LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO72716\

Data File : BG023283.D

Aca On : 27 Jul 2016 15:02 Instrument :
Operator - UM/SJ BNA_G
Sample - H4152-02 ClientSampleld :
Misc - GW-12-5.5-15.0
ALS Vial : 21 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-BG072616.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 3.473 104 108 116 rvB2 90201 157466 1.15% 0.193%
2 5.194 395 401 408 rVB 199316 296067 2.16% 0.363%
3 5.670 475 482 490 rBV 2236742 3648803 26.60% 4_.478%
4 7.285 747 757 771 rVB 1609265 2853113 20.80% 3.502%
5 7.456 781 786 790 rBV 87154 163125 1.19% 0.200%
6 7.661 809 821 830 rBY 3511604 6219397 45.33% 7.633%
7 8.137 891 902 908 rBV 730837 1333671 9.72% 1.637%
8 8.460 947 957 965 rBVY 2895216 5176549 37.73% 6.353%
9 8.666 987 992 999 rBV 125624 224259 1.63% 0.275%
10 9.312 1095 1102 1114 rVB 2590968 4761443 34.71% 5.844%

11 9.429 1114 1122 1129 rBvV2 182872 388863 2.83% 0.477%
12 10.974 1378 1385 1392 rVB 1046853 1882688 13.72% 2.311%
13 11.133 1401 1412 1419 rBVS8 56555 156192 1.14% 0.192%
14 13.424 1794 1802 1808 rBV 6368801 10406722 75.86% 12.772%
15 14.246 1936 1942 1948 rBV 259270 378215 2.76% 0.464%

16 14.805 2030 2037 2048 rBV2 1736746 2905508 21.18% 3.566%
17 15.028 2070 2075 2081 rBv2 391109 554418 4.04% 0.680%
18 15.774 2198 2202 2211 rVB3 121305 204258 1.49% 0.251%
19 15.921 2220 2227 2242 rBV2 180285 431756 3.15% 0.530%
20 16.302 2285 2292 2301 rBV 5462813 8418537 61.36% 10.332%

21 17.565 2501 2507 2515 rVB2 2177961 3500076 25.51% 4._.296%
22 17.924 2563 2568 2575 rBV9 106391 215056 1.57% 0.264%
23 18.441 2651 2656 2662 rBV3 292029 446812 3.26% 0.548%
24 18.517 2666 2669 2673 rVB4 141201 196263 1.43% 0.241%
25 18.928 2734 2739 2744 rBV4 192351 275486 2.01% 0.338%

26 19.169 2775 2780 2792 rBV 1463658 2529082 18.44% 3.104%
27 19.310 2799 2804 2808 rBV5 133836 213737 1.56% 0.262%
28 19.710 2868 2872 2879 rBV2 304795 460860 3.36% 0.566%
29 20.180 2946 2952 2958 rBV 9875674 13718866 100.00% 16.838%
30 20.256 2961 2965 2973 rVB 283194 470787 3.43% 0.578%

31 20.514 3005 3009 3011 rBV5 104934 144013 1.05% 0.177%
32 20.802 3054 3058 3064 rvB7 238118 343053 2.50% 0.421%
33 20.914 3073 3077 3083 rBv4 292164 443876 3.24% 0.545%
34 20.990 3086 3090 3101 rVB3 281074 528652 3.85% 0.649%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO72716\

Data File : BG023283.D

Aca On - 27 Jul 2016 15:02

Operator : UM/SJ

a?ggle i H4152-02 GW-12-5.5-15.0
ALS Vial : 21 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-BG072616.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 21.889 3237 3243 3252 rVB2 2210463 3731959 27.20% 4 _580%

36 25.296 3813 3823 3841 rVB2 1254780 3697972 26.96% 4 _539%

Sum of corrected areas: 81477600
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO72716\

Data File : BG023283.D

Aca On = 27 Jul 2016 15:02

Operator : UM/SJ

ﬁ?ggle i H4152-02 GW-12-5.5-15.0
ALS Vial :© 21 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG072616.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG023283.D
1e+07

8000000
6000000
4000000

5.67
2000000
10.97
3.47 5.19 74 8.67 : h113

Time--> 300 3.50 400 450 5.00 5.50 6.00 650 700 750 800 850 900 950 1000 1050 1100 1150 1200 1250

