LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN021918\
Data File : BNO00113.D

Aca On : 19 Feb 2018 17:03

Operator : JU/SJ

Sample : J1573-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1I\BNA N\METHODS\8270-BN020718.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

3.234 37 42 51 rBvV 394918 760954 1.21% 0.224%
3.317 51 56 72 rVB 3256962 5218075 8.29% 1.537%
160 179 rVB 2211529 3636632 5.78% 1.071%
4.217 205 209 216 rvVv 431129 659169 1.05% 0.194%
4._.705 286 292 299 rBv2 586533 1164276 1.85% 0.343%

abrwWNPEF
w
O
N
(o0}
=
9}
a1

4.770 299 303 306 rvv 495694 807889 1.28% 0.238%
4.811 306 310 323 rvB 1236188 1955637 3.11% 0.576%
436 444 rvB 1081007 1917389 3.05% 0.565%
5.934 493 501 511 rVB2 4036811 6908197 10.98% 2.035%
7.581 775 781 796 rBv2 2808249 5617333 8.93% 1.654%

(@R {cNec R NNe))
()]
(9)]
a1
N
I
w
o

11 7.699 796 801 806 rvV 1062421 1639821 2.61% 0.483%
12 7.875 813 831 841 rBV 946199 3186656 5.07% 0.939%
13 7.975 841 848 858 rvVv 8205641 14234622 22.63% 4_.193%
14 8.187 878 884 894 rVB 727693 1171979 1.86% 0.345%
15 8.458 923 930 933 rBV 2022750 3656838 5.81% 1.077%

16 8.487 933 935 940 rVB 1714924 2124222 3.38% 0.626%
17 8.540 940 944 952 rVB 3238964 5206544 8.28% 1.534%
18 8.787 953 986 991 rBV 9729058 29477712 46.86% 8.682%
19 8.840 991 995 1000 rBV 2786025 5091190 8.09% 1.500%
20 9.016 1021 1025 1035 rVB 461028 896318 1.42% 0.264%

21 9.105 1035 1040 1045 rBV2 455269 706989 1.12% 0.208%
22 9.252 1058 1065 1073 rBV2 487104 944649 1.50% 0.278%
23 9.640 1098 1131 1138 rBV2 12603613 62907712 100.00% 18.528%
24 9.858 1164 1168 1174 rVB4 663783 1096168 1.74% 0.323%
25 9.922 1175 1179 1190 rVB7 311298 712451 1.13% 0.210%

26 10.105 1205 1210 1217 rVB 591076 952223 1.51% 0.280%
27 10.199 1220 1226 1229 rVV3 870339 1555853 2.47% 0.458%
28 10.246 1229 1234 1236 rVV 1910767 3515998 5.59% 1.036%
29 10.281 1236 1240 1246 rVV2 5683093 9682728 15.39% 2.852%
30 10.546 1281 1285 1297 rVB3 587919 1416637 2.25% 0.417%

31 10.681 1297 1308 1316 rBV 1584849 3038044 4.83% 0.895%
32 10.899 1340 1345 1350 rVB 447920 695907 1.11% 0.205%
33 10.981 1351 1359 1367 rVB5 396236 890643 1.42% 0.262%
34 11.299 1403 1413 1419 rBV 3254477 6222005 9.89%% 1.833%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN021918\
Data File : BNO00113.D

Aca On : 19 Feb 2018 17:03

Operator : JU/SJ

Sample : J1573-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method
Title

Z:\HPCHEM1I\BNA N\METHODS\8270-BN020718.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.410 1426 1432 1438 rBV2 1225186 2163239 3.44% 0.637%

36 11.499 1443 1447 1453 rVV2 328973 644780 1.02% 0.190%
37 11.563 1453 1458 1462 rVV3 623438 1276388 2.03% 0.376%
38 11.605 1462 1465 1471 rVV3 512905 875565 1.39% 0.258%
39 11.705 1472 1482 1488 rVB6 198876 721143 1.15% 0.212%
40 11.793 1489 1497 1506 rVvv3 316891 826028 1.31% 0.243%

41 11.957 1516 1525 1537 rVB 2143884 4428999 7.04% 1.304%
42 12.728 1649 1656 1663 rBV4 540741 1498940 2.38% 0.441%
43 13.134 1719 1725 1729 rBV2 1013153 1555022 2.47% 0.458%
44 13.293 1747 1752 1757 rBV3 394980 635428 1.01% 0.187%
45 13.416 1766 1773 1781 rVB3 513926 1141410 1.81% 0.336%

46 13.699 1812 1821 1828 rVV 17979134 28179679 44.80% 8.300%
47 14.504 1954 1958 1965 rBV 730730 1106401 1.76% 0.326%
48 14.934 2026 2031 2037 rBV2 488902 884348 1.41% 0.260%
49 15.069 2048 2054 2061 rVB2 5086346 7758454 12 .33% 2.285%
50 15.357 2098 2103 2110 rBV 681176 1508593 2.40% 0.444%

