LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062916\
Data File : BG022709.D

Aca On : 30 Jun 2016 1:19

Operator : UM/SJ

Sample - H3828-05

Misc :

ALS Vial : 12 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-BG062516.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 5.235 401 408 413 rBV 90895 134917 1.27% 0.214%
2 5.705 480 488 498 rBVY 1107550 1850585 17.48% 2.938%
3 7.314 754 762 769 rBV 847344 1529747 14.45% 2.428%
4 7.544 791 801 810 rVB6 77686 265731 2.51% 0.422%
5 7.690 819 826 843 rVB 2093934 3749074 35.41% 5.951%
6 7.896 855 861 871 rBV 89318 167162 1.58% 0.265%
7 8.161 899 906 910 rBV2 452423 820605 7.75% 1.303%
8 8.202 910 913 919 rVB3 169568 263844 2.49% 0.419%
9 8.384 936 944 950 rBV3 90865 184187 1.74% 0.292%
10 8.484 955 961 973 rVV 1732483 3137735 29.64% 4.981%

11 8.866 1020 1026 1033 rVvB5 101337 222238 2.10% 0.353%
12 9.130 1063 1071 1073 rBV7 70576 152207 1.44% 0.242%
13 9.247 1077 1091 1098 rVvB2 659517 2169200 20.49% 3.443%
14 9.336 1098 1106 1114 rBV 1726926 3286031 31.04% 5.216%
15 9.606 1147 1152 1161 rVB6 64359 129752 1.23% 0.206%

16 9.970 1205 1214 1222 rBV3 303230 654023 6.18% 1.038%
17 10.129 1232 1241 1248 rBV5 84367 171561 1.62% 0.272%
18 10.217 1250 1256 1265 rVV9 55743 158345 1.50% 0.251%
19 10.323 1267 1274 1277 rVV5 145716 296470 2.80% 0.471%
20 10.370 1278 1282 1296 rVB6 132833 337813 3.19% 0.536%

21 10.699 1332 1338 1344 rVB5 98725 202643 1.91% 0.322%
22 10.987 1380 1387 1396 rBV 783639 1432972 13.54% 2.275%
23 11.116 1401 1409 1415 rBV4 186831 338700 3.20% 0.538%
24 11.398 1444 1457 1466 rBV6 179757 573336 5.42% 0.910%
25 11.703 1506 1509 1516 rVB7 64030 113209 1.07% 0.180%

26 11.839 1525 1532 1537 rBV9 111091 243372 2.30% 0.386%
27 12.649 1657 1670 1675 rBV7 184447 453095 4.28% 0.719%
28 12.714 1677 1681 1687 rVB8 116575 216068 2.04% 0.343%
29 12.890 1707 1711 1715 rVvv4 170353 283424 2.68% 0.450%
30 12.937 1715 1719 1725 rVB4 231327 397351 3.75% 0.631%

31 13.014 1725 1732 1736 rBV5 117011 248500 2.35% 0.394%
32 13.067 1736 1741 1746 rBV5 247064 467696 4.42% 0.742%
33 13.131 1748 1752 1756 rVV5 181323 311218 2.94% 0.494%
34 13.196 1759 1763 1768 rVBS8 62139 113420 1.07% 0.180%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062916\
Data File : BG022709.D

Aca On : 30 Jun 2016 1:19

Operator : UM/SJ

Sample - H3828-05

Misc :

ALS Vial : 12 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 G\METHODS\8270-BG062516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.425 1795 1802 1807 rBV 4781356 7713698 72.87% 12.245%

36 14.394 1963 1967 1974 rVBS8 98458 162334 1.53% 0.258%
37 14.594 1997 2001 2008 rVB9 65953 159647 1.51% 0.253%
38 14.800 2029 2036 2044 rVB2 1291631 2250062 21.25% 3.572%
39 16.292 2283 2290 2297 rBV 4652006 7185710 67.88% 11.406%
40 17.074 2420 2423 2426 rBV5 81964 118281 1.12% 0.188%

41 17.156 2434 2437 2444 rVB7 78307 144417 1.36% 0.229%
42 17.555 2499 2505 2513 rVB 1919879 2803992 26.49% 4.451%
43 18.425 2649 2653 2658 rBV3 290431 419526 3.96% 0.666%
44 19.688 2865 2868 2874 rBV8 157952 222172 2.10% 0.353%
45 20.158 2942 2948 2954 rVB 7842452 10586273 100.00% 16.804%

46 21.850 3230 3236 3243 rVB 1845612 3161316 29.86% 5.018%
47 25.205 3799 3807 3821 rVB2 1006462 2993100 28.27% 4.751%

Sum of corrected areas: 62996759
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062916\
Data File : BG022709.D

Aca On : 30 Jun 2016 1:19

Operator : UM/SJ

Sample - H3828-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG062516_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: BG022709.D
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Time-->

Abundance TIC: BG022709.D
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Time-->  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 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BG022709.D
8000000

