LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG122216\
Data File : BG025389.D

Aca On : 22 Dec 2016 14:47

Operator : UM/SJ

Sample : H6166-05

Misc :

ALS Vial : 24 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-BG122116.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 7.749 828 836 849 rVB 1002532 1945217 1.25% 0.661%
2 8.537 964 970 980 rVB 898458 1731640 1.12% 0.589%
3 8.995 1031 1048 1063 rVB7 483789 2104254 1.36% 0.715%
4 9.394 1110 1116 1122 rBV 919323 1807153 1.17% 0.614%
5 10.893 1345 1371 1375 rBV6 839855 4131072 2.66% 1.404%
6 11.045 1391 1397 1403 rBV3 884453 1849108 1.19% 0.629%
7 11.351 1428 1449 1453 rBV2 1138102 4824201 3.11% 1.640%
8 11.557 1476 1484 1491 rBv4 754477 2251410 1.45% 0.765%
9 11.633 1492 1497 1502 rVvV5 772045 1878851 1.21% 0.639%
10 12.050 1564 1568 1573 rVB3 1305041 2581711 1.66% 0.878%

11 12.356 1612 1620 1630 rBV5 682384 2577339 1.66% 0.876%
12 12.608 1646 1663 1672 rBV3 919755 4125905 2.66% 1.402%
13 12.714 1673 1681 1689 rVB2 1284682 3317575 2.14% 1.128%
14 12.826 1690 1700 1704 rvv4 1366405 4126108 2.66% 1.403%
15 12.873 1704 1708 1715 rVvv6 1183910 2954889 1.91% 1.004%

16 13.284 1771 1778 1781 rBv6 781502 1873727 1.21% 0.637%
17 13.331 1782 1786 1793 rVB5 1484802 3040920 1.96% 1.034%
18 13.460 1803 1808 1817 rVB2 2682684 5011493 3.23% 1.704%
19 14.183 1922 1931 1939 rVvVv2 881206 2420703 1.56% 0.823%
20 14.541 1989 1992 2004 rVB7 885225 2263265 1.46% 0.769%

21 14.747 2023 2027 2036 rVB6 769676 1831984 1.18% 0.623%
22 14.841 2038 2043 2052 rVB4 783327 1872196 1.21% 0.636%
23 15.382 2130 2135 2144 rBV4 927167 2532110 1.63% 0.861%
24 15.476 2146 2151 2156 rBV2 1454553 2821770 1.82% 0.959%
25 15.699 2182 2189 2197 rVB6 1524092 3479795 2.24% 1.183%

26 16.339 2292 2298 2302 rBV 1927361 3194115 2.06% 1.086%
27 19.001 2718 2751 2754 rBV 27861625 155070746 100.00% 52.712%
28 19.195 2779 2784 2791 rVB4 1503519 3696660 2.38% 1.257%
29 19.406 2805 2820 2830 rVB 14653897 43266641 27.90% 14.707%
30 19.835 2888 2893 2898 rVB 9483888 11578431 7.47% 3.936%

31 20.129 2939 2943 2946 rBV 2443053 2921910 1.88% 0.993%
32 20.170 2946 2950 2957 rVB 3982248 5101541 3.29% 1.734%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG122216\
Data File : BG025389.D

Aca On : 22 Dec 2016 14:47

Operator : UM/SJ

Sample : H6166-05

Misc :

ALS Vial : 24 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-BG122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 294184440
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025389.D

Aca On - 22 Dec 2016 14:47

Operator : UM/SJ

Sample : H6166-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG025389.D
2.5e+07
2e+07
1.5e+07
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Abundance TIC: BG025389.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025389.D

Aca On : 22 Dec 2016 14:47

Operator : UM/SJ

Sample : H6166-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 1 unknown8.99 Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
" 8.09 24.30ng 2104250  1,4-Dichlorobenzene-d4 8.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Silane. ethenvitrimethvl- 100 C5H12Si 000754-05-2 38

2 Malonic acid. di(3-methvlpentvl)... 272 C15H2804 1000348-28-9 22
3 Malonic acid. 3-methvilpentvl oct... 300 C17H3204 1000348-28-2 22
4 Heptane. 4.4-dimethvl- 128 C9H20 001068-19-5 22
5 Sulfurous acid, hexyl pentadecyl... 376 C21H4403S 1000309-13-7 18
Abundance Scan 1047 (8.989 min): BG025389.D (-1031) (-) m/z 59.10 100.00%
5d.1
5000
01'11409 221.1 270.2 318.1 362.5 461.1 510.5 8.60 880 9.00 9.20 9.40
0 wl L2409 2211 270.2 31813625 4611 5105 nso 4310 74.87%
miz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3653: Silane, ethenyltrimethyl-
85.0
5000 AR RN SRR R
8.60 8.80 9.00 9.20 9.40
m/z 85.10 69.44%
43.0
0 '”'M'J”'L"'I"”I"" LRSI DAL SIS DI SRR U
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
85.0
8.60 8.80 9.00 9.20 9.40
5000 m/z 41.10 62.76%
43.0
o 132.0 1890 2439
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #144650: Malonic acid, 3-methylpentyl octyl ester T T
88.0 8.60 8.80 9.00 9.20 9.40
m/z 55.10 42 .60%
5000{ 43.0
o A“ 1320 1890 2430
miz--> 0 50 1(')0 150 200 250 300 350 400 450 500 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025389.D

