LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF102717\

Data File : BF099898.D

Aca On - 28 Oct 2017 1:59

Operator : SJ/JU

a?ggle i 16029-11 ENV-116-6(10-15
ALS Vial : 14 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-BF102317.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 5.010 494 497 510 rBV 151300 221616 7.21% 0.444%
2 5.416 563 566 585 rBY 1280252 1425175 46.37% 2.856%
3 5.928 650 653 658 rvB2 56744 79614 2.59% 0.160%
4 5.981 658 662 664 rBvV2 47675 55759 1.81% 0.112%
5 6.028 664 670 673 rBV2 159724 216394 7.04% 0.434%
6 6.081 676 679 682 rVB 148185 121975 3.97% 0.244%
7 6.116 682 685 688 rBV3 40396 55454 1.80% 0.111%
8 6.216 697 702 705 rBV2 147018 189065 6.15% 0.379%
9 6.257 705 709 711 rBV2 92169 95668 3.11% 0.192%
10 6.281 711 713 715 rVB 189154 138368 4 _.50% 0.277%
11 6.316 715 719 726 rBV3 215823 369001 12.01% 0.740%
12 6.369 726 728 731 rBV 81704 63077 2.05% 0.126%
13 6.398 731 733 736 rBV3 51705 53760 1.75% 0.108%
14 6.440 736 740 745 rBV 1392656 1502265 48.88% 3.011%
15 6.481 745 747 750 rVB 93529 82610 2.69% 0.166%

16 6.528 750 755 759 rBv3 197705 353313 11.49%% 0.708%
17 6.569 759 762 767 rVB 1736915 1650357 53.69% 3.308%
18 6.622 767 771 772 rBV3 121055 119350 3.88% 0.239%
19 6.640 772 774 777 rVB3 177316 158477 5.16% 0.318%
20 6.675 777 780 781 rBV2 79900 74921 2.44% 0.150%

21 6.710 781 786 787 rBV3 116444 150104 4._.88% 0.301%
22 6.751 790 793 794 rBVv3 184017 174002 5.66% 0.349%
23 6.769 794 796 798 rBV2 149136 129800 4.22% 0.260%
24 6.798 798 801 805 rvB 1351951 1248305 40.61% 2.502%
25 6.845 805 809 811 rBVv3 297295 339408 11.04% 0.680%

26 6.881 811 815 816 rBV2 215479 252547 8.22% 0.506%
27 6.898 816 818 821 rVB 284290 244675 7.96% 0.490%
28 6.934 821 824 825 rBV 581596 547674 17.82% 1.098%
29 6.951 825 827 832 rVB2 1322025 1351484 43.97% 2.709%
30 7.016 835 838 840 rBV2 324647 280592 9.13% 0.562%

31 7.063 840 846 849 rvB4 872312 1326796 43.17% 2.659%
32 7.092 849 851 853 rBv2 316547 253071 8.23% 0.507%
33 7.134 856 858 861 rBVv3 267648 257138 8.37% 0.515%
34 7.187 862 867 869 rBv3 589457 679844 22.12% 1.363%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF102717\

Data File : BF099898.D

Aca On - 28 Oct 2017 1:59

Operator : SJ/JU

a?ggle i 16029-11 ENV-116-6(10-15
ALS Vial : 14 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF102317.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 7.210 869 871 877 rVB6 383435 538468 17.52% 1.079%

36 7.263 877 880 883 rBv2 239173 277501 9.03% 0.556%
37 7.328 883 891 894 rBv2 1255128 2082268 67.75% 4.173%
38 7.369 894 898 904 rVB3 1450194 1892151 61.56% 3.792%
39 7.434 904 909 912 rBV6 1086475 1643737 53.48% 3.294%
40 7.498 912 920 924 rBv4 815159 2022321 65.80% 4._.053%

41 7.545 924 928 930 rBV4 469995 553285 18.00% 1.109%
42 7.569 930 932 935 rBV2 1050628 1108569 36.07% 2.222%
43 7.598 935 937 940 rVvB3 906952 835555 27.18% 1.675%
44 7.628 940 942 944 rBV 273605 174418 5.67% 0.350%
45 7.681 947 951 952 rBV3 680049 860070 27.98% 1.724%

46 7.716 955 0957 961 rVB3 921364 1035304 33.68% 2.075%
47 7.757 961 964 967 rvB3 788126 944036 30.71% 1.892%
48 7.792 967 970 972 rVB3 362855 321236 10.45% 0.644%
49 7.822 972 975 977 rBvV2 835706 1048036 34.10% 2.100%
50 7.898 984 988 993 rBV5 959720 1393826 45.35% 2.793%

51 7.951 994 997 1000 rBV2 949682 1242499 40.42% 2.490%
52 7.986 1000 1003 1005 rVvB 502971 420067 13.67% 0.842%
53 8.039 1006 1012 1014 rBV5 957768 1847535 60.11% 3.703%
54 8.075 1014 1018 1021 rVV3 1269457 2500815 81.36% 5.012%
55 8.151 1025 1031 1033 rVvVv2 1539099 3073647 100.00% 6.160%

