LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062416\
Data File : BF088354.D

Acq On : 25 Jun 2016 2:09

Operator : UM/SJ

Sample - H3644-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\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 height area % max. total
1 1.713 10 11 46 rvB 576253 1273559 72.66% 8.058%
2 4._707 271 273 287 rBY 97218 162848 9.29% 1.030%
3 5.176 312 314 337 rBV 1044617 1392937 79.47% 8.814%
4 6.250 406 408 415 rBV 1115765 1327716 75.75% 8.401%
5 6.353 415 417 435 rVB 1380341 1498201 85.47% 9.480%
6 6.582 435 437 448 rBVY 353906 387116 22.08% 2.449%
7 6.742 448 451 453 rBVY 908982 1184582 67.58% 7 .495%
8 7.153 485 487 504 rBVY 622035 890578 50.81% 5.635%
9 7.873 548 550 552 rBV 421546 491130 28.02% 3.108%
10 8.948 641 644 654 rBvY 1789893 1752856 100.00% 11.091%

11 9.348 677 679 684 rBvV 226719 193623 11.05% 1.225%
12 9.611 700 702 705 rBV 497141 537437 30.66% 3.401%

13 10.056 739 741 743 rVB 38164 33464 1.91% 0.212%
14 10.274 757 760 763 rBV 13248 20443 1.17% 0.129%
15 10.399 769 771 774 rBV2 603761 761744 43 .46% 4._.820%
16 10.525 781 782 786 rVB 41959 51004 2.91% 0.323%
17 10.971 819 821 823 rBV 22268 24967 1.42% 0.158%
18 11.085 829 831 836 rBv2 320850 461946 26.35% 2.923%
19 11.336 850 853 857 rBv2 24489 42020 2.40% 0.266%
20 11.405 857 859 861 rvB 18432 21677 1.24% 0.137%
21 11.588 872 875 877 rVB 20938 26316 1.50% 0.167%
22 11.817 892 895 898 rvB2 39865 48641 2.77% 0.308%
23 12.297 934 937 941 rBV 68362 72542 4.14% 0.459%
24 12.377 942 944 947 rVB2 67768 79673 4 _55% 0.504%
25 12.479 951 953 954 rBV 89360 80559 4.60% 0.510%
26 12.502 954 955 959 rVvB 49991 94725 5.40% 0.599%
27 12.674 967 970 972 rBV 1323352 1321617 75.40% 8.362%
28 13.577 1047 1049 1058 rBvV 47255 78091 4._.46% 0.494%
29 13.714 1058 1061 1066 rBV 484290 548458 31.29% 3.470%
30 14.217 1101 1105 1108 rBvV4 11837 37000 2.11% 0.234%
31 14.548 1133 1134 1137 rBV2 14783 19605 1.12% 0.124%
32 14.617 1138 1140 1144 rVV 82586 79907 4._56% 0.506%
33 14.708 1146 1148 1152 rVV 34042 63539 3.62% 0.402%
34 14.777 1152 1154 1155 rVvV 38026 35533 2.03% 0.225%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062416\
Data File : BF088354.D

Acq On : 25 Jun 2016 2:09

Operator : UM/SJ

Sample - H3644-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF060716.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.811 1155 1157 1162 rVB 30477 55744 3.18% 0.353%
36 14.971 1169 1171 1174 rVB 17890 18747 1.07% 0.119%
37 15.028 1174 1176 1178 rBV 20316 26684 1.52% 0.169%
38 15.074 1178 1180 1186 rVB 283247 350135 19.98% 2.215%
39 15.257 1194 1196 1200 rVB 21785 34588 1.97% 0.219%
40 15.451 1210 1213 1216 rBVY 47512 72635 4.14% 0.460%
41 16.103 1268 1270 1273 rVB2 16804 25159 1.44% 0.159%
42 16.343 1287 1291 1294 rVB2 18342 43801 2.50% 0.277%
43 16.697 1319 1322 1325 rBVY 9013 25792 1.47% 0.163%
44 17.577 1396 1399 1404 rVB5 10172 31691 1.81% 0.201%
45 18.720 1497 1499 1506 rVBS8 7988 23519 1.34% 0.149%

Sum of corrected areas: 15804549
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062416\
Data File : BF088354.D

Acq On : 25 Jun 2016 2:09

Operator : UM/SJ

Sample - H3644-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF088354.D
1500000
6.35
6.29
5.18
1000000 6.74
171 7.15
500000
6.58
4.71 \\—
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: BF088354.D
8|95
1500000
12.67
1000000
10.40
500000{ ;g7 9.61
11.09
9.35
. 10.52 , MS% 13.
0 A [ Gt | @ NG (W 2 SO i v | W
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: BF088354.D
1500000
1000000
500000]13:71
15.07
14 5.45
1422 14. 315.262. 16.1016.34 16,70 17.58 18.72
R R e e e e e i B 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\BF062416\
Data File : BF088354.D

Acq On : 25 Jun 2016 2:09

Operator : UM/SJ

Sample - H3644-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716.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.

