyclohexane, 1,2 dimethyl- (cis/trans)
53.0 97.0
410 440 460 480 500
5000 m/z 56.10 38.57%
27.0 69.0 112.0
| N
0"W}ﬁql”'“'”'LM”“L”W'”NL'”IM'W'”lP'”I“'W'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6816: Cyclohexane, 1,3-dimethyl-, trans-
58.0 97.0 4.40 4.60 4.80 5.00
m/z 69.10 31.85%
41.0
5000 1120
27.0 69.0
83.0
0"W}?ql”ﬂ“'”ﬂbt”IM”W'”JL'”I”'W'JlP'”I”'W'
m/z--> 10 20 40 50 80 90 100 110 120 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082818\
Data File : BF108573.D

Aca On : 28 Aug 2018 23:17

Operator : JU/SJ

Sample : J4648-09

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Cyclohexane, 1,4-dimethyl- Concentration Rank 14

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

4.80 2.70 ng 87051 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.4-dimethvl- 112 C8H16 000589-90-2 70
2 Cvclohexane. 1.3-dimethvl-. trans- 112 C8H16 002207-03-6 70
3 Cvclohexane. 1.3-dimethvl-. cis- 112 C8H16 000638-04-0 64
4 Cvclohexane. 1.4-dimethvl-. cis- 112 C8H16 000624-29-3 58
5 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 52

Abundance Scan 419 (4.802 min): BF108573.D (-410) (-) m/z 55.05 100.00%
54.0 97.1
5000 41.0
69.1 112.1
|| ‘ ||| 81|° 4.40 4.60 4.80 500 5.20
0...,....,....,....;.'..-.-,-.!.'.,.... ..'.',.':..,..!.',....l....,. m/z 97.10  91.40%
m/z--> 10 20 30 40 50 90 100 110 120
Abundance H#6747: Cyclohexane, 1,4 dlmethyl—
%30 97.0
5000 410
0 4.40 4.60 4.80 5.00 5.20
21.0 69.0 2. m/z 41.05 40.33%
83.0
0"w}?qw'LL“'Lh“'ﬁLLl“”w'“'w’“l'“!w'“lﬁ'w'
m/z--> 10 20 40 50 70 80 90 100 110 120
Abundance #6821: Cyclohexane, 1,3-dimethyl-, trans-
58.0 97.0
440 460 480 500 520
5000 m/z 56.00 32.04%
41.0 112.0
69.0
29.0 ‘ 83.0
0 \ Al il . I ‘
"W"”I'”'I”"P"W"”I'”'I”"P"W"”I'”'I”"P
m/z--> 10 20 30 40 50 80 90 100 110 120
Abundance #6807: Cyclohexane, 1,3 dimethyl-, cis-
55.0 97.0 4.40 4.60 4.80 5.00 5.20
m/z 95.00 28.25%
5000 410
' 112.0
27.0 69.0
0 150 ‘\‘ Ll “ 83\\0
mz-> 10 20 30 4 % 6 70 80 90 100 10 120 | 440 460 480 500 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082818\
Data File : BF108573.D

Aca On : 28 Aug 2018 23:17

Operator : JU/SJ

Sample : J4648-09

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Heptane, 3,5-dimethyl- Concentration Rank 19

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

5.15 2.41 ng 77898 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 3.5-dimethvl- 128 C9H20 000926-82-9 50
2 Carbonic acid. butvl heptvl ester 216 C12H2403 1000314-63-4 47
3 Butane. 1-chloro-2-methvl- 106 C5H11Cl 000616-13-7 43
4 Heptane. 2.5-dimethvl- 128 C9H20 002216-30-0 40
5 Oxirane, [(dodecyloxy)methyl]- 242 C15H3002 002461-18-9 40

