LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG032615\
Data File : BG016162.D

Acq On : 27 Mar 2015 5:04

Operator : TP/1Z

Sample : G1653-13

Misc :

ALS Vial : 24 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-BG032515_.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

2.793 14 18 32 rVB 763522 833569 36.26% 4._.808%
2.934 37 42 51 rvv2 71816 128624 5.60% 0.742%
rvB 63925 74942 3.26% 0.432%
4.920 373 380 389 rvB 91690 127976 5.57% 0.738%
5.378 452 458 466 rBvV 733899 1054634 45.88% 6.083%
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6.964 721 728 737 rVB 753518 1177816 51.24% 6.793%
7.322 782 789 796 rBV 769394 1219712 53.06% 7.035%
809 rvB 24796 34448 1.50% 0.199%
7.569 825 831 838 rvB 45963 71366 3.10% 0.412%
7.792 862 869 875 rBvV 184726 287806 12.52% 1.660%
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11 8.109 916 923 931 rBV 541958 860691 37.44% 4.964%
12 8.944 1057 1065 1074 rBvV 425863 700930 30.49% 4.043%
13 10.577 1336 1343 1350 rVB 258498 436641 19.00% 2.518%
14 13.038 1755 1762 1769 rBV 1095706 1589984 69.17% 9.170%

15 13.872 1895 1904 1912 rBV 36671 52169 2.27% 0.301%
16 14.413 1990 1996 2004 rVB2 407148 639531 27.82% 3.689%
17 15.740 2214 2222 2228 rVB 25659 37828 1.65% 0.218%
18 15.899 2241 2249 2261 rBV 991604 1379594 60.02% 7.957%
19 16.122 2283 2287 2290 rBV 20770 26751 1.16% 0.154%
20 17.150 2456 2462 2469 rBV2 542039 793707 34.53% 4_.578%
21 17.591 2532 2537 2541 rBV2 17882 26088 1.13% 0.150%
22 18.043 2609 2614 2621 rBV 91243 141484 6.16% 0.816%
23 19.324 2828 2832 2841 rBV3 36677 60472 2.63% 0.349%

24 19.582 2872 2876 2882 rBV 95505 132059 5.75% 0.762%
25 19.776 2903 2909 2917 rBV 1811379 2298661 100.00% 13.258%

26 20.387 3009 3013 3019 rBV 16490 24794 1.08% 0.143%
27 21.033 3118 3123 3134 rBV 210594 304989 13.27% 1.759%
28 21.321 3167 3172 3180 rBV 732214 915498 39.83% 5.280%
29 22.508 3372 3374 3380 rVB3 20242 24837 1.08% 0.143%
30 23.606 3553 3561 3569 rBV2 452666 885200 38.51% 5.105%

31 26.167 3987 3997 4010 rVB2 266103 792416 34.47% 4_570%

32 26.702 4081 4088 4097 rVB2 38192 98367 4.28% 0.567%
33 27.483 4216 4221 4231 rVB2 35596 104583 4 _55% 0.603%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG032615\
Data File : BG016162.D

Acq On : 27 Mar 2015 5:04

Operator : TP/1Z

Sample : G1653-13

Misc :

ALS Vial : 24 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-BG032515.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 17338167
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_G\DATA\BG032615\

BG016162.D

27 Mar 2015 5:04

TP/1Z

G1653-13

24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG032515.M

Quant Title

TIC Library

= ASP BNA STANDARDS FOR 5 POINT

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

CALIBRATION

Abundance TIC: BG016162.D

1500000

1000000

8.11
500000 8.94
10.58
7.79
23960 4.92 .3@57)\

) I e N L |
Time--> 300 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50 10.00 10.50 11.00
Abundance TIC: BG016162.D

19.78
1500000
13.04
1000000 15.90
17.15
500000 14.41
18.04 %9.58
19.3; ]

o | R LAY | IS 14, 'O | RO Y e il | -~
Time--> 12.00 12.50 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
Abundance TIC: BG016162.D

