LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122019\
Data File : BP001347.D

Aca On : 20 Dec 2019 17:16

Operator :© JU

Sample : K6331-01

Misc :

ALS Vial : 14 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 P\METHODS\8270-BP121919.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 5.605 593 598 611 rVB 80125 117754 4.78% 0.634%
2 6.199 694 699 711 rBV 561407 720998 29.27% 3.883%
3 7.740 956 961 971 rVB 417610 512157 20.79% 2.758%
4 7.934 988 994 1004 rBVY 1174365 1462353 59.36% 7.875%
5 8.299 1050 1056 1063 rBV 292762 329132 13.36% 1.773%
6 8.540 1091 1097 1106 rVB 1159235 1348719 54.75% 7.263%
7 9.181 1199 1206 1210 rBV 920070 1169503 47.47% 6.298%
8 10.334 1397 1402 1409 rVB 332166 374976 15.22% 2.019%
9 10.404 1409 1414 1420 rBV 55594 66113 2.68% 0.356%
10 10.563 1435 1441 1446 rBvV 21110 25605 1.04% 0.138%
11 11.551 1602 1609 1620 rBvV 19065 37655 1.53% 0.203%
12 12.116 1698 1705 1715 rBV 1697330 2051017 83.25% 11.046%
13 12.416 1752 1756 1765 rvVB2 17982 27636 1.12% 0.149%
14 12.787 1814 1819 1825 rVB 85628 99195 4_.03% 0.534%
15 13.087 1863 1870 1878 rBV5 11429 31367 1.27% 0.169%

16 13.198 1883 1889 1898 rVB 364818 439703 17.85% 2.368%
17 13.722 1969 1978 1996 rBV 269601 469601 19.06% 2.529%

18 14.187 2053 2057 2064 rBV2 22209 38693 1.57% 0.208%
19 14.492 2101 2109 2125 rBV 1233904 1560244 63.33% 8.403%
20 14.710 2142 2146 2155 rBV 71840 89747 3.64% 0.483%
21 14.781 2155 2158 2166 rVB 20700 27024 1.10% 0.146%
22 14.863 2167 2172 2175 rBV 39819 48272 1.96% 0.260%
23 14.922 2177 2182 2186 rVB2 41489 62131 2.52% 0.335%
24 14.963 2186 2189 2194 rBV2 25617 47837 1.94% 0.258%
25 15.004 2194 2196 2200 rVB2 26077 27763 1.13% 0.150%
26 15.075 2201 2208 2210 rBV2 20653 29522 1.20% 0.159%
27 15.139 2215 2219 2226 rVB3 40197 70983 2.88% 0.382%
28 15.210 2226 2231 2236 rBV 48046 65553 2.66% 0.353%
29 15.275 2238 2242 2247 rVB2 29920 38425 1.56% 0.207%

30 15.598 2289 2297 2306 rBV 409312 468686 19.02% 2.524%

31 16.175 2391 2395 2402 rBv4 17499 28884 1.17% 0.156%
32 16.492 2444 2449 2450 rBvV 167435 179962 7.30% 0.969%
33 16.516 2450 2453 2456 rVvVv 753052 812944 33.00% 4_.378%
34 16.539 2456 2457 2471 rVB2 156536 208527 8.46% 1.123%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122019\
Data File : BP001347.D

Aca On : 20 Dec 2019 17:16

Operator :© JU

Sample : K6331-01

Misc :

ALS Vial : 14 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

Z :\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 17.581 2629 2634 2640 rBV 85297 120257 4._.88% 0.648%

36 17.692 2649 2653 2659 rVB 40802 46452 1.89% 0.250%
37 17.886 2680 2686 2690 rBV 2156533 2463581 100.00% 13.267%
38 17.975 2697 2701 2711 rVB 123667 167647 6.81% 0.903%
39 18.257 2745 2749 2752 rVB 46682 46125 1.87% 0.248%
40 18.704 2821 2825 2829 rVB 65792 66267 2.69% 0.357%

41 19.128 2891 2897 2904 rBV2 136815 235798 9.57% 1.270%
42 19.192 2904 2908 2913 rVV 115093 152271 6.18% 0.820%
43 19.245 2913 2917 2921 rVB 384528 438313 17.79% 2.360%
44 19.533 2962 2966 2975 rVB 85732 104808 4._.25% 0.564%
45 19.927 3028 3033 3039 rBVY 120203 139549 5.66% 0.752%

