LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062616\
Data File : BF088419.D

Aca On : 26 Jun 2016 15:35

Operator : UM/SJ

Sample : H3644-03

Misc :

ALS Vial : 9 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-BF060716.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 1.690 7 9 48 rVB 246237 557913 32.78% 3.424%
2 3.896 199 202 209 rvB 21325 39281 2.31% 0.241%
3 4.661 267 269 279 rBV 85093 143812 8.45% 0.883%
4 5.130 308 310 327 rBV 951159 1138458 66.89% 6.987%
5 6.216 402 405 412 rBV 896250 1226562 72.07% 7.527%
6 6.319 412 414 430 rVB 1208987 1369022 80.44% 8.402%
7 6.547 432 434 445 rBV 337532 378634 22.25% 2.324%
8 6.696 445 447 450 rBV 923958 1014490 59.61% 6.226%
9 7.119 482 484 501 rBV 598558 801667 47.10% 4.920%
10 7.827 544 546 549 rBV 386369 519967 30.55% 3.191%

11 8.913 638 641 643 rBVY 1595934 1701966 100.00% 10.445%
12 9.313 674 676 678 rBvV 218728 191655 11.26% 1.176%

13 9.531 692 695 696 rBvV 17994 23214 1.36% 0.142%
14 9.576 696 699 701 rBV 693407 642822 37.77% 3.945%
15 10.022 734 738 740 rBV 63600 58565 3.44% 0.359%
16 10.239 754 757 760 rBV 20729 31965 1.88% 0.196%
17 10.365 765 768 777 rVvV 829340 892714 52.45% 5.479%
18 10.491 777 779 786 rVB 71529 94461 5.55% 0.580%
19 10.936 816 818 819 rBV 38388 31399 1.84% 0.193%
20 11.051 826 828 833 rBV 650031 641038 37.66% 3.934%
21 11.302 848 850 854 rBvV 24739 52755 3.10% 0.324%
22 11.359 854 855 857 rvB 41016 31345 1.84% 0.192%
23 11.531 868 870 874 rVB 39906 39619 2.33% 0.243%
24 11.771 889 891 894 rVvB 53616 79246 4.66% 0.486%
25 12.068 915 917 919 rBV2 26745 20952 1.23% 0.129%
26 12.262 932 934 937 rVvVv 61698 89779 5.28% 0.551%

27 12.342 937 941 943 rVB2 114623 128298 7.54% 0.787%
28 12.434 948 949 952 rBV2 86194 187546 11.02% 1.151%
29 12.628 964 966 969 rBV 1107454 1522842 89.48% 9.346%

30 12.799 979 981 985 rVB3 7138 17858 1.05% 0.110%
31 12.879 985 988 990 rBV 13376 25759 1.51% 0.158%
32 12.937 990 993 996 rvB2 14880 24716 1.45% 0.152%
33 13.074 1001 1005 1007 rVB3 39720 45482 2.67% 0.279%

34 13.542 1042 1046 1054 rBV3 68126 147598 8.67% 0.906%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062616\
Data File : BF088419.D

Aca On : 26 Jun 2016 15:35

Operator : UM/SJ

Sample : H3644-03

Misc :

ALS Vial : 9 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-BF060716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.679 1055 1058 1064 rvVv 428122 613774 36.06% 3.767%

