LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051215\

Data File : BG017096.D

Aca On : 12 May 2015 22:56 Instrument :
Operator : TP/1Z BNA_G

Sample - G2194-06 ClientSampleld :
Misc - TU021-SB-17-2.5
ALS Vial : 13 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:\HPCHEM1\BNA G\METHODS\8270-BG050515.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

2.810 16 21 30 rvv3 47831 91568 3.95% 0.570%
2.886 30 34 43 rVB 132552 169177 7.30% 1.053%
137 rBvV 806231 1265119 54.59% 7.873%
3.562 144 149 154 rVBS 17248 28886 1.25% 0.180%
4.708 338 344 350 rBV2 58624 79896 3.45% 0.497%
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4.825 358 364 373 rBV 97052 137897 5.95% 0.858%
5.313 440 447 454 rBvV 468519 663121 28.61% 4.127%
732 rVB 668364 1035012 44.66% 6.441%
7.258 772 778 784 rVB 612610 932844 40.25% 5.805%
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1 7.716 848 856 862 rVB 144951 243278 10.50% 1.514%
11 8.033 904 910 918 rVB 435892 700829 30.24% 4_.361%
12 8.251 942 947 952 rVB5 20234 33508 1.45% 0.209%
13 8.298 952 955 964 rVB3 15402 28690 1.24% 0.179%
14 8.374 964 968 972 rBv4 19054 34435 1.49% 0.214%
15 8.873 1047 1053 1061 rBV 405976 637609 27.51% 3.968%
16 8.938 1061 1064 1069 rVB3 20947 29781 1.28% 0.185%
17 9.297 1117 1125 1129 rBV6 13806 28555 1.23% 0.178%
18 9.355 1129 1135 1140 rBV6 20049 41964 1.81% 0.261%
19 9.485 1152 1157 1165 rVB4 43632 85460 3.69% 0.532%
20 9.596 1171 1176 1181 rVB5 15208 24430 1.05% 0.152%
21 9.690 1186 1192 1198 rBVS8 15909 32992 1.42% 0.205%
22 9.784 1198 1208 1214 rBV5 21644 57338 2.47% 0.357%
23 9.861 1217 1221 1227 rVB4 24186 36702 1.58% 0.228%
24 9.937 1227 1234 1242 rBV5 20105 44722 1.93% 0.278%
25 10.043 1249 1252 1255 rVB3 20360 25031 1.08% 0.156%
26 10.507 1317 1331 1339 rVB 182848 351491 15.17% 2.187%
27 10.671 1355 1359 1366 rVB2 64807 99759 4 _30% 0.621%
28 10.900 1392 1398 1403 rBV7 11666 26661 1.15% 0.166%
29 11.347 1468 1474 1479 rVB5 15162 27658 1.19% 0.172%
30 11.435 1484 1489 1496 rVB10 11574 25925 1.12% 0.161%
31 11.535 1500 1506 1517 rBV 82248 153795 6.64% 0.957%
32 11.940 1567 1575 1581 rBV6 20218 49025 2.12% 0.305%
33 12.164 1605 1613 1619 rVB7 23247 58377 2.52% 0.363%
34 12.581 1678 1684 1687 rBV6 13767 25156 1.09% 0.157%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051215\

Data File : BG017096.D

Aca On : 12 May 2015 22:56 Instrument :
Operator : TP/1Z BNA_G

Sample - G2194-06 ClientSampleld :
Misc - TU021-SB-17-2.5
ALS Vial : 13 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 G\METHODS\8270-BG050515.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.634 1687 1693 1699 rVB10 13954 29196 1.26% 0.182%
36 12.693 1699 1703 1705 rBV5 15277 23856 1.03% 0.148%
37 12.716 1705 1707 1712 rVB4 21435 24949 1.08% 0.155%
38 12.787 1712 1719 1720 rBV7 19448 28803 1.24% 0.179%
39 12.851 1726 1730 1734 rBV5 15841 23209 1.00% 0.144%

40 12.898 1734 1738 1743 rVV 97856 136638 5.90% 0.850%

41 12.986 1744 1753 1760 rVB 885867 1305914 56.35% 8.127%
42 13.779 1882 1888 1891 rVV6 34427 65132 2.81% 0.405%
43 13.826 1891 1896 1898 rVV 195647 292100 12.60% 1.818%
44 13.850 1898 1900 1905 rVvv2 127010 166712 7.19% 1.037%

