LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BGO70317\

Data File : BG027840.D

Acq On 3 Jul 2017 20:13 Instrument :
Operator : SJ/JU BNA_G
Sample - 13997-01 ClientSampleld :
Misc : MW12-5-6-GRAB
ALS Vial : 12 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-BG062817 .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
1 3.667 7 13 21 rBV 34327 71297 2.88% 0.410%
2 4.460 141 148 152 rBvY 18476 28669 1.16% 0.165%
3 4._554 158 164 167 rBV2 25086 45344 1.83% 0.261%
4  4.589 167 170 179 rvwv4 32905 64249 2.59% 0.370%
5 4.683 180 186 198 rVB2 34847 70967 2.87% 0.408%
6 4.789 198 204 210 rBvY 21168 34820 1.41% 0.200%
7 5.012 235 242 251 rVB3 40466 78727 3.18% 0.453%
8 5.500 318 325 331 rBV 23281 41601 1.68% 0.239%
9 5.577 331 338 345 rBvY 76078 131400 5.31% 0.756%
10 5.923 389 397 404 rvB4 43059 108512 4._38% 0.624%
11 6.029 407 415 425 rBV 534285 919369 37.13% 5.288%
12 6.117 425 430 440 rVB4 17761 42420 1.71% 0.244%
13 6.452 478 487 497 rVB2 57424 125515 5.07% 0.722%
14 6.710 526 531 540 rBV5 15114 34245 1.38% 0.197%
15 6.828 543 551 557 rvB2 13678 28030 1.13% 0.161%
16 6.916 559 566 573 rBV3 12434 30125 1.22% 0.173%
17 6.987 573 578 584 rBV2 17635 25465 1.03% 0.146%
18 7.081 589 594 602 rvB6 13989 33293 1.34% 0.192%
19 7.310 628 633 641 rBv4 10308 26554 1.07% 0.153%

20 7.421 647 652 657 rBvV3 61771 100182 4._05% 0.576%

21 7.474 657 661 665 rvB 28983 42756 1.73% 0.246%
22 7.533 665 671 675 rBvV 70585 117042 4.73% 0.673%
23 7.598 675 682 689 rvv 538377 1018238 41.13% 5.857%
24 7.668 689 694 703 rvB2 66139 115784 4.68% 0.666%

25 7.839 717 723 728 rVB 30813 52436 2.12% 0.302%
26 7.985 740 748 754 rBV 499125 888543 35.89% 5.111%
27 8.044 754 758 761 rvV 40847 63374 2.56% 0.365%
28 8.091 761 766 774 rVB 182463 312622 12.63% 1.798%
29 8.403 814 819 822 rBV2 15260 24847 1.00% 0.143%
30 8.456 822 828 839 rvB2 94813 207582 8.38% 1.194%
31 8.561 839 846 851 rBV 53530 98647 3.98% 0.567%
32 8.667 858 864 869 rvB2 13370 24780 1.00% 0.143%
33 8.779 876 883 889 rBvV 325944 591135 23.88% 3.400%
34 8.931 902 909 913 rBV2 32680 67552 2.73% 0.389%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BGO70317\

Data File : BG027840.D

Acq On 3 Jul 2017 20:13 Instrument :
Operator : SJ/JU BNA_G

Sample - 13997-01 ClientSampleld :
Misc : MW12-5-6-GRAB
ALS Vial : 12 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
Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062817 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 8.984 913 918 927 rVB 87367 175001 7.07% 1.007%

36 9.078 927 934 942 rBV2 158245 304170 12.29% 1.750%

37 9.249 957 963 968 rBV 24123 39161 1.58% 0.225%
38 9.390 981 987 992 rBV 58785 99875 4._.03% 0.574%
39 9.443 992 996 1003 rVB 57768 98557 3.98% 0.567%

40 9.548 1003 1014 1019 rBvV 108147 199709 8.07% 1.149%

41 9.619 1019 1026 1040 rVB 292111 638415 25.78% 3.672%
42 9.789 1048 1055 1062 rBV5 15734 34149 1.38% 0.196%
43 9.883 1064 1071 1076 rBV 26922 52141 2.11% 0.300%
44 10.071 1095 1103 1108 rBVY 68713 119690 4.83% 0.688%
45 10.130 1108 1113 1119 rVB 95740 162388 6.56% 0.934%

