LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF063015\
Data File : BF080243.D

Acq On : 30 Jun 2015 18:32

Operator : TP/1Z

Sample - G2837-01

Misc :

ALS Vial : 14 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_F\METHODS\8270-BF061715_.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 3.144 3 5 8 rVB 1516302 2472535 100.00% 17.425%
2 3.738 54 57 60 rBv 86847 126434 5.11% 0.891%
3 4.824 150 152 155 rBvY 67619 82932 3.35% 0.584%
4 5.430 204 205 208 rvv 46676 43330 1.75% 0.305%
5 5.499 208 211 215 rVB 41832 47278 1.91% 0.333%
6 5.887 243 245 248 rBVY 385694 488849 19.77% 3.445%
7 6.139 265 267 270 rBV 45531 45557 1.84% 0.321%
8 6.367 286 287 289 rvVB 20974 24816 1.00% 0.175%
9 6.882 330 332 335 rBV 249643 326317 13.20% 2.300%
10 6.973 338 340 342 rvB 55762 43620 1.76% 0.307%

11 7.053 344 347 349 rBV 925253 888167 35.92% 6.259%
12 7.282 365 367 369 rBvV 242395 210629 8.52% 1.484%
13 7.339 369 372 374 rVB 55758 50128 2.03% 0.353%
14 7.442 379 381 385 rvv 994246 904011 36.56% 6.371%
15 7.522 385 388 394 rvB2 64404 123377 4._.99% 0.870%

16 7.796 407 412 414 rBV 537514 1076029 43.52% 7.583%
17 7.842 414 416 426 rVV 848302 910249 36.81% 6.415%

18 8.127 438 441 445 rVB2 44706 76678 3.10% 0.540%
19 8.310 456 457 459 rvVB2 46537 34030 1.38% 0.240%
20 8.436 466 468 473 rVB5 9462 26825 1.08% 0.189%
21 8.573 478 480 483 rBvV 358527 290056 11.73% 2.044%
22 9.110 526 527 531 rVB 33225 36668 1.48% 0.258%
23 9.522 562 563 567 rvVB 45495 45263 1.83% 0.319%

24 9.648 572 574 576 rVB 1368739 1245253 50.36% 8.776%
25 9.819 587 589 596 rBV 125195 128437 5.19% 0.905%

26 10.345 633 635 638 rvB 411909 342107 13.84% 2.411%
27 10.951 686 688 690 rBvV 634043 494284 19.99% 3.483%
28 11.133 702 704 707 rBv2 600592 767250 31.03% 5.407%
29 11.853 764 767 769 rBV 294647 337065 13.63% 2.375%
30 12.048 782 784 787 rBV 262242 218996 8.86% 1.543%

31 13.522 910 913 915 rBV 1498992 1536610 62.15% 10.829%

32 14.768 1019 1022 1024 rVB 313488 378164 15.29% 2.665%
33 16.597 1179 1182 1189 rVB 264350 367365 14.86% 2.589%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF063015\
Data File : BF080243.D

Acq On : 30 Jun 2015 18:32

Operator : TP/1Z

Sample - G2837-01

Misc :

ALS Vial : 14 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_F\METHODS\8270-BF061715.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 14189309
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF063015\
Data File : BF080243.D

Acq On : 30 Jun 2015 18:32

Operator : TP/1Z

Sample - G2837-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF080243.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF063015\
Data File : BF080243.D

Acq On : 30 Jun 2015 18:32

Operator : TP/1Z

Sample - G2837-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715.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 2-Butanol, 2,3-dimethyl- Concentration Rank 5

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

3.74 12.01 ng 126434 1,4-Dichlorobenzene-d4 7.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butanol, 2,3-dimethyl- 102 C6H140 000594-60-5 83
2 Propane, l-ethoxy- 88 C5H120 000628-32-0 53
3 2-Pentanol, 2-methyl- 102 C6H140 000590-36-3 50
4 3-Heptanol 116 C7H160 000589-82-2 40
5 3-Pentanol, 2,2-dimethyl- 116 C7H160 003970-62-5 40