Aca On : 22 Dec 2016 14:47

Operator : UM/SJ

Sample : H6166-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 2 unknownl10.89 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
10.89 44 .68 ng 4131070 Naphthalene-d8 11.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2-Propenoic acid. 2-methvl-. dec... 226 C14H2602 003179-47-3 38

2 Cvanamide. dimethvl- 70 C3H6N2 001467-79-4 35
3 2-Propenoic acid. 2-methvl-. 1-m... 128 C7H1202 004655-34-9 35
4 2-Butenoic acid. hexvl ester 170 C10H1802 019089-92-0 27
5 2-Hydroxyethyl methacrylate 130 C6H1003 000868-77-9 27
Abundance Scan 1371 (10.893 min): BG025389.D (-1345) (-) m/z 55.10 100.00%
54.1
95.1
5000
141.1 10.60 10.80 11.00 11.20
0 bl . 1832217.0 2592 8705 4188  .,7577g9 10  91.86%
m/z--> 50 100 150 200 250 300 350 400
Abundance #82820: 2-Propenoic acid, 2-methyl-, decyl ester
69.0
5000 LI UL LS B I
10,60 10.80 11.00 11.20
m/z 41.10 69.14%
0...:t :‘.l'5|3.0...|............l....l...
m/z--> 100 150 200 250 300 350 400
Abundance
69.0
10.60 10.80 11.00 11.20
5000 m/z 81.10 62 .52%
28.0
0""I""I""I""""""""I""I"'
m/z--> 50 100 150 200 250 300 350 400
Abundance #12339: 2-Propenoic acid, 2-methyl-, 1-methylethyl ester T
69.0 10.60 10.80 11.00 11.20
m/z 95.10 55.37%
5000
27. 113.0
OIIJIJI\I‘I‘\I N ——— ——— ——— ——— —— —— R e R
m/z--> 50 100 150 200 250 300 350 400 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025389.D

Aca On : 22 Dec 2016 14:47

Operator : UM/SJ

Sample : H6166-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 3 unknownll1l.35 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.35 52.18 ng 4824200 Naphthalene-d8 11.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. 3-methvl-. (2)- 84 C6H12 000922-62-3 46
2 Pentane. 3-methvlene- 84 C6H12 000760-21-4 41
3 2-Propenoic acid. 2-methvl-. hex... 170 C10H1802 000142-09-6 27
4 Citronellol 156 C10H200 000106-22-9 27
5 3-Heptene, 2-methyl-, (E)- 112 C8H16 000692-96-6 27
Abundance Scan 1449 (11.351 min): BG025389.D (-1428) (-) m/z 69.10 100.00%
A1
5000
11.00 11.20 11.40 11.60
0 207.0  264.7 3859 m/z 55.10 93.21%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1515: 2-Pentene, 3-methyl-, (2)-
41.0
5000 L DL B BN B
4.0 11. 00 11. 20 11.40 11.60
m/z 41.10 80.21%
0"Mhw““'w"'w"'w"'w"'w"'w"'w"'w"'w
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
41.0
Lo 11,00 11.20 1140 11.60
5000 ' m/z 95.10 49.91%
L s L L L L WL WL WL SIS
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #38080: 2-Propenoic acid, 2-methyl-, hexyl ester B A L
41.0 11.00 11.20 11.40 11.60
m/z 96.10 42 .24%
87.0
5000
0 “ ,[,12901700,,,,,,, S VA AE—
miz--> 0 50 100 150 200 250 300 350 400 450 500 11. oo 11. 20 11. 40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025389.D

Aca On : 22 Dec 2016 14:47

Operator : UM/SJ

Sample : H6166-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 4 1,3-Dimethyl-1-cyclohexene Concentration Rank 17

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

11.56 24 .35 ng 2251410 Naphthalene-d8 11.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Dimethvl-1-cvclohexene 110 C8H14 002808-76-6 53
2 trans-3.5-Dimethvlcvclohexene 110 C8H14 056021-63-7 50
3 Bicvclol4.1.0lheptane. 3.7.7-tri... 138 C10H18 018968-23-5 47

4 2-l1sopropvlimidazole 110 C6H10N2 036947-68-9 47
5 Cyclopentene, 1,4-dimethyl-5-(1-... 138 C10H18 061142-33-4 47
Abundance Scan 1485 (11.562 min): BG025389.D (-1476) (-) m/z 95.10 100.00%
95.1
41.1
5000
138.1 11.20 11.40 11.60 11.80
o L, 1020 24412825 3790 4188 .57 41 10 55.88%
m/z--> 50 100 150 200 250 300 350 400
Abundance #5975: 1,3-Dimethyl-1-cyclohexene
95.0
5000 LA L L L L L LB L L B
11.20 11.40 11.60 11.80
# m/z 69.10 48 .89%
0..“Uikﬂﬂhq....,.... e
m/z--> 50 100 150 200 250 300 350 400
Abundance
95.0
T
11.20 11.40 11.60 11.80
5000 m/z 55.10 44 _23%
39.0
o1 T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #17015: Bicyclo[4.1.0]heptane, 3,7,7-trimethyl-, (1.alpha.... T
95.0 11.20 11.40 11.60 11.80
m/z 110.10 31.11%
(o B L LA B o e o o o e o e A T T
m/z--> 50 100 150 200 250 300 350 400 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025389.D

