LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082915\
Data File : BF081277.D

Acq On 29 Aug 2015 18:22

Operator : UM/1Z

Sample - G3467-06

Misc :

ALS Vial : 10 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-BF081715_.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

4_.560 245 247 257 rVB 304184 431165 16.99% 2.135%
5.040 286 289 291 rBV 658155 899734 35.45% 4._.455%
rBv 460820 547583 21.57% 2.711%
6.240 392 394 397 rBV 1068407 1473384 58.05% 7.295%
6.480 413 415 417 rBV 462242 389566 15.35% 1.929%
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6.640 426 429 431 rBV 1248424 1396879 55.03% 6.917%
7.052 462 465 468 rBvV 940818 1184329 46.66% 5.864%
rBvV 1989373 2538212 100.00% 12.568%
7.772 525 528 530 rvB 500291 562401 22.16% 2.785%
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1 8.046 550 552 554 rBvV 290644 273049 10.76% 1.352%
11 8.366 576 580 582 rBV 22204 26123 1.03% 0.129%
12 8.412 582 584 586 rvB 83342 95216 3.75% 0.471%

13 8.663 603 606 611 rBv2 131675 223418 8.80% 1.106%
14 8.800 611 618 620 rBvV 774120 1382837 54.48% 6.847%
15 8.857 620 623 625 rVB 1657750 2120745 83.55% 10.501%

16 9.292 655 661 676 rBv4 128324 514731 20.28% 2.549%
17 9.509 678 680 682 rvVB 635083 546000 21.51% 2.704%

18 9.635 688 691 693 rvVB 90689 85599 3.37% 0.424%
19 9.795 703 705 707 rBV 35145 47645 1.88% 0.236%
20 9.909 713 715 716 rBV 40618 37828 1.49% 0.187%
21 9.955 716 719 724 rVB2 21292 53748 2.12% 0.266%
22 10.298 746 749 751 rBV 1196713 1226782 48.33% 6.074%
23 10.412 757 759 760 rBV 76047 68437 2.70% 0.339%
24 10.435 760 761 765 rVB 22425 26682 1.05% 0.132%

25 10.983 806 809 810 rBV 417395 547541 21.57% 2.711%

26 11.166 822 825 828 rBV 28364 39522 1.56% 0.196%
27 11.521 854 856 857 rBV 73374 124933 4.92% 0.619%
28 11.543 857 858 860 rvB 142470 108499 4.27% 0.537%
29 11.978 894 896 900 rBV 98214 146750 5.78% 0.727%
30 12.321 924 926 932 rBV 79436 86579 3.41% 0.429%

31 12.572 945 948 950 rBV 1355234 1931969 76.12% 9.566%
32 13.487 1026 1028 1032 rBV 41357 55550 2.19% 0.275%
33 13.589 1035 1037 1040 rBV 562686 519574 20.47% 2.573%
34 14.915 1150 1153 1155 rBV 374699 409717 16.14% 2.029%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082915\
Data File : BF081277.D

Acq On 29 Aug 2015 18:22

Operator : UM/1Z

Sample - G3467-06

Misc :

ALS Vial : 10 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 > Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 14.972 1155 1158 1161 rVB 34577 43798 1.73% 0.217%
36 15.692 1218 1221 1225 rBV 17551 29313 1.15% 0.145%

Sum of corrected areas: 20195838
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082915\
Data File : BF081277.D

Acq On : 29 Aug 2015 18:22

Operator : UM/I1Z

Sample - G3467-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF081277.D

1500000
6.64

6.24
1000000 7.05

5.04

500000 6.13 6.48 [.r7
4.56 8.05

L S L WS

Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00
Abundance TIC: BF081277.D

8.86

1500000
12.57

10.30

1000000

9.51
13.59

500000 10.98 14.¢

8.6l 9.29 11.54
L 9.63 o5 ﬂll.l? 11p2 1198 12.32 13.

oM e o L e e e A s ———
Time--> 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance TIC: BF081277.D

1500000

1000000

500000

15.69

L e e L e e S

Time--> 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082915\
Data File : BF081277.D