Abundance Scan 57 (3.738 min): BF080243.D (-54) (-) m/z 59.10 100.00%
59
5000
41 69 87 LSRR LU N R
|| 4 53 | 3.40 3.60 3.80 4.00
S F N . VY P U m/z 87.10 24.05%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4374: 2-Butanol, 2,3-dimethyl-
59
5000 LSRRI U N SRR
3.40 3.60 3.80 4.00
yq 4 69 87 m/z 41.10 22 _.97%
15 L ‘ ‘\46 53 | ‘ 101
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance
31 59
340 360 380 400
5000 m/z 43.10 21.06%
43
88
25 37 53 73 79
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance #4362: 2-Pentanol, 2-methyl- T
509 3.40 3.60 3.80 4.00
m/z 69.10 18.75%
5000
45 o
31
39 69
'W'%é'ﬁ"um”"“ﬂ'”l?%“W'"JP"'I”"I'”'I"”I LSRR U L SRR
m/z--> 10 40 50 60 70 80 90 100 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF063015\
Data File : BF080243.D

Acq On : 30 Jun 2015 18:32

Operator : TP/1Z

Sample - G2837-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715.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 2 2-Pentanol, 2,4-dimethyl- Concentration Rank 7

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

4.82 7.87 ng 82932 1,4-Dichlorobenzene-d4 7.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 83
2 2-Hexanone, 3-hydroxy-3,5-dimethyl- 144 C8H1602 006321-14-8 78
3 2-Propanol, 2-methyl- 74 C4H100 000075-65-0 50
4 3-Pentanol 88 C5H120 000584-02-1 50
5 2-Pentanol, 2,3-dimethyl- 116 C7H160 004911-70-0 40

Abundance Scan 152 (4.824 min): BF080243.D (-150) (-) m/z 59.10 100.00%
59
5000
43 RS L SRR U
| | 51 | 83 101 440 4.60 4.80 5.00 5.20
e e e e e e e e m/z 43.05 21.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8152: 2-Pentanol, 2,4-dimethyl-
59
5000 BRI R RN U
4.40 4.60 4.80 5.00 5.20
43 101 m/z 41.10 14.62%
31 ‘ 83
B S S es T
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
I""I'I\"'I""'\I""III
4.40 4.60 4.80 5.00 5.20
5000 m/z 57.10 13.91%
43
69 83 101 111
miz--> 10 20 30 40 50 60 70 8 90 100 110 N
Abundance #842: 2-Propanol, 2-methyl- T B R m
59 4.40 4.60 4.80 5.00 5.20
m/z 101.10 7.15%
5000 31
41
15
"W"'W'?§W"'W"'ﬁq"W"”l"”l"”l'”'I'”'I”"I USRS SRR UL
m/z--> 10 20 30 40 50 60 70 8 90 100 110 440 4.60 4.80 500 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF063015\
Data File : BF080243.D

Acq On : 30 Jun 2015 18:32

Operator : TP/1Z

Sample - G2837-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 11

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

5.50 4.49 ng 47278 1,4-Dichlorobenzene-d4 7.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 9
3 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 9
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 5

Abundance Scan 211 (5.499 min): BF080243.D (-208) (-) m/z 43.05 100.00%
43
59
5000
101
| 83 | 5.20 5.40 5.60 5.80
”W”“P”W”“%”W”LP”W””P”W“”P”W“”P”'””P”W””P”' m/z 59.10 57.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 S N LR S
59 520 540 560 580
m/z 101.10 19.71%
15 4 101
N | 51 83
miz> 15 2 3 40 50 6 70 80 30 100 110 120 150 140 120 180
Abundance
59
520 540 560 580
5000 m/z 58.10 16.39%
43
69 83 o8 123 141 159
wmwwmwmmwﬂvmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #3602: 1-Propen-2-ol, acetate I EmEE ./.\, )
43 5.20 5.40 5.60 5.80

m/z 41.10 9.60%
5000

58

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF063015\
Data File : BF080243.D

Acq On : 30 Jun 2015 18:32

Operator : TP/1Z

Sample - G2837-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715.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 Benzene, l-ethyl-2-methyl- Concentration Rank 13

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

6.97 4.14 ng 43620 1,4-Dichlorobenzene-d4 7.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 94
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
3 Benzene, 1,3,5-trimethyl- 120 C9H12 000108-67-8 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91

Abundance Scan 340 (6.973 min): BF080243.D (-338) (- m/z 105.10 100.00%
105
5000
120
39 51 g 65 91 6.60 6.80 7.00 7.20
S A W S 1 MNNS NS N NSO P m/z 120.10  30.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9127: Benzene, 1-ethyl-2-methyl-
105
5000
120 6.60 6.80 7.00 7.20
m/z 91.10 12.31%
15 27 ¥ sieges TS
mz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance
105
6.60 6.80 7.00 7.20
5000 120 m/z 77.10 11.80%
28 39 7 91
14 ol g5 65 84 | 98
mz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #9122: Benzene, 1,3,5-trimethyl-
6.60 6.80 7.00 7.20
m/z 79.10 10.90%
5000
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF063015\
Data File : BF080243.D

