LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\

Data File : BF084251.D

Aca On > 4 Jan 2016 20:52

Operator : UM/SJ

3?22'6 : 64987-01 DRUM(116-142)COMPOSITE
ALS Vial : 21 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-BF123115.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 2.167 5 7 13 rVvB2 64063 124243 2.04% 0.205%
2 2.258 13 15 20 rvB2 42026 76402 1.25% 0.126%
3 2.396 20 27 28 rBv 115393 506751 8.31% 0.838%
4 5.082 260 262 265 rVB 1329428 1559392 25.58% 2.579%
5 5.516 297 300 302 rBVY 4798130 5924812 97.17% 9.800%
6 6.465 381 383 385 rBV 532142 646450 10.60% 1.069%
7 6.545 387 390 395 rVB 4117324 6097151 100.00% 10.085%
8 6.670 398 401 403 rBVY 4136568 5919976 97 .09% 9.792%
9 6.887 418 420 422 rBV 1849630 1575760 25.84% 2.606%
10 7.047 431 434 436 rBV 4963919 4469267 73.30% 7.392%
11 7.082 436 437 440 rVB 58792 64984 1.07% 0.107%

12 7.459 467 470 472 rVB 3400246 4028538 66.07% 6.663%
13 7.550 475 478 482 rVB 90551 113657 1.86% 0.188%
14 7.916 505 510 513 rvB2 58979 70522 1.16% 0.117%
15 8.088 523 525 527 rBV 298123 270993 4.44% 0.448%

16 8.179 530 533 535 rBV 2242903 2213585 36.31% 3.661%
17 8.248 537 539 542 rBV 413901 386562 6.34% 0.639%
18 9.253 624 627 630 rBVY 6506945 6030660 98.91% 9.975%
19 9.653 659 662 664 rBVY 2122088 1887479 30.96% 3.122%

20 9.688 664 665 668 rvv 75788 86833 1.42% 0.144%
21 9.745 668 670 672 rVB 66338 82828 1.36% 0.137%
22 9.871 677 681 684 rBvV3 48802 87809 1.44% 0.145%

23 9.928 684 686 689 rVB 1952164 2204814 36.16% 3.647%
24 10.076 697 699 701 rBV 215781 193197 3.17% 0.320%
25 10.293 716 718 721 rBV 127535 137770 2.26% 0.228%

26 10.362 721 724 726 rVV2 119344 139785 2.29% 0.231%
27 10.579 740 743 747 rBV 33818 67057 1.10% 0.111%
28 10.716 753 755 758 rBV2 3268799 3841747 63.01% 6.354%
29 10.842 764 766 772 rVB 103291 159999 2.62% 0.265%
30 11.265 801 803 804 rBV 70909 78122 1.28% 0.129%

31 11.288 804 805 806 rvB 93098 66578 1.09% 0.110%
32 11.414 814 816 819 rBV 2352392 2066327 33.89% 3.418%
33 11.642 833 836 840 rBV 88624 133162 2.18% 0.220%
34 13.002 952 955 957 rBV 5364326 4706428 77.19% 7.785%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\

Data File : BF084251.D

Aca On > 4 Jan 2016 20:52

Operator : UM/SJ

ﬁ?ggle : 64987-01 DRUM(116-142)COMPOSITE
ALS Vial : 21 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-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.905 1031 1034 1039 rBV 129087 162427 2.66% 0.269%

36 14.054 1044 1047 1049 rBV 1306897 1474578 24.18% 2.439%
37 14.522 1087 1088 1090 rBV 56112 83178 1.36% 0.138%
38 14.831 1113 1115 1117 rVB 77339 71875 1.18% 0.119%
39 14.900 1119 1121 1124 rBV 98908 147172 2.41% 0.243%
40 15.163 1141 1144 1146 rBV 98663 112415 1.84% 0.186%

41 15.494 1170 1173 1175 rBV 1004168 1374148 22.54% 2.273%
42 15.528 1175 1176 1180 rVB 106376 145490 2.39% 0.241%
43 15.963 1211 1214 1216 rBVY 98152 175147 2.87% 0.290%
44 16.443 1253 1256 1261 rBVY 100200 197987 3.25% 0.327%
45 17.026 1304 1307 1310 rBV 82241 166682 2.73% 0.276%

