LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\
Data File : BF085213.D

Aca On > 4 Mar 2016 20:10

Operator =: SJ/1Z

Sample : H1647-02

Misc :

ALS Vial : 13 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-BF030316.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 3.464 97 103 121 rBV 229868 692588 11.64% 1.574%
2 3.910 139 142 146 rBvY 65029 91260 1.53% 0.207%
3 5.167 249 252 256 rVB 647467 660225 11.10% 1.501%
4 5.567 285 287 290 rVB 1207664 1314317 22.09% 2.988%
5 5.910 316 317 320 rVB 99240 87119 1.46% 0.198%
6 6.584 374 376 378 rVB 1048336 902309 15.17% 2.051%
7 6.733 386 389 391 rBVY 2831868 2627683 44.17% 5.973%
8 6.790 393 394 397 rVvwV 59094 86649 1.46% 0.197%
9 6.893 401 403 405 rBV 67643 80657 1.36% 0.183%
10 6.973 407 410 412 rVvVv 982567 1142250 19.20% 2.597%

11 7.030 412 415 417 rVV 1526882 1365603 22.96% 3.104%
12 7.133 421 424 426 rVB 2836306 3854079 64.79% 8.761%
13 7.373 441 445 449 rVB2 83597 134147 2.26% 0.305%
14 7.533 455 459 461 rBV 2793333 3164019 53.19% 7.193%
15 7.682 463 472 474 rBY 628589 1677319 28.20% 3.813%

16 7.784 479 481 486 rVB2 109255 151796 2.55% 0.345%
17 7.967 490 497 499 rBV6 124446 327102 5.50% 0.744%
18 8.002 499 500 501 rvv 92377 64820 1.09% 0.147%
19 8.070 503 506 507 rBV 64082 84273 1.42% 0.192%
20 8.162 511 514 516 rBV 152867 229961 3.87% 0.523%

21 8.253 520 522 526 rvV 1650972 1688360 28.38% 3.838%
22 8.470 539 541 544 rBV2 51611 81446 1.37% 0.185%
23 8.527 544 546 548 rvV 246805 229033 3.85% 0.521%
24 8.562 548 549 551 rvv 145054 134240 2.26% 0.305%
25 8.596 551 552 555 rvB3 87287 137482 2.31% 0.313%

26 8.665 556 558 560 rvv3 52223 62954 1.06% 0.143%
27 8.767 565 567 570 rVB3 36773 75703 1.27% 0.172%
28 8.847 570 574 575 rBV3 40708 73198 1.23% 0.166%

29 8.950 581 583 585 rvB 191830 201623 3.39% 0.458%
30 9.099 591 596 599 rBV6 31126 125403 2.11% 0.285%

31 9.179 599 603 604 rBv4 30133 66522 1.12% 0.151%
32 9.339 613 617 618 rvvV 3856290 5948596 100.00% 13.523%
33 9.442 625 626 628 rVB 219684 224309 3.77% 0.510%
34 9.613 639 641 644 rvv2 51213 121572 2.04% 0.276%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\
Data File : BF085213.D

Aca On > 4 Mar 2016 20:10

Operator =: SJ/1Z

Sample : H1647-02

Misc :

ALS Vial : 13 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
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 9.716 644 650 653 rvv3 131608 334842 5.63% 0.761%

36 9.773 653 655 657 rvv2 41131 71361 1.20% 0.162%
37 9.819 657 659 661 rvv3 35039 73814 1.24% 0.168%
38 9.899 662 666 667 rvv3 50761 115788 1.95% 0.263%
39 9.922 667 668 671 rvv2 85613 127244 2.14% 0.289%
40 10.013 671 676 678 rVB 1678382 1870058 31.44% 4_.251%

41 10.219 691 694 695 rvB2 49521 65688 1.10% 0.149%
42 10.265 696 698 702 rVB 141746 196286 3.30% 0.446%
43 10.436 710 713 715 rBV3 88222 152300 2.56% 0.346%
44 10.585 724 726 728 rVB 132808 130244 2.19% 0.296%
45 10.642 728 731 735 rBV 262824 307410 5.17% 0.699%

46 10.802 742 745 747 rVB 2036124 2239588 37.65% 5.091%
47 10.848 747 749 750 rVB 117355 118439 1.99% 0.269%
48 10.905 752 754 759 rBV2 76871 199755 3.36% 0.454%
49 11.202 778 780 783 rBV 76871 114198 1.92% 0.260%
50 11.293 787 788 792 rVB2 68896 68372 1.15% 0.155%

