LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG052620\
Data File : BG045468.D
Aca On I 26 May 2020 22:19 Instrument :
Operator : CG/JU ?:'l\!A_?S el

- _ lentosampleld :
3?22'6 : L2r44-12 NMDUP01-COMP-2020-0-6
ALS Vial : 15 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 G\METHODS\8270-BG051520.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 3.115 3 4 15 rVB 147012 181557 4 _.00% 0.531%
2 5.564 412 421 437 rBV 973249 1680152 37.03% 4.913%
3 7.180 689 696 707 rBVY 1123077 1973100 43.49% 5.770%
4 7.961 821 829 838 rBV 314098 548800 12.10% 1.605%
5 8.284 876 884 893 rBV 953494 1685034 37.14% 4.928%

9.124 1018 1027 1036 rBV 723057 1338829 29.51% 3.915%
9.201 1036 1040 1046 rvB2 31573 49296 1.09% 0.144%
1299 1307 1314 rBV 413096 783091 17.26% 2.290%
13.225 1717 1725 1738 rBV 2062452 3372559 74.33% 9.863%

QO ~NO®
=
o
\l
()}
©

1 14.053 1858 1866 1873 rBV 269670 414089 9.13% 1.211%
11 14.605 1949 1960 1966 rBV 703517 1169439 25.77% 3.420%
12 14.670 1966 1971 1977 rVB2 35566 58763 1.30% 0.172%
13 15.005 2022 2028 2036 rBV2 23176 47116 1.04% 0.138%
14 16.097 2205 2214 2227 rBV 1610375 2626629 57.89% 7.681%
15 17.172 2392 2397 2405 rVB 23545 46712 1.03% 0.137%

16 17.354 2417 2428 2431 rBV 825907 1312076 28.92% 3.837%
17 17.396 2431 2435 2441 rVB 345418 527994 11.64% 1.544%

18 17.484 2446 2450 2457 rVB 34481 58320 1.29% 0.171%
19 17.760 2494 2497 2509 rVB2 30469 63070 1.39% 0.184%
20 18.230 2573 2577 2579 rVV 47589 74865 1.65% 0.219%
21 18.259 2579 2582 2590 rVB2 100149 211482 4.66% 0.618%
22 18.424 2604 2610 2614 rBV3 51335 93335 2.06% 0.273%
23 18.723 2657 2661 2664 rBV 30518 45754 1.01% 0.134%
24 18.758 2664 2667 2674 rVB3 43413 66807 1.47% 0.195%
25 19.146 2728 2733 2740 rBV6 27537 55151 1.22% 0.161%

26 19.269 2749 2754 2762 rBV5 44372 100914 2.22% 0.295%
27 19.346 2762 2767 2772 rBV2 325946 471780 10.40% 1.380%
28 19.405 2772 2777 2783 rVB 526711 771731 17.01% 2.257%
29 19.763 2828 2838 2846 rBV 454293 809864 17.85% 2.368%

30 19.839 2847 2851 2856 rVB4 31999 51400 1.13% 0.150%
31 19.969 2866 2873 2883 rVB 3210638 4537381 100.00% 13.269%
32 20.092 2888 2894 2900 rBV3 38405 95240 2.10% 0.279%
33 20.256 2913 2922 2929 rBV4 78942 191465 4.22% 0.560%
34 20.415 2943 2949 2954 rBV2 54633 89766 1.98% 0.263%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG052620\
Data File : BG045468.D
Aca On I 26 May 2020 22:19 Instrument :
Operator : CG/JU ?Z'I\!A_(t;S el

- _ lentosampleld :
a?zgle : L2r44-12 NMDUP01-COMP-2020-0-6
ALS Vial : 15 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\HPCHEM1\BNA G\METHODS\8270-BG051520.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 20.609 2978 2982 2985 rVv2 58175 92496 2.04% 0.270%
36 20.650 2986 2989 2995 rVB3 69066 89472 1.97% 0.262%
37 21.014 3048 3051 3059 rVB 54335 93430 2.06% 0.273%
38 21.267 3090 3094 3102 rVV3 289522 556337 12.26% 1.627%
39 21.337 3104 3106 3114 rVB2 54225 90175 1.99% 0.264%

40 21.607 3144 3152 3157 rBV2 849605 1760574 38.80% 5.149%

41 21.654 3157 3160 3168 rVB 211707 341850 7.53% 1.000%
42 21.807 3182 3186 3192 rBV4 69494 106882 2.36% 0.313%
43 22.324 3272 3274 3280 rVB 41627 61841 1.36% 0.181%
44 22.412 3284 3289 3305 rVB7 105383 330734 7.29% 0.967%
45 23.088 3400 3404 3410 rvVB2 67737 114837 2.53% 0.336%

