LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO072115\
Data File : BG018044.D

Acq On 22 Jul 2015 5:32

Operator : TP/UM

Sample : G2973-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_G\METHODS\8270-BG071715_.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 height area % max. total

2.808 16 20 25 rBvV 205807 225307 5.31% 0.811%
4.694 335 341 347 rBV 652369 881950 20.79% 3.175%
rvB 1030859 1506540 35.52% 5.424%
5.758 515 522 528 rVB 64867 101198 2.39% 0.364%
6.198 593 597 607 rVvB8 16349 43887 1.03% 0.158%
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6.439 632 638 645 rBV5 21701 48321 1.14% 0.174%
6.551 653 657 662 rVB 89345 128692 3.03% 0.463%
rvB 31425 43608 1.03% 0.157%
6.739 678 689 695 rBV 1117639 1795404 42.33% 6.464%
7.085 741 748 758 rVB 1213995 1891440 44.60% 6.810%

QOO ~NO®
()]
()]
=
o
o]
()]
N
o]
()]
\l
()]
\]
=

11 7.544 819 826 834 rvB2 308027 538567 12.70% 1.939%
12 7.779 862 866 874 rBV 83536 135208 3.19% 0.487%
13 7.867 874 881 887 rVB 841332 1341824 31.64% 4_.831%
14 8.031 905 909 913 rBV3 28803 49654 1.17% 0.179%
15 8.084 913 918 923 rVvVv 97497 158314 3.73% 0.570%

16 8.137 923 927 931 rVB3 24461 43565 1.03% 0.157%
17 8.219 937 941 948 rVB2 66834 119485 2.82% 0.430%
18 8.313 949 957 960 rBV3 27086 45290 1.07% 0.163%
19 8.425 970 976 979 rBvV2 31887 55359 1.31% 0.199%

20 8.648 1006 1014 1018 rVvVv 66439 124292 2.93% 0.447%

21 8.701 1018 1023 1032 rVV 706733 1180068 27.82% 4.249%

22 8.778 1032 1036 1044 rVB3 25144 51757 1.22% 0.186%
23 8.895 1044 1056 1063 rBV3 16826 58498 1.38% 0.211%
24 9.165 1098 1102 1108 rBV 29139 52379 1.23% 0.189%
25 9.224 1108 1112 1123 rVB 53511 103465 2.44% 0.373%
26 9.430 1140 1147 1151 rBV3 32322 60541 1.43% 0.218%
27 9.618 1170 1179 1184 rBV6 37374 86995 2.05% 0.313%
28 9.735 1194 1199 1203 rVV5 36287 87426 2.06% 0.315%
29 9.806 1207 1211 1218 rVB3 41920 84246 1.99% 0.303%
30 9.888 1218 1225 1228 rBV3 21861 54855 1.29% 0.197%
31 9.917 1228 1230 1237 rVB3 30999 48920 1.15% 0.176%
32 10.041 1243 1251 1255 rBV 34676 59367 1.40% 0.214%
33 10.329 1290 1300 1305 rBV 483440 868969 20.49% 3.129%
34 10.505 1325 1330 1334 rVB 37387 52249 1.23% 0.188%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO072115\
Data File : BG018044.D

Acq On 22 Jul 2015 5:32

Operator : TP/UM

Sample : G2973-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_G\METHODS\8270-BG071715.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 11.251 1451 1457 1464 rBV5 35863 76917 1.81% 0.277%
36 11.369 1471 1477 1485 rBV5 41792 88578 2.09% 0.319%

37 12.826 1716 1725 1732 rBV 2045780 3015008 71.09% 10.855%
38 13.672 1864 1869 1874 rBV 269921 373075 8.80% 1.343%
39 14.212 1954 1961 1971 rBV2 742363 1137928 26.83% 4._.097%
40 15.711 2209 2216 2224 rBV 1595068 2263861 53.38% 8.151%

41 16.962 2422 2429 2440 rBV2 929182 1284323 30.28% 4.624%
42 19.318 2827 2830 2835 rVB 49402 59219 1.40% 0.213%
43 19.612 2874 2880 2886 rBV 3394154 4241253 100.00% 15.270%
44 21.163 3138 3144 3154 rBV 1245684 1561614 36.82% 5.622%
45 23.366 3511 3519 3526 rBV2 824406 1546187 36.46% 5.567%

Sum of corrected areas: 27775603
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Data Path
Data File
Acq On
Operator
Sample
Misc