6000000

4000000

2000000
25.21

Ol T T T T T T T T [

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

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062916\
Data File : BG022709.D

Aca On : 30 Jun 2016 1:19

Operator : UM/SJ

Sample - H3828-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG062516_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 unknown5.23 Concentration Rank 19

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

5.23 3.29 ng 134917 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Furanmethanol. tetrahvdro-.alp... 238 C15H2602 026184-88-3 43
2 4-Ethvl-3-octanol 158 C10H220 019781-26-1 32
3 1.2-Butanediol. (.+/-.)- 90 C4H1002 026171-83-5 23
4 Propane. l-ethoxv-2-methvyl- 102 C6H140 000627-02-1 23
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 12

Abundance Scan 407 (5.229 min): BG022709.D (-401) (-) m/z 43.05 100.00%
43
5000
e 250 500 550 540 560
71 168 258 : : : : :
ob -l 4 134708, 2265 302 SGL3 461494526 | n/7 59.10  77.04%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #81116: 2-Furanmethanol, tetrahydro-.alpha.,.alpha.,5-trim...
59
31
5000
1 43 4.80 5.00 5.20 5.40 5.60
m/z 101.10 19.79%
o ‘H‘\H\H .‘].-7‘.9.|220.|....|....|....|....|....|....
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
59
480 5.00 5.20 5.40 5.60
5000 m/z 41.10 16.46%
29
98 129
O L B L L S B S WL B W
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #2273: 1,2-Butanediol, (.+/-.)-
31 59 4.80 5.00 5.20 5.40 5.60
m/z 58.05 15.03%
5000
OIL"I'?%"”I'”'I”""'W"”I'”'I”"P"W"”
miz--> 0 50 100 150 200 250 300 350 400 450 500 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062916\
Data File : BG022709.D

Aca On : 30 Jun 2016 1:19

Operator : UM/SJ

Sample - H3828-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG062516_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 unknown6.48 Concentration Rank 6

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

7.54 6.48 ng 265731 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.4-Trimethvl-1-hexene 126 C9H18 051174-12-0 35
2 1l-Hexene. 4.5-dimethvl- 112 C8H16 016106-59-5 25
3 Thiirane. 2.3-dimethvl-. trans- 88 C4H8S 005955-98-6 25
4 2-Decanone. 5.9-dimethvl- 184 C12H240 033933-82-3 22
5 3-Hexanone, 4-ethyl- 128 C8H160 006137-12-8 14

Abundance Scan 800 (7.538 min): BG022709.D (-791) (-) m/z 43.05 100.00%
88
5000
AR RIS L
200 232 297 7.20 7.40 7.60 7.80
o 175 337367 423453 485 516 77 88 .00 83 407
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #11192: 2,4,4-Trimethyl-1-hexene
43 71
5000
7.20 7.40 7.60 7.80
97 m/z 73.10 78.82%
0 ”"i“"I}?sl"”l'"W"'W""P"'I”"I”"I'”
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43 41
7.20 7.40 7.60 7.80
5000 m/z 41.10 66 .49%
15 97
S L I L B B B B R
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #2052: Thiirane, 2,3-dimethyl-, trans-
9 7.20 7.40 7.60 7.80
88 m/z 59.10 64.21%
5000 27
0! — e T
mz-> 0 50 100 150 200 250 300 350 400 450 500 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062916\
Data File : BG022709.D

Aca On : 30 Jun 2016 1:19

Operator : UM/SJ

Sample - H3828-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG062516_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 unknown7.69 Concentration Rank 1

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

7.69 91.37 ng 3749070 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 35
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 30
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 27
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22

Abundance Scan 826 (7.690 min): BG022709.D (-819) (-) m/z 132.00 100.00%
132
68
5000
w | T 740 7.60 7.80 8.00
ol s Lo L 170 207 241266 341 385410435 469498 | "m/z 68.10 55.42%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132
5000 UM L L I R
69 7.40 7.60 7.80 8.00
39 m/z 66.10 37.57%
|
0..‘l‘“i‘“‘.‘“.“‘.‘.“lm....|....|....|....|....|....|....|....|.
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
132
5 740 7.60 7.80 8.00
5000 m/z 133.95 33.99%
31
s L B L UL WL L UL LS UL SIS B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14027: 2H-Cyclopenta[d]pyridazine, 2-methy!- R e L
132 7.40 7.60 7.80 8.00
m/z 69.10 27 .37%
5000
104
63
39 J J
O'J””u“h'“'w"'w"'w"'w"'w"'w"'w"'w'
m/z--> 50 100 150 200 250 300 350 400 450 500 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062916\
Data File : BG022709.D

Aca On : 30 Jun 2016 1:19

Operator : UM/SJ

Sample - H3828-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG062516_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 1H-Imidazol-2-amine Concentration Rank 14

