LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF121315\
Data File : BF083760.D

Aca On : 14 Dec 2015 6:01

Operator : UM/I1Z

Sample : 64648-03

Misc :

ALS Vial : 50 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-BF121315.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 5.116 262 265 270 rVB 465671 582290 20.27% 2.074%
2 5.527 298 301 304 rBVY 2407983 2507621 87.31% 8.932%
3 6.544 387 390 393 rBVY 2335549 2515718 87 .59% 8.961%
4 6.681 400 402 405 rBVY 2158061 2853266 99.35% 10.163%
5 6.922 421 423 425 rBV 848739 847344 29.50% 3.018%
6 7.082 434 437 439 rVB 1759571 2292140 79.81% 8.165%
7 7.482 469 472 474 rBV 1730771 1941801 67.61% 6.917%
8 7.573 477 480 482 rBV 32329 51655 1.80% 0.184%
9 8.202 532 535 537 rBVY 1334681 1114003 38.79% 3.968%
10 8.533 562 564 567 rBV 29137 33165 1.15% 0.118%
11 9.150 617 618 620 rVB 31752 32426 1.13% 0.116%
12 9.276 626 629 632 rBY 2817896 2872016 100.00% 10.230%
13 9.402 638 640 645 rVB 25170 35580 1.24% 0.127%
14 9.665 661 663 666 rBV 495063 504993 17.58% 1.799%
15 9.893 682 683 686 rVB 54262 39380 1.37% 0.140%

16 9.950 686 688 691 rBvV 905194 1099309 38.28% 3.916%
17 10.396 723 727 728 rBV 91443 118069 4.11% 0.421%
18 10.613 743 746 749 rBV 39293 58850 2.05% 0.210%
19 10.739 754 757 759 rBV 1679595 1559633 54.30% 5.555%
20 10.865 766 768 772 rBvV2 128149 145781 5.08% 0.519%

21 10.956 774 776 778 rVB2 46358 50673 1.76% 0.180%
22 11.059 783 785 787 rBvV2 25190 40082 1.40% 0.143%
23 11.105 787 789 791 rBV2 31587 38322 1.33% 0.137%
24 11.139 791 792 794 rBV 49939 44790 1.56% 0.160%
25 11.310 804 807 809 rBvV 79378 74224 2.58% 0.264%
26 11.436 816 818 820 rBV 1065818 949908 33.07% 3.384%
27 11.493 821 823 827 rVB 21634 36453 1.27% 0.130%
28 11.733 842 844 848 rBV 26790 35350 1.23% 0.126%
29 12.145 876 880 882 rBv2 20853 36584 1.27% 0.130%
30 12.419 901 904 908 rBvV2 21061 45544 1.59% 0.162%
31 12.476 908 909 911 rvv 55770 56996 1.98% 0.203%
32 12.522 911 913 916 rVB3 16955 31041 1.08% 0.111%
33 12.636 922 923 925 rBV 39819 45141 1.57% 0.161%
34 12.671 925 926 929 rVB 44239 48995 1.71% 0.175%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF121315\
Data File : BF083760.D

Aca On : 14 Dec 2015 6:01

Operator : UM/I1Z

Sample : 64648-03

Misc :

ALS Vial : 50 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-BF121315.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.819 938 939 940 rBV 34842 37098 1.29% 0.132%
36 12.842 940 941 944 rvv2 170874 200855 6.99% 0.715%
37 12.922 947 948 949 rVB 73068 50719 1.77% 0.181%
38 13.014 954 956 958 rBV 1975561 1832585 63.81% 6.528%
39 13.174 968 970 971 rBV 65307 64916 2.26% 0.231%
40 13.254 975 977 980 rvv4 23515 38303 1.33% 0.136%
41 13.425 990 992 995 rBV3 15333 33449 1.16% 0.119%

42 13.505 996 999 1001 rvv 90460 125093 4._36% 0.446%
43 13.551 1001 1003 1005 rVvVv 218804 226210 7.88% 0.806%
44 13.596 1005 1007 1008 rVvVv 50611 57434 2.00% 0.205%
45 13.642 1010 1011 1012 rVV 87969 83612 2.91% 0.298%

