LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM120915\
Data File : BM003426.D

Acq On : 09 Dec 2015 23:18

Operator : UM/1Z

Sample - G4696-03

Misc :

ALS Vial : 15 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_M\METHODS\8270-BM120915.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 3.416 50 56 58 rBvV2 24552 35985 1.05% 0.103%
2 3.452 58 62 68 rvB2 119036 192751 5.60% 0.550%
3 3.681 98 101 103 rBV 36695 45332 1.32% 0.129%
4 3.710 103 106 111 rVB2 56801 75813 2.20% 0.216%
5 3.775 114 117 123 rVB 35480 49856 1.45% 0.142%
6 3.922 135 142 146 rBvY 162262 226285 6.58% 0.646%
7 3.963 146 149 153 rVB 37794 47255 1.37% 0.135%
8 4.099 166 172 176 rBV3 32504 59078 1.72% 0.169%
9 4.158 176 182 187 rVv3 36503 82665 2.40% 0.236%
10 4.228 187 194 203 rVB5 54554 146845 4.27% 0.419%
11 4.387 213 221 224 rBvV2 32705 55462 1.61% 0.158%
12 4.422 224 227 231 rVWV 42359 59588 1.73% 0.170%
13 4._463 231 234 241 rvVB2 30666 54177 1.58% 0.155%
14 4.840 294 298 302 rvVB 75969 91678 2.67% 0.262%
15 4.934 308 314 320 rvB4 40692 87017 2.53% 0.248%
16 5.240 362 366 371 rvB 38133 52095 1.51% 0.149%

17 5.305 371 377 383 rBV 471034 678137 19.72% 1.935%
18 5.369 383 388 390 rBV 188507 276098 8.03% 0.788%
19 5.740 447 451 454 rBV 46972 72249 2.10% 0.206%
20 6.216 525 532 542 rBV 169541 282947 8.23% 0.807%

21 6.704 609 615 620 rBvV 261981 387165 11.26% 1.105%
22 6.887 639 646 648 rBv2 290971 497982 14.48% 1.421%
23 6.916 648 651 659 rvv 297161 492750 14.33% 1.406%
24 6.987 659 663 669 rvB 37584 60286 1.75% 0.172%
25 7.110 679 684 692 rBvV 91449 147466 4._.29% 0.421%

26 7.251 702 708 717 rVB 875128 1402301 40.77% 4_.001%
27 7.369 723 728 734 rVB 138043 203869 5.93% 0.582%
28 7.622 768 771 776 rVB 31759 45145 1.31% 0.129%
29 7.722 782 788 793 rBV 231793 364129 10.59% 1.039%
30 7.834 802 807 816 rvB2 61759 109967 3.20% 0.314%

31 7.963 822 829 830 rBV 26364 43421 1.26% 0.124%
32 7.993 830 834 837 rvVv 74898 122587 3.56% 0.350%
33 8.046 837 843 847 rvVv 870091 1485928 43.21% 4_.239%
34 8.098 847 852 860 rvVB 1585204 2594436 75.44% 7.401%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM120915\
Data File : BM003426.D

Acq On : 09 Dec 2015 23:18

Operator : UM/1Z

Sample - G4696-03

Misc :

ALS Vial : 15 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_M\METHODS\8270-BM120915.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 8.210 860 871 877 rBV 297784 450504 13.10% 1.285%

36 8.363 890 897 902 rBv2 240687 390041 11.34% 1.113%
37 8.410 902 905 914 rVB 65092 99026 2.88% 0.283%
38 8.522 914 924 936 rBV 75590 137150 3.99% 0.391%
39 8.675 941 950 954 rvv 120864 223046 6.49% 0.636%
40 8.722 954 958 962 rvv3 79267 163108 4.74% 0.465%

41 8.787 962 969 971 rvVv 125242 274487 7.98% 0.783%
42 8.828 971 976 980 rvVv 592328 991807 28.84% 2.829%
43 8.881 980 985 997 rvB2 692793 1913416 55.63% 5.459%
44 9.069 1011 1017 1025 rVB5 49404 119577 3.48% 0.341%
45 9.169 1025 1034 1039 rBvV2 50676 101458 2.95% 0.289%

46 9.345 1058 1064 1069 rVB 409810 612999 17.82% 1.749%
47 9.404 1069 1074 1081 rVB 151755 238805 6.94% 0.681%

