LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062016\
Data File : BG022458.D

Aca On : 21 Jun 2016 2:21

Operator : UM/SJ

Sample : H3679-13

Misc :

ALS Vial : 11 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-BG060616.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

5.045 369 375 383 rvB2 9530 17525 1.69% 0.247%
5.544 455 460 473 rBvV 72713 149435 14.44% 2.103%
rBv 47575 108536 10.49% 1.528%
7.524 790 797 810 rBV 166592 337125 32.58% 4._.745%
7.988 869 876 886 rBvV 58206 115793 11.19% 1.630%
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8.311 923 931 942 rBV 159694 315373 30.48% 4_.439%
9.163 1067 1076 1090 rBV 108346 237822 22.98% 3.347%
rBv 153166 276334 26.70% 3.889%
9.968 1208 1213 1221 rVB 177692 309097 29.87% 4 _350%
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1 10.191 1243 1251 1260 rBV2 79026 160797 15.54% 2.263%
11 10.802 1348 1355 1368 rBV 98192 200612 19.39% 2.824%
12 11.325 1438 1444 1447 rBV3 6090 11101 1.07% 0.156%
13 11.384 1447 1454 1463 rVB7 8284 22971 2.22% 0.323%
14 12.248 1595 1601 1607 rBV6 6350 16533 1.60% 0.233%
15 12.642 1663 1668 1674 rBV3 12132 21867 2.11% 0.308%
16 13.253 1764 1772 1785 rBV 466638 779622 75.34% 10.973%
17 14.275 1942 1946 1952 rVB4 13079 19134 1.85% 0.269%
18 14.633 2001 2007 2013 rBvV2 180228 307521 29.72% 4.328%
19 14.698 2015 2018 2025 rVB2 16769 28600 2.76% 0.403%
20 16.061 2245 2250 2252 rBV 11065 16213 1.57% 0.228%

21 16.126 2255 2261 2272 rVB 282415 493354 47.68% 6.944%
22 16.361 2296 2301 2306 rBV 37493 61814 5.97% 0.870%
23 16.449 2312 2316 2321 rBV 70919 112053 10.83% 1.577%
24 16.513 2321 2327 2332 rVV2 76524 169864 16.42% 2.391%
25 16.572 2332 2337 2341 rVV2 86016 135479 13.09% 1.907%

26 16.613 2341 2344 2349 rVB 42823 57607 5.57% 0.811%
27 16.690 2354 2357 2360 rBV 21037 27308 2.64% 0.384%
28 16.772 2365 2371 2377 rVV3 80836 160667 15.53% 2.261%
29 16.837 2377 2382 2386 rVvV 78674 127335 12.31% 1.792%

30 16.872 2386 2388 2391 rVV3 30369 41154 3.98% 0.579%
31 16.913 2391 2395 2400 rVB 49573 75178 7.27% 1.058%
32 17.377 2467 2474 2483 rBV2 213667 370799 35.83% 5.219%
33 17.477 2486 2491 2498 rVB10 5513 12807 1.24% 0.180%
34 17.724 2526 2533 2537 rBV10 7175 13568 1.31% 0.191%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062016\
Data File : BG022458.D

Aca On : 21 Jun 2016 2:21

Operator : UM/SJ

Sample : H3679-13

Misc :

ALS Vial : 11 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

Method > Z:\HPCHEM1I\BNA G\METHODS\8270-BG060616 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 17.818 2543 2549 2552 rBV7 7296 13863 1.34% 0.195%
36 18.317 2632 2634 2640 rVB2 7967 13232 1.28% 0.186%
37 18.476 2657 2661 2666 rVB6 10043 14875 1.44% 0.209%
38 19.804 2883 2887 2893 rBV2 31781 49591 4._.79% 0.698%

39 19.980 2911 2917 2926 rBV 737405 1034783 100.00% 14.564%
40 21.637 3193 3199 3211 rVB2 192694 361568 34.94% 5.089%
41 24.845 3735 3745 3757 rVvB2 105121 306151 29.59% 4 _309%

Sum of corrected areas: 7105061
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062016\
Data File : BG022458.D

Aca On : 21 Jun 2016 2:21

Operator : UM/SJ

Sample : H3679-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG022458.D

700000
600000
500000
400000
300000

200000 7.52 8.31 99 ?I.?

