LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022817\

Data File : BF093252.D

Acq On : 28 Feb 2017 16:55 Instrument :
Operator : SJ/MA ?:'I\:gﬁ't:Sam ol
3?22'6 i 12017-05 TK&¢2MJ£Q7
ALS Vial : 15 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 4_967 249 252 260 rBVY 894586 1283169 38.40% 4.173%
2 5.402 288 290 293 rBV 2108850 3022238 90.44% 9.829%
3 6.464 380 383 391 rBV 2155536 3341701 100.00% 10.868%
4 6.579 391 393 395 rBV 3227082 3103045 92.86% 10.092%
5 6.807 410 413 415 rBV 698945 795005 23.79% 2.585%
6 6.956 424 426 429 rBvV 2160084 2252367 67.40% 7.325%
7 7.379 460 463 465 rBvV 1347824 1924448 57.59% 6.259%
8 7.459 468 470 477 rVB 23394 51704 1.55% 0.168%
9 7.847 502 504 508 rBY 21242 35332 1.06% 0.115%
10 8.087 523 525 528 rBV 1082699 1011274 30.26% 3.289%
11 8.453 555 557 561 rBV 20765 37028 1.11% 0.120%

12 9.162 617 619 622 rBV 2225249 2743848 82.11% 8.923%
13 9.562 652 654 656 rBvY 239381 194592 5.82% 0.633%

14 9.699 665 666 668 rBvV 28899 40121 1.20% 0.130%
15 9.779 671 673 675 rBV 27203 34257 1.03% 0.111%
16 9.848 676 679 681 rvVv 759554 932272 27 .90% 3.032%
17 10.053 694 697 699 rBvV 24471 33418 1.00% 0.109%
18 10.271 715 716 718 rVB 56328 38808 1.16% 0.126%
19 10.488 733 735 738 rBV 22523 36635 1.10% 0.119%
20 10.636 745 748 750 rBV 1297233 1371740 41.05% 4.461%
21 10.739 756 757 761 rBV 55959 88581 2.65% 0.288%
22 11.196 794 797 798 rBV 38294 47890 1.43% 0.156%
23 11.322 806 808 812 rBV 620791 881235 26.37% 2.866%
24 11.562 825 829 832 rBvV2 17889 33922 1.02% 0.110%
25 11.619 832 834 837 rvVv 51173 49956 1.49% 0.162%
26 11.825 850 852 854 rBVvV2 23620 35621 1.07% 0.116%
27 11.859 854 855 857 rvv 58382 52894 1.58% 0.172%
28 11.939 860 862 866 rvB 30759 55287 1.65% 0.180%
29 12.385 899 901 902 rBV 26902 46342 1.39% 0.151%
30 12.465 907 908 912 rVvv3 23849 40155 1.20% 0.131%
31 12.545 912 915 917 rVvV 91159 115225 3.45% 0.375%
32 12.602 917 920 921 rVvv3 23114 39403 1.18% 0.128%
33 12.625 921 922 924 rVB2 43362 49479 1.48% 0.161%
34 12.728 929 931 932 rBV2 46038 49391 1.48% 0.161%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022817\
Data File : BF093252.D

Acq On : 28 Feb 2017 16:55

Operator : SJ/MA

Sample - 12017-05

Misc :

ALS Vial : 15 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 12.774 932 935 937 rBV 100558 139684 4.18% 0.454%

36 12.854 940 942 944 rBV 340658 379872 11.37% 1.235%
37 12.911 945 947 950 rBV 2133222 2004144 59.97% 6.518%
38 13.082 960 962 965 rBV3 45561 80956 2.42% 0.263%
39 13.185 969 971 976 rvV 313079 422149 12.63% 1.373%
40 13.482 995 997 999 rBV 115460 125996 3.77% 0.410%

41 13.814 1023 1026 1028 rBV2 108138 170275 5.10% 0.554%
42 13.974 1037 1040 1043 rVB2 674145 1125635 33.68% 3.661%
43 15.391 1162 1164 1167 rVB 509376 721676 21.60% 2.347%
44 15.505 1172 1174 1177 rVB 155592 200814 6.01% 0.653%
45 16.020 1217 1219 1227 rVB 353741 821261 24.58% 2.671%