Abundance TIC: BG023283.D
1e+07 20l18

8000000

13.42
6000000 16.30

4000000

2000000 14.80 19.17

e 17.00 1802 18.930.3119.71 2028 53GABI0

(0 I B o o B o o o e B e e e e B e I o L e e

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: BG023283.D
1le+07

8000000

6000000

4000000

2000000 25,30

o T o T o o T T e e e e e e e e

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\BGO072716\

Data File : BG023283.D

Aca On - 27 Jul 2016 15:02

Operator : UM/SJ

a?ggle i H4152-02 GW-12-5.5-15.0
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG072616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown5.19 Concentration Rank 5

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

5.19 4_.44 ng 296067 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
2 Tetraalvme 222 C10H2205 000143-24-8 37
3 Hvdrazine. 1.1-bis(l1-methvlethvl)- 116 C6H16N2 000921-14-2 37
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 25
52,2,3,3,5,8,11-Heptamethyl-4,7,1... 348 C18H4004Si 1000367-07-2 23

Abundance Scan 400 (5.188 min): BG023283.D (-395) (-) m/z 43.00 100.00%
43
5000
T T B 5o oD abo
Obrrth 482, | 147175 207 250 288 329 408 450 S01 m/z 59.05 71.37%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 S RS LN IR L
4.80 5.00 5.20 5.40 5.60
m/z 101.05 21.88%
101
0 ”HI”'“'“"'I"”I""I”"I"”I""I”"I""P"
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
59
480 500 520 540 560
5000 m/z 58.05 16.70%
31
103
0 133 177
m/z--> 55 160 1éo 260 2éo 360 3%0 460 4%0 560
Abundance #8273: Hydrazine, 1,1-bis(1-methylethyl)-
59 4.80 5.00 5.20 5.40 5.60
m/z 41.15 12.30%
5000 101
27
0'L'H‘“'I'"W""P"'I”"I"”I"'W""P"'I'”
m/z--> 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\BGO072716\

Data File : BG023283.D

Aca On - 27 Jul 2016 15:02

Operator : UM/SJ

a?ggle i H4152-02 GW-12-5.5-15.0
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG072616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown7.66 Concentration Rank 1

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

7.66 93.27 ng 6219400 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
2 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 17
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 N-(-3,4-Methylenedioxyphenylisop... 267 C17H17NO2 1000378-96-6 10

Abundance Scan 821 (7.661 min): BG023283.D (-809) (-) m/z 132.05 100.00%
132
68
5000
Pl I 740 760 7.80 800
Ol Ayl .l,l. A 163 202 243270 %41 382 499 84T 'm/z 68.00 56.47%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132
5000 R UL UL IR S
7.40 7.60 7.80 8.00
m/z 133.95 35.29%
og 63 104
o,n.uanhu..,.”. Rl B o L e B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
132
740 760 7.80 800
5000 m/z 66.05 35.27%
69
39 103
oy r - -—— e e
m/z--> 6 55 160 1%0 200 250 300 3éo 400 4%0 560 séo
Abundance #14142: 3-Chloro-6-fluoro-pyrazine L
132 7.40 7.60 7.80 8.00
69 m/z 69.05 22.92%
104
5000
31
Ol“J”w"w"“l'“' BN Y SN SN S BRI B W R UL UL IR S
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO072716\

Data File : BG023283.D

Aca On - 27 Jul 2016 15:02

Operator : UM/SJ

a?ggle i H4152-02 GW-12-5.5-15.0
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG072616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2(3H)-Furanone, 5-ethyldihy... Concentration Rank 7

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

8.67 3.36 ng 224259 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(3H)-Furanone. 5-ethvildihvdro- 114 C6H1002 000695-06-7 86
2 10-Methvlundecan-4-olide 198 C12H2202 1000370-40-5 64
3 2(3H)-Furanone. 5-butvldihvdro- 142 C8H1402 000104-50-7 64
4 2(3H)-Furanone. 5-heptvidihvdro- 184 C11H2002 000104-67-6 64
5 2(3H)-Furanone, dihydro-5-propyl- 128 C7H1202 000105-21-5 50