45 13.897 1905 1908 1914 rVBS8 22081 36831 1.59% 0.229%
46 14.197 1955 1959 1966 rVB7 30680 50907 2.20% 0.317%
47 14.267 1966 1971 1977 rVv4 33658 51327 2.21% 0.319%
48 14.367 1977 1988 1996 rVB2 298312 494391 21.33% 3.077%
49 14.890 2074 2077 2081 rBV4 22485 29230 1.26% 0.182%
50 15.219 2130 2133 2138 rVB3 18675 23530 1.02% 0.146%
51 15.378 2153 2160 2164 rBV 118001 167490 7.23% 1.042%
52 15.630 2198 2203 2208 rVB2 25004 41063 1.77% 0.256%
53 15.859 2234 2242 2247 rBV 554802 822780 35.50% 5.120%
54 16.083 2277 2280 2282 rBV3 20347 24503 1.06% 0.152%
55 16.106 2282 2284 2288 rVB3 29039 34225 1.48% 0.213%
56 16.870 2409 2414 2420 rBvV4 16680 27441 1.18% 0.171%
57 17.111 2449 2455 2460 rBV2 435264 588046 25.37% 3.660%
58 17.499 2516 2521 2529 rVB4 36687 59983 2.59% 0.373%
59 18.010 2603 2608 2613 rBV3 40227 56401 2.43% 0.351%
60 18.304 2653 2658 2662 rBV2 16904 23446 1.01% 0.146%
61 18.439 2677 2681 2686 rVB4 26996 31443 1.36% 0.196%
62 19.743 2897 2903 2911 rVB 1981274 2317659 100.00% 14.423%
63 20.771 3074 3078 3085 rVB2 55480 73848 3.19% 0.460%
64 21.006 3114 3118 3124 rBV 112626 137665 5.94% 0.857%
65 21.212 3149 3153 3157 rBV2 28390 37110 1.60% 0.231%
66 21.294 3161 3167 3174 rVV 573212 692253 29.87% 4._.308%
67 21.441 3189 3192 3196 rBV5 21585 25323 1.09% 0.158%
68 21.876 3263 3266 3271 rBV6 18512 30872 1.33% 0.192%
69 22.481 3364 3369 3374 rBvV 68245 106465 4_.59% 0.663%
70 22.857 3431 3433 3438 rBV6 14269 24538 1.06% 0.153%

71 23.556 3545 3552 3560 rvB2 350978 656734 28.34% 4_.087%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG051215\
Data File : BG017096.D

Aca On : 12 May 2015 22:56

Operator : TP/1Z

Sample : 62194-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

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

Z:\HPCHEM1I\BNA G\METHODS\8270-BG050515.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 16068704
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051215\
Data File : BG017096.D

Aca On : 12 May 2015 22:56

Operator : TP/1Z

Sample : 62194-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG017096.D
1500000
1000000
3.46
500000
0! ncoad A . BYAVRIN A - A O NP Oy NI A W | U
Time--> 300 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00
Abundance TIC: BG017096.D
1974
1500000
1000000 12.99
15.86
500000 17.11
14.37
12 90 1 E% 15.38
11.92.16 11982 13(pdazel/  14.8915.22 15.63|| 16,08 16.87)| 17.50 18.0hg|gp14
L e e T i i o e e LB e s e B S
Time--> 12.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BG017096.D
1500000
1000000
21.29
500000 23.56
.01 22.48 }\
. 20.7%1 21.p1.44 21.88 i 22.86
T T T [T T [T [ T[T [T T
Time--> 21.00 21.50 22.00 22.50 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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051215\
Data File : BG017096.D

Aca On : 12 May 2015 22:56

Operator : TP/1Z

Sample : 62194-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 1-Pentene, 2-methyl- Concentration Rank 7

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

2.81 7.53 ng 91568 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 64
2 Cvclohexane 84 C6H12 000110-82-7 64
3 1-Hexene 84 CG6H12 000592-41-6 53
4 Cvclopentanone 84 C5H80 000120-92-3 43
5 2-Hexene 84 CG6H12 000592-43-8 38

Abundance Scan 21 (2.810 min): BG017096.D (-16) (-) m/z 56.00 100.00%
41 56 84
5000
2.80 2.90 3.00 3.10 3.20
o 102 202 2 "m/z 41.00 80.72%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #1455: 1-Pentene, 2-methyl-
41 56
5000
84 2.80 2.90 3.00 3.10 3.20
15 m/z 84.05 77 .35%
0‘
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
56
41 84 HUAR VRS SR IURURE AN RS
2.80 2.90 3.00 3.10 3.20
5000 m/z 55.00 53.74%
15
0‘
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #1430: 1-Hexene
4 56 2.80 2.90 3.00 3.10 3.20
m/z 39.00 52.48%
5000
84
o1 15
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 2.80 2.90 3.00 3.10 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051215\
Data File : BG017096.D

Aca On : 12 May 2015 22:56

Operator : TP/1Z

Sample : 62194-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 unknown2.89 Concentration Rank 4

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

2.89 13.91 ng 169177 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 43
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 14
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
4 Acetic acid. (acetvloxv)- 118 C4H604 013831-30-6 9
5 3,4-Dimethyl-5-hexen-3-0l 128 C8H160 001569-45-5 9

Abundance Scan 35 (2.892 min): BG017096.D (-30) (-) m/z 72.95 100.00%
73
5000 43

L

2.80 3.00 3.20

8
o 2 AT 2% "m/z 43.00 49.28%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 T T T T LI B

