LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080415\
Data File : BF080869.D

Acq On > 5 Aug 2015 8:06

Operator : TP/UM

Sample : G3170-04

Misc :

ALS Vial : 27 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-BF080415.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 rVB 555466 824508 13.22% 3.015%
2 4_350 196 198 202 rBvY 92912 115093 1.84% 0.421%
3 5.002 252 255 258 rBV 443520 500690 8.03% 1.831%
4 5.116 258 265 269 rvVB 30358 106467 1.71% 0.389%
5 5.413 289 291 294 rBVY 550060 764811 12.26% 2.797%
6 5.836 326 328 330 rvB 61112 81176 1.30% 0.297%
7 6.442 379 381 386 rvB 404652 492968 7.90% 1.803%
8 6.590 391 394 396 rBV 1457845 1481528 23.75% 5.418%
9 6.762 406 409 412 rBV2 53640 104809 1.68% 0.383%
10 6.819 412 414 416 rVB 567921 603177 9.67% 2.206%

11 6.979 426 428 430 rBV 1366269 1232610 19.76% 4._.508%
12 7.036 430 433 436 rVB2 44889 81083 1.30% 0.297%
13 7.230 447 450 456 rVB2 1303557 1687500 27.05% 6.171%
14 7.390 461 464 465 rBV 1005010 1251718 20.06% 4._.578%
15 7.436 465 468 469 rvv 76505 87016 1.39% 0.318%

16 7.539 472 477 479 rvv2 127837 315025 5.05% 1.152%
17 7.688 483 490 492 rVB 322572 821475 13.17% 3.004%
18 7.836 501 503 506 rBvV 360341 502063 8.05% 1.836%
19 7.893 507 508 510 rvv 63408 65455 1.05% 0.239%
20 7.962 510 514 517 rVB3 54703 102664 1.65% 0.375%

21 8.110 524 527 528 rBV 553732 805994 12.92% 2.948%
22 8.133 528 529 533 rVB 52313 75236 1.21% 0.275%
23 8.248 537 539 542 rVB 51222 67649 1.08% 0.247%
24 8.373 546 550 552 rBV 150076 254919 4._.09% 0.932%
25 8.648 569 574 576 rBV 208125 332988 5.34% 1.218%

26 8.705 577 579 581 rVB3 81463 105985 1.70% 0.388%
27 8.808 586 588 590 rBV 130608 124268 1.99% 0.454%
28 9.185 618 621 623 rVB 2061774 2140428 34.31% 7.828%
29 9.425 638 642 651 rvv2 54853 201993 3.24% 0.739%
30 9.573 653 655 657 rBv 203499 159466 2.56% 0.583%

31 9.756 668 671 674 rBV3 52482 80385 1.29% 0.294%
32 9.859 676 680 682 rBvV 715355 846807 13.57% 3.097%
33 10.179 705 708 711 rBV 292113 321043 5.15% 1.174%
34 10.271 714 716 719 rVB2 55422 76292 1.22% 0.279%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080415\
Data File : BF080869.D

Acq On > 5 Aug 2015 8:06

Operator : TP/UM

Sample : G3170-04

Misc :

ALS Vial : 27 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-BF080415.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 10.396 725 727 732 rVB 115907 132324 2.12% 0.484%

36 10.636 746 748 751 rBv2 870962 1071449 17.17% 3.918%
37 10.762 756 759 764 rvVB2 66728 152942 2.45% 0.559%
38 11.334 806 809 811 rBV 790199 668425 10.71% 2.444%
39 12.031 868 870 874 rVB 55791 64900 1.04% 0.237%
40 12.614 918 921 923 rBv2 115072 118894 1.91% 0.435%

41 12.922 945 0948 950 rVB 1095894 1261175 20.22% 4.612%
42 13.505 995 999 1001 rBV 4013160 6238753 100.00% 22.816%
43 13.962 1036 1039 1041 rBV 473850 432886 6.94% 1.583%
44 14.808 1111 1113 1115 rVB 102818 97645 1.57% 0.357%
45 15.368 1159 1162 1165 rBVY 255425 289596 4.64% 1.059%

Sum of corrected areas: 27344278
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080415\
Data File : BF080869.D

Acq On > 5 Aug 2015 8:06

Operator : TP/UM

Sample : G3170-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF080415.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance : .
4000000 TIC: BF080869.D

3000000

2000000

1000000

TS ESRSRSUSES A BRI WHRSRSBU AL S ———":

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00
Abundance : .
4000000 TIC: BF080869.D

3000000

9.18
2000000

12.92

1000000 0.85 10.64 11.33
13.96
. - . . 14.81
. 9.42| 9.7 038 0.76 12.03 = .

e e S L L N e L I L I e S

Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50

Abundance : .
4000000 TIC: BF080869.D

3000000

2000000

1000000

15.37

o L T .

