LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA F\DATA\BF122015\
Data File : BF083958.D

Aca On : 19 Dec 2015 16:57

Operator : UM/SJ

Sample : 64875-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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:\HPCHEM1I\BNA F\METHODS\8270-BF121815.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 heiaht area % max. total
1 5.013 254 256 261 rVB 122805 170259 6.26% 1.090%
2 5.459 292 295 298 rBV 542940 496286 18.25% 3.177%
3 6.487 383 385 394 rVB 403451 347792 12.79% 2.226%
4 6.613 394 396 399 rBV 787200 1007271 37.03% 6.448%
5 6.842 414 416 419 rBV 346617 446561 16.42% 2.859%

7.002 428 430 433 rBV 1333803 1480185 54.42% 9.475%
7.413 463 466 468 rVB 1091326 1050644 38.63% 6.726%
rvB 22543 35975 1.32% 0.230%
7.996 512 517 520 rBV3 53388 146356 5.38% 0.937%
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1 8.133 527 529 531 rBV 609417 475184 17.47% 3.042%
11 8.270 537 541 543 rBV3 33118 62068 2.28% 0.397%
12 8.305 543 544 547 rvV 44503 63686 2.34% 0.408%
13 8.385 547 551 552 rvv2 24006 53752 1.98% 0.344%

14 8.442 5562 556 559 rvv4 53045 127716 4._.70% 0.818%
15 8.545 559 565 568 rvv2 135482 348758 12.82% 2.233%

16 8.590 568 569 573 rvv2 104373 157033 5.77% 1.005%

17 8.682 573 577 579 rVB3 20816 41009 1.51% 0.263%
18 9.208 620 623 626 rBVY 2022996 2110340 77.59% 13.509%
19 9.333 632 634 637 rBvV 33552 32112 1.18% 0.206%
20 9.596 655 657 660 rBvV 109899 139849 5.14% 0.895%
21 9.756 667 671 673 rBv2 29777 49624 1.82% 0.318%
22 9.813 673 676 678 rVB3 15009 28453 1.05% 0.182%

23 9.882 680 682 685 rvv 638319 629383 23.14% 4.029%
24 10.270 713 716 717 rBV 94902 101556 3.73% 0.650%

25 10.305 717 719 722 rVB3 21805 34821 1.28% 0.223%
26 10.671 748 751 754 rBV 978328 944884 34.74% 6.049%
27 10.796 758 762 766 rBvV2 23721 54525 2.00% 0.349%
28 11.242 798 801 802 rBV 27654 29404 1.08% 0.188%
29 11.368 809 812 814 rBV 752428 655119 24.09% 4.194%
30 11.905 857 859 863 rBv2 52038 85076 3.13% 0.545%
31 12.682 925 927 931 rBV2 39431 46435 1.71% 0.297%
32 12.956 948 951 953 rBV 2456751 2719882 100.00% 17.411%
33 13.848 1027 1029 1032 rBV 67481 82616 3.04% 0.529%

34 13.997 1040 1042 1045 rBV 540370 672098 24.71% 4_.302%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA F\DATA\BF122015\
Data File : BF083958.D

Aca On : 19 Dec 2015 16:57

Operator : UM/SJ

Sample : 64875-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF121815.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.625 1095 1097 1099 rBV 113511 114792 4.22% 0.735%
36 14.842 1114 1116 1122 rVB 23833 39576 1.46% 0.253%
37 15.437 1165 1168 1178 rVB 377266 540236 19.86% 3.458%

Sum of corrected areas: 15621316
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA F\DATA\BF122015\
BF083958.D

19 Dec 2015 16:57

UmM/sJ

G4875-01

8 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF121815.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000
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500000
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2000000

1500000
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500000

8.0
0
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9.21

10.67
11.37
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Lo

12,96
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Time--> 8.00

11.50
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BABIA, 68 | 9.33 %Goggl B |hoso
T 1
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2000000

1500000
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14
500000

TIC: BF083958.D
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Time-->

15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122015\
Data File : BF083958.D

Aca On : 19 Dec 2015 16:57

Operator : UM/SJ

Sample > 64875-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 4

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

5.01 7.63 ng 170259 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 47
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 40
4 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 25
5 1,2-Butanediol, (.+/-.)- 90 C4H1002 026171-83-5 25

