LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082318\
Data File : BF108439.D
Aca On : 23 Aug 2018 23:43 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : J4559-04 RA-081718-SSW-75-048
ALS Vial : 17 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 2.366 3 5 21 rVB3 358997 524613 45.80% 3.114%
2 2.490 23 26 31 rvw 31426 40823 3.56% 0.242%
3 2.584 38 42 46 rVB3 20961 29725 2.60% 0.176%
4 2.725 59 66 75 rvB 781168 1083182 94.57% 6.429%
5 3.301 158 164 170 rvVB2 25598 45427 3.97% 0.270%
6 5.231 489 492 499 rvVvB2 26614 34654 3.03% 0.206%
7 5.501 535 538 541 rBV 26590 23830 2.08% 0.141%
8 5.619 551 558 570 rVB2 807746 962471 84.03% 5.713%
9 5.778 582 585 590 rVB3 13183 21307 1.86% 0.126%
10 5.825 590 593 596 rVB 40517 32908 2.87% 0.195%
11 5.860 596 599 603 rBV3 44564 50723 4_.43% 0.301%
12 6.031 620 628 631 rBV3 55784 72184 6.30% 0.428%
13 6.066 631 634 636 rBV 24439 22858 2.00% 0.136%
14 6.166 648 651 654 rBV2 53912 44316 3.87% 0.263%
15 6.237 659 663 664 rBV 85389 74799 6.53% 0.444%
16 6.254 664 666 670 rvv 101791 97578 8.52% 0.579%
17 6.295 670 673 676 rVB2 62852 53207 4 .65% 0.316%
18 6.331 676 679 682 rBV2 22152 25770 2.25% 0.153%
19 6.425 691 695 699 rBv4 35160 61941 5.41% 0.368%
20 6.484 703 705 708 rVB 37042 30552 2.67% 0.181%

21 6.537 708 714 716 rBV2 75550 117944 10.30% 0.700%
22 6.607 722 726 730 rBV 746296 676984 59.11% 4.018%

23 6.642 730 732 734 rVvv2 41584 39110 3.41% 0.232%
24 6.672 734 737 739 rvv2 39547 37636 3.29% 0.223%
25 6.695 739 741 743 rVvv2 27458 23069 2.01% 0.137%
26 6.737 743 748 749 rvv2 59906 83895 7.32% 0.498%

27 6.760 749 752 759 rVB 779235 755033 65.92% 4.481%
28 6.819 759 762 766 rBV 134201 126567 11.05% 0.751%

29 6.848 766 767 770 rVvB2 42217 34333 3.00% 0.204%
30 6.907 774 777 778 rBV2 23619 20322 1.77% 0.121%
31 6.948 781 784 785 rVvV 43966 38798 3.39% 0.230%
32 6.995 789 792 796 rVvV 1001571 845456 73.82% 5.018%
33 7.036 796 799 800 rvv2 32187 38767 3.38% 0.230%
34 7.054 800 802 804 rvv2 39712 34960 3.05% 0.208%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082318\
Data File : BF108439.D
Aca On : 23 Aug 2018 23:43 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : J4559-04 RA-081718-SSW-75-048
ALS Vial : 17 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

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

35 7.095 804 809 812 rvv4 59271 84478 7.38% 0.501%
36 7.154 812 819 827 rVB 638692 693963 60.59% 4._.119%
37 7.213 827 829 831 rBV 44633 31973 2.79% 0.190%
38 7.242 831 834 835 rvv3 36885 35694 3.12% 0.212%
39 7.266 835 838 840 rvB 66338 62808 5.48% 0.373%
40 7.307 843 845 848 rBV 30590 28193 2.46% 0.167%
41 7.395 852 860 862 rBvV3 70745 106812 9.33% 0.634%
42 7.413 862 863 868 rvB4 38040 44773 3.91% 0.266%
43 7.478 868 874 877 rBV5 28913 56633 4.94% 0.336%

44 7.525 877 882 884 rBVv3 116747 139465 12.18% 0.828%
45 7.554 884 887 892 rvVv 502641 498330 43.51% 2.958%