46 17.711 1363 1367 1372 rVB 70964 175990 2.89% 0.291%
47 18.511 1434 1437 1442 rVB2 52238 152173 2.50% 0.252%

Sum of corrected areas: 60458902
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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:\HPCHEMI\BNA F\DATA\BF010416\

BF084251.D

4 Jan 2016 20:52

UM/SJ

G4987-01 DRUM(116-142)COMPOSITE
21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

2.7728.40

TIC: BF084251.D

550 7.05

6.58.67

7.46

6.89
5.08

6.

4.08 7.55 7.

0

Time-->

7.50

4.50

5.00

5.50

6.00

6.50

7.00

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

8.

TIC: BF084251.D

13.00

10.72

11.41
18
9.65 0.93

@99, 10]&81%9;610.53 o84 11 11.64

Time-->

13.00 13.50

10.50 11.00 11.50 12.00 12.50

Abundance

6000000

5000000

4000000

3000000

2000000

1
1000000

0

13.91

TIC: BF084251.D

4.05
15.49

1452 14830 15.16 53 15.96 16.44 17.03 17.71 18.51

14.

Time-->

16.50 17.00 17.50 18.00 18.50

14.50 15.00 15.50 16.00

00 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\

Data File : BF084251.D

Aca On : 4 Jan 2016 20:52

Operator : UM/SJ

ﬁ?ggle : 64987-01 DRUM(116-142)COMPOSITE
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 3

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

5.08 19.79 ng 1559390 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 262 (5.082 min): BF084251.D (-260) (-) m/z 43.10 100.00%
43
59
5000
1o 480 5.00 520 540
el sl e s s | e 05 57020
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L LU IR I
59 480 500 520 540
m/z 101.10 17.28%
15 31 101
| 25 7 37 53 83 N
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 480 5.00 520 540
5000 m/z 58.00 14 .49%
29 101
15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)-
59 4.80 5.00 5.20 5.40
m/z 41.10 9.25%
5000
41
29 101
"'I""I"JH”"'JIJ”"I?%lIi""I??"I"qql""IM"'I'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\

Data File : BF084251.D

Aca On : 4 Jan 2016 20:52

Operator : UM/SJ

ﬁ?ggle : 64987-01 DRUM(116-142)COMPOSITE
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 Ethanol, 2,2"-oxybis- Concentration Rank 4

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

6.46 8.20 ng 646450 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2.2"-oxvbis- 106 C4H1003 000111-46-6 83
2 2-Butanol. 3-methvl- 88 C5H120 000598-75-4 42
3 2-Hvdroxvethvlhvdrazine 76 C2H8N20 000109-84-2 9
4 Isopropvl Alcohol 60 C3H80 000067-63-0 9
5 Ethanol, 2-methoxy- 76 C3H802 000109-86-4 9

Abundance Scan 383 (6.465 min): BF084251.D (-381) (-) m/z 45.10 100.00%
45
5000
v 650 640 660 650
....,....,lu~..?ﬁ‘...|.',.8.8..,....,....,....,....,....,210.7.. m/z 75.00 19.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4862: Ethanol, 2,2'-oxybis-
45
5000
6.20 6.40 6.60 6.80
75 m/z 43.05 11.23%
“"|ww'HL'??'“l|?§'|'“'l'“'l'”'l'”'l'”'l'“'
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
45
6.20 6.40 6.60 6.80
5000 m/z 76.10 10.20%
2! 57 3 g7
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #898: 2-Hydroxyethylhydrazine
45 6.20 6.40 6.60 6.80
m/z 44.10 8.73%
5000
76
"'w""N“'51'"'w"'|'“'l"'w""l“"l"“l"" IERBENARBE AR RN A
m/z--> 20 40 60 80 100 120 140 160 180 200 6.20 6.40 6.60 6.80

8270-BF123115.M Tue Jan 05 18:27:02 2016 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084251.D

Aca On : 4 Jan 2016 20:52

Operator : UM/SJ

Sample : 64987-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 unknown6.67 Concentration Rank 1

