LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021416\
Data File : BF085077.D

Aca On : 13 Feb 2016 10:51

Operator : SJ/UM

Sample : H1409-10

Misc :

ALS Vial : 26 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-BF021316.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 1.667 6 7 10 rVB 115835 144239 2.60% 0.345%
2 1.724 10 12 41 rVB 624216 1899957 34.31% 4 .538%
3 2.273 56 60 63 rvB2 46844 112987 2.04% 0.270%
4 2.387 68 70 75 rvB2 62062 146895 2.65% 0.351%
5 2.501 77 80 83 rvB 53019 74591 1.35% 0.178%
6 2.627 89 91 96 rvB 121112 214141 3.87% 0.511%
7 2.753 100 102 104 rBvV 96618 125850 2.27% 0.301%
8 2.798 104 106 108 rBvV 121320 158541 2.86% 0.379%
9 2.833 108 109 112 rvB2 58423 71721 1.30% 0.171%
10 2.901 112 115 118 rVB 90609 121262 2.19% 0.290%

11 3.015 121 125 127 rBV 149214 216911 3.92% 0.518%
12 3.176 135 139 142 rVB 430035 670761 12.11% 1.602%
13 3.256 142 146 148 rVB2 83603 118834 2.15% 0.284%
14 3.324 148 152 154 rBV2 70457 138615 2.50% 0.331%
15 3.381 154 157 158 rBV 166579 218708 3.95% 0.522%

16 3.416 158 160 162 rVB 192733 200227 3.62% 0.478%
17 3.518 165 169 172 rVB 461156 647747 11.70% 1.547%
18 3.598 172 176 178 rBV 633500 1018874 18.40% 2.434%
19 3.678 180 183 186 rBV2 415247 1038688 18.76% 2.481%
20 3.804 190 194 197 rVB2 83721 208501 3.77% 0.498%

21 3.873 197 200 202 rBV2 472331 810520 14.64% 1.936%
22 4.044 210 215 217 rBV 171141 271709 4.91% 0.649%
23 4.136 221 223 225 rBV 543134 1089969 19.68% 2.603%
24 4.273 232 235 237 rVB2 146936 256556 4.63% 0.613%
25 4.318 237 239 241 rVB 175994 191066 3.45% 0.456%

26 4.364 241 243 248 rVB2 124192 304644 5.50% 0.728%
27 4.444 248 250 253 rVB 52720 67284 1.22% 0.161%
28 4 _.559 257 260 263 rvB2 163115 331383 5.98% 0.791%
29 4.627 263 266 268 rBvV2 60276 122406 2.21% 0.292%
30 4.730 273 275 278 rVB 111679 149074 2.69% 0.356%

31 4.810 278 282 284 rBV3 24697 66160 1.19% 0.158%
32 4.844 284 285 289 rVB 106767 165104 2.98% 0.394%
33 5.427 333 336 341 rBV 482061 1740994 31.44% 4.158%
34 5.553 345 347 374 rVV 1175588 5537593 100.00% 13.226%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021416\
Data File : BF085077.D

Aca On : 13 Feb 2016 10:51

Operator : SJ/UM

Sample : H1409-10

Misc :

ALS Vial : 26 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-BF021316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 5.907 374 378 391 rvv3 144195 1115455 20.14% 2.664%

36 6.090 391 394 434 rVB 781665 3316763 59.90% 7.922%
37 6.719 446 449 478 rBvY 316082 2403748 43.41% 5.741%
38 7.793 540 543 572 rBV 146892 1077545 19.46% 2.574%
39 9.530 692 695 735 rBV 1129432 4118571 74.37% 9.837%
40 10.216 752 755 783 rBV 118813 554402 10.01% 1.324%

41 10.582 783 787 806 rBV 381036 1323333 23.90% 3.161%
42 11.416 856 860 863 rBvV 53200 113494 2.05% 0.271%
43 11.771 887 891 897 rBvV 25009 76389 1.38% 0.182%
44 11.885 897 901 925 rvVv 635648 2911975 52.59% 6.955%
45 12.194 925 928 939 rvB2 62352 209701 3.79% 0.501%

46 13.005 995 999 1015 rVB 275997 1096453 19.80% 2.619%

47 15.451 1210 1213 1219 rBV 47182 88498 1.60% 0.211%
48 15.622 1225 1228 1246 rVB 1427216 3086858 55.74% 7.373%
49 16.583 1310 1312 1316 rBVY 39411 62712 1.13% 0.150%

50 17.108 1354 1358 1362 rBV 68289 168027 3.03% 0.401%
51 17.177 1362 1364 1377 rVB 362521 821446 14.83% 1.962%
52 18.800 1503 1506 1513 rBV 321743 670068 12.10% 1.600%

Sum of corrected areas: 41867950
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021416\
Data File : BF085077.D

