LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF041817\
Data File : BF094493.D

Aca On : 18 Apr 2017 18:25

Operator : SJ/MA

Sample : 12741-01

Misc :

ALS Vial : 5 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-BF041717 .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 3.925 334 338 348 rBV 441850 525669 14.32% 1.752%
2 4.325 402 406 409 rBV 3091207 2872028 78.22% 9.573%
3 5.401 583 589 599 rBY 2713594 3294493 89.72% 10.981%
4 5.525 605 610 613 rBVY 3144646 3050892 83.09% 10.169%
5 5.772 648 652 656 rBV 864904 715346 19.48% 2.384%
6 5.948 678 682 686 rBY 2617249 2455407 66.87% 8.184%
7 6.419 757 762 765 rBVY 1842420 1927311 52.49% 6.424%
8 7.266 902 906 909 rBVY 1066829 1010981 27.53% 3.370%
9 8.589 1126 1131 1134 rBvV 3671700 3671880 100.00% 12.239%
10 9.083 1211 1215 1219 rBV 273713 235715 6.42% 0.786%
11 9.395 1261 1268 1273 rBVv2 1091068 1035008 28.19% 3.450%
12 9.995 1366 1370 1374 rVB 56532 50116 1.36% 0.167%
13 10.371 1429 1434 1440 rBVY 1835688 1939516 52.82% 6.465%
14 10.577 1466 1469 1471 rBV 71731 68941 1.88% 0.230%
15 11.130 1560 1563 1566 rBvV 60395 55191 1.50% 0.184%
16 11.213 1573 1577 1581 rBV 1114502 1092027 29.74% 3.640%
17 11.660 1649 1653 1658 rVB 40947 37042 1.01% 0.123%
18 11.948 1697 1702 1709 rBvV3 24497 42824 1.17% 0.143%
19 12.701 1827 1830 1834 rVB 58339 52437 1.43% 0.175%
20 12.977 1872 1877 1881 rBV 57260 63523 1.73% 0.212%

21 13.201 1908 1915 1918 rBV 2880606 3544014 96.52% 11.813%
22 14.371 2109 2114 2124 rBvV4 81946 194612 5.30% 0.649%
23 14.459 2124 2129 2133 rBV 905737 940632 25.62% 3.135%
24 15.577 2316 2319 2323 rBV 90146 90460 2.46% 0.302%
25 15.859 2363 2367 2372 rBV 78124 82994 2.26% 0.277%

26 16.083 2400 2405 2412 rBV 714297 789014 21.49% 2.630%
27 16.583 2486 2490 2497 rVB 74964 113008 3.08% 0.377%
28 17.512 2644 2648 2655 rBV5 25921 50692 1.38% 0.169%

Sum of corrected areas: 30001773
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\Data\BF041817\

BF094493.D

18 Apr 2017 18:25

SJ/MA

12741-01

5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L
ion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF041817\
Data File : BF094493.D

Aca On : 18 Apr 2017 18:25

Operator : SJ/MA

Sample : 12741-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 unknown3.92 Concentration Rank 3

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

3.92 14.70 ng 525669 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 38
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 337 (3.919 min): BF094493.D (-334) (-) m/z 43.00 100.00%
43
59
5000
ae 3R 3k 40 ako
83 : : : :
e el 80 | [ m/z 59.00 57.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7975: Acetic acid, 1,1-dimethylethyl ester
43
57
5000 SSRGS
3.60 3.80 4.00 4.20
29 101 m/z 101.10 20.31%
15 |3y 51 | 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
360 3.80 4.00 420
5000 5 m/z 58.00 16.36%
15 101
25 31 37 53 83
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4330: Butane, 1-ethoxy- R R
59 3.60 3.80 4.00 4.20
31 m/z 41.00 9.55%
5000 41
73
1\5 ‘ \“\47 53\‘ . ‘ 87 102
m/z--> 1'0 2'0 3'0 4'0 5'0 6|O 7'0 8|0 9'0 1(')0 11'0 3.%0 3.&'30 4.'00 4.'20 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF041817\
Data File : BF094493.D

Aca On : 18 Apr 2017 18:25

Operator : SJ/MA

Sample : 12741-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 unknown5.52 Concentration Rank 1

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

5.52 85.30 ng 3050890 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 609 (5.519 min): BF094493.D (-605) (-) m/z 132.00 100.00%
5000 68
6 T T T T T T T T
40 _ s 75 104 ‘ 5.20 5.40 5.60 5.80
T ??.l.' S/ Mo S N m/z 68.10 40.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 AR RS A SRR
a1 o7 5.20 5.40 5.60 5.80
53 117 m/z 134.00 31.11%
st [ ey TRe a0 o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
520 540 560 580
5000 m/z 66.10 24 .60%
104
66
14 27 37 4451 55 T g9 g7 115
wwwwmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- R e RAREe
132 5.20 5.40 5.60 5.80
m/z 69.10 16.30%
5000

63
15 28 3 52 % 77 90 104 36

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF041817\
Data File : BF094493.D

Aca On : 18 Apr 2017 18:25

Operator : SJ/MA

Sample : 12741-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 Trichloroacetic acid, penta... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14 .37 4.14 ng 194612 Chrysene-di12 14.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 94
2 Heptafluorobutvric acid. n-penta... 424 C19H31F702 1000216-79-3 91
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 1-Octadecene 252 C18H36 000112-88-9 90
5 Acetic acid, chloro-, hexadecyl ... 318 C18H35CI02 052132-58-8 90
Abundance Scan 2114 (14.371 min): BF094493.D (-2109) (-) m/z 57.05 100.00%
a3y
83 o,

5000

-

14.00 14.20 14.40 14.60
m/z 43.10 78.97%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #148859: Trichloroacetic acid, pentadecyl ester
43 57
83

