LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM121918\
Data File : BM018302.D

Aca On : 19 Dec 2018 18:34

Operator : JU/SJ

Sample : J6465-02

Misc :

ALS Vial : 3 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:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM121518 .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 4.681 300 305 310 rBV 66302 89992 2.10% 0.197%
2 5.122 374 380 394 rBVY 1574620 2229342 52.05% 4.870%
3 6.687 639 646 662 rBY 1486488 2412852 56.33% 5.271%
4 7.028 697 704 717 rBVY 1560488 2446860 57.13% 5.346%
5 7.487 774 782 791 rBV 345428 552335 12.90% 1.207%
6 7.798 828 835 846 rVB 1169081 1809623 42.25% 3.953%
7 8.645 971 979 988 rBV 811009 1387712 32.40% 3.032%
8 10.251 1245 1252 1262 rBV 393243 680882 15.90% 1.488%
9 12.751 1670 1677 1688 rBVY 1896166 2772819 64.74% 6.058%
10 13.621 1818 1825 1835 rBV 96335 148451 3.47% 0.324%
11 14.145 1908 1914 1925 rVB2 550963 824088 19.24% 1.800%
12 14.598 1985 1991 1996 rBVv4 27187 46399 1.08% 0.101%
13 15.651 2164 2170 2181 rBV 1457341 2162149 50.48% 4.724%
14 16.333 2280 2286 2289 rBvV3 54199 92129 2.15% 0.201%

15 16.468 2290 2309 2310 rBV5 159257 586250 13.69% 1.281%

16 16.910 2378 2384 2392 rBV 598427 899639 21.00% 1.965%
17 17.692 2512 2517 2521 rBV5 28722 53366 1.25% 0.117%
18 17.827 2532 2540 2557 rBV 1601253 2474719 57.78% 5.406%
19 18.621 2661 2675 2685 rBV3 490040 1733627 40.48% 3.787%
20 18.692 2685 2687 2695 rVB7 36688 48638 1.14% 0.106%

21 18.968 2730 2734 2736 rBV2 65823 92064 2.15% 0.201%
22 18.998 2736 2739 2748 rVB6 82460 150964 3.52% 0.330%
23 19.115 2754 2759 2775 rBV 774380 1249434 29.17% 2.730%
24 19.562 2830 2835 2844 rVB 2799721 3266255 76.26% 7.136%
25 19.815 2870 2878 2887 rBV2 887059 1913903 44.69% 4.181%

26 20.021 2906 2913 2929 rBV 536381 1493526 34.87% 3.263%
27 20.386 2972 2975 2982 rVB4 53383 94168 2.20% 0.206%
28 20.703 3023 3029 3040 rBV 1033561 2001408 46.73% 4._.372%
29 20.856 3051 3055 3065 rVB 303531 398325 9.30% 0.870%
30 21.133 3097 3102 3107 rBvV 796370 1101057 25.71% 2.405%

31 21.292 3127 3129 3133 rVB3 65944 64659 1.51% 0.141%
32 21.433 3147 3153 3162 rBV 975511 1795765 41.93% 3.923%
33 21.715 3199 3201 3204 rBV2 73371 76824 1.79% 0.168%

34 22.133 3267 3272 3281 rVB 739106 1376938 32.15% 3.008%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM121918\
Data File : BM018302.D

Aca On : 19 Dec 2018 18:34

Operator : JU/SJ

Sample : J6465-02

Misc :

ALS Vial : 3 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

Z :\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 22.280 3292 3297 3304 rVB 3358573 4283049 100.00% 9.357%

36 22.644 3356 3359 3364 rVB 144426 191693 4.48% 0.419%
37 22.909 3399 3404 3412 rVB 354411 736925 17.21% 1.610%
38 23.180 3446 3450 3456 rVB 161337 258811 6.04% 0.565%
39 23.291 3464 3469 3481 rVB 654376 1157142 27.02% 2.528%
40 23.780 3547 3552 3560 rVvB2 310615 618335 14.44% 1.351%

Sum of corrected areas: 45773117
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM121918\
Data File : BM018302.D

Aca On : 19 Dec 2018 18:34

Operator : JU/SJ

Sample : J6465-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM018302.D
3500000

3000000
2500000

2000000

5.12 7.03
1500000 6.69

7.80
1000000 8.65

500000 7.49 10.25
4.68

R e e

T
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM018302.D

3500000
3000000 19.56
2500000
2000000 12.75

17.83
1500000 15.65

1000000 1912 | 1982

14.14 16.91 20.02
500000 18.62

16,47
13.62 14.60 1634 17. 648

Time--> 12.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance TIC: BM018302.D
22,28

20.39

3500000
3000000
2500000
2000000

1500000 Jra3
b0.70 : I
21.13 22.14 23.29

22.91 23.78
22.64 |\ 23.

