LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041818\

Data File : BF104601.D

Aca On - 18 Apr 2018 15:04 Instrument :

Operator : JU/SJ E?Afs el
- _ lentosampleld :

3?22'6 : J2423-04 NYS-RBR200035

ALS Vial : 15 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-BF040618.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 3.840 293 298 306 rVB 67691 94208 3.37% 0.335%
2 5.016 491 498 506 rBV 121403 161790 5.79% 0.576%
3 5.275 539 542 546 rBV 57226 56863 2.03% 0.202%
4 5.387 557 561 562 rBV 134511 133396 4.77% 0.475%
5 5.422 562 567 570 rVB 2767831 2666326 95.38% 9.490%
6 5.645 602 605 610 rBV 56716 52652 1.88% 0.187%
7 6.257 707 709 713 rBV 60103 48761 1.74% 0.174%
8 6.322 718 720 723 rBV 109378 89357 3.20% 0.318%
9 6.357 723 726 729 rBV 54133 42634 1.53% 0.152%
10 6.398 729 733 735 rBV2 51951 44496 1.59% 0.158%

11 6.439 735 740 743 rVV 2328045 2624879 93.90% 9.343%
12 6.487 745 748 754 rvV 35610 40253 1.44% 0.143%
13 6.575 758 763 766 rvV 3066192 2715871 97.15% 9.667%
14 6.628 769 772 776 rVB 200439 169262 6.05% 0.602%
15 6.804 798 802 805 rBvV 931652 759322 27.16% 2.703%

16 6.957 824 828 831 rBV 2409508 2244428 80.29% 7.989%

17 6.981 831 832 835 rVvB 84620 46610 1.67% 0.166%
18 7.045 841 843 846 rBV 44227 40339 1.44% 0.144%
19 7.075 846 848 851 rvv 42218 33304 1.19% 0.119%
20 7.122 852 856 863 rvB 91015 96162 3.44% 0.342%
21 7.334 889 892 894 rBvV 104231 96693 3.46% 0.344%
22 7.369 894 898 901 rvB 1882451 1663841 59.52% 5.922%
23 7.757 961 964 968 rvB2 34626 33489 1.20% 0.119%
24 7.822 968 975 977 rBV2 51981 51518 1.84% 0.183%

25 8.086 1016 1020 1023 rBV 1143415 934247 33.42% 3.325%

26 9.163 1198 1203 1206 rBV 3247244 2795469 100.00% 9.950%
27 9.557 1266 1270 1277 rBV 220026 224940 8.05% 0.801%
28 9.704 1291 1295 1298 rBV 31544 32790 1.17% 0.117%
29 9.769 1303 1306 1309 rVB 88501 71675 2.56% 0.255%
30 9.839 1314 1318 1322 rBV2 1053818 890884 31.87% 3.171%

31 10.269 1388 1391 1393 rVB 100132 80332 2.87% 0.286%
32 10.633 1449 1453 1458 rBV 1390558 1316225 47.08% 4.685%
33 10.739 1468 1471 1476 rBV 98857 114466 4._.09% 0.407%
34 11.186 1545 1547 1550 rBV 36425 38846 1.39% 0.138%

8270-BF040618.M Thu Apr 19 14:05:35 2018 Page: 1



LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041818\

Data File : BF104601.D

Aca On - 18 Apr 2018 15:04 Instrument :

Operator : JU/SJ E?Afs el
- _ lentosampleld :

3?22'6 : J2423-04 NYS-RBR200035

ALS Vial : 15 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-BF040618_M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.216 1550 1552 1558 rVB2 37230 47226 1.69% 0.168%
36 11.327 1568 1571 1574 rBV 849882 725921 25.97% 2.584%
37 11.351 1574 1575 1581 rVB 97094 68427 2.45% 0.244%
38 12.369 1745 1748 1753 rVB3 37338 53079 1.90% 0.189%
39 12.469 1762 1765 1771 rVB 42570 51662 1.85% 0.184%