46 10.324 1136 1146 1150 rBV3 20273 43474 1.76% 0.250%
47 10.365 1150 1153 1161 rVB2 24313 39798 1.61% 0.229%
48 10.441 1161 1166 1170 rBV 35458 61703 2.49% 0.355%
49 10.500 1171 1176 1184 rVB2 51585 103888 4._.20% 0.598%
50 10.594 1184 1192 1196 rBV3 25128 53854 2.18% 0.310%
51 10.653 1196 1202 1207 rVV2 87402 167492 6.76% 0.963%
52 10.706 1207 1211 1216 rVB3 33650 56029 2.26% 0.322%
53 10.823 1223 1231 1237 rVB3 24721 64698 2.61% 0.372%
54 10.947 1247 1252 1261 rVB 32992 60167 2.43% 0.346%
55 11.199 1286 1295 1298 rBV 42922 90343 3.65% 0.520%

56 11.270 1298 1307 1312 rVV 151307 376365 15.20% 2.165%
57 11.317 1312 1315 1320 rVV 91558 158807 6.41% 0.913%

58 11.370 1320 1324 1331 rVB2 26826 54580 2.20% 0.314%
59 11.464 1333 1340 1345 rBV 22113 38383 1.55% 0.221%
60 12.157 1449 1458 1464 rBV2 31296 63760 2.58% 0.367%
61 12.345 1483 1490 1495 rBV3 16136 29733 1.20% 0.171%
62 12.427 1499 1504 1517 rVB9 13238 45169 1.82% 0.260%
63 12.615 1531 1536 1543 rBvV4 36672 63102 2.55% 0.363%

64 12.891 1576 1583 1591 rVB 149892 259746 10.49% 1.494%
65 13.109 1613 1620 1626 rVB 66187 116955 4.72% 0.673%

66 13.661 1707 1714 1723 rVB 804355 1304742 52.70% 7.505%
67 14.213 1799 1808 1815 rVB4 18089 47122 1.90% 0.271%
68 14.360 1822 1833 1838 rBV2 24245 49515 2.00% 0.285%
69 14.472 1847 1852 1858 rVV 165022 245499 9.92% 1.412%
70 15.042 1934 1949 1958 rVV2 240486 417816 16.88% 2.403%

71 15.841 2080 2085 2091 rVB 21041 30985 1.25% 0.178%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO70317\

Data File : BG027840.D

Acg On : 3 Jul 2017 20:13

Operator : SJ/JU

a?ggle i 13997-01 MW12-5-6-GRAB
ALS Vial : 12 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
Title

= Z:\HPCHEM1\BNA_G\METHODS\8270-BG062817 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 16.528 2194 2202 2212 rBV 824505 1333560 53.86% 7.671%
73 16.699 2227 2231 2246 rBV 22226 42525 1.72% 0.245%
74 17.792 2409 2417 2432 rVB2 348003 573129 23.15% 3.297%
75 20.365 2849 2855 2862 rBV 1838675 2475923 100.00% 14.242%

76 22.145 3148 3158 3165 rBV 349013 661368 26.71% 3.804%
77 25.729 3755 3768 3781 rBV2 191711 632284 25.54% 3.637%
78 27.745 4103 4111 4113 rBV6 15605 33222 1.34% 0.191%

Sum of corrected areas: 17385114
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO70317\

Data File : BG027840.D

Acg On : 3 Jul 2017 20:13

Operator : SJ/JU

a?ggle i 13997-01 MW12-5-6-GRAB
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG062817 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG027840.D

1500000

1000000

6.03 7.60
500000 7.9

; .40 ) A A. (7S PO 3 \
b7 14EBT5.01  5350° 5.98 12 6:4% gasmmon ST oA 8 B IH0. 53| o o g8 im0 sl £ 12.4g,62 ) 1311
Time--> 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BG027840.D
20137

1500000

1000000
13.66 16.53

500000
17.79 22.15

14.47
141334@ 15.84 6.70

A Lo
L T

Ot e e e T ) LANLA m e LE

Time-->  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 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BG027840.D

