LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061215\
Data File : BG017670.D

Acq On : 13 Jun 2015 11:52

Operator : TP/1Z

Sample : G2627-12

Misc :

ALS Vial : 31 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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-BG061215_.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 height area % max. total
1 5.115 407 413 424 rVB 211420 325180 10.67% 2.853%
2 6.731 682 688 698 rBV 146978 234617 7.70% 2.058%
3 7.066 737 745 752 rBVY 418694 635486 20.85% 5.575%
4 7.524 817 823 828 rBvY 95415 143635 4.71% 1.260%
5 7.841 870 877 882 rBY 363314 561000 18.40% 4.922%
6 7.894 882 886 894 rvB2 47659 77068 2.53% 0.676%
7 8.693 1015 1022 1030 rVB 296892 482040 15.81% 4.229%
8 8.963 1063 1068 1072 rBV3 23223 37125 1.22% 0.326%
9 9.527 1159 1164 1169 rBV2 48297 81895 2.69% 0.718%
10 9.721 1188 1197 1204 rBV3 41988 80525 2.64% 0.706%
11 9.845 1209 1218 1228 rVB4 37494 82441 2.70% 0.723%

12 10.321 1293 1299 1302 rBV 105567 171272 5.62% 1.503%
13 10.368 1302 1307 1315 rVB 190077 312589 10.26% 2.742%

14 11.425 1482 1487 1493 rBv4 18658 32853 1.08% 0.288%
15 11.889 1561 1566 1575 rVB4 16272 31604 1.04% 0.277%
16 12.218 1615 1622 1627 rVB5 19517 37679 1.24% 0.331%
17 12.818 1718 1724 1730 rBV 877697 1210628 39.72% 10.621%
18 13.529 1838 1845 1849 rBV5 18898 40800 1.34% 0.358%

19 14.204 1955 1960 1966 rBV2 197995 288393 9.46% 2.530%
20 14.269 1966 1971 1979 rVB 122954 179564 5.89% 1.575%

21 15.262 2136 2140 2146 rBv4 20191 32190 1.06% 0.282%
22 15.708 2208 2216 2224 rBV 968184 1345987 44.16% 11.809%
23 15.861 2239 2242 2246 rBV3 28304 33863 1.11% 0.297%
24 15.938 2251 2255 2262 rVB9 27532 55282 1.81% 0.485%
25 16.960 2423 2429 2434 rBV2 317575 429044 14.08% 3.764%
26 17.871 2580 2584 2588 rVVv7 30271 48974 1.61% 0.430%
27 17.947 2592 2597 2603 rVvv4 46191 72537 2.38% 0.636%
28 18.793 2736 2741 2746 rVB4 25319 37716 1.24% 0.331%
29 19.604 2873 2879 2889 rBV 2471601 3048136 100.00% 26.742%
30 19.815 2912 2915 2920 rVB5 28737 30890 1.01% 0.271%
31 20.973 3110 3112 3117 rVB6 22469 32283 1.06% 0.283%

32 21.161 3139 3144 3151 rVB 505377 609179 19.99% 5.344%
33 23.358 3511 3518 3528 rVB2 309222 575965 18.90% 5.053%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061215\
Data File : BG017670.D

Acq On : 13 Jun 2015 11:52

Operator : TP/1Z

Sample : G2627-12

Misc :

ALS Vial : 31 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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

Method
Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG061215.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 11398440
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_G\DATA\BG061215\

BG017670.D

13 Jun 2015 11:52

TP/1Z

62627-12

31 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG061215.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000
2000000
1500000

1000000

500000

TIC: BG017670.D

7.07
7.84 8.69

5.11 0,37
6.73
9.59.9234 110,;@% 11.43

7.52 3 g9 8.96

Oy

Time-->

3.00

10.00 10.50 11.00

4.00 4.50

500 550 6.00 650 7.00 7.50

8.00 850 9.00 9.50

3.50

Abundance
2500000

2000000

1500000

1000000

500000

11.8912.22

TIC: BG017670.D

19.60

15.71
12.82

16.96

LI.QBZ

15.26 58684 18.79

14,
13.53 %%h 11895

0

Time-->

12.00 12,50 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

2500000
2000000
1500000

1000000

500000

TIC: BG017670.D

21.16
23.36

20.9

0
Time-->

21.00 2150 22.00 2250 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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061215\
Data File : BG017670.D

Acq On : 13 Jun 2015 11:52

Operator : TP/1Z

Sample : G2627-12

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG061215_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 1 unknown7.07 Concentration Rank 1