Aca On : 13 Feb 2016 10:51

Operator : SJ/UM

Sample : H1409-10

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF085077.D
1400000

1200000 595 0.53

1000000

800000 6.09

600000

400000 6.72

200000 5.91 7.79

) e e e i e A

T T T T
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50
Abundance TIC: BF085077.D
1400000 15.62

1200000
1000000

800000

11.88
600000

400000 10.58 17.18
13.01

2000001 109

1142 33 47\1219 15.4 1658 7ML

(O e e LA B e B o e e o e e A o o o B oy B By B LA [ e o e e e s e s S

T
Time--> 10.00 1050 11.00 1150 12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00
Abundance TIC: BF085077.D
1400000

1200000

1000000

800000

600000

400000 18.80

200000

O T T T T T T T T e T T T e T T T

Time--> 1850 19.00 1950 20.00 20.50 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 25.50 26.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021416\
Data File : BF085077.D

Aca On : 13 Feb 2016 10:51

Operator : SJ/UM

Sample : H1409-10

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Hexane, 2,3-dimethyl- Concentration Rank 16

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

2.63 3.84 ng 214141 1,4-Dichlorobenzene-d4 5.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.3-dimethvl- 114 C8H18 000584-94-1 86
2 1-Butanol. 2-ethvl- 102 C6H140 000097-95-0 78
3 Pvrrolidine 71 C4HON 000123-75-1 72
4 Pentvl alvcolate 146 C7H1403 005426-43-7 64
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 50

Abundance Scan 91 (2.627 min): BF085077.D (-89) (-) m/z 43.10 100.00%
a3
5000 70
55 e
240 2.60 2.80 3.00
0 ...,....,....,....,.?.6.',|.|:..,.~..|.,....,:...,.E‘.“..,....,....,....,.. m/z 70.10  49.47%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7448: Hexane, 2,3-dimethyl-
43
70
5000
240 2.60 2.80 3.00
27 55 m/z 71.10 37.16%
o2 15 “ \‘  llee | 778 99 114
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
240 2.60 2.80 3.00
5000 m/z 55.05 25.38%
29 55 70
84
0 15 63 | 77 102
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #593: Pyrrolidine
43 240 2.60 2.80 3.00
m/z 41.10 24 .18%
70
5000
28
0 15 \“ 35‘\H\ 56 |
A R SR UL SIS SULIR UL SRR IULIL LI IR B SRR B HRSN U R IR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 240 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021416\
Data File : BF085077.D

Aca On : 13 Feb 2016 10:51

Operator : SJ/UM

Sample : H1409-10

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 3 Cyclohexane, 1,1-dimethyl- Concentration Rank 15

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

3.02 3.89 ng 216911 1,4-Dichlorobenzene-d4 5.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1-dimethvl- 112 C8H16 000590-66-9 80
2 Cvclohexane. 1.4-dimethvl-. cis- 112 C8H16 000624-29-3 72
3 Cvclohexane. 1.3-dimethvl-. trans- 112 C8H16 002207-03-6 59
4 2.5-Dimethvl-1-pvrroline 97 C6H11IN 000822-64-0 59
5 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 50

Abundance Scan 125 (3.015 min): BF085077.D (-121) (-) m/z 55.10 100.00%
55 97
41
5000 69
| 8 2.60 2.80 3.00 3.20 3.40
o...,....,....,..3“.3:|;!|..‘.‘?-.':..,...':,'-..7?,:'!.??..:.',....H?..,. m/z 97.10 96.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6576: Cyclohexane, 1,1-dimethyl-
97
55
5000 41 69
2.60 2.80 3.00 3.20 3.40
27 m/z 41.10 56 .57%
oot s e b2
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
55 97
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—
2.60 2.80 3.00 3.20 3.40
5000 41 m/z 56.10 49_90%
112
69
27 83
15 63 77 01
G R L AR LS RS AN AR RN LS SRS AR B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6646: Cyclohexane, 1,3-dimethyl-, trans-
55 97 2.60 2.80 3.00 3.20 3.40
m/z 69.10 43.73%
41
5000 112
27 69
ok e Lol 7%l |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 2.60 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021416\
Data File : BF085077.D

Aca On : 13 Feb 2016 10:51

Operator : SJ/UM

Sample : H1409-10

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 4 Cyclohexane, 1,2-dimethyl- Concentration Rank 7

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

3.18 12.03 ng 670761 1,4-Dichlorobenzene-d4 5.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2-dimethvl- 112 C8H16 000583-57-3 90
2 Cvclohexane. 1.2-dimethvl-. trans- 112 C8H16 006876-23-9 81
3 Cvclohexane. 1.3-dimethvl-. trans- 112 C8H16 002207-03-6 80
4 1H-Pvrazole. 4.5-dihvdro-3.5.5-t... 112 C6H12N2 003975-85-7 70
5 2-Pyrazoline, 1,4,5-trimethyl- 112 C6H12N2 007423-11-2 62