51 11.362 792 794 795 rBV 205419 231600 3.89% 0.526%
52 11.499 803 806 808 rBV 1556705 1516131 25.49% 3.447%
53 11.671 819 821 823 rBV 413212 428890 7.21% 0.975%
54 12.013 849 851 853 rvv 301760 342312 5.75% 0.778%
55 12.082 856 857 862 rvB2 96057 127271 2.14% 0.289%

56 12.322 876 878 879 rBvV 68755 71528 1.20% 0.163%
57 12.436 887 888 894 rvB2 66077 127785 2.15% 0.290%
58 12.711 910 912 915 rBV 160301 246069 4.14% 0.559%
59 12.802 918 920 924 rBV 348882 369540 6.21% 0.840%
60 13.088 942 945 947 rBV 3368801 4343422 73.02% 9.874%

61 13.968 1020 1022 1025 rBV 93299 103350 1.74% 0.235%
62 14.128 1034 1036 1039 rVB 1019635 987371 16.60% 2.245%

63 14.985 1108 1111 1113 rVB2 55377 69487 1.17% 0.158%

64 15.602 1162 1165 1170 rVB 614208 797294 13.40% 1.812%

65 17.260 1307 1310 1314 rBV3 27970 65625 1.10% 0.149%

66 19.180 1474 1478 1482 rBV3 24591 67472 1.13% 0.153%
Sum of corrected areas: 43989151
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF030416\

BF085213.D

4 Mar 2016 20:10

SJ/1Z

H1647-02

13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\
Data File : BF085213.D

Aca On : 4 Mar 2016 20:10

Operator : SJ/1Z

Sample : H1647-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030316.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 Propylene Glycol Concentration Rank 5

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

3.46 12.13 ng 692588 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propovlene Glvcol 76 C3H802 000057-55-6 90
2 Isopropnvl Alcohol 60 C3H80 000067-63-0 56
3 (S)Y-(+)-1.2-Propanediol 76 C3H802 004254-15-3 9
4 2-Pentanol 88 C5H120 006032-29-7 9
5 Propane, 2-ethoxy- 88 C5H120 000625-54-7 9

Abundance Scan 103 (3.464 min): BF085213.D (-97) (-) m/z 45.10 100.00%
45
5000 S
4 57 61 320 3.40 3.60 3.80
o,....,....,....,....,....,....F’.‘??.g,.ﬂ.':.f‘F’,.?F?,..~..,.'...,....,....,7.‘?..,....,. m/z 43.10 18.55%
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #918: Propylene Glycol
45
320 3.40 3.60 3.80
29 m/z 61.10 6.36%
o 1519 267 33363942, 5357 61 7376
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
45
320 340 360 380
5000 m/z 44.10 5.56%
27
. 15 19 31 gg4l 59
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #930: (S)-(+)-1,2-Propanediol o N REA
45 320 3.40 3.60 3.80
m/z 42.10 3.00%
5000
27 31 61
o 15 19 7 2 3942, 53 57 6 75
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 320 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\
Data File : BF085213.D

Aca On : 4 Mar 2016 20:10

Operator : SJ/1Z

Sample : H1647-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.17 11.56 ng 660225 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 252 (5.167 min): BF085213.D (-249) (-) m/z 43.10 100.00%
43
59
5000
101 ISR R R IR
51| &7 83 | 480 5.00 5.20 5.40 5.60
Ol e e e e m/z 59.10 61.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 rrrrrryrTrTTTT T T T
480 5.00 5.20 5.40 5.60
59 m/z 101.10 21.85%
7 “ g3 o 101
0"'v"w'”wﬂ§§ﬁw‘“?}“'|“§?v"w“'“?}“*”“"v"w"“l'“'l“'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 5.00 520 5.40 5.60
5000 M m/z 58.10 16.52%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #3993: Morpholine, 4—methy|— LI L L L L L L B B

43 480 5.00 520 5.40 5.60
m/z 41.10 8.81%

5000

15 - 101
‘ 27 56 ‘
/ AT Ll | , 86 |
B L L B L B L o L B RS R R RE RS RER

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40 5.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\
Data File : BF085213.D

Aca On : 4 Mar 2016 20:10

Operator : SJ/1Z

Sample : H1647-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030316.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 3 unknown6.73 Concentration Rank 2