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

7.90 4_.07 ng 167162 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Imidazol-2-amine 83 C3H5N3 007720-39-0 50
2 Cvclopentanone. 2.4.4-trimethvl- 126 C8H140 004694-12-6 40
3 2.3-Dimethvl-2-heptene 126 C9H18 003074-64-4 40
4 Cvclohexane. methvl- 98 C7H14 000108-87-2 37
5 Ethanone, 1-(1-methylcyclopentyl)- 126 C8H140 013388-93-7 28

Abundance Scan 862 (7.902 min): BG022709.D (-855) (-) m/z 83.10 100.00%
5]
5000 55
L 1216 165 211 258285 320 359 437466 507 550 7.60_7.80_8.00 820
Ol 20 2 298285 320 359 9rdE0 507 S50 1 m/z 55.10 48.11%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1257 1H-Imidazol-2-amine
83
5000 HRRR UL LR RS AR
7.60 7.80 8.00 8.20
Sf m/z 41.10 24 .14%
Ol“'jﬂt"w"w"""""“ | A SN DL UL I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
83
7.60 7.80 8.00 8.20
5000 41 m/z 69.00 20.10%
126
L S L S W B WL S S S B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11180: 2,3-Dimethyl-2-heptene
55 oq 7.60 7.80 8.00 8.20
m/z 56.10 19.25%
5000
126
27 |
ol
m/z--> c') 5'0 1(')0 1&'30 200 250 300 3&'30 400 4%0 5(')0 5&1;0 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062916\
Data File : BG022709.D

Aca On : 30 Jun 2016 1:19

Operator : UM/SJ

Sample - H3828-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG062516_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 Isopropyl 2-ethylhexanoate Concentration Rank 11

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

8.38 4.49 ng 184187 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropvl 2-ethvlhexanoate 186 C11H2202 067024-46-8 59
2 Propvl 2-ethvlhexanoate 186 C11H2202 172354-89-1 36
3 3-Furanol. tetrahvdro- 88 C4H802 000453-20-3 35
4 Pentanoic acid. 2-methvl-. methv... 130 C7H1402 002177-77-7 25
5 Octanoic acid, 2-methyl-, methyl... 172 C10H2002 002177-86-8 25

Abundance Scan 943 (8.378 min): BG022709.D (-936) (-) m/z 88.00 100.00%
7
5000
132 204 8.00 820 840 8.60 8.80
o l....}‘f’?.. 1,230 284 328 404 444 489 S8 njz 57.05  92.62%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #46642: 1sopropy| 2-ethylhexanoate
57
88
5000
8.00 820 840 8.60 8.80
130 m/z 43.05 41.60%
Okt b AP
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57 88 145
8.00 8.20 8.40 8.60 880
5000 m/z 41.10 38.85%
115
29
0 186
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #2014: 3-Furanol, tetrahydro- R R R o
57 8.00 820 840 8.60 8.80
m/z 87.10 36.74%
5000 88
O e e e e
miz--> 0 50 100 150 200 250 300 350 400 450 500 8.00 820 840 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062916\
Data File : BG022709.D

Aca On : 30 Jun 2016 1:19

Operator : UM/SJ

Sample - H3828-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG062516_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 1,3-Dimethyl-4,8-dioxatricy... Concentration Rank 8

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

8.87 5.42 ng 222238 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Dimethvl-4_8-dioxatricvclol5... 172 C8H1204 1000186-19-0 64
2 Silane. ethenvltrimethvl- 100 C5H12Si 000754-05-2 42
3 Silane. ethenvlethvldimethvl- 114 C6H14Si 018163-06-9 40
4 Pentanoic acid. 4-hexadecvl ester 326 C21H4202 1000282-86-4 32
5 Pentane, 2-bromo-2-methyl- 164 C6H13Br 004283-80-1 27

Abundance Scan 1027 (8.871 min): BG022709.D (-1020) (-) m/z 85.10 100.00%
50 86
5000
11
140167102 236 277 8.60 8.80 9.00 9.20
o 167 342 403 460 503 /7 E9. 10 95 397
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #37853: 1,3-Dimethyl-4,8-dioxatricyclo[5.1.0.0(3,5)]octane...
85
59
5000
8.60 8.80 9.00 9.20
29 m/z 43.10 66 .55%
} 113
0 |H|“=“|H“l“l‘“|‘”‘uk‘:“::lu4|3|1|7?|||||||||||||||||||||||||||||||||
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
85
59 8.60 8.80 9.00 9.20
5000 m/z 69.10 56.77%
29
O S L S L L L WL L WL UL (LI W
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7212: Silane, ethenylethyldimethyl-
85 8.60 8.80 9.00 9.20
m/z 41.10 52.10%
59
5000
0 )]s
mz-> 0 50 100 150 200 250 300 350 400 450 500 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062916\
Data File : BG022709.D

Aca On : 30 Jun 2016 1:19

Operator : UM/SJ

Sample - H3828-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG062516_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 unknown9.13 Concentration Rank 16

