LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM051217\
Data File : BM010025.D

Aca On : 12 May 2017 16:03

Operator : SJ/MA

Sample : 13098-01

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 M\METHODS\8270-BM051117.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 3.487 65 68 69 rvv 64175 73044 1.68% 0.132%
2 3.510 69 72 80 rvv 282168 357071 8.21% 0.645%
3 3.746 109 112 113 rVvVv 65622 82527 1.90% 0.149%
4 3.763 113 115 119 rvwv 113715 151097 3.48% 0.273%
5 3.810 119 123 128 rVB 99466 134064 3.08% 0.242%
6 3.998 151 155 160 rvB2 55495 76060 1.75% 0.137%
7 4.263 196 200 202 rVvv2 165044 229707 5.28% 0.415%
8 4.293 202 205 212 rVB 473688 635184 14.61% 1.148%
9 4.587 249 255 259 rBV2 46116 79671 1.83% 0.144%
10 4.687 267 272 279 rBV3 50273 95022 2.19% 0.172%
11 4.745 279 282 285 rBV2 48412 72428 1.67% 0.131%

12 4.898 304 308 310 rBV 87285 121401 2.79% 0.219%
13 4.922 310 312 316 rvVv 83247 114681 2.64% 0.207%
14 4.981 316 322 328 rVB 340226 558929 12.86% 1.010%
15 5.251 363 368 377 rVB5 55488 129853 2.99% 0.235%

16 5.351 377 385 397 rBvV 767253 1238217 28.48% 2.238%
17 5.663 432 438 443 rBV2 467622 742026 17.07% 1.341%
18 5.757 449 454 458 rBV3 68906 120774 2.78% 0.218%
19 5.810 458 463 467 rVvVv 166910 234651 5.40% 0.424%
20 6.045 498 503 512 rVB 1214062 1766115 40.62% 3.191%

21 6.240 531 536 548 rvB2 125888 272519 6.27% 0.492%
22 6.516 573 583 592 rBV2 1414777 2339041 53.80% 4.227%
23 6.622 592 601 605 rBV5 35244 82535 1.90% 0.149%
24 6.663 605 608 614 rVB5 42395 76556 1.76% 0.138%
25 6.728 614 619 623 rBvV 221034 330728 7.61% 0.598%

26 6.828 631 636 650 rvB3 315530 659193 15.16% 1.191%
27 6.951 650 657 664 rBvV 430463 826881 19.02% 1.494%
28 7.022 664 669 673 rBv 305919 457213 10.52% 0.826%
29 7.169 685 694 697 rBv4 63268 136864 3.15% 0.247%
30 7.216 697 702 709 rVvB4 56940 94174 2.17% 0.170%

31 7.298 709 716 721 rBV 1257321 2065243 47.50% 3.732%
32 7.628 756 772 782 rBV6 275964 1002188 23.05% 1.811%
33 7.722 782 788 789 rBV3 69791 99943 2.30% 0.181%
34 7.757 789 794 799 rvB2 271006 451643 10.39% 0.816%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM051217\
Data File : BM010025.D

Aca On : 12 May 2017 16:03

Operator : SJ/MA

Sample : 13098-01

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
Title

Z:\HPCHEM1I\BNA M\METHODS\8270-BM051117.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 7.822 799 805 818 rVB 1394930 2357651 54.23% 4._.260%

36 7.986 818 833 836 rBV5 134121 485490 11.17% 0.877%
37 8.075 838 848 852 rBV 1260873 2419804 55.66% 4_.373%
38 8.122 852 856 860 rvB 934613 1265954 29.12% 2.288%
39 8.175 861 865 867 rBv3 143895 239699 5.51% 0.433%
40 8.234 871 875 879 rBv2 413788 779864 17 .94% 1.409%

41 8.381 895 900 904 rvv 185244 319988 7.36% 0.578%
42 8.428 904 908 915 rvB5 152733 279151 6.42% 0.504%
43 8.545 924 928 930 rBV 49461 79455 1.83% 0.144%
44 8.692 947 953 958 rBv4 133156 219328 5.04% 0.396%
45 8.739 958 961 966 rVB3 82388 115412 2.65% 0.209%

46 8.845 966 979 983 rBV 1039529 2218478 51.03% 4_.009%
47 8.933 988 994 999 rVB3 1456685 2677833 61.59% 4_.839%
48 9.010 1001 1007 1010 rBV5 489539 950749 21.87% 1.718%
49 9.157 1030 1032 1035 rVB2 87107 71706 1.65% 0.130%
50 9.269 1045 1051 1058 rBve 107002 252750 5.81% 0.457%

51 9.369 1063 1068 1075 rVvVv 338539 559809 12.88% 1.012%
52 9.557 1082 1100 1107 rBV8 406790 1426983 32.82% 2.579%
53 9.622 1107 1111 1116 rVB3 66517 94252 2.17% 0.170%
54 9.733 1125 1130 1134 rBV6 81139 153485 3.53% 0.277%
55 9.792 1134 1140 1147 rVB2 321953 583459 13.42% 1.054%

56 9.939 1154 1165 1185 rBV2 666335 1512534 34.79% 2.733%
57 10.116 1185 1195 1198 rBV10 72084 188199 4_.33% 0.340%
58 10.163 1198 1203 1211 rVV3 124211 299963 6.90% 0.542%
59 10.239 1211 1216 1221 rVV 50494 76284 1.75% 0.138%
60 10.516 1260 1263 1265 rVV3 108091 151166 3.48% 0.273%