1500000

1000000

500000

25.73
27.74

T B llihtitilBBiiiii s A A - L ., i

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00

8270-BG062817.M Wed Jul 05 01:23:59 2017 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO70317\

Data File : BG027840.D

Acg On : 3 Jul 2017 20:13

Operator : SJ/JU

a?ggle i 13997-01 MW12-5-6-GRAB
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062817 .M
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 2 Hexane, 2,4-dimethyl- Concentration Rank 19

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

4.68 6.84 ng 70967 1,4-Dichlorobenzene-d4 8.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 64
2 Heptane, 3-methyl- 114 C8H18 000589-81-1 53
3 Pentane, 3-ethyl-2,4-dimethyl- 128 C9H20 001068-87-7 50
4 Hexane, 2,3,5-trimethyl- 128 C9H20 001069-53-0 50
5 Pentane, 2,3,3,4-tetramethyl- 128 C9H20 016747-38-9 50

Abundance Scan 185 (4.678 min): BG027840.D (-180) (-) m/z 43.10 100.00%
43 57
5000
85
4.40 4.60 4.80 5.00
...,....,....,....',:...,.~.|..,...‘?,9....,.!‘..,....,....,1.??.,....,.... m/z 57.10 82.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7633: Hexane, 2,4-dimethyl-
43 57
85
5000
4.40 4.60 4.80 5.00
29 n m/z 56.10 49.37%
15 H \‘\ 50\‘\ 64 \H 78 ‘\ 99 1:!'4
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
57
85 4.40 4.60 4.80 5.00
5000 m/z 41.10 45.26%
29
114
15 50 69 77 98
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12745: Pentane, 3-ethyl-2,4-dimethyl-
43 4.40 4.60 4.80 5.00
m/z 85.20 35.66%
5000 85
57
27 ‘ 69
e SO e W 2299 L 128
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 440 4.60 4.80 5.00
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Library Search Compound Report

8270-BG062817.M Wed Jul 05 01:24:01 2017

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO70317\

Data File : BG027840.D

Acg On : 3 Jul 2017 20:13

Operator : SJ/JU

a?ggle i 13997-01 MW12-5-6-GRAB
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062817 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

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

Peak Number 3 Octane Concentration Rank 17

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

5.01 7.59 ng 78727 1,4-Dichlorobenzene-d4 8.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane 114 C8H18 000111-65-9 91
2 Oxalic acid, isohexyl pentyl ester 244 C13H2404 1000309-32-8 64
3 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 64
4 Hexane, 2,3,5-trimethyl- 128 C9H20 001069-53-0 59
5 Decane, 5,6-dimethyl- 170 C12H26 001636-43-7 56

Abundance Scan 242 (5.012 min): BG027840.D (-235) (-) m/z 43.10 100.00%
43
5000 57
85
71 A A
| || || 114 4.60 4.80 500 5.20 5.40
R AL N S SR A N RN SR AR LARAS LA LA AR SRS AR m/z 57.10 41.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #7619: Octane
43
5000
57 460 4.80 5.00 5.20 5.40
‘ 85 m/z 41.10 40.19%
”P”W”“P”W””P”W””P”W””P”W”“HﬁP”W””P”W”“P”W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
43
460 4.80 5.00 5.20 5.40
5000 m/z 85.10 31.90%
e T 85
29 97 115 129 161
mmmmﬁmmwmﬂ
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #7642: Hexane, 2,4-dimethyl-
43 57 460 4.80 5.00 5.20 5.40
m/z 71.10 21.61%
85
5000
15 \\ ‘ ﬂ 1, 99 114
m/z--> 10 20 30 40 50 6|O 70 80 90 100 110 120 130 140 150 160 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO70317\

Data File : BG027840.D

Acg On : 3 Jul 2017 20:13

Operator : SJ/JU

a?ggle i 13997-01 MW12-5-6-GRAB
ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG062817 .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 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

5.58 12.66 ng 131400 1,4-Dichlorobenzene-d4 8.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 37
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 25
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 23