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

7.07 88.49 ng 635486 1,4-Dichlorobenzene-d4 7.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 14
2 3H-1,2-Dithiol-3-one, 5-methyl- 132 C4H40S2 003620-08-4 14
3 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 14
4 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 14
5 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 12

Abundance Scan 746 (7.072 min): BG017670.D (-737) (-) m/z 132.00 100.00%
132
5000 68
a0 | % 680 7.00 7.20 7.40
o! S 20 SSS 82 Tm/z 68.10 48.97%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14012: 1H-Benzimidazole, 2-methyl-
132
5000 RN U AL R IR
6.80 7.00 7.20 7.40
m/z 66.00 44 .79%
63 o2
27\\‘ | “i i 4
S A L I L I B B S LA B
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
132
6.80 7.00 7.20 7.40
5000 67 m/z 134.00 32.39%
103
S S L I L I B B S LA B
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine S R Ema e
132 6.80 7.00 7.20 7.40
m/z 69.10 30.73%
97
5000
31 10
OI'A'wa“I""P"'I'”'I"'W""I”"I'”'I"'W"" RN U AL R IR
miz--> 0 50 100 150 200 250 300 350 400 450 500 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061215\
Data File : BG017670.D

Acq On : 13 Jun 2015 11:52

Operator : TP/1Z

Sample : G2627-12

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG061215_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 3 Indane Concentration Rank 3

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

7.89 10.73 ng 77068 1,4-Dichlorobenzene-d4 7.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 64
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 52
3 2,4-Dicyanopyrrole 117 C6H3N3 074023-87-3 49
4 Deltacyclene 118 C9H10 007785-10-6 49
5 Tetracyclo[3.3.1.0(2,8).0(4,6)]----. 118 C9H10 1000191-13-7 49

Abundance Scan 885 (7.888 min): BG017670.D (-882) (-) m/z 117.00 100.00%
117
5000 /\/\
63 ' '7' b 750 800 850
o,...x.,h:'.-..l,-. e e S8 a7 118,00 42.69%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8676: Indane
117
5000 LR UL LR L UL
7.60 7.80 8.00 8.20
m/z 115.00 26.83%
0 I
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
117
' '7' T h e b
5000 m/z 91.00 22.42%
o2 65
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8319: 2,4-Dicyanopyrrole
117 7.60 7.80 8.00 8.20

m/z 63.00 10.27%

5000
63
OI”"IL'il'”'I"” LS AR SRS B SN SIS SN

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20

8270-BG061215.M Mon Jun 15 18:15:45 2015 S Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061215\
Data File : BG017670.D

Acq On : 13 Jun 2015 11:52

Operator : TP/1Z

Sample : G2627-12

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG061215_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 4 Phenol, 2,6-dimethyl- Concentration Rank 7

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

8.96 4.34 ng 37125 Naphthalene-d8 10.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 2,6-dimethyl- 122 C8H100 000576-26-1 91
2 Phenol, 2,3-dimethyl- 122 C8H100 000526-75-0 87
3 Benzenemethanol, 4-methyl- 122 C8H100 000589-18-4 86
4 Phenol, 3,5-dimethyl- 122 C8H100 000108-68-9 83
5 Phenol, 2,5-dimethyl- 122 C8H100 000095-87-4 72

Abundance Scan 1067 (8.958 min): BG017670.D (-1063) (-) m/z 107.00 100.00%
107
5000 g9 77
29 515341 448 8.60 8.80 9.00 9.20

”,....,.”.,l.!ﬂ,h.!,....“...h.h. m/z 122.00 82.30%

01
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #9618: Phenol, 2,6-dimethyl-
107
5000

77 8.60 8.80 9.00 9.20
m/z 77.10 44 _87%

51
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
122
8.60 8.80 9.00 9.20
5000 m/z 39.10 39.46%
39 77
O+~ T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #9650: Benzenemethanol, 4-methyl-
107 8.60 8.80 9.00 9.20
29 m/z 121.00 34.95%
5000
51
27
04
m/iz--> 0 50 100 150 200 250 300 350 400 450 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061215\
Data File : BG017670.D

Acq On : 13 Jun 2015 11:52

Operator : TP/1Z

Sample : G2627-12

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG061215_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 5 Benzene, l-ethenyl-3-ethyl- Concentration Rank 5