61 10.551 1265 1269 1282 rVV2 337664 811438 18.66% 1.466%
62 10.651 1282 1286 1292 rVB3 94235 159256 3.66% 0.288%
63 10.751 1300 1303 1308 rvVB4 68709 107301 2.47% 0.194%
64 10.857 1308 1321 1325 rBV10 59815 198430 4_56% 0.359%
65 10.980 1337 1342 1352 rVB10 77069 203368 4.68% 0.368%

66 11.198 1374 1379 1383 rVV3 72930 146081 3.36% 0.264%

67 11.245 1385 1387 1392 rVB4 52393 80167 1.84% 0.145%
68 11.457 1412 1423 1429 rBV2 83320 174940 4.02% 0.316%
69 11.551 1433 1439 1443 rBV6 36309 78972 1.82% 0.143%

70 11.645 1452 1455 1461 rVB3 63804 105345 2.42% 0.190%
71 12.116 1529 1535 1540 rVB7 45643 90163 2.07% 0.163%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM051217\
Data File : BM010025.D

Aca On : 12 May 2017 16:03

Operator : SJ/MA

Sample : 13098-01

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

Z:\HPCHEM1I\BNA M\METHODS\8270-BM051117.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 12.298 1561 1566 1570 rVB2 109848 175073 4_.03% 0.316%
73 12.451 1577 1592 1598 rBv4 254225 567661 13.06% 1.026%
74 12.604 1612 1618 1624 rVB 98577 160305 3.69% 0.290%
75 12.721 1633 1638 1640 rBV5 54590 84178 1.94% 0.152%

76 12.751 1641 1643 1651 rVB3 72679 114880 2.64% 0.208%
77 12.874 1659 1664 1670 rVV3 72268 137094 3.15% 0.248%
78 13.021 1682 1689 1696 rBV 2422701 3482821 80.11% 6.294%

79 13.116 1701 1705 1713 rVB9 32278 71591 1.65% 0.129%
80 13.227 1721 1724 1729 rVB3 53833 82548 1.90% 0.149%
81 13.392 1745 1752 1757 rBV7 53427 98967 2.28% 0.179%

82 13.463 1757 1764 1772 rVV6 62899 120343 2.77% 0.217%
83 13.557 1774 1780 1785 rBV6 111446 196676 4._.52% 0.355%
84 13.627 1785 1792 1799 rVB2 134818 264277 6.08% 0.478%
85 13.727 1801 1809 1813 rBV2 95853 173583 3.99% 0.314%

86 13.780 1815 1818 1825 rVB7 68125 118198 2.72% 0.214%
87 13.921 1837 1842 1846 rBV3 118718 207911 4.78% 0.376%
88 14.057 1859 1865 1871 rVBS8 41763 76918 1.77% 0.139%
89 14.245 1890 1897 1903 rBV7 39167 78483 1.81% 0.142%
90 14.415 1917 1926 1936 rVB2 520692 887437 20.41% 1.604%

91 15.068 2033 2037 2043 rVB7 50950 99930 2.30% 0.181%
92 15.168 2043 2054 2061 rBV10 48452 118791 2.73% 0.215%
93 15.915 2175 2181 2189 rBV 1957829 2782646 64.00% 5.028%
94 17.168 2388 2394 2401 rBV 688571 959384 22.07% 1.734%
95 18.045 2537 2543 2550 rBV2 105942 173926 4._00% 0.314%

96 19.327 2757 2761 2765 rBV3 53617 70975 1.63% 0.128%
97 19.792 2834 2840 2846 rBV 3665263 4347803 100.00% 7.857%
98 21.044 3049 3053 3058 rBV7 69867 101624 2.34% 0.184%
99 21.356 3101 3106 3114 rVB 767344 975257 22.43% 1.762%
100 23.650 3490 3496 3504 rVB 407910 766675 17.63% 1.385%

Sum of corrected areas: 55338105
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA M\DATA\BM051217\

BM010025.D

12 May 2017 16:03

SJ/MA

13098-01

6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L
Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM051217\
Data File : BM010025.D

Aca On : 12 May 2017 16:03

Operator : SJ/MA

Sample : 13098-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 2-Butanol, 2,3-dimethyl- Concentration Rank 18

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

3.51 15.81 ng 357071 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butanol. 2.3-dimethvl- 102 C6H140 000594-60-5 72
2 2-Pentanol. 2-methvl- 102 C6H140 000590-36-3 64
3 3-Pentanol. 2.2-dimethvl- 116 C7H160 003970-62-5 64
4 1-Propanol. 2-(2-hvdroxvpropoxv)- 134 C6H1403 000106-62-7 42
5 3-Hexanol, 5-methyl- 116 C7H160 000623-55-2 40

Abundance Scan 72 (3.510 min): BM010025.D (-69) (-) m/z 59.10 100.00%
59.1
5000
87.1 SNBSS I S
3.20 3.40 3.60 3.80
o RS 8L 365 57.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4374: 2-Butanol, 2,3-dimethyl-
59.0
5000 NSRS SRR
320 340 3.60 3.80
87.0 m/z 45.05 23.09%
31.0 ‘
0””IﬂLwh”PL'P”W'”W”'W””I””"”'”"”"”W”'W”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59.0
320 340 360 380
m/ 87.10 23.04%
5000 87.0 z o
31.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 A
Abundance #8144: 3-Pentanol, 2,2-dimethyl- R e LAl ma

