LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021918\
Data File : BF103083.D

Acq On : 19 Feb 2018 15:38

Operator : SJ/JU

Sample - J1604-10

Misc :

ALS Vial : 16 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-BF020318_.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 2.146 5 10 20 rvB 766872 989047 26.60% 2.559%
2 5.110 511 514 525 rVB 100590 122494 3.29% 0.317%
3 5.504 576 581 584 rBV 3534056 3717824 100.00% 9.620%
4 6.510 747 752 755 rBV 3374965 3643426 98.00% 9.428%
5 6.651 771 776 779 rBV 3762530 3687795 99.19% 9.543%
6 6.875 811 814 818 rBV 1207092 1005911 27.06% 2.603%
7 7.034 837 841 844 rBV 3218429 2791535 75.09% 7.223%
8 7.439 905 910 913 rBV 2453615 2428092 65.31% 6.283%
9 8.157 1029 1032 1048 rBV 1439518 1382647 37.19% 3.578%
10 9.233 1211 1215 1218 rBV 4041048 3605886 96.99% 9.331%

11 9.622 1278 1281 1289 rVB 208614 207723 5.59% 0.538%
12 9.833 1314 1317 1321 rBV 125762 94949 2.55% 0.246%
13 9.916 1327 1331 1335 rBV 1629532 1377772 37.06% 3.565%
14 10.333 1399 1402 1405 rVB 180064 143867 3.87% 0.372%
15 10.551 1434 1439 1442 rBV 47753 59819 1.61% 0.155%

16 10.704 1461 1465 1475 rVV 1996324 2136296 57.46% 5.528%
17 10.810 1479 1483 1491 rVB 143149 178241 4._.79% 0.461%
18 11.210 1548 1551 1554 rVB 51284 44073 1.19% 0.114%
19 11.257 1555 1559 1561 rBV2 72151 62924 1.69% 0.163%
20 11.404 1580 1584 1586 rBV 1431983 1238415 33.31% 3.205%

21 11.427 1586 1588 1594 rVV 747690 590789 15.89% 1.529%

22 11.480 1594 1597 1600 rVB 48421 43021 1.16% 0.111%
23 11.904 1666 1669 1672 rBV 75557 82847 2.23% 0.214%
24 11.933 1672 1674 1680 rVB2 108905 95546 2.57% 0.247%
25 12.016 1684 1688 1691 rBV2 77729 89514 2.41% 0.232%
26 12.198 1716 1719 1722 rBV 54517 48469 1.30% 0.125%
27 12.227 1722 1724 1730 rVB2 53705 56589 1.52% 0.146%
28 12.539 1774 1777 1782 rVB 46690 54131 1.46% 0.140%

29 12.616 1787 1790 1795 rVvVv 647933 606519 16.31% 1.569%
30 12.851 1823 1830 1833 rBV 512349 561722 15.11% 1.454%

31 12.986 1842 1853 1857 rBV 2752559 2674254 71.93% 6.920%

32 13.063 1862 1866 1871 rBV3 32832 57506 1.55% 0.149%
33 13.174 1882 1885 1889 rVB2 51947 55678 1.50% 0.144%
34 13.280 1899 1903 1906 rVB2 43772 51372 1.38% 0.133%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021918\
Data File : BF103083.D

Acq On : 19 Feb 2018 15:38

Operator : SJ/JU

Sample - J1604-10

Misc :

ALS Vial : 16 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-BF020318_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 13.686 1969 1972 1977 rVB 60097 56725 1.53% 0.147%
36 13.792 1987 1990 1993 rBV2 43182 49695 1.34% 0.129%

37 13.868 2000 2003 2012 rVB3 204141 292595 7.87% 0.757%
38 14.045 2028 2033 2036 rBV2 969614 1102028 29.64% 2.852%
39 14.074 2036 2038 2045 rVB 217595 201559 5.42% 0.522%
40 14.510 2109 2112 2115 rBV4 33979 48448 1.30% 0.125%

41 14.962 2186 2189 2193 rVB 116652 122285 3.29% 0.316%
42 15.104 2208 2213 2216 rBVY 189972 294026 7.91% 0.761%
43 15.157 2220 2222 2224 rVV 73429 62515 1.68% 0.162%
44 15.180 2224 2226 2230 rVV 100075 117161 3.15% 0.303%
45 15.410 2262 2265 2271 rVB 103834 135659 3.65% 0.351%