Acq On : 29 Aug 2015 18:22

Operator : UM/I1Z

Sample - G3467-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.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-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4._.56 22.14 ng 431165 1,4-Dichlorobenzene-d4 6.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 247 (4.560 min): BF081277.D (-245) (-) m/z 43.10 100.00%
a3
59
5000
. s o “l’l 420 440 460 480
o SNBSS £ 1 SR VP11 PRSERESEEESEN LSS M m/z 59.10 57.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 S S LU L
420 4.40 4.60 4.80
59 m/z 101.10 15.45%
0 21 37 53“‘ o7 778 o ‘O
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
420 440 460 480
5000 m/z 58.10 14 .86%
41
53 73 86
S S S I IR UL UL UL SULILISS WAL B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- R e R Ea e
59 420 4.40 4.60 4.80
m/z 41.10 9.28%
5000
a1 101
0% '|'%§'|" ””ﬁ%"'\h‘J"l??H“i "'éﬁ" "|§?"|"' T RRASERAREE LRSS RARSS L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082915\
Data File : BF081277.D

Acq On : 29 Aug 2015 18:22

Operator : UM/I1Z

Sample - G3467-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.M

Quant Title

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

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Peak Number 4 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 1

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

7.71 90.26 ng 2538210 Naphthalene-d8 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 3,3-Dimethylbutane-2-ol 102 C6H140 000464-07-3 53
3 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 50
4 Propanal, 3-methoxy- 88 C4H802 002806-84-0 47
5 1-Methoxy-3-methyl-3-butene 100 C6H120 034752-58-4 47

Abundance Scan 523 (7.715 min): BF081277.D (-519) (-) m/z 57.10 100.00%
45 97
5000
75 rrTpTTTTTTr T T T T T T
87 7.40 7.60 7.80 8.00
101
o..,....,....,....I,:.l:.,..ll!':-.-.‘??,-:-.'..,....,....,....,...1.19....1,?.2..,....,... m/z 45.10 93.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #31015: Ethanol, 2-(2-butoxyethoxy)-
45 57
5000 UL SR R AR
29 7.40 7.60 7.80 8.00
75 a7 m/z 41.10 34.60%
0 \H \‘ 37\ \H \MH 67 \‘\ ‘ 1 ‘ ‘ 190 115 132 144
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
57
v UL SR R LR
7.40 7.60 7.80 8.00
5000 m/z 56.10 16.20%
87
29 69
o 102
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #59729: Ethanol, 2-[2-(2-butoxyethoxy)ethoxy]- LI L L L BB
45 7.40 7.60 7.80 8.00
m/z 75.10 14 .90%
5000 °7
29 75 80 101
0"I”'%?”"P"'P"W"'W"”I"”I'”'I'”'I”"P'}ﬁ?"}ﬁ%"&??W"' R SRR RS LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.40 7.60 7.80 8.00

8270-BF081715.M Mon Aug 31 14:41:18 2015 S

Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082915\
Data File : BF081277.D

Acq On : 29 Aug 2015 18:22

Operator : UM/I1Z

Sample - G3467-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.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 Benzothiazole Concentration Rank 6

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

8.05 9.71 ng 273049 Naphthalene-d8 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzothiazole 135 C7H5NS 000095-16-9 97
2 1,2-Benzisothiazole 135 C7H5NS 000272-16-2 91
3 3-Allylbenzothiazolium bromide 255 C10H10BrNS 016407-55-9 78
4 1H-Pyrazolo[3,4-d]pyrimidin-4-amine 135 C5H5N5 002380-63-4 59
5 4-Aminopyrazolo(3,4-d)pyrimidine 135 C5H5N5 020289-44-5 59

Abundance Scan 552 (8.046 min): BF081277.D (-550) (-) m/z 135.00 100.00%
135
5000 108
82 rrTrrrTTTTT T T T T T
45 58 91 7.80 8.00 8.20 8.40
- N RN -.| - '|! A~ m/z 108.00 38.86%
m/z--> 20 40 60 100 120 140 160 180
Abundance #14924. Benzothiazole
135
5000 R R L L
108 7.80 8.00 8.20 8.40
82 m/z 69.00 23.36%
o 13 263 % % \ LT us |
miz--> 20 40 60 ' AT e
Abundance
135
780 8.00 8.20 8.40
5000 m/z 63.10 14.77%
6 108
45 54 82 a
e L L L B L UL S UL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #91179: 3-Allylbenzothiazolium bromide b A
135 7.80 8.00 8.20 8.40
m/z 82.00 13.71%
5000 4l
108
69
o5 27 | SF T st | W | e am .
m/z--> 20 45 60 80 160 120 140 160 180 780 8.00 820 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082915\
Data File : BF081277.D

