LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG011217\
Data File : BG025501.D

Aca On : 13 Jan 2017 3:35

Operator : UM/SJ

Sample : 11135-02

Misc :

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-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 5.261 406 412 419 rBV 221364 355607 4.21% 0.982%
2 5.737 486 493 504 rBV 687278 1247827 14.79% 3.446%
3 7.359 763 769 780 rBV 429854 853925 10.12% 2.358%
4 7.729 825 832 846 rBVY 1280622 2435908 28.87% 6.727%
5 8.199 904 912 921 rBV2 271528 477183 5.66% 1.318%
6 8.522 956 967 979 rBVY 1182215 2213858 26.24% 6.114%
7 8.881 1023 1028 1035 rVB3 48399 87472 1.04% 0.242%
8 9.298 1092 1099 1106 rBv3 109010 220660 2.62% 0.609%
9 9.386 1106 1114 1124 rBV 1155484 2169205 25.71% 5.990%
10 9.827 1183 1189 1194 rVB 69223 117457 1.39% 0.324%

11 10.191 1244 1251 1259 rBV7 48839 101039 1.20% 0.279%
12 10.408 1278 1288 1295 rBV2 218422 404159 4._.79% 1.116%
13 11.031 1384 1394 1403 rBV 332454 736730 8.73% 2.035%
14 11.125 1404 1410 1417 rVB3 50647 97972 1.16% 0.271%
15 11.483 1464 1471 1478 rVB3 53896 116434 1.38% 0.322%

16 11.601 1484 1491 1495 rBV2 61687 111297 1.32% 0.307%
17 12.547 1643 1652 1660 rBV3 84230 176172 2.09% 0.487%
18 13.446 1798 1805 1813 rBV 2876059 4479476 53.09% 12.371%
19 14.151 1919 1925 1927 rBV7 52761 96492 1.14% 0.266%
20 14.827 2029 2040 2046 rBV2 597476 1080879 12.81% 2.985%

21 15.849 2208 2214 2221 rBVS8 76124 158466 1.88% 0.438%
22 16.313 2286 2293 2306 rBV 2872893 4666943 55.32% 12.888%
23 16.466 2317 2319 2327 rVB9 47679 90615 1.07% 0.250%
24 17.570 2501 2507 2516 rVB 813523 1278370 15.15% 3.530%
25 18.411 2646 2650 2658 rBV4 126576 205831 2.44% 0.568%

26 19.668 2859 2864 2869 rBV7 71930 117258 1.39% 0.324%
27 20.150 2940 2946 2953 rBV 6090339 8436975 100.00% 23.300%

28 21.860 3231 3237 3245 rBV 1052266 1807382 21.42% 4.991%
29 25.261 3805 3816 3829 rVB2 610470 1869248 22.16% 5.162%

Sum of corrected areas: 36210840
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA G\DATA\BG011217\
Data File : BG025501.D

Aca On - 13 Jan 2017 3:35

Operator : UM/SJ

Sample - 11135-02

Misc :

ALS Vial :© 21 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG122116.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: BG025501.D
6000000

5000000
4000000
3000000

2000000

7.73 8.52 9.39
1000000 -
7.36

8.20 11,03
3528 888 930 983104841 Ty iamnaso 1255

e R L e e L R L S LMt S SRS A St b AR R S

Time--> 3. OO 3.50 4.00 A4. 50 5. OO 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG025501.D
6000000 20115

5000000

4000000

3000000 13.45 16.31

2000000

21.86
1000000 17.57

14.83
14.15 ‘ 15.85 1947 18:(41 19.67

(O L B e B o e e o e e e B e e e e e e L B e LA LA B B o o 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: BG025501.D
6000000

5000000
4000000
3000000
2000000
1000000 25.26

A

T T T T T T T o o e o e 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\BG011217\
Data File : BG025501.D

