LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF021617\
Data File : BF093002.D
Acq On > 17 Feb 2017 1:00 Instrument :
Operator : SJ/MA E?Afs el

- _ lentosampleld :
3?22'6 : 11875-01 POSTEX-30-20170215
ALS Vial : 20 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-BF013017 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 3.790 145 149 152 rBvY 51087 85332 1.10% 0.133%
2 5.036 256 258 268 rBV 741843 1126582 14.52% 1.757%
3 5.470 293 296 298 rBV 3362615 4251081 54.80% 6.630%
4 6.510 384 387 389 rBV 4292752 4913528 63.34% 7.663%
5 6.636 395 398 400 rBV 4032356 3978278 51.28% 6.204%
6 6.864 415 418 420 rBV 982507 827401 10.67% 1.290%
7 7.024 429 432 434 rBV 3483187 3352921 43.22% 5.229%
8 7.424 465 467 470 rBV 1323648 1881711 24.26% 2.935%
9 7.539 473 477 483 rVB 51830 77949 1.00% 0.122%
10 8.145 528 530 533 rBY 898348 1012280 13.05% 1.579%

11 8.613 565 571 577 rBV 42391 105027 1.35% 0.164%
12 8.807 584 588 591 rBV 38932 85716 1.10% 0.134%
13 9.070 604 611 616 rBvV 181907 380582 4.91% 0.594%
14 9.139 616 617 620 rvv2 433695 506357 6.53% 0.790%
15 9.230 622 625 627 rBVY 3235356 4397282 56.68% 6.858%

16 9.287 627 630 636 rvB 144520 324304 4.18% 0.506%
17 9.619 657 659 661 rBvY 976842 797088 10.27% 1.243%
18 9.893 681 683 685 rBvV 777821 984537 12.69% 1.535%
19 10.350 720 723 726 rvv2 151585 265919 3.43% 0.415%
20 10.545 738 740 744 rVB 117120 193514 2.49% 0.302%

21 10.682 750 752 754 rBV2 1063204 1173655 15.13% 1.830%
22 10.762 754 759 761 rvVv 399761 515830 6.65% 0.804%
23 10.796 761 762 767 rVB 116518 193367 2.49% 0.302%
24 10.945 773 775 777 rBV 270643 339470 4._.38% 0.529%
25 11.379 811 813 814 rvVv 969027 864378 11.14% 1.348%

26 11.459 817 820 821 rVB 100192 109405 1.41% 0.171%
27 11.825 850 852 855 rBvV 171873 251965 3.25% 0.393%

28 11.882 855 857 858 rvv 80146 78593 1.01% 0.123%
29 11.905 858 859 861 rvB 61249 82627 1.07% 0.129%
30 11.962 861 864 865 rBvV3 47091 99853 1.29% 0.156%

31 11.985 865 866 871 rVB3 192247 327289 4.22% 0.510%
32 12.179 881 883 887 rvB 402642 633947 8.17% 0.989%
33 12.351 895 898 902 rBV 347732 522643 6.74% 0.815%
34 12.591 917 919 922 rBV 725398 650637 8.39% 1.015%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF021617\
Data File : BF093002.D
Acq On > 17 Feb 2017 1:00 Instrument :
Operator : SJ/MA gﬁA{s el

- _ lentosampleld :
3?22'6 : 11875-01 POSTEX-30-20170215
ALS Vial : 20 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.819 937 939 942 rVB 684285 668276 8.61% 1.042%

36 12.968 949 0952 954 rBV 3145271 3084875 39.77% 4.811%
37 13.094 961 963 965 rBV 235166 322667 4.16% 0.503%
38 13.242 974 976 979 rVvB2 205817 291628 3.76% 0.455%
39 13.425 989 992 995 rBV 548987 787978 10.16% 1.229%
40 13.574 1003 1005 1007 rVB 357468 488813 6.30% 0.762%

41 14.019 1041 1044 1045 rBV2 892139 1206764 15.56% 1.882%
42 14.214 1059 1061 1065 rBV 310217 751578 9.69% 1.172%
43 14.522 1085 1088 1089 rBVY 432481 723360 9.32% 1.128%
44 14.614 1091 1096 1110 rVB 1774632 7757650 100.00% 12.099%
45 15.037 1131 1133 1137 rBVY 268629 711435 9.17% 1.110%

46 15.242 1143 1151 1156 rVB 1597014 7382126 95.16% 11.513%
47 15.448 1167 1169 1175 rVB2 508811 1012085 13.05% 1.578%
48 15.688 1188 1190 1193 rVB 450213 713740 9.20% 1.113%
49 15.882 1204 1207 1211 rBV 418307 983171 12.67% 1.533%
50 17.528 1348 1351 1364 rVB 407849 1842766 23.75% 2.874%

Sum of corrected areas: 64119960
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF021617\

Data File : BF093002.D

Acq On > 17 Feb 2017 1:00

Operator : SJ/MA

ﬁ?ggle i 11875-01 POSTEX-30-20170215
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

