LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\
Data File : BF090561.D

Aca On : 14 Oct 2016 11:07

Operator : UM/SJ

Sample : H5157-01

Misc :

ALS Vial : 6 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-BF101316.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 2.931 43 52 56 rBv 184140 498358 1.89% 0.155%
2 3.320 76 86 92 rBv3 71934 281073 1.06% 0.088%
3 3.514 96 103 106 rBV2 181272 498363 1.89% 0.155%
4 3.674 111 117 120 rBvV 179947 379488 1.44% 0.118%
5 3.754 120 124 127 rBvY 227212 420204 1.59% 0.131%
6 3.880 131 135 139 rBv2 674815 1650840 6.25% 0.515%
7 4.029 144 148 152 rBvV 944511 1664107 6.30% 0.519%
8 4.177 156 161 164 rBvV 792361 1543910 5.84% 0.482%
9 4.234 164 166 171 rVB 275877 431903 1.63% 0.135%
10 4.337 171 175 177 rBVY 296601 504963 1.91% 0.158%

11 4._.383 177 179 182 rBV 234618 438925 1.66% 0.137%
12 4.531 189 192 195 rBV3 653592 1048390 3.97% 0.327%
13 4.634 197 201 204 rBV 635139 885095 3.35% 0.276%
14 4.726 208 209 212 rVB 285281 360988 1.37% 0.113%
15 4.794 212 215 217 rBV 324949 389970 1.48% 0.122%

16 4.840 217 219 221 rBV 668415 752443 2.85% 0.235%
17 4.954 224 229 231 rVB 1448858 1892654 7.16% 0.591%
18 5.034 234 236 240 rVB2 2185238 4505299 17.04% 1.406%
19 5.103 240 242 245 rBV 2029178 2943358 11.14% 0.918%
20 5.172 245 248 250 rVB3 440626 963476 3.64% 0.301%

21 5.240 250 254 258 rvB3 500361 988716 3.74% 0.308%
22 5.320 258 261 262 rBV 2511468 3668915 13.88% 1.145%
23 5.354 262 264 266 rVvB2 867907 1303476 4._.93% 0.407%
24 5.400 266 268 270 rBV 2153612 3917476 14.82% 1.222%
25 5.526 273 279 282 rBV2 4340873 9754461 36.90% 3.043%

26 5.606 284 286 288 rVB 654363 879877 3.33% 0.275%
27 5.640 288 289 291 rVB 340966 427453 1.62% 0.133%
28 5.686 291 293 295 rBV 1927203 2913087 11.02% 0.909%
29 5.732 295 297 298 rvVB 2107561 2499670 9.46% 0.780%
30 5.766 298 300 304 rvB2 1984786 3426700 12.96% 1.069%

31 5.834 304 306 308 rvB 730299 780493 2.95% 0.244%
32 5.937 311 315 317 rVvB2 3107367 4903855 18.55% 1.530%
33 5.994 317 320 324 rBV3 2252150 5454425 20.63% 1.702%
34 6.074 324 327 329 rVB2 5388235 7182121 27.17% 2.241%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\
Data File : BF090561.D

Aca On : 14 Oct 2016 11:07

Operator : UM/SJ

Sample : H5157-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE
Smoothing : ON

: Filtering: 5
Sampling :© 1

Min Area: 3 % of largest Peak

Start Thrs:
Stop Thrs - O

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

0.2

Peak separation: 5

Method

Title

35 6.120
36 6.177
37 6.234
38 6.269
39 6.360
40 6.429
41 6.463
42 6.520
43 6.555
44 6.600
45 6.692
46 6.783
47 6.886
48 6.920
49 6.955
50 6.989
51 7.057
52 7.080
53 7.183
54 7.252
55 7.332
56 7.480
57 7.583
58 7.720
59 7.892
60 7.983
61 8.063
62 9.332
63 9.789
64 10.704
65 11.001
66 12.464
67 12.544
68 12.841
69 13.047
70 14.098
71 14.418

Max Peaks: 100
Peak Location: TOP

Z:\HPCHEM1I\BNA F\METHODS\8270-BF101316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

329 331
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409 413
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457 459
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608 612
649 652
729 732
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884 886
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917 919
935 937
1026 1029

1055 1057
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rBv2

rBv2
rBv

rvB4
rBv2
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rBv2
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rBv4
rBv4
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rBv3
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rBv3
rBv3
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rBv2
rBv3
rBv3
rBv2
rBv5

rvB3
rBv
rBv
rvB2
rvB2

rBv

1832091

6765756
2930037
1789908
4932585
3754729

3832981
3002633
2555588
1773282
4964574

2387443
3288586
1470730
3777098
1741690

2096783
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3740903

5701132
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3363787
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2076284
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1880761
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1324479

230321
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3381871

11108890
3596573
5709950

11920512
3923912

7404379
2892819
3750148
1216471
15967301

4040105
10100816
1452761
4586192
2139129

5161454
13185789
6691238
5714953
8966236

26433201
5787986
11435345
20116329
8634112

3614346
5708228
5533941
4482421
7108034

3698362
3223242

819593
5385920
2884930

391357

12.79%

42 _.03%
13.61%
21.60%
45_.10%
14 .84%

28.01%
10.94%
14 _.19%
4.60%
60.41%

15.28%
38.21%
5.50%
17 .35%
8.09%

19.53%
49 _88%
25.31%
21.62%
33.92%

100.00%
21.90%
43.26%
76.10%
32.66%

13.67%
21.59%
20.94%
16.96%
26 .89%

13.99%
12.19%

3.10%
20.38%
10.91%

1.48%

1.055%

3.466%
1.122%
1.782%
3.719%
1.224%

2.310%
0.903%
1.170%
0.380%
4.982%

1.261%
3.152%
0.453%
1.431%
0.667%

1.610%
4.114%
2.088%
1.783%
2.798%

8.247%
1.806%
3.568%
6.276%
2.694%

1.128%
1.781%
1.727%
1.399%
2.218%

1.154%
1.006%
0.256%
1.680%
0.900%

0.122%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\
Data File : BF090561.D

