LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM021519\
Data File : BM018821.D

Aca On : 15 Feb 2019 17:42

Operator : JU/SJ

Sample : K1501-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs - O

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

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-BM021119.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 4.863 297 302 312 rBV 457629 666307 2.12% 0.367%
2 5.304 370 377 395 rBVY 11515700 15971344 50.84% 8.796%
3 6.892 638 647 667 rBY 10526255 17456362 55.57% 9.613%
4 7.245 699 707 724 rBVY 11360168 17649713 56.19% 9.720%
5 7.704 779 785 793 rBVY 1415559 2254959 7.18% 1.242%
6 8.028 832 840 851 rBVY 7790476 12443283 39.61% 6.853%
7 8.881 976 985 1001 rBVY 6290449 10388265 33.07% 5.721%
8 10.498 1252 1260 1272 rBV 1763748 3035546 9.66% 1.672%
9 12.974 1673 1681 1703 rBV 15197247 22689849 72.23% 12.496%
0O 13.821 1817 1825 1839 rBV 503688 775696 2.47% 0.427%
11 14.357 1909 1916 1926 rBV2 2543882 3971391 12.64% 2.187%
12 15.857 2164 2171 2201 rBV 13407425 18794069 59.83% 10.350%
13 17.109 2378 2384 2389 rBVY 3238112 4617981 14.70% 2.543%
14 17.998 2530 2535 2547 rBvV 976139 1536106 4 .89% 0.846%
15 19.280 2749 2753 2764 rBV 330193 527262 1.68% 0.290%
16 19.745 2826 2832 2838 rBVY 25084763 31412017 100.00% 17.299%
17 21.003 3042 3046 3058 rBVY 1715521 2273877 7.24% 1.252%
18 21.303 3091 3097 3102 rBVY 4006319 5075462 16.16% 2.795%
19 21.439 3117 3120 3127 rBvV 502548 528025 1.68% 0.291%
20 21.874 3190 3194 3202 rBV 728182 1008104 3.21% 0.555%
21 22.339 3269 3273 3281 rBV 900489 1145990 3.65% 0.631%
22 22.844 3355 3359 3364 rBV 850230 1216696 3.87% 0.670%
23 23.415 3452 3456 3462 rVB 675664 1014008 3.23% 0.558%
24 23.562 3474 3481 3491 rVB 2244925 4238114 13.49% 2.334%
25 24.068 3562 3567 3576 rVB 480025 892326 2.84% 0.491%

Sum of corrected areas: 181582752
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM021519\
Data File : BM018821.D

Aca On - 15 Feb 2019 17:42

Operator : JU/SJ

Sample : K1501-01

Misc :

ALS Vvial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM021119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance : .
2.5e+07 TIC: BM018821.D

2e+07

1.5e+07

5.30 .
6.89 7.25

le+07
8.03
8.88

5000000
7.70 10.50

4.86

T I T
10.00 10.50 11.00 11.50

T i HE————————— ST S -

T T T T T
Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50
Abundance TIC: BM018821.D
2.5e+07

1974

2e+07

12.97
.Se+
1.5e+07 15.86

le+07

5000000
14.36 1711

13.82 A 18.00 19.28

A S e

Time--> 12.00 12,50 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 : :
2.5e+07 TIC: BM018821.D

2e+07
1.5e+07
le+07

5000000 21.30
23.56

21.00
21.87 2234 2284 23.4
144 A A A /\_P( 241§07

B L T e e e

Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 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\BM021519\
Data File : BM018821.D

Aca On : 15 Feb 2019 17:42

Operator : JU/SJ

Sample : K1501-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 5

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

4._86 5.91 ng 666307 1,4-Dichlorobenzene-d4 7.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Guanidine 59 CH5N3 000113-00-8 50
3 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 36
4 Dimethadione 129 C5H7NO3 000695-53-4 36
5 Acetic acid, 10,11-dihydroxy-3,7... 298 C17H3004 1000194-28-5 33