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

9.13 3.71 ng 152207 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Buten-2-ol. 2-methvl- 86 C5H100 000115-18-4 46
2 Butane. 2.2"-I'methvlenebis(oxv)1... 188 C11H2402 054699-28-4 40
3 Pentanoic acid. 2.4-dimethvl-3-0... 158 C8H1403 059742-51-7 38
4 Ethanone. 1-(3-ethvlcyclobutvl)- 126 C8H140 056335-71-8 25
5 2-Butanol, 3-(2,2-dimethylpropoxy)- 160 C9H2002 074793-66-1 25

Abundance Scan 1071 (9.130 min): BG022709.D (-1063) (-) m/z 71.10 100.00%
7
43
5000
111 8.80 9.00 9.20 9.40
143 326
0 193219 261287 369398 451 508539 /7 7410 20 .83%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #1768: 3-Buten-2-ol, 2-methyl-
71
43
5000
8.80 9.00 9.20 9.40
‘ m/z 43.05 70.59%
e S B I B L WL B L S WA
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
71
43
8.80 9.00 9.20 9.40
5000 m/z 57.10 70.39%
. 101129
m/z--> 55 160 1%0 200 250 360 3éo 460 4éo 560
Abundance #28665: Pentanoic acid, 2,4-dimethyl-3-oxo-, methyl ester A EREE R e e s St
43 8.80 9.00 9.20 9.40
m/z 41.10 44 .33%
5000 71
115 158
O iy i e e e e e
m/z--> 55 160 1%0 200 250 360 3éo 460 4éo 560 ' 8.80 9.00 9.20 9.40

8270-BG062516.-M Thu Jun 30 18:33:54 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062916\
Data File : BG022709.D

Aca On : 30 Jun 2016 1:19

Operator : UM/SJ

Sample - H3828-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG062516_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 unknown9.25 Concentration Rank 3

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

9.25 52.87 ng 2169200 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2-Dimethvlbutanedioic acid 146 C6H1004 000597-43-3 42
2 2-Pentanol. 2-methvl- 102 C6H140 000590-36-3 37
3 Thiocvanic acid. ethvl ester 87 C3H5NS 000542-90-5 37
4 Propane. 2-ethoxv-2-methyl- 102 C6H140 000637-92-3 32
5 Butane, 2-ethoxy-2-methyl- 116 C7H160 000919-94-8 23

Abundance Scan 1091 (9.247 min): BG022709.D (-1077) (-) m/z 59.10 100.00%
59
87
5000 ]
9.00 9.20 9.40 9.60
o h : !'.1??9. 161193221247 806 394 434 471 518 | n7z 87.10 52.57%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #20918: 2,2-Dimethylbutanedioic acid
59
5000
87 9.00 9.20 9.40 9.60
m/z 41.10 48 .64%
Ol”'JM'M“M}%g|“"|”"|“"|“"|“"|”"|”"|“
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
59
9.00 9.20 9.40 9.60
5000 a7 m/z 84.10 48 .55%
31
e S B B B WL WL A L S W
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1827: Thiocyanic acid, ethyl ester
29 87 9.00 9.20 9.40 9.60
m/z 43.10 43 .77%
59
5000
e S B B B WL WL WL L WL W IR RS AR RN A
miz--> 0 50 100 150 200 250 300 350 400 450 500 9.00 9.20 9.40 9.60

8270-BG062516.-M Thu Jun 30 18:33:55 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062916\
Data File : BG022709.D

Aca On : 30 Jun 2016 1:19

Operator : UM/SJ

Sample - H3828-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG062516_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 unknown9.97 Concentration Rank 4

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

9.97 9.13 ng 654023 Naphthalene-d8 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(3H)-Furanone. dihvdro-4.4.5.5-... 142 C8H1402 016466-24-3 46
2 2.2.5.5-Tetramethvltetrahvdro-3-... 142 C8H1402 005455-94-7 45
3 3.3-Dimethvlpvrrolidine-2.5-dione 127 C6HONO2 003437-29-4 35
4 5-Methvl-5-hexen-3-ol 114 C7H140 067760-89-8 35
5 1-Hexene, 5-methyl- 98 C7H14 003524-73-0 22

Abundance Scan 1214 (9.970 min): BG022709.D (-1205) (-) m/z 56.10 100.00%
56 83

5000

9.60 9.80 10.00 10.20
m/z 83.10 86 .85%

o 177208 252281 314 372 435 495 535
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #19048: 2(3H)-Furanone, dihydro-4,4,5,5-tetramethyl-
59
127
5000
9.60 9.80 10.00 10.20
27 m/z 59.05 70.89%
1 98
Ol =1 4 1 T P A e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
56
9.60 9.80 10.00 10.20
5000 m/z 43.05 69.28%
114
29 | 84 | 142
o i i L
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #11394: 3,3-Dimethylpyrrolidine-2,5-dione R R B S
56 9.60 9.80 10.00 10.20
m/z 41.10 63.94%
5000
127
28 ‘
o+t U A .