1000000

500000

AN

T

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 2500 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM121918\
Data File : BM018302.D

Aca On : 19 Dec 2018 18:34

Operator : JU/SJ

Sample : J6465-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 19

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

4.68 3.26 ng 89992 1,4-Dichlorobenzene-d4 7.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
2 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 38
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 35
4 3-Pentanol 88 C5H120 000584-02-1 28
5 t-Butyl ethyl ether 102 C6H140 1000118-18-4 25

Abundance Scan 305 (4.681 min): BM018302.D (-300) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1
83.1 440 4.60 4.80 5.00
ol T 2070 sy 59,10 80.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LR I L L UL
59.0 440 460 480 5.00
0
150 1010 m/z 101.10 30.97%
0 Wl 830 |
AL S IR SURLLEL SURLIL DAL DL BN L L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4388: Propane, 1-ethoxy-2-methyl-
59.0
440 4.60 480 500
5000 m/z 58.10 14.93%
41.0
‘ ‘ 102.0
L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3966: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43.0 440 4.60 4.80 5.00
m/z 41.10 11.20%
5000 101.0
59.0
i i A
0"”I"”"'”I"”I"”I"”I"”I"”I"”I"”I"”
m/z--> 40 80 100 120 140 160 180 200 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM121918\
Data File : BM018302.D

Aca On : 19 Dec 2018 18:34

Operator : JU/SJ

Sample : J6465-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown7.03 Concentration Rank 1

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

7.03 88.60 ng 2446860 1,4-Dichlorobenzene-d4 7.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12

Abundance Scan 704 (7.028 min): BM018302.D (-697) (-) m/z 132.00 100.00%
13R.0
5000 68.1
96.0 R S L
40.1 1150 2070 6.60 6.80 7.00 7.20 7.40
o} : R e T m/z 68.10 46.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRR SRS S RS A

6.60 6.80 7.00 7.20 7.40
m/z 134.00 33.66%

31.0 510
ol T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132.0
e
970 6.60 6.80 7.00 7.20 7.40
5000 ’ m/z 66.10 32.74%
31.0 510 70.0
) S N A R S —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14013: 1H-Benzimidazole, 2-methyl- R REmmE TR
132.0 6.60 6.80 7.00 7.20 7.40
m/z 69.10 19.88%
5000
63.0
.y??...%%9.‘2.,u..Z%Q.‘l}???..,.. I —— B I NS A VO —
m/z--> 20 40 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM121918\
Data File : BM018302.D

Aca On : 19 Dec 2018 18:34

Operator : JU/SJ

Sample : J6465-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknownl16.33 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
16.33 2.05 ng 92129 Phenanthrene-d10 16.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 47
2 Tridecanoic acid 214 C13H2602 000638-53-9 47
3 Tetradecanoic acid 228 C14H2802 000544-63-8 43
4 n-Decanoic acid 172 C10H2002 000334-48-5 38
5 Lactose 342 C12H22011 000063-42-3 35
Abundance Scan 2285 (16.327 min): BM018302.D (-2280) (-) m/z 73.00 100.00%
430 730
5000
97.0 128.9 185.1
2071 2281 16,00 16.20 16.40 16.60
0 m/z 43.00 83.86%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #56046: Dodecanoic acid
60.0
43.0
5000 AR LSRR ARE
85.0 1290 - 16.00 16.20 16,40 16.60
‘ m/z 59.95 79.38%
200.0
0L15:0 . ,.,“J ..||‘| In111 I S E T
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance #65565: Tridecanoic acid
73.0
43.0 16.00 16.20 16.40 16.60
5000 129.0 m/z 57.05 71.59%
171.0
I ) | s
oLk I .‘l . .‘i‘.‘ : .”l“‘.‘l‘.‘. Iuh h‘;mlhl .“H ! okl ‘I].ISIZIP - .‘ |1|9|7|q| .“. R
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #75070: Tetradecanoic acid T T TR
43.0 73.0 16.00 16.20 16.40 16.60
m/z 55.00 67.17%
5000 129.0
185.0
97.0 228.0
0..1.8.|q|..|....... Hm MH M .‘.‘.. ‘”1|5|7(|)|‘” |||||||||||l|| N B B S
m/z--> 20 40 60 100 120 140 160 180 200 220 1600 1620 1640 16.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM121918\
Data File : BM018302.D