56 8.175 1033 1035 1038 rVB2 714250 683497 22.24% 1.370%
57 8.239 1043 1046 1047 rBVv3 583789 582904 18.96% 1.168%
58 8.286 1051 1054 1057 rVvB2 1053530 1181444 38.44% 2.368%
59 8.375 1065 1069 1073 rVB5 970366 1526687 49.67% 3.060%
60 8.475 1083 1086 1088 rBV3 654584 680365 22.14% 1.364%

61 8.516 1090 1093 1098 rvv2 1118513 2038582 66.32% 4._.086%
62 12.416 1754 1756 1759 rVB2 534218 462259 15.04% 0.926%
63 12.810 1821 1823 1827 rVB3 388153 483559 15.73% 0.969%
64 12.857 1828 1831 1834 rVB 500951 504899 16.43% 1.012%
65 12.933 1841 1844 1846 rVB 930978 776154 25.25% 1.556%

66 13.992 2021 2024 2028 rVB 463909 408033 13.28% 0.818%
67 15.462 2269 2274 2283 rVB 366020 490566 15.96% 0.983%

Sum of corrected areas: 49895952
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF102717\

BF099898.D

28 Oct 2017 1:59

SJ/Ju

16029-11

14 Sample Multiplier: 1

: Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L
LSCINT.P

Abundance

4000000

3000000

2000000

1000000

TIC: BF099898.D

5.42

5.01

0
Time-->

5.00
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4000000

3000000

2000000

1000000

TIC: BF099898.D

12.42

12.93

u

it

Or——
Time-->

9.50

10.00 10.50 11.00 11.50

9.00

12.00

12.50

13.00 13. 50

Abundance

4000000

3000000

2000000

1000000

TIC: BF099898.D

13.99

15.46

|

Time-->

14.00

16.00 16.50

14.50 15.00 15.50

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\BF102717\
Data File : BF099898.D

Aca On : 28 Oct 2017 1:59

Operator : SJ/JU

Sample : 16029-11

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .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 1 unknown6.57 Concentration Rank 1

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

6.57 26.44 ng 1650360 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 10
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 762 (6.569 min): BF099898.D (-759) (-) m/z 131.95 100.00%
131.9
5000
68.1
96.0 00 B0 6RO ARA TNy
40.0 540 6.20 6.40 6.60 6.80 7.00
0 il M S m/z 68.10 33.50%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000
6.20 6.40 6.60 6.80 7.00
310 5L0 m/z 133.95 33.43%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 20.51%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180 A
Abundance #52379: Tranylcypromine-propionyl AR E L L L
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 13.94%
74.0
5000 9go 1160
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| I AR
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102717\
Data File : BF099898.D

Aca On : 28 Oct 2017 1:59

Operator : SJ/JU

Sample : 16029-11

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .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 unknown6.93 Concentration Rank 15

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

6.93 8.77 ng 547674 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. (2-methvipropvl)- 140 C10H20 001678-98-4 38
2 Cvclohexane. pentvl- 154 C11H22 004292-92-6 30
3 Decane. 3-methvl- 156 Cl11H24 013151-34-3 30
4 Cvclohexane. propvl- 126 C9H18 001678-92-8 27
5 Cyclohexane, butyl- 140 C10H20 001678-93-9 27

Abundance Scan 823 (6.928 min): BF099898.D (-821) (-) m/z 57.10 100.00%

5000

6.60 6.80 7.00 7.20

0 m/z 55.10 84 .34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #18026: Cyclohexane, (2-methylpropyl)-
55.0 83.0
41.0
5000 LA L L L L L L LB |
97.0 6.60 6.80 7.00 7.20
: 0
270 69.0 1400 m/z 83.10 81.35%
0 ”.fffﬂ..ﬁh.”.ti...Wﬂ...LM.”.,J....l...%1?f1}?ﬁf)”..“..w..”,.”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
83.0
55.0 R
6.60 6.80 7.00 7.20
5000 m/z 41.10 64.54%
41.0
29.0 69.0 154.0

97.0 111.0 125.0137.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28436: Decane, 3-methyl- A REREE RS L
57.0 6.60 6.80 7.00 7.20
43.0 m/z 69.10 52.82%
71.0
5000
29.0 85.0
0 \‘ i 98.0 1120 ° ‘\ %1400 156.0
P P e e e e e e R ARERREE R RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102717\
Data File : BF099898.D

Aca On : 28 Oct 2017 1:59

Operator : SJ/JU

Sample : 16029-11

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .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 4 1-Octanol, 2-butyl- Concentration Rank 5

