LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083486.D

Aca On : 4 Dec 2015 4:28

Operator : UM/I1Z

Sample : 64588-02

Misc :

ALS Vial : 28 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-BF113015.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 4.636 256 258 273 rVB 416186 737190 12.40% 1.518%
2 5.116 298 300 315 rBVY 2677343 2959202 49.77% 6.092%
3 6.201 392 395 402 rBVY 1726766 2010816 33.82% 4.140%
4 6.304 402 404 406 rVvV 4971232 5021861 84.47% 10.338%
5 6.396 409 412 417 rVB 43252 69291 1.17% 0.143%
6 6.522 421 423 426 rBV 920732 1082248 18.20% 2.228%
7 6.682 435 437 440 rBV 3715617 4208194 70.78% 8.663%
8 7.104 471 474 476 rBV 3461272 3628586 61.03% 7.470%
9 7 .550 511 513 516 rVB 163325 209247 3.52% 0.431%
10 7.813 534 536 539 rBY 1384991 1353428 22.76% 2.786%
11 8.567 599 602 609 rVB 93025 156644 2.63% 0.322%
12 8.670 609 611 616 rBV5 30482 79238 1.33% 0.163%
13 8.773 618 620 622 rBV 309248 283023 4_.76% 0.583%
14 8.842 622 626 628 rBV3 39580 78429 1.32% 0.161%

15 8.899 628 631 633 rBY 6120433 5945349 100.00% 12.240%

16 9.242 655 661 663 rBvV 142250 215092 3.62% 0.443%
17 9.299 664 666 668 rvB 144898 151599 2.55% 0.312%
18 9.425 675 677 681 rVB 219939 254406 4.28% 0.524%
19 9.562 687 689 691 rBV 1525839 1426389 23.99% 2.937%
20 9.905 717 719 723 rVB2 64100 113394 1.91% 0.233%

21 9.985 724 726 728 rBV2 53583 74498 1.25% 0.153%
22 10.179 740 743 745 rVB2 58064 83876 1.41% 0.173%
23 10.248 745 749 752 rBV5 22679 63041 1.06% 0.130%

24 10.350 755 758 761 rBV 3074539 3226449 54.27% 6.642%
25 10.499 769 771 774 rVB 266873 333251 5.61% 0.686%

26 10.556 774 776 777 rBV 786217 740440 12.45% 1.524%
27 10.591 777 779 781 rvW2 762261 1075093 18.08% 2.213%
28 10.625 781 782 786 rvv2 707688 1239224 20.84% 2.551%
29 10.716 786 790 791 rvv2 292101 681301 11.46% 1.403%
30 10.751 791 793 795 rvv2 604134 881984 14.83% 1.816%

31 10.785 795 796 799 rvVv 665217 938681 15.79% 1.932%
32 10.831 799 800 803 rvB 432038 431208 7.25% 0.888%
33 10.991 812 814 818 rVvB2 198407 273032 4_.59% 0.562%
34 11.093 821 823 826 rVvV 1096050 1118295 18.81% 2.302%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083486.D

Aca On : 4 Dec 2015 4:28

Operator : UM/I1Z

Sample : 64588-02

Misc :

ALS Vial : 28 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF113015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 11.185 828 831 835 rVvB4 50720 122609 2.06% 0.252%

36 11.368 845 847 851 rvB2 72082 111336 1.87% 0.229%
37 11.699 873 876 879 rBv2 103819 232713 3.91% 0.479%
38 11.791 882 884 887 rvv3 165505 285242 4._80% 0.587%
39 11.882 890 892 895 rvB3 48490 84695 1.42% 0.174%
40 11.939 895 897 900 rVvB2 112624 160239 2.70% 0.330%

41 12.008 901 903 905 rBVvV2 51185 77626 1.31% 0.160%
42 12.111 910 912 915 rvVv 76477 134522 2.26% 0.277%
43 12.168 915 917 921 rVB 42178 65466 1.10% 0.135%

44 12.865 975 978 984 rBv2 169100 289225 4._86% 0.595%
45 13.185 1002 1006 1009 rBV 3103539 3969341 66.76% 8.172%

46 14.625 1129 1132 1136 rBV 32377 62529 1.05% 0.129%

47 14.705 1136 1139 1142 rBV 698664 946320 15.92% 1.948%

48 16.191 1266 1269 1272 rBV 42319 71432 1.20% 0.147%

49 16.774 1317 1320 1325 rVB 547383 749856 12.61% 1.544%

50 18.774 1492 1495 1501 rVBS8 23860 67224 1.13% 0.138%
Sum of corrected areas: 48574374
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083486.D