Acq On : 30 Jun 2015 18:32

Operator : TP/1Z

Sample - G2837-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715.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 8 unknown7.05 Concentration Rank 2

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

7.05 84 .33 ng 888167 1,4-Dichlorobenzene-d4 7.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
4 4-Chloro-6-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 347 (7.053 min): BF080243.D (-344) (-) m/z 132.10 100.00%
5000 68
10 % 680 7.00 7.20 7.40
54 104 : : : :
e B Gl D e | W "n/z 68.10  35.63%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U NI AL R
6.80 7.00 7.20 7.40
0,
31384451 78 m/z 134.10 32.94%
”'WM”HPI”JL'W'”lP'“I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
680 7.00 7.20 7.40
5000 67 m/z 66.10 21.39%
41 97
53 2 117
34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13680: 4-Chloro-2-fluoro-pyrimidine A
132 6.80 7.00 7.20 7.40
o m/z 69.10 13.46%
5000 0
31 44 60
'"'Ik"'l'l'ﬁw"'k""l"7FI'ﬁql"'al}Pﬁl'%}él""l“" T HERBE LRI L SR
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF063015\
Data File : BF080243.D

Acq On : 30 Jun 2015 18:32

Operator : TP/1Z

Sample - G2837-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715.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 unknown7.34 Concentration Rank 10

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

7.34 4.76 ng 50128 1,4-Dichlorobenzene-d4 7.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Methyl-1H-1,2,4-triazole 83 C3H5N3 006086-21-1 40
2 1-Butene, 2,3,3-trimethyl- 98 C7H14 000594-56-9 37
3 2H-Azepin-2-one, hexahydro-5-met... 127 C7H13NO 002210-07-3 27
4 3-Methyl-4-hexyn-3-ol 112 C7H120 006320-68-9 25
5 1,5-Heptadien-4-one, 3,3,6-trime... 152 C10H160 000546-49-6 25

Abundance Scan 372 (7.339 min): BF080243.D (-369) (-) m/z 83.10 100.00%
43 &
5000 %5
127
| 6 9|*|3105 7.00 7.20 7.40 7.60
"W”'W”'W””I””i””I””h””l””P:”P'”PJ”P'”V”'P” m/z 43.10 79.96%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1259: 1-Methyl-1H-1,2,4-triazole
83
28
5000 56 R U A IR UL
7.00 7.20 7.40 7.60
m/z 55.05 49 _45%
40
T T L T R T T o
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
55 83
41 7.00 7.20 7.40 7.60
5000 m/z 56.10 41 _34%
29 98
15 6774 | a1
mmmmwmmﬁ
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11480: 2H-Azepin-2-one, hexahydro-5-methyl-
30 7.00 7.20 7.40 7.60
m/z 41.10 33.04%
5000 R 69
s % 10
83
AR A IR RN RIS S IULARN IRUREE RERRA AR RS RS BN AR L
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF063015\
Data File : BF080243.D

Acq On : 30 Jun 2015 18:32

Operator : TP/1Z

Sample - G2837-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715.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 unknown7.52 Concentration Rank 6

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

7.52 11.72 ng 123377 1,4-Dichlorobenzene-d4 7.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid, 2,2-dimethyl- 144 C8H1602 000813-72-9 38
2 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 36
3 Butyric acid, 2,2,3,3-tetramethyl- 144 C8H1602 030407-41-1 33
4 Methyl 2-methylhexanoate 144 C8H1602 002177-81-3 28
5 Cyclohexaneacetic acid, .alpha.-... 170 C10H1802 006051-00-9 25

Abundance Scan 388 (7.522 min): BF080243.D (-385) (-) m/z 57.10 100.00%
57 g9
5000
3
#05 7.20 7.40 7.60 7.80
— e, m/z 88.10 81.26%
m/z--> 50 100 150 200 250 300 350
Abundance #20045: Hexanoic acid, 2,2-dimethyl-
57
88
5000 p\ AR ARAN RARRARARRNLARES
7.20 7.40 7.60 7.80
29 m/z 43.10 48.07%
N
m/z--> 50 100 150 200 250 300 350
Abundance
43 88
7.20 7.40 7.60 7.80
5000 71 m/z 41.10 44 _96%
26 109 135155173 214 242 272 294313 355
m/z--> 50 100 150 200 250 300 350
Abundance #20084: Butyric acid, 2,2,3,3-tetramethyl-
57 88 7.20 7.40 7.60 7.80
m/z 73.00 32.51%
5000
29
J,LiILkJ\J '
m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF063015\
Data File : BF080243.D