Abundance Scan 993 (8.672 min): BG023283.D (-987) (-) m/z 85.00 100.00%
86
5000
Y " 840 8.60 880 9.00
o...'.1,‘..l..,1l.1.3..15?..1??...2‘.‘1,...???...,.37.9.4.1?.‘.‘48..‘.‘5?8,..5.3?, m/z 57.05 17.27%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #7260: 2(3H)-Furanone, 5-ethyldihydro-
85
29
5000
8.40 8.60 8.80 9.00
56 m/z 56.05 16.95%
TR
L B B B I B B WAL B B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
85
8.40 8.60 8.80 9.00
5000{ 41 m/z 42.05 13.78%
o 125 165 10
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #19752: 2(3H)-Furanone, 5-butyldihydro-
85 8.40 8.60 8.80 9.00
m/z 55.05 13.24%
5000
29
57
\il i :!'24
e B B B I B B WAL B B IRREE RSN L U
m/z--> 50 100 150 200 250 300 350 400 450 500 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO072716\

Data File : BG023283.D

Aca On - 27 Jul 2016 15:02

Operator : UM/SJ

a?ggle i H4152-02 GW-12-5.5-15.0
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG072616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Hexanoic acid, 2-ethyl- Concentration Rank 4

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

9.43 5.83 ng 388863 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 64
2 Heptanoic acid. 2-ethvl- 158 C9H1802 003274-29-1 45
3 Undecanoic acid. 2-methvl-. meth... 214 C13H2602 055955-69-6 38
4 Octanoic acid. 2-methvl-. methvl... 172 C10H2002 002177-86-8 38
5 Urea, ethyl- 88 C3H8N20 000625-52-5 37

Abundance Scan 1122 (9.429 min): BG023283.D (-1114) (-) m/z 73.05 100.00%
7B
5000
i Lol 9.00 9.20 9.40 9.60 9.80
o L ,1.1.1.3?‘,1‘?1. 207 285 301 a4 437 483510 ' n/z 88.05  68.90%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #20862: Hexanoic acid, 2-ethyl-
73
5000 IR SRR N
41 9.00 9.20 9.40 9.60 9.80
101 m/z 57.00 30.68%
0 '“'h""wﬁ%q NI UL A SN D UL SRR S B
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
88
9.00 9.20 9.40 9.60 9.80
5000 m/z 41.00 24 .16%
41
0 158
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #72718: Undecanoic acid, 2-methyl-, methy! ester e e T
88 9.00 9.20 9.40 9.60 9.80
m/z 55.00 18.38%
5000
43 L 214
s lid s e
mz-> 0 50 100 150 200 250 300 350 400 450 500 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO072716\

Data File : BG023283.D

Aca On - 27 Jul 2016 15:02

Operator : UM/SJ

a?ggle i H4152-02 GW-12-5.5-15.0
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG072616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 1,7-Octadiene, 3-methylene- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.03 3.82 ng 554418 Acenaphthene-d10 14.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.7-Octadiene. 3-methvlene- 122 C9H14 068695-13-6 53
2 Hept-2-vn-1-al 110 C7H100 001846-67-9 49
3 10-Dodecvn-1-ol 182 C12H220 069221-99-4 43
4 1.4-Pentadiene 68 C5H8 000591-93-5 38
5 Cyclododecene 166 C12H22 001501-82-2 25

Abundance Scan 2075 (15.028 min): BG023283.D (-2070) (-) m/z 68.05 100.00%

137

5000

14.80 15.00 15.20 15.40

499 534

430

0 m/z 81.05 88.08%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10030: 1,7-Octadiene, 3-methylene-
68
s000] 4
4 14.80 15.00 15.20 15.40
T m/z 67.05 85.32%
ol p2
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
41 68
9 14.80 15.00 15.20 15.40
5000 m/z 137.05 76.77%
O TR Tt o o e e !
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #47164: 10-Dodecyn-1-ol A RAREREEE S
41 68 14.80 15.00 15.20 15.40
m/z 79.05 75.73%
5000 95
0 ”..f.ttﬂ}?i........ N
miz--> 0 50 100 150 200 250 300 350 400 450 500 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO072716\