Aca On : 13 Jan 2017 3:35

Operator : UM/SJ

Sample : 11135-02

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.26 14.90 ng 355607 1,4-Dichlorobenzene-d4 8.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 38
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
3 1.2-Butanediol 90 C4H1002 000584-03-2 23
4 _alpha.-Hvdroxvisobutvric acid. ... 146 C6H1004 1000374-31-3 17
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 412 (5.261 min): BG025501.D (-408) (-) m/z 43.05 100.00%
43.0
5000 K
1o 500 520 540 560
0 ...J.,l'...'.,l....,...1.97,-?.2.49-,3....,.3.25?-.2,..3.9.3,-3?...,??7.-?,... m/z 59.10 64.25%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RN RS LS UL
5.00 5.20 5.40 5.60
m/z 101.10 19.04%
‘ 101.0
O T e
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
59.0
" 500 520 540 560
5000 m/z 58.10 14 .43%
101.0
15.0
L L S I UL L UL I I WAL W
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #2296: 1,2-Butanediol
59.0 5.00 520 5.40 5.60
m/z 41.05 9.91%
5000
0"'MI‘”'%%?9'""I'”'I"'W""I'”'I"'W""I”'
mz-> 0 50 100 150 200 250 300 350 400 450 500 5.00 5.20 5.40 5.60

8270-BG122116.-M Fri Jan 13 14:58:13 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG011217\
Data File : BG025501.D

Aca On : 13 Jan 2017 3:35

Operator : UM/SJ

Sample : 11135-02

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.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 unknown7.73 Concentration Rank 1

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

7.73 102.10 ng 2435910 1,4-Dichlorobenzene-d4 8.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI102 014203-19-1 22
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 14
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 832 (7.729 min): BG025501.D (-825) (-) m/z 132.00 100.00%
13p.0
68.1
5000
e
740 7.60 7.80 8.00
ol Gl i, .|','-. 2070 25282860 3356  S98.7 4421 nz7 68.10  56.52%
m/z--> 50 100 150 200 250 300 350 400
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000 SRR UL SR R
69.0 740 7.60 7.80 8.00
m/z 66.10 42 .66%
Oll!llll||||||||||||||||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400
Abundance
132.0
A RARRERASERRARNERAREY
7.40 7.60 7.80 8.00
5000 m/z 134.00 34 .36%
33.0 97.0
e L L L UL UL B S S|
m/z--> 50 100 150 200 250 300 350 400
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine e
132.0 740 7.60 7.80 8.00
m/z 69.05 24 _58%
97.0
5000
31.0 j\
O'Jﬂfbl“'l""l""l"” LY U A SN R LR UL S LR
m/z--> 50 100 150 200 250 300 350 400 7.40 7.60 7.80 8.00

8270-BG122116.-M Fri
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG011217\
Data File : BG025501.D

Aca On : 13 Jan 2017 3:35

Operator : UM/SJ

Sample : 11135-02

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.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 4 Benzene, 1,4-diethyl- Concentration Rank 7

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

8.88 3.67 ng 87472 1,4-Dichlorobenzene-d4 8.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l1l.4-diethvl- 134 C10H14 000105-05-5 60
2 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 53
3 3-Methvl-2.3-dihvdro-benzofuran 134 C9H100 013524-73-7 49
4 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 49
5 p-Cymene 134 C10H14 000099-87-6 46

Abundance Scan 1028 (8.881 min): BG025501.D (-1023) (-) m/z 105.00 100.00%
105.0
5000
39.0 t
156.5 206.9 2622 3239 3887 504.7 8.60 8.80 9.00 9.20
o,...l“,.lL. LR Y vt Yk SR S m/z 119.10 89.01%
mz-> 0 100 150 200 250 300 350 400 450 500
Abundance #14840: Benzene, 1,4-diethyl-
105.0
5000
8.60 8.80 9.00 9.20
51.0 m/z 134.10 62.61%
0 IJ\IUI‘HH i .‘. R B A IR B o e B e
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
119.0
8.60 8.80 9.00 9.20
5000 m/z 91.00 59.98%
77.0
27.0
L S L L B B B RN SRR SRR SRR
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #15345: 3-Methyl-2,3-dihydro-benzofuran
119.0 8.60 8.80 9.00 9.20
m/z 77.00 30.68%
5000
51.0
OI”“L!AJ'#”" SR D S SR BN SRR BN SN
mz-> 0 50 100 150 200 250 300 350 400 450 500 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG011217\
Data File : BG025501.D

Aca On : 13 Jan 2017 3:35

Operator : UM/SJ

Sample : 11135-02

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.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 p-Cymene Concentration Rank 5

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

9.30 9.25 ng 220660 1,4-Dichlorobenzene-d4 8.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-Cvmene 134 C10H14 000099-87-6 70
2 o-Cvmene 134 C10H14 000527-84-4 64
3 Benzene. 1-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 62
4 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 62
5 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 62