46 20.263 3086 3090 3093 rBV 84909 109095 4.43% 0.588%
47 20.304 3093 3097 3105 rVB 153480 192087 7.80% 1.034%
48 20.698 3159 3164 3174 rVB 144614 188892 7.67% 1.017%
49 21.016 3212 3218 3225 rVB 307731 428967 17.41% 2.310%
50 21.133 3233 3238 3246 rVB 124176 185497 7.53% 0.999%

51 21.439 3284 3290 3297 rBvV2 38796 80235 3.26% 0.432%

52 21.633 3317 3323 3329 rBvV 89211 149016 6.05% 0.803%

53 21.692 3329 3333 3342 rVV7 15726 34416 1.40% 0.185%

54 22.204 3414 3420 3432 rVB4 47740 101805 4.13% 0.548%

55 22.868 3528 3533 3540 rVB3 12345 28968 1.18% 0.156%
Sum of corrected areas: 18568727
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122019\

BP001347.D

20 Dec 2019 17:16

Ju

K6331-01

14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEMI1I\BNA P\METHODS\8270-BP121919_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: BP001347.D
2000000
1500000
7.93 8.54
1000000 9.18
6.20
500000 7.74
8.30
5.60
O s e B B A o e L B o o T B e e e e
Time--> 2.50 300 350 400 4.50 5.00 550 600 6.50 7.00 7.50 8.00 8.50 9.00
Abundance TIC: BP001347.D
2000000
12.12
1500000
14.49
1000000
16.52
500000 15.60
13.20
10.33 13.72
12.79 L
ot wss || 122 Yoy | aas0 || ddeesssgr | sewr )
Time--> 9.50 10.00 1050 11.00 11.50 12.00 12,50 13.00 13.50  14.00 1450 1500 1550 16.00  16.50
Abundance TIC: BP001347.D
17,89
2000000
1500000
1000000
500000 19.25
21.02
1 19.93 #2030 20.70 113
%%ﬂy%% 18.70 %%Q% | 5@ I 22.20 29 87
WL___/\ :
[ e e e A e . .. e e e
Time--> 17.00 17.50  18.00 mw 19.00 mw mm mw mm 21.50 22.00 2250 23.00 23.50 24.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122019\
Data File : BP001347.D

Aca On : 20 Dec 2019 17:16

Operator :© JU

Sample : K6331-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP121919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 9

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

5.60 7.16 ng 117754 1,4-Dichlorobenzene-d4 8.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
5 Butanamide, 2-hydroxy-2,N-dimethyl- 117 C5H11NO2 039961-72-3 9

Abundance Scan 597 (5.599 min): BP001347.D (-593) (-) m/z 43.00 100.00%

43
5000

101
520 540 560 580 600
Ol Kl 129161 195 238 281308337368 417447 488521549 m/z 59.00 55.82%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 | LI NOL L L L L L LB L L LA

5.20 540 5.60 5.80 6.00
m/z 101.00 18.60%

15 101
ol
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8346: 2-Hexanol, 2-methyl-
59
T Eaamy B R
520 540 5.60 5.80 6.00
5000 m/z 57.95 14 .65%
101
31
R .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8205: Acetic acid, 1,1-dimethylethyl ester R e R R
43 520 540 560 580 600

m/z 41.00 9.02%

5000
“ 101
OIMII‘I RN SARY SRR SRS SRS SRR SRR

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 520 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122019\
Data File : BP001347.D

Aca On : 20 Dec 2019 17:16

Operator :© JU

Sample : K6331-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP121919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 unknown7.93 Concentration Rank 1

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

7.93 88.86 ng 1462350 1,4-Dichlorobenzene-d4 8.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Pvrazolo(2.3-a)pvridine. 7-methvl- 132 C8H8N2 034760-58-2 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 10

Abundance Scan 993 (7.928 min): BP001347.D (-988) (-) m/z 132.00 100.00%
132
68
5000
40 | 98 760 7.80 8.00 820
ol 168 201 236 270299327357 407436464494 547 n/z 68.00 53 560
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14132: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl-
56 132
5000 AN SRR RN