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

6.67 75.14 ng 5919980 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 401 (6.670 min): BF084251.D (-398) (-) m/z 132.00 100.00%
5000
68
40 54 w105 116 " 640 6.60 6.80 7.00
B B o o m/z 68.05 34 .66%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U LR L L
6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 34 .40%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132
" 640 6.60 6.80 7.00
5000 67 m/z 66.10 22.74%
41 97
53
79 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl AR N
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 14.61%
5000 og M°
N ...,....,.?% .,m97.hq. A 158 ..,.1§? S I A
m/z--> 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\BF010416\
Data File : BF084251.D

Aca On : 4 Jan 2016 20:52

Operator : UM/SJ

Sample : 64987-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 6 Cyclohexanol, 5-methyl-2-(1... Concentration Rank 10

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

8.09 2.45 ng 270993 Naphthalene-d8 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanol. 5-methvl-2-(1l-meth... 156 C10H200 015356-70-4 90
2 Menthol 156 C10H200 001490-04-6 83
3 Cvclohexanol. 5-methvl-2-(1-meth... 156 C10H200 000089-78-1 83
4 Cvclohexanol. 5-methyl-2-(1-meth... 156 C10H200 002216-51-5 83
5 Cyclohexanol, 5-methyl-2-(1-meth... 156 C10H200 002216-52-6 80

Abundance Scan 525 (8.088 min): BF084251.D (-523) (-) m/z 71.10 100.00%
57 7 g1 9
5
5000
780 800 820 840
m/z 57.10 85.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27083: Cyclohexanol, 5-methyl-2-(1-methylethyl)-, (1.alph...
71 81
95
5000
41 55 123 7.80 8.00 8.20 8.40
0
. ‘ ‘ 109 - m/z 81.10  84.70%
”ﬁﬁqnﬂpnhun.MqujhmﬂMuPWq“”W”qu”“”h””“”q”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
71 81
95 N A R AR R
a1 7.80 8.00 8.20 8.40
5000 55 m/z 95.10 78.92%
123 138
29 109
155
Wmmmmmwmww
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27066: Cyclohexanol, 5-methyl-2-(1-methylethyl)-, (1.alph... e A T
1 g 7.80 8.00 8.20 8.40
95 m/z 41.10 74.18%
5000
a5 123 138
2 0] » |
'W““l“mm'“b““'M”v“wl“wjmw”“ﬁ““u““v‘“v'ﬁv“'ﬁﬁa'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.80 8.00 8.20 8.40
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DRUM(116-142)COMPOSITE
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\

Data File : BF084251.D

Aca On : 4 Jan 2016 20:52

Operator : UM/SJ

ﬁ?ggle : 64987-01 DRUM(116-142)COMPOSITE
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 Ethanol, 2-[2-(2-methoxyeth... Concentration Rank 6

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

8.25 3.49 ng 386562 Naphthalene-d8 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-I2-(2-methoxvethoxv)e... 164 C7H1604 000112-35-6 90
2 _.beta.-Methoxvethoxvmethvl chloride 124 C4H9CIO2 003970-21-6 78
3 Ethanol. 2-(2-methoxvethoxv)- 120 C5H1203 000111-77-3 74
4 2.5.8.11.14-Pentaoxahexadecan-16-ol 252 C11H2406 023778-52-1 64
5 Triethylene glycol 150 C6H1404 000112-27-6 50

Abundance Scan 539 (8.248 min): BF084251.D (-537) (-) m/z 45.10 100.00%
45
59
5000
& 8.00 8.20 8.40 8.60
75 103 : : : :
...,....,....,....,.'!:.,....i....,..~..,...':|,....,.~...,...1.1,9....,1.3?..,. m/z 59.10 66.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #32264: Ethanol, 2-[2-(2-methoxyethoxy)ethoxy]-
45
59
5000 R UL L I L
8.00 8.20 8.40 8.60
31 89 m/z 58.10 27 .40%
15
...,.ﬂ.,...WU...W.W..,....i”..,.??.,.”WM....}?ﬁ.,..}ﬁg...%?ﬁ.,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
45
8.00 8.20 8.40 8.60
5000 5 m/z 89.10 18.57%
15 29 89
36 52 79
Wﬁwmwwwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8974: Ethanol, 2-(2-methoxyethoxy)- R A mmans T
45 8.00 8.20 8.40 8.60