280 300 3.20

43
m/z 87.00 27.48%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
A Ban e e
280 3.00 3.20
5000 m/z 55.00 27.09%
43
ol 1o 58 | 88
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #2025: 1,3-Dioxolane, 2-methyl- B B e e e e
73 280 3.00 320
m/z 41.00 18.45%
43
5000
58
15
o.P.APm.ﬁ”w.”wﬁQ.””,””“”..”w.”w”.w””,””“.”“”.“
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051215\
Data File : BG017096.D

Aca On : 12 May 2015 22:56

Operator : TP/1Z

Sample : 62194-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 Propylene Glycol Concentration Rank 1

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

3.46 104.01 ng 1265120 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propovlene Glvcol 76 C3H802 000057-55-6 78
2 Isopropnvl Alcohol 60 C3H80 000067-63-0 56
3 2-Hexanol. 3-methvl- 116 C7H160 002313-65-7 40
4 3-Ethvl-2-pentanol 116 C7H160 000609-27-8 40
5 2-Butanol, (.+/-.)- 74 C4H100 015892-23-6 9

Abundance Scan 132 (3.462 min): BG017096.D (-123) (-) m/z 45.00 100.00%
45
5000
3.20 3.40 3.60 3.80
Ol [O 27 178207 285 83 2B | m/z 43.00 23.65%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #918: Propylene Glycol
45
5000 AR NRESE BRSNS L
3.20 3.40 3.60 3.80
m/z 61.00 6.50%
Ol}%hh¢7§'l'“'|""|“"|""w"'l"“l""l'“'l'
m'z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
45
320 340 360 380
5000 m/z 42.00 5.79%
19
L L o L U WL (LI WL LI B
m'z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8111: 2-Hexanol, 3-methyl-
4 3.20 3.40 3.60 3.80
m/z 44.10 5.76%
5000
70
ol 15 || 101
mz--> 0 50 100 150 200 250 300 350 400 450 500 320 340 3.60 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051215\
Data File : BG017096.D

Aca On : 12 May 2015 22:56

Operator : TP/1Z

Sample : 62194-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 2-Pentenal, 2-methyl- Concentration Rank 9

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

4.71 6.57 ng 79896 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentenal. 2-methvl- 98 C6H100 000623-36-9 72
2 2-Pentene. 3-ethvl- 98 C7H14 000816-79-5 72
3 2-Butenal. 2-ethvl- 98 C6H100 019780-25-7 64
4 3-Methvl-3-hexene 98 C7H14 003404-65-7 64
5 3-Buten-1-ol, 3-methyl-2-methylene- 98 C6H100 026431-13-0 50

Abundance Scan 344 (4.708 min): BG017096.D (-338) (-) m/z 41.00 100.00%
5000
440 4.60 4.80 5.00
0 m/z 39.00 54 .23%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3138: 2-Pentenal, 2-methyl-
|
5000
69 98 440 4.60 4.80 5.00
‘ “ m/z 98.00 40.30%
0 'mwww”hﬁ'”'l'”'l'”' N S SR SR SR S
m'z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
41 69
440 4.60 4.80 5.00
5000 98 m/z 55.10 31.41%
15
S L L L L L S WL S WL
m'z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3130: 2-Butenal, 2-ethyl-
4 440 4.60 4.80 5.00
m/z 69.00 29.82%
5000 98
69
OI}EM l%J'I'”'I""P"'I'”'I'"'P"'I'”'I"'W"'
mz--> 0 50 100 150 200 250 300 350 400 450 500 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051215\
Data File : BG017096.D

Aca On : 12 May 2015 22:56

Operator : TP/1Z

Sample : 62194-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.83 11.34 ng 137897 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Diacetamide 101 C4H7NO2 000625-77-4 36
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
4 Propanenitrile. 3-ethoxv- 99 C5H9NO 002141-62-0 9
5 Propylamine 59 C3HO9N 000107-10-8 9

Abundance Scan 365 (4.831 min): BG017096.D (-358) (-) m/z 43.00 100.00%
43
5000
T 440 450 4b0 500 820
o,...#,.7.3..',|....,..17.9.,?.21..2??‘.25.‘1.,...3.4?.?7.7.,.‘.‘2.9.,..4.8.6, m/z 59.10 51.96%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR AR AR A R
440 4.60 4.80 5.00 5.20
m/z 101.00 21.44%
‘67 101
S U S B S B S S I
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance
43
440 460 480 500 520
5000 m/z 58.00 10.89%
73
101
O L L B B L UL B IS B S
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #3955: 2,3-Butanedione, monooxime
43 440 4.60 4.80 5.00 5.20
m/z 41.00 9.41%
5000
101
ol 12 | 169
mz-> 0 50 100 150 200 250 300 350 400 450 ' 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051215\
Data File : BG017096.D