Acq On : 29 Aug 2015 18:22

Operator : UM/I1Z

Sample - G3467-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.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 1-Butanamine, N-(1-methylet... Concentration Rank 11

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

8.41 3.39 ng 95216 Naphthalene-d8 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butanamine, N-(1-methylethyl)- 115 C7H17N 039099-23-5 53
2 Formamide, N,N-dibutyl- 157 C9H19NO 000761-65-9 50
3 1,2-Ethanediamine, N-propyl- 102 C5H14N2 000111-39-7 43
4 1-Butanamine, N-propyl- 115 C7H17N 020193-21-9 38
5 Isobutyl-propyl-amine 115 C7H17N 039190-66-4 38

Abundance Scan 584 (8.412 min): BF081277.D (-582) (-) m/z 72.10 100.00%
7
5000 114
44
i 8.00 820 840 8.60 8/IE\3Q
ol Y 128 m/z 114.10  39.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #7691: 1-Butanamine, N-(1-methylethyl)-
28 72
5000 RS RS RS AR R
100 8.00 8.0 8.40 8.60 8.80
44 58 m/z 44.10 30.24%
0"v"w"J|l“'JL"v'“w"“|‘“' i'3"}'""l""l'l'l"s'l"''|""|""|""|"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
72
114 8.00 8.20 8.40 8.60 8.80
5000 m/z 41.10 25.01%
30 44 58
o 15 86 100 128 142 157
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #4287: 1,2-Ethanediamine, N-propyl-
30 72 8.00 8.20 8.40 8.60 8.80
m/z 58.10 20.76%
5000 a4
m/z--> 10 2'0 3'0 40 50 6|0 70 80 90 1(')0 110 120 130 140 150 160 800 8.0 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082915\
Data File : BF081277.D

Acq On : 29 Aug 2015 18:22

Operator : UM/I1Z

Sample - G3467-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.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 unknown8.66 Concentration Rank 7

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

8.66 8.18 ng 223418 Acenaphthene-d10 9.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butenal, 2-methyl- 84 C5H80 001115-11-3 43
2 2-Butenal, 2-methyl-, (E)- 84 C5H80 000497-03-0 38
3 2-Methoxy-4,4,5,5-tetramethyl-2-_.__. 157 C8H15N02 049680-47-9 35
4 3-Piperidinone, 1l-ethyl- 127 C7H13NO 043152-93-8 35
5 1-Pentene, 2,3,3-trimethyl-5-phe... 188 C14H20 1000150-35-4 35

Abundance Scan 606 (8.663 min): BF081277.D (-603) (-) m/z 43.05 100.00%
43 55 84
5000 125
97 T[T T T T T T T T
63 1 105 183 150 8.40 8.60 8.80 9.00
of m/z 84.00 97 .90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #1395: 2-Butenal, 2-methyl-
55 84
5000 29 O Pro e e
8.40 8.60 8.80 9.00
m/z 55.10 89.90%
H NI
O e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
55 84
29 840 8.60 880 9.00
5000 39 m/z 125.10 47 .62%
ol 14 69
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28068: 2-Methoxy-4,4,5,5-tetramethyl-2-oxazoline e  ARREEEEE LR
84 8.40 8.60 8.80 9.00
m/z 41.10 40.34%
5000
15 41
o I | Ho 12 12 57
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082915\
Data File : BF081277.D

Acq On : 29 Aug 2015 18:22

Operator : UM/I1Z

Sample - G3467-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.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 unknown8.80 Concentration Rank 4