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

7.06 21.26 ng 1326800 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octanol. 2-butvl- 186 C12H260 003913-02-8 72
2 Ether. heptvl hexvl 200 C13H280 007289-40-9 53
3 Heptane. 4-ethvl- 128 C9H20 002216-32-2 50
4 Decane. 5-methvl- 156 C11H24 013151-35-4 50
5 Hexane, 1-(hexyloxy)-5-methyl- 200 C13H280 074421-19-5 50

Abundance Scan 845 (7.057 min): BF099898.D (-840) (-) m/z 57.10 100.00%
1

5000
97.1 1111 R A i
125.1 139.1 154.2 6.80 7.00 7.20 7.40
0 m/z 69.10 81.02%
miz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #50324: 1-Octanol, 2-butyl-
43.0 57.0
5000 LA L L L L L L L L
710 6.80 7.00 7.20 7.40
29.0 85.0 m/z 43.10 75.26%
o \‘ | “ H‘ 98.0 111.0 1250 1400 154.0 168.0
B AR Lok
miz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
430 270
e
6.80 7.00 7.20 7.40
5000 85,0 m/z 55.10 65.33%
98.0 11501290
of : ;
mmmmmmmm
miz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #12675: Heptane, 4-ethyl- L B B
43.0 57.0 6.80 7.00 7.20 7.40
m/z 41.10 53.06%
5000
85.0
98.0
29\ 0 ‘ 70.0 128.0
Obrrr et e .
miz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102717\
Data File : BF099898.D

Aca On : 28 Oct 2017 1:59

Operator : SJ/JU

Sample : 16029-11

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .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 5 Naphthalene, decahydro- Concentration Rank 11

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

7.19 10.89 ng 679844 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro- 138 C10H18 000091-17-8 96
2 Naphthalene. decahvdro-. trans- 138 C10H18 000493-02-7 96
3 1.1"-Bicvclopentvl 138 C10H18 001636-39-1 74
4 Naphthalene. decahvdro-. cis- 138 C10H18 000493-01-6 70
5 Cyclopentanone, 2-(2-methylpropy... 138 C9H140 016856-72-7 53

Abundance Scan 868 (7.192 min): BF099898.D (-862) (-) m/z 67.10 100.00%
67 96.1 138.1
81.1 :
43.1
5000 109.1
| | 3y | || oH 700 7h0 7H0 7k
Obrrprrrrprrrrprrr st b TR Tm/z 138.100  95.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #16888: Naphthalene, decahydro-
67.0 810 96.0 138.0
5000 41.0
55.0 109.0 6.80 7.00 7.20 7.40 7.60
m/z 57.10 84 .13%
27.0
0'w%ﬁgl“Jh"“t“"vk'w'”'l““ﬂj'“ “""”‘”'}ﬁgel”"P'”l'”'P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
67.0 138.0
82.0 e e AR REREERS
41.0 %0 6.80 7.00 7.0 7.40 7.60
5000 m/z 96.10 80.42%
55.0
27.0 109.0
0 123.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #16865: 1,1'-Bicyclopentyl e N B A
68.0 6.80 7.00 7.20 7.40 7.60
82.0 96.0 m/z 81.10 74.96%
5000 410
138.0
55.0
270 ‘ 109.0
O'W””I”LP”d'”WM”INlb””k'WJLP”M'”ﬁ¥9P”“P”W””P A S UL I L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102717\
Data File : BF099898.D

Aca On : 28 Oct 2017 1:59

Operator : SJ/JU

Sample : 16029-11

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .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 6 unknown7.21 Concentration Rank 16

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

7.21 8.63 ng 538468 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Octene. 2.3.6-trimethvl- 154 C11H22 063830-65-9 49
2 4-Decene. 4-methvl-. (E)- 154 C11H22 060366-66-7 47
3 Cvclooctane. methvl- 126 C9H18 001502-38-1 47

4 4-Octene. 2.3.7-trimethvl-. IS-(... 154 C11H22 052763-13-0 47
5 Cyclopentane, (2-methylbutyl)- 140 C10H20 053366-38-4 43
Abundance Scan 871 (7.210 min): BF099898.D (-869) (-) m/z 69.10 100.00%
69.1
55.1
5000 41.1 83.1

139.2 e

>l 154.2 6.80 7.00 7.20 7.40 7.60
o} m/z 55.10 61.53%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

Abundance #27075: 4-Octene, 2,3,6-trimethyl-
69.0
55.0
5000 | BBLNLINLE IR L L LB B L
410 6.80 7.00 7.20 7.40 7.60
: 84.0 111.0 154.0 m/z 57.10 52.72%
27.0 ‘ ’ 970
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
55.0
R e S e
6.80 7.00 7.20 7.40 7.60
5000 £9.0 m/z 81.10 46.42%
41.0
27.0

84.0 97.0 1110
o 126.0139.0 154.0

memmﬁmwﬁmﬁ
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

Abundance #11532: Cyclooctane, methy!- T
41.0 580 ggo 6.80 7.00 7.20 7.40 7.60
m/z 83.10 43.48%
5000 111.0
83.0 97.0
27.0
L
N 1 S ST S s SERVIE i A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 680 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102717\
Data File : BF099898.D