4.71 8.41 ng 162848 1,4-Dichlorobenzene-d4 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 273 (4.707 min): BF088354.D (-271) (-) m/z 43.10 100.00%
a3
59
5000
101 IEBE AR LR SRR AL
| 83 4.40 4.60 4.80 5.00
S A | S SRS m/z 59.10 66.63%
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 SRS RN
59 4.40 4.60 4.80 5.00
m/z 101.10 24 _09%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
440 460 480 500
5000 M m/z 58.10 17.71%
68
50 126 142
wﬁmﬂwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone R Ema
43 4.40 4.60 4.80 5.00
m/z 41.10 9.49%
5000 101
28 59
‘ ‘ 70 84
'“lﬁﬁl”mw“'WJ'E%MH'“w”“w“kw'”'ﬁ“'v'“v'“l““l“'w RS SRR SN LN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062416\
Data File : BF088354.D

Acq On : 25 Jun 2016 2:09

Operator : UM/SJ

Sample - H3644-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716.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 unknown6.35 Concentration Rank 1

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

6.35 77.40 ng 1498200 1,4-Dichlorobenzene-d4 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
3 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
4 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 5-Aminoindole 132 C8H8N2 005192-03-0 9

Abundance Scan 417 (6.353 min): BF088354.D (-415) (-) m/z 132.00 100.00%
132
5000 68 F
6
0 54 | 75 104 6.00 6.20 6.40 6.60
e 8 el 0 e | wms W “n/z 68.10  39.27%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.00 6.20 6.40 6.60
78 m/z 134.00 32.52%
Tew
mz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 6.20 6.40 6.60
5000 m/z 66.10 25.20%
33 44 g7 105
51 60 1078 g 115
mz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine
132 6.00 6.20 6.40 6.60
o m/z 69.10 15.81%
5000 0
31
P4 P @ 78 | g5 u6
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062416\
Data File : BF088354.D

Acq On : 25 Jun 2016 2:09

Operator : UM/SJ

Sample - H3644-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 5 Hexacosane Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
10.53 2.21 ng 51004 Phenanthrene-d10 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Octacosane 394 C28H58 000630-02-4 87
5 Tetracosane 338 C24H50 000646-31-1 87

Abundance Scan 782 (10.525 min): BF088354.D (-781) (-) m/z 57.05 100.00%
57
5000 85
(] 5 1a 1020 1040 10160 1080
— e e —————— m/z 43.10 69.19%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 UL AR B DU SRR
mmmmmmmm
m/z 71.10 65.25%
29 113
| h LT, 14T 169 197 225 253 295 323 367
m/z--> éo 160 1%0 260 2%0 300 3%0
Abundance
57
10.20 10.40 10.60 10.80
5000 85 m/z 85.10 44 .98%
13 141 143 211 239 267 296
m/z--> éo 160 1%0 200 2%0 360 3%0
Abundance #59880: Tetradecane
57 10.20 10.40 10.60 10.80
m/z 41.05 31.74%
5000 85
29
“ ‘ | Ld g 113 141 169 198
m/z--> 5'0 1(')0 150 200 251;0 3(')0 351;0 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062416\
Data File : BF088354.D

Acq On : 25 Jun 2016 2:09

Operator : UM/SJ

Sample - H3644-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716.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 1-Perchloroethenyl-4-ethyny... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.82 2.11 ng 48641 Phenanthrene-d10 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Perchloroethenyl-4-ethynylbenzene 230 C10H5CI3 1000283-76-9 90
2 Naphthalene, 2,3,6-trichloro- 230 C10H5CI3 055720-40-6 50
3 Naphthalene, 1,3,7-trichloro- 230 C10H5CI3 055720-37-1 50
4 Phenol, 2,3,4,6-tetrachloro- 230 C6H2CI140 000058-90-2 38
5 Toluene, 2-bromo-3,5-dimethoxy- 230 C9H11Bro2 013321-73-8 35