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

6.73 46.01 ng 2627680 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 389 (6.733 min): BF085213.D (-386) (-) m/z 132.10 100.00%
5000 68
40 54 % '6.40 6.60 6.80 7.00
0 g8 e i 477 68.10 42.66%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 UM S AN A
6.40 6.60 6.80 7.00
31 51 m/z 134.10 32.59%
0'"|"Lﬂﬁlw'l'l”j?"”lf"'l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
6.40 6.60 6.80 7.00 |
5000 m/z 66.10 26.71%
104
ol 14 27 39 1 66 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R ma TS L
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 16.96%
5000 og 116
) AN | VIR A N fMM.‘ﬁ,. 198 ..,.1§?.
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\
Data File : BF085213.D

Aca On : 4 Mar 2016 20:10

Operator : SJ/1Z

Sample : H1647-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030316.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-Hexanol, 2-ethyl- Concentration Rank 3

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

7.03 23.91 ng 1365600 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 83
2 dI-2-Ethvlhexvl chloroformate 192 C9H17Cl102 024468-13-1 59
3 Heptane. 1.17-oxvbis- 214 C14H300 000629-64-1 53
4 2-Propvl-1-pentanol 130 C8H180 058175-57-8 47
5 1-Hexene, 5,5-dimethyl- 112 C8H16 007116-86-1 38

Abundance Scan 415 (7.030 min): BF085213.D (-412) (-) m/z 57.10 100.00%
7
5000
41
‘ 70 83 ﬁl’*"
98 6.60 6.80 7.00 7.20 7.40
ob e -,..'|-..,~|.'...',..1?2],.12]7..,....,...., m/z 41.10 34.43%
m/z--> 20 40 60 80 100 120 140 160
Abundance #13220: 1-Hexanol, 2-ethyl-
57
5000
43 6.60 6.80 7.00 7.20 7.40
29 ‘ 70 g3 m/z 43.10 30.34%
98
0||EI-8||‘|“||‘I‘|||H‘I||“‘||Il|||‘|||1:!-2|||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160
Abundance
57
6.60 6.80 7.00 7.20 7.40
5000 70 m/z 55.10 25.99%
41
29 83
15 99 112
L L L L UL UL N S|
m/z--> 20 40 60 80 100 120 140 160 /
Abundance #65768: Heptane, l,l'-OXybiS- | LA L N L L N B BB
57 6.60 6.80 7.00 7.20 7.40
m/z 70.10 20.66%
5000
70
0 45 “ ‘d 83 117 129 171
m/z--> 20 40 60 80 100 120 140 160 ' 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\
Data File : BF085213.D

Aca On : 4 Mar 2016 20:10

Operator : SJ/1Z

Sample : H1647-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030316.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 Hexanoic acid, 2-ethyl- Concentration Rank 4

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

7.68 19.87 ng 1677320 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 80
2 Heptanoic acid. 2-methvl-. methv... 158 C9H1802 051209-78-0 47
3 Heptanoic acid. 2-ethvl- 158 C9H1802 003274-29-1 42
4 Butanoic acid. 2-ethvl-. 1.2.3-p... 386 C21H3806 056554-54-2 42
5 Hexanoic acid, 2,4-dimethyl-, me... 158 C9H1802 014251-44-6 33

Abundance Scan 472 (7.682 min): BF085213.D (-463) (-) m/z 73.10 100.00%
5000
41 57
| 1 740 7.60 7.80 8.00
6127 155 : : . .
ol .,....,|.|. Al ..',|. ...,...1?,7...'.,...., 2 "m/z 88.05 82.78%
m/z--> 20 60 80 100 120 140 160 180 200
Abundance #20009: Hexanoic acid, 2-ethyl-
73 88
5000
41 57 7.40 7.60 7.80 8.00
101 116 m/z 57.10 32.71%
. ...1,9....,....,....,...,....,.1.2.9.,1‘.“%..,....,....,....
m/z--> 60 80 100 120 140 160 180 200
Abundance
88
740 7.60 7.80 8.00
5000 m/z 41.10 32.25%
41 o7
29 101
o 69 115127 143 158
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #28762: Heptanoic acid, 2-ethyl- e AR ma e s
73 88 7.40 7.60 7.80 8.00
m/z 87.05 22.91%
5000
101
41 oo
0"'l""l""l"" "'F”"l'“'l"}Fﬁ"'l“"l"“
m/z--> 100 120 140 160 180 200 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\
Data File : BF085213.D

Aca On : 4 Mar 2016 20:10

Operator : SJ/1Z

Sample : H1647-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030316.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 Bicyclo[2.2_.1]heptane, 1,7,... Concentration Rank 14