46 16.431 1252 1255 1263 rVB 222215 456611 13.66% 1.485%
47 16.968 1299 1302 1305 rBVY 128094 231544 6.93% 0.753%

Sum of corrected areas: 30749000
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022817\
Data File : BF093252.D

Acq On : 28 Feb 2017 16:55

Operator : SJ/MA

Sample - 12017-05

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

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

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

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF093252.D
58

6.46 6.96

5.40

4.97
6.81

7.46 7.8¢

0

2.50

3.00

3.50

4.00

Time--> 4.50

5.00

5.50

6.00

6.50

7.00

7.50

Abundance
3000000
2500000
9.16
2000000

1500000

8.09

1000000
9.85

500000
9.56

| o.

8.45
0

10.0510.2710.49| {L0.74

TIC: BF093252.D

12.91

10.64

11.32

11.2Q

Y < =
T T T ] T T T T [ T T T T [ T T T T ] T T

8.50

9.00 9.50

I
Time-->  8.00 10.00

10.50

11.00 11.50 12.00 12.50 13.00 13.50

Abundance

3000000

2500000

2000000

1500000

1000000

50000013,

0

TIC: BF093252.D

14.00

14.50 15.00 15.50 16.00

Time-->

17.50 18.00 18.50

16.50 17.00

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022817\
Data File : BF093252.D

Acq On : 28 Feb 2017 16:55

Operator : SJ/MA

Sample - 12017-05

Misc :

ALS Vial : 15 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

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 3

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

4.97 32.28 ng 1283170 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 252 (4.967 min): BF093252.D (-249) (-) m/z 43.05 100.00%
43
59
5000
10 4.60 4.80 5.00 5.20 5.40
IRV N P O/ N . NN B - o T RO -
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 IS R R I
460 480 500 520 5.40
m/z 101.10 17.98%
15 31 101
o \ 25,7 37, 53, 83
miz--> N N A PPN
Abundance
43
- 460 480 500 520 540
5000 m/z 58.10 15.49%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl-
59 4.60 4.80 5.00 5.20 5.40
m/z 41.05 8.84%
5000 41
31
| © g
0 "'I'}é'l""l" 'JIH"'I??HLI" "I""I""I'"g?l""l' ARRESE AR AR RRREE
m/z--> 10 20 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022817\
Data File : BF093252.D

Acq On : 28 Feb 2017 16:55

Operator : SJ/MA

Sample - 12017-05

Misc :

ALS Vial : 15 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

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 unknown6.58 Concentration Rank 1

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

6.58 78.06 ng 3103050 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9
4 5-Aminoindole 132 C8H8N2 005192-03-0 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 393 (6.579 min): BF093252.D (-391) (-) m/z 132.05 100.00%
132
5000 68
6 rrrrrTprrrrrTTTT T T T T
40 _ 54 | 75 104 6.20 6.40 6.60 6.80 7.00
o..,....,....,...:,“.'.‘.‘7:,:!..6?:.-.|....,..?‘.7,....,.-:..,.1.1.5.,....,"...,.. m/z 68.05 40.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR AR E AR
6.20 6.40 6.60 6.80 7.00
2 78 m/z 134.10 32.96%
38 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 6.80 7.00
5000 67 m/z 66.10 26.07%
41 97
53 117
79
ol 34 60 89 | 105 124
wmwmﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 N
Abundance #14012: 1H-Benzimidazole, 2-methyl- o B mu )

132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 15.64%

5000

63
39 52 92 104
15 27 ! 1 [l 77 L, 117 |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 660 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022817\
Data File : BF093252.D

Acq On : 28 Feb 2017 16:55

Operator : SJ/MA

Sample - 12017-05

Misc :