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

9.72 9.40 ng 80525 Naphthalene-d8 10.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 89
2 Benzene, 1-butenyl-, (E)- 132 C10H12 001005-64-7 76
3 3-Phenylbut-1-ene 132 C10H12 000934-10-1 76
4 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 68
5 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 64

Abundance Scan 1197 (9.721 min): BG017670.D (-1188) (-) m/z 117.00 100.00%
147
5000
91 NIV A" I W
51 9.40 9.60 9.80 10.00
407 454
o e A e S0 Tw/z 115.00 44.49%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13586: Benzene, 1-ethenyl-3-ethyl-
117
5000
9.40 9.60 9.80 10.00
91 m/z 132.00 30.91%
51
OI}§'uLMMHN'“LI'"'I”"I"”I""I”"I"”I""I”
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
117
9.40 9.60 9.80 10.00
5000 m/z 91.00 23.14%
91
51
15
e U B L UL S B S WL B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13568: 3-Phenylbut-1-ene
117 9.40 9.60 9.80 10.00
m/z 119.00 21.46%
5000
91
39
65
Ol“hkﬁmxjﬂ“*'|”"|“"|“"|”"|“"|“"|”"|“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061215\
Data File : BG017670.D

Acq On : 13 Jun 2015 11:52

Operator : TP/1Z

Sample : G2627-12

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG061215_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 6 Phenol, 3,5-dimethyl- Concentration Rank 4

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

9.84 9.63 ng 82441 Naphthalene-d8 10.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 3,5-dimethyl- 122 C8H100 000108-68-9 90
2 Phenol, 2,6-dimethyl- 122 C8H100 000576-26-1 87
3 Phenol, 2,3-dimethyl- 122 C8H100 000526-75-0 87
4 Phenol, 2-ethyl- 122 C8H100 000090-00-6 80
5 Phenol, 2,4-dimethyl- 122 C8H100 000105-67-9 80

Abundance Scan 1217 (9.839 min): BG017670.D (-1209) (-) m/z 107.00 100.00%
107
5000 77
53 20 173 222 g1 445 9.60 9.80 10.00 10.20
m/z--> 50 100 150 200 250 300 350 400
Abundance #9628: Phenol, 3,5-dimethyl-
122
5000
9.60 9.80 10.00 10.20
77 m/z 77.00 43.05%
39
0 }Q“MW”'Mﬁlh L DALY SN SARLELELN UURLELEL SURLELEL S
m/z--> 50 100 150 200 250 300 350 400
Abundance
122
9.60 9.80 10.00 10.20
5000 m/z 79.00 37.58%
77
39
99
e R L LA W LA L UL BN SIS
m/z--> 50 100 150 200 250 300 350 400
Abundance #9617: Phenol, 2,3-dimethyl-
107 9.60 9.80 10.00 10.20
m/z 121.00 34.90%
5000
77
51
0 '??Lﬁﬂ'ulw""l""l'"'I""I""I""I""I
m/z--> 50 100 150 200 250 300 350 400 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061215\
Data File : BG017670.D

Acq On : 13 Jun 2015 11:52

Operator : TP/1Z

Sample : G2627-12

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG061215_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 7 unknownll.43 Concentration Rank 8

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

11.43 3.84 ng 32853 Naphthalene-d8 10.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 45
2 Benzaldehyde, 4-methoxy- 136 C8H802 000123-11-5 38
3 1,3-Cyclopentadiene, 5-(trans-2-... 146 C11H14 079209-36-2 30
4 4-Methoxymethyl-4-phenyl-1-butene 176 C12H160 1000215-93-6 27
5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 25
Abundance Scan 1488 (11.431 min): BG017670.D (-1482) (-) m/z 131.00 100.00%

131
5000 77
207
50
10 | 281 334 382 480 11.20 11.40 11.60 11.80
0 4 A "m/z 135.00 88.20%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #20738: Benzene, 2-ethenyl-1,3,5-trimethyl-
131
5000 91

11.20 11.40 11.60 11.80
m/z 136.00 61.25%

39
s ]
= bﬁﬂﬁw.vﬂhh‘ .h. T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
135
77 11.20 11.40 11.60 11.80
5000 m/z 146.00 49.20%
39
107
o—thp A A
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #20783: 1,3-Cyclopentadiene, 5-(trans-2-ethyl-3-methylcycl...
131 11.20 11.40 11.60 11.80
a m/z 115.10 42.52%
5000
39 63 l
0...Jﬁﬂ..ﬂ.w.,..”,...w....“...,”..,.”.,..”
m/z--> 0 50 100 150 200 250 300 350 400 450 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061215\
Data File : BG017670.D