51 15.669 2149 2156 2166 rBV6 448308 1006498 1.60% 0.296%
52 15.869 2188 2190 2195 rVB 616663 698906 1.11% 0.206%
53 15.945 2198 2203 2211 rVB 930369 1368553 2.18% 0.403%
54 16.540 2297 2304 2322 rVB 13511726 20095407 31.94% 5.919%
55 17.787 2510 2516 2523 rBV2 6615359 9255064 14.71% 2.726%

56 18.628 2655 2659 2670 rBV 1828105 2975134 4.73% 0.876%
57 19.881 2867 2872 2883 rBV 1059457 1745185 2.77% 0.514%
58 20.351 2946 2952 2964 rBV 26385813 34728667 55.21% 10.229%
59 21.575 3156 3160 3170 rBV 528451 977174 1.55% 0.288%
60 21.904 3210 3216 3226 rVB 8131860 10716529 17.04% 3.156%

61 24.386 3630 3638 3650 rVB2 5392999 11078619 17.61% 3.263%

Sum of corrected areas: 339519613
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA N\DATA\BN021918\
Data File : BNO0O0O113.D

Aca On : 19 Feb 2018 17:03

Operator : JU/SJ

Sample : J1573-01

Misc :

ALS Vvial : 3 Sample Multiplier: 1

Z:\HPCHEMI\BNA N\METHODS\8270-BN020718.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BNO00113.D
2.5e+07

2e+07

1.5e+07

9.64

le+07

5000000 5.93

04 o p, N o SN ,_1 o - A Ay LA_
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BNO00113.D

2.5e+07

5.55
A

20135

2e+07
13.70

1.5e+07 16.54

le+07
17.79

5000000

18.63

12.73 131350 14.50 1493 15.3615 48895 19.88

O P o A o e e e T T T T T T T T T T T o T T e e

Time-->  12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BN000113.D

2.5e+07

2e+07
1.5e+07

1e+07 21.90

24.39

5000000
21.57
L N—

e L e e RS e e e e e I EBBBEBBEEEEEEEE S

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN021918\
Data File : BNO00113.D

Aca On : 19 Feb 2018 17:03

Operator : JU/SJ

Sample : J1573-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA N\METHODS\8270-BN020718_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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

3.32 28.54 ng 5218080 1,4-Dichlorobenzene-d4 8.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 43
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 57 (3.323 min): BN000113.D (-51) (-) m/z 73.05 100.00%

73
5000
43 55 87

| 200 320 340 3.60
o e —— 1. m/z 43.10 28.19%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4486: Butane, 2-methoxy-2-methyl-
3
5000

3.20 340 3.60

~

43
55 87 m/z 87.05 26.18%
|
o ST N1 S RS D S LU
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
73
87 T
3.20 340 3.60
5000 41 55 m/z 55.10 21.37%
29
97 112 129
O e B o o o o e I LA A e R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4436: Pentane, 3-methoxy-
73 3.20 340 3.60

m/z 71.10 10.78%

5000
45
o H M > 101

m/z--> 20 40 60 80 100 120 140 160 180 200 320 340 3.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN021918\
Data File : BNO00113.D

Aca On : 19 Feb 2018 17:03

Operator : JU/SJ

Sample : J1573-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA N\METHODS\8270-BN020718_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 2-Butanol, 2,3-dimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
3.93 19.89 ng 3636630 1,4-Dichlorobenzene-d4 8.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butanol. 2.3-dimethvl- 102 C6H140 000594-60-5 83
2 Propane. 2-ethoxv-2-methvl- 102 C6H140 000637-92-3 64
3 2-Pentanol. 2-methvl- 102 C6H140 000590-36-3 56
4 3-Heptanol 116 C7H160 000589-82-2 40
5 2-Decanol, methyl ether 172 C11H240 1000333-83-9 36
Abundance Scan 160 (3.928 min): BN000113.D (-155) (-) m/z 59.10 100.00%

59
5000
87
69

43 T s —
360 3.80 4.00 4.20
Ol L 202 298 h/z 87.10 30.43%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4479: 2-Butanol, 2,3-dimethyl-
59
5000 ||||||||||||||||||/\|||||
87 3.60 3.80 4.00 4.20
41 m/z 69.10 21 .55%
2| |
0
L L B I o o o o o e  BLLAL A e oy e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
3.60 3.80 4.00 4.20
5000 m/z 43.10 20.18%
87
73
T e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4459: 2-Pentanol, 2-methyl- e e e e
59 3.60 3.80 4.00 4.20
m/z 41.10 19.55%
5000
45
87
0 \ \H 1 71
,,,,,,,,,,
m/z--> 20 60 80 100 120 140 160 180 200 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN021918\
Data File : BNO00113.D

Aca On : 19 Feb 2018 17:03

Operator : JU/SJ

Sample : J1573-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA N\METHODS\8270-BN020718_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 2-Pentanol, 2,4-dimethyl- Concentration Rank 18

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

4.70 6.37 ng 1164280 1,4-Dichlorobenzene-d4 8.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 83
2 2-Hexanone. 3-hvdroxv-3.5-dimethvl- 144 C8H1602 006321-14-8 78
3 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 72
4 2-Pentanol. 2.3-dimethvl- 116 C7H160 004911-70-0 72
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 56