ALS Vial : 15 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

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 Eicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.74 2.01 ng 838581 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Pentadecane 212 C15H32 000629-62-9 90
3 Tetradecane 198 C14H30 000629-59-4 86
4 Hexadecane 226 C16H34 000544-76-3 86
5 Heptadecane 240 C17H36 000629-78-7 80
Abundance Scan 757 (10.739 min): BF093252.D (-756) (-) m/z 57.10 100.00%
57
5000
4 85
113 141 10.40 10.60 10.80 11.00
0,,|,',"‘,,, ey || m/z 43.05  68.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107652: Eicosane
57
5000 SR DA UL AR SRR B
4 85 10. 40 10. 60 10 80 11.00
m/z 71.10 51.99%
0 \‘ L ‘\ | 1]\'3 141 169 282
m/z--> 25 45 60 8b 100 120 140 160 180 200 220 240 260 280 360 350
Abundance
57
10,40 10.60 10.80 11.00
5000 g5 m/z 41.10 36.28%
41
olL.18 113 141 169 212
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #55010: Tetradecane s B
57 10.40 10.60 10.80 11.00
m/z 85.10 34 .59Y%
5000 4 85

bt e 2

BN ' S B iy W SO P ALY A AR Sahl e

I
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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022817\
Data File : BF093252.D

Acq On : 28 Feb 2017 16:55

Operator : SJ/MA

Sample - 12017-05

Misc :

ALS Vial : 15 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

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 o,p"-DDE Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

12.85 6.75 ng 379872 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o,p"-DDE 316 C14H8CIl4 003424-82-6 99
2 p,p"-DDE 316 C14H8CIl4 000072-55-9 99
3 Anthracene, 9,10-dichloro- 246 C14H8CI2 000605-48-1 98
4 Benzene, 1,1"-(1,2-dichloro-1,2-... 316 C14H8CIl4 088970-69-8 91
5 Anthracene, 1,8-dichloro- 246 C14H8CI2 014381-66-9 91

Abundance Scan 942 (12.854 min): BF093252.D (-940) (-) m/z 246.10 100.00%

246
5000 318

12.60 12.80 13.00 13.20
m/z 248.00 63.41%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #125786: o,p'-DDE

246

12.I60 12.I80 13.IOO 13.I20
m/z 318.00 47.28%

5000

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

Abundance
246
318 UREULN SURBLIN SUSLLIS B I
12.60 12.80 13.00 13.20
5000 176 m/z 316.00 36.66%
105
50 75 123140 160 210 283

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

Abundance #85909: Anthracene, 9,10-dichloro- R R e R
12.60 12.80 13.00 13.20

m/z 176.10 34.80%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022817\
Data File : BF093252.D

Acq On : 28 Feb 2017 16:55

Operator : SJ/MA

Sample - 12017-05

Misc :

ALS Vial : 15 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

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 3-Butanone, 1,1-bis(4-chlor... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.19 7.50 ng 422149 Chrysene-d12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Butanone, 1,1-bis(4-chlorophen... 320 C18H18CI20 1000158-20-4 91
2 m,p"-DDD 318 C14H10Cl14 004329-12-8 90
3 2,2-Bis(p-chlorophenyl)ethanol 266 C14H12CI120 002642-82-2 86
4 1-Chloro-2,2-Bis(p-chlorophenyl)... 284 C14H11CI3 002642-80-0 86
5 Benzene, 1,1"-(chloromethylene)b... 270 C13H9CI3 000782-08-1 86
Abundance Scan 971 (13.185 min): BF093252.D (-969) (-) m/z 235.10 100.00%
235
165

5000

12.80 13.00 13.20 13.40 13.60

257 275

318

0 m/z 165.10 74.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #128005: 3-Butanone, 1,1-bis(4-chlorophenyl)-2,2-dimethyl-
235

]

_rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_r
12.80 13.00 13.20 13.40 13.60
m/z 237.10 67.22%

5000

43 5 125

63 g2 10 149 262279 320

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
235
I e o e
12.80 13.00 13.20 13.40 13.60
5000 165 m/z 199.10 17.26%
199
o7 51 70 99 43 282 301 320

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #97719: 2,2-Bis(p-chlorophenyl)ethanol e e e

2 12.80 13.00 13.20 13.40 13.60
m/z 236.10 16.05%

165
5000

18 39 63 82 99115 139
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.80 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022817\
Data File : BF093252.D

Acq On : 28 Feb 2017 16:55

Operator : SJ/MA

Sample - 12017-05

Misc :