Aca On : 12 May 2015 22:56

Operator : TP/1Z

Sample : 62194-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 unknown7.26 Concentration Rank 2

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

7.26 76.69 ng 932844 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI102 014203-19-1 32
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 27
4 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 27
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16

Abundance Scan 778 (7.258 min): BG017096.D (-772) (-) m/z 132.00 100.00%
132
5000 68
D) e 7.00 7.20 7.0 7.60
o 2 356 423 468 514 n;0 g8 10 45.14%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132
5000 A AR LARSE RARRR AR
69 7.00 7.20 7.40 7.60
39 m/z 66.00 35.24%
‘“ 103
O::Nlh‘“‘u‘“u“‘u‘u“lmu||||||||||||||||||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
132
7.00 7.20 7.0 7.60
5000 97 m/z 133.95 33.67%
3 710
e S L L L S UL I L WL I
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #13684: 3H-1,2-Dithiol-3-one, 5-methyl- R ma e A
132 7.00 7.20 7.40 7.60
m/z 68.95 21.95%
5000 67
| 103
ot e e e UL L I SR R
m/z--> 50 100 150 200 250 300 350 400 450 500 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051215\
Data File : BG017096.D

Aca On : 12 May 2015 22:56

Operator : TP/1Z

Sample : 62194-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 unknown8.25 Concentration Rank 19

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

8.25 2.75 ng 33508 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 5-methvl- 156 C11H24 013151-35-4 43
2 Decane. 2.5.6-trimethvl- 184 C13H28 062108-23-0 38
3 2-Hexvl-1-octanol 214 C14H300 019780-79-1 38
4 Decane 142 C10H22 000124-18-5 38
5 7-n-Pentadecylaminomethyl-6-hydr... 414 C25H38N203 1000252-62-9 37

Abundance Scan 947 (8.251 min): BG017096.D (-942) (-) m/z 57.05 100.00%
7
5000
85
{115 156 240 268 328 478 8.00 8.20 8.40 8.60
0 B T B L S O B m/z 43.05 72.88%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #27125: Decane, 5-methyl-
57
5000 U LS L L L
8.00 8.20 8.40 8.60
29 85 m/z 41.05 49 _.95%
0 'w tﬂ'“‘w'hl}? "%5§"' [rrrrfrrr T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
800 820 8.40 860
5000 m/z 42.10 25.60%
84
0 113 150
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #65763: 2-Hexyl-1-octanol
57 8.00 8.20 8.40 8.60
m/z 56.00 24 .19%
5000
29 85
111
oLl j | | 139168 19
m/z--> 50 100 150 200 250 300 350 400 450 8.00 8.20 8.40 8.60

8270-BG050515.M Wed May 13 15:41:07 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051215\
Data File : BG017096.D

Aca On : 12 May 2015 22:56

Operator : TP/1Z

Sample : 62194-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 Undecane Concentration Rank 17

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

8.37 2.83 ng 34435 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane 156 C11H24 001120-21-4 50
2 Dodecane 170 C12H26 000112-40-3 47
3 Decane. 2.4-dimethvl- 170 C12H26 002801-84-5 47
4 Decane. 2.9-dimethvl- 170 C12H26 001002-17-1 47
5 Tridecane 184 C13H28 000629-50-5 47

Abundance Scan 967 (8.368 min): BG017096.D (-964) (-) m/z 43.05 100.00%
43
5000 71
112 S S AS—
| \ 141 195, 254 355 429 490 8.00 8.20 8.40 860 8.80
Oh— ﬂﬂ .,ﬁW.!“..J,.”.,...w....“...,.J.,...h m/z 57.10 76.21%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #27119: Undecane
57
5000 T T T[T T[T T T[T T
85 8.00 820 840 8.60 8.80
29 m/z 41.05 53.08%
‘ 113 156
0 'ﬂL“'wﬁwm“"”"”I""I”"I"'W""I”"I"'W
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
57
8.00 820 8.40 8.60 8.80
5000 a5 m/z 71.00 46.79%
29
o 112141170
m/z--> 0 5|0 1CI)O 15|0 2(I)O 25|0 3C|)0 35|0 4(I)O 45|0 I
Abundance #36180: Decane, 2,4-dimethyl-
43 8.00 820 840 8.60 8.80
m/z 39.05 26.12%
5000 71
0 \J\ | 1:!'2 155
m/z--> 0 5|O 1CI)O 15|0 2(I)O 25|0 3CI)O 35|0 4CI)O 45|0 I 8.00 820 840 8.60 8.80

8270-BG050515.M Wed

May 13 15:41:07 2015

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051215\
Data File : BG017096.D

Aca On : 12 May 2015 22:56

Operator : TP/1Z

Sample : 62194-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 2,6-Diethylpyridine Concentration Rank 12