Abundance Scan 895 (11.817 min): BF088354.D (-892) (-) m/z 232.00 100.00%

2

5000

|
11.60 11.80 12.00 12.20
m/z 230.00 97.33%

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

l
11.60 11.80 12.00 12.20
m/z 168.90  58.56%

5000

74 98 125

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance

230

11.60 11.80 12.00 12.20
5000 m/z 170.90 57 .55%
160

195
36 57 75 99 125, | 147

TWWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #85525: Naphthalene, 1,3, 7-trichloro- R A Bamaas me s S
11.60 11.80 12.00 12.20

m/z 266.90 41 .69%

5000

160

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062416\
Data File : BF088354.D

Acq On : 25 Jun 2016 2:09

Operator : UM/SJ

Sample - H3644-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716.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 unknownl2.38 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.38 3.45 ng 79673 Phenanthrene-d10 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4,8-Dichloro-2-oxa-6-selenaadama... 272 C8H10CI120Se 1000189-96-4 25
2 Phosphoric acid, diethyl 1-prope... 194 C7H1504P 034600-14-1 16
3 2-Butenecarboxylic acid,-2-ethyn... 138 C8H1002 1000221-96-6 14
4 4-Chloro-2-[3,4-dichlorophenyl]-... 272 C11H7CI3N2 1000253-43-6 14
5 4-Bromo-5-nitro-2H-pyrazole-3-ca... 235 C4H2BrN304 1000274-92-5 11
Abundance Scan 944 (12.377 min): BF088354.D (-942) (-) m/z 236.90 100.00%
6 237 373
272
39
5000 1
143
i) 69 1) NN SN SUREE I
218 12.00 12.20 12.40 12.60
m/z 372.90 95.15%
m/z--> 50 100 150 200 250 300 350
Abundance #121416: 4,8-Dichloro-2-oxa-6-selenaadamantane
237
272
5000 ARUNABSRBARSRAREER
12.00 12.20 12.40 12.60
m/z 65.00 93.06%
- W..,.... S
m/z--> 50 100 150 200 250 300 350
Abundance
31
gz 11
65 LB RS BN SN
12.00 12.20 12.40 12.60
5000 m/z 374.90 82.96%
138
166 194
m/z--> " 50 100 150 200 250 300 350
Abundance #17404: 2-Butenecarboxylic acid,-2-ethynyl, ethyl ester A mEE s L e
39 6b 12.00 12.20 12.40 12.60
93 m/z 271.80 78.50%
138
5000
m/z--> 50 100 150 200 250 300 350 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062416\
Data File : BF088354.D

Acq On : 25 Jun 2016 2:09

Operator : UM/SJ

Sample - H3644-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716.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 Heptafluorobutyric acid, pe... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.58 2.85 ng 78091 Chrysene-di2 13.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 93
2 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 93
3 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 93
4 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 93
5 Behenic alcohol 326 C22H460 000661-19-8 93
Abundance Scan 1049 (13.577 min): BF088354.D (-1047) (-) m/z 57.10 100.00%
57 g3
230
5000 111
202 BN RS SUNR SRR I
I |139 “ 13.20 13.40 13.60 13.80
e L T m/z 55.10 82.49%
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester
57
83
5000 AR AR SR AR
mn 13.20 13.40 13.60 13.80
s - m/z 83.10 81.87%
..ﬂ‘.‘.Hfﬂ.”hw.M}ﬁg |, f}? _ 295 R .
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
83 BN AR SUNR SRR I
13.20 13.40 13.60 13.80
5000 111 m/z 43.10 78.50%
29
140 182 210 255 306
mz-> 50 100 150 200 250 300 350 400
Abundance #224102: Heptafluorobutyric acid, hexadecy! ester A REaRE RS RS
57 13.20 13.40 13.60 13.80
o7 m/z 97.10 75.05%
5000
LA L ) ga7 T 196 224 969 420
m/z--> 50 100 150 200 250 300 350 400 13.20 13.40 13,60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062416\
Data File : BF088354.D

