LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085924.D

Acq On : 31 Mar 2016 13:39

Operator : UM/SJ

Sample : H1954-01

Misc :

ALS Vial : 3 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-BF032416_.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 2.401 4 10 13 rBV 1746713 5118407 100.00% 14.580%
2 2.847 46 49 53 rBv 134985 241837 4.72% 0.689%
3 4.196 164 167 170 rBvV 100530 162848 3.18% 0.464%
4 4.904 228 229 233 rVv 73961 101369 1.98% 0.289%
5 4.961 233 234 247 rVB 29168 60959 1.19% 0.174%
6 5.384 268 271 273 rBV 1232036 1477934 28.87% 4.210%
7 5.613 289 291 292 rBvY 55374 61056 1.19% 0.174%
8 5.853 311 312 315 rVB 72366 79639 1.56% 0.227%
9 6.424 360 362 364 rVV 1085474 1031949 20.16% 2.940%
10 6.470 365 366 368 rvv 122308 94684 1.85% 0.270%

11 6.550 371 373 376 rBV 1982708 2497744 48.80% 7.115%
12 6.790 392 394 396 rBV 700715 700282 13.68% 1.995%
13 6.859 398 400 402 rVvB 79059 110212 2.15% 0.314%
14 6.939 405 407 410 rBV 1780194 2308303 45.10% 6.575%
15 7.042 412 416 421 rVB2 161669 432416 8.45% 1.232%

16 7.362 440 444 446 rVV 2013742 2770282 54.12% 7.891%
17 7.407 446 448 452 rVV 215404 331701 6.48% 0.945%
18 7.476 452 454 458 rVB2 54260 93067 1.82% 0.265%
19 7.613 463 466 467 rBvV 50046 77375 1.51% 0.220%
20 7.647 467 469 472 rVV 129692 161734 3.16% 0.461%

21 7.807 481 483 488 rBvV2 101408 160157 3.13% 0.456%

22 7.990 496 499 504 rVB4 39265 79533 1.55% 0.227%
23 8.070 504 506 509 rBvV 914653 949801 18.56% 2.706%
24 8.608 551 553 556 rvB 94591 96991 1.89% 0.276%
25 8.790 568 569 574 rVB 40377 63650 1.24% 0.181%

26 9.156 598 601 603 rvB 3582346 3652979 71.37% 10.406%
27 9.350 615 618 622 rBvV 319910 377755 7.38% 1.076%

28 9.488 629 630 634 rBvV3 52553 77501 1.51% 0.221%
29 9.545 634 635 637 rVB 144539 148415 2.90% 0.423%
30 9.648 642 644 648 rBV3 36890 58360 1.14% 0.166%
31 9.831 658 660 662 rvB 1151636 1072454 20.95% 3.055%
32 10.036 676 678 681 rBv2 41013 60075 1.17% 0.171%
33 10.173 688 690 694 rBV3 40741 52940 1.03% 0.151%
34 10.265 694 698 699 rvB2 71735 93034 1.82% 0.265%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085924.D

Acq On : 31 Mar 2016 13:39

Operator : UM/SJ

Sample : H1954-01

Misc :

ALS Vial : 3 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
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 10.471 713 716 718 rBV 1023517 1261895 24.65% 3.595%

36 10.619 726 729 732 rBV 2098128 2122452 41.47% 6.046%
37 10.733 737 739 743 rVB 83447 90094 1.76% 0.257%
38 11.316 787 790 792 rBV 874612 1053093 20.57% 3.000%
39 11.534 807 809 812 rBV 600661 539842 10.55% 1.538%
40 11.842 834 836 844 rVB3 93919 135954 2.66% 0.387%

41 12.631 902 905 910 rBV 62392 99749 1.95% 0.284%
42 12.894 925 928 931 rBV 2555949 3501002 68.40% 9.973%