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

9.48 4.86 ng 85460 Naphthalene-d8 10.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6-Diethvlpvridine 135 C9H13N 000935-28-4 87
2 Pvridine., 2-ethvl-4.6-dimethvl- 135 C9H13N 001124-35-2 74
3 Bicvclol4.4.01dec-5-ene-1-acetic... 194 C12H1802 100520-34-1 72
4 2-Ethvl-3.5-dimethvilpvridine 135 C9H13N 001123-96-2 72
5 3,5-Dimethyl-4-propyl-1H-pyrrole... 209 C12H19NO2 004758-64-9 56

Abundance Scan 1156 (9.479 min): BG017096.D (-1152) (-) m/z 134.00 100.00%
134
57
5000
5 107 LA SRS AR RN
170 207 281 429 9.20 9.40 9.60 9.80
0 e o B B o O m/z 57.00 63.27%
m/z--> 50 100 150 200 250 300 350 400
Abundance #15032: 2,6-Diethylpyridine
134
5000 R R L U
9.20 9.40 9.60 9.80
107 m/z 135.10 59.35%
39 7
15\ L bl M\ | \“\ “ ,
L L L WL UL B A UL WL
m/z--> 50 100 150 200 250 300 350 400
Abundance
134
9.20 9.40 9.60 9.80
5000 m/z 41.05 55.81%
107
39
L L L L UL B UL WL
m/z--> 50 100 150 200 250 300 350 400
Abundance #51800: Bicyclo[4.4.0]dec-5-ene-1-acetic acid R EEEEE S S
134 9.20 9.40 9.60 9.80
m/z 43.00 31.53%
5000
91
m ¢ l 194
0 "‘Q'H'Lui'll}g' '|%6?" [rrrrprrrrp T R R R
m/z--> 50 100 150 200 250 300 350 400 9.20 9.40 9.60 9.80

8270-BG050515.M Wed May 13 15:41:08 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051215\
Data File : BG017096.D

Aca On : 12 May 2015 22:56

Operator : TP/1Z

Sample : 62194-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 unknown9.78 Concentration Rank 15

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

9.78 3.26 ng 57338 Naphthalene-d8 10.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 2.7-dimethvl- 184 C13H28 017301-24-5 38
2 Undecane. 3.4-dimethvl- 184 C13H28 017312-78-6 35
3 Heptane. 4-ethvl- 128 C9H20 002216-32-2 35
4 Decane. 5-methvl- 156 C11H24 013151-35-4 35
5 Hexane, 1-(hexyloxy)-2-methyl- 200 C13H280 074421-17-3 27

Abundance Scan 1207 (9.778 min): BG017096.D (-1198) (-) m/z 57.05 100.00%
5000 43
71
85 98 SRR L U BN I
| 112 140 175 193 9.40 9.60 9.80 10.00
0 e m/z 43.00 47 .05%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45571: Undecane, 2,7-dimethyl-
43
57
5000 L3 9.40 9.60 9.80 10.00
29 m/z 41.05 40.87%
0 | “ I, % 111 127 141 169
iz 20 4060 8 i o o ik 1o
Abundance
43 57
71 SRR L U BN I
a5 9.40 9.60 9.80 10.00
5000 m/z 71.10 28.92%
29 126
7 113 155
L L L L L UL WL WL WL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #12262: Heptane, 4-ethyl-
43 9.40 9.60 9.80 10.00
57 m/z 85.00 21.84%
5000
85
o I 8 \ L 113129
m/z--> ﬁo ' eb 80 100 120 140 160 180 ' 9.40 9.60 9.80 10.00

8270-BG050515.M Wed May 13 15:41:09 2015 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051215\
Data File : BG017096.D

Aca On : 12 May 2015 22:56

Operator : TP/1Z

Sample : 62194-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 Octane Concentration Rank 20

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

9.94 2.54 ng 44722 Naphthalene-d8 10.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane 114 C8H18 000111-65-9 59
2 Undecane. 3.7-dimethvl- 184 C13H28 017301-29-0 59
3 Undecane. 2.4-dimethvl- 184 C13H28 017312-80-0 59
4 Tridecane. 7-propvl- 226 C16H34 055045-09-5 50
5 Undecane, 5,7-dimethyl- 184 C13H28 017312-83-3 43

Abundance Scan 1235 (9.943 min): BG017096.D (-1227) (-) m/z 43.05 100.00%

57 71
5000

125 R AR
139 155 188 209 9.60 9.80 10.00 10.20

m/z 41.10 80.32%

o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #7425: Octane
43
5000 LA LI L L L L B LB B I
57 9.60 9.80 10.00 10.20
29 71 85 m/z 57.05 62.48%
Ldd ] ‘ 114
o e e e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
A = S
9.60 9.80 10.00 10.20
5000 Lo m/z 71.10 62.11%
29
o 99113127 155169184
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45590: Undecane, 2,4-dimethyl-
43 9.60 9.80 10.00 10.20
m/z 85.10 42 .28%
57 85
5000
29 71
= e R L e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.60 9.80 10.00 10.20

8270-BG050515.M Wed May 13 15:41:10 2015

Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051215\
Data File : BG017096.D