46 7.636 896 901 904 rvB4 67268 107304 9.37% 0.637%

47 7.684 904 909 912 rVvB2 57209 78721 6.87% 0.467%
48 7.731 912 917 919 rBV3 33323 46606 4_.07% 0.277%
49 7.760 919 922 924 rBV 94875 70545 6.16% 0.419%
50 7.784 924 926 928 rvv2 26938 24850 2.17% 0.147%
51 7.801 928 929 936 rVB3 56519 66344 5.79% 0.394%
52 7.860 936 939 941 rBV 32027 38495 3.36% 0.228%
53 7.889 941 944 946 rBV 46133 34378 3.00% 0.204%
54 7.919 946 949 951 rBV3 37820 25884 2.26% 0.154%
55 8.013 963 965 974 rVB3 65715 75884 6.63% 0.450%
56 8.089 974 978 982 rVvv4 20637 30606 2.67% 0.182%
57 8.142 985 987 990 rvB2 28589 25344 2.21% 0.150%
58 8.283 1007 1011 1016 rBV 1119441 952616 83.17% 5.654%
59 8.325 1016 1018 1021 rVB 91499 70514 6.16% 0.419%
60 8.360 1021 1024 1030 rVB6 26844 38553 3.37% 0.229%
61 8.560 1055 1058 1063 rVB4 28500 33283 2.91% 0.198%
62 8.683 1077 1079 1082 rVB 58039 42321 3.70% 0.251%
63 8.954 1122 1125 1129 rVB2 19365 21257 1.86% 0.126%
64 9.095 1147 1149 1155 rBV2 23756 23204 2.03% 0.138%
65 9.283 1179 1181 1184 rVB 62580 46697 4.08% 0.277%
66 9.354 1189 1193 1202 rBV 922963 764859 66.78% 4._.540%
67 9.425 1202 1205 1208 rvv2 23978 32137 2.81% 0.191%
68 9.695 1249 1251 1254 rVB2 25114 20382 1.78% 0.121%
69 9.742 1254 1259 1263 rBV 240828 227677 19.88% 1.351%
70 9.901 1280 1286 1289 rBV6 15501 21677 1.89% 0.129%
71 9.954 1292 1295 1299 rVvVv 25739 25270 2.21% 0.150%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082318\
Data File : BF108439.D
Aca On : 23 Aug 2018 23:43 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : J4559-04 RA-081718-SSW-75-048
ALS Vial : 17 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

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

72 10.048 1305 1311 1314 rVV2 1107141 1145330 100.00% 6.798%
73 10.077 1314 1316 1322 rVB 29476 28909 2.52% 0.172%
74 10.277 1348 1350 1359 rVB4 18018 27550 2.41% 0.164%
75 10.430 1373 1376 1378 rBV 70654 60198 5.26% 0.357%
76 10.448 1378 1379 1382 rVB2 31380 24799 2.17% 0.147%
77 10.589 1400 1403 1411 rVB2 19388 30191 2.64% 0.179%
78 10.672 1411 1417 1421 rBV2 36643 49963 4_36% 0.297%
79 10.836 1441 1445 1451 rBV 369851 349133 30.48% 2.072%
80 10.942 1458 1463 1467 rBV 64110 78763 6.88% 0.467%
81 11.377 1534 1537 1539 rBV 38096 33524 2.93% 0.199%
82 11.407 1539 1542 1545 rVB2 49440 48413 4.23% 0.287%

83 11.542 1561 1565 1567 rBV 1096059 985943 86.08% 5.852%
84 11.566 1567 1569 1573 rVB 189713 157420 13.74% 0.934%

85 11.613 1575 1577 1580 rBV 33260 29998 2.62% 0.178%
86 11.760 1599 1602 1606 rBV2 36501 51766 4._.52% 0.307%
87 11.807 1607 1610 1612 rVB 26390 26786 2.34% 0.159%
88 11.954 1632 1635 1638 rBV5 16123 25636 2.24% 0.152%
89 12.042 1647 1650 1652 rBV2 21118 21692 1.89% 0.129%
90 12.071 1652 1655 1659 rVv2 36046 48187 4.21% 0.286%
91 12.154 1667 1669 1672 rBV2 34376 33822 2.95% 0.201%
92 12.336 1698 1700 1703 rBV2 25993 25756 2.25% 0.153%
93 12.495 1724 1727 1730 rBV 36296 43143 3.77% 0.256%
94 12.707 1761 1763 1767 rBV3 34525 38540 3.36% 0.229%

