LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092116\

Data File : BG024062.D

Aca On : 21 Sep 2016 19:37 Instrument :
Operator - UM/SJ BNA_G '
Sample : H4821-13 5X ClientSampleld :
Misc - YORK-SB1-4
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-BG083116.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total

2.928 11 15 25 rvB 583697 822405 50.14% 5.472%
4_.515 282 285 295 rVB4 23147 38326 2.34% 0.255%
394 rBV 65380 106374 6.49% 0.708%
5.613 467 472 482 rBV 94803 168028 10.24% 1.118%
7.017 706 711 713 rBV5 14919 19511 1.19% 0.130%
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7.234 742 748 761 rBv2 128914 268188 16.35% 1.784%
7.593 803 809 815 rBv2 123559 217559 13.26% 1.448%
896 rBv2 371283 658726 40.16% 4 _.383%
8.380 936 943 950 rBv2 121041 227279 13.86% 1.512%
9.238 1083 1089 1100 rBV2 96775 197501 12.04% 1.314%

QO ~NO®
o0}
o
a1
=
o0}
[0}
o
o0}
o0}
\l

11 10.888 1363 1370 1377 rBV 496992 895333 54.58% 5.957%
12 13.338 1777 1787 1793 rBV 256795 419411 25.57% 2.791%
13 13.579 1822 1828 1835 rBV7 21543 38981 2.38% 0.259%
14 14.031 1899 1905 1912 rBV2 246759 376169 22.93% 2.503%
15 14.178 1924 1930 1935 rBV2 77927 128497 7.83% 0.855%

16 14.342 1952 1958 1965 rBV 476195 654520 39.90% 4 _355%

17 14.425 1967 1972 1975 rBV 51317 78508 4._.79% 0.522%
18 14.495 1980 1984 1987 rVvV2 112044 154222 9.40% 1.026%
19 14.519 1987 1988 1994 rVB4 37413 52194 3.18% 0.347%
20 14.642 2004 2009 2012 rBVZ2 37682 52773 3.22% 0.351%

21 14.683 2012 2016 2019 rVV3 93175 140467 8.56% 0.935%
22 14.730 2019 2024 2030 rVvVv 747145 1203050 73.34% 8.004%

23 14.777 2030 2032 2042 rVV9 27022 71615 4._.37% 0.476%
24 14.865 2042 2047 2051 rVB3 32020 46409 2.83% 0.309%
25 14.959 2059 2063 2066 rBv4 35371 56555 3.45% 0.376%

26 14.995 2066 2069 2074 rVB3 81123 111850 6.82% 0.744%
27 15.388 2128 2136 2142 rBV2 170844 247616 15.10% 1.648%

28 15.688 2180 2187 2190 rBV6 27773 45764 2.79% 0.304%
29 15.729 2190 2194 2200 rVB5 59043 88056 5.37% 0.586%
30 15.846 2210 2214 2218 rVB7 14766 21525 1.31% 0.143%
31 16.158 2262 2267 2269 rBV5 23589 34092 2.08% 0.227%
32 16.216 2273 2277 2288 rVB6 78468 178480 10.88% 1.188%
33 16.457 2316 2318 2323 rVB6 20489 24163 1.47% 0.161%
34 16.598 2334 2342 2346 rBV9 14686 39811 2.43% 0.265%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092116\
Data File : BG024062.D

Aca On : 21 Sep 2016 19:37

Operator : UM/SJ

Sample : H4821-13 5X

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:\HPCHEM1\BNA G\METHODS\8270-BG083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 16.839 2378 2383 2388 rVB5 163219 254169 15.50% 1.691%

36 16.945 2398 2401 2406 rVB5 52847 64337 3.92% 0.428%
37 17.004 2406 2411 2414 rVVv7 20512 35080 2.14% 0.233%
38 17.033 2414 2416 2420 rVB4 17816 22521 1.37% 0.150%

39 17.491 2488 2494 2502 rBV2 826015 1291912 78.76% 8.596%
40 18.225 2613 2619 2624 rBV 1209474 1640276 100.00% 10.914%

41 18.308 2631 2633 2639 rBV6 32039 44839 2.73% 0.298%
42 18.366 2639 2643 2647 rBV7 52112 86208 5.26% 0.574%
43 20.099 2934 2938 2945 rBVY 406073 548557 33.44% 3.650%
44 21.497 3173 3176 3188 rVB 272026 399329 24 .35% 2.657%
45 21.803 3222 3228 3238 rVB 892612 1495080 91.15% 9.947%