40 12.545 1775 1778 1782 rVB 190348 176643 6.32% 0.629%

41 12.774 1811 1817 1822 rBVY 349588 353596 12.65% 1.259%
42 12.916 1837 1841 1849 rVB 2166227 2055227 73.52% 7.315%

43 12.992 1851 1854 1860 rVB4 24950 38210 1.37% 0.136%
44 13.074 1865 1868 1870 rBV2 37203 40993 1.47% 0.146%
45 13.204 1887 1890 1893 rVB2 50018 52325 1.87% 0.186%
46 13.610 1956 1959 1964 rVB 45534 43782 1.57% 0.156%
47 13.721 1975 1978 1981 rBV2 31264 38890 1.39% 0.138%
48 13.774 1985 1987 1990 rVv2 30820 35128 1.26% 0.125%

49 13.810 1990 1993 2000 rVB2 348900 353712 12.65% 1.259%
50 13.974 2015 2021 2024 rBV2 886349 1031625 36.90% 3.672%

51 13.998 2024 2025 2031 rVB 181772 145896 5.22% 0.519%

52 14.363 2085 2087 2090 rVB2 37388 32733 1.17% 0.117%
53 14.451 2100 2102 2107 rVB4 52025 55955 2.00% 0.199%
54 14.821 2163 2165 2169 rBV3 27224 34849 1.25% 0.124%

55 15.015 2194 2198 2201 rBV 227572 315902 11.30% 1.124%

56 15.315 2246 2249 2255 rVB 109684 121330 4_.34% 0.432%
57 15.374 2255 2259 2265 rVV 119385 175613 6.28% 0.625%
58 15.439 2265 2270 2284 rVB 709399 953970 34.13% 3.395%
59 15.939 2351 2355 2362 rVB3 80133 118238 4.23% 0.421%

60 16.551 2456 2459 2465 rVBS8 33560 58944 2.11% 0.210%
61 16.674 2477 2480 2484 rBV4 27045 43859 1.57% 0.156%
62 16.886 2511 2516 2522 rBV2 46705 95905 3.43% 0.341%
63 17.056 2540 2545 2551 rBV6 33431 77058 2.76% 0.274%
64 17.321 2586 2590 2597 rVB2 35344 66068 2.36% 0.235%

65 17.451 2607 2612 2620 rVB2 57555 126261 4._.52% 0.449%

Sum of corrected areas: 28095355
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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\BF041818\

BF104601.D

18 Apr 2018 15:04

JussJ

J2423-04

15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

NYS-RBR200035

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF104601.D

5.42

502 55%? 5.65

6.57

6.44 6.96

7.37

0
Time-->

N
L R B | LA B R |

5.00

5.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

8.09

TIC: BF104601.D

10.63

9.56
9%

12.92

2160320 136

(0
Time-->

9.00

10.00

9.50 10.50 11.00 11.50

12.00 12.50

13.00

13.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF104601.D

16.56.6716.897.06 17.32.45

16.00 16.50 17.00

14.50 15.00 15.50

17.50

18.00 18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041818\

Data File : BF104601.D

Aca On - 18 Apr 2018 15:04

Operator : JU/SJ

ﬁ?ggle i J2423-04 NYS-RBR200035
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.02 4.26 ng 161790 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 17
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 499 (5.022 min): BF104601.D (-491) (-) m/z 43.00 100.00%
43
59
5000
101
4 st I| 83 460 4.80 5.00 5.20 5.40 '
ot e e e e e e e e m/z 59.00 60.68%
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 SR S UL SRR
59 460 4.80 5.00 5.20 5.40
m/z 101.10 23.09%
15 31 101
0 ‘ 1 N 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520 5.40
5000 43 m/z 58.00 17.13%
31
o 15 69 87
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 T BRamr m e
59 460 4.80 5.00 5.20 5.40
m/z 41.00 8.46%
5000 41
68
0 150 . 126 147
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041818\

Data File : BF104601.D

Aca On - 18 Apr 2018 15:04

Operator : JU/SJ

ﬁ?ggle i J2423-04 NYS-RBR200035
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Benzene, l-ethyl-3-methyl- Concentration Rank 12