9.16 10.80
100000 5.54 218 7.99 10.19

5. 04 k 111338 12. 2512 6¢

Time--> 3.00 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50 1200 1250
Abundance TIC: BG022458.D

19.98
700000

600000
500000 13.25

400000

16.13

300000
21.64

200000 14.63

100000

14.27 i > Ag782 1818248
0 L L oot chftetsinisnsomen it LS

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: BG022458.D

700000

600000

500000

400000

300000

200000

24.84
100000

O T T T T e T T T T A A T T T

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\BG062016\
Data File : BG022458.D

Aca On : 21 Jun 2016 2:21

Operator : UM/SJ

Sample : H3679-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown5.04 Concentration Rank 14

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

5.04 3.03 ng 17525 1,4-Dichlorobenzene-d4 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. [(1-methvlethoxv)methyl1l- 116 C6H1202 004016-14-2 39
2 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Ethanol. 1-(methvlencvclopropvl)- 98 C6H100 1000152-74-6 9
5 5-Ethyl-3-methylhept-1-en-4-ol 156 C10H200 286424-80-4 9

Abundance Scan 374 (5.039 min): BG022458.D (-369) (-) m/z 43.00 100.00%
43
59
5000
101
| | | 73 a4 4.80 5.00 5.20 5.40
SRS 111 NSNS | NS NN S m/z 59.00 78.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7965: Oxirane, [(1-methylethoxy)methyl]-
43
- 59
5000 TTaB0 500 550 540
- 101 m/z 100.90 27.38%
'”I'”'I'”'i”gﬂh"W'“lW"”IJ'”I'ﬁqI'”'I”"P
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
480 500 520 540
5000 m/z 58.00 21.48%
101
71
5 28 49 56 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3950: 2,3-Butanedione, monooxime
43 4.80 5.00 5.20 5.40
m/z 41.00 17.62%
5000
101
15 58
\ 28 37/l s1 7 69 84
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062016\
Data File : BG022458.D

Aca On : 21 Jun 2016 2:21

Operator : UM/SJ

Sample : H3679-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2 unknown7.52 Concentration Rank 1

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

7.52 58.23 ng 337125 1,4-Dichlorobenzene-d4 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 796 (7.518 min): BG022458.D (-790) (-) m/z 131.90 100.00%
132
5000 68 k
% 720 7.40 7.60 7.80
e sglln oo P | 0
e e e e e m/z 68.00 36.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104

5000 R I
7.20 7.40 7.60 7.80

78 m/z 133.90 33.16%

..,....,....,‘...w,.:..,H...,...:,....,....,....,....,....,....,‘.....
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132

7.20 7.40 7.60 7.80

5000 67 m/z 66.00 22.13%
41 53 97
79 117
34 60 89 105 124
wwmwwwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- R R EEA R e
132 7.20 7.40 7.60 7.80

m/z 69.00 13.91%

5000
63 90 104
S R A A € -

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80
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Library Search

Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062016\
Data File : BG022458.D

Aca On : 21 Jun 2016 2:21

Operator : UM/SJ

Sample : H3679-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2,5,8,11,14,17-Hexaoxaoctad... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
9.91 27.55 ng 276334 Naphthalene-d8 10.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2.5.8.11.14.17-Hexaoxaoctadecane 266 C12H2606 001191-87-3 78
2 1-Propanol. 2-(2-hvdroxvpropoxv)- 134 C6H1403 000106-62-7 78
3 2-Propanol. 1-I1-methvl-2-(2-pro... 174 C9H1803 055956-25-7 78
4 2-Propanol. 1.1°"-T(1-methvl-1.2-_... 192 C9H2004 001638-16-0 64
51

-Propanol, 2-(2-methoxypropoxy)- 148 C7H1603 013588-28-8 59
Abundance Scan 1203 (9.909 min): BG022458.D (-1194) (-) m/z 59.00 100.00%
59
5000
103
43
72 g5 132 9.60 9.80 10.00 10.20
L o A B O LI I B e o e e B S e m/z 103.00 28.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #97587: 2,5,8,11,14,17-Hexaoxaoctadecane
59
5000 LA L L L L L L LB L |
103 9.60 9.80 10.00 10.20
m/z 43.00 14 .85%
31 45 72 87
[ | 117 133 147 163 177 191 207 221
T T e T T e e e T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
59
9.60 9.80 10.00 10.20
5000 m/z 45.00 11.82%
31 a5 103
75 89
N B o L B e o o o o S e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #39173: 2-Propanol, 1-[1-methyl-2-(2-propenyloxy)ethoxy]- e T
59 9.60 9.80 10.00 10.20
m/z 41.00 10.67%
5000 4l
103
15 %? R 117129 143 159 174
e e e T T T T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062016\
Data File : BG022458.D