1500000
1000000
21.32
500000 2361
21.03 26.17
22.51 26.70 27.48
0 - —
L B e e B e o e T L e e B A B L o e e L LA o e e B e A BB
Time--> 21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 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\BG032615\
Data File : BG016162.D

Acq On : 27 Mar 2015 5:04

Operator : TP/1Z

Sample : G1653-13

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG032515.M
Quant Title : 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 unknown2.79 Concentration Rank 3

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

2.79 57.93 ng 833569 1,4-Dichlorobenzene-d4 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 45
2 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9
3 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9
4 N-Ethylformamide 73 C3H7NO 000627-45-2 7
5 Methane, isothiocyanato- 73 C2H3NS 000556-61-6 7

Abundance Scan 17 (2.787 min): BG016162.D (-14) (-) m/z 73.15 100.00%
7B A
5000 43
89
2.80 2.90 3.00 3.10 3.20
55
S YN TI T S N — m/z 43.15 36.86%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4665: Propane, 2,2-dimethoxy-
73
5000
43 2.80 2.90 3.00 3.10 3.20
89 m/z 89.15 25.94%
B elwl e |
S NN VPR AN | AR N .~ S
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
73
43
55 2.80 2.90 3.00 3.10 3.20
5000 m/z 41.10 6.97%
29
s 37,49 | 6l g7 g2 89 100
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #2103: Propane, 2-methoxy-2-methyl-
73 2.80 2.90 3.00 3.10 3.20
m/z 42.10 5.49%
5000
57
29 41
15 \‘ \“\ 50 1 ! 87
m/z--> 10 20 30 40 50 ' 70 80 9 100 110 2.80 2.90 3.00 3.10 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG032615\
Data File : BG016162.D

Acq On : 27 Mar 2015 5:04

Operator : TP/1Z

Sample : G1653-13

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG032515.M
Quant Title : 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 Butane, 2-methoxy-2-methyl- Concentration Rank 8

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

3.00 5.21 ng 74942 1,4-Dichlorobenzene-d4 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 50
2 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
3 N-Ethylformamide 73 C3H7NO 000627-45-2 9
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
5 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 9

Abundance Scan 53 (2.999 min): BG016162.D (-51) (-) m/z 73.15 100.00%
73
5000
43
55 87 SR UL AL R
| | 280 3.00 320 3.40
T L DS LSS D MR m/z 43.15 27.58%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 S A S
43 2.80 3.00 320 3.40
55 87 m/z 87.15  24.22%
29
"w"'w'"w'?§'w"'w"'w'§?|“"|'“'|'“'|'“'|
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
73
280 300 320 340
5000 m/z 55.15 20.31%
45
29
39 % a7 101
miz--> 10 20 30 40 50 60 70 8 9 100
Abundance #720: N-Ethylformamide i e
30 2.80 3.00 320 3.40
3 m/z 71.25 13.54%
5000
44 58
wil |
"'w'“ll'ﬁ' ..Equl.“...,”..,..”,...w....,”.., AL L RS N
m/z--> 10 20 30 40 50 60 70 8 90 100 280 3.00 320 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG032615\
Data File : BG016162.D

Acq On : 27 Mar 2015 5:04

Operator : TP/1Z

Sample : G1653-13

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG032515.M
Quant Title : 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 unknown4.92 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
4.92 8.89 ng 127976 1,4-Dichlorobenzene-d4 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 CA4H7NO2 016504-58-8 47

2 Guanidine 59 CH5N3 000113-00-8 43
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 17
Abundance Scan 380 (4.920 min): BG016162.D (-373) (-) m/z 43.15 100.00%
43
59
5000
101
T T T
83 4.60 4.80 5.00 5.20
e e 2l B Tm/z 59.15  71.54%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3966: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43
5000 L UL UL UL R
101 460 480 500 520
28 59 m/z 101.15 34_.13%
70 84
...,..1“?.,..H.‘l....q‘.:..,?ﬁ”‘l:‘i....l.‘..7.8,.‘l..,.?“?.,;...,.
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43 59
460 480 500 520
5000 18 m/z 58.10 18.57%
28
12
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43 4.60 4.80 5.00 5.20
m/z 41.25 9.88%
5000 59
15 101
253 3 | s3 83 |
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG032615\
Data File : BG016162.D