3.20 3.40 3.60 3.80
m/z 41.10 17.36%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 320 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM051217\
Data File : BM010025.D

Aca On : 12 May 2017 16:03

Operator : SJ/MA

Sample : 13098-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 unknown4.29 Concentration Rank 15

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

4.29 28.13 ng 635184 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexanone. 4-methvl- 114 C7H140 017042-16-9 9
2 Heptane. 2-methvl- 114 C8H18 000592-27-8 9
3 3-Pentanone. 2.2.4.4-tetramethvl- 142 C9H180 000815-24-7 9
4 Pivalic acid vinvl ester 128 C7H1202 003377-92-2 9
5 di-tert-Butyl dicarbonate 218 C10H1805 024424-99-5 9

Abundance Scan 205 (4.293 min): BM010025.D (-202) (-) m/z 57.10 100.00%
5%.1
5000
41.1
85.1 114.2 4.00 4.20 4.40 4.60
Ol e et b e e 20 | m/z 41.10  35.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7313: 3-Hexanone, 4-methyl-
57.0
5000 29.0
4.00 4.20 4.40 4.60
m/z 39.10 10.66%
85.0 114.0
0"”I'h”w"AH"”IN'”I"LI"”I"”I"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
4.00 4.20 4.40 4.60
5000 41,0 m/z 114.15 6.68%
99.0
0l_15.0 77.0 115.0
LA I SR SR SURLI UL DAL B UL SN SN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19244: 3-Pentanone, 2,2,4,4-tetramethyl-
57.0 4.00 4.20 4.40 4.60
m/z 56.10 5.48%
5000
41.0 85.0
o L 1000 1420
m/z--> 2'0 4'0 6|O 8|0 1(')0 150 14'10 1('30 15';0 2(')0 4.00 4.20 4.40 4.60

8270-BM0O51117.M Mon May 15 16:03:39 2017 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM051217\
Data File : BM010025.D

Aca On : 12 May 2017 16:03

Operator : SJ/MA

Sample : 13098-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 3 1,3-Dimethylcyclopentanol Concentration Rank 16

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

4.98 24_.75 ng 558929 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Dimethvicvclopentanol 114 C7H140 019550-46-0 91
2 Butanal. 4-T(tetrahvdro-2H-pvran... 172 C9H1603 054911-85-2 50
3 Pentane. 3.3-dimethvl- 100 C7H16 000562-49-2 50
4 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 43
5 2-Hexanone, 4-methyl- 114 C7H140 000105-42-0 38

Abundance Scan 322 (4.981 min): BM010025.D (-316) (-) m/z 71.10 100.00%
43.1 711
85.1
58.0
5000
| | 99.1 114.0 460 4.80 5.00 5.20 5.40
| I eyl 140 "m/z 43.10 89.66%
m/z--> 20 40 60 80 100 120 140 160
Abundance #7360: 1,3-Dimethylcyclopentanol
43.0 71.0
58.0 85.0
5000
4.60 4.80 5.00 5.20 5.40
27.0 o m/z 85.10 68.82%
0 |1|4’|0| |“l“| U . ‘: l "‘l"" : l‘l : ?']:4:0' T
m/z--> 20 40 60 80 100 120 140 160
Abundance
71.0
41.0 85.0 460 4.80 5.00 520 5.40
5000 m/z 57.95 59.74%
27.0
56.0 101.0
e L S S L N S '%%qq }ﬁ?p"l }7%9|
m/z--> 20 40 60 80 100 120 140 160
Abundance #3911: Pentane, 3,3-dimethyl-
43.0 4.60 4.80 5.00 5.20 5.40
71.0 m/z 39.10 26.14%
5000
85.0
29.0
0'%aq'H"wa'???'ﬂl'IL"I""I""I""I""I AR RN RN LR
m/z--> 20 40 60 80 100 120 140 160 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM051217\
Data File : BM010025.D

Aca On : 12 May 2017 16:03

Operator : SJ/MA

Sample : 13098-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 4 Cyclopentanone, 2,3-dimethyl- Concentration Rank 13

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

5.66 32.86 ng 742026 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentanone. 2.3-dimethvl- 112 C7H120 1000151-06-7 50
2 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 49
3 Heptane. 4-methvlene- 112 C8H16 015918-08-8 49
4 1-Hexene. 5-methvl- 98 C7H14 003524-73-0 47
5 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 43

Abundance Scan 437 (5.657 min): BM010025.D (-432) (-) m/z 56.10 100.00%
56.1
41.1
5000 83.1
69.1 112.1
‘| Al | 97|'° 540 560 580 6.00
o] NSNS 1| MMSSS 17 MOCHOY | ESSLPRIN RESSUAEN MOMSMMSIBINS MBS m/z 41.10 59.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6408: Cyclopentanone, 2,3-dimethyl-
410 560
27.0
5000 700 830 112.0 540 5.60 5.80 6.00
m/z 55.05 48.87%
‘ 97.0
0 ‘ il ‘ | ‘\ ‘ 1 ‘ || L
I IO UL SO I SULILI UL IO I UL B L I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
ao 00
540 5.60 5.80 6.00
5000 m/z 83.10 41.36%
21.0 69.0  g40
15.0
G R R RN UL RS AN R RN AL B AR B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6523: Heptane, 4-methylene-
56.0 5.40 5.60 5.80 6.00
m/z 39.00 36.26%
5000 41.0 69.0
84.0 112.0
0'”I”'W'”'P'”“M'W“'“P'“l”'%””'P'”I”'W'”'P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM051217\
Data File : BM010025.D