95 12.760 1769 1772 1775 rVB 361994 293315 25.61% 1.741%

96 12.989 1805 1811 1817 rBV 272119 385103 33.62% 2.286%
97 13.089 1825 1828 1830 rBV 65430 77437 6.76% 0.460%
98 13.124 1830 1834 1837 rVV 451518 431940 37.71% 2.564%
99 14.195 2012 2016 2019 rBV 786740 802543 70.07% 4._.763%
100 15.748 2277 2280 2284 rVB 422809 558082 48.73% 3.312%

Sum of corrected areas: 16848154
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082318\

BF108439.D

23 Aug 2018 23:43

Ju/SsJ

J4559-04 RA-081718-SSW-75-048
17 Sample Multiplier: 1

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

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P

Abundance
1400000

1200000

1000000

800000

600000

.37

400000

200000

TIC: BF108439.D

7.00

5.62 6.76

2.73 6.61

7.15

5.23 5.5§
A\

0
Time-->

T I
5.00 5.50
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1400000

1200000

1000000

800000

600000

400000

200000

0

TIC: BF108439.D

8.28 10.05 11.54
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13.12

9.74

8 32
36 8.58;68

8.99.10%9b.42 o

99

Time--> 8.00
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T
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T I R T T
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1400000

1200000
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800000

600000

400000

200000

0

TIC: BF108439.D

1419

15.75

T
Time--> 13.50

I
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T
18.00

16.00

16.50

T —T— T
17.00

T
14.50

T
15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082318\

Data File : BF108439.D

Aca On : 23 Aug 2018 23:43

Operator : JU/SJ

ﬁ?ggle i J4559-04 RA-081718-SSW-75-048
ALS Vial : 17 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 1 unknown2.37 Concentration Rank 4

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

2.37 12.41 ng 524613 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexane 86 C6H14 000110-54-3 43
2 Butane. 2-methvl- 72 C5H12 000078-78-4 38
3 1-Propanol. 2.2-dimethvl- 88 C5H120 000075-84-3 38
4 Oxalic acid. butvl propvl ester 188 C9H1604 1000309-25-6 25
5 Oxetane, 2,2-dimethyl- 86 C5H100 006245-99-4 25

Abundance Scan 6 (2.372 min): BF108439.D (-3) (- m/z 73.05 100.00%
43.1 57.1 73.0
5000
87.1 L
2.40 250 2.60 2.70 2.80
36. 50.0
0“““W“W“T“T“T”T“W“W“%“JNWNJthWNWLIMWMWLWWWW m/z 43.10 98.93%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1820: n—Hexang
430 °10
5000 VAN RN LA RS AR
2.40 250 2.60 2.70 2.80
86.0 m/z 57.10 84 .80%
,o 150 | | 710
O A e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #714: Butane, 2-methyl-
43.0
57.0
2.40 250 2.60 2.70 2.80
5000 m/z 41.10 54_.12%
29.0
15.0 |,Ill, 50.0 “ 63.0 7%'0
O rrrrrrryrrrr T I
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2127: 1-Propanol, 2,2-dimethyl-
57.0 2.40 250 2.60 2.70 2.80
m/z 87.10 25.74%
5000
200 410
73.0
0 15.0 L | \‘50.0‘ , 65.0 88.0
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 240 250 2.60 2.70 2.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082318\

Data File : BF108439.D

Aca On : 23 Aug 2018 23:43

Operator : JU/SJ

ﬁ?ggle i J4559-04 RA-081718-SSW-75-048
ALS Vial : 17 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 2 Heptane Concentration Rank 1

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

2.73 25.62 ng 1083180 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane 100 C7H16 000142-82-5 91
2 Octane 114 C8H18 000111-65-9 59
3 Hexane. 3.3-dimethvl- 114 C8H18 000563-16-6 50
4 Hexane. 3-methvl- 100 C7H16 000589-34-4 47
5 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 45