Aca On : 14 Oct 2016 11:07

Operator : UM/SJ

Sample : H5157-01

Misc :

ALS Vial : 6 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 - 0 Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF101316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

72 15.561 1154 1157 1164 rVB 720035 1407458 5.32% 0.439%
73 16.258 1216 1218 1224 rVB2 333045 775317 2.93% 0.242%

Sum of corrected areas: 320506153
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF101416\
BF090561.D

14 Oct 2016 11:07

UM/SJ

H5157-01

6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
1e+07

8000000

6000000

4000000

2000000

TIC: BF090561.D

ob—

Time--> 2.50

Abundance
1e+07

8000000

6000000

4000000

2000000

Or——

TIC: BF090561.D
0.70, 11.0Q

‘ I ‘

13.05
12.84

Time-->

11.50 12.00

10.00 10.50 11.00

12.50

13.00

13.50

Abundance
1e+07

8000000

6000000

4000000

2000000

0

TIC: BF090561.D

14.10

15.56

14.42 16.26

Time-->

™1
14.00

17.00 17.50

14.50 15.00

15.50 16.00 16.50

18.50

18.00

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\
Data File : BF090561.D

Aca On : 14 Oct 2016 11:07

Operator : UM/SJ

Sample : H5157-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.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 Heptane, 2,5-dimethyl- Concentration Rank 17

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

5.03 62.02 ng 4505300 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 2.5-dimethvl- 128 C9H20 002216-30-0 72
2 Heptane. 3.5-dimethvl- 128 C9H20 000926-82-9 64
3 Nonane. 2.2.4.4.6.8.8-heptamethvl- 226 C16H34 004390-04-9 59
4 Octane. 3-methvl- 128 C9H20 002216-33-3 59
5 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 50

Abundance Scan 236 (5.034 min): BF090561.D (-234) (-) m/z 57.10 100.00%
g7
5000
43
71 99 460 4.80 5.00 5.20 5.40
8l o1 110 128
O rrrrrrreryrebrrrlb e Sl 9L T MO 128 nr 43,10 31.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #12700: Heptane, 2,5-dimethyl-
57
5000 43
29 4.60 4.80 5.00 5.20 5.40
m/z 41.10 21.44%
71 99
0 \‘ ‘ | [, al 85 | 113 128
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
57
4.60 4.80 5.00 5.20 5.40
5000 m/z 56.10 15.27%
43
29 71 99
ol 15 83 113 128
W@Wmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #83055: Nonane, 2,2,4,4,6,8,8-heptamethyl-
57 4.60 4.80 5.00 5.20 5.40
m/z 71.10 12.04%
5000
41
29
USRS UNRREA RS S INLLAA IS SRR NLARN LRSS LRSS RALAN BARSS RARAN BAAN SARAS

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\
Data File : BF090561.D

Aca On : 14 Oct 2016 11:07

Operator : UM/SJ

Sample : H5157-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.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 Octane, 4-methyl- Concentration Rank 20

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

5.40 53.93 ng 3917480 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 4-methvl- 128 C9H20 002216-34-4 91
2 Hexane. 2.3.4-trimethvl- 128 C9H20 000921-47-1 78
3 Heptane. 2.4-dimethvl- 128 C9H20 002213-23-2 72
4 Hexane. 3-ethvl- 114 C8H18 000619-99-8 64
5 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 53

Abundance Scan 268 (5.400 min): BF090561.D (-266) (-) m/z 43.10 100.00%
43
5000
57 71 85
5.00 520 5.40 5.60 5.80
o..,....,..??',|.'.-..??.'.".,....~,....,....,...9.8,....1.1.3..,..???.... m/z 71.10 33.50%
m/z--> 20 40 50 60 70 80 90 100 110 120 130
Abundance #12674: Octane, 4-methyl-
43
5000
5.00 520 5.40 5.60 5.80
29 57 71 85 m/z 85.10 33.25%
o | sl s1, es 1 98 113 128
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
5.00 520 540 5.60 5.80
5000 m/z 57.10 28 .30%
29 5771 85
o 37 51 65 || 77 91 99 113 128
HRSUNIRIIUUNRIS UL SULILL SR SO SV IV B B S S
m/z--> 20 40 50 70 80 90 100 110 120 130
Abundance #12697: Heptane, 2,4-dimethyl-
43 5.00 520 540 5.60 5.80
m/z 41.10 23.78%
5000 a5
57 71
29
o [ 37‘M‘ 51 M‘ 65 J‘ 77 | 99 113 128
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 500 520 540 560 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\
Data File : BF090561.D

Aca On : 14 Oct 2016 11:07

Operator : UM/SJ

Sample : H5157-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.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 1-Ethyl-4-methylcyclohexane Concentration Rank 15