46 15.474 2272 2276 2281 rBVY 141651 176702 4._75% 0.457%
47 15.539 2282 2287 2292 rBVY 728370 987177 26.55% 2.554%

48 15.751 2320 2323 2328 rVB5 34056 44637 1.20% 0.116%
49 15.986 2358 2363 2367 rVV 171804 256622 6.90% 0.664%
50 16.039 2368 2372 2381 rVB7 33677 66869 1.80% 0.173%
51 16.498 2446 2450 2455 rVB3 31788 58541 1.57% 0.151%

52 17.045 2538 2543 2548 rBV3 65487 127288 3.42% 0.329%
53 17.109 2548 2554 2560 rVB4 69876 164847 4.43% 0.427%
54 17.498 2617 2620 2630 rVB2 41696 81689 2.20% 0.211%
556 17.821 2671 2675 2684 rVBS8 43889 106973 2.88% 0.277%

56 18.680 2815 2821 2828 rVBS8 40923 105178 2.83% 0.272%

Sum of corrected areas: 38645912
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

\\74.0.250.170\SVOASRV\HPCHEM1I\BNA_F\DATA\BF021918\
BF103083.D
19 Feb 2018 15:38

SJ3/J

U

J1604-10

16

Sample Multiplier: 1

C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Abundance
4000000

3000000

2000000

1000000 b 15

TIC: BF103083.D

5.50

5.11

6.65

6.51
7.03

7.44

Time-->

2.50

3.00

NSNS

3.50

4.00

4.50

A
LI B B e B

T
5.00 5.50

6.00 6.50 7.00 7.50

Abundance
4000000

3000000

2000000

1000000

8.16

9|23

9.92

TIC: BF103083.D

10.70

1

11.40

.43

12.99

12.62 12,85

10.55J&81 11226148 TWIMDIDAB 12, 13181728 13

0
Time--> 8.00

10.50 11.00 11.50 12.00 12.50 13.00 13.50

Abundance
4000000

3000000

2000000

1000000

14.04

TIC: BF103083.D

16.50 11041

17.50 17.82 18.68

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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021918\
Data File : BF103083.D

Acq On : 19 Feb 2018 15:38

Operator : SJ/JU

Sample - J1604-10

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.15 19.66 ng 989047 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 35
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 11 (2.152 min): BF103083.D (-5) (-) m/z 73.00 100.00%

n
5000 43
55 87

220 230 240 2.50 2.60

Obrrrprrerprrreprrr SO by O e e Tm/Z 43.00  41.80%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 LU LI L L LB BN B
2.20 2.30 2.40 2.50 2.60
‘ 55 87 m/z 55.00 32.23%
0 \‘ ‘ ‘ !
.”,””,””,”.q”.q”.q”.q”.q””,””,””,””,””,””,“”
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 e R
2.20 2.30 2.40 2.50 2.60
5000 41 55 m/z 87.00 24 .67%
29
0 65 97 112 129
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1995: Silane, tetramethyl- AR A A aas mas
73 220 230 240 2.50 2.60

m/z 40.95 13.20%

5000
43
oLo2 15 2 ] 53 e | 88

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 240 2.50 2.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021918\
Data File : BF103083.D

Acq On : 19 Feb 2018 15:38

Operator : SJ/JU

Sample - J1604-10

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
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 10

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

5.11 2.44 ng 122494 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
3 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 32
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 514 (5.110 min): BF103083.D (-511) (-) m/z 42.95 100.00%
43
59
5000
101
4.80 5.00 5.20 5.40
b8l sl 88 | w/z 59.00 58.04%
m/z--> 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 IR LU L I
59 480 500 520 540
m/z 58.00 16.55%
o263 a8 | 88 o3 0
mz-> 20 30 40 50 60 70 80 90 100 110
Abundance
59
480 500 520 540
5000 m/z 101.00 15.46%
41
Oy "|"3§'|"4§'|?$' U '|??' '|"§6'|"' NS
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #4119: Butyl aldoxime, 3-methyl-, syn- e
59 4.80 5.00 5.20 5.40
m/z 41.00 8.11%
41
5000
86
o l4e 54 | P | 101
m/z--> 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021918\
Data File : BF103083.D

Acq On : 19 Feb 2018 15:38

Operator : SJ/JU

Sample - J1604-10

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
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 unknown6.65 Concentration Rank 1