7.60 7.80 8.00 8.20
m/z 66.00 42 _.80%

27

ol rkpckl N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14502: 1H-Benzimidazole, 2-methyl-
132
 EEAS a N
7.60 7.80 8.00 8.20
5000 m/z 134.00 31.20%
63 g2
0,.?%4!&!ﬁ” i e e R B R et
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52379: Tranylcypromine-propionyl EAm T e e
57 132 7.60 7.80 8.00 8.20
m/z 69.10 25.91%
5000 98
. 160189
ol b = SR & WY & G
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122019\
Data File : BP001347.D

Aca On : 20 Dec 2019 17:16

Operator :© JU

Sample : K6331-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP121919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 _alpha.-Terpineol Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.40 3.53 ng 66113 Naphthalene-d8 10.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .alpha.-Terpineol 154 C10H180 000098-55-5 81
2 L-.alpha.-Terpineol 154 C10H180 010482-56-1 64
3 7-0Octen-2-o0l. 2-methvl-6-methvlene- 154 C10H180 000543-39-5 53
4 Bicvclol4.1.0lheptane. 7-(1-meth... 136 C10H16 053282-47-6 46
5 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 C10H16 000508-32-7 38
Abundance Scan 1413 (10.399 min): BP001347.D (-1409) (-) m/z 59.00 100.00%
99
93
5000
10.00 10.20 10.40 10.60 10.80
0 l‘f 153181208 241 289 341368 403434 477 514543 m/z 92.95 58 97%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #26682: .alpha.-Terpineol
59
93
5000 121
10.00 10.20 10.40 10.60 10.80
m/z 43.00 42 . 77%
3ﬂl | 154
0'¢'|"'ﬂ"'w"""""'""w"'w"'w"'w"'w
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #26687: L-.alpha.-Terpineol
59
a3 10.00 10,20 10.40 10.60 10.80
5000 121 m/z 81.00 41.48%
0...thw%.¢f§.” N
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #26803: 7-Octen-2-ol, 2-methyl-6-methylene-
59 10.00 10.20 10.40 10.60 10.80
m/z 121.10 40.58%
5000
“ \ 93
0 ,ﬂ“i,‘m, N
m/z--> 50 100 150 200 250 300 350 400 450 500 550 10.00 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122019\
Data File : BP001347.D

Aca On : 20 Dec 2019 17:16

Operator :© JU

Sample : K6331-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP121919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 7-Methoxymethyl-2,7-dimethy... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.72 21.36 ng 469601 Acenaphthene-d10 13.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Methoxvmethvl-2.7-dimethvlcvcl... 164 C11H160 073992-48-0 64
2 1-(2-Methoxv-1-methvlethvl)-2-me... 164 C11H160 1000210-02-1 53
3 Benzenepropanoic acid. _beta...b... 192 C12H1602 025080-84-6 50
4 Benzene. l-methvl-3-(1l-methvleth... 134 C10H14 000535-77-3 50
5 1-Chloro-2-methyl-2-phenylpropane 168 C10H13ClI 000515-40-2 50
Abundance Scan 1978 (13.722 min): BP001347.D (-1969) (-) m/z 119.05 100.00%

5000

13.40 13.60 13.80 14.00

221 267295325355 403430 475 507 540

0 m/z 132.10 36.12%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #33693: 7-Methoxymethyl-2, 7-dimethylcyclohepta-1,3,5-triene
119
5000 --|----|---L----|----|
91 13.40 13.60 13.80 14.00
M m/z 91.00 30.62%
o 149
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #33670: 1-(2-Methoxy-1-methylethyl)-2-methylbenzene
119
T
13.40 13.60 13.80 14.00
5000 m/z 116.95 23.40%
91
45 164
04
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #54537: Benzenepropanoic acid, .beta.,.beta.-dimethyl-, me... B R EREEmmma e
119 13.40 13.60 13.80 14.00

m/z 192 .05 15.56%

5000
91
41
|l L \1601?2
LI I L I L L L I L L L

T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.40 13.60 13.80 14.00

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122019\
Data File : BP001347.D