Abundance Scan 256 (5.013 min): BF083958.D (-254) (-) m/z 43.10 100.00%
43
59
5000
101
4.60 4.80 5.00 5.20 5.40
83
o...,....,....,....l,'.'.-..,??.I,....,....,....,....,....,. m/z 59.10 66.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR AR R LS R
460 480 500 520 5.40
59 m/z 101.10 25.20%
0 21 37 53 ‘ 67 778 o ‘U
miz--> A " N N T
Abundance
43
460 480 500 520 540
0
5000 101 m/z 58.10 16.41%
28 59
70 84
0 15 53 78 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8126: 2-Hexanol, 2-methyl- e EAmas mam
509 4.60 4.80 5.00 5.20 5.40
m/z 41.10 10.58%
5000
31 101
O |'}§'|' 'J”J""“L‘j"l??hh i"'é?" "|??"|' U B RABE AR NARAS RS
m/z--> 10 20 30 50 60 70 8 90 100 110 460 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122015\
Data File : BF083958.D

Aca On : 19 Dec 2015 16:57

Operator : UM/SJ

Sample > 64875-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown6.61 Concentration Rank 2

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

6.61 45.11 ng 1007270 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 14
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10

Abundance Scan 396 (6.613 min): BF083958.D (-394) (-) m/z 132.00 100.00%
32
5000 68
96 SRR U L
40 54 75 104 6.20 6.40 6.60 6.80 7.00
48 62‘| L, 85 |
o.H.P.J,”.w.”.H!m,”.W.H.P.H,M.w.”.“.”,..w.. m/z 68.10 46 .85%
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 R AL L UL R
620 6.40 6.60 6.80 7.00
31 78 m/z 134.00 31.74%
38 44
0”'Wt”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“”I”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 6.80 7.00
5000 m/z 66.10 30.56%
63 81
o 3137 4450 57 | g9 75 88 g4 101 112
mz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine s .
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 20.07%
5000
33 44 o g7 105
XS S S N U RN W |
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 620 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122015\
Data File : BF083958.D

Aca On : 19 Dec 2015 16:57

Operator : UM/SJ

Sample > 64875-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown8.27 Concentration Rank 11

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

8.27 2.61 ng 62068 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 3-methvl-. 1l-meth... 144 C8H1602 032665-23-9 27
2 Phospholane 88 C4H9P 003466-00-0 18
3 Pentanoic acid. 1-methvlethvl ester 144 C8H1602 018362-97-5 16
4 Heptanedioic acid 160 C7H1204 000111-16-0 14
5 Thiophene, tetrahydro- 88 C4H8S 000110-01-0 14

Abundance Scan 541 (8.270 min): BF083958.D (-537) (-) m/z 55.10 100.00%
41 5 85

101

5000

8.00 8.20 8.40 8.60
m/z 41.10 90.82%

o

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #20145: Butanoic acid, 3-methyl-, 1-methylethyl ester
43
60 85
5000 LI L L L B L
8.00 8.20 8.40 8.60
27 103 m/z 85.10 87.57%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
60
B A
a8 8.00 820 840 8.60
5000 m/z 60.00 87.11%
45
73
o 37
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #20091: Pentanoic acid, 1-methylethyl ester
85 8.00 8.20 8.40 8.60
60 m/z 57.05 83.40%
43 103
5000
73
21 ‘ ‘ 129
SV N N RO 7 e 7.7 SO B =~ '
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122015\
Data File : BF083958.D

Aca On : 19 Dec 2015 16:57

Operator : UM/SJ

Sample > 64875-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown8.30 Concentration Rank 10

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

8.30 2.68 ng 63686 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Ethvibutvl propionate 158 C9H1802 090677-00-2 40
2 Butanamide. N-ethvl- 115 C6H13NO 013091-16-2 27
3 4-l1sopropoxv-2-butanone 130 C7H1402 032541-58-5 25
4 2-t-Butvlpentanoic acid. methvl ... 172 C10H2002 1000202-22-5 22
5 3-Mercaptohexyl butanoate 204 C10H2002S 136954-21-7 22

Abundance Scan 544 (8.305 min): BF083958.D (-543) (-) m/z 87.10 100.00%
43 a7
57 71
5000
116 197
100 8.00 8.20 8.40 8.60
o} m/z 43.10 87 .93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28754: 2-Ethylbutyl propionate
57
84
5000 R R IR
29 43 69 8.00 8.20 8.40 8.60
m/z 41.10 82.99%
0 15 ‘\ \‘\ ‘ | ‘\‘ | \‘ 9\9 111 129 158
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
44 72 87
30 R R IR
8.00 8.20 8.40 8.60
5000 m/z 57.10 63.35%
100
55 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #12990: 4-Isopropoxy-2-butanone Al BEma s B
43 8.00 8.20 8.40 8.60
m/z 71.10 61.92%
5000 87
71
oL 15 sl B | q01 115 199
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 800 820 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122015\
Data File : BF083958.D