Aca On : 21 Jun 2016 2:21

Operator : UM/SJ

Sample : H3679-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Hexaethylene glycol dimethy... Concentration Rank 3

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

9.97 30.82 ng 309097 Naphthalene-d8 10.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexaethvlene alvcol dimethvl ether 310 C14H3007 001072-40-8 83
2 2.5.8.11.14-Pentaoxapentadecane 222 C10H2205 000143-24-8 78
3 1-Propanol. 2-(2-hvdroxvpropoxv)- 134 C6H1403 000106-62-7 72
4 Dipropvlene alvcol 134 C6H1403 025265-71-8 72
5 2-Propanol, 1-[1-methyl-2-(2-pro... 174 C9H1803 055956-25-7 64

Abundance Scan 1213 (9.968 min): BG022458.D (-1208) (-) m/z 59.00 100.00%
59
5000
45 103
| |78 | 15 9.60 9.80 10.00 10.20
..w“.wn“..“.“h“;“.w”.w.”..”...”..” R B RS m/z 103.00 25.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #122643: Hexaethylene glycol dimethyl ether
59
5000 SRS SN LR
9.60 9.80 10.00 10.20
103 m/z 45.00 18.62%
‘H “ “ 73 81 ‘ 117133147160175191207221 265
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
59
9.60 9.80 10.00 10.20
5000 m/z 43.00 17.70%
31 45 103
15 73 89 | 117133147 177
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14598: 1-Propanol, 2-(2-hydroxypropoxy)-
59 9.60 9.80 10.00 10.20
m/z 41.00 12 .44%
5000
81 45 103
RN N A - A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062016\
Data File : BG022458.D

Aca On : 21 Jun 2016 2:21

Operator : UM/SJ

Sample : H3679-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Butanoic acid, 4-(2-methoxy... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.19 16.03 ng 160797 Naphthalene-d8 10.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 4-(2-methoxyv-1-me... 204 C9H1605 054966-46-0 64
2 Propanedioic acid. dimethvl ester 132 C5H804 000108-59-8 64
3 3H-1.2.4-Triazole-3-thione. 1.2-... 101 C2H3N3S 003179-31-5 32
4 Methane. tert-butoxvisopropoxv- 146 C8H1802 004346-01-4 32
5 3-Pentanol 88 C5H120 000584-02-1 27
Abundance Scan 1251 (10.191 min): 3%022458.D (-1243) (-) m/z 101.00 100.00%
50 101
43
5000
73
| 83 114 131 9.80 10.00 10.20 10.40 10.60
S—Y S S m/z 58.95 96.57%
m/z--> 20 40 60 80 100 120 140 160
Abundance #59191: Butanoic acid, 4-(2-methoxy-1-methyl-2-oxoethoxy)-...
59 101
5000
9.80 10.00 10.20 10.40 10.60
43 87 m/z 57.00 71.20%
69
s
m/z--> 20 40 60 80 100 120 140 160
Abundance
59 101
9.80 10.00 10.20 10.40 10.60
5000/ 15 74 m/z 43.00 69.53%
42
29
91 132
miz--> 20 40 60 80 100 120 140 160
Abundance #3932: 3H-1,2,4-Triazole-3-thione, 1,2-dihydro-
101 9.80 10.00 10.20 10.40 10.60
m/z 41.00 24 .68%
42
5000
73
59
'"'|"%ﬁiEM”'H"J'§%"'ﬂ“"'l""l""l"”l
m/z--> 20 40 60 80 100 120 140 160 9.80 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062016\
Data File : BG022458.D