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_G\DATA\BGO72115\

ALS Vial

Quant Method
Quant Title

TIC Library

BG018044.D

22 Jul 2015 5:32

TP/UM

G2973-13

23 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

2.81
o)

Time-->

3.00

TIC: BG018044.D

408 o socmmmm 10501z
10.00 10.50 11.00

N oo A S

8.50

3.50 4.00 450 7.50 8.00 9.00 9.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BG018044.D
19.61

12.83

15.71

16.96
14.21

13.67

19.32

A
L —

Time-->

A
T=TrT T

12.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BG018044.D

21.16

23.37

Time-->

21.00 21.50 22.00 2250 23.00 2350 24.00 24.50 25.00 25.50 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_G\DATA\BGO072115\
Data File : BG018044.D

Acq On 22 Jul 2015 5:32

Operator : TP/UM

Sample : G2973-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.81 8.37 ng 225307 1,4-Dichlorobenzene-d4 7.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 86
2 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
3 N-Ethylformamide 73 C3H7NO 000627-45-2 9
4 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 20 (2.808 min): BG018044.D (-16) (-) m/z 73.05 100.00%
7B
5000
a3 87
| 007 2.80 2.90 3.00 3.10 3.20
e e A 2% Tm/z 43.00 27.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 AN A U AR AR
43 2.80 2.90 3.00 3.10 3.20
55 87 m/z 87.10 27.06%
“"|“"|“"|”"|”"|”"|“"|“"|“"|“"|”"
m/z--> 20 80 100 120 140 160 180 200
Abundance
73
2.80 2.90 3.00 3.10 3.20
5000 m/z 55.00 20.93%
45
29
59 101
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #720: N-Ethylformamide
2.80 2.90 3.00 3.10 3.20
73 m/z 71.10 11.87%
5000
44 58
o ]
"ﬂ““'”FM'”I"”I"”I"”I"”I"”I"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200 2.80 2.90 3.00 3.10 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO072115\
Data File : BG018044.D

Acq On 22 Jul 2015 5:32

Operator : TP/UM

Sample : G2973-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown4.69 Concentration Rank 3

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

4.69 32.75 ng 881950 1,4-Dichlorobenzene-d4 7.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 43
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 Acetone 58 C3H60 000067-64-1 10
5 Butane, l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 340 (4.688 min): BG018044.D (-335) (-) m/z 43.00 100.00%
43
59
5000
101
440 4.60 4.80 5.00
83
....,....',':..-!~|,..7.1.,'....',....,....,....,....,....,2.97.. m/z 59.00 63.88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3966: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43
5000 L I I UL UL
101 440 4.60 4.80 5.00
28 59 m/z 101.00 30.36%
70 84
...:L‘asl.“.”..‘i‘l..‘M..‘.‘.l‘l...|‘....|....|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
440 460 480 500
5000 5 m/z 58.00 17.11%
15 101
31 83
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester R e AN
50 440 4.60 4.80 5.00
m/z 41.10 8.97%
5000 41
T "'MJ"'d“ _— RN "'|1?§"ﬁ4?"'| AR R N
m/z--> 20 40 60 80 100 120 140 160 180 200 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO072115\
Data File : BG018044.D

Acq On 22 Jul 2015 5:32

Operator : TP/UM

Sample : G2973-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-methoxy-4-me... Concentration Rank 10

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

5.76 3.76 ng 101198 1,4-Dichlorobenzene-d4 7.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 90
2 trans-5,6-Dimethyl-3,7,9-trioxab... 158 C8H1403 031759-27-0 25
3 2-Pentanone, 3-methyl- 100 C6H120 000565-61-7 16
4 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 12

Abundance Scan 522 (5.758 min): BG018044.D (-515) (-) m/z 73.00 100.00%
3
43
5000
56 g 100 M9 540 560 580 6.00
SR U RNSOP 'R ESUSAY AS R —— m/z 43.00 75.86%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13058: 2-Pentanone, 4-methoxy-4-methyl-
73
43
5000 MU R L U
540 5.60 5.80 6.00
115 m/z 115.00 13.53%
2 | s | g5 P
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
43
540 560 580 6.00
5000 36 m/z 41 .00 10.31%
57 69 00 M5, 158
Wﬁmﬁmﬁmﬂm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #3788: 2-Pentanone, 3—methy|— LI L L L L B
43 540 5.60 5.80 6.00
m/z 100.00 9.19%
5000
57
29 72
ol w
| ! A
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 540 560 580 600
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO072115\
Data File : BG018044.D

