LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM051219\
Data File : BM020309.D
Aca On : 12 May 2019 21:30 Instrument :
Operator : JU/SJ gyAﬁg el

- - lentosampleld :
3?22'6 : K2766-10 P026-SS008-0002-01
ALS Vial : 19 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-BM043019 .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 3.981 164 169 178 rVB 216778 307569 3.14% 0.360%
2 5.346 395 401 409 rBY 1077089 1621864 16.57% 1.900%
3 6.934 663 671 686 rBY 1071258 1778778 18.17% 2.084%
4 7.293 725 732 747 rVB 1130708 1855896 18.96% 2.174%
5 7.763 806 812 821 rBV 290370 463317 4.73% 0.543%
6 8.081 859 866 877 rBV 799937 1278911 13.07% 1.498%
7 8.928 1002 1010 1020 rBV 657726 1139800 11.65% 1.335%
8 10.551 1280 1286 1298 rVB 326856 573356 5.86% 0.672%
9 13.022 1698 1706 1718 rBV 1404338 2165721 22.13% 2.537%
10 13.339 1756 1760 1770 rVB3 58765 107678 1.10% 0.126%

11 13.869 1844 1850 1862 rVB2 270475 519483 5.31% 0.609%
12 14.410 1936 1942 1950 rBvV2 539972 833141 8.51% 0.976%
13 15.904 2190 2196 2201 rBV 1297040 1877134 19.18% 2.199%
14 16.327 2264 2268 2273 rBV 133252 149650 1.53% 0.175%
15 16.551 2301 2306 2314 rBV2 216540 357933 3.66% 0.419%

16 17.074 2392 2395 2404 rVV3 56581 109164 1.12% 0.128%
17 17.157 2404 2409 2418 rVvV 713118 1263340 12.91% 1.480%
18 17.233 2419 2422 2429 rVB2 124668 160345 1.64% 0.188%
19 17.321 2432 2437 2441 rBV2 114180 159581 1.63% 0.187%
20 17.527 2470 2472 2481 rVB6 63803 98590 1.01% 0.116%

21 17.633 2484 2490 2495 rBV2 147654 215914 2.21% 0.253%
22 17.774 2509 2514 2519 rBV 169595 244201 2.50% 0.286%
23 17.921 2534 2539 2547 rBV3 86526 163101 1.67% 0.191%
24 18.045 2555 2560 2571 rBV 882711 1343073 13.72% 1.574%
25 18.227 2586 2591 2597 rVB3 101352 141993 1.45% 0.166%

26 18.286 2597 2601 2604 rBV 80576 99769 1.02% 0.117%
27 18.321 2604 2607 2615 rVV5 113668 232814 2.38% 0.273%
28 18.509 2635 2639 2644 rBV5 80548 111183 1.14% 0.130%
29 18.562 2644 2648 2653 rVVv2 97710 128668 1.31% 0.151%
30 19.051 2727 2731 2733 rBV 191362 263365 2.69% 0.309%

31 19.074 2733 2735 2744 rVB3 237745 303012 3.10% 0.355%
32 19.215 2755 2759 2763 rBV2 96473 178117 1.82% 0.209%
33 19.262 2763 2767 2773 rVV2 215555 296110 3.03% 0.347%
34 19.327 2774 2778 2780 rVvV 292326 345589 3.53% 0.405%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM051219\
Data File : BM020309.D
Aca On : 12 May 2019 21:30 Instrument :
Operator : JU/SJ g?Aﬁg el

- - lentosampleld :
3?22'6 : K2766-10 P026-SS008-0002-01
ALS Vial : 19 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
Title

Z :\SVOASRV\HPCHEM1I\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 19.356 2780 2783 2790 rVB2 367573 484820 4._95% 0.568%

36 19.586 2818 2822 2824 rBV 98308 127668 1.30% 0.150%
37 19.786 2851 2856 2863 rBV 2697763 3555448 36.33% 4.166%
38 19.927 2876 2880 2884 rVB 280871 314193 3.21% 0.368%
39 19.968 2884 2887 2894 rVB2 127153 207645 2.12% 0.243%
40 20.062 2898 2903 2910 rBV3 1009766 1895524 19.37% 2.221%

41 20.262 2934 2937 2944 rVB2 160114 215733 2.20% 0.253%
42 20.345 2946 2951 2955 rBV 1050261 1291595 13.20% 1.513%
43 20.403 2955 2961 2972 rVV6 269091 597095 6.10% 0.700%
44 20.503 2973 2978 2984 rVvVv3 378706 594689 6.08% 0.697%
45 20.580 2986 2991 2997 rVB5 159946 330703 3.38% 0.387%

46 20.662 2997 3005 3010 rBV 617948 1148125 11.73% 1.345%
47 20.756 3018 3021 3025 rVvv2 106958 123665 1.26% 0.145%
48 20.803 3025 3029 3034 rVB 535782 641162 6.55% 0.751%
49 20.868 3037 3040 3044 rBV 222513 247098 2.52% 0.290%
50 21.045 3065 3070 3073 rBV 4322745 4796123 49.00% 5.619%

51 21.074 3073 3075 3080 rvv2 688816 832819 8.51% 0.976%
52 21.133 3080 3085 3090 rVvB2 373716 561562 5.74% 0.658%
53 21.192 3092 3095 3097 rBV3 93183 101497 1.04% 0.119%
54 21.221 3097 3100 3104 rVV3 93144 102076 1.04% 0.120%
55 21.350 3116 3122 3131 rBV2 1453314 3085500 31.53% 3.615%

