LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\

Data File : BF089525.D

Aca On 1 Aug 2016 22:26 Instrument :

Operator : UM/SJ ?:'l\:gﬁ't:Sam ol

3§mple : H4269-08 S&DUPOZgH7E
isc :

ALS Vial : 20 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-BF072716.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 1.655 4 6 46 rVB 518888 1238138 100.00% 12.620%
2 4 _.558 257 260 269 rBV 203814 328787 26.55% 3.351%
3 5.038 301 302 322 rBV 489938 862512 69.66% 8.792%
4 5.461 337 339 347 rVB 14213 15684 1.27% 0.160%
5 6.136 396 398 406 rBV 600019 855088 69.06% 8.716%
6 6.239 406 407 410 rBV 580047 870116 70.28% 8.869%
7 6.479 426 428 439 rVB 216649 238646 19.27% 2.433%
8 6.627 439 441 444 rBV 554154 628370 50.75% 6.405%
9 7.050 476 478 496 rBV 472137 573890 46.35% 5.850%
10 7.770 539 541 547 rBV 194015 307915 24.87% 3.139%

11 8.845 633 635 637 rBVY 1080101 976072 78.83% 9.949%
12 9.245 668 670 675 rBvV 160559 140008 11.31% 1.427%

13 9.462 687 689 691 rBvV 11714 13703 1.11% 0.140%
14 9.507 691 693 695 rBv 336394 324070 26.17% 3.303%
15 9.965 726 733 734 rBV 26518 29140 2.35% 0.297%
16 10.182 748 752 753 rBV 13597 17174 1.39% 0.175%
17 10.285 760 761 764 rBvV2 331926 431835 34.88% 4.402%
18 10.433 772 774 778 rBV 31323 44479 3.59% 0.453%
19 10.879 811 813 814 rBV 16085 17455 1.41% 0.178%
20 10.982 819 822 827 rBV 164837 245642 19.84% 2.504%
21 11.531 869 870 874 rBV 11910 18628 1.50% 0.190%
22 12.079 916 918 923 rBV2 11518 23000 1.86% 0.234%
23 12.559 958 960 962 rBV 670526 639284 51.63% 6.516%
24 13.474 1037 1040 1043 rBV 44890 66744 5.39% 0.680%
25 13.599 1048 1051 1059 rvv 172056 260847 21.07% 2.659%
26 13.794 1066 1068 1073 rVB4 8773 16453 1.33% 0.168%
27 13.896 1073 1077 1079 rBV5 6873 19156 1.55% 0.195%
28 14.102 1092 1095 1099 rBV3 12204 25832 2.09% 0.263%
29 14.697 1143 1147 1151 rBV3 15903 44503 3.59% 0.454%
30 14.868 1160 1162 1165 rBV3 12052 21107 1.70% 0.215%
31 14.925 1165 1167 1170 rBV 231299 263043 21.25% 2.681%
32 15.314 1199 1201 1204 rBVZ2 14941 31674 2.56% 0.323%
33 15.702 1233 1235 1237 rBV 17507 23069 1.86% 0.235%
34 15.794 1241 1243 1249 rVB3 24194 48782 3.94% 0.497%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\

Data File : BF089525.D

Aca On 1 Aug 2016 22:26

Operator : UM/SJ

3?22'6 i H4269-08 SB-DUP-02-072716
ALS Vial =: 20 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF072716.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 16.160 1272 1275 1276 rBV 16470 30711 2.48% 0.313%
36 16.240 1280 1282 1285 rVV3 18833 38268 3.09% 0.390%
37 16.297 1285 1287 1293 rVB4 18814 40351 3.26% 0.411%
38 17.314 1373 1376 1380 rVB4 16753 40418 3.26% 0.412%

Sum of corrected areas: 9810594
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\

Data File : BF089525.D

Aca On 1 Aug 2016 22:26

Operator : UM/SJ

ﬁ?ggle i H4269-08 SB-DUP-02-072716
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF089525.D
1000000