Aca On : 22 Dec 2016 14:47

Operator : UM/SJ

Sample : H6166-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 5 unknownl12.05 Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
12.05 27.92ng 2581710  Naphthalene-ds 11.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 (CvclopropyDtrivinvisilane 150 CoH14Si 1000109-93-8 47

2 Ethanone. 1-(1.3-dimethvl-3-cvcl... 152 C10H160 051733-68-7 35
3 Imidazole-4-carboxvlic acid. 2-a... 155 C6H9N302 149520-94-5 35
4 (2-Fluorophenvl) methanol. 1-met... 182 C11H15FO 1000374-56-6 35
5 2-Cyclopenten-1-one, 3,4,4-trime... 124 C8H120 030434-65-2 35
Abundance Scan 1568 (12.050 min): BG025389.D (-1564) (-) m/z 109.10 100.00%
109.1
55.1
5000
155.1 T T T T T T
11.80 12.00 12.20 12.40
0 o ,l. pi0a2als S 2% m/z 55.10 54.49%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #24620: (Cyclopropyl)trivinylsilane
109.0
55.0
5000 U SUNURN SRR SO IR
11.80 12.00 12.20 12.40
m/z 41.10 46.15%
0|||||||||||||||||||||||||||||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
109.0
' 11:80 12,00 12,20 12.40
5000 670 m/z 69.10 37.77%
152.0
e L L L WL UL UL IS B SIS B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #27936: Imidazole-4-carboxylic acid, 2-amino-, ethyl ester L B
109.0 11.80 12.00 12.20 12.40
m/z 39.10 27 .26%
5000 155.0
43.0
e L U L WL UL UL LS B B B U SUNRN SRR SRR IR
m/z--> 50 100 150 200 250 300 350 400 450 500 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025389.D

Aca On : 22 Dec 2016 14:47

Operator : UM/SJ

Sample : H6166-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 6 unknownl2.36 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.36 27.88 ng 2577340 Naphthalene-d8 11.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloropropanoic acid. 2-ethvlc... 218 C11H19CIl02 1000282-65-7 47
2 Trichloroacetic acid. 2-ethvlcvc... 272 C10H15CI1302 1000282-57-3 40
3 2.4-Heptadienal. (E.E)- 110 C7H100 004313-03-5 38
4 1.5-Hexadiene. 2-methvl- 96 C7H12 004049-81-4 38
5 Cyclopentane, 1l-ethenyl-3-ethyl-._.. 138 C10H18 055170-98-4 38
Abundance Scan 1621 (12.362 min): BG025389.D (-1612) (-) m/z 81.10 100.00%
81.1
s000{ 411
i 12,00 1220 1740 1260
70.2 : : :
0 L L2 2664 3850 4033 4468 7555 10  50.91%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #75441: 3-Chloropropanoic acid, 2-ethylcyclohexyl ester
81.0
5000 NN R BRI SRR
12.00 12.20 12.40 12.60
41.0 m/z 41.10 48 .40%
0 | 1280 1030
miz--> 0 50 160 1%0 260 2%0 360 3%0 460 4éo
Abundance
81.0
12,00 12:20 12.40 12.60
5000 m/z 69.10 42 _41%
41.0 119.0
o 155.0191.0 237.0
miz--> 0 55 160 1%0 260 2%0 360 3%0 460 4%0
Abundance #5812: 2,4—Heptadiena|, (E,E)- LA L L L L B B
81.0 12.00 12.20 12.40 12.60
m/z 110.10 30.83%
5000
41.0
0 .Nuu#nhlﬂ,l...,....,....,....,....,....,....,. b .
miz--> 0 50 100 150 200 250 300 350 400 450 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025389.D

Aca On : 22 Dec 2016 14:47

Operator : UM/SJ

Sample : H6166-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 7 unknownl2.61 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.61 44 .63 ng 4125910 Naphthalene-d8 11.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 R(-)-1-Cvano-2-methvlpvrrolidine 110 C6H10N2 1000145-01-8 38
2 Cyclohexane. 1.3.5-trimethvl-. (... 126 C9H18 001795-27-3 30
3 Methanone. dicvclopropvl- 110 C7H100 001121-37-5 30
4 Cvclohexane. 1.3.5-trimethvl-. (... 126 C9H18 001795-26-2 27
5 Cyclooctane, (1-methylpropyl)- 168 C12H24 016538-89-9 27
Abundance Scan 1663 (12.608 min): BG025389.D (-1646) (-) m/z 69.10 100.00%
69.1
5000 125.2
12.20 12.40 12.60 12.80 13.00
70.1
ol ML',.I. WL 23502830 442l S4T5| Lo 55 10 65.70%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5746: R(-)-1-Cyano-2-methylpyrrolidine
95.0
41.0
5000 AR AR R
12 20 12. 40 12. 60 12. 80 13. oo
m/z 41.10 61.51%
mz—-> 0 5 100 150 200 250 300 350 400 450 500 550
Abundance
69.0111.0
12120 12,40 12.60 12.80 13.00
5000 m/z 95.10 57.27%
27.0
O R L B o I
m/z--> 6 55 160 1%0 200 250 300 3%0 400 4%0 560 séo
Abundance #5820: Methanone, dicyclopropyl- B o
69.0 12.20 12.40 12.60 12.80 13.00
m/z 125.15 43.88%
5000
ol 209, | 10
m/z--> c') 5'0 1(')0 1&1;0 200 250 300 3&1,0 400 4&1;0 5(')0 séo 12 20 12.40 12. 60 12.80 13.00