Acq On : 25 Jun 2016 2:09

Operator : UM/SJ

Sample - H3644-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716.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 9 17-Octadecenal Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.62 4.56 ng 79907 Perylene-di12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Octadecenal 266 C18H340 056554-86-0 91
2 Octadecanal 268 C18H360 000638-66-4 91
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 87
4 Oxirane, heptadecyl- 282 C19H380 067860-04-2 87
5 Hexadecanal 240 C16H320 000629-80-1 86
Abundance Scan 1140 (14.617 min): BF088354.D (-1138) (-) m/z 57.05 100.00%
7 8p
5000
110 -
138
3 14.40 14.60 14.80 15.00
i 29 32 n/z 82.10  98.77%
m/z--> 50 100 150 200 250 300 350
Abundance #115860: 17-Octadecenal
57 82
5000
14.40 14.60 14.80 15.00
29 109 m/z 43.10 83.71%
m/z--> 50 100 150 260 250 360 3éo
Abundance
43 82
I I I

14.40 14.60 14.80 15.00

5000 m/z 96.10 72.43%
109
137 166 104 222 250,4g
—— e e e
m/z--> 50 100 150 200 250 300 350
Abundance #117617: Oxirane, hexadecyl- R B R B
43 82 14.40 14.60 14.80 15.00
m/z 83.10 65.98%
5000
109
1ils 1 166184 208227, 250268
ey — R B o e
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062416\
Data File : BF088354.D

Acq On : 25 Jun 2016 2:09

Operator : UM/SJ

Sample - H3644-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716.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 Nonadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.78 2.03 ng 35533 Perylene-d12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 96
2 Heptadecane 240 C17H36 000629-78-7 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Eicosane 282 C20H42 000112-95-8 90
5 Pentacosane 352 C25H52 000629-99-2 90
Abundance Scan 1154 (14.777 min): BF088354.D (-1152) (-) m/z 57.10 100.00%
g7
i »H¢JLAAANA\_-AAA~ﬁ
5000
11 160 o~ 1440 1460 14580 1500
|,| ‘| J'“' Cpn or 2P 0 Twsz 71.10 68.63%

m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane

3

5000 85 ||||||||||||||||||
14.40 14.60 14.80 15.00
m/z 85.10 54 _.38%
29 113
\‘ A ‘\ “\ 1 u‘ l i 14\.1 169 197 225 268
— T
m/z--> 50 100 150 200 250 300 350
Abundance
57
T T T

85 14.40 14.60 14.80 15.00
5000 m/z 43.10 53.97%
29
13 141 169 197 240 MMM
T S
m/z--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane R EEEE e REREEE
57 14.40 14.60 14.80 15.00
m/z 55.10 22.04%
113
29| | 7,141 169 197 225 253 205 366
T e T e e e e I B o
m/z--> 50 100 150 200 250 300 350 14. 40 14. 60 14. 80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062416\
Data File : BF088354.D

Acq On : 25 Jun 2016 2:09

Operator : UM/SJ

Sample - H3644-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716.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 unknownl4.81 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.81 3.18 ng 55744 Perylene-di12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Fumaric acid, 4-cyanophenyl unde... 371 C22H29N0O4 1000344-81-9 43
2 1-Cyclopentyleicosane 350 C25H50 1000357-25-6 38
3 Cyclohexane, 1,2-dimethyl-3-pent... 224 C16H32 062376-17-4 38
4 Cycloheptanol, 2-methylene 126 C8H140 016240-38-3 30
5 Cyclohexanone, 3-ethyl- 126 C8H140 022461-89-8 30
Abundance Scan 1157 (14.811 min): BF088354.D (-1155) (-) m/z 97.10 100.00%
g7
55
252
5000 mﬁ‘/M
125 e
“ | 3 153 176 207 | - 3‘]31 14.40 14.60 14.80 15.00 15.20
A b 2L 4 "m/z 83.10 91.05%
m/z--> 50 100 150 200 250 300 350
Abundance #197609: Fumaric acid, 4-cyanophenyl undecyl ester
69 | 97 253
5000 43 LIS SRR SRR B B
14.40 14.60 14.80 15.00 15.20
119 200218 m/z 55.10 72.09%
153172
. h‘l wl‘\ |‘H|‘“l I‘:\‘l‘w Jl hul v |H' I‘ — h . L: - |2|72| T |3|71|
m/z--> 50 100 150 200 250 300 350
Abundance
69
43 14.40 14.60 14.80 15.00 15.20
5000 97 m/z 69.10 67.99%
125
153 181 08 236 264 322 350
m/z--> 50 100 150 200 250 300 350
Abundance #81267: Cyclohexane, 1,2-dimethyl-3-pentyl-4-propyl- A RREEE RS TR
L 14.40 14.60 14.80 15.00 15.20
m/z 252.10 63.47%
so00] 4
153 AAU\
||‘||Muut|t||l:!-2|6‘||‘l||1|81|||2|24|.| — L mass
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062416\
Data File : BF088354.D