Abundance Scan 478 (5.149 min): BF108573.D (-473) (-) m/z 57.10 100.00%
57.1
5000
39
sLo 1111 4.80 5.00 5.20 5.40
01 m/z 41.05 41_77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #12685: Heptane, 3,5-dimethyl-
57.0
5000 ISR RS S R
480 5.00 520 5.40
29.0 99.0 m/z 43.05 37.17%
0 frro | 1280
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74066: Carbonic acid, butyl heptyl ester
57.0
480 500 520 540
5000 m/z 56.10 30.95%
29.0
S 0 YT 1 N 2.
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5027: Butane, 1-chloro-2-methyl-
57.0 480 5.00 520 5.40
m/z 55.05 25 _.52%
5000 29.0
0 "'l""|""|"??F""}qqg' NI LI BRI UL B I I A RS SR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082818\
Data File : BF108573.D

Aca On : 28 Aug 2018 23:17

Operator : JU/SJ

Sample : J4648-09

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Cyclohexane, ethyl- Concentration Rank 17

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

5.18 2.46 ng 79237 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. ethvl- 112 C8H16 001678-91-7 91
2 2-Hexene. 2.4-dimethvl- 112 C8H16 014255-23-3 58
3 Oxalic acid. cvclohexvl pentvl e... 242 C13H2204 1000309-30-6 53
4 Oxalic acid. cvclohexvl isobutvl... 228 C12H2004 1000309-30-4 53
5 Oxalic acid, cyclohexyl octyl ester 284 C16H2804 1000309-31-0 53

Abundance Scan 483 (5.178 min): BF108573.D (-481) (-) m/z 55.10 100.00%
54.1 83.0
5000 41.0
| o0 ﬂf-l 480 5.00 520 540 5.60
Ol prerrette et et e e || M7z 83.05  93.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6664: Cyclohexane, ethyl-
55.0 83.0
5000
410 120 480 500 520 540 5.60
"0 67.0 ' m/z 41.05 45_71%
0'W}EQP'”I”'Lh”'ﬁ”LI”JM“'W'”'P'“I“'W“”'P'“I“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6720: 2-Hexene, 2,4-dimethyl-
53.0 83.0
480 500 520 540 5.60
5000 410 m/z 82.05 43.73%
112.0
27.0 69.0 97.0
0'w'“w'“Uw'”hm'w”J“w'“H”'w'h'w'ml“'w'“'w'“l“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #95466: Oxalic acid, cyclohexyl pentyl ester
83.0 4.80 5.00 520 5.40 5.60
m/z 39.10 16.08%
5000 55.0
41.0
N (O O ST Y 2
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 4.80 5.00 520 5.40 5.60

8270-BF080818.M Wed Aug 29 13:14:22 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082818\
Data File : BF108573.D

Aca On : 28 Aug 2018 23:17

Operator : JU/SJ

Sample : J4648-09

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Cyclohexane, 1,1,3-trimethyl- Concentration Rank 7

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

5.23 3.45 ng 111380 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 80
2 Cvclooctane. butvl- 168 C12H24 016538-93-5 47
3 Cvclohexane. l1l-ethvl-1.4-dimethy... 140 C10H20 062238-32-8 45
4 Cvclooctane. (1-methvlpropvl)- 168 C12H24 016538-89-9 45
5 Cyclopentane, 1,1,3-trimethyl-3-._.. 166 C12H22 074421-09-3 40

Abundance Scan 492 (5.231 min): BF108573D(489)() m/z 111.10 100.00%
69.1 114,
43.0
55.1
5000
83.1
| ‘l | 95.0 4.80 500 520 540 5.60
o MNSRS |FP | EN Uct — m/z 69.10 87.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11599: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
55.0
5000 410
83.0 4.80 500 520 5.40 5.60
m/z 43.05 76.13%
ol 15.0 ol || Al ‘ 950 | 1260
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 150 140
Abundance #36763: Cyclooctane, butyl-
69.0
111.0 S S R
55.0 4.80 500 520 5.40 5.60
5000 m/z 55.10 59.15%
41.0
29.0 830 .
O”I””P'wv”ﬁw”W'HW”Ml””Jt”P”“P”Wl”W”'W””I””
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18073: Cyclohexane, 1-ethyl-1,4-dimethyl-, trans-
69.0 4.80 500 520 5.40 5.60
0
. 1110 m/z 41.05 44 .93%
5000
41.0
29.0
0 ) B0 %0 1250 1400
miz> 10 2 30 40 S0 60 70 80 S0 100 110 120 130 140 480 500 520 540 560
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082818\
Data File : BF108573.D