Aca On : 4 Dec 2015 4:28

Operator : UM/I1Z

Sample : 64588-02

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF083486.D
6000000

5000000 6.30

4000000 6.68
7.10

3000000 512

2000000 6.2

1000000 6.52
4.64
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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
Abundance TIC: BF083486.D
6000000 8(90
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1000000 14.71

14.

ol e e T e e

Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00
Abundance TIC: BF083486.D
6000000

5000000
4000000
3000000
2000000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083486.D

Aca On : 4 Dec 2015 4:28

Operator : UM/I1Z

Sample : 64588-02

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 7

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

4.64 13.62 ng 737190 1,4-Dichlorobenzene-d4 6.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 53
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 258 (4.636 min): BF083486.D (-256) (-) m/z 43.10 100.00%
a3
59
5000
10 440 460 480 500
O S 5360 88 | " 58 10 56.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 4.40 4.60 4.80 5.00
m/z 101.10 16.69%
15 31 101
o 257 37, 53 83 |
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
440 460 480 500
5000 m/z 58.10 14.07%
41
53 73 86
e S I S SULIULS SURILIL IS IULILS SULI LS LI LI
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7975: Acetic acid, 1,1-dimethylethyl ester R EEa e R
43 4.40 4.60 4.80 5.00
m/z 41.10 8.77%
57
5000
29 101
o 15 |, o3y 51 || 73 83 95
m/z--> 10 20 30 40 50 60 70 8 90 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083486.D

Aca On : 4 Dec 2015 4:28

Operator : UM/I1Z

Sample : 64588-02

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 4 1,3-Pentanediol, 2,2,4-trim... Concentration Rank 18

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

7.55 3.09 ng 209247 Naphthalene-d8 7.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Pentanediol. 2.2.4-trimethvl- 146 C8H1802 000144-19-4 90
2 2.3-Pentanediol. 2.4-dimethvl- 132 C7H1602 066225-53-4 53
3 1.3-Hexanediol. 2-ethvl- 146 C8H1802 000094-96-2 36
4 2.5-Dimethvl-5-hexen-3-o0l 128 C8H160 067760-91-2 36
5 Pentanal, 3-methyl- 100 C6H120 015877-57-3 36

Abundance Scan 513 (7.550 min): BF083486.D (-511) (-) m/z 56.05 100.00%
56
i A!"FLLW
5000
103 7.20 7.40 7.60 7.80
o..,....,....,....'i.:'..,..‘.',....,|.|...,.'.|..,.9.?.,.'...,....,....,..1.??....,.. m/z 43.10 52.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21197: 1,3-Pentanediol, 2,2,4-trimethyl- J\AM’LA/
56
5000 A L S LU L B
43 s 720 7.40 7.60 7.80
103 m/z 57.10 37.47%
29
ol 18 ] “ \ ‘\ 65 “ 95 | 111 129 145
mz-> 10 20 30 40 50 60 70 8'0 90 100 110 120 130 140 150
Abundance
43 56
7.20 740 7.60 7.80
5000 73 a5 m/z 55.10 36.64%
29 103
. 17 111 129
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21174: 1,3-Hexanediol, 2—ethy|— L L B L L L L L L B
56 7.20 7.40 7.60 7.80
m/z 41.10 35.50%
5000
41 73
29 ‘ 103
ol 18 1|l es | 111 128 145
miz> 10 % 30 40 86 60 7'0 80 g'o 1(')0 110 120 130 140 150 720 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083486.D

Aca On : 4 Dec 2015 4:28

Operator : UM/I1Z

Sample : 64588-02

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 Propanoic acid, 2-methyl-, ... Concentration Rank 16

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

8.77 3.97 ng 283023 Acenaphthene-d10 9.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl-. 2.2-d... 216 C12H2403 074367-33-2 91
2 2.2.4-Trimethvl-1.3-pentanediol ... 286 C16H3004 006846-50-0 72
3 3-Hexenoic acid. 5-hvdroxv-2-met... 144 C7H1203 110678-36-9 50
4 Butanoic acid. l-methvlpropvl ester 144 C8H1602 000819-97-6 42
5 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602 000097-85-8 40

Abundance Scan 620 (8.773 min): BF083486.D (-618) (-) m/z 71.10 100.00%

n
5000 56
83

98
840 860 880 9.00
| | | 111 143 173
S ' ,..|..,....1,2.3..,..1.“?5,....,.... e || M/z 43.10  94.25%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #66734: Propanoic acid, 2-methyl-, 2,2-dimethyl-1-(2-hydro...
71
43

5000 R A REEEES
56 840 8.60 8.80 9.00

83 m/z 56.10 36.19%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
71
_l—l_l_l_l_l—rl_l_l_l—l_l_l_l_l—l_l_l_l_l—rl'