48 9.481 1081 1087 1089 rBV3 20871 37079 1.08% 0.106%
49 9.510 1089 1092 1099 rvVvB2 51150 92737 2.70% 0.265%
50 9.604 1099 1108 1112 rBV 60432 97657 2.84% 0.279%
51 9.651 1112 1116 1121 rVB 26456 37776 1.10% 0.108%

52 9.710 1121 1126 1130 rBV2 70334 123466 3.59% 0.352%
53 9.763 1130 1135 1146 rVB 416550 750999 21.84% 2.142%
54 9.869 1148 1153 1155 rBV2 23871 37886 1.10% 0.108%
55 9.916 1155 1161 1168 rVB2 617663 1071660 31.16% 3.057%

56 9.987 1168 1173 1178 rBV3 54673 91599 2.66% 0.261%
57 10.098 1185 1192 1196 rVVv4 36926 71367 2.08% 0.204%
58 10.145 1196 1200 1205 rVB 54545 87180 2.53% 0.249%
59 10.216 1205 1212 1221 rVB 66956 112133 3.26% 0.320%
60 10.398 1229 1243 1244 rBV5 23942 51848 1.51% 0.148%

61 10.434 1244 1249 1251 rVV 70155 117218 3.41% 0.334%
62 10.510 1251 1262 1266 rVV2 361988 949853 27.62% 2.710%
63 10.563 1266 1271 1277 rVV3 281034 539573 15.69% 1.539%
64 10.628 1277 1282 1290 rVB 148487 250532 7.28% 0.715%

65 10.728 1295 1299 1304 rVV 42448 61104 1.78% 0.174%
66 10.787 1304 1309 1318 rVB2 54350 110868 3.22% 0.316%
67 10.881 1318 1325 1329 rBV3 21971 46072 1.34% 0.131%
68 11.092 1356 1361 1363 rBV3 26638 42337 1.23% 0.121%
69 11.169 1370 1374 1379 rVB 78245 126572 3.68% 0.361%
70 11.339 1398 1403 1412 rBv4 40683 75781 2.20% 0.216%

71 11.428 1412 1418 1424 rVB 124471 215007 6.25% 0.613%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM120915\
Data File : BM003426.D

Acq On : 09 Dec 2015 23:18

Operator : UM/1Z

Sample - G4696-03

Misc :

ALS Vial : 15 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_M\METHODS\8270-BM120915.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 11.622 1444 1451 1457 rBV2 86201 149677 4 _.35% 0.427%
73 11.704 1458 1465 1474 rBV2 35074 86619 2.52% 0.247%
74 11.839 1479 1488 1493 rBvV4 34862 67919 1.97% 0.194%
75 11.904 1493 1499 1507 rVB3 113313 203658 5.92% 0.581%
76 12.016 1507 1518 1521 rBV5 14862 38197 1.11% 0.109%
77 12.069 1522 1527 1533 rVB3 31872 58532 1.70% 0.167%

78 12.181 1533 1546 1556 rBV3 53867 171938 5.00% 0.491%
79 12.398 1575 1583 1595 rBV2 254045 551153 16.03% 1.572%
80 12.510 1595 1602 1606 rvv4 61176 140511 4._.09% 0.401%

81 12.710 1624 1636 1640 rBV9 14806 37577 1.09% 0.107%
82 12.845 1651 1659 1664 rBV2 49852 96828 2.82% 0.276%
83 12.992 1677 1684 1690 rVB 1727443 2629300 76.45% 7.501%
84 13.492 1764 1769 1773 rBV2 33216 59874 1.74% 0.171%
85 13.539 1773 1777 1782 rVV6 23042 55658 1.62% 0.159%
86 13.586 1782 1785 1790 rVB2 36455 53597 1.56% 0.153%
87 13.851 1823 1830 1840 rBvV4 23523 50101 1.46% 0.143%
88 13.992 1846 1854 1862 rVB4 44597 76628 2.23% 0.219%
89 14.374 1908 1919 1926 rBV2 434252 695275 20.22% 1.983%
90 14.545 1941 1948 1955 rVB6 19757 42925 1.25% 0.122%
91 15.863 2166 2172 2180 rBV 1195179 1766587 51.37% 5.040%
92 16.610 2292 2299 2305 rBV2 30346 55163 1.60% 0.157%
93 17.121 2380 2386 2391 rBV 546439 761514 22.14% 2.172%
94 18.015 2533 2538 2544 rBV 37252 55189 1.60% 0.157%
95 18.233 2570 2575 2587 rBV 126093 192970 5.61% 0.551%
96 19.304 2752 2757 2766 rBV 43022 66865 1.94% 0.191%
97 19.756 2828 2834 2839 rBV 2710893 3439239 100.00% 9.812%
98 21.027 3046 3050 3059 rBV3 21185 36309 1.06% 0.104%