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

6.32 2.35 ng 89357 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 95
2 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
3 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 94
4 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91

Abundance Scan 720 (6.322 mird1)): BF104601.D (-718) (-) m/z 105.05 100.00%
105
5000
120
7 o1
39 51 65 07 6.00 6.20 6.40 6.60
(o} m/z 120.10 33.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105
5000
120 6.00 6.20 6.40 6.60
oL m/z 77.00 14.57%
15 27 3\9 5\1 §\5 7‘7 ! \“ 1
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105
6.00 6.20 6.40 6.60
5000 m/z 91.00 12.21%
120
27 39 51 65 77 91
e R S S SIS B I L B WL S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9429: Benzene, 1-ethyl-4-methyl-
105 6.00 6.20 6.40 6.60
m/z 106.00 9.99%
5000
39 51 65 o T
..1.5,.2‘.7..‘,..“..,“.‘...“‘,..“;.,‘.‘..‘.‘l....,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041818\

Data File : BF104601.D

Aca On - 18 Apr 2018 15:04

Operator : JU/SJ

ﬁ?ggle i J2423-04 NYS-RBR200035
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknown6.57 Concentration Rank 1

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

6.57 71.53 ng 2715870 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 762 (6.569 min): BF104601.D (-758) (-) m/z 132.00 100.00%
32
5000 68
6 e
40 _ sy | 75 104 6.20 6.40 6.60 6.80 7.00
o..,....,....,...:,".'..7.,::.??...'....,..?‘.7,....,.':..,.1.1:‘3.,....,'...,.. m/z 68.10 42.26%
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 o
5000 SRR RN AR SRR
6.20 6.40 6.60 6.80 7.00
3 78 m/z 134.00 32.21%
138 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80 7.00
5000 67 m/z 66.00 26.52%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmwﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 1
Abundance #14491: 5-Aminoindole P e

132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 16.56%

5000

104
66
14 27 37445158 P 7T g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041818\

Data File : BF104601.D

Aca On - 18 Apr 2018 15:04

Operator : JU/SJ

ﬁ?ggle i J2423-04 NYS-RBR200035
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 5 Benzene, 1,2,3-trimethyl- Concentration Rank 4

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

6.63 4_.46 ng 169262 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
2 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 95
3 Mesitvlene 120 C9H12 000108-67-8 93
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 90
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 90

Abundance Scan 772 (6.628 min): BF104601.D (-769) (- m/z 105.05 100.00%
105
5000 120
o 91 6.20 6.40 6.60 6.80 7.00
39 51 63
Ol et Ol 84 el Tmzz 120,05 43.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000
6.20 6.40 6.60 6.80 7.00
7 m/z 119.00 12.31%
0 15 27 3\9\ 5\1 58 §? i 9\1 97 || Al
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
120 6.20 6.40 6.60 6.80 7.00
5000 m/z 77.00 11.44%
27 41 5leges 19l
S R R R RS AR NS ALRRA RS RS SRS SRAR RARAS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9402: Mesitylene

6.20 6.40 6.60 6.80 7.00
m/z 91.00 9.70%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041818\

Data File : BF104601.D

Aca On - 18 Apr 2018 15:04

Operator : JU/SJ

ﬁ?ggle i J2423-04 NYS-RBR200035
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Benzene, 1,2-diethyl- Concentration Rank 9

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

7.12 2.53 ng 96162 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 93
2 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 81
3 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 81
4 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 81
5 3a,6-Methano-3aH-indene, 2,3,4,5... 134 C10H14 098640-10-9 72