Data File : BG023283.D

Aca On - 27 Jul 2016 15:02

Operator : UM/SJ

a?ggle i H4152-02 GW-12-5.5-15.0
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG072616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Tetrahydrofuran-2-one, 5-[1... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.92 2.97 ng 431756 Acenaphthene-d10 14.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetrahvdrofuran-2-one. 5-I1-hvdr... 186 C10H1803 1000131-83-9 78
2 7-Chloro-4-T2-diethvlaminoethvll... 281 C14H20CIN30 1000254-56-0 49
3 3-(Diethvlamino)-1.2-propanediol 147 C7H17NO2 000621-56-7 49
4 Butetamate 263 C16H25N02 014007-64-8 47
5 Aldicarb sulfone 222 C7H14N204S 001646-88-4 45
Abundance Scan 2227 (15.921 min): BG023283.D (-2220) (-) m/z 86.00 100.00%
36
5000 55
15.60 15.80 16.00 16.20
oh 'l,[ A 3139171203 248281 334363394 525 | ns5 55.05  47.63%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #49884: Tetrahydrofuran-2-one, 5-[1-hydroxyhexyl]-
86
5000 SRR SRR SO IR
55 15.60 15.80 16.00 16.20
m/z 85.05 33.88%
0 HL \“ "1]\-5141 186
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
86
15.60 15.80 16.00 16,20
5000 m/z 83.05 27 .70%
58
0 126153181 223 253281
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #22436: 3-(Diethylamino)-1,2-propanediol R R R S Rma
86 15.60 15.80 16.00 16.20
m/z 41.05 17.64%
5000
58
30 116
0 ‘ | 147
mz-> 0 5'0 100 150 200 250 300 350 400 450 500 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO072716\

Data File : BG023283.D

Aca On - 27 Jul 2016 15:02

Operator : UM/SJ

a?ggle i H4152-02 GW-12-5.5-15.0
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG072616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.44 2.55 ng 446812 Phenanthrene-d10 17.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Undecanoic acid 186 C11H2202 000112-37-8 50
3 n-Decanoic acid 172 C10H2002 000334-48-5 30
4 2-Butenoic acid. 2-methoxyv-3-met... 144 C7H1203 056009-32-6 30
5 Oxalic acid, dodecyl propyl ester 300 C17H3204 1000309-26-5 27
Abundance Scan 2656 (18.441 min): BG023283.D (-2651) (-) m/z 73.05 100.00%
a3 P
5000
129
7 2se 820 16,40 1860 15,80
o, 282 318 357 406 446 496 n/z 43.15 80 530
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107548: n-Hexadecanoic acid
43 73
5000 256 LR SULRILN BRI UL U
129 18.20 18.40 18.60 18.80
213 m/z 55.05 71.97%
98 | 157185
o ”k\f .Wwwuqhlﬂq.uu.ﬂ...,”..,.”.,..”,...w.
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
60
"' 1820 18.40 18.60 18.80
5000 m/z 60.05 65.42%
29 85 129
157 186
L S L o L I UL L WL B
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #39473: n-Decanoic acid
60 18.20 18.40 18.60 18.80
m/z 57.05 65.38%
5000 129
29 87
O+ J)wa'Jl}Z%'l“"|'"'l'“'l""l'”'l""l' R UM AU BN SUR
miz--> 0 50 100 150 200 250 300 350 400 450 500 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO072716\

Data File : BG023283.D

Aca On - 27 Jul 2016 15:02

Operator : UM/SJ

a?ggle i H4152-02 GW-12-5.5-15.0
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG072616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Todomatuic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.17 14.45 ng 2529080 Phenanthrene-d10 17.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Todomatuic acid 252 C15H2403 017844-07-4 91
2 1-Cvclohexene-1-carboxvlic acid.... 266 C16H2603 017904-27-7 50
3 2-Benzoxazolamine 134 C7H6N20 004570-41-6 27
4 Cvclopentanecarboxyvlic acid. 3-e... 152 C9H1202 108451-43-0 25
5 3-Hydroxy-4-methylbenzoic acid 152 C8H803 000586-30-1 25
Abundance Scan 2780 (19.169 min): BG023283.D (-2775) (-) m/z 134.00 100.00%
134
57
5000 107
77 206 34 18.80 19.00 19.20 19.40
ol 267 317342 397 432 461 502 n/z 57.05 73 40%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #103934: Todomatuic acid
134
5000 57
107 234 18.80 19.00 19.20 19.40
‘ “ IUZOG‘ m/z 152 .05 56.37%
oL, .““‘,“J“u‘m:‘ﬁ‘}““.‘ AN ‘i".‘.“. -‘.‘- S —
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
134
18.80 19.00 19.20 19.40
s000] 57 107 m/z 107 .05 50.67%
167 234
81 206
S A U L L UL WL S LI W
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #15175: 2-Benzoxazolamine TR T T
134 18.80 19.00 19.20 19.40
m/z 79.05 46 .03%
5000
79
52
L] J [0
ot et e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO72716\
Data File : BG023283.D