Time--> 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080415\
Data File : BF080869.D

Acq On > 5 Aug 2015 8:06

Operator : TP/UM

Sample : G3170-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080415_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 2-Pentene, 3,4-dimethyl-, (E)- Concentration Rank 15

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

4_.35 3.82 ng 115093 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
2 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 87
3 3-Hexen-2-one 98 C6H100 000763-93-9 87
4 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 86
5 2-Pentene, 4,4-dimethyl- 98 C7H14 026232-98-4 86

Abundance Scan 198 (4.350 min): BF080869.D (-196) (-) m/z 55.10 100.00%
5000 43
98
37| 49, | 400 420 440 460
o) 1 A T P RN m/z 83.10 82.29%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)-
55 83
41
5000 IS A L UL R I
27 98 4.00 420 4.40 4.60
0
15 ‘ 69 m/z 43.10 41.27%
IR .:lh.%4.ail M. LN X PR A T S A
m/z--> 10 20 30 40 50 70 80 90 100
Abundance
55 83
400 420 440 460
5000 43 m/z 98.10 28 .58%
98
29
0 37 49 61 67 77 89
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3109: 3-Hexen-2-one B R
83 4.00 4.20 4.40 4.60
55 m/z 39.10 26 .84%
5000 43
98
29
. 23 ] a7l|| 49| 638 77 | o | .
miz--> 10 20 30 40 50 60 70 80 90 100 400 420 440 460
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080415\
Data File : BF080869.D

Acq On > 5 Aug 2015 8:06

Operator : TP/UM

Sample : G3170-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080415_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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.00 16.60 ng 500690 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
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 255 (5.002 min): BF080869.D (-252) (-) m/z 43.10 100.00%
a3
59
5000
101
460 4.80 5.00 5.20 5.40
Obr e SOl Sl 60 8 | h/; 59.10  58.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RSN R IR I
460 4.80 5.00 520 540
59 m/z 58.10 15.30%
o 21 37 | 53 \‘ 67 778 o O
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
460 480 500 520 540
5000 m/z 101.10 15.09%
41
53 73 86
S S S I IR UL UL UL SULILISS WAL B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- T REmat BEE S S
59 460 4.80 5.00 5.20 5.40
m/z 41.10 9.86%
5000 41
31
| T
0% '|'%§'|" ﬂll""Ml""lé%lkl""l' "'I""I"'g?l""l'
m/z--> 10 20 40 50 60 70 80 90 100 110 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080415\
Data File : BF080869.D

Acq On > 5 Aug 2015 8:06

Operator : TP/UM

Sample : G3170-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080415_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 unknown5.12 Concentration Rank 17

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

5.12 3.53 ng 106467 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid 116 C6H1202 000142-62-1 40
2 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 40
3 Pentanoic acid 102 C5H1002 000109-52-4 9
4 Propanedioic acid, propyl- 146 C6H1004 000616-62-6 9
5 1-Pentanamine 87 C5H13N 000110-58-7 5

Abundance Scan 265 (5.116 min): BF080869.D (-258) (-) m/z 60.00 100.00%

60
5000 a

H”@ 6 T 480 500 520 540
0..,....,....,....I....,..!'.'....,....,....,........,....,.. m/z 41.10 36.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 T
Abundance #7850: Hexanoic acid
60
5000 27 a1 3 4.80 5.00 5.20 5.40

m/z 45.10 30.17%

87
0 h? 53| || 67, 80 | 101 115
,,,,,,,,,,,
m/z--> 10 20 30 40 60 70 80 90 100 110 120
Abundance
60
e N N  mEREEE
480 5.00 5.20 5.40
5000 a1 m/z 43.10 22.13%
27
87
0 47 53 69 75 g1 100
N B o IS e I o o e o e e S R R
m/z--> 10 20 30 40 50 60 70 80 9 100 110 120
Abundance #4159: Pentanoic acid
60 480 5.00 5.20 5.40
m/z 39.10 15.43%
5000
73
27
o..,.%?.,...w,....w,\ﬂ.w,?%.u...,.;..,..??,....19.1...,....,..
m/z--> 10 20 30 50 60 70 80 90 100 110 120 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080415\
Data File : BF080869.D