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

5.94 67.51 ng 4903860 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Ethvl-4-methvilcvclohexane 126 C9H18 003728-56-1 91
2 Cvclohexane. 1-ethvl-2-methvl-. ... 126 C9H18 004923-77-7 87
3 1-Ethvl-3-methvlcvclohexane (c.t) 126 C9H18 003728-55-0 87
4 Cvclohexane. 1-ethvl-4-methvl-., ... 126 C9H18 004926-78-7 83
5 Cyclohexane, l-ethyl-2-methyl- 126 C9H18 003728-54-9 83

Abundance Scan 315 (5.937 min): BF090561.D (-311) (-) m/z 97.10 100.00%
o7
5000
41 69
81 126 5.60 5.80 6.00 6.20
o..,....,....,....',|.'|...,.':I'.,...':‘,"....,'.I:.f.‘?..-!.',....1,1~.1...,..'.'.,...1.‘,‘9..., m/z 55.10 93.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11575: 1-Ethyl-4-methylcyclohexane
55 97
5000 IR AR R UL R
5.60 5.80 6.00 6.20
41 69 126 m/z 69.10 31.41%
o aal  Je2 | 8 e | 1ums
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
55 97
560 580 6.00 620
5000 41 m/z 41.10 27 .20%
69
0 62 83 g9 111119126
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11612: 1-Ethyl-3-methylcyclohexane (c,t)
55 97 5.60 5.80 6.00 6.20
m/z 56.10 15.91%
5000
41 69 126
29 81
0 "|%4'|"'“""“”"'v“"|"”*i“"|h"'v'lll"'}ﬁi"|"'w""|"“l
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\
Data File : BF090561.D

Aca On : 14 Oct 2016 11:07

Operator : UM/SJ

Sample : H5157-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.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 Heptane, 2,4,6-trimethyl- Concentration Rank 13

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

5.99 75.09 ng 5454430 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 2.4.6-trimethvl- 142 C10H22 002613-61-8 64
2 Hexane. 2.3.3-trimethvl- 128 C9H20 016747-28-7 58
3 Hexan-2-vl isobutvl carbonate 202 C11H2203 1000372-75-5 53
4 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 50
5 Hexane, 3-ethyl-2-methyl- 128 C9H20 016789-46-1 50

Abundance Scan 320 (5.994 min): BF090561.D (-317) (-) m/z 43.10 100.00%
B
85
5000
69 97
5.60 5.80 6.00 6.20 6.40
o ALt 12 m/z 57.10 80.11%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19205: Heptane, 2,4,6-trimethyl-
43
5000
5.60 5.80 6.00 6.20 6.40
27 71 9 m/z 85.10 65 .35%
Ouuluslumuu‘i‘l . |“|‘|||M|||‘|‘| . |“||||||]|-2|7| |1|4‘.|2|||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
43
85 560 580 6.00 6.20 6.40
5000 m/z 41.10 34 .82%
57
27 69
Oy ??I' }}?I = AR DN B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #62444: Hexan-2-yl isobutyl carbonate
57 5.60 5.80 6.00 6.20 6.40
85 m/z 55.10 26 .96%
5000 43
29 69 101
0 15 \“ ‘h | ‘ ! i “ 1}\8 131 145 187
m/z--> 20 40 60 80 100 120 140 160 180 560 580 600 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\
Data File : BF090561.D

Aca On : 14 Oct 2016 11:07

Operator : UM/SJ

Sample : H5157-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 5 unknown6.07 Concentration Rank 8

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

6.07 98.88 ng 7182120 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Methvibicvclol4.2.0Tloctane 124 COH16 1000210-90-2 46
2 1-Cvclobutanone.2-(2-methvl-1-pr... 124 C8H120 091531-45-2 43
3 Cvclopentene. 3-methvl- 82 C6H10 001120-62-3 38
4 3-Hexen-1-ol. acetate. (BE)- 142 C8H1402 003681-82-1 38
5 3-Aminocrotononitrile 82 C4H6N2 001118-61-2 38

Abundance Scan 327 (6.074 min): BF090561.D (-324) (-) m/z 57.10 100.00%
7 67 82
43
5000
| ‘ % 105 580 6.00 6.20 6.40
126 : : : .
o..,....,....;J..?ﬁ'!l:,..'.'.|,.7ﬁ4.'.| :'.5.‘?..']!',..|..',1~.1.3..,-.::.,....}‘.‘.2..,. m/z 82.10 84.20%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #10678: 7-Methylbicyclo[4.2.0]octane
67 82
5000 a2
5.80 6.00 6.20 6.40
27 o m/z 67.10 84.16%
0"|"""|""|""|"""|"*'|'7'§'“"' 'Jl'I"}PP“"I%??'I""I""I
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
67
82
39 580 6.00 6.20 6.40
5000 m/z 43.10 64.57%
27 53
o 46 74 % 19 124
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #1244: Cyclopentene, 3-methyl-
67 5.80 6.00 6.20 6.40
m/z 55.10 64.21%
5000
41 82
27 ‘ 53 ‘
O'W'”'w'“i“'w““'w””l“'ﬁt“'w'“l“'w'“'w'“l”'w'“'v RN AR AR LR U
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\
Data File : BF090561.D

Aca On : 14 Oct 2016 11:07

Operator : UM/SJ

Sample : H5157-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.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 Nonane, 3-methyl- Concentration Rank 4

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

6.18 152.94 ng 11108900 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 3-methvl- 142 C10H22 005911-04-6 60
2 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 58
3 3-Bromooctane 192 C8H17Br 000999-64-4 46
4 Sulfurous acid. butvl pentvl ester 208 C9H2003S 1000309-17-1 38
5 Cyclohexane, propyl- 126 C9H18 001678-92-8 38