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

8.16 2.72 ng 229961 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclorz 2.11heptane. 1.7.7-tri... 138 C10H18 000464-15-3 53
2 cis.cis- and cis.trans-1.9-dimet... 166 C12H22 1000111-72-5 50
3 Bicvclol2.2.1Theptane-2.3-dione.... 166 C10H1402 000465-29-2 47
4 1.3-Dimethvl-1-cvclohexene 110 C8H14 002808-76-6 43
5 Cyclopentene, 1,2,3-trimethyl- 110 C8H14 000473-91-6 43

Abundance Scan 514 (8.162 min): BF085213.D (-511) (-) m/z 95.05 100.00%
95
5000 57
41 [
110 1T3 139 207 7.80 800 820 8.40
o} i B o e e A m/z 57.10 48 .58%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #16367: Bicyclo[2.2.1]heptane, 1,7,7-trimethyl-
95
5000 7.80 8.00 8.20 840
41 81
55 67 123 138 m/z 71.10 42.35%
] \ o |
Ol"'w“"w'“' e e e e
miz-> 20 40 100 120 140 160 180 200
Abundance
95
7.80 8.00 8.20 840
5000 m/z 41.10 38.90%
81
55 67
110
123 151 166
R L S S L L B B WL B
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #33061: Bicyclo[2.2.1]heptane-2,3-dione, 1,7,7-trimethyl- L o
95 7.80 8.00 8.20 8.40
m/z 81.10 34.07%
83
5000 41 55 49
138
‘ ‘ 110 123 166
0||‘l‘||i‘||‘|‘|||‘=‘||H|Hl|‘|‘l|||“|||‘||||‘|||||||‘||||||||||||| e B S
mz-> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\
Data File : BF085213.D

Aca On : 4 Mar 2016 20:10

Operator : SJ/1Z

Sample : H1647-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030316.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 Benzothiazole Concentration Rank 15

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

8.53 2.71 ng 229033 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzothiazole 135 C7H5NS 000095-16-9 97
2 1.2-Benzisothiazole 135 C7H5NS 000272-16-2 90
3 3-Allvilbenzothiazolium bromide 255 C10H10BrNS 016407-55-9 78
4 Thienol2.3-clpvridine 135 C7H5NS 000272-12-8 72
5 Adenine 135 C5H5N5 000073-24-5 64

Abundance Scan 546 (8.527 min): BF085213.D (-544) (-) m/z 135.00 100.00%
35
5000 108
69 82 llllllllllllll|llll
45 54 a1 8.20 8.40 8.60 8.80
0 8 17 S m/z 108.00 37.08%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14922: Benzothiazole
135
5000 AL AR RS AR
108 8.20 8.40 8.60 8.80
69 82 m/z 69.00 19.98%
45 58 91
0...,??ﬁ%J.mﬂph.”,h.h.,.n”,...ﬁ,...w....,.
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
135
8.20 8.40 8.60 8.80
5000 m/z 82.00 11.70%
- 108
45 54 82 a
L B L L W UL UL LN B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #91179: 3-Allylbenzothiazolium bromide
135 8.20 8.40 8.60 8.80
m/z 63.10 9.81%
5000 41
108
69
oL 15 27 || 3 o a9 20| 19 176
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80

8270-BF030316.M Mon Mar

07 18:39:28 2016

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\
Data File : BF085213.D

Aca On : 4 Mar 2016 20:10

Operator : SJ/1Z

Sample : H1647-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030316.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 Ethyl cyclopropanecarboxylate Concentration Rank 18

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

8.95 2.39 ng 201623 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl cvclopropanecarboxvlate 114 C6H1002 004606-07-9 50
2 2-Butenoic acid. 2-propenvlidene... 210 C11H1404 055030-70-1 42
3 Cvclopentane. bromo- 148 C5H9Br 000137-43-9 28
4 Cvclopropanecarboxvlic acid.pent... 156 C9H1602 060128-02-1 9
5 Cyclopropanecarboxylic acid, pro... 128 C7H1202 060128-01-0 9

Abundance Scan 583 (8.950 min): BF085213.D (-581) (-) m/z 69.10 100.00%
60
5000
T g7 103 550 880 500 520
0 ...,....|,|'|.'...? !..,."I...,|...1.1,7..1?2.,..1.5.4,....,....,2.97.., m/z 41.10  21.05%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7052: Ethyl cyclopropanecarboxylate
69
5000 L I R L I
41 8.60 8.80 9.00 9.20
29 86 m/z 103.10 18.99%
5 | | B | o
L S U UL L S B SRR SRR SRS
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
69
860 880 9.00 9.20
5000 m/z 87.10 17.02%
41
oL 15 27 55 85 126 141 210
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #21957: Cyclopentane, bromo- e BEERREEEEEE e e S
69 8.60 8.80 9.00 9.20
m/z 39.10 15.19%
5000 41
oL 15 27 || 53 || 8o 93 108120 148
m/z--> 20 40 60 8 100 120 140 160 180 200 8.60 880 9.00 9.20

