LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1I\BNA G\DATA\BG052720\
Data File : BG045488.D
Aca On : 27 May 2020 23:01 Instrument :
Operator : CG/JU ?:'l\!A_?S el

- - lentosampleld :
3?22'6 : L2746-14 NM72-COMP-2020-0-6
ALS Vial : 17 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 5.561 413 421 433 rBV 892209 1586315 39.92% 4.882%
2 7.176 688 696 708 rBY 1013603 1865159 46.94% 5.741%
3 7.964 822 830 840 rVB 325507 582681 14.66% 1.793%
4 8.287 876 885 896 rBV 921457 1665041 41.90% 5.125%
5 9.121 1019 1027 1036 rBV 701923 1323431 33.31% 4_.073%

9.197 1036 1040 1047 rvVB2 53938 85649 2.16% 0.264%
10.766 1299 1307 1321 rBV 437334 851661 21.43% 2.621%
rBV 2047541 3315222 83.44% 10.204%
14.049 1860 1866 1872 rBV 312714 485185 12.21% 1.493%
14.466 1931 1937 1942 rBV 38524 57745 1.45% 0.178%
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11 14.602 1953 1960 1967 rBV 739798 1198192 30.16% 3.688%
12 16.100 2208 2215 2223 rBV 1566566 2440209 61.41% 7.511%
13 16.746 2319 2325 2334 rBV 32573 98413 2.48% 0.303%
14 17.351 2419 2428 2432 rBV 834044 1314634 33.09% 4.046%
15 17.392 2432 2435 2441 rVB 199071 285600 7.19% 0.879%

16 17.480 2446 2450 2457 rVB 44229 69691 1.75% 0.215%
17 17.727 2488 2492 2495 rBV4 42957 70376 1.77% 0.217%
18 18.226 2573 2577 2579 rBV 33681 44732 1.13% 0.138%
19 18.255 2579 2582 2584 rBV 50460 59075 1.49% 0.182%

20 18.420 2604 2610 2614 rBV2 68274 121379 3.05% 0.374%

21 19.143 2729 2733 2737 rBV3 31723 50829 1.28% 0.156%
22 19.266 2750 2754 2763 rBV3 57512 121661 3.06% 0.374%
23 19.348 2763 2768 2773 rBV 575355 823834 20.73% 2.536%
24 19.401 2773 2777 2784 rVB 500961 751911 18.92% 2.314%
25 19.765 2829 2839 2847 rBV 434508 776679 19.55% 2.391%

26 19.965 2867 2873 2878 rBV 2961989 3973407 100.00% 12.230%
27 20.253 2918 2922 2930 rVB6 95026 193472 4._.87% 0.595%

28 20.359 2937 2940 2944 rBV 54677 69473 1.75% 0.214%
29 20.417 2946 2950 2954 rVB2 39682 64167 1.61% 0.197%
30 20.605 2979 2982 2986 rBv4 49171 60659 1.53% 0.187%

31 21.263 3090 3094 3102 rVB4 263281 430920 10.85% 1.326%
32 21.610 3145 3153 3158 rBV2 805084 1686754 42.45% 5.192%
33 21.651 3158 3160 3171 rVB 209074 327448 8.24% 1.008%
34 22.415 3285 3290 3299 rVB5 135342 324763 8.17% 1.000%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG052720\

Data File : BG045488.D

Aca On > 27 May 2020 23:01

Operator : CG/JU

3?22'6 i L2746-14 NM72-COMP-2020-0-6
ALS Vial : 17 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 G\METHODS\8270-BG051520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 23.766 3513 3520 3526 rBV2 162999 497479 12.52% 1.531%

36 23.877 3534 3539 3544 rVB2 213018 412910 10.39% 1.271%
37 24.465 3636 3639 3649 rvVvB2 108056 260324 6.55% 0.801%
38 24.612 3658 3664 3673 rVvB2 126311 332310 8.36% 1.023%
39 24.758 3681 3689 3706 rBV 409908 1277119 32.14% 3.931%
40 25.910 3876 3885 3895 rvB2 519888 1544238 38.86% 4_.753%