m/z 43.10 11.01%

5000 59
31

75 90

18 ‘ﬂ‘ ! \ 102 121

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\

Data File : BF084251.D

Aca On : 4 Jan 2016 20:52

Operator : UM/SJ

ﬁ?ggle : 64987-01 DRUM(116-142)COMPOSITE
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 Trichloroacetic acid, hexad... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.91 2.20 ng 162427 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 64
2 3-Chloropropionic acid. heptadec... 346 C20H39CI02 1000283-05-1 62
3 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 58
4 1-Nonadecanol 284 C19H400 001454-84-8 58
5 Acetic acid, octadecyl ester 312 C20H4002 000822-23-1 53
Abundance Scan 1034 (13.905 min): BF084251.D (-1031) (-) m/z 57.10 100.00%
57
43
71
5000

111
Mhetdedediaie
127141155169 187 211 230 283 1380 7380 14.00 2120
S 267 m/z 43.10 72.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #152927: Trichloroacetic acid, hexadecy! ester
43 57

83

13.60 13.80 14.00 14.20
m/z 71.05 54.38%

5000

125

139153167181196 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 83
97 R T
13.60 13.80 14.00 14.20
5000 111 m/z 55.05 51.95%
29
125
139154168182196210224238 253
Wmmmwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #148859: Trichloroacetic acid, pentadecy! ester T

13.60 13.80 14.00 14.20
m/z 83.10 39.56%

W/LL,

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 60 13. 80 14. OO 14 20

7

83

5000

125

139153167182
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084251.D

Aca On : 4 Jan 2016 20:52

Operator : UM/SJ

Sample : 64987-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.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 9 2,6,10,14,18,22-Tetracosahe... Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
14 .90 2.14 ng 147172 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 86
2 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 80
3 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 004602-84-0 72
4 Hexadeca-2.6.10.14-tetraen-1-ol.... 290 C20H340 007614-21-3 72
5 4,9,13,17-Tetramethyl-4,8,12,16-... 316 C22H360 056882-09-8 64
Abundance Scan 1121 (14.900 min): BF084251.D (-1119) (-) m/z 69.05 100.00%
89 h
5000
41
137 14 60 14. 80 15. 00 15 20
159 189 219 253 283 m/z 81.05 51.80%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #158521: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23...
69
5000 LI B I UL UL
41 14 60 14. 80 15. 00 15.20
9% 137 m/z 41.10 29.14%
15 | Lol ) 161 191 231 273299 341367 410
miz--> 0 éo 100 150 260 250 360 3%0 460
Abundance
69
'14.60 14.80 15.00 15.20
5000 m/z 95.05 14.01%
41
95 137 465 103
mz-> 0 50 100 150 200 250 300 350 400
Abundance #70983: 2,6,10—D0decatrien—l—o|, 3,7,11 trlmethyl— LI I e L
69 14.60 14.80 15.00 15.20
4l m/z 68.10 11.47%
5000
93
,,‘{\Jlm,g‘u}hlm ﬁ%ﬂ 1§1|%8§ 222 S
miz--> 0 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\

Data File : BF084251.D

Aca On : 4 Jan 2016 20:52

Operator : UM/SJ

ﬁ?ggle : 64987-01 DRUM(116-142)COMPOSITE
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 Nonadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

15.96 2.55 ng 175147 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 90
2 Octadecane. 2-methvl- 268 C19H40 001560-88-9 86
3 Triacontane 422 C30H62 000638-68-6 86
4 Hexacosane 366 C26H54 000630-01-3 86
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 86

Abundance Scan 1214 (15.963 min): BF084251.D (-1211) (-) m/z 57.05 100.00%

57
5000 85

141 169 197 295249 281 341 15.60 15.80 16.00 16.20
,....,....|l|.‘l“‘...,....,....,....,....,... m/z 71.10 68.05%