Acq On 22 Jul 2015 5:32

Operator : TP/UM

Sample : G2973-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Undecane, 2,5-dimethyl- Concentration Rank 7

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

6.55 4.78 ng 128692 1,4-Dichlorobenzene-d4 7.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 59
2 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 58
3 Heptane, 2,3,6-trimethyl- 142 C10H22 004032-93-3 53
4 Dodecane, 3-methyl- 184 C13H28 017312-57-1 53
5 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 53

Abundance Scan 657 (6.551 min): BG018044.D (-653) (-) m/z 57.05 100.00%
57
5000
43 1 Q : :!¥h ﬁ: "
|| = 08 13 127 141 207 6.20 6.40 6.60 6.80
el 4 A8 2 A 27 Tm/z 71.05  35.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45581: Undecane, 2,5-dimethyl-
57
5000 43
n 6.20 6.40 6.60 6.80
29 m/z 43.10 32.15%
ol 4‘ 85 99 112 155 141 155 169 184
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rr
43 6.20 6.40 6.60 6.80
5000 1 m/z 56.10 30.89%
29 85 99
15 13 157 142
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18470: Heptane, 2,3,6-trimethyl-
57 6.20 6.40 6.60 6.80
m/z 41.05 26.21%
43
5000
71
\2‘9 \‘\ Il \H 85 9“8 142
m/z--> 20 40 60 80 100 120 140 160 180 200 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO072115\
Data File : BG018044.D

Acq On 22 Jul 2015 5:32

Operator : TP/UM

Sample : G2973-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.09 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
7.09 70.24 ng 1891440 1,4-Dichlorobenzene-d4 7.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
4 1-Methylpyrrolo[1l,2-a]pyrazine 132 C8H8N2 064608-59-9 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 749 (7.091 min): BG018044.D (-741) (-) m/z 131.95 100.00%
5000
68
5 ——
40 54 | ‘ 75 103 6.80 7.00 7.20 7.40
48
e AL O R8s | S sl Twm/z 134.00  34.26%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 |||||||||||||||||||||||
6.80 7.00 7.20 7.40
78 m/z 68.00 30.81%
31 38 4, 51
S o ST PRI A | N N
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
O
6.80 7.00 7.20 7.40
5000 67 m/z 66.00 20.84%
41 97
53 2 117
34 61 89 103110 | 124
I B B s e e T e
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine R R R
132 6.80 7.00 7.20 7.40
m/z 69.05 13.12%
5000
33 44 o g7 105
51 60 8 g6 “ 115
o T i o e e I e o o e
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO072115\
Data File : BG018044.D

Acq On 22 Jul 2015 5:32

Operator : TP/UM

Sample : G2973-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Nonane, 5-(2-methylpropyl)- Concentration Rank 6

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

7.78 5.02 ng 135208 1,4-Dichlorobenzene-d4 7.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane, 5-(2-methylpropyl)- 184 C13H28 062185-53-9 59
2 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 56
3 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 53
4 3-Ethyl-3-methylheptane 142 C10H22 017302-01-1 53
5 Decane, 3-methyl- 156 C11H24 013151-34-3 50

Abundance Scan 866 (7.779 min): BG018044.D (-862) (-) m/z 57.05 100.00%
5 .
5000 43 85
| gg 111 1T7 155 7.40 7.60 7.80 8.00 8.20
SBE— EV| BN | M) SDOY D NS N m/z 71.10 79.90%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45627: Nonane, 5-(2-methylpropyl)-
43 57 71
85
5000
7.40 7.60 7.80 8.00 8.20
29 126 m/z 85.10 47 .44%
S R O S - T S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57
43 71 7.40 7.60 7.80 8.00 8.20
5000 m/z 43.05 47 .10%
29 85

127
97 111 141 156

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45578: Undecane, 4,6-dimethyl- RS BRI o
57 740 7.60 7.80 8.00 8.20

43 m/z 41.10 30.29%
5000 h
8 113

..,.w.\..,\w...w,..‘\..,:..??...w.,....l,‘”..%fzs s | el A e
m/z--> 20 40 60 80 100 120 140 160 180 740 7.60 7. 80 8.00 8. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO072115\
Data File : BG018044.D

Acq On 22 Jul 2015 5:32

Operator : TP/UM

Sample : G2973-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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, 2,2-dimethyl- Concentration Rank 5