41 26.027 3898 3905 3913 rVV3 147267 455932 11.47% 1.403%
42 27.983 4231 4238 4250 rVB5 150563 533144 13.42% 1.641%

Sum of corrected areas: 32489823
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG052720\

Data File : BG045488.D

Aca On : 27 May 2020 23:01

Operator : CG/JU

ﬁ?ggle i L2746-14 NM72-COMP-2020-0-6
ALS Vial : 17 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: BG045488.D
3000000

2500000

2000000

1500000

7.18
1000000 5.56 8.29

10.77
500000 7.96

20

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 8.00 8. 50 9.00 9.50 10 00 10. 50 11. OO 11. 50 12. OO 12. 50
Abundance TIC: BG045488.D
3000000 19.96

2500000

13.23
2000000

16.10

1500000

1000000

500000

0 r r £ - -
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: BG045488.D
3000000

2500000
2000000
1500000

1000000

24.76 2591
500000 238, 6.03 27.98

O T

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\HPCHEMI1\BNA G\DATA\BG052720\

Data File : BG045488.D

Aca On : 27 May 2020 23:01

Operator : CG/JU

ﬁ?ggle i L2746-14 NM72-COMP-2020-0-6
ALS Vial : 17 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 2 Tridecane Concentration Rank 10

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

9.20 2.94 ng 85649 1,4-Dichlorobenzene-d4 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 86
2 Octane. 2.4.6-trimethvl- 156 Cl11H24 062016-37-9 80
3 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 80
4 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 78
5 Heptadecane 240 C17H36 000629-78-7 78

Abundance Scan 1040 (9.197 min): BG045488.D (-1036) (-) m/z 57.05 100.00%
57
5000 85
112 156 8.80 9.00 9.20 9.40 9.60
A 2 Tm/z 43.05  71.65%
m/z--> 50 100 150 200 250 300 350 400
Abundance #48835: Tridecane
57
5000
85 8.80 9.00 9.20 9.40 9.60
29 m/z 71.05 58.83%
i psaa e
m/z--> éo 160 1%0 260 2éo 360 3éo 460
Abundance
57
8.80 9.00 9.20 9.40 9.60
5000 m/z 85.05 38.73%
85
29
127 156
m/z--> éo 160 1%0 260 2éo 360 3éo 460
Abundance #48894: Decane, 2,3,5-trimethyl-
57 8.80 9.00 9.20 9.40 9.60
m/z 41.05 37.21%
5000 85
29 141
J‘ J ‘\ 1113 \‘ 169
m/z--> éo 160 1%0 260 2éo 360 3éo 460 ' 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG052720\
Data File : BG045488.D

Aca On 27 May 2020 23:01

Operator : CG/JU

Sample : L2746-14

Misc :

ALS Vial : 17 Sample Multiplier: 1

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

Quant Method :
Quant Title :
C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknownl19.35 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.35 12.53 ng 823834 Phenanthrene-d10 17.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Butenoic acid. 2-oxo-4-phenvl- 176 C10H803 1000142-21-0 27
2 1-Penten-3-one. 4-methvl-1-phenvl- 174 C12H140 003160-32-5 27
3 2-Propenamide. N-(l1l-methvlethvl)... 265 C18H19NO 055044-37-6 27
4 3-Butenoic acid. 2-oxo-4-phenvl-... 190 C11H1003 1000142-22-4 27
5 p-Vinylbenzohydrazide 162 C9H10N20 1000244-74-9 27

NM72-COMP-2020-0-6

Abundance Scan 2768 (19.348 min): BG045488.D (-2763) (-) m/z 131.05 100.00%
131
85
57
264
71 21 19. OO 19 20 19. 40 19. 60
l.|1,n.1.1. U 1R ]]3 4207281 | 287308331356 395 427 | sz 85.05  59.63%
m/z--> 50 100 150 200 250 300 350 400
Abundance #42271: 3-Butenoic acid, 2-oxo-4-phenyl-
131
103
5000 LI L L L L Y LB L
7 19.00 19.20 19.40 19.60
51 m/z 57.05 54 _37%
176
IIIIII‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 400
Abundance
131
_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rf
103 19.00 19.20 19.40 19.60
5000 77 m/z 103.00 52.71%
27 51
174
L e o o e I LA e o o o o o
m/z--> 50 100 150 200 250 300 350 400
Abundance #114904: 2-Propenamide, N-(1-methylethyl)-N,3-diphenyl- e AR R
131 19. OO 19 20 19. 40 19. 60
m/z 264.10 48.42%
5000 103
7
265
27 5t | | “‘ 165 193
L e o o e LN e e s o o o T[T T T T T T
m/z--> 50 100 150 200 250 300 350 400 19. OO 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG052720\