Aca On : 19 Dec 2018 18:34

Operator : JU/SJ

Sample : J6465-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.83 55.02 ng 2474720 Phenanthrene-d10 16.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 Estra-1.3.5(10)-trien-17.beta.-ol 256 C18H240 002529-64-8 30
5 Eicosane 282 C20H42 000112-95-8 11
Abundance Scan 2540 (17.827 min): BM018302.D (-2532) (-) m/z 73.00 100.00%
73.0
411
5000
129.1
97.1 213.2 N EEREN e
o 1711 o 256.2 p811 17.60 17.80 18.00 18.20
T : m/z 60.00 74.49%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92227: n-Hexadecanoic acid
43.0
73.0
5000

17.60 17.80 18.00 18.20
m/z 41.10 65.05%

97.0 129.0 256.0
S 0T .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65562: Tridecanoic acid
73.0

43.0

17.60 17.80 18.00 18.20

5000 m/z 43.10 64 .29%
129.0
214.0
e |

obe il e L

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid R R e

43.0 73.0 17. 60 17. 80 18. 00 18. 20

m/z 55.10 61.97%

5000 129.0 J\\

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 60 17. 80 18. 00 18. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM121918\
Data File : BM018302.D

Aca On : 19 Dec 2018 18:34

Operator : JU/SJ

Sample : J6465-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Heptadecane, 9-octyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.62 38.54 ng 1733630 Phenanthrene-d10 16.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heneicosane. 11-(l-ethvlpropvl)- 366 C26H54 055282-11-6 91
4 Heptadecane 240 C17H36 000629-78-7 90
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 90

Abundance Scan 2675 (18.621 min): BM018302.D (-2661) (-) m/z 57.10 100.00%

57.1
85.0
5000

|1 155.11831211.3 18.40 18.60 18.80 19.00
0 S I' Ay 2 2113 253382811 8284 | m/z 71.10 85.16%

m/z--> 50 100 150 200 250 300 350
Abundance #142113: Heptadecane, 9-octyl-
57.0
5000 85.0

18.40 18.60 18.80 19.00
m/z 43.10 61.15%

13,
o i [1 14,1 0169.0107.0  2370267.0204.0 323.0 352. 0
S A e e PSR D 900 D 20
miz--> 50 150 200 250 300 350
Abundance #115570: Heneicosane
57.0

18.40 18 60 18. 80 19.00

85.0

5000 ' m/z 85.05 61.15%
29.0 113.0
oL | ‘ || ) 1410169.0197.02250253.0 296.0
A e
m/z--> 50 100 150 200 250 300 350
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)- PP T . 4
43.0 18. 40 18 60 18. 80 19. 00
m/z 41.10 27 .42%
71.0
5000
99.0
o ‘ | J‘ | 2015501830 22502530 2950 3370
m/z--> 50 100 150 200 250 300 350 18. 40 18 60 18. 80 19. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM121918\
Data File : BM018302.D

Aca On : 19 Dec 2018 18:34

Operator : JU/SJ

Sample : J6465-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 9-Octadecenoic acid, (E)- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

19.00 3.36 ng 150964 Phenanthrene-d10 16.91

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid. (E)- 282 C18H3402 000112-79-8 86
2 Octadec-9-enoic acid 282 C18H3402 1000190-13-7 74
3 6-Octadecenoic acid. (2)- 282 C18H3402 000593-39-5 66
4 14-Pentadecenoic acid 240 C15H2802 017351-34-7 58
5 1-Decene 140 C10H20 000872-05-9 55

Abundance Scan 2739 (18.998 min): BM018302.D (-2736) (-) m/z 55.05 100.00%

5000

-

18.60 18.80 19.00 19.20 19.40
m/z 69.10 91.51%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107527: 9-Octadecenoic acid, (E)-

