LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082902.D

Aca On : 13 Nov 2015 17:32

Operator : UM/I1Z

Sample : 64362-02

Misc :

ALS Vial : 12 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-BF110715.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 3.595 128 132 137 rBvY 98264 189321 2.70% 0.385%
2 4.967 249 252 254 rVB 646051 851227 12.14% 1.731%
3 5.401 287 290 292 rBVY 2976856 2696978 38.45% 5.486%
4 6.430 378 380 383 rBVY 1527893 1986676 28.33% 4.041%
5 6.567 389 392 394 rBVY 4074139 3563036 50.80% 7.247%
6 6.727 404 406 410 rBV 69444 78518 1.12% 0.160%
7 6.796 410 412 414 rBV 1520225 1254613 17.89% 2.552%
8 6.956 423 426 428 rBV 4866437 4294054 61.22% 8.734%
9 7.367 458 462 464 rBV 3398042 4257459 60.70% 8.659%
10 7.607 477 483 486 rVB3 39520 79517 1.13% 0.162%
11 7.824 501 502 504 rVB2 98082 97764 1.39% 0.199%
12 8.087 522 525 526 rVV 1756756 1653215 23.57% 3.363%
13 8.110 526 527 531 rVB2 73528 76677 1.09% 0.156%
14 8.396 550 552 554 rBV 168606 219718 3.13% 0.447%
15 8.636 572 573 578 rVB2 33062 79197 1.13% 0.161%

16 9.173 616 620 622 rvV 5620011 7013766 100.00% 14.266%
17 9.299 629 631 634 rvB2 49493 71606 1.02% 0.146%
18 9.562 649 654 656 rBv2 117236 143065 2.04% 0.291%
19 9.756 669 671 673 rBvY 134255 150463 2.15% 0.306%
20 9.790 673 674 676 rVB 118003 83289 1.19% 0.169%

21 9.836 676 678 681 rBV 1717044 1832944 26.13% 3.728%
22 10.053 693 697 700 rvv4 75175 161578 2.30% 0.329%
23 10.282 716 717 719 rVB 112581 125047 1.78% 0.254%
24 10.476 733 734 736 rBvV2 62018 84996 1.21% 0.173%
25 10.625 745 747 749 rVB 2827076 2686712 38.31% 5.465%

26 10.670 749 751 753 rVB 100154 89239 1.27% 0.182%
27 10.762 757 759 762 rVB 125969 157569 2.25% 0.320%
28 10.922 770 773 775 rVB4 36178 70489 1.01% 0.143%

29 11.196 795 797 799 rBv2 133932 167588 2.39% 0.341%
30 11.322 805 808 810 rBV 2062808 1837369 26.20% 3.737%

31 11.516 824 825 832 rvVvB2 54929 85588 1.22% 0.174%
32 11.699 839 841 846 rVB4 80478 110860 1.58% 0.225%
33 11.859 853 855 859 rBv2 282610 484291 6.90% 0.985%
34 12.373 898 900 902 rBV 70115 94391 1.35% 0.192%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082902.D

Aca On : 13 Nov 2015 17:32

Operator : UM/I1Z

Sample : 64362-02

Misc :

ALS Vial : 12 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-BF110715.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.419 902 904 909 rvv3 67923 179063 2.55% 0.364%

36 12.556 914 916 918 rVv3 64309 106351 1.52% 0.216%
37 12.602 918 920 922 rVvV 51101 82222 1.17% 0.167%
38 12.648 922 924 928 rVvV 291889 324514 4.63% 0.660%
39 12.796 935 937 939 rVvB 103233 126925 1.81% 0.258%
40 12.910 944 947 950 rVV 5474226 6413014 91.43% 13.044%

41 13.825 1024 1027 1033 rVB2 212247 371962 5.30% 0.757%
42 13.951 1036 1038 1041 rBV 1360049 1585616 22.61% 3.225%
43 15.368 1159 1162 1165 rBV 1041688 1220679 17.40% 2.483%
44 16.522 1254 1263 1280 rVB 314501 1788212 25.50% 3.637%
45 16.922 1295 1298 1305 rVB7 43560 137947 1.97% 0.281%

Sum of corrected areas: 49165325
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082902.D

