LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM021519\
Data File : BM018819.D

Aca On : 15 Feb 2019 16:30

Operator : JU/SJ

Sample : K1500-01

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-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 4.857 297 301 315 rVB 315044 470133 1.85% 0.333%
2 5.304 370 377 394 rBV 7799265 11380683 44.87% 8.072%
3 6.887 638 646 666 rBY 7769576 12515943 49.35% 8.877%
4 7.245 698 707 717 rBVY 8061825 12546753 49.47% 8.899%
5 7.704 778 785 793 rBVY 1092730 1723859 6.80% 1.223%
6 8.022 832 839 849 rBVY 5413181 8894930 35.07% 6.309%
7 8.875 976 984 1001 rBVY 4397949 7349416 28.98% 5.212%
8 10.498 1252 1260 1278 rBVY 1326694 2333098 9.20% 1.655%
9 12.974 1674 1681 1703 rBV 11425408 16658028 65.68% 11.814%
10 13.821 1819 1825 1840 rBvV 411906 677276 2.67% 0.480%

11 14.357 1906 1916 1933 rBV2 2013717 3105655 12.25% 2.203%
12 15.857 2161 2171 2189 rBV 9514570 13880443 54.73% 9.844%
13 17.110 2378 2384 2394 rBV 2696770 3864475 15.24% 2.741%
14 17.998 2530 2535 2546 rBV 899868 1450173 5.72% 1.029%
15 19.286 2749 2754 2772 rBV 481326 854523 3.37% 0.606%

16 19.745 2826 2832 2837 rBV 21481098 25362001 100.00% 17.987%
17 21.003 3042 3046 3054 rBvV 541512 698058 2.75% 0.495%
18 21.303 3092 3097 3106 rBV 3614902 4540812 17.90% 3.220%
19 21.439 3117 3120 3125 rVB 597628 604083 2.38% 0.428%
20 21.874 3190 3194 3201 rBV 952389 1084094 4.27% 0.769%

21 22.339 3269 3273 3279 rVB 1176336 1455442 5.74% 1.032%
22 22.844 3355 3359 3367 rVB 1105583 1607730 6.34% 1.140%
23 23.415 3451 3456 3462 rBV 1039233 1616703 6.37% 1.147%
24 23.562 3474 3481 3493 rVB2 2185673 4267001 16.82% 3.026%
25 24.068 3561 3567 3577 rVB 715430 1346577 5.31% 0.955%

26 24.821 3690 3695 3704 rVB 348250 710435 2.80% 0.504%

Sum of corrected areas: 140998324
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM021519\
Data File : BM018819.D

Aca On : 15 Feb 2019 16:30

Operator : JU/SJ

Sample : K1500-01

Misc :

ALS Vvial : 3 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 TIC: BM018819.D
2e+07

1.5e+07

1e+07
5.30 6.89 7-25

5000000 8.87

7.70 10.50
4.86 A

n
T T

T T
10.00 10.50 11.00 11.50

Oy | SR

T
Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50
Abundance TIC: BM018819.D

19.74
2e+07

1.5e+07

12.97
le+07 15.86

5000000

14.36 1r1l

13.82 18.00 19.29
[0 NEEEESESNSEESESS §SGHBSSENSENSSESSY SUMISHSEN | SIS < - _———————————————————e—-——-m—m———— - s b

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM018819.D

2e+07
1.5e+07
le+07

5000000 21.30

23.56
21.00 PL44 21.87 22.34 23{84 23,.\i1ﬁ 24.07 24.82
1.00 J& \ \ A X

B R S =

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 : BM018819.D

Aca On : 15 Feb 2019 16:30

Operator : JU/SJ

Sample : K1500-01

Misc :

ALS Vial : 3 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 8

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

4._86 5.45 ng 470133 1,4-Dichlorobenzene-d4 7.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Guanidine 59 CH5N3 000113-00-8 50
3 3-0ctanol 130 C8H180 020296-29-1 36
4 Hvdrazine. 1l.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 36
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 35