Acq On : 30 Jun 2015 18:32

Operator : TP/1Z

Sample - G2837-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715.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 unknown8.13 Concentration Rank 9

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

8.13 5.29 ng 76678 Naphthalene-d8 8.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 43
2 2(3H)-Furanone, dihydro-4,4,5,5-... 142 C8H1402 016466-24-3 43
3 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 43
4 Octane, 3-chloro- 148 C8H17CI 001117-79-9 38
5 Cycloheptane 98 C7H14 000291-64-5 37

Abundance Scan 441 (8.127 min): BF080243.D (-438) (-) m/z 56.10 100.00%
g6 70
43 83
5000
127
M 9% 114 7.80 8.00 8.20 8.40
reeperrrrrrreprrrrpere e Tm/z 70.10  97.95%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3333: Cyclopentane, 1,3-dimethyl-
56 70
41
5000
7.80 8.00 8.20 8.40
27 ‘ 83 o5 m/z 55.10 92.16%
L R SRS RRRLS RRARS KRS SRS RAARS SRR NN RS SRS RARAN LARAS SRS SAR L
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43 99
83 127 7.80 8.00 8.20 8.40
5000 m/z 59.10 84.12%
27 114
51 69 98 142
mmwmwmwm
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3346: Cyclopentane, 1,3-dimethyl-, cis-
56 70 7.80 8.00 8.20 8.40
4l m/z 43.10 72.96%
5000
27 a3
15 ‘ 98
'”ﬁ“W”MP”m””N“'NM'”HM”U”W””P”W”“P”W””P”W' AR RN U R
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.80 8.00 820 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF063015\
Data File : BF080243.D

Acq On : 30 Jun 2015 18:32

Operator : TP/1Z

Sample - G2837-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715.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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 18

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

8.31 2.35 ng 34030 Naphthalene-d8 8.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 93
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 87
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 87
4 Benzene, l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 76
5 Benzene, 1l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 76

Abundance Scan 457 (8.310 min): BF080243.D (-456) (-) m/z 117.10 100.00%
117 A
5000 132
91
39 51 65 7 84 103 8.00 8.20 8.40 8.60
m/z 132.10 38.33%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13603: Benzene, 2-ethenyl-1,4-dimethyl-
117
5000

8.00 8.20 8.40 8.60
m/z 119.10 34 .31%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117

8.00 8.20 8.40 8.60
5000 132 m/z 115.10 24 _.61%

27 39 51 65 91
58 T g 103110 || 125

mmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13606: 1H-Indene, 2,3-dihydro-4-methyl-

117 8.00 8.20 8.40 8.60
m/z 131.10 21.65%

At

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.00 8.20 8.40 8.60

5000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF063015\
Data File : BF080243.D

Acq On : 30 Jun 2015 18:32

Operator : TP/1Z

Sample - G2837-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715.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 1-Adamantanol Concentration Rank 16

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

9.11 2.53 ng 36668 Naphthalene-d8 8.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Adamantanol 152 C10H160 000768-95-6 91
2 2-Cyclopentene-1-butanal, .gamma... 194 C13H220 060714-25-2 64
3 5,7-Octadien-4-one, 2,6-dimethyl... 152 C10H160 003588-18-9 64
4 4-Pyridinol 95 C5H5NO 000626-64-2 58
5 Cyclohexanemethanol, 4-(1-methyl... 156 C10H200 013828-37-0 39

Abundance Scan 527 (9.110 min): BF080243.D (-526) (-) m/z 95.10 100.00%
95
5000
41 55 67 77 109 152 8.80 9.00 9.20 9.40
e e e A S m/z 152.10 12.98%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #23932: 1-Adamantanol
95
5000 IS AN SRS LR LA
8.80 9.00 9.20 9.40
152 m/z 94.10 12 .59%
15 27 4 55 67 79 | 109139 137
miz--> 20 40 60 80 100 120 140 160 180
Abundance
95
880 900 920 940
5000 m/z 96.00 10.20%