Abundance Scan 336 (6.177 min): BF090561.D (-334) (-) m/z 57.10 100.00%
57
LA
41
5000
I ‘ I 9|7 113 5 580 6.00 6.20 6.40 6.60
Ol el e M e m/z 71.15 73.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19170: Nonane, 3-methyl-
57
43 -
5000 29
5.80 6.00 6.20 6.40 6.60
m/z 55.10 67.17%
113
0 15 ‘\ “ . \‘\ \‘\ ?\5 98 \‘ 127 142
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
57
43 - 580 6.00 6.0 6.40 6.60
5000 m/z 83.10 66.81%
29 113
ol 15 8 o 127 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #54926: 3-Bromooctane
57 7 5.80 6.00 6.20 6.40 6.60
a1 m/z 41.10 55.26%
5000
29
113
o 18 “‘ “ Sl g8 93 105 | 121 135
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.80 6.00 6.20 6.40 6.60

8270-BF101316.-M Fri Oct 14 18:56:35 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\
Data File : BF090561.D

Aca On : 14 Oct 2016 11:07

Operator : UM/SJ

Sample : H5157-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.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 unknown6.27 Concentration Rank 12

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

6.27 78.61 ng 5709950 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.2.3-trimethvl-. ... 112 C8H16 002613-69-6 27
2 Cvclohexanemethanol. .alpha.-(2-... 168 C11H200 031569-55-8 16
3 L-Menthvl chloroformate 218 C11H19CIl02 014602-86-9 16
4 1-Octene. 3.7-dimethvl- 140 C10H20 004984-01-4 16
5 Cyclohexane, l1l-methyl-4-(2-hydro... 142 C9H180 004916-87-4 14

Abundance Scan 344 (6.269 min): BF090561.D (-342) (-) m/z 95.10 100.00%
70 9
56 81
5000 123
43 110
|| T | 140 6.00 620 6.40 6.60
okl ey e Tm/Z 70.10 92.11%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #6838: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,...
70
55
5000
41 6.00 6.20 6.40 6.60
27 m/z 56.10 63.41%
| | 84 97 112
0|||||‘|‘||‘|‘|||“|‘|||‘|||‘l|||‘|||l||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
95
6.00 6.20 6.40 6.60
5000 41 6 83 m/z 55.10 56.26%
29
67 111
0 15 121 135 150 166
miz--> 20 40 60 80 100 120 140 160 180
Abundance #75436: L-Menthy! chloroformate e A REEES REa S
81 9 6.00 6.20 6.40 6.60
m/z 81.10 55.90%
5000
67 123
41 55 138
109
0 ||1|5||2|7||||||||||||| e |||||||:!-7|5||
m/z--> 20 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60

8270-BF101316.-M Fri Oct 14 18:56:36 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\
Data File : BF090561.D

Aca On : 14 Oct 2016 11:07

Operator : UM/SJ

Sample : H5157-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.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 Undecane, 5,6-dimethyl- Concentration Rank 3

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

6.36 164.11 ng 11920500 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 5.6-dimethvl- 184 C13H28 017615-91-7 53
2 Octane. 4-ethvl- 142 C10H22 015869-86-0 47
3 Octane. 2.7-dimethvl- 142 C10H22 001072-16-8 47
4 Heptane. 4-ethvl- 128 C9H20 002216-32-2 43
5 Octane, 3,4-dimethyl- 142 C10H22 015869-92-8 43

Abundance Scan 352 (6.360 min): BF090561.D (-349) (-) m/z 57.10 100.00%
43
5000
71
85 IIIIIIIIIIIII|IIII|I
98 112 125 140 6.00 6.20 6.40 6.60
o! L m/z 43.10  75.28%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48864: Undecane, 5,6-dimethyl-
a7
5000 SRR SRS R
6.00 6.20 6.40 6.60
29 71 84 o8 m/z 41.10 44.15%
o1 L 3 1 a1 184
mz-> 20 40 60 80 100 120 140 160 180
Abundance
57
43 6.00 620 640 6.60
5000 71 m/z 71.10 34.21%
29 85 og 112
142
S L S B L L WL L UL S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19188: Octane, 2,7-dimethyl- A e
B 6.00 6.20 6.40 6.60
m/z 69.10 29.35%
5000
85
0 ‘ 1 - 113 127 142
m/z--> 20 40 éo 80 160 120 140 160 180 6.00 6.0 6.40 6.60

8270-BF101316.-M Fri Oct 14 18:56:36 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\
Data File : BF090561.D

Aca On : 14 Oct 2016 11:07

Operator : UM/SJ

Sample : H5157-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.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 Pentane, 2,2,3,3-tetramethyl- Concentration Rank 19

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

6.43 54.02 ng 3923910 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.2.3.3-tetramethvl- 128 C9H20 007154-79-2 64
2 Heptane. 2.3.4-trimethvl- 142 C10H22 052896-95-4 64
3 Nonane. 4-methvl- 142 C10H22 017301-94-9 64
4 Heptane. 4-methvl- 114 C8H18 000589-53-7 53
5 Nonane, 3-methyl- 142 C10H22 005911-04-6 52