Aca On : 21 Jun 2016 2:21

Operator : UM/SJ

Sample : H3679-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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.38 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.38 2.29 ng 22971 Naphthalene-d8 10.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methane. diethoxv- 104 C5H1202 000462-95-3 38
2 3-0ctanol 130 C8H180 000589-98-0 36
3 3-Hexanol. 4-ethvl- 130 C8H180 019780-44-0 36
4 3-Hexanol 102 C6H140 000623-37-0 33
5 3,3-Dimethylbutylamine 101 C6H15N 015673-00-4 9
Abundance Scan 1453 (11.378 min): BG022458.D (-1447) (-) m/z 59.00 100.00%
59
5000
43 103
| | | | 4 8 95 11.00 11.20 11.40 11.60
SRNMESESERESEENESESESS 1) MY | M S A M S SN m/z 102.95 26.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4643: Methane, diethoxy-
59
5000 31 103 11,00 11.20 11.40 11.60
47 m/z 43.00 26 .08%
15 A1 53 e’ 89
mz-> 10 20 30 40 50 e'o % 80 % 160 1o
Abundance
59
11.00 11.20 11.40 11.60
5000 41 83 m/z 45.00 21.36%
31
53 69 101 112
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #13214: 3-Hexanol, 4-ethyl-
59 11.00 11.20 11.40 11.60
m/z 41.00 17.09%
5000
70 g3 101
"w}§w"“|'“'JL'w?%“|'“'l“'w'h“|'“'ﬁ"w"“|
m/z--> 10 20 60 70 80 90 100 110 11.00 11.20 11.40 11.60
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEM1I\BNA G\DATA\BG062016\
BG022458.D

21 Jun 2016 2:21

UM/SJ

H3679-13

11 Sample Multiplier: 1

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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

8 unknownl2.64

Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
12.64 2.18 ng 21867 Naphthalene-d8 10.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.4-Trimethoxv-butan-2-ol 164 C7H1604 033469-04-4 40
2 1.3.3-Trimethoxvbutane 148 C7H1603 006607-66-5 38
3 1.3.5-Pentanetriol. 3-methvl- 134 C6H1403 007564-64-9 36
4 2-Propanamine. N-nitro- 104 C3H8N202 003182-74-9 33
5 2-Ethyl-4,6-dimethyl-1,3,5-trioxane 146 C7H1403 024261-86-7 10

Abundance Scan 1668 (12.642 min): BG022458.D (-1663) (-) m/z 45.00 100.00%
45
59 s 89
5000 117
101 145 12.40 12.60 12.80 13.00
m/z 43.00 90.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #32260: 1,3,4-Trimethoxy-butan-2-ol
45 89
59
5000 LRI UL BN SIS I
119 1240 12.60 12.80 13.00
0
29 75 101 m/z 59.00 82.18%
Lol a0 | 132 149 165
m/z--> 10 20 3'0 4'0 5'0 6|0 7'0 80 90 100 110 120 130 140 150 160 170
Abundance
45
89 12.40 12.60 12.80 13.00
5000 m/z 89.00 74 .46%
117
15 29 S 7 10 133
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14593: 1,3,5-Pentanetriol, 3-methyl- R e
43 12.40 12.60 12.80 13.00
m/z 73.00 72 .03%
59
5000 71 89
3 101
18
.“,.ml,uﬂmk.uﬁnh..hm..”Wwﬂ.?ﬁh”,”..k.319+}?.”}§?.“.”,”..“.”,”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 12.40 12.60 12.80 13.00

8270-BG060616.

M Tue Jun 21 14:48:33 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062016\
Data File : BG022458.D

Aca On : 21 Jun 2016 2:21

Operator : UM/SJ

Sample : H3679-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknownl6.36 Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
16.36 3.33 ng 61814 Phenanthrene-d10 17.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2-Propanone. 1-(4-methoxvphenvl)- 164 C10H1202 000122-84-9 46

2 p-Sec-butvilphenvl acetate 192 C12H1602 003245-24-7 43
3 3-(4-Hvdroxvbenzovlhvdrazono)-N-... 353 C20H23N303 330639-03-7 43
4 Ethanone. 1-(4-propoxvphenvI)- 178 C11H1402 005736-86-7 40