29 41 55 67 81 107 121 137 161 176 194

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24085: 5,7-Octadien-4-one, 2,6-dimethyl-, (2)-
95 8.80 9.00 9.20 9.40
m/z 77.10 8.94%
5000
67
41
152
| 57 ‘ | 10 137
T e e e e e T e
m/z--> 20 40 60 80 100 120 140 160 180 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF063015\
Data File : BF080243.D

Acq On : 30 Jun 2015 18:32

Operator : TP/1Z

Sample - G2837-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715.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 15 unknown9.52 Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
952 2.65ng 45263  Acenaphthene-di0 10.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 D-Allothreonine 119 CaHONO3 024830-94-2 45

2 2-Pentanol, 4,4-dimethyl- 116 C7H160 006144-93-0 43
3 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 40
4 Propene, 3-tert-butoxy-2-(methox... 158 C9H1802 023230-86-6 38
5 dI-Threonine 119 C4H9NO3 000080-68-2 37
Abundance Scan 563 (9.522 min): BF080243.D (-562) (-) m/z 57.10 100.00%
57
5000 45
T T T T T[T T T
39 no & A8 920 9.40 9.60 9.80
..,....,....,....l,:'!..,.'.'.|.'-!'....~,'.'.'.-.?4.|:|:,..?7;:':..,~....,.... m/z 45.10 44.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8754: D-Allothreonine
5000 \ N RS R RS R
45 9.20 9.40 9.60 9.80
m/z 41.10 37.97%
S| S S N AN
m/z--> 10 30 40 50 60 70 80 90 100 110 120
Abundance
57
N A U RS AR
9.20 9.40 9.60 9.80
5000 45 m/z 56.10 22.16%
29
15 39 70 83 101 qqg
mz> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8548: Ethanol, 2-butoxy-
57 9.20 9.40 9.60 9.80
m/z 103.10 14 .50%
5000 45
29
87
15 \“\ ¥, e TP 100 118
m/z--> 1IO 2|O 3|0 4|0 5|O 6|O 7|0 8|0 9|O 1(|)O 1::.0 12|O 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF063015\
Data File : BF080243.D

Acq On : 30 Jun 2015 18:32

Operator : TP/1Z

Sample - G2837-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715.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 16 Benzoic acid, 2,4,6-trimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
9.82 7.51 ng 128437 Acenaphthene-d10 10.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid, 2,4,6-trimethyl- 164 C10H1202 000480-63-7 95
2 Benzoic acid, 2,4,5-trimethyl- 164 C10H1202 000528-90-5 49
3 2-Ethyl-2-phenylaziridine 147 C10H13N 000768-82-1 45
4 2-Hydroxy-1,7-naphthyridine 146 C8H6N20 054920-82-0 27
5 1,3-Oxazolidine, 4-methyl-2-(4-m... 253 C17H19NO 1000138-83-3 27
Abundance Scan 589 (9.819 min): BF080243.D (-587) (-) m/z 146.10 100.00%
146

164
5000 117

i

9.40 9.60 9.80 10.00 10.20
m/z 164.10 64 .26%

m/z--> 10 20 30 40 50 60 70 80 90 100 110120 130 140 150 160 170
Abundance #31597: Benzoic acid, 2,4,6-trimethyl-
146 164
5000 119
9.40 9.60 9.80 10.00 10.20
0
5 3 51 g 77 9‘1 105 m/z 117.10 42 .81%
S NP MV AP | S - AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 130 140 150 160 170
Abundance
146 164
119
9.40 9.60 9.80 10.00 10.20
5000 m/z 119.10 40.45%
77 a1 105
18 27 39 651 65 131
mmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 130 140 150 160 170 A
Abundance #21334: 2-Ethyl-2-phenylaziridine SNV S ASVYA VSV N
146 9.40 9.60 9.80 10.00 10.20

m/z 118.10 39.52%

5000

77 gf 103 7

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 9.40 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF063015\
Data File : BF080243.D