Aca On : 13 Nov 2015 17:32

Operator : UM/I1Z

Sample : 64362-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF082902.D

6.57

5.40

6.43

4.97

6.96

6.80

7.37

8.09

0
Time-->

4.50 5.00 5.50

6.00

Abundance

5000000

4000000

3000000

2000000

1000000

.64

TIC: BF082902.D

17 1291

10.62

9.30 9.569/f

13.95

13.8

0
Time-->

13.00

A
T ] r 1 T ] T T 17T

9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

13.50

14.00

14.50

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF082902.D

15.37

16.52
16.92

0

Time-->

18.50 19.00 19.50

17.50 18.00

15.50 16.00 16.50 17.00

20.00

20.50

21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082902.D

Aca On : 13 Nov 2015 17:32

Operator : UM/I1Z

Sample : 64362-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 2-Hexanol Concentration Rank 8

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

3.60 3.02 ng 189321 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexanol 102 C6H140 000626-93-7 83
2 2-Pentanol. 4-methvl- 102 C6H140 000108-11-2 83
3 2-Hexanol. (R)- 102 C6H140 026549-24-6 78
4 2-Hexanol. (S)- 102 C6H140 052019-78-0 64
5 2-Hexanol, 3-methyl- 116 C7H160 002313-65-7 50

Abundance Scan 132 (3.595 min): BF082902.D (-128) (-) 45.10 100.00%
45 T
5000
69
3% 5 57 | 87 3.20 3.40 3.60 3.80 4.00
O B T o e B e m/z 43.05 22 .79%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4314: 2-Hexanol
45

5000 R e e
320 340 3.60 3.80 4.00

m/z 69.10 17.05%

69
o B Ta¥ % e 8§ 102
T T T e T T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
45
R ma s L
3.20 3.40 3.60 3.80 4.00
5000 m/z 41.05 15.78%
27 39 69
o 18 33 51 °7 63 87 101
IR LI B o e e B RIS
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4326: 2-Hexanol, (R)-
45 3.20 3.40 3.60 3.80 4.00
m/z 39.10 6.99%
5000
29 69
0 15 39, 55 ‘ 87 101
...,....,....,....,....,....,....,....,....,....,....,
m/z--> 10 20 30 50 60 70 80 90 100 3.20 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082902.D

Aca On : 13 Nov 2015 17:32

Operator : UM/I1Z

Sample : 64362-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 4

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

4.97 13.57 ng 851227 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Morpholine., 4-methvl- 101 C5H11NO 000109-02-4 9
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Acetone 58 C3H60 000067-64-1 9
5 Propanoic acid, 2-nitro-, methyl... 133 C4H7NO4 006118-50-9 9

Abundance Scan 252 (4.967 min): BF082902.D (-249) (-) m/z 43.10 100.00%
43
59
5000
T 250 40 500 520 540
83 : : : : :
o...,....,....,..??-,'.-...,??.'.,....,....,.~...,...:,|....,. m/z 59.05  62.44%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 IS R R I
59 460 4.80 5.00 5.20 5.40
m/z 101.10 21.66%
15 31 101
o 257 37, 53 83 |
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
460 480 500 5.20 5.40
5000 m/z 58.10 16.34%
101
15 97 . 71
o 33 49 %6 g2 77 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3092: 5-Hexen-2-one LI L L B L L L BB B
43 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.78%
5000
55
0 \ |, 37| a9 | 6571 77 88 98
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082902.D

Aca On : 13 Nov 2015 17:32

Operator : UM/I1Z

Sample : 64362-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 unknown6.57 Concentration Rank 2

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

6.57 56.80 ng 3563040 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 2-Cvclohexen-1-one 96 C6H80 000930-68-7 10
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 392 (6.567 min): BF082902.D (-389) (-) m/z 132.10 100.00%
132
5000 68
40 54 ? 620 640 6.60 6.80 7.00
ol The us WA 207 L hss 68,10 50.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R RN RN AR
6.20 6.40 6.60 6.80 7.00
2 m/z 134.10 33.65%
0"'l”LN\“H'lﬁ'ﬂl“"lA"l”" [rrrrrrrrprrr e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57 132
74 620 640 6.60 6.80 7.00
5000 og 116 m/z 66.10 31.11%
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 A e
68 6.20 6.40 6.60 6.80 7.00
m/z 69.10 19.87%
5000
96
40
27
0 '}?I'h"M"'??I'M"?%' S UL L LI UL S B NSRS AREE RRAE
m/z--> 20 40 60 80 100 120 140 160 180 200 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082902.D