800000

600000 6824 o

.66
5.04 7.05

400000

6.48
200000 4.56

5.46

R ,
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00

Abundance TIC: BF089525.D
8|84

I
5.50 6.00 6.50 7.00 7.50

1000000

800000
12.56

600000

400000 9.51 10.28

200000 ’:77 024 10.98

1341
L A 9.6 9.9610.1510:43 10.8& 11.53 12.08

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: BF089525.D

1000000

800000

600000

400000
14.93

200000460

15.31 1518079

14.704.87

1616630 17.31
1317990L4.10 e
O T EEL A e e o oo e e e B s e e B e e e o e T e e e e L s e o T B 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\BF080116\

Data File : BF089525.D

Aca On 1 Aug 2016 22:26

Operator : UM/SJ

ﬁ?ggle i H4269-08 SB-DUP-02-072716
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4._.56 27.55 ng 328787 1,4-Dichlorobenzene-d4 6.48
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 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 260 (4.558 min): BF089525.D (-257) (-) m/z 43.10 100.00%
43
59
5000
101 T
420 4.40 4.60 4.80
83
o IR N RSN N — m/z 59.10 63.12%
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
59 420 4.40 4.60 4.80
m/z 101.10 22 .35%
15 31 101
0 ‘ 1 N 51 . 83 ‘
LR RS AR RS SRS RERLA RS NN RARLS RS SARSS LS LSS SARS SARRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
420 440 460 480
5000 m/z 58.10 15.12%
101
15 58
0 28 69 84
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 R .
59 420 440 460 4.80
m/z 41.10 9.78%
5000 41
68
”W'”W”'W””I””P'”P”'P”W'”W”'W””I“”P'“P'”P“'I A L UL L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\

Data File : BF089525.D

Aca On 1 Aug 2016 22:26

Operator : UM/SJ

ﬁ?ggle i H4269-08 SB-DUP-02-072716
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.24 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.24 72.92 ng 870116 1,4-Dichlorobenzene-d4 6.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 2-Cyclohexen-1-one 96 C6H80 000930-68-7 10
Abundance Scan 407 (6.239 min): BF089525.D (-408) (-) m/z 132.00 100.00%

132
5000

6.00 6.20 6.40 6.60
01 m/z 68.10 54 .88%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 —v—v—v—v—rv—v—vav—r

6.00 6.20 6.40 6.60
70 m/z 66.05 35.84%

31 60
0 b wa® Png e
T e T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132 h

6.00 6.20 6.40 6.60

5000 m/z 134.00 30.90%
ol 15 28 39 82 8 7m0 14 4
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132 6.00 6.20 6.40 6.60

m/z 69.10 22.72%

69
104
5000
78
B W |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\

Data File : BF089525.D

Aca On 1 Aug 2016 22:26

Operator : UM/SJ

ﬁ?ggle i H4269-08 SB-DUP-02-072716
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 5 Tetradecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.43 3.62 ng 44479 Phenanthrene-d10 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 86
2 Pentadecane 212 C15H32 000629-62-9 86
3 Nonadecane 268 C19H40 000629-92-5 83
4 Heptadecane 240 C17H36 000629-78-7 78
5 Tridecane 184 C13H28 000629-50-5 78
Abundance Scan 774 (10.433 min): BF089525.D (-772) (-) m/z 57.10 100.00%
57
43 71
5000 85
99 SRR SRR BN R
113197 10.20 10.40 10.60 10.80
(o} m/z 71.05 68.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59880: Tetradecane
57
43
71
5000 85
10.20 10.40 10.60 10.80
29 m/z 43.10 67.34%
oL15 ‘\ L ﬂ9113127141155169 198
m/z--> 25 45 éo éo 160 150 150 160 180 200 220 250 2éo
Abundance
57
43 SR UM UGN BN S
71 10.20 10.40 10.60 10.80
5000 g5 m/z 85.10 51.06%
29 9
15 113127141155169183 212