Abundance Scan 139 (3.176 min): BF085077.D (-135) (-) m/z 55.10 100.00%
55 97
5000 4l 69
‘ ‘ 84 112
2.80 3.00 3.20 3.40 3.60
o...,....,....,....|i.|'...,~.'.-.'.,...'!,'..?7,:'!..,....',....,I...,.l.??,... m/z 97.10 88.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6572: Cyclohexane, 1,2-dimethyl-
55
97
41
5000
69 2.80 3.00 3.20 3.40 3.60
21 ‘ 83 112 m/z 41.10 50.73%
0"W'“'P'”I”'W'“'ﬁuml””h““'UH”I“““'”'P'”I”'W'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
55 97
2.80 3.00 3.20 3.40 3.60
5000 41 m/z 56.10 45.14%
69 112
27 83
ol 15 62
mﬁrmrﬁmmmmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6646: Cyclohexane, 1,3-dimethyl-, trans-
55 7 2.80 3.00 3.20 3.40 3.60
m/z 69.10 43.84%
41
5000 112
27 69
0 '“l'%?'w"M|"“M't"w“”'F%'”M"”lﬁ?""lll“"l“"w""l“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 2.80 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021416\
Data File : BF085077.D

Aca On : 13 Feb 2016 10:51

Operator : SJ/UM

Sample : H1409-10

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 5 Heptane, 4-ethyl-2,2,6,6-te... Concentration Rank 14

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

3.38 3.92 ng 218708 1,4-Dichlorobenzene-d4 5.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 4-ethvl-2.2.6.6-tetrame... 184 C13H28 062108-31-0 53
2 Hexane. 2.2.4-trimethvl- 128 C9H20 016747-26-5 53
3 Hexane. 2.2.5-trimethvl- 128 C9H20 003522-94-9 42
4 2.2.7.7-Tetramethvloctane 170 C12H26 001071-31-4 42
5 Heptane, 2,2-dimethyl- 128 C9H20 001071-26-7 40

Abundance Scan 157 (3.381 min): BF085077.D (-154) (-) m/z 57.10 100.00%
7

5000

3.00 3.20 3.40 3.60 3.80

83 113 126

97

(0} m/z 56.10 47 .04%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #45629: Heptane, 4-ethyl-2,2,6,6-tetramethyl-
57
5000
3.00 3.20 3.40 3.60 3.80
0
) 7 m/z 41.10 33.05%
0 T | 8 99 113 126 169
T T T T e T T T [ T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
57
3.00 3.20 3.40 3.60 3.80
5000 m/z 70.10 21.68%
41
29 71
0 49 83 95 113 128
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #12313: Hexane, 2,2,5-trimethyl- s Bl aa e et
57 3.00 3.20 3.40 3.60 3.80
m/z 71.10 19.42%
5000
29 41 71
o T |l | 79 o1 13
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 3.00 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021416\
Data File : BF085077.D

Aca On : 13 Feb 2016 10:51

Operator : SJ/UM

Sample : H1409-10

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Heptane, 2,4-dimethyl- Concentration Rank 19

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

3.42 3.59 ng 200227 1,4-Dichlorobenzene-d4 5.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 2.4-dimethvl- 128 C9H20 002213-23-2 83
2 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 72
3 Hexane. 2.3.5-trimethvl- 128 C9H20 001069-53-0 56
4 Hexane. 3.3-dimethvl- 114 C8H18 000563-16-6 50
5 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 50

Abundance Scan 160 (3.416 min): BF085077.D (-158) (-) m/z 43.10 100.00%
43
5000 85
57 71 LA
| | 113 007 3.00 3.20 3.40 3.60 3.80
o...,”..hu.u,.i.,!”.,..”,..”,..”,...w...w.... m/z 85.05 42_46%
m/z--> 20 40 60 100 120 140 160 180 200
Abundance #12273. Heptane, 2,4-dimethyl-
43
5000 NSRS R
57 3.00 3.20 3.40 3.60 3.80
” n m/z 41.10 23.37%
oL 15 | JM M‘ 99 113 128
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
57
3.00 3.20 3.40 3.60 3.80
5000 m/z 57.10 21.79%
85
29
71
99 114
G L UL S S WL I L L B L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12297: Hexane, 2,3,5-trimethyl-
43 3.00 3.20 3.40 3.60 3.80
m/z 71.10 19.81%
5000 85
27
0 "'I'Lt RN H--.---gz '}}?I}?g'l SR R RS R IR R
m/z--> 20 40 60 80 100 120 140 160 180 200 3.00 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021416\
Data File : BF085077.D

Aca On : 13 Feb 2016 10:51

Operator : SJ/UM

Sample : H1409-10

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Heptane, 2,6-dimethyl- Concentration Rank 8