Abundance Scan 856 (7.122 min): BF104601.D (-852) (-) m/z 91.00 100.00%
o 119
105
134
5000
39 51 6|5 7|7 6.80 7.00 7.20 7.40
R SN MW | NS RSO S 1 P/ S N m/z 119.10 87.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14842: Benzene, 1,2-diethyl-
105 119
5000 134
o1 6.80 7.00 7.20 7.40
m/z 105.00 76 .69%
27 39 51 ., 65 K
o ..,.%.5.,...‘.‘,....‘,‘....i‘.‘..5.8,.‘.‘..,...‘l‘,....‘,a‘.%S.‘H.,..‘a‘al..l??,..‘..,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
6.80 7.00 7.20 7.40
5000 134 m/z 134.10 66.15%
91
0 27 % sl 580 7 98105112 || 127
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119 6.80 7.00 7.20 7.40
m/z 92.00 38.95%
5000 134
39 7 94
o 15 3 7 Slegf 'L | 98105 | 197
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041818\

Data File : BF104601.D

Aca On - 18 Apr 2018 15:04

Operator : JU/SJ

ﬁ?ggle i J2423-04 NYS-RBR200035
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.74 3.15 ng 114466 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Pentadecane 212 C15H32 000629-62-9 87
3 Heptacosane 380 C27H56 000593-49-7 86
4 Octadecane 254 C18H38 000593-45-3 86
5 Octacosane 394 C28H58 000630-02-4 86
Abundance Scan 1471 (10.739 min): BF104601.D (-1468) (-) m/z 57.05 100.00%
57
5000 85
3 .27157 195 10.40 10.60 10.80 11.00
o\,'»l\lim,,, m/z 71.10 67.96%
m/z--> 50 100 150 200 250 300 350
Abundance #83025: Hexadecane
57
5000 AR LR IR
g5 10,40 10.60 10.80 11.00
29 m/z 43.05 61.97%
ol k |4 J 113 141 169 197 226
m/z--> 50 160 150 200 250 300 350
Abundance
57
10.40 10.60 10.80 11.00
5000 g5 m/z 85.05 41.90%
29
0 113 141 159 212
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane LI L
57 10.40 10.60 10.80 11.00
m/z 41.00 31.69%
5000
85
0 %9 (118 141 169 197 225 253 281 323 351 380
m/z--> 50 100 1&'30 200 250 300 350 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041818\
Data File : BF104601.D

Aca On : 18 Apr 2018 15:04

Operator : JU/SJ

Sample : J2423-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method :
Quant Title :
TIC Library :
TIC Integration Parameters:

C:\DATABASENNIST11.L
LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 5-Eicosene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.81 6.86 ng 353712 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 99
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 n-Tetracosanol- 354 C24H500 000506-51-4 95
4 n-Nonadecanol - 284 C19H400 001454-84-8 95
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
Abundance Scan 1993 (13.810 min): BF104601.D (-1990) (-) m/z 83.05 100.00%
57
5000
LRI BN SRR SUNRL B
139 230 13.40 13.60 13.80 14.00 14.20
ol 1o gt m/z 57.10 97.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #127769: 5-Eicosene, (E)-
55
83
5000 L B P U B,
1340 13.60 13.80 14.00 14.20
29 111 m/z 97.10 88.79%
0 LA A 139 167 106 223 252 250
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55 83
13.40 13.60 13.80 14.00 14.20
5000 111 m/z 55.05 88.13%
29
o 139 167 106 238 266 204
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1 A ERE e o
83 13.40 13.60 13.80 14.00 14.20
m/z 43.05 82.40%
o \“ ‘ 167 195 222 250 280 308 336
m/z--> ﬁ&eommmmmmmmmnmmmwmmmmo 1340 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041818\