Abundance Scan 339 (5.582 min): BG027840.D (-331) (-) m/z 43.05 100.00%
a3
59
5000
10 520 5.40 560 5.80 6.00
e sty 70 8 | 7 5910 62,200
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 RS RS SR
520 5.40 560 5.80 6.00
m/z 101.10 18.35%
15 31 101
‘ 11 ‘ Il 51 \‘ 83 ‘
mz-> 10 20 % 4 80 60 7o 80 80 100 110 10 130 140
Abundance
59
520 540 560 580 6.00
5000 M m/z 58.10 17.21%
68
50 126 14
mﬁwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8344: 3-Hexanol, 4-methyl-
59 520 5.40 560 5.80 6.00
m/z 41.05 8.07%
5000 41
31
69 a7
15 \‘ sl | 08
m/z--> 10 20 30 Jo 50 eb 70 80 90 100 110 120 130 140 520 5.40 560 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO70317\

Data File : BG027840.D

Acg On : 3 Jul 2017 20:13

Operator : SJ/JU

a?ggle i 13997-01 MW12-5-6-GRAB
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062817 .M
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 5 Octane, 2-methyl- Concentration Rank 10

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

5.92 10.45 ng 108512 1,4-Dichlorobenzene-d4 8.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane, 2-methyl- 128 C9H20 003221-61-2 64
2 Heptane, 2,6-dimethyl- 128 C9H20 001072-05-5 59
3 Hexane, 2,3,3-trimethyl- 128 C9H20 016747-28-7 53
4 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 53
5 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 53

Abundance Scan 396 (5.917 min): BG027840.D (-389) (-) m/z 43.10 100.00%
43
57
5000
71 35
111 5.60 5.80 6.00 6.20
..,....,....,....|,.|:..5,9-.|.|.,....|:|....,.!|..,....,....,'....,.%.2‘.3,.... m/z 57.10 56.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12671: Octane, 2-methyl-
43
5000 o7
5.60 5.80 6.00 6.20
29 T m/z 41.10 42.60%
"I""I"Lh""“'*"I'”'I"'“I"7§'lk'l"'??""?}i'l"%%?"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
A RARRA R RS SRR RARRS
5.60 5.80 6.00 6.20
5000 57 m/z 42.20 26.68%
27 71
85
50 64 78 g9 M 128
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12716: Hexane, 2,3,3-trimethyl-
43 5.60 5.80 6.00 6.20
85 m/z 71.10 24 .83%
5000 57
27 69
15 |1 1]l s0 | 77 || 97 113
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO70317\

Data File : BG027840.D

Acg On : 3 Jul 2017 20:13

Operator : SJ/JU

a?ggle i 13997-01 MW12-5-6-GRAB
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062817 .M
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 7 Decane, 2,5,6-trimethyl- Concentration Rank 11

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

7.42 9.65 ng 100182 1,4-Dichlorobenzene-d4 8.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane, 2,5,6-trimethyl- 184 C13H28 062108-23-0 50
2 Octane, 3-methyl- 128 C9H20 002216-33-3 47
3 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 43
4 Heptane, 2,3,5-trimethyl- 142 C10H22 020278-85-7 38
5 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 38

Abundance Scan 652 (7.421 min): BG027840.D (-647) (-) m/z 57.10 100.00%
g7
5000 o1
43
71
| | | e | 7.00 7.20 7.40 7.60 7.80
S OV V| N S N N— m/z 91.10 47.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #48889: Decane, 2,5,6-trimethyl-
57
43
5000
7.00 7.20 7.40 7.60 7.80
g, m/z 43.10 33.15%
"v"'v"'v"”ﬂ'"v'hlv"wk"W'M'w"?ﬁ"“}}ﬁ'l'}gz"“l'”%?p”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
57
7.00 7.20 7.40 7.60 7.80
5000 m/z 56.10 25.74%
43
29 98
15 T g5 113 128
mﬁmﬁwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #12686: Heptane, 2,5-dimethyl-
57 7.00 7.20 7.40 7.60 7.80
m/z 41.10 21.43%
5000 43
29 71 99
15 ‘ 1 ‘ \‘ l \‘ 85 \‘ 113 128
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO70317\

Data File : BG027840.D

Acg On : 3 Jul 2017 20:13

Operator : SJ/JU

a?ggle i 13997-01 MW12-5-6-GRAB
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062817 .M
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 8 Benzene, l-ethyl-2-methyl- Concentration Rank 9