4000000

3000000

2000000

1000000

TIC: BF093002.D
6{56.64

7.02
5.47

7.42

6.86
5.04

7.54

0
Time-->

4.50

5.00

5.50

6.00

6.50

7.00

7.50

Abundance

4000000

3000000

2000000

1000000

0

TIC: BF093002.D

12.97
9.23

13.418.57

8.14

J 9.14
9.0y/9.29
8.618.81 jﬂh\

Time--> 8

10.50 11.00 11.50 12.00

L e e w e e |
.00 8.50 9.00 12.50 13.00 13.50

Abundance

4000000

3000000

2000000

1000000

0

TIC: BF093002.D

15.24

Time-->

18.50

14.00 14.50

15.00 15.50 16.00 16.50 17.00 17.50 18.00

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF021617\

Data File : BF093002.D

Acq On > 17 Feb 2017 1:00

Operator : SJ/MA

ﬁ?ggle i 11875-01 POSTEX-30-20170215
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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 Propane, 2-methyl-2-(1-meth... Concentration Rank 6

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

5.04 27.23 ng 1126580 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 53
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 258 (5.036 min): BF093002.D (-256) (-) m/z 43.10 100.00%
a3
59
5000
101 AR SR AR N
480 500 520 540
e Sl S8l eo 88 o | e G 57 adn
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)-
59
5000 HRREE LR UL L I
a1 480 5.00 520 5.40
101 m/z 101.10 16.24%
29
U |"JHN""“*‘”"|??¢*i ""|??"|"8§'|""|M"'|'
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
480 500 520 540
5000 59 m/z 58.10 15.05%
25 3 37 83 gz
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- R RAEEEEIRE ...
59 480 500 520 540
m/z 41.10 8.80%
5000 41
31
I T
15 I LSl | I

m/z--> 10 20 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021617\
Data File : BF093002.D

Acq On : 17 Feb 2017 1:00

Operator : SJ/MA

Sample : 11875-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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

Concentration Rank 3

Peak Number

2 unknown6.64

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

6.64 96.16 ng 3978280 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9
4 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]Jocta-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 398 (6.636 min): BF093002.D (-395) (-)
5000 68
96
40 54 | 75
SO A0l 0 | OSVRNN  A M E = -  R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67
41 53 97 117
‘ 79
B Lol (T8 a0s
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
5000
104
51 66 77
14 27 37 44 58 89 97 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

m/z 132.10 100.00%

6.40 6.60 6.80 7.00

m/z 68.10 41.64%

A
6.40 6.60 6.80 7.00

m/z 134.10 32.78%

6.40 6.60 6.80 7.00

m/z 66.10 26.61%

Abundance #13924: Imidazole, 4,5-dicyano-1-methyl- A

132 6.40 6.60 6.80 7.00
m/z 69.10 15.92%

5000
67
80 o1
45 54 H‘ ‘ 106 117

N i

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF021617\

Data File : BF093002.D

Acq On > 17 Feb 2017 1:00

Operator : SJ/MA

ﬁ?ggle i 11875-01 POSTEX-30-20170215
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 unknown9.07 Concentration Rank 18

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

9.07 7.73 ng 380582 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-(Trimethylsilyl)-1-propyne 112 C6H12Si 006224-91-5 39
2 Cyclohexane, 1-bromo-4-methyl- 176 C7H13Br 006294-40-2 39
3 Cyclohexane, l-ethyl-1-methyl- 126 C9H18 004926-90-3 10
4 4H-1,2,4-Triazole, 4-ethyl- 97 C4H7N3 043183-55-7 9
5 Cyclohexane, 1-bromo-3-methyl- 176 C7H13Br 013905-48-1 9

Abundance Scan 611 (9.070 min): BF093002.D (-604) (-) m/z 97.10 100.00%
g7
5000
57
o ‘ 69 o " 880 900 920 9.40
SRR 1SS SENOY PG roS m/z 57.10 31.93%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #6170: 1-(Trimethylsilyl)-1-propyne
97
5000 RS LR LA AR AR
8.80 9.00 9.20 9.40
43 69 112 m/z 55.10 24 .84%
miz--> % 40 & @0 100 1o o 10 ik
Abundance
55 97
8.80 9.00 9.20 9.40
5000 m/z 41.10 13.41%
41
15 27 69 81 111121 176 J\\,w/\wawfj\wxvj\n-~J/\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #11243: Cyclohexane, 1-ethyl-1-methyl- I
55 97 8.80 9.00 9.20 9.40
m/z 69.10 9.04%
5000
41
27 69
...1.5|.U..‘l“...“l‘l.‘ﬁ“..|‘]‘-....‘|.:!-}.1.|1.2.6.. e R B o
m/z--> 20 40 60 80 100 120 140 160 180 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF021617\

Data File : BF093002.D

Acq On > 17 Feb 2017 1:00

Operator : SJ/MA

ﬁ?ggle i 11875-01 POSTEX-30-20170215
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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 Phenol, 2,4-dibromo- Concentration Rank 15