46 25.157 3793 3799 3811 rVB2 446568 1263467 77.03% 8.406%

Sum of corrected areas: 15029733
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA G\DATA\BG092116\

BG024062.D

21 Sep 2016 19:37

UM/SsJ

H4821-13 5X

12 Sample Multiplier: 1

> Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
= C:\DATABASE\NIST11.L
LSCINT.P

Abundance

1200000
1000000
800000 )
600000
400000

200000

TIC: BG024062.D

8.05

7.23 7.59 8.38

9.24

10.89

Ot
Time-->

3.00 350 4.00 450 5.00 5.50 600 650 7.00 7.50 8.00 850 9.00 950 1000 1050 1100 1150 1200 1250

Abundance

1200000

1000000

800000

600000

400000

200000

TIC: BG024062.D
1823

17.49

14.73
20.10

14.34

13’;58

A
T T T T

2]

21.50

80

O
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

1200000

1000000

800000

600000

400000

200000

Ol

TIC: BG024062.D

25.16

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\BG092116\
Data File : BG024062.D

Aca On : 21 Sep 2016 19:37

Operator : UM/SJ

Sample : H4821-13 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.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 1 Propane, 2,2-dimethoxy- Concentration Rank 2

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

2.93 24 .97 ng 822405 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 50
2 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 33
3 N-EthvIformamide 73 C3H7NO 000627-45-2 9
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 9
5 Methane, isothiocyanato- 73 C2H3NS 000556-61-6 7

Abundance Scan 15 (2.928 min): BG024062.D (-11) (-) m/z 73.05 100.00%

7
5000 43

2.90 3.00 3.10 3.20 3.30

o! i f 122157 207 248 300 342 oA m/z 43.05 49.21%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4788: Propane, 2,2-dimethoxy-

]

so00{ 43
2.90 3.00 3.10 3.20 3.30
m/z 89.05 31.98%
0 HJ“‘\H
R o L o e N LA e e i o i o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
73
[
2.90 3.00 3.10 3.20 3.30
s000l 43 m/z 41.05 8.12%
103
O o AL B e s o R
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #733: N-Ethylformamide
30 78 2.90 3.00 3.10 3.20 3.30
m/z 45.05 7.42%
- /\\
o e e e (PR PR T T TR T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 2.90 3.00 3.10 3.20 3.30
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092116\
Data File : BG024062.D

Aca On : 21 Sep 2016 19:37

Operator : UM/SJ

Sample : H4821-13 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 10

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

5.13 3.23 ng 106374 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
2 Oxirane. [(1-methvlethoxy)methvll- 116 C6H1202 004016-14-2 40
3 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 28
4 3-Octanol 130 C8H180 000589-98-0 28
5 Butanedioic acid, diazo-, dimeth... 172 C6H8N204 055514-36-8 28

Abundance Scan 390 (5.131 min): BG024062.D (-384) (-) m/z 43.05 100.00%

43
5000

101 PP TP T PR
480 500 520 540
221 351
b by 78 L 185 A75 S 245 296 LSI6 A Thn/z 59.05  70.16%
miz—-> 0 50 100 150 200 250 300 350 400
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LI L L L L L LN B |

480 5.00 520 5.40
m/z 101.05 18.76%

15 101
""‘”l“"'"l‘""l"" UL U UL AL I
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
43

4.80 5.00 5.20 5.40

o

5000 m/z 58.05 12.91%
15 73 101
O LA o o o o e I e BN e e s i o i
mz--> 0 50 100 150 200 250 300 350 400
Abundance #8273: Hydrazine, 1,1-bis(1-methylethyl)-
59 4.80 5.00 5.20 5.40

m/z 41.05 10.23%

5000 101

T
m/z--> 0 50 100 150 200 250 300 350 400 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092116\
Data File : BG024062.D

Aca On : 21 Sep 2016 19:37

Operator : UM/SJ

Sample : H4821-13 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.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 unknown7.59 Concentration Rank 5

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

7.59 6.61 ng 217559 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Furancarboxaldehvyde. 5-nitro- 141 C5H3NO4 000698-63-5 35
2 1.3-Cyclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 32
3 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 14
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 12
5 3H-1,2-Dithiol-3-one, 5-methyl- 132 C4H40S2 003620-08-4 12