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

7.53 11.28 ng 117042 1,4-Dichlorobenzene-d4 8.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 95
2 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 94
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91

Abundance Scan 670 (7.527 min): BG027840.D (-665) (-) m/z 105.10 100.00%
105
5000
120
77 91 AN SRR LS RS A
39 81 65 7.20 7.40 7.60 7.80
S IR SO VI PR [ N m/z 120.10  32.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105
5000 A IR UL
120 7.20 7.40 7.60 7.80
39 . o1 m/z 77.10 14.92%
S 0 SN =
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
7.20 7.40 7.60 7.80
5000 m/z 91.10 14 .25%
120
15 27 39 5l cg 65 77 91
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9402: Mesitylene

7.20 7.40 7.60 7.80
m/z 79.10 10.17%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.20 7.40 7.60 7.80

8270-BG062817.M Wed Jul 05 01:24:04 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO70317\

Data File : BG027840.D

Acg On : 3 Jul 2017 20:13

Operator : SJ/JU

a?ggle i 13997-01 MW12-5-6-GRAB
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062817 .M
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 9 unknown7.99 Concentration Rank 1

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

7.99 85.61 ng 888543 1,4-Dichlorobenzene-d4 8.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 10
5 1,2,3-Trifluorobenzene 132 C6H3F3 001489-53-8 9

Abundance Scan 749 (7.991 min): BG027840.D (-740) (-) m/z 132.10 100.00%
132
5000 68
9 % 7w Tisus Tho 7k 8o 5% G0
el gl bl Lyeus L m/z 68.10 38.43%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR SRS LA AR
7.60 7.80 8.00 8.20 8.40
31 51 78 m/z 134.10 32.08%
‘ L1 H | !
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
7.60 7.80 8.00 8.20 8.40
5000 m/z 66.10 26 .30%
33 44 105
60 70 g9 115
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl B Eaa
57 132 7.60 7.80 8.00 8.20 8.40
24 m/z 69.10 15.53%
5000 og M°
N ...,....,.?% . WQ7.M‘. A 188 .1§?.
m/z--> 40 60 80 100 120 140 160 180 7.60 7.80 8.00 8.20 8.40

8270-BG062817.M Wed Jul 05 01:24:05 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO70317\

Data File : BG027840.D

Acg On : 3 Jul 2017 20:13

Operator : SJ/JU

a?ggle i 13997-01 MW12-5-6-GRAB
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062817 .M
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 10 Benzene, 1,2,3-trimethyl- Concentration Rank 3

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

8.09 30.12 ng 312622 1,4-Dichlorobenzene-d4 8.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 95
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 90
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 90

Abundance Scan 766 (8.091 min): BG027840.D (-761) (3 m/z 105.10 100.00%
105
5000 120
77 91
39 51 g3 | | 7.80 8.00 8.20 8.40
e e e e i et - | M/ 120,10 42.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9418: Benzene, 1,2,3-trimethyl-
105

120 \ /\

5000 A\SEVANSEAY /L W
7.80 8.00 8.20 8.40

m/z 77.10 13.92%

77
- - -0 O
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
120 7.80 8.00 8.20 8.40
5000 m/z 119.10 12.28%
39 77
15 27 51 g5 65 9
S s B O
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 /\
Abundance #9400: Mesitylene PP
105 7.80 8.00 8.20 8.40
0
120 m/z 91.10 10.41%
5000
39
27 51 7 91
SN S R P20 B N 0 V-
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.80 8.00 8.20 8.40

8270-BG062817.M Wed Jul 05 01:24:06 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO70317\

Data File : BG027840.D

Acg On : 3 Jul 2017 20:13

Operator : SJ/JU

a?ggle i 13997-01 MW12-5-6-GRAB
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062817 .M
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 13 Benzene, 1,3-diethyl- Concentration Rank 20

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

8.93 6.51 ng 67552 1,4-Dichlorobenzene-d4 8.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 95
2 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 94
3 Benzene, 1,4 diethyl- 134 C10H14 000105-05-5 94
4 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 91
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91