Abundance Scan 67 (2.731 min): BF108439.D (-59) (-) m/z 43.05 100.00%
43.0
5000 57.1 71.1
| gsq 1002 2.60 2.80 3.00
O s o I L L B B m/z 41.10 57 .14%
m/z--> 10 30 40 50 60 70 80 90 100 110 120
Abundance #3972: Heptane
43.0
5000 57.0 710
29.0 2.60 2.80 3.00
m/z 57.10 48.14%
100.0
15.0 |. ||, ‘ 85.0
G R LA R RS R RS RN RARES RARRS SRS RARR R
m/z--> 10 30 40 50 70 80 90 100 110 120
Abundance #7620: Octane
43.0
2.60 2.80 3.00
5000 m/z 71.10 40.98%
57.0
20.0 ‘ 710 850
0"P"W"”I'”'I”"P"W"”I'”'I”"P"W"”?}ﬁql”
m/z--> 10 30 40 50 60 70 8 90 100 110 120
Abundance #7645 Hexane, 3,3—dimethy|— e e e T
43.0 2.60 2.80 3.00
m/z 56.10 26 .99%
71.0
5000 57.0 85.0
29.0
o.w?ﬁq“.ih”.mtu.“ﬂm,”.wan.“.h,”?iqu.“.”,”
m/z--> 10 30 40 50 70 80 90 100 110 120 2.60 280 3.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082318\

Data File : BF108439.D

Aca On : 23 Aug 2018 23:43

Operator : JU/SJ

3?22 le J4559-04 RA-081718-SSW-75-048
ALS Vial : 17 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 3 Cyclohexane, propyl- Concentration Rank 9

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

6.25 2.31 ng 97578 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. propvl- 126 C9H18 001678-92-8 87
2 Cvclohexane. 2-propenvl- 124 C9H16 002114-42-3 64
3 Pvridine. 2.3.4.5-tetrahvdro- 83 C5HON 000505-18-0 53
4 Oxalic acid. cvclohexvl propvl e... 214 C11H1804 1000309-30-3 47
5 2-Pentene, 4,4-dimethyl-, (2)- 98 C7H14 000762-63-0 47

Abundance Scan 665 (6.248 min): BF108439.D (-664) (-) m/z 55.10 100.00%
548.1 83.1
5000
97.1
.1 690 1251 obo 650 60 68
0 b ettt e e | M7z 83.10  82.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11537: Cyclohexane, propyl-
55.0 83.0
5000
410 6.00 6.20 6.40 6.60
270 67.0 126.0 m/z 82.10 40.72%
0 Il 1l || ||I 97.0 108.0
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10655: Cyclohexane, 2-propenyl-
58.0 83.0
6.00 6.20 6.40 6.60
5000 41.0 m/z 97.10 32.33%
67.0
. 150 27.0 | ) | 96.0 190 124‘1.0
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1312: Pyridine, 2,3,4,5-tetrahydro-
55.0 6.00 6.20 6.40 6.60
m/z 41.10 13.55%
28.0 83.0
5000 410
0 ---|:-L-5-.(-)|--l‘-“----‘i----|‘l‘-l-|--6-8l.|0----ill--|----|----|----|----|--- O B B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082318\

Data File : BF108439.D

Aca On : 23 Aug 2018 23:43

Operator : JU/SJ

3?22 le J4559-04 RA-081718-SSW-75-048
ALS Vial : 17 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 4-Octene, 2,6-dimethyl-, [S... Concentration Rank 6

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

6.54 2.79 ng 117944 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Octene. 2.6-dimethvl-. IS-(D)1- 140 C10H20 062960-77-4 64
2 2-Octene. 2.6-dimethvl- 140 C10H20 004057-42-5 58
3 1-Hexene. 3.3-dimethvl- 112 C8H16 003404-77-1 52
4 Cvclohexane. 1.1.2.3-tetramethvl- 140 C10H20 006783-92-2 46
5 3-Octene, 2,6-dimethyl- 140 C10H20 006874-28-8 45

Abundance Scan 715 (6.542 min): BF108439.D (-708) (-) m/z 69.10 100.00%
69.1
55.1
111.1
5000 411
83.1 125.1
| “ | 97'1 I 14?-1 6.20 6.40 6.60 6.80
Obrprrrrrrrrr ettt el e e ey || M/ 55.10 0 68.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18041: 4-Octene, 2,6-dimethyl-, [S-(2)]-
58.0
69.0
5000 R R R UL B
410 6.20 640 6.60 6.80
29.0 83.0 140.0 m/z 111.10 56.49%
. . 97.0 11|1'0 125.0 '
e R AR A KRS AR RARRS RRARA RARAN RSN SRR RARRS LAARS LRSS RARRS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17999: 2-Octene, 2,6-dimethyl-
41.0 69.0
55.0 6.20 6.40 6.60 6.80
5000 m/z 41.10 51.72%
29.0
83.0 140.0
0"|""|""|"“|""|""|'"'|'“'|""|'??:?"}i%.9 '1254%""l"'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #6735 1-Hexene, 3,3—dimethy|— LA L L LB L L B L
69.0 6.20 6.40 6.60 6.80
m/z 57.10 43.07%
41.0 55.0
5000
83.0
27.0 97.0 112.0
O'W%ﬁqw'mm'““m“l“Jw'“m'“'vl“w'“l“”lh'WH'W'“W'“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80