Aca On : 28 Oct 2017 1:59

Operator : SJ/JU

Sample : 16029-11

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .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 7 Benzene, l-ethyl-3-(1-methy... Concentration Rank 2

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

7.43 26.34 ng 1643740 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-ethvl-3-(1l-methvlethvl)- 148 C11H16 004920-99-4 58
2 Bicvclol3.1.1Theptan-3-one. 6.6-... 194 C13H220 1000163-97-9 38
3 Cvclopentanecarboxvlic acid. all... 154 C9H1402 178905-33-4 27
4 5-Hexen-2-one. 5-methvl- 112 C7H120 003240-09-3 27
5 Ethanone, 1-(2,5-dimethylphenyl)- 148 C10H120 002142-73-6 25

Abundance Scan 908 (7.428 min): BF099898.D (-904) (-) m/z 55.10 100.00%
41
5000 97.1 133.1
148.1 e
| 166.0 7.00 7.20 7.40 7.60 7.80
of N R m/z 43.10 95.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22811: Benzene, 1-ethyl-3-(1-methylethyl)-
138.0
5000 A I IR UL A
105.0 148.0 700 7.20 7.40 7.60 7.80
91.0 119.0 m/z 69.10 87.73%
4\1\'0 63.0 77\.\0 ‘ ! \\‘ ‘ !
L L L L U UL WL WL UL
m/iz--> 20 40 60 80 100 120 140 160 180 200
Abundance
69.0
e o 7.00 7.20 7.40 7.60 7.80
5000 M0 97.0 m/z 71.10 81.20%
125.0
0 210 83.0 111.0 151.0  179.0194.0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #27703: Cyclopentanecarboxylic acid, allyl ester R RN A
69.0 7.00 7.20 7.40 7.60 7.80
m/z 41.10 75 .49%
5000 41.0 97.0
o270 || 550 || ggo | 3O ia901540
mz-> 20 40 60 80 100 120 140 160 180 200 | 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102717\
Data File : BF099898.D

Aca On : 28 Oct 2017 1:59

Operator : SJ/JU

Sample : 16029-11

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .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 8 Tridecane Concentration Rank 8

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

7.50 16.17 ng 2022320 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 59
2 Undecane 156 Cl11H24 001120-21-4 59
3 Hexadecane 226 C16H34 000544-76-3 53
4 Decane. 2.3.7-trimethvl- 184 C13H28 062238-13-5 50
5 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 50

Abundance Scan 920 (7.498 min): BF099898.D (-912) (-) m/z 57.10 100.00%
57.1
5000
85.1 W
39‘1 1051 4334 7.20 7.40 7.60 7.80
Obr e ..'I,.-.-'..,!|..-.", b ok21702 | m/z 43.10 58.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48831: Tridecane
57.0
5000 U UL IR I
7.20 7.40 7.60 7.80
29.0 85.0 m/z 71.10 39.81%
0 ‘\‘ ‘ H \‘ fl l 113 0 141.0 184 0
m/z--> 26 Jo éo 85 160 150 150 160 180 260 250
Abundance
43.0
720 7.40 7.60 7.80
0
5000 110 m/z 41.10 26.91%
o 26.0 99.0 127.0 156.0
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane R e AR
57.0 7.20 7.40 7.60 7.80
m/z 85.10 24 .66%
5000
85.0
29.0
o | L b 130 1410 1600 1970 2260
m/z--> 26 Jo éo 85 160 150 150 160 180 200 250 150 IZO 1%0 150

8270-BF102317.M Mon Oct 30 11:45:21 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102717\
Data File : BF099898.D

Aca On : 28 Oct 2017 1:59

Operator : SJ/JU

Sample : 16029-11

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .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 9 Decane, 3,7-dimethyl- Concentration Rank 14

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

7.57 8.87 ng 1108570 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 3.7-dimethvl- 170 C12H26 017312-54-8 55
2 Benzene., 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 35
3 1.3.8-p-Menthatriene 134 C10H14 018368-95-1 35
4 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 35
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 35

Abundance Scan 932 (7. 569 min): BF099898 D ( 930) (-) m/z 57.10 100.00%
43.1 o7
5000
720 7.40 7.60 7.80 8.00
Y INE— m/z 119.10  96.83%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38338: Decane, 3,7-dimethyl-
43.0 57.0
71.0
5000
20.0 85.0 7.20 7.40 7.60 7.80 8.00
' m/z 71.10 93.75%
o oA ‘ 99.0 1130127-0141.0 155 9 170.0
miz--> % w0 @ & i 1o wo i
Abundance
119.0
o 750 740 750 750 800
5000 m/z 135.10 80.14%
oL 15.0 39.0 53.0 77.0 90 1050
miz--> 20 40 60 80 100 120 140 160
Abundance #14836: 1,3,8-p-Menthatriene
119.0 7.20 7.40 7.60 7.80 8.00
m/z 43.10 78 .29%
5000
91.0 134.0
4‘1‘-0 630 770 1050
0 — ..‘..‘....‘..l‘.‘...‘.‘..l‘. S —— T
m/z--> 20 40 60 80 100 120 140 160 ' 720 740 7.60 7.80 8.00