99 21.315 3093 3099 3105 rBvV 766724 952865 27.71% 2.718%
100 23.568 3475 3482 3491 rVB2 489841 917836 26.69% 2.618%

Sum of corrected areas: 35052977
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM120915\
Data File : BM003426.D

Acq On : 09 Dec 2015 23:18

Operator : UM/I1Z

Sample - G4696-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\HPCHEM1\BNA_M\METHODS\8270-BM120915_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

04
Time-->

TIC: BM003426.D

8.10

8.00

8.50

Abundance

2500000

2000000

1500000

1000000

500000

/X 2\

04
Time--> 1

TIC: BM003426.D

19

12.99

15.86

|

.23
] 14.55 16.61 18.&? 19.30

2.00 12.50 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

76

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BM003426.D

21.32
23.57

21.03

Time-->

21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00

8270-BM120915.M Thu Dec 10 16:18:31 2015

Page: 4




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM120915\
Data File : BM003426.D

Acq On : 09 Dec 2015 23:18

Operator : UM/I1Z

Sample - G4696-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM120915_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 2-Pentanol, 2-methyl- Concentration Rank 18

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

3.45 10.59 ng 192751 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanol, 2-methyl- 102 C6H140 000590-36-3 59
2 2-Butanol, 2,3-dimethyl- 102 C6H140 000594-60-5 59
3 t-Butyl ethyl ether 102 C6H140 1000118-18-4 53
4 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 42
5 N-Formyl-d-threo-0-methylthreonine 161 C6H11NO4 1000214-69-5 40

Abundance Scan 62 (3.452 min): BM003426.D (-58) (-) m/z 59.10 100.00%
59
5000
|| 53] | H % S5 a0 Sk 55
e e e el L Tazz 87.10 0 30.84%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4351: 2-Pentanol, 2-methyl- /\
59
5000 45 T "AI R S
87 320 3.40 3.60 3.80
m/z 83.10 30.67%
"'I'%é'l"'hl"' 'Jﬂ"'l"'“ﬁ" 'JI"'??""I "pgl""l'
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
320 340 360 380
5000 m/z 41.10 29.32%
87
a1 M 69
15 53 101
miz--> 10 20 30 40 50 60 70 8 90 100 110 //\4/\'\,\
Abundance #4341: t-Butyl ethyl ether e B
59 320 340 360 3.80
m/z 69.10 24 _.51%
5000
87
29 ‘
15
'“|'”"w"HJ“"wj'“|§?'w""Z%"l“"l'“'l"“l'
m/z--> 10 20 30 50 60 70 80 90 100 110 3.20 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM120915\
Data File : BM003426.D

Acq On : 09 Dec 2015 23:18

Operator : UM/I1Z

Sample - G4696-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM120915_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 Benzene, (1-methylethyl)- Concentration Rank 10

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

6.22 15.54 ng 282947 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 94
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
3 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 86
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 78
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 72

Abundance Scan 533 (6.222 min): BM003426.D (-525) (-) m/z 105.10 100.00%
105
5000
120 A
51 A 580 6.00 6.20 640 6.60
39 67 : : : : :
eS8 BS A2 L L7 7156.10 26, 65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9118: Benzene, (1-methylethyl)-
105
5000 A UL I LR I
120 5.80 6.00 6.20 6.40 6.60
77 m/z 77.10 15.33%
15 27 3 Seges 91|
mz-> 10 % 30 4 50 65 70 8 90 100 110 130
Abundance
105
AI'”'I”"P"W"”I'”
5.80 6.00 6.20 6.40 6.60
5000 120 m/z 79.10 13.97%
2z ¥ s 63 A
69 84 98 113
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9134: Benzene, 1-ethyl-4-methyl-
105 5.80 6.00 6.20 6.40 6.60
m/z 103.10 10.93%
5000
o1 120
152739515865\\\M‘ (S | S|
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 580 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM120915\
Data File : BM003426.D

Acq On : 09 Dec 2015 23:18

Operator : UM/I1Z

Sample - G4696-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM120915_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 Benzene, propyl- Concentration Rank 8