m/z--> 0 50 100 150 200 250 300 350 400 450 500 9. 60 980 10. OO 10.20

8270-BG062516.-M Thu Jun 30 18:33:55 2016

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062916\
Data File : BG022709.D

Aca On : 30 Jun 2016 1:19

Operator : UM/SJ

Sample - H3828-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG062516_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 unknownl10.32 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.32 4.14 ng 296470 Naphthalene-d8 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanemethvlamine 113 C7H15N 003218-02-8 25
2 Hexadecenoic acid. Z-11- 254 C16H3002 002416-20-8 22
3 3-(Prop-2-enovloxv)pentadecane 282 C18H3402 1000245-67-4 22
4 Ricinoleic acid 298 C18H3403 000141-22-0 16
5 4-Trifluoroacetoxytridecane 296 C15H27F302 1000245-47-3 12
Abundance Scan 1274 (10.323 min): BG022709.D (-1267) (-) m/z 55.10 100.00%

5000

140 10.00 10.20 10.40 10.60

179 223249276 312 341366394 490

o} m/z 113.10 45_31%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #6813: Cyclohexanemethylamine
30
5000
10.00 10.20 10.40 10.60
m/z 41.05 41_.18%
67 113
I —
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
55
R R EamEsmEsas
10.00 10.20 10.40 10.60
5000 m/z 67.10 32.90%
83
11 152 192 236
O I B B 0 LA e e |
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #107534: 3-(Prop-2-enoyloxy)pentadecane R aa
55 10.00 10.20 10.40 10.60
m/z 82.10 25.18%
5000
83 113
0 % ' \ 139 182210
a IIIIIIIIIIIIIIIIIIIIIII
m/z--> 0 50 100 150 200 250 300 350 400 450 10.00 10.20 10.40 10.60

8270-BG062516.-M Thu Jun 30 18:33:56 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062916\
Data File : BG022709.D

Aca On : 30 Jun 2016 1:19

Operator : UM/SJ

Sample - H3828-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG062516_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 unknownl10.37 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.37 4.71 ng 337813 Naphthalene-d8 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Pvrrolizine-1-carboxvlic acid... 169 C9H15NO2 054514-96-4 30
2 2-Butenoic acid. 3-methvl-. meth... 114 C6H1002 000924-50-5 27
3 3-Methvl-2-propenoic acid. phenv... 176 C11H1202 054897-52-8 27
4 1-Pentadecvne 208 C15H28 000765-13-9 25
5 2-Bromopropionic acid, cyclohexy... 234 C9H15Br02 015151-89-0 16
Abundance Scan 1282 (10.370 min): BG022709.D (-1278) (-) m/z 81.10 100.00%
g1
5000 55
1 T T
176205 272 349 10.00 10.20 10.40 10.60
o 303 398 m/z 83.10 85.74%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #35743: 1H-Pyrrolizine-1-carboxylic acid, hexahydro-, meth...
83
5000
55 10.00 10.20 10.40 10.60
m/z 55.10 44 _19%
‘ 1:‘[0138 169
0 ‘.‘.. L ...‘. I E———
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
83
10.00 10.20 10.40 10.60
5000 55 | 114 m/z 67.10 35.70%
L S L W WL L B I S B B
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #39776: 3-Methyl-2-propenoic acid, phenyl ester A REEEE RS S
83 10.00 10.20 10.40 10.60
m/z 82.10 25.37%
5000
55
2
o Ly 176
mz-> 0 55 100 150 200 250 300 350 400 450 500 10,00 10.20 1040 10.60

8270-BG062516.-M Thu Jun 30 18:33:57 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062916\
Data File : BG022709.D

Aca On : 30 Jun 2016 1:19

Operator : UM/SJ

Sample - H3828-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG062516_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 unknownll.12 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.12 4.73 ng 338700 Naphthalene-d8 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butenoic acid. 3.7-dimethvl-6-... 224 C14H2402 068039-38-3 43
2 Cvclopentaneethanol. .beta..2.3-... 156 C10H200 021721-18-6 42
3 Cvclopropane. (1.2-dimethvlpropvl)- 112 C8H16 006976-27-8 38
4 2.10-Dodecadien-1-ol. 3.7.11-tri... 224 C15H280 020576-59-4 38
5 Heptane, 2-methyl-3-methylene- 126 C9H18 062187-11-5 38
Abundance Scan 1410 (11.122 min): BG022709.D (-1401) (-) m/z 69.10 100.00%
9
50000 41| | %
N 1088 1200 1320 1140
216 264288316 : : : :
ol J.“.l.l,...“.‘g,.... oi2883i0 357 41242 S8 | h/7z 55.10  60.79%
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #72311: 2-Butenoic acid, 3,7-dimethyl-6-octeny! ester
41 69
5000 95 SRR AR U LR
123 10.80 11.00 11.20 11.40
m/z 95.05 48 _.51%
0..MHJM Hh\ ukﬂ@?.,.... N —
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
69
10.80 11.00 11.20 11.40
5000 41 % m/z 96.10 45 _15%
123
0 154
RIS SUELELE WAL DULALESE BRI SO UL SRR L IR B
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #6653: Cyclopropane, (1,2-dimethylpropyl)- R B mEa R
69 10.80 11.00 11.20 11.40
a1 m/z 41.10 41.22%
5000
015h‘ﬂj 97
miz-> 0 50 1(')0 150 200 250 300 350 400 450 500 10,80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062916\
Data File : BG022709.D