8270-BF102317.M Mon Oct 30 11:45:23 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102717\
Data File : BF099898.D

Aca On : 28 Oct 2017 1:59

Operator : SJ/JU

Sample : 16029-11

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .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 11 Naphthalene, decahydro-2-me... Concentration Rank 18

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

7.72 8.28 ng 1035300 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-2-methvl- 152 C11H20 002958-76-1 86
2 cis-Decalin. 2-svn-methvl- 152 C11H20 1000155-85-6 74
3 Bicvclol2.2.1Theptan-2-one. 1.7.... 152 C10H160 000464-48-2 58
4 trans-4a-Methvl-decahvdronaphtha... 152 C11H20 002547-27-5 58
5 Bicyclo[3.3.2]decan-9-one 152 C10H160 028054-91-3 53

Abundance Scan 958 (7.722 min): BF099898.D (-955) (-) m/z 131.10 100.00%
95.1 131.1  152.2
5000
7.40 7.60 7.80 8.00
o 1781 m/z 152.20 89.61%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25446: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0
67.0 95.0
27.0
5000
137.0 7.40 7.60 7.80 8.00
109.0 m/z 95.10 88.79%
T
oL .,.‘l..l“..‘l l‘,.”.“..W:.‘.“.‘,..‘..,‘l...‘,....,....,..
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
81.0 95.0
o O Tho 750 780 500
5000 m/z 81.10 66 .19%
152.0
270 110.0
137.0
L L L L UL UL L L WAL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25327: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S)- I A REEEEEaSS
95.0 7.40 7.60 7.80 8.00
81.0 m/z 137.10 56.66%
5000 41.0 55.0
10F-0 152.0
27.0
S TR | SO N Y }?39%%ﬁ0...., BN N
m/z--> 20 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102717\
Data File : BF099898.D

Aca On : 28 Oct 2017 1:59

Operator : SJ/JU

Sample : 16029-11

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .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 12 Heptane, 3-ethyl-2-methyl- Concentration Rank 19

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

7.76 7.55 ng 944036 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 3-ethvl-2-methvl- 142 C10H22 014676-29-0 50
2 3-Hexanone. 2.4-dimethvl- 128 C8H160 018641-70-8 47
3 Carbonic acid. 2.2.2-trichloroet... 262 C8H13C1303 1000357-89-3 47
4 Tridecane. 6-methvl- 198 C14H30 013287-21-3 43
5 3-Pentanone, 2-methyl- 100 C6H120 000565-69-5 38

Abundance Scan 964 (7.757 min): BF099898.D (-961) (-) m/z 57.10 100.00%
57.1
5000
4111 98.1 LR SR I R
117.1
81. 1522 7.40 7.60 7.80 8.00
o....,....',|'...'!,.'."|..,'-:]f..-.|',....',.~.'!.,...-.,1.7.0.-?,....,...., m/z 43.10 36.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19220: Heptane, 3-ethyl-2-methyl-
57.0
5000 LA U R LR
410 740 7.60 7.80 8.00
9.0 m/z 71.10 20.65%
0 15.0 H 1l ‘H‘ 177.0; “ 114.0  142.0
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance
57.0
7.40 760 7.80 8.00
5000 410 m/z 98.10 17.87%
85.0 128.0
14.0 101.0
e A I U I S B B L SRR WA
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #112741: Carbonic acid, 2,2,2-trichloroethyl neopentyl ester L R
57.0 7.40 7.60 7.80 8.00
m/z 41.10 17.48%
5000
41.0
78.0
o L g es0 MT01330 457, 207.0
m/z--> 20 40 60 80 100 120 140 160 180 200 740 7.60 7.80 8.00

8270-BF102317.M Mon Oct 30 11:45:25 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102717\
Data File : BF099898.D

Aca On : 28 Oct 2017 1:59

Operator : SJ/JU

Sample : 16029-11

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .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 13 Benzene, (l1-methyl-1-propen... Concentration Rank 17

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

7.82 8.38 ng 1048040 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1-methvl-1-propenvl)-.... 132 C10H12 000768-00-3 78
2 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 55
3 Benzene. 2-butenvl- 132 C10H12 001560-06-1 55
4 Benzene. l1l-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 55
5 Benzene, (2-methylcyclopropyl)- 132 C10H12 1000327-39-0 50

Abundance Scan 975 (7.822 min): BF099898.D (-972) (-) m/z 117.10 100.00%
117.1

5000

740 7.60 7.80 8.00 8.20

0 m/z 119.10 80.38%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14096: Benzene, (1-methyl-1-propenyl)-, (E)-
117.0
132.0
5000
910 7.40 7.60 7.80 8.00 8.20
L m/z 132.10 39.95%
210 900 640 710 g0 | |
Ot e T T T T T T T T T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
117.0
7.40 7.60 7.80 8.00 8.20
5000 132.0 m/z 134.05 36.03%