43 840 860 880 9.00
5000 m/z 83.10 26.81%

56
27 83 gg
0 111 127 143 159 173185198 215 243
S PN RN 8 i L st L S T % o
mz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance : ic aci [r*,R*(E)]- R AR RS RN R

#19878: 3-Hexenoic acid, 5-hydroxy-2-methyl-,
43 71 8.40 8.60 8.80 9.00

m/z 55.10 24 .29%

5000
83
27 55 ‘ gg 111 126
| \Mh R T '

m/z--> 20 60 80 100 120 140 160 180 200 220 240 840 8.60 8.80 9.00

o

o

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083486.D

Aca On : 4 Dec 2015 4:28

Operator : UM/I1Z

Sample : 64588-02

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 Phenol, 2,6-bis(1,1-dimethy... Concentration Rank 19

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

9.24 3.02 ng 215092 Acenaphthene-d10 9.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.6-bis(1l.1-dimethvlethvl)- 206 C14H220 000128-39-2 93

1-(3.6.6-Trimethvl-1.6.7.7a-tetr... 206 C13H1802 1000194-97-2 83
3 4°-Diethvlaminoacetanilide 206 C12H18N20 005326-57-8 74
4 Phenol. 2.4-bis(1l.1-dimethvlethvl)- 206 C14H220 000096-76-4 72
5 Phenol, 3,5-bis(1,1-dimethylethyl)- 206 C14H220 001138-52-9 64
Abundance Scan 661 (9.242 min): BF083486.D (-655) (-) m/z 191.20 100.00%
191
5000
131 163 206 URRBE LU R 'AI"'
| U5 117 azs | 9.00 9.20 9.40 9.60
0...,....,'..-.-|'-- -'“- N P A AU e S N N m/z 57.10  24_90%
m/z--> 20 40 100 120 140 160 180 200
Abundance #60200. Phenol, 2,6-bis(1,1-dimethylethyl)-
91
5000 IRRBE LRSS AN RN
9.00 9.20 9.40 9.60
a 131 206 m/z 206.20 21.10%
15 2 7 Oagelts T oaar s ||
miz--> % 4 e 8 1o 1o 140 10 18 200
Abundance
191
A
9.00 9.20 9.40 9.60
5000 43 149 m/z 131.10 19.20%
131 206
20 | 5565 77 91 105 119 163 146
O T e e R
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #59971: 4'-Diethylaminoacetanilide
191 9.00 9.20 9.40 9.60
m/z 163.10 16.36%
5000 206
119 163
0 29 43 54 65 80 93 107° 134 149 717175
m/z--> 20 4'0 60 80 1(')0 120 140 160 180 2(')0 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083486.D

Aca On : 4 Dec 2015 4:28

Operator : UM/I1Z

Sample : 64588-02

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 7 Butanoic acid, 2,2-dimethyl- Concentration Rank 17

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

9.42 3.57 ng 254406 Acenaphthene-d10 9.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 2.2-dimethvl- 116 C6H1202 000595-37-9 72
2 Vinvl butvrate 114 C6H1002 000123-20-6 64
3 Propanoic acid. 2-methvl-. anhvd... 158 C8H1403 000097-72-3 59
4 4-Heptanone 114 C7H140 000123-19-3 59
5 3-Buten-2-ol, 2-methyl- 86 C5H100 000115-18-4 53

Abundance Scan 677 (9.425 min): BF083486.D (-675) (-) m/z 71.10 100.00%
7
43
5000
55 9.00 9.20 9.40 9.60 9.80
83 97 114 125135
Ot by 2P T PA7125795 24T A89 175187 1 Tnsz o 43.10  78.04%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #7920: Butanoic acid, 2,2-dimethyl-
43 7
5000 R R B R R
9.00 9.20 9.40 9.60 9.80
55 88 m/z 41.10 19.95%
H \‘\ L 101 116
0"'%""I"'W""I""P"'I""P"'I""P"'I
m/z--> 60 80 100 120 140 160 180
Abundance
43
& ISR SRR SRR SR
9.00 9.20 9.40 9.60 9.80
5000 m/z 70.10 16.16%
27
15 55 86 o9 114
S L S S L DL UL S B S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28616: Propanoic acid, 2-methyl-, anhydride M
43 7 9.00 9.20 9.40 9.60 9.80
m/z 55.10 10.57%
2
ol 15 J 55 |
m/z--> 2'0 40 60 80 100 120 140 160 180 ' 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083486.D

