LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050915\
Data File : BG017023.D

Acq On : 10 May 2015 13:09

Operator : TP/1Z

Sample : G2104-07

Misc :

ALS Vial : 65 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-BG050515.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 2.916 34 39 47 rBvY 233470 341787 7.01% 1.398%
2 2.993 47 52 61 rvB 499176 633611 12.99% 2.591%
3 4.908 372 378 385 rBvV2 54279 82461 1.69% 0.337%
4 5.378 452 458 470 rBV 587039 853281 17.49% 3.489%
5 6.970 723 729 739 rBV 429409 673779 13.81% 2.755%

7.329 782 790 803 rBV 1102154 1749385 35.87% 7.154%
7.787 862 868 875 rBvV 244334 379716 7.79% 1.553%
8.110 916 923 931 rBV 874350 1367289 28.03% 5.591%
8.950 1058 1066 1076 rBV 852859 1448025 29.69% 5.922%
10.578 1336 1343 1351 rBV 345032 590526 12.11% 2.415%

=
QO ~NO®

11 12.781 1712 1718 1725 rBV2 104182 161702 3.32% 0.661%
12 13.051 1754 1764 1775 rBV 2213502 3469194 71.13% 14.187%
13 14.426 1991 1998 2005 rBV3 546378 875341 17.95% 3.580%
14 15.249 2133 2138 2142 rVB 58938 80894 1.66% 0.331%
15 15.789 2225 2230 2238 rVB2 60999 115531 2.37% 0.472%

16 15.919 2245 2252 2262 rBV 2090798 3052116 62.58% 12.481%
17 17.170 2459 2465 2472 rBV2 756960 1058497 21.70% 4_.329%
18 18.063 2612 2617 2627 rBV 159531 265696 5.45% 1.087%
19 19.344 2832 2835 2844 rBV 101510 154426 3.17% 0.632%
20 19.796 2906 2912 2918 rBV 4140453 4877430 100.00% 19.946%

21 21.054 3122 3126 3132 rBV6 62603 91853 1.88% 0.376%
22 21.342 3170 3175 3184 rBV 804019 1100433 22.56% 4 _500%
23 23.639 3559 3566 3574 rVB 531335 1030423 21.13% 4.214%

Sum of corrected areas: 24453396
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050915\
Data File : BG017023.D

Acqg On : 10 May 2015 13:09

Operator : TP/1Z

Sample : G2104-07

Misc :

ALS Vial : 65 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515.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: BG017023.D

4000000

3000000

2000000

7.33
1000000 8.11 8.95
299 5.38
6.97
2.92 7.79 10.58
4.91 A A
oE e — - e -0 e - -

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00
Abundance TIC: BG017023.D

4000000 19,80

3000000

13.05 15.92
2000000
1000000 1717
14.43
18.06 19.34

Time--> 12.00 1250 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BG017023.D

4000000

3000000

2000000

1000000 21.34

23.64
21.05 A»
O T T o e e e e e o I I I

Time--> 21.00 21.50 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 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\BG050915\
Data File : BG017023.D

Acq On : 10 May 2015 13:09

Operator : TP/1Z

Sample : G2104-07

Misc :

ALS Vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515_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 2 Butane, 2-methoxy-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

2,09 33.37ng 633611  1,4-Dichlorobenzene-da 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

utane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 50
3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
ntane, 3-methoxy- 102 C6H140 036839-67-5 12
-Ethylformamide 73 C3H7NO 000627-45-2 9

Du

Abundance Scan 52 (2.993 min): BG017023.D (-47) (-) m/z 73.05 100.00%

B
5000 43
87

2.80 3.00 320 3.40
el g L L asr oor 2O G453 60 43,920

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4386: Butane, 2-methoxy-2-methyl-
73

5000 B o e
280 3.00 320 3.40

43 m/z 55.10  25.85%

RN
N . —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73

o

o

M 280 300 320 3.40
5000 o7 m/z 87.10 24.98%
15 88
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 J\
Abundance #2022: 1,3-Dioxolane, 2-methyl- B R
73 280 3.00 3. 20 3.40

m/z 41.00 16.43%

5000 43
58
29

I ‘ g8

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 280 3.00 320 3.40

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050915\
Data File : BG017023.D

Acq On : 10 May 2015 13:09

Operator : TP/1Z

Sample : G2104-07

Misc :

ALS Vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

4.91 4.34 ng 82461 1,4-Dichlorobenzene-d4 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 42
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 30
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Thiocyanic acid, propyl ester 101 C4H7NS 004251-16-5 9