39.0 51.0 91.0
21.0 65.0 780 105.0

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14048: Benzene, 2-butenyl-
117.0 7.40 7.60 7.80 8.00 8.20
m/z 115.05 30.61%
132.0
5000 91.0
O T PP T P T T T e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 740 7.60 7.80 8.00 8.20

8270-BF102317.M Mon Oct 30 11:45:25 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102717\
Data File : BF099898.D

Aca On : 28 Oct 2017 1:59

Operator : SJ/JU

Sample : 16029-11

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .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 14 Benzene, 1,4-diethyl-2-methyl- Concentration Rank 10

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

7.90 11.15 ng 1393830 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.4-diethvl-2-methvyl- 148 C11H16 013632-94-5 89
2 Benzene. l-ethvl-3-(l1-methvlethvl)- 148 C11H16 004920-99-4 42
3 3.4-Dimethvlcumene 148 C11H16 1000370-34-1 42
4 Benzene. l-ethvl-4-(1-methvlethvl)- 148 C11H16 004218-48-8 38
5 Benzene, 1,3-diethyl-5-methyl- 148 C11H16 002050-24-0 38

Abundance Scan 988 (7.898 min): BF099898.D (-984) (-) m/z 133.10 100.00%
69.1 138.1
5000 148.1
168.21g, 5 7.60 7.80 8.00 8.20
0 - m/z 69.10 84 .75%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22797: Benzene, 1,4-diethyl-2-methyl-
133.0
119.0
5000 L UL LS R
105.0 148.0 7.|60 7.|80 8.IOO 8.|20
o 91.0 - m/z 57.10 72.09%
39.0 :
0 .1.5.'0|.‘l..‘|‘. .‘.‘.6:3‘;‘0. e IH ; IH\; ; ;‘.‘.,..‘. R e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
133.0
760 7.80 8.00 820
5000 m/z 55.10 61.92%
105.0 148.0
91.0 119.0
41.0 63.0 77.0
L L S UL UL B AL LI DA
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22764: 3,4—Dimethy|cumene LS B L L B
138.0 7.60 7.80 8.00 8.20
m/z 105.10 53.06%
5000
148.0
91.0 105.0
oL 21040 630770 "7 ] Tge0 | |
miz-> 20 40 60 80 100 120 140 160 180 760 7.80 8.00 8.20

8270-BF102317.M Mon Oct 30 11:45:26 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102717\
Data File : BF099898.D

Aca On : 28 Oct 2017 1:59

Operator : SJ/JU

Sample : 16029-11

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .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 15 Benzene, 1l-methyl-4-(1-meth... Concentration Rank 12

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

7.95 9.94 ng 1242500 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-methvl-4-(l1-methvlpro... 148 C11H16 001595-16-0 76
2 Benzene. (l1l.1-dimethvlpropvl)- 148 C11H16 002049-95-8 59
3 Acetic acid. (2.4-xvivD)- 164 C10H1202 006331-04-0 47
4 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 47
5 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 47

Abundance Scan 997 (7.951 min): BF099898.D (-994) (-) m/z 119.10 100.00%
119.1
5000
431 01 71 851 e 7.60 7.80 8.00 8.20
: : 105.1 . . : .
o 133.1 16721822 | /7 148.10  24.24%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22819: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0
5000

7.60 7.80 8.00 8.20
m/z 43.10 17.15%

148.0
270 410 30 77.0 2701050 | 1554
IIIIIIIIIIII‘IIII‘IIIIIIIII‘IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
119.0
B B B
7.60 7.80 8.00 8.20
5000 91.0 m/z 85.10 14.27%
41.0
148.0
oL 130 2707 ss0 770 1050 | 1330
T T e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33316: Acetic acid, (2,4-xylyl)- B
119.0 7.60 7.80 8.00 8.20
m/z 120.10 10.10%
5000
164.0
0 390 630 77.0 9101050 | 146.0 |
i T B o B e
m/z--> 20 40 60 80 100 120 140 160 180 7.60 7.80 8.00 8.20

8270-BF102317.M Mon Oct 30 11:45:27 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102717\
Data File : BF099898.D

Aca On : 28 Oct 2017 1:59

Operator : SJ/JU

Sample : 16029-11

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .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 16 Undecane, 2,6-dimethyl- Concentration Rank 3

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

8.15 24 .58 ng 3073650 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 2.6-dimethvl- 184 C13H28 017301-23-4 76
2 Dodecane. 6-methvl- 184 C13H28 006044-71-9 68
3 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 64
4 Pentadecane. 7-methvl- 226 C16H34 006165-40-8 64
5 Sulfurous acid, butyl 2-ethylhex... 250 C12H2603S 1000309-18-8 64