43 13.945 1018 1020 1023 rBV 896569 831958 16.25% 2.370%
44 15.362 1141 1144 1156 rVB 480887 612081 11.96% 1.744%

Sum of corrected areas: 35105563
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085924.D

Acq On : 31 Mar 2016 13:39

Operator : UM/SJ

Sample : H1954-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library C:\DATABASENNISTO2.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085924.D

Acq On : 31 Mar 2016 13:39

Operator : UM/SJ

Sample : H1954-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 2-Butanol, 2,3-dimethyl- Concentration Rank 7

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

2.85 6.91 ng 241837 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butanol, 2,3-dimethyl- 102 C6H140 000594-60-5 83
2 2-Pentanol, 2-methyl- 102 C6H140 000590-36-3 72
3 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 64
4 Propane, l-ethoxy- 88 C5H120 000628-32-0 53
5 t-Butyl ethyl ether 102 C6H140 1000118-18-4 50

Abundance Scan 49 (2.847 min): BF085924.D (-46) (-) m/z 59.10 100.00%
59
5000
41 69 & rrrrTrTTTTITT T e T T T T
| | 53 2.60 2.80 3.00 3.20
| USRNSSR A AP RN RS S LM m/z 87.10 27.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4379: 2-Butanol, 2,3-dimethyl-
59
5000 U U L R

2.60 2.80 3.00 3.20
a 6 m/z 41.05 22.25%

31
0 A N I
L I o L JNLAN L e e o
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59

2.60 2.80 3.00 3.20

5000 45 a7 m/z 69.10 21.41%
31 39 69
15 53 79 98
o MRS~ ¥ N X " PV 1N N L NV ML < SN
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4390: Propane, 2-ethoxy-2-methyl- A e ARR ST T
59 2.60 2.80 3.00 3.20

m/z 43.05 21.28%

5000
29 41
5 35,4753l 7

e e M MMM Y o MM

m/z--> 10 20 30 40 50 60 70 80 90 100 110 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085924.D

Acq On : 31 Mar 2016 13:39

Operator : UM/SJ

Sample : H1954-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 2-Pentanol, 2,4-dimethyl- Concentration Rank 8

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

4.20 4.65 ng 162848 1,4-Dichlorobenzene-d4 6.79
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-Pentanol, 2,3-dimethyl- 116 C7H160 004911-70-0 64
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 56
5 3-Hexanol, 4-ethyl- 130 C8H180 019780-44-0 40

Abundance Scan 167 (4.196 min): BF085924.D (-164) (-) m/z 59.10 100.00%
59
5000
43 ISR RN LR
| | 53| . 83 1C|)1 3.80 4.00 4.20 4.40 4.60
b e e R e e e m/z 43.05 18.57%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8152: 2-Pentanol, 2,4-dimethyl-
59
5000 NARRERARE R AR
3.80 4.00 4.20 4.40 4.60
43 101 m/z 41.10 14.07%
31 ‘ 83
0..,.??.,...uqh.??uk.M.,??w:;.??.T?...,.h..,....,....,....,
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
3.80 4.00 4.20 4.40 4.60
5000 m/z 57.10 13.43%
43
69 83 101 111
e R S UL UL I UL AL AL RS SRR SRR
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8143: 2-Pentanol, 2,3-dimethyl- e EEaa s R R
509 3.80 4.00 4.20 4.40 4.60

m/z 101.10 10.93%
5000

31 45 101
15 39| s3] 69 83

e X N N R N A

m/z--> 10 20 30 40 50 60 70 80 90 100 110 3.80 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085924.D

Acq On : 31 Mar 2016 13:39

Operator : UM/SJ

Sample : H1954-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 1,2-Ethanediol, diformate Concentration Rank 12

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

4.90 2.90 ng 101369 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,2-Ethanediol, diformate 118 C4H604 000629-15-2 83
2 Acetic acid, hydroxy[(l1-oxo-2-pr... 145 C5H7NO4 006737-24-2 25
3 Urea 60 CH4N20 000057-13-6 9
4 Thiophene-3-o0l, tetrahydro-, 1,1... 136 C4H803S 013031-76-0 9
5 Ethene, ethoxy- 72 C4H80 000109-92-2 9