Abundance Scan 291 (4.699 min): BN000113.D (-286) (-) m/z 59.10 100.00%
59
5000
g3 101 440 4.60 4.80 5.00
0 ...,....',”....-..7.1.,'....,'..1?2],..1.3?,....,....,....,.29?. m/z 43.10 18.46%
m/z--> 20 60 80 100 120 140 160 180 200
Abundance #8387: 2-Pentanol, 2,4-dimethyl-
59
5000 AR R L R
440 4.60 4.80 5.00
43 101 m/z 41.05 14 .34%
31 ‘ ‘ 83
0 "]-'SI""""I"""”"7?-'I""'I""I""I""I""I""I""
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance

59

440 4.60 4.80 5.00
5000 m/z 57.05 14.32%

43
101
83
O T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance :

#4489: Propane, 1-ethoxy-2-methyl- I L e 6 i o e
59 440 460 480 500
m/z 101.10 10.41%

5000
41
73 102
ol 15 H \‘m J 7 oe7
0

m/z--> 20 4 60 80 100 120 140 160 180 200 4 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN021918\
Data File : BNO00113.D

Aca On : 19 Feb 2018 17:03

Operator : JU/SJ

Sample : J1573-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA N\METHODS\8270-BN020718_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 3-Pentanone, 2,2-dimethyl- Concentration Rank 11

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

4.81 10.70 ng 1955640 1,4-Dichlorobenzene-d4 8.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Pentanone. 2.2-dimethvl- 114 C7H140 000564-04-5 72
2 3-Hexanone. 4-methvl- 114 C7H140 017042-16-9 59
3 di-tert-Butvl dicarbonate 218 C10H1805 024424-99-5 47
4 3.4-Hexanedione 114 C6H1002 004437-51-8 38
5 3-Heptanone 114 C7H140 000106-35-4 9

Abundance Scan 310 (4.811 min): BN0O00113.D (-306) (-) m/z 57.10 100.00%
57
5000
41 D
85 114 4.40 4.60 4.80 5.00 5.20
bbb QL LA 208 0 Tz 41.10 0 25.45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7566: 3-Pentanone, 2,2-dimethyl-
57
5000
29 440 4.60 4.80 5.00 5.20
4l m/z 114.10 10.91%
114
| 1l If 71 8\5 99
e L S UL UL WL WAL L B B L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
440 4.60 4.80 5.00 5.20
5000 29 m/z 85.10 7.56%
41
85 g9 114
e L S UL UL WL WL L B B L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #75232: di-tert-Butyl dicarbonate
57 440 4.60 4.80 5.00 5.20

m/z 39.10 7.05%

5000

41
15 2 |, 119

MMM

_r'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_
m/z--> 20 40 60 80 100 120 140 160 180 200 4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN021918\
Data File : BNO00113.D

Aca On : 19 Feb 2018 17:03

Operator : JU/SJ

Sample : J1573-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA N\METHODS\8270-BN020718_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 Cyclopentanol, 1-methyl- Concentration Rank 12

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

5.55 10.49 ng 1917390 1,4-Dichlorobenzene-d4 8.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentanol. 1-methvl- 100 C6H120 001462-03-9 59
2 Cvclohexanol. 1l-methvl- 114 C7H140 000590-67-0 59
3 Butanal. 4-T(tetrahvdro-2H-pvran... 172 C9H1603 054911-85-2 53
4 2-Hexene. 1-methoxv-. (E)- 114 C7H140 056052-83-6 43
5 Butyric acid, 2,2-dimethyl-, vin... 142 C8H1402 013170-00-8 38

Abundance Scan 436 (5.552 min): BN000113.D (-430) (-) m/z 71.10 100.00%
!
43 85
5000 58
99
5.20 5.40 5.60 5.80
o 1 209 m/z 85.10 69.06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3891: Cyclopentanol, 1-methyl-
7
43
5000 %8
5.20 5.40 5.60 5.80
a5 m/z 43.10 67 .36%
Lo |00
0"'I'”'I"”I"'W"'W'"'P"'I”"I”"I'”'I"”
m/z--> 20 80 100 120 140 160 180 200
Abundance
71
—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—q—r
5.20 5.40 5.60 5.80
5000 m/z 58.10 50.01%
43 58
99
15 27 85 114
G I S S S W B B B L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #40366: Butanal, 4-[(tetrahydro-2H-pyran-2-yl)oxy]-
7 5.20 5.40 5.60 5.80
a1 - m/z 81.05 28.89%
5000
101
0 M\ “‘ \ L L] 114126 144155 171
m/z--> 40 60 8 100 120 140 160 180 200 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN021918\
Data File : BNO00113.D

Aca On : 19 Feb 2018 17:03

Operator : JU/SJ

Sample : J1573-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA N\METHODS\8270-BN020718_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 2-Furanmethanamine, tetrahy... Concentration Rank 14

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

7.70 8.97 ng 1639820 1,4-Dichlorobenzene-d4 8.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Furanmethanamine. tetrahvdro- 101 C5H11NO 004795-29-3 50
2 3-Methoxvhex-1-ene 114 C7H140 108811-41-2 50
3 2.3"-Bifuran. octahvdro- 142 C8H1402 073373-15-6 38
4 trans-2-Methvl-4-hexen-3-ol 114 C7H140 096346-76-8 36
5 Cyclopentanecarboxylic acid, 2-t... 198 C11H1803 1000282-42-9 36