Aca On : 12 May 2017 16:03

Operator : SJ/MA

Sample : 13098-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 5 3,4-Dimethylcyclopentanone Concentration Rank 6

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

6.05 78.21 ng 1766120 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.4-Dimethvicvclopentanone 112 C7H120 058372-16-0 70
2 trans-3.4-Dimethvilcvclopentanone 112 C7H120 019550-73-3 64
3 1-Pentene 70 C5H10 000109-67-1 43
4 1.3-Cvclohexanedione 112 C6H802 000504-02-9 38
5 Cyclobutane, methyl- 70 C5H10 000598-61-8 38

Abundance Scan 504 (6.051 min): BM010025.D (-498) (-) m/z 42.10 100.00%
a2 69.0
5000
112.1 VUSSR X
5.80 6.00 6.20 6.40
0 ..~-.'|:,.-.|..,~..9f‘-.°,..l.,....,....,....,....,297.-9. m/z 69.05 78.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6382: 3,4-Dimethylcyclopentanone
42.0
5000 69.0
5.80 6.00 6.20 6.40
112.0 m/z 41.10 44 . 22%
0'E%?”"w"w"“l“"w"w"”l'“'l”"w"w"“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
420 890
5.80 6.00 6.20 6.40
5000 1120 m/z 39.10 35.90%
15.0
e R L I S L S S B S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #539: 1-Pentene
42.0 5.80 6.00 6.20 6.40
m/z 112.05 24 .43%
5000
70.0
0"”|“l“¢“'“|"“l"“l"“l"”l"”l"”l"“l"“
m/z--> 20 40 60 80 100 120 140 160 180 200 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM051217\
Data File : BM010025.D

Aca On : 12 May 2017 16:03

Operator : SJ/MA

Sample : 13098-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 6 trans-3,4-Dimethylcyclopent... Concentration Rank 3

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

6.52 103.58 ng 2339040 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.4-Dimethvicvclopentanone 112 C7H120 058372-16-0 94
2 trans-3.4-Dimethvlcvclopentanone 112 C7H120 019550-73-3 72
3 1.3-Cvclopentanedione. 4-methvl- 112 C6H802 035029-03-9 64
4 1.3-Cvclohexanedione 112 C6H802 000504-02-9 64
5 4-Morpholinecarbonitrile 112 C5H8N20 001530-89-8 59

Abundance Scan 584 (6.522 min): BM010025.D (-573) (-) m/z 42.10 100.00%
431
69.1
5000
‘ 112.1 e
6.20 6.40 6.60 6.80
0 ..'.'|.'-,.'...,~..9.4-.1,....,....,....,....,....,29‘?-.9. m/z 69.10 57.48%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6382: 3,4-Dimethylcyclopentanone
42.0
5000 69.0 SERARARARRSRARSE NAE
6.20 6.40 6.60 6.80
112.0 m/z 41.10 40.18%
150 ‘\ \‘H \‘ ‘
G S S L S UL UL L I WL WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
420 990
6.20 6.40 6.60 6.80
5000 1120 m/z 70.10 31.15%
15.0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #6228: 1,3-Cyclopentanedione, 4-methyl-
42.0 6.20 6.40 6.60 6.80

m/z 39.10 30.99%

5000

‘ 69.0 112.0

85.0
o Y . —

m/z--> 20 40 60 80 100 120 140 160 180 200 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM051217\
Data File : BM010025.D

Aca On : 12 May 2017 16:03

Operator : SJ/MA

Sample : 13098-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 7 Benzene, propyl- Concentration Rank 19

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

6.73 14.65 ng 330728 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. propvl- 120 C9H12 000103-65-1 95
2 N-Benzvl-2-phenethvlamine 211 C15H17N 003647-71-0 78
3 1.3.5-Cvcloheptatriene. 7-ethvl- 120 C9H12 017634-51-4 64
4 Benzene. (ethenvloxv)- 120 C8H80 000766-94-9 59
5 Ethanol, 2-[(phenylmethyl)amino]- 151 C9H13NO 000104-63-2 53

Abundance Scan 619 (6.728 min): BM010025.D (-614) (-) m/z 91.10 100.00%
91.1
5000
120.1 L S R LN R
39.0 620 | | 6.40 6.60 6.80 7.00
L m/z 120.10 18.03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9108: Benzene, propyl-
91.0 f\
5000 LRSI RASE RRARSRRARS
6.40 6.60 6.80 7.00
65.0 120.0 m/z 65.00 15.45%
39.0
0}§£'“““'J“|h'“M'“L|”'“|"“|"“|"”|"”|"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
91.0
120.0 6.40 6.60 6.80 7.00
5000 m/z 92.10 12.98%
65.0
o 39.0 165.0 209.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9145: 1,3,5-Cycloheptatriene, 7-ethyl- TR
91.0 6.40 6.60 6.80 7.00
m/z 78.10 8.17%
5000
0 | 380 | 65‘0 \‘ | 12\0'0
mz-> 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\BM051217\
Data File : BM010025.D