Abundance Scan 301 (4.857 min): BM018819.D (-297) (-) m/z 43.00 100.00%
43
59
5000
101
rTTTTTTTTTT T T T T T T T T
83 4.60 4.80 5.00 5.20
o....,....',":..~!~|i....,-....-,....,....,....,....,.1.91.,2]0.7.. m/z 59.05 73.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 460 4.80 5.00 5.20
m/z 101.00 27 .98%
31 g3 101
Ot e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #248: Guanidine
43 59
460 480 500 520
s000] 18 m/z 58.10 16.84%
1
0"”“'N““*'”i"“|"“l"”l"“l"“l"”l"“l"“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13175: 3-Octanol  RREEE SRS s
59 4.60 4.80 5.00 5.20
m/z 41.00 9.14%
5000 41 83
101
0 L | 112 159
m/z--> 20 40 60 80 100 120 140 160 180 200 460 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 : BM018819.D

Aca On : 15 Feb 2019 16:30

Operator : JU/SJ

Sample : K1500-01

Misc :

ALS Vial : 3 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.
7.25 145.57 ng 12546800 1,4-Dichlorobenzene-d4 7.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9
Abundance Scan 708 (7.251 min): BM018819.D (-698) (-) m/z 132.00 100.00%
132
5000 68
40 %6 7.00 720 7.40 7.60
54 : : : :
0 & L% | 0 m/z 68.10 48.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48639: Tranylcypromine-propionyl
57 132
74
5000 og 116 S AN LS IR

7.00 7.20 7.40 7.60
m/z 134.00  33.45%

0 158 189
A IIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
T T
7.00 7.20 7.40 7.60
5000 m/z 66.10 30.33%
33 44 o 105
0...,...‘.,.‘.‘a?eﬁ‘..‘..‘f?..‘,.“...,..‘.,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14006: 5-Aminoindole R o
132 7.00 7.20 7.40 7.60
m/z 69.05 19.64%
5000
104
66
14 27 39 51 7 77 g9 | 115
L o o e e o I L B o o o o e R REE e s
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 : BM018819.D

Aca On : 15 Feb 2019 16:30

Operator : JU/SJ

Sample : K1500-01

Misc :

ALS Vial : 3 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 5

R.T. EstConc Area Relative to ISTD R.T.
18.00 7.51 ng 1450170 Phenanthrene-d10 17.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 72
3 Tetradecanoic acid 228 C14H2802 000544-63-8 59
4 Tridecanoic acid 214 C13H2602 000638-53-9 53
5 Dodecanoic acid 200 C12H2402 000143-07-7 50
Abundance Scan 2535 (17.998 min): BM018819.D (-2530) (-) m/z 73.00 100.00%

73
60
43
5000
. 129
| 115 143157171185199213227 256 o, 17.60 17.80 18.00 18.20 18.40
O sl m/z 60.00 69.80%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
48 60 73
5000 29 256 A SR B A BN

17.60 17.80 18.00 18.20 18.40
m/z 43.10 56.93%

213

143 157171185 199

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43 60 73

-

17.60 17.80 18.00 18.20 18.40
m/z 57.10 51.92%

5000 29

%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid O e SR
60 73 17.60 17.80 18.00 18.20 18.40
43 m/z 55.10 50.89%
5000 129
29 185 228
115
1 143 17171 ‘
A " ol 5 O I P Y RN | S
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 : BM018819.D

Aca On : 15 Feb 2019 16:30

Operator : JU/SJ

Sample : K1500-01

Misc :

ALS Vial : 3 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 10
R.T. EstConc Area Relative to ISTD R.T.
19.29 3.76 ng 854523 Chrysene-di12 21.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 52
Abundance Scan 2755 (19.292 min): BM018819.D (-2749) (-) m/z 73.00 100.00%
5000 _4_~M,v,,\~j\*vw~v~v~vjk
119.00 19.20 19,40 19.60
0 m/z 60.00 72.74%
miz--> 0 50 100 150 200 250 300 350
Abundance #108841: Octadecanoic acid
ile]
73
5000 AU SN U B
129 19.00 19.20 19.40 19.60 :
97 185 - 284 m/z 57.10 61.50%
0| 18 Wb 357 I 218 | 265
miz--> 0 50 100 1%0 260 250 300 3%0
Abundance #83686: Pentadecanoic acid
43 73
119.00 19.20 19.40 19.60
5000 129 m/z 55.05 61.15%
‘ ‘ 97 199 242
157
0 ||‘|L Jullul‘ulw‘“]ll I“‘\Iw I{I‘I |F-8i¢)| ‘i |\||| T
miz--> 0 50 100 150 200 250 300 350
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester A EEREE RS
43 19.00 19.20 19.40 19.60
m/z 43.10 60.97%
73
129
97
185
ol Mll L e TP | au  am S M
miz--> 0 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 : BM018819.D