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

9.14 10.29 ng 506357 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 2,4-dibromo- 250 C6H4Br20 000615-58-7 99
2 Phenol, 2,6-dibromo- 250 C6H4Br20 000608-33-3 99
3 2-Pyridinamine, 3,5-dibromo- 250 C5H4Br2N2 035486-42-1 45
4 Ethane, 1-bromo-2-chloro- 142 C2H4BrcClI 000107-04-0 43
5 1H-Benzotriazole, 5-nitro- 164 C6H4N402 002338-12-7 33

Abundance Scan 617 (9.139 min): BF093002.D (-616) (-) m/z 63.00 100.00%
252
5000
8.80 9.00 9.20 9.40
m/z 251.90 83.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #88645: Phenol, 2,4-dibromo-
252
63
5000 AR U S R
8.80 9.00 9.20 9.40
143 m/z 249.90 43 .69%
92 172
1225 P || 7977 Ung | 172 49 23 I
m/z--> 25 Jo 65 85 160 150 1&0 1éo 180 200 220 240 260
Abundance
252
63 880 9.00 9.20 9.40
5000 m/z 253.90 39.00%
143
38 79 92 117 170 03
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #88643: 2-Pyridinamine, 3,5-dibromo- B o e R
252 8.80 9.00 9.20 9.40
m/z 61.95 33.68%
5000
92
65
50 171
\‘\ \‘ 79 Ll 117130 14\.4 ‘ 197 22\5 \‘\
m/z--> 2'0 4'0 6|0 8IO 1(')0 150 14'10 1('30 180 200 220 240 260 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF021617\

Data File : BF093002.D

Acq On > 17 Feb 2017 1:00

Operator : SJ/MA

ﬁ?ggle i 11875-01 POSTEX-30-20170215
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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 unknown9.29 Concentration Rank 20

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

9.29 6.59 ng 324304 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane, 7-methyl- 198 C14H30 026730-14-3 38
2 2,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 36
3 1-Pentene, 4,4-dimethyl- 98 C7H14 000762-62-9 9
4 Disulfide, bis(1,1,3,3-tetrameth... 290 C16H34S2 029956-99-8 9
5 2-Propanamine, N,N"-1,2-ethanedi... 168 C10H20N2 030834-74-3 9

Abundance Scan 630 (9.287 min): BF093002.D (-627) (-) m/z 57.10 100.00%
57
41 97 113 ISR R RN
69 83 195 169 9.00 9.20 9.40 9.60
,...w...h,.h.,h..w....,.”.,....“...,.”.,.. m/z 113.15 19.47%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55019: Tridecane, 7-methyl-
57
43 1
5000 S SRR RN SRR AR
112 9.00 9.20 9.40 9.60
m/z 55.10 18.22%
Ul 8 e | 127 140 155 160 183 198
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
'9.00 920 9.40 9.60
5000 m/z 97.10 17.54%
97 113
69 83
126137 153 168
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3305: 1-Pentene, 4,4-dimethyl- R R R
57 9.00 9.20 9.40 9.60
m/z 41.10 12.27%
29
83
| ‘ 1l 70 ‘ 98
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF021617\

Data File : BF093002.D

Acq On > 17 Feb 2017 1:00

Operator : SJ/MA

ﬁ?ggle i 11875-01 POSTEX-30-20170215
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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 4-0Octen-3-one Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.76 11.94 ng 515830 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Octen-3-one 126 C8H140 014129-48-7 56
2 Bis(2-ethylhexyl) methylphosphonate 320 C17H3703P 1000298-35-3 40
3 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 40
4 1-(Trimethylsilyl)-1-propyne 112 C6H12Si 006224-91-5 40
5 1H-Pyrazole, 4,5-dihydro-3,5,5-t... 112 C6H12N2 003975-85-7 39
Abundance Scan 759 (10.762 min): BF093002.D (-754) (-) m/z 97.10 100.00%
g7
5000 57
a | e 1040 10,60 1080 1100
ot U0 88 U112 s 57 475 101 207 sotTeg 10 37,579
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10967: 4-Octen-3-one
o7
55
5000 UL RS
10,40 10,60 10,80 11.00
a1 126 m/z 55.10 17.40%
|, 69 83 | 1
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
97
10.40 10.60 10.80 11.00
5000 m/z 41.10 10.69%
41 57
71 83 10 153135 151 165 179 193 209
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6631: Cyclohexane, 1,3-dimethyl-, cis- R R RREEEEa
5 o7 10.40 10.60 10.80 11.00
m/z 98.10 8.30%
5000
9 112
m/z--> 20 60 80 100 120 140 160 180 200 10,40 10,60 10,80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF021617\

Data File : BF093002.D

Acq On > 17 Feb 2017 1:00

Operator : SJ/MA

ﬁ?ggle i 11875-01 POSTEX-30-20170215
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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 2,4,4,6,6,8,8-Heptamethyl-1._._. Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.94 7.85 ng 339470 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
12,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 78
2 3-Methyl-4-(methoxycarbonyl)hexa... 184 C9H1204 1000104-10-8 35
3 1-Pentene, 4,4-dimethyl- 98 C7H14 000762-62-9 22
4 Octane, 2-bromo- 192 C8H17Br 000557-35-7 12
5 2,4,4-Trimethyl-1-pentanol 130 C8H180 016325-63-6 10
Abundance Scan 775 (10.945 min): BF093002.D (-773) (-) m/z 57.10 100.00%
57
g7 113
41 83 RUNNUNAE SRS U
69 10.60 10.80 11.00 11.20
o bbb 4 124 139 158 169 191 207217 | /5711315 29.79%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #72508: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57
5000 NN SRS U
10.60 10.80 11.00 11.20
97 113 m/z 97.10 27.16%
L
b L | 126137 153 168