8270-BF030316.M Mon Mar 07 18:39:29 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\
Data File : BF085213.D

Aca On : 4 Mar 2016 20:10

Operator : SJ/1Z

Sample : H1647-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030316.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 2-Propenal, 3-(2,2,6-trimet... Concentration Rank 17

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

9.44 2.40 ng 224309 Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propenal. 3-(2.2.6-trimethvl-7... 194 C12H1802 055759-91-6 56
2 Metacetamol 151 C8HONO2 000621-42-1 53
3 Acetaminophen 151 C8HONO2 000103-90-2 53
4 N-Cvclopropvl-p-fluorobenzvlamine 165 C10H12FN 1000250-88-9 50
5 1-(1,2,3-Trimethyl-cyclopent-2-e... 152 C10H160 070987-81-4 47

Abundance Scan 626 (9.442 min): BF085213.D (-625) (-) m/z 43.10 100.00%
43
109
5000 151
69 85 PSSP AARNESRRAE RAN
57 9.20 9.40 9.60 9.80
123133
| SR .',|: bl gl g8 Il 12138 | 160 108 207 | 009,10 75.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #51878: 2-Propenal, 3-(2,2,6-trimethyl-7-oxabicyclo[4.1.0]...
109
5000 43 151 S N B B L L B B
9.20 9.40 9.60 9.80
m/z 151.20 36.56%
NI A
AN [ Y N N e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
109
9.20 9.40 9.60 9.80
5000 151 m/z 41.10 20.25%
43
80
oL 15 27 55 68 94 122 135 \Nbﬁp,AArL/\JvANAvmjy/\mﬂ\afr
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23673: Acetaminophen e RARREEE RS
109 9.20 9.40 9.60 9.80
m/z 69.10 14 .89%
5000 151
43 30
ol 15 27 | 5465 | 91 || 122135
m/z--> 20 40 60 80 100 120 140 160 180 200 9.20 9.40 9.60 9.80

8270-BF030316.M Mon Mar 07 18:39:30 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\
Data File : BF085213.D

Aca On : 4 Mar 2016 20:10

Operator : SJ/1Z

Sample : H1647-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030316.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 Benzenepropanoic acid, -bet... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.26 2.10 ng 196286 Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenepropanoic acid. .beta...b... 192 C12H1602 025080-84-6 58
2 Benzene. 1l-methvl-4-(l1-methvleth... 134 C10H14 000099-87-6 43
3 Benzene. 1l-methvl-2-(l1-methvleth... 134 C10H14 000527-84-4 43
4 Benzene. 1-methvl-3-(1-methvleth... 134 C10H14 000535-77-3 43
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 43
Abundance Scan 698 (10.265 min): BF085213.D (-696) (-) m/z 119.10 100.00%
149
5000 132
192 10.00 10.20 10.40 10.60
o ol Ao 161 AT | m/z 132.10  39.66%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #50425: Benzenepropanoic acid, .beta.,.beta.-dimethyl-, me...
119
5000
91 10.00 10.20 10.40 10.60
a1 m/z 91.10 24 .05%
o |51 es 77 | 103 || 135145 160 177 1%
mz-> 20 40 60 80 100 120 140 160 180
Abundance
119
10,00 10.20 10.40 10.60
5000 m/z 117.10 20.40%
o1 134
o 27 4l 51 65 77 103
mz-> 20 40 60 80 100 120 140 160 180
Abundance #14404: Benzene, 1-methyl-2-(1-methylethyl)- R B B B
119 10.00 10.20 10.40 10.60
m/z 192.10 11.00%
5000
134
91
0 21 ‘\1\1 5\1 6\5 7\7 103 LL|
mz-> 20 40 60 8 100 120 140 160 180 10.00 10.20 10.40 10.60

8270-BF030316.M Mon Mar 07 18:39:31 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\
Data File : BF085213.D