46 13.676 1012 1014 1015 rVV 156626 151291 5.27% 0.539%
47 13.722 1015 1018 1020 rVB2 59377 105874 3.69% 0.377%
48 13.871 1029 1031 1033 rVB 50170 65991 2.30% 0.235%
49 13.916 1033 1035 1038 rBV3 71281 115181 4.01% 0.410%
50 13.985 1038 1041 1043 rBV 141433 163797 5.70% 0.583%

51 14.031 1043 1045 1046 rBvV 67435 69717 2.43% 0.248%
52 14.065 1046 1048 1050 rVvVv 618125 685659 23.87% 2.442%
53 14.236 1061 1063 1065 rVB 59623 66880 2.33% 0.238%
54 14.294 1065 1068 1069 rBV 79487 85503 2.98% 0.305%
55 14.339 1069 1072 1074 rVB2 29774 52927 1.84% 0.189%
56 14.419 1077 1079 1081 rBV 29866 35822 1.25% 0.128%
57 14.545 1088 1090 1091 rBV 52655 53756 1.87% 0.191%
58 14.591 1091 1094 1096 rVvVv 60024 72152 2.51% 0.257%
59 14.739 1104 1107 1109 rBV2 53989 78269 2.73% 0.279%
60 14.785 1109 1111 1113 rVB2 26992 35433 1.23% 0.126%
61 14.842 1114 1116 1120 rBV 45628 61138 2.13% 0.218%
62 14.922 1121 1123 1125 rVB 25120 29677 1.03% 0.106%
63 15.174 1143 1145 1148 rBV2 35916 58041 2.02% 0.207%

64 15.505 1171 1174 1177 rBV 404295 597780 20.81% 2.129%

Sum of corrected areas: 28074305
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083760.D

Aca On : 14 Dec 2015 6:01

Operator : UM/I1Z

Sample : 64648-03

Misc :

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF083760.D

2500000 5.53 6.54
6.68
2000000
7.08 7.48

1500000

1000000 6.92

500000 5.12

e e T

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF083760.D

2500000

13.01
2000000

10.74

1500000 8.20

11.44
1000000 9.95

9.66

500000
10.40 10 8omngril 3
8.53 9.1419.40 9. 5.710.6 D 4911.73  12.14 14

T T T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF083760.D

2500000
2000000
1500000

1000000
14.07

500000 1551

1 142343659 746402 15.17

) S ————————— S L S L LS -

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083760.D

Aca On : 14 Dec 2015 6:01

Operator : UM/I1Z

Sample : 64648-03

Misc :

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 3

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

5.12 13.74 ng 582290 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 4-Methoxv-1-pentene 100 C6H120 098386-09-5 35
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 265 (5.116 min): BF083760.D (-262) (-) m/z 43.05 100.00%
43
59
5000
101 S N
480 5.00 520 5.40
83
..,....,....','::..?.1.~:.|,...‘??....,.-...,...:,....,....,....,....,...., m/z 59.10 63.68%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L LA R I I
59 480 500 520 540
m/z 101.10 23.78%
31 101
"w'”ﬂ'“T““|“‘w'“w'“'fi'ga'$'“w'“l“”l“'WH'w
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 m/z 58.10 17.27%
41
69 85
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester R R
59 480 5.00 520 5.40
m/z 41.10 9.10%
5000 41
68
"I”"I"”HIL'?g'wli'”'l"'W""I“"I"”I""P%?§I"”}4?"I SN SRLAE SRARE SRS LR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083760.D

Aca On : 14 Dec 2015 6:01

Operator : UM/I1Z

Sample : 64648-03

Misc :

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 unknown6.68 Concentration Rank 1

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

6.68 67.35 ng 2853270 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 402 (6.681 min): BF083760.D (-400) (-) m/z 132.10 100.00%
5000 68
40 % 640 6.60 6.80 7.00
54 . . . :
.l??....',ln.o?..,.. e | m/Z 68.10  45.26%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 DA S U
6.40 6.60 6.80 7.00
m/z 134.00 32.64%
31 51
"'I"tmllw'l'l'j?"”l""l"‘W""I""P"'
m/z--> 20 40 6 80 100 120 140 160 180
Abundance
132
640 6.60 6.80 7.00
5000 m/z 66.10 29.10%
104
14 27 30 51 077 g 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony! R REREEmE s
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 18.55%
5000 og 116
e el rmhl‘ﬁll 158 ..,.1??. SR A VAN 1 AR
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083760.D

