LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112315\
Data File : BF083209.D

Aca On : 23 Nov 2015 17:43

Operator : UM/I1Z

Sample : G4437-16

Misc :

ALS Vial : 10 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-BF112115.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 4.776 241 244 252 rBV 548652 949034 18.32% 2.074%
2 5.233 282 284 295 rBVY 1715655 1977310 38.17% 4.320%
3 5.576 312 314 318 rBV 69087 130966 2.53% 0.286%
4 5.633 318 319 328 rVB 33265 61169 1.18% 0.134%
5 6.296 376 377 385 rBV 985819 1471247 28.40% 3.215%
6 6.410 385 387 390 rBVY 3855548 3523832 68.02% 7.699%
7 6.639 405 407 409 rBV 1496500 1430117 27.60% 3.125%
8 6.719 411 414 418 rVB 35465 61011 1.18% 0.133%
9 6.799 418 421 423 rBV 2458216 3089346 59.63% 6.750%
10 7.210 454 457 459 rBV 3047846 3161100 61.02% 6.907%

11 7.370 466 471 473 rVB 153204 292585 5.65% 0.639%
12 7.496 480 482 486 rBvV2 84412 164568 3.18% 0.360%
13 7.850 510 513 517 rBV3 41692 107489 2.07% 0.235%
14 7.930 517 520 522 rVV 1641231 1864571 35.99% 4._.074%

15 7.965 522 523 528 rVB3 69097 94705 1.83% 0.207%
16 8.090 529 534 537 rBv4 32190 96022 1.85% 0.210%
17 8.308 550 553 556 rvB3 36196 70374 1.36% 0.154%
18 8.376 556 559 561 rBv4 58355 110469 2.13% 0.241%
19 8.525 570 572 575 rBV3 56266 66981 1.29% 0.146%
20 8.673 582 585 587 rBV 99113 160562 3.10% 0.351%
21 8.719 587 589 591 rVvB 68264 72643 1.40% 0.159%
22 8.890 601 604 606 rBv2 41451 54951 1.06% 0.120%
23 8.936 606 608 611 rBv2 73399 94312 1.82% 0.206%
24 9.005 611 614 617 rBV 4605940 4656483 89.88% 10.174%
25 9.142 623 626 628 rBv2 37538 56221 1.09% 0.123%

26 9.405 647 649 652 rBvV 146967 168524 3.25% 0.368%
27 9.622 665 668 670 rBv2 83911 131225 2.53% 0.287%
28 9.679 670 673 675 rvV 1569137 1977838 38.18% 4.321%

29 9.759 677 680 681 rBV3 33689 69914 1.35% 0.153%
30 9.873 688 690 692 rBv2 61117 99474 1.92% 0.217%
31 10.068 706 707 708 rBvV 114826 89918 1.74% 0.196%
32 10.125 711 712 713 rVvV 119619 90193 1.74% 0.197%
33 10.205 717 719 721 rVB 100554 127876 2.47% 0.279%
34 10.411 735 737 739 rBV2 58925 95764 1.85% 0.209%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112315\
Data File : BF083209.D

Aca On : 23 Nov 2015 17:43

Operator : UM/I1Z

Sample : G4437-16

Misc :

ALS Vial : 10 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF112115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 10.456 739 741 744 rVvV2 1990471 2837463 54.77% 6.200%

36 10.571 748 751 752 rBvV2 117420 168873 3.26% 0.369%
37 10.594 752 753 757 rVB 324028 358223 6.91% 0.783%
38 10.914 779 781 785 rBV 188614 267987 5.17% 0.586%
39 11.062 790 794 796 rBV3 92375 144778 2.79% 0.316%
40 11.154 799 802 804 rBV 1885984 1842370 35.56% 4.025%

41 11.462 827 829 831 rBVvV2 54066 53470 1.03% 0.117%
42 11.702 849 850 853 rBvV 341078 446557 8.62% 0.976%
43 12.217 893 895 899 rvB 259405 283073 5.46% 0.618%
44 12.491 917 919 921 rBV 267192 369356 7.13% 0.807%
45 12.731 938 940 943 rVvV 3109829 3879935 74.89% 8.477%

