LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071616\
Data File : BF089067.D

Aca On : 16 Jul 2016 21:13

Operator : UM/SJ

Sample : H4018-16

Misc :

ALS Vial : 22 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-BF063016.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 1.644 4 5 14 rVB 76570 153223 8.73% 0.979%
2 1.770 14 16 36 rvB 648452 1115800 63.60% 7.131%
3 2.021 36 38 51 rvB2 11959 35075 2.00% 0.224%
4 4.810 280 282 289 rVB 119612 185622 10.58% 1.186%
5 5.267 319 322 324 rBVY 1459696 1462103 83.33% 9.344%
6 6.330 411 415 417 rBV 1404664 1530135 87.21% 9.779%%
7 6.444 422 425 427 rBV 1657977 1670033 95.18% 10.673%
8 6.662 442 444 446 rBV 299185 350796 19.99% 2.242%
9 6.822 456 458 461 rVB 1206840 1117901 63.72% 7.144%
10 7.233 491 494 497 rBV 787058 801224 45.67% 5.121%

11 7.953 555 557 559 rBvV 632013 500312 28.52% 3.197%
12 9.039 649 652 654 rBV 1473349 1754528 100.00% 11.213%
13 9.428 684 686 689 rBvV 287462 256475 14.62% 1.639%
14 9.702 708 710 712 rBV 506358 449073 25.60% 2.870%

15 10.148 748 749 751 rVB 17023 18501 1.05% 0.118%
16 10.490 777 779 782 rBVY 664776 651298 37.12% 4.162%
17 10.628 789 791 795 rBV 24319 40059 2.28% 0.256%
18 11.073 828 830 831 rBV 25273 26690 1.52% 0.171%
19 11.188 837 840 843 rvVv 307241 412511 23.51% 2.636%
20 11.256 843 846 848 rVB 30747 29050 1.66% 0.186%
21 11.428 858 861 864 rBv2 14363 20282 1.16% 0.130%
22 11.793 891 893 898 rVvB 29234 39056 2.23% 0.250%
23 11.999 907 911 915 rBV 13433 25371 1.45% 0.162%
24 12.228 930 931 933 rBV 11707 19157 1.09% 0.122%
25 12.388 943 945 947 rBV 167862 150102 8.56% 0.959%
26 12.536 955 958 960 rBV3 8408 18089 1.03% 0.116%
27 12.616 962 965 967 rvv 163358 169991 9.69% 1.086%
28 12.662 967 969 973 rVB3 12979 22067 1.26% 0.141%
29 12.776 976 979 981 rVB 911224 1118076 63.73% 7.146%
30 12.845 981 985 988 rBV3 11963 28849 1.64% 0.184%
31 12.948 990 994 996 rvVv 22422 35608 2.03% 0.228%
32 13.051 1001 1003 1004 rBV 23881 23430 1.34% 0.150%
33 13.176 1012 1014 1016 rBV3 13177 22416 1.28% 0.143%
34 13.451 1037 1038 1041 rBV2 17169 28176 1.61% 0.180%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071616\
Data File : BF089067.D

Aca On : 16 Jul 2016 21:13

Operator : UM/SJ

Sample : H4018-16

Misc :

ALS Vial : 22 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-BF063016.-M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 13.554 1045 1047 1049 rBV2 19504 37238 2.12% 0.238%
36 13.679 1056 1058 1061 rVB2 63664 71894 4._.10% 0.459%
37 13.817 1066 1070 1071 rBV2 388646 564217 32.16% 3.606%
38 14.731 1148 1150 1152 rBV 83808 87343 4.98% 0.558%

39 14.811 1155 1157 1161 rVB 71371 131795 7.51% 0.842%
40 14.902 1163 1165 1170 rBV2 68275 113615 6.48% 0.726%

41 15.131 1183 1185 1188 rBV 47360 61601 3.51% 0.394%

42 15.188 1188 1190 1193 rBV 190009 230267 13.12% 1.472%

43 15.622 1226 1228 1231 rBV 47306 68125 3.88% 0.435%
Sum of corrected areas: 15647174
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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:\HPCHEM1I\BNA F\DATA\BF071616\

BF089067 .D

16 Jul 2016 21:13

UM/SsJ

H4018-16

22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF089067.D
644
5.27
1500000 6.33
6.82
1000000
7.23
1.77
500000
6.66
L.6 4.81
2.02
s o o e e e e BB e e e B LA e e e e L e e e e e e e B LA B s 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: BF089067.D
1500000 9.04
1000000 12.78
7.95 10.49
500000 9.70
0.43 11.19
12.3912.62
134%!
. 1015 ||1063 1108126143 117920012.23 | 12 4R 68284520318
L e e e e e L B a e e e o e  am e Yooy Pt cpetes 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: BF089067.D
1500000
1000000
500000] 13.82 15.19
141@19015. 3 15.62
r—_
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\BF071616\
Data File : BF089067.D

Aca On : 16 Jul 2016 21:13

Operator : UM/SJ

Sample : H4018-16

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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.