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

3.52 11.61 ng 647747 1,4-Dichlorobenzene-d4 5.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 2.6-dimethvl- 128 C9H20 001072-05-5 91
2 Octane. 2-methvl- 128 C9H20 003221-61-2 80
3 Heptane. 2.4-dimethvl- 128 C9H20 002213-23-2 59
4 Ether. hexvl pentvl 172 C11H240 032357-83-8 53
5 Octane, 3-ethyl-2,7-dimethyl- 170 C12H26 062183-55-5 53

Abundance Scan 169 (3.518 min): BF085077.D (-165) (-) m/z 43.10 100.00%
43
57
5000 n
85 A RS RS SRR
113 3.20 3.40 3.60 3.80
97 128
0..,....,....,....',.:.?,QJI.-,....',-....,.:l..,...-.,....,.'...,....-,.... m/z 57.10 64.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12281: Heptane, 2,6-dimethyl-
43
57
5000
71 3.20 3.40 3.60 3.80
m/z 41.10 37.53%
29 ‘ 85 113
0"|"'w"'Ul'?ﬁn"'?g'l'|"'ﬁ""|'ﬁ“ "??I'”'IJ"W"%??"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
320 340 360 380
5000 57 m/z 71.10 37.36%
29 (S
o 50 78 99 13 128
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12273: Heptane, 2,4-dimethyl-
43 3.20 3.40 3.60 3.80
m/z 42.10 24 _71%
5000 85
57 7
29 ‘
0"|'%§'|'”h“'"”Jl*'?g'w'|""4""|"“l"'9?""}%%'|"%??"" USSR R RN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021416\
Data File : BF085077.D

Aca On : 13 Feb 2016 10:51

Operator : SJ/UM

Sample : H1409-10

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Octane, 3-methyl- Concentration Rank 5

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

3.60 18.27 ng 1018870 1,4-Dichlorobenzene-d4 5.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 3-methvl- 128 C9H20 002216-33-3 83
2 Heptane. 2.5-dimethvl- 128 C9H20 002216-30-0 80
3 Heptane. 3.5-dimethvl- 128 C9H20 000926-82-9 68
4 Decane. 2.5-dimethvl- 170 C12H26 017312-50-4 59
5 Decane, 2,5,9-trimethyl- 184 C13H28 062108-22-9 50

Abundance Scan 176 (3.598 min): BF085077.D (-172) (-) m/z 57.05 100.00%
g7
5000
43
71 9 111 3.20 3.40 3.60 3.80 4.00
bt 88 126 2T Tm/z 43.10  31.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12267: Octane, 3-methyl-
57
5000 IS IR LS UL R
320 340 3.60 3.80 4.00
m/z 41.10 28.17%
0 ﬂ ‘H 71 g5 % 113 108
m/z--> 20 40 éo 80 100 120 140 160 180 200
Abundance
57
320 340 3.60 3.80 4.00
5000 43 m/z 56.10 19.65%
29
0 1 ogs 9 113 128
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #12287: Heptane, 3,5-dimethyl- L L L B R B
57 3.20 3.40 3.60 3.80 4.00
m/z 55.10 10.39%
5000
29 43
71 99
o ‘ 83 | 113 128
||||||||||||||||||||||||||||||||||||||||| —rv—v—v—v—rv—v—v—v—rv—v—v—q—v—v—v—v—rv—r
m/z--> 20 40 60 8 100 120 140 160 180 200 3.20 3.40 3.60 3.80 4.00

8270-BF021316.M Mon Feb 15 17:48:18 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021416\
Data File : BF085077.D

Aca On : 13 Feb 2016 10:51

Operator : SJ/UM

Sample : H1409-10

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF021316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Peak Number 9 Cyclohexane, 1,1,3-trimethyl-

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
368 18.62ng 1038690  1,4-Dichlorobenzene-d4 5.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Cvclohexane. 1.1.3-trimethvi- 126 coH18 003073-66-3 90

2 Cvclohexane. 1.3.5-trimethvl-

126 C9H18

3 Cvclohexane. 1.3.5-trimethvl-. (... 126 C9H18

4 4A(1H)-Pvrimidinone. 2-amino-
5 4-Amino-6-hydroxypyrimidine

111 C4H5N30
111 C4H5N30

001839-63-0 72
001795-27-3 72
000108-53-2 43
001193-22-2 38

Abundance

5000

o

Scan 183 (3.678 min): BF085077.D (-180) (-)
111

69

55

41
83

| | | 97 Al 126

m/z-->

10 20 30 40 50 60 70 80 90 100 110 120 130

Abundance

5000

#11239: Cyclohexane, 1,1,3-trimethyl-
69 111

55
83

41
sl ez ‘ 95102 | 126

o

m/z-->

10 20 30 40 50 60 70 80 90 100 110 120 130

Abundance

5000

69 111

55

41 126

15 2 62 83 o7

0
m/z-->

10 20 30 40 50 60 70 80 90 100 110 120 130

Abundance

5000

o

#11280: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.,...
69 111

55
41 126

15 2 |l e 8 o |

m/z-->

10 20 30 40 50 60 70 80 90 100 110 120 130

m/z 111.10 100.00%

3.40 3.60 3.80 4.00

m/z 69.10 73 .45%

3.40 3.60 3.80 4.00

m/z 55.10 51.97%

3.40 3.60 3.80 4.00

m/z 41.10 33.88%

3.40 3.60 3.80 4.00

m/z 83.10 23.83%

3.40 3.60 3.80 4.00

8270-BF021316.M Mon Feb 15 17:48:19 2016

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021416\
Data File : BF085077.D