Aca On : 20 Dec 2019 17:16

Operator :© JU

Sample : K6331-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP121919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Methoxyacetic acid, 2-penta... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.71 3.83 ng 89747 Phenanthrene-d10 15.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methoxvacetic acid. 2-pentadecvl... 300 C18H3603 1000282-05-1 64
2 Methoxvacetic acid. 3-pentadecvl... 300 C18H3603 1000282-05-2 58
3 Methoxvacetic acid. 4-tetradecvl... 286 C17H3403 1000282-05-0 58
4 Methoxvacetic acid. 3-tetradecvl... 286 C17H3403 1000282-04-9 58
5 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 38
Abundance Scan 2146 (14.710 min): BP001347.D (-2142) (-) m/z 45.00 100.00%
45
5000 -
124 14.40 14.60 14.80 15.00
0 b A7 190 236267297327 S79411 462 506 547 | myz  43.05  75.76%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #144859: Methoxyacetic acid, 2-pentadecy! ester
45
5000 LB AR AR R SRR
85 14.40 14.60 14.80 15.00
m/z 57.00 60.86%
o “H13141169 211 255
m/z--> éo 100 150 200 250 300 350 400 450 500 550
Abundance #144860: Methoxyacetic acid, 3-pentadecy! ester
45
14.40 14.60 14.80 15.00
5000 m/z 41.05 51.17%
85
oL Ll ﬁJlﬂl3141169 210243
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #132963: Methoxyacetic acid, 4-tetradecy! ester L L
45 14.40 14.60 14.80 15.00
m/z 71.00 51.11%
5000
85
(A 1997 Jk
Obr iy rim = o e T T e e e e e P P R P
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122019\
Data File : BP001347.D

Aca On : 20 Dec 2019 17:16

Operator :© JU

Sample : K6331-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP121919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 Acetamide, N-(3-methylphenyl)- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
15.14 3.03 ng 70983 Phenanthrene-d10 15.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetamide. N-(3-methvIiphenvl)- 149 C9H11NO 000537-92-8 59
2 Acetamide. N-(2-methviphenvI)- 149 C9H11NO 000120-66-1 53
3 Phenol. 2-methvl-4-(1.1.3.3-tetr... 220 C15H240 002219-84-3 43
4 4-(2-Methoxvethv ) phenol 152 C9H1202 056718-71-9 38
5 2-Butanone, 4-(4-hydroxyphenyl)- 164 C10H1202 005471-51-2 38

Abundance ?bcan 2219 (15.139 min): BP001347.D (-2215) (-) m/z 107.00 100.00%
107 149
5000
177
43 717 | \ 14.80 15.00 15.20 15.40
Ol I.“,Il.l. bbb 4 220250277 330 369400428 483510545 | n/7 149.10  92.07%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance 6 #23629: Acetamide, N-(3-methylphenyl)-
107
5000
149 14.80 15.00 15.20 15.40
43 m/z 121.00 56.41%
NECH NS
mz-> 0 55 100 150 200 250 300 350 400 450 500 550
Abundance o #23634: Acetamide, N-(2-methylphenyl)-
107
14.80 15.00 15.20 15.40
5000 m/z 177.05 24 _41%
149
43
. 77
O T e e o
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #77582: Phenol, 2-methyl-4-(1,1,3,3-tetramethylbuty)-
149 14.80 15.00 15.20 15.40
m/z 76.95 19.62%
5000
a1 121
o 2 101220
mz-> 0 55 100 150 200 250 300 350 400 450 500 550 1480 15.00 15.20 1540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122019\
Data File : BP001347.D

Aca On : 20 Dec 2019 17:16

Operator :© JU

Sample : K6331-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP121919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Octadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.58 5.49 ng 120257 Chrysene-di12 19.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 93
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Pentadecanoic acid 242 C15H3002 001002-84-2 74
Abundance Scan 2634 (17.581 min): BP001347.D (-2629) (-) m/z 43.10 100.00%
48
5000
185 241
284 17.20 17.40 17.60 17.80
o 324 375402432462 499 534 mn/z  73.00 95 . 04%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #131261: Octadecanoic acid
48
5000
17.20 17.40 17.60 17.80
2a1 284 m/z 55.00 92 .36%
O
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43
73 17.20 17.40 17.60 17.80
5000 284 m/z 60.00 87.74%
129
185
oL A 1 157 213241 311 372
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid
17.20 17.40 17.60 17.80
m/z 57.05 71.28%
5000
157 185213 256
(o} B A A
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17!20 17)40 17!60 17)80 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122019\
Data File : BP001347.D