Data File : BF104601.D

Aca On - 18 Apr 2018 15:04

Operator : JU/SJ

ﬁ?ggle i J2423-04 NYS-RBR200035
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 Octacosanol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.94 2.48 ng 118238 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosanol 410 C28H580 000557-61-9 93
2 Heptacosvl acetate 438 C29H5802 1000351-78-2 93
3 1-Octadecene 252 C18H36 000112-88-9 91
4 17-Pentatriacontene 491 C35H70 006971-40-0 91
5 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 90
Abundance Scan 2355 (15.939 min): BF104601.D (-2351) (-) m/z 83.05 100.00%
5000 W“‘\/\—fvxﬂkw
(o} m/z 57.00 88.94%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215904: Octacosanol
57
5000 LR B DU B BUL
15 60 15. 80 16 00 16. 20
125 m/z 97.05 88.35%
0 zﬁw‘ M HM\M‘H * 53‘181 209 236 264 292 322 364 392
m/z--> 50 15 o 250 300 350 460 '
Abundance
43
97 M U SR SRR
60 15.60 15.80 16.00 16.20
5000 m/z 55.00 82.48%
125
oL15 153 181 209 236 264 292 320 350 378 423
m/z--> ' 160 1éo 260 2%0 360 3%0 460 '
Abundance #104184: 1-Octadecene LI L L B LB
15.60 15.80 16.00 16.20
m/z 43.05 75 .54%
- W\\"WM
111
o .{ |139 168 196 224 252
m/z--> 160 1éo 260 2éo 360 3%0 460 ' 1560 1580 1600 1620 '
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\HPCHEM1I\BNA F\DATA\BF041818\

BF104601.D

18 Apr 2018 15:04

Jus/sJ

J2423-04 NYS-RBR200035
15 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
= C:\DATABASE\NIST11.L
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 unknownl7.45 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.45  2.65ng 126261  Perylene-diz 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Cholest-5-ene. 3-ethoxv-. (3.bet... 414 C20H500 000986-19-6 45
-beta.-Sitosterol acetate 456 C31H5202 000915-05-9 22

1H-Pvrazole-4-sulfonamide.
Methyl 12-acetyl-7-desoxycholate

1
2
3 5.alpha.
4
5

-Stiamast-9(11)-en-3.bet. ..

077794-81-1 16
1000319-53-0 11
055547-48-3 10

414 C29H500
273 C10H9F2N302S
448 C27H4405

N-(2....

Abundance Scan 2612 (17.451 min): BF104601.D (-2607) (-) m/z 43.05 100.00%
43
105 145
73 213
255 303
5000 178 329 414
381
m 17.20 17.40 17.60 17.80
o m/z 55.05 83.10%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #217443: Cholest-5-ene, 3-ethoxy-, (3.beta.)-
43
5000 LA B L L L L LB
81 368 17.20 17.40 17.60 17.80
107 329 m/z 105.05 78.30%
L M HM HM m \h g ms wrass | MY
m/z--> 50 15 200 250 300 350 400 450
Abundance
43
I a BREmEEES
17.20 17.40 17.60 17.80
5000 m/z 145.10 77.50%
81
107 147 396
173 215 255 288 315 354 428 456
(o R LT O P MRS S  aBMTW Sn H.
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #217444: 5.alpha.-Stigmast-9(11)-en-3.beta.-ol L B
95 17.20 17.40 17.60 17.80
m/z 95.00 74 .55%
159 288
o || me ||
oA e e e
m/z--> 50 100 150 200 250 300 350 400 450 17.20 17. 40 17.60 17.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041818\

Data File : BF104601.D

Acg On : 18 Apr 2018 15:04

Operator : JU/SJ

3?22'6 i J2423-04 NYS-RBR200035
ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618._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... 5.02 4.3 ng 161790 1 6.80 759322 20.0
Benzene, l-ethyl-_.. 6.32 2.4 ng 89357 1 6.80 759322 20.0
unknown6 .57 6.57 71.5 ng 2715870 1 6.80 759322 20.0
Benzene, 1,2,3-tr... 6.63 4.5 ng 169262 1 6.80 759322 20.0
Benzene, 1,2-diet... 7.12 2.5 ng 96162 1 6.80 759322 20.0
Hexadecane 10.74 3.1 ng 114466 4 11.33 725921 20.0
5-Eicosene, (E)- 13.81 6.9 ng 353712 5 13.97 1031630 20.0
Octacosanol 15.94 2.5 ng 118238 6 15.44 953970 20.0
unknownl17 .45 17 .45 2.6 ng 126261 6 15.44 953970 20.0
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