Aca On : 15 Feb 2019 16:30

Operator : JU/SJ

Sample : K1500-01

Misc :

ALS Vial : 3 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

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 Nonadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.00 3.07 ng 698058 Chrysene-di12 21.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Tritetracontane 605 C43H88 007098-21-7 72
3 Pentafluoropropionic acid. octad... 416 C21H37F502 1000280-07-7 53
4 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 53
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 49
Abundance Scan 3045 (20.997 min): BM018819.D (-3042) (-) m/z 57.10 100.00%
57
5000
97
27 207 20.60 20.80 21.00 21.20 21.40
ob AL S 160 ) os328s sa1 a5 | Gy 71.10  82.88%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #99476: Nonadecane
57
5000 ’A_I""I""I""I""I"
20.60 20.80 21.00 21.20 21.40
m/z 43.05 65.60%
99
0 %F [, 141 183 268
m/z--> éo 160 150 260 2%0 300 3éo 400 450 560 séo 660
Abundance #172667: Tritetracontane
57
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—q—v—r
20.60 20.80 21.00 21.20 21.40
5000 m/z 85.05 51.42%
97
o | 12Z 169 211 253 295 337 379 421 463 505 547 604
m/z--> éo 160 150 260 2%0 300 350 400 450 560 séo 660
Abundance #159526: Pentafluoropropionic acid, octadecyl ester
43 20.60 20.80 21.00 21.20 21.40
m/z 69.10 43.38%
5000
83
o hl 125154 195 252
m/z--> éo 160 150 200 2%0 300 3éo 460 450 560 séo 660 2060 2080 2100 2120 2140

8270-BM021119.M Mon Feb 18 14:03:11 2019 Page: 7



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM021519\
Data File : BM018819.D

Aca On : 15 Feb 2019 16:30

Operator : JU/SJ

Sample : K1500-01

Misc :

ALS Vial : 3 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 13

Peak Number

7 Heneicosane

R.T. EstConc Area Relative to ISTD R.T.
21.44 2.66 ng 604083 Chrysene-di12 21.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octadecane. 2-methvl- 268 C19H40 001560-88-9 90
3 Heptacosane 380 C27H56 000593-49-7 87
4 2-Thiopheneacetic acid. 4-tetrad... 338 C20H3402S 1000280-67-0 86
5 Octacosane 394 C28H58 000630-02-4 83

Abundance Scan 3120 (21.439 min): BM018819.D (-3117) (-) m/z 57.10 100.00%
57
85
5000
113 " 2120 21.40 2160 21.80
141
of A MLLL 200 207 230 281300 ass a0 a7 00100 o2 300
miz--> 0 50 00 150 200 250 300 350 400 450
Abundance #115570: Heneicosane
57
85
5000 U A B SR B
21.20 21.40 21.60 21.80
13 m/z 85.05 63.06%
11t ] | 141169197 225253 296
L U L L L B S B L L

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #99487: Octadecane, 2-methyl-

N
©
o1
S

21.20 21.40 21.60 21.80

5000 85 m/z 43.10 56.86%
29
O LA i o LA L e o e S
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #151556: Heptacosane
57 21.20 21.40 21.60 21.80
m/z 55.05 24 .71%
5000
85
29
o] | 113141169197 225253281 323351 380
I I i o o o A B i e o e R S AR REEE e e
m/z--> 0 50 100 150 200 250 300 350 400 450 21.20 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM021519\
Data File : BM018819.D

Aca On : 15 Feb 2019 16:30

Operator : JU/SJ

Sample : K1500-01

Misc :