Abundance Scan 1031 (8.151 min): BF099898.D (-1025) (-) m/z 57.10 100.00%
57.1
5000
A 9.1 780 8.00 820 840
ob il L TRL ) T a1 1412 1632 a2 m/z 71.10  46.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48882: Undecane, 2,6-dimethyl-
57.0
5000 AL R R L
7.80 8.00 8.20 8.40
41l0 m/z 43.10 36.63%
o260 | | 720  %OU30 140 1600
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
780 8.00 820 840
5000 m/z 41.10 17.41%
41.0
98.0
ol 260 83.0 1130 1400  168.0184.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71405: Dodecane, 2,6,10—trimethy|— LA L L L B L
57.0 7.80 8.00 8.20 8.40
m/z 56.10 11.53%
5000
41l0
85.0
o 26,0 w ] M30580 1550 1830 2060
m/z--> 20 40 60 80 100 120 140 160 180 200 780 8.00 820 840

8270-BF102317.M Mon Oct 30 11:45:28 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102717\
Data File : BF099898.D

Aca On : 28 Oct 2017 1:59

Operator : SJ/JU

Sample : 16029-11

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .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 17 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 13

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

8.29 9.45 ng 1181440 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 003877-19-8 58
2 2(1HY)-Naphthalenone. 3.4-dihvdro- 146 C10H100 000530-93-8 46
3 6-Bromohexanoic acid. 2-phenvlet... 298 C14H19Br02 1000282-31-2 22
4 2-Butenoic acid. 3-methvl-. 2-ph... 204 C13H1602 042078-65-9 22
5 Propanoic acid, 2-methyl-, 2-phe... 192 C12H1602 000103-48-0 22

Abundance Scan 1055 (8.292 min): BF099898.D (-1051) (-) m/z 69.10 100.00%
6d.1

5000 41.1

160.1 RN R
182.2 800 820 8.40 8.60

0 m/z 57.10 80.20%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21659: Naphthalene, 1,2,3,4-tetrahydro-2-methy!-
104.0
5000 146.0 L L L B B B
8.00 8.20 8.40 8.60
131.0 m/z 145.10 80.07%
39.0 63.0 780 ‘
o) AR S S 1 M N —
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
104.0
146.0 8.00 8.20 8.40 8.60
5000 m/z 55.10 67.90%
39.0 58.0 780 131.0
Ot el e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #142393: 6-Bromohexanoic acid, 2-phenylethyl ester  EAmEmE RS
104.0 8.00 8.20 8.40 8.60
m/z 56.10 60.40%
5000
69.0
270 410550 | 890 | 1220 1490 1770
L s T LA e e A REm s
m/z--> 20 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102717\
Data File : BF099898.D

Aca On : 28 Oct 2017 1:59

Operator : SJ/JU

Sample : 16029-11

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .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 18 unknown8.37 Concentration Rank 9

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

8.37 12.21 ng 1526690 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Cvclohexvl-1-chloropropane 160 COH17ClI 001124-62-5 43
2 Cvclohexane. (l-methvlethvI)- 126 C9H18 000696-29-7 41
3 Cvclohexane. hexvl- 168 C12H24 004292-75-5 41
4 Cvclohexane. pentvl- 154 C11H22 004292-92-6 35
5 Cyclohexane, octyl- 196 C14H28 001795-15-9 35

Abundance Scan 1068 (8.369 min): BF099898.D (-1065) (-) m/z 117.10 100.00%
A1
5000
800 820 840 8.60 8.80
(o} m/z 83.10 79.25%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #31397: 3-Cyclohexyl-1-chloropropane
83.0
55.0
5000 BN ERE RRARE RRARE
8.00 8.20 8.40 8.60 8.80
m/z 55.10 65.36%
39.0 160.0
0'%59'“"'M'"Ml"”"fl"'1P§P'}?%9"l' "'y""l R
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
83.0
5.0 SRS AR SR
8.00 8.20 8.40 8.60 8.80
5000 m/z 119.10 59.97%
39.0 126.0
111.0
o L S S U L UL UL BRI S I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36764: Cyclohexane, hexyl- L L maa B e
83.0 8.00 8.20 8.40 8.60 8.80
m/z 82.10 53.06%
5000 55.0
0 290 ‘\ Al | 98.0 125.0140.0 16?0
m/z--> 2'0 4I 6|0 8|0 1(')0 150 14'10 1('30 15';0 ' 8. oo 8. I20 8. 40 8. 530 8. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102717\
Data File : BF099898.D

Aca On : 28 Oct 2017 1:59

Operator : SJ/JU

Sample : 16029-11

Misc :

ALS Vial : 14 Sample Multiplier: 1

: Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Heptane, 3-ethyl-5-methyl- Concentration Rank 7