Aca On : 30 Jun 2016 1:19

Operator : UM/SJ

Sample - H3828-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG062516_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 Cyclohexane, 1,2-diethyl-, ... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.40 8.00 ng 573336 Naphthalene-d8 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2-diethvl-. cis- 140 C10H20 000824-43-1 64
2 Cvclooctane. ethvl- 140 C10H20 013152-02-8 64
3 2-Hexene. 4-ethvl-2.3-dimethvl- 140 C10H20 1000149-19-7 64
4 1.1"-Bicvclooctvl 222 C16H30 006708-17-4 59
5 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 59
Abundance Scan 1457 (11.398 min): BG022709.D (-1444) (-) m/z 69.10 100.00%
69
111
5000
41 Ao e A
141 11.00 11.20 11.40 11.60 11.80
0 165 196 237 267 295319 369391415 458 n/z 11110 26 350
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #17366: Cyclohexane, 1,2-diethyl-, cis-
69
111
5000
a 11.00 11.20 11.40 11.60 11.80
m/z 55.10 53.09%
‘ 140
0 HUl‘h""“"l"'ll""|""|""|""|""|""|"
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
69
111 1100 11.20 11.40 11.60 11.80
5000 m/z 95.10 35.80%
41
140
e B L L UL B LA B L B W
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #17365: 2-Hexene, 4-ethyl-2,3-dimethyl- e e e
69 11.00 11.20 11.40 11.60 11.80
m/z 41.10 26 .09%
4 111
5000
H \ 140
0 “"$J¢MW”"'|"” [rrrrfrrr T T AU PR ISR SN B
m/z--> 50 100 150 200 250 300 350 400 450 11.00 11.20 11.40 11.60 11.80

8270-BG062516.-M Thu Jun 30 18:33:59 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062916\
Data File : BG022709.D

Aca On : 30 Jun 2016 1:19

Operator : UM/SJ

Sample - H3828-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG062516_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 unknownll.84 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.84 3.40 ng 243372 Naphthalene-d8 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cvclopenten-1-one. 2-pentvl- 152 C10H160 025564-22-1 46
2 2H-Inden-2-one. octahvdro-. trans- 138 C9H140 016484-17-6 43
3 Cvclohexene. l1l-isopentvl- 152 C11H20 003983-04-8 43
4 1H-Indene. octahvdro-5-methvl- 138 C10H18 019744-64-0 43
5 Ethylidenecyclooctane 138 C10H18 019780-51-9 43
Abundance Scan 1532 (11.839 min): BG022709.D (-1525) (-) m/z 81.10 100.00%
5000
179 229 279 335 403 11.60 11.80 12.00 12.20
o a0 9 w7z 96.05  85.62%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24021: 2-Cyclopenten-1-one, 2-pentyl-
9
67
5000 IR DAL BRI SO B
3 152 11.60 11.80 12.00 12.20
m/z 97.10 74 .30%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
41 81
138 " 11'60 11.80 12.00 12.20
5000 109 m/z 67.10 65.13%
L L L S I S W B WA L B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24312: Cyclohexene, 1-isopentyl- R mEEE L
96 11.60 11.80 12.00 12.20
67 m/z 41.10 60.15%
5000
152
Ow"h'““l'“'J“""""“ L SN B S B IR PR SIS SO B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.60 11.80 1200 1220

8270-BG062516.-M Thu Jun 30 18:34:00 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062916\
Data File : BG022709.D

Aca On : 30 Jun 2016 1:19

Operator : UM/SJ

Sample - H3828-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG062516_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 unknownl2.65 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.65 6.32 ng 453095 Naphthalene-d8 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 2-propenvl- 124 C9H16 002114-42-3 46
2 Cvclopentane. 1-methvl-3-(l1-meth... 126 C9H18 053771-88-3 43
3 Cvclohexane. (l-methvlbutvI)- 154 C11H22 061208-94-4 43
4 Cvclohexene. 3.3.5-trimethvl- 124 C9H16 000503-45-7 42
5 Cyclohexane, 1,3-dimethyl-2-meth... 124 C9H16 019781-47-6 30
Abundance Scan 1670 (12.649 min): BG022709.D (-1657) (-) m/z 83.05 100.00%
55
5000
14 "' 1240 1260 12.80 13.00
o 193 227 262 345 388 428 470498 /7 67.10 65 820
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10325: Cyclohexane, 2-propenyl-
55
83
5000 IR SR BN BN SUR
12.40 12.60 12.80 13.00
m/z 55.10 63.66%
27 124
Ol“hbﬂﬂ"“'”'w""l“"|"“l""w"'l"“l""w"
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
55
83 "' 1240 1260 12:80 13.00
5000 m/z 109.10 50.01%
27 111
e S S I B S B L B L W
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #25867: Cyclohexane, (1-methyloutyl)- B B B e
55 8 12.40 12.60 12.80 13.00
m/z 41.10 47 .65%
5000
111
29 154
e S S B B B B L B L W RIS UM SN SO SUR
miz--> 0 50 100 150 200 250 300 350 400 450 500 12.40 12.60 12.80 13.00