-

5000 | NI LI L L L LB LB L
18.60 18.80 19.00 19.20 19.40
m/z 41.10 71.63%
180.0 222.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107520: Octadec-9-enoic acid
53.0 83.0
R e B e A RE
18.60 18.80 19.00 19.20 19.40
5000 m/z 83.10 70.58%
29.0
H 138.0 180.0 222.0
0 ...,.l..i.‘..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107523: 6-Octadecenoic acid, (2)- S EEE LS B a—"
55.0 18.60 18.80 19.00 19.20 19.40
m/z 57.10 62.90%
83.0
5000 29.0
180.0 222.0
O.H,AHUL. 8
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.60 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM121918\
Data File : BM018302.D

Aca On : 19 Dec 2018 18:34

Operator : JU/SJ

Sample : J6465-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.12 22.70 ng 1249430 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 86
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 70
5 n-Decanoic acid 172 C10H2002 000334-48-5 64
Abundance Scan 2760 (19.121 min): BM018302.D (-2754) (-) m/z 73.05 100.00%
73.0
43.1
5000 129.1
185.1 241.2 0843 R
. 1, \ 131 |. . l 3552 18.80 19.00 19.20 19.40 :
! o T S m/z 60.00 78.60%
m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
5000 129.0
18.80 19.00 19.20 19.40
1850 410 2840 m/z 43.10 77.48%
1

o b L
m/z--> 50 100 150 200 250 300 350
Abundance #75071: Tetradecanoic acid
73.0
T T T
43.0 18.80 19.00 19.20 19.40
m/z 55.10 69.65%
5000 129.0
185.0 228.0
- —— '}. ”Hl{ R SO { b “. T
m/z--> 50 100 150 200 250 300 350
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester e e AR
43.0 18.80 19.00 19.20 19.40
m/z 41.10 67.04%
73.0
‘ 129.0
185.0 2410
ok, ..JithNMJM\ b b 8720 AL SR
m/z--> 50 100 150 200 250 300 350 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM121918\
Data File : BM018302.D

Aca On : 19 Dec 2018 18:34

Operator : JU/SJ

Sample : J6465-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.70 36.35 ng 2001410 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
4 Octacosane 394 C28H58 000630-02-4 87
5 Tetracosane 338 C24H50 000646-31-1 83
Abundance Scan 3028 (20.697 min): BM018302.D (-3023) (-) m/z 57.05 100.00%
57.0
5000 J\
%0 20.40 20.60 20.80 21.00
41.1 183.2 : : : :
oL LA L] P 1m2 200582 p953  mse1 a2e0 2000 G ey
m/z--> 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane
57.0
5000
20.40 20.60 20.80 21.00
99.0 m/z 85.10 65.66%
0l15.9] J f ,| ] 1419 183.0 225.0 296.0
m/z--> 50 100 1éo 260 250 360 3%0 460
Abundance #151556: Heptacosane
57.0
' 20.40 20.60 20.80 21.00
5000 m/z 43.10 62.00%
ol | 1193 OJ 141.0 183.0 225.0 267.0 323.0 380.0
m/z--> 55 160 1%0 260 2éo 360 3%0 460
Abundance #123100: Pentadecane, 8-heptyl- e e Al BAREN R
57.0 20.40 20.60 20.80 21.00
m/z 55.10 25.75%
0 | l_ U }4¥9176021?0 252.0  309.0
m/z--> 55 160 1éo 260 250 360 3%0 460 2040 2060 2080 2100
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM121918\
Data File : BM018302.D

Aca On : 19 Dec 2018 18:34

Operator : JU/SJ

Sample : J6465-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Cyclotetradecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
20.86 7.24 ng 398325 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 91
2 1-Tetracosanol 354 C24H500 000506-51-4 90
3 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 87
4 Bromoacetic acid. octadecvl ester 390 C20H39Br02 018992-03-5 87
5 1-Octadecanol 270 C18H380 000112-92-5 83
Abundance Scan 3056 (20.862 min): BM018302.D (-3051) (-) m/z 83.10 100.00%
431 83.1
207.0 20,60 20.80 21.00 2120
) ' 360 A1 w7z 57.10 96.34%
m/z--> 50 100 150 200 250 300 350 400
Abundance #53619: Cyclotetradecane
58.0
5000 97.0 AR AR AR I
20.60 20.80 21.00 21.20
m/z 55.10 94 .16%
s [ Lk Lo =0
m/z--> 55 160 150 260 250 300 350 400
Abundance #142901: 1-Tetracosanol
43.0
20,60 20.80 21.00 2120
5000 83.0 m/z 97.10 93.73%
0 ,le I [l 1250 168.0 210.0 252.0 294.0 336.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester B AR B
57.0 20.60 20.80 21.00 21.20
m/z 69.10 92 .44%
97.0
5000
oL L ‘ | Lﬁlp 1699202,07%%9 2830
m/z--> 5'0 100 1&1,0 200 250 300 350 400 20.60 20.80 21.00 21.20