Acq On : 27 Mar 2015 5:04

Operator : TP/1Z

Sample : G1653-13

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG032515.M
Quant Title : 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 unknown7.32 Concentration Rank 1

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

7.32 84.76 ng 1219710 1,4-Dichlorobenzene-d4 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 789 (7.322 min): BG016162.D (-782) (-) m/z 132.15 100.00%
132
5000 68
0 s || 77 7 105118 7.00 7.20 7.40 7.60
Ol iyl {7 87 | WO m/z 68.15 37.87%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A UL UL I UL
7.00 7.20 7.40 7.60
21 51 78 m/z 134.15 32.03%
‘ L H | L
miz--> 40 60 80 100 120 140 160 180
Abundance
132
7.00 7.20 7.0 7.60
5000 67 m/z 66.15 22.72%
41 97
53
79 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R B |
57 132 7.00 7.20 7.40 7.60
24 m/z 69.15 13.77%
5000 og 0
SN | SRR 8 rﬂQ7ILLII A 188 ,.1?? . /A NN & G —
m/z--> 40 60 80 100 120 140 160 180 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG032615\
Data File : BG016162.D

Acq On : 27 Mar 2015 5:04

Operator : TP/1Z

Sample : G1653-13

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG032515.M
Quant Title : 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 2-Propanol, 1-(2-methoxy-1-... Concentration Rank 12

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

7.38 2.39 ng 34448 1,4-Dichlorobenzene-d4 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 83
2 Dipropylene glycol monomethyl ether 148 C7H1603 034590-94-8 72
3 2-Butanol, 3,3"-oxybis- 162 C8H1803 054305-61-2 72
4 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 56
5 1-Propanol, 2,2"-oxybis- 134 C6H1403 000108-61-2 50

Abundance Scan 799 (7.381 min): BG016162.D (-796) (-) m/z 59.15 100.00%
59
5000 45 103
73 U A
| 84 7.00 7.20 7.40 7.60 7.80
rrprrrrprrre el et b e e e .| M7z 45,15 39.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22091: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59
5000
45 73 103 7.00 7.20 7.40 7.60 7.80
31 m/z 103.15 39.00%
5 M‘ A ‘ 85 | 117 130 149
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
59
RARANRARE AL A
7.00 7.20 7.40 7.60 7.80
5000 45 m/z 73.15 27.02%
73
21 103
15 89 117 130
mmmwwwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 /\
Abundance #31006: 2-Butanol, 3,3-oxybis- P e
59 7.00 7.20 7.40 7.60 7.80
m/z 41.15 13.66%
5000 31
45 103 /\R
15 M | 67 75 85 94 116 134 145 A
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.00 720 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG032615\
Data File : BG016162.D

Acq On : 27 Mar 2015 5:04

Operator : TP/1Z

Sample : G1653-13

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG032515.M
Quant Title : 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 Butanoic acid, 2-hydroxy- Concentration Rank 9

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

7.57 4.96 ng 71366 1,4-Dichlorobenzene-d4 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid, 2-hydroxy- 104 C4H803 000565-70-8 50
2 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 45
3 1,2-Dideoxy-l1-erythro-pentitol 120 C5H1203 1000112-47-4 45
4 2-Propanol, 1-(2-methoxypropoxy)- 148 C7H1603 013429-07-7 42
5 Dipropylene glycol 134 C6H1403 025265-71-8 40

Abundance Scan 831 (7.569 min): BG016162.D (-825) (-) m/z 59.15 100.00%
59
5000
Tl T, I
..,....,....,....',|!|.~|..,...|.'i....,:...,??..,....,'.'!..,1.??.,....,....,....,.... m/z 73.15  23.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4585: Butanoic acid, 2-hydroxy-
1 59
41
5000 720 7.0 7.60 7.80 8.00
26 m/z 45.15 20.51%
”I””IJ““””IMMI”ml””l”Ll””P'”&gﬁP'”P'”P'”P'”P'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
59
7.20 7.40 7.60 7.80 8.00
0,
5000 i 103 m/z 57.15 15.54%
73
31
15 85 117 130 149
mmmﬂmﬂwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8976: 1,2-Dideoxy-I-erythro-pentitol
4 59 7.20 7.40 7.60 7.80 8.00
m/z 43.15 12 .90%
31
5000
| |
| L1 mIinn m .
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 720 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG032615\
Data File : BG016162.D