4.81 10.58 ng 185622 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 282 (4.810 min): BF089067.D (-280) (-) m/z 43.10 100.00%
a3
59
5000
101 S [ C—
440 4.60 4.80 5.00 5.20
83
Ok e 2l Tm/z 59.10 62.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 SRR SRR A R
440 4.60 4.80 5.00 5.20
m/z 101.10 22 .43%
o 25 31 37 | 83 g3 101
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
440 460 480 500 520
5000 m/z 58.10 15.08%
101
15 58
0 28 37 51 69 84
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4425: Butane, 1-ethoxy- T RRamn
59 440 4.60 4.80 5.00 5.20
31 m/z 41.10 10.08%
5000 41
73
0 1\5 ‘ | 147 53\ , ‘ 87 102
miz--> 10 20 30 40 50 60 70 80 90 100 110 | 4.40 460 480 500 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071616\
Data File : BF089067.D

Aca On : 16 Jul 2016 21:13

Operator : UM/SJ

Sample : H4018-16

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 unknown6.44 Concentration Rank 1

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

6.44 95.21 ng 1670030 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 9
5 1,2,4-Trifluorobenzene 132 C6H3F3 000367-23-7 9

Abundance Scan 425 (6.444 min): BF089067.D (-422) (-) m/z 132.00 100.00%
5000 68
40 % J 620 640 6.60 6.80
54 . . . .
o J7er [ gsus Y m/z 68.10 41.31%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 BN AR R L
6.20 6.40 6.60 6.80
31 51 78 m/z 134.00 33.62%
0 ‘ L1 H (1 L 1
L S L I UL SR UL UURLL L UL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80
5000 m/z 66.10 27.11%
33 aa o 105
o 60 80 115
miz--> 4 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R R S REEEEEamE e
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 17.15%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, S | O | R
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071616\
Data File : BF089067.D

Aca On : 16 Jul 2016 21:13

Operator : UM/SJ

Sample : H4018-16

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 Cyclotridecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.68 2.55 ng 71894 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotridecane 182 C13H26 000295-02-3 95
2 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 95
3 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 95
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
Abundance Scan 1058 (13.679 min): BF089067.D (-1056) (-) m/z 57.10 100.00%
57
5000 ‘/\/L/\—//\\_/\J\/\)
s 148166 104 225243 13.40 13.60 13.80 14.00
ob——-, m/z 83.10 94 .07%
m/z--> 50 100 150 200 250 300 350
Abundance #47268: Cyclotridecane
4
69
5000 97 SR AR BN BN U
13.40 13.60 13.80 14.00
125 m/z 43.10 89.01%
Ll s e
0..‘. |“...|l‘.“‘.‘.|‘...‘.l....l....l....l.
m/z--> 50 100 150 200 250 300 350
Abundance
57
83 SR AR BN BN U
13.40 13.60 13.80 14.00
5000 11 m/z 55.10 79.63%
29
m/z--> 50 100 150 200 250 300 350
Abundance #164113: Trifluoroacetic acid, pentadecy! ester B A RRREE R
13.40 13.60 13.80 14.00
83 m/z 69.10 79.39%
5000 111 Jwa%NArVVMPARAowAﬁAJvrﬂ
29
o | | JMO 182 210 557255 506
miz--> 50 100 150 200 250 300 350 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071616\
Data File : BF089067.D

Aca On : 16 Jul 2016 21:13

Operator : UM/SJ

Sample : H4018-16

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 7 Octadecanal Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.73 7.59 ng 87343 Perylene-d12 15.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 90
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 90
3 1.19-Eicosadiene 278 C20H38 014811-95-1 87
4 18-Nonadecen-1-ol 282 C19H380 1000142-89-2 72
5 1,13-Tetradecadiene 194 C14H26 021964-49-8 68
Abundance Scan 1150 (14.731 min): BF089067.D (-1148) (-) m/z 82.10 100.00%

5000

187 327 355 14.40 14.60 14.80 15.00

254 290

161 194212 53

0 m/z 57.10 97 .66%
m/z--> 50 100 150 200 250 300 350
Abundance #117607: Octadecanal
43 82
5000 TT [T T I T [T T T T[T T T T[T TTT]