Abundance Scan 358 (6.429 min): BF090561.D (-355) (-) m/z 57.10 100.00%
g7
43
5000 71
% 6.00 620 6.40 6.60 6.80
85 : : : : :
o....,....,....',!...,..'!.',....,....,..-..,..-..|',....1,?.2..,..1.?7,....1,‘.‘.2..,. m/z 43.10 59.50%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #12739: Pentane, 2,2,3,3-tetramethyl-
57
43
5000 71 NSRBI NAEREARRAE SR A
6.00 6.20 6.40 6.60 6.80
o m/z 71.15 41.97%
0 \‘ ‘y 50 | 64 | 78 85 \ 113 128
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
43 57
6.00 620 6.40 6.60 6.80
5000 71 m/z 70.10 32.55%
ol21 36, 50 85
mmﬁmwmwwm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19173: Nonane, 4-methyl- L e R
43 6.00 6.20 6.40 6.60 6.80
m/z 41.10 24 _.29%
5000
71
29
0 || 36, ‘ 50 |, 85 M 112 127 142
m/z--> 20 30 45 50 60 75 80 90 100 110 120 130 140 150 600 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\
Data File : BF090561.D

Aca On : 14 Oct 2016 11:07

Operator : UM/SJ

Sample : H5157-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.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 2-Octene, 2,6-dimethyl- Concentration Rank 7

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

6.46 101.94 ng 7404380 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Octene. 2.6-dimethvl- 140 C10H20 004057-42-5 62
2 4-Octene. 2.6-dimethvl-. IS-(E)1- 140 C10H20 062960-76-3 59
3 1-Hexene. 3.3.5-trimethvl- 126 C9H18 013427-43-5 47
4 Cvclohexanone. 3.5-dimethvl- 126 C8H140 002320-30-1 47
5 2-Methyl-2-heptene 112 C8H16 000627-97-4 43

Abundance Scan 361 (6.463 min): BF090561.D (-359) (-) m/z 69.10 100.00%
69
55
5000 M 125
83 111
97 ‘ 140 6.20 6.40 6.60 6.80
o....,....,....',.||...,.'..|.F."T.-:,|....,~.!|..9R..'.,....,:...,..:.,....:...., m/z 55.10 54.03%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17999: 2-Octene, 2,6-dimethyl-
41 69
55
5000 IR L S N
29 6.20 6.40 6.60 6.80
m/z 125.10 47 .58%
‘ 83 140
0""%%'jal'”'“l"'PH'LI"Jl”"'lﬂl"P'??l"'}ﬁ%"I}??W""I"”I
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
55
69 6.20 6.40 6.60 6.80
5000 m/z 70.10 43.88%
41
83
29 111 140
0 97 125
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11567: 1-Hexene, 3,3,5—trimethy|— LI L L L L L
69 6.20 6.40 6.60 6.80
41 m/z 41.10 41.02%
5000 55
27 83
o \ L ‘ 62 [, 76 |, 9198 111 126
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 620 6.40 6.60 6.80

8270-BF101316.-M Fri Oct 14 18:56:38 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\
Data File : BF090561.D

Aca On : 14 Oct 2016 11:07

Operator : UM/SJ

Sample : H5157-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.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 11 unknown6.69 Concentration Rank 1

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

6.69 219.82 ng 15967300 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
4 1-Methvlopvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 381 (6.692 min): BF090561.D (-377) (- m/z 132.00 100.00%
132
5000 55 68 83

6.40 6.60 6.80 7.00

o} m/z 83.10 48.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 LA L L L L LN
a1 97 6.40 6.60 6.80 7.00
‘ 53 17 m/z 68.10 43.67%
79
0..,”.q..”,.”jiL.4hhnrhhHpﬂmhhnéaﬂaq}9§,”jq..”ﬂh..“..q..“,”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
132
A E e
6.40 6.60 6.80 7.00
5000 m/z 55.10 41.24%
33 44 o 97105
0 52 60 8 86 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14503: 1H-Benzimidazole, 2-methyl- R EREEEEEE L
132 6.40 6.60 6.80 7.00
m/z 134.00 33.37%
5000

63
15 28 39 52 7 77 90 1M g5 |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.40 6.60 6.80 7.00

8270-BF101316.-M Fri Oct 14 18:56:39 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\
Data File : BF090561.D

Aca On : 14 Oct 2016 11:07

Operator : UM/SJ

Sample : H5157-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.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 12 Cyclohexane, 1-methyl-2-pro... Concentration Rank 18

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

6.78 55.62 ng 4040110 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. l1-methvl-2-propvl- 140 C10H20 004291-79-6 64
2 Cvclohexane. 1.1-dimethvl- 112 C8H16 000590-66-9 52
3 Cvclohexane. 1-bromo-2-methvl- 176 C7H13Br 006294-39-9 50
4 Oxalic acid. cvclohexvlmethvl pr... 228 C12H2004 1000309-68-1 47
5 Cycloheptane, bromo- 176 C7H13Br 002404-35-5 43

Abundance Scan 389 (6.783 min): BF090561.D (-386) (-) m/z 97.10 100.00%
55 g7
69 81
5000 M
Hi 1p3 140 150 6.40 6.60 6.80 7.00 7.20
o} e e o e O m/z 55.10 85.60%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #18037: Cyclohexane, 1-methyl-2-propyl-
97
55
5000 LRSS RARRE RARRE SRR
41 6.40 6.60 6.80 7.00 7.20
m/z 69.10 54.91%
29 | ‘ 83 140
AN N N N -~
m/z--> 20 40 80 100 120 140 160 180
Abundance
97
b UASEPE AR SRR R
6.40 6.60 6.80 7.00 7.20
5000 41 69 m/z 81.10 54 .79%
27
15 84 112
i B S L L B L WAL LA
m/z--> 20 40 80 100 120 140 160 180
Abundance #42811: Cyclohexane, 1-bromo-2-methyl- L B o
97 6.40 6.60 6.80 7.00 7.20
55 m/z 41.10 39.44%
5000
39 67 8l
ol 15 20 111121 135 149 164 176
m/z--> 20 40 ' 8|0 100 120 140 160 180 6.40 6.60 6.80 7.00 7.20