Acq On : 27 Mar 2015 5:04

Operator : TP/1Z

Sample : G1653-13

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG032515.M
Quant Title : 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 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.04 3.57 ng 141484 Phenanthrene-d10 17.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 96
3 Tridecanoic acid 214 C13H2602 000638-53-9 74
4 Dodecanoic acid 200 C12H2402 000143-07-7 47
5 Dodecane 170 C12H26 000112-40-3 11

Abundance Scan 2613 (18.037 min): BG016162.D (-2609) (-) m/z 73.15 100.00%

73
60

5000 129

-

213

17.80 18.00 18.20 18.40

157171185199
m/z 60.15 73.40%

143

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43 60 78
5000 29 256

17.80 18.00 18.20 18.40
m/z 43.20 61.02%

21
143157171185 199

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 T e
17.80 18.00 18.20 18.40
5000 129 m/z 57.15 56.82%
29 185 228
87101115 | 143,00171
157 199213
R A e A A RS R ERa ma e oI
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65566: Tridecanoic acid "‘"{kﬁ“ﬁ, A = et
60 73 17.80 18.00 18.20 18.40
m/z 55.15 55.58%
43
5000
129
29 ‘ T7 115 171185 214
Ol
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17. 80 18. 00 18 20 18. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG032615\
Data File : BG016162.D

Acq On : 27 Mar 2015 5:04

Operator : TP/1Z

Sample : G1653-13

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG032515.M
Quant Title : 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 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.58 2.88 ng 132059 Chrysene-di12 21.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 4,4"-(1-methylethylidene... 228 C15H1602 000080-05-7 98
2 2H,8H-Benzo[1,2-b:3,4-b"]dipyran... 228 C14H1203 000523-59-1 72
3 2H,8H-Benzo[1,2-b:5,4-b"]dipyran... 228 C14H1203 000553-19-5 64
4 Carbanilic acid, p-phenyl- 213 C13H11NO2 004474-53-7 47
5 Phenol, 2,4"-isopropylidenedi- 228 C15H1602 000837-08-1 47
Abundance Scan 2876 (19.582 min): BG016162.D (-2872) (-) m/z 213.10 100.00%
213
5000
o1 119 228
i et b 2 RE T 18 |.,.II.., m/z 228.15  21.24%
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75157: Phenol, 4,4'-(1-methylethylidene)bis-
213
5000 ARARBARAUVARSUUARAR B
19.20 19.40 19.60 19.80
119 228 m/z 119.10 18.95%

27 39 51 65 77 9‘1 107 | 135 152165 181 197 | |
S NS e et A A

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

213

19.20 19.40 19.60 19.80
5000 m/z 214.15 16.70%

185
228
51 63 77 gg101 128 199

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75014: 2H,8H-Benzo[1,2-b:5,4-b]dipyran-2-one, 8,8-dimethyl- e EEaem pama
213 19.20 19.40 19.60 19.80

m/z 91.15 10.56%

5000

185
28 39 51 69 92103114 128 147 157 171 | 199 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 19.20 19.40 19.60 19. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG032615\
Data File : BG016162.D