36 13.851 1071 1073 1075 rBV2 17522 24967 1.47% 0.153%
37 14.011 1085 1087 1089 rBV 12818 18073 1.06% 0.111%
38 14.160 1097 1100 1107 rBV3 23971 81129 4.77% 0.498%
39 14.445 1123 1125 1129 rBV3 18455 33865 1.99% 0.208%
40 14.514 1129 1131 1132 rVV 33776 37127 2.18% 0.228%
41 14.571 1135 1136 1139 rVvVv 65642 89056 5.23% 0.547%
42 14.674 1143 1145 1149 rVvV 49908 106454 6.25% 0.653%
43 14.731 1149 1150 1152 rvVv 45811 62951 3.70% 0.386%
44 14.765 1152 1153 1162 rVVv3 56068 145533 8.55% 0.893%
45 14.925 1165 1167 1170 rVvV 26470 49107 2.89% 0.301%
46 14.982 1170 1172 1174 rVvV 27317 43515 2.56% 0.267%
47 15.028 1174 1176 1182 rVV 334088 474983 27.91% 2.915%
48 15.108 1182 1183 1188 rVB5 16887 23738 1.39% 0.146%
49 15.211 1190 1192 1194 rVB2 27341 32519 1.91% 0.200%
50 15.394 1206 1208 1211 rBV 57679 90353 5.31% 0.554%
51 15.451 1211 1213 1217 rVvVv4 9105 27438 1.61% 0.168%
52 15.794 1241 1243 1246 rVB2 11611 21343 1.25% 0.131%
53 15.908 1250 1253 1257 rVVv2 15336 28663 1.68% 0.176%
54 16.034 1261 1264 1267 rVB 20354 32458 1.91% 0.199%
55 16.263 1281 1284 1288 rBV2 29089 57205 3.36% 0.351%
56 16.663 1315 1319 1326 rVB4 15578 62967 3.70% 0.386%
57 16.811 1330 1332 1335 rVB3 9911 17099 1.00% 0.105%
58 17.108 1355 1358 1360 rBV2 9472 18840 1.11% 0.116%
59 17.337 1373 1378 1386 rBV3 30594 126761 7 .45% 0.778%
60 17.463 1386 1389 1396 rVB4 13991 44153 2.59% 0.271%
61 19.291 1547 1549 1554 rVB4 7866 17065 1.00% 0.105%
Sum of corrected areas: 16294536
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062616\
Data File : BF088419.D

Aca On : 26 Jun 2016 15:35

Operator : UM/SJ

Sample : H3644-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF088419.D

1400000
1200000 6.32

1000000 5.13
6. 22 6. 70

800000

600000 712

400000 6.55
1.69
200000

4.66

3.90

T T L e T SS——— e S

Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF088419.D

1400000
1200000 12.63

1000000

10.36
800000
9.58 11.05

600000

400000 .83

9.31
200000

10.0 1049 199 61.5311.77 % o7 18f
9. 002102 04| 118861531177 1207 12888807 %

O e i A e e e A A e A e

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF088419.D

1400000
1200000
1000000
800000
600000

13.68
400000 15.03

200000
TH108816.2195%5  151906.0316.26 160681 17111783446 19.29

R S S R e e e =

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:\HPCHEM1\BNA F\DATA\BF062616\
Data File : BF088419.D

Aca On : 26 Jun 2016 15:35

Operator : UM/SJ

Sample : H3644-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknown3.90 Concentration Rank 18

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

3.90 2.07 ng 39281 1,4-Dichlorobenzene-d4 6.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butene. 3.3-dimethvl- 84 C6H12 000558-37-2 39
2 1-Octen-4-ol 128 C8H160 040575-42-6 9
3 4-Heptanol. 2.6-dimethvl- 144 C9H200 000108-82-7 9
4 1-Pentvn-3-ol. 3-methvl- 98 C6H100 000077-75-8 9
5 2-Butyn-1-ol 70 C4H60 000764-01-2 5

Abundance Scan 202 (3.896 min): BF088419.D (-199) (-) m/z 69.10 100.00%
41 60
5000
55
| | a7 360 3.80 4.00 4.20
o} SNBSS S TN S m/z 41.10 81.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1500: 1-Butene, 3,3-dimethyl-
41 69
5000 IR S SR U
3.60 3.80 4.00 4.20
21 84 m/z 43.05 40.21%
15 ‘ 53
0 ‘ | il \‘H‘ |
R R RN AR SRS AR RARSS RARRA RARRA RAASS SRRRS AR SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
69
a1 3.60 3.80 4.00 4.20
5000 a7 m/z 55.00 33.24%
27 57
15
G R RN AN RS RRARS RARN RARRA RARRS RARES SRR RARSN SRR N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #21154: 4-Heptanol, 2,6-dimethyl- L m B
69 3.60 3.80 4.00 4.20
m/z 70.00 15.82%
5000 43 87
0 '"I'%?'I'"'I""I”"I'"'I""I"'??""I""I"'}}%"I'%?§I" R L R U
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062616\
Data File : BF088419.D