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

i

Abundance
57 69
8l o7 105 10.60 10.80 11.00 11.20
112 169 184 m/z 55.10 23.56%
5000
45
152
139
R e o BRI I o o
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #3305: 1-Pentene, 4,4-dimethyl- R REa o EEAEam
57 10.60 10.80 11.00 11.20
m/z 41.10 12.54%
5000 41
29
83
l I 70 ‘ 98
R o BRI I i e e o R R R e e e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF021617\

Data File : BF093002.D

Acq On > 17 Feb 2017 1:00

Operator : SJ/MA

ﬁ?ggle i 11875-01 POSTEX-30-20170215
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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 unknownll1l.98 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.98 7.57 ng 327289 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Heptyl methylphosphonofluoridate 196 C8H18FO02P 162085-82-7 14
2 2-Piperidinone 99 C5H9NO 000675-20-7 14
3 5-Amino-3-methyl-1,2,4-oxadiazole 99 C3H5N30 003663-39-6 14
4 Spiro[l,3-dioxolane-2,2"-[6,7]di... 182 C9H14N202 1000142-34-9 12
5 4-Octen-3-ol, 2,2-dimethyl- 156 C10H200 053960-44-4 10
Abundance Scan 866 (11.985 min): BF093002.D (-865) (-) m/z 57.10 100.00%

5000 192

é

11.60 11.80 12.00 12.20
210
e B2l 22923 | Tz 99.10  84.77%

155

119 139

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #53848: n-Heptyl methylphosphonofluoridate
929
5000 | LI LB LB LN BB
11.60 11.80 12.00 12.20
41 55 m/z 97.10 50.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
929
e B
11.60 11.80 12.00 12.20
5000 30 m/z 192.20 41 .78%
55 70
15 84
wmwwwwwwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #3377: 5-Amino-3-methyl-1,2,4-oxadiazole
29 11.60 11.80 12.00 12.20
m/z 55.10 32.18%
=] MJU\/“JL
28 69
1 84
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12. 20

8270-BF013017.M Fri Feb 17 07:01:11 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF021617\

Data File : BF093002.D

Acq On > 17 Feb 2017 1:00

Operator : SJ/MA

ﬁ?ggle i 11875-01 POSTEX-30-20170215
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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-Hexenoic acid, 4-methylph... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.18 14.67 ng 633947 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexenoic acid, 4-methylphenyl ... 204 C13H1602 069687-91-8 53
2 2-Thiopheneacetic acid, 3-methyl... 212 C11H1602S 1000278-95-5 40
3 Methylphosphonic acid, didecyl e... 376 C21H4503P 059651-63-7 40
4 4H-1,2,4-Triazole, 4-ethyl- 97 C4H7N3 043183-55-7 40
5 2-Thiopheneacetic acid, butyl ester 198 C10H1402S 060639-72-7 36
Abundance Scan 883 (12.179 min): BF093002.D (-881) (-) m/z 97.10 100.00%
g7
39 || 79 125143165183204 231 259 287 1180 12.00 12.20 1240
SO TR ) 125143 165183 ) 231 259 287 m/z 57.10 46.15%
m/z--> 50 100 150 200 250 300 350
Abundance #58479: 2-Hexenoic acid, 4-methylphenyl ester
o7
55
5000 AR RARSRAARAN RS R
11:80 12,00 12.20 12.40
m/z 55.10 16.52%
| 77 ‘ 2?4
! PR A | |
m/z--> 50 100 150 200 250 300 350
Abundance
97
23 1180 12.00 1220 12.40
5000 m/z 204.20 10.88%
i 142 212
m/z--> 50 100 150 200 250 300 350
Abundance #150359: Methylphosphonic acid, didecy! ester
o7 11.80 12.00 12.20 12.40
m/z 41.10 8.08%
43 237
8 | 125151 170 219 | 263261 305 333 350377 e
m/z--> 50 100 150 200 250 300 350 11:80 12,00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF021617\