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117637: Nonadecane

10.20 10.40 10.60 10.80
m/z 41.10 33.01%

5000

99

113127141155169183197
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\

Data File : BF089525.D

Aca On 1 Aug 2016 22:26

Operator : UM/SJ

ﬁ?ggle i H4269-08 SB-DUP-02-072716
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Trichloroacetic acid, penta... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.47 5.12 ng 66744 Chrysene-di12 13.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
2 1-Hexacosanol 382 C26H540 000506-52-5 90
3 n-Tetracosanol-1 354 C24H500 000506-51-4 90
4 11-Tricosene 322 C23H46 052078-56-5 83
5 1-Hexadecanol 242 C16H340 036653-82-4 76
Abundance Scan 1040 (13.474 min): BF089525.D (-1037) (-) m/z 57.10 100.00%
57 g3
5000 111 W
3 l 129 13.20 13.40 13.60 13.80
ok N m/z 43.10 88.33%
m/z--> 50 100 150 200 250 300 350
Abundance #197885: Trichloroacetic acid, pentadecyl ester
43
83
5000 LI UL SULIULN SULLLN B
111 13.20 13.40 13.60 13.80
m/z 83.10 83.96%
0! 2 6 A \‘“ \\‘\ \‘\ 1l ‘h 1%9 . 182 210
m/z--> 50 100 150 200 250 300 350
Abundance
43
13.20 13.40 13.60 13.80
5000 83 m/z 55.10 82 .48%
18 111
o 65 139 168 196 224 252 278 308 336 364
m/z--> 50 100 150 200 250 300 350
Abundance #186969: n-Tetracosanol-1 Al Emam T R
43 13.20 13.40 13.60 13.80
m/z 69.10 81.18%
18 111
0 Ll s ‘J|‘L | ,140 168 196 238 266 308 336
L L L L L

m/z--> 50 100 150 200 250 300 350 13 20 13. 40 13. 60 13. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\

Data File : BF089525.D

Aca On 1 Aug 2016 22:26

Operator : UM/SJ

ﬁ?ggle i H4269-08 SB-DUP-02-072716
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl14.70 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.70 3.38 ng 44503 Perylene-di12 14.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 14
2 2-Allvl-3-hvdroxv-2-methvlsuccin... 216 C10H1605 111832-94-1 10
3 2.6.6.10-Tetramethvl-undeca-8.10... 236 C15H2402 098419-16-0 10
4 Silacyclopent-3-ene. 3-methvl- 98 C5H10Si 054077-65-5 10
5 5-Ethoxy-4-ethoxycarbonylmethylo... 199 C9H13N0O4 010500-74-0 10
Abundance Scan 1147 (14.697 min): BF089525.D (-1143) (-) m/z 57.10 100.00%
397 o
97
5000 113127141 181 218 259
m 14,40 14.60 14.80 15.00
0,.”.“....” m/z 43.10 87.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71409: Dodecane, 2,6,10-trimethyl-
43 57
71
5000 U DAL B B UL
85 Mmmmmmmm
113127 m/z 81.10 79.68%
0 \‘\ h\ \‘ ?\ H‘ ‘ 141155169183197 212
m/z--> ﬁo 45 60 80 160 150 150 160 180 200 220 240 2éo 2éo
Abundance
41
97 113 LA NI AN S
69 141 14.40 14.60 14.80 15.00
5000 m/z 71.10 78.65%
2 55 83 171
o 127 | 157 198 217
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #90771: 2,6,6,10-Tetramethyl-undeca-8,10-diene-3,7-dione R EEEmaEE S S
43 71 14.40 14.60 14.80 15.00
95 m/z 55.10 76.58%
141
5000
123
27
0 Il‘lll‘i\lll?‘ \HH \\H M \ ‘ ‘\ | ? 179193207221236