Aca On : 19 Dec 2015 16:57

Operator : UM/SJ

Sample > 64875-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown8.44 Concentration Rank 7

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

8.44 5.38 ng 127716 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanoic acid. 2-ethvl-. methvl... 144 C8H1602 000816-16-0 32
2 2.2-Dimethvl-5-hexen-3-ol 128 C8H160 019550-89-1 12
3 Butanoic acid. 2-ethvl-. methvl ... 130 C7H1402 000816-11-5 12
4 Thiophane. propvl- 130 C7H14S 001551-34-4 10
5 Butanamide, N,N,3,3-tetramethyl- 143 C8H17NO 026153-90-2 9

Abundance Scan 556 (8.442 min): BF083958.D (-552) (-) m/z 87.10 100.00%
g7
43
102
5000 57 71
112 e A AN SRS
I | | I ?51 | 127 143 820 8.40 8.60 8.80
Obrrprrrr et ety L bl L Tm/z 43.100  68.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #20116: Pentanoic acid, 2-ethyl-, methy! ester
43 87
102
5000 27 55 R R UL L U
8.20 8.40 8.60 8.80
115 m/z 41.10 57.03%
0 ||||||||||l|i‘|||| ‘ \ I\I‘IHI‘ ||||‘il‘:n||‘Hllnnl‘:‘n:l:‘:‘::ln||||||||||||||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
a 87
69 8.|20 8.|40 8.530 8.|80
5000 57 m/z 102.00 56.22%
29
0 15 77 95
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13088: Butanoic acid, 2-ethyl-, methy! ester e e
43 102 8.20 8.40 8.60 8.80
g7 m/z 85.10 45 _.12%
71
5000
0"P'”P'”I””I“'W”'W'”W'”'P”'P'”P'“P'”I””I“'W”'W' URRBE USSR RSN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122015\
Data File : BF083958.D

Aca On : 19 Dec 2015 16:57

Operator : UM/SJ

Sample > 64875-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Thiophane, propyl- Concentration Rank 3

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

8.54 14.68 ng 348758 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophane. propvl- 130 C7H14S 001551-34-4 64
2 Thiophene. 2-ethvltetrahvdro- 116 C6H12S 001551-32-2 59
3 Hvdrazine. 1.1-dipropvl- 116 C6H16N2 004986-50-9 49
4 3.4-Di-0-methvl-L-arabinopvranose 178 C7H1405 086049-20-9 42
5 _alpha.-D-Xylofuranoside, methyl... 192 C8H1605 035007-52-4 40

Abundance Scan 565 (8.545 min): BF083958.D (-559) (-) m/z 87.05 100.00%
87
5000
at S5 101 16 130 T T T T T Ty
|| I 7|1 0. | | s 820 840 8.60 8.80
Ol et m/z 41.10 24.34%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13132: Thiophane, propyl-
87
5000 A R R A
8.20 8.40 8.60 8.80
101 130 m/z 130.10 22 .47%
5 67 54 115
O'W'”'w'“l“'w”m”h'“l“'w““Vw'“l“'w'm'w'“l”'w'“'v
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
87
Ay
8.20 8.40 8.60 8.80
5000 m/z 116.10 19.77%
27 45 116
59 101
. 8 s O 74
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8028: Hydrazine, 1,1-dipropyl-
a5 87 8.20 8.40 8.60 8.80
m/z 43.10 18.20%
5000
116
0 \Mh 52 % 70 101
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 820 840 860 880
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122015\
Data File : BF083958.D

Aca On : 19 Dec 2015 16:57

Operator : UM/SJ

Sample > 64875-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Pentanoic acid, 2-ethyl-, m... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
8.59 6.61 ng 157033 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Pentanoic acid. 2-ethvl-. methvl... 144 C8H1602 000816-16-0 50