46 23.763 3512 3519 3526 rBVY 155571 467101 10.29% 1.366%
47 23.875 3533 3538 3545 rVB3 173641 357873 7.89% 1.047%
48 23.940 3545 3549 3558 rBVS 56142 132814 2.93% 0.388%
49 24.462 3632 3638 3649 rVB2 93945 273400 6.03% 0.800%
50 24.609 3656 3663 3674 rVB 127983 335185 7.39% 0.980%

51 24.762 3679 3689 3708 rVvV 477986 1596680 35.19% 4._.669%
52 25.314 3775 3783 3790 rVBS8 86197 245605 5.41% 0.718%

53 25.913 3875 3885 3896 rvB2 338730 1071390 23.61% 3.133%
54 26.031 3899 3905 3923 rVB6 121067 473001 10.42% 1.383%

Sum of corrected areas: 34195238
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG052620\

Data File : BG045468.D

Aca On : 26 May 2020 22:19

Operator : CG/JU

ﬁ?ggle : L2744-12 NMDUPO1-COMP-2020-0-6
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG045468.D

3000000
2500000
2000000

1500000

7.18

1000000 5.56 8.28
9.12

500000 796 10.77
11

.20

T T T T T T
Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG045468.D

19.97
3000000

2500000

13.22
2000000

16.10
1500000

2161
1000000 17.35

14.61
19.4019 7¢

500000
14.05 1¥.40 19.B5

6715.00 17.1717.487.76 18812875199 6

O o e L e L o o B B B B B L A e o o e B o o o o B

Time--> 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 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG045468.D

3000000
2500000
2000000
1500000

1000000
24.76

500000 2968 25.91
23.00 259894 o4 25.31 6.03

et ettt e ettt ——

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG052620\

Data File : BG045468.D

Aca On : 26 May 2020 22:19

Operator : CG/JU

ﬁ?ggle : L2744-12 NMDUPO1-COMP-2020-0-6
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 3 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.26 3.22 ng 211482 Phenanthrene-d10 17.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
2 Tridecanoic acid 214 C13H2602 000638-53-9 64
3 n-Decanoic acid 172 C10H2002 000334-48-5 50
4 Tetradecanoic acid 228 C14H2802 000544-63-8 43
5 Dodecanoic acid 200 C12H2402 000143-07-7 38

Abundance Scan 2582 (18.259 min): BG045468.D (-2579) (-) m/z 73.00 100.00%

5000

18.00 18.20 18.40 18.60
m/z 60.00 72.89%

354.9 409.4

m/z--> 50 100 150 200 250 300 350 400
Abundance #107548: n-Hexadecanoic acid
43.0
5000 256.0
129.0 18.00 18.20 18.40 18.60
33.0 213.0 m/z 55.05 59.78%
171.0 I
1 O P P
m/z--> 50 100 150 200 250 300 350 400
Abundance #72647: Tridecanoic acid
73.0
T T T
410 18.00 18.20 18.40 18.60
5000 129.0 m/z 43.00 50.73%
171.0
‘ # 214.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #39469: n-Decanoic acid L E o B e
60.0 18.00 18.20 18.40 18.60
m/z 71.05 39.87%
5000
129.0
29.
‘1 70 172.0
e Ly
m/z--> 50 100 150 200 250 300 350 400 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG052620\

Data File : BG045468.D

Aca On : 26 May 2020 22:19

Operator : CG/JU

ﬁ?ggle : L2744-12 NMDUPO1-COMP-2020-0-6
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknownl19.35 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.35 7.19 ng 471780 Phenanthrene-d10 17.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propenoic acid. 3-phenvl-. met... 162 C10H1002 001754-62-7 30
2 Propenamide. 3-phenvl-N-(3-ethvn... 247 C17H13NO 294667-02-0 25
3 Silane. trimethvl(2-methvlpropoxv)- 146 C7H180Si 018269-50-6 22
4 p-Vinvlbenzohvdrazide 162 C9H10N20 1000244-74-9 22
5 2-Propenal, 3-(2-methoxyphenyl)- 162 C10H1002 001504-74-1 22
Abundance Scan 2768 (19.352 min): BG045468.D (-2762) (-) m/z 131.05 100.00%
13f.1
57.0 850 264.1
5000
19.00 19.20 19.40 19.60
308.1 342.3 m/z 85.00 59.66%
m/z--> 50 100 150 200 250 300 350
Abundance #32034: 2-Propenoic acid, 3-phenyl-, methyl ester, (E)-
13f.0
5000
103.0 162.0 19.00 19.20 19.40 19.60
m/z 264.15 55.81%
51.0
15.0 J
m/z--> 56 160 1%0 260 2%0 360 3%0
Abundance #99910: Propenamide, 3-phenyl-N-(3-ethynylphenyl)-
131.0
10.00 19.20 19.40 19.60
5000 103.0 m/z 57.05 54.67%
247.0
0 ‘ CL L) 1700 2100 |
m/z--> 56 160 1%0 200 2%0 360 3%0
Abundance #22050: Silane, trimethyl(2-methylpropoxy)-
750 131.0 19.00 19.20 19.40 19.60
m/z 103.05 52.61%
5000 103.0
45.0
N R e B
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\HPCHEM1\BNA G\DATA\BG052620\