Acq On > 5 Aug 2015 8:06

Operator : TP/UM

Sample : G3170-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF080415.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 5 unknown6.59 Concentration Rank 2

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

6.59 49.12 ng 1481530 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 5-Aminoindole 132 C8H8N2 005192-03-0 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 394 (6.590 min): BF080869.D (-391) (-) m/z 132.10 100.00%
132
5000 68
© s |0 s T ok 680 ob0 7h
o gL e | weus m/z 68.10 45.89%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 VAL VA A A
6.20 6.40 6.60 6.80 7.00
31 51 78 m/z 134.10 33.18%
0 ‘ b1 H 1 . !
L L N L UL L SIS SRR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.20 6.40 6.60 6.80 7.00
5000 m/z 66.10 29_75%
33 aa o 105
o 60 80 115
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl e e R
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 17.70%
5000 og 0
o b L 89 o7 || ) ass 89
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080415\
Data File : BF080869.D

Acq On > 5 Aug 2015 8:06

Operator : TP/UM

Sample : G3170-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080415_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 unknown6.76 Concentration Rank 18

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

6.76 3.48 ng 104809 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 45
2 Dipropylene glycol 134 C6H1403 025265-71-8 45
3 1-Propanol, 2,2"-oxybis- 134 C6H1403 000108-61-2 45
4 Hexylene Glycol 118 C6H1402 000107-41-5 45
5 Propanenitrile, 3-ethoxy- 99 C5H9NO 002141-62-0 39

Abundance Scan 409 (6.762 min): BF080869.D (-406) (-) m/z 59.10 100.00%
59
5000
45 73 AR AN AR
39||| | | 0 6.40 6.60 6.80 7.00
O e e et e || M7z 4510 25 24%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #14600: 1-Propanol, 2-(2-hydroxypropoxy)-
59
5000 6.40 6.60 6.80 7.00
45 : : - :
i 103 m/z 73.05  17.79%
ol 15 m‘ 39\\\‘ 53, 75 g9
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
59
6.40 6.60 680 7.00
5000 m/z 57.10 17 .54%
31 45 103
15 39 75 89
S R A RN RS RS IS RS IS AR LA s e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #14583: 1-Propanol, 2,2'-oxybis-
509 6.40 6.60 6.80 7.00
m/z 41.10 15.73%
5000
31 45 103
0 15 \\‘ 39‘”‘ N 75 89
m/z--> 0 20 30 40 50 60 70 80 90 100 110 120 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080415\
Data File : BF080869.D

Acq On > 5 Aug 2015 8:06

Operator : TP/UM

Sample : G3170-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080415_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 Hexanoic acid, 2-ethyl- Concentration Rank 9

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

7.54 7.82 ng 315025 Naphthalene-d8 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 86
2 Octanoic acid, 2-methyl-, methyl._.. 172 C10H2002 002177-86-8 50
3 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 50
4 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 50
5 Urea, ethyl- 88 C3H8N20 000625-52-5 43

Abundance Scan 477 (7.539 min): BF080869.D (-472) (-) m/z 88.10 100.00%
88
5000 41
69 |116 7.20 740 7.60 7.80
0b—— e m/z 73.05 94 .87%
m/z--> 50 100 150 200 250 300 350
Abundance #20004: Hexanoic acid, 2-ethyl-
88
5000
57 7.20 7.40 7.60 7.80
29 116 m/z 41.10 47 .84%
Ouu“u‘u“‘l“‘uh|“||‘|H||1|44|.||||||||| —
m/z--> 50 100 150 200 250 300 350
Abundance
88
7.20 7.40 7.60 7.80
5000 m/z 57.10 47 .55%
41
59
0 115 141 172
m/z--> 50 100 150 200 250 300 350
Abundance #153016: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester
4 88 7.20 7.40 7.60 7.80
m/z 55.10 43.66%
5000
6!
0 ‘H d\”‘ | \;09 135155173 214 242 272 294313 355
m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80

8270-BF080415.M Wed Aug 05 19:16:37 2015 S Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080415\
Data File : BF080869.D

Acq On > 5 Aug 2015 8:06

Operator : TP/UM

Sample : G3170-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080415_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 3,3-Dimethylheptanoic acid Concentration Rank 5