Aca On : 4 Mar 2016 20:10

Operator : SJ/1Z

Sample : H1647-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030316.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 Tributyl phosphate Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
10.64 3.29 ng 307410 Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tributvl phosphate 266 C12H2704P 000126-73-8 83
2 2-Octen-4-one. 2-methoxv- 156 C9H1602 024985-48-6 38
3 3-Hvdroxv-2.3.4.4-tetramethvl-pe... 202 C11H2203 1000194-64-5 37
4 trans-Decalin-2-one. 6.6-ethvlen... 210 C12H1803 1000126-93-8 28
5 2(3H)-Furanone, 5-butyldihydro-4... 156 C9H1602 055013-32-6 9

Abundance Scan 731 (10.642 min): BF085213.D (-728) (-) m/z 99.00 100.00%
el
5000
41 57 125157 1 211 '~ 10.40 10,60 10.80 11.00
111 : : : :
o.,....,'...-:',..7.1.?2....,....,.'...',...|.,1.6.7..1f‘.1...,..'..,... m/z 155.10 19.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #97593: Tributyl phosphate
99
5000
10.40 10.60 10.80 11.00
155 m/z 57.10 11.77%
41 57 211
o 29 | 82 111 125137 | 17 183106 " 223
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
99
' 10.40 10.60 10,80 11.00
5000 m/z 41.10 10.27%
50 114
. 43 72 85 127 141 155
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #57152: 3-Hydroxy-2,3,4,4-tetramethyl-pentanoic acid, ethy... e RARREEE RS
43 99 145 10.40 10.60 10.80 11.00
m/z 125.00 9.01%
57
50001 59 74
157
5
ol ‘ Ml T Il 1719 || | 169 187 50
I""I""I""I""IIII I""I""I""I""I""IIII IR AU DR I B

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

8270-BF030316.M Mon Mar 07 18:39:33 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\
Data File : BF085213.D

Aca On : 4 Mar 2016 20:10

Operator : SJ/1Z

Sample : H1647-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030316.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 unknown10.90 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.90 2.64 ng 199755 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 49
2 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 49
3 Tetracosane 338 C24H50 000646-31-1 49
4 Hexadecane 226 C16H34 000544-76-3 47
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 47
Abundance Scan 754 (10.905 min): BF085213.D (-752) (-) m/z 57.10 100.00%
57
5000
4
179 10.60 10.80 11.00 11.20
o 207 m/z 43.10 73.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #107652: Eicosane
57
5000 LR DU PR BRI B
85 mmmmnmnm
29 m/z 71.10 61.84%
m/z--> 20 45 eb éo 100 120 140 160 180 200 220 240 260 280 300 320 310
Abundance
57
10,60 10.80 11.00 11.20
5000 85 m/z 85.10 36.63%
29
. 113 155 183
R LA KRR RS LR LA L AR LRAS RSN RN RAR S RARAS LARAN RS LR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #136481: Tetracosane AR e R ERE m
57 10.60 10.80 11.00 11.20
m/z 41.10 33.07%
5000 85
29
o LB 141 169 197 225 253 281 309 338
m/z--> 2'0 4'0 6|0 8|0 1(')0 120 140 160 180 200 220 240 260 280 300 320 34'10 10 60 10 80 11. oo 11. 20

8270-BF030316.M Mon Mar 07 18:39:34 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\
Data File : BF085213.D

Aca On : 4 Mar 2016 20:10

Operator : SJ/1Z

Sample : H1647-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030316.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 2-Propanol, 1-chloro-, phos... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.36 3.06 ng 231600 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol. 1-chloro-. phosphate... 326 C9H18CI1304P 013674-84-5 87
2 Bis(1l-chloro-2-propvI)(3-chloro-... 326 C9H18CI1304P 137909-40-1 53
3 Sarin 140 C4H10FO2P 000107-44-8 38
4 Thiophene. 2-(1.1-dimethvlethvI)- 140 C8H12S 001689-78-7 14
5 Thiophene, 3-(1,1-dimethylethyl)- 140 C8H12S 001689-79-8 14

Abundance Scan 794 (11.362 min): BF085213.D (-792) (-)
9 125
41
5000 57 . 201
77 175 277
. 1 233
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131042: 2-Propanol, 1-chloro-, phosphate (3:1)
99 125
41
5000
157 - 201 077
7
0 W57 L 233251 | 293 31332
”qunpnq””p”.“”Pu.”u.”.””.”.u”.u.uu.”.””Pm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
929
125
157
5000 175 201 277
a5 17 233251
o 141 293 313320
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

m/z 125.00 100.00%

_

11. 00 11. 20 11. 40 11. 60

m/z 99.00 95.51%

L

11. 00 11. 20 11. 40 11.60

m/z 41.10 62 .52%

11.00 11.20 11.40 11.60

m/z 201.00 46.14%

Abundance #17441: Sarin R A R

9 11.00 11.20 11.40 11.60

m/z 57.10 42 .57%
5000
125
oL 2 43 8l

R B s o Raaas s S A M

m/z--> 2omeommmmmmmmmmnmm%mmmmm nmnmnmnm

8270-BF030316.M Mon Mar

07 18:39:35 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\
Data File : BF085213.D