Aca On : 26 Jun 2016 15:35

Operator : UM/SJ

Sample : H3644-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 4

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

4._.66 7.60 ng 143812 1,4-Dichlorobenzene-d4 6.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 23
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 269 (4.661 min): BF088419.D (-267) (-) m/z 43.05 100.00%
43
59
5000
101 S
1 = I| 83 4.40 4.60 4.80 5.00 '
ot e e e e e e m/z 59.10 66.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L I UL R I
59 440 460 480 500
m/z 101.10 24 .43%
15 31 101
0 ‘ 1 N 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
41 440 4.60 480 500
5000 m/z 58.10 16.78%
86
ol o1 69 101
m‘mﬁwmmmmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester  EEmma e  RRERamm
59 440 4.60 4.80 5.00
m/z 41.10 10.25%
5000 41
68
0 150 . 126 147
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 460 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062616\
Data File : BF088419.D

Aca On : 26 Jun 2016 15:35

Operator : UM/SJ

Sample : H3644-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknown6.32 Concentration Rank 1

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

6.32 72.31 ng 1369020 1,4-Dichlorobenzene-d4 6.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 414 (6.319 min): BF088419.D (-412) (-) m/z 132.00 100.00%
5000
68
0 % 6.00 620 640 6.60
40 54 - - - .
o RN 2 R | R—— m/z 68.10  33.24%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.00 6.20 6.40 6.60
31 51 78 m/z 134.00 33.03%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.00 620 640 6.60
5000 67 m/z 66.10 21.10%
41 97
53
29 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.00 6.20 6.40 6.60
24 m/z 96.10 13.50%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, S | G
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062616\
Data File : BF088419.D

Aca On : 26 Jun 2016 15:35

Operator : UM/SJ

Sample : H3644-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Octadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.49 2.95 ng 94461 Phenanthrene-d10 11.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 779 (10.491 min): BF088419.D (-777) (-) m/z 57.10 100.00%
57
5000 85
113 10.20 10.40 10.60 10.80
ol b f S e 1 | W/z 71.10 65.54%
m/z--> 50 100 150 200 250 300 350
Abundance #105884: Octadecane
57
5000 85 L UL IR SN B
10 20 10. 40 10.60 10.80
m/z 43.05 63.79%
29 113
0 \‘ 1 ‘\ “\ A H‘ m‘ A 14\.1 L 169 197 225 254
m/z--> §0 160 1%0 260 2%0 360 3éo
Abundance
57
10.20 1040 10.60 10.80
5000 m/z 85.10 45.21%
85
29
0 113 141 169 197 226
HERELE SR WU UL UL DU SRR UL
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane A e T
57 10 20 10. 40 10. 60 10 80
m/z 41.10 32.03%
5000
85
o 297 | 13 141 169 197 225 253 281 323 351380
m/z--> 50 1(')0 150 2(')0 250 3(')0 350 10 20 10. 40 10. 60 10 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062616\
Data File : BF088419.D

Aca On : 26 Jun 2016 15:35

Operator : UM/SJ

Sample : H3644-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 1-Perchloroethenyl-4-ethyny... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.77 2.47 ng 79246 Phenanthrene-d10 11.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Perchloroethenvl-4-ethvnvlbenzene 230 C10H5CI3 1000283-76-9 64
2 Naphthalene. 1.3.7-trichloro- 230 C10H5CI3 055720-37-1 45
3 Naphthalene. 2.3.6-trichloro- 230 C10H5CI3 055720-40-6 45
4 Phenol. 2.3.4.6-tetrachloro- 230 C6H2CI140 000058-90-2 38
5 Phenol, 2,3,5,6-tetrachloro- 230 C6H2CI140 000935-95-5 30
Abundance Scan 891 (11.771 min): BF088419.D (-889) (-) m/z 230.00 100.00%

5000
11.40 11.60 11.80 12.00
0 m/z 232.00 94 .74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #85527: 1-Perchloroethenyl-4-ethynylbenzene
0
5000 -
11.40 11.60 11.80 12.00
m/z 168.90 69.63%
74 98 125
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
230
R e AR
11.40 11.60 11.80 12.00
5000 m/z 170.90 65.33%
160
195
ol 36 55 75 99 125
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #85526: Naphthalene, 2,3,6-trichloro- R L

11.40 11.60 11.80 12.00
m/z 85.00 43.60%

5000

0 36 57 75 99 1%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062616\
Data File : BF088419.D