Aca On : 13 Nov 2015 17:32

Operator : UM/I1Z

Sample : 64362-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 5 1-Phenoxypropan-2-ol Concentration Rank 9

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

8.40 2.66 ng 219718 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Phenoxvpropan-2-ol 152 C9H1202 000770-35-4 90
2 1-Propanol. 3-phenoxv- 152 C9H1202 006180-61-6 86
3 Ethanol. 2-phenoxv- 138 C8H1002 000122-99-6 64
4 Benzene. (1-methvlpropoxv)- 150 C10H140 010574-17-1 50
5 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 50

Abundance Scan 552 (8.396 min): BF082902.D (-550) (-) m/z 94.10 100.00%
4
5000
T 657( 108 152 8.00 8.20 8.40 8.60 8.80
o..,....,....,..?ﬂ,.l...;'.“??.',.u'!.,...I',.?.G.,s'..,...-!,...1},9....,1§?.,....,....,. m/z 77.05 27.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #24780: 1-Phenoxypropan-2-ol
94
5000
8.00 8.20 8.40 8.60 8.80
45 77 108 152 m/z 45.10 19.96%
31 66
S R O OO G A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
94
8.00 8.20 8.40 8.60 8.80
5000 m/z 78.10 18.68%
31 45 7 108 152
0 57 66 121 133
LR R AR RN RS AR RRARS RRARS RRARA RAAAN SARAS RARAS LARANLARAE RARAN LARA LN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #16656: Ethanol, 2-phenoxy- R A EREEs L S
9% 800 820 8.40 8.60 8.80
m/z 108.10 14 .50%
5000
77 138
27 39 51
0"P'”I”'W“”'P'”i”'ﬁ'ﬂ'P'“ ﬁ?'""}27“'w'“'v'“|“'w'“'v AR RARAE RS RARRS RA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 800 820 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082902.D

Aca On : 13 Nov 2015 17:32

Operator : UM/I1Z

Sample : 64362-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.86 5.27 ng 484291 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 Pentadecanoic acid 242 C15H3002 001002-84-2 86
5 Undecanoic acid 186 C11H2202 000112-37-8 64
Abundance Scan 855 (11.859 min): BF082902.D (-853) (-) m/z 73.10 100.00%
43 60 7B
5000
97 129 m—SSs sty
115
143157171185 199 213 55 1160 1180 1200 1220
o — 236 m/z 43.10 89.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92226: n-Hexadecanoic acid
43 o 73
5000{ o9 LR B BN S SUL
11. 60 11. 80 12. 00 12. 20
“‘ 8 129 256 m/z 60.05 85.76%
‘ h

5
0 L 8 115 | 143157171185 199 13 227239
REEEE ...,.. T
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
60 73

43 71160 1180 12,00 12.20
5000 g 129 m/z 57.10 74 .14%
85 115 171 ,
99 143 157 185 14
197
e R RE R SRR
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75071: Tetradecanoic acid L o o S o
60 78 1160 1180 12.00 12.20
43 m/z 41.10 72.23%
5000 129
185 228
g8 115 | 143 171 ‘
oA M L | wepy | et e
miz--> 20 80 100 120 140 160 180 200 220 240 260 1160 1180 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082902.D

Aca On : 13 Nov 2015 17:32

Operator : UM/I1Z

Sample : 64362-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 Pentadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.65 4.09 ng 324514 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 81
2 Tetradecanoic acid 228 C14H2802 000544-63-8 80
3 n-Decanoic acid 172 C10H2002 000334-48-5 70
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Amyl Nitrite 117 C5H11NO2 000110-46-3 27

Abundance Scan 924 (12.648 min): BF082902.D (-922) (-) m/z 43.10 100.00%

43 73
5000 MM\AL\/\'/\

185 241
143105171 12.40 12.60 12.80 13.00
157 1992132277 | 255 284
213 m/z 73.05 87 .65%

01

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83683: Pentadecanoic acid
43 73
29
5000 LA L B L LB L L B B
12. 40 12 60 12. 80 13. 00
m/z 60.05 79.38%
19
| ‘M 143157171185
Ot
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43 T T
57 12.40 12.60 12.80 13.00
5000 12 m/z 57.10 75.62%
29 185 228