Aca On 27 Jul 2016 15:02

Operator : UM/SJ

Sample : H4152-02

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA G\METHODS\8270-BG072616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octadecanoic acid

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
19.71 2.63 ng 460860 Phenanthrene-d10 17.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 70
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Tridecanoic acid 214 C13H2602 000638-53-9 50

Abundance Scan 2872 (19.710 min): BG023283.D (-2868) (-) m/z 73.05 100.00%
5000
284 19,40 19,60 19.80 20.00
o 332 396 427 474 526 77 4308 95 99%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #131262: Octadecanoic acid
73
5000 AU AR SRR
19.40 19.60 19.80 20.00
m/z 60.00 81.69%
0‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
43 783
19.40 19.60 19.80 20.00
5000 129 m/z 57.05 77.29%
199 242
101, | (157
G A B S L S I L S I L W
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #107549: n-Hexadecanoic acid L B o o o o SN
19.40 19.60 19.80 20.00
m/z 55.05 64 .99%
5000
157185 213 256
(o} e o
m/z--> 50 100 150 200 250 300 350 400 450 500 19.'40 19.|60 19.|80 20.'00 !

8270-BG072616-M Thu Jul 28 17:48:27 2016

GW-12-5.5-15.0

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO72716\
Data File : BG023283.D

Aca On 27 Jul 2016 15:02

Operator : UM/SJ

Sample : H4152-02

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG072616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 1-Phenanthrenecarboxylic ac... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.26 2.52 ng 470787 Chrysene-di12 21.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Phenanthrenecarboxvlic acid. 1... 258 C17H2202 057345-30-9 93
2 1-Phenanthrenecarboxvlic acid. 1... 258 C17H2202 004586-72-5 93
3 1-Phenanthrenecarboxvlic acid. 1... 272 C18H2402 003650-04-2 64
4 5_beta.-Podocarpa-8.11.13-trien-... 272 C18H2402 003745-36-6 53
5 [1,1"-Biphenyl]-2,2"-dicarboxyli... 242 C14H1004 000482-05-3 35
Abundance Scan 2966 (20.262 min): BG023283.D (-2961) (-) m/z 197.05 100.00%
197
5000 243
141
69 20.00 20.20 20.40 20.60
oh "-Jm- ' ne .h, el g 11276307 356 416 461492 549 | n777543.05  42.52%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109295: 1-Phenanthrenecarboxylic acid, 1,2,3,4,4a,9,10,10...
197
243
5000 UL TR B SN
141 20.00 20.20 20.40 20.60
m/z 141.05 25 .34%
e |
Oluu“.‘.“dl‘“.”“.‘.“.‘ ‘.H.‘l‘.“h“‘ﬂ-“‘.‘.‘. ””‘ - A B
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
197
243 120,00 20.20 20.40 20.60
5000 141 m/z 117.05 21.84%
41 91
169
O R e e e o s e o o R
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #121257: 1-Phenanthrenecarboxylic acid, 1,2,3,4,4a,9,10,10... e AAEAREaEEE e
197 20.00 20.20 20.40 20.60
m/z 128.05 20.77%
5000
131 257
41
ol ht@ﬂ%un%l,ﬂ.ﬂh,%ég. S e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 20.00 20.20 20.40 20.60
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GW-12-5.5-15.0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO072716\