5 Acetamide, N-methyl-N-(4-methylp... 163 C10H13NO 000612-03-3 38

Abundance Scan 2301 (16.361 min): BG022458.D (-2296) (-) m/z 121.00 100.00%
121
5000
163
3 77 10 220 16.00 16.20 16.40 16.60
S O W O - A N m/z 107.00 47.27%
m/z--> 50 100 150 200 250 300 350
Abundance #31643: 2-Propanone, 1-(4-methoxyphenyl)-
121
5000
16.00 16.20 16.40 16.60
m/z 163.00 30.73%
do Ly [
e
m/z--> 50 100 150 200 250 300 350
Abundance
121
16.00 16.20 16.40 16.60
5000 m/z 122.00 12.60%
150
15 4 77 103 192
——— T T T
m/z--> 50 100 150 200 250 300 350
Abundance #142325: 3-(4-Hydroxybenzoylhydrazono)-N-mesitylbutyramide
121 16.00 16.20 16.40 16.60
m/z 176.95 11.92%
5000
39 65 93 177
oL ) 1146 | 202220 335353
e
m/z--> 50 100 150 200 250 300 350 16.00 16.20 16.40 16.60

8270-BG060616.M Tue Jun 21 14:48:34 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062016\
Data File : BG022458.D

Aca On : 21 Jun 2016 2:21

Operator : UM/SJ

Sample : H3679-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Phenol, 2-methyl-5-(1-methy... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.45 6.04 ng 112053 Phenanthrene-d10 17.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-methvl-5-(1-methvlethvl)- 150 C10H140 000499-75-2 78
2 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 78
3 Butane. 1.3-dibromo- 214 C4H8Br2 000107-80-2 78
4 Benzoic acid. 4-methoxv-. diethy... 220 C12H17BO3 146681-61-0 64
5 1-n-Hexyladamantane 220 C16H28 022458-75-9 59
Abundance Scan 2316 (16.449 min): BG022458.D (-2312) (-) m/z 135.00 100.00%
135
5000
M s 65 77 95 1(|’7 121 | soier 199 220 16.20 16.40 16.60 16.80
SN el S U RSV =222 S 0] A m/z 106.95 13.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22730: Phenol, 2-methyl-5-(1-methylethyl)-
135
5000 UV N U
150 16.20 16.40 16.60 16.80

m/z 135.95 10.72%

91
71 9 51 g5 77 ° aostt7
| Ly | | AR

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
135
16.20 16.40 16.60 16.80
5000 m/z 121.00 6.73%
107
182041 " 77 957199 149 175 191 206
L L s e e R mareas SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #65836: Butane, 1,3-dibromo- A A EamEEmEs RS
5 13 16.20 16.40 16.60 16.80
m/z 41.00 4 _.51%
5000
107 216
l, 66 8193 || 121 ) I

I T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.20 16.40 16.60 16.80

8270-BG060616.M Tue Jun 21 14:48:35 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062016\
Data File : BG022458.D

Aca On : 21 Jun 2016 2:21

Operator : UM/SJ

Sample : H3679-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknownl6.51 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.51 9.16 ng 169864 Phenanthrene-d10 17.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetamide. N-(3-methvIiphenvl)- 149 C9H11NO 000537-92-8 27
2 4-Butoxv-2-hvdroxvbenzonitrile 191 C11H13NO2 144105-12-4 25
3 Phenol. 2-methvl-4-(1.1.3.3-tetr... 220 C15H240 002219-84-3 25
4 4-Methvl-2-tert-octviphenol 220 C15H240 004979-46-8 25
5 1-Cyclopentenecarboxylic acid, 2... 246 C15H15F02 1000158-81-1 22
Abundance Scan 2326 (16.508 min): BG022458.D (-2321) (-) m/z 148.95 100.00%
107 149
121
5000
135
191
55
41 77 91 220 16.20 16.40 16.60 16.80
SR PR M VPR 162 207 m/z 107.00  88.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22574: Acetamide, N-(3-methylphenyl)-
107
5000 IR N IR SR SRR
149 16.20 16.40 16.60 16.80
43 m/z 120.95  60.49%
1527 | 5465 77 91 | 130132
m/z--> 20 40 éo 80 100 120 140 160 180 200 220
Abundance
135
16.20 16.40 16.60 16.80
5000 m/z 135.00 34 .04%
191
41 5
79 90 108 148
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #69543: Phenol, 2-methyl-4-(1,1,3,3-tetramethylbutyl)-
149 16.20 16.40 16.60 16.80
m/z 191.00 25.25%
5000
T 7 109thyg | 205 22
I S S A O M Y 16.20 16.40 16.60 16.80

8270-BG060616.M Tue Jun 21 14:48:36 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062016\
Data File : BG022458.D