Data File : BF093002.D

Acq On > 17 Feb 2017 1:00

Operator : SJ/MA

ﬁ?ggle i 11875-01 POSTEX-30-20170215
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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 unknownl2.35 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.35 12.09 ng 522643 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Methyl-4-(methoxycarbonyl)hexa... 184 C9H1204 1000104-10-8 38
2 2,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 38
3 Octane, 2-bromo- 192 C8H17Br 000557-35-7 23
4 Nonane, 2,2,4,4,6,8,8-heptamethyl- 226 C16H34 004390-04-9 9
5 Disulfide, di-tert-dodecyl 402 C24H50S2 027458-90-8 9
Abundance Scan 898 (12.351 min): BF093002.D (-895) (-) m/z 57.10 100.00%
57
5000 97 113 ~_,fkjvdj\ijX¢~A~m-~—/”“A
83 LN UNSA DL SR
41 12.00 12.20 12.40 12.60
169
Oberrprerdreb bbbk 137183169 189206201 247 281 | TS o6 A0 0%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45954: 3-Methyl-4-(methoxycarbonyl)hexa-2,4-dienoic acid
57
81l o,
184 AU AR AR
5000 169 12.00 12.20 12.40 12.60
152 m/z 97.10 39.32%
l |
|
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260 280
Abundance
57
12.00 12,20 12.40 12.60
5000 m/z 55.10 22 .60%
97 113
71 137153168
mﬁw@mﬂwﬁwﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #50795: Octane, 2-bromo- R e EEaE L
57 71 12.00 12.20 12.40 12.60
m/z 83.10 16.18%
M . 85 135151
m/z--> ﬁo 45 60 85 100 120 140 160 180 200 220 240 260 280 1200 12.20 1240 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF021617\

Data File : BF093002.D

Acq On > 17 Feb 2017 1:00

Operator : SJ/MA

ﬁ?ggle i 11875-01 POSTEX-30-20170215
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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 unknownl1l3.43 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.43 13.06 ng 787978 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methyl 2-thienylacetate 156 C7H802S 019432-68-9 45
2 Bis(2-ethylhexyl) methylphosphonate 320 C17H3703P 1000298-35-3 39
3 1,1-Dimethyl-1-silacyclo-3-pentene 112 C6H12Si 016054-12-9 38
4 2-Thiopheneacetic acid, 3-methyl... 212 C11H1602S 1000278-95-5 36
5 2-Pyrazoline, 1-isobutyl-3-methyl- 140 C8H16N2 026964-53-4 36
Abundance Scan 992 (13.425 min): BF093002.D (-989) (-) m/z 97.10 100.00%
g7
R SRR UL SURIUB SUMS
41 113 13.20 13.40 13.60 13.80
Ob e e S b L 128, 153160186 220237 289 281 315 | /o 57107 42.09%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #27431: Methyl 2-thienylacetate
97
5000 LI BN UL BURLLN SO
13120 1340 13.60 13.80
45 m/z 55.10 14.28%
29 69 156
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
97
1320 13.40 13.60 13.80
5000 m/z 113.10 9._55%
41 57
79 | 112 135151 179 209
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #6175: 1,1-Dimethyl-1-silacyclo-3-pentene AR Baa T e
97 13.20 13.40 13.60 13.80
m/z 98.10 7.75%
5000
43 g5 112
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.20 1340 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF021617\

Data File : BF093002.D

Acq On > 17 Feb 2017 1:00

Operator : SJ/MA

ﬁ?ggle i 11875-01 POSTEX-30-20170215
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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 unknownl3.57 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.57 8.10 ng 488813 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Nonanone, 2,2,8,8-tetramethyl- 198 C13H260 005709-95-5 43
2 1-Ethyl-2,2-dimethylpropyl ethyl... 210 C9H20FO2P 1000298-32-8 25
3 3-Heptadec-8-enyl-2,4,10-trioxa-... 378 C24H4203 1000189-57-5 23
4 Phosphonofluoridic acid, ethyl-,... 238 C11H24F02P 171741-07-4 17
5 2-Furancarboxylic acid, nonyl ester 238 C14H2203 039251-89-3 17
Abundance Scan 1005 (13.574 min): BF093002.D (-1003) (-) m/z 57.10 100.00%
57
5000
|7 169 13130 1340 1360 1380
ol A | l, A 139 7| 190209230252 277299 325343 | 17z 113.15  60.83%
m/z--> 50 100 150 200 250 300 350
Abundance #54941: 5-Nonanone, 2,2,8,8-tetramethy!-
57 113
5000 LR SRR AL BN
13.20 13.40 13.60 13.80
85 m/z 97.10 48 .49%
|, [ | w B
I il ) I
m/z--> 50 100 150 200 250 300 350
Abundance
113
13.20 13.40 13.60 13.80
5000 m/z 55.10 23.95%
i i T /\VA}\AMW/L//jlwxvarvA\ﬂ/xr
T |5?' LS SR B '1?1'| UL UL UL SRR
m/z--> 50 100 150 200 250 300 350
Abundance #151008: 3-Heptadec-8-enyl-2,4,10-trioxa-adamantane R AR L
113 13.20 13.40 13.60 13.80
m/z 83.10 20.38%
43
68
156
J “\ Ly 9%? 130 T H® o6s ams 378
m/z--> 50 100 150 200 250 300 350 1320 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF021617\