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

8.80 50.65 ng 1382840 Acenaphthene-d10 9.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 D-Allothreonine 119 C4HONOS3 024830-94-2 39
2 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 38
3 Oxirane, 2,2"-[oxybis(methylene)... 130 C6H1003 002238-07-5 38
4 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 37
5 Carbonic acid, bis(l-methylpropy... 174 C9H1803 000623-63-2 37

Abundance Scan 618 (8.800 min): BF081277.D (-611) (-) m/z 57.05 100.00%
57
5000 45
P
87 103 8.40 8.60 8.80 9.00 9.20
75
o..,....,....,...3.8,:':..,..'I!-!'..‘??,....,..'.'.,....;:'...,...1.2,9...1,3.1...,. m/z 45.10 42.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8754: D-Allothreonine
5000
45 8.40 8.60 8.80 9.00 9.20
m/z 41.10 30.74%
iy . 65 87 108 49
G A R R RN AR RS ARARA RARRA RARSS SARAS AR RARAS SARSEN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
57
45
8.40 8.60 8.80 9.00 9.20
5000 m/z 56.10 19.19%
29 75
87
0 18 38 100
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #12848: Oxirane, 2,2'-[oxybis(methylene)]bis- AT
57 8.40 8.60 8.80 9.00 9.20
m/z 60.00 11.47%
5000 a1
7
o 150 1|1, 87 100
m/z--> 10 20 30 40 50 60 75 80 90 100 110 120 130 140 8.40 8.60 880 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082915\
Data File : BF081277.D

Acq On : 29 Aug 2015 18:22

Operator : UM/I1Z

Sample - G3467-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.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 unknown9.63 Concentration Rank 13

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

9.63 3.14 ng 85599 Acenaphthene-d10 9.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Buten-1-amine, N-ethyl-N-methyl- 113 C7H15N 061308-10-9 38
2 DL-Norvaline 117 C5H11NO2 000760-78-1 25
3 D-(-)-Norvaline 117 C5H11NO2 002013-12-9 25
4 2,3,N,N-Tetramethyl-4-nitro-buty... 188 C8H16N203 1000187-66-9 25
5 Ethanamine, N-ethyl-N-methyl- 87 C5H13N 000616-39-7 23

Abundance Scan 691 (9.635 min): BF081277.D (-688) (-) m/z 72.10 100.00%
7P
45
5000
98 170 R N S mamEsne s
55 88 s 27 m 9.40 9.60 9.80 10.00
(o} m/z 45.10 53.52%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #6842: 3-Buten-1-amine, N-ethyl-N-methyl-
72
44
5000
9.40 9.60 9.80 10.00
m/z 44.10 47 .18%
27 55
0 \‘\ 36\\‘ ‘ I 64 1 83 98 113
m/z--> 25 §o 45 55 éo 70 80 90 100 110 120 130 150 1%0 1é0 1%0
Abundance
72
940 9.60 9.80 10.00
5000 m/z 170.20 19.69%
44
o 55 117
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #8242: D—(—)—Norvaline LA L L L L B
30 72 9.40 9.60 9.80 10.00
m/z 98.10 18.87%
5000
44
ool il 64 Bossoe 106 18 b L
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082915\
Data File : BF081277.D

Acq On : 29 Aug 2015 18:22

Operator : UM/I1Z

Sample - G3467-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.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 2(3H)-Benzothiazolone Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.41 2.50 ng 68437 Phenanthrene-d10 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(3H)-Benzothiazolone 151 C7H5NOS 000934-34-9 95
2 Thieno[2,3-b]pyridine-N-oxide 151 C7H5NOS 025557-50-0 46
3 6-Methyl-7-0x0-4,7-dihydro-triaz... 151 C5H5N50 057250-39-2 38
4 4-Methoxyformanilide 151 C8HONO2 023896-88-0 35
5 1,2-Benzisothiazol-3(2H)-one 151 C7H5NOS 002634-33-5 35
Abundance Scan 759 (10.412 min): BF081277.D (-757) (-) m/z 151.00 100.00%
96 151
123
5000
B A & e
45 | 106 10.00 10.20 10.40 10.60 10.80
Obrreprrrryrrerrrese b et gl 298 Tm/z 96.00  81.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #23618: 2(3H)-Benzothiazolone
151
96
123
5000 UL SRR SRR R
10,00 1020 10.40 10.60 10.80
69 m/z 123.00 65.72%
28 37 4 8
M T N OHO  S S (H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
151
10.00 10.20 10.40 10.60 10.80
5000 m/z 69.00 15.77%
96
45 70 122
o 58 79 gg | 106 135
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #23579: 6-Methyl-7-oxo-4,7-dihydro-triazolo(3,2-c)triazine
151 10.00 10.20 10.40 10.60 10.80
o 123 m/z 122.00 12.37%
5000
83
0'”P'”P”'P”W'”W”'W””I””I“”P?EP”'P”W'”W”'W””I””P USSR NSRRI
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 10,00 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082915\
Data File : BF081277.D