8270-BF101316.M

Fri Oct 14 18:56:41 2016

Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\
Data File : BF090561.D

Aca On : 14 Oct 2016 11:07

Operator : UM/SJ

Sample : H5157-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.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 Undecane, 3-methyl- Concentration Rank 14

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

7.06 71.06 ng 5161450 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 3-methvl- 170 C12H26 001002-43-3 64
2 Tetratetracontane 619 C44H90 007098-22-8 50
3 Nonane. 3-methvIl-5-propvl- 184 C13H28 031081-18-2 50
4 Sulfurous acid. butvl nonvl ester 264 C13H2803S 1000309-17-6 50
5 Nonane, 5-(1-methylpropyl)- 184 C13H28 062185-54-0 47

Abundance Scan 413 (7.057 min): BF090561.D (-409) (-) m/z 57.10 100.00%
sl
5000
1 15 680 7.00 7.20 7.40
ot e e e e e m/z 71.15 59 _55%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #38327: Undecane, 3-methyl-
57
5000 IR UL L R I

6.80 7.00 7.20 7.40
m/z 85.10 39.91%

g9 141
owggui.ﬂ.”ﬂ“.” T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
R R RE SRR
6.80 7.00 7.20 7.40
5000 m/z 56.10 38.33%

97
26 141 183 225 267 309 351 393 435 491 535 574 617

ol e S S o o R o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #48914: Nonane, 3-methyl-5-propyl- I
57 6.80 7.00 7.20 7.40
m/z 41.10 38.13%
5000
oL 280|172 ass
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 6.80 7.00 7.20 7.40

8270-BF101316.-M Fri Oct 14 18:56:42 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\
Data File : BF090561.D

Aca On : 14 Oct 2016 11:07

Operator : UM/SJ

Sample : H5157-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.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 Cyclohexane, butyl- Concentration Rank 2

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

7.08 181.53 ng 13185800 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. butvl- 140 C10H20 001678-93-9 55
2 Cvclohexane. pentvl- 154 C11H22 004292-92-6 43
3 1.2-Dichlorobenzene-D4 150 CeD4Cl2 002199-69-1 42
4 1.4-Dichlorobenzene-D4 150 CeD4cCl2 003855-82-1 42
5 Cyclohexane, propyl- 126 C9H18 001678-92-8 38

Abundance Scan 415 (7.080 min): BF090561.D (-414) (-) m/z 83.10 100.00%
83
55 150
5000 a1
115
69 ‘ 140 PUSSRRA SRS RALRE AL
127 6.80 7.00 7.20 7.40
0 L 97206| L, 227 | i 186 7z 55.10  74.10%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17972: Cyclohexane, butyl-
83
55
5000 R A R R L
41 6.80 7.00 7.20 7.40
29 67 140 m/z 150.00 70.76%
N O O A = -
m/z--> 20 40 60 80 100 120 140 160
Abundance
83
55 HR A R R L
6.80 7.00 7.20 7.40
5000 m/z 82.10 58.82%
41 &7
29 154
S L L LA R '?1 '%¥1'|1?§'1?Z' R SR
m/z--> 20 40 60 80 100 120 140 160
Abundance #24120: 1,2-Dichlorobenzene-D4 A RAmES B S
150 6.80 7.00 7.20 7.40
m/z 152.00 45.08%
115
5000 52 78
87
0||1|2|||228 ‘:“l‘:‘:‘:“l‘ﬁ?‘: — M:‘::glg:::‘lll?4||||||‘|“||||||
m/z--> 20 40 60 80 100 120 140 160 6.80 7.00 7.20 7.40

8270-BF101316.-M Fri Oct 14 18:56:43 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\
Data File : BF090561.D

Aca On : 14 Oct 2016 11:07

Operator : UM/SJ

Sample : H5157-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.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 Benzene, 1,3-diethyl- Concentration Rank 9

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

7.18 92.12 ng 6691240 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 94
2 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 94
3 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 94
4 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 87
5 Benzene, tert-butyl- 134 C10H14 000098-06-6 76

Abundance Scan 424 (7.183 min): BF090561.D (-421) (-) m/z 119.10 100.00%
105 149
5000 134
91
43 51 65 I 6.80 7.00 7.20 7.40 7.60
ol 144 156 m/z 105.10  99.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14839: Benzene, 1,3-diethyl-
105 119
5000 134
6.80 7.00 7.20 7.40 7.60
91 m/z 134.05 50.18%
27 39 51 65 !/ |
0"I']'-'S'I""‘I""‘I""'i"'"I"""I""NI""I""I"”'I"""l""l""'I""I""I"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
119
105
6.80 7.00 7.20 7.40 7.60
5000 134 m/z 91.10 27.20%

91

77
15 27 41 51 65

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14842: Benzene, 1,2-diethyl-
105 119 6.80 7.00 7.20 7.40 7.60
m/z 77.10 17.41%
5000 134
91
27 39 51 65 |
0 ..,.1..5.,...‘.‘,....‘,....i‘.‘...,.‘.‘..,...‘l‘,....‘,a‘...,.‘”.,..‘a‘al....,..‘..,....,....,... e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\
Data File : BF090561.D