8270-BF080818.M Fri Aug 24 12:28:17 2018 Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082318\

Data File : BF108439.D

Aca On : 23 Aug 2018 23:43

Operator : JU/SJ

3?22 le J4559-04 RA-081718-SSW-75-048
ALS Vial : 17 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 unknown6.76 Concentration Rank 2

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

6.76 17.86 ng 755033 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 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 9

Abundance Scan 752 (6.760 min): BF108439.D (-749) (-) m/z 132.00 100.00%
132.0
5000 68.0
6.40 6.60 6.80 7.00
01 m/z 68.05 46.62%
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 N
5000 USRS SR SR
6.40 6.60 6.80 7.00
310 510 m/z 134.00 31.61%
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
5000 m/z 66.10 31.04%
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 L
Abundance #14491: 5-Aminoindole LA LA L L BN B
132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.56%
5000
104.0
ol 140 270 300 510 000 770 g90 | 1150 ‘ bvwwdwv
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082318\

Data File : BF108439.D

Aca On : 23 Aug 2018 23:43

Operator : JU/SJ

3?22 le J4559-04 RA-081718-SSW-75-048
ALS Vial : 17 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 Benzene, 1,2,3-trimethyl- Concentration Rank 5

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

6.82 2.99 ng 126567 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
2 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
3 Mesitvlene 120 C9H12 000108-67-8 91
4 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 90
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 90

Abundance Scan 762 (6.819 min): BF108439.D (-759) (-) m/z 105.10 100.00%
105.1
5000 120.1
43.0 57.1
|| . 77|-° 911 6.40 6.60 6.80 7.00 7.20
o..,....,....,....',....i'.-.':.,."3..,l...!',..l..,'....,.'.-!.,..-.~.|,'....,. m/z 120.10  43.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9412: Benzene, 1,2,3-trimethyl-
105.0
5000 120.0

6.40 6.60 6.80 7.00 7.20
m/z 43.05 21.55%

o 390 510 g59 70 910

15.0 27I. ! i 11 | N
(O LI B I e o e e e R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9410: Benzene, 1,2,4-trimethyl-
105.0
6.40 6.60 6.80 7.00 7.20
5000 120.0 m/z 57.10 19.72%
28.0 77.0
140 | N7 S0 eso 0 L
R R o o I N B o o e R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9401: Mesitylene
105.0 6.40 6.60 6.80 7.00 7.20
m/z 41.10 14 .04%
120.0
5000
77.0  91.0
150 27.0 390 510 650 i A ‘
B R L AR Bamas o S R T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 640 6.60 680 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082318\

Data File : BF108439.D

Aca On : 23 Aug 2018 23:43

Operator : JU/SJ

ﬁ?ggle i J4559-04 RA-081718-SSW-75-048
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 8 Naphthalene, decahydro-, tr... Concentration Rank 8

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

7.40 2.53 ng 106812 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-. trans- 138 C10H18 000493-02-7 95
2 Naphthalene. decahvdro- 138 C10H18 000091-17-8 93
3 Cvclohexane. 1-methvl-3-(l1-methy... 138 C10H18 024399-15-3 76
4 Naphthalene. decahvdro-. cis- 138 C10H18 000493-01-6 74
5 1,1"-Bicyclopentyl 138 C10H18 001636-39-1 74