Abundance Scan 229 (4.904 min): BF085924.D (-228) (-) m/z 60.10 100.00%
44 ep
5000 \\\‘
| 2o 460 480 500 520
0'"I""I""I""I!"I'I""I""I!"'I""I'"'I""I""I""I""I""I" m/z 44.10 86.23%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8413: 1,2-Ethanediol, diformate
31 44 60

4.60 4.80 5.00 5.20

72 m/z 43.10 36.83%
15
O.H,JH,HMQHH,MM,””‘”.w”.w”?ﬁ”.w”.w”.w”.w”.w.”w”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
44
4.60 4.80 5.00 5.20
5000 m/z 45.10 12 .85%
55 7
o 80 88 99 145
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #289: Urea
17 a4 60 4.60 4.80 5.00 5.20
m/z 72.00 10.18%
5000
28
Ot e e T e e T T e REEaEmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085924.D

Acq On : 31 Mar 2016 13:39

Operator : UM/SJ

Sample : H1954-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 unknown5.85 Concentration Rank 14

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

5.85 2.27 ng 79639 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methyl trans-3-chloropropenoate 120 C4H5CI102 1000144-78-8 38
2 1,3-Dichloro-2-butene 124 C4HeCI2 000926-57-8 38
3 Fumaryl chloride 152 C4H2Cl1202 000627-63-4 9
4 Methyl cis-3-chloropropenoate 120 C4H5CI02 1000144-78-7 9
5 1,3,5-Trioxane 90 C3H603 000110-88-3 5

Abundance Scan 312 (5.853 min): BF085924.D (-311) (-) m/z 89.00 100.00%
89
5000
53 63 RS AR mmma e
41 77 o 109 126 5.60 5.80 6.00 6.20
Obrrrprrrr ettt et Lt 2 S Tm/Zz 91.00 33.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8914: Methyl trans-3-chloropropenoate
89
5000 RN "'I""I""IA"'
5.60 5.80 6.00 6.20
61 m/z 63.00 21.95%
4 53 “ . ‘ 120
e R R A AR AN AR AR AR RARRN RARSN SRR RARSN RARRS AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
53 89
560 580 6.00 6.20
5000 m/z 53.10 21.69%
27 124
o 15 3 63 73 97 109
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #24379: Fumary! chloride R Al Bama ma
89 5.60 5.80 6.00 6.20
m/z 62.00 10.25%
26 117
5000 ”
63
T I
0"'&?”IJ“H'MMA'”I“'W'L'P"Wl”'v'gﬁ”"v'”l“'W'“' RN AR UL SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085924.D

Acq On : 31 Mar 2016 13:39

Operator : UM/SJ

Sample : H1954-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 1H-Pyrazole, 4,5-dihydro-5,... Concentration Rank 11

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

6.86 3.15 ng 110212 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Pyrazole, 4,5-dihydro-5,5-dim... 98 C5H10N2 004320-85-8 53
2 1-Butene, 2,3,3-trimethyl- 98 C7H14 000594-56-9 50
3 1-Methyl-1H-1,2,4-triazole 83 C3H5N3 006086-21-1 50
4 1H-Pyrazole, 4,5-dihydro-4,5-dim... 98 C5H10N2 028019-94-5 50
5 Cyclohexane, bromo- 162 C6H11Br 000108-85-0 43