14.40 14.60 14.80 15.00
109 m/z 43.10 86.76%

137 222
SRETEERNNCEE KX I—
miz--> 50 150 200 250 300 350
Abundance
55 |82
LM
14.40 14.60 14.80 15.00
5000 m/z 55.10 73.70%
- 109
. 137 166 104 222 250268
BRI e
miz--> 50 100 150 200 250 300 350
Abundance #126192: 1,19-Eicosadiene R R mEEE
55 14.40 14.60 14.80 15.00
82 m/z 83.10 71.87%
5000
29 109
oL | 137 166 104 222 250 278
— L L 2 T e A LM
miz--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00

8270-BF063016-M Mon Jul 18 17:06:47 2016 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071616\
Data File : BF089067.D

Aca On : 16 Jul 2016 21:13

Operator : UM/SJ

Sample : H4018-16

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 8 Octadecane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.90 9.87 ng 113615 Perylene-di12 15.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 83
2 Hexacosane 366 C26H54 000630-01-3 70
3 Octacosane 394 C28H58 000630-02-4 64
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 62
5 Heptadecane 240 C17H36 000629-78-7 62

Abundance Scan 1165 (14.902 min): BF089067.D (-1163) (-) m/z 57.10 100.00%
57
8 //JLLLJ
5000
141 142183 295 a1 14.60 14.80 15.00 15.20
ol J',I: L 163777202223 | 21070316 m/z 71.10 75.29%
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57
5000 85 L AU SN B
14.60 14.80 15.00 15.20
29 m/z 43.10 62.52%
0 \‘ Jl h Il 4 1:‘L3 \14\.1 ‘169 197 225 254
m/z--> 50 100 150 200 250 300 350
Abundance
57
14.60 14.80 15.00 15.20
5000 85 m/z 85.10 56.75%
. 29 13 141 169 107 205 253 205 323 367 ”VA_/\,JAA,\/L—waANVAMﬁ_/
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane R o S o SLEMI
57 14.60 14.80 15.00 15.20
m/z 252.10 40.52%
5000 85
29
oL ] | (M3 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 ' 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071616\
Data File : BF089067.D

Aca On : 16 Jul 2016 21:13

Operator : UM/SJ

Sample : H4018-16

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.62 5.92 ng 68125 Perylene-di12 15.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 81
2 Heptadecane 240 C17H36 000629-78-7 81
3 Nonadecane 268 C19H40 000629-92-5 76
4 Dodecane. 2-methvl- 184 C13H28 001560-97-0 74
5 Hexacosane 366 C26H54 000630-01-3 72
Abundance Scan 1228 (15.622 min): BF089067.D (-1226) (-) m/z 57.10 100.00%
57
8 J\\J\—\AW\
5000
3 141 169 238 270 291 313331 15.40 15.60 15.80 16.00
Olerrrrried ,....,...4|..z|-. e 2 i et b Bt | m/z 71.10  78.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #141425: Heneicosane
57
5000 L UL B BN B
4 85 15.40 15.60 15.80 16.00
m/z 43.10 61.25%
oL15 | L |13 141 169 197 225 253 2%
m/z--> 25 Jo 60 85 100 150 150 1éo 180 200 220 240 260 280 360 350
Abundance
57
g5 " 1540 15.60 15.80 16.00
5000 A m/z 85.10 58.77%
o2 M a9 o7 240 \MVAWV~¢AW~V,/\MAA_Mm~H¥N»V
R AR R R LS LA N AR AN LR KRN LR KRN LARAS LALR) RARRS AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #117638: Nonadecane R  RREEEEES e
57 15.40 15.60 15.80 16.00
m/z 41.10 22.32%
5000 85
4
0 \‘ ‘ ‘\ ‘ |‘ 1}3 il 141 169 197 225 2§8
m/z--> 2'0 4'0 60 8|0 100 150 14'10 1('30 180 200 220 240 260 280 3(')0 350 ' 15 I40 15 60 15. 80 16. oo
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071616\
Data File : BF089067.D

Acq On : 16 Jul 2016 21:13

Operator : UM/SJ

Sample : H4018-16

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.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]
2-Pentanone, 4-hy... 4.81 10.6 ng 185622 1 6.66 350796 20.0
unknown6 .44 6.44 95.2 ng 1670030 1 6.66 350796 20.0
Cyclotridecane 13.68 2.5 ng 71894 5 13.82 564217 20.0
Octadecanal 14.73 7.6 ng 87343 6 15.19 230267 20.0
Octadecane 14.90 9.9 ng 113615 6 15.19 230267 20.0
Heneicosane 15.62 5.9 ng 68125 6 15.19 230267 20.0
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