Abundance Scan 861 (7.401 min): BF108439.D (-852) (-) m/z 67.00 100.00%
61.0
%5.0 138.1
82.0 -
5000 410 554
109.1 oY e VT W T
| | " Ll 12?-1 | 7.00 7.20 7.40 7.60 7.80
0.,....,....;....,....,... PR Y P S| N m/z 138.10 68.58%
m/z--> 20 30 40 50 70 80 90 100 110 120 130 140
Abundance #16924. Naphthalene, decahydro-, trans-
61710 138.0
82.0
41.0 9.0
5000 A e
55.0 7.00 7.20 7.40 7.60 7.80
27.0 ‘ 109.0 m/z 95.05 58.01%
0'|'““w'“L“'wJL'V”!i“”hJ“'ﬁ“hl“'w'”?ﬁggl“'|'“'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16892: Naphthalene, decahydro-
67.0 96.0 138.0
B0 I A I L
7.00 7.20 7.40 7.60 7.80
5000 410 m/z 96.00 55.31%
5°.0 109.0
27.0 ‘
0'|"""l""‘i*""l""'l"‘l P'“WL'W“lkP'“I'“?ﬁ%QI“'“'“'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17007: Cyclohexane, 1-methyl-3-(1-methylethenyl)-, cis-
95.0 7.00 7.20 7.40 7.60 7.80
m/z 82.05 53.51%
5000 81.0
410 550 670 138.0
27.0 ‘ ‘ ‘ 109.0119.0
O'P'm“”'hﬂ“'WH“I”wh'“mb“””m“W'”JP'”M”'W'J'P'” RS SRERA RARAE SARR R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60 7.80

8270-BF080818.M Fri Aug 24 12:28:19 2018

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082318\

Data File : BF108439.D

Aca On : 23 Aug 2018 23:43

Operator : JU/SJ

3?22 le J4559-04 RA-081718-SSW-75-048
ALS Vial : 17 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 Bicyclo[3.1.1]heptan-3-one,... Concentration Rank 7

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

7.64 2.54 ng 107304 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.1.1Theptan-3-one. 6.6-... 194 C13H220 1000163-97-9 53
2 4_.4-Dimethvl-non-5-enal 168 C11H200 066821-98-5 47
3 4-Hexen-3-one. 4.5-dimethvl- 126 C8H140 017325-90-5 43
4 Methanone. dicvclopropvl- 110 C7H100 001121-37-5 38
5 1,1"-Bicyclooctyl 222 C16H30 006708-17-4 38

Abundance Scan 902 (7.642 min): BF108439.D (-896) (-) m/z 69.10 100.00%
6d.1
5000 41.0
111.1
9,1 I‘ | [2360 1501 740 7.60 7.80 8.00
ol A~ 'm/z 55.00 65.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56437: Bicyclo[3.1.1]heptan-3-one, 6,6-dimethyl-2-(2-meth...
69.0
5000 . LRI IR I L
410 9.0 7.40 7.60 7.80 8.00
125.0 m/z 41.00 41.60%
ol 280 | 1510 17901040
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36633: 4,4-Dimethyl-non-5-enal
69.0
740 7.60 7.80 8.00
5000 41.0 m/z 111.10 31.38%
111.0126.0
5.0
) — e I\‘I e Iw‘\‘\l l\l‘ul """‘l |‘|“| T I‘I e |1|6|8|0| e
m/z--> 20 40 60 80 100 120 140 160 180 200 I
Abundance #11413: 4-Hexen-3-one, 4,5-dimethyl- RS mEEEs L S
41.0 69.0 97.0 7.40 7.60 7.80 8.00
m/z 57.10 25.23%
5000
126.0
15.0 ‘\ A
N I L L L I W L W U UL L L R
m/z--> 20 40 60 80 100 120 140 160 180 200 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF082318\

Data File : BF108439.D

Acq On : 23 Aug 2018 23:43

Operator : JU/SJ

3?22 le - J4559-04 RA-081718-SSW-75-048
ALS Vial : 17 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]
unknown?2 .37 2.37 12.4 ng 524613 1 7.00 845456 20.0
Heptane 2.73 25.6 ng 1083180 1 7.00 845456 20.0
Cyclohexane, propyl- 6.25 2.3 ng 97578 1 7.00 845456 20.0
4-Octene, 2,6-dim... 6.54 2.8 ng 117944 1 7.00 845456 20.0
unknown6.76 6.76 17.9 ng 755033 1 7.00 845456 20.0
Benzene, 1,2,3-tr... 6.82 3.0 ng 126567 1 7.00 845456 20.0
Naphthalene, deca... 7.40 2.5 ng 106812 1 7.00 845456 20.0
Bicyclo[3.1.1]hep... 7.64 2.5 ng 107304 1 7.00 845456 20.0
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