Aca On : 20 Dec 2019 17:16

Operator :© JU

Sample : K6331-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP121919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Sulfurous acid, octadecyl 2... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.13 10.76 ng 235798 Chrysene-di12 19.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 90
2 1-Eicosene 280 C20H40 003452-07-1 89
3 1-Octadecanesulphonvl chloride 352 C18H37CI102S 1000342-70-4 83
4 Nonadecane 268 C19H40 000629-92-5 68
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 68
Abundance Scan 2897 (19.128 min): BP001347.D (-2891) (-) m/z 57.10 100.00%
57
5000 85
25 18.80 19.00 19.20 19.40
obrrs 1 “ [5155183210230 281 34356 398426 461494520549 | 17t 43 g5 77,37
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #200449: Sulfurous acid, octadecyl 2-propy! ester
43
71
5000 IRV RN U RS
18.80 19.00 19.20 19.40
1 m/z 55.05 49.85%
ol 141169197224253
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #127767: 1-Eicosene
43
83 ISRV SRR U
18.80 19.00 19.20 19.40
5000 1 m/z 71.05 49_.09%
39 280
oL [T e 200 202 |
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185101: 1-Octadecanesulphony! chloride R R RREE e e
57 18.80 19.00 19.20 19.40
m/z 41.10 42 _.19%
5000 85
JLZLLL i Ate147a7s 268
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122019\
Data File : BP001347.D

Aca On : 20 Dec 2019 17:16

Operator :© JU

Sample : K6331-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP121919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 3,6,9,12-Tetraoxahexadecan-... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.19 6.95 ng 152271 Chrysene-di12 19.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.6.9.12-Tetraoxahexadecan-1-ol 250 C12H2605 001559-34-8 86
2-12-12-T2-T2-T2-T2-(2-Hvdroxvet... 370 C16H3409 005117-19-1 83
3 3.6.9.12.15-Pentaoxanonadecan-1-ol 294 C14H3006 001786-94-3 80
2-T2-12-12-12-12-12-12-(2-Hvdrox. .. 414 Ci8H38010 1000352-12-5 74
5 Pentaethylene glycol 238 C10H2206 004792-15-8 74
Abundance Scan 2908 (19.192 min): BP001347.D (-2904) (-) m/z 45.05 100.00%
45
5000
133 1550 19100 10120 1920 10180
163195 231 269300329357 404 447 479508 545 n/z 89.00 55 _96%

Ol ik

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #101979: 3,6,9,12-Tetraoxahexadecan-1-ol
5000

18.80 19.00 19.20 19.40 19.60
m/z 43.00 43.83%

133163 207

0!
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #196474: 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]ethox...
45

18.80 19.00 19.20 19.40 19.60

5000 m/z 71.05 30.09%
89
133
ob il iudy YT 177207 261283
B A e e R EARERAREE BE L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #139150: 3,6,9,12,15-Pentaoxanonadecan-1-ol R R EEE e L s
45 18.80 19.00 19.20 19.40 19.60
m/z 57.05 29.23%
5000 89

133
15, 1) ) lh | 163 207 251

L B A -

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.80 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122019\
Data File : BP001347.D

Aca On : 20 Dec 2019 17:16

Operator :© JU

Sample : K6331-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP121919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 Eicosane, 10-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
19.53 4.78 ng 104808 Chrysene-di12 19.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 94
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Docosane. 5-butvl- 366 C26H54 055282-16-1 90
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 2965 (19.527 min): BP001347.D (-2962) (-) m/z 57.10 100.00%
57
5000 85
13141 19.20 19.40 19.60 19.80
ol 1,1 L4 ki3, 209239266294324355 398 443473503 S50 | rs77 43 05 76.98%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141431: Eicosane, 10-methyl-
57
5000 85 RN UL UL UL IR

19.20 19.40 19.60 19.80
m/z 71.05  55.24%

13 154
35 183211230 261

o't e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #202662: Heptacosane
5[7
19.20 19.40 19.60 19.80
5000 m/z 85.05 43.07%
85
29
0 J ﬁ13141169197225253281 323351380
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane
19.20 19.40 19.60 19.80
m/z 41.05 26.61%
5000

141169197225253 296
- TT TT 1T L TTTrT L I
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 1920 1940 19.60 19.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122019\
Data File : BP001347.D