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

6.65 73.32 ng 36878300 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 776 (6.651 min): BF103083.D (-771) (-) m/z 132.00 100.00%
5000 68
6 TTTTTTTT T T T T T T T T T
40 54 | 75 104 ‘ 6.40 6.60 6.80 7.00
o N I -1 R 1A M L | m/z 68.00 38.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 IR S R R
6.40 6.60 6.80 7.00
3 78 m/z 134.00 33.51%
1 33 ‘
0'W'”'P'”I”J“'h'P'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 6.80 7.00
5000 67 m/z 66.00 25.65%
41 97
53 117
79
ol 34 60 89 | 105 124
mﬁﬁmﬁmﬁ
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LA L L L L L B
132 6.40 6.60 6.80 7.00
m/z 69.00 14.91%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021918\
Data File : BF103083.D

Acq On : 19 Feb 2018 15:38

Operator : SJ/JU

Sample - J1604-10

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
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 Hexadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.33 2.09 ng 143867 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 87
2 Tetradecane 198 C14H30 000629-59-4 86
3 Pentadecane 212 C15H32 000629-62-9 83
4 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 80
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 72
Abundance Scan 1401 (10.327 min): BF103083.D (-1399) (-) m/z 57.00 100.00%
57
43
5000
10.00 10.20 10.40 10.60
0 m/z 43.00 62.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43 %7
5000 & AR R DS
g5 mmmmmmmm
29 m/z 71.00 43 .20%
0 ‘ L L4 ‘ 99 113 127 141 155 169 183 107 226
m/z--> ﬁo Jo éo 8b 160 150 1&0 160 180 200 250
Abundance
57
43
71 10.00 10.20 10.40 10.60
5000 85 m/z 85.05 32.26%
29
ol 15 99 113 127 141 155 169 198
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 260 250
Abundance #71393: Pentadecane A A AR
57 mmmmmmmm
43 m/z 41.00 26.89%
71
5000 85
29 99
ol 15 | ‘L I 113127 141 155 169 183 212
m/z--> ﬁo Jo éo 50 160 150 140 160 180 200 250 1000 1020 1040 1060
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021918\
Data File : BF103083.D

Acq On : 19 Feb 2018 15:38

Operator : SJ/JU

Sample - J1604-10

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
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 Pentafluoropropionic acid, ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

'13.87 s5.31ng 202595  Chrysene-di2 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 93
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 n-Nonadecanol - 284 C19H400 001454-84-8 90
4 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 90
5 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 90

Abundance Scan 2003 (13.868 min): BF103083.D (-2000) (-) m/z 57.00 100.00%
57
83
111 P
299 R RAREEREEEE REE s
3 l |13g 168 202 13.60 13.80 14.00 14.20
ob—— A e e m/z 55.00 82.77%
m/z--> 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
i LM
5000 LA L L L L L LB
13 60 13. 80 14. 00 14 20
29 m/z 43.00 76.24%
oL LA ‘ L il 139 163182 20 237255 356
L f T —— T
m/z--> 50 0 250 300 350
Abundance
R RS R
13.60 13.80 14.00 14.20
5000 111 m/z 83.00 72 .64%
29
o 139 167 106 233 266 204
— T T T T T T T T e T T
m/z--> 50 100 150 200 250 300 350
Abundance #131393: n-Nonadecanol-1 R an e St
83 13.60 13.80 14.00 14.20
m/z 68.95 66.26%
5000
111
0 18JLL‘\\6 .‘ t |1394‘168 196 238 266
e i R AR EE RS R
m/z--> 50 100 150 200 250 300 350 13 60 13. 80 14. 00 14 20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021918\
Data File : BF103083.D

Acq On : 19 Feb 2018 15:38

Operator : SJ/JU

Sample - J1604-10

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
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 1,19-Eicosadiene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.96 2.48 ng 122285 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,19-Eicosadiene 278 C20H38 014811-95-1 94
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 81
3 Hexadecanal 240 C16H320 000629-80-1 80
4 Tetradecanal 212 C14H280 000124-25-4 80
5 1,16-Hexadecanediol 258 C16H3402 007735-42-4 72

Abundance Scan 2189 (14.962 min): BF103083.D (-2186) (-) m/z 57.00 100.00%

43
82

5000

270 14.60 14.80 15.00 15.20
m/z 43.00 89.26%

138157165179193 213 543
0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126193: 1,19-Eicosadiene
55

41

5000

14.60 14.80 15.00 15.20
m/z 82.00 76.06%

124138152165 180194208222236250 278

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 82
96 LR DR DA DR B
57 14.60 14.80 15.00 15.20
5000 29 m/z 55.00 58.13%