8270-BG122116.-M Fri Dec 23 10:17:06 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025389.D

Aca On : 22 Dec 2016 14:47

Operator : UM/SJ

Sample : H6166-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 8 Cyclopropane, 2-(1,1-dimeth... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.71 35.88 ng 3317580 Naphthalene-d8 11.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropane. 2-(1l.1-dimethvl-2-_.. 166 Cl12H22 074663-76-6 50
2 4.4-Dimethvl-2-cvclopenten-1-one 110 C7H100 022748-16-9 50
3 1.3-Dimethvl-5-heptafluorobutvrv... 324 C12H15F702 1000216-63-8 47
4 3-Pvridinol-1-oxide 111 C5H5NO02 006602-28-4 47
5 Ethanone, 1-(2-furanyl)- 110 C6H602 001192-62-7 47
Abundance Scan 1680 (12.708 min): BG025389.D (-1673) (-) m/z 95.10 100.00%
95.1
55.
5000
12.40 12.60 12.80 13.00
ol Lilsriieozs0  aoae sus 2 estio g ooy
m'z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #35224: Cyclopropane, 2-(1,1-dimethyl-2-pentenyl)-1,1-dime...
95.0
5000 SRR SRR SRR IARRR
55.0 1240 12.60 12.80 13.00
m/z 111.10 58.21%
Oty ﬂw"‘lw}?? ?"' L N SN L U SR W
m/z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
95.0
12.40 12.60 12.80 13.00
5000 m/z 55.10 55.35%
41.0
L S L L U L S B WL WL B
m'z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #163667: 1,3-Dimethyl-5-heptafluorobutyryloxycyclohexane  EEEmEEE R
95.0 12.40 12.60 12.80 13.00
m/z 110.10 52.62%
5000] 410
l ] 169.0
O+ i e e e e e e e
mz-> 0 5'0 1(')0 150 200 250 300 350 400 450 500 12140 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025389.D

Aca On : 22 Dec 2016 14:47

Operator : UM/SJ

Sample : H6166-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 9 2,4-Hexadiene, 2,5-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

12.83 44 _.63 ng 4126110 Naphthalene-d8 11.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4-Hexadiene. 2.5-dimethvl- 110 C8H14 000764-13-6 62
2 Furan. 2-ethvl-5-methvl- 110 C7H100 001703-52-2 52
3 5.5-Dimethvl-1.,3-hexadiene 110 C8H14 001515-79-3 52
4 Carvenone 152 C10H160 000499-74-1 50
5 3-Cyclopenten-1-one, 2,2,5,5-tet... 138 C9H140 081396-36-3 50

Abundance Scan 1701 (12.832 min): BG025389.D (-1690) (-) m/z 95.10 100.00%

94.1
41.

5000

152'1194 1 272.8 371.1415.5 543.0 12.60 12.80 13.00 13.20
: ; ; : : m/z 110.10 72.83%

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #5996: 2,4-Hexadiene, 2,5-dimethyl-
95.0
5000 41.0 L L L
12.60 12.80 13.00 13.20
m/z 55.10 71.74%
0,\,“,, .
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
95.0
R N RN EEEEEEmas
12.60 12.80 13.00 13.20
5000 43.0 m/z 41.10 59.10%
O e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #5974: 5,5-Dimethyl-1,3-hexadiene A RRRas B
95.0 12.60 12.80 13.00 13.20
m/z 111.10 55.32%
5000
41.0
o,HE.MK..“...“..............w.......w..”,..”,. A el
m/z--> 0 50 100 150 200 250 300 350 400 450 500 12 60 12. 80 13. 00 13 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025389.D

Aca On : 22 Dec 2016 14:47

Operator : UM/SJ

Sample : H6166-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 10 Citronellal Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.87 31.96 ng 2954890 Naphthalene-d8 11.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Citronellal 154 C10H180 000106-23-0 64
2 2.3-Bornanediol 170 C10H1802 025696-56-4 38
3 1.3-Hexadiene. 3-ethvl-2-methvl-... 124 C9H16 074752-97-9 30
4 Bicvcloll.1.1Tpentan-2-ol. 2-(1H... 150 C8H10N20 069393-38-0 27
5 2-Dodecyne 166 C12H22 000629-49-2 27
Abundance Scan 1708 (12.873 min): BG025389.D (-1704) (-) m/z 95.10 100.00%
5000
' 12.60 12.80 13.00 13.20
0 m/z 55.10 90.36%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #26637: Citronellal
69.0
5000 SR AU SN SUNSN B
121.0 12.60 12.80 13.00 13.20
29, ‘ m/z 41.10 81.43%
0 T e LA e A m e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
95.0
' 12.60 12.80 13.00 13.20
0
5000 410 m/z 69.10 55.07%
152.0
e L L L B I B S B L B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #10721: 1,3-Hexadiene, 3-ethyl-2-methyl-, (2)- L L B B
93.0 12.60 12.80 13.00 13.20
m/z 39.10 48 .85%
5000, >
0 S UL SIS UL UL UL BN UL SRR L SR AU SN SUNBR B
m/z--> 50 100 150 200 250 300 350 400 450 500 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025389.D