Data File : BG045468.D

Aca On : 26 May 2020 22:19

Operator : CG/JU

ﬁ?ggle : L2744-12 NMDUPO1-COMP-2020-0-6
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Pyrene, 1-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.26 2.18 ng 191465 Chrysene-di12 21.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. l-methvl- 216 C17H12 002381-21-7 93
2 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 87
3 11H-Benzolalfluorene 216 C17H12 000238-84-6 87
4 7H-Benzolclfluorene 216 C17H12 000205-12-9 86
5 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 86
Abundance Scan 2923 (20.262 min): BG045468.D (-2913) (-) m/z 216.05 100.00%
216.1
5000
430 830 o110 265.1 20.00 20.20 20.40 20.60
b e d e 80 W 2O 8279 894842911 7 7015.00 85.72%
m/z--> 50 100 150 200 250 300 350 400
Abundance #74411: Pyrene, 1-methyl-
216.0
5000
20.00 20.20 20.40 20.60
95.0 m/z 217.10 23.60%
27.0 620 | 4 163.0 |
m/z--> 50 100 150 200 250 300 350 400
Abundance #74424: Fluoranthene, 2-methyl-
216.0
120,00 20.20 20.40 20.60
5000 m/z 213.05 20.69%
108.0
u631.0‘l 1 ‘ 163'0 “
m/z--> 50 100 150 200 250 300 350 400
Abundance #74421: 11H-Benzo[a]fluorene
216.0 20.00 20.20 20.40 20.60
m/z 83.05 10.49%
5000
108.0
630 ,| 1630,
m/z--> 50 100 150 200 250 300 350 400 20.00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG052620\

Data File : BG045468.D

Aca On : 26 May 2020 22:19

Operator : CG/JU

ﬁ?ggle : L2744-12 NMDUPO1-COMP-2020-0-6
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Trichloroacetic acid, hexad... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.27 6.32 ng 556337 Chrysene-di12 21.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
2 1-Heneicosanol 312 C21H440 015594-90-8 90
3 Nonadecvl trifluoroacetate 380 C21H39F302 1000351-76-3 87
4 n-Nonadecanol-1 284 C19H400 001454-84-8 83
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 81
Abundance Scan 3095 (21.273 min): BG045468.D (-3090) (-) m/z 57.05 100.00%
57.0
97.0
5000
DU PN BN B B
39.0 1gp o 2261 . 21.00 21.20 21.40 21.60
—_— 2621 3041 3163 4454 L7, 43.05  82.54%
m/z--> 50 100 150 200 250 300 350 400
Abundance #205392: Trichloroacetic acid, hexadecy! ester
43.0
83.0
5000 LRI BRI S BN S
21. 00 21. 20 21.40 21.60
25.0 m/z 83.05 81.79%
196.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
580 oo ¢
21.00 21.20 21.40 21.60
5000 m/z 97.05 78.08%
19.0 | ‘ \ ‘}3?9 182.0 224.0 266.0
m/z--> 55 160 1%0 260 250 360 3%0 460 '
Abundance #202424: Nonadecy! trifluoroacetate B e s e
57.0 97.0 21.00 21.20 21.40 21.60
m/z 69.05 75.95%
5000
39.0
‘ }ﬁ | 182.0 224.0 2660 3110 362.0
m/z--> 55 160 1%0 260 250 300 3%0 460 ' 21. 00 21. 20 21. 40 21|60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG052620\

Data File : BG045468.D

Aca On : 26 May 2020 22:19

Operator : CG/JU

ﬁ?ggle : L2744-12 NMDUPO1-COMP-2020-0-6
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Tetratetracontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22 .41 3.76 ng 330734 Chrysene-di12 21.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 83
2 Sulfurous acid. butvl tridecvl e... 320 C17H3603S 1000309-18-0 80
3 Hexatriacontane 507 C36H74 000630-06-8 80
4 Sulfurous acid. butyl dodecvl ester 306 C16H3403S 1000309-17-9 80
5 Hexadecane 226 C16H34 000544-76-3 76
Abundance Scan 3289 (22.412 min): BG045468.D (-3284) (-) m/z 57.05 100.00%
57.