110
24138
o 152166180194208222236250 268

mmwﬁwmmﬁrﬂ‘wm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #94314: Hexadecanal R AR maEE
14.60 14.80 15.00 15.20

m/z 83.00 53.28%

5000

110,54

138152 1664g0 196 222

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

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021918\
Data File : BF103083.D

Acq On : 19 Feb 2018 15:38

Operator : SJ/JU

Sample - J1604-10

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
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 1-Heneicosanol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.18 2.37 ng 117161 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 n-Nonadecanol-1 284 C19H400 001454-84-8 93
3 n-Heptadecanol-1 256 C17H360 001454-85-9 93
4 1-Hexadecanol 242 C16H340 036653-82-4 90
5 Behenic alcohol 326 C22H460 000661-19-8 87

Abundance Scan 2226 (15.180 min): BF103083.D (-2224) (-) m/z 55.00 100.00%

5000

268 R
14.80 15.00 15.20 15.40

m/z 83.00 93.30%

171187 205951
04

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

Abundance #155046: 1-Heneicosanol

55 83

5000

14.80 15.00 15.20 15.40
m/z 97.00 88.98%

139154 266

182 210

238 294

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 83
R o R o R
14.80 15.00 15.20 15.40
5000 111 m/z 57.00 87.50%

29 126

0 154 182 210 238 266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107662: n-Heptadecanol-1 A B o
14.80 15.00 15.20 15.40

m/z 69.00 81.36%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14. 80 15. 00 15 20 15.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021918\
Data File : BF103083.D

Acq On : 19 Feb 2018 15:38

Operator : SJ/JU

Sample - J1604-10

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.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 Perylene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.41 2.75 ng 135659 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Perylene 252 C20H12 000198-55-0 97
2 Benzo[e]pyrene 252 C20H12 000192-97-2 95
3 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 94
4 Benzo[k]fluoranthene 252 C20H12 000207-08-9 94
5 Benzo[a]pyrene 252 C20H12 000050-32-8 90
Abundance Scan 2265 (15.410 min): BF103083.D (-2262) (-) m/z 252.10 100.00%
252
5000
1 15.00 15.20 15.40 15.60 15.80
112 224 - - : : :
o 4155 75 98 150 173 198211 265 /7 250.05  30.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #104214: Perylene
252
5000
15.00 15.20 15.40 15.60 15.80
125 m/z 253.05 20.17%
ol.17_ 39 62 83 99112 150 174 200 224239
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
252
15.00 15.20 15.40 15.60 15.80
5000 m/z 125.00 19.04%

125
50 63 83 99112 146 174 200 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #104227: Benz[e]acephenanthrylene LB e e L e
252 15.00 15.20 15.40 15.60 15.80

m/z 125.95 13.07%
5000
126
o 39 63 8710022 | 150 174 200 224738 |
L B R A AR AR Sa s e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.00 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021918\
Data File : BF103083.D

Acq On : 19 Feb 2018 15:38

Operator : SJ/JU

Sample - J1604-10

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
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 Tetratetracontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.99 5.20 ng 256622 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 87
2 2-methyloctacosane 408 C29H60 1000376-72-8 87
3 Tetracosane 338 C24H50 000646-31-1 87
4 Pentacosane 352 C25H52 000629-99-2 87
5 Hentriacontane 437 C31H64 000630-04-6 86
Abundance Scan 2364 (15.992 min): BF103083.D (-2358) (-) m/z 57.00 100.00%

5000

H

266 15.60 15.80 16.00 16.20 16.40

141 183217

0 m/z 71.05 55.06%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57
5000 TT T T [T T T T[T T T T[T TT T 7T

15.60 15.80 16.00 16,20 16.40
m/z 43.00 52.61%

\Hu 141 183 225 267 309 351 393 435 491 535 574 617

0..”,..w.”.“.” SR R L R TR R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
LN M2 B
15.60 15.80 16.00 16.20 16.40
5000 m/z 85.05 44 .22%
99
ol 26 141 183 225 267 309 365
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #175557: Tetracosane T T T e
517 15.60 15.80 16.00 16.20 16.40
m/z 55.00 18.99%
5000

is

99
26 ] | 141 183 225 267 338

M SN

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 15 60 15. 80 16. OO 16 20 16. 40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021918\
Data File : BF103083.D