8270-BG062516.-M Thu Jun 30 18:34:01 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062916\
Data File : BG022709.D

Aca On : 30 Jun 2016 1:19

Operator : UM/SJ

Sample - H3828-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG062516_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 unknownl2.71 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.71 3.02 ng 216068 Naphthalene-d8 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Cvclohexvlidene-n-butanol 154 C10H180 004441-58-1 46
2 Oxacvcloheptadec-8-en-2-one 252 C16H2802 000123-69-3 43
3 Furan. 2-methvl- 82 C5H60 000534-22-5 38
4 6.11-Eicosadienoic acid. methvl ... 322 C21H3802 1000112-13-3 38
5 Bicyclo[3.1.1]heptane-2-carboxal... 152 C10H160 004764-14-1 35
Abundance Scan 1680 (12.708 min): BG022709.D (-1677) (-) m/z 81.10 100.00%

5000

12.40 12.60 12.80 13.00

140 170 205 534 960 291 327 361

0 m/z 67.10 95.18%
m/iz—-> 0 50 100 150 200 250 300 350 400 450
Abundance #25507: 4-Cyclohexylidene-n-butanol
81
55
5000 109 LA L L L L L LB LB |
3 12.40 12.60 12.80 13.00
187 m/z 82.10 90.36%
Ot b
m/iz—-> 0 50 100 150 200 250 300 350 400 450
Abundance
67
41
96 IIIIIIIIIIIIIIIIIIIIIII
12.40 12.60 12.80 13.00
5000 m/z 73.00 81.09%
123
ol 15 149 196 224 252
L e e RN o o o o o o o R
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #1150: Furan, 2-methyl- s B B e
82 12.40 12.60 12.80 13.00
53 m/z 41.10 79.21%
5000
27
Ot T e T R RERREEEEEE R RSy
m/z—-> 0 50 100 150 200 250 300 350 400 450 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062916\
Data File : BG022709.D

Aca On : 30 Jun 2016 1:19

Operator : UM/SJ

Sample - H3828-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG062516_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 Benzoic acid, 3-fluoro- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.89 3.96 ng 283424 Naphthalene-d8 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 3-Ffluoro- 140 C7H5FO02 000455-38-9 64
2 Benzeneacetic acid. .alpha..3-di... 168 C8H804 017119-15-2 59
3 Benzoic acid. 3-fluoro-. ethvl e... 168 C9H9F02 000451-02-5 53
4 Benzoic acid. 4-fluoro-. ethvl e... 168 C9H9F02 000451-46-7 43
5 trans-Siglure acid 140 C8H1202 1000132-29-5 35
Abundance Scan 1711 (12.890 min): BG022709.D (-1707) (-) m/z 123.05 100.00%
95 143
5000
39 67
168 12.60 12.80 13.00 13.20
ol 211 254 322 363 412 449 505 7 95.10 96 370
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17628: Benzoic acid, 3-fluoro-
123
95
5000 U SRS SN SRR SUNRE
12.60 12.80 13.00 13.20
m/z 81.10 70.74%
50
OI”"WNM”M"'JI'”'I'"'I”"I"'W""I"”I""I'
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
95 123
11260 12.80 13.00 13.20
5000 m/z 140.10 43.84%
39 65 168
L L B UL L W WL S S I W
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #35393: Benzoic acid, 3-fluoro-, ethyl ester
123 12.60 12.80 13.00 13.20
m/z 93.05 30.56%
95
5000
29
J‘\nq 168
ot o i b i b i i i i i i i e e e D i
m/z--> 6 55 160 1éo 260 2%0 360 3éo 460 4%0 560 12feo 12)80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062916\
Data File : BG022709.D