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

7.69 20.38 ng 821475 Naphthalene-d8 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3,3-Dimethylheptanoic acid 158 C9H1802 067061-30-7 83
2 Hexanoic acid, 3,5,5-trimethyl- 158 C9H1802 003302-10-1 80
3 Hexanal, 3,5,5-trimethyl- 142 C9H180 005435-64-3 35
4 1-Pentene, 4,4-dimethyl- 98 C7H14 000762-62-9 27
5 2,2-Dimethylpropionic acid, cycl... 184 C11H2002 029878-49-7 27

Abundance Scan 490 (7.688 min): BF080869.D (-483) (-) m/z 57.10 100.00%
g7 ?
5000 41 a3
67 103 125 7.40 7.60 7.80 8.00
ol - il 113 143 m/z 41.10 44.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28767: 3,3-Dimethylheptanoic acid
57
5000 83 —v—v—v—rv—v—v—v—rv—v—v—v—rLJ\\/_\—v—v—v—v—Fﬁv—v—v—r/\
a1 7.40 7.60 7.80 8.00
m/z 83.10 36.96%
0 “ H‘ 69 L H‘ 115 1%5 1‘\13 158
m/z--> fo ﬁo §0 Jo 50 60 fo 80 90 100 110 120 130 140 150 160
Abundance
57
a1 7.40 7.60 7.80 8.00
5000 83 m/z 56.10 33.95%
29
103
o 49 69 o5 | 111 > 143 159
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #19205: Hexanal, 3,5,5-trimethyl-
57 7.40 7.60 7.80 8.00
m/z 55.10 26.87%
41
5000 83
29
98 109
0 ‘ ‘ ‘\ 1] 67\\75 | ‘\ ‘ 124 141
m/z--> 10 20 30 4'0 50 60 70 80 90 100 110 120 130 140 150 160 740 7.60 7.80 8.00

8270-BF080415.M Wed Aug 05 19:16:38 2015 S Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080415\
Data File : BF080869.D

Acq On > 5 Aug 2015 8:06

Operator : TP/UM

Sample : G3170-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080415_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 Cyclohexanemethanol, .alpha... Concentration Rank 7

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

7.84 12.46 ng 502063 Naphthalene-d8 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexanemethanol, .alpha.,.al... 156 C10H200 005114-00-1 78
2 Cyclohexanemethanol, .alpha.,.al... 156 C10H200 007322-63-6 78
3 4-0-Acetyl-2,5-di-0-methyl-3,6-d... 215 C10H17NO4 1000101-80-3 72
4 2-Hydroxy-2,5-dimethyl-hept-6-en... 156 C9H1602 1000192-55-8 50
5 Cyclohexanemethanol, .alpha.,.al... 156 C10H200 000498-81-7 47

Abundance Scan 503 (7.836 min): BF080869.D (-501) (-) m/z 59.10 100.00%
59
5000
41 81 123 7.60 7.80 8.00 8.20
Oyl 504 83 97 W8S m/z 55.10 11.65%
miz-> 20 40 60 80 100 120 140 160 180
Abundance #27058: Cyclohexanemethanol, .alpha.,.alpha.,4-trimethyl-,...
59
5000 TTTTTTTT T T T T T T T T
7.60 7.80 8.00 8.20
m/z 58.10 8.65%
ol St %0 60 % % 100 3 141 156
mes Od do o @b i o b ko
Abundance
59
7.60 7.80 8.00 8.20
5000 m/z 41.10 8.36%

31 41 oy g9 8L 96 199 123 141

Ot e e e Y
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #66093: 4-O-Acetyl-2,5-di-O-methyl-3,6-dideoxy-d-gluconitrile A EEa S
59 7.60 7.80 8.00 8.20
m/z 43.10 8.01%
5000
43
71 8 97 13 156
L D L. T
m/z--> 20 40 60 80 100 120 140 160 180 7.60 7.80 8.00 8.20

8270-BF080415.M Wed Aug 05 19:16:40 2015 S Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080415\
Data File : BF080869.D

Acq On > 5 Aug 2015 8:06

Operator : TP/UM

Sample : G3170-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080415_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 11 Benzeneacetic acid Concentration Rank 12

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

8.37 6.33 ng 254919 Naphthalene-d8 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneacetic acid 136 C8H802 000103-82-2 90
2 p-Methylbenzeneboronic acid 136 C7H9BO2 005720-05-8 59
3 3-0xo0-4-phenylbutyronitrile 159 C10H9NO 019212-27-2 49
4 Bicyclo[3.2.0]hepta-2,6-diene, 5... 126 C7H7CI 023610-81-3 47
5 Benzeneacetaldehyde 120 C8H80 000122-78-1 47