Abundance Scan 801 (7.699 min): BN000113.D (-796) (-) m/z 71.10 100.00%
!
5000
T 9 113 7.40 7.60 7.80 8.00
0 ..,....','|...§.K.'. b 28 Aes0r 281 a5 43.10 18.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4124: 2-Furanmethanamine, tetrahydro-
71
43
5000 HR L IR I R
7.40 7.60 7.80 8.00
m/z 95.10 12.91%
0..,.”.,..52....ﬁ§.%?f..,.”.,..”,..” SN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
71
7.40 7.60 7.80 8.00
5000 m/z 58.10 12.08%

27 41 55 85 114

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19659: 2,3-Bifuran, octahydro-
71 7.40 7.60 7.80 8.00
m/z 70.10 10.14%
5000
43
27
S T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN021918\
Data File : BNO00113.D

Aca On : 19 Feb 2018 17:03

Operator : JU/SJ

Sample : J1573-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA N\METHODS\8270-BN020718_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 Sulfide, allyl methyl Concentration Rank 8

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

7.88 17.43 ng 3186660 1,4-Dichlorobenzene-d4 8.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfide. allvl methvl 88 C4H8S 010152-76-8 53
2 1.4-Dioxane 88 C4H802 000123-91-1 50
3 Methvl 2-methvlhexanoate 144 C8H1602 002177-81-3 50
4 Pentanoic acid. 2-methvl-. methy... 130 C7H1402 002177-77-7 42
5 Methyl propionate 88 C4H802 000554-12-1 40

Abundance Scan 832 (7.881 min): BN0O00113.D (-813) (-) m/z 88.05 100.00%

88
73
5000
43

L IR B oo
59 760 7.80 800 820

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #2079: Sulfide, allyl methyl
88
73
5000 41

7.60 7.80 8.00 8.20
m/z 43.10 29.07%

7 |

L
ok e — e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
28
Ll AR ma e T
88 7.60 7.80 8.00 8.20
5000 58 m/z 41.10 25.20%
43
0 14 73
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #20869: Methyl 2-methylhexanoate e R R
88 7.60 7.80 8.00 8.20
m/z 85.10 15.53%
5000
29 43 57
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 7.60 7.80 8.00 8.20

8270-BN020718.M Tue Feb 20 10:24:18 2018 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN021918\
Data File : BNO00113.D

Aca On : 19 Feb 2018 17:03

Operator : JU/SJ

Sample : J1573-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA N\METHODS\8270-BN020718_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 unknown7.98 Concentration Rank 2

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

7.98 77.85 ng 14234600 1,4-Dichlorobenzene-d4 8.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 849 (7.981 min): BN000113.D (-841) (-) m/z 132.05 100.00%
132
5000 68
40 %0 7.60 7.80 8.00 8.20 8.40
54 : : : : :
o T our 2% m/z 68.10  40.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A RN RS L

7.60 7.80 8.00 8.20 8.40
m/z 134.05 32 .50%

31
0 ‘ [l 1 H |1 #9 !
L B A B S B oo
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57 132
24 e
7.60 7.80 8.00 8.20 8.40
5000 gg 116 m/z 66.10 26.23%
158 189
o) NSRRI MY [ MY W | S M S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e
132 7.60 7.80 8.00 8.20 8.40
m/z 69.10 19.86%
117
5000
39 91
27 5l 65 77 ‘ 105 ‘ |
o A PR RO P S A
m/z--> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20 8.40

8270-BN020718.M Tue Feb 20 10:24:19 2018 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN021918\
Data File : BNO00113.D

Aca On : 19 Feb 2018 17:03

Operator : JU/SJ

Sample : J1573-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA N\METHODS\8270-BN020718_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 unknown8.19 Concentration Rank 17

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

8.19 6.41 ng 1171980 1,4-Dichlorobenzene-d4 8.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclobutanedione. 2.2.4.4-te... 140 C8H1202 000933-52-8 12
2 Furan. 2.3-dihydro- 70 C4H60 001191-99-7 9
3 3-Hvdroxv-2.2.4-trimethvl-3-pent... 140 C8H1202 003173-79-3 9
4 Propane. 2-isocvanato- 85 C4H7NO 001795-48-8 9
5 2H-Pyran-2,4(3H)-dione, dihydro-... 264 C15H17F03 1000277-11-0 9

Abundance Scan 884 (8.187 min): BN000113.D (-878) (-) m/z 70.05 100.00%
70
5000
42
55 83 97 111 18 141 156 193 209 /.80 8.00 8.20 8.40_8.60
o 2l 2P 9T AL | 141156 193 209 | nso 42 10 31.84Y%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18509: 1,3-Cyclobutanedione, 2,2,4,4-tetramethy!-
70
42
5000
7.80 8.00 8.20 8.40 8.60
m/z 41.10 15.87%
55 ‘ 84 140
Unnas ""Ih' e '|l"91 '}%%I' "'l"' L LY S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
41 70
7.80 8.00 8.20 8.40 8.60
5000 m/z 43.10 14 .46%
29
14 55
G S UL S FUL AL WL WL B W S R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18539: 3-Hydroxy-2,2,4-trimethyl-3-pentenoic acid .beta.-...
70 7.80 8.00 8.20 8.40 8.60
2 m/z 128.10 12.84%
5000 81
27 53 9 140
0 '}?I't"h"'ml “J"Tl"ll'}%%%%%' 'l""l""l""l"" ﬂ'l""l""l""l""P'
m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40 8.60