Aca On : 22 Dec 2016 14:47

Operator : UM/SJ

Sample : H6166-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 11 unknownl13.33 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.33 32.49 ng 3040920 Acenaphthene-d10 14.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene.1-(2-propenvl)- 122 C9H14 013511-13-2 27
2 Ethanone. 1-(2-methvl-2-cvclopen... 124 C8H120 001767-84-6 27
3 Cvclohexane. (1-methvlethvlidene)- 124 C9H16 005749-72-4 27
4 1.4-Hexadiene. 4-methvl- 96 C7H12 001116-90-1 25
5 2,3-Dimethyl-1,4-pentadiene 96 C7H12 000758-86-1 25
Abundance Scan 1786 (13.331 min): BG025389.D (-1782) (-) m/z 55.10 100.00%
54.1
5000 93.1
i 15100 1320 1340 1360
o .-“.',J. 18302123 2470 3085 3459 m/z 41.10 91.33%
m/z--> 50 100 150 200 250 300 350
Abundance #10033: Cyclohexene,1-(2-propenyl)-
81.0
5000 RN BN SRR
13.00 13.20 13.40 13.60
41.0 122.0 m/z 81.10 90.10%
0 HH"“"l UL UL UL SUNLELEL B
m/z--> 50 100 150 200 250 300 350
Abundance
81.0
13.00 13.20 13.40 13.60
5000 43.0 m/z 57.10 74 .66%
124.0
e L B L WL WL WL
m/z--> 50 100 150 200 250 300 350
Abundance #10715: Cyclohexane, (1-methylethylidene)- I R e  REmA
81.0 13.00 13.20 13.40 13.60
m/z 43.10 60.80%
5000 109.0
41.0
Ouuuulllﬂu'..luuuu — —— B R RS s B
m/z--> 50 100 150 200 250 300 350 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025389.D

Aca On : 22 Dec 2016 14:47

Operator : UM/SJ

Sample : H6166-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 12 unknownl14.18 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.18 25.86 ng 2420700 Acenaphthene-d10 14.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentene. 5-hexvl-3.3-dimethvl- 180 C13H24 061142-66-3 27
2 Di(l1-decvnvDmercuryv 476 C20H34Ha 097209-13-7 27
3 4(1H)-Pvridinethione.l-methvl- 125 C6H7NS 006887-59-8 25
4 Bicvclol5.2.01nonane. 4-methvlen... 204 C15H24 1000159-38-2 25
5 Allylidenecyclohexane 122 C9H14 005664-10-8 14
Abundance Scan 1931 (14.183 min): BG025389.D (-1922) (-) m/z 95.10 100.00%
95.1
411
5000
160.1
13.80 14.00 14.20 14.40
0 20802494 8121 8970 8108 Tz 81.10 87.07%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #45735: Cyclopentene, 5-hexyl-3,3-dimethyl-
95.0
5000 AR B BB R
13. 80 14. 00 14.20 14.40
41.0 165.0 m/z 122.10 70.39%
0 \‘ “ "“““l‘....lu‘...|....|....|....|....|....|....|..
m/z--> 5 100 150 200 250 300 350 400 450 500
Abundance
81.0
13.80 14.00 14.20 1440
5000 m/z 79.10 61.99%
41.0 137.0
o 202.0240.0278. 03360 3910 4340 1760
m/z--> §o 160 1%0 260 250 300 350 460 4%0 560
Abundance #10825: 4(1H)-Pyridinethione, 1-methyl- REEE SR e
81.0 125.0 13.80 14.00 14.20 14.40
m/z 118.10 60.38%
5000
42.0
Oﬁ*mwl Jnl”'l"”I"'W""P"'I”"I'”'I'”'I" UV SR BRI I
m/z--> 50 100 150 200 250 300 350 400 450 500 13.80 14.00 14.20 14.40

8270-BG122116.-M Fri Dec 23 10:17:10 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025389.D

Aca On : 22 Dec 2016 14:47

Operator : UM/SJ

Sample : H6166-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 13 Benzene, 1,4-bis(l-methylet... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.54 24 .18 ng 2263270 Acenaphthene-d10 14.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l.4-bis(l-methvlethvl)- 162 C12H18 000100-18-5 60
2 Tricvclol3.2.1.02.71oct-3-ene. 2... 162 C12H18 062338-44-7 60
3 Benzene. 1-(1.l1-dimethvlethvl)-4... 162 C12H18 007364-19-4 55
4 Benzene. 1-(1.1-dimethvlethvl)-3... 162 C12H18 014411-56-4 55
5 4-t-Butyl-o-xylene 162 C12H18 007397-06-0 55
Abundance Scan 1992 (14.541 min): BG025389.D (-1989) (-) m/z 147.10 100.00%
147.1
5000 190.1
91.1
39.1
3246 4014 4517 14.20 14.40 14.60 14.80
0 : : : m/z 190.05 40.19%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #32281: Benzene, 1,4-bis(1-methylethyl)-
147.0
5000
14.20 14.40 14.60 14.80
43.0 ]DST m/z 119.10 30.74%
0 '”'L'”"MLWJ“H'“"I""I""I""I'"'I""I'
m/z--> 100 150 200 250 300 350 400 450
Abundance
147.0
14.20 14.40 14.60 14.80
5000 m/z 91.10 29.40%
41.0 105.0
L L U UL UL L DL SR
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #32310: Benzene, 1-(1,1-dimethylethyl)-4-ethyl- B R e N Ema
147.0 14.20 14.40 14.60 14.80
m/z 77.10 24 .94%
5000
91.0
41.0
ol dbpo el b b R AR mo e eSS
m/z--> 50 100 150 200 250 300 350 400 450 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025389.D