ALS Vial : 15 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

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 1,1-Dichloro-2,2-bis(p-chlo... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.48 2.24 ng 125996 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,1-Dichloro-2,2-bis(p-chlorophe... 318 C14H10Cl4 000072-54-8 91
2 p,p"-DDT 352 C14H9ClI5 000050-29-3 87
3 m,p"-DDD 318 Cl4Hi0Cl4 004329-12-8 86
4 2,2-Bis(p-chlorophenyl)ethanol 266 Cl14H12CIl20 002642-82-2 83
5 3-Butanone, 1,1-bis(4-chlorophen... 320 C18H18CI120 1000158-20-4 74
Abundance Scan 997 (13.482 min): BF093252.D (-995) (-) m/z 235.10 100.00%
235
165
5000
43 63 82 105 136 282 13.20 13.40 13.60 13.80
o S O UM m/z 237.10 64.97%
m/z--> 50 100 150 200 250 300 350
Abundance #126741: 1,1-Dichloro-2,2-bis(p-chlorophenyl)ethane
235
5000 LR BN IR SUULA BURRAL
165 13:20 13.40 13.60 13.80
m/z 165.10 53.93%
LB s o | TP o w0
m/z--> 50 100 150 200 250 300 350
Abundance
235
13.20 13.40 13.60 13.80
5000 m/z 236.10 15.22%
165
212
o 51 70 99177136 284 319 354
m/z--> 50 100 150 200 250 300 350
Abundance #126735: m,p'-DDD
235 13.20 13.40 13.60 13.80
m/z 199.10 15.05%
165
5000
75 199
101
OIIIIIIJIJMIHIJ:\J}]‘IQ}?ZI.I”IJJIIlltlwllll —— |32|O|||| T e T
m/z--> 50 100 150 200 250 300 350 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022817\
Data File : BF093252.D

Acq On : 28 Feb 2017 16:55

Operator : SJ/MA

Sample - 12017-05

Misc :

ALS Vial : 15 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

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 1-Tricosene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.81 3.03 ng 170275 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tricosene 322 C23H46 018835-32-0 98
2 5-Eicosene, (E)- 280 C20H40 074685-30-6 95
3 1-Nonadecene 266 C19H38 018435-45-5 93
4 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 93
5 9-Tricosene, (2)- 322 C23H46 027519-02-4 93
Abundance Scan 1026 (13.814 min): BF093252.D (-1023) (-) m/z 57.10 100.00%
[ I W
5000
. Lo 167,202 26 289300 a0 | 1390 1360 1380 14100 14120
Olrrrprrrefbe 1 Gl m/z 43.10 88.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #129061: 1-Tricosene
57 g3
5000 AR DU U DR B
13. 40 13. 60 13. 80 14. oo 14 20
29 m/z 55.10 81.10%
ol ] 169 196 224 252 294 322
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55
83 13140 13.60 13.80 14.00 14.20
5000 m/z 83.10 80.11%
29 111

139 167 196 223 252 280

il

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #98169: 1-Nonadecene R e e
7 83 13.40 13.60 13.80 14.00 14.20

m/z 97.10 72.98%
5000
29

0 R o e B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 40 13. 60 13. 80 14. 00 14 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022817\
Data File : BF093252.D

Acq On : 28 Feb 2017 16:55

Operator : SJ/MA

Sample - 12017-05

Misc :

ALS Vial : 15 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

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 unknownl5.51 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.51 5.57 ng 200814 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Hexen-1-one, 1-(1H-imidazol-4-... 192 C11H16N20 069393-41-5 42
2 Pyrrolidine, 1-(9-borabicyclo[3.... 191 C12H22BN 022516-41-2 25
3 Pyrido[3,4-d]pyridazin-1(2H)-one... 191 C8HIN50 1000263-69-7 25
4 1-(3,6,6-Trimethyl-1,6,7,7a-tetr... 206 C13H1802 1000194-97-2 22
5 Propanamide, N-(2,3-dihydro-3-me... 220 C11H12N20S 332413-15-7 22
Abundance Scan 1174 (15.505 min): BF093252.D (-1172) (-) m/z 191.20 100.00%
95 191
5000 69 149
41 123
o 15130 1540 15,60 1580 |
355 386 : : : :
ol 7 213 265251 315335 m/z 95.10 84.11%
m/z--> 50 100 150 200 250 300 350 400
Abundance #50265: 5-Hexen-1-one, 1-(1H-imidazol-4-yl)-4,4-dimethyl-
95
5000 69 LRI B SN SR
41 123 102 1520 15.40 15.60 15.80
m/z 81.10 55.05%
163 ‘
oL, ‘l“l“‘.“l“‘.“‘.”l“‘.‘ .“.“. \i ‘I‘HI‘I "I ——
m/z--> 50 100 150 200 250 300 350 400
Abundance
191
15.20 15.40 15.60 15.80
5000 82 m/z 149.15 50.79%
108 148
40
o O 0 e —
m/z--> 50 100 150 200 250 300 350 400
Abundance #49978: Pyrido[3,4-d]pyridazin-1(2H)-one, 4,5-diamino-7-me... A BEmaE BT R
191 15.20 15.40 15.60 15.80
42 m/z 69.10 48 .55%
65
5000
91
133 162
0 *.',“.“.‘. N B SR I B R EEE e RS R
m/z--> 50 100 150 200 250 300 350 400 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022817\
Data File : BF093252.D