8270-BN020718.M Tue Feb 20 10:24:19 2018 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN021918\
Data File : BNO00113.D

Aca On : 19 Feb 2018 17:03

Operator : JU/SJ

Sample : J1573-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA N\METHODS\8270-BN020718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 10 unknown8.54 Concentration Rank 5

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

8.54 28.48 ng 5206540 1,4-Dichlorobenzene-d4 8.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butene. 2.3.3-trimethvl- 98 C7H14 000594-56-9 42
2 3-0Oxobutan-2-vl (BE)-2-methvlbut-... 170 C9H1403 1000373-71-9 40
3 2-Pentene. 4.4-dimethvl-. (E)- 98 C7H14 000690-08-4 38
4 Oxalic acid. cvclohexvl propvl e... 214 C11H1804 1000309-30-3 38
5 1H-Pyrazole, 4,5-dihydro-5,5-dim... 98 C5H10N2 004320-85-8 36

Abundance Scan 944 (8.540 min): BN000113.D (-940) (-) m/z 83.10 100.00%
8B
43
5000 55
‘ % 127 8.20 8.40 8.60 8.80
69 : : : :
0 .,....,....|i~...-.-|,..-..,'...",.???,.'...,....,....,1?“?. m/z 43.10  64.54%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #3388: 1-Butene, 2,3,3-trimethyl-
83
55
41
5000
8.20 8.40 8.60 8.80
29 98 m/z 55.10 45 _.79%
s P e
0 '%”'tI'*”ﬁ&'“jl“”'Il"W""I'”'I"'W""I'”
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
83
8.20 8.40 8.60 8.80
5000 55 m/z 56.10 34.33%
4 127
0 15 29 71 99 113 170
miz--> ) 20 40 60 80 100 120 140 160 180
Abundance #3397: 2-Pentene, 4,4-dimethyl-, (E)-
55 83 8.20 8.40 8.60 8.80
m/z 41.10 28.16%
41
5000
27 98
15 69
0 .il-....|....|....|....|....|....|....|....|....|...
m/z--> 0 20 40 80 100 120 140 160 180 8.20 8.40 8.60 8.80

8270-BN020718_.M Tue Feb 20 10:24:20 2018

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN021918\
Data File : BNO00113.D

Aca On : 19 Feb 2018 17:03

Operator : JU/SJ

Sample : J1573-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA N\METHODS\8270-BN020718_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 Indane Concentration Rank 6

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

8.84 27.84 ng 5091190 1,4-Dichlorobenzene-d4 8.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 90
2 Benzene. 2-propenvl- 118 C9H10 000300-57-2 74
3 Tetracvclol3.3.1.0(2.8).0(4.6)1-... 118 C9H10 1000191-13-7 74
4 Benzene. cvclopropvl- 118 C9H10 000873-49-4 64
5 Deltacyclene 118 C9H10 007785-10-6 64

Abundance Scan 995 (8.840 min): BN000113.D (-991) (-) m/z 117.10 100.00%
117
5000 /\/\
s 10 860 880 9.00 9.20
0 m/z 118.10 54_.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8949: Indane
117
5000 L R R R R
8.60 8.80 9.00 9.20
39 58 91 m/z 115.10 30.03%
27
0 '“l%?"v"'l"“l"'ﬁ""|'§§|"??l'“'|""}9%'|"'w""l'“'l""v
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117
. '860 8.80 9.00 9.20
5000 o1 m/z 91.10 15.96%
39 51 65 78 103
0‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8982: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
117 8.60 8.80 9.00 9.20
m/z 88.10 11.59%
5000 91
27 39 51 65 78 103
0'”P'”P““P”W'”ﬁm'hMMI”NP'”P”'P”W'JW”'W”“I“”P IREBE RS SR R S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.60 8.80 9.00 9.20

8270-BN020718_.M Tue Feb 20 10:24:20 2018

Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN021918\
Data File : BNO00113.D

Aca On : 19 Feb 2018 17:03

Operator : JU/SJ

Sample : J1573-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA N\METHODS\8270-BN020718_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 unknown9.25 Concentration Rank 20

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

9.25 5.17 ng 944649 1,4-Dichlorobenzene-d4 8.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Pvrazole. 4.5-dihvdro-5-methvyl- 84 C4H8N2 001568-20-3 27
2 2-Pentenoic acid. 4-oxo-. methvl... 128 C6H803 019522-27-1 22
3 1-Butene. 3.3-dimethvl- 84 C6H12 000558-37-2 18
4 2H-Pvrrol-2-one. 1.5-dihvdro-4-m... 113 C5H7NO2 069778-83-2 18
5 1,3,2-Dioxaborolane, 2-ethyl-4,5... 128 C6H13B02 057633-64-4 18