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14. 40 14. 60 14. 80 15. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\

Data File : BF089525.D

Aca On 1 Aug 2016 22:26

Operator : UM/SJ

ﬁ?ggle i H4269-08 SB-DUP-02-072716
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heptadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.31 2.41 ng 31674 Perylene-di12 14.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 59
2 Hexacosane 366 C26H54 000630-01-3 58
3 Heneicosane 296 C21H44 000629-94-7 58
4 Octadecane. l1l-iodo- 380 C18H37I1 000629-93-6 53
5 Hentriacontane 437 C31H64 000630-04-6 53
Abundance Scan 1201 (15.314 min): BF089525.D (-1199) (-) m/z 57.10 100.00%
57
5000 8
122 153 219 15.00 15.20 15.40 15.60
193 : : : :
ol .|,| L O O - S m/z 71.10 76.32%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57
85
5000 L SRR B S S
15.00 15.20 15.40 15.60
m/z 43.10 55.01%
o |4 \\1%3‘\141 169 107 240
m/z--> 50 100 150 200 250 300 350
Abundance
57
15.00 15.20 15.40 15.60 |
5000 85 m/z 85.10 51.93%
. 29 13 141 160 107 225 253 295 323 367
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane R R R B
57 15.00 15.20 15.40 15.60
m/z 41.10 24 .64%
85
5000
29 113
oL Tl J | 141,169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 15.00 15.20 1540 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089525.D

Aca On : 1 Aug 2016 22:26

Operator : UM/SJ

Sample : H4269-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.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 2H-1,2,3-Triazole-4-carboxa... Concentration Rank 6

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

15.79 3.71 ng 48782 Perylene-di12 14.93

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2H-1.2.3-Triazole-4-carboxaldehy... 191 C9H6FN30 051306-43-5 50

2 Anthracene. 9-butvltetradecahvdro- 248 C18H32 055133-89-6 47
N-(3.4.5.6-Tetrahvdro-1.3-thiazi... 192 C10H12N2S 003420-40-4 35

4 2-Phenvlamino-5.6(4H)dihvdro-1.3... 192 C10H12N2S 1000147-35-4 35

5 Propanamide, N-(2,3-dihydro-3-me... 220 C11H12N20S 332413-15-7 27

Abundance Scan 1243 (15.794 min): BF089525.D (-1241) (-) m/z 191.15 100.00%
1
5000
15.40 15.60 15.80 16.00 16.20
0 m/z 69.10 44 _41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54016: 2H-1,2,3-Triazole-4-carboxaldehyde, 2-(2-fluorophe...
191
109
5000 82 L
36 15. 40 15. 60 15. 80 16. OO 16 20
57 1 m/z 95.10 42.51%
e
0 SN S '8 (| NN N TSN S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
95 191
41 LI L L L L L L L L L
67 109 15.40 15.60 15.80 16.00 16.20
5000 81 m/z 81.10 40.57%
248
135 150 177
0 205219234
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54117: N-(3,4,5,6-Tetrahydro-1,3-thiazin-2-ylidene)aniline L B e o
191 15.40 15.60 15.80 16.00 16.20
m/z 109.10 34 .45%
5000
7 118 136 163
0...,?7”1%.ﬁﬁ...w.?aw:h.j“.uﬂp...ﬂ.?77n N — N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15. 40 15. 60 15. 80 16. OO 16 20

8270-BF072716.M Tue Aug 02 17:22:04 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\