Aca On : 14 Oct 2016 11:07

Operator : UM/SJ

Sample : H5157-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.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 Bicyclo[4.2.0]Joct-1-ene, 7-... Concentration Rank 11

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

7.25 78.68 ng 5714950 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol4.2.0loct-1-ene. 7-endo-... 134 C10H14 1000142-18-3 59
2 1.2.3.4.5.8-Hexahvdronaphthalene 134 C10H14 036231-13-7 47
3 3a.6-Methano-3aH-indene. 2.3.4.5... 134 C10H14 098640-10-9 47
4 Benzene. (2-methvlpropvl)- 134 C10H14 000538-93-2 47
5 Benzene, butyl- 134 C10H14 000104-51-8 43

Abundance Scan 430 (7.252 min): BF090561.D (-428) (-) m/z 91.10 100.00%
o
105
5000 119 134

7.00 7.20 7.40 7.60

143153 168

0 m/z 105.10 53.34%
m/z--> 10 20 30 40 50 60 70 80 90 100110120 130 140 150 160 170
Abundance #14921: Bicyclo[4.2.0]oct-1-ene, 7-endo-ethenyl-
91
5000
77 7.00 7.20 7.40 7.60
39 o 65 105 119 g34 m/z 119.10  45_45Y%
0 H wa \‘H M ‘ m w‘ !
L RAaas B ad L L Laas B L R Rad aaannians)
m/z--> 10 20 30 40 50 60 70 80 90 100110120 130 140 150 160 170
Abundance
91
7.00 7.20 7.40 7.60
5000 m/z 92.10 43.94%
134
105
39 5 65 '/ 119

27
oh 15

mﬁmmmmmrrmwﬁn
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 130 140 150 160 170
Abundance #14935: 3a,6-Methano-3aH-indene, 2,3,4,5,6,7-hexahydro-

7.00 7.20 7.40 7.60
m/z 134.10 43.06%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\
Data File : BF090561.D

Aca On : 14 Oct 2016 11:07

Operator : UM/SJ

Sample : H5157-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.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 Naphthalene, decahydro-, tr... Concentration Rank 5

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

7.33 123.44 ng 8966240 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-. trans- 138 C10H18 000493-02-7 94
2 Naphthalene. decahvdro- 138 C10H18 000091-17-8 93
3 Naphthalene. decahvdro-. cis- 138 C10H18 000493-01-6 72
4 Cvclohexene. 1-methvl-4-(l1-methv... 138 C10H18 001195-31-9 68
5 Bicyclo[3.3.1]nonan-9-one 138 C9H140 017931-55-4 43

Abundance Scan 437 (7.332 min): BF090561.D (-435) (-) m/z 67.10 100.00%
67 138
g2 96
5000 a1
54 109 R LRI A LN L
| | 127 151 167 7.00 7.20 7.40 7.60
ol e e el m/z 138.10 85.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #16924: Naphthalene, decahydro-, trans-
67 138
82
41 %
5000
55 7.00 7.20 7.40 7.60
109 m/z 68.10 77.19%
0 T |‘||| “\l i:u‘:“:‘n: ‘:l:‘: ||||k||||::-|2|3|| u— ‘ BRRRRIEARRLRRS au
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
67 g, % 138
7.00 720 7.40 7.60
5000 4 m/z 96.10 67.00%
109
0 29 123
C B K K R B L N N A LA LS L LA LA U LA L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #16914: Naphthalene, decahydro-, cis- A RERRmEamE R
a1 67 81 7.00 7.20 7.40 7.60
138 m/z 82.10 64.01%
96
5000 27 55
109
1> “ It ‘J‘ lll, il ‘\ 123
O'W””P”W””P”W“”P”'””P”W””P”W””P“W“”P”W””P“W“' AR A LN L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\
Data File : BF090561.D

Aca On : 14 Oct 2016 11:07

Operator : UM/SJ

Sample : H5157-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 18 Benzene, 1l-ethyl-3-(1-methy... Concentration Rank 10

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

7.58 79.68 ng 5787990 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-3-(1-methvlethvl)- 148 C11H16 004920-99-4 91
2 Benzaldehvde. 4-(1-methvlethvI)- 148 C10H120 000122-03-2 53
3 Propanal. 2-methvl-3-phenvl- 148 C10H120 1000131-87-6 49
4 Ethanone. 1-(2.4-dimethviphenvl)- 148 C10H120 000089-74-7 49
5 Phenol, 2-(2-methyl-2-propenyl)- 148 C10H120 020944-88-1 46

Abundance Scan 459 (7.583 min): BF090561.D (-457) (-) m/z 105.10 100.00%
105

5000

o

7.20 7.40 7.60 7.80 8.00
0f m/z 133.10 59.92%

m/z--> 20 40 60 80 100 120 140 160
Abundance #22811: Benzene, 1-ethyl-3-(1-methylethyl)-
133

5000 105  RERER R a R R SR
148 7.20 7.40 7.60 7.80 8.00

91 119 m/z 148_.10 35.31%

se w7 |
0 ...,...Hﬂ.ﬂ..,...wh....,V..Ui....,.J..,....,
m/z--> 20 40 60 80 100 120 140 160
Abundance
133

R AREREEEES LS
105 148 7.20 7.40 7.60 7.80 8.00
5000 m/z 97.10 34_.23%
e 7 01 119
27 4 65
15
ol Sl el
m/z--> 20 40 60 80 100 120 140 160
Abundance #22668: Propanal, 2-methyl-3-phenyl- R o
133 148 720 740 760 780 800
m/z 69.10 33.34%
105
5000 77
119
51 91
sl L4
o P O N NS | N 1 NN | — N —
m/z--> 20 40 60 80 100 120 140 160 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\
Data File : BF090561.D