Aca On : 26 Jun 2016 15:35

Operator : UM/SJ

Sample : H3644-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 8 unknownl2.34 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.34 4.00 ng 128298 Phenanthrene-d10 11.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Piperidinecarbodithioic acid. ... 408 C12H10CI3F3N2S2 1000305-31-5 23
2 Thienol2.3-blpvridin-3-amine. 2-... 374 C17H15BrN20S 312316-45-3 17
3 4-Morpholinecarbodithioic acid. ... 410 C11H8CI3F3N20S2 1000305-31-7 12
4 4-Pvridinol. 3.5-diiodo-2.6-dime... 375 C7H712NO 004563-30-8 9
5 5-(p-tert-Butylphenoxymethyl)-3-... 375 C24H25N03 005256-24-6 9
Abundance Scan 941 (12.342 min): BF088419.D (-937) (-) m/z 372.90 100.00%
313
5000
o7 119 143 157 196 12.00 12.20 12.40 12.60
0 m/z 374.90 89.17%
m'z--> 50 100 150 200 250 300 350 400
Abundance #214789: 1-Piperidinecarbodithioic acid, 2,3,6-trichloro-5...
373
0001 41 6 12.00 12.20 12.40 12.60
128 m/z 376.90 47 . 76%
NI w | 108 | 160187210 245 283 317341 | 408
mz--> 50 100 150 200 250 300 350 400
Abundance
373
12.00 12.20 12.40 12.60
5000 m/z 370.90 43.22%
157
76 191 219 205
50
I W1 O O U N
mz--> 50 100 150 200 250 300 350 400
Abundance #215396: 4-Morpholinecarbodithioic acid, 2,3,6-trichloro-5... R R
375 12.00 12.20 12.40 12.60
86 m/z 236.90 39.51%
5000
28 60 130 .
ol .| 109 | 152 187210 245265290 317, Bl a0
mz--> 50 1(')0 150 2(')0 250 300 350 400 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062616\
Data File : BF088419.D

Aca On : 26 Jun 2016 15:35

Operator : UM/SJ

Sample : H3644-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 7
R.T. EstConc Area Relative to ISTD R.T.
13.54 4.81 ng 147598 Chrysene-di12 13.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 90
2 Octatriacontvl pentafluoropropio... 697 C41H77F502 1000351-89-1 83
3 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 83
4 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 83
5 Tetratriacontyl pentafluoropropi... 641 C37H69F502 1000351-81-5 74
Abundance Scan 1046 (13.542 min): BF088419.D (-1042) (-) m/z 57.10 100.00%
g7
97
5000
39 2% 1320 13.40 13.60 13.80
oy m/z 43.10 71.30%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57
5000 97 AR AR AR AR B
13.20 13.40 13.60 13.80
‘ m/z 55.10 63.42%
19
0 }ﬁ”l"”l'ié?"'ﬁ" ?Qg"""P"'P"'I”"I'“'I'”'I'”'I"”I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
57
o 1320 13.40 13.60 13.80
5000 m/z 83.05 63.31%
139
oL 20 181 225 281 341376415 460 532 577 678 v\_ﬁJ«,MvJNVJA\~x«h,vf\-/\
mmwwwwwwwmm
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #231356: Docosy! pentafluoropropionate R R Bmman
57 13.20 13.40 13.60 13.80
m/z 71.10 59.80%
97
5000
}39 308 454
R EE T UWEE Ll e COe o N — e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062616\
Data File : BF088419.D

Aca On : 26 Jun 2016 15:35

Operator : UM/SJ

Sample : H3644-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Heptadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.16 2.64 ng 81129 Chrysene-di12 13.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Octacosane 394 C28H58 000630-02-4 80
3 Heptacosane 380 C27H56 000593-49-7 80
4 Tetracosane 338 C24H50 000646-31-1 80
5 Pentacosane 352 C25H52 000629-99-2 80
Abundance Scan 1100 (14.160 min): BF088419.D (-1097) (-) m/z 57.10 100.00%
57
5000 85
113 UL UL SRR UL B
| TINE 155 101 240 o8 13.80 14.00 14.20 14.40
0 N 1 08 . R . m/z 71.10 74.86%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57
85
5000 UL U BN R B
13.80 14.00 14.20 14.40
29 m/z 43.10 58.09%
0 Ll “1% 141 169 107 240
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
13:80 14.00 14.20 14.40
5000 85 m/z 85.10 49.14%
29 13 94
0 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 '
Abundance #202662: Heptacosane R e EEaE L
57 13.80 14.00 14.20 14.40
m/z 55.10 30.72%
5000
85
o ?? I ‘1}3J141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350 ' 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062616\
Data File : BF088419.D