Acq On : 13 Jun 2015 11:52

Operator : TP/1Z

Sample : G2627-12

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG061215_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 8 unknownll.89 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.89 3.69 ng 31604 Naphthalene-d8 10.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, l-ethynyl-4-nitro- 147 C8H5NO2 000937-31-5 46
2 1H-Inden-1-o0l, 2,3-dihydro-3,3-d... 162 C11H140 038393-92-9 43
3 Benzeneacetonitrile, 4-methoxy- 147 C9HONO 000104-47-2 43
4 Benzene, 1,2-bis(l1-methylethyl)- 162 C12H18 000577-55-9 43
5 Ethanone, 1-(2,4,6-trimethylphen... 162 C11H140 001667-01-2 43
Abundance Scan 1566 (11.889 min): BG017670.D (-1561) (-) m/z 147.00 100.00%
147
5000
5 77 111
208 251275 301 356 402 427 11.60 11.80 12.00 12.20
0 E S N RS m/z 147.90 37.98%
m/z-> 0 50 100 150 200 250 300 350 400
Abundance #21528: Benzene, 1-ethynyl-4-nitro-
147
101
5000 75
11.60 11.80 12.00 12.20
o1 m/z 110.95 21.91%
0 '??'I""I""I""I""I U DAL UL S
m/z-> 0 50 100 150 200 250 300 350 400
Abundance
147
11.60 11.80 12.00 12.20
5000 m/z 148.90 17.88%
o7 51 77 115
L S e L L A L UL BN
m/z-> 0 50 100 150 200 250 300 350 400
Abundance #21601: Benzeneacetonitrile, 4-methoxy-
147 11.60 11.80 12.00 12.20
m/z 76.90 17.67%
5000
77
51 J 116
0 '?Z*!A”k“fuh'”l"" [rrr T Tt
m/z-> 0 50 100 150 200 250 300 350 400 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061215\
Data File : BG017670.D

Acq On : 13 Jun 2015 11:52

Operator : TP/1Z

Sample : G2627-12

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG061215_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 9 1H-Indene, 1-ethylidene- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.22 4.40 ng 37679 Naphthalene-d8 10.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene, 1-ethylidene- 142 C11H10 002471-83-2 72
2 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 64
3 Benzocycloheptatriene 142 C11H10 000264-09-5 64
4 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 47
5 3,5-Difluorobenzaldehyde 142 C7H4F20 032085-88-4 47

Abundance Scan 1622 (12.218 min): BG017670.D (-1615) (-) m/z 142.00 100.00%
142
115
5000
87
3 63 182 207 236 262281 337 369 401 12.00 12.20 12.40 12.60
o m/z 141.10 89.28%
m/z--> 50 100 150 200 250 300 350 400
Abundance #18503: 1H-Indene, 1-ethylidene-
141
5000 115
12.00 12.20 12.40 12.60
m/z 114 .95 58.68%
39 63 89
0:|Lﬁ“:“”l‘”:“:||“||M||||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400
Abundance
142
12.00 12.20 12.40 12.60
5000 m/z 86.80 27 .43%
115
39 63 89
L L L L WL (L L UL
m/z--> 50 100 150 200 250 300 350 400
Abundance #18494: Benzocycloheptatriene
141 12.00 12.20 12.40 12.60
115 m/z 88.70 16.52%
5000
63 g
0...|.M.“‘HJ#|‘.‘..‘|....|....|....|....|....|.
m/z--> 50 100 150 200 250 300 350 400 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061215\
Data File : BG017670.D

Acq On : 13 Jun 2015 11:52

Operator : TP/1Z

Sample : G2627-12

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG061215_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 10 Naphthalene, 1,6-dimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.53 2.83 ng 40800 Acenaphthene-d10 14.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 81
2 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 46
3 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 46
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 46
5 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 43
Abundance Scan 1845 (13.529 min): BG017670.D (-1838) (-) m/z 156.00 100.00%
186
5000 63 115
3 89 273 341 448 13.20 13.40 13.60 13.80
o e e b | m/z 141.00  99.07%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #27196: Naphthalene, 1,6-dimethyl-
156
5000
13.20 13.40 13.60 13.80
m/z 62.90 44 _36%
115
0 '??'lﬁ?"ljwkwﬂ""l""l""l""l""l""l
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
156
13.20 13.40 13.60 13.80
5000 m/z 115.00 44 _32%
27 51 77 115
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #27175: Naphthalene, 2,7-dimethyl-
156 13.20 13.40 13.60 13.80
m/z 154 .80 41_16%
5000
77
115
0'??ﬁ{hh'lmﬂhﬁ"”l"'w""l”"l"”l""w
m/z--> 50 100 150 200 250 300 350 400 450 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061215\
Data File : BG017670.D