Acq On : 29 Aug 2015 18:22

Operator : UM/I1Z

Sample - G3467-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.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 unknownl1l.52 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.52 4.56 ng 124933 Phenanthrene-d10 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,4-Dioxaspiro[4.5]decane-6-meth... 186 C10H1803 087787-09-5 35
2 3-Methyl-1-pentyl methylphosphon... 182 C7H16F02P 199850-60-7 35
3 Succinimide, N-methoxy- 129 C5H7NOS3 005904-50-7 25
4 Methylphosphonic acid, Ffluoroanh... 238 C11H24FO02P 211192-71-1 25
5 4H-Cyclohepta[b]thiophen-4-one, ... 294 C16H26N20S 1000265-44-1 25
Abundance Scan 856 (11.521 min): BF081277.D (-854) (-) m/z 99.10 100.00%

5000

L

11.20 11.40 11.60 11.80
0f m/z 55.10 70.00%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #46474: 1,4-Dioxaspiro[4.5]decane-6-methanol, 6-methyl-
929

5000 LA L L L L L LB L |
11.20 11.40 11.60 11.80
m/z 173.10 65.45Y%
41 55 73 88 113124 155 169 186 |
2 | L 3]
o S S PRSP BT U P A VRN A A N NE—
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
99
e n ma
11.20 11.40 11.60 11.80
5000 m/z 45.10 26.32%
69
41 55
29 84
0 112 125 153
T T T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #12406: Succinimide, N-methoxy- R
55 11.20 11.40 11.60 11.80
99 m/z 111.00 24.72%
28
5000
H M‘ h ‘ﬁ 80 Ll 1%9
0 ..”,...4...w...w...w...w...w...w...w..... RMNISEN SN
m/z--> 60 80 100 120 140 160 180 200 220 11.20 11.40 11.60 11.80

8270-BF081715.M Mon Aug 31 14:41:30 2015 S Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082915\
Data File : BF081277.D

Acq On : 29 Aug 2015 18:22

Operator : UM/I1Z

Sample - G3467-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.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 Tetradecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.54 3.96 ng 108499 Phenanthrene-d10 10.98
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 64
3 Pentadecanoic acid 242 C15H3002 001002-84-2 64
4 n-Decanoic acid 172 C10H2002 000334-48-5 52
5 Dodecanoic acid 200 C12H2402 000143-07-7 50
Abundance Scan 858 (11.543 min): BF081277.D (-857) (-) m/z 73.05 100.00%
43 60 7B
5000 129
157 171 185 213 [ DU BRI BUMILN B ”74}‘
143 199 | 227 256 11.20 11.40 11.60 11.80
01 m/z 60.00 94 .35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75071: Tetradecanoic acid
60 73
43
5000 L BRI B BULLIL UL
129 1120 1140 11,60 11.80
115 185 228 m/z 57.10 87 .50%
9 143 157 171
0 “ ‘\I |:T||||||||||||||||fl-|5|7|||| |‘||1|99||25L|3||‘|||||||||
m/z--> 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 1120 11140 11.60 11.80
5000 g 129 m/z 43.10 87 .42%
87 15 =h 214
99 143 157 185
m/z--> 25 46 éo 85 160 150 150 1éo 180 200 220 250 2éo
Abundance #83683: Pentadecanoic acid L B
43 60 73 11.20 11.40 11.60 11.80
m/z 55.10 62 .69%
29
5000
11 14 15771165 Mumjkﬁwﬁ
m/z--> 25"'25" 60 80 100 120 140 160 180 200 220 240 260 1i'£0'ii4b'ii éd ii.éd"'
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082915\
Data File : BF081277.D