Aca On : 12 May 2015 22:56

Operator : TP/1Z

Sample : 62194-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 13 Octane, 2,6-dimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
10.67 5.68 ng 99759 Naphthalene-d8 10.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 72
2 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 72
3 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 72
4 Nonane. 3-methvl- 142 C10H22 005911-04-6 64
5 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 64

Abundance Scan 1359 (10.671 min): BG017096.D (-1355) (-) m/z 57.10 100.00%
5000
85 AR AR RSN AR
113 10.40 10.60 10.80 11.00
141
0 . 200238 210 m/z 43.05 79.78%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #18457: Octane, 2,6-dimethyl-
57
5000 AR LR VNS R
10.40 10.60 10.80 11.00
m/z 41.00 52.00%
113
27u 85 142
O B T B L SN W e
m/z--> éo 160 1éo 260 2éo 360 3%0 460 4%0 560
Abundance
57
1040 10.60 10.80 11.00
5000 m/z 71.05 51.75%
o 13141 183
m/z--> éo 160 1éo 260 2%0 360 3%0 460 4%0 560
Abundance #107668: Hexadecane, 2,6,10,14-tetramethy!-
57 10.40 10.60 10.80 11.00
m/z 56.00 22.78%
5000
29 85
113
0 “ - 1 l I ” 1141 169‘197 282
m/z--> éo 160 1éo 260 2éo 360 3%0 460 4%0 560 10.40 10.60 10.80 1foo

8270-BG050515.M Wed May 13 15:41:11 2015

Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051215\
Data File : BG017096.D

Aca On : 12 May 2015 22:56

Operator : TP/1Z

Sample : 62194-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 Octane, 3,6-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.54 8.75 ng 153795 Naphthalene-d8 10.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 78
2 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 72
3 Octane. 1.1"-oxvbis- 242 C16H340 000629-82-3 64
4 Heptane. 5-ethvl-2-methvl- 142 C10H22 013475-78-0 64
5 Tridecane, 7-methyl- 198 C14H30 026730-14-3 59
Abundance Scan 1507 (11.541 min): BG017096.D (-1500) (-) m/z 57.10 100.00%
g7
5000
113
85 11.20 11.40 11.60 11.80
196
ob bl [ 295 %6224 88 U310 76.13%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #18443: Octane, 2,6-dimethyl-
57
5000 N B SUNILE UL
11.20 11.40 11.60 11.80
m/z 71.05 69 .99%
29‘ g5 113
0"WL|“VM|J'}§?'“'|""|”"|""w"'|'“'|""w
m'z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
11.20 11.40 11.60 11.80
5000 m/z 41.05 64 .74%
29 113
85 142
O S L S B S WL L WL S LI W
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #83809: Octane, 1,1'-oxybis- R RS B L
7 11.20 11.40 11.60 11.80
m/z 56.05 24 _45Y%
5000
84
1 111
0 "Atl“'“ '|M'}ﬁ?}7?%%q" S SN BRI S S
m'z-> 0 50 100 150 200 250 300 350 400 450 500 11.20 11.40 11.60 11.80

8270-BG050515.M Wed May 13 15:41:12 2015 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051215\
Data File : BG017096.D

Aca On : 12 May 2015 22:56

Operator : TP/1Z

Sample : 62194-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 Dodecane, 3-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.94 2.79 ng 49025 Naphthalene-d8 10.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 3-methvl- 184 C13H28 017312-57-1 59
2 Nonane. 3.7-dimethvl- 156 C11H24 017302-32-8 59
3 Eicosane 282 C20H42 000112-95-8 53
4 Undecane 156 C11H24 001120-21-4 53
5 Dodecane 170 C12H26 000112-40-3 53
Abundance Scan 1575 (11.940 min): BG017096.D (-1567) (-) m/z 57.00 100.00%
57
43
5000

11.60 11.80 12.00 12.20
m/z 43.10 77.88%

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

o

Abundance #45561: Dodecane, 3-methyl-
57
43
5000 71 LA L L L L L L BB L |
85 11.60 11.80 12.00 12.20
29 m/z 41.00 73.20%
99 155
o \‘ ‘ I ‘ | e 184
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
R R e e RN
43 71 11.60 11.80 12.00 12.20
5000 m/z 71.10 45 .58%
29 85

127
99 113 | 141156

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
43 57 11.60 11.80 12.00 12.20
m/z 55.10 37 .45%
71
5000
85
Ll s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.60 11.80 12.00 12.20

8270-BG050515.M Wed May 13 15:41:13 2015 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051215\
Data File : BG017096.D