Abundance Scan 909 (8.931 min): BG027840.D (-902) (-) m/z 119.10 100.00%
105 119
5000 134
2 91
AR My Ll P TOE T b1
"P”'P”'P”'P”'P”'P'”P'”P'“P'”P'”P'”I“”I“MI” m/z 105.10 91.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14844: Benzene, 1,3-diethyl-
105 119
5000 134
8.60 8.80 9.00 9.20
91 m/z 134.10 50.05%
27 39 65 ‘
III""I"""I""‘I"''I""5'8I""''I""ll""l""l"ll'l'""'l'ili'z'?I""'lII
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105 19
8.60 8.80 9.00 9.20
5000 o1 134 m/z 91.10 25.17%
77
39 51 65
15 27 98 127
mmmmwwwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14841: Benzene, 1,4-diethyl-
105 119 8.60 8.80 9.00 9.20
m/z 57.10 23.81%
5000 134
91
"P"'P'%TI”"ﬁ}”'?%'?ﬁ'éf'v"MI“"I"%8JILI'JL"}%z'”'W" USSR SRS AR SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.60 8.80 9.00 9.20

8270-BG062817.M Wed Jul 05 01:24:07 2017 Page: 13



Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEM1I\BNA_G\DATA\BGO70317\

BG027840.D

3 Jul 2017 20:13

SJ/JU

13997-01 MW12-5-6-GRAB
12 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062817 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Benzene, 1l-methyl-4-propyl- Concentration Rank 6

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

8.98 16.86 ng 175001 1,4-Dichlorobenzene-d4 8.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-methyl-4-propyl- 134 C10H14 001074-55-1 94
2 Benzene, 1-methyl-2-propyl- 134 C10H14 001074-17-5 91
3 Benzene, 1-methyl-3-propyl- 134 C10H14 001074-43-7 91
4 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 87
5 Benzene, (1-methylpropyl)- 134 C10H14 000135-98-8 83

Abundance Scan 917 (8.978 min): BG027840.D (-913) (-) m/z 105.10 100.00%
105
5000
134
39 51 @3 9 e 8.60 8.80 9.00 9.20 9.40
e e bbb b e | M7z 134.05  26.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14857: Benzene, 1-methyl-4-propyl-
105
5000
8.60 8.80 9.00 9.20 9.40
-7 134 m/z 77.10 13.44%
1527 3 5165 | gy 115 157
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
8.60 8.80 9.00 9.20 9.40
5000 m/z 106.05 12.71%
134
15 27 39 s1gg65 7oy 9 g5 195110106
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14858: Benzene, 1-methyl-3-propyl-
105 8.60 8.80 9.00 9.20 9.40
m/z 91.10 11.01%
5000
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.60 8.80 9.00 9.20 9.40

8270-BG062817.

M Wed Jul 05 01:24:08 2017

Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG070317\
Data File : BG027840.D

Acq On : 3 Jul 2017 20:13

Operator : SJ/JU

Sample : 13997-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062817 .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 15 Benzene, 1l-ethyl-3,5-dimethyl-

Concentration Rank 4

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

9.08 29.31 ng 304170 1,4-Dichlorobenzene-d4 8.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 96
2 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 96
3 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 95
4 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 94
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 91

Abundance Scan 934 (9.078 min): BG027840.D (-927) (-) m/z 119.05 100.00%
119
105
5000 91 134
77
43 5|7 65 | 8.80 9.00 9.20 9.40
S ' A 1R G 1 S m/z 105.10 68.75%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14883: Benzene, 1-ethyl-3,5-dimethyl-
119
5000
134 8.80 9.00 9.20 9.40
a0 g1 m/z 134.10 49 _.53%
27 65 77 105
“w%'wﬁﬁw'mw“ﬂh“ﬁi“l”“w'”w“wt“w”mlJmL“w”“WH
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105 119
8.80 9.00 9.20 9.40
5000 134 m/z 91.10 42 .54%
91
27 4 51 e !
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14842: Benzene, 1,2-diethyl-
105 119 8.80 9.00 9.20 9.40
m/z 77.10 17.50%
5000 134
91
77
39 51
'“l"'w'%?'w'?zl'“'lh'“i“"w'$?w"'Hl“"l““'ljltl"jd""l““'l“
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.80 9.00 9.20 9.40