87
101115 143157171 199,14

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #37192: n-Decanoic acid R AR RRRES T
60 12.40 12.60 12.80 13.00
a1 m/z 55.10 70.83%
5000 129
2
87
RN REC
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082902.D

Aca On : 13 Nov 2015 17:32

Operator : UM/I1Z

Sample : 64362-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 Cyclohexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.82 4.69 ng 371962 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 93
2 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 90
3 2- Chloropropionic acid. octadec... 360 C21H41CIl102 088104-31-8 87
4 Trichloroacetic acid. tetradecvl... 358 C16H29C1302 074339-52-9 87
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 81
Abundance Scan 1027 (13.825 min): BF082902.D (-1024) (-) m/z 57.10 100.00%
57
3 139 184 041 13.60 13.80 14.00 14.20
ol oyl de418dz0321 2 267z 83.10 97.44%
m/z--> 50 100 150 200 250 300 350
Abundance #72491: Cyclohexadecane
55
5000 LI BRI UL UL
29 111 13.60 13.80 14.00 14.20
‘ m/z 55.10 89.97%
o -‘-‘J.‘ d h \ | “}?9 le7 1% 4
m/z--> 50 200 250 300 350
Abundance
43
83 RIS SURIULN SUREL UL BN
13.60 13.80 14.00 14.20
5000 m/z 97.10 88.19%
111
oL25 65 139 182 210
m/z--> 50 100 150 200 250 300 350
Abundance #144923: 2- Chloropropionic acid, octadecy! ester R B EREE R
57 83 13.60 13.80 14.00 14.20
m/z 43.10 87 .66%
- i W\J\,V\MJL\/V‘/W
29
139 250
o1l IM,H,. H \ L i I.\168 104 2% "7 297 360 e
m/z--> 50 100 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082902.D

Aca On : 13 Nov 2015 17:32

Operator : UM/I1Z

Sample : 64362-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 Cyclohexane, 1-(1,5-dimethy... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.52 29.30 ng 1788210 Perylene-di12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1-(1.5-dimethvlhexy... 280 C20H40 056009-20-2 50
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 45
3 Chloroacetic acid. dodecvl ester 262 C14H27Cl102 006316-04-7 43
4 5-Eicosene. (BE)- 280 C20H40 074685-30-6 38
5 Docosane 310 C22H46 000629-97-0 38

Abundance Scan 1263 (16.522 min): BF082902.D (-1254) (-) m/z 57.10 100.00%

57

97

I

5000

309 16.20 16.40 16.60 16.80

215 ,,,264283

(o} m/z 55.10 82.22%
m/z--> 50 100 150 200 250 300 350
Abundance #106410: Cyclohexane, 1-(1,5-dimethylhexyl)-4-(4-methylpen...
43 | 69 97

16.20 16.40 16.60 16.80
m/z 97.10 69.77%

5000 L e

123
0 dl 1‘&9 \‘\ \19“9‘ 233 25\30
—— T e
m/z--> 50 100 150 200 250 300 350
Abundance
57
83 M
16.20 16.40 16.60 16.80
5000 m/z 71.10 65.55%
29 111
0 139 167 196 224 252 280
m/z--> 50 100 150 200 250 300 350
Abundance #95506: Chloroacetic acid, dodecy! ester R R mEEE
3 16.20 16.40 16.60 16.80
55 m/z 43.10 63.85%
- T ’/‘/\/\/A’\«/\M
168
ol29 LLil 196213
- T T T T T IIII T T 1 7T IIIIII IIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 16.20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111315\
Data File : BF082902.D

Acq On : 13 Nov 2015 17:32

Operator : UM/1Z

Sample - G4362-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715_.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-Hexanol 3.60 3.0 ng 189321 1 6.80 1254610 20.0
2-Pentanone, 4-hy... 4 .97 13.6 ng 851227 1 6.80 1254610 20.0
unknown6 .57 6.57 56.8 ng 3563040 1 6.80 1254610 20.0
1-Phenoxypropan-2-ol 8.40 2.7 ng 219718 2 8.09 1653220 20.0
n-Hexadecanoic acid 11.86 5.3 ng 484291 4 11.32 1837370 20.0
Pentadecanoic acid 12.65 4.1 ng 324514 5 13.95 1585620 20.0
Cyclohexadecane 13.82 4.7 ng 371962 5 13.95 1585620 20.0
Cyclohexane, 1-(1... 16.52 29.3 ng 1788210 6 15.37 1220680 20.0
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