2 Thiophene. tetrahvdro-2-methvl- 102 C5H10S 001795-09-1 47
3 1-Butene. 1-(methvlthio)-. (2)- 102 C5H10S 017414-15-2 47
4 Butanoic acid. 2-ethvl-. methvl ... 130 C7H1402 000816-11-5 42
5 1-Butene, 1-(methylthio)-, (E)- 102 C5H10S 017414-27-6 38
Abundance Scan 569 (8.590 min): BF083958.D (-568) (-) m/z 87.10 100.00%
a7 102
5000 73
112
8.20 8.40 8.60 8.80 9.00
0..,....,....,....||.|.'|.. .|!!‘.'|'.(.3'.5'.'!!:.."!‘“.'!,.??1.,....,l'.':.,...l.?f’.... m/z 102.10  93.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #20116: Pentanoic acid, 2-ethyl-, methyl ester
43 87
102
5000 27 55
8.20 8.40 8.60 8.80 9.00
115 m/z 43.10 64 .05%
OIIII”IIIIIII ||||l|‘|| \I‘IHI‘II”I‘“\I” I\Hlllllll‘l\lIIII‘I‘IIII”IIII”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
87
820 840 8.60 8.80 9.00
5000 102 m/z 55.10 60.23%
41
27 59 67 4
0"I'%?'I""I?ﬁ“I""?%"'I'”'I""I"'W""I""I'”'I""I"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4274 1- Butene 1- (methylthlo) (Z) TT T T T T[T T T T[T T T T[T T T T [TT
87 102 8.20 8.40 8.60 8.80 9.00
m/z 41.10 51.91%
45
5000 55
27
0'W'“W'“MP'ﬁ%tJLP'Jw“'Z%”'PJ”I”'W”“'P'”I”'W'”' RIS AR R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 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\BF122015\
Data File : BF083958.D

Aca On : 19 Dec 2015 16:57

Operator : UM/SJ

Sample > 64875-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Diethyltoluamide Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
10.27 3.23 ng 101556 Acenaphthene-d10 9.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethvltoluamide 191 C12H17NO 000134-62-3 96
2 Benzamide. N.N-diethvl-4-methvl- 191 C12H17NO 002728-05-4 93
3 N-T1-(Dimethvlamino)-2.2.2-trich... 308 C12H15CI3N20 300814-41-9 53
4 N-Isopropvl-p-toluamide 177 C11H15NO 002144-17-4 50
5 p-Toluric acid 193 C10H11NO3 027115-50-0 50

Abundance Scan 716 (10.270 min): BF083958.D (-713) (-) m/z 119.10 100.00%
119
5000 190
91
65 10,00 10.20 10.40 10.60
162176
O e 8 e || M/Z 190.10  43.48%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #49806: Diethyltoluamide
119
5000 o1 190 L BN BN I B
10.00 10.20 10.40 10.60
65 m/z 91.10 35.26%
ol 3952 | 78 | 105 | 133148162176 |
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
119
10,00 10.20 10.40 10.60
5000 m/z 191.20 14 .69%
o1 190
65
o 42 78 | 105 133148162176
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #121397: N-[1-(Dimethylamino)-2,2, 2-trichloroethyl]-p-tolu. .. e man n
119 10.00 10.20 10.40 10.60
m/z 65.10 10.10%
5000 91
44 65 191
\” ; ‘\‘ 78 | 104 | 138 155 174 237 272
0 IIIII""I""I""I""I'"'I""IIIII RS BRI SLER RSN BRRRE! rrryrTTTTT T T T T T T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10 00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122015\
Data File : BF083958.D

Aca On : 19 Dec 2015 16:57

Operator : UM/SJ

Sample > 64875-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Tridecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.90 2.60 ng 85076 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 72
2 Tetradecanoic acid 228 C14H2802 000544-63-8 64
3 Dodecanoic acid 200 C12H2402 000143-07-7 50
4 n-Decanoic acid 172 C10H2002 000334-48-5 43
5 _alpha.-D-Glucopyranose, 4-0-_be... 342 C12H22011 014641-93-1 38
Abundance Scan 859 (11.905 min): BF083958.D (-857) (-) m/z 73.10 100.00%
e B
43 129
5000
213
157 171185
43 256 11.60 11.80 12.00 12.20
0! m/z 60.10 80.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65565: Tridecanoic acid
60 73
43
5000 129 A
171 11.60 11.80 12.00 12.20
7115 214 m/z 43.10 67.64%
‘ o1 ‘ 143157 ‘ 185
ok |'l H\ H‘H‘H‘ H\ “llu‘.‘..l‘..l‘. _— .‘... — BB ARARER
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 A AU BRI LN B
11.60 11.80 12.00 12.20
5000 129 m/z 129.10 64.65%
29 87 185
115 143 __171 228
oL15 101 157 199212
m/z--> ﬁo 45 éo éo 160 150 150 160 180 200 220 250 2éo
Abundance #56046: Dodecanoic acid
60 73 11.60 11.80 12.00 12.20
43 m/z 57.05 63.81%
5000
29
ol 15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122015\
Data File : BF083958.D