Acq On : 28 Feb 2017 16:55

Operator : SJ/MA

Sample - 12017-05

Misc :

ALS Vial : 15 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

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 unknownl16.02 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
16.02 22.76 ng 821261 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene, 9-cyclohexyltetradec... 274 C20H34 055255-70-4 47
2 _.beta.-iso-Methyl ionone 206 C14H220 1000285-40-2 47
3 Anthracene, 9-dodecyltetradecahy... 360 C26H48 055401-75-7 38
4 2H-1,2,3-Triazole-4-carboxaldehy... 191 C9H6FN30 051306-43-5 38
5 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 25

Abundance Scan 1219 (16.020 min): BF093252.D (-1217) (-) m/z 191.20 100.00%
191
95
5000 55 123
i 15180 15130 16,00 16,20 1640
383 : : : : :
o 4 219241 265286 321 347 414 m/z 95.10 54 87%
m/z--> 50 100 150 200 250 300 350 400
Abundance #103117: Anthracene, 9-cyclohexyltetradecahydro-
95 191
41
67
5000 AL AR A A B
15,60 15.80 16.00 16.20 16.40
135 74 m/z 81.10 51.75%
o 115 | 161, | 217243 |
m/z--> 50 100 150 200 250 300 350 400
Abundance
191
1560 15.80 16.00 16.20 16.40
5000/ 28 m/z 177.20 42 .37%
135 163
69 95
L L (L A L WL W I B
m/z--> 50 100 150 200 250 300 350 400
Abundance #145074: Anthracene, 9-dodecyltetradecahydro- L REEaE B e
191 15.60 15.80 16.00 16.20 16.40
95 m/z 55.10 41.59%
5000{ 43
135
oL | Ji d L@ | ,163) | 211 236 264 303323 3%
m/z--> 50 100 150 200 250 300 350 400 15,60 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022817\
Data File : BF093252.D

Acq On : 28 Feb 2017 16:55

Operator : SJ/MA

Sample - 12017-05

Misc :

ALS Vial : 15 Sample Multiplier: 1

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

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

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

Peak Number 11

-beta.-iso-Methyl ionone

Concentration Rank 5

Relative to ISTD R.T.

R.T. EstConc Area
16.43 12.65 ng 456611
Hit# of 5 Tentative ID

1 _beta.-iso-Methyl ionone

2 1-Penten-3-one, 1-(2,6,6-trimeth.._.
3 2,4,5,5,8a-Pentamethyl-6,7,8,8a-...
4 5-(p-Aminophenyl)-2-thiazolamine

5 3-Buten-2-one, 4-(2,5,6,6-tetram...