Aca On : 14 Oct 2016 11:07

Operator : UM/SJ

Sample : H5157-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 19 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 16

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

7.72 63.28 ng 11435300 Naphthalene-d8 8.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 70
2 Benzene. 1l-methvl-3-(1-methvleth... 134 C10H14 000535-77-3 70
3 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 70
4 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 70
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 70

Abundance Scan 471 (7.720 min): BF090561.D (-468) (-) m/z 119.10 100.00%
119
5000
7191
39 7.40 7.60 7.80 8.00
ol A0 180 267 8% /7 134.10  51.69%
m/z--> 50 100 150 200 250 300 350
Abundance #14870: Benzene, 1,2,3,5-tetramethyl-
119
5000
7.40 7.60 7.80 8.00
o1 m/z 135.10 42 .19%
39 65
0:|‘|Ui“‘:“‘:“‘::‘luum |“|||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350
Abundance
119
7.40 7.60 7.80 8.00
5000 m/z 91.10 20.88%
91
39 65
N s L I L WL W
m/z--> 50 100 150 200 250 300 350
Abundance #14876: Benzene, 2-ethyl-1,4-dimethyl- o ERaa e
119 7.40 7.60 7.80 8.00
m/z 71.20 13.15%
5000
91
15 3u9 | 6w5 I { h‘ Ll i
m/z--> 50 100 150 200 250 300 350 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\
Data File : BF090561.D

Aca On : 14 Oct 2016 11:07

Operator : UM/SJ

Sample : H5157-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.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 Benzene, 1l-methyl-4-(2-prop... Concentration Rank 6

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

7.89 111.31 ng 20116300 Naphthalene-d8 8.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-4-(2-propenvl)- 132 C10H12 003333-13-9 83
2 Benzene. (l-ethvl-1-propenvl)- 146 C11H14 004701-36-4 49
3 Benzene. 1l-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 46
4 Benzene. 2-butenvl- 132 C10H12 001560-06-1 41
5 Azulene, 1,2,3,3a-tetrahydro- 132 C10H12 033877-87-1 38

Abundance Scan 486 (7.892 min): BF090561.D (-479) (-) m/z 117.10 100.00%
117

5000

7.60 7.80 8.00 8.20

01 m/z 133.10 71.72%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14090: Benzene, 1-methyl-4-(2-propenyl)-
117
132
5000
91 7.60 7.80 8.00 8.20
0
s 51 65 77 105 m/z 131.10  68.02%
5 2 | L | |
) A= S P W NI S TS ' N | —
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
117
7.60 7.80 8.00 8.20
5000 91 146 m/z 119.10 52.17%
27 39 51 g5 77 131
15 103
Ot T T T T T e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14092: Benzene, 1-methyl-2-(2-propenyl)-
117 7.60 7.80 8.00 8.20
m/z 91.10 45 _.75%
5000
91 132
39 51 65 /7 105
15 27 | ) -
N SN
m/z--> 20 40 60 80 100 120 140 160 180 7.60 7.80 8.00 8.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF101416\
Data File : BF090561.D

Acq On : 14 Oct 2016 11:07

Operator : UM/SJ

Sample : H5157-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101316.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]
Heptane, 2,5-dime... 5.03 62.0 ng 4505300 1 6.93 1452760 20.0
Octane, 4-methyl- 5.40 53.9 ng 3917480 1 6.93 1452760 20.0
1-Ethyl-4-methylc. .. 5.94 67.5 ng 4903860 1 6.93 1452760 20.0
Heptane, 2,4,6-tr... 5.99 75.1 ng 5454430 1 6.93 1452760 20.0
unknown6 .07 6.07 98.9 ng 7182120 1 6.93 1452760 20.0
Nonane, 3-methyl- 6.18 152.9 ng 11108900 1 6.93 1452760 20.0
unknown6 .27 6.27 78.6 ng 5709950 1 6.93 1452760 20.0
Undecane, 5,6-dim... 6.36 164.1 ng 11920500 1 6.93 1452760 20.0
Pentane, 2,2,3,3-... 6.43 54_.0 ng 3923910 1 6.93 1452760 20.0
2-Octene, 2,6-dim... 6.46 101.9 ng 7404380 1 6.93 1452760 20.0
unknown6 .69 6.69 219.8 ng 15967300 1 6.93 1452760 20.0
Cyclohexane, 1-me... 6.78 55.6 ng 4040110 1 6.93 1452760 20.0
Undecane, 3-methyl- 7.06 71.1 ng 5161450 1 6.93 1452760 20.0
Cyclohexane, butyl- 7.08 181.5 ng 13185800 1 6.93 1452760 20.0
Benzene, 1,3-diet... 7.18 92.1 ng 6691240 1 6.93 1452760 20.0
Bicyclo[4.2.0]oct. .. 7.25 78.7 ng 5714950 1 6.93 1452760 20.0
Naphthalene, deca... 7.33 123.4 ng 8966240 1 6.93 1452760 20.0
Benzene, l-ethyl-_.. 7.58 79.7 ng 5787990 1 6.93 1452760 20.0
Benzene, 1,2,3,5-... 7.72 63.3 ng 11435300 2 8.23 3614350 20.0

2

Benzene, 1-methyl. .. 7.89 111.3 ng 20116300 8.23 3614350 20.0
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