Aca On : 14 Dec 2015 6:01

Operator : UM/I1Z

Sample : 64648-03

Misc :

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 Hexadecanoic acid, butyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.84 5.86 ng 200855 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 90
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 83
3 1.3-Hexanediol. 2-ethvl- 146 C8H1802 000094-96-2 32
4 Cvclobutane. 1-hexvl-2.3-dimethvl- 168 C12H24 055170-84-8 27
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 27

Abundance Scan 941 (12.842 min): BF083760.D (-940) (-) m/z 56.10 100.00%
56
5000 a1
h "‘ 157 185 o013 23927 12.60 12.80 13.00 13.20
Obrr ey m/z 57.10 44 . 77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, buty| ester
56
5000 LRI UL BRI B BU
nmnmnmmw
29 129 230257 m/z 41.10 39.66%
“ | h H\ n 1‘91““ 1o 186 213 283 S12
m/z--> 25 45 60 80 100 150 140 160 180 200 220 240 260 280 360 '
Abundance
56
" 12160 12:80 13.00 13.20
5000 m/z 43.10 37.21%
29 73
971131 157 185 213 239757 o5 3
mmﬂm‘mmmwmmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #21176: 1,3-Hexanediol, 2-ethyl- e RARREEE RS
56 12.60 12.80 13.00 13.20
m/z 55.10 31.97%
5000 73
29 103
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 "ié éd ié éolié dd ié éd
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083760.D

Aca On : 14 Dec 2015 6:01

Operator : UM/I1Z

Sample : 64648-03

Misc :

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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-Hexene, 3,4,4-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.51 3.65 ng 125093 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexene. 3.4.4-trimethvl- 126 C9H18 053941-19-8 59
2 Cvclohexene. 1-(1l.1-dimethvletho... 168 C11H200 040648-24-6 59
3 2H-Pvran-2-one. 5.6-dihvdro-6-pe... 168 C10H1602 054814-64-1 53
4 Thiophene. 2-ethvl- 112 C6H8S 000872-55-9 45
5 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 42
Abundance Scan 999 (13.505 min): BF083760.D (-996) (-) m/z 97.10 100.00%
o7
5000 57
60 83 | I 13.20 13.40 13.60 13.80 |
41 153 : : : :
S o N n 120130 T 168181 207 ' Tm/z 57.10  48.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11207: 2-Hexene, 3,4,4-trimethyl-
55 97
5000 41 USRALA BN SN SR
69 1320 13.40 13.60 13.80
126 m/z 113.15 17.74%
“ 83 | 111
miz--> """""""'o""s'o""166"iéd"iid"iéd"iéd'"zc')d'"
Abundance
97
13.20 13.40 13.60 13.80 |
5000 m/z 55.10 14 .54%
a1 112
57
29 69 84
18 135 153 168
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34387: 2H-Pyran-2-one, 5,6-dihydro-6-pentyl- B EmEE B B
97 13.20 13.40 13.60 13.80
68 m/z 98.10 8.57%
5000 41
\\ ‘ w 81 | 108 122 139150 168
m/z--> 20 ' 6|0 8|0 1(')0 120 140 160 180 200 1320 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083760.D

Aca On : 14 Dec 2015 6:01

Operator : UM/I1Z

Sample : 64648-03

Misc :

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 Octadecanoic acid, butyl ester Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.55 6.60 ng 226210 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 83
2 1.4-Dioxaspirol4.51decan-8-one. ... 186 C9H1404 108177-20-4 35
3 2.5-Pvrrolidinedione 99 C4H5N02 000123-56-8 25
4 2-Propvilthiazole 127 C6HONS 017626-75-4 15
5 2-Piperidinone 99 C5H9NO 000675-20-7 11
Abundance Scan 1003 (13.551 min): BF083760.D (-1001) (-) m/z 57.10 100.00%
57