Data File : BF089525.D

Aca On 1 Aug 2016 22:26

Operator : UM/SJ

ﬁ?ggle i H4269-08 SB-DUP-02-072716
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl6.16 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.16 2.34 ng 30711 Perylene-d12 14 .93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 49
2 Pentadecane. 2-methvl- 226 C16H34 001560-93-6 47
3 2-methvloctacosane 408 C29H60 1000376-72-8 46
4 Tetratetracontane 619 C44H90 007098-22-8 46
5 Hentriacontane 437 C31H64 000630-04-6 46
Abundance Scan 1275 (16.160 min): BF089525.D (-1272) (-) m/z 57.10 100.00%
57
5000
127 153 183 s 239 267 1580 16.00 16.20 1640
(o} m/z 71.10 63.20%
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57
5000 85 LA U DU B B
15. 80 16. oo 16 20 16.40
m/z 43.10 53.37%
oL 38 h . mlﬁ3wlﬂ1 169 197 % 267 204 323 352
m/z--> 55 100 1%0 260 2%0 360 3éo
Abundance
43
. 15,80 16.00 16.20 1640
5000 m/z 85.05 52.46%
99 183
. 127 Jec 211
m/z--> B '55' B 160" ' iéo" ' éoo" ' 550" ' éoo" ' ééd L
Abundance #215181: 2-methyloctacosane R e EEaE L
57 15.80 16.00 16.20 16.40
m/z 41.10 27 .62%
5000 85
o 29| I ‘ J113‘1§1 169 197 225 267 295 365 393
m/z--> 55 100 150 260 2%0 360 3éo ' 1580 1600 1620 1640 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\

Data File : BF089525.D

Aca On 1 Aug 2016 22:26

Operator : UM/SJ

ﬁ?ggle i H4269-08 SB-DUP-02-072716
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl6.24 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.24 2.91 ng 38268 Perylene-d12 14 .93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvridol3.4-dlpvridazin-1(2H)-one... 191 C8H9N50 1000263-69-7 35
2 4H-Inden-4-one. 1.2.3.5.6.7-hexa... 206 C14H220 033704-61-9 27
3 2.4-Dichloro-5-fluoroacetophenone 206 C8H5CI2FO0 000704-10-9 27
1-(3.6.6-Trimethvl-1.6.7.7a-tetr... 206 C13H1802 1000194-97-2 27
5 9H-Purine, 6-methyl-9-(trimethyl... 206 C9H14N4Si 032865-79-5 22
Abundance Scan 1282 (16.240 min): BF089525.D (-1280) (-) m/z 191.10 100.00%
191
95
5000
108 122 136 150163 05,9 245
" 16.00 16.20 16.40 16.60
(o} m/z 95.10 69.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53997: Pyrido[3,4-d]pyridazin-1(2H)-one, 4,5-diamino-7-me...
191
42
65
5000 LS BRI BULEULN BN L
91 108 162 16.00 16.20 16.40 16.60
133 m/z 81.10 44 .34%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
191
205 " 16.00 16.20 16.40 16.60
5000 135 m/z 205.15 38.10%
07 163
91
55 121
41 77 149 17
e R R IS A S AR LS LRSS SRS LS AR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #66438: 2,4-Dichloro-5-fluoroacetophenone
191 16.00 16.20 16.40 16.60
m/z 150.20 37 .94%
5000
163 206
43 93 128
oLl | 6174 | 107 | 143 | 177
m/z--> 2'0 4'0 6|0 8|0 1(')0 12'0 14'10 1('30 15';0 200 22'0 24'10 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\