46 12.799 943 946 948 rVB 57777 81062 1.56% 0.177%
47 13.211 980 982 986 rvB2 83733 130706 2.52% 0.286%
48 13.325 989 992 994 rBV 4546721 5180659 100.00% 11.319%
49 13.645 1018 1020 1024 rVB 113054 134394 2.59% 0.294%
50 13.771 1029 1031 1034 rBV 1583081 1627775 31.42% 3.557%

51 13.897 1039 1042 1046 rVB 83597 135140 2.61% 0.295%
52 15.131 1148 1150 1153 rBV 837751 1158129 22.35% 2.530%

Sum of corrected areas: 45768744
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\
Data File : BF083209.D

Aca On : 23 Nov 2015 17:43

Operator : UM/I1Z

Sample : G4437-16

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF083209.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\
Data File : BF083209.D

Aca On : 23 Nov 2015 17:43

Operator : UM/I1Z

Sample : G4437-16

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112115.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.78 13.27 ng 949034 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1l-methvleth._.. 116 C7H160 017348-59-3 33
4 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 244 (4.776 min): BF083209.D (-241) (-) m/z 43.05 100.00%

43
59
5000

101 LI L L
440 460 480 500 520
83
o...,....,....,..??','.-...,??.'!,...‘??....,.~...,...:,|....,. m/z 59.10 56.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 4.40 4.60 4.80 5.00 5.20
m/z 101.10 18.00%
15 31 101
| 25 7 37 53 83 |
(0 B B e IR L B o B B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
B A e e R
57 440 4.60 4.80 5.00 5.20
5000 m/z 58.10 13.77%

29 101
o 15 37 51 73 83 95
L /R L s
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- —r
59

440 4.60 4.80 5.00 5.20
m/z 41.10 8.38%

5000
41
o W], 53 73 86 |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.40 4.60 480 500 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\
Data File : BF083209.D

Aca On : 23 Nov 2015 17:43

Operator : UM/I1Z

Sample : G4437-16

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112115.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 2 unknown6.41 Concentration Rank 2

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

6.41 49.28 ng 3523830 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 2-Cvclohexen-1-one 96 C6H80 000930-68-7 10
4 Xenon 132 Xe 007440-63-3 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 387 (6.410 min): BF083209.D (-385) (-) m/z 132.10 100.00%
132
68
5000
VT I o | ohy 6 ko 5k 6k
o} L m/z 68.10 53.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
5000 LRI AL LS IR
6.00 6.20 6.40 6.60 6.80
33 44 105 m/z 134.10 32.83%
0"'I'”'I"EQ'J”%{'”MJh'%""""I”"I'”'I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57 132
74 6.00 620 6.0 6.60 6.80
5000 gg 116 m/z 66.10 32.16%
158 189
G S S I SR WL L B L BN SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2744: 2-Cyclohexen-1-one T RRAnE B s
68 6.00 6.20 6.40 6.60 6.80
m/z 69.10 20.87%
5000
96
40
27
0 '}?I'h"M"'??I'M"?%' S UL L LI UL S B
m/z--> 20 40 60 80 100 120 140 160 180 200 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\
Data File : BF083209.D

Aca On : 23 Nov 2015 17:43

Operator : UM/I1Z

Sample : G4437-16

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112115.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 Hexanoic acid, 2-ethyl- Concentration Rank 8

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

7.37 3.14 ng 292585 Naphthalene-d8 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 90
2 Butanoic acid. 2-ethvl-. 1.2.3-p... 386 C21H3806 056554-54-2 42
3 Methvl 2.3.4-tri-0-methvl-6-deox... 220 C10H2005 072983-16-5 40
4 1.4-Dioxane 88 C4H802 000123-91-1 37
5 Pentanoic acid, 2,4-dimethyl-, m... 144 C8H1602 071672-33-8 33