Acq On : 13 Jun 2015 11:52

Operator : TP/1Z

Sample : G2627-12

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG061215_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 11 Fluorene-9-methanol Concentration Rank 14

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

15.26 2.23 ng 32190 Acenaphthene-d10 14.20

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Fluorene-9-methanol 196 C14H120 024324-17-2 64
2 N-_alpha.-Fmoc-L-i1soleucine 353 C21H23N04 071989-23-6 59
3 5-Fluoro-3-methyl-1-benzothiophene 166 COH7FS 1000298-17-0 58
4 Benzaldehyde, 2,4-dihydroxy-3,6-... 166 C9H1003 034883-14-2 53
5 Benzene, 1,1"-(diazomethylene)bis- 194 C13H10N2 000883-40-9 53

Abundance Scan 2140 (15.262 min): BG017670.D (-2136) (-)
165
5000
43 8 12 207 239267
04

m/z--> 0 50 100 150 200 250 300 350 400 450 500

534

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #53569: Fluorene-9-methanol
165
5000
196
6? 115
O T T e T T T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
165
5000 101
196
2957
137 353
O e e

Abundance #33917: 5-Fluoro-3-methyl-1-benzothiophene
165
5000
45 133
TN e o N —
m/z--> 0 50 100 150 200 250 300 350 400 450 500

m/z 165.00 100.00%

15.00 15.20 15.40 15.60

m/z 166.00 75.43%

15.00 15.20 15.40 15.60

m/z 162.90 25 .54%

15.00 15.20 15.40 15.60

m/z 164.10 19.09%

15.00 15.20 15.40 15.60

m/z 88.90 15.64%

15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061215\
Data File : BG017670.D

Acq On : 13 Jun 2015 11:52

Operator : TP/1Z

Sample : G2627-12

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG061215_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 12 unknownl5.94 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.94 2.58 ng 55282 Phenanthrene-d10 16.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3,4-Oxadiazol-2-amine, 5-phenyl- 161 C8H7N30 001612-76-6 42
2 3-Methyl-7,8-dihydroquinolin-5(6... 161 C10H11NO 060247-70-3 38
3 4(3H)-Quinolinone, 3-hydroxy- 161 C9H7NO2 055759-82-5 35
4 3-Phenyl-._delta.-1,2,4-triazolin... 161 C8H7N30 000939-07-1 30
5 5-Chloro-2-thiophenecarbaldehyde... 161 C5H4CINOS 014345-95-0 27

Abundance Scan 2255 (15.938 min): BG017670.D (-2251) (-) m/z 161.00 100.00%

133 161

5000

207 o471 281304

15.60 15.80 16.00 16.20

0 m/z 132.95 90.28%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #30232: 1,3,4-Oxadiazol-2-amine, 5-phenyl-
161
118
7
5000
51 15.60 15.80 16.00 16.20
m/z 118.00 75.91%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
133 161
15.60 15.80 16.00 16.20
5000 m/z 132.00 72.85%
105
51 77
O N L o o o NS e e e o o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #30288: 4(3H)-Quinolinone, 3-hydroxy-
133 15.60 15.80 16.00 16.20

m/z 91.05 70.02%
77 104 161

50007 51

MM -

m/z--> 50 100 150 200 250 300 350 400 450 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061215\
Data File : BG017670.D