Abundance Scan 400 (6.859 min): BF085924.D (-398) (-) m/z 83.10 100.00%
a3
43
5000 55
|| |6 || 110 | 6.60 6.80 7.00 7.20
Or e et e m/z 43.10 55.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3015: 1H-Pyrazole, 4,5-dihydro-5,5-dimethy!-
83
5000 42 IR SRR AR UL SRR
98 6.60 6.80 7.00 7.20
28 56 m/z 55.10 43.40%
0"P'“I“Jh“'MM”'P'yl“ﬁﬁ'”'Ph'P'“l”“l“'W'”W'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
55 83
a1 6.60 6.80 7.00 7.20
5000 m/z 56.05 30.74%
29 98
15 62 89 91
G R R R AR RARAS AR RS RARRS RSN RARAS NARRS LAREN B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1259: 1-Methyl-1H-1,2,4-triazole
83 6.60 6.80 7.00 7.20
m/z 41.10 24 _45%
28
5000 56
40
Ot e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085924.D

Acq On : 31 Mar 2016 13:39

Operator : UM/SJ

Sample : H1954-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 Hexanoic acid, 2,2-dimethyl- Concentration Rank 4

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

7.04 12.35 ng 432416 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid, 2,2-dimethyl- 144 C8H1602 000813-72-9 50
2 Hexanoic acid, 2,4-dimethyl-, me... 158 C9H1802 014251-44-6 37
3 Butyric acid, 2,2,3,3-tetramethyl- 144 C8H1602 030407-41-1 37
4 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 32
5 Hydrazine, 1,2-diethyl- 88 C4H12N2 001615-80-1 25

Abundance Scan 416 (7.042 min): BF085924.D (-412) (-) m/z 57.10 100.00%
5 88

5000
105 119

6.80 7.00 7.20 7.40

o m/z 88.10 90.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #20045: Hexanoic acid, 2,2-dimethyl-
57
88
5000
43 6.80 7.00 7.20 7.40
29 23 9 m/z 41.10 49.22%
0 H \‘\ . ‘\ ! 65“ ‘ 1 ‘\ 115 129 145
T T T e T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
57 88
6.80 7.00 7.20 7.40
5000 m/z 43.10 42 .10%
101
a9 A 69
ol 15 77 115129 143 158
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #20084: Butyric acid, 2,2,3,3-tetramethyl- R e AN A
57 88 6.80 7.00 7.20 7.40
m/z 73.10 35.25%
5000 41
29 73
101
0 Lol es ) | M s 129 s
T T T e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085924.D

Acq On : 31 Mar 2016 13:39

Operator : UM/SJ

Sample : H1954-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 unknown7.65 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
7.65 3.41 ng 161734 Naphthalene-d8 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2,5-Dihydro-5-methoxy-2-furanone 114 C5H603 010449-66-8 38

2 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 27
3 Cyclohexanecarboxylic acid isopr... 170 C10H1802 006553-80-6 27
4 Cyclopentane, l-ethyl-1-methyl- 112 C8H16 016747-50-5 27
5 3-Amino-2-cyclohexenone 111 C6HONO 005220-49-5 27
Abundance Scan 469 (7.647 min): BF085924.D (-467) (-) m/z 83.10 100.00%
3
59
43
5000 0
111 127
98 137 7.40 7.60 7.80 8.00
of T L e m/z 59.05 72.42%
m/z--> 20 40 60 80 100 120 140 160
Abundance #6947: 2,5-Dihydro-5-methoxy-2-furanone
27 55 83
70
5000
42 7.40 7.60 7.80 8.00
m/z 56.10 58.17%
“ ‘ g 113
0 |.‘l“. '”I““""“I .“..Hl‘...‘,...“‘.,....|....|....|
m/z--> 20 40 60 80 100 120 140 160
Abundance
83
55 U UL I L