Acq On : 27 Mar 2015 5:04

Operator : TP/1Z

Sample : G1653-13

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG032515.M
Quant Title : 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 5-Eicosene, (E)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.03 6.66 ng 304989 Chrysene-d12 21.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 99
2 1-Docosene 308 C22H44 001599-67-3 94
3 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
4 Cyclopentadecane 210 C15H30 000295-48-7 93
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 91
Abundance Scan 3122 (21.027 min): BG016162.D (-3118) (-) m/z 83.20 100.00%
57
5000 111 ,Vx-d__~yvﬁj\\.V*“QMA-\~
AUV SR BN B
139 20.80 21.00 21.20 21.40
3 167
o By WS 3% 228 280 308 1 nz5 97,15 97.85%
m/z--> 50 100 150 200 250 300
Abundance #106398: 5-Eicosene, (E)-
55
83
5000 AR VNI SRR SRR B
20.80 21.00 21.20 21.40
29 11 m/z 57.25 92.35%
, ,‘\, L1 -““-““. ;\‘ 1% 167 196 203 252 280
m/z--> 50 100 150 200 250 300
Abundance
55
o7 20,80 21.00 21.20 21.40
5000 m/z 55.15 88.00%
29
125
72 153 181 308
m/z--> 50 100 150 200 250 300 '
Abundance #137330: 1-Heneicosy! formate B eSS e
57 83 20.80 21.00 21.20 21.40
m/z 69.15 78.41%
5000 111 M"JLJ
} I ’ LA 167 196 220 266 294 39934
m/z--> 50 100 150 200 250 300 ' 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG032615\
Data File : BG016162.D

Acq On : 27 Mar 2015 5:04

Operator : TP/1Z

Sample : G1653-13

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG032515.M
Quant Title : 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 unknown26.17 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
26.17 17.90 ng 792416 Perylene-di12 23.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
12,5,5,8a-Tetramethyl-6,7,8,8a-te... 204 C14H200 124957-09-1 49
2 Naphthalene, 1,2,3,5,6,7,8,8a-oc... 204 C15H24 004630-07-3 47
3 4-Phosphacyclopentene, 4-mesityl- 204 C13H17P 214605-01-3 46
4 1,4-Dimethyl-8-isopropylidenetri... 204 C15H24 1000140-07-7 41
5 BH-Dibenzo[a,d]cycloheptene, 5-m... 204 C16H12 002975-79-3 27
Abundance Scan 3997 (26.167 min): BG016162.D (-3987) (-) m/z 204.20 100.00%
204
5000 }f\\
25.80 26.00 26.20 26.40
m/z 135.20 43.95%
m/z--> 50 100 150 200 250 300 350 400
Abundance #58594: 2,5,5,8a-Tetramethyl-6,7,8,8a-tetrahydro-5H-naphth...
135 204
o1 161
5000 BB DA R
41 69 25.80 26.00 26.20 26.40
m/z 69.25 35.98%
IﬂwhlI'"'I""I""I""I""I
m/z--> 50 100 150 200 250 300 350 400
Abundance
161 204
4 LN A SRR BN
25.80 26.00 26.20 26.40
5000 &) 107 135 m/z 121.20 35.76%
mz-> 50 100 150 200 250 300 350 400
Abundance #58549: 4-Phosphacyclopentene, 4-mesityl-
204 25.80 26.00 26.20 26.40
m/z 133.15 29.55%
5000 105 135
176
T il
.J‘. UIIHIJM;ILIHILHJILHLII i L I" T N M
m/z--> 50 100 150 200 250 300 350 400 25.80 26.00 26.20 26.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG032615\
Data File : BG016162.D

Acq On : 27 Mar 2015 5:04

Operator : TP/1Z

Sample : G1653-13

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG032515.M
Quant Title : 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 unknown26.70 Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
26.70 2.22 ng 98367 Perylene-di12 23.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Acetyl-1-(4-Fluorophenyl)-4,5-... 235 C11H10FN302 1000209-98-9 22
2 Dimethyl(trifluoromethylthio)arsine 206 C3HG6ASF3S 001959-80-4 14
3 2,4,4-Trimethyl-3-(3-methylbuta-... 206 C14H220 097452-05-6 14
4 6,10-Dodecadien-3-ol, 3,7,11-tri... 224 C15H280 003625-49-8 12
5 1-Phenanthrenecarboxylic acid, 7... 316 C21H3202 001686-62-0 11