8270-BG062817.M Wed Jul 05 01:24:09 2017

MW12-5-6-GRAB

Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO70317\

Data File : BG027840.D

Acg On : 3 Jul 2017 20:13

Operator : SJ/JU

a?ggle i 13997-01 MW12-5-6-GRAB
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062817 .M
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 16 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 12

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

9.39 9.62 ng 99875 1,4-Dichlorobenzene-d4 8.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 95
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 94
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 94
4 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 93
5 o-Cymene 134 C10H14 000527-84-4 93

Abundance Scan 987 (9.390 min): BG027840.D (-981) (-) m/z 119.10 100.00%
119
5000
134
91 105
39 51 65 77 9.00 9.20 9.40 9.60 9.80
S AN SN SN RN NRMY N | B m/z 134.10 31.81%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14892: Benzene, 2-ethyl-1,4-dimethyl-
119
5000 134 9.00 9.20 9.40 9.60 9.80
m/z 91.10 18.07%
91 105
27 39 77
'”I%"W'%?W"J'I”"v'”'?}'”l'$?W"'PI”"J'”'I”L'I'Jml"'ﬁ'”“'l”
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
9.00 9.20 9.40 9.60 9.80
5000 m/z 105.10 13.76%
134
, 15 27 39 s e 77 91 105
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14874: Benzene, 1-ethyl-2,3-dimethyl-
119 9.00 9.20 9.40 9.60 9.80
m/z 120.10 11.80%
5000
134
» 15 2 B s 7 TS|
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.00 9.20 9.40 9.60 9.80

8270-BG062817.M Wed Jul 05 01:24:09 2017

Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO70317\

Data File : BG027840.D

Acg On : 3 Jul 2017 20:13

Operator : SJ/JU

a?ggle i 13997-01 MW12-5-6-GRAB
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062817 .M
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 17 o-Cymene Concentration Rank 14

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

9.44 9.50 ng 98557 1,4-Dichlorobenzene-d4 8.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cymene 134 C10H14 000527-84-4 97
2 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95
3 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
4 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 94
5 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C10H14 076089-59-3 94

Abundance Scan 996 (9.443 min): BG027840.D (-992) (-) m/z 119.10 100.00%
119
5000
134
41 51gg65 77 9|1 103 9.20 9.40 9.60 9.80
MBS 4B N MU Ml FFEMUAN 1| SIS S m/z 134.10 25.93%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14812: o-Cymene

5000
9.20 9.40 9.60 9.80

m/z 91.10 15.78%

27 41 51 58 65 7

15

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
9.20 9.40 9.60 9.80
5000 m/z 120.10 9.55%
134
91
15 27 4l 515865 77 103 126

mﬁmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14877: Benzene, 1-ethyl-2,4-dimethyl-

119 9.20 9.40 9.60 9.80
m/z 77.05 8.79%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.20 9.40 9.60 9.80

8270-BG062817.M Wed Jul 05 01:24:10 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG070317\
Data File : BG027840.D

Acq On : 3 Jul 2017 20:13

Operator : SJ/JU

Sample : 13997-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062817 .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 18 Benzene, 2-ethyl-1,3-dimethyl-

Concentration Rank 5

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

9.55 19.24 ng 199709 1,4-Dichlorobenzene-d4 8.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 94
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 94
3 o-Cymene 134 C10H14 000527-84-4 93
4 p-Cymene 134 C10H14 000099-87-6 93
5 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 91

Abundance Scan 1014 (9.548 min): BG027840.D (-1003) (- m/z 119.10 100.00%
119
5000
o1 . 134
41 51 65 77 9.20 9.40 9.60 9.80
SR N oGO .. NN N 1 1A m/z 134.10 27.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14879: Benzene, 2-ethyl-1,3-dimethyl-
119
5000
9.20 9.40 9.60 9.80
m/z 91.10 20.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
9.20 9.40 9.60 9.80
5000 m/z 117.10 12.68%
91 134
7 105
15 27 39 515865 98 127
wwmmwﬁmmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14812: o-Cymene
1 9.20 9.40 9.60 9.80
m/z 105.10 10.22%
5000
91
15 27 41 51 58 65 7
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.20 9.40 9.60 9.80