Abundance Scan 1099 (9.298 min): BG025501.D (-1092) (-) m/z 119.10 100.00%
119.1
5000
51.1 9.00 9.20 9.40 9.60
o o0u b, 1942 2398 2836 3242 3658 4317 ns7 117.10  36.79%
m/z--> 50 100 150 200 250 300 350 400
Abundance #14808: p-Cymene
119.0
5000
9.00 9.20 9.40 9.60
m/z 91.10 34.03%
390 77.0 ‘
0 ||“|‘|‘i“:“:“‘:‘u“lmu“‘ |‘|||||||||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400
Abundance
119.0
9.00 9.20 9.40 9.60
5000 m/z 115.10 19.86%
390 77.0
L L W WL L DL L B
m/z--> 50 100 150 200 250 300 350 400
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
119.0 9.00 9.20 9.40 9.60
m/z 134.10 19.66%
5000
0 171,
NN o o B S
m/z--> 50 100 150 200 250 300 350 400 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG011217\
Data File : BG025501.D

Aca On : 13 Jan 2017 3:35

Operator : UM/SJ

Sample : 11135-02

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.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 o0-Cymene Concentration Rank 9

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

9.83 3.19 ng 117457 Naphthalene-d8 11.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 81
2 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 81
3 1.3-Cvclopentadiene. 1.2.3.4-tet... 134 C10H14 076089-59-3 81
4 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 81
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 81

Abundance Scan 1190 (9.832 min): BG025501.D (-1183) (-) m/z 119.10 100.00%
119.1
5000
77. 9.60 9.80 10.00 10.20
o 119062070 2865 A48 SIS0 n777134.10 35.91%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14812: o-Cymene
119.0
5000
9.60 9.80 10.00 10.20
m/z 91.10 15.88%
41.0 ‘
0 ”.Uimh.fﬂ.. R B IR B e e
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
119.0
9.60 9.80 10.00 10.20
5000 m/z 120.10 11.27%
39.0
S O S S B W S S B S I
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14939: 1,3-Cyclopentadiene, 1,2,3,4-tetramethyl-5-methylene-
119.0 9.60 9.80 10.00 10.20
m/z 115.00 10.67%
5000
41.0 \.
0 HMU#*"l"' S B S S B BN L N
mz-> 0 50 100 150 200 250 300 350 400 450 500 9.60 9.80 10.00 10.20
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Library Search

Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG011217\
Data File : BG025501.D

Aca On : 13 Jan 2017 3:35

Operator : UM/SJ

Sample : 11135-02

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.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 Benzene, 2-ethenyl-1,3,5-tr... Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
10.19  2.74ng 101039 Naphthalene-d8 11.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Benzene. 2-ethenvl-1.3.5-trimethvl- 146 C11H14 000769-25-5 60

2 2.2-Dimethvlindene. 2.3-dihvdro- 146 C11H14 020836-11-7 46

3 Benzene.
4 Benzene.

5 1H-Indene,

(1.1-dimethvl-2-propenvl)- 146 C11H14
1-methvl-4-(1-methvl-2-... 146 C11H14
2,3-dihydro-1,6-dimet... 146 C11H14

018321-36-3 43
097664-18-1 43
017059-48-2 38

478.2°179

m/z 131.10 100.00%

9.80 10.00 10.20 10.40 10.60
m/z 91.00 58.19%

500

9.80 10.00 10.20 10.40 10.60

Abundance Scan 1251 (10.191 min): BG025501.D (-1244) (-)
131.1
91.0
5000
39.0
0 194.9 279.9 402.6
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #21643: Benzene, 2-ethenyl-1,3,5-trimethyl-
131.0
5000 91.0
39.0 ‘
m/z--> 0 5 150 200 250 300 350 400 450
Abundance
131.0
5000
91.0
51.0
O+ T e e T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #21641: Benzene, (1,1-dimethyl-2-propenyl)-
131.0
5000 91.0
51.0
of ”LH#L..,” e L e = T

m/z--> O 50

100 150 200 250 300 350 400 450

m/z 115.00 42.67%
500

9.80 10.00 10.20 10.40 10.60

m/z 133.10 41.64%
500

9.80 10.00 10.20 10.40 10.60

m/z 146.10 32.59%
500 9.80 10.00 10.20 10.40 10.60

8270-BG122116.