Data File : BG045488.D

Aca On : 27 May 2020 23:01

Operator : CG/JU

ﬁ?ggle i L2746-14 NM72-COMP-2020-0-6
ALS Vial : 17 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 11H-Benzo[b]fluorene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.25 2.29 ng 193472 Chrysene-di12 21.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolbl1fluorene 216 C17H12 000243-17-4 93
2 11H-Benzolalfluorene 216 C17H12 000238-84-6 86
3 Pvrene. 1-methvl- 216 C17H12 002381-21-7 86
4 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 81
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 64
Abundance Scan 2922 (20.253 min): BG045488.D (-2918) (-) m/z 216.05 100.00%
216
5000
69
43 | %
125151 190 | 240 268 295318341 370 410 458 2040 20.20 20,40 20.60

m/z 215.05 93.52%
m/z—-> 0 50 100 150 200 250 300 350 400 450
Abundance #74418: 11H-Benzo[b]fluorene

216

5000
20.00 20.20 20.40 20.60

m/z 69.05 29.32%

107
27 50 81, ; 139163189

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

216

20.00 20.20 20.40 20.60
5000 m/z 213.05 23.91%

108

50 81, 137163189

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

Abundance #74411: Pyrene, 1-methyl-
216 20.00 20.20 20.40 20.60
m/z 217 .05 19.20%
5000
95 189
14 39 63 | (122 163 |
m/z—-> 0 50 100 150 200 250 300 350 400 450 20.00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG052720\

Data File : BG045488.D

Aca On : 27 May 2020 23:01

Operator : CG/JU

ﬁ?ggle i L2746-14 NM72-COMP-2020-0-6
ALS Vial : 17 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 3-Octadecene, (E)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

21.26 5.11 ng 430920 Chrysene-di12 21.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octadecene. (E)- 252 C18H36 007206-19-1 95
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
3 n-Nonadecanol-1 284 C19H400 001454-84-8 93
4 1-Docosanol. acetate 368 C24H4802 000822-26-4 93
5 Cyclotetradecane 196 C14H28 000295-17-0 92

Abundance ~ Scan 3093 (21.257 min): BG045488.D (-3090) (-) m/z 55.05 100.00%

5000

-

21.00 21.20 21.40 21.60
m/z 69.05  97.85%

139168 207 246 281308337 384 415 448 508
e

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #104188: 3-Octadecene, (E)-

r

21,00 21.20 21.40 21.60
m/z 83.05 96.66%

5000

\l 1 154182 224252

m/z--> 0 50 100 15 200 250 300 350 400 450 500

E

Abundance
57
83 i it
21.00 21.20 21.40 21.60
5000 11 m/z 57.05 95.25%
29 169
139 210 255 406
L B B B o R A
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #131391: n-Nonadecanol-1 i B B s L S
556 83 21.00 21.20 21.40 21.60
m/z 97.05 95.05%
29
L | [3%168106 238266
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21. OO 21. 20 21. 40 21. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG052720\