Acq On : 30 Jun 2015 18:32

Operator : TP/1Z

Sample - G2837-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715.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 17 Tributyl phosphate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.95 28.90 ng 494284 Acenaphthene-d10 10.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tributyl phosphate 266 C12H2704P 000126-73-8 91
2 Bis(2-ethylhexyl)hydrogen phosphate 322 C16H3504P 000298-07-7 36
3 (-+/-_)-Dethiobiotin 214 C10H18N203 000636-20-4 36
4 Phosphoric acid, tris(2-ethylhex... 434 C24H5104P 000078-42-2 36
5 n-Pentyl methylphosphonofluoridate 168 C6H14FO02P 013454-59-6 9
Abundance Scan 688 (10.951 min): BF080243.D (-686) (-) m/z 99.00 100.00%
9o
5000
as | 1750 080 1100 30
'”I””P'AP”'P”"”WJ”“”'W””I“”I”MP'“"”P”'P”W m/z 57.10 14.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #97594: Tributyl phosphate
99
5000 UM UL R B
10.60 10.80 11.00 11.20
41 57 155 m/z 155.10 14 _.76%
125 211
"w%'"L"@l'“'??“'|'“'lj“%?q'“l"'ﬁg?'w"k'"??7“"|“"|'“'|
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
99
10,60 10.80 11,00 11.20
5000 m/z 41.10 14 .54%
a %o
18 114 137153 181 211 293
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65252: (.+/-.)-Dethiobiotin R RS e e
99 10.60 10.80 11.00 11.20
m/z 125.00 7.82%
5000
44
28 | 678 | 126 1?5 181 199214
m/z--> ﬁo 40 eb 80 160 120 140 160 180 200 220 240 260 280 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF063015\
Data File : BF080243.D

Acq On : 30 Jun 2015 18:32

Operator : TP/1Z

Sample - G2837-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715.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 18 Phosphoric acid, dibutyl ph... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.05 12.99 ng 218996 Phenanthrene-d10 11.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phosphoric acid, dibutyl phenyl ... 286 C14H2304P 002528-36-1 97
2 4-(Trifluoromethyl)mandelic acid 220 C9H7F303 000395-35-7 32
3 m-Aminobenzenesulfonyl fluoride 175 C6H6FNO2S 000368-50-3 17
4 2,3,4,5-Tetrafluorobenzonitrile 175 C7HF4N 016582-93-7 9
5 7-Methoxy-2,3-dimethylindole 175 C11H13NO 053918-89-1 9
Abundance Scan 784 (12.048 min): BF080243.D (-782) (-) m/z 175.00 100.00%
115
5000 94
o T | 20 e 160 1200 1220 1240
S| NS M B s A I e o B m/z 94.10 43.47%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #109638: Phosphoric acid, dibutyl phenyl ester
175
5000 LN UM SULRN SN I
94 11.80 12.00 1220 12.40
a1 77 m/z 174.00 29.39%
= LA 27 S
miz-> 20 45 éo 80 100 150 140 160 180 200 220 240 260 280
Abundance
127 175
11,80 12.00 12.20 12.40
5000 m/z 41.10 16.01%
45 145
63 ' 95109 159 201 220
mermmwmmw
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39456: m-Aminobenzenesulfony! fluoride T T
175 11.80 12.00 12.20 12.40
m/z 77.10 14 .28%
5000
65 92
39 111 159
miz-> 20 45 60 80 160 120 140 160 180 200 220 240 260 280 11.80 12.00 1220 12.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF063015\
Data File : BF080243.D

Acq On : 30 Jun 2015 18:32

Operator : TP/1Z

Sample - G2837-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715.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]
2-Butanol, 2,3-di... 3.74 12.0 ng 126434 1 7.28 210629 20.0
2-Pentanol, 2,4-d... 4.82 7.9 ng 82932 1 7.28 210629 20.0
2-Pentanone, 4-hy... 5.50 4.5 ng 47278 1 7.28 210629 20.0
Benzene, 1-ethyl-.._. 6.97 4.1 ng 43620 1 7.28 210629 20.0
unknown7 .05 7.05 84.3 ng 888167 1 7.28 210629 20.0
unknown7 .34 7.34 4.8 ng 50128 1 7.28 210629 20.0
unknown7 .52 7.52 11.7 ng 123377 1 7.28 210629 20.0
unknown8.13 8.13 5.3 ng 76678 2 8.57 290056 20.0
Benzene, 2-etheny... 8.31 2.4 ng 34030 2 8.57 290056 20.0
1-Adamantanol 9.11 2.5 ng 36668 2 8.57 290056 20.0
unknown9 .52 9.52 2.6 ng 45263 3 10.34 342107 20.0
Benzoic acid, 2,4... 9.82 7.5 ng 128437 3 10.34 342107 20.0
Tributyl phosphate 10.95 28.9 ng 494284 3 10.34 342107 20.0
Phosphoric acid, ... 12.05 13.0 ng 218996 4 11.85 337065 20.0
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