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #99477: Nonadecane
57
5000 85 T llllllllllll llllll
15. 60 15. 80 16. OO 16.20
m/z 43.05 61.84%
29 3
e R A B e e e o B B N B A o o o
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
57
R RN R R
15.60 15.80 16.00 16.20
5000 85 m/z 85.10 51.92%
29 225
2 118 141 169 197 | 253
L o B L B L JEL o  o
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #160628: Triacontane A AR EARRES
57 15.60 15.80 16.00 16.20
m/z 99.10 19.69%
5000 85
113 141
29 T 169 197 225 253 281 309 337 365 393 422

m/z--> 0 50 100 150 200 250 300 350 400 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\

Data File : BF084251.D

Aca On : 4 Jan 2016 20:52

Operator : UM/SJ

ﬁ?ggle : 64987-01 DRUM(116-142)COMPOSITE
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.44 2.88 ng 197987 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Heneicosane 296 C21H44 000629-94-7 87
3 Octadecane 254 C18H38 000593-45-3 83
4 Nonadecane 268 C19H40 000629-92-5 83
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 80
Abundance Scan 1256 (16.443 min): BF084251.D (-1253) (-) m/z 57.10 100.00%
57
5000
4 A
113 16.20 16.40 16.60 16.80
141 191
ererentrobe bt b b 110,198 211 287283260 sar s 67 6 o,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107655: Eicosane
57
85
5000 LR UL UL B BU
16. 20 16. 40 16. 60 16. 80
m/z 71.05 66.59%
m/z--> 25 Jo 65 80 100 120 140 160 180 200 220 240 260 280 300 350
Abundance
57
o "' 16,20 16.40 16.60 16.80
5000 m/z 85.10 52.82%
29 113

141 169 197 225 253 296
mmmﬂmwwmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

?

Abundance #91035: Octadecane T e
57 16.20 16.40 16.60 16.80
m/z 55.05 23.26%
= T /\/\%/\J\//\AW\/\_/M
29 113
duy Poim 10 107 oo 25

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16. 20 16. 40 16. 60 16. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\

Data File : BF084251.D

Aca On : 4 Jan 2016 20:52

Operator : UM/SJ

ﬁ?ggle : 64987-01 DRUM(116-142)COMPOSITE
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 12 Octacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.03 2.43 ng 166682 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Octacosane 394 C28H58 000630-02-4 87
3 Heptadecane 240 C17H36 000629-78-7 83
4 Pentacosane 352 C25H52 000629-99-2 83
5 Tetracosane 338 C24H50 000646-31-1 83
Abundance Scan 1307 (17.026 min): BF084251.D (-1304) (-) m/z 57.10 100.00%
g7
5000 AVN,,MV_,‘-/\uv\,w_AﬁNnAN
R SURIUR BRI SURIUR B
141 197 282 16.80 17.00 17.20 17.40
] ,l. e A e m/z 43.10 62.64%
m/z--> 50 100 150 200 250 300 350
Abundance #107652: Eicosane
57
5000 R S SN SUNIUS I
85 16.80 17.00 17.20 17.40
29 m/z 71.05 58.18%
S e O - R S
m/z--> 50 100 150 200 250 300 350
Abundance
57
"' 16.80 17.00 17.20 17.40
5000 g5 m/z 85.05 44 .56%
29 113
141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2éo 360 3éo
Abundance #82607: Heptadecane L A e S
57 16.80 17.00 17.20 17.40
m/z 55.10 19.38%
200 8 WWM/\M/\/‘«
29
Ll M8 141 160 196 240
m/z--> 55 160 1%0 260 250 360 3éo ' 16%0 17bo 1750 1120

8270-BF123115.M Tue Jan 05 18:27:09 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\