Abundance Scan 378 (4.908 min): BG017023.D (-372) (-) m/z 43.00 100.00%
43
5000
101 460 4.80 5.00 5.20
73 : : : :
o,....;'..'..-,I...1.4,7....,....,....,....3,5‘.‘3...,..‘.‘3?9, m/z 59.00 48.56%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 IIII""I'\""I""I""'\"I

4.60 4.80 5.00 5.20

m/z 101.00 16.95%
15 ‘ 101 b
0 ‘ P A 1
e e e T T T
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
43
IIIIIIAIIIIIIIIIIIIIIAIIII
460 4.80 5.00 5.20
5000 m/z 58.00 14.30%
101
15 69
O T T T T T
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #3993: Morpholine, 4-methyl-
43 4.60 4.80 5.00 5.20
m/z 40.95 9.82%
5000
15 - 101
OPLHJ,Ai..,”..,....,”..,....,.”.,....,..”,
m/z--> 0 50 100 150 200 250 300 350 400 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050915\
Data File : BG017023.D

Acq On : 10 May 2015 13:09

Operator : TP/1Z

Sample : G2104-07

Misc :

ALS Vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515_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 unknown7.33 Concentration Rank 1

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

7.33 92.14 ng 1749390 1,4-Dichlorobenzene-d4 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 25
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 790 (7.329 min): BG017023.D (-782) (-) m/z 132.00 100.00%
132
5000 68
40 96 JERSARREREREA AR
7.00 7.20 7.40 7.60
o w L o7 sor 488 77 68.00  46.44%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 A L L R LR
7.00 7.20 7.40 7.60
5 70 ‘ m/z 66.00 32.16%
O'mehuhui""I""P"'I""I""I""I'”'I"'
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
132
7.00 720 7.40 7.60
5000 m/z 134.00 31.17%
69
39 103
L L U L U LA L WL B B W
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #48639: Tranylcypromine-propionyl R e
57 132 7.00 7.20 7.40 7.60
m/z 69.00 19.69%
5000 98
“ﬂ (1)l ) 158 189
L L U U LA L WL B S W A L R LR
m/z--> 50 100 150 200 250 300 350 400 450 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050915\
Data File : BG017023.D

Acq On : 10 May 2015 13:09

Operator : TP/1Z

Sample : G2104-07

Misc :

ALS Vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515_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 2,2,4-Trimethyl-1,3-pentane... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.78 3.69 ng 161702 Acenaphthene-d10 14.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,2,4-Trimethyl-1,3-pentanediol ... 286 C16H3004 006846-50-0 50
2 Propanoic acid, 2-methyl-, 2,2-d... 216 C12H2403 074367-33-2 50
3 Butanoic acid, 2-methylpropyl ester 144 C8H1602 000539-90-2 42
4 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602 000097-85-8 42
5 Butanoic acid, l-methylethyl ester 130 C7H1402 000638-11-9 38
Abundance Scan 1718 (12.781 min): BG017023.D (-1712) (-) m/z 43.05 100.00%
71
5000
l 98 EUIUUD 5 VESUUUY A VI,
143 173 12.40 12.60 12.80 13.00
ol g .'H-, iy 28284 B Tm/z 71.10  94.81%
m/z--> 50 100 150 200 250 300 350 400
Abundance #109836: 2,2,4-Trimethyl-1,3-pentanediol diisobutyrate
71
43
5000 NN BN SUNLRE I
12.40 12.60 12.80 13.00
m/z 56.10 38.10%
0 ‘u \‘ “\ Il ‘\\9‘\8\ 143 173 198 243
m/z--> 50 100 150 200 250 300 350 400 '
Abundance
71
13 12.40 12.60 12.80 13.00
5000 m/z 83.05 35.05%
% 143173
L L W U AL WL S
m/z--> 50 100 150 200 250 300 350 400
Abundance #20088: Butanoic acid, 2-methylpropyl ester
7 12.40 12.60 12.80 13.00
m/z 41.10 34_.01%
5000
43
olatl b 9t 120
m/z--> 50 100 150 200 250 300 350 400 ' 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050915\
Data File : BG017023.D

Acq On : 10 May 2015 13:09

Operator : TP/1Z

Sample : G2104-07

Misc :