7.40 7.60 7.80 8.00
5000 m/z 43.10 56.81%

41 98
27 69
0 e LA e e s e S e e sy
m/z--> 20 40 60 80 100 120 140 160

Abundance #35955: Cyclohexanecarboxylic acid isopropyl ester e o e e B BLELI B o
4 83 7. 40 7. 60 7. 80 8. OO
m/z 70.10 50.41%

o

55
5000 129
111
73
15 ‘\ Lkl H\‘ I 99 \‘ ‘ 155 170

40 60 80 100

120 140 160

7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085924.D

Acq On : 31 Mar 2016 13:39

Operator : UM/SJ

Sample : H1954-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 10

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

7.81 3.37 ng 160157 Naphthalene-d8 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 96
2 Benzene, 1l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 94
3 3-Phenylbut-1-ene 132 C10H12 000934-10-1 91
4 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 91
5 Benzene, l-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 91

Abundance Scan 483 (7.807 min): BF085924.D (-481) (-) m/z 117.10 100.00%
117

5000 132

91
3 51 65 77 T o3 ‘ | 7.40 7.60 7.80 8.00 8.20
Obrrrrrrrprrrrprr e e st i Al bl - m/z 132.10 35.97%

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
132
5000

% 51 e 77 m/z 115.10  29.06%

91 7.40 7.60 7.80 8.00 8.20

27 ‘ 105 ‘
0.w}?,”M,””h””Hmn,mn,umqnnungﬁmh,nﬂ,”MHL“,””
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117
7.40 7.60 7.80 8.00 8.20
5000 132 m/z 131.10 18.26%
91
0 15 27 39 51 65 77 103
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13568: 3-Phenylbut-1-ene
117 7.40 7.60 7.80 8.00 8.20
m/z 91.10 16.37%
5000
91 132
27 39 51 __e5 77 105
o ..,....,...‘.,....‘,....,‘a‘..5.8,.‘a‘..,...‘l‘,?ﬂ.‘ ...9.8,.‘a‘..,..l.,....‘,‘.‘...,....
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085924.D

Acq On : 31 Mar 2016 13:39

Operator : UM/SJ

Sample : H1954-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 1-Adamantanol Concentration Rank 15

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

8.61 2.04 ng 96991 Naphthalene-d8 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Adamantanol 152 C10H160 000768-95-6 90
2 5,7-Octadien-4-one, 2,6-dimethyl... 152 C10H160 006752-80-3 59
3 2-Cyclopentene-1-butanal, .gamma... 194 C13H220 060714-25-2 50
4 2-Furancarboxylic acid, 2-propen... 152 C8H803 004208-49-5 50
5 Cyclopentene, 1,4-dimethyl-5-(1-... 138 C10H18 061142-33-4 39

Abundance Scan 553 (8.608 min): BF085924.D (-551) (-) m/z 95.10 100.00%
95

5000

152 %ﬁﬁﬁ*rv—v—h—rﬁ—v—q—v—r
41 55 67 77 | 109 139 | 8.20 8.40 8.60 8.80 9.00
o} S W A PRI | SRS U S m/z 152.10 17.26%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #23932: 1-Adamantanol
95
5000 |||||||||||||||||||||
8.20 8.40 8.60 8.80 9.00
152 m/z 94.10 12.83%
ol 15 27 4l 55 67 79 | 109119 137
A e o L B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
95
8.20 8.40 8.60 8.80 9.00
5000 m/z 96.10 9.45%
41 67 109 152
31 57 81 137
O B L e o L B B i
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52024: 2-Cyclopentene-1-butanal, .gamma.,.gamma.,2,3-tetr...
95 8.20 8.40 8.60 8.80 9.00
m/z 77.00 6.63%
5000
o 29 41 55 67 8L | 107 121 137 161 176 194
L I e o e L e e  EEmmE e e I
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085924.D

Acq On : 31 Mar 2016 13:39

Operator : UM/SJ

Sample : H1954-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 Benzoic acid, 2,4,6-trimethyl- Concentration Rank 6

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

9.35 7.04 ng 377755 Acenaphthene-d10 9.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid, 2,4,6-trimethyl- 164 C10H1202 000480-63-7 93
2 2-Ethyl-2-phenylaziridine 147 CI10H13N 000768-82-1 50
3 Benzoic acid, 2,4,5-trimethyl- 164 C10H1202 000528-90-5 49
4 Pteridine, 2-methyl- 146 C7H6N4 002432-20-4 27
5 4-Oxazolecarboxylic acid, 4,5-di... 233 C13H15N03 037592-54-4 27