Aca On : 4 Dec 2015 4:28

Operator : UM/I1Z

Sample : 64588-02

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 unknownl1l0.50 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.50 5.96 ng 333251 Phenanthrene-d10 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N-Allvl-p-hvdroxvbenzamide 177 C10H11NO2 090921-72-5 43
2 Phenol. 4-(1-methvlpropvl)- 150 C10H140 000099-71-8 43
3 Acetic acid. l4-(2-methvl-3-nitr... 314 C16H14N205 349085-63-8 38
4 4-(p-MethoxvphenvIl)-1-butanol 180 C11H1602 022135-50-8 38
5 4-Hexylanisole 192 C13H200 081693-80-3 38
Abundance Scan 771 (10.499 min): BF083486.D (-769) (-) m/z 121.10 100.00%
121
5000
163
57 77 19 10.20 10.40 10.60 10.80
ot ek p 247 | 100 220 0/7107.10  51.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #40451: N-Allyl-p-hydroxybenzamide
121
5000
10.20 10.40 10.60 10.80
m/z 163.10 26.21%
56 93 177
o 39 \ | 137 158
m/z--> 20 40 éo 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
121
10.20 10.40 10.60 10.80
5000 m/z 41.10 15.56%
150
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124783: Acetic acid, [4-(2-methyl-3-nitrophenylaminocarbo... B
121 10.20 10.40 10.60 10.80
m/z 43.10 13.68%
5000
163
93
0 es | ‘ 138 179197 225240 272 297314
m/z--> 20 4'0 6|O 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\BF120315\
Data File : BF083486.D

Aca On : 4 Dec 2015 4:28

Operator : UM/I1Z

Sample : 64588-02

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 Phenol, 4-(1,1,3,3-tetramet... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.56 13.24 ng 740440 Phenanthrene-d10 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 78
2 Pentanoic acid. 5-hvdroxv-. p-t-... 250 C15H2203 166273-37-6 78
3 Carbamic acid. N-T1.1-bis(triflu... 413 C19H25F6NO2 296242-69-8 64
4 1-Adamantanecarboxvlic acid. 2-a... 314 C21H3002 1000282-94-3 50
5 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 50
Abundance Scan 776 (10.556 min): BF083486.D (-774) (-) m/z 135.10 100.00%
135
5000
107
41 10.20 10.40 10.60 10.80
91
Ot 8 Ly L 163 189 220 o 0707907.10  15.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #60213: Phenol, 4-(1,1,3,3-tetramethyloutyl)-
135
5000
10.20 10.40 10.60 10.80
o7 m/z 136.10 10.08%
ol 18 41 57 75 917 17 296
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 260 280 300
Abundance
135
10.20 10.40 10.60 10.80
5000 m/z 41.10 9.37%
1 107
ol 57 74 91 151 177192 219 250
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #158927: Carbamic acid, N-[1,1-bis(trifluoromethyl)ethyl]-... A AT o
135 10.20 10.40 10.60 10.80
m/z 43.10 6.11%
5000
107
0 41 57 74 917 161 188206 231247 281300
m/z--> 20 4'0 6|0 80 1(')0 120 140 160 180 200 220 240 260 280 300 10,20 10.40 10,60 10.80 '

8270-BF113015.M Fri Dec 04 16:37:05 2015 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083486.D

Aca On : 4 Dec 2015 4:28

Operator : UM/I1Z

Sample : 64588-02

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 Acetamide, N-(3-methylphenyl)- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
10.59 19.23 ng 1075090 Phenanthrene-d10 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetamide. N-(3-methvIiphenvl)- 149 C9H11NO 000537-92-8 59
2 Pvridine-3-carbonitrile., 1.2-dih... 191 C9H9N302 220098-92-0 43
3 5H-PYRROLO(3.2-DYPYRIMIDINE-2.4-_... 149 C6H7N5 1000244-21-4 38
4 37 .47 -Formoxvlidide 149 C9H11NO 006639-60-7 35
5 6-Amino-1-methylpurine 149 C6H7N5 005142-22-3 35

Abundance Scan 779 (10.591 min): BF083486.D (-777) (-) m/z 149.10 100.00%
107 149
121
5000
55 191
T 0 | s | e | s 0 | 1020 1040 1060 1050 1100
0.”|..”HL”.|§”.T”hﬂﬁ”.ﬂh.ﬁw..”|..”|.d.|”..p. m/z 107.10 95.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22583: Acetamide, N-(3-methylphenyl)-
107
5000 149
10.20 10.40 10.60 10.80 11.00
43 m/z 121.10 59.95%
‘ 65 1\ o1
S R U R I W WL B I WAL I
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43 149
10.20 10.40 10.60 10.80 11.00
5000 m/z 191.15 27.33%
120 191
o 54 67 80 94105 | 131 169
m/z--> ﬁo Jo eb 85 160 150 150 160 180 260 250
Abundance #22438: 5H-PYRROLO(3,2-D)PYRIMIDINE-2,4-DIAMINE
149 10.20 10.40 10.60 10.80 11.00
m/z 55.10 23.45%
5000
107
132
1728 42% 68 80 o4y 121" |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 10 20 10. 40 10. 60 10 80 11. 00