Abundance Scan 809 (7.593 min): BG024062.D (-803) (-) m/z 132.00 100.00%
132
68
5000
a2 % s e TR0 T TR0 7ho 850
0 2 o e e e || M/Z 68.00  56.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #18830: 2-Furancarboxaldehyde, 5-nitro-

141

| L

5000
7.20 7.40 7.60 7.80 8.00

m/z 66.05 36.87%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
132
7.20 7.40 7.60 7.80 8.00
5000 m/z 133.95 29.20%
69
39
89105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14396: 1,2,4-Trifluorobenzene
132 7.20 7.40 7.60 7.80 8.00
m/z 69.10 21.88%
5000 63 g
31 112
S Y o S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092116\
Data File : BG024062.D

Aca On : 21 Sep 2016 19:37

Operator : UM/SJ

Sample : H4821-13 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.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 Bicyclo[7.2.0]Jundec-4-ene, ... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.03 6.25 ng 376169 Acenaphthene-d10 14.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol7.2.01lundec-4-ene. 4.11.... 204 C15H24 000118-65-0 95
2 Carvophvllene 204 C15H24 000087-44-5 95
3 (H)-2-Carene. 4-_alpha.-isoprope... 176 C13H20 1000151-26-0 87
4 Isocarvophillene 204 C15H24 1000140-07-2 72
5 Aromandendrene 204 C15H24 000489-39-4 62
Abundance Scan 1905 (14.031 min): BG024062.D (-1899) (-) m/z 93.05 100.00%
4 9B
133
5000
ﬂ 161
13.80 14.00 14.20 14.40
obrr b, 231258 334 428 469 535 77 91.05 9> 96
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #64478: Bicyclo[7.2.0]undec-4-ene, 4,11,11-trimethyl-8-met...
4 g9
133
5000
13.80 14.00 14.20 14.40
‘ m/z 41.05 90.05%
0..‘. dH H\‘Hwhw“‘\\‘\llll R maa
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
93 133
41
13.80 14.00 14.20 14.40
5000 m/z 79.05 82.31%
161
189
e S L L S W L I BN I B
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #42610: (+)-2-Carene, 4-.alpha.-isopropenyl-
4 g 133 13.80 14.00 14.20 14.40
m/z 69.05 72.76%
5000
L u 161
O ,‘“.M..,....,J.\.. R e IR i e e e
miz--> 0 50 100 150 200 250 300 350 400 450 500 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092116\
Data File : BG024062.D

Aca On : 21 Sep 2016 19:37

Operator : UM/SJ

Sample : H4821-13 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.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 Dimethyl phthalate Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
14.18 2.14 ng 128497 Acenaphthene-d10 14.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dimethvl phthalate 194 C10H1004 000131-11-3 87
2 4(1H)-Pteridinone. 2-amino- 163 C6H5N50 002236-60-4 78
3 Phthalic acid. 3.5-dimethviphenv... 284 C17H1604 1000315-70-8 72
4 Hexvl methvl phthalate 264 C15H2004 1000373-89-7 64
5 Benzoic acid, 2-(l1-oxopropyl)-, ... 192 C11H1203 032025-37-9 64

Abundance Scan 1930 (14.178 min): BG024062.D (-1924) (-) m/z 163.05 100.00%
163
5000
77
41 119 LA BRI BRI I I
104 13.80 14.00 14.20 14.40
o Sl ?t‘?"'. Lo | %94 28 265 814 o005 30.92%
m/z--> 50 100 150 200 250 300 350
Abundance #55706: Dimethyl phthalate
163
5000
13.80 14.00 14.20 14.40
" m/z 93.05 17.88%
20 0 | o4 1% 194
[ e e s e e e e e e B e e e e N B B S B e e e e e e e
m/z--> 50 100 150 200 250 300 350
Abundance
163
13.80 14.00 14.20 14.40
5000 m/z 119.05 15.88%
122
e L L L WL L L B WL
m/z--> 50 100 150 200 250 300 350
Abundance #131065: Phthalic acid, 3,5-dimethylphenyl methy! ester
163 13.80 14.00 14.20 14.40
m/z 75.95 14 .99%
5000
o.28 50 7 104 135 253
m/z--> 50 100 150 200 250 300 350 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092116\
Data File : BG024062.D