Aca On : 21 Jun 2016 2:21

Operator : UM/SJ

Sample : H3679-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Phenol, 4-(1,1-dimethylprop... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.57 7.31 ng 135479 Phenanthrene-d10 17.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1-dimethvipropvl)- 164 C11H160 000080-46-6 53
2 Phenol. p-tert-butvl- 150 C10H140 000098-54-4 50
3 Hexestrol 270 C18H2202 005635-50-7 50
4 Benzeneacetonitrile., 3-fluoro- 135 C8H6FN 000501-00-8 50
5 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 46
Abundance Scan 2337 (16.572 min): BG022458.D (-2332) (-) m/z 135.00 100.00%
135
121
5000 107 149
415 77 91 191 907 16.20 16.40 16.60 16.80
e b bl b 293V S22 Tm/z 121.00  54.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #31859: Phenol, 4-(1,1-dimethylpropyl)-
135
5000 107 USRI BN SN
16.20 16.40 16.60 16.80
m/z 149.00 49.21%
77 91 164
27 4155 U 77 | 121 149
m/z--> 20 40 60 80 160 120 110 160 180 200 220 240 260
Abundance
135
16.20 16.40 16.60 16.80
5000 m/z 107.00 41.16%
a1 107
150

27 55 (7 91

wwmﬁwwwwwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #100743: Hexestrol
135 16.20 16.40 16.60 16.80
m/z 136.00 10.44%

5000 107

274 55 7791 | 121 | 151165181104 212 241 270

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 16.20 16.40 16.60 16.80

8270-BG060616.M Tue Jun 21 14:48:37 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062016\
Data File : BG022458.D

Aca On : 21 Jun 2016 2:21

Operator : UM/SJ

Sample : H3679-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknownl6.61 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.61 3.11 ng 57607 Phenanthrene-d10 17.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-(1.1-dimethvlethvl)-4-__.. 164 C11H160 002409-55-4 45
2 4-Ethoxvbenzhvdrazide 180 C9H12N202 058586-81-5 42
3 Phenol. 2-(l1l-methvipropvl)- 150 C10H140 000089-72-5 30
4 Paroxvpropione 150 C9H1002 000070-70-2 27
5 2-Methyl-4-propylphenol 150 C10H140 018441-56-0 27
Abundance Scan 2343 (16.607 min): BG022458.D (-2341) (-) m/z 120.95 100.00%
121 149
107
5000
55 191 NSRRI BN
42 79 91 134 165 220 16.20 16.40 16.60 16.80 17.00
¢ 179 m/z 149.00 95.67%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220
Abundance #31883: Phenol, 2-(1,1-dimethylethyl)-4-methyl-
149
121
5000
16.20 16.40 16.60 16.80 17.00
91 164 m/z 107.00 65.68%
2\7 ‘\1\1 53 65 \ ‘ 1(\)5\ I \133 |
m/z--> 0 20 40 60 éo 100 120 140 1éo 180 200 220
Abundance
121 149
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—
16.20 16.40 16.60 16.80 17.00
5000 m/z 190.95 14.80%
93
39 65 180
4 27 53 77 105 165
m/z--> 0 20 40 60 8 100 120 140 160 180 200 220
Abundance #22664: Phenol, 2-(1-methylpropyl)-
121 16.20 16.40 16.60 16.80 17.00
m/z 55.00 11.97%
5000
77 103 150
15 27 39 51 65 91 || 135
miz--> 6""zb""4'o""e'o""s'o"'iéé"izé"i«i"iéé"isé"ééé"ééé' 16.20 16,40 16.60 16.80 17.00

8270-BG060616.M Tue Jun 21 14:48:38 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062016\
Data File : BG022458.D