206 C14H220
206 C14H220
206 C14H220
191 C9HONSS
206 C14H220

1000285-40-2 86
000127-43-5 55
1000195-40-9 50
090349-87-4 43
000079-70-9 43

Abundance Scan 1255 (16.431 min): BF093252.D (-1252) (-) m/z 191.20 100.00%
191
5000
69 9% 123 M
41 168 ' 16.20 16.40 16.60 16.80
231 259280 372 397 ' ' ' '
0 307330352 H8 ' "m/z 95.10 39.10%
m/z--> 50 100 150 200 250 300 350 400
Abundance #60190: .beta.-iso-Methyl ionone
191
5000{ 28 L o Emme
16.20 16.40 16.60 16.80
s 95 135 163 m/z 81.10 33.92%
0 ““‘\‘ “\‘h‘ }‘ L‘m .
—— et e
m/z--> 50 100 150 200 250 300 350 400
Abundance
191
R AR RRRES T
16.20 16.40 16.60 16.80
5000 57 m/z 69.10 31.61%
107 149 /—/\\W/KW\V\%
29 81
ol e e s L
m/z--> 50 100 150 200 250 300 350 400
Abundance #60238: 2,4,5,5,8a-Pentamethyl-6,7,8,8a-tetrahydro-5H-chromen T
191 16.20 16.40 16.60 16.80
m/z 123.10 23.28%
43 123 149
\“ m 6\9\1‘9\-} i u{ ‘\ LL ol
o FSSUPR v P TV R R D S S UMM
m/z--> 50 100 150 200 250 300 350 400 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022817\
Data File : BF093252.D

Acq On : 28 Feb 2017 16:55

Operator : SJ/MA

Sample - 12017-05

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNISTO2.L

LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 12 unknownl1l6.97 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
16.97 6.42 ng 231544 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Cyclohexene, 1,3,3-trimethyl-2__.. 206 C14H220 1000197-08-4 46
2 Urs-20-en-16-ol, (16.beta.,18.al... 426 C30H500 066394-74-9 45
3 2,4,5,5,8a-Pentamethyl-6,7,8,8a-... 206 C14H220 1000195-40-9 43
4 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 35
5 3-Indolethanamine, N-acetyl-5-fl... 250 C13H15FN202 1000116-27-1 35
Abundance Scan 1302 (16.968 min): BF093252.D (-1299) (-) m/z 191.20 100.00%
191
95
5000 69
a1 137 163
R e SRR
219 245267 375 411 16.60 16.80 17.00 17.20
ol 238330352 M3 "m/z 95.10 52.00%
m/z--> 50 100 150 200 250 300 350 400
Abundance #60261: 1-Cyclohexene, 1,3,3-trimethyl-2-(1-methylout-1-en...
191
5000 43 AUV AR SRS &
16. 60 16. 80 17. OO 17.20
123 149 m/z 81.10 45.16%
69 9 ‘ ‘
oL ‘I\I‘IMIH\IHI\ .M,“‘. U‘-‘HH-‘E Lo I" T
m/z--> 50 100 150 200 250 300 350 400
Abundance
191
16,60 16.80 17.00 17.20
5000 m/z 69.10 41.71%
426
o 229 272 299 393
mz-> 50 100 150 200 250 300 350 400
Abundance #60238: 2,4,5,5,8a-Pentamethyl-6,7,8,8a-tetrahydro-5H-chromen LA LI L L L
191 16.60 16.80 17.00 17.20
m/z 205.20 39.15%
5000
3 123 149
L6, i)
Oty e g ALy e R B
m/z--> 50 100 150 200 250 300 350 400 16. 60 16. 80 17. OO 17.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022817\
Data File : BF093252.D

Acq On : 28 Feb 2017 16:55

Operator : SJ/MA

Sample - 12017-05

Misc :

ALS Vial : 15 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]
2-Pentanone, 4-hy... 4_97 32.3 ng 1283170 1 6.81 795005 20.0
unknown6 .58 6.58 78.1 ng 3103050 1 6.81 795005 20.0
Eicosane 10.74 2.0 ng 88581 4 11.32 881235 20.0
o,p"-DDE 12.85 6.8 ng 379872 5 13.97 1125640 20.0
3-Butanone, 1,1-b... 13.19 7.5 ng 422149 5 13.97 1125640 20.0
1,1-Dichloro-2,2-_... 13.48 2.2 ng 125996 5 13.97 1125640 20.0
1-Tricosene 13.81 3.0 ng 170275 5 13.97 1125640 20.0
unknownl15.51 15.51 5.6 ng 200814 6 15.39 721676 20.0
unknown16 .02 16.02 22.8 ng 821261 6 15.39 721676 20.0
-beta.-iso-Methyl... 16.43 12.7 ng 456611 6 15.39 721676 20.0
unknownl16 .97 16.97 6.4 ng 231544 6 15.39 721676 20.0
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