5000

14,00 14.20 14.40 14.60
m/z 55.10 71.95%

125

139153167182 210

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43
57 IIIIIIIIIIIIIIIIIIIIIII
14.00 14.20 14.40 14.60
5000 83 m/z 83.05 65.02%
70 97
111
125140153 169182 210
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #98171: 1-Nonadecene R R R R e

14.00 14.20 14.40 14.60
m/z 69.05 62.13%

5000

125

%

139154168182196210224238 266
S
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14100 14,20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF041817\
Data File : BF094493.D

Aca On : 18 Apr 2017 18:25

Operator : SJ/MA

Sample : 12741-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 5 Squalene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.58 2.29 ng 90460 Perylene-d12 16.08
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 91
3 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 80
4 1.5.9-Decatriene., 2.3.5.8-tetram... 192 C14H24 230646-72-7 64
5 1,3-Dioxolan-2-one, 3-methyl-3-(... 264 C16H2403 336879-76-6 53

Abundance Scan 2320 (15.583 min): BF094493.D (-2316) (-) m/z 69.05 100.00%
69
41 95 137 TTTTprTTTTTTT T T
15 20 15. 40 15. 60 15. 80 16. OO
175 205
...L,-'. al By reees | m/z 81.00  54.94%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158504: Squalene
69
soo0{ 4! AR ARA AR RARRA R
15 20 15. 40 15. 60 15. 80 16. OO
m/z 41.05 20.26%
95 137
L A H a7 M‘161 191 217 273 299 341 367 410
m/z--> 5|0 100 150 200 25|0 300 3é0 4CI)O
Abundance
69
15.20 15.40 15.60 15.80 16.00
5000 m/z 95.05 16.01%
41
% 121 149
175 203 231 273 299 341 367 410
m/z--> 5|0 1(I)O 15|0 2(I)O 25|0 300 3é0 4CI)O
Abundance #50585: 1,5,9-Undecatriene, 2,6,10—trim9thy|—, (Z)' LI
69 15.20 15.40 15.60 15.80 16.00
a1 m/z 68.10 14.74%
5000
95 123
TPy
m/z--> 50 100 150 200 250 300 350 400 15.20 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF041817\
Data File : BF094493.D

Aca On : 18 Apr 2017 18:25

Operator : SJ/MA

Sample : 12741-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.86 2.10 ng 82994 Perylene-di12 16.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octadecane 254 C18H38 000593-45-3 90
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 90
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
5 Triacontane 422 C30H62 000638-68-6 90
Abundance Scan 2367 (15.859 min): BF094493.D (-2363) (-) m/z 57.05 100.00%
57
85
5000
’ ‘ ' 15.60 15.80 16.00 16.20
155 183 258 : : : :
S ,.':|:.,|.-...l|.... et A e || M7z 71.00 71 86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane
57
85
5000 LI UL BRI I B
15. 60 15. 80 16. 00 16 20
4 s m/z 43.05 61.59%
m/z--> 25 Jo eb 80 160 150 140 160 180 200 220 240 260 280 360
Abundance
57
' 15.60 15.80 16.00 16.20
5000 85 m/z 85.10 56.89%
41

113 141 169 197 o995 254
miz-—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

%

Abundance #123100: Pentadecane, 8-heptyl- T T
57 15.60 15.80 16.00 16.20
m/z 55.00 29.43%
5000 85
4
113 210
|| ‘ |t 141 160184 210 239254 309
R L e RRARR R LA e S B B S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15. 60 15. 80 16. 00 16 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF041817\
Data File : BF094493.D

Aca On : 18 Apr 2017 18:25

Operator : SJ/MA

Sample : 12741-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 Triacontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.58 2.86 ng 113008 Perylene-di12 16.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 87
2 Dodecane. l1-i1odo- 296 C12H25l1 004292-19-7 86
3 Nonacosane 408 C29H60 000630-03-5 86
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 86
5 Octacosane 394 C28H58 000630-02-4 86
Abundance Scan 2490 (16.583 min): BF094493.D (-2486) (-) m/z 57.05 100.00%
15 101 1o 16170 16,40 1660 1630 1700
193 287239 267 m/z 71.10  64.04%
m/z--> 50 100 150 200 250 300 350 400
Abundance #160628: Triacontane
57
5000 85 AR R SR BN
16 20 16. 40 16. 60 16 80 17. oo
13 m/z 43.05 57.14%
29 ““““\‘\ i 41 169 197 225 253 281 309 337 365 393 422
m/z--> éo 100 1éo 260 250 360 3éo 460
Abundance
57
16:20 16.40 16.60 16.80 17.00
5000 85 m/z 85.05 49 _.67%
29
113 155 183
m/z--> éo 160 150 200 250 300 3éo 460
Abundance #158131: Nonacosane L e B B B
57 16.20 16.40 16.60 16.80 17.00
m/z 55.00 20.72%
5000 85
29| | |, ﬂ1}31141\169‘197 225 253 281 309 337 365 408
m/z--> éo 160 1éo 260 250 360 350 460 1620 1640 1660 1680 1700
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF041817\
Data File : BF094493.D

Acq On : 18 Apr 2017 18:25

Operator : SJ/MA

Sample - 12741-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF041717 .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]
unknown3.92 3.92 14.7 ng 525669 1 5.77 715346 20.0
unknown5 .52 5.52 85.3 ng 3050890 1 5.77 715346 20.0
Trichloroacetic a... 14.37 4.1 ng 194612 5 14.46 940632 20.0
Squalene 15.58 2.3 ng 90460 6 16.08 789014 20.0
Heneicosane 15.86 2.1 ng 82994 6 16.08 789014 20.0
Triacontane 16.58 2.9 ng 113008 6 16.08 789014 20.0
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