Aca On : 21 Jun 2016 2:21

Operator : UM/SJ

Sample : H3679-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 1,3-Cyclopentadiene, 5,5-di... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.77 8.67 ng 160667 Phenanthrene-d10 17.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentadiene. 5.5-dimethy... 178 C13H22 1000163-88-0 72
2 2-Methvl-4-hvdroxvbenzoxazole 149 C8H7NO2 051110-60-2 64
3 Acetamide. N-(3-methviphenvI)- 149 C9H11NO 000537-92-8 59
4 Acetamide. N-(4-methvlphenvI)- 149 C9H11NO 000103-89-9 49
5 Phenol, 2-methyl-4-(1,1,3,3-tetr... 220 C15H240 002219-84-3 43
Abundance Scan 2371 (16.772 min): BG022458.D (-2365) (-) m/z 149.00 100.00%
107 149
5000 121
163
41 55 77 a1 135 177 16.40 16.60 16.80 17.00
b b L ) 91 207220 1 o107 00 78.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #41341: 1,3-Cyclopentadiene, 5,5-dimethyl-1,2-Dipropyl-
149
5000
107 16.40 16.60 16.80 17.00
178 m/z 121.00 40.66%
20 41 53 67 79 91 | 121135 | 44 L
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
149
107 16.40 16.60 16.80 17.00
5000 m/z 162.95 17.09%
39 52 79
27 65 94 120 135
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22583: Acetamide, N-(3-methylphenyl)-
107 16.40 16.60 16.80 17.00
m/z 134.95 13.26%
5000 149
43
1 e e | |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.40 16.60 16.80 17.00

8270-BG060616.M Tue Jun 21 14:48:38 2016 Page: 16



Library Search

Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062016\
Data File : BG022458.D

Aca On : 21 Jun 2016 2:21

Operator : UM/SJ

Sample : H3679-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 16 unknownl6.87 Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
16.87 2.22 ng 41154 Phenanthrene-d10 17.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Methvl-2-tert-octviphenol 220 C15H240 004979-46-8 47
2 3" .4"-Formoxvlidide 149 C9H11NO 006639-60-7 40
3 Phenol. 2-methvl-4-(1.1.3.3-tetr... 220 C15H240 002219-84-3 33
4 Acetamide. N-(2.3(1H)-dihvdro-2-... 191 C9H9N302 091085-68-6 33
5 Tricyclo[3.3.1.1(3,7)]decanone, ... 276 C10H1310 056781-86-3 28

Abundance Scan 2388 (16.872 min): BG022458.D (-2386) (-) m/z 149.00 100.00%
149
5000
121
82 95 107
133 192 57 220 16.60 16.80 17.00 17.20
"'|""|" ar .|||. '|'.':'l.,'.'L“..I'..'.'.,I! '.EL‘,SZ.L...“.'!.,.'...I.. m/z 121.00 30.65%
m/z--> 20 80 100 120 140 160 180 200 220
Abundance #69524: 4-Methyl-2-tert-octylphenol
149
121 16.60 16.80 17.00 17.20
41 57 o1 m/z 55.00 17.72%
e e [ 207,138 e EO
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance
149
A AR SR SR B
16.60 16.80 17.00 17.20
106
5000 120 m/z 107.00 13.18%
77
16 27 39 51 65 o1 132
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance #69543: Phenol, 2-methyl-4-(1,1,3,3-tetramethylbuty)-
149 16.60 16.80 17.00 17.20
m/z 94.95 12.22%
5000
41
A ot I 205 22
m/z--> 20 45 60 86 100 120 150 160 180 200 250 16.60 16.80 17.00 17.20

8270-BG060616.M Tue Jun 21 14:48:39 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062016\
Data File : BG022458.D

Aca On : 21 Jun 2016 2:21

Operator : UM/SJ

Sample : H3679-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 17 3-Octen-5-yne, 2,2,7,7-tetr... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.91 4_.05 ng 75178 Phenanthrene-d10 17.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octen-5-vne. 2.2.7.7-tetrameth... 164 C12H20 055976-12-0 72
2 Benzene. l-isocvanato-2-methoxv- 149 C8H7NO2 000700-87-8 50
3 Benzoic acid. 2-(1-oxopropvl)- 178 C10H1003 002360-45-4 33
4 Benzenemethanol. 4-(1.1-dimethvl... 164 C11H160 000877-65-6 33
5 2,4,7-Trioxabicyclo[4.4.0]dec-9-... 374 C23H3404 1000161-14-6 28
Abundance Scan 2394 (16.907 min): BG022458.D (-2391) (-) m/z 149.00 100.00%
149
5000 107
4 55 77 91 121933 16.60 16.80 17.00 17.20
e e b L i 268177 220 1 P s77107.00  43.92%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #32007: 3-Octen-5-yne, 2,2,7,7-tetramethyl-, (E)-
1 149 164
107
91 121
5000 27 55 "
. 134 16.60 16.80 17.00 17.20
m/z 149.95 11.98%
S I \\\”Hw m \\‘\ MH HH \‘ .‘..,.‘... S
m/z--> 0 20 40 100 120 140 160 180 200 220
Abundance
149
16.60 16.80 17.00 17.20
5000 106 120 134 m/z 121.00 8.06%
78
51
15 27 39 63 93
m/z--> 6 25 45 éo éo 160 150 140 1éo 180 260 250
Abundance #40825: Benzoic acid, 2-(1-oxopropyl)-
149 16.60 16.80 17.00 17.20
m/z 55.00 7 .35%
5000
65
27 S50 77 93 121
15 9 oy 1105 %133 | 161 178