8270-BM121518_.M Thu Dec 20 14:03:18 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM121918\
Data File : BM018302.D

Aca On : 19 Dec 2018 18:34

Operator : JU/SJ

Sample : J6465-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 16 Squalene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
22.28 74.03 ng 4283050 Perylene-di12 23.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 91
2 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 90
3 2.6.10.14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 83
4 4.9.13.17-Tetramethvl-4.8.12.16-... 316 C22H360 056882-09-8 74
5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 72
Abundance Scan 3297 (22.280 min): BM018302.D (-3292) (-) m/z 69.10 100.00%
69.1
5000 “
137 22.00 22.20 22.40 22.60
ol J&%#i,?@ﬂ,.@%ﬂ?@ﬁ,.53%3.”?9%”,4@ﬂ, m/z 81.10 46.81%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #158503: Squalene
69.0
5000 LI I UL UL B

22. OO 22 20 22. 40 22 60
m/z 41.05 20.73%

37.0
29.4 L |, 191023102730 341.0 4100

R B B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #158520: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23...
69.0
T R
22.00 22.20 22.40 22.60
5000 m/z 95.10 12.40%
137.0
oS byl 101023102730 3410 4100
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #133939: 2,6,10,14-Hexadecatetraenoic acid, 3,7,11,15-tetr... R e R e
69.0 22. 00 22 20 22. 40 22 60

m/z 68.10 12.28%

5000
136.0
29.
{ | ‘l 189.0  550,0287.0 332.0
ol ..,. ..., SRR S0

m/z--> 50 100 150 200 250 300 350 400 450 22.00 22.20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM121918\
Data File : BM018302.D

Aca On : 19 Dec 2018 18:34

Operator : JU/SJ

Sample : J6465-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 17 Heptacosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
22.64 3.31 ng 191693 Perylene-di12 23.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 80
2 Octadecane. 3-ethvl-5-(2-ethvlbu... 366 C26H54 055282-12-7 80
3 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 74
4 Triacontane 422 C30H62 000638-68-6 74
5 Heneicosane 296 C21H44 000629-94-7 72
Abundance Scan 3358 (22.639 min): BM018302.D (-3356) (-) m/z 57.10 100.00%
57.1
5000 \ H
9.0
1412 2070 2811 4405 4019 4801 2240 22.60 22.80 23.00
O gl : : : m/z 71.10 85.62%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #151555: Heptacosane
57.0
22.40 22.60 22.80 23.00
9.0 m/z 85.10 66 .38%
0154 |l | § 1410183.0 2250 267.0 309.0  380.0
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #147108: Octadecane, 3-ethyl-5-(2-ethylbutyl)-
43.0
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
22.40 22.60 22.80 23.00
5000 50 m/z 43.10 58.60%
ol ALl Pr0 18309050 2810 3370
m/z-> 0 50 160 1éo 200 250 360 350 400 450 '
Abundance #83812: Tridecanol, 2-ethyl-2-methyl- e ARR AR
57.0 22.40 22.60 22.80 23.00
m/z 55.00 27 .81%
5000
% 141.0 211.0
0"'JI'”'wJ"W""I”"I"”I""P"'I”"I"”I U BRI SRR SR B
m/z-> 0 50 100 150 200 250 300 350 400 450 22.40 22.60 22.80 23.00

8270-BM121518_.M Thu Dec 20 14:03:21 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM121918\
Data File : BM018302.D