Aca On : 12 May 2017 16:03

Operator : SJ/MA

Sample : 13098-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 8 3-Ethylcyclopentanone Concentration Rank 14

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

6.83 29.19 ng 659193 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Ethvlcvclopentanone 112 C7H120 010264-55-8 90
2 2-Octene. (E)- 112 C8H16 013389-42-9 53
3 2H-Pvran-2-carboxaldehvde. 5.6-d... 112 C6H802 053897-26-0 52
4 2-Pentene. 3-ethvl-2-methvl- 112 C8H16 019780-67-7 52
5 Cyclohexane, ethyl- 112 C8H16 001678-91-7 52

Abundance Scan 636 (6.828 min): BM010025.D (-631) (-) m/z 83.05 100.00%
55.0 83.0
5000
112.1
oo 640 660 680 7.00 720
ol L m/z 55.05 84.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6325: 3-Ethylcyclopentanone
55.0 83.0

5000
120 6.40 6.60 6.80 7.00 7.20
m/z 56.10 50.15%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 41.10 49 .14%
29.0 83.0 112.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6246: 2H-Pyran-2-carboxaldehyde, 5,6-dihydro-
83.0 6.40 6.60 6.80 7.00 7.20
55.0 m/z 112.10 34.23%
5000 29.0
112.0
0.”.“.”“.”,”.w.”w.”.“.”“.”,”...”..”...”..”,”.w” A e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM051217\
Data File : BM010025.D

Aca On : 12 May 2017 16:03

Operator : SJ/MA

Sample : 13098-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 9 3H-1,2-Dithiol-3-one, 5-met... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.30 91.45 ng 2065240 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 14
2 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 10
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 10
4 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
Abundance Scan 716 (7.298 min): BM010025.D (-709) (-) m/z 132.00 100.00%
13%.0
68.1
5000
40.0 9.1 R IR L I I
1148 2071 7.00 7.20 7.40 7.60
0 : e e m/z 68.10 62.18%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13684: 3H-1,2-Dithiol-3-one, 5-methyl-
132.0
5000 67.0 L UL LN I I

7.00 7.20 7.40 7.60
m/z 66.10  47.44%

44.0 103.0
N e N —
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
132.0
7.00 7.20 7.40 7.60
5000 m/z 134.10 32.36%
69.0
39.0
salo 89.0 105.0
ol e e
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine S  Emma a e
132.0 7.00 7.20 7.40 7.60
0
69.0 m/z 69.10 28.57%
104.0
5000
31.0 510
0..‘..”‘,l.H.,.l‘.‘.‘,....,.‘...,.. N
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\BM051217\
Data File : BM010025.D

Aca On : 12 May 2017 16:03

Operator : SJ/MA

Sample : 13098-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 10 1-Hydroxy-4-hydrazinocarbon... Concentration Rank 8

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

7.63 44 _.38 ng 1002190 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hvdroxv-4-hvdrazinocarbonvl-2.... 216 C8H16N403 095057-50-4 59
2 Butanoic acid. 2-methvl- 102 C5H1002 000116-53-0 38
3 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 36
4 Heptanoic acid. methvl ester 144 C8H1602 000106-73-0 36
5 _beta.-d-Allopyranoside, methyl ... 192 C8H1605 014917-72-7 33

Abundance Scan 772 (7.628 min): BM010025.D (-756) (-) m/z 74.10 100.00%
741
43.0
5000
105.1 7.20 7.40 7.60 7.80 8.00
134.1 : : : : :
0 206.3 m/z 43.00 60.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67126: 1-Hydroxy-4-hydrazinocarbonyl-2,2,5,5-tetramethyl-..
74.0
5000 720 740 7.60 7.80 8.00
185.0
410 1430 m/z 41.05 58.95%
113.0
il m \M Ll 950 1 ‘ 216.0
0'“'|“"w'”|'““ﬂ'“'|“""""“l'“'l“"w"w"“
m/z--> 20 60 80 100 120 140 160 180 200 220
Abundance
74.0
29.0 7.20 7.40 7.60 7.80 8.00
5000 m/z 69.05 46.14%
56.0
0 102.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75094: Tridecanoic acid, methyl ester
74.0 7.20 7.40 7.60 7.80 8.00
m/z 39.10 27 .65%
5000 43.0
0 ) smonse M0 180 amg
m/z--> 20 40 ' 80 100 120 140 160 180 200 220 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM051217\
Data File : BM010025.D

Aca On : 12 May 2017 16:03

Operator : SJ/MA

Sample : 13098-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 11 2,4-Hexadiene, 2,5-dimethyl- Concentration Rank 2

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

7.82 104.40 ng 2357650 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4-Hexadiene. 2.5-dimethvl- 110 C8H14 000764-13-6 90
2 2-Cvclopenten-1-one. 3.4-dimethvl- 110 C7H100 030434-64-1 70
3 4.4-Dimethvl-2-cvclopenten-1-one 110 C7H100 022748-16-9 64
4 1.4-Pentadiene. 2-methvl- 82 C6H10 000763-30-4 50
5 Cyclohexene, 1,2-dimethyl- 110 C8H14 001674-10-8 49

Abundance Scan 805 (7.822 min): BM010025.D (-799) (-) m/z 95.10 100.00%
671 93.1
39.0
5000