Abundance Scan 301 (4.857 min): BM018821.D (-297) (-) m/z 43.00 100.00%
43
59
5000
101 e |\ A
83 460 4.80 5.00 5.20
o....,....l,'l...l|,....,....,....,....,....,.... s/ EE—_ S m/z 59.10 73.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L R L IR I
460 4.80 5.00 5.20
59 m/z 101.10 26.78%
27 | g3 19
0”” II|III ..,
m/z--> 20 40 60 85 100 120 140 160 180 200 220 240 260 280
Abundance #248: Guanidine
43 99
460 480 500 520
5000{ 18 m/z 58.00 18.22%
0'”'PA'L'”P'”P'”I””I”'W”'W'”"“"”"”"”'P'”P'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 ’\
Abundance #8042: Hydrazme, 1,1- bIS(l methylethyl) LI B B L B B B
59 460 480 500 520
m/z 41.05 9.59%
5000 101
116
0.”.“”.“”.“1?“”.“”.“”.“”.“”..”..”..”..”w.”w.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM021519\
Data File : BM018821.D

Aca On : 15 Feb 2019 17:42

Operator : JU/SJ

Sample : K1501-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 unknown7.25 Concentration Rank 1

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

7.25 156.54 ng 17649700 1,4-Dichlorobenzene-d4 7.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 2-Cvclohexen-1-one 96 C6H80 000930-68-7 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 708 (7.251 min): BM018821.D (-699) (-) m/z 132.00 100.00%
32
5000 68
40 % 7.00 720 7.40 7.60
54 - - - -
0 & ne 220 m/z 68.10  50.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 S AR SRS RS R

7.00 7.20 7.40 7.60
m/z 134.00  33.19%

31 51
o | Il | || |..| ) |
AL L e B L Mo b
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132
R B B
7.00 7.20 7.40 7.60
5000 m/z 66.10 30.95%
63 90 104
15 28 % T ywe o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13679: 5-Fluoro-2-chloropyrimidine EEmampa s
132 7.00 7.20 7.40 7.60
m/z 69.05 20.17%
5000
33 44 o 105 ‘
0...,...‘.,.‘.‘a‘s.eﬁ‘..‘..‘f?..‘,.“...,..‘.,....,....,....,.... R B o o
m/z--> 20 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM021519\
Data File : BM018821.D

Aca On : 15 Feb 2019 17:42

Operator : JU/SJ

Sample : K1501-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.00 6.65 ng 1536110 Phenanthrene-d10 17.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Undecanoic acid 186 C11H2202 000112-37-8 47
5 Undecane 156 C11H24 001120-21-4 25

Abundance Scan 2535 (17.998 min): BM018821.D (-2530) (-) m/z 73.00 100.00%

7B

—

43
5000
129
97 213 [T [T rrrrrrrrrrrrs
US 1 5157171185, o0 70y 256 o8 17.60 17.80 18.00 18.20 18.40
0 m/z 60.00 70.65%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92227: n-Hexadecanoic acid
60
5000 LANLINLL B L L L LB L BB
17. 60 17. 80 18 00 18. 20 18 40
a3 - oeg m/z 43.05 58.32%
. 97 1151291 43157171185199213927 2402
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
73
17.60 17.80 18.00 18.20 18.40
5000 m/z 57.10 52.12%
3
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65566: Tridecanoic acid
73 17.60 17.80 18.00 18.20 18.40
m/z 55.05 49.93%
43 57
5000
129
29 ‘ 1 171 214
185
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 60 17. 80 18 00 18. 20 18 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM021519\
Data File : BM018821.D

Aca On : 15 Feb 2019 17:42

Operator : JU/SJ

Sample : K1501-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 Octadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.28 2.08 ng 527262 Chrysene-di12 21.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 86
5 Tridecanoic acid 214 C13H2602 000638-53-9 52
Abundance Scan 2753 (19.280 min): BM018821.D (-2749) (-) m/z 73.00 100.00%
73
43
5000 129
97 185 241 SRR SRR BN B
284 19.00 19.20 19.40 19.60
157 207
o bt 2 1 o L LS 60700 68. 54%
m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
/8 73
5000 129 UL UL SR BN SRR
19.00 19.20 19.40 19.60
9 185 oa 284 m/z 57.10 61.80%
o 15 " .115.7| I I2].'3| I 265 \
m/z--> 50 100 1éo 260 250 360 3éo
Abundance #83683: Pentadecanoic acid
a8 73
119.00 19.20 19,40 19.60
5000 m/z 43.05 59.30%
129 242
‘ 97 ‘ 171 199
0..‘. L I"’ I.“L.LILIMI‘I|\1|53||\|\|‘||2|2‘}|\ T
m/z--> 50 100 150 200 250 300 350
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester L AT e
43 19.00 19.20 19.40 19.60
m/z 55.10 51.94%
73
B T \/k_/\jk‘-’\&__}\
129
97
185
N e o B R [ PONNUROAY L SV S
m/z--> 50 100 150 200 250 300 350 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM021519\
Data File : BM018821.D