Aca On : 21 Sep 2016 19:37

Operator : UM/SJ

Sample : H4821-13 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.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 1,3,6,10-Dodecatetraene, 3,... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.34 10.88 ng 654520 Acenaphthene-d10 14.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.6.10-Dodecatetraene. 3.7.11-... 204 C15H24 026560-14-5 94
2 .beta.-Pinene 136 C10H16 000127-91-3 53
3 Bicvclol3.1.1Thept-2-ene. 2.6-di... 204 C15H24 017699-05-7 50
4 1.3.7-Octatriene. 3.7-dimethvl- 136 C10H16 000502-99-8 50
5 1,3,6-Heptatriene, 2,5,5-trimethyl- 136 C10H16 029548-02-5 50
Abundance Scan 1958 (14.342 min): BG024062.D (-1952) (-) m/z 93.00 100.00%
98
41
5000
jl “ 133161189 221 294 332365 411 493 543 14.00 14.20 14.40 14.60
Ot m/z 119.05 64 .45%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #64401: 1,3,6,10-Dodecatetraene, 3,7,11-trimethyl-, (Z,E)-
41 93
5000
14.00 14.20 14.40 14.60
P m/z 41.00 54 _.61%
0::: \\HMH\N‘H\ |‘|||||||||||||||||||||||||||||||||||||
miz--> 0 5 100 150 200 250 300 350 400 450 500
Abundance
93
41 14.00 14.20 14.40 14.60
5000 m/z 91.05 48.01%
121
ol 14
miz--> 0 55 160 1%0 200 250 300 3%0 400 4éo 560 '
Abundance #64435: Bicyclo[3.1.1]hept-2-ene, 2,6-dimethyl-6-(4-methyl...
9 14.00 14.20 14.40 14.60
m/z 107.05 44 .07%
s000] 4
0 161 204
0‘
miz--> 0 50 100 150 200 250 300 350 400 450 500 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092116\
Data File : BG024062.D

Aca On : 21 Sep 2016 19:37

Operator : UM/SJ

Sample : H4821-13 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.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 _.beta.-curcumene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.50 2.56 ng 154222 Acenaphthene-d10 14.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-curcumene 204 C15H24 1000374-17-4 62
2 1H-3a.7-Methanoazulene. 2.3.4.7.... 204 C15H24 000469-61-4 60
3 Di-epi-.alpha.-cedrene-(1) 204 C15H24 021996-77-0 55
4 1H-Benzocvcloheptene. 2.4a.5.6.7... 204 C15H24 001461-03-6 49
5 Bicyclo[3.1.1]hept-2-ene, 2,6-di... 204 C15H24 017699-05-7 49
Abundance Scan 1985 (14.501 min): BG024062.D (-1980) (-) m/z 119.05 100.00%
119
91
41
5000 204
268 208 331 406 454 501 14.20 14.40 14.60 14.80
o 230 m/z 121.15 80.47%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #64308: .beta.-curcumene
119
41
5000 %3
69 14.20 14.40 14.60 14.80
m/z 91.00 75.72%
“‘ 161 204
0 ..‘l“l““.“‘l“.““.“‘l““‘.“‘.‘“.“l |\||||L|||||||||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
119
93 14.20 14.40 14.60 14.80
5000{ 41 m/z 93.00 63.62%
69 161 204
e S L L L UL UL L S UL
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #64379: Di-epi-.alpha.-cedrene-(l)
119 14.20 14.40 14.60 14.80
m/z 105.00 58.42%
5000
0‘
m/z--> 50 100 150 200 250 300 350 400 450 500 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092116\
Data File : BG024062.D

Aca On : 21 Sep 2016 19:37

Operator : UM/SJ

Sample : H4821-13 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.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 trans-.alpha.-Bergamotene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.39 4.12 ng 247616 Acenaphthene-d10 14.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-.alpha.-Beraamotene 204 C15H24 013474-59-4 50
2 trans-_beta.-Ocimene 136 C10H16 003779-61-1 38
3 1.3.6-Octatriene. 3.7-dimethvl-.... 136 C10H16 003338-55-4 38
4 _.alpha.-Pinene 136 C10H16 000080-56-8 38
5 3-Methylenecycloheptene 108 C8H12 034564-56-2 30
Abundance Scan 2136 (15.388 min): BG024062.D (-2128) (-) m/z 93.00 100.00%
9B
119
41
5000
69
145 15.00 15.20 15.40 15.60 15.80
401
ol A 3O 198 223 21 295 88 O "m/z 119.05  71.56%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64374: trans-.alpha.-Bergamotene
4 93
119
5000
15.00 15.20 15.40 15.60 15.80
m/z 91.00 68.13%
e
0 e “'|J"'|""|""|""|""|'
m/z--> 50 100 150 200 250 300 350 400
Abundance
93
15.00 15.20 15.40 15.60 15.80
5000 m/z 105.05 66 .23%
41
67 121
0"'I""I""""""""""I""I'
m/z--> 50 100 150 200 250 300 350 400
Abundance #15806: 1,3,6-Octatriene, 3,7-dimethyl-, (2)-
93 15.00 15.20 15.40 15.60 15.80
m/z 79.05 57.10%
5000
“ 121
o JJu 0
m/z--> 100 150 200 250 300 350 400 15.00 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092116\
Data File : BG024062.D