Data File : BG023283.D

Aca On - 27 Jul 2016 15:02

Operator : UM/SJ

a?ggle i H4152-02 GW-12-5.5-15.0
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG072616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Dimethylmalonic acid, 2-bro... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
20.91 2.38 ng 443876 Chrysene-di12 21.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 DimethvImalonic acid. 2-bromo-4-... 430 C20H28BrF04 1000361-82-6 59
2 Silane. diethvlbutoxv(2-fluoroph... 270 C14H23F02Si 1000363-30-0 9
3 Sebacic acid. butvl 2.4-dimethvl... 356 C21H4004 1000355-42-6 9
4 Decanedioic acid., dibutvl ester 314 C18H3404 000109-43-3 9
5 Triazene, 1-(9,10-dihydro-4-chlo... 341 C18H16CIN302 351068-70-7 9
Abundance Scan 3076 (20.908 min): BG023283.D (-3073) (-) m/z 91.05 100.00%
131 287
5000 185 24
355 401429 20.60 20.80 21.00 21.20
0 ¥ dEcrcll m/z 105.05 80.28%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #222080: Dimethylmalonic acid, 2-bromo-4-fluorophenyl nony...
241
71
5000 AU RS IR
190 20.60 20.80 21.00 21.20
m/z 41.05 59.13%
152
fo) ”m‘\ At \H\ | ..2.8.7....|......4?.2|....|....|.
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
241
185 20.60 20.80 21.00 21.20
5000 m/z 93.05 56.19%
270
139
43 95
O e T e o e B AR I R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #188124: Sebacic acid, butyl 2,4-dimethylpent-3-yl ester A mE RS
185 241 20.60 20.80 21.00 21.20
m/z 131.05 55.65%
5000
57
98 139 214
N S P UV WV N N
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20,60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO072716\

Data File : BG023283.D

Aca On - 27 Jul 2016 15:02

Operator : UM/SJ

a?ggle i H4152-02 GW-12-5.5-15.0
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG072616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown20.99 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.99 2.83 ng 528652 Chrysene-di12 21.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenamine. 3.5-dimethvl- 121 C8H11N 000108-69-0 43
2 Pvridine. 2.3.6-trimethvl- 121 C8H1IN 001462-84-6 43
3 Acetamide. N-cvclopropvl-2-metho... 205 C12H15N02 1000305-01-6 43
4 Pvridine. 2.4.6-trimethvl- 121 C8H1I1N 000108-75-8 43
5 1H-Pyrrole-3-carbonitrile, 2-ami... 255 C15H17N30 1000337-86-9 38
Abundance Scan 3090 (20.990 min): BG023283.D (-3086) (-) m/z 121.05 100.00%
1
5000
257 287 20.60 20.80 21.00 21.20 21.40
0! m/z 91.05 47 .37%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #9611: Benzenamine, 3,5-dimethyl-
121
5000 LRI SURIUS SN
20.60 20.80 21.00 21.20 21.40
77 m/z 93.05 34.70%
39
0 :!'4I'wlLuih\ull\wl‘“lI‘“\I\le L s L
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance
121
20.60 20.80 21.00 21.20 21.40
5000 m/z 105.05 31.90%
79
39
O o I B L S B WL IR
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #65156: Acetamide, N-cyclopropyl-2-methoxy-2-phenyl- A EEEEE L
121 20.60 20.80 21.00 21.20 21.40
m/z 79.05 29.74%
5000
" 173
0 391h | | 146 205
miz--> 0 5'0 1(')0 1&1,0 2(')0 2&'30 3(')0 3&'30 4(')0 4%0 ' 20.|60 20.I80 21.'00 21.'20 21.'40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO72716\

Data File : BG023283.D

Acg On : 27 Jul 2016 15:02

Operator : UM/SJ

a?ggle i H4152-02 GW-12-5.5-15.0
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG072616 .M
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]
unknown5.19 5.19 4.4 ng 296067 1 8.14 1333670 20.0
unknown7 .66 7.66 93.3 ng 6219400 1 8.14 1333670 20.0
2(3H)-Furanone, 5. .. 8.67 3.4 ng 224259 1 8.14 1333670 20.0
Hexanoic acid, 2-... 9.43 5.8 ng 388863 1 8.14 1333670 20.0
1,7-Octadiene, 3-... 15.03 3.8 ng 554418 3 14.80 2905510 20.0
Tetrahydrofuran-2... 15.92 3.0 ng 431756 3 14.80 2905510 20.0
n-Hexadecanoic acid 18.44 2.5 ng 446812 4 17.57 3500080 20.0
Todomatuic acid 19.17 14.4 ng 2529080 4 17.57 3500080 20.0
Octadecanoic acid 19.71 2.6 ng 460860 4 17.57 3500080 20.0
1-Phenanthrenecar... 20.26 2.5 ng 470787 5 21.89 3731960 20.0
Dimethylmalonic a... 20.91 2.4 ng 443876 5 21.89 3731960 20.0
unknown20.99 20.99 2.8 ng 528652 5 21.89 3731960 20.0
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