Aca On : 15 Feb 2019 17:42

Operator : JU/SJ

Sample : K1501-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 3-Octadecene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.00 8.96 ng 2273880 Chrysene-di12 21.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octadecene. (E)- 252 C18H36 007206-19-1 97
2 Cvclotetradecane 196 C14H28 000295-17-0 93
3 Heptafluorobutvric acid. n-penta... 424 C19H31F702 1000216-79-3 90
4 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 87
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 87
Abundance Scan 3045 (20.997 min): BM018821.D (-3042) (-) m/z 57.05 100.00%
57 83
5000
lllll
139 20.60 20.80 21.00 21.20 21.40
o i AL J.,LJ, 167196 228253280 325355 401430 489 | /7 69.10  91.11%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #89787: 3-Octadecene, (E)-
41 69
97
5000 |""|""|""|""|“/'\T
20.60 20.80 21.00 21.20 21.40
m/z 83.05 83.79%
125
o J \ l | 154182 224252
mz-> 0 50 100 150 200 250 300 350 400 450 '
Abundance #53619: Cyclotetradecane
56
83 20.60 20.80 21.00 21.20 21.40
5000 m/z 43.05 78.69%
29 111
L L] zeasetee
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #160783: Heptafluorobutyric acid, n-pentadecy! ester
43 20.60 20.80 21.00 21.20 21.40
m/z 55.10 77 .10%
69
5000
97
0 | Il i3> 169 210 -
mz-> 0 50 100 150 200 250 300 350 400 450 | | 20.60 20.80 21.00 2120 21.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM021519\
Data File : BM018821.D

Aca On : 15 Feb 2019 17:42

Operator : JU/SJ

Sample : K1501-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.44 2.08 ng 528025 Chrysene-di12 21.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
3 Octadecane. 2-methvl- 268 C19H40 001560-88-9 90
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 87
5 2-Thiopheneacetic acid, 4-tetrad... 338 C20H3402S 1000280-67-0 80
Abundance Scan 3120 (21.439 min): BM018821.D (-3117) (-) m/z 57.05 100.00%
57
85
5000
113 " 21:20 21.40 21.60 21.80
141 207
oL AL L 200 207 o1 281309 342360 429 475 T 71 10 92.60%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #107652: Eicosane
57
5000 LU UL UL I B
85 21.20 21.40 21.60 21.80
29 m/z 43.05 58.94%
oL ||} 113141 169 282
m/z--> 55 160 1%0 260 2éo 360 3%0 460 4éo
Abundance #123100: Pentadecane, 8-heptyl-
57
21.20 21.40 21.60 21.80
5000 85 m/z 85.10 57.70%
29
oL } L 341160 20 939 265 300
m/z--> 55 160 1%0 260 250 300 3%0 460 4éo
Abundance #99487: Octadecane, 2-methyl-
57 21.20 21.40 21.60 21.80
m/z 55.05 25.03%
5000 85
29
0 \1 1k I 1\1}3J1‘\11\169 197 2?5 253
m/z--> 5'0 1(')0 1%0 2(')0 25'30 3(')0 351;0 4(')0 4&'30 21.'20 21.40 21.60 21.80

8270-BM021119.M Mon Feb 18 14:03:44 2019 Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM021519\
Data File : BM018821.D

Aca On : 15 Feb 2019 17:42

Operator : JU/SJ

Sample : K1501-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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