8270-BF113015.M Fri Dec 04 16:37:06 2015

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083486.D

Aca On : 4 Dec 2015 4:28

Operator : UM/I1Z

Sample : 64588-02

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 unknownl10.62 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.62 22.16 ng 1239220 Phenanthrene-d10 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. m-tert-butvl- 150 C10H140 000585-34-2 38
2 Phenol. 2-(1.1-dimethvlethv)-5-._. 164 C11H160 000088-60-8 35
3 Phenol. 2-(1.1-dimethvlethv)-4-__. 164 C11H160 002409-55-4 35
4 2-Ethvl-4-methvlanisole 150 C10H140 079744-78-8 18
5 Pyridine, pentamethyl- 149 C10H15N 003748-83-2 18
Abundance Scan 782 (10.625 min): BF083486 D (-781) (-) m/z 121.10 100.00%
107 131 135 149
5000
41
| || 77 9|1 163 177 191 10.40 10.60 10.80 11.00
0 ...,....,....,....,...~'.,'.'!.-."..~. m/z 135.10 95.70%
m/z--> 20 80 100 120 140 160 180 200 220
Abundance #22641: Phenol, m-tert-butyl-
135
107
5000
150 10.40 10.60 10.80 11.00
47 95 m/z 149.10 95.23%
A S I
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
149
121 RS SURIILN SO SURIURE BN
10.40 10.60 10.80 11.00
5000 m/z 107.10 82.23%
o1 164
152751 65 11105 g
O i e A (R B e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #31883: Phenol, 2-(1,1-dimethylethyl)-4-methyl-
149 10.40 10.60 10.80 11.00
m/z 41.10 26.77%
121
5000
1 164
I Teaes || |15 | g
m/z--> 20 40 60 86 100 120 150 160 180 200 220 1040 10.60 10.80 11.00

8270-BF113015.M Fri Dec 04 16:37:07 2015

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083486.D

Aca On : 4 Dec 2015 4:28

Operator : UM/I1Z

Sample : 64588-02

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 Acetamide, N-(2,6-dimethylp... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.72 12.18 ng 681301 Phenanthrene-d10 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetamide. N-(2.6-dimethviphenvl)- 163 C10H13NO 002198-53-0 50
2 p-Propionotoluidide 163 C10H13NO 002759-55-9 47
3 Benzhvdrazide. 2-hvdroxv-N2-(1.3... 323 C17H13N304 1000265-07-6 40
4 4-Butvlbenzvl alcohol 164 C11H160 060834-63-1 38
5 2-Butanone, 4-(4-hydroxyphenyl)- 164 C10H1202 005471-51-2 27
Abundance Scan 790 (10.716 min): BF083486.D (-786) (-) m/z 121.10 100.00%
121 163
5000
41 77
10 10.40 10.60 10.80 11.00
Obprrerlir Rl b bl ot 247 L 289 220 e M/Z 107.10  91.92%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #31199: Acetamide, N-(2,6-dimethylphenyl)-
121
163
5000
106 10.40 10.60 10.80 11.00
43 27 m/z 163.10 82.16%
o ”.quuqhnhnhpu”t.upn.l”..”..”w”..”..””,””..npn
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
107
10.40 10.60 10.80 11.00
5000 m/z 41.10 12.06%
163
29 77
o 51 134

erwmwwmmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129275: Benzhydrazide, 2-hydroxy-N2-(1,3-dihydro-1,3-diox... B o
121 163 10.40 10.60 10.80 11.00
m/z 77.10 10.58%

5000

65
39 93
Lo L a7 186203 25 282 323

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10. 40 10.60 10.80 11.00

o

8270-BF113015.M Fri Dec 04 16:37:08 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083486.D

Aca On : 4 Dec 2015 4:28

Operator : UM/I1Z

Sample : 64588-02

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 unknownl10.75 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
10.75 15.77 ng 881984  Phenanthrene-d10 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 1-(6-Methvl-2-pvridvlpropan-2-one 149 COHIINO 065702-08-1 45