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

8.08 5.88 ng 158314 1,4-Dichlorobenzene-d4 7.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane, 2,2-dimethyl- 142 C10H22 015869-87-1 59
2 Heptane, 2,2,4-trimethyl- 142 C10H22 014720-74-2 53
3 Heptane, 2,2,4,6,6-pentamethyl- 170 C12H26 013475-82-6 50
4 Hexane, 2,2,5,5-tetramethyl- 142 C10H22 001071-81-4 50
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 50

Abundance Scan 917 (8.078 min): BG018044.D (-913) (-) m/z 57.05 100.00%

5000

85

g9 113 7.80 8.00 8.20 8.40
126 139 154 m/z 56.05 41.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #18446: Octane, 2,2-dimethyl-
57
5000 41
7.80 8.00 8.20 8.40
71 m/z 43.05 36.75%
2 ‘ 8 127
.q}ﬁpnﬂ””ﬁ”quhpuq””“iq””“”q””“wq””“”q””“.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
57
T T
7.80 8.00 8.20 8.40
5000 m/z 41.00 24 .43%
43
29 71
85 97 127
WTWWWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #36200: Heptane, 2,2,4,6,6-pentamethyl- B LS = B
57 7.80 8.00 8.20 8.40
m/z 71.05 22 .74%
5000
41
29 71 g5
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO072115\
Data File : BG018044.D

Acq On 22 Jul 2015 5:32

Operator : TP/UM

Sample : G2973-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9 Octane, 2,6-dimethyl- Concentration Rank 9

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

8.22 4_.44 ng 119485 1,4-Dichlorobenzene-d4 7.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 72
2 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 72
3 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 64
4 Nonane, 3-methyl- 142 C10H22 005911-04-6 64
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 64

Abundance Scan 941 (8.219 min): BG018044.D (-937) (-) m/z 57.05 100.00%
7
5000 43 71
8 113 7.80 8.00 8.20 8.40 8.60
99 - : : - :
AL 1S S m/z 71.10  42.76%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #18457: Octane, 2,6-dimethyl-
57
43
5000 71
7.80 8.00 8.20 8.40 8.60
113 m/z 43.10 35.87%
2\7 il ll Ll 8 o8 | 127 142
mz-> 20 40 60 80 100 120 140 160 180
Abundance
57
7.80 8.00 820 8.40 8.60
5000 43 = m/z 56.05 35.29%
29 85
98 113 157 141 155 169 184
mz-> 20 40 60 80 100 120 140 160 180
Abundance #45578: Undecane, 4,6-dimethyl-
57 7.80 8.00 8.20 8.40 8.60
43 m/z 41.00 21.62%
5000 n
8 113
T '|"j" ”" 'HI "J"I A ?? e "'1ﬁ% '%QSI' T }?4 T RS SR R
m/z--> 20 40 60 80 100 120 140 160 180 780 8.00 8.0 840 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO072115\
Data File : BG018044.D

Acq On 22 Jul 2015 5:32

Operator : TP/UM

Sample : G2973-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Undecane, 2,8-dimethyl- Concentration Rank 13

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

8.43 2.06 ng 55359 1,4-Dichlorobenzene-d4 7.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane, 2,8-dimethyl- 184 C13H28 017301-25-6 78
2 Octane, 6-ethyl-2-methyl- 156 C11H24 062016-19-7 56
3 Heptane, 3,3,5-trimethyl- 142 C10H22 007154-80-5 50
4 Decane, 4-methyl- 156 C11H24 002847-72-5 50
5 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 50

Abundance Scan 977 (8.431 min): BG018044.D (-970) (-) m/z 71.05 100.00%
7
43
5000 57 85
o0 113 5 ! 800 8% 840 850 550
e NN m/z 43.05 54.01%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45565: Undecane, 2,8-dimethyl-
43
57
71
5000 ARV SRR SRS A
a5 8.00 820 840 860 8.80
29 m/z 85.10 44 _54%
L “ 9 113125 1 155 169 184
miz--> % d e s e o o ik i
Abundance
43
71
57 8.00 820 840 860 8.80
5000 m/z 57.05 42 .86%
85
29
o8 111 127 156
miz--> 20 40 60 80 100 120 140 160 180
Abundance #18476: Heptane, 3,3,5-trimethyl-
7 8.00 820 840 860 8.80
m/z 70.00 33.59%
43 O
5000 29
‘ 113
15 I ‘ 1 ‘\ L 1] 85 97 “ 127 142
m/z--> 2'0 4'0 60 80 100 120 140 160 180 8.00 820 840 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO072115\
Data File : BG018044.D