Aca On : 22 Dec 2016 14:47

Operator : UM/SJ

Sample : H6166-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 14 unknownl5.38 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.38 27.05 ng 2532110 Acenaphthene-d10 14.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indole-3-carboxvlic acid. 4-h... 177 C9H7NO3 024370-76-1 49
2 5-Ethvl-3.4-dimethvl-1H-pvranol2... 192 C10H12N202 1000296-60-7 46
3 5-Methvl-2.4-diisopropviphenol 192 C13H200 040625-96-5 38
4 2.6-Diisopropvlanisole 192 C13H200 002944-52-7 38
5 1,4-Benzenediamine, N,N"-bis(l-m... 192 C12H20N2 004251-01-8 35
Abundance Scan 2135 (15.382 min): BG025389.D (-2130) (-) m/z 159.10 100.00%
159.1
o T M\M
AR A DU SN I
39.1 15.00 15.20 15.40 15.60
0 12 203 : 382 "m/fz 177.10 80.79%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #43530: 1H-Indole-3-carboxylic acid, 4-hydroxy-
159.0
5000
15.00 15.20 15.40 15.60
6.0 m/z 91.10 45 .04%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
177.0
15.00 15.20 15.40 1560
5000 m/z 192.10 43.93%
39.0
91.0
135.0
O T T T T T o e e R AR A e
m/z--> 55 160 1%0 200 250 300 3éo 460 4%0 560 séo
Abundance #54604: 5-Methyl-2,4-diisopropylphenol REE s E e e e
177.0 15.00 15.20 15.40 15.60
m/z 149.10 27 .53%
5000
430 91.0 13‘? 0
O L T T o R T e
m/z--> 55 160 1éo 200 250 300 3éo 460 4%0 560 séo 1500 1520 1540 1560 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025389.D

Aca On : 22 Dec 2016 14:47

Operator : UM/SJ

Sample : H6166-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 15 unknownl15.48 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.48 30.14 ng 2821770 Acenaphthene-d10 14.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-(1.1-dimethvlethvI)-4... 162 C12H18 007364-19-4 38
2 Benzenesulfonic acid. 4-nitro-. ... 429 C17H20BrNO5S 274255-39-9 35
3 Benzene. 1.2.4-trimethvl-5-(1-me... 162 C12H18 010222-95-4 30
4 2.2.4.4-Tetramethvl-2.4-disilath... 162 C5H14SSi2 091521-58-3 25
5 Benzene, l-methoxy-4-(1-methyl-2... 162 C11H140 018272-83-8 25
Abundance Scan 2152 (15.481 min): BG025389.D (-2146) (-) m/z 147.10 100.00%
147.1
5000 oLl
411 1921 e e T T
15.20 15.40 15.60 15.80
ol 260.3 315.4 426.2  489.1 n/z 91.10 51_50%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #32307: Benzene, 1-(1,1-dimethylethyl)-4-ethyl-
147.0
5000 LR DL BN BRI B
AL0 91.0 1520 1540 15.60 15.80
: m/z 117.10 35.53%
0 ||J||!|||||||||||||||||| R A A B R
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
147.0
15.20 15.40 15.60 15.80
5000 91.0 m/z 79.10 34.44Y%
41.0 187.099g ¢
L L L L WL I B SR ﬁg%pﬁ"'l'”
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #32325: Benzene, 1,2,4-trimethyl-5-(1-methylethyl)- AR EEEEE S
147.0 15.20 15.40 15.60 15.80
m/z 105.10 27 .57%
5000
41.0 91.0
o) JH‘“'”L..“J.“... B L B B B R s AL s
miz--> 0 50 100 150 200 250 300 350 400 450 500 15.20 15.40 15 60 15. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025389.D