Aca On : 12 May 2015 22:56

Operator : TP/1Z

Sample : 62194-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 unknownl2.16 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.16 3.32 ng 58377 Naphthalene-d8 10.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 2.6.6-trimethvl- 184 C13H28 062108-24-1 47
2 Octane. 2.4.6-trimethvl- 156 C11H24 062016-37-9 47
3 Tridecane. 6-methvl- 198 C14H30 013287-21-3 38
4 Tetradecane. 1l-iodo- 324 C14H291 019218-94-1 38
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 38
Abundance Scan 1612 (12.158 min): BG017096.D (-1605) (-) m/z 57.05 100.00%
57
43
5000
111 PN SRR SUNRIEN B
126 151 170183 204 221 11.80 12.00 12.20 12.40
o} m/z 43.10 65.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45602: Decane, 2,6,6-trimethyl-
57
5000 43 PR SRR SUNRILN B
71 11.80 12.00 12.20 12.40
m/z 41.00 44 _13%
85 99
0 \‘\ | \“ ‘ \‘ 113 1%7 169
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57
43 11.80 12.00 12,20 12.40
5000 m/z 71.10 39.15%
71 g5
29
0 99 113 127 141 156
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55016: Tridecane, 6-methyl-
57 11.80 12.00 12.20 12.40
m/z 85.00 27 .82%
43
5000 7
85
98
ol I 1111 126 449 154 169 183
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.80 12.00 12.20 12.40

8270-BG050515.M Wed May 13 15:41:13 2015 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051215\
Data File : BG017096.D

Aca On : 12 May 2015 22:56

Operator : TP/1Z

Sample : 62194-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 Dodecane, 2,6,11-trimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.90 5.53 ng 136638 Acenaphthene-d10 14 .37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 86
2 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 78
3 Nonane. 3.7-dimethvl- 156 C11H24 017302-32-8 78
4 Decane. 2.9-dimethvl- 170 C12H26 001002-17-1 78
5 Eicosane, 2-methyl- 296 C21H44 001560-84-5 64
Abundance Scan 1738 (12.898 min): BG017096.D (-1734) (-) m/z 57.00 100.00%
57
5000
127 12,60 12.80 13.00 13.20
183
o 150 207 233 311 340 77 71.10 70 _ 05
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #64588: Dodecane, 2,6,11-trimethyl-
434
5000
12.60 12.80 13.00 13.20
113 m/z 43.05 69.78%
0 |‘||I|J||| .‘“.“.1‘.11'5[6.9.];9'7....|....|....|....|....|...
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
12,60 12.80 13.00 13.20
5000 m/z 41.05 66.75%
29 85
o 13 |41 169 197 282
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #27137: Nonane, 3,7-dimethyl- R Raa R
57 12.60 12.80 13.00 13.20
m/z 55.00 35.86%
5000
29 85
127
0 JJI""W""#ﬁ"'I'”'I""I""I""P"'I"' SR VNN BN U
m/z--> 50 100 150 200 250 300 350 400 450 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051215\
Data File : BG017096.D

Aca On : 12 May 2015 22:56

Operator : TP/1Z

Sample : 62194-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 Phenol, m-tert-butyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.38 6.78 ng 167490 Acenaphthene-d10 14 .37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. m-tert-butvl- 150 C10H140 000585-34-2 78
2 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 72
3 3"-Methoxv-N-methvl-2-o0xo0-2-phen... 325 C13H12F5NO3 1000099-92-9 64
4 Benzeneacetonitrile., 3-fluoro- 135 C8H6FN 000501-00-8 64
5 Acetophenone, 4"-methoxy- 150 C9H1002 000100-06-1 64
Abundance Scan 2160 (15.378 min): BG017096.D (-2153) (-) m/z 135.00 100.00%
135
5000
g 15100 15,20 15,40 15,60 15.80
77 206 - - - - -
Ot plrar .",J.+ e 2002 A m/z 107.00  19.98%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #22642: Phenol, m-tert-butyl-
135
5000
107 15.00 15.20 15.40 15.60 15.80
‘ ‘ m/z 41.00 10.62%
0"'ti“ﬂwh""|”"|"'w""|'”'|""|“"|"'w
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
135
15.00 15.20 15.40 15.60 15.80
5000 m/z 136.10 9.21%
41 107
ol 17 77 163 206
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #130103: 3'-Methoxy-N-methyl-2-oxo-2-phenylethylamine, PFP
135 15.00 15.20 15.40 15.60 15.80
m/z 57.05 8.07%
5000
7 107
0 412 1 | \ | 162 19\0 325
m/z--> 0 50 100 150 200 250 300 350 400 450 ' 15.00 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051215\
Data File : BG017096.D