Abundance Scan 550 (8.373 min): BF080869.D (-546) (-) m/z 91.10 100.00%
q1
5000 ?
136
39 s 65 8.00 8.20 8.40 8.60
77 : : : :
o..,....,....','..-..,-'....,.-'.|..,...-.,....',-.|:..1,°.1...,..1.??....,...'.,....,....,...., m/z 136.10  26.16%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #15708: Benzeneacetic acid
9
5000 SR SR L R I
136 800 820 8.40 8.60
m/z 92.10 18.14%
65
o 27 39 51 T 77 | 102
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
91
136 8.00 8.20 8.40 8.60
5000 m/z 65.10 16.75%
45 65
27 37 53 77 102 117
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28972: 3-Oxo-4-phenylbutyronitrile
o 8.00 8.20 8.40 8.60
m/z 39.10 8.15%
5000
65 136
o 33‘ 51 77 | 106 118 ‘ 159
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 800 820 840 8.60

8270-BF080415.M Wed Aug 05 19:16:41 2015 S Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080415\
Data File : BF080869.D

Acq On > 5 Aug 2015 8:06

Operator : TP/UM

Sample : G3170-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080415_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 12 unknown8.65 Concentration Rank 8

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

8.65 8.26 ng 332988 Naphthalene-d8 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Valproic Acid 144 C8H1602 000099-66-1 47
2 di-n-Propylmalonic acid 188 C9H1604 001636-27-7 38
3 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 35
4 3-Nonanol, 3-methyl- 158 C10H220 021078-72-8 10
5 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 10

Abundance Scan 574 (8.648 min): BF080869.D (-569) (-) m/z 73.10 100.00%
7B
5000 102
41
> 87 130
| | 65 | 115 14315, 8.40 8.60 8.80 9.00
Olrrprrrrprrrr e et 2l b e b ey || m/z 102.10  46.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19988: Valproic Acid
73
5000 102
8.40 8.60 8.80 9.00
41 57 m/z 41.10 30.53%
27 H ‘ 115
0"v%?'v'ﬂ“"'“*“'W'J'w'q?ﬁ'l'wg?“?}“'l'“'l'L'|&%§|“"}ﬂ%'v"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
73
102 " '840 860 8.80 9.00
5000 41 m/z 43.10 27 .50%
57
27
115
0 18 65 83 126 146
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20009: Hexanoic acid, 2-ethyl- T e T
3 8 8.40 8.60 8.80 9.00
m/z 55.05 26.78%
5000 a1 5
29 ‘ 101 116
0"|“'%?“'U|“'jﬂkt'v“l“vq?ﬁ'l'w"Jﬁ"'w"'w'le"}?q"w%%ﬂl"“l HRR UL R N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.40 8.60 8.80 9.00

8270-BF080415.M Wed Aug 05 19:16:43 2015 S

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080415\
Data File : BF080869.D

Acq On > 5 Aug 2015 8:06

Operator : TP/UM

Sample : G3170-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080415_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 13 unknown8.81 Concentration Rank 20

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

8.81 3.08 ng 124268 Naphthalene-d8 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethyl cyclopropanecarboxylate 114 C6H1002 004606-07-9 45
2 2-Butenoic acid, 2-propenylidene... 210 C11H1404 055030-70-1 36
3 1,2-Hexanediol 118 C6H1402 006920-22-5 33
4 3-Hexanol, 2,5-dimethyl- 130 C8H180 019550-07-3 9
5 4-Hexen-3-one 98 C6H100 002497-21-4 9

Abundance Scan 588 (8.808 min): BF080869.D (-586) (-) m/z 69.10 100.00%
69
5000
41
87 103
8.40 860 8.80 9.00 9.20
o 57 L 10ass 1, 07 41.10 35.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7051: Ethyl cyclopropanecarboxylate
69
5000 a1 SRR UL A AL I
86 8.40 860 8.80 9.00 9.20
29 m/z 39.10 21.90%
o ® | e
Oy e T T T e T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
69
8.40 8.60 8.80 9.00 9.20
5000 m/z 43.10 17.47%
41
ol 15 27 55 85 126 141 210
miz--> 20 40 60 80 100 120 140 160 180 200 |
Abundance #8541: 1,2-Hexanediol B A e
69 8.40 860 8.80 9.00 9.20
m/z 45.10 16.06%
5000 41 87
0 ‘w\ i [ 101 117
m/z--> ' I0 80 100 120 140 160 180 200 8.40 860 8.80 9.00 9.20