%

5000
M%zmwm1%w4mg 22.00 22.20 22.40 22.60 22.80
e A AR L L 203 e || M/Z 71.05 94 .28%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
5000 TTTT LI L L L TT

22. OO 22. 20 22. 40 22. 60 22. 80
m/z 85.05 68 .40%

169.0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #161090: Sulfurous acid, butyl tridecy! ester
57.0

-

22.00 22.20 22.40 22.60 22.80
5000 m/z 43.05 65.96%

| J 130 1830350
T S NN A MU

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

%

Abundance #235973: Hexatriacontane L B A
57.0 22.00 22.20 22.40 22.60 22.80
m/z 69.05 29.36%
5000
13. O

/169.0 225 0 281. 0 337.0 393.0 449.0 506.0

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 22. OO 22. 20 22. 40 22. 60 22. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG052620\

Data File : BG045468.D

Aca On : 26 May 2020 22:19

Operator : CG/JU

ﬁ?ggle : L2744-12 NMDUPO1-COMP-2020-0-6
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.88 4_.48 ng 357873 Perylene-d12 24.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Eilcosane 282 C20H42 000112-95-8 90
3 Heneicosane 296 C21H44 000629-94-7 87
4 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 86
5 Octacosane 394 C28H58 000630-02-4 80
Abundance Scan 3539 (23.881 min): BG045468.D (-3533) (-) m/z 57.05 100.00%

57.0
5000
99.0

155.1 257.9 2360 2380 24.00 2420
oL hd, .JI, Lo 902 702953 85013864 4624 7091 05 87.93%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194493: Hexacosane Jx\rv
57.0
5000
23 60 23.80 24.00 24.20
J m/z 85.00 69.59%

99.0
| | 4 141.0 183.0 225.0 267.0 309.0  367.0
i I o o o e T I B e e e e e e I o o I
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #129492: Eicosane
57.0

23.60 23.80 24.00 24.20

5000 m/z 43.05 59.03%
99.0
I1] J 1" 141.0 183.0 2250  282.0
A e At
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #141426: Heneicosane e e e e
57.0 23 60 23. 80 24, OO 24 20

m/z 55.05 24 .59%

5000
99.0
150 | | 11 141018302250  296.0

m/z--> 50 100 150 200 250 300 350 400 450 23 60 23. 80 24. OO 24 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG052620\

Data File : BG045468.D

Aca On : 26 May 2020 22:19

Operator : CG/JU

ﬁ?ggle : L2744-12 NMDUPO1-COMP-2020-0-6
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Z-14-Octadecen-1-ol acetate Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
25.31 3.08 ng 245605 Perylene-d12 24.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Z-14-Octadecen-1-ol acetate 310 C20H3802 1000131-07-6 93
2 2-Tridecen-1-ol. (BE)- 198 C13H260 074962-98-4 83
3 11-Tetradecvn-1-ol acetate 252 C16H2802 033925-72-3 78
4 Heptadecanal 254 C17H340 1000376-70-0 70
5 Oxirane, tetradecyl- 240 C16H320 007320-37-8 68
Abundance Scan 3782 (25.308 min): BG045468.D (-3775) (-) m/z 82.05 100.00%
43.0 84.0

5000

-

301.9 350.1390.14311 494.4 25.00 25.20 25.40 25.60
m/z 57.05 89.00%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #153132: Z-14-Octadecen-1-ol acetate

SN
[¢8)
o
[ee]
N
o
?