Aca On : 22 Dec 2016 14:47

Operator : UM/SJ

Sample : H6166-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 16 3,4-Octadiene, 7-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.70 37.17 ng 3479800 Acenaphthene-d10 14.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.4-Octadiene. 7-methvl- 124 C9H16 037050-05-8 95
2 Spirol2.31hexan-5-one. 4.4-diethvl- 152 C10H160 1000154-16-2 55
3 9-Borabicvclol3.3.11Tnonane. 9-(2... 178 C11H19BO 1000162-57-7 30
4 3.5-Octadien-2-one 124 C8H120 038284-27-4 30
5 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 25
Abundance Scan 2189 (15.699 min): BG025389.D (-2182) (-) m/z 95.10 100.00%
196.1
5000
15.40 15.60 15.80 16.00
0 Al 2351 2845 3296 4197 m/z 55.10 88.74%
m/z--> 50 100 150 200 250 300 350 400
Abundance #10664: 3,4-Octadiene, 7-methyl-
67.0
5000 LA BRI NN SUN
15.40 15.60 15.80 16.00
kog,o m/z 67.10 83.14%
0 ‘+NI'”"I'"'I""I""I""I""I""
m/z--> 50 100 150 200 250 300 350 400
Abundance
410 | 950
1540 15.60 15.80 16.00
5000 m/z 109.10 80.17%
137.0
e L L W WL WL LA UL WL
m/z--> 50 100 150 200 250 300 350 400
Abundance #43971: 9-Borabicyclo[3.3.1]Jnonane, 9-(2-propen-1-yloxy)- R Ea  RERR RS S
41.0 15.40 15.60 15.80 16.00
m/z 81.10 77 .35%
95.0
178.0
5000
l 137.0
0 Jt‘ﬂn.ii,t..t‘}.ﬂk.,.... R DAL DAL U LA BRI NN SUN
m/z--> 50 100 150 200 250 300 350 400 15.40 15.60 15.80 16.00

8270-BG122116.-M Fri Dec 23 10:17:12 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025389.D

Aca On : 22 Dec 2016 14:47

Operator : UM/SJ

Sample : H6166-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 17 unknownl19.00 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
19.00 970.98 ng 155071000 Phenanthrene-d10 17.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Adipic acid. butvl 2-hexvl ester 286 C16H3004
2 Dibutvl adipate 258 C14H2604
3 Adipic acid. butvl pent-4-en-2-v... 270 C15H2604
4 Adipic acid. butvl cvcloheptvl e... 298 C17H3004
5 Adipic acid, butyl 3-hexyl ester 286 C16H3004

000105-99-7 38

1000353-71-0 38

1000354-11-9 37
1000324-71-6 32
1000353-62-3 32

Abundance Scan 2751 (19.001 min): BG025389.D (-2718) (-) m/z 129.10 100.00%

129.1 18b.1

57.1
5000

18.60 18.80 19.00 19.20 19.40

231.1
o 305.1352.1 428.9 478.3 531.3 m/z 185.05 94 _04%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #132688: Adipic acid, butyl 2-hexyl ester
129.0
185.0

5000 R EEEEN RS
18. 60 1880 19. OO 19. 20 19. 40

43.0 ‘ m/z 57.10 64 .75%

A \’ “\ \\m(ﬁ

0 B o L ELJSEL i e e
m/z--> 0 5 100 150 200 250 300 350 400 450 500 550
Abundance
129.0
185.0
18.60 18.80 19.00 19.20 19.40
5000 1 o m/z 111.10 64.61%
. 87.0
0 229.0
L e e s o L B e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #119034: Adipic acid, butyl pent-4-en-2-yl ester
129.0 1850 18.60 18.80 19.00 19.20 19.40
m/z 41.10 56.61%
5000
69.0
79} | /L
ok i L |

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.60 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025389.D

Aca On : 22 Dec 2016 14:47

Operator : UM/SJ

Sample : H6166-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 18 unknownl19.19 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
19.19 23.15 ng 3696660 Phenanthrene-d10 17.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetamide. 2-(2-ethvl-1-benzimid... 203 C11H13N30 054980-94-8 38
2 Silane. diethvlheptvloxv(3-methv... 288 C16H3602Si 1000362-99-7 27
3 2.4-Dichloro-5-nitrobenzotrifluo... 259 C7H2CI2F3NO2 000400-70-4 27
4 2.4-Dimethvl-indenoll.2-alauinol... 259 C18H13NO 1000297-34-2 22
5 2,6 Di-p-tolylpyridine 259 C19H17N 014435-88-2 22
Abundance Scan 2783 (19.189 min): BG025389.D (-2779) (-) m/z 259.10 100.00%
159.1 259.1
203.0
5000 —_—
RIS SRS SN B
18.80 19.00 19.20 19.40 19.60
1p.
Ol -'-L‘L .JL.J,ﬂ.Eﬂ, by 1 3051 3859 4742 8362 .5 159 10  91.61%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #63189: Acetamide, 2-(2-ethyl-1-benzimidazolyl)-
159.0
203.0
5000 U SR SRR BRI B
18.80 19.00 19.20 19.40 19.60
77.0 m/z 203.00 50.60%
| 1190 |
O e e
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
259.0
18.80 19.00 19.20 19.40 19.60
5000 m/z 215.10 40.23%
91.0
ol 410 1310 2080
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #110105: 2,4-Dichloro-5-nitrobenzotrifluoride T
166.0 213.0 259.0 18.80 19.00 19.20 19.40 19.60
m/z 75.10 36.85%
5000
300 740
23. ‘
] T L e . = T e e M
mz-> 0 50 100 150 200 250 300 350 400 450 500 18.80 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025389.D

Aca On : 22 Dec 2016 14:47

Operator : UM/SJ

Sample : H6166-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 19 Hexanedioic acid, bis(2-met... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
19.41 270.92 ng 43266600 Phenanthrene-d10 17.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanedioic acid. bis(2-methvlpr... 258 C14H2604 000141-04-8 50
2 Adipic acid. butvl 3-hexvl ester 286 C16H3004 1000353-62-3 50
3 Adipic acid. butvl 2-hexvl ester 286 C16H3004 1000353-71-0 47
4 Butvl citrate 360 C18H3207 000077-94-1 42
5 Adipic acid, butyl 2-decyl ester 342 C20H3804 1000353-59-7 42