Aca On : 19 Dec 2015 16:57

Operator : UM/SJ

Sample > 64875-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 1-Nonadecene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.85 2.46 ng 82616 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 95
2 3-Chloropropionic acid. heptadec... 346 C20H39CI02 1000283-05-1 91
3 1-Hexadecanol 242 C16H340 036653-82-4 91
4 Trifluoroacetic acid. n-heptadec... 324 C17H31F302 1000216-79-2 91
5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 90
Abundance Scan 1029 (13.848 min): BF083958.D (-1027) (-) m/z 83.10 100.00%
97
57

43

5000

-

139153147 13.60 13.80 14.00 14.20

o! 207 m/z 97.10 90.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #98171: 1-Nonadecene

:

13.I60 13.|8O 14.IOO 14.|20
125 m/z 57.10 82.35%

5000

o 139154168182196210224238 266
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
4357 83
97 e e A
1o 13.60 13.80 14.00 14.20
5000 11 m/z 69.10 81.50%
29

125
139154167 182196 210224238251

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83798: 1-Hexadecanol e e o TS L
43 7 13.60 13.80 14.00 14.20
83 m/z 55.10 76.90%

5000
29

12

:

5
0 1L 140154168182196 224
S BAREEEE R R AR RRRES T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122015\
Data File : BF083958.D

Aca On : 19 Dec 2015 16:57

Operator : UM/SJ

Sample > 64875-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknownl4.63 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.63 3.42 ng 114792 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclobutane. 1.2:3.4-bis(propane... 224 C10H18B204 1000159-70-4 32
2 4-Nitrobenzoic acid. cvclobutvl ... 221 C11H11NO4 070335-00-1 32
3 2-Ethvlhexvl methacrvlate 198 C12H2202 000688-84-6 32
4 Bromoacetic acid. 2-ethvlhexvl e... 250 C10H19Br02 068144-73-0 25
5 5-Pyrrolidino-2-pyrrolidone 154 C8H14N20 076284-12-3 22
Abundance Scan 1097 (14.625 min): BF083958.D (-1095) (-) m/z 70.10 100.00%
70
149
5000 112
T . 167 261
R e
132 ‘ ‘ 279 14.40 14.60 14.80 15.00
0 ,,|||, 'j|9?J bt o aoror L ST Tw/z 149.00 63.430%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71856: Cyclobutane, 1,2:3,4-bis(propaneboronate)
70 112
5000 R B SR SURIURE SUM
14.40 14.60 14.80 15.00
m/z 112.10 41 _.55%
o 214155 | 84 95 | 126141155 181195209223
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
70
" 14.40 14.60 14.80 15.00
5000 m/z 57.10 36.12%
41 55 112 150
84
o 27 98 134 167 193
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54689: 2-Ethylhexyl methacrylate AR Baa T e
70 14.40 14.60 14.80 15.00
41 m/z 83.10 32.12%
5000
55 112
2 7
ol 139 155169
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122015\
Data File : BF083958.D

Acq On : 19 Dec 2015 16:57

Operator : UM/SJ

Sample - G4875-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121815_.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... 5.01 7.6 ng 170259 1 6.85 446561 20.0
unknown6 .61 6.61 45.1 ng 1007270 1 6.85 446561 20.0
unknown8 .27 8.27 2.6 ng 62068 2 8.13 475184 20.0
unknown8.30 8.30 2.7 ng 63686 2 8.13 475184 20.0
unknown8 .44 8.44 5.4 ng 127716 2 8.13 475184 20.0
Thiophane, propyl- 8.54 14.7 ng 348758 2 8.13 475184 20.0
Pentanoic acid, 2... 8.59 6.6 ng 157033 2 8.13 475184 20.0
Diethyltoluamide 10.27 3.2 ng 101556 3 9.88 629383 20.0
Tridecanoic acid 11.90 2.6 ng 85076 4 11.37 655119 20.0
1-Nonadecene 13.85 2.5 ng 82616 5 14.00 672098 20.0
unknownl14 .63 14.63 3.4 ng 114792 5 14.00 672098 20.0
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