M Fri Jan 13 14:58:16 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG011217\
Data File : BG025501.D

Aca On : 13 Jan 2017 3:35

Operator : UM/SJ

Sample : 11135-02

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.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 Benzene, (2-methylcycloprop... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.41 10.97 ng 404159 Naphthalene-d8 11.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (2-methvlcvclopropvl)- 132 C10H12 1000327-39-0 83
2 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 70
3 Benzene. (l-methvl-1-propenvl)-.... 132 C10H12 000767-99-7 70
4 Benzene. 2-ethenvl-1.3-dimethvl- 132 C10H12 002039-90-9 70
5 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 55
Abundance Scan 1288 (10.408 min): BG025501.D (-1278) (-) m/z 119.10 100.00%
119.1 7
5000
39.0 77.1 “
10.00 10.20 10.40 10.60 10.80
o hpldd g Nl 10002371 2810 3485 4159 4613 7177 10 g1.34%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #14065: Benzene, (2-methylcyclopropyl)-
117.0
5000
10.00 10.20 10.40 10.60 10.80
m/z 134.10 33.42%
39.0 77.0
L B s i e
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance
117.0
10.00 10.20 10.40 10.60 10.80
5000 m/z 91.10 32.21%
51.0
15.0
O S L L L S UL UL UL
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #14095: Benzene, (1-methyl-1-propenyl)-, (2)-
117.0 10.00 10.20 10.40 10.60 10.80
m/z 115.10 28.30%
5000
51.0
0"'LLll'ﬁ“'”l""P"'I'”'I"'W""I”"I"
miz--> 0 50 100 150 200 250 300 350 400 450 10.00 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG011217\
Data File : BG025501.D

Aca On : 13 Jan 2017 3:35

Operator : UM/SJ

Sample : 11135-02

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.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 Benzene, (1-methyl-1-butenyl)- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
11.13 2.66 ng 97972 Naphthalene-d8 11.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1-methvl-1-butenvl)- 146 C11H14 053172-84-2 91
2 Benzene. (2-methyl-1-butenvl)- 146 C11H14 056253-64-6 83
3 Benzene. (1.2-dimethvl-1-propenvl)- 146 C11H14 000769-57-3 83
4 Benzene. (3-methvl-2-butenvl)- 146 C11H14 004489-84-3 83
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 146 Cl11H14 027087-54-3 83
Abundance Scan 1411 (11.131 min): BG025501.D (-1404) (-) m/z 131.05 100.00%
1311

5000
193.0 249.0 363.5 418.0 489.2 10.80 11.00 11.20 11.40
0 m/z 146.05 33.94%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #21623: Benzene, (1-methyl-1-butenyl)-
131.0
91.0
5000
10.80 11.00 11.20 11.40
51.0 m/z 145.00 29.93%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
131.0
10.80 11.00 11.20 11.40
5000 91.0 m/z 115.05 25.94%
53.0
O o B o o LA e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #21642: Benzene, (1,2-dimethyl-1-propenyl)-
131.0 10.80 11.00 11.20 11.40
m/z 90.95 18.46%
5000 91.0
39.0
0 ”.hyﬁlu#l J,”..,”..,.”.,.”.,.”.,..”,..”,
m/z--> 0 50 100 150 200 250 300 350 400 450 10.80 11.00 11.20 11.40
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Library Search

Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG011217\
Data File : BG025501.D

Aca On : 13 Jan 2017 3:35

Operator : UM/SJ

Sample : 11135-02

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.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 2(1H)-Naphthalenone, 3,4-di... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

1148 3.6 ng 116434  Naphthalene-d8 11.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2(1H)-Naphthalenone. 3.4-dihvdro- 146 C10H100 000530-93-8 72

2 Naphthl1.2-bloxirene. la.2.3.7b-... 146 C10H100 002461-34-9 64
3 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 003877-19-8 49
4 2-Methvlbenzvl cvanide 131 C9HON 022364-68-7 49
5 4-Pyridinecarbonitrile 104 C6H4N2 000100-48-1 43
Abundance Scan 1470 (11.478 min): BG025501.D (-1464) (-) m/z 104.00 100.00%
104.0
5000
146.0
8 11.20 11.40 11.60 11.80
: . 303.7 . : : : :
o 197.9 248.9 385.1 423.3 77 91.10 37 510
m/z--> 50 100 150 200 250 300 350 400
Abundance #21568: 2(1H)-Naphthalenone, 3,4-dihydro-
104.0
146.0
5000
11.20 11.40 11.60 11.80
m/z 146.00 33.67%
39.0
0 III\IiMI\?'\Ip\I‘I‘I‘\II\I\ T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
104.0
11.20 11.40 11.60 11.80
5000 146.0 m/z 115.10 29.37%
39.0
72.0
e L L L U L W L B
m/z--> 50 100 150 200 250 300 350 400
Abundance #21664: Naphthalene, 1,2,3,4-tetrahydro-2-methyl-
104.0 11.20 11.40 11.60 11.80
m/z 131.10 27 .71%
146.0
5000
01.5'.0‘.‘.5::1.?".]..H.“.I..‘ T e
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\BG011217\
Data File : BG025501.D