8270-BF080415.M Wed Aug 05 19:16:45 2015 S Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080415\
Data File : BF080869.D

Acq On > 5 Aug 2015 8:06

Operator : TP/UM

Sample : G3170-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080415_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 14 unknown9.42 Concentration Rank 13

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

9.42 4.77 ng 201993 Acenaphthene-d10 9.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Eicosanol 298 C20H420 000629-96-9 38
2 Methoxyacetic acid, octyl ester 202 C11H2203 029267-10-5 38
3 1-Heptadecanol 256 C17H360 001454-85-9 38
4 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 35
5 Hexyl octyl ether 214 C14H300 017071-54-4 35

Abundance Scan 642 (9.425 min): BF080869.D (-638) (-) m/z 43.05 100.00%
a3
5000
20 85
04 N SRR SRR SR
140 9.00 9.20 9.40 9.60 9.80
Oyl m/z 57.05 91.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #116746: 1-Eicosanol
43

5000

900 9.20 940 9.60 9.80
m/z 45.10 82 .85%

252 280295

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
45
9.00 9.20 9.40 9.60 9.80
5000 m/z 55.10 59.18%
29 71
o 91 112 157
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92319: 1-Heptadecanol A B
43 9.00 9.20 9.40 9.60 9.80

m/z 41.10 48 .80%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 900 9.20 940 9.60 9.80

8270-BF080415.M Wed Aug 05 19:16:46 2015 S Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080415\
Data File : BF080869.D

Acq On > 5 Aug 2015 8:06

Operator : TP/UM

Sample : G3170-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080415_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 15 1-Fluorononane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.18 7.58 ng 321043 Acenaphthene-d10 9.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Fluorononane 146 COH19F 000463-18-3 64
2 Decane, 1,1"-oxybis- 298 C20H420 002456-28-2 53
3 E-11,13-Tetradecadien-1-ol 210 C14H260 1000131-00-3 49
4 3-Methylpyridazin-5-one 112 C5H8N20 1000130-58-4 41
5 Cyclooctane, methyl- 126 C9H18 001502-38-1 38
Abundance Scan 708 (10.179 min): BF080869.D (-705) (-) m/z 43.10 100.00%
43
5000 71
97
AU SR R
157 9.80 10.00 10.20 10.40
o 12 1 m/z 57.05 86.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #21308: 1-Fluorononane
43
9.80 10.00 10.20 10.40
ZT m/z 55.05 73.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
41 . 9.80 10.00 10.20 10.40
5000 m/z 41.05 59.90%
112 140
ol 15 155171186 213 241256 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #62977: E-11,13-Tetradecadien-1-ol R e e e R aRal
i} 9.80 10.00 10.20 10.40
m/z 71.10 47 .34%
5000
0 | 154171 192208
ey
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 9.80 10.00 10.20 10.40

8270-BF080415.M Wed Aug 05 19:16:48 2015 S Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080415\
Data File : BF080869.D

Acq On > 5 Aug 2015 8:06

Operator : TP/UM

Sample : G3170-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080415_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 16 2-(4-(But-2-yl)phenyl)propa... Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
10.40 3.13 ng 132324 Acenaphthene-d10 9.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-(4-(But-2-yl)phenyl)propanoic ... 206 C13H1802 064451-76-9 99
2 lbuprofen 206 C13H1802 015687-27-1 99
3 1,2-Naphthalenediol, l-ethyl-1,2... 192 C12H1602 056588-35-3 35
4 Acetonitrile, (3,5,5-trimethyl-2... 161 C11H15N 069697-21-8 30
5 Acetonitrile, (3,5,5-trimethyl-2._.. 161 C11H15N 069697-22-9 30