Aca On : 20 Dec 2019 17:16

Operator :© JU

Sample : K6331-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP121919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 Pentadecane, 8-hexyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.93 6.37 ng 139549 Chrysene-di12 19.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
2 Eicosane. 9-octvl- 394 C28H58 013475-77-9 94
3 Tetratriacontane 479 C34H70 014167-59-0 94
4 1-lodo-2-methvIlnonane 268 C10H211 1000101-47-9 93
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
Abundance Scan 3033 (19.927 min): BP001347.D (-3028) (-) m/z 57.10 100.00%
57
5000 85
13
141 19.60 19.80 20.00 20.20
ol ,“,1 Li([199197224 267296329 365 409 445 485 835 | 177 4305  75.28%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141433: Pentadecane, 8-hexyl-
43
71
5000 RN U UL UL IR
19.60 19.80 20.00 20.20
9% m/z 71.10 65.38%
99 197,55 ©
oA O f | pasosaze0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209567: Eicosane, 9-octyl-
43
71 19.60 19.80 20.00 20.20
5000 m/z 85.05 47 .95%
99 281
ol | 127155183211238 | 309336 365392
m/z--> 50 160 1éo 200 250 300 350 400 450 500 550
Abundance #232376: Tetratriacontane
57 19.60 19.80 20.00 20.20
m/z 55.05 29.74%
5000 85
29 13141169
oL [0S }?]225253281309337365393421449478
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122019\
Data File : BP001347.D

Aca On : 20 Dec 2019 17:16

Operator :© JU

Sample : K6331-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP121919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 2-[2-[2-[2-[2-[2-[2-(2-Hydr... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
20.26 5.09 ng 109095 Perylene-d12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
2-12-T2-12-T2-12-T2-(2-Hvdroxvet. .. 370 C16H3409 005117-19-1 74
2-12-T2-12-T2-T2-T2-T2-T2-(2-Hvd. .. 458 C20H42011 1000352-12-6 72
3 1.4.7.10.13.16-Hexaoxacvclooctad... 264 C12H2406 017455-13-9 72
2-T2-12-12-12-12-12-12-(2-Hvdrox. .. 414 C18H38010 1000352-12-5 68
5 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-... 502 C22H46012 1000352-13-2 64
Abundance Scan 3090 (20.263 min): BP001347.D (-3086) (-) m/z 45.05 100.00%
45
89
5000 /k
1%ﬂlmmmmmmmmmmwm 514543 2000 20.20 20.40 2060 _
Olrrribh m/z 88.95 55.32%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #196473: 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]ethox...
5000 AL AR AR AR

20. OO 20 20 20. 40 20 60

133 m/z 43.00 40.82%
177207 251283 327

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #228732: 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy ...
45

89 T
20.00 20.20 20.40 20.60
5000 m/z 57.00 30.68%
133
177
ol Sl i dy | T 221251283 327 371 M5
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #113572: 1,4,7,10,13,16-Hexaoxacyclooctadecane
45 20.00 20.20 20.40 20.60
m/z 71.10 26.55%
5000 89
ol YT o, 264
o B B e e e e A REREE R s S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122019\
Data File : BP001347.D

Aca On : 20 Dec 2019 17:16

Operator :© JU

Sample : K6331-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP121919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 Heptacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

20.30 8.96 ng 192087 Perylene-d12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 95
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Tetracosane 338 C24H50 000646-31-1 91

Abundance Scan 3096 (20.298 min): BP001347.D (-3093) (-) m/z 57.05 100.00%

57
5000 85

20.00 20.20 20.40 20.60

13
f 141169197225253283 336 384414 461 507 546

oA A A A O o e e T m/z 43.05 66.71%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #202661: Heptacosane
57
5000 85 LN L L L L L L L L L B
20 00 20. 20 20 40 20. 60
29 m/z 71.10 58.61%
. j1}3141169197225253281309337 380
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane
85 20.00 20.20 20.40 20.60
5000 m/z 85.05 44 .10%

141169197225253 296

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194493:; Hexacosane

57 20.00 20.20 20.40 20.60
m/z 41.05 25.78%
5000 85
29 13

. ey 141160107225253 295323 367

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20 00 20. 20 20 40 20. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122019\
Data File : BP001347.D