Acq On 22 Jul 2015 5:32

Operator : TP/UM

Sample : G2973-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Benzene, 1l-methyl-3-(1-meth... Concentration Rank 8

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

8.65 4.62 ng 124292 1,4-Dichlorobenzene-d4 7.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 97
2 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 97
3 Benzene, 1-methyl-4-(1-methyleth... 134 C10H14 000099-87-6 95
4 Benzene, l-methyl-2-(1-methyleth... 134 C10H14 000527-84-4 95
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 94

Abundance Scan 1014 (8.648 min): BG018044.D (-1006) (-) m/z 119.10 100.00%
119
5000
134
91
39 55 65 77 | 105 154 8.40 8.60 8.80 9.00
“v“'VHWH“W'“W*w““WHMT“'HJw*thlL“w““WH“l““v' m/z 134.00 32.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14397: Benzene, 1-methyl-3-(1-methylethyl)-
119
5000
8.40 8.60 8.80 9.00
o1 134 m/z 91.00 15.98%
15 27 4 st 65 77 0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
119
8.40 8.60 8.80 9.00
5000 m/z 117.00 10.80%
134
5 27 39 51 65 77 91 105
Wwwmmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14396: Benzene, 1-methyl-4-(1-methylethyl)-
119 8.40 8.60 8.80 9.00
m/z 120.00 10.44%
5000
134
91
15 27 #5565 77 108111 | ‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO072115\
Data File : BG018044.D

Acq On 22 Jul 2015 5:32

Operator : TP/UM

Sample : G2973-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown8.90 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

8.90 2.17 ng 58498 1,4-Dichlorobenzene-d4 7.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ketone, 2,2-dimethylcyclohexyl m... 154 C10H180 017983-26-5 35
2 Cyclohexane, l-ethyl-2-propyl- 154 C11H22 062238-33-9 27
3 2-Methyloctadecan-7,8-diol 300 C19H4002 1000130-91-8 27
4 Cyanamide, dibutyl- 154 C9H18N2 002050-54-6 25
5 Bicyclo[3.1.1]heptan-3-one, 2-et... 166 C11H180 1000163-95-9 22
Abundance Scan 1057 (8.901 min): BG018044.D (-1044) (-) m/z 119.00 100.00%

119
43 69 g7
5000 148
IJ‘ 1 8.60 8.80 9.00 9.20

- m/z 43.05 62.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #25587: Ketone, 2,2-dimethylcyclohexyl methyl
43 69
5000 IIIIIIIIIIIIIIIIIIIIIII
96111 154 8.60 8.80 9.00 9.20
‘ m/z 69.10 61.93%
P.”,L.nﬂm.ﬂ” -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
69
B s
8.60 8.80 9.00 9.20
5000 55 11 m/z 97.10 59.03%
125
39 84 154

Twmmwwwwmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117766: 2-Methyloctadecan-7,8-diol

8.60 8.80 9.00 9.20
m/z 41.00 57 .85%

5000

171

186201 221 249 267 283 300
e
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO072115\
Data File : BG018044.D

Acq On 22 Jul 2015 5:32

Operator : TP/UM

Sample : G2973-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 11

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

9.22 2.38 ng 103465 Naphthalene-d8 10.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 95
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91
3 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 91
4 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 91
5 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 91

Abundance Scan 1111 (9.218 min): BG018044.D (-1108) (-) m/z 119.05 100.00%
119
5000 134
77 91
39 51 65 105 207 8.80 9.00 9.20 9.40 9.60
SRRBEEESCHR WS PSRN N Mo i 11 BN | BB, L (A m/z 134.10 48.52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14361: Benzene, 1,2,4,5-tetramethyl-
119
5000 134 T 'f}"" RARSE RSN
8.80 9.00 9.20 9.40 9.60
91 m/z 91.00 15.14%
15 27 %0 51 65 77 | 103
m/z--> 20 40 60 80 160 120 140 160 180 200
Abundance
119
8.80 9.00 9.20 9.40 9.60
5000 m/z 76.95 9.53%
134
27 39 51 g5 77 91 105
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14354: Benzene, 1,2,3,5-tetramethyl-
119 8.80 9.00 9.20 9.40 9.60
m/z 120.00 9.51%
134
5000
15 27 39 51 65 77 %1 105 |
s %A e 8 1o 10 1o 1 e 30 | |8k om0 57 G0 550
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO072115\
Data File : BG018044.D