Abundance Scan 471 (7.370 min): BF083209.D (-466) (-) m/z 73.10 100.00%
7B
5000 (
41
101
\h‘ | | 129 7.00 7.20 7.40 7.60 7.80
Ol b X% e e m/z 88.10 80.81%
m/z--> 50 100 150 200 250 300 350
Abundance #20009: Hexanoic acid, 2-ethyl-
73
5000 AR R UL SRR
41 7.00 7.20 7.40 7.60 7.80
101 m/z 57.10 33.30%
ol 191 Ul 4 1 i
m/z--> 50 100 150 200 250 300 350
Abundance
43 88
7.00 7.20 7.40 7.60 7.80
5000 m/z 41.10 32.31%
69
ob—d Ml ly i ) 1100 185155178 214 242 277 204318 355
m/z--> 50 100 150 200 250 300 350
Abundance #68927: Methyl 2,3,4-tri-O-methyl-6-deoxy-.alpha.-D-mannop... T
88 7.00 7.20 7.40 7.60 7.80
m/z 55.10 25.70%
45
0 T || 119 145 176
LANNLENL L N N L R L Y L LY N L ) L L L L Y L L LI N B L B B —v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—
m/z--> 50 100 150 200 250 300 350 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\
Data File : BF083209.D

Aca On : 23 Nov 2015 17:43

Operator : UM/I1Z

Sample : G4437-16

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112115.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 2(3H)-Benzothiazolone Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.59 3.89 ng 358223 Phenanthrene-d10 11.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(3HY-Benzothiazolone 151 C7H5NOS 000934-34-9 91
2 1.2-Benzisothiazol-3(2H)-one 151 C7H5NOS 002634-33-5 52
3 1.4-Benzenediol. 2-(1.1-dimethvl... 166 C10H1402 001948-33-0 35
4 6-Methyl-7-oxo0-4.7-dihvdro-triaz... 151 C5H5N50 057250-39-2 25
5 2(3H)-Benzoxazolethione 151 C7H5NOS 002382-96-9 22

Abundance Scan 753 (10.594 min): BF083209.D (-752) (-) m/z 151.00 100.00%

% 151
123
5000 57

3% ” 1020 10,40 10.60 10.80 11.00
78 20 10.40 10.60 10.80 11.
Olrrrry ...-',-..".1:,i!.'.-.n,-t.l..l.l,.--...,!...,..l. A Y m/Z 96.00  88.91%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #23618: 2(3H)-Benzothiazolone
151
96
123
5000 LA L L L L L L L LB
10. 20 10. 40 10. 60 10 80 11. OO
69 m/z 123.00 59.82%
g 45
I O O  —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
151
R BEE B e
10.20 10.40 10.60 10.80 11.00
5000 m/z 57.10 48_.90%
96
50 69 123
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #33014: 1,4-Benzenediol, 2-(1,1-dimethylethyl)- B RE B e
1%1 10.20 10.40 10.60 10.80 11.00
m/z 43.10 37.34%
123
5000
41 77
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10. 20 10. 40 10. 60 10 80 11. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\
Data File : BF083209.D

Aca On : 23 Nov 2015 17:43

Operator : UM/I1Z

Sample : G4437-16

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112115.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 unknownl10.91 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.91 2.91 ng 267987 Phenanthrene-d10 11.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl cvclopropanecarboxvlate 114 C6H1002 004606-07-9 39
2 2-Propenoic acid. 2-methvl-. oxi... 142 C7H1003 000106-91-2 33
3 Cvclopentane. bromo- 148 C5H9Br 000137-43-9 28
4 3-Butyn-2-ol. 2-methvl- 84 C5H80 000115-19-5 9
5 2,4-Dinitrophenyl crotonate 252 C10H8N206 069817-88-5 9