Acq On : 29 Aug 2015 18:22

Operator : UM/I1Z

Sample - G3467-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.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 unknownl11.98 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.98 5.36 ng 146750 Phenanthrene-d10 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 1,1"-[oxybis(2,l-ethaned... 218 C12H2603 000112-73-2 27
2 Ethanol, 2-(2-butoxyethoxy)-, ac... 204 C10H2004 000124-17-4 25
3 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 12
4 6-Dodecanone, 5,8-diethyl-7-hydr... 256 C16H3202 031814-59-2 12
5 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 10
Abundance Scan 896 (11.978 min): BF081277.D (-894) (-) m/z 57.10 100.00%
g7
5000
o 111
101 129 i e A5
7285 | 155 13 1160 11.80 12.00 1220
ol ot e e 'm/z 55.05  38.01%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #67974: Butane, 1,1'-[oxybis(2,1-ethanediyloxy)]bis-
57
5000 RPN U U DU I
45 75 gg 11.60 11.80 12.00 12.20
29 ‘ 101 m/z 45.10 36.03%
ol 15, -‘i‘--‘.ﬁ il \‘H e . S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
43 57
87 11.60 11.80 12.00 12.20
5000 m/z 41.10 34 .20%
29
72
o 15 101 197 132 144 161
miz--> 20 40 60 80 100 120 140 160 180
Abundance #31013: Ethanol, 1-(2-butoxyethoxy)- e R B
45 57 11.60 11.80 12.00 12.20
m/z 56.10 30.89%
5000
29
" e 100
o .-‘i“- i -‘W- \\ ALy e 12 aa 1es
m/z--> 20 40 60 80 100 120 140 160 180 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082915\
Data File : BF081277.D

Acq On : 29 Aug 2015 18:22

Operator : UM/I1Z

Sample - G3467-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.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 n-Decanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.32 3.33 ng 86579 Chrysene-di12 13.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 72
2 n-Decanoic acid 172 C10H2002 000334-48-5 53
3 Nonanoic acid 158 C9H1802 000112-05-0 35
4 Amyl Nitrite 117 C5H11NO2 000110-46-3 35
5 1-Octanol, 2-butyl- 186 C12H260 003913-02-8 14
Abundance Scan 926 (12.321 min): BF081277.D (-924) (-) m/z 43.10 100.00%
60 73
5000
85 97 129 \/f\/\l/“
U5 | s 171 2 e 241 12.00 12:20 1240 12.60
0 m/z 60.00 90.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #75071: Tetradecanoic acid
60 73
43
N
5000 AU B AR
129 12100 12,20 12.40 12.60
8597 115 185 228 m/z 57.10 87.92%
143 171
0 ‘\ ‘ H“ |‘h“:|‘=‘H|‘||N=||| |||fl-|5|7|||| |‘||1|9|9||25L|3|||‘|||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
60 73
4 12.00 12.20 1240 12,60
5000 29 129 m/z 73.00 86.88%
87
10115 143, 172
O e o e o L
m/z--> 25 4b eb 85 160 150 150 1éo 180 260 250 250
Abundance #28742: Nonanoic acid
60 12.00 12.20 12.40 12.60
3 m/z 55.10 80.63%
5000
41
29 o8 115129 ,M,AAV\AN,J«NA\\kANJ\,\,_Af
I 2 - e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12. oo 12 20 12. 40 12. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082915\
Data File : BF081277.D

Acq On : 29 Aug 2015 18:22

Operator : UM/I1Z

Sample - G3467-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.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 1-Hexacosanol Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
13.49 2.14 ng 55550 Chrysene-di12 13.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Hexacosanol 382 C26H540 000506-52-5 87
2 1-Tetracosanol 354 C24H500 000506-51-4 74
3 Pentafluoropropionic acid, octad... 416 C21H37F502 1000280-07-7 72
4 Octadecane, 1-(ethenyloxy)- 296 C20H400 000930-02-9 64