2 p-Propionotoluidide 163 C10H13NO 002759-55-9 35
3 2H-Indol-2-one. 1.3-dihvdro-5-hyv... 149 C8H7NO2 003416-18-0 35
4 6-Amino-1-methvlpurine 149 C6H7N5 005142-22-3 35
5 Phenol, 2-(1,1-dimethylethyl)-4-___. 164 C11H160 002409-55-4 32
Abundance Scan 793 (10.751 min): BF083486.D (-791) (-) m/z 107.10 100.00%
107 149
121
5000
163
41 55 77 o1 135 177 10.40 10.60 10.80 11.00
O 88 el bl b (1190 207220 0 o749 10 88.674%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22590: 1-(6-Methyl-2-pyridyl)propan-2-one
107
5000 RARUES UL AR
43 10.40 10.60 10.80 11.00
149 m/z 121.10 64.78%
o 54 % 79 02 | 421134 7
m/z--> 2|0 4|0 6|0 8|0 1(|)O 12|0 14|10 160 180 2(|)O 22|0
Abundance
107
10.40 10.60 10.80 11.00
5000 m/z 163.10 26.68%
163
o 294051 65 /7 91 | 118 134146
m/z--> 2|0 4|0 6|0 8|0 1(I)O 12|0 14|10 1é0 180 2(|)0 22|0
Abundance #22506: 2H-Indol-2-one, 1,3-dihydro-5-hydroxy-
120 149 10.40 10.60 10.80 11.00
m/z 55.10 12.59%
5000
94
39 50 ‘
0 ..1.5|.2”.‘. ‘\ H‘HM HH\ \ ‘..l‘.,los ‘I""' .l‘.. A A M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10. 40 10 60 10 80 11.00

8270-BF113015.M Fri Dec 04 16:37:08 2015

Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083486.D

Aca On : 4 Dec 2015 4:28

Operator : UM/I1Z

Sample : 64588-02

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 Phenol, 4-(1,1-dimethylprop... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.78 16.79 ng 938681 Phenanthrene-d10 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1-dimethvilpropvl)- 164 C11H160 000080-46-6 78
2 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 78
3 4.6-Bis(4-ethoxvbenzvlthio)-5-ni... 457 C22H23N304S2 325957-76-4 72
4 Methanol. (cvclohexv)(2.3-dimet... 218 C15H220 349498-47-1 72
5 4-tert-Butylphenyl acetate 192 C12H1602 003056-64-2 64
Abundance Scan 796 (10.785 min): BF083486.D (-795) (-) m/z 135.10 100.00%
135
5000
107 10.40 10.60 10.80 11.00
91 : : - -
o...,....,'-....,6.“?..',..'.'.,.|...',... 83 176 205220 o m/z 107.10 19.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #31857: Phenol, 4-(1,1-dimethylpropyl)-
135
5000
107 10.40 10.60 10.80 11.00
m/z 41.10 12.31%
41 77 164
A L N e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
135
10.40 10.60 10,80 11.00
5000 m/z 136.10 10.38%
107
o1 4t > 72 a1 175191206
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #165087: 4,6-Bis(4-ethoxybenzylthio)-5-nitropyrimidine
135 10.40 10.60 10.80 11.00
m/z 95.10 5.40%
107
5000
77
0 SN 1A TN 0 N 2 L — ok S e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10.40 10.60 10.80 11.00

8270-BF113015.M Fri Dec 04 16:37:09 2015 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083486.D

Aca On : 4 Dec 2015 4:28

Operator : UM/I1Z

Sample : 64588-02

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 15 2-Methyl-4-hydroxybenzoxazole Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
10.83 7.71 ng 431208 Phenanthrene-d10 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methvl-4-hvdroxvbenzoxazole 149 C8H7NO2 051110-60-2 50
2 Benzoic acid. 2-(1l-oxopropvl)- 178 C10H1003 002360-45-4 43
3 Tricvclol4.3.1.1(3.8)lundecane-3... 208 C13H2002 031061-61-7 42
4 Tricvclol4.3.1.1(3.8)lundecane. ... 228 C11H17Br 021898-96-4 38
5 Benzene, l-isocyanato-2-methoxy- 149 C8H7NO2 000700-87-8 38

Abundance Scan 800 (10.831 min): BF083486.D (-799) (-) m/z 149.10 100.00%
149
107
5000
55 135 Y U 1% S
41 69 91 121 10.60 10.80 11.00 11.20
o/ —T .|. i B0 bl 160 177189 203 222 1 Thn/z 107.10  60.85%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22487: 2-Methyl-4-hydroxybenzoxazole
149
107
5000
10.60 10.80 11.00 11.20
39 52 7 m/z 135.10 24 .13%
\ \‘ \‘ 94 Iy 12\0 135 \
0I"”I"'W""P"”I”"I'”'I"”I"'W""P"'I”'
m/z--> 20 80 100 120 140 160 180 200 220
Abundance
149
10.60 10.80 11.00 11.20
5000 m/z 55.10 19.27%
o 65
77 93
. 105 121133 161 178
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #61532: Tricyclo[4.3.1.1(3,8)]undecane-3-carboxylic acid, ... R RRRES EEE L S
149 10.60 10.80 11.00 11.20
m/z 150.10 11.06%
5000
135
%8 107
66 81
0 ,....,%?.., PR W ﬂ..}?}...,. I ...,???.,.. . T T
mz-> 20 40 60 80 100 120 140 160 180 200 220 10,60 10.80 11.00 11.20