Abundance Scan 1065 (9.252 min): BN000113.D (-1058) (-) m/z 59.10 100.00%
59
69 113
5000 84
95 B S LR
| | 127 208 9.00 9.20 9.40 9.60
01 e T B B e m/z 43.10 96.52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1365: 1H-Pyrazole, 4,5-dihydro-5-methyl-
69
5000 84 R AL R I R
9.00 9.20 9.40 9.60
28 m/z 113.05 78.05%
56
0|'M'NN"l|'“'|u'”|"'w""w'"|'”'|"”|""
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43 113
9.00 9.20 9.40 9.60
5000 m/z 69.10 77 .04%
59 97
69 85 128
L L L S L WL B SIS B WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1506: 1-Butene, 3,3-dimethyl-
1 69 9.00 9.20 9.40 9.60
m/z 41.10 56.84%
5000
84
0 ‘.‘..‘l“...Hl‘l.‘.‘..|....|....|....|....|....|....|....
m/z--> 2 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60

8270-BN020718.M Tue Feb 20 10:24:21 2018 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN021918\
Data File : BNO00113.D

Aca On : 19 Feb 2018 17:03

Operator : JU/SJ

Sample : J1573-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA N\METHODS\8270-BN020718_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 unknown9.86 Concentration Rank 19

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

9.86 6.00 ng 1096170 1,4-Dichlorobenzene-d4 8.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Bromo-1-heptanol. trimethvlsil... 266 C10H23BrOSi 1000364-14-1 14
2 2.2.3.3-Tetramethvlcvclopropanec... 282 C18H3402 1000221-97-9 14
3 1-(2-FurvD)-3-buten-1-ol 138 C8H1002 1000311-94-9 14
4 DimethyvlImalonic acid. cis-4-meth... 298 C17H3004 1000363-87-7 14
5 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 11

Abundance Scan 1168 (9.858 min): BN000113.D (-1164) (-) m/z 73.10 100.00%
7B
55 97
5000 M
115
9.60 9.80 10.00 10.20
o b 2 2 m/z 55.10 61.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #114987: 7-Bromo-1-heptanol, trimethylsily| ether
55 97
5000
73 9.60 9.80 10.00 10.20
m/z 97.10 59.82%
139 167
0 27 M " \J \A 115 || 153 || 193 251265
m/z--> 25 45 eb 85 100 150 110 160 180 200 220 240 2éo
Abundance
97
127 R I R SN B
9.60 9.80 10.00 10.20
m/ 69.10 56.66%
5000 43 57 142 z 1
29 83
0 70 110 157 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #17313: 1-(2-Furyl)-3-buten-1-ol
97 9.60 9.80 10.00 10.20
m/z 85.10 49 .57%
5000
“ 120 138
0 "'I""I""I"MII T ‘I""'l""‘l"" BN N N N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 9.60 9.80 10.00 10.20

8270-BN020718.M Tue Feb 20 10:24:21 2018 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN021918\
Data File : BNO00113.D

Aca On : 19 Feb 2018 17:03

Operator : JU/SJ

Sample : J1573-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA N\METHODS\8270-BN020718_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 Cyclobutanecarboxylic acid,... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.25 11.30 ng 3516000 Naphthalene-d8 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclobutanecarboxvlic acid. 3-me... 170 C10H1802 1000282-21-7 64
2 i1so-Amvl tialate 170 C10H1802 066917-62-2 39
3 Cvclopentane. 1.3-dimethvl-. cis- 98 C7H14 002532-58-3 36
4 Cvclopentane. 1.2-dimethvl-., cis- 98 C7H14 001192-18-3 28
5 2-Pentene, 3,4-dimethyl- 98 C7H14 024910-63-2 27
Abundance Scan 1235 (10.252 min): BN000113.D (-1229) (-) m/z 70.10 100.00%
70
55
83
5000
43
98 10.00 10.20 10.40 10.60
114 127
0.,....',||...-|',..'-..,.-...'-,...-.,.'..1.3,7....,....,....,2.0.7.. m/z 55.10 71.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38103: Cyclobutanecarboxylic acid, 3-methylbutyl ester
55 70
83
5000
10.00 10.20 10.40 10.60
29 43 m/z 83.10 54.68%
‘ 101 4,
O'IAM'W"MW"b'l“"N'}}W""I'”'I""P"'I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55 70
83
101 10.00 10.20 10.40 10.60
5000 43 m/z 43.10 27 .89%
29
113 127
G L U S S UL L L WL B WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3410: Cyclopentane, 1,3-dimethyl-, cis-
56 70 10.00 10.20 10.40 10.60
m/z 41.10 16.84%
41
5000
83
Oulu‘u“uu‘l“uu|H|‘||‘i‘|||l|||‘||||||||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.20 10.40 10.60

8270-BN020718.M Tue Feb 20 10:24:22 2018 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN021918\
Data File : BNO00113.D