Data File : BF093002.D

Acq On > 17 Feb 2017 1:00

Operator : SJ/MA

ﬁ?ggle i 11875-01 POSTEX-30-20170215
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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 Thiophene, 2-ethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.21 12.46 ng 751578 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene, 2-ethyl- 112 C6H8S 000872-55-9 59
2 Thiophene, 2-hexyl- 168 C10H16S 018794-77-9 53
3 2-Hexenoic acid, 2-hexenyl ester... 196 C12H2002 054845-28-2 50
4 Bicyclo[3.2.0]heptan-2-one, 6-hy... 166 C10H1402 1000154-96-8 50
5 4-Methyl-2,3-hexadien-1-ol 112 C7H120 1000196-09-6 49
Abundance Scan 1061 (14.214 min): BF093002.D (-1059) (-) m/z 97.10 100.00%
o7
5000 57 ~_/A\J/\
LRI SRR UL L B
155 183 217 13.80 14.00 14.20 14.40 14.60
ol ——38 I8l |, Wl A TE ) 248270201309 343 “hzu 57 10 43.62%
m/z--> 50 100 150 200 250 300 350
Abundance #6263: Thiophene, 2-ethyl-
o7
5000 LRI SRR UM L B
13.80 14.00 14.20 14.40 14.60
45 m/z 99.10 22.56%
27 ‘ 60
2w
m/z--> 50 100 150 200 250 300 350
Abundance
97
13:80 14.00 14.20 14.40 14.60
5000 m/z 55.10 13.46%
i M\JJ\/\\
43
77 139
m/z--> 50 100 150 200 250 300 350
Abundance #53368: 2-Hexenoic acid, 2-hexeny! ester, (E,E)- R e e
o7 13.80 14.00 14.20 14.40 14.60
m/z 83.10 10.64%
55
5000 /“AJkdv,wﬂwﬁ,/m‘\fkf//w}ﬁ«\
| | oy | s 130 167 15
m/z--> 50 100 150 200 250 300 350 13.80 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF021617\

Data File : BF093002.D

Acq On > 17 Feb 2017 1:00

Operator : SJ/MA

ﬁ?ggle i 11875-01 POSTEX-30-20170215
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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 unknownl14.52 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.52 11.99 ng 723360 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Octen-3-one 126 C8H140 014129-48-7 9
2 Bis(3,7-dimethyloctyl) methylpho... 376 C21H4503P 1000298-35-2 9
3 Methylphosphonic acid, didecyl e... 376 C21H4503P 059651-63-7 9
4 Methylphosphonic acid, dinonyl e... 348 C19H4103P 095428-88-9 9
5 3,4-Dichlorophenylacetamide, N-[... 314 C15H20CI2N20 178936-10-2 7
Abundance Scan 1088 (14.522 min): BF093002.D (-1085) (-) m/z 97.10 100.00%
o7
5000 ,__,J\\N,\,,/V/\\\\__,\___
57
UL DU B I
14.20 14.40 14.60 14.80
ol 39 U 79 J 14133153 185 215 240 271 203 319339357 m/z 57.10 27.66%
m/z--> 50 100 150 200 250 300 350
Abundance #10967: 4-Octen-3-one
o7
55
5000 LA SR BN RN
14.20 14.40 14.60 14.80
126 m/z 113.20 11.87%
|
m/z--> 50 100 150 200 250 300 350
Abundance
97
1420 14.40 14.60 14.80
5000 m/z 55.10 8.99%
43 237
T T | '6'9 T T | '1|23| l151l l1l81l T T T T 2I63I l2|91 T T T T | T T T W\J\/\/\’\/\
m/z--> 50 100 150 200 250 300 350
Abundance #150359: Methylphosphonic acid, didecy! ester R R mEEE
o7 14.20 14.40 14.60 14.80
m/z 98.10 7.18%
5000
43 237
| 125 181 179 219 | 263261 305 333 350377 e
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021617\
Data File : BF093002.D

Acq On : 17 Feb 2017 1:00

Operator : SJ/MA

Sample : 11875-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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

Concentration Rank 2

Peak Number 16 unknownl4.61

R.T. EstConc

Relative to ISTD

14.61 128.57 ng

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, l-ethyl-1-methyl- 126 C9H18 004926-90-3 47
2 Isoxazole, 3,5-dimethyl- 97 C5H7NO 000300-87-8 47
3 2H-Pyran-2-one, 5,6-dihydro-6-pe... 168 C10H1602 054814-64-1 38
4 2-Butyl-3,4,5,6-tetrahydropyridine 139 C9H17N 001462-94-8 38
5 Ethyl 2-thiopheneacetate 170 C8H1002S 057382-97-5 33
Abundance Scan 1096 (14.614 min): BF093002.D (-1091) (-) m/z 97.10 100.00%
97
5000 57 __J\\~,\,,/V/\\\\__,\__,,,
AR B BRI IS B
153 14.20 14.40 14.60 14.80 15.00
ol 38 472 | .-|1.2?. 183205225 256 280 304 331 369 | sz 5710  43.24%
miz--> 50 100 150 200 250 300 350
Abundance #11243: Cyclohexane, 1-ethyl-1-methyl-
55 o7
5000 AR B BRI IS B
14.20 14.40 14.60 14.80 15.00
27 m/z 113.20 24 .90%
‘.H. ‘;\\ IM' \“17?\“ I\ ].-2.6. S e B A B S A A m o
miz--> 50 100 150 200 250 300 350
Abundance
97
14.20 14.40 14.60 14.80 15.00
5000 5 m/z 55.10 9.24%
a 3 JW\J\/\\—\/\/
miz--> 50 100 150 200 250 300 350
Abundance #34387: 2H-Pyran-2-one, 5,6-dihydro-6-pentyl- T
o7 14.20 14.40 14.60 14.80 15.00
68 m/z 98.10 8.12%
e 122 150
miz--> 50 100 150 200 250 300 350 1420 14.40 14.60 14.80 15.00