5 Silane, trichlorodocosyl- 442 C22HA45CI3Si 007325-84-0 59
Abundance Scan 1028 (13.487 min): BF081277.D (-1026) (-) m/z 57.10 100.00%
83
5000
111
R e RS R R
3 | 13.20 13.40 13.60 13.80
o I L e e e e e e L e e e e e B m/z 43.10 88.41%
m/z--> 50 100 150 200 250 300 350
Abundance #152038: 1-Hexacosanol
43
5000 83 L L B B L
13 20 13. 40 13. 60 13. 80
18 11 m/z 55.10 79.68%
0 ‘ o ‘¢6 ‘Jﬂ “ L 139 168 106 224 252 278 308 336 364
T T
m/z--> 50 150 200 250 300 350
Abundance
43
R e RS R
13.20 13.40 13.60 13.80
5000 83 m/z 83.10 72.72%
18 111
o 65 140 168 196 238 266 308 336
T I e e e LA L e e e e e e e e e e e B
m/z--> 50 100 150 200 250 300 350
Abundance #159526: Pentafluoropropionic acid, octadecy! ester
43 13.20 13.40 13.60 13.80
m/z 97.10 56.42%
5000
ol | 125 (154 181 205224 252
——— — e SR e
m/z--> 5 200 250 300 350 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082915\
Data File : BF081277.D

Acq On : 29 Aug 2015 18:22

Operator : UM/I1Z

Sample - G3467-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.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 17-Pentatriacontene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

14 .97 2.14 ng 43798 Perylene-d12 14 .92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 58
2 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 50
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 46

4 Trichloroacetic acid, pentadecyl... 372 C17H31CI302 074339-53-0 46
5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 43

Abundance Scan 1158 (14.972 min): BF081277.D (-1155) (-) m/z 57.05 100.00%
57
97
5000
R e e R
M l \125 208 14.60 14.80 15.00 15.20
oty i | m/z 43.10 59.89%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene
43
5000 83 IIIIIIIIIIIII|IIII|I
14.60 14.80 15.00 15.20
111 m/z 97.10 57.52%
0 \ M\Nd \\139167196224 267292 321 462 490
T LA m e s o e et
m/z--> 5 150 200 250 300 350 400 450
Abundance
57
14.60 14.80 15.00 15.20
5000 m/z 83.10 54 _.61%
29 85
111
139 196224
L B o o o SIS
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #152927: Trichloroacetic acid, hexadecy! ester
4 14.60 14.80 15.00 15.20
69 m/z 55.05 54 _.31%
o 153 196224
R R e N R
m/z--> 50 100 150 200 250 300 350 400 450 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082915\
Data File : BF081277.D

Acq On 29 Aug 2015 18:22

Operator : UM/1Z

Sample - G3467-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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-Pentanone, 4-hy... 4.56 22.1 ng 431165 1 6.48 389566 20.0
Ethanol, 2-(2-but... 7.71 90.3 ng 2538210 2 7.77 562401 20.0
Benzothiazole 8.05 9.7 ng 273049 2 7.77 562401 20.0
1-Butanamine, N-(... 8.41 3.4 ng 95216 2 7.77 562401 20.0
unknown8 .66 8.66 8.2 ng 223418 3 9.51 546000 20.0
unknown8 .80 8.80 50.6 ng 1382840 3 9.51 546000 20.0
unknown9.63 9.63 3.1 ng 85599 3 9.51 546000 20.0
2(3H)-Benzothiazo... 10.41 2.5 ng 68437 4 10.98 547541 20.0
unknownll .52 11.52 4.6 ng 124933 4 10.98 547541 20.0
Tetradecanoic acid 11.54 4.0 ng 108499 4 10.98 547541 20.0
unknownl1l.98 11.98 5.4 ng 146750 4 10.98 547541 20.0
n-Decanoic acid 12.32 3.3 ng 86579 5 13.59 519574 20.0
1-Hexacosanol 13.49 2.1 ng 55550 5 13.59 519574 20.0
17-Pentatriacontene 14 .97 2.1 ng 43798 6 14.92 409717 20.0
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