Aca On : 13 Jan 2017 3:35

Operator : UM/SJ

Sample : 11135-02

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.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 1H-Inden-1-one, 2,3-dihydro... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.60 3.02 ng 111297 Naphthalene-d8 11.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Inden-1-one. 2.3-dihvdro-2-me... 146 C10H100 017496-14-9 86
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001559-81-5 81
3 Benzene. (l-methvl-1-butenvl)- 146 C11H14 053172-84-2 74
4 Benzene. l1-methvl-2-(1-methvl-2-_... 146 C11H14 097664-19-2 70
5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 64
Abundance Scan 1491 (11.601 min): BG025501.D (-1484) (-) m/z 131.05 100.00%
13f.1
5000
91.0
50.0 11.20 11.40 11.60 11.80 12.00
o — .‘.-;u.-h.l.nl,h.l .l, 22 Arlz 360 ST h/77117.00  23.11%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #21579: 1H-Inden-1-one, 2,3-dihydro-2-methyl-
131.0
5000
11.20 11.40 11.60 11.80 12.00
m/z 115.10 22 .73%
39.0 9#‘
OIII“I‘I‘!‘I‘Mlﬁ‘l‘IH‘I“‘I“ |“|||||||||||||||||||||||||||||||||||||||||
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
131.0
11.20 11.40 11.60 11.80 12.00
5000 m/z 91.05 22 .03%
39.0 g9
O L B o W B B B WL B B
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #21623: Benzene, (1-methyl-1-butenyl)-
131.0 11.20 11.40 11.60 11.80 12.00
m/z 146.10 21.96%
5000
51.0 l
Olhkhphluﬁjj'I"”I"'W""P"'I”"I'”'I"”I"'W
mz-> 0 50 100 150 200 250 300 350 400 450 500 11.20 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG011217\
Data File : BG025501.D

Aca On : 13 Jan 2017 3:35

Operator : UM/SJ

Sample : 11135-02

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.55 4.78 ng 176172 Naphthalene-d8 11.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 94
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001680-51-9 94
3 Benzene. (l-ethvl-2-propenvl)- 146 C11H14 019947-22-9 93
4 Benzene. (3-methvl-2-butenvl)- 146 C11H14 004489-84-3 46
5 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 46
Abundance Scan 1653 (12.553 min): BG025501.D (-1643) (-) m/z 131.00 100.00%
131.0
5000
91.1
mll 1717 2332 2035 3560 496.0 12.20 12.40 12.60 12.80
ol bl T | M/Z 118.10  82.54%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #21661: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
5000
390 910 12.20 12.40 12.60 12.80
l m/z 146.10 65.08%
0 .‘.““.‘.‘l‘“‘.m.“‘““‘.‘.‘l“‘.“.‘H‘.“‘l....|....|....|....|....|....|....|.
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
131.0
12.20 12.40 12.60 12.80
5000 m/z 117.10 56.93%
39.0 91.0
L S L L L I UL B WL B
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #21622: Benzene, (1-ethyl-2-propenyl)-
118.0 12.20 12.40 12.60 12.80
m/z 115.10 43.16%
5000
717
=0 ) 1))
0 ”HLjﬁ”LI"“L'"W""P"'I”"I'”'I"”I"'W'
mz-> 0 50 100 150 200 250 300 350 400 450 500 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG011217\
Data File : BG025501.D

Aca On : 13 Jan 2017 3:35

Operator : UM/SJ

Sample : 11135-02

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.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 2.alpha., 4a.beta., 8a.beta... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.85 2.93 ng 158466 Acenaphthene-d10 14.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.alpha.. 4a.beta.. 8a.beta.-Dec... 154 C10H180 001424-37-9 83
2 Naphthalene. 2-butvldecahvdro- 194 C14H26 006305-52-8 35
3 3-Nonvne 124 C9H16 020184-89-8 30
4 5-Methvlene-1.3a.4.5.6.6a-hexahy... 136 C9H120 1000193-00-3 30
5 Phenol, 3-(dimethylamino)- 137 C8H11NO 000099-07-0 25
Abundance Scan 2214 (15.849 min): BG025501.D (-2208) (-) m/z 136.10 100.00%