Aca On : 13 Feb 2016 10:51

Operator : SJ/UM

Sample : H1409-10

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Cycloheptane, methyl- Concentration Rank 18

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

3.80 3.74 ng 208501 1,4-Dichlorobenzene-d4 5.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloheptane. methvl- 112 C8H16 004126-78-7 59
2 trans-1.2-Diethvl cvclopentane 126 C9H18 000932-40-1 50
3 cis-2.4-Dimethvithiane. S.S-dioxide 162 C7H1402S 1000215-67-5 50
4 1-Octene. 3-methvl- 126 C9H18 013151-08-1 47
5 trans-1,3-Diethylcyclopentane 126 C9H18 1000113-87-1 46

Abundance Scan 194 (3.804 min): BF085077.D (-190) (-) m/z 55.10 100.00%
55
5000
41
84 USRS R U U
109 126 3.40 3.60 3.80 4.00 4.20
0’ m/z 97.10 56.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #6522: Cycloheptane, methyl-
55 o7
41
5000 BN LSS RN LA R
69 83 340 360 3.80 4.00 4.20
27 m/z 70.10 52.46%
112
0”P”W””P“JL”ﬁLH”NP“W””P”'”“P”W””'”W”“P”W”“P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
55 97
340 360 380 4.00 420
5000 m/z 56.10 51.83%
41 70
29 84 126
ol 15 111
E AR NLARA KRR AR KRR RLARE RRARN NLLRA LA LARAN LS LARAN U ARAN LA LARA LN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #30915: cis-2,4-Dimethylthiane, S,S-dioxide e EAAE R e
55 3.40 3.60 3.80 4.00 4.20
0 m/z 69.10 36.27%
5000
96
0 8‘1‘ | 145 162
m/z--> 10 20 30 40 5'0 60 7'0 80 90 100 110 120 130 140 150 1('30 170 3.40 3.60 3.80 4.00 4.20

8270-BF021316.M Mon Feb 15 17:48:20 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021416\
Data File : BF085077.D

Aca On : 13 Feb 2016 10:51

Operator : SJ/UM

Sample : H1409-10

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 1-Octene, 3,4-dimethyl- Concentration Rank 6

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

3.87 14.53 ng 810520 1,4-Dichlorobenzene-d4 5.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octene. 3.4-dimethvl- 140 C10H20 056728-11-1 50
2 Heptane. 2.3-dimethvl- 128 C9H20 003074-71-3 43
3 Nonane. 4-ethvl-5-methvl- 170 C12H26 001632-71-9 38
4 Hexane. 2.3.5-trimethvl- 128 C9H20 001069-53-0 37
5 Hexane, 3-ethyl- 114 C8H18 000619-99-8 37

Abundance Scan 200 (3.873 min): BF085077.D (-197) (-) m/z 43.10 100.00%
a3
55 69
5000
84 111
I ” ‘ o 126 360 380 4.00 420
O e o e B L I e e e T m/z 55.10 48.85%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17317: 1-Octene, 3,4-dimethyl-
43
5000 HRS UL R R
56 84 3.60 3.80 4.00 4.20
m/z 69.10 47 .16%
29 ‘ ‘ 69 112
0--1?.-‘-‘--‘.‘=--~-‘.--“--.‘-‘---9?--1-.----1‘.‘0----.----.
m/z--> 20 40 60 80 100 120 140 160
Abundance
43
3.60 3.80 4.00 4.20
5000 m/z 41.10 45.64%
- 84
27 71
O "'9?"1}?| }%g N D A
m/z--> 20 40 60 80 100 120 140 160
Abundance #36192: Nonane, 4-ethyl-5-methyl- B EEEEaRaEE SRS S
43 3.60 3.80 4.00 4.20
m/z 111.10 37.91%
5000 57 a4
29
71
oL 15 ‘ 1/ - A ‘ 99 113 127 141 170
m/z--> 20 40 60 80 100 120 140 160 ' 3.60 3.80 4.00 4.20

8270-BF021316.M Mon Feb 15 17:48:21 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021416\
Data File : BF085077.D

Aca On : 13 Feb 2016 10:51

Operator : SJ/UM

Sample : H1409-10

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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, 4-(1-methylethyl)- Concentration Rank 11