Aca On : 26 Jun 2016 15:35

Operator : UM/SJ

Sample : H3644-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Octadecanal Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .57 3.75 ng 89056 Perylene-d12 15.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 90
3 Heptadecanal 254 C17H340 1000376-70-0 87
4 Hexadecanal 240 C16H320 000629-80-1 87
5 1,19-Eicosadiene 278 C20H38 014811-95-1 74

Abundance Scan 1136 (14.571 min): BF088419.D (-1135) (-) m/z 57.10 100.00%

43 2

5000

-

10 I|IIII|IIII|IIII|IIII|I
124138155166 14.20 14.40 14.60 14.80

207 256
0 191 239 261 m/z 82.10 88.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117607: Octadecanal

-

5000

T I I
14.20 14.40 14.60 14.80

29
124 m/z 43.10 87 .60%
o 138152166180194208222 250 Hpg
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
, 5 8
o6 e —
14.20 14.40 14.60 14.80
5000 m/z 55.05 68.76%
111
JL 125 152166180194208222236250 267

WTWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105849: Heptadecanal R R RREEEEa
14.20 14.40 14.60 14.80

m/z 96.10 61.15%

5000

0

-

124138152166180194208 236 254
A ——
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.20 14.40 14.60 14.80

8270-BF060716.M Mon Jun 27 20:07:01 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062616\
Data File : BF088419.D

Aca On : 26 Jun 2016 15:35

Operator : UM/SJ

Sample : H3644-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Nonadecane Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
14.73 2.65 ng 62951 Perylene-d12 15.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Heneicosane 296 C21H44 000629-94-7 83
3 Hexacosane 366 C26H54 000630-01-3 83
4 Octacosane 394 C28H58 000630-02-4 80
5 Hentriacontane 437 C31H64 000630-04-6 80

Abundance Scan 1150 (14.731 min): BF088419.D (-1149) (-) m/z 57.10 100.00%
57
5000 85
| pogzr 155 s e e 14120 1460 14,80 1500
ob— U o Y T B i Mrn SE— m/z 71.10 61.65%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57
5000 85 LN L BRI B B
14.40 14. 60 14. 80 15. oo
m/z 43.10 55.62%
29 113
0 \‘ Al h H\ Il H‘ l 4 141 169 197 225 268
m/z--> éo 160 150 260 250 300 3%0
Abundance
57
o 14.40 14.60 14.80 15.00
5000 m/z 85.10 44 . 77%
29 113
0 141 169 197 225 253 296
m/z--> éo 160 1%0 260 2%0 360 3%0
Abundance #194493: Hexacosane TT T T T T [ T T T T[T T T T[T TTT
57 14.40 14.60 14.80 15.00
m/z 55.10 19.14%
5000 85
29 i 13 44
ol b b T gt 169 n07 205 253 205 33 seT
m/z--> 50 100 150 200 250 300 350 14.40 14. 60 14. 80 15. oo

8270-BF060716.M Mon Jun 27 20:07:02 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062616\
Data File : BF088419.D

Aca On : 26 Jun 2016 15:35

Operator : UM/SJ

Sample : H3644-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Behenic alcohol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.77 6.13 ng 145533 Perylene-di12 15.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 81
2 1-Heneicosanol 312 C21H440 015594-90-8 70
3 1-Nonadecene 266 C19H38 018435-45-5 68
4 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 64
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 64

Abundance Scan 1153 (14.765 min): BF088419.D (-1152) (-) m/z 97.10 100.00%

i

5000 4

217
150 169 14.40 14.60 14.80 15.00
m/z 83.10 96.75%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcoho

fi

5000 LA L L L L L L L L L
14.40 14.60 14.80 15.00
29 m/z 57.10 91.47%
139
o b 167182 210 238 264280 308
rerpr e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 83
e
14.40 14.60 14.80 15.00
5000 111 m/z 55.10 82.00%
29
o 139 167182 210 238 266 294 \_,thKAJ\wx,ff\\v\ww\p\,ﬁjA\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115906: 1-Nonadecene R RS B
14.40 14.60 14.80 15.00
m/z 69.10 73.51%
o 2 154 182 210 238 266

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.40 1460 1480 1500

8270-BF060716.M Mon Jun 27 20:07:03 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062616\
Data File : BF088419.D