Data File : BG045488.D

Aca On : 27 May 2020 23:01

Operator : CG/JU

ﬁ?ggle i L2746-14 NM72-COMP-2020-0-6
ALS Vial : 17 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 Oxalic acid, isobutyl penta... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.41 3.85 ng 324763 Chrysene-di12 21.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. isobutvl pentadecvl... 356 C21H4004 1000309-38-0 91
2 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 87
3 Ethanol. 2-(octadecvloxv)- 314 C20H4202 002136-72-3 81
4 Oxalic acid. isobutvl tetradecvl... 342 C20H3804 1000309-37-9 80
5 1-Docosene 308 C22H44 001599-67-3 70
Abundance Scan 3289 (22.409 min): BG045488.D (-3285) (-) m/z 57.05 100.00%
57
85
5000
3 LIRS IR BRI
141 173202229258 295455350 22.00 22.20 22.40 22.60 22.80
AL 322350377405434461489 546 n/z 7118 79 350
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #188025: Oxalic acid, isobutyl pentadecyl ester
57
5000 UM AR SRR N
2200 22.20 22.40 22.60 22.80
29 85 m/z 85.05 65.19%
, “ | | 125153182010 2%5
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
43
71 LIRS R BRI
22.00 22.20 22.40 22.60 22.80
5000 m/z 43.05 56.67%
111
141169197224253
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #156673: Ethanol, 2-(octadecyloxy)- A B
57 22.00 22.20 22.40 22.60 22.80
m/z 55.05 44 _.18%
5000 85
29
l | }ﬁ141;69197zg42§22§3311
m/z--> 50 100 150 200 250 300 350 400 450 500 550 2200 22.20 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG052720\

Data File : BG045488.D

Aca On : 27 May 2020 23:01

Operator : CG/JU

ﬁ?ggle i L2746-14 NM72-COMP-2020-0-6
ALS Vial : 17 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 Heptadecane, 9-octyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

23.88 6.47 ng 412910 Perylene-d12 24.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 93
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Triacontane 422 C30H62 000638-68-6 91

Abundance Scan 3539 (23.877 min): BG045488.D (-3534) (-) m/z 57.05 100.00%

g7
85
5000

113
141 169 197 294 258 290 323 23.60 23.80 24.00 24.20
A “, Ll 297224 T 292 323348372 415 456 | "m/z 71.05  86.28%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #185535: Heptadecane, 9-octyl-
57
5000 85 LR L LR B TT T T

23. 60 23 80 24. OO 24. 20
m/z 85.05 66 .85%

113
[7°141169 197 23% 267 204 323 352

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

57

E

23.60 23.80 24.00 24.20
5000 85 m/z 43.05 59.46%

29
113 141 160 197 205253 205303 367

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

i

Abundance #202661: Heptacosane L T L e
57 23.60 23.80 24.00 24.20
m/z 55.05 27 .52%
” | umuwﬂﬂu~wwdvjhﬁ\\JWAHWMV“WW
29 11314
| 777141169 197 225 253 281 309 337 380

m/z--> 0 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\HPCHEMI1\BNA G\DATA\BG052720\

Data File : BG045488.D

Aca On : 27 May 2020 23:01

Operator : CG/JU

ﬁ?ggle i L2746-14 NM72-COMP-2020-0-6
ALS Vial : 17 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 9 Hexadecane, l-iodo- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
25.91 24.18 ng 1544240 Perylene-di12 24 .76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 1-iodo- 352 C16H33lI 000544-77-4 94
2 Tetracosane 338 C24H50 000646-31-1 93
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heneicosane. 11-(l1-ethvipropvl)- 366 C26H54 055282-11-6 91
5 Hexadecane 226 C16H34 000544-76-3 90
Abundance Scan 3885 (25.910 min): BG045488.D (-3876) (-) m/z 57.05 100.00%
57
85
5000
R B
113 25.60 25.80 26.00 26.20
141169
...,..'.-.", LA PA97225258 295 344 379 417 458490 | ns57 71.05  84.78%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #184946: Hexadecane, 1-iodo-

-

5000
25.60 25.80 26.00 26.20

m/z 85.05 66 .23%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57
P T TR
25.60 25.80 26.00 26.20
5000 85 m/z 43.05 63.66%
29 113
141169 197 225 253 281 309 338
T [ T T T T e T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #215181: 2-methyloctacosane R B
25.60 25.80 26.00 26.20
m/z 55.05 26.94%
5000

-

141169197225 267295 365393
e
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\HPCHEMI1\BNA G\DATA\BG052720\