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

4.04 4.87 ng 271709 1,4-Dichlorobenzene-d4 5.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 4-(l-methvlethvl)- 142 C10H22 052896-87-4 59
2 Heptane. 3-ethvl- 128 C9H20 015869-80-4 47
3 Octane. 2.3-dimethvl- 142 C10H22 007146-60-3 43
4 1-Pentanol. 2-ethvl-4-methvl- 130 C8H180 000106-67-2 42
5 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 40

Abundance Scan 215 (4.044 min): BF085077.D (-210) (-) m/z 57.10 100.00%
57
5000 43
98
| 7|0 83 | 11 108 3.80 4.00 4.20 4.40
Obrrprerr el bl et e e e || M7z 43.10 0 44 .65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18485: Heptane, 4-(1-methylethyl)-
57
5000 R R L R
43 380 4.00 4.0 4.40
27 98 m/z 41.10 28.11%
o 15 I “ | %7785 113 122 133 142
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
57
3.80 4.00 4.20 4.40
5000 43 m/z 98.10 18.21%
98
29 70
o 85 128
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18453: Octane, 2,3-dimethyl-
57 3.80 4.00 4.20 4.40
m/z 55.05 18.13%
5000 41 98
- 70
0"'I}ﬂ'l"J“""hl'”l'w'll”"w"”l'gé'v"Jl'”'l"'W""I”"%??"P BN AR L S A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 3.80 4.00 4.20 4.40

8270-BF021316.M Mon Feb 15 17:48:22 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021416\
Data File : BF085077.D

Aca On : 13 Feb 2016 10:51

Operator : SJ/UM

Sample : H1409-10

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Cyclopentane, butyl- Concentration Rank 12

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

4.27 4.60 ng 256556 1,4-Dichlorobenzene-d4 5.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. butvl- 126 C9H18 002040-95-1 90
2 Cvclopentane. 1-methvl-2-propvl- 126 C9H18 003728-57-2 50
3 2.2-Dimethvl-3-heptene trans 126 C9H18 019550-75-5 49
4 3-Heptene. 2.6-dimethvl- 126 C9H18 002738-18-3 49
5 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 47

Abundance Scan 235 (4.273 min): BF085077.D (-232) (-) m/z 55.10 100.00%
55 6
41
5000 83
111
97 125 U UL L I
| |‘ I || ‘ | 4.00 4.20 4.40 4.60
o} NN O NSO | SBPR] |  ESS | m/z 69.10 92.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11172: Cyclopentane, butyl-
4 69
55
5000
27 83 4.00 4.20 4.40 4.60
97 126 m/z 56.05 71.09%
0 il s2_ Il ‘ 111
UL IR LR IR UL IR UL LI LA IS SRS BRRSE SRR B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
55
21 &3 400 420 440 460
5000 70 m/z 41.10 67 .69%
27 o 126
o 34 48 63 111
U IR UL IR UL IR UL IR LA UL SRS BRRE SRR B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11215: 2,2-Dimethyl-3-heptene trans e e
69 4.00 4.20 4.40 4.60
m/z 83.10 38.77%
55 83
5000 41
29 97 111 126
O”I}?W'”WP'“Mm'W“JhP“LI”NWHL'P'MI”'W'”'P'”I”' IR UL R I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 4.00 4.20 4.40 4.60

8270-BF021316.M Mon Feb 15 17:48:23 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021416\
Data File : BF085077.D

Aca On : 13 Feb 2016 10:51

Operator : SJ/UM

Sample : H1409-10

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Cyclohexane, l-ethyl-2-meth... Concentration Rank 20

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

4.32 3.43 ng 191066 1,4-Dichlorobenzene-d4 5.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. l-ethvl-2-methvl-. ... 126 C9H18 004923-77-7 72
2 Propanedinitrile. cvclohexvl(2-m... 244 C16H24N2 074764-55-9 59
3 4-Hepten-3-one. 5-methvl- 126 C8H140 001447-26-3 59
4 2-Pvrazoline. 5-ethvl-1.4-dimethvl- 126 C7H14N2 014339-23-2 58
5 Oxazole, 4,5-dimethyl- 97 C5H7NO 020662-83-3 56

Abundance Scan 239 (4.318 min): BF085077.D (-237) (-) m/z 97.10 100.00%
55 o
5000
41
| 6|9 81 | gy 126 4.00 420 4.40 4.60
Ot et A2 L e M7z 55.10  98.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #11259: Cyclohexane, 1-ethyl-2-methyl-, cis-
55 o7
5000 4l ISR SR AR RN
4.00 4.20 4.40 4.60
69 m/z 41.10 23.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
55
o7 400 420 440 460
5000 83 m/z 69.10 13.36%
41
29 69
O e gl 33 147 1621751868201 216 244
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #11024: 4-Hepten-3-one, 5-methyl-
a1 o7 4.00 4.20 4.40 4.60
m/z 96.10 13.22%
5000
29 126
m/z--> 20 60 80 100 120 140 160 180 200 220 240 4.00 4.20 4.40 4.60