8270-BG062817.M Wed Jul 05 01:24:11 2017

MW12-5-6-GRAB
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO70317\

Data File : BG027840.D

Acg On : 3 Jul 2017 20:13

Operator : SJ/JU

a?ggle i 13997-01 MW12-5-6-GRAB
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062817 .M
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 19 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.13 8.63 ng 162388 Naphthalene-d8 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 95
3 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 94
4 o-Cymene 134 C10H14 000527-84-4 93
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 93
Abundance Scan 1113 (10.130 min): BG027840.D (-1108) (-) m/z 119.10 100.00%
119
5000 134
91
39 51 .65 77 105 17 9.80 10.00 10.20 10.40
e prrrrre e o bttt il n | MZZz 134.10  41.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119
5000 134 --|-/}--|--- BRI
9.80 10.00 10.20 10.40
. 91 m/z 91.10 16.87%
77
B S ot o VI W Y14
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
9.80 10.00 10.20 10.40
5000 134 m/z 120.10 10.73%
39 77 94
15 27 51 55 65 98 105 127
wwwmmmwmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14865: Benzene, 1,2,3,5-tetramethyl-
119 9.80 10.00 10.20 10.40
m/z 115.10 9.28%
134
5000
91
15 27 39 Blsg65 77 | 105 | 127 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.80 10.00 10.20 10.40

8270-BG062817.M Wed Jul 05 01:24:12 2017 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO70317\

Data File : BG027840.D

Acg On : 3 Jul 2017 20:13

Operator : SJ/JU

a?ggle i 13997-01 MW12-5-6-GRAB
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062817 .M
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 20 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.65 8.90 ng 167492 Naphthalene-d8 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 90
2 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 70
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 70
4 Benzene, l-methyl-4-(2-propenyl)- 132 C10H12 003333-13-9 70
5 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 70
Abundance Scan 1202 (10.653 min): BG027840.D (-1196) (-) m/z 117.10 100.00%
117
5000 132
39 5|1 65 77 ‘I | | 10.40 10.60 10.80 11.00
..,....,....,....',':'...;:l.-.'.,.-'.l'..,'..-.':',.... ety | m/z 119.10 67.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117

5000
10.40 10.60 10.80 11.00

m/z 132.10 38.71%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117
132 10.40 10.60 10.80 11.00
5000 m/z 115.05 33.00%
91
51 65 77
21 3 58 103119 125
wwwmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl-
117 10.40 10.60 10.80 11.00

m/z 134.10 27 .06%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10.40 10.60 10.80 11.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO70317\

Data File : BG027840.D

Acg On : 3 Jul 2017 20:13

Operator : SJ/JU

a?ggle i 13997-01 MW12-5-6-GRAB
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062817 .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]
Hexane, 2,4-dimet... 4.68 6.8 ng 70967 1 8.45 207582 20.0
Octane 5.01 7.6 ng 78727 1 8.45 207582 20.0
2-Pentanone, 4-hy... 5.58 12.7 ng 131400 1 8.45 207582 20.0
Octane, 2-methyl- 5.92 10.4 ng 108512 1 8.45 207582 20.0
Decane, 2,5,6-tri... 7.42 9.7 ng 100182 1 8.45 207582 20.0
Benzene, l-ethyl-_.. 7.53 11.3 ng 117042 1 8.45 207582 20.0
unknown7 .99 7.99 85.6 ng 888543 1 8.45 207582 20.0
Benzene, 1,2,3-tr... 8.09 30.1 ng 312622 1 8.45 207582 20.0
Benzene, 1,3-diet... 8.93 6.5 ng 67552 1 8.45 207582 20.0
Benzene, 1l-methyl... 8.98 16.9 ng 175001 1 8.45 207582 20.0
Benzene, l-ethyl-_.. 9.08 29.3 ng 304170 1 8.45 207582 20.0
Benzene, 2-ethyl-_._. 9.39 9.6 ng 99875 1 8.45 207582 20.0
o-Cymene 9.44 9.5 ng 98557 1 8.45 207582 20.0
Benzene, 2-ethyl-_._. 9.55 19.2 ng 199709 1 8.45 207582 20.0
Benzene, 1,2,4,5-_... 10.13 8.6 ng 162388 2 11.27 376365 20.0
Benzene, 2-etheny... 10.65 8.9 ng 167492 2 11.27 376365 20.0
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