Data File : BF084251.D

Aca On : 4 Jan 2016 20:52

Operator : UM/SJ

ﬁ?ggle : 64987-01 DRUM(116-142)COMPOSITE
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 Hentriacontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.71 2.56 ng 175990 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 87
2 Hexacosane 366 C26H54 000630-01-3 87
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 87
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 86
5 Heptacosane 380 C27H56 000593-49-7 86
Abundance Scan 1367 (17.711 min): BF084251.D (-1363) (-) m/z 57.05 100.00%
57
113 1740 17.60 17.80 18.00
141 183 211 237 17.40 17.60 17.80 18.00
) ~.l.~l|iA.JA.‘.-u.'-~, 288 | m/z 71.05 59.89%
m/z--> 50 100 150 200 250 300 350 400
Abundance #162744: Hentriacontane
57
5000 U AR B SURRRR SRR
85 ﬂ@ﬂmﬂmmm
s m/z 43.05 57.03%
29| | | | |77 141 169 197 225 253 280 309 351 379 407 436
m/z--> éo 160 1éo 260 2%0 360 350 460 '
Abundance
57
17,40 17.60 17.80 18.00
5000 g5 m/z 85.10 45 _.17%
113
29 141 169 197 225 253 295 366
m/z--> éo 160 1éo 260 250 360 3éo 460 '
Abundance #123100: Pentadecane, 8-heptyl- R e B e
57 17.40 17.60 17.80 18.00
m/z 55.10 18.10%
= T MM
29 113 210
DLl e Mo a0
m/z--> 50 100 150 200 250 300 350 400 ﬂ@ﬂmﬂmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084251.D

Aca On : 4 Jan 2016 20:52

Operator : UM/SJ

Sample : 64987-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.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 14 unknownl8.51 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.51 2.21 ng 152173 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-EthvIl-3-methvlheptane 142 C10H22 017302-01-1 47
2 2-Thiopheneacetic acid. 4-tetrad... 338 C20H3402S 1000280-67-0 47
3 Decane. 2.4.6-trimethvl- 184 C13H28 062108-27-4 47
4 Heptadecane 240 C17H36 000629-78-7 47
5 Undecane, 4-ethyl- 184 C13H28 017312-59-3 47
Abundance Scan 1437 (18.511 min): BF084251.D (-1434) (-) m/z 57.10 100.00%
g7
85
5000
IR BN SUNLILN SRR
327 18.20 18.40 18.60 18.80
R L, 35 "m/z 43.10 66.70%
m/z--> 50 100 150 200 250 300 350
Abundance #18463: 3-Ethyl-3-methylheptane
57
85
5000 USRS DA LR AR
18.20 18.40 18.60 18.80
29 113 m/z 71.10 63.28%
II“I\IwILI\l\I“wIII\‘III ——— ——— ——— ——— :
m/z--> 50 100 150 200 250 300 350
Abundance
57 97
1820 18.40 18.60 18.80
5000 m/z 85.10 56.73%
29
77 124142 196 338
m/z--> 50 100 150 200 250 300 350
Abundance #45596: Decane, 2,4,6-trimethyl- B
43 18.20 18.40 18.60 18.80
m/z 69.10 20.06%
5000 i WMI\FU\/\AMN\MW
127
m/z--> 50 100 150 200 250 300 350 18,20 18.40 18.60 18.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010416\

Data File : BF084251.D

Acq On : 4 Jan 2016 20:52

Operator : UM/SJ

ﬁ?ggle : 64987-01 DRUM(116-142)COMPOSITE
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.08 19.8 ng 1559390 1 6.89 1575760 20.0
Ethanol, 2,2"-oxy... 6.46 8.2 ng 646450 1 6.89 1575760 20.0
unknown6.67 6.67 75.1 ng 5919980 1 6.89 1575760 20.0
Cyclohexanol, 5-m. .. 8.09 2.5 ng 270993 2 8.18 2213590 20.0
Ethanol, 2-[2-(2-... 8.25 3.5 ng 386562 2 8.18 2213590 20.0
Trichloroacetic a... 13.91 2.2 ng 162427 5 14.05 1474580 20.0
2,6,10,14,18,22-T... 14.90 2.1 ng 147172 6 15.49 1374150 20.0
Nonadecane 15.96 2.5 ng 175147 6 15.49 1374150 20.0
Eicosane 16.44 2.9 ng 197987 6 15.49 1374150 20.0
Octacosane 17.03 2.4 ng 166682 6 15.49 1374150 20.0
Hentriacontane 17.71 2.6 ng 175990 6 15.49 1374150 20.0
unknown18.51 18.51 2.2 ng 152173 6 15.49 1374150 20.0
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