Data File : BF089525.D

Aca On 1 Aug 2016 22:26

Operator : UM/SJ

ﬁ?ggle i H4269-08 SB-DUP-02-072716
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 12 unknownl16.30 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.30 3.07 ng 40351 Perylene-di12 14.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Amiphenazole 191 C9HON3S 000490-55-1 11
2 4(1H)-Pteridinone. 2-amino-6.7-d... 191 C8H9N50 000611-55-2 10
3 2(3H)-Thiazolone. 4-phenvl-. hyd... 191 C9H9N3S 034176-52-8 10
4 Carbamic acid. 3-methvilphenvl-., ... 191 C11H13NO2 1000314-77-3 10
5 3-Methyl-2-thioxo-1,2-dihydro-3H... 191 C9HIN3S 121361-81-7 10
Abundance Scan 1287 (16.297 min): BF089525.D (-1285) (-) m/z 191.15 100.00%
191
55 71
95 109
5000 215
) 245 16.00 16.20 16.40 16.60
o} m/z 55.10 68.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #54040: Amiphenazole
191
5000 UL AR R SRR B
11 mmmmmmmm
77 149 m/z 71.10 66.91%
o,??..f‘?...??...,.f’.l.,......1.3?,...%‘%3.1.7.5....
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43 191
16,00 16.20 16.40 16.60
5000 150 m/z 69.10 65.19%
67 80 107 122134 164176
O o o LI i e R e S e
m/z--> ﬁo 45 eb éo 160 150 150 1éo 1éo 200 250 250
Abundance #54050: 2(3H)-Thiazolone, 4-phenyl-, hydrazone R BRI B
191 16.00 16.20 16.40 16.60
m/z 95.10 61.75%
5000 134 174
102
45 789 ‘ 147
e I Tl - N e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 1600 1620 1640 1660
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089525.D

Aca On : 1 Aug 2016 22:26

Operator : UM/SJ

Sample : H4269-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.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 13 unknownl7.31 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.31 3.07 ng 40418 Perylene-di12 14.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 5-propvl- 226 C16H34 055045-11-9 38
2 Sulfurous acid. 2-ethvlhexvl iso... 278 C14H3003S 1000309-19-0 35
3 3-Ethvl-3-methylheptane 142 C10H22 017302-01-1 35
4 5.5-Diethvltridecane 240 C17H36 1000360-41-3 35
5 Octadecane, 1-chloro- 288 C18H37ClI 003386-33-2 35
Abundance Scan 1376 (17.314 min): BF089525.D (-1373) (-) m/z 57.10 100.00%
57
71
5000 43
177
191 211225239 e
| 17.00 17.20 17.40 17.60
A s o m/z 71.10 76.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83031: Tridecane, 5-propyl-
57
43 71
5000 U SRR SRR B SR
17. oo 17. 20 17.40 17.60
85 m/z 85.10 54.61%
0 h bodoy 1M2127141 168183197 226
m/z--> ﬁo 46 eb 86 160 150 150 1éo 180 200 220 240 2éo 2éo
Abundance
57
43 R UL DU SRS SUNE
71 g5 17.00 17.20 17.40 17.60
5000 m/z 43.10 45 .60%
29 113
0 99
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19201: 3-Ethyl-3-methylheptane R R R B
43 37 7L 17.00 17.20 17.40 17.60
85 m/z 83.10 31.81%
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1700 1720 1740 17.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF080116\

Data File : BF089525.D

Acg On : 1 Aug 2016 22:26

Operator : UM/SJ

3?22'6 i H4269-08 SB-DUP-02-072716
ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .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... 4.56 27.6 ng 328787 1 6.48 238646 20.0
unknown6 .24 6.24 72.9 ng 870116 1 6.48 238646 20.0
Tetradecane 10.43 3.6 ng 44479 4 10.98 245642 20.0
Trichloroacetic a... 13.47 5.1 ng 66744 5 13.60 260847 20.0
unknownl14 .70 14.70 3.4 ng 44503 6 14.93 263043 20.0
Heptadecane 15.31 2.4 ng 31674 6 14.93 263043 20.0
2H-1,2,3-Triazole... 15.79 3.7 ng 48782 6 14.93 263043 20.0
unknownl16.16 16.16 2.3 ng 30711 6 14.93 263043 20.0
unknownl16 .24 16.24 2.9 ng 38268 6 14.93 263043 20.0
unknownl16 .30 16.30 3.1 ng 40351 6 14.93 263043 20.0
unknownl17.31 17.31 3.1 ng 40418 6 14.93 263043 20.0
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