Aca On : 26 Jun 2016 15:35

Operator : UM/SJ

Sample : H3644-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.39 3.80 ng 90353 Perylene-d12 15.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 98
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 1208 (15.394 min): BF088419.D (-1206) (-) m/z 57.10 100.00%
g7
5000 JXVJ\A_J\/\Aj\rxyd\Nﬂ,qu\
141 160 08 15.00 15.20 15.40 15.60 15.80
ot m/z 71.10 74 .14%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57
85
5000 A B B BRI B
mmmmmmmmmm
‘ m/z 43.10 54 _.85%
29
ol i h\ W ‘1‘39 197 225 258 282
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
15.00 15.20 15.40 15.60 15.80
5000 85 m/z 85.10 54 _.02%
o 113 141 169 197 225 253 281 309 337 365 437
m/z--> éo 160 1éo 260 250 360 3%0 460 !
Abundance #209566: Octacosane B s
57 15.00 15.20 15.40 15.60 15.80
m/z 55.10 22 .85%
29
ol || | M3 141 169 197 225 253 281 309 337 365 394
m/z--> 5'0 1(')0 1&'30 2(')0 25'30 3(')0 3&'30 4(')0 ! 15. 00 15. 20 15. 40 15 60 15I80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062616\
Data File : BF088419.D

Aca On : 26 Jun 2016 15:35

Operator : UM/SJ

Sample : H3644-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Pyrene, hexadecahydro- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.34 5.34 ng 126761 Perylene-di12 15.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. hexadecahvdro- 218 C16H26 002435-85-0 58
2 4-(p-N.N-dimethvlaminophenvlimin._.. 218 C13H18N20 1000100-07-8 49
3 5(1HY-Azulenone. 2.4.6.7.8.8a-he... 218 C15H220 006754-66-1 43
4 1-Pvrrolin-2-amine. N-(l-adamant... 218 C14H22N2 300695-00-5 43
5 2(3H)-Naphthalenone, 4,4a,5,6,7,... 218 C15H220 019598-45-9 43
Abundance Scan 1378 (17.337 min): BF088419.D (-1373) (-) m/z 218.20 100.00%
218
5000
203
55 69 105122136 161 189 B/ S S W\ W—
4 0 175 081 17.00 17.20 17.40 17.60
o} m/z 203.20 37.24%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75967: Pyrene, hexadecahydro-
218
175 fv\
5000 67 N DR B ----u----u
a1 o1 17.00 17.20 17.40 17.60
121135 189 m/z 189.20  33.10%
2 107 161
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
218
17, o'o' 17.20 17. 4'o' 17.60 '
5000 m/z 122.10 32.30%
101
43 o5 O o1 160 187

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75945: 5(1H)-Azulenone, 2,4,6,7,8,8a-hexahydro-3,8-dimeth... R e s
218 17.00 17.20 17.40 17.60
m/z 135.10 26.31%

176
41 9 133 161 203

1
119
55 77 105

5000

27 147

190

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. OO 17. 20 17. 40 17.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062616\
Data File : BF088419.D

Acq On : 26 Jun 2016 15:35

Operator : UM/SJ

Sample - H3644-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown3 .90 3.90 2.1 ng 39281 1 6.55 378634 20.0
2-Pentanone, 4-hy... 4.66 7.6 ng 143812 1 6.55 378634 20.0
unknown6 .32 6.32 72.3 ng 1369020 1 6.55 378634 20.0
Octadecane 10.49 3.0 ng 94461 4 11.05 641038 20.0
1-Perchloroetheny... 11.77 2.5 ng 79246 4 11.05 641038 20.0
unknownl12 .34 12.34 4.0 ng 128298 4 11.05 641038 20.0
Ethanol, 2-(tetra... 13.54 4.8 ng 147598 5 13.68 613774 20.0
Heptadecane 14.16 2.6 ng 81129 5 13.68 613774 20.0
Octadecanal 14.57 3.8 ng 89056 6 15.03 474983 20.0
Nonadecane 14.73 2.6 ng 62951 6 15.03 474983 20.0
Behenic alcohol 14.77 6.1 ng 145533 6 15.03 474983 20.0
Eicosane 15.39 3.8 ng 90353 6 15.03 474983 20.0
Pyrene, hexadecah... 17.34 5.3 ng 126761 6 15.03 474983 20.0
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