Aca On : 19 Feb 2018 17:03

Operator : JU/SJ

Sample : J1573-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA N\METHODS\8270-BN020718_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 2(3H)-Furanone, dihydro-4,4... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.28 31.12 ng 9682730 Naphthalene-d8 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(3H)-Furanone. dihvdro-4.4.5.5-... 142 C8H1402 016466-24-3 59
2 2.2.5.5-Tetramethvltetrahvdro-3-... 142 C8H1402 005455-94-7 49
3 2H-Pvran-3(4H)-one. dihvdro-6-me... 114 C6H1002 043152-89-2 38
4 3-Heptanol. 5-methvl- 130 C8H180 018720-65-5 38
5 3-Heptanol, 4-methyl- 130 C8H180 014979-39-6 38
Abundance Scan 1240 (10.281 min): BN000113.D (-1236) (-) m/z 56.10 100.00%
56
43 83
5000 127
70 g 114 10.00 10.20 10.40 10.60
o..,....,....,....|,'!...,.'.".,...-.:....,'.:..,....,....',.!..,...:,....1,‘.‘.2..,... m/z 59.10 81.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19838: 2(3H)-Furanone, dihydro-4,4,5,5-tetramethyl-
43 59
83 127
5000 LR SR SO B AR
10.00 10,20 10.40 10.60
114 m/z 43.10 56.04%
‘\ L 51, 69 % 142
O T T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
56
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—r
10.00 10.20 10.40 10.60
5000 41 m/z 83.10 55.96%
69 114
0 15 29 84 99 127 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #7302: 2H-Pyran-3(4H)-one, dihydro-6-methyl-
4 56 114 10.00 10.20 10.40 10.60
m/z 127.10 46.65%
5000
84
‘ 71 9
O'W”'W”'W””I””I“M"””'”P”'P”'P”W'AW'”W”'W””I”' USRS SUNA BN B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 10,00 10,20 10.40 10.60

8270-BN020718.M Tue Feb 20 10:24:23 2018 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN021918\
Data File : BNO00113.D

Aca On : 19 Feb 2018 17:03

Operator : JU/SJ

Sample : J1573-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA N\METHODS\8270-BN020718_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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.68 9.77 ng 3038040 Naphthalene-d8 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 96
2 Indan. 1-methvl- 132 C10H12 000767-58-8 95
3 Benzene. l1l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 94
4 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 93
5 3-Phenylbut-1-ene 132 C10H12 000934-10-1 90
Abundance Scan 1308 (10.681 min): BN000113.D (-1297) (-) m/z 117.10 100.00%
117
5000
132
30 51 65 77 | 10,40 10.60 10.80 11.00
103 : : : :
0 -,.-!'|.'.,1.4?..,....,....,?98.. m/z 132.10 34.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117
132
5000 USRS SUNILA SRR B
o1 10.40 10.60 10.80 11.00
0
L7 39 51 65 77 ‘ Lo ‘ m/z 115.10 27 .65%
0 ||1|5||‘|||‘|||“l‘|‘|“l‘||“i“‘|||‘=||Mi‘|||‘||‘l‘|‘|||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
10.40 10.60 10.80 11.00
5000 m/z 131.10 18.03%
132
91
27 39 51 65 77 103
O T T e T e e
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #14055: Benzene, 1-ethenyl-4-ethyl-
117 10.40 10.60 10.80 11.00
m/z 91.10 15.60%
5000 132
91
15 27 95 657 Tags |
m/z--> 20 40 60 80 100 120 140 160 180 200 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN021918\
Data File : BNO00113.D

Aca On : 19 Feb 2018 17:03

Operator : JU/SJ

Sample : J1573-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA N\METHODS\8270-BN020718_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 unknownll.41 Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
11.41 6.95 ng 2163240 Naphthalene-d8 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. 3-methvl-. (2)- 84 C6H12 000922-62-3 46
2 2-Pentene. 3-methvl-. (E)- 84 C6H12 000616-12-6 46
3 Pentane. 3-methvlene- 84 C6H12 000760-21-4 46
4 2-Pentene. 3-methvl- 84 C6H12 000922-61-2 43
5 2-Pentene, 4-methyl-, (E)- 84 CG6H12 000674-76-0 43

Abundance Scan 1432 (11.410 min): BN0O00113.D (-1426) (-) m/z 69.10 100.00%
9
5000 H\j\\A]\\J“\,AR,
146 o | 1L o'o' 1120 1140 1160 110
ol 191 207 m/z 84.10 62.19%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #1514: 2-Pentene, 3-methyl-, (2)-
41
69
5000 55 M e e
84 11.00 11.20 11.40 11.60 11.80
m/z 41.10 52.46%
0 “ ‘ ‘\ il ‘\ LI
"”I"”I"”I"”I"”I"”I"”I"”I"”I"”I"”
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
41 69
11,00 11.20 1140 11.60 11.80
5000 55 m/z 43.10 40.58%
84
27
G L L S U S S B SR S R
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #1489: Pentane, 3-methylene- T
41 69 11.00 11.20 11.40 11.60 11.80
55 m/z 100.05 38.45%
5000 21 84
15 ‘
0"”I”l”I'”MI'V”I"”I"”I"”I"”I"”I"”I"”
m/z--> 200 40 60 80 100 120 140 160 180 200 11.00 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN021918\
Data File : BNO00113.D