Aca On : 4 Mar 2016 20:10

Operator : SJ/1Z

Sample : H1647-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030316.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 Caffeine Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
11.67 5.66 ng 428890 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Caffeine 194 C8H10N402 000058-08-2 93
2 1.4-Dimethvl-4.5.7.8-tetrahvdroi... 194 C8H10N402 130063-15-9 49
3 2-Propenoic acid. 3-(4-hvdroxv-3... 194 C10H1004 001135-24-6 35
4 9-Acridinamine 194 C13H10N2 000090-45-9 30
5 7-(Methylthio)pyrimido[4,5-d]pyr... 194 C7H6N40S 091996-86-0 27

Abundance Scan 821 (11.671 min): BF085213.D (-819) (-) m/z 194.10 100.00%
194
109 A_
45
5000
\ T T 191 e W 1o 120
137 | 165
0 ...,....',~|':..--|.-', d L e M 223 L T80 | 209 239 257 | h777109.10  67.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #52317: Caffeine
194
109
5000 55 R B B I S
82 11.40 11.60 11.80 12.00
42 m/z 45.10 53.67%
1\5 2\8 H‘ all H\ 95 il 122 137150 165179 H
m/z--> 20 40 60 éo 100 120 150 1éo 180 200 220 240 260
Abundance
194
nmnmnmnm
5000 m/z 43.10 38.33%
138 165
67 g 109
o 54
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #51485: 2-Propenoic acid, 3-(4-hydroxy-3-methoxyphenyl)- N Emmmmene
194 11.40 11.60 11.80 12.00
m/z 67.10 24 .84%
5000
133 179
18 105
. ,,,‘I,h?g,‘\h‘ 64, \‘ o Pus | Maes) | o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11140 11.60 11.80 12.00

8270-BF030316.M Mon

Mar 07 18:39:36 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\
Data File : BF085213.D

Aca On : 4 Mar 2016 20:10

Operator : SJ/1Z

Sample : H1647-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030316.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 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.01 4.52 ng 342312 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tetradecanoic acid 228 C14H2802 000544-63-8 80
3 Pentadecanoic acid 242 C15H3002 001002-84-2 80
4 Dodecanoic acid 200 C12H2402 000143-07-7 50
5 Undecanoic acid 186 C11H2202 000112-37-8 47
Abundance Scan 851 (12.013 min): BF085213.D (-849) (-) m/z 73.05 100.00%
43 60 3
5000
129
7 =fyrrrirtpirir[rrrorprroroporo
01115 157171185, . 213 11.60 11.80 12.00 12.20 12.40
143 256
) AN N L m/z 43.10 82.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 s
5000 AR RS B
umumnmnmnm
m/z 60.10 80.88%
. I “ ‘\ ki }01}151291431571711851992132272422?6
m/z--> 25 45 80 100 120 150 160 180 200 220 240 260
Abundance
43 60 73
11/60 11.80 12.00 12.20 12.40
5000 29 129 m/z 57.10 69.76%
87 185
101115 143 171 199 228
O e R B
m/z--> 25 45 éo éo 160 150 150 160 180 200 220 250 2éo
Abundance #83683: Pentadecanoic acid A o
43 60 73 11.60 11.80 12.00 12.20 12.40
m/z 55.10 64.27%
29
5000
01115 | 143 199
0..|....|.... . \H H\ e |‘..:.L?7.1.7.].-1.8.5..‘..2?-?2.2.6..‘....l. N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12. 20 12. 40

8270-BF030316.M Mon Mar 07 18:39:37 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\
Data File : BF085213.D

Aca On : 4 Mar 2016 20:10

Operator : SJ/1Z

Sample : H1647-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030316.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 Hexagol Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
12.71 3.25 ng 246069 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexaaol 282 C12H2607 002615-15-8 50
2 Bromomethvl methvl ether 124 C2H5BrO 013057-17-5 14
3 Rhodanine 133 C3H3NOS2 000141-84-4 14
4 Propane. 2-ethoxv- 88 C5H120 000625-54-7 14
5 1,2,4-Triazole, 3,5-dithioxo- 133 C2H3N3S2 005650-03-3 14