Aca On : 28 Aug 2018 23:17

Operator : JU/SJ

Sample : J4648-09

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Cycloheptanemethanol Concentration Rank 16

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

6.02 2.60 ng 83743 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloheptanemethanol 128 C8H160 004448-75-3 64
2 Cvclohexane. l1l-ethvl-2-methvl- 126 C9H18 003728-54-9 62
3 Cvclohexane. l-ethvl-2-methvl-., ... 126 C9H18 004923-77-7 59
4 cis-1-Ethvl-3-methvl-cvclohexane 126 C9H18 019489-10-2 59
5 Cyclopentane, 1,1"-ethylidenebis- 166 C12H22 004413-21-2 59

Abundance Scan 626 (6.019 min): BF108573.D (-614) (-) m/z 55.05 100.00%
58.0
97.1
5000 41.1 81.0
69.0
|| | ” h 1000 1251 560 5.80 6.00 6.20 6.40
0..,....,....,....,.':..,.!.' Mt el Tm/z 9710 73.32%
m/z--> 10 20 30 40 50 70 80 90 100 110 120 130
Abundance #12488: Cycloheptanemethanol
58.0
97.0
5000
82.0 5.60 5.80 6.00 6.20 6.40
41.0 m/z 41.10 40.96%
Jowme @0 | H l, 1100 1200
mz-> 10 20 30 40 50 60 7'0 80 90 100 110 120 130
Abundance #11603: Cyclohexane, 1- ethyl 2 methyl-
55.0 97.0
560 580 6.00 620 6.40
5000 m/z 81.00 39.21%
41.0 69.0
0 2\9\0 \‘\ | ‘ \\‘ 81\0 ‘\ 111.0 12‘6.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11620: Cyclohexane, 1-ethyl-2-methyl-, cis-
55.0 97.0 5.60 5.80 6.00 6.20 6.40
m/z 95.10 35.90%
5000 41.0
69.0
0 ! ‘ M M‘ 83\0 M 111.0 1260
m/z--> 10 20 30 40 5'0 6|0 70 80 90 100 110 120 13'*0 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082818\
Data File : BF108573.D

Aca On : 28 Aug 2018 23:17

Operator : JU/SJ

Sample : J4648-09

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 unknown6.78 Concentration Rank 3

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

6.78 7.51 ng 242423 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 755 (6.778 min): BF108573.D (-751) (-) m/z 132.00 100.00%
132.0 n
5000 68.1
6.40 6.60 6.80 7.00 7.20
01 m/z 68.10 44 _93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000
6.40 6.60 6.80 7.00 7.20
310 510 m/z 134.00 33.17%
0‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.00 28.16%
33.0 44.0 0.0 105.0
0"I“"P"W"”I'”'Iﬁqph'”l:”llﬁqﬂ"il'ihl“"P"W‘“'I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 19.73%
5000
150 280 39.0 520 30 770 900 1040 .,
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082818\
Data File : BF108573.D

Aca On : 28 Aug 2018 23:17

Operator : JU/SJ

Sample : J4648-09

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 o-Cymene Concentration Rank 4

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

7.31 4.09 ng 131989 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 93
2 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 93
3 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 93
4 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 90
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 81

Abundance Scan 845 (7.307 min): BF108573.D (-842) (-) m/z 119.10 100.00%
119.1
5000 . 1341
105.1
39.0 51.0 65.0 77-0 | 7.00 7.20 7.40 7.60
) N YA PRSI U O N 1 || SN m/z 134.10 36.16%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14812: o-Cymene
119.0
5000
134.0 7.00 7.20 7.40 7.60
91.0 m/z 91.10 29.99%
. 150 27.0 410 5309 650 77.0 | 103.0
s T 3 H e e o e e 1 110 14 18 Tk
Abundance #14875: Benzene, 4-ethyl-1,2-dimethyl-
119.0
7.00 7.20 7.40 7.60
5000 m/z 105.05 20.76%
134.0
20 150 270 30 510 650 77.0 gﬁo 1050
| ol I N i
miz--> S A A A A S P
Abundance #14876: Benzene, 2-ethyl-1,4-dimethyl-
119.0 7.00 7.20 7.40 7.60
m/z 77.00 11.27%
5000
134.0
o 150 27.0 39.0 51.0 650 77.0 MO1§O‘ ‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 150 140 7.00 7.20 7.40 7.60