Aca On : 19 Dec 2018 18:34

Operator : JU/SJ

Sample : J6465-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 18 Heptadecane, 2,6,10,15-tetr... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
22.91 12.74 ng 736925 Perylene-di12 23.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heneicosane. 11-(l-ethvlpropvl)- 366 C26H54 055282-11-6 90
4 Nonadecane. 2.3-dimethvl- 296 C21H44 075163-99-4 90
5 Eicosane 282 C20H42 000112-95-8 89
Abundance Scan 3404 (22.909 min): BM018302.D (-3399) (-) m/z 57.10 100.00%
57.1
NSRS AR SRR
41.2 207.0 o539 3421 22.60 22.80 23.00 23.20
Ob -t b, , LA i 5322951 3421 38714300 4891 72797 10 86.35%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #115581: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 INUABRUNB AUV
22.60 22.80 23.00 23.20
00 m/z 85.10 62.60%
0 [],141.0183.0 239.0 296.0
m/z-> 0 50 160 1éo 200 250 300 350 400 450
Abundance #115570: Heneicosane
57.0
22.60 22.80 23.00 23.20
5000 m/z 43.10 56.61%
9.0
o15.4 . || 141018302050  296.0
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)- R B B
43.0 22.60 22.80 23.00 23.20
m/z 55.05 30.58%
o ‘ | 12701600 2050 29503370
m/z-> 0 §o 100 150 200 250 300 350 400 450 ' 22,60 22.80 23.00 23.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM121918\
Data File : BM018302.D

Aca On : 19 Dec 2018 18:34

Operator : JU/SJ

Sample : J6465-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 19 Eicosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

23.18 4_47 ng 258811 Perylene-d12 23.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Heptacosane 380 C27H56 000593-49-7 83
3 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 80
4 Nonacosane 408 C29H60 000630-03-5 72
5 Hexadecane 226 C16H34 000544-76-3 72

Abundance Scan 3450 (23.180 min): BM018302.D (-3446) (-) m/z 57.10 100.00%

57.1
5000

\ 155.1 207.0 2811 3040 378.2 430.2 475.0 22.80 23.00 23.20 23.40

obe b L L S D 2500 3200 3782 4302 4750 m/z 71.10 99.74%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #107651: Eicosane

?

5000

22. 80 23. 00 23 20 23. 40
m/z 85.10 59.37%

0 141.0183.0 225.0 282.0

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #151556: Heptacosane

a1
=l
o

22.80 23.00 23.20 23.40
5000 m/z 43.10 56.82%

9.0
F | 141.0183.0 225.0 267.0 323.0 380.0

8

0..“..,....,....‘,....,.... I o o e s i
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #107666: Hexadecane, 2,6,10,14-tetramethyl- L L e o L EREh
57.0 22.80 23.00 23.20 23.40
m/z 69.10 24 .83%
- M/\N‘/w
113.0
018d)‘ U1, 180 as30
.”.,..”,....“...,.”.,...w....“...,.”.,...w R R
m/z--> 50 100 150 200 250 300 350 400 450 22. 80 23. 00 23.20 23.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM121918\
Data File : BM018302.D

Acq On : 19 Dec 2018 18:34

Operator : JU/SJ

Sample - J6465-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.68 3.3 ng 89992 1 7.49 552335 20.0
unknown7 .03 7.03 88.6 ng 2446860 1 7.49 552335 20.0
unknownl16.33 16.33 2.0 ng 92129 4 16.91 899639 20.0
n-Hexadecanoic acid 17.83 55.0 ng 2474720 4 16.91 899639 20.0
Heptadecane, 9-oc... 18.62 38.5 ng 1733630 4 16.91 899639 20.0
9-Octadecenoic ac... 19.00 3.4 ng 150964 4 16.91 899639 20.0
Octadecanoic acid 19.12 22.7 ng 1249430 5 21.13 1101060 20.0
Heneicosane 20.70 36.4 ng 2001410 5 21.13 1101060 20.0
Cyclotetradecane 20.86 7.2 ng 398325 5 21.13 1101060 20.0
Squalene 22.28 74.0 ng 4283050 6 23.29 1157140 20.0
Heptacosane 22 .64 3.3 ng 191693 6 23.29 1157140 20.0
Heptadecane, 2,6,... 22.91 12.7 ng 736925 6 23.29 1157140 20.0
Eicosane 23.18 4.5 ng 258811 6 23.29 1157140 20.0

8270-BM121518_.M Thu Dec 20 14:03:23 2018 Page: 17