Aca On : 20 Dec 2019 17:16

Operator :© JU

Sample : K6331-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP121919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 16 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.70 8.81 ng 188892 Perylene-di12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 91
4 Octadecane 254 C18H38 000593-45-3 87
5 Tetratetracontane 619 C44H90 007098-22-8 87
Abundance Scan 3164 (20.698 min): BP001347.D (-3159) (-) m/z 57.05 100.00%
57
5000 85
13 20.40 20.60 20.80 21.00
141
oh i dd 1[,1 Ly A09 211 253261308337365 307 429450490518548 | 5 4310 65.46%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane
5000 AR

20.40 20.60 20.80 21.00
m/z 71.10 59.34%

141169197225053 296

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194493: Hexacosane
57
20.40 20.60 20.80 21.00
5000 85 m/z 85.10 44 .99%
29 13
o T i3 141169107225253 295323 367
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)-
43 20.40 20.60 20.80 21.00
m/z 55.05 26.18%
71
5000
9 197
of o d L1 77195183 225253 295 337
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20 40 20. 60 20 80 21. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122019\
Data File : BP001347.D

Aca On : 20 Dec 2019 17:16

Operator :© JU

Sample : K6331-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP121919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 17 Tricosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.13 8.65 ng 185497 Perylene-d12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 94
2 Octadecane. 5.14-dibutvl- 366 C26H54 055282-13-8 94
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 94
4 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 93
Abundance Scan 3237 (21.127 min): BP001347.D (-3233) (-) m/z 57.05 100.00%
57
5000 85
113141 169 20.80 21.00 21.20 21.40
ol A JL Lo ai97225 207 S11341 387415445475503535  n7z 43.05  72.66%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #164578: Tricosane
5
5000 85 USSR
20. 80 21.00 21.20 21.40
m/z 71.10 70.80%
324
. 131“11169197 ??9?67295
miz-> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194506: Octadecane, 5,14-dibutyl-
3 71
20.80 21.00 21.20 21.40
5000 m/z 85.05 45 .62%
ol | 155183211239266 309336364
m/z--> 55 160 1%0 260 250 300 350 460 4éo 560 séo
Abundance #141431: Eicosane, 10-methyl-
57 20.80 21.00 21.20 21.40
m/z 55.00 30.36%
5000 85
o {8 Wamsontzze 2 e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20. 80 21. 00 21 20 21. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122019\
Data File : BP001347.D

Aca On : 20 Dec 2019 17:16

Operator :© JU

Sample : K6331-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP121919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 18 2-[2-[2-[2-[2-[2-[2-[2-[2-[--- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
21.44 3.74 ng 80235 Perylene-di12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
2-T2-T2-T2-T2-T2-T2-T2-T2-T2-(2-... 502 C22H46012 1000352-13-2 53
2-T2-T2-T2-T2-T2-T2-T2-T2-T2-T2-... 546 C24H50013 1000352-12-7 49
2-T2-T2-T2-T2-T12-T2-T2-T2-(2-Hvd... 458 C20H42011 1000352-12-6 49
4 Pentaethvlene alvcol monododecvl... 406 C22H4606 003055-95-6 49
5 Hexaethylene glycol 282 C12H2607 002615-15-8 47
Abundance Scan 3290 (21.439 min): BP001347.D (-3284) (-) m/z 45.00 100.00%
45
89
5000
mlw 21.20 21.40 21.60 21.80
ob A HRul i” 219 295 291 335365393 _ad7a7s 521848 | s " gg 00 64.26%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #235432: 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)eth...

89

5000
21.20 21.40 21.60 21.80
m/z 43.10 50.31%
ol 15 L7 221 265205327 383415 450
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #238881: 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)...
45
R e AR e
89 21.20 21.40 21.60 21.80
5000 m/z 57.00 46.02%
133
177
ol 15, (L1, | 221 265295 339 383 427459 503
B e T B e e A
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #228732: 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy..
45 21.20 21.40 21.60 21.80
89 m/z 71.05 39.52%
5000
133
REC TS 7 221951083 327 371 415
o el T et e o R
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550 21.20 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122019\
Data File : BP001347.D