Acq On 22 Jul 2015 5:32

Operator : TP/UM

Sample : G2973-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown9.74 Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
974 201ng 87426  Naphthalene-d8 10.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 46
2 1-Phenyl-1-butene 132 C10H12 000824-90-8 46

003333-13-9 46
001587-04-8 41

3 Benzene, 1-methyl-4-(2-propenyl)- 132 C10H12
4 Benzene, l-methyl-2-(2-propenyl)- 132 C10H12

5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 41
Abundance Scan 1200 (9.741 min): BG018044.D (-1194) (-) m/z 119.05 100.00%
119
5000 57 134
71 01
43 9 | 104 | || 145 9.40 9.60 9.80 10.00
rerrrrr et bt W O Tz 117,00 53.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13586: Benzene, 1-ethenyl-3-ethyl-
117
5000 132
9.40 9.60 9.80 10.00
91 m/z 57.10 47 .10%
7
ST T S 2 N R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
117
B R e e S R
9.40 9.60 9.80 10.00
5000 132 m/z 134.00 46.51%
91
o7 39 51 &5 77 105
wwwmmmmﬂmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13619: Benzene, 1-methyl-4-(2-propenyl)-
117 9.40 9.60 9.80 10.00
m/z 71.10 33.84%
132
5000
91
39 51 105
27
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 9.40 9.60 980 10.00

8270-BG071715.M Wed Jul 22 13:43:36 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO072115\
Data File : BG018044.D

Acq On 22 Jul 2015 5:32

Operator : TP/UM

Sample : G2973-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Nonane, 4-methyl-5-propyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.37 2.04 ng 88578 Naphthalene-d8 10.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane, 4-methyl-5-propyl- 184 C13H28 062185-55-1 72
2 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 59
3 Nonane, 2,3-dimethyl- 156 C11H24 002884-06-2 59
4 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 59
5 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 53
Abundance Scan 1477 (11.369 min): BG018044.D (-1471) (-) m/z 57.05 100.00%
87 71
5000 43
85 112 UL SRR BRI SO
| [ || 133 185 211 11.00 11.20 11.40 11.60
SRS - ..':.',-!..--.-' oL bt et e || M/Z 71.05 92 25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #45623: Nonane, 4-methyl-5-propyl-
43 7
71
5000 RSN SRR BRI SO
112 11.00 11.20 11.40 11.60
29 a5 m/z 43.05 46.81%
L e zna 184
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57 71
43 UL SRR BRI SO
11.00 11.20 11.40 11.60
5000 m/z 41.00 33.21%
85
99 113 169
14 ¥ 127141155 153197911 267
wmﬁwmﬁmﬁwwwmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #27135: Nonane, 2,3-dimethyl- A REE RS
43 57 7 11.00 11.20 11.40 11.60
m/z 56.10 25.11%
5000
m/z--> 25 40 60 80 100 120 140 160 180 200 220 240 260 11.00 11,20 11,40 11.60 |
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO072115\
Data File : BG018044.D

Acq On 22 Jul 2015 5:32

Operator : TP/UM

Sample : G2973-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715_.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]
Butane, 2-methoxy... 2.81 8.4 ng 225307 1 7.54 538567 20.0
unknown4 .69 4.69 32.8 ng 881950 1 7.54 538567 20.0
2-Pentanone, 4-me... 5.76 3.8 ng 101198 1 7.54 538567 20.0
Undecane, 2,5-dim... 6.55 4.8 ng 128692 1 7.54 538567 20.0
unknown7 .09 7.09 70.2 ng 1891440 1 7.54 538567 20.0
Nonane, 5-(2-meth... 7.78 5.0 ng 135208 1 7.54 538567 20.0
Octane, 2,2-dimet... 8.08 5.9 ng 158314 1 7.54 538567 20.0
Octane, 2,6-dimet. .. 8.22 4.4 ng 119485 1 7.54 538567 20.0
Undecane, 2,8-dim... 8.43 2.1 ng 55359 1 7.54 538567 20.0
Benzene, 1l-methyl... 8.65 4.6 ng 124292 1 7.54 538567 20.0
unknown8.90 8.90 2.2 ng 58498 1 7.54 538567 20.0
Benzene, 1,2,4,5-... 9.22 2.4 ng 103465 2 10.33 868969 20.0
unknown9 .74 9.74 2.0 ng 87426 2 10.33 868969 20.0
Nonane, 4-methyl-_.. 11.37 2.0 ng 88578 2 10.33 868969 20.0
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