Concentration Rank 10

Peak Number

8 Tricosane

R.T. EstConc Area Relative to ISTD R.T.
21.87 3.97 ng 1008100 Chrysene-di12 21.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 89
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 86
3 Heptacosane 380 C27H56 000593-49-7 81
4 2-Thiopheneacetic acid. 4-tetrad... 338 C20H3402S 1000280-67-0 80
5 Octacosane 394 C28H58 000630-02-4 72
Abundance Scan 3193 (21.868 min): BM018821.D (-3190) (-) m/z 57.10 100.00%
57
85
5000 _J\
11314110 207 21,60 21.80 22.00 22.20
obrrd ol A L1069 207 247 281 327 369 416 461 849 | o"TIT0 88.85%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #130016: Tricosane [M
5000 ‘}\--- AU

21 60 21. 80 22. OO 22 20
m/z 85.05 59.26%

|

21.60 21. 80 22. 00 22.20

324

141169197 239267595

0

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #115581: Heptadecane, 2,6,10,15-tetramethyl-

S

5000 85 m/z 43.10 57.87%

‘ 3

I B B B il
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #151556: Heptacosane

11
141 183211239267296
57 21 60 21.80 22.00 22.20

m/z 55.05 23.45%

5000
85
29
‘ Jd113141169197225253281 323351380

e S s

m/z--> 50 100 150 200 250 300 350 400 450 500 550 21 60 21. 80 22. OO 22 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM021519\
Data File : BM018821.D

Aca On : 15 Feb 2019 17:42

Operator : JU/SJ

Sample : K1501-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 Hexadecane, 5-butyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.34 4.52 ng 1145990 Chrysene-di12 21.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 5-butvl- 282 C20H42 006912-07-8 93
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 91
3 Tridecane. 7-hexvl- 268 C19H40 007225-66-3 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 90
Abundance Scan 3273 (22.339 min): BM018821.D (-3269) (-) m/z 57.10 100.00%
57
85
5000
113 22.00 22.20 22.40 22.60
141
oL AL L tae0107z050500m1 323385 _ats_asoams 535 | 271 10 92779
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #107657: Hexadecane, 5-butyl-
a3
71
5000 AU DR SR
22.00 22.20 22.40 22.60
0
00 126 025 m/z 85.10 61.22%
0 155183 | 253280
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #115577: Pentadecane, 8-hexyl-
43
71 22.00 22.20 22.40 22.60
5000 m/z 43.10 58.43%
99 196
N | f27155 [ 225252280
m/z--> 50 100 150 260 250 300 350 400 450 500
Abundance #99478: Tridecane, 7-hexyl- ARERREEEEEEEEE e
57 22.00 22.20 22.40 22.60
29 m/z 55.05 24 .23%
5000 85
182
oL 13141 l 211238266
L L L AL UL LN DAL AL LA L L | ARV AR
m/z--> 50 100 150 200 250 300 350 400 450 500 22.00 22.20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM021519\
Data File : BM018821.D

Aca On : 15 Feb 2019 17:42

Operator : JU/SJ

Sample : K1501-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 10 Pentadecane, 8-heptyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.84 5.74 ng 1216700 Perylene-di12 23.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
2 Heneicosane. 1ll-pentvl- 366 C26H54 014739-72-1 90
3 Heptacosane 380 C27H56 000593-49-7 87
4 Tridecane. 6-propvl- 226 C16H34 055045-10-8 87
5 2-Thiopheneacetic acid, 4-tetrad... 338 C20H3402S 1000280-67-0 86
Abundance Scan 3358 (22.839 min): BM018821.D (-3355) (-) m/z 57.10 100.00%
5
5000 L /L
R R e
1 22.60 22.80 23.00 23.20
141 169 207
ol A A L1000 207 230 283309 356 a16_ 461 | psm7i 10 89, 73%
m/z--> 50 00 150 200 250 300 350 400 450
Abundance #123100: Pentadecane, 8-heptyl- /k
57
5000 85 L S UL UL B
22,60 22.80 23.00 23.20
29 m/z 85.05 58.66%
o [UE 1 B4 160 210 939066 309
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #147102: Heneicosane, 11-pentyl-
43
" 2260 22.80 23.00 23.20
5000 m/z 43.10 56.61%
99 2 295
0 || |77 ,227 155 183 253 7| 323 364
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #151556: Heptacosane T T
57 22.60 22.80 23.00 23.20
m/z 55.05 23.43%
5000
85
o 290 ||| 113141 160 107 225 253 281 323 351 380
m/z--> 50 100 1éo 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\BM021519\
Data File : BM018821.D