ALS Vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515_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 Benzophenone Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.79 2.64 ng 115531 Acenaphthene-d10 14.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 93
2 Acetophenone, 2-chloro- 154 C8H7CIO 000532-27-4 50
3 Benzoylformic acid 150 C8H603 000611-73-4 43
4 Glyoxylohydroximoyl chloride, 2-... 183 C8H6CINO2 004937-87-5 43
5 Benzeneacetonitrile, .alpha.-oxo- 131 C8H5NO 000613-90-1 43
Abundance Sc$n 2230 (15.789 min): BG017023.D (-2225) (-) m/z 105.00 100.00%
105
77
5000 182
51
1 13 15.40 15.60 15.80 16.00 16.20
154 - - - - -
Ol b S W 2898 AT g7 77.00 0 62.94%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #44105: Benzophenone
105
77
5000 AL DU UL SO B
182 15.40 15.60 15.80 16.00 16.20
o1 m/z 182.00  46.90%
27 J | 152 |
TR U U L L U L L UL L UL L S
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
105
77 15.40 15.60 15.80 16.00 16.20
5000 m/z 51.00 30.67%
51
27 154
L U U L L U UL L UL L UL L W
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #23286: Benzoylformic acid
105 15.40 15.60 15.80 16.00 16.20
77 m/z 130.95 18.14%
5000
51
oL 20l 150
m/z--> 50 100 150 200 250 300 350 400 450 15.40 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050915\
Data File : BG017023.D

Acq On : 10 May 2015 13:09

Operator : TP/1Z

Sample : G2104-07

Misc :

ALS Vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515_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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.06 5.02 ng 265696 Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Dodecanoic acid 200 C12H2402 000143-07-7 89
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74
5 Tetradecanoic acid 228 C14H2802 000544-63-8 62

Abundance Scan 2616 (18.057 min): BG017023.D (-2612) (-) m/z 43.05 100.00%

5000

17.80 18.00 18.20 18.40
m/z 73.00 82.21%

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #92228: n-Hexadecanoic acid

N
&)
~

5000 256
129 17.80 18.00 18.20 18.40

m/z 55.00 69.70%

97 213
Ll 5]
oL dld b L I 4
m/z--> 50 100 150 200 250 300 350 400
Abundance
73
B m e
43 17.80 18.00 18.20 18.40
5000 m/z 41.00 66.37%
129
157 200
101
18
ol Ly L
m/z--> 50 100 150 200 250 300 350 400
Abundance #65562: Tridecanoic acid R B RmEE Ea e
43 73 17.80 18.00 18.20 18.40
m/z 60.00 65.92%
5000
129 171 214
Ll e |
I
m/z--> 50 100 150 200 250 300 350 400 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050915\
Data File : BG017023.D

Acq On : 10 May 2015 13:09

Operator : TP/1Z

Sample : G2104-07

Misc :

ALS Vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515_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 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.34 2.81 ng 154426 Chrysene-di12 21.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 64
3 Tetradecanoic acid 228 C14H2802 000544-63-8 58
4 n-Decanoic acid 172 C10H2002 000334-48-5 49
5 2-Piperidinone, N-[4-bromo-n-but... 233 C9H16BrNO 195194-80-0 43

Abundance Scan 2834 (19.338 min): BG017023.D (-2832) (-) m/z 43.05 100.00%

48

5000

19.00 19.20 19.40 19.60
m/z 73.00 73.51%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108841: Octadecanoic acid

43

5000 LA LN L L L L
19. OO 19. 20 19. 40 19 60
2 m/z 41.00 63.41%
RSN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
R e
19.00 19.20 19.40 19.60
5000 129 m/z 57.05 62.29%
28 97 199 242
157
o 58 113 180 | 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid LR N e B L
73 19.00 19.20 19.40 19.60
43 m/z 55.05 60.62%
5000 129
97 185 228
113 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19. 00 19. 20 19. 40 19 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050915\
Data File : BG017023.D

Acq On : 10 May 2015 13:09

Operator : TP/1Z

Sample : G2104-07

Misc :

ALS Vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515_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]
Butane, 2-methoxy... 2.99 33.4 ng 633611 1 7.79 379716 20.0
2-Pentanone, 4-hy... 4 .91 4.3 ng 82461 1 7.79 379716 20.0
unknown7 .33 7.33 92.1 ng 1749390 1 7.79 379716 20.0
2,2,4-Trimethyl-1._.. 12.78 3.7 ng 161702 3 14.43 875341 20.0
Benzophenone 15.79 2.6 ng 115531 3 14.43 875341 20.0
n-Hexadecanoic acid 18.06 5.0 ng 265696 4 17.17 1058500 20.0
Octadecanoic acid 19.34 2.8 ng 154426 5 21.34 1100430 20.0
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