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

8.52 16.30 ng 2038580 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 3-ethvl-5-methvl- 142 C10H22 052896-90-9 83
2 Octane. 2.3.6-trimethvl- 156 C11H24 062016-33-5 78
3 Undecane. 6.6-dimethvl- 184 C13H28 017312-76-4 72
4 Sulfurous acid. 2-ethvlhexvl tet... 390 C22H4603S 1000309-19-7 72
5 Oxalic acid, 2-ethylhexyl ethyl ... 230 C12H2204 1000309-38-4 64

Abundance Scan 1094 (8.522 min): BF099898.D (-1090) (-) m/z 57.10 100.00%
57.1
5000
411 AR A
851 1131 1331 820 8.40 8.60 8.80
160.2 176.2 : : : -
0 A L 18021702 1983 | o7 10 91.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19218: Heptane, 3-ethyl-5-methyl-
57.0
41l0
5000 I NARAR SRR SRR AR
8.20 8.40 860 8.80
m/z 43.10 47 .61%
113.0
0 25.\<£ Lol 0 970 | 142.0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
820 840 8.60 8.80
5000 m/z 41.10 25.38%
41.0
0L 250 850 1130 /501560
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #48876: Undecane, 6,6—dimethy|— LI L L L L N B
57.0 8.20 8.40 860 8.80
m/z 56.10 19.00%
5000
4100 113.0
ol 260 J, 720 970 | 141.0 170.0
m/z--> 20 40 60 80 100 120 140 160 180 200 820 840 8.60 880

8270-BF102317.M Mon Oct 30 11:45:30 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102717\
Data File : BF099898.D

Aca On : 28 Oct 2017 1:59

Operator : SJ/JU

Sample : 16029-11

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .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 20 Phenanthrene, 2,5-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.42 20.00 ng 462259 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2.5-dimethvl- 206 C16H14 003674-66-6 95
2 Phenanthrene. 2.3-dimethvl- 206 Cl16H14 003674-65-5 87
3 9.10-Dimethvlanthracene 206 C16H14 000781-43-1 87
4 Phenanthrene. 4.5-dimethvl- 206 C16H14 003674-69-9 87
5 Phenanthrene, 3,6-dimethyl- 206 Cl6H14 001576-67-6 81
Abundance Scan 1757 (12.421 min): BF099898.D (-1754) (-) m/z 206.10 100.00%
206.1
5000
89.0 119.1 178.1 12.20 12.40 12.60 12.80
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #66257: Phenanthrene, 2,5-dimethyl-
206.0
5000 R AN BN SR U
12.20 12.40 12.60 12.80
101.0 m/z 207.10 37.01%
20510 780 | w000 |
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
206.0
"'12:20 12:40 12.60 12.80 |
5000 m/z 189.10 27 .11%
89.0
39.0 63.0 115.0 139.0 165.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #66248: 9,10-Dimethylanthracene A L R REmms e
12.20 12.40 12.60 12.80

m/z 205.10 23.15%

5000

89.0
39.0 63.0 127.0 152.0 178

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

I T T I
12.20 12.40 12.60 12.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF102717\

Data File : BF099898.D

Acg On : 28 Oct 2017 1:59

Operator : SJ/JU

a?zgle i 16029-11 ENV-116-6(10-15
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .M
Quant Title : 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]
unknown6 .57 6.57 26.4 ng 1650360 1 6.80 1248310 20.0
unknown6 .93 6.93 8.8 ng 547674 1 6.80 1248310 20.0
1-Octanol, 2-butyl- 7.06 21.3 ng 1326800 1 6.80 1248310 20.0
Naphthalene, deca... 7.19 10.9 ng 679844 1 6.80 1248310 20.0
unknown7 .21 7.21 8.6 ng 538468 1 6.80 1248310 20.0
Benzene, l-ethyl-_.. 7.43 26.3 ng 1643740 1 6.80 1248310 20.0
Tridecane 7.50 16.2 ng 2022320 2 8.09 2500820 20.0
Decane, 3,7-dimet... 7.57 8.9 ng 1108570 2 8.09 2500820 20.0
Naphthalene, deca... 7.72 8.3 ng 1035300 2 8.09 2500820 20.0
Heptane, 3-ethyl-_.. 7.76 7.5 ng 944036 2 8.09 2500820 20.0
Benzene, (1-methy... 7.82 8.4 ng 1048040 2 8.09 2500820 20.0
Benzene, 1,4-diet... 7.90 11.2 ng 1393830 2 8.09 2500820 20.0
Benzene, 1l-methyl... 7.95 9.9 ng 1242500 2 8.09 2500820 20.0
Undecane, 2,6-dim... 8.15 24_.6 ng 3073650 2 8.09 2500820 20.0
Naphthalene, 1,2,... 8.29 9.4 ng 1181440 2 8.09 2500820 20.0
unknown8 .37 8.37 12.2 ng 1526690 2 8.09 2500820 20.0
Heptane, 3-ethyl-_.. 8.52 16.3 ng 2038580 2 8.09 2500820 20.0
Phenanthrene, 2,5... 12.42 20.0 ng 462259 4 11.37 462259 20.0
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