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

6.70 21.27 ng 387165 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 91
2 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 83
3 1,2-Ethanediamine, N,N"-bis(phen... 240 C16H20N2 000140-28-3 64
4 Propanenitrile, 3-[(phenylmethyl... 160 C10H12N2 000706-03-6 64
5 1,2-Ethanediamine, N-(phenylmeth... 150 C9H14N2 004152-09-4 59

Abundance Scan 614 (6.699 min): BM003426.D (-609) (-) m/z 91.10 100.00%
g1
5000
120 I 5 SN
65 6.40 6.60 6.80 7.00
39 51 78 105
SRS i UM e S —— m/z 120.10 23.88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9108: Benzene, propyl-
91 /\
5000 IR BB /X/\I' /\'
6.40 6.60 6.80 7.00
65 120 m/z 92.10 10.88%
15 27 PO [ B 10
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
91
SN RS LS U SR
120 6.40 6.60 6.80 7.00
5000 m/z 65.10 10.14%
65
28 39 51 77 105 132 165 209
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82555: 1,2-Ethanediamine, N,N-bis(phenylmethyl)- R mEa R L
91 6.40 6.60 6.80 7.00
m/z 78.10 6.33%
5000 120
65
39 51 | 77 | 106 | 135 149
m/z--> 20 40 60 80 100 120 140 160 180 200 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM120915\
Data File : BM003426.D

Acq On : 09 Dec 2015 23:18

Operator : UM/I1Z

Sample - G4696-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM120915_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 Benzene, l-ethyl-2-methyl- Concentration Rank 20

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

7.11 8.10 ng 147466 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 94
2 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1,3,5-trimethyl- 120 C9H12 000108-67-8 91

Abundance Scan 684 (7.110 min): BM003426.D (-679) (-) m/z 105.10 100.00%
105
5000
120
77 o1 6.80 7.00 7.20 7.40
39 &1 65
S N 0 N 1 .30 NN /IO R m/z 120.10  30.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9127: Benzene, 1-ethyl-2-methyl-
105
5000
120 6.80 7.00 7.20 7.40
o1 m/z 91.10 12.22%
1527 3 Slgges
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
B A L L AR
6.80 7.00 7.20 7.40
5000 m/z 77.00 11.91%
120
39 77 91
e B e e | wma
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9123: Benzene, 1,2,3-trimethyl-

6.80 7.00 7.20 7.40
m/z 79.10 10.58%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM120915\
Data File : BM003426.D

Acq On : 09 Dec 2015 23:18

Operator : UM/I1Z

Sample - G4696-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM120915_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 7 unknown7.25 Concentration Rank 3

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

7.25 77.02 ng 1402300 1,4-Dichlorobenzene-d4 7.72
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 17
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 708 (7.251 min): BM003426.D (-702) (-) m/z 132.05 100.00%
132
5000 68
© st |l e P o T ik Tk 7k
e m/z 68.10 37.72%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 UL LA ISR IR I
7.00 7.20 7.40 7.60
m/z 134.10 32.27%
31 51
"kNIMH'I'l'j?'”'I""I"“I""I"”I""I"”
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
132
700 7.20 7.40 7.60
5000 67 m/z 66.10 24.81%
41 97
53
29 117
107
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #48639: Tranylcypromine-propionyl  aam ma s
57 132 7.00 7.20 7.40 7.60
24 m/z 69.10 15.88%
5000 og 116
SRS | TSN N .pm..kk,..“u R R }??II o
m/z--> 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM120915\
Data File : BM003426.D

Acq On : 09 Dec 2015 23:18

Operator : UM/I1Z

Sample - G4696-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM120915_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 Benzene, 1,2,3-trimethyl- Concentration Rank 17

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

7.37 11.20 ng 203869 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
2 Benzene, 1,3,5-trimethyl- 120 C9H12 000108-67-8 94
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91

Abundance Scan 728 (7.369 min): BM003426.D (-723) (-) m/z 105.10 100.00%
105
5000 120
39 51 cg 65 17 84 %1 | | 7.00 7.20 7.40 7.60 7.80
e B T e 1) RN (I m/z 120.10 42 _.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9123: Benzene, 1,2,3-trimethyl-
105
| |
5000 \/XI"' UL IR R
7.00 7.20 7.40 7.60 7.80
m/z 77.00 11.50%
s BB e Tl Sea o L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
105
120 7.00 7.20 7.40 7.60 7.80
5000 m/z 119.05 9.59%
15 27 3 slsges T 9 g
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 /\
Abundance #9125: Benzene, l,2,4—trimethy|— A T llll LI B B
105 700 7.20 7.40 7.60 7.80
m/z 91.05 9.26%
120
5000
27 51 91
.”,ﬁ?,”ﬂu.”jﬁ”.Mhﬁ,fi,”jﬁ.”.ﬂ.” TIMBMBAY NN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 7.00 7.20 7.40 7.60 7.80