Aca On : 12 May 2015 22:56

Operator : TP/1Z

Sample : 62194-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 1-Nonadecene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
21.01 3.98 ng 137665 Chrysene-di12 21.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 95
2 Cvclohexadecane. 1.2-diethvl- 280 C20H40 1000155-85-3 92
3 1-Heptacosanol 396 C27H560 002004-39-9 87
4 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 83
5 Z-5-Nonadecene 266 C19H38 1000131-11-8 83
Abundance Scan 3119 (21.012 min): BG017096.D (-3114) (-) m/z 57.00 100.00%
57
83
5000
207 LDNARUNIUA AU BRI B
396 429 20.60 20.80 21.00 21.20 21.40
Ot m/z 43.05 99.36%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #98170: 1-Nonadecene
41
5000 AU R R B
111 mmmmmmmmmm
‘ m/z 55.00  84.69%
o L VNG S S
miz--> 0 50 200 250 300 350 400
Abundance
43
69 AUV IR BRI U
97 280 20.60 20.80 21.00 21.20 21.40
5000 m/z 41.05 68.74%
125 251
0 153 181 209
mz-> 0 50 100 150 200 250 300 350 400
Abundance #155622: 1-Heptacosanol i B o B S S e
43 20.60 20.80 21.00 21.20 21.40
m/z 83.10 59.79%
5000{ 18 71 97
125
ol Ll kIl ﬁ - A |~ 154 182 210 238 281 309 337 378
miz--> 0 5'0 1(')0 1&'30 2(')0 250 300 350 4(|)O 20.60 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051215\
Data File : BG017096.D

Aca On : 12 May 2015 22:56

Operator : TP/1Z

Sample : 62194-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 2,6,10-Dodecatrien-1-ol, 3,... Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
22.48 3.24 ng 106465 Perylene-di12 23.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2.6.10-Dodecatrien-1-ol. 3.7.11-...
2 Docosa-2.6.10.14.18-pentaen-22-a. ..
3 2.6.10-Dodecatrien-1-ol. 3.7.11-...
4 2.6.10.14-Hexadecatetraenoic aci...
5 2H-1-Benzopyran-2-one, 7-[(3,7-d...

222 C15H260
384 C27H440
222 C15H260
332 C22H3602
298 C19H2203

004602-84-0 81
1000163-04-7 80
000106-28-5 76
024035-35-6 72
000495-02-3 64

m/z 69.05 100.00%

22.20 22.40 22.60 22.80

m/z 81.00 39.56%

22.20 22.40 22.60 22.80

m/z 41.05 36.09%

22.20 22.40 22.60 22.80

m/z 68.05 16.05%

22.20 22.40 22.60 22.80

m/z 67.00 15.75%

Abundance Scan 3369 (22.481 min): BG017096.D (-3364) (-)
69
5000
41
93 121
bl 11?9 175 203 230252 283305 341 385 431
O e S B L e M A e e e e o e
m/z--> 50 100 150 200 250 300 350 400
Abundance #70984: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl-
69
41
5000
93
Ll ‘ 1:‘36 161 191 222
by
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
5000 41
93
136
o 114 161 192 937 273 315341 384
B e B L e e e AL LA o o B S
m/z--> 50 100 150 200 250 300 350 400
Abundance #70995: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl-, (E,E)-
69
5000 41
93
136
A S T
m/z--> 50 100 150 200 250 300 350 400

22.20 22.40 22.60 22.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG051215\

Data File : BG017096.D

Acqg On : 12 May 2015 22:56 Instrument :
Operator : TP/IZ BNA_G

Sample - G2194-06 ClientSampleld :
Misc - TU021-SB-17-2.5
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515_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]
1-Pentene, 2-methyl- 2.81 7.5 ng 91568 1 7.72 243278 20.0
unknown?2 .89 2.89 13.9 ng 169177 1 7.72 243278 20.0
Propylene Glycol 3.46 104.0 ng 1265120 1 7.72 243278 20.0
2-Pentenal, 2-met... 4.71 6.6 ng 79896 1 7.72 243278 20.0
2-Pentanone, 4-hy... 4.83 11.3 ng 137897 1 7.72 243278 20.0
unknown7 .26 7.26 76.7 ng 932844 1 7.72 243278 20.0
unknown8.25 8.25 2.8 ng 33508 1 7.72 243278 20.0
Undecane 8.37 2.8 ng 34435 1 7.72 243278 20.0
2,6-Diethylpyridine 9.48 4.9 ng 85460 2 10.51 351491 20.0
unknown9.78 9.78 3.3 ng 57338 2 10.51 351491 20.0
Octane 9.94 2.5 ng 44722 2 10.51 351491 20.0
Octane, 2,6-dimet... 10.67 5.7 ng 99759 2 10.51 351491 20.0
Octane, 3,6-dimet... 11.54 8.8 ng 153795 2 10.51 351491 20.0
Dodecane, 3-methyl- 11.94 2.8 ng 49025 2 10.51 351491 20.0
unknownl2.16 12.16 3.3 ng 58377 2 10.51 351491 20.0
Dodecane, 2,6,11-... 12.90 5.5 ng 136638 3 14.37 494391 20.0
Phenol, m-tert-bu... 15.38 6.8 ng 167490 3 14.37 494391 20.0
1-Nonadecene 21.01 4.0 ng 137665 5 21.29 692253 20.0
2,6,10-Dodecatrie... 22.48 3.2 ng 106465 6 23.56 656734 20.0
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