Abundance Scan 727 (10.396 min): BF080869.D (-725) (-) m/z 91.10 100.00%
o 161
107 119
5000 M 15 206
57 7
‘ | | | 191 10.00 10.20 10.40 10.60 10.80
0 SN\ Y PO Al Tm/z 161.200 87.49%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #60073: 2-(4-(But-2-yl)phenyl)propanoic acid
91 161
107 119
5000 a LN AR BRI B
27 206 10.00 10.20 10.40 10.60 10.80
‘ 65 77 ‘ m/z 163.10 84 ._14%
ok .1%, AL i‘.‘.ﬁ:ﬁ‘,‘a‘. : a‘”, i ,“l‘l - .1l‘:‘j‘.‘l. 1?.5. : ,‘. T o1 —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
161
91 e e
10.00 10.20 10.40 10.60 10.80
5000 107 119 206 m/z 119.10 61.81%
41
77
oL 15 il 53 & 131 145 177 191
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50414: 1,2-Naphthalenediol, 1-ethyl-1,2,3,4-tetrahydro-, cis
119 145 163 10.00 10.20 10.40 10.60 10.80
m/z 107.10 60.46%
5000 o1
29 51 65 77 135
o ...,.N..ﬁQ..KU,U...L,.N:.fQ%.h‘lHWWK‘.M..\l.{??,...., . SN, WV A Eest
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.20 10.40 10.60 10.80

8270-BF080415.M Wed Aug 05 19:16:50 2015 S
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080415\
Data File : BF080869.D

Acq On > 5 Aug 2015 8:06

Operator : TP/UM

Sample : G3170-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080415_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 17 unknownl10.76 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.76 4_.58 ng 152942 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 38
2 Tetradecane, l1l-iodo- 324 C14H29l 019218-94-1 35
3 Decane, 2,3,7-trimethyl- 184 C13H28 062238-13-5 35
4 Dodecane 170 C12H26 000112-40-3 35
5 Octadecane, 1-chloro- 288 C18H37ClI 003386-33-2 35
Abundance Scan 759 (10.762 min): BF080869.D (-756) (-) m/z 57.10 100.00%
43 57
5000
10.40 10.60 10.80 11.00
0! m/z 43.10 89.60%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45605: Decane, 2,3,5-trimethyl-
57
43
71
5000 85 NN SUNLRE
10.40 10.60 10.80 11.00
m/z 71.10 55.80%
29 99 141
0...l.‘.‘..‘l‘...‘l‘luu“kull‘...“‘l.}}?luuuui‘....lu:L.G.g. e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43 57
10.40 10.60 10.80 11.00
5000 & m/z 45.10 46.45%
29 a5
oL I8 MR 27 141 95 ag0 a0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45598: Decane, 2,3,7-trimethyl-
43 57 10.40 10.60 10.80 11.00
71 m/z 41.10 32.01%
5000 85
29 97 141
0"'I""I'”'I""I'”'I'}%%I"'W""I""P"'I' IRNUNUSURSE SUNLRE
m/z--> 20 40 60 80 100 120 140 160 180 200 10.40 10.60 10.80 11.00

8270-BF080415.M Wed Aug 05 19:16:52 2015 S Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080415\
Data File : BF080869.D

Acq On > 5 Aug 2015 8:06

Operator : TP/UM

Sample : G3170-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080415_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 18 unknownl2.61 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.61 3.56 ng 118894 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-2,3-Epoxyoctane 128 C8H160 028180-70-3 43
2 Pentane, 2,2,3-trimethyl- 114 C8H18 000564-02-3 35
3 2(3H)-Furanone, dihydro-5-methyl- 100 C5H802 000108-29-2 35
4 Acetamide, N-2-propenyl- 99 C5H9NO 000692-33-1 30
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 27
Abundance Scan 921 (12.614 min): BF080869.D (-918) (-) m/z 57.10 100.00%
g7
5000 125
4 99
12.20 12.40 12.60 12.80 13.00
0 m/z 56.10 76.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12083: trans-2,3-Epoxyoctane

2 56 71 85

5000

12.20 12.40 12.60 12.80 13.00
m/z 45.10 72.26%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
12.20 12.40 12.60 12.80 13.00
5000 41 m/z 125.00 45_.56%
0 15 83 % 114
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3662: 2(3H)-Furanone, dihydro-5-methyl- Al Rmamn s L ./.\, —
56 12.20 12.40 12.60 12.80 13.00
85 m/z 99.00 39.05%
5000, 28
100
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80 13.00

8270-BF080415.M Wed Aug 05 19:16:54 2015 S Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080415\
Data File : BF080869.D

Acq On > 5 Aug 2015 8:06

Operator : TP/UM

Sample : G3170-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080415_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 19 Ethanol, 2-butoxy-, phospha... Concentration Rank 1

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

13.51 288.24 ng 6238750 Chrysene-di12 13.96

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 2-butoxy-, phosphate (3:1) 398 C18H3907P 000078-51-3 78
2 trans-2,3-Epoxyoctane 128 C8H160 028180-70-3 38
3 2,5-Hexanediol 118 C6H1402 002935-44-6 17
4 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 14
5 Heptane, 2,2,3,3,5,6,6-heptamethyl- 198 C14H30 007225-67-4 10