8270-BM120915.M Thu Dec 10 16:18:36 2015 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM120915\
Data File : BM003426.D

Acq On : 09 Dec 2015 23:18

Operator : UM/I1Z

Sample - G4696-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM120915_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 Indane Concentration Rank 1

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

8.10 142.50 ng 2594440 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 87
2 Tetracyclo[3.3.1.0(2,8).0(4,6)]---- 118 C9H10 1000191-13-7 83
3 Benzene, cyclopropyl- 118 C9H10 000873-49-4 72
4 Benzene, 1,1"-(1,5-hexadiene-1,6... 234 C18H18 004439-45-6 59
5 Benzeneethanol, .beta.-ethenyl- 148 C10H120 006052-63-7 53

Abundance Scan 852 (8.098 min): BM003426.D (-847) (-) m/z 117.10 100.00%
147
5000
63 ot 780 800 8.20 8.40
39 51 77 103 : : : :
.,....,....',....,-...:,:l.'..Tl...~.,.?“?.l,'....,.-..?1,9..'.',...., m/z 118.10 54.22%
m/z--> 20 30 40 50 60 70 8 90 100 110 120
Abundance #8673: Indane
117
5000 U R L L
7.80 8.00 8.20 8.40
58 o1 m/z 115.10 32.78%
733 P a5 5 T8 g amg |
mz-> 20 30 40 50 60 70 8 90 100 110 120
Abundance
117
'AW"”I'”'I”"P'”
7.80 8.00 8.20 8.40
5000 o1 m/z 91.10 15.95%
39
65
N S £ - S
m/z--> 20 30 40 50 60 70 8 90 100 110 120
Abundance #8687: Benzene, cyclopropyl-
117 7.80 8.00 8.20 8.40
m/z 116.10 7.04%
5000
91
39 51 103
'|"?Z|" ANRERES ?FI”?E'I "TT|'§§'|"" BEASINSEssnanER UL R LR I
m/z--> 20 30 40 50 60 70 8 90 100 110 120 7.80 8.00 8.20 8.40

8270-BM120915.M Thu Dec 10 16:18:37 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM120915\
Data File : BM003426.D

Acq On : 09 Dec 2015 23:18

Operator : UM/I1Z

Sample - G4696-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM120915_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, 1,3-diethyl- Concentration Rank 5

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

8.21 24.74 ng 450504 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 97
2 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 96
3 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 95
4 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 91
5 Benzene, l-methyl-2-(1-methyleth... 134 C10H14 000527-84-4 81

Abundance Scan 871 (8.210 min): BM003426.D (-860) (-) m/z 119.10 100.00%
105 149
5000 134
91
39 51 65 7|7 7.80 8.00 8.20 8.40 8.60
et el el A | Tm/Zz 105.10 98.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14326: Benzene, 1,3-diethyl-
105 119
5000 134
7.80 8.00 8.20 8.40 8.60
9 m/z 134.10 46 .45%
39
s T % e el e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105 119
7.80 8.00 8.20 8.40 8.60
5000 134 m/z 91.10 27 .86%
91
77
15 27 39 5565 98 127
wwwmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14328: Benzene, 1,4-diethyl-
105 119 7.80 8.00 8.20 8.40 8.60
m/z 77.10 16.51%
5000 134
91
77
41
et Bl e 8L 227 L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.80 8.00 8.20 8.40 8.60

8270-BM120915.M Thu Dec 10 16:18:38 2015 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM120915\
Data File : BM003426.D

Acq On : 09 Dec 2015 23:18

Operator : UM/I1Z

Sample - G4696-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM120915_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 Benzene, 1,2-diethyl- Concentration Rank 7

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

8.36 21.42 ng 390041 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 94
2 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 94
3 2,6-Dimethyl-1,3,5,7-octatetraen... 134 C10H14 000460-01-5 87
4 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 81
5 1,3,8-p-Menthatriene 134 C10H14 021195-59-5 81