5000

15.60 15.80 16.00 16.20

0 m/z 67.00 92.71%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #26925: 2.alpha., 4a.beta., 8a.beta.-Decahydro-2-naphthalenol
136.0
5000 LA L L L L L L
95.0 15.60 15.80 16.00 16.20
55.0 m/z 95.10 75.16%
m/z--> 0 5 lOO 150 200 250 300 350 400 450 500
Abundance
137.0
81.0 S
41.0 15.60 15.80 16.00 16.20
5000 m/z 137.10 73.49%
194.0
o) S
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10613: 3-Nonyne
67.0 15.60 15.80 16.00 16.20
m/z 81.05 63.00%
5000
09.0
0 2 ‘ 1
e L B B B S L S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 15. 60 15. 80 16 00 16. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG011217\
Data File : BG025501.D

Aca On : 13 Jan 2017 3:35

Operator : UM/SJ

Sample : 11135-02

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.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 [I-(+)-Ascorbic acid 2,6-dih... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.41 3.22 ng 205831 Phenanthrene-d10 17.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 I-(+)-Ascorbic acid 2.6-dihexade... 652 C38H6308 028474-90-0 80
2 Octadecanoic acid 284 C18H3602 000057-11-4 53
3 .beta.-D-Glucopvranoside. methvl... 334 C17H3406 1000157-24-8 50
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 49
5 n-Decanoic acid 172 C10H2002 000334-48-5 47
Abundance Scan 2650 (18.411 min): BG025501.D (-2646) (-) m/z 43.10 100.00%

5000
256.1 18.00 18.20 18.40 18.60 18.80
320.9 384.3 426.8
(o} m/z 72.95 97 .45%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #242221: I-(+)-Ascorbic acid 2,6-dihexadecanoate
57.0
5000 1290 | LN LI L L L LB LA L
18.00 18.20 18.40 18.60 18.80
1710 213.0 256.0 m/z 57.10 92.54%
o0 |Ugs0huy L L o a0 00
m/z--> 50 100 15 200 250 300 350 400 450
Abundance
73.0
it s B
18.00 18.20 18.40 18.60 18.80
5000 129.0 m/z 55.05 82.16%

1850 241.0 284.0

oAy L

m/z--> 50 100 150 200 250 300 350 400 450

Abundance #172236: .beta.-D- Glucopyran05|de methyl-4-O-decyl- A EEaE b
18.00 18.20 18.40 18.60 18.80

m/z 41.10 70.47%

5000

18. OO 18. 20 18. 40 18. 60 18 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG011217\
Data File : BG025501.D

Acq On : 13 Jan 2017 3:35

Operator : UM/SJ

Sample : 11135-02

Misc :

ALS Vial : 21 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]
2-Pentanone, 4-hy... 5.26 14.9 ng 355607 1 8.20 477183 20.0
unknown7 .73 7.73 102.1 ng 2435910 1 8.20 477183 20.0
Benzene, 1,4-diet... 8.88 3.7 ng 87472 1 8.20 477183 20.0
p-Cymene 9.30 9.3 ng 220660 1 8.20 477183 20.0
o-Cymene 9.83 3.2 ng 117457 2 11.03 736730 20.0
Benzene, 2-etheny... 10.19 2.7 ng 101039 2 11.03 736730 20.0
Benzene, (2-methy... 10.41 11.0 ng 404159 2 11.03 736730 20.0
Benzene, (1-methy... 11.13 2.7 ng 97972 2 11.03 736730 20.0
2(1H)-Naphthaleno... 11.48 3.2 ng 116434 2 11.03 736730 20.0
1H-Inden-1-one, 2... 11.60 3.0 ng 111297 2 11.03 736730 20.0
Naphthalene, 1,2,... 12.55 4.8 ng 176172 2 11.03 736730 20.0
2.alpha., 4a.beta... 15.85 2.9 ng 158466 3 14.83 1080880 20.0
I-(+)-Ascorbic ac... 18.41 3.2 ng 205831 4 17.57 1278370 20.0
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