Aca On : 21 Sep 2016 19:37

Operator : UM/SJ

Sample : H4821-13 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.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 Santolina triene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.22 2.76 ng 178480 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Santolina triene 136 C10H16 002153-66-4 64
2 Bicvclol4.1.0Theptane. 7-methvlene- 108 C8H12 054211-14-2 60
3 1.3.6-Heptatriene. 2.5.5-trimethyl- 136 C10H16 029548-02-5 58
4 1.5.9.11-Tridecatetraene. 12-met... 190 C14H22 062338-27-6 58
5 Bicyclo[2.2.1]heptane, 2,2-dimet... 136 C10H16 005794-03-6 52
Abundance Scan 2278 (16.222 min): BG024062.D (-2273) (-) m/z 93.05 100.00%
93
41
5000
T 0 i " 1600 1620 1640 16180
229 295 355 389 424 484 : : : :
0 m/z 79.05 71.58%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #15707: Santolina triene
93
41
121
5000 67 U PR SRR BN B
16.00 16.20 16.40 16.60
m/z 91.00 58.97%
0 ...‘l....|....|....|....|....l....l....l....l....
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
79
" 16.00 16.20 16.40 16.60
5000/ 39 m/z 41.05 52.52%
107
S A U L L W L WL UL B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #15801: 1,3,6-Heptatriene, 2,5,5-trimethy!- RN N SR Eam s
93 16.00 16.20 16.40 16.60
121 m/z 77.05 42 .30%
41
5000
67
0"'Nju”“'u"I”"I"'W""I'”'I""P"'I"”
m/z--> 50 100 150 200 250 300 350 400 450 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092116\
Data File : BG024062.D

Aca On : 21 Sep 2016 19:37

Operator : UM/SJ

Sample : H4821-13 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.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 11 unknownl6.84 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.84 3.93 ng 254169 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Propvlidene-bicvclol4.1.0Theptane 136 C10H16 082253-09-6 42
2 Cvclobutane(1.6)spiro(2.3-diazab... 148 C9H12N2 176172-15-9 38
3 Cvclopentane. 1l-ethenvl-3-methvl... 108 C8H12 029668-63-1 35
4 7-Pentadecen-5-vne. (2)- 206 C15H26 074744-49-3 25
5 1-Methylene-2-vinylcyclopentane 108 C8H12 006196-78-7 25
Abundance Scan 2383 (16.839 min): BG024062.D (-2378) (-) m/z 41.05 100.00%
4
5000
247 290320 375 516 16.60 16.80 17.00 17.20
ol 32 SIS Tn/Zz 85.05  97.37%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #15798: 7-Propylidene-bicyclo[4.1.0]heptane
79
121
5000
a 16.60 16.80 17.00 17.20
m/z 79.05 87.72%
0 .Juul}.. B L R W e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
91
39 "' 16.60 16.80 17.00 17.20
5000 120 m/z 93.05 79.24%
147
G S L B WL S B WL L I L B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #5506: Cyclopentane, 1-ethenyl-3-methylene- AN A B L
70 16.60 16.80 17.00 17.20
m/z 90.95 76.92%
5000, 3°
ﬂ 108
o4 pL Ll - L A il Shd il
m/z--> 55 160 1%0 260 2éo 360 3éo 460 4éo 560 ' 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092116\
Data File : BG024062.D

Aca On : 21 Sep 2016 19:37

Operator : UM/SJ

Sample : H4821-13 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.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 unknownl18.23 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.23 25.39 ng 1640280 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanethioic acid. 3-oxo-. S-(1-... 160 C7H1202S 015780-62-8 35
2 2.6-Dimethvl-8-(tetrahvdropvran-... 254 C15H2603 038290-53-8 27
3 Pentane. 3-(bromomethvl)- 164 C6H13Br 003814-34-4 25
4 2(3H)-Furanone. 5-butvyldihvdro- 142 C8H1402 000104-50-7 22
5 2H-Pyran, 2-(8-dodecynyloxy)tetr... 266 C17H3002 064604-68-8 22