Abundance Scan 781 (10.914 min): BF083209.D (-779) (-) m/z 69.10 100.00%

69
5000
41

87
| - 103 185177 109 10.60 10.80 11.00 11.20
Obrrrr L 57 N 120133 195 77 193207220232 | AT 100 4. 86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #7053: Ethyl cyclopropanecarboxylate
69
5000 41 LA L L L L L L LN B |
10.60 10.80 11.00 11.20
86 m/z 43.10 15.90%
0 ‘H T | 99 114
R L s B B e ma
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
69
AR
41 10.60 10.80 11.00 11.20
5000 m/z 87.05 14 _.19%
ol 15 20 56 86 99112125 141
B T o
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #21955: Cyclopentane, bromo- e A AR RE
69 10.60 10.80 11.00 11.20
m/z 39.10 10.95%
41
5000

i

27
15 ) L‘ 5 || 8193106 122 150

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

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\
Data File : BF083209.D

Aca On : 23 Nov 2015 17:43

Operator : UM/I1Z

Sample : G4437-16

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112115.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 Tridecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.70 4.85 ng 446557 Phenanthrene-d10 11.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 93
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Undecanoic acid 186 C11H2202 000112-37-8 86
Abundance Scan 850 (11.702 min): BF083209.D (-849) (-) m/z 43.10 100.00%
[ [ A/W/\/\J—\/\/M/
5000
7 5™ o 213, 244 1140 11,60 11.80 12.00
171185 . . ) )
S — 1 199 A m/z 60.05 84.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65566: Tridecanoic acid
60 78
43
5000 UL AR T DU AR
129 nmnmnmnm
29 115 11 214 m/z 73.10 82.64%
S
ok SII‘”II‘I\HMIM ul ||||‘|‘||‘|‘|||‘|‘|||‘|l|‘|||||||‘||1|98|||| e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43
60 1140 11,60 11.80 12.00
5000 & m/z 57.10 78.57%
0 i 101115129143157171185199213227242256 A«r4¢ﬂuk\ﬁu«,A\ﬂ/VMJA,v«A}
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75072: Tetradecanoic acid R ERRmma B
60 78 11.40 11.60 11.80 12.00
43 m/z 41.10 76.54%
5000 129
29
oL 15 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11. 60 11. 80 12. oo
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\
Data File : BF083209.D

Aca On : 23 Nov 2015 17:43

Operator : UM/I1Z

Sample : G4437-16

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112115.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 Cyclohexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

12.22 3.07 ng 283073 Phenanthrene-d10 11.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 98
2 Cvclotetradecane 196 C14H28 000295-17-0 95
3 Bromoacetic acid. pentadecvl ester 348 C17H33Br02 131143-01-6 91
4 1-Hexadecanol 242 C16H340 036653-82-4 91
5 b-Eicosene, (E)- 280 C20H40 074685-30-6 91

Abundance Scan 895 (12.217 min): BF083209.D (-893) (-) m/z 55.10 100.00%

56 83
69

=

5000
111

12.00 12.20 12.40 12.60
m/z 43.10 94.21%

12

5
0 139153 177 196 213 230244258 281

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72491: Cyclohexadecane

55
41 > oo 83

:

12.IOO 12!20 12.I4O 12.I60
m/z 83.10 83.08%

5000

12

5
139153167181196 224

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
a1 55 69 83
R AR BaEEE B
97 12.00 12.20 12.40 12.60
5000 m/z 69.10 68.14%
111 196
125
139153 168
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #140345: Bromoacetic acid, pentadecy! ester R A BEAE S B
43 57 g3 12.00 12.20 12.40 12.60
m/z 41.10 67.38%
5000
29
0.,.‘.‘.;“l.. e e e S EEmmE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\
Data File : BF083209.D