740 7.60 7.80 8.00 8.20

0 126.1 28121 "m/z 67.10 99.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #5849: 2,4-Hexadiene, 2,5-dimethyl-
67.0 950
39.0
5000 [Trr T rrrr[prrrrrrrrpror1

7.40 7.60 7.80 8.00 8.20
m/z 39.05 66.23%

15.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
95.0
67.0 7.40 7.60 7.80 8.00 8.20
5000 390 m/z 110.05 55.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #5714: 4,4-Dimethyl-2-cyclopenten-1-one R B e maa s
95.0 7.40 7.60 7.80 8.00 8.20
m/z 41.05 43 .85%
67.0
5000
41.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM051217\
Data File : BM010025.D

Aca On : 12 May 2017 16:03

Operator : SJ/MA

Sample : 13098-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 12 unknown7.99 Concentration Rank 17

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

7.99 21.50 ng 485490 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene. 4.4-dimethvl- 98 C7H14 000762-62-9 22
2 1.3-Propanediol. 2-Chvdroxvmethyv... 120 C5H1203 000077-85-0 14
3 Oxirane. 2.2"-Toxvbis(methvlene)... 130 C6H1003 002238-07-5 14
4 1-1SOBUTOXY-1-METHOXYPROPANE 146 C8H1802 1000245-16-6 10
5 Oxirane, (3,3-dimethylbutyl)- 128 C8H160 053907-77-0 10

Abundance Scan 834 (7.992 min): BM010025.D (-818) (-) m/z 57.10 100.00%
51.1
41.0
5000
83.1
115.1 AR SR RS U
157.2 7.60 7.80 8.00 8.20 8.40
o bl O8O Ly LT 1928 o 41.00  54.32%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #3297: 1-Pentene, 4,4-dimethyl-
57.0
5000 41.0 7.60 7.80 8.00 8.20 8.40
83.0 m/z 43.05 46 .36%
15.0 J 1 98.0
G A L LA S S B UL L WL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 72.0
41.0 7.60 7.80 8.00 8.20 8.40
5000 m/z 55.05 44 .11%
o 19.0 89.0 119.0
miz--> 20 40 60 8 100 120 140 160 180
Abundance #12844: Oxirane, 2,2'-[oxybis(methylene)]bis- A BT L
57.0 7.60 7.80 8.00 8.20 8.40
m/z 83.10 35.17%
5000
41.0
h ‘ 73.0
0"'?ﬂ"wﬂ”'\'“'l'“ﬁ%q"w""w"'w"'l”"l
m/z--> 20 40 60 80 100 120 140 160 180 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM051217\
Data File : BM010025.D

Aca On : 12 May 2017 16:03

Operator : SJ/MA

Sample : 13098-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 14 Indane Concentration Rank 7

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

8.12 56.06 ng 1265950 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 81
2 Tetracvclol3.3.1.0(2.8).0(4.6)1-... 118 C9H10 1000191-13-7 72
3 Benzene. cvclopropvl- 118 C9H10 000873-49-4 64
4 Deltacvclene 118 C9H10 007785-10-6 58
5 Benzene, l-propenyl- 118 C9H10 000637-50-3 53

Abundance Scan 856 (8.122 min): BM010025.D (-852) (-) m/z 117.10 100.00%
117.1
5000 j\
91.1 A
39.1 631 2070 780 8.00 820 840
0! R e LA B m/z 118.10 54 _.49Y%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #8676: Indane
117.0
5000 A AR RS LR LR
7.80 8.00 8.20 8.40
910 m/z 115.10 27 .41%
39.0 63.0 :
0'%QQ"'JP'“'WH"U'JL'f”"\"'W""I"”I""I”"
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance
117.0
7.80 8.00 8.20 8.40
0
5000 91.0 m/z 91.10 20.40%
39.0 65.0
e L U S S WL I L L B L S
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #8687: Benzene, cyclopropyl- ~ R R e
117.0 7.80 8.00 8.20 8.40
m/z 63.10 13.11%
5000
91.0
0 ...,2.7:9.,.5.1.'(.),..7.4'.9,....,....,....,....,....,....,....
m/z--> 200 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM051217\
Data File : BM010025.D

Aca On : 12 May 2017 16:03

Operator : SJ/MA

Sample : 13098-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 15 Benzene, 1,2-diethyl- Concentration Rank 12

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

8.23 34.53 ng 779864 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 93
2 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 93
3 Ethanone. 1-(3-methviphenvIl)- 134 C9H100 000585-74-0 87
4 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 81
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 74

Abundance Scan 874 (8.228 min): BM010025.D (-871) (-) m/z 105.10 100.00%
105.1
5000 571 134.1
39.0 77.0
2071 7.80 8.00 8.20 8.40 8.60
0 e 20 Tm/z 11910 81.64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14329: Benzene, 1,2-diethyl-
119.0
5000

7.80 8.00 8.20 8.40 8.60
m/z 134.10 41 _.56%

91.0

39 0 65 0 135.0
0 150 ‘\ .l LM \
et e

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance

119.0

7.80 8.00 8.20 8.40 8.60
5000 m/z 57.10 38.19%

91.0
2710 519
74.0 135.0
O T T T T T T e T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14804: Ethanone, 1-(3-methylphenyl)-
119.0

91.0 780 800 820 840 860
' m/z 91.00 30.03%

5000
30 65.0
15.0 \ | \‘ ul | 1% 0

m/z--> 20 40 60 80 100 120 140 160 180 200 780 8.00 820 8.40 8.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM051217\
Data File : BM010025.D