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 16. 60 16. 80 17. OO 17. 20

8270-BG060616.M Tue Jun 21 14:48:40 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062016\
Data File : BG022458.D

Aca On : 21 Jun 2016 2:21

Operator : UM/SJ

Sample : H3679-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 18 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

19.80 2.74 ng 49591 Chrysene-di12 21.64

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Phenol. 4.4"-(l-methvlethvlidene... 228 C15H1602 000080-05-7 93

2 2H.8H-Benzol1l.2-b:5.4-b"*1dipvran... 228 C14H1203 000553-19-5 59

3 4H-Pvrazolol5.1-cl1-1.4-benzodiaz... 213 C11H7N302 1000277-20-1 59
4 Nitrobenzene. 3.4.5-trimethoxyv- 213 CO9H11NO5 006307-90-0 50

5 10H-Phenothiazine, 10-methyl- 213 C13H11NS 001207-72-3 50
Abundance Scan 2886 (19.798 min): BG022458.D (-2883) (-) m/z 212.90 100.00%

213
5000
119
228 19.40 19.60 19.80 20.00 20.20
51 139153169 197 - - - - -
- .~|.'.f‘9?.'.' o o i un et "m/z 118.90  29.55%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75157: Phenol, 4,4'-(1-methylethylidene)bis-
2
5000 LR SRR BALSR SN

19.40 19.60 19.80 20.00 20.20

119 m/z 227.90 18.03%
135 151165 181 197

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

213

19.40 19.60 19.80 20.00 20.20
5000 m/z 213.90 17 .74%

185 228

28 51 69 92 1141284143157171 | 199

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #64926: 4H-Pyrazolo[5,1-c]-1,4-benzodiazepine-4,10(5H)-dione R B s S
3 19.40 19.60 19.80 20.00 20.20

m/z 90.90 11.22%

5000

119

146
0 64, 169 185

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19. 40 19 60 19. 80 20. 00 20 20

8270-BG060616.M Tue Jun 21 14:48:41 2016 Page: 19



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062016\
Data File : BG022458.D

Acq On : 21 Jun 2016 2:21

Operator : UM/SJ

Sample - H3679-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060616 .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]
unknown5 .04 5.04 3.0 ng 17525 1 7.99 115793 20.0
unknown? .52 7.52 58.2 ng 337125 1 7.99 115793 20.0
2,5,8,11,14,17-He. .. 9.91 27.6 ng 276334 2 10.80 200612 20.0
Hexaethylene glyc... 9.97 30.8 ng 309097 2 10.80 200612 20.0
Butanoic acid, 4-... 10.19 16.0 ng 160797 2 10.80 200612 20.0
unknownll.38 11.38 2.3 ng 22971 2 10.80 200612 20.0
unknownl12 .64 12.64 2.2 ng 21867 2 10.80 200612 20.0
unknownl16 .36 16.36 3.3 ng 61814 4 17.38 370799 20.0
Phenol, 2-methyl-_.. 16.45 6.0 ng 112053 4 17.38 370799 20.0
unknownl16.51 16.51 9.2 ng 169864 4 17.38 370799 20.0
Phenol, 4-(1,1-di... 16.57 7.3 ng 135479 4 17.38 370799 20.0
unknownl6.61 16.61 3.1 ng 57607 4 17.38 370799 20.0
1,3-Cyclopentadie... 16.77 8.7 ng 160667 4 17.38 370799 20.0
unknownl16 .87 16.87 2.2 ng 41154 4 17.38 370799 20.0
3-Octen-5-yne, 2,... 16.91 4.0 ng 75178 4 17.38 370799 20.0
Phenol, 4,4"-(1-m... 19.80 2.7 ng 49591 5 21.64 361568 20.0
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