Abundance Scan 999 (13.505 min): BF080869.D (-995) (-) m/z 57.10 100.00%
57
5000 8
199
153
J\O 27 299 13.20 13.40 13.60 13.80
255 : : : :
ol 4 309 L '.',J‘..”.g. b 35 89 Thyz 56.10 64.36%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155888: Ethanol, 2-butoxy-, phosphate (3:1)
57 85
125
5000 LI L L L L LN LB L L |
13.20 13.40 13.60 13.80
m/z 45.10 60.22%
04
m/z--> 50 100 150 200 250 300 350 400
Abundance
27 56 85
T
13.20 13.40 13.60 13.80
5000 m/z 85.10 49 .65%
113
o T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #8534: 2,5-Hexanediol e
45 13.20 13.40 13.60 13.80
m/z 125.00 41.98%
5000
85
o2l | s
m/z--> 50 100 150 200 250 300 350 400 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080415\
Data File : BF080869.D

Acq On > 5 Aug 2015 8:06

Operator : TP/UM

Sample : G3170-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080415_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 Squalene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.81 6.74 ng 97645 Perylene-d12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Squalene 410 C30H50 007683-64-9 91
2 2,6,10,14,18,22-Tetracosahexaene... 410 C30H50 000111-02-4 83
3 2,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H260 000106-28-5 78
4 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H440 1000163-04-7 74
5 5,9,13-Pentadecatrien-2-one, 6,1... 262 C18H300 001117-52-8 72
Abundance Scan 1113 (14.808 min): BF080869.D (-1111) (-) m/z 69.10 100.00%
69
5000
41
P 12119 o 14.40 14.60 14,80 15.00 15.20
bbb o m/z 81.05 55.27%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158504: Squalene
69
5000 41 R DR S TURILRE B
14.40 14.60 14.80 15.00 15.20
m/z 41.10 30.86%

ol M il ‘16{ 191217 273209 341367 410
miz--> 50 100 150 200 250 300 35 400
Abundance
69

14. 40 14 60 14. 80 15. 00 15.20

5000 m/z 95.10 14 .42%
41
95 137
0 161 191 217 244 273 299 341 367 410
L L B e e L o B e A
m/z--> 50 100 150 200 250 300 350 400
Abundance #70995: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl-, (E,E)-
69 14.40 14.60 14.80 15.00 15.20

m/z 68.10 12.09%

5000 41

93
136
20, ) | IJ b AL 161 191 222

ol L, e .

m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00 15 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080415\
Data File : BF080869.D

Acq On > 5 Aug 2015 8:06

Operator : TP/UM

Sample : G3170-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080415_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-Pentene, 3,4-di... 4._.35 3.8 ng 115093 1 6.82 603177 20.0
2-Pentanone, 4-hy... 5.00 16.6 ng 500690 1 6.82 603177 20.0
unknown5.12 5.12 3.5 ng 106467 1 6.82 603177 20.0
unknown6 .59 6.59 49.1 ng 1481530 1 6.82 603177 20.0
unknown6.76 6.76 3.5 ng 104809 1 6.82 603177 20.0
Hexanoic acid, 2-... 7.54 7.8 ng 315025 2 8.11 805994 20.0
3,3-Dimethylhepta. .. 7.69 20.4 ng 821475 2 8.11 805994 20.0
Cyclohexanemethan. . . 7.84 12.5 ng 502063 2 8.11 805994 20.0
Benzeneacetic acid 8.37 6.3 ng 254919 2 8.11 805994 20.0
unknown8.65 8.65 8.3 ng 332988 2 8.11 805994 20.0
unknown8.81 8.81 3.1 ng 124268 2 8.11 805994 20.0
unknown9 .42 9.42 4.8 ng 201993 3 9.86 846807 20.0
1-Fluorononane 10.18 7.6 ng 321043 3 9.86 846807 20.0
2-(4-(But-2-yD)ph... 10.40 3.1 ng 132324 3 9.86 846807 20.0
unknownl10.76 10.76 4.6 ng 152942 4 11.33 668425 20.0
unknownl2.61 12.61 3.6 ng 118894 4 11.33 668425 20.0
Ethanol, 2-butoxy... 13.51 288.2 ng 6238750 5 13.96 432886 20.0
Squalene 14.81 6.7 ng 97645 6 15.37 289596 20.0
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