Aca On : 12 May 2017 16:03

Operator : SJ/MA

Sample : 13098-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 16 Benzene, 2-ethyl-1,3-dimethyl- Concentration Rank 4

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

8.85 98.24 ng 2218480 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 95
2 Benzene. 1l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 95
3 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 93
4 Benzene. l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 93
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 91

Abundance Scan 980 (8.851 min): BM010025.D (-966) (-) m/z 119.10 100.00%
119.1
5000
481 o, 71 91.0 134.1
||| || | I ‘ 105 1 || 8.60 8.80 9.00 9.20
Y SN A RN TSP o R 1/ N m/z 134.10 28.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14368: Benzene, 2-ethyl-1,3-dimethyl-
119.0
5000
8.60 8.80 9.00 9.20
770 91.0 134.0 m/z 91.05 28.82%
65.0 105.0
"I%?'gl'??'?"??l?"?TM?"I”J"I"'lu'"'J'"'IJH"I'JJ'l""I""I'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119.0
8.60 8.80 9.00 9.20
5000 m/z 71.10 23.98%
91.0 134.0
150 27.0 390 510 650 7O 105.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14379: Benzene, 2-ethyl-1,4-dimethyl- A RERE SR e s
119.0 8.60 8.80 9.00 9.20
m/z 43.10 23.21%
5000
91.0 1050 134.0
77.0
39.0 51.0 65.0 ‘
'w%ﬁgw?i?“'h““'$'“VU”|“'H'“'V'H|ML|“U¢'”'V'“|“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM051217\
Data File : BM010025.D

Aca On : 12 May 2017 16:03

Operator : SJ/MA

Sample : 13098-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 17 2,3,4-Trimethylpentanoic acid Concentration Rank 9

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

9.01 42.10 ng 950749 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.3.4-Trimethvlpentanoic acid 144 C8H1602 090435-18-0 53
2 Butanoic acid. methvl ester 102 C5H1002 000623-42-7 43
3 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 38
4 2-0-Methvl-d-xvlose 164 C6H1205 1000130-01-3 27
5 Butanoic acid, 2-ethyl-, methyl ... 130 C7H1402 000816-11-5 27

Abundance Scan 1007 (9.010 min): BM010025.D (-1001) (-) m/z 43.10 100.00%
431
74.1
87.1
5000 55.1
1011 8.60 8.80 9.00 9.20 9.40
111.0
o...,....,....,....,!.-..,'.-..||.|,....,.||..,.."..,....;'.'-...,-....,..1.2]%'9... m/z 74.10 75.07%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #20056: 2,3,4-Trimethylpentanoic acid
74.0
87.0

5000 e e
8.60 8.80 9.00 9.20 9.40

m/z 71.10 69.41%

43.0 101.0
0 L0 | 1110 1290
T P T T T e T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43.0

74.0 8.60 8.80 9.00 9.20 9.40
5000 27.0 m/z 41.10 56.63%
15.0
59.0 87.0
0 102.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #839: 1-Propanol, 2-methyl-
43.0 8.60 8.80 9.00 9.20 9.40

m/z 87.10 53.68%

5000 33.0
74.0
180 500
0 \ |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 860 880 900 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM051217\
Data File : BM010025.D

Aca On : 12 May 2017 16:03

Operator : SJ/MA

Sample : 13098-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 18 unknown9.56 Concentration Rank 11

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

9.56 35.17 ng 1426980 Naphthalene-d8 10.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvric acid. 2.2.3.3-tetramethvl- 144 C8H1602 030407-41-1 47
2 Pentanoic acid. 2-methvl-., methyv... 130 C7H1402 002177-77-7 47
3 Butanoic acid. 2-ethvl-. 1.2.3-p... 386 C21H3806 056554-54-2 38
4 2-Amino-2-ethvl-1.3-propanediol 119 C5H13N02 000115-70-8 38
5 Heptanoic acid, ethyl ester 158 C9H1802 000106-30-9 38

Abundance Scan 1101 (9.563 min): BM010025.D (-1082) (-) m/z 57.10 100.00%
511 gg1
5000
115.1
9.20 9.40 9.60 9.80
I— iy Jodpeea m/z 41.05 97.87%
m/z--> 50 100 150 200 250 300 350
Abundance #20084: Butyric acid, 2,2,3,3-tetramethyl-
57.0 88.0
5000

9.20 9.40 9.60 9.80

29.0 m/z 43.10 85.73%
d\\\‘” 1| 1290
oL T
m/z--> 50 100 150 200 250 300 350
Abundance
88.0
43.0
9.20 9.40 9.60 9.80
5000 m/z 88.10 83.09%
015-0 115.0
m/z--> 50 100 150 200 250 300 350
Abundance #153016: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester
43.0 88.0 9.20 9.40 9.60 9.80
m/z 55.10 70.29%
5000
0 n \J\ i{ \‘115 0142.0 173.0 214.0242.0272.0 313.0 355.0
LI B . | T T T T 7T T T T 7T | T T T 7T T T T 7T | T T 7T T | T _'—I_'_'_'_I—I_'_'_'_'—r'_'_'_'—r'_’_'_'—r"
m/z--> 50 100 150 200 250 300 350 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM051217\
Data File : BM010025.D