ALS Vial : 3 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 8 Heneicosane, 11-(1-ethylpro... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.87 4.77 ng 1084090 Chrysene-di12 21.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 91
2 Octadecane. 2-methvl- 268 C19H40 001560-88-9 90
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 90
4 Heptacosane 380 C27H56 000593-49-7 87
5 2-Thiopheneacetic acid, 4-tetrad... 338 C20H3402S 1000280-67-0 86
Abundance Scan 3193 (21.868 min): BM018819.D (-3190) (-) m/z 57.10 100.00%
57
85
5000 J
13 21,60 21.80 22.00 22.20
141 207
ol .Jl,l.'l.i. (499 7239 281 326355 403429 475 535 | nzz 71.10  91.51%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)-
a3
71 _A
5000 LA SUNILR SR SRR
21.60 21.80 22.00 22.20
m/z 43.10 58.42%
9 127
0 | (17195183 225253 295 337
L SURLELI LIS SRR UL LIS SRR SIS S BRI S
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #99487: Octadecane, 2-methyl- A
57
21,60 21.80 22,00 22.20
5000 85 m/z 85.10 57.94%
oL LU 061368107720
m/z--> 50 100 150 200 250 300 350 400 450 500 _A
Abundance #123100: Pentadecane, 8-heptyl- N B AR REE R e
21.60 21.80 22.00 22.20
m/z 55.10 24 _10%
5000
ol 13141169 #1%939266 300
m/z--> 50 100 150 200 250 300 350 400 450 500 21'60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM021519\
Data File : BM018819.D

Aca On : 15 Feb 2019 16:30

Operator : JU/SJ

Sample : K1500-01

Misc :

ALS Vial : 3 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 Tridecane, 7-hexyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.34 6.41 ng 1455440 Chrysene-di12 21.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 7-hexvl- 268 C19H40 007225-66-3 91
2 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 90
3 Octadecane. 2-methvl- 268 C19H40 001560-88-9 90
4 Heptacosane 380 C27H56 000593-49-7 87
5 Hexadecane 226 C16H34 000544-76-3 86
Abundance Scan 3273 (22.339 min): BM018819.D (-3269) (-) m/z 57.10 100.00%
7
85
5000
13 22.00 22.20 22.40 22.60
141
Ol A A AL 77198, 207239 281309342 387 431 475503535 | .o 7110 91.98%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #99478: Tridecane, 7-hexyl-
g7
29
5000 85 NN BN SN
22.00 22.20 22.40 22.60
182 m/z 85.10 61.76%
o 13141 l 211238266
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #123100: Pentadecane, 8-heptyl-

22.00 22.20 22.40 22.60
m/z 43.10 56.61%

5000
13 210
o 141169 239266 309
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #99487: Octadecane, 2-methyl- AREEEEEEEEE e
57 22.00 22.20 22.40 22.60
m/z 55.10 23.89%
5000 85
29
1314116019774 253
o B EEmsEmsae e
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 : BM018819.D

Aca On : 15 Feb 2019 16:30

Operator : JU/SJ

Sample : K1500-01

Misc :

ALS Vial : 3 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 Hexadecane, 5-butyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.84 7.54 ng 1607730 Perylene-di12 23.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 5-butvl- 282 C20H42 006912-07-8 93
2 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
3 Octadecane. 2-methvl- 268 C19H40 001560-88-9 90
4 2-Thiopheneacetic acid. 4-tetrad... 338 C20H3402S 1000280-67-0 86
5 Heptacosane 380 C27H56 000593-49-7 83
Abundance Scan 3358 (22.839 min): BM018819.D (-3355) (-) m/z 57.10 100.00%
85
5000
13 | 22.60 22.80 23.00 23.20
141
ol L, |!1.'|.4. [A091o7 239 261309 355 402430 476 549 | o771 10 88.76%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107657: Hexadecane, 5-butyl-
43
71
5000 RN UL SIS IR UL
22.60 22.80 23.00 23.20
0
991ﬂ255 - m/z 85.10 61.01%
oAb | pooes (esse0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #123100: Pentadecane, 8-heptyl-
57
2260 22.80 23.00 23.20
5000 85 m/z 43.10 53.94%
29
o | 3141169 219939066 309
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #99487: Octadecane, 2-methyl- T TR
57 22.60 22.80 23.00 23.20
m/z 55.05 22 .98%
5000 85
29
ol 1}314116919722 253
m/z--> 5b 100 150 200 250 300 350 400 450 500 550 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 : BM018819.D

Aca On : 15 Feb 2019 16:30

Operator : JU/SJ

Sample : K1500-01

Misc :

ALS Vial : 3 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 7
R.T. EstConc Area Relative to ISTD R.T.