Abundance Scan 896 (8.357 min): BMOO3426.D(—?)90) ) m/z 105.10 100.00%
105
119
5000 o1 134
77
39 51 8 65 || 8.00 8.20 8.40 8.60
reprrrrrrrrrrredeeee g et el b | TmM/Z 119,10 76.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14329: Benzene, 1,2-diethyl-
105 119
5000 134
o1 8.00 8.20 8.40 8.60
77 m/z 134.10 47 .84%
39 &1
..,.%.5.,..?‘?,....‘,‘....i‘.‘..sﬁ.‘??.,...‘l‘,....,a‘.%S.‘H.,..‘.‘al..l.2.7,..‘..,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105 119
8.00 8.20 8.40 8.60
5000 134 m/z 91.10 44 _.00%
91
27 4 sigges 98 127
wwwmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14414: 2,6-Dimethyl-1,3,5,7-octatetraene, E,E-
il 119 8.00 8.20 8.40 8.60
m/z 77.00 18.24%
5000 41 77 134
51 65 ‘ 105
"I""I""I""I""l‘l""sﬁ*"‘w'l'"'k""lh"'l"l‘l"l'"*"l""l"""l"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.00 8.20 8.40 8.60

8270-BM120915.M Thu Dec 10 16:18:39 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM120915\
Data File : BM003426.D

Acq On : 09 Dec 2015 23:18

Operator : UM/I1Z

Sample - G4696-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM120915_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, 1l-methyl-2-(1-meth... Concentration Rank 15

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

8.67 12.25 ng 223046 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-methyl-2-(1-methyleth... 134 C10H14 000527-84-4 95
2 Benzene, 1-methyl-4-(1-methyleth... 134 C10H14 000099-87-6 94
3 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 93
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 93

Abundance Scan 949 (8.669 min): BM003426.D (-941) (-) m/z 119.10 100.00%
119
5000
134
n st o1 1?5 8.40 8.60 8.80 9.00
el bl L 207 1 Tn/z 134,10 32.23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14404: Benzene, 1-methyl-2-(1-methylethyl)-
119
5000
8.40 8.60 8.80 9.00
o1 134 m/z 91.05 17.33%
o Mw ST T

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119
8.40 8.60 8.80 9.00
5000 m/z 105.10 14.28%
01 134
27 4151 65 77 103
L L o e e e L e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14402: Benzene, 1-methyl-3-(1-methylethyl)-
119 8.40 8.60 8.80 9.00
m/z 120.10 9.93%
5000
134
91
15 27 451 657 | 103 |

m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00

8270-BM120915.M Thu Dec 10 16:18:39 2015 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM120915\
Data File : BM003426.D

Acq On : 09 Dec 2015 23:18

Operator : UM/I1Z

Sample - G4696-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM120915_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 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 19

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

8.72 8.96 ng 163108 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 60
2 Benzene, 1-methyl-2-(1-methyleth... 134 C10H14 000527-84-4 60
3 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 60
4 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 60
5 Benzene, l-methyl-4-(1-methyleth... 134 C10H14 000099-87-6 60

Abundance Scan 958 (8.722 min): BM003426.D (-954) (-) m/z 119.10 100.00%
119
5000
66 134
91
39 55 ‘ 7|7 | 105 | 8.40 8.60 8.80 9.00
reeprereprereprrerpre ke b eyl el sz 134,100 33.52%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14357: Benzene, 1,2,3,4-tetramethyl-
119
134
5000
8.40 8.60 8.80 9.00
g1 m/z 66.10 31.35%
27 33 51 65 77 105 |
| L1 | ! 1 L |
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
8.40 8.60 8.80 9.00
5000 m/z 91.05 23.04%
o1 134
27 4 51 65 77 103
mmmmmmm
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14373: Benzene, 1-ethyl-3,5-dimethyl-
119 8.40 8.60 8.80 9.00
m/z 120.10 13.04%
5000 134
27 39 5 77 91 105
“w%'wﬁﬁw'“w“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 8.40 8.60 8.80 9.00

8270-BM120915.M Thu Dec 10 16:18:40 2015 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM120915\
Data File : BM003426.D

Acq On : 09 Dec 2015 23:18

Operator : UM/I1Z

Sample - G4696-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM120915_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 unknown8.79 Concentration Rank 12