Aca On : 15 Feb 2019 17:42

Operator : JU/SJ

Sample : K1501-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 11 Octadecane, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.41 4.79 ng 1014010 Perylene-di12 23.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 2-methvl- 268 C19H40 001560-88-9 90
2 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 90
3 Octadecane. 1-i1odo- 380 C18H371 000629-93-6 87
4 Tridecane. 6-propvl- 226 C16H34 055045-10-8 86
5 Nonadecane 268 C19H40 000629-92-5 86
Abundance Scan 3455 (23.409 min): BM018821.D (-3452) (-) m/z 57.10 100.00%
5000
- 23100 23120 23140 25160 23,80
o 169 238 281309 342 387417 490 535 n/z 71.05 88.91%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #99487: Octadecane, 2-methyl-
57
5000 85 AU
23.00 23.20 23.40 23.60 23.80
29 m/z 85.10 59.06%
o1 f}314116919722 253
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123100: Pentadecane, 8-heptyl-
23.00 23.20 23.40 23.60 23.80
5000 m/z 43.10 53.15%
o 13141169 21%:39266 300
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #151357: Octadecane, 1-iodo- R R EEEEE e e
57 2300 23.20 23.40 23.60 23.80
m/z 55.05 22 .24%
5000 85
29
L sy 2
mz-> 0 5'0 1(')0 150 200 250 300 350 400 450 500 550 23.00 23.20 23.40 23.60 23.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM021519\
Data File : BM018821.D

Aca On : 15 Feb 2019 17:42

Operator : JU/SJ

Sample : K1501-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 Heptacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

24 .07 4.21 ng 892326 Perylene-d12 23.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
4 Hexadecane 226 C16H34 000544-76-3 86
5 Docosane 310 C22H46 000629-97-0 86

Abundance Scan 3567 (24.068 min): BM018821.D (-3562) (-) m/z 57.10 100.00%

57
85
5000

113
L 141,160 107 225 251 283300 356 385 429 461 2380 2400 2920 24.40

Ol A A Im TR R 2e0 2oF 200300 o 385 429 4ol m/z 71.10 88.81%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #151556: Heptacosane
57
85 23.80 24.00 24.20 24.40

m/z 85.10 62.26%

29
oLt ] J (118 141 169 197 225 253 281 323 351 380
B o o e LA A i B e e e LA AR I i o o o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #115570: Heneicosane
57

23 80 24.00 24.20 24.40

85

5000 m/z 43.10 53.49%
29 113
ol b g o s s 26
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #123100: Pentadecane, 8-heptyl- A R e e
57 23. 80 24 00 24. 20 24 40

m/z 55.10 24 .03%

5000 85
29 113 210
J J |17 14 169 239266 309

R R e R T

m/z--> 50 100 150 200 250 300 350 400 450 23. 80 24 00 24. 20 24 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM021519\
Data File : BM018821.D

Acq On : 15 Feb 2019 17:42

Operator : JU/SJ

Sample : K1501-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.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... 4.86 5.9 ng 666307 1 7.71 2254960 20.0
unknown? .25 7.25 156.5 ng 17649700 1 7.71 2254960 20.0
n-Hexadecanoic acid 18.00 6.7 ng 1536110 4 17.11 4617980 20.0
Octadecanoic acid 19.28 2.1 ng 527262 5 21.30 5075460 20.0
3-Octadecene, (E)- 21.00 9.0 ng 2273880 5 21.30 5075460 20.0
Eicosane 21.44 2.1 ng 528025 5 21.30 5075460 20.0
Tricosane 21.87 4.0 ng 1008100 5 21.30 5075460 20.0
Hexadecane, 5-butyl- 22.34 4.5 ng 1145990 5 21.30 5075460 20.0
Pentadecane, 8-he... 22.84 5.7 ng 1216700 6 23.56 4238110 20.0
Octadecane, 2-met... 23.41 4.8 ng 1014010 6 23.56 4238110 20.0
Heptacosane 2407 4.2 ng 892326 6 23.56 4238110 20.0
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