8270-BF013017.M Fri Feb 17 07:01:15 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF021617\

Data File : BF093002.D

Acq On > 17 Feb 2017 1:00

Operator : SJ/MA

ﬁ?ggle i 11875-01 POSTEX-30-20170215
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 17 unknownl5.24 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.24 145.88 ng 7382130  Perylene-d12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Ribitol, 1,3:4,5-di-O-(ethylbora. .. 212 COH18B204 1000149-52-8 35
2 2-Thiopheneacetic acid, 2-tridec... 324 C19H3202S 1000280-66-6 27

3 N-[4-(Chloro-difluoro-methoxy)-p... 333 C14H18CIF2N302 1000296-77-1 22
4 Acetamide, 2-(4-methyl-1l-piperaz... 267 C13H18CIN30 296245-55-1 22

5 N-[Carboxymethyl]maleamic acid d... 201 C8H11NO5 014109-64-9 18
Abundance Scan 1151 (15.242 min): BF093002.D (-1143) (-) m/z 57.10 100.00%
57
113
5000
8|3 169
139 \ 295 15.00 15.20 15.40 15.60
o8 ,|. Al g |' | 195 40244 208290 821312 369 | nsz 113.20 81.27%
miz--> 50 100 150 200 250 300 350
Abundance #64791: Ribitol, 1,3:4,5-di-O-(ethylboranediyl)-2-deoxy-
113
5000 LA B L L L L L L
15.00 15.20 15.40 15.60
57 g3 m/z 97.10 80.34%
29 \ L | ) 13815 183 211
4 [ P e S
miz--> 50 100 150 200 250 300 350
Abundance
57 97
e
15.00 15.20 15.40 15.60
5000 m/z 83.10 30.55%
28 142
77 | 124 182 824
e e T e e
miz--> 50 100 150 200 250 300 350
Abundance #134044: N-[4-(Chloro-difluoro-methoxy)-phenyl]-2-(4-methy ... e RARREEE RS
113 15.00 15.20 15.40 15.60
0 m/z 169.20 26.30%
5000
42
333
|| @1 | 132155173 206 232 277298 %
e R et e
miz--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF021617\

Data File : BF093002.D

Acq On > 17 Feb 2017 1:00

Operator : SJ/MA

ﬁ?ggle i 11875-01 POSTEX-30-20170215
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 18 unknownl5.69 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.69 14.10 ng 713740 Perylene-di12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bis(2-ethylhexyl) methylphosphonate 320 C17H3703P 1000298-35-3 45
2 2,5-Dimethyl-1-pyrroline 97 C6H11IN 000822-64-0 9
3 Isoxazole, 3,5-dimethyl- 97 C5H7NO 000300-87-8 9
4 Thiophene, 2-ethyl- 112 C6HS8S 000872-55-9 9
5 1-(Trimethylsilyl)-1-propyne 112 C6H12Si 006224-91-5 9
Abundance Scan 1190 (15.688 min): BF093002.D (-1188) (-) m/z 97.10 100.00%
g7
5000 57 /\LA'_/L&(
13 15.40 15.60 15.80 16.00
41 : : : :
ol Ay 77, ) | 135158 tmi108217 au3 o76  si7ss 2 Te7710" 38.20%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #127969: Bis(2-ethylhexyl) methylphosphonate
97
5000 L UM BRI IR SULE.
1540 15.60 15.80 16.00
m/z 113.20 17.08%
41 57
1,79 | 123 151 179 209
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
42 97
15.40 15.60 15.80 16.00
5000 69 m/z 55.10 9.97%

?

L R L L L L L R L L R LR LR R RN ERRY R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #2915: Isoxazole, 3,5-dimethyl- B A RRREE R
97 15.40 15.60 15.80 16.00
m/z 98.10 8.01%
- 1 //\qnxyfx,vx)Aw~,J\v\N_,ﬂ_
27 73
| Ll |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15.40 15 60 15. 80 16. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF021617\