Data File : BG045488.D

Aca On : 27 May 2020 23:01

Operator : CG/JU

ﬁ?ggle i L2746-14 NM72-COMP-2020-0-6
ALS Vial : 17 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 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
26.03 7.14 ng 455932 Perylene-di12 24 .76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 1-Heptacosanol 396 C27H560 002004-39-9 93
3 Cvclotetracosane 336 C24H48 000297-03-0 92
4 Cvclodocosane. ethvl- 336 C24H48 1000151-22-6 91
5 Triacontyl acetate 480 C32H6402 041755-58-2 81
Abundance Scan 3905 (26.027 min): BG045488.D (-3898) (-) m/z 83.05 100.00%
57
5000
181207231 265 205 arr 359 ' 25.80 26.00 26.20 26.40
et 321 393946 | sz 57.05  98.07%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #155046: 1-Heneicosanol
55 83
5000 111 RERA AR RN AR AL
%m%m%m%m
29 m/z 97.05 95.36%
139
L | 1 . 167 196 238 266 294
m/z--> 55 160 1%0 260 250 360 3%0 460 4éo
Abundance
57 97
' 25.80 26.00 26.20 26.40
5000 m/z 69.05 94 _.11%
125
29 153 181 209 236 264 292 320 350 378
m/z--> 55 160 1%0 260 2éo 360 3%0 460 4éo
Abundance #174180: Cyclotetracosane T
55 83 %m%m%m%m
m/z 43.05 72.31%
5000 111 336 Vh_wwﬁw\J/\x/\\ﬂ"\MMH~*vwm
29 139
|| | ‘ L I 1§7 195 222 251 279 308 ‘
m/z--> 55 160 1%0 260 2éo 360 3%0 460 4éo 2580 2600 2620 2640
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG052720\

Data File : BG045488.D

Aca On : 27 May 2020 23:01

Operator : CG/JU

ﬁ?ggle i L2746-14 NM72-COMP-2020-0-6
ALS Vial : 17 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 Oxirane, heptadecyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
27.98 8.35 ng 533144 Perylene-d12 24.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. heptadecvl- 282 C19H380 067860-04-2 96
2 Octadecanal 268 C18H360 000638-66-4 95
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 94
4 18-Nonadecen-1-ol 282 C19H380 1000142-89-2 91
5 Hexadecanal 240 C16H320 000629-80-1 91
Abundance Scan 4237 (27.978 min): BG045488.D (-4231) (-) m/z 57.05 100.00%
57 g2
5000 JW
LN U PR NN B
iy m/z 82.05 83.90%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129467: Oxirane, heptadecyl-
43 g
5000 LN U PR NN B
27.60 27.80 28.00 28.20 28.40
110 m/z 43.05 75 .80%
138 166 104 236 264

m/z--> 50 100 150 200 250 300 350 400
Abundance
43| 82
e EARmamEE
27.60 27.80 28.00 28.20 28.40
5000 m/z 96.05 70.49%
109
137 166 194 222 20
I LA B e e B e S

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

Abundance #117618: Oxirane, hexadecyl- L B e

27.60 27.80 28.00 28.20 28.40
m/z 83.05 67.22%

2

5000

29

:

166

211 250
LI e e e e
m/z--> 50 100 150 200 250 300 350 400 27.60 27.80 28.00 28.20 28.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG052720\

Data File : BG045488.D

Acq On > 27 May 2020 23:01

Operator : CG/JU

3?22'6 i L2746-14 NM72-COMP-2020-0-6
ALS Vial : 17 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]
Tridecane 9.20 2.9 ng 85649 1 7.96 582681 20.0
unknown19.35 19.35 12.5 ng 823834 4 17.35 1314630 20.0
11H-Benzo[b]fluorene 20.25 2.3 ng 193472 5 21.61 1686750 20.0
3-Octadecene, (E)- 21.26 5.1 ng 430920 5 21.61 1686750 20.0
Oxalic acid, isob... 22.41 3.9 ng 324763 5 21.61 1686750 20.0
Heptadecane, 9-oc... 23.88 6.5 ng 412910 6 24.76 1277120 20.0
Hexadecane, 1l-iodo- 25.91 24_.2 ng 1544240 6 24.76 1277120 20.0
1-Heneicosanol 26.03 7.1 ng 455932 6 24.76 1277120 20.0
Oxirane, heptadecyl- 27.98 8.3 ng 533144 6 24.76 1277120 20.0
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