8270-BF080818.M Wed Aug 29 13:14:25 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082818\
Data File : BF108573.D

Aca On : 28 Aug 2018 23:17

Operator : JU/SJ

Sample : J4648-09

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 5

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

8.01 4_.05 ng 176672 Naphthalene-d8 8.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 95
2 2.4-Dimethvistvrene 132 C10H12 002234-20-0 95
3 Benzene. 2-ethenvl-1.3-dimethvl- 132 C10H12 002039-90-9 86
4 Benzene. l-methvl-4-(2-propenvl)- 132 C10H12 003333-13-9 70
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 70

Abundance Scan 964 (8.007 min): BF108573.D (-959) (-) m/z 117.05 100.00%
117.1
5000 1301
91.0
39.0 51.0 65.0 77.0 103.1 1451 7.60 7.80 8.00 8.20 8.40
o} : m/z 132.05 35.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
132.0
5000
91.0 7.60 7.80 8.00 8.20 8.40
0
27 390 5.0 650 770 1050 m/z 119.05 32.15%
0"ﬁﬁqw“M'“L'“4“”WML|”ﬁﬁ““5““|M;v'hv'*w'“w'“w'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14041: 2,4-Dimethylstyrene
117.0
132.0 7.60 7.80 8.00 8.20 8.40
5000 m/z 115.05 30.40%
27.0 380 63.0 T
) 77.0
wo " | P | weso |
O'WHhWH“l“”ﬁ'““M‘H“"“H““lh“ﬂm“v“'v“ﬁ‘HWH'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14075: Benzene, 2-ethenyl-1,3-dimethyl-
117.0 132.0 7.60 7.80 8.00 8.20 8.40
m/z 91.05 21.25%
5000
91.0
39.0 51.0 66.0 105.0
'w%ﬁqlf?ﬁ'“'b'“'ﬂ“'w'HLl'Z%ﬁ"wL'“|”m'|“'lv"n k”l'“'l” AR S IR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.60 7.80 8.00 8.20 8.40

8270-BF080818.M Wed Aug 29 13:14:26 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082818\
Data File : BF108573.D

Aca On : 28 Aug 2018 23:17

Operator : JU/SJ

Sample : J4648-09

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 11-Tricosene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.75 2.73 ng 97977 Phenanthrene-d10 11.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11-Tricosene 322 C23H46 052078-56-5 86
2 Cetene 224 C16H32 000629-73-2 72
3 5-Octadecene. (E)- 252 C18H36 007206-21-5 72
4 1-Tridecene 182 C13H26 002437-56-1 59
5 Cyclopentane, 1l-ethyl-2-methyl-,... 112 C8H16 000930-89-2 50
Abundance Scan 1600 (11.748 min): BF108573.D (-1597) (-) m/z 55.10 100.00%
5000
11.40 1160 11.80 12.00
O rrrprerdfthe m/z 43.05 91.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #163017: 11-Tricosene
43.0
5000 830 L UL UL BN UM
11.40 11.60 11.80 12.00
111.0 m/z 57.10 81.57%
o ‘ | | 41490168.0196.0 2240 26,0 2940 3220
m/z--> 20 40 60 éo 100 120 140 160 180 200 220 240 260 280 300 350
Abundance #81243: Cetene
41.0
83.0 11.40 1160 11.80 12.00
5000 m/z 41.10 74._.42%
0 15.0/ H l 139.0 168.0 196.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #104186: 5-Octadecene, (E)- L B o
58.0 11.40 11.60 11.80 12.00
m/z 69.05 63.55%
83.0
5000
29.0
o {‘ A1 139.0 168.0 195.0 224.0 252.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 1140 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082818\
Data File : BF108573.D

Aca On : 28 Aug 2018 23:17

Operator : JU/SJ

Sample : J4648-09

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Tridecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