Acq On : 25 Jun 2016 2:09

Operator : UM/SJ

Sample - H3644-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716.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

ea umber ctacosane oncentration Ran
Peak Numb 12 O C i Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.45 4.15 ng 72635 Perylene-di12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Pentacosane 352 C25H52 000629-99-2 87
Abundance Scan 1213 (15.451 min): BF088354.D (-1210) (-) m/z 57.10 100.00%
57
T M;j\x__/\
5000
| | 141 169 10 066 "' 1520 15.40 15.60 15.80
—- . -Jh.' i SN m/z 71.10 73.53%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57
5000 85 LR UL RS B B
15.20 15. 40 15 60 15. 80
29 m/z 43.10 55.61%
‘ L i H113‘141 169 197 225 253 281 309 337 365 394
m/z--> §o 100 1éo 260 2éo 360 3%0 460
Abundance
57
"' 1520 15.40 15.60 15.80
5000 85 m/z 85.05 53.78%
113 141
29 169 197 225 253 281 309 337 365 393 422
m/z--> §o 160 1%0 260 250 360 3%0 460
Abundance #194494: Hexacosane LA L L L B
7 15.20 15.40 15.60 15.80
m/z 55.05 21.67%
291 | ﬂ J J1ﬂ11169 197 225 253 295 366
m/z--> 5'0 100 1&'30 2(')0 250 3(')0 351;0 4(|)O 15'20 15. 40 15 60 15. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062416\
Data File : BF088354.D

Acq On : 25 Jun 2016 2:09

Operator : UM/SJ

Sample - H3644-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716.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 13 unknownl6.34 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.34 2.50 ng 43801 Perylene-di12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane, 2,6,10,14,18-pentamethyl- 352 C25H52 051794-16-2 49
2 Eicosane 282 C20H42 000112-95-8 46
3 Disulfide, di-tert-dodecyl 402 C24H50S2 027458-90-8 46
4 Octacosane 394 C28H58 000630-02-4 46
5 Heptacosane 380 C27H56 000593-49-7 46
Abundance Scan 1291 (16.343 min): BF088354.D (-1287) (-) m/z 57.05 100.00%
57
i i M\\//\\/m
5000
L [““3 |1T|8 169 g 52 16.00 16.20 16.40 16.60
b e e e o I e m/z 71.10 75.61%
m/z--> 50 100 150 200 250 300 350 400
Abundance #185536: Eicosane, 2,6,10,14,18-pentamethyl-
57
5000 85 UL DAL SRR B
16.00 16.20 1640 16.60
13 183 m/z 276.10 64.95%
‘ ‘ ‘141 225 253 352
U S e < R
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
85 16.00 16.20 16.40 16.60
5000 m/z 85.10 58.50%
113
29 141 169 197 205 ,53 282 /\J\J\NN/\\M}\WWNN
mz-> 50 100 150 200 250 300 350 400
Abundance #213038: Disulfide, di-tert-dodecy! R R Bmman
57 16.00 16.20 16.40 16.60
m/z 43.10 47 .76%
e T /\»/\MM
29 ‘ ‘ ‘113 169
L bbb | 139, | 205 234 374 402
m/z--> 50 100 150 200 250 300 350 400 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062416\
Data File : BF088354.D

Acq On : 25 Jun 2016 2:09

Operator : UM/SJ

Sample - H3644-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_M
Quant Title : 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... 4.71 8.4 ng 162848 1 6.58 387116 20.0
unknown6 .35 6.35 77.4 ng 1498200 1 6.58 387116 20.0
Hexacosane 10.53 2.2 ng 51004 4 11.09 461946 20.0
1-Perchloroetheny... 11.82 2.1 ng 48641 4 11.09 461946 20.0
unknownl12 .38 12.38 3.5 ng 79673 4 11.09 461946 20.0
Heptafluorobutyri... 13.58 2.9 ng 78091 5 13.71 548458 20.0
17-Octadecenal 14.62 4.6 ng 79907 6 15.07 350135 20.0
Nonadecane 14.78 2.0 ng 35533 6 15.07 350135 20.0
unknownl14 .81 14.81 3.2 ng 55744 6 15.07 350135 20.0
Octacosane 15.45 4.2 ng 72635 6 15.07 350135 20.0
unknownl16 .34 16.34 2.5 ng 43801 6 15.07 350135 20.0
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