5000 LA L L L L L LB LB |
25.00 25.20 25.40 25.60
m/z 43.05 88 .50%
23.0 250.0 b
166.0 208.0
I
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #59796: 2-Tridecen-1-ol, (E)-

25.00 25.20 25.40 25.60
5000 m/z 96.05 80.87%

6.0
18. m ll _152.0 198.0
i

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #104058: 11-Tetradecyn-1-ol acetate I l REamE R
430 g5 0 25.00 25.20 25.40 25.60
m/z 97.00 76.12%
5000
194.0
3 252.0
T ,.. B R
m/z--> 0 50 350 25.00 25.20 25.40 25.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG052620\

Data File : BG045468.D

Aca On : 26 May 2020 22:19

Operator : CG/JU

ﬁ?ggle : L2744-12 NMDUPO1-COMP-2020-0-6
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Triacontane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

25.91 13.42 ng 1071390 Perylene-d12 24.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Triacontane. 1l-bromo- 500 C30H61Br 004209-22-7 91
3 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 91
4 Heneicosane 296 C21H44 000629-94-7 87
5 Docosane 310 C22H46 000629-97-0 83

Abundance Scan 3884 (25.908 min): BG045468.D (-3875) (-) m/z 57.05 100.00%

57.0
5000
9.0

ﬂ 412 1972 2661 25.60 25.80 26.00 26.20
o...,....,.“.14,'.‘..A.-,....,.J...,3.1?-.1?57.-?..‘}1.3;4..?‘?6.-‘.‘.,. m/z 71.05 88.11%

T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #219831: Triacontane
57.0

5000 T T rrrorrrriy
25.60 25.80 26.00 26.20
9.0 m/z 85.05 69.66%
L] 141018302250 267.0300.0 351.0  422.0
B B L BB B e o
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #235298: Triacontane, 1-bromo-
57.0
e e R RRRE
25.60 2580 2600 26.20
5000 m/z 43.05 60.24%
7.01350 421.0
il Mullm 183.02250267.0 323.0365.0 |’ 500.0
B e L LS A e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #141432: Pentadecane, 8-hexyl- ST T e
57.0 2560 2580 2600 26. 20

m/z 55.05 26 .49%

5000
90 196.0
L } |0 T s

m/z--> 50 100 150 200 250 300 350 400 450 500 25 60 25. 80 26 00 26.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG052620\

Data File : BG045468.D

Aca On : 26 May 2020 22:19

Operator : CG/JU

ﬁ?ggle : L2744-12 NMDUPO1-COMP-2020-0-6
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 1-Docosanol, formate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
26.03 5.92 ng 473001 Perylene-di12 24 .76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosanol. formate 354 C23H4602 015155-62-1 93
2 Octacosanol 410 C28H580 000557-61-9 91
3 Cvclopentadecane 210 C15H30 000295-48-7 70
4 1-Pentadecene 210 C15H30 013360-61-7 64
5 Docosyl trifluoroacetate 422 C24H45F302 1000351-75-5 64
Abundance Scan 3905 (26.031 min): BG045468.D (-3899) (-) m/z 83.05 100.00%
83.0
43.0
5000

25 B
266.1
181.1216.2 3049311 4023 4501 25.80 26.00 26.20 26.40

m/z 97.05 90.76%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #186927: 1-Docosanol, formate
97.0
57.0
5000 308.0
290 25 80 26. 00 26. 20 26. 40
18.0 \\ ‘ t m/z 57.05 73.92%
224.0 -
LA  Pi proomg | o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #215904: Octacosanol
57.0
97.0

25.80 26.00 26.20 26.40
5000 m/z 43.05 72.63%

Ll ( l ‘ A \ 181 02220 2920 3340 3920
....,....,.... e e T P e
m/z--> 50 100 150 200 250 300 350 400 450

Abundance #69584: Cyclopentadecane P T T T
55.0 25 80 26. 00 26. 20 26. 40

m/z 55.05 71.92%

ULy Lmo =

m/z--> 50 100 150 200 250 300 350 400 450 25 80 26. 00 26. 20 26. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG052620\

Data File : BG045468.D

Acq On : 26 May 2020 22:19

Operator : CG/JU

3?22'6 - Leras-12 NMDUPO1-COMP-2020-0-6
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG051520.M
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]
n-Hexadecanoic acid 18.26 3.2 ng 211482 4 17.35 1312080 20.0
unknown19.35 19.35 7.2 ng 471780 4 17.35 1312080 20.0
Pyrene, 1l-methyl- 20.26 2.2 ng 191465 5 21.61 1760570 20.0
Trichloroacetic a... 21.27 6.3 ng 556337 5 21.61 1760570 20.0
Tetratetracontane 22.41 3.8 ng 330734 5 21.61 1760570 20.0
Hexacosane 23.88 4.5 ng 357873 6 24.76 1596680 20.0
Z-14-Octadecen-1-... 25.31 3.1 ng 245605 6 24.76 1596680 20.0
Triacontane 25.91 13.4 ng 1071390 6 24.76 1596680 20.0
1-Docosanol, formate 26.03 5.9 ng 473001 6 24.76 1596680 20.0
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