Data File : BF093002.D

Acq On > 17 Feb 2017 1:00

Operator : SJ/MA

ﬁ?ggle i 11875-01 POSTEX-30-20170215
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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 19 unknownl5.88 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.88 19.43 ng 983171 Perylene-di12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane, 2-bromo- 192 C8H17Br 000557-35-7 25
2 Ribitol, 1,3:4,5-di-0O-(ethylbora... 212 C9H18B204 1000149-52-8 25
3 5-Nonanone, 2,2,8,8-tetramethyl- 198 C13H260 005709-95-5 16
4 Cyclohexane, 2,4-diisopropyl-1,1... 196 C14H28 1000149-60-5 14
5 Cyclohexanone, 3-butyl- 154 C10H180 039178-69-3 14
Abundance Scan 1207 (15.882 min): BF093002.D (-1204) (-) m/z 57.10 100.00%
57
113 ‘J&»~/k_jN\\w~djf“
5000
83 e
3 | \ 139 1?9 196 225246266 290 311 337357 15.60 15.80 16.00 16.20
ol SR b g b 4 1391 | 196 225246205 290311 33735 m/z 113.20 64.71%
m/z--> 50 100 150 200 250 300 350
Abundance #50797: Octane, 2-bromo-
57
s000{ 28 R DA SN SURIURA ML
113 15.60 15.80 16.00 16.20
m/z 97.10 54 .89%
Al s e
m/z--> 50 100 150 200 250 300 350
Abundance
113
15,60 15.80 16.00 16.20
5000 m/z 83.10 25.32%
57 g3
29 138156 183 211
m/z--> 50 100 150 200 250 300 350
Abundance #54941: 5-Nonanone, 2,2,8,8-tetramethyl- e e ERRES BE s
57 113 15.60 15.80 16.00 16.20
m/z 55.10 23.17%
5000
85
| | m P
mz-> 50 100 150 200 250 300 350 15,60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF021617\

Data File : BF093002.D

Acq On > 17 Feb 2017 1:00

Operator : SJ/MA

ﬁ?ggle i 11875-01 POSTEX-30-20170215
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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 20 unknownl7.53 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.53 36.42 ng 1842770 Perylene-di12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Pyran-2-one, 5,6-dihydro-6-pe... 168 C10H1602 054814-64-1 47
2 4-Methyl-2,3-hexadien-1-ol 112 C7H120 1000196-09-6 43
3 2-Hexenoic acid, 2-hexenyl ester... 196 C12H2002 054845-28-2 40
4 Methylphosphonic acid, didecyl e... 376 C21H4503P 059651-63-7 38
5 1,1-Dimethyl-1-silacyclo-3-pentene 112 C6H12Si 016054-12-9 36
Abundance Scan 1351 (17.528 min): BF093002.D (-1348) (-) m/z 97.10 100.00%
o7
5000 57
153 17.20 17.40 17.60 17.80
o3 770 L J 125 "TA70187 211228 260 284 305325342 | ns5 57 10 43.15%
m/z--> 50 100 150 200 250 300
Abundance #34387: 2H-Pyran-2-one, 5,6-dihydro-6-pentyl-
68 97
5000 41 L DA UL U SRR
17.20 17.40 17.60 17.80
m/z 113.20 23.36%
| L, 122139 168
m/z--> 50 100 150 200 250 300 '
Abundance
41 97
79 17.20 17.40 17,60 17.80
5000 m/z 55.10 8.99%
62 114
m/z--> 50 100 150 200 250 300 '
Abundance #53368: 2-Hexenoic acid, 2-hexeny! ester, (E,E)- A B
97 17.20 17.40 17.60 17.80
m/z 98.10 8.60%
55
5000
2"8 “u 1l {7‘3& | 1:!'5 139 L 167 196
m/z--> 50 100 150 200 250 300 ' 17.20 17.40 17.60 17.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF021617\
Data File : BF093002.D
Acq On > 17 Feb 2017 1:00 Instrument :
Operator : SJ/MA gﬁA{s el

- _ lentosampleld :
3?22'6 : 11875-01 POSTEX-30-20170215
ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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]
Propane, 2-methyl... 5.04 27.2 ng 1126580 1 6.86 827401 20.0
unknown6 .64 6.64 96.2 ng 3978280 1 6.86 827401 20.0
unknown9 .07 9.07 7.7 ng 380582 3 9.89 984537 20.0
Phenol, 2,4-dibromo- 9.14 10.3 ng 506357 3 9.89 984537 20.0
unknown9 .29 9.29 6.6 ng 324304 3 9.89 984537 20.0
4-Octen-3-one 10.76 11.9 ng 515830 4 11.38 864378 20.0
2,4,4,6,6,8,8-Hep... 10.94 7.8 ng 339470 4 11.38 864378 20.0
unknownl1l.98 11.98 7.6 ng 327289 4 11.38 864378 20.0
2-Hexenoic acid, ... 12.18 14.7 ng 633947 4 11.38 864378 20.0
unknownl12 .35 12.35 12.1 ng 522643 4 11.38 864378 20.0
unknown13.43 13.43 13.1 ng 787978 5 14.02 1206760 20.0
unknownl13.57 13.57 8.1 ng 488813 5 14.02 1206760 20.0
Thiophene, 2-ethyl- 14.21 12.5 ng 751578 5 14.02 1206760 20.0
unknownl14 .52 14.52 12.0 ng 723360 5 14.02 1206760 20.0
unknownl4 .61 14.61 128.6 ng 7757650 5 14.02 1206760 20.0
unknownl15.24 15.24 145.9 ng 7382130 6 15.45 1012090 20.0
unknownl15.69 15.69 14.1 ng 713740 6 15.45 1012090 20.0
unknownl15.88 15.88 19.4 ng 983171 6 15.45 1012090 20.0
unknownl17 .53 17.53 36.4 ng 1842770 6 15.45 1012090 20.0
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