8270-BF113015.M Fri Dec 04 16:37:10 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083486.D

Aca On : 4 Dec 2015 4:28

Operator : UM/I1Z

Sample : 64588-02

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 16 Benzenesulfonamide, N-butyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.99 4.88 ng 273032 Phenanthrene-d10 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. N-butvl- 213 C10H15N02S 003622-84-2 64
2 N-(2-Cvano-ethvl)-benzenesulfona... 210 C9H10N202S 002619-21-8 64
3 N.N-Dichlorobenzenesulfonamide 225 C6H5CI2N02S 000473-29-0 50
4 (PhenvlsulfonvDacetonitrile 181 C8H7NO2S 007605-28-9 50
5 Benzenesulfonyl isocyanate 183 C7H5N03S 002845-62-7 47
Abundance Scan 814 (10.991 min): BF083486.D (-812) (-) m/z 77.10 100.00%
7
141
170
5000
51 VIV
3 | 158 10.60 10.80 11.00 11.20 11.40
Obrea g 85, ) 97 us1ad | TV Las1 213 Tan G5 72 8%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64847: Benzenesulfonamide, N-butyl-
77 141 170
5000 NN N BN B
10.60 10.80 11.00 11.20 11.40
5t m/z 170.10 53.11%
28 158
0 15 H\‘ 3\9\\ Il 65 ‘ 97 109 125 I ‘ I 184 2]\-3
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
77
10.60 10.80 11.00 11.20 11.40
5000 141 m/z 51.05 24 _.98%
51 170
28
0 15 39 65 97 109 125 153 193 210
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73127: N,N-Dichlorobenzenesulfonamide N REa s Baeee S
7 10.60 10.80 11.00 11.20 11.40
m/z 135.10 22 .58%
5000 141
51
0 2739 | 65 | 91 112125 | 176
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.60 10.80 11.00 11.20 11.40

8270-BF113015.M Fri Dec 04 16:37:11 2015 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083486.D

Aca On : 4 Dec 2015 4:28

Operator : UM/I1Z

Sample : 64588-02

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 17 unknownl11.70 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.70 4.16 ng 232713 Phenanthrene-d10 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Z-7-Tetradecenoic acid 226 C14H2602 1000130-98-4 45
2 Mvristoleic acid 226 C14H2602 000544-64-9 43
3 8-Cvclohexadecen-1-one 236 C16H280 003100-36-5 42
4 1-Tridecene 182 C13H26 002437-56-1 41
5 1-Tridecanol 200 C13H280 000112-70-9 41
Abundance Scan 876 (11.699 min): BF083486.D (-873) (-) m/z 55.10 100.00%

69

5000
150 164 178 193 217 236 11.40 11.60 11.80 12.00
0 m/z 41.10 88.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #73739: Z-7-Tetradecenoic acid
55
41
5000 69 LI L L L L L |
83 11.40 11.60 11.80 12.00
‘ 97 m/z 69.10 65.46%
124 137 166 208
0 e I' - H MH \H‘H ‘H‘ml \HM HM ; HI |]:§1 I il |]:7|9| .1?:.”,. b |2.?.6. T
m/z--> 20 100 120 140 160 180 200 220 240
Abundance
55
41 IIIIIIIIIIIIIIIIIIIIIIII
11.40 11.60 11.80 12.00
5000 69 m/z 43.10 56.80%
83 97
. 110124 137 151 166 17919; 208 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #79956: 8-Cyclohexadecen-1-one e e e a maa
41 55 11.40 11.60 11.80 12.00
o7 m/z 83.10 42 .06%
5000 81
29
236
123135 152 165
0 |----|- M\ JM MM“ H‘H mmh Al 177189 203 21?....W. N
m/z--> 20 40 100 120 140 160 180 200 220 240 11.40 11. 60 11. 80 12.00

8270-BF113015.M Fri Dec 04 16:37:12 2015 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083486.D