Abundance Scan 912 (12.711 min): BF085213.D (-910) (-) m/z 45.05 100.00%
45
133
89
e _JQLA/\AW
oy 12.40 12.60 12.80 13.00
Ol gt m/z 133.10 79.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107063: Hexagol
45
5000 ISR DAL NARRR AR RS
1240 12.60 12.80 13.00
89 m/z 89.05 70.93%
o 29 | 5973 | 103119133 149163177 195200 _ 239 281
m/z--> 25 40 60 80 160 120 150 160 180 200 220 240 260 280
Abundance
45
12.40 12.60 12.80 13.00
5000 m/z 43.10 55.29%
29
0 15 63 79 107123
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14076: Rhodanine R R ma AR
133 12.40 12.60 12.80 13.00
m/z 109.10 38.26%
46 WWAW/M,,K“A\AVVMAAAAr
5000
74
60
o 1832 | || | 91105110 |
m/z--> 20 Jo 60 80 160 120 140 160 180 200 220 240 260 280 12,40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\
Data File : BF085213.D

Aca On : 4 Mar 2016 20:10

Operator : SJ/1Z

Sample : H1647-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF030316.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 20 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.80 4.87 ng 369540 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Tridecanoic acid 214 C13H2602 000638-53-9 76
Abundance Scan 920 (12.802 min): BF085213.D (-918) (-) m/z 73.10 100.00%
5000 129
185 241 LN NI BN BN BN
157 213 l 284 12.40 12.60 12.80 13.00 13.20
o bl b b ) m/z 43.10 91.60%
m/z--> 150 200 250 300 350
Abundance #108843: Octadecanoic acid
43
5000 R AR R PR B
12. 40 12. 60 12. 80 13. 00 13. 20
‘ 97 185 o 2B m/z 57.10 78.49%
0 |15| \‘I "“I i) ‘k‘““.“l .‘:lls‘.?.‘ .“. ‘|2.]‘-3.‘. .“ |‘2|6|5 .“. T
m/z--> 50 100 150 200 250 300 350
Abundance
43 73
12:40 12,60 12.80 13.00 13.20
5000 129 m/z 60.05 77.70%
97 199 242
157
180
L L L L WL WL B
m/z--> 50 100 150 200 250 300 350
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester REEEE RS o
43 12.40 12.60 12.80 13.00 13.20
m/z 55.10 67.22%
73
5000 284
129
185
oL “Hm K W L B M e | su o
m/z--> 50 1 150 200 250 300 350 12. 40 12. 60 12. 80 13. 00 13. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030416\
Data File : BF085213.D

Acq On : 4 Mar 2016 20:10

Operator : SJ/1Z

Sample : H1647-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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]
Propylene Glycol 3.46 12.1 ng 692588 1 6.97 1142250 20.0
2-Pentanone, 4-hy... 5.17 11.6 ng 660225 1 6.97 1142250 20.0
unknown6.73 6.73 46.0 ng 2627680 1 6.97 1142250 20.0
1-Hexanol, 2-ethyl- 7.03 23.9 ng 1365600 1 6.97 1142250 20.0
Hexanoic acid, 2-... 7.68 19.9 ng 1677320 2 8.25 1688360 20.0
Bicyclo[2.2.1]hep. .. 8.16 2.7 ng 229961 2 8.25 1688360 20.0
Benzothiazole 8.53 2.7 ng 229033 2 8.25 1688360 20.0
Ethyl cyclopropan... 8.95 2.4 ng 201623 2 8.25 1688360 20.0
2-Propenal, 3-(2,... 9.44 2.4 ng 224309 3 10.01 1870060 20.0
Benzenepropanoic ... 10.26 2.1 ng 196286 3 10.01 1870060 20.0
Tributyl phosphate 10.64 3.3 ng 307410 3 10.01 1870060 20.0
unknown10.90 10.90 2.6 ng 199755 4 11.50 1516130 20.0
2-Propanol, 1-chl... 11.36 3.1 ng 231600 4 11.50 1516130 20.0
Caffeine 11.67 5.7 ng 428890 4 11.50 1516130 20.0
n-Hexadecanoic acid 12.01 4.5 ng 342312 4 11.50 1516130 20.0
Hexagol 12.71 3.3 ng 246069 4 11.50 1516130 20.0
Octadecanoic acid 12.80 4.9 ng 369540 4 11.50 1516130 20.0
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