Acq On : 13 Jun 2015 11:52

Operator : TP/1Z

Sample : G2627-12

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG061215_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 13 unknownl7.87 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.87 2.28 ng 48974 Phenanthrene-d10 16.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Piperidine, 1-(1-oxo-3-phenyl-2-... 213 C14H15NO 014143-92-1 30
2 Lumiflavine 256 C13H12N402 001088-56-8 27
3 Phenol, 2-(2,3-dihydro-7-trifluo... 256 C12H11F3N20 240417-93-0 11
4 p-(4-Ethylcyclohexyl)benzonitrile 213 C15H19N 073592-81-1 10
5 2-Oxabicyclo[4.2.0]oct-4-en-3-on... 512 C32H3206 1000159-98-4 10
Abundance Scan 2584 (17.871 min): BG017670.D (-2580) (-) m/z 73.00 100.00%
256
5000
157 185
23|6 293 349 398 17.60 17.80 18.00 18.20
0 L m/z 41.00  76.40%
m/z--> 50 100 150 200 250 300 350 400
Abundance #65054: Piperidine, 1-(1-oxo-3-phenyl-2-propynyl)-
129
213
5000 LR SN SRR SUNILN L
17.60 17.80 18.00 18.20
75 184 m/z 256.20 54 _.42%
55 72 102 156
0||||M||“‘|“||‘“|“|“: “:i‘:‘:‘lu‘uuu —
m/z--> 50 100 150 200 250 300 350 400
Abundance
256
213 17.60 17.80 18.00 18.20
5000 44 m/z 128.95 51.84%
185
77 103 131 8
e s S s L L WL WL
m/z--> 50 100 150 200 250 300 350 400
Abundance #91724: Phenol, 2-(2,3-dihydro-7-trifluoromethyl-1H-1,4-di...
256 17.60 17.80 18.00 18.20
m/z 68.95 51.23%
5000
130
208227
o LAJF??LJNIILI e
m/z--> 50 100 150 200 250 300 350 400 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061215\
Data File : BG017670.D

Acq On : 13 Jun 2015 11:52

Operator : TP/1Z

Sample : G2627-12

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG061215_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 14 unknownl7.95 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.95 3.38 ng 72537 Phenanthrene-d10 16.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethylene glycol monododecyl e... 318 C18H3804 003055-94-5 43
2 Methoxyacetic acid, 3-tetradecyl... 286 C17H3403 1000282-04-9 43
3 Tetraethylene glycol monododecyl... 362 C20H4205 005274-68-0 32
4 Methoxyacetic acid, 2-butyl ester 146 C7H1403 070159-90-9 27
5 2-Tetradecanol 214 C14H300 004706-81-4 22
Abundance Scan 2598 (17.953 min): BG017670.D (-2592) (-) m/z 45.00 100.00%
5000
295 326345 379 17.60 17.80 18.00 18.20
o} m/z 43.05 41.30%
m/z--> 50 100 150 200 250 300 350
Abundance #127057: Triethylene glycol monododecyl ether
45
5000 89 B DR AR LR SUNIRE
17.60 17.80 18.00 18.20
6 16 m/z 71.10 38.32%
111
oL15 \[‘ Il MH l A8 | o7 229240 287
m/z--> 50 100 150 200 250 300 350
Abundance
45
17.60 17.80 18.00 18.20
5000 1 m/z 88.95 36.93%
oL 2 9 127 155 197 o9
m/z--> 50 100 150 200 250 300 350
Abundance #145595: Tetraethylene glycol monododecy! ether
45 17.60 17.80 18.00 18.20
m/z 83.00 28 .54%
89
5000
‘ 6 133 166
oLts Ll pit 7P 7 a3 23 o7s soomo _see
m/z--> 50 100 150 200 250 300 350 17.60 17.80 18.00 18.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061215\
Data File : BG017670.D

Acq On : 13 Jun 2015 11:52

Operator : TP/1Z

Sample : G2627-12

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG061215_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown? .07 7.07 88.5 ng 635486 1 7.52 143635 20.0
Indane 7.89 10.7 ng 77068 1 7.52 143635 20.0
Phenol, 2,6-dimet... 8.96 4.3 ng 37125 2 10.31 171272 20.0
Benzene, l-etheny... 9.72 9.4 ng 80525 2 10.31 171272 20.0
Phenol, 3,5-dimet... 9.84 9.6 ng 82441 2 10.31 171272 20.0
unknownl11.43 11.43 3.8 ng 32853 2 10.31 171272 20.0
unknownll.89 11.89 3.7 ng 31604 2 10.31 171272 20.0
1H-Indene, l-ethy... 12.22 4.4 ng 37679 2 10.31 171272 20.0
Naphthalene, 1,6-... 13.53 2.8 ng 40800 3 14.20 288393 20.0
Fluorene-9-methanol 15.26 2.2 ng 32190 3 14.20 288393 20.0
unknownl15.94 15.94 2.6 ng 55282 4 16.96 429044 20.0
unknownl17 .87 17 .87 2.3 ng 48974 4 16.96 429044 20.0
unknownl17.95 17.95 3.4 ng 72537 4 16.96 429044 20.0
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