8270-BF021316.M Mon Feb 15 17:48:23 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021416\
Data File : BF085077.D

Aca On : 13 Feb 2016 10:51

Operator : SJ/UM

Sample : H1409-10

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 cis-1-Ethyl-3-methyl-cycloh... Concentration Rank 10

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

4_36 5.46 ng 304644 1,4-Dichlorobenzene-d4 5.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-1-Ethvl-3-methvl-cvclohexane 126 C9H18 019489-10-2 91
2 1-Ethvl-3-methvlcvclohexane (c.t) 126 C9H18 003728-55-0 91
3 Cvclohexane. 1-ethvl-4-methvl-. ... 126 C9H18 006236-88-0 86
4 Cvclohexane. 1-ethvl-4-methvl-., ... 126 C9H18 004926-78-7 81
5 Cyclohexane, l-ethyl-2-methyl- 126 C9H18 003728-54-9 74

Abundance Scan 243 (4.364 min): BF085077.D (-241) (-) m/z 55.05 100.00%
55
97
5000 a1
69
| 81 | 111 126 400 420 440 460
Obrr eyt e il et ol L Tm/z 97.10 75.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11249: cis-1-Ethyl-3-methyl-cyclohexane
5000
41 4.00 4.20 4.40 4.60
29 ‘ 69 a1 126 m/z 41.10 37.71%
0"w'“l“Jm'“j“““lmlw'”hb'“”“'w'“'w"ﬁﬁ'w'“'w'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
55 97
400 420 440 460
5000 m/z 69.10 29.25%
41 69 126
ol 14 29 81 111
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11262: Cyclohexane, 1-ethyl-4-methyl-, trans-
55 97 4.00 4.20 4.40 4.60
m/z 96.10 18.67%
5000 a
69 126
29 ‘ 81
0"P'”I”JM'”JH“”FA“W'“Hb'”W“'W'”'P"Hﬁ'W'”'P'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 4.00 4.20 4.40 4.60

8270-BF021316.M Mon Feb 15 17:48:24 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021416\
Data File : BF085077.D

Aca On : 13 Feb 2016 10:51

Operator : SJ/UM

Sample : H1409-10

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Cyclopropanemethanol, 2,2,3... Concentration Rank 9

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

4._.56 5.94 ng 331383 1,4-Dichlorobenzene-d4 5.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropanemethanol. 2.2.3.3-te... 128 C8H160 002415-96-5 59
2 Cvclohexane. 1.3-dimethvl-. trans- 112 C8H16 002207-03-6 50
3 Cvcloheptanemethanol 128 C8H160 004448-75-3 50
4 Cvclohexane. l1-ethvl-2-methvl- 126 C9H18 003728-54-9 49
5 Cyclohexane, l-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 47

Abundance Scan 260 (4.559 min): BF085077.D (-257) (-) m/z 55.10 100.00%
55
97
5000 41 S
125 AR I UL SR
| | | | ‘l 109 | 4.20 4.40 4.60 4.80
Oberprrrrrrrer e e el M/ 9710 77.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12236: Cyclopropanemethanol, 2,2,3,3-tetramethyl-
55
97
41
5000
4.20 4.40 4.60 4.80
28 m/z 41.05 43.01%
0..|....|....|....l..ﬂ8|....|....|....|.... ....l.. IJ:::'OIH -|- IJI'?8|” -
m/z--> 10 20 30 40 50 70 80 90 100 110 120 130
Abundance
55 97
420 440 460 480
5000 m/z 95.10 39.94%
41 112
69
29
48 62 83
G s RS AR RARAS RARRS RARRS RS IR RS LA SRS AR SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12078: Cycloheptanemethanol
55 4.20 4.40 4.60 4.80
o7 m/z 81.05 36.97%
5000
82
41
29
0"|"}ﬁ""|'”'|""|“"|"'w""|'“'|""w"%}9"w"}?g"' A L UL L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 420 4.40 4.60 4.80

8270-BF021316.M Mon Feb 15 17:48:25 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021416\
Data File : BF085077.D

Aca On : 13 Feb 2016 10:51

Operator : SJ/UM

Sample : H1409-10

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown5.55 Concentration Rank 1

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

5.55 99.29 ng 5537590 1,4-Dichlorobenzene-d4 5.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 347 (5.553 min): BF085077.D (-345) (-) m/z 132.00 100.00%
5000 68 j\\\\\\‘__
520 540 560 580
0 e m/z 68.10 42 .73%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
520 5.40 5.60 5.80
31 51 78 m/z 134.00 31.43%
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
520 540 560 580
5000 m/z 66.05 27 .73%
33 aa o 105
o 60 80 115
LR S SN S UURLELLA R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl
57 132 520 5.40 5.60 5.80
24 m/z 69.10 17.28%
5000 98 116
o b L8 o |l ase 189 S
m/z--> 40 60 80 100 120 140 160 180 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021416\
Data File : BF085077.D