24 .07 6.31 ng 1346580 Perylene-di12 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 90
3 Octadecane 254 C18H38 000593-45-3 87
4 Octadecane. l-iodo- 380 C18H371 000629-93-6 87
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 87

Abundance Scan 3567 (24.068 min): BM018819.D (-3561) (-) m/z 57.10 100.00%

85
5000

141 169 207 23.80 24.00 24.20 24.40
o 239 282309 341370 417 461 77 71.10 92 36%
mz—-> 0 50 100 150 200 250 300 350 400 450

Abundance #151556: Heptacosane
57
5000 LA L L L LB L LB
85 23. 80 24, 00 24, 20 24 40
m/z 85.05 61.99%
29
0 113141 160 197 225 253281 323 351 380
A e e B e o e B L L B S o e e o o o
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #115570: Heneicosane
23.80 24.00 24.20 24.40
5000 m/z 43.10 54 _.40%

141 169 197 225 253 296

i

04
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #91036: Octadecane
23.80 24.00 24.20 24.40
m/z 69.10 22 .89%
5000

5

113 141 169 197 995 254

m/z--> 0 50 100 150 200 250 300 350 400 450 23. 80 24. 00 24. 20 24 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM021519\
Data File : BM018819.D

Aca On : 15 Feb 2019 16:30

Operator : JU/SJ

Sample : K1500-01

Misc :

ALS Vial : 3 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 13 Heptadecane, 2,6,10,15-tetr... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

24.82 3.33 ng 710435 Perylene-d12 23.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
5 10-Methylnonadecane 282 C20H42 056862-62-5 90

Abundance Scan 3695 (24.821 min): BM018819.D (-3690) (-) m/z 57.10 100.00%

5000 J

141 169 24160 2480 25.00 25.20
o 197225 265 295323 355 387 431 476 T A0 05 00%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #115581: Heptadecane, 2,6,10,15-tetramethyl-
57

5000 85
24160 2480 25.00 25.20
m/z 85.10 59.84%

113
0 A 41 183211 239 267 296
I B e B B B e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #155178: Octacosane
57

24 60 24.80 25.00 25.20

5000 o m/z 43.10 49.92%
29
ol Ju1%3141169197225253281309337365394
A e e R
miz-> 0 50 100 150 200 250 300 350 400 450
Abundance #115570: Heneicosane e e
57 24,60 24.80 25.00 25.20

m/z 55.05 22.62%

85
5000
29 113
| | |17 141169197 205 253 296

e MM il a2 ettt

m/z--> 0 50 100 150 200 250 300 350 400 450 24. 60 24 80 25 00 25. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM021519\
Data File : BM018819.D

Acq On : 15 Feb 2019 16:30

Operator : JU/SJ

Sample - K1500-01

Misc :

ALS Vial : 3 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---|

21.30 4540810 20.0
23.56 4267000 20.0
23.56 4267000 20.0
23.56 4267000 20.0

Tridecane, 7-hexyl- 22.34
Hexadecane, 5-butyl- 22.84
Heptacosane 24 _07
Heptadecane, 2,6,... 24.82

ng 1455440
ng 1607730
ng 1346580
ng 710435

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.86 5.5 ng 470133 1 7.70 1723860 20.0
unknown? .25 7.25 145.6 ng 12546800 1 7.70 1723860 20.0
n-Hexadecanoic acid 18.00 7.5 ng 1450170 4 17.11 3864480 20.0
Octadecanoic acid 19.29 3.8 ng 854523 5 21.30 4540810 20.0
Nonadecane 21.00 3.1 ng 698058 5 21.30 4540810 20.0
Heneicosane 21.44 2.7 ng 604083 5 21.30 4540810 20.0
Heneicosane, 11-(... 21.87 4.8 ng 1084090 5 21.30 4540810 20.0

6.4 5
7.5 6
6.3 6
3.3 6
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