5000

e

13.20 13.40 13.60 13.80
m/z 99.10 72.58%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #137336: Octadecanoic acid, butyl ester
56
5000 LA L L L L L L LB L L B
13.20 13.40 13.60 13.80
29 129 m/z 56.10  70.39%
‘ ‘ ‘ 185 241 267285 340
oottt ST oo 213 2L T o 340
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
99
BRI et
13.20 13.40 13.60 13.80
5000 55 129 m/z 97.10 62.44%
27 155
83 186
mmwmm‘mmmﬁmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #3380: 2,5-Pyrrolidinedione R B
28 56 99 13.20 13.40 13.60 13.80
m/z 43.10 59.17%
5000
T T T T T T e R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 20 13. 40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083760.D

Aca On : 14 Dec 2015 6:01

Operator : UM/I1Z

Sample : 64648-03

Misc :

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 unknownl3.68 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.68 4.41 ng 151291 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 6-tridecvl ester 298 C19H3802 1000279-29-5 37
2 Hexanoic acid. 4-tridecvl ester 298 C19H3802 1000279-29-3 37
3 4-Butoxv-2.4-dimethvl-2-pentene 170 C11H220 1000159-08-7 36
4 2-Propvlthiazole 127 C6HONS 017626-75-4 35
5 1-Pyrrolidinocarbonylmethyl pipe... 197 C10H19N30 039890-45-4 33

Abundance Scan 1014 (13.676 min): BF083760.D (-1012) (-) m/z 99.10 100.00%
ele]
57
5000
111
69 g3 155 B
13.40 13.60 13.80 14.00
167
0 ,....,...|!,..|'-..,|....| ..:.,1.2.6..,...|:,.'...,..1??,.2]1.1.,.?3:(’.,....,. m/z 57.10 66.46%
miz--> 20 40 80 100 120 140 160 180 200 220 240
Abundance #116662: Hexanoic acid, 6-tridecyl ester
99
43
5000 LI B LA S S
55 1340 13.60 13.80 14.00
29 n m/z 111.10 31.93%
‘ ‘ \\ H ‘ h ‘\ ‘H ul] \:‘I";I\-? 140 154 18‘2 199 227
miz-> 20 40 80 100 120 140 160 180 200 220 240
Abundance
99
43 | 13.40 13.60 13.80 14.00
5000 55 m/z 155.15 23.01%
29 71
83
17 139 154 170%82 255
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #36113: 4-Butoxy-2,4-dimethyl-2-pentene e e e R e
99 13.40 13.60 13.80 14.00
m/z 97.10 21.85%
5000 43 -
155
29 81
ST T P st S s
miz--> 20 60 80 100 120 140 160 180 200 220 240 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083760.D

Aca On : 14 Dec 2015 6:01

Operator : UM/I1Z

Sample : 64648-03

Misc :

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 1-Pyrrolidinocarbonylmethyl... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.72 3.09 ng 105874 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pvrrolidinocarbonvimethvl pipe... 197 C10H19N30 039890-45-4 50
2 3-Hvdroxv-2.3.4.4-tetramethvl-pe... 202 C11H2203 1000194-64-5 50
3 2.2-Dimethvl- 3 octanone 156 C10H200 005340-64-7 38
4 3.3-Dimethvl-1-(6-methvl-tetrahv... 198 C12H2202 343947-11-5 38
5 Silane, dlmethyldi—z—propenyl— 140 C8H16Si 001113-12-8 38
Abundance Scan 1018 (13.722 min): BF083760.D (-1015) (-) m/z 99.10 100.00%
99
57
5000
1t 155 M W VN
...,....,||...|!-,. || ||- gl LA S . Tm/z 57.10  65.34%
m/z--> 20 40 100 120 140 160 180 200
Abundance #54034. 1- Pyr|o||d|nocarbony|methy| piperazine
99
5000 56 LS SN B R
42 1340 13.60 13.80 14.00
[k 129 155 m/z 111.10 31.86%
L ‘ |, 13 | 141 | 168180 197
mz-> | 20 40 60 80 100 130 10 1% 180 200
Abundance
43 99 145
57 13.40 13.60 13.80 14.00
5000 m/z 69.10 25.79%
29 74
157
85
117 129 169 187 o2
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #26969: 2,2-Dimethyl-3-octanone R R mEEE
57 13.40 13.60 13.80 14.00
43 99 m/z 155.20 25.47%
71
5000
29
85
s o s A e B
m/z--> 20 40 60 80 100 120 140 160 180 200 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083760.D