Aca On : 30 Jun 2016 1:19

Operator : UM/SJ

Sample - H3828-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG062516_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 19 unknownl2.94 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.94 3.53 ng 397351 Acenaphthene-d10 14.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.3-Hexadiene. 2-methvl- 96 C7H12 029212-09-7 43
2 5-Ethvl-2-furaldehvde 124 C7H802 023074-10-4 43
3 1.4-Hexadiene. 4-methvl- 96 C7H12 001116-90-1 35
4 2.4-Heptadienal. (E.E)- 110 C7H100 004313-03-5 27
5 Ethanone, 1-(2-methyl-1-cyclopen... 124 C8H120 003168-90-9 27
Abundance Scan 1719 (12.937 min): BG022709.D (-1715) (-) m/z 83.10 100.00%
41
5000
12.60 12.80 13.00 13.20
209
- L,'. 65 243 281 321 356383 415 451475 /7 95 .10 29 67%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #2833: 2,3-Hexadiene, 2-methyl-
4 g1
5000 N U BN I
12.60 12.80 13.00 13.20
m/z 81.10 62.31%
0 w'“¢M“h”“ L DALY WL DALY WAL SARLLEL UL SAL
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
109
39 N R SR BN I
67 12.60 12.80 13.00 13.20
5000 m/z 109.10 56.04%
15
e L L L U L B W DAL B WL
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #2838: 1,4-Hexadiene, 4-methyl-  EEaEmEE A
81 12.60 12.80 13.00 13.20
m/z 41.10 53.01%
5000 39
15 U \M JL
e L S L L U L B W B B S N U BN I
m/z--> 0 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\BG062916\
Data File : BG022709.D

Aca On : 30 Jun 2016 1:19

Operator : UM/SJ

Sample - H3828-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG062516_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 unknownl13.07 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.07 4.16 ng 467696 Acenaphthene-d10 14.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentene. 5-hexvl-3.3-dimethvl- 180 C13H24 061142-66-3 27
2 Cvclooctene. 3-(1l-methvlethenvl)- 150 C11H18 061233-78-1 22
3 (5-Amino-3H-imidazol-4-vD)aceton... 122 C5H6N4 1000191-16-3 22
4 Cvclopentane. 1-isobutvlidene-3-... 138 C10H18 1000150-62-1 22
5 1,3,5-Hexatriene, 3-methyl-, (E)- 94 C7H10 024587-26-6 15
Abundance Scan 1742 (13.072 min): BG022709.D (-1736) (-) m/z 81.10 100.00%
122
55
5000
T 12.80 13.00 13.20 1340
184 : : : :
ol .-.J,'I.J. 212237 278 824 363 A% | hnz7 67.10  98.77%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #42748: Cyclopentene, 5-hexyl-3,3-dimethyl-
95
5000 SR BN SRR SRR B
12.80 13.00 13.20 13.40
41 67 165 m/z 95.10 84.09%
n ‘ 123 ]
O e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
79
" 12.80 13.00 13.20 1340
5000 107135 m/z 93.10 81.91%
e S B L WL L WL UL B L W
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #9466: (5-Amino-3H-imidazol-4-yl)acetonitrile A RE R e
122 12.80 13.00 13.20 13.40
m/z 122.10 77.24%
28 95
5000 67
O'Lkﬂ”4'l'"I”"I”"I”"I”"I”"P"'P"'P'
m/z--> 50 100 150 200 250 300 350 400 450 500 12.80 13.00 13.20 13.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062916\
Data File : BG022709.D

Acq On : 30 Jun 2016 1:19

Operator : UM/SJ

Sample - H3828-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062516 .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]
unknown5.23 5.23 3.3 ng 134917 1 8.16 820605 20.0
unknown6 .48 7.54 6.5 ng 265731 1 8.16 820605 20.0
unknown? .69 7.69 91.4 ng 3749070 1 8.16 820605 20.0
1H-Imidazol-2-amine 7.90 4.1 ng 167162 1 8.16 820605 20.0
Isopropyl 2-ethyl... 8.38 4.5 ng 184187 1 8.16 820605 20.0
1,3-Dimethyl-4,8-_.. 8.87 5.4 ng 222238 1 8.16 820605 20.0
unknown9.13 9.13 3.7 ng 152207 1 8.16 820605 20.0
unknown9 .25 9.25 52.9 ng 2169200 1 8.16 820605 20.0
unknown9 .97 9.97 9.1 ng 654023 2 10.99 1432970 20.0
unknown10.32 10.32 4.1 ng 296470 2 10.99 1432970 20.0
unknown10.37 10.37 4.7 ng 337813 2 10.99 1432970 20.0
unknownl11.12 11.12 4.7 ng 338700 2 10.99 1432970 20.0
Cyclohexane, 1,2-_... 11.40 8.0 ng 573336 2 10.99 1432970 20.0
unknownll.84 11.84 3.4 ng 243372 2 10.99 1432970 20.0
unknownl12 .65 12.65 6.3 ng 453095 2 10.99 1432970 20.0
unknownl12.71 12.71 3.0 ng 216068 2 10.99 1432970 20.0
Benzoic acid, 3-f... 12.89 4.0 ng 283424 2 10.99 1432970 20.0
unknownl12 .94 12.94 3.5 ng 397351 3 14.80 2250060 20.0
unknownl13.07 13.07 4.2 ng 467696 3 14.80 2250060 20.0
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