Aca On : 19 Feb 2018 17:03

Operator : JU/SJ

Sample : J1573-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA N\METHODS\8270-BN020718_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 19 unknownl11.96 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
11.96 14.24 ng 4429000 Naphthalene-d8 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 3-methvlene- 112 C8H16 001632-16-2 47
2 2-Octene. (2)- 112 C8H16 007642-04-8 20
3 2-Octene 112 C8H16 000111-67-1 18
4 3-Hexene. 3.4-dimethvl-. (2)- 112 C8H16 019550-87-9 11
5 4-Octene, (E)- 112 C8H16 014850-23-8 11

Abundance Scan 1525 (11.957 min): BN000113.D (-1516) (-) m/z 70.10 100.00%
70 7
55
5000
41 83
I ‘ 101112 131142 207 11.60 11.80 12.00 12.20
Ob el e L S A82 207 0 gz 55,10 53.47%
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #6695: Heptane, 3-methylene-
55 70
5000 41 A AR VA SRS B
11/60 11.80 12.00 12.20
m/z 41.10 34.01%
‘ 83 112
0||1|5||U||‘|‘|||Ml||‘|”|||‘|||9|7||||||||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
41 55
1160 11.80 12,00 12.20
5000 70 m/z 83.10 28.76%
29
112
83
15 97
e S S I SR L LA S L SN SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6628: 2-Octene e LS BEEEE e
55 11.60 11.80 12.00 12.20
41 m/z 56.10 28 .49%
5000 0
29 112
0'}?w"'w"w"'|“"|“"|”"|“"|”"|“"|“" B U BN SURRR U I
m/z--> 20 40 60 100 120 140 160 180 200 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN021918\
Data File : BNO00113.D

Aca On : 19 Feb 2018 17:03

Operator : JU/SJ

Sample : J1573-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA N\METHODS\8270-BN020718_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 n-Hexadecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
18.63 6.43 ng 2975130 Phenanthrene-d10 17.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 1l1sopropvl palmitate 298 C19H3802 000142-91-6 64
5 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 20
Abundance Scan 2659 (18.628 min): BN000113.D (-2655) (-) m/z 73.10 100.00%
73
| A\‘
5000
129
o7 115 213 AR BN U BN IUN
|| 1431971711851 90" " 007 256 18.40 18.60 18.80 19.00
O el m/z 60.05 77.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43 60 78
5000{ 29 256 LN B BUMRULN BRI SULL
18 40 18. 60 18 80 19. 00
21 m/z 43.10 74 .99%
m/z--> 25" Ed" gd' éo 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
"' 18.40 1860 18.80 19.00
5000] g 129 m/z 55.10 62.55%
87 242
143 199
115 185
101 157171 213
O o B R e RS
m/z--> 25 Jo éo 85 160 150 150 160 180 200 220 250 2éo
Abundance #84453: Tetradecanoic acid A T o
60 78 18.40 18.60 18.80 19.00
43 m/z 57.10 62.47%
5000 129
- 185 228
01115 | 1435171
OIII”IIT:& H‘ MI\ |||:|I-|57|||||‘||1|99||25L|3||‘|||||||||||| e - A ==
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18 40 18. 60 18 80 19. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_N\DATA\BN021918\
Data File : BNO00113.D

Acq On : 19 Feb 2018 17:03

Operator : JU/SJ

Sample - J1573-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_N\METHODS\8270-BN020718_.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]
Butane, 2-methoxy... 3.32 28.5 ng 5218080 1 8.46 3656840 20.0
2-Butanol, 2,3-di... 3.93 19.9 ng 3636630 1 8.46 3656840 20.0
2-Pentanol, 2,4-d... 4.70 6.4 ng 1164280 1 8.46 3656840 20.0
3-Pentanone, 2,2-... 4.81 10.7 ng 1955640 1 8.46 3656840 20.0
Cyclopentanol, 1-... 5.55 10.5 ng 1917390 1 8.46 3656840 20.0
2-Furanmethanamin. . . 7.70 9.0 ng 1639820 1 8.46 3656840 20.0
Sulfide, allyl me... 7.88 17.4 ng 3186660 1 8.46 3656840 20.0
unknown7 .98 7.98 77.8 ng 14234600 1 8.46 3656840 20.0
unknown8.19 8.19 6.4 ng 1171980 1 8.46 3656840 20.0
unknown8 .54 8.54 28.5 ng 5206540 1 8.46 3656840 20.0
Indane 8.84 27.8 ng 5091190 1 8.46 3656840 20.0
unknown9 .25 9.25 5.2 ng 944649 1 8.46 3656840 20.0
unknown9 .86 9.86 6.0 ng 1096170 1 8.46 3656840 20.0
Cyclobutanecarbox... 10.25 11.3 ng 3516000 2 11.30 6222010 20.0
2(3H)-Furanone, d... 10.28 31.1 ng 9682730 2 11.30 6222010 20.0
Benzene, 2-etheny... 10.68 9.8 ng 3038040 2 11.30 6222010 20.0
unknownll._41 11.41 7.0 ng 2163240 2 11.30 6222010 20.0
unknownll1.96 11.96 14.2 ng 4429000 2 11.30 6222010 20.0
n-Hexadecanoic acid 18.63 6.4 ng 2975130 4 17.79 9255060 20.0
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