Abundance Scan 2821 (19.412 min): BG025389.D (-2805) (-) m/z 185.10 100.00%
129.0 18b.1
43.1
5000 //}K_
J 87.0 } 19.00 19.20 19:40 19.60 19.80
273.1 - - - -
I ,“ [ L [33012730  sa0p  aorisss2 soes 715560 o4.33%
m/z--> 50 00 150 200 250 300 350 400 450 500
Abundance #108930: Hexanedioic acid, bis(2-methylpropyl) ester
1290 1ge
57.0
5000
19.00 19.20 19.40 19.60 19.80
m/z 43.10 79.15%
IR
b e e e
m/z--> 100 150 200 250 300 350 400 450 500
Abundance
129.0
185.0
—rv—v—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—
19.00 19.20 19.40 19.60 19.80
5000 m/z 57.10 34.62%
430 g4
e L L L L L UL UL WL LI
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #132688: Adipic acid, butyl 2-hexyl ester
129.0 19.00 19.20 19.40 19.60 19.80
185.0 m/z 41.10 29.11%
5000 /\\/\L—/L
43.0
840\
0"'J”““!"'\"JW“"'P"'I”"I'”'I"”I"'W" BUUNUSUNUUR AR BN R
m/z--> 50 100 150 200 250 300 350 400 450 500 19.00 19.20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025389.D

Aca On : 22 Dec 2016 14:47

Operator : UM/SJ

Sample : H6166-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 20 Butyl citrate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.84 45.39 ng 11578400 Chrysene-di12 21.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl citrate 360 C18H3207 000077-94-1 91
2 Adipic acid. butvl 3-hexvl ester 286 C16H3004 1000353-62-3 64
3 Adipic acid. butvl 3-pentvl ester 272 C15H2804 1000324-60-5 50
4 Adipic acid. 3-hexvl isobutvl ester 286 C16H3004 1000353-62-2 50
5 Adipic acid, isobutyl 2-methylpe... 286 C16H3004 1000353-55-7 50
Abundance Scan 2894 (19.841 min): BG025389.D (-2888) (-) m/z 185.10 100.00%
185.1
129.0
5000
57.1
J 259.1 U NN SUN
19.60 19.80 20.00 20.20
Ok ..L, et L, | 3181 3812 4388 5029 1 7159 00 68.81%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #190469: Butyl citrate
185.0
129.0
5000 IR SUMLN B |--A- T
19.60 19.80 20.00 20. 20
41.0 259.0 m/z 57.10 32.42%
0"J”LEHHJ'HH“"W""'"'P"?G%q'l”"l'”'l'”'l
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
129.0
185.0
19.60 19.80 20.00 20.20
5000 m/z 41.10 25.17%
430 g40
o L L L S L L WL S WL WL B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #120812: Adipic acid, butyl 3-pentyl ester — T T e T
129.0 19.60 19.80 20.00 20.20
185.0 m/z 259.15  23.00%
5000
55.0
T T N NN
m/z--> 50 100 150 200 250 300 350 400 450 500 1960 1980 2000 2020
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG122216\
Data File : BG025389.D

Acq On : 22 Dec 2016 14:47

Operator : UM/SJ

Sample : H6166-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG122116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown8.99 8.99 24 .3 ng 2104250 1 8.21 1731640 20.0
unknown10.89 10.89 44.7 ng 4131070 2 11.04 1849110 20.0
unknownl1l.35 11.35 52.2 ng 4824200 2 11.04 1849110 20.0
1,3-Dimethyl-1-cy... 11.56 24_4 ng 2251410 2 11.04 1849110 20.0
unknownl12 .05 12.05 27.9 ng 2581710 2 11.04 1849110 20.0
unknownl12 .36 12.36 27.9 ng 2577340 2 11.04 1849110 20.0
unknownl2.61 12.61 44_.6 ng 4125910 2 11.04 1849110 20.0
Cyclopropane, 2-(... 12.71 35.9 ng 3317580 2 11.04 1849110 20.0
2 ,4-Hexadiene, 2,... 12.83 44 .6 ng 4126110 2 11.04 1849110 20.0
Citronellal 12.87 32.0 ng 2954890 2 11.04 1849110 20.0
unknown13.33 13.33 32.5 ng 3040920 3 14.84 1872200 20.0
unknownl14 .18 14.18 25.9 ng 2420700 3 14.84 1872200 20.0
Benzene, 1,4-bis(... 14.54 24_.2 ng 2263270 3 14.84 1872200 20.0
unknown15.38 15.38 27.1 ng 2532110 3 14.84 1872200 20.0
unknown15.48 15.48 30.1 ng 2821770 3 14.84 1872200 20.0
3,4-Octadiene, 7-... 15.70 37.2 ng 3479800 3 14.84 1872200 20.0
unknown19.00 19.00 971.0 ng 155071000 4 17.59 3194120 20.0
unknown19.19 19.19 23.1 ng 3696660 4 17.59 3194120 20.0
Hexanedioic acid, ... 19.41 270.9 ng 43266600 4 17.59 3194120 20.0
Butyl citrate 19.84 45.4 ng 11578400 5 21.88 5101540 20.0
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