Abundance Scan 2620 (18.231 min): BG024062.D (-2613) (-) m/z 43.05 100.00%

4/ 85

5000
121 160
| 189 23 ' 18.00 18.20 18.40 18.60
o Ijll: 269 314338 402 428 468 m/z 85.05 38_77%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #31068: Butanethioic acid, 3-oxo-, S-(1-methylethyl) ester
43 85
5000 LA L L L L L L LB
160 18.00 18.20 18.40 18.60
m/z 91.05 36.99%
132
ot e b
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
85
18.00 18.20 18.40 18.60
5000 43 m/z 41.05 32.11%
o 109135 170104 236
L T B L A B B e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #33934: Pentane, 3-(bromomethy!)- T T T
4, 85 18.00 18.20 18.40 18.60
m/z 93.05 30.04%
5000
NEE] Jl J 1091%5 164
B B B s B .
m/z--> 0 50 100 150 200 250 300 350 400 450 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092116\
Data File : BG024062.D

Aca On : 21 Sep 2016 19:37

Operator : UM/SJ

Sample : H4821-13 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.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 Benzoic acid, 2-(4-nitrophe... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.50 5.34 ng 399329 Chrysene-di12 21.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 2-(4-nitrophenoxv)... 287 C15H13N0O5 1000368-92-7 59
2 1.3-Dioxolane. 2-(methoxvmethvl)... 194 C11H1403 1000156-71-2 50
3 Diethvlene alvcol dibenzoate 314 C18H1805 000120-55-8 47
4 Quinazolin-4(3H)-one. 2-(1-methv... 324 C18H16N202S 298686-75-6 38
5 Benzenepropanenitrile, _beta.-oxo- 145 C9H7NO 000614-16-4 38
Abundance Scan 3176 (21.497 min): BG024062.D (-3173) (-) m/z 105.05 100.00%

105
149
77
5000
_'_'—I_'_'_'_'—I_'_'_'_'—r'_'_'_'—l_'_'_'_'—l

21.20 21.40 21.60 21.80
4
Ot 193224 261 300 352 395 430450 497 539 | 175149 05 66.51%

T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #133475: Benzoic acid, 2-(4-nitrophenoxy)ethy! ester
105 149
77
_I_V—rl_v_l_l—rl_l_v_l—rl_l_v_l—l_"l_l_"l

5000
21.20 21.40 21.60 21.80
m/z 77.05 56.84%

51

N - . —
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
149
105 IIIIIIIIIIIIIIIIIIIIIII
21.20 21.40 21.60 21.80
5000 m/z 51.05 10.74%
77
45
oA e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #156211: Diethylene glycol dibenzoate
105 149 21.20 21.40 21.60 21.80
m/z 106.00 7.63%
5000 "
51
o | L .| ,179207 238 283314
m/z--> 50 100 150 200 250 300 350 400 450 500 21. 20 21.40 21.60 21.80

8270-BG083116.-M Thu Sep 22 18:55:42 2016 Page: 15



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG092116\
Data File : BG024062.D

Acq On : 21 Sep 2016 19:37

Operator : UM/SJ

Sample - H4821-13 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG083116.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]
Propane, 2,2-dime... 2.93 25.0 ng 822405 1 8.05 658726 20.0
2-Pentanone, 4-hy... 5.13 3.2 ng 106374 1 8.05 658726 20.0
unknown7 .59 7.59 6.6 ng 217559 1 8.05 658726 20.0
Bicyclo[7.2.0]Jund... 14.03 6.3 ng 376169 3 14.73 1203050 20.0
Dimethyl phthalate 14.18 2.1 ng 128497 3 14.73 1203050 20.0
1,3,6,10-Dodecate... 14.34 10.9 ng 654520 3 14.73 1203050 20.0
-beta.-curcumene 14_.50 2.6 ng 154222 3 14.73 1203050 20.0
trans-_.alpha.-Ber... 15.39 4.1 ng 247616 3 14.73 1203050 20.0
Santolina triene 16.22 2.8 ng 178480 4 17.49 1291910 20.0
unknownl16 .84 16.84 3.9 ng 254169 4 17.49 1291910 20.0
unknownl18.23 18.23 25.4 ng 1640280 4 17.49 1291910 20.0
Benzoic acid, 2-(... 21.50 5.3 ng 399329 5 21.80 1495080 20.0
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