Aca On : 13 Feb 2016 10:51

Operator : SJ/UM

Sample : H1409-10

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Eicosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.19 3.83 ng 209701 Phenanthrene-d10 13.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Heptadecane 240 C17H36 000629-78-7 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Tetradecane 198 C14H30 000629-59-4 86
5 Pentadecane 212 C15H32 000629-62-9 86
Abundance Scan 928 (12.194 min): BF085077.D (-925) (-) m/z 57.10 100.00%
57
5000 85 /dkm
\ 113 11,80 12.00 12.20 12.40 12.60
ob—dbpl bl it 4 e m/z 43.10 69.47%
m/z--> 50 100 150 200 250 300 350
Abundance #107652: Eicosane
57
5000 LRI SRS SN BN B
85 11.80 12.00 12.20 12.40 12.60
29 m/z 71.05 60.35%
ol M aee e
m/z--> 50 100 150 200 250 300 350
Abundance
57
11,80 12.00 12.20 12.40 12.60
5000 g5 m/z 85.05 35.94%
29
o 113 141 169 106 240
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane B e
57 11.80 12.00 12.20 12.40 12.60
m/z 41.10 25.17%
5000
85
o 290 /113 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350 1180 12.00 12.20 12,40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021416\
Data File : BF085077.D

Aca On : 13 Feb 2016 10:51

Operator : SJ/UM

Sample : H1409-10

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 17-Pentatriacontene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

17.11 4.09 ng 168027 Chrysene-di12 17.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 80
2 Pentafluoropropionic acid. octad... 416 C21H37F502 1000280-07-7 72
3 1-Octadecene 252 C18H36 000112-88-9 72
4 5-Eicosene. (E)- 280 C20H40 074685-30-6 72
5 1-Docosene 308 C22H44 001599-67-3 72
Abundance Scan 1358 (17.108 min): BF085077.D (-1354) (-) m/z 57.05 100.00%

g7
83
5000
111

llm 007 mmﬂmﬂmﬂm

ol ,tu”tn. = o B o MR m/z 43.05 80.82%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene
43

5000 83 T EemEEe
16.80 17.00 17.20 17,40

1 m/z 83.10 66.88%

0 \\139167196224 267292 321 462 490
— L SN - L
m/z--> 50 150 200 250 300 350 400 450
Abundance

43

16.80 17.00 17.20 17.40

5000 69 m/z 55.05 65.11%
97
o 125 154181 224 252
e A e e T B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #89783: 1-Octadecene .. A e
57 16. 80 17. 00 17. 20 17. 40
83 m/z 97.10 54 _.22%
5000
29 111
0 J\ ' l 199 168 196 224 252
L e e L BN M
m/z--> 50 100 150 200 250 300 350 400 450 16.80 17.00 17.20 17.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021416\
Data File : BF085077.D

Acq On : 13 Feb 2016 10:51

Operator : SJ/UM

Sample - H1409-10

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021316_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Hexane, 2,3-dimet... 2.63 3.8 ng 214141 1 5.92 1115460 20.0
Cyclohexane, 1,1-... 3.02 3.9 ng 216911 1 5.92 1115460 20.0
Cyclohexane, 1,2-... 3.18 12.0 ng 670761 1 5.92 1115460 20.0
Heptane, 4-ethyl-.._. 3.38 3.9 ng 218708 1 5.92 1115460 20.0
Heptane, 2,4-dime... 3.42 3.6 ng 200227 1 5.92 1115460 20.0
Heptane, 2,6-dime... 3.52 11.6 ng 647747 1 5.92 1115460 20.0
Octane, 3-methyl- 3.60 18.3 ng 1018870 1 5.92 1115460 20.0
Cyclohexane, 1,1,... 3.68 18.6 ng 1038690 1 5.92 1115460 20.0
Cycloheptane, met... 3.80 3.7 ng 208501 1 5.92 1115460 20.0
1-Octene, 3,4-dim... 3.87 14.5 ng 810520 1 5.92 1115460 20.0
Heptane, 4-(1l-met... 4.04 4.9 ng 271709 1 5.92 1115460 20.0
Cyclopentane, butyl- 4.27 4.6 ng 256556 1 5.92 1115460 20.0
Cyclohexane, 1-et... 4.32 3.4 ng 191066 1 5.92 1115460 20.0
cis-1-Ethyl-3-met... 4_36 5.5 ng 304644 1 5.92 1115460 20.0
Cyclopropanemetha. .. 4.56 5.9 ng 331383 1 5.92 1115460 20.0
unknown5 .55 5.55 99.3 ng 5537590 1 5.92 1115460 20.0
Eicosane 12.19 3.8 ng 209701 4 13.01 1096450 20.0
17-Pentatriacontene 17.11 4.1 ng 168027 5 17.18 821446 20.0
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