Abundance Scan 618 (9.350 min): BF085924.D (-615) (-) m/z 146.10 100.00%
146
164
5000 119
135 9.00 9.20 9.40 9.60
0! e et m/z 164.10 58.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #31600: Benzoic acid, 2,4,6-trimethyl-
146 164
A
5000 119 9.00 920 940 9.60
77 9 13 m/z 119.10 44 .21%
c.,”.w.Ezp.fﬁu.f&”w“gﬁ,ﬂnbp.uju..ﬂh.vﬂi,”..%§§..:‘”......”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
146
9.00 9.20 9.40 9.60
5000 m/z 117.05 41 .24%
77 91 405 107
o 42 57 65
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #31594: Benzoic acid, 2,4,5-trimethyl-
e 164 9.00 9.20 9.40 9.60
119 m/z 118.10 40.33%
5000
W“%%En““VHW““P“w“hF“J““'mWJAVH'““VHW““'m'“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085924.D

Acq On : 31 Mar 2016 13:39

Operator : UM/SJ

Sample : H1954-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 Tributyl phosphate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.47 23.53 ng 1261900 Acenaphthene-d10 9.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tributyl phosphate 266 C12H2704P 000126-73-8 86
2 Tetrabutylammonium t-butylphosphite 379 C20H46NO3P 1000164-81-7 38
3 2-Octen-4-one, 2-methoxy- 156 C9H1602 024985-48-6 38
4 3-Hydroxy-2,3,4,4-tetramethyl-pe... 202 C11H2203 1000194-64-5 25
5 Phosphoric acid, trioctyl ester 434 C24H5104P 001806-54-8 12
Abundance Scan 716 (10.471 min): BF085924.D (-713) (-) m/z 99.00 100.00%
9%
5000
a5 S 211 71050 1040 1060 1080
S .. ..-..,...1.,9...l,???.lf??..,..'..,..?.3,7.... | M7z 155.10  20.06%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #97591: Tributyl phosphate
99
5000{ o9 LRI SRR BN BRI IR
10.20 10.40 10,60 10.80
57 155 m/z 57.10 10.59%
‘ 125 ‘ 211
o R YR S —
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance
99 ’\
139 @P‘%}v—v——hj—ﬁ—v—h—v—ﬂ—rﬁ—v—v

10.20 10.40 10.60 10.80

5000 - m/z 125.00 9.27%
31 155
81 195
o 123 179 | 211227 251 286
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #27641: 2-Octen-4-one, 2-methoxy- R EERE S AR
99 10.20 10.40 10.60 10.80
m/z 41.10 8.46%
5000
59 114
o ‘F | 85 | 141155
R RAad B L e ARARAARREER NS E L B L e RAREE RS L e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10 20 10 40 10. 60 10 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085924.D

Acq On : 31 Mar 2016 13:39

Operator : UM/SJ

Sample : H1954-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Phosphoric acid, dibutyl ph... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.53 10.25 ng 539842 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phosphoric acid, dibutyl phenyl ... 286 C14H2304P 002528-36-1 98
2 4-(Trifluoromethyl)mandelic acid 220 C9H7F303 000395-35-7 38
3 m-Aminobenzenesulfonyl fluoride 175 C6H6FNO2S 000368-50-3 25
4 4-Methyl-2,7-quinolinediol 175 C10H9NO2 020513-71-7 9
5 5-Fluoro-4-chloro-2-dimethylamin... 175 C6H7CIFN3 1000070-49-0 9