Abundance Scan 4088 (26.702 min): BG016162.D (-4081) (-) m/z 69.15 100.00%
69 95 229
206
147
43 121 273
5000
173 301 425
> 341 393 26.40 26.60 26.80 27.00
m/z 229.25 93.51%
m/z--> 50 100 150 200 250 300 350 400
Abundance #78979: 3-Acetyl-1-(4-fluorophenyl)-4,5-dihydro-1H-[1,2,4]...
43
5000 206 M A AR SR
109 235 26.40 26.60 26.80 27.00
m/z 95.25 90.26%
LB e |
Al \u‘“h ‘\ v I
m/z--> 50 100 150 200 250 300 350 400 '
Abundance
63 109 206
26.40 26.60 26.80 27.00
5000 m/z 55.15 87 .83%
gh 145
171
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #60241: 2,4,4-Trimethyl-3-(3-methylbuta-1,3-dienyl)cyclohe... T
109 26.40 26.60 26.80 27.00
206 m/z 241.25 75 .56%
5000] 41
81 137
m/z--> 50 100 150 200 250 300 350 400 26.40 26.60 26.80 27.00

8270-BG032515.M Fri Mar 27 18:26:03 2015

Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG032615\
Data File : BG016162.D

Acq On : 27 Mar 2015 5:04

Operator : TP/1Z

Sample : G1653-13

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG032515.M
Quant Title : 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 unknown27.48 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
27 .48 2.36 ng 104583 Perylene-di12 23.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Indolethanamine, 2-carboxy-6-f... 252 C12H13FN203 062106-04-1 22
2 1,3,4-Oxadiazole, 2-(2-furyl)-5-._. 205 C10H11N302 284674-14-2 14
3 2,3-Dihydroquinoxaline, 1-[2-hyd... 234 C12H14N203 1000127-85-4 11
4 Benzoic acid, 2-hydroximinoacety... 208 C9H8N204 006579-46-0 11
5 5-Acetyl-2-methylpyridine thiose... 208 C9H12N4S 219865-93-7 11
Abundance Scan 4220 (27.477 min): BG016162.D (-4216) (-) m/z 234.25 100.00%
69 o5 234
135
273
5000 159 187
25 357 TT T rrrrtrrrprrrrprrrr
27.20 27.40 27.60 27.80
m/z 69.15 89.18%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #89273: 3-Indolethanamine, 2-carboxy-6-fluoro-5-methoxy-
234
177
5000 LR SN BB B SULRE.
2720 27.40 27.60 27.80
a4 107 134 m/z 95.15 81.64%
63 81 1 252
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance
55
% 205 RN IR B B SO
27.20 27.40 27.60 27.80
5000 m/z 81.15 78.99%
121
38
78 148 176
mwmwwﬁmﬁwﬁmmm
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #78347: 2,3-Dihydroquinoxaline, 1-[2-hydroxyethyl]-6,7-dim... R EARES REEa
190 234 27.20 27.40 27.60 27.80
m/z 135.20 73.08%
5000
43 87
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 2720 27.40 27.60 27.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG032615\
Data File : BG016162.D

Acq On : 27 Mar 2015 5:04

Operator : TP/1Z

Sample : G1653-13

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG032515.M
Quant Title : 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]
unknown2 .79 2.79 57.9 ng 833569 1 7.79 287806 20.0
Butane, 2-methoxy... 3.00 5.2 ng 74942 1 7.79 287806 20.0
unknown4 .92 4.92 8.9 ng 127976 1 7.79 287806 20.0
unknown? .32 7.32 84.8 ng 1219710 1 7.79 287806 20.0
2-Propanol, 1-(2-... 7.38 2.4 ng 34448 1 7.79 287806 20.0
Butanoic acid, 2-... 7.57 5.0 ng 71366 1 7.79 287806 20.0
n-Hexadecanoic acid 18.04 3.6 ng 141484 4 17.15 793707 20.0
Phenol, 4,4"-(1-m... 19.58 2.9 ng 132059 5 21.32 915498 20.0
5-Eicosene, (E)- 21.03 6.7 ng 304989 5 21.32 915498 20.0
unknown26.17 26.17 17.9 ng 792416 6 23.61 885200 20.0
unknown26.70 26.70 2.2 ng 98367 6 23.61 885200 20.0
unknown27.48 27.48 2.4 ng 104583 6 23.61 885200 20.0
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