12.05 3.12 ng 112091 Phenanthrene-d10 11.54

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Tridecanoic acid 214 C13H2602 000638-53-9 92

2 Tetradecanoic acid 228 C14H2802 000544-63-8 86

3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 86
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74

5 Dodecanoic acid 200 C12H2402 000143-07-7 59
Abundance Scan 1651 (12.048 min): BF108573.D (-1647) (-) m/z 73.00 100.00%

431 | 73.0
5000 129.1
213.2
971 157.1 1851 256.3 11.80 12.00 12.20 12.40
0 m/z 60.00 93.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
73.0
43.0
5000 129.0 RIS U SUNR S B

11.80 12.00 12.20 12.40
m/z 43.10 93.58%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid
73.0
43.0 R e RAREE R
11.80 12.00 12.20 12.40
5000 129.0 m/z 41.05 81.70%
0 .1.5.?. ‘.‘. .W. T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107547: n-Hexadecanoic acid REEmEEES B S
43.0 73.0 11.80 12.00 12.20 12.40
m/z 55.10 79.44%
5000
129.0
256.0
0 ‘ ‘H | \‘ . 157.0 185.0 2130
IIIIII‘IIIIII‘I‘II IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082818\
Data File : BF108573.D

Aca On : 28 Aug 2018 23:17

Operator : JU/SJ

Sample : J4648-09

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 5-Eicosene, (E)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

14.01 18.24 ng 745676 Chrysene-di12 14.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 98
2 1-Octadecene 252 C18H36 000112-88-9 95
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 94
4 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 94
5 Cyclopentadecane 210 C15H30 000295-48-7 93

Abundance Scan 1985 (14.013 min): BF108573.D (-1980) (-) m/z 43.10 100.00%

83.0

5000

:

13.60 13.80 14.00 14.20 14.40
m/z 55.10 99.32%

o 139.1 1681 196.3

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127769: 5-Eicosene, (E)-
55.0

83.0

:

13.60 13.80 14.00 14.20 14.40
m/z 57.10 97.15%

5000

o 139.0 167.0 196.0 223.0 252.0 280.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104184: 1-Octadecene

:

83.0

13.60 13.80 14.00 14.20 14.40
m/z 83.05 82.44%

5000
29.0
o “ 1 1330 1680 106.0 224.0 252.0
A RaaR a
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #205392: Trichloroacetic acid, hexadecy! ester T e T
43.0 13.60 13.80 14.00 14.20 14.40
69.0 m/z 69.05 69.21%
5000
125.0
o 153.0 196.0 224.0
L IIIIIIIIIIIIIIIIIII

T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20 14.40

8270-BF080818.M Wed Aug 29 13:14:29 2018 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082818\
Data File : BF108573.D

Aca On : 28 Aug 2018 23:17

Operator : JU/SJ

Sample : J4648-09

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 n-Nonadecanol-1 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .66 3.56 ng 145616 Chrysene-di12 14.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 91
2 Behenic alcohol 326 C22H460 000661-19-8 83
3 Acetic acid. chloro-. hexadecvl ... 318 C18H35CI02 052132-58-8 83
4 1-Octadecanol 270 C18H380 000112-92-5 76
5 n-Tetracosanol-1 354 C24H500 000506-51-4 76
Abundance Scan 2095 (14.660 min): BF108573.D (-2091) (-) m/z 57.10 100.00%
57.1 83.0
5000
811701 210 oy "14ldo 10 1430 1500
(o} : m/z 83.05 86.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131391: n-Nonadecanol-1
55.0 83.0
5000 L UL BULELL BRI B
14.40 14.60 14.80 15.00
29.0 m/z 55.10 80.70%
ol 168.0 196.0  238.0 266.0
m/z--> 25 Jo eb 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol
550 83.0
14.40 14.60 14.80 15.00
5000 m/z 43.10 78.98%
29.0
0 5 1390 167.0 196.0 224.0 252.0 280.0 308.0
m/z--> 25 Jo eb 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #159657: Acetic acid, chloro-, hexadecy! ester B R Ra T
43.0 83.0 14.40 14.60 14.80 15.00
m/z 97.10 64 .94%
5000
o 1 139.0 166.0 196.0222.0  269.0
m/z--> ”'2'6”'4'0' I60 80 100 120 140 160 180 200 220 240 260 280 300 ' 1440 I1;1.|6IOI I1;1.|8IOI 15'00 '