Aca On : 12 May 2017 16:03

Operator : SJ/MA

Sample : 13098-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 19 Benzene, l-ethenyl-4-ethyl- Concentration Rank 20

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

9.79 14.38 ng 583459 Naphthalene-d8 10.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 93
2 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 93
3 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 93
4 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 91
5 Benzene, l-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 90

Abundance Scan 1140 (9.792 min): BM010025.D (-1134) (-) m/z 117.10 100.00%
117.1
5000 1321
91.0 UM SARSE RREAN RN R
411 g1 740 | 1029 ‘ | 146.9 9.40 9.60 9.80 10.00 10.20
0"|""|'"'|""|||‘|"'i| 1y .I|| A Il'lll'l'l"ll""I""I"HI"'IIII"I"'I"".I"' m/Zz 132.10 38.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13588: Benzene, 1-ethenyl-4-ethyl-
117.0
N
5000 AL AR TN UL B
132.0 9.40 9.60 9.80 10.00 10.20
91.0 m/z 115.05 30.92%
oLs0 270 80 510 650 770 P amo |
I 'é‘d"é‘d"%‘d"é‘d'"g'd"l'c')b' T o il ik
Abundance
117.0
9.40 9.60 9.80 10.00 10.20
5000 132.0 m/z 131.10 22.88%

27.0 39.0 51.0 65.0 77.0 91.0 103.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13606: 1H-Indene, 2,3-dihydro-4-methyl-
117.0 9.40 9.60 9.80 10.00 10.20
m/z 91.00 16.25%
39.0 51.0 0
210 ] o o 1030 ||

Ot e e e e e e e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 9.40 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM051217\
Data File : BM010025.D

Aca On : 12 May 2017 16:03

Operator : SJ/MA

Sample : 13098-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 20 1-Phenyl-1-butene Concentration Rank 10

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

9.94 37.28 ng 1512530 Naphthalene-d8 10.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Phenvl-1-butene 132 C10H12 000824-90-8 93
2 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 90
3 Benzene. 2-butenvl- 132 C10H12 001560-06-1 90
4 Benzene. l-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 87
5 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 87

Abundance Scan 1165 (9.939 min): BM010025.D (-1154) (-) m/z 117.10 100.00%
1171
5000
132.1
91.1 Y £ W 2 VR
39.0 510 65.1 77|'1 | 103.1 ‘ |‘ 9.60 9.80 10.00 10.20
Obrrprrrr ettt it il Tm/z 119.10 36.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13569: 1-Phenyl-1-butene
117.0
5000 132.0
910 9.60 9.80 10.00 10.20
' m/z 115.10 31.52%
7o 0O 80 TO | s |
S ¥ M FFINURR 1 | T S | MM
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 |
Abundance
117.0
1320 9.60 9.80 10.00 10.20
5000 m/z 132.10 31.18%
91.0
51.0 77.0
65.0
. 40.0 105.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13573: Benzene, 2-butenyl- o
117.0 9.60 9.80 10.00 10.20
m/z 91.10 22 .57%
132.0
5000 91.0
39.0 51.0 650 77.0
27.0 -
0..,%.5.'(.),...‘:,....‘,‘....H:‘...,a‘:‘..,.aaH,....‘,:...1,0:?2'.0.,..“,...‘l‘,‘.‘...,....,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.60 9.80 10.00 10.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051217\
Data File : BM010025.D

Acq On : 12 May 2017 16:03

Operator : SJ/MA

Sample - 13098-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM051117 .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-Butanol, 2,3-di... 3.51 15.8 ng 357071 1 7.76 451643 20.0
unknown4 .29 4.29 28.1 ng 635184 1 7.76 451643 20.0
1,3-Dimethylcyclo. .. 4_.98 24._.8 ng 558929 1 7.76 451643 20.0
Cyclopentanone, 2... 5.66 32.9 ng 742026 1 7.76 451643 20.0
3,4-Dimethylcyclo. .. 6.05 78.2 ng 1766120 1 7.76 451643 20.0
trans-3,4-Dimethy. .. 6.52 103.6 ng 2339040 1 7.76 451643 20.0
Benzene, propyl- 6.73 14.7 ng 330728 1 7.76 451643 20.0
3-Ethylcyclopenta. .. 6.83 29.2 ng 659193 1 7.76 451643 20.0
3H-1,2-Dithiol-3-. .. 7.30 91.5 ng 2065240 1 7.76 451643 20.0
1-Hydroxy-4-hydra. .. 7.63 44 .4 ng 1002190 1 7.76 451643 20.0
2 ,4-Hexadiene, 2,... 7.82 104.4 ng 2357650 1 7.76 451643 20.0
unknown7 .99 7.99 21.5 ng 485490 1 7.76 451643 20.0
Indane 8.12 56.1 ng 1265950 1 7.76 451643 20.0
Benzene, 1,2-diet... 8.23 34.5 ng 779864 1 7.76 451643 20.0
Benzene, 2-ethyl-_._. 8.85 98.2 ng 2218480 1 7.76 451643 20.0
2,3,4-Trimethylpe. .. 9.01 42.1 ng 950749 1 7.76 451643 20.0
unknown9 .56 9.56 35.2 ng 1426980 2 10.55 811438 20.0
Benzene, 1-etheny... 9.79 14.4 ng 583459 2 10.55 811438 20.0

2

1-Phenyl-1-butene 9.94 37.3 ng 1512530 10.55 811438 20.0
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