Aca On : 23 Nov 2015 17:43

Operator : UM/I1Z

Sample : G4437-16

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112115.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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.49 4.54 ng 369356 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 94
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 91
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
5 Tetradecanoic acid 228 C14H2802 000544-63-8 80
Abundance Scan 919 (12.491 min): BF083209.D (-917) (-) m/z 43.10 100.00%
5000 ’“*-vkj\\~v-A[\«mva,v,NW,Ldﬂ
12.20 12.40 12.60 12.80
0! m/z 73.05 99.00%
m/z--> 50 100 150 200 250 300 350
Abundance #108839: Octadecanoic acid
43
5000 L B U SN B
m 284 nmnmnmnm
m/z 60.10 88.62%
H ‘ 185 013 241
0 “H u ‘H“ ‘H H\J lesl ll‘lwl |‘|‘| |‘|‘?6|6|‘||||||||||
m/z--> 5 200 250 300 350
Abundance
43 73
12.20 12.40 12.60 12.80
5000 129 m/z 57.10 81.25%
97 109 242 L~ﬁjk/\\AﬂJJj\AA\ALVVAMUWVW
157
0 180
m/z--> 56 160 150 260 250 300 3éo
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester e e ERRES BE s
43 12.20 12.40 12.60 12.80
m/z 55.10 78.45%
73
5000 284
129
185 213 241
0‘ uu ‘ T L ST ees ) su  ane
m/z--> m m 150 200 250 300 350 1nmummmmo
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\
Data File : BF083209.D

Aca On : 23 Nov 2015 17:43

Operator : UM/I1Z

Sample : G4437-16

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112115.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 Ethanol, 2-butoxy-, phospha... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.33 63.65 ng 5180660 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-butoxv-. phosphate (3:1) 398 C18H3907P 000078-51-3 72
2 trans-2.3-Epoxvoctane 128 C8H160 028180-70-3 47
3 Butane. 1.1"-Toxvbis(2.1l-ethaned... 218 C12H2603 000112-73-2 38
4 2.5-Hexanediol 118 C6H1402 002935-44-6 37
5 Butane, 1,1"-[ethylidenebis(oxy)... 174 C1l0H2202 000871-22-7 22
Abundance Scan 992 (13.325 min): BF083209.D (-989) (-) m/z 57.10 100.00%
g7
5000
13.00 13.20 13.40 13.60
0 m/z 45.10 80.59%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155889: Ethanol, 2-butoxy-, phosphate (3:1)
57
5000 85 USRI LA BN UL
29 125 13.00 13.20 13.40 13.60
153 199 557 299 m/z 56.10 68.39%
o ‘ ih iuos EEREE 325 355 307
m/z--> 50 100 150 200 250 300 350 400
Abundance
27 56 85
13.00 13.20 13.40 13.60 |
5000 m/z 85.10 49_.10%
113
0""I""I""I""""""""I""
m/z--> 50 100 150 200 250 300 350 400
Abundance #67972: Butane, 1,1'-[oxybis(2,1-ethanediyloxy)]bis- e RRRREE S B
57 13.00 13.20 13.40 13.60
m/z 125.00 38.52%
5000
29
ol It J.‘.107.1?% T SSSNES § W ——
m/z--> 50 100 150 200 250 300 350 400 13.00 13.20 13.40 13.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112315\
Data File : BF083209.D

Acq On : 23 Nov 2015 17:43

Operator : UM/1Z

Sample - G4437-16

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEMI\BNA_F\METHODS\8270-BF112115.M
Quant Title : 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... 4.78 13.3 ng 949034 1 6.64 1430120 20.0
unknown6 .41 6.41 49.3 ng 3523830 1 6.64 1430120 20.0
Hexanoic acid, 2-... 7.37 3.1 ng 292585 2 7.93 1864570 20.0
2(3H)-Benzothiazo... 10.59 3.9 ng 358223 4 11.15 1842370 20.0
unknown10.91 10.91 2.9 ng 267987 4 11.15 1842370 20.0
Tridecanoic acid 11.70 4.8 ng 446557 4 11.15 1842370 20.0
Cyclohexadecane 12.22 3.1 ng 283073 4 11.15 1842370 20.0
Octadecanoic acid 12.49 4.5 ng 369356 5 13.77 1627780 20.0
Ethanol, 2-butoxy... 13.33 63.6 ng 5180660 5 13.77 1627780 20.0
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