Aca On : 20 Dec 2019 17:16

Operator :© JU

Sample : K6331-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP121919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 19 Heneicosane, 11-decyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.63 6.95 ng 149016 Perylene-d12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane. l1ll-decvl- 437 C31H64 055320-06-4 95
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 3322 (21.627 min): BP001347.D (-3317) (-) m/z 57.05 100.00%
g7
5000 85
127 21.40 21.60 21.80 22.00
ol A dLLL 1155183211230 283 322355386 430 475 618546 1 =43 00 61.60%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #223853: Heneicosane, 11-decyl-
g7
5000 85 R DN UL NN SR
21.40 21.60 21.80 22.00
29 295 m/z 71.10 57 .50%
ol (3141169197225 266 | 303 435
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #100330: 2-Bromo dodecane
g7
21.40 21.60 21.80 22.00
5000 85 m/z 85.05 41 .44%
29 13 169
0 |""|""|"%%O'L" "'%46"' | A SR BN N I
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane
21.40 21.60 21.80 22.00
m/z 55.00 26.87%
5000
‘ 141169197225 267295 365393
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 21140 21.60 21.80 22.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122019\
Data File : BP001347.D

Aca On : 20 Dec 2019 17:16

Operator :© JU

Sample : K6331-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP121919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 20 Hexacosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

22.20 4.75 ng 101805 Perylene-di12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Docosane. 7-hexvl- 394 C28H58 055373-86-9 90
3 Tetracosane 338 C24H50 000646-31-1 87
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 86
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 80

Abundance Scan 3419 (22.198 min): BP001347.D (-3414) (-) m/z 57.05 100.00%

57
5000 85

137 T T T T T T
21.80 22.00 22.20 22.40 22.60
191 267
ok Lkid Lk 1647, 239267 308342374403 442 491 836 | 7y 71.05  62.41%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194493: Hexacosane
57
5000 85 LA L B L L Y LB L L

21. 80 22. OO 22 20 22. 40 22 60
m/z 43.00 55.56%

29 13
oLl {H13141169197205053 295323 367
cvbr e b T S T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209568: Docosane, 7-hexyl-
57
e A
21.80 22.00 22.20 22.40 22.60
5000 g5 m/z 85.10 45.90%
ok }41 | 211239267 3?9337364392
ST It A MR T o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #175559: Tetracosane e B e e
57 21.80 22.00 22.20 22.40 22.60
m/z 55.00 25.73%
85
5000
29
0 ﬁ}3141169197225253 338
O o B e e A R B
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.80 22.00 22.20 22.40 22.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BP122019\
Data File : BP001347.D

Acq On : 20 Dec 2019 17:16

Operator : JU

Sample - K6331-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP121919._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.60 7.2 ng 117754 1 8.30 329132 20.0
unknown7 .93 7.93 88.9 ng 1462350 1 8.30 329132 20.0
-.alpha.-Terpineol 10.40 3.5 ng 66113 2 10.33 374976 20.0
7-Methoxymethyl-2... 13.72 21.4 ng 469601 3 13.20 439703 20.0
Methoxyacetic aci... 14.71 3.8 ng 89747 4 15.60 468686 20.0
Acetamide, N-(3-m... 15.14 3.0 ng 70983 4 15.60 468686 20.0
Octadecanoic acid 17.58 5.5 ng 120257 5 19.25 438313 20.0
Sulfurous acid, o... 19.13 10.8 ng 235798 5 19.25 438313 20.0
3,6,9,12-Tetraoxa... 19.19 7.0 ng 152271 5 19.25 438313 20.0
Eicosane, 10-methyl- 19.53 4.8 ng 104808 5 19.25 438313 20.0
Pentadecane, 8-he... 19.93 6.4 ng 139549 5 19.25 438313 20.0
2-[2-[2-[2-[2-[2--.. 20.26 5.1 ng 109095 6 21.02 428967 20.0
Heptacosane 20.30 9.0 ng 192087 6 21.02 428967 20.0
Heneicosane 20.70 8.8 ng 188892 6 21.02 428967 20.0
Tricosane 21.13 8.7 ng 185497 6 21.02 428967 20.0
2-[2-[2-[2-[2-[2--.-- 21.44 3.7 ng 80235 6 21.02 428967 20.0
Heneicosane, 11-d... 21.63 7.0 ng 149016 6 21.02 428967 20.0
Hexacosane 22.20 4.8 ng 101805 6 21.02 428967 20.0
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