Abundance Scan 809 (11.534 min): BF085924.D (-807) (-) m/z 175.10 100.00%
175
5000 94
41 T T T T
57 201 11.20 11.40 11.60 11.80
117 230
N N N oL N ..2.1.5....2‘.“.‘..,....,2.8.6.. m/z 94.10 47.51%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #109638: Phosphoric acid, dibutyl phenyl ester
175
5000 UL JARULE BRI BN B
94 11:20 11.40 11.60 11.80
a1 77 m/z 174.00 30.04%
N > 117137 157 20 2152?0244 286
mz-> 20 45 éo 80 100 150 140 160 180 200 220 240 260 280
Abundance
127 175
11.20 11,40 11.60 11.80 |
5000 m/z 41.10 14 _.46%
45 145
0 63 "' 9510 159 201 220
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39456: m-Aminobenzenesulfony! fluoride A A ERREERESE e e
175 11.20 11.40 11.60 11.80
m/z 77.05 14 .25%
5000
65 92
0 39 111 159 |
mz-> 20 45 60 80 160 120 140 160 180 200 220 240 260 280 11:20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085924.D

Acq On : 31 Mar 2016 13:39

Operator : UM/SJ

Sample : H1954-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 15 Tetradecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.84 2.58 ng 135954 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 80
2 Tridecanoic acid 214 C13H2602 000638-53-9 72
3 Dodecanoic acid 200 C12H2402 000143-07-7 58
4 Pentadecanoic acid 242 C15H3002 001002-84-2 52
5 _beta.-D-Mannofuranoside, 1-0-(1... 332 C17H3206 1000155-29-9 25
Abundance Scan 836 (11.842 min): BF085924.D (-834) (-) m/z 73.10 100.00%
73
43 0 ﬁ
5000
129
97 115
143157171185199213227 256 11.60 11.80 12.00 12.20
0! m/z 60.10 82.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75071: Tetradecanoic acid
60 73
43
5000 L U S R UL
129 1160 11.80 12.00 12.20
115 185 228 m/z 43.05 77.41%
01 143 127171
0: |||||||||| \m } H‘ “|‘|||||:|I-|57|||| |‘||1|99||25L|3||‘|||||||||
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 "' 11160 11.80 12.00 12.20
5000 - 129 m/z 57.10 64 .41%
87 15 =h 214
101 143157 | 185
O e o e S e T R RARAS Ema A
m/z--> ﬁo 45 éo éo 160 150 150 160 180 200 220 250 2éo
Abundance #56046: Dodecanoic acid am e AEBAA R
60 73 11.60 11.80 12.00 12.20
43 m/z 41.10 62.64%
5000
29
ol 15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085924.D

Acq On : 31 Mar 2016 13:39

Operator : UM/SJ

Sample : H1954-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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]
2-Butanol, 2,3-di... 2.85 6.9 ng 241837 1 6.79 700282 20.0
2-Pentanol, 2,4-d... 4.20 4.7 ng 162848 1 6.79 700282 20.0
1,2-Ethanediol, d... 4.90 2.9 ng 101369 1 6.79 700282 20.0
unknown5 .85 5.85 2.3 ng 79639 1 6.79 700282 20.0
1H-Pyrazole, 4,5-_.. 6.86 3.1 ng 110212 1 6.79 700282 20.0
Hexanoic acid, 2,... 7.04 12.4 ng 432416 1 6.79 700282 20.0
unknown? .65 7.65 3.4 ng 161734 2 8.07 949801 20.0
Benzene, 2-etheny... 7.81 3.4 ng 160157 2 8.07 949801 20.0
1-Adamantanol 8.61 2.0 ng 96991 2 8.07 949801 20.0
Benzoic acid, 2,4... 9.35 7.0 ng 377755 3 9.83 1072450 20.0
Tributyl phosphate 10.47 23.5 ng 1261900 3 9.83 1072450 20.0
Phosphoric acid, ... 11.53 10.3 ng 539842 4 11.32 1053090 20.0
Tetradecanoic acid 11.84 2.6 ng 135954 4 11.32 1053090 20.0
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