Aca On : 14 Dec 2015 6:01

Operator : UM/I1Z

Sample : 64648-03

Misc :

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 Ethanol, 2-(tetradecyloxy)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

13.92 3.36 ng 115181 Chrysene-d12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 62
2 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 52
3 1-Octadecanol 270 C18H380 000112-92-5 50
4 1-Docosene 308 C22H44 001599-67-3 46
5 Bromoacetic acid, pentadecyl ester 348 C17H33Br02 131143-01-6 45

Abundance Scan 1035 (13.916 min): BF083760.D (-1033) (-) m/z 57.10 100.00%

57
43 o7

5000

208 13.60 13.80 14.00 14.20
230 m/z 97.10 73.26%

125
139 154 168 183

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #93396: Ethanol, 2-(tetradecyloxy)-
57

43

71

13. 60 13. 80 14. 00 14 20
11 : m/z 43.10 66.80%
139154168 10,196 )11 227 g

5000

29

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
a3 %7
A O A
13.60 13.80 14.00 14.20
5000 & m/z 55.10 60.23%
29 85
111
98
125139 154 196 224
B f e MRS amamE e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #100813: 1-Octadecanol B AREmmEEE R
48 57 13.60 13.80 14.00 14.20

97 m/z 71.10 59.04%

5000

125
139153 168 182196909 224 252

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13. 60 13. 80 14. 00 14 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083760.D

Aca On : 14 Dec 2015 6:01

Operator : UM/I1Z

Sample : 64648-03

Misc :

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 unknownl13.99 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.99 4.78 ng 163797 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl ethvlIlphosphonofluoridate 168 C6H14F02P 018358-34-4 35
2 1-I1sopropvl-2-methvlpropvl ethvl... 210 C9H20F02P 1000298-33-2 35
3 5-Nonanone. 2.2.8.8-tetramethvl- 198 C13H260 005709-95-5 32
4 Cvclohexaneethanol. 3-hvdroxv-.b... 172 C10H2002 057685-12-8 28
5 4-Fluoro-6-aminopyrimidine 113 C4H4FN3 051421-96-6 25
Abundance Scan 1041 (13.985 min): BF083760.D (-1038) (-) m/z 57.10 100.00%
7
113
5000
69 97 T
83 T T T T T
41 169 13.60 13.80 14.00 14.20 14.40

234
125 139 154 181193 215 m/z 113.10 68.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #34956: Butyl ethylphosphonofluoridate
113
5000 TTTT TT T T TT T T TTTT T
13 60 13. 80 14. OO 14. 20 14. 40
m/z 111.10 26.30%
41 56
L Cer eas 19 e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
55 113
R B R B
13.60 13.80 14.00 14.20 14.40
5000 167 m/z 97.10 24 .14%
41 83
98
67 125137 153
e B A I B B B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #54941: 5-Nonanone, 2,2,8,8-tetramethyl- R EEE e EARRE R
57 113 13.60 13.80 14.00 14.20 14.40
43 m/z 69.10 20.14%
5000
85
183
h 69 ‘ 97 | 120 | 197
m/z--> 20 60 80 100 120 140 160 180 200 220 240 13 60 13. 80 14. OO 14. 20 14. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121315\
Data File : BF083760.D

Acq On : 14 Dec 2015 6:01

Operator : UM/1Z

Sample - G4648-03

Misc :

ALS Vial =: 50 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121315.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... 5.12 13.7 ng 582290 1 6.92 847344 20.0
unknown6 .68 6.68 67.3 ng 2853270 1 6.92 847344 20.0
Hexadecanoic acid... 12.84 5.9 ng 200855 5 14.07 685659 20.0
2-Hexene, 3,4,4-t_... 13.51 3.6 ng 125093 5 14.07 685659 20.0
Octadecanoic acid... 13.55 6.6 ng 226210 5 14.07 685659 20.0
unknownl13.68 13.68 4.4 ng 151291 5 14.07 685659 20.0
1-Pyrrolidinocarb... 13.72 3.1 ng 105874 5 14.07 685659 20.0
Ethanol, 2-(tetra... 13.92 3.4 ng 115181 5 14.07 685659 20.0
unknownl13.99 13.99 4.8 ng 163797 5 14.07 685659 20.0
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