8270-BF080818.M Wed Aug 29 13:14:29 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082818\
Data File : BF108573.D

Aca On : 28 Aug 2018 23:17

Operator : JU/SJ

Sample : J4648-09

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Squalene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.03 2.89 ng 91704 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 86
2 Supraene 410 C30H50 007683-64-9 78
3 Farnesol isomer a 222 C15H260 1000108-92-4 72
4 2.6.10-Dodecatrien-1-ol. 3.7.11-... 264 C17H2802 004128-17-0 72
5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 64
Abundance Scan 2158 (15.030 min): BF108573.D (-2155) (-) m/z 69.10 100.00%
69.1
07.4187.1 1480 15.00 15.20 15.40
ol 390w hy PUNT Ty grsaz0r1 2830 gt 05 47.55%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215929: Squalene
69.0
5000 LR I B UL B

14.80 15.00 15.20 15.40
m/z 41.10 28.32%

137.0
o220 IJr070 191.0 231.0 273.0 341.0 410.0
- T I I T T I T T T T T T I T T T I L I T
m'z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
N B e R
14.80 15.00 15.20 15.40
5000 m/z 95.10 15.10%
ol28. o’ L }07 191.0 231.0 273.0 341.0 410.0
s | T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #79401: Farnesol isomer a R EEEEs
69.0 14.80 15.00 15.20 15.40
m/z 68.10 14.97%
5000
09.0
obdpb bl g 008102220
m'z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40

8270-BF080818.M Wed Aug 29 13:14:30 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082818\
Data File : BF108573.D

Aca On : 28 Aug 2018 23:17

Operator : JU/SJ

Sample : J4648-09

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Octacosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.31 2.61 ng 82767 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 90
4 2-methvloctacosane 408 C29H60 1000376-72-8 90
5 Tetratetracontane 619 C44H90 007098-22-8 90
Abundance Scan 2206 (15.313 min): BF108573.D (-2201) (-) m/z 57.05 100.00%
57.0
5000

I 1410 1832 2392 15.00 15.20 15.40 15.60
o...,.J...1|,.4.h.4,-.~...,.-... &0 | m/z 43.10 57.21%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane

5000

15.00 15.20 15.40 15.60
m/z 71.10 55.17%

141.0 183.0 225.0

281.0

337.0 394.0

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57.0
s R
15.00 15.20 15.40 15.60
5000 m/z 85.10 42 _.38%
99.0
ol || il | ; 1410 183.0 2250 267.0 309.0 351.0 393.0 436.0
L o B e
m/z--> 50 100 150 200 250 300 350 400
Abundance #129498: Nonadecane, 2-methyl- I A REaREEEEEE
57.0 15.00 15.20 15.40 15.60
m/z 55.05 28.18%
5000
99.0
Ll 410 1850 290
T T R
m/z--> 50 100 150 200 250 300 350 400 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082818\
Data File : BF108573.D

Aca On : 28 Aug 2018 23:17

Operator : JU/SJ

Sample : J4648-09

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Triacontane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.19 2.72 ng 86228 Perylene-di12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 90
2 Pentacosane 352 C25H52 000629-99-2 87
3 Hexacosane 366 C26H54 000630-01-3 87
4 Docosane 310 C22H46 000629-97-0 86
5 Octadecane 254 C18H38 000593-45-3 86
Abundance Scan 2355 (16.189 min): BF108573.D (-2351) (-) m/z 57.10 100.00%
51.1
5000
Bl s 15,80 16.00 16.20 16.40 16.60
. 197.1 : : : : :
o! .1|, b e 2600 m/z 71.10 65.46%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0
5000 AU R B B
15. 80 16. oo 16 20 16. 40 16 60
99.0 m/z 43.10 63.51%
0260 | || ,| | 1410 1830 2250 267.0 3090 3510 4220
m/z--> 50 100 1éo 260 2éo 360 3éo 460
Abundance #185533: Pentacosane
57.0
15,80 16.00 16.20 16.40 16.60
5000 m/z 85.10 49 .59%
99.0
026.0] | | J | 1410 1830 2250 267.0 3090 352.0
m/z--> éo 100 1éo 260 250 360 3éo 460
Abundance #194494: Hexacosane LSS BLELLELE BN BN N
57.0 15.80 16.00 16.20 16.40 16.60
m/z 55.10 23.31%
5000
99.0
ool || ) 1410 1830 225.0 267.0_ 3090 366.0
m/z--> éo 160 1éo 200 250 360 3éo 460 1580 1600 1620 1640 1660