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

8.79 15.08 ng 274487 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,2-Dimethylbutanedioic acid 146 C6H1004 000597-43-3 47
2 1,3-Propanediol, 2,2-diethyl- 132 C7H1602 000115-76-4 35
3 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 27
4 Butane, 2-ethoxy-2-methyl- 116 C7H160 000919-94-8 25
5 Acetaldehyde N-formyl-N-methylhy... 100 C4H8N20 016568-02-8 25

Abundance Scan 970 (8.793 min): BM003426.D (-962) (-) m/z 59.10 100.00%
59
87
5000 4l 69
‘ 100
R R
111 8.40 8.60 8.80 9.00 9.20
133
..,....,....,....|;:.'..‘?’.1:|!'. ,|' 111 .‘“l.-..,...-.,....,.-...,. m/z 87.10 62.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #20915: 2,2-Dimethylbutanedioic acid
59
87
5000 41 USRS LRSS RS SRR R
100 840 8.60 8.80 9.00 9.20
69 m/z 84.10 52 .95%
'w'+?'w"'|”"|'“'?%'”|"'w""w"'w"'w"'}i%'|'E??"”|'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
84
59
8.40 860 8.80 9.00 9.20
5000 m/z 41.10 51.66%
41 69
31 101
18 51 77 91 114 133
mmﬁmmwﬁwmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4385: Propane, 2-ethoxy-2-methyl- R
50 8.40 860 8.80 9.00 9.20
m/z 69.10 43.92%
87
5000
41
29
15 | . 51, 73 . 101
m/z--> 10 20 30 40 50 eb 70 80 90 100 110 120 130 140 8.40 860 8.80 9.00 9.20

8270-BM120915.M Thu Dec 10 16:18:41 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM120915\
Data File : BM003426.D

Acq On : 09 Dec 2015 23:18

Operator : UM/I1Z

Sample - G4696-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM120915_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 16 Benzene, l-ethyl-2,4-dimethyl- Concentration Rank 4

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

8.83 54 .48 ng 991807 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 76
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 76
3 Benzene, 1-methyl-2-(1-methyleth... 134 C10H14 000527-84-4 76
4 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 76
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 70

Abundance Scan 976 (8.828 min): BM003426.D (-971) (-) m/z 119.10 100.00%
119
5000
o1 134
39 51 65 17 | 105 | 17 8.40 8.60 8.80 9.00 9.20
et el e 28 ML AZELL 0 Ta/z 117,100 35.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14370: Benzene, 1-ethyl-2,4-dimethyl-
119
5000 USRS SR R S
8.40 8.60 8.80 9.00 9.20
9 134 m/z 134.10 29.56%
15 28 3? \ 58 ?\ ‘\ %95 \\\ 127
miz> 10 2 30 40 50 60 70 80 90 100 110 130 130 140
Abundance
119
8.40 8.60 8.80 9.00 9.20
5000 m/z 91.05 23.37%
91 134
77
15 27 39 515565 105
wwwmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14406: Benzene, 1-methyl-2-(1-methylethyl)-
11 8.40 8.60 8.80 9.00 9.20
m/z 115.10 16.49%
5000
134
91
15 27 Al 515865 77 103 L a2
m/z--> 10 20 30 40 55 60 70 80 95 100 110 120 130 150 8.40 8.60 8.80 9.00 9.20

8270-BM120915.M Thu Dec 10 16:18:42 2015 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM120915\
Data File : BM003426.D

Acq On : 09 Dec 2015 23:18

Operator : UM/I1Z

Sample - G4696-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM120915_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 17 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 13

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

9.35 12.91 ng 612999 Naphthalene-d8 10.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 95
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 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 94
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 91

Abundance Scan 1065 (9.351 min): BM003426.D (-1058) (- m/z 119.05 100.00%
119
5000 134
77 o1 9.00 9.20 9.40 9.60
39 51 65 103 : : : :
..,....,....,....-,'....,'....,..'..,...'.',....,|....,.-...,..'.'.l..1.27,.'.-..,.. m/z 134.10 44_73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14355: Benzene, 1,2,4,5-tetramethyl-
119
134
5000 A

9.00 9.20 9.40 9.60
m/z 91.05 16.29%

o1
15 27 39 515865 77 | 98105

L i ! L, Ll 127 )
T T T T T T T T T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
9.00 9.20 9.40 9.60
5000 134 m/z 120.10 9.46%
27 39 51,65 77 O
15 58 98 105 127
wwwmmmmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14359: Benzene, 1,2,3,5-tetramethyl-
119 9.00 9.20 9.40 9.60
m/z 133.10 8.94%
5000 134
39 77 91
27 65
S o VRN - oL 1
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.00 9.20 9.40 9.60