Aca On : 4 Dec 2015 4:28

Operator : UM/I1Z

Sample : 64588-02

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 18 Pentadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.79 5.10 ng 285242 Phenanthrene-d10 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 91
2 Tridecanoic acid 214 C13H2602 000638-53-9 87
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Undecanoic acid 186 C11H2202 000112-37-8 64
Abundance Scan 884 (11.791 min): BF083486.D (-882) (-) m/z 43.10 100.00%
48 60 73
5000
129
M 115 157171 213 11140 11,60 11.80 12.00 12.20
185199 244, : . : : :
S 33 e m/z 60.05 87.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83683: Pentadecanoic acid
43 60 73
29
5000 AR BRI BN B B
242 umnmnmnmnm
129 /z 73.10 85.49Y%
199 m/z . . 0
3 115 143
oA M\ B Wismis P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 6073
11!40 11!60 11)80 12!00 12!20
5000 29 m/z 57.10 78.08%
129
85 115 171 214
o 98 143157 | 18597
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92226: n-Hexadecanoic acid I RREEEEEES T
4B g 7 11.40 11.60 11.80 12.00 12.20
m/z 41.10 67.52%
5000 29
129
85 256
ob Ll “‘ M 8 115 | 143157171185 199 *}3 227530
m/z--> ﬁo Jo éo 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. oo 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083486.D

Aca On : 4 Dec 2015 4:28

Operator : UM/I1Z

Sample : 64588-02

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 19 unknownll1.94 Concentration Rank 20

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

11.94 2.87 ng 160239 Phenanthrene-d10 11.09

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.5-di-tert-Butvl-4-hvdroxvphenvy... 278 C17H2603 020170-32-5 46
2 Trimethvl(2.6 ditert.-butvlpheno... 278 C17H300Si 010416-73-6 35
3 4.6-Dinitro-1.1.3.3.5-pentamethyv... 278 C14H18N204 000116-66-5 27
4 Pentan-2-one. 4-(2-fluorenvlimino)- 263 C18H17NO 050651-58-6 25
5 Isoquinoline, 5,6,7,8-tetrametho... 263 C14H17NO4 093474-27-2 22

Abundance Scan 897 (11.939 min): BF083486.D (-895) (-) m/z 263.20 100.00%
57 179 263
5000
278 e
203219 ¢ 11.60 11.80 12.00 12.20
o Db bbb Tm/z 179.100  81.56%
m'z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105176: 3,5-di-tert-Butyl-4-hydroxyphenylpropionic acid
263
5000
278 11.60 11.80 12.00 12.20
57 m/z 57.10 81.33%
219
o 4l 77 91 110 129 1f7161 185 203 ‘ 235248 |
L e
mz--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
263
e S
11.60 11.80 12.00 12.20
5000 m/z 135.10 37.08%
278
57 73
L o o L & o = = SO
mz--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104972: 4,6-Dinitro-1,1,3,3,5-pentamethylindane S B
263 11.60 11.80 12.00 12.20
m/z 41.10 31.34%
5000
278
43 115128141
ol . 6377 91 (SH195 171 187001 221 46
T L L
mz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 1160 11.80 12.00 12.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120315\
Data File : BF083486.D

Acq On : 4 Dec 2015 4:28

Operator : UM/1Z

Sample - G4588-02

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF113015.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... 4.64 13.6 ng 737190 1 6.52 1082250 20.0
1,3-Pentanediol, ... 7.55 3.1 ng 209247 2 7.81 1353430 20.0
Propanoic acid, 2... 8.77 4.0 ng 283023 3 9.56 1426390 20.0
Phenol, 2,6-bis(1... 9.24 3.0 ng 215092 3 9.56 1426390 20.0
Butanoic acid, 2,... 9.42 3.6 ng 254406 3 9.56 1426390 20.0
unknown10.50 10.50 6.0 ng 333251 4 11.09 1118300 20.0
Phenol, 4-(1,1,3,... 10.56 13.2 ng 740440 4 11.09 1118300 20.0
Acetamide, N-(3-m... 10.59 19.2 ng 1075090 4 11.09 1118300 20.0
unknown10.62 10.62 22.2 ng 1239220 4 11.09 1118300 20.0
Acetamide, N-(2,6... 10.72 12.2 ng 681301 4 11.09 1118300 20.0
unknown10.75 10.75 15.8 ng 881984 4 11.09 1118300 20.0
Phenol, 4-(1,1-di... 10.78 16.8 ng 938681 4 11.09 1118300 20.0
2-Methyl-4-hydrox... 10.83 7.7 ng 431208 4 11.09 1118300 20.0
Benzenesulfonamid... 10.99 4.9 ng 273032 4 11.09 1118300 20.0
unknownl11.70 11.70 4.2 ng 232713 4 11.09 1118300 20.0
Pentadecanoic acid 11.79 5.1 ng 285242 4 11.09 1118300 20.0
unknownll.94 11.94 2.9 ng 160239 4 11.09 1118300 20.0
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