8270-BF080818.M Wed Aug 29 13:14:32 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082818\
Data File : BF108573.D

Aca On : 28 Aug 2018 23:17

Operator : JU/SJ

Sample : J4648-09

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Bromoacetic acid, octadecyl... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

16.30 3.02 ng 95615 Perylene-di12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 55
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 52
3 Tetrapentacontane. 1.54-dibromo- 915 C54H108Br2 1000156-09-4 52
4 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 52
5 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 49
Abundance Scan 2374 (16.301 min): BF108573.D (-2367) (-) m/z 57.10 100.00%

57.1
5000

o o8 16100 1620 16.40 1660
Olll |'ﬂ'|'=m%mwwwmwmm m/Z 55.10 87.99%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800

Abundance #207396: Bromoacetic acid, octadecyl ester
43.0
5000 LA L L L L L LB B |
10 16.00 16.20 16.40 16.60
m/z 43.10 79.58%
. 81.0250.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800
Abundance #227401: Heptadecy! heptafluorobutyrate
57.0
A REEEEEaSEE
16.00 16.20 16.40 16.60
5000 m/z 83.00 62.22%
‘ >0 238.0
e N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800
Abundance #243727: Tetrapentacontane, 1,54-dibromo- A REEEEEaSEE
57.0 16.00 16.20 16.40 16.60
m/z 97.05 59.59%
5000

5.0
4, 197.0267.0337.0 415.0 499.0569.0 670.0 755.0 835.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 16. 00 16 20 16. 40 16 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082818\
Data File : BF108573.D

Acq On : 28 Aug 2018 23:17

Operator : JU/SJ

Sample - J4648-09

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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 .29 3.29 2.4 ng 78689 1 7.00 645402 20.0
Cyclohexane, 1,3-... 4.38 2.8 ng 88912 1 7.00 645402 20.0
Cyclohexane, 1,2-_.. 4.70 2.1 ng 68433 1 7.00 645402 20.0
Cyclohexane, 1,4-_.. 4.80 2.7 ng 87051 1 7.00 645402 20.0
Heptane, 3,5-dime... 5.15 2.4 ng 77898 1 7.00 645402 20.0
Cyclohexane, ethyl- 5.18 2.5 ng 79237 1 7.00 645402 20.0
Cyclohexane, 1,1,... 5.23 3.5 ng 111380 1 7.00 645402 20.0
Cycloheptanemethanol 6.02 2.6 ng 83743 1 7.00 645402 20.0
unknown6.78 6.78 7.5 ng 242423 1 7.00 645402 20.0
o-Cymene 7.31 4.1 ng 131989 1 7.00 645402 20.0
Benzene, 2-etheny... 8.01 4.0 ng 176672 2 8.28 872290 20.0
11-Tricosene 11.75 2.7 ng 97977 4 11.54 719009 20.0
Tridecanoic acid 12.05 3.1 ng 112091 4 11.54 719009 20.0
5-Eicosene, (E)- 14.01 18.2 ng 745676 5 14.20 817749 20.0
n-Nonadecanol-1 14.66 3.6 ng 145616 5 14.20 817749 20.0
Squalene 15.03 2.9 ng 91704 6 15.75 633735 20.0
Octacosane 15.31 2.6 ng 82767 6 15.75 633735 20.0
Triacontane 16.19 2.7 ng 86228 6 15.75 633735 20.0
Bromoacetic acid,... 16.30 3.0 ng 95615 6 15.75 633735 20.0
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