8270-BM120915.M Thu Dec 10 16:18:43 2015 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM120915\
Data File : BM003426.D

Acq On : 09 Dec 2015 23:18

Operator : UM/I1Z

Sample - G4696-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM120915_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 18 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 9

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

9.76 15.81 ng 750999 Naphthalene-d8 10.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 95
2 Benzene, 1l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 94
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 93
4 Indan, l-methyl- 132 C10H12 000767-58-8 90
5 3-Phenylbut-1-ene 132 C10H12 000934-10-1 90

Abundance Scan 1134 (9.757 min): BM003426.D (-1130) (-) m/z 117.10 100.00%
147

5000 132
91
39 51 65 77 103 | 9.40 9.60 9.80 10.00
..“”.“”.“.m“.”ﬁ.“,ﬂn,“m,“.J”.wm.w”JL”nHL.w.. m/z 132.10 38.96%

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

Abundance #13606: 1H-Indene, 2,3-dihydro-4-methyl-
117

5000
9.40 9.60 9.80 10.00

m/z 115.10 26 .83%

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

Abundance
117
9.40 9.60 9.80 10.00
5000 132 m/z 131.10 21.29%
91
15 27 39 51 e 77 103
wwwmmwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13605: 1H-Indene, 2,3-dihydro-5-methyl-
117 9.40 9.60 9.80 10.00

m/z 91.05 12 .64%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM120915\
Data File : BM003426.D

Acq On : 09 Dec 2015 23:18

Operator : UM/I1Z

Sample - G4696-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM120915_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 19 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 6

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

9.92 22.56 ng 1071660 Naphthalene-d8 10.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 95
2 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 87
3 3-Phenylbut-1-ene 132 C10H12 000934-10-1 87
4 Benzene, 2-butenyl- 132 C10H12 001560-06-1 87
5 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000767-99-7 80

Abundance Scan 1162 (9.922 min): BM003426.D (-1155) (-) m/z 117.10 100.00%
117

5000

9.60 9.80 10.00 10.20
m/z 119.05 52 .88%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13603: Benzene, 2-ethenyl-1,4-dimethyl-

5000
9.60 9.80 10.00 10.20

m/z 132.05 35.76%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
117
132 9.60 9.80 10.00 10.20
5000 m/z 115.05 32.95%
91
o7 39 51 65 77 103

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13568: 3-Phenylbut-1-ene

117 9.60 9.80 10.00 10.20
m/z 134.10 20.53%

5000

L B L B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 9.60 9.80 10.00 10.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM120915\
Data File : BM003426.D

Acq On : 09 Dec 2015 23:18

Operator : UM/1Z

Sample - G4696-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM120915_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]
2-Pentanol, 2-met. .. 3.45 10.6 ng 192751 1 7.72 364129 20.0
Benzene, (1-methy... 6.22 15.5 ng 282947 1 7.72 364129 20.0
Benzene, propyl- 6.70 21.3 ng 387165 1 7.72 364129 20.0
Benzene, 1-ethyl-.._. 7.11 8.1 ng 147466 1 7.72 364129 20.0
unknown7 .25 7.25 77.0 ng 1402300 1 7.72 364129 20.0
Benzene, 1,2,3-tr... 7.37 11.2 ng 203869 1 7.72 364129 20.0
Indane 8.10 142.5 ng 2594440 1 7.72 364129 20.0
Benzene, 1,3-diet... 8.21 24.7 ng 450504 1 7.72 364129 20.0
Benzene, 1,2-diet... 8.36 21.4 ng 390041 1 7.72 364129 20.0
Benzene, 1l-methyl... 8.67 12.3 ng 223046 1 7.72 364129 20.0
Benzene, 1,2,3,4-... 8.72 9.0 ng 163108 1 7.72 364129 20.0
unknown8.79 8.79 15.1 ng 274487 1 7.72 364129 20.0
Benzene, l-ethyl-_._. 8.83 54.5 ng 991807 1 7.72 364129 20.0
Benzene, 1,2,4,5-... 9.35 12.9 ng 612999 2 10.51 949853 20.0
1H-Indene, 2,3-di... 9.76 15.8 ng 750999 2 10.51 949853 20.0
Benzene, 2-etheny... 9.92 22.6 ng 1071660 2 10.51 949853 20.0
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