Acq On : 19 Feb 2018 15:38

Operator : SJ/JU

Sample - J1604-10

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
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 unknownl7.82 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.82 2.17 ng 106973 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 2-(octadecyloxy)- 314 C20H4202 002136-72-3 14
2 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 14
3 2-methyltetracosane 352 C25H52 1000376-72-6 11
4 2-methyloctacosane 408 C29H60 1000376-72-8 10
5 Octadecane, 3-ethyl-5-(2-ethylbu... 366 C26H54 055282-12-7 10
Abundance Scan 2675 (17.821 min): BF103083.D (-2671) (-) m/z 43.00 100.00%
7o e WWW\/A
5000
17,60 17.80 18.00 18.20
o m/z 57.00 89.09%
m/z--> 50 100 150 200 250 300 350 400
Abundance #156673: Ethanol, 2-(octadecyloxy)-
57
5000 85 LI SURRUL BN UM B
17,60 17.80 18.00 18.20
29 111 m/z 119.00 72.31%
ol L d / hlﬁl 160 197 224 252 283 su
m/z--> 50 150 200 250 300 350 400
Abundance
43
7 17,60 17.80 18.00 18.20
5000 o7 m/z 71.00 68.37%
5
0 155 183 224 253
m/z--> 50 100 150 200 250 300 350 400
Abundance #185534: 2-methyltetracosane N B B !
57 17.60 17.80 18.00 18.20
m/z 41.00 65.79%
5000 85
29 113
o d ﬂ | ﬂ 141,169 197 225 253 309 337
m/z--> 50 100 150 200 250 300 350 400 17,60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021918\
Data File : BF103083.D

Acq On : 19 Feb 2018 15:38

Operator : SJ/JU

Sample - J1604-10

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
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 14 unknownl8.68 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.68 2.13 ng 105178 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Androst-4-en-3-one, 17-hydroxy-,... 288 C19H2802 000604-39-7 32
2 p-Fluoroatropine dehydrate 289 C17H20FNO2 1000212-74-8 22
3 Phosphonic acid, 2-phenylethenyl... 290 C15H1504P 330855-58-8 22
4 2-Hydroxy-3-aminomethylpyridine 124 C6H8N20 123369-45-9 14
5 1-(5,5,5-Trichloropentyl)-1H-1,2. .. 241 C7H10CI3N3 165186-61-8 14
Abundance Scan 2821 (18.680 min): BF103083.D (-2815) (-) m/z 43.00 100.00%
a3 57 124
5000 71 85
| 249 273 230 ' 18.40 18.60 18.80 19.00
O m/z 124.00 89 .55%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #134675: Androst-4-en-3-one, 17-hydroxy-, (10.alpha.,17.be...
124
5000
288 18.40 18.60 18.80 19.00
oL 100 | 147 046 m/z 57.00 85.25%
164 187203 08 270
0‘
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
124
' 18.40 18.60 18.80 19.00
5000 m/z 55.00 60.80%
82 96 289
42 67 140
o 110 166180 203
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #135935: Phosphonic acid, 2-phenylethenyl-, 4-methoxypheny... A o Al BRRmsma
124 18.40 18.60 18.80 19.00
m/z 147.00 45 _39%
5000
109
149 290
0 37\M e b AS7181 208 226242256 273 |
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 1840 18.60 18.80 19.00
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021918\
Data File : BF103083.D

Acq On : 19 Feb 2018 15:38

Operator : SJ/JU

Sample - J1604-10

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_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]
Butane, 2-methoxy... 2.15 19.7 ng 989047 1 6.87 1005910 20.0
2-Pentanone, 4-hy... 5.11 2.4 ng 122494 1 6.87 1005910 20.0
unknown6 .65 6.65 73.3 ng 3687800 1 6.87 1005910 20.0
Hexadecane 10.33 2.1 ng 143867 3 9.92 1377770 20.0
Pentafluoropropio... 13.87 5.3 ng 292595 5 14.05 1102030 20.0
1,19-Eicosadiene 14.96 2.5 ng 122285 6 15.54 987177 20.0
1-Heneicosanol 15.18 2.4 ng 117161 6 15.54 987177 20.0
Perylene 15.41 2.8 ng 135659 6 15.54 987177 20.0
Tetratetracontane 15.99 5.2 ng 256622 6 15.54 987177 20.0
unknownl17 .82 17.82 2.2 ng 106973 6 15.54 987177 20.0
unknownl18.68 18.68 2.1 ng 105178 6 15.54 987177 20.0
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