56 21.486 3141 3145 3147 rBV2 314298 436542 4._46% 0.511%
57 21.674 3172 3177 3183 rBV2 484255 796670 8.14% 0.933%
58 21.733 3184 3187 3192 rVB2 191467 252519 2.58% 0.296%
59 21.803 3195 3199 3205 rBV3 231223 325076 3.32% 0.381%
60 21.945 3214 3223 3232 rBV2 5106923 9787188 100.00% 11.467%

61 22.015 3233 3235 3241 rVB 192570 247323 2.53% 0.290%
62 22.386 3293 3298 3302 rBV2 576945 887509 9.07% 1.040%
63 22.433 3302 3306 3312 rVV 414340 656030 6.70% 0.769%
64 22.521 3316 3321 3325 rVB 564641 797229 8.15% 0.934%
65 22.627 3335 3339 3347 rVB 355078 504127 5.15% 0.591%

66 22.909 3381 3387 3391 rBV 1314377 2104124 21.50% 2.465%
67 22.962 3391 3396 3405 rVV 1969906 3170781 32.40% 3.715%
68 23.044 3406 3410 3417 rVB 359686 528475 5.40% 0.619%
69 23.486 3480 3485 3490 rVB 322266 551251 5.63% 0.646%
70 23.639 3505 3511 3519 rVB 693177 1477036 15.09% 1.731%

71 23.809 3536 3540 3548 rVB 407267 769728 7.86% 0.902%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM051219\
Data File : BM020309.D
Aca On : 12 May 2019 21:30 Instrument :
Operator : JU/SJ EFAﬁg el

- - lentosampleld :
3?22'6 : K2766-10 P026-SS008-0002-01
ALS Vial : 19 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 M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 24.050 3577 3581 3586 rBv2 223973 430734 4._.40% 0.505%
73 24.144 3592 3597 3607 rVB 727326 1491358 15.24% 1.747%
74 24.244 3607 3614 3625 rVvV 908567 1904044 19.45% 2.231%
75 24.350 3627 3632 3643 rVB 456617 968976 9.90% 1.135%

76 24.521 3656 3661 3673 rVB5 426506 1016934 10.39% 1.191%
77 24.639 3676 3681 3688 rvVv 255653 533064 5.45% 0.625%
78 25.380 3803 3807 3818 rvB3 331078 762542 7.79% 0.893%
79 25.968 3903 3907 3920 rVB6 292989 979665 10.01% 1.148%
80 26.109 3923 3931 3942 rVB4 629333 1978963 20.22% 2.319%

81 26.750 4033 4040 4053 rVB5 478332 1551966 15.86% 1.818%
82 26.944 4066 4073 4085 rVB5 737347 2308380 23.59% 2.705%
83 27.338 4133 4140 4157 rVB6 548607 2257631 23.07% 2.645%
84 27.609 4179 4186 4194 rBV3 540606 1524410 15.58% 1.786%
85 28.079 4260 4266 4281 rVB5 657653 2209014 22.57% 2.588%

Sum of corrected areas: 85352189
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM051219\

Data File : BM020309.D

Aca On : 12 May 2019 21:30

Operator : Ju/SJ

ﬁ?ggle : K2766-10 P026-SS008-0002-01
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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: BM020309.D

5000000
4000000
3000000

2000000

5.35 6.93 7.29
1000000 8.08 8.93

3.98 7.76 10.55

-

R BRI I S e L et L L L o SRS

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BM020309.D

5000000
4000000
3000000 19.79
2000000

13.02
15.90 20.020.34

1000000
14.41

13.87

13.34

sl AN o\ A b A
e I e e et A,

Time-->  12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM020309.D
21194

5000000

21.04

4000000

3000000

2000000

1000000

e

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 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\BM051219\

Data File : BM020309.D

Aca On : 12 May 2019 21:30

Operator : Ju/SJ

ﬁ?ggle : K2766-10 P026-SS008-0002-01
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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 Toluene Concentration Rank 17

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

3.98 13.28 ng 307569 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Toluene 92 C7H8 000108-88-3 91
2 1.3.5-Cvcloheptatriene 92 C7H8 000544-25-2 87
3 Cvclobutene. 2-propenvlidene- 92 C7H8 052097-85-5 78
4 Molvbdenum. di-.mu.-chlorobisl(1... 532 C20H26CI2Mo2 035625-66-2 72
5 2,5-Norbornadiene 92 C7H8 000121-46-0 64

Abundance Scan 169 (3.981 min): BM020309.D (-164) (-) m/z 91.10 100.00%
o
5000
65 SRS SAEBE NN R
39 51 |7 007 3.60 3.80 4.00 4.20 4.40
ol el o 400 Tm/z 92.10 0 59.90%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2405: Toluene
g1
5000 T T T T T T T T T
3.60 3.80 4.00 4.20 4.40
65 m/z 65.10 15.31%
39 51
0 'I"}?I?7'JI“N"NJ”?K"‘“I""I""I"" [rrrrfrrrrpTrT
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
91
360 3.80 4.00 420 4.40
5000 m/z 63.00 10.16%
39 65
o2 15 2r | 51 77
m/z--> 6 ﬁo Jo eb éo 160 150 150 160 1é0 260
Abundance #2425: Cyclobutene, 2-propenylidene- A AR
g1 3.60 3.80 4.00 4.20 4.40
m/z 39.10 6.84Y%
5000
39 65
0 27 “\ ?%L \‘ " L
m/z--> c') 2'0 4'0 6|0 8|0 1(')0 150 14'10 160 1&'30 2(')0 3.%0 3.&'30 4.00 4.'20 4.'40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM051219\

Data File : BM020309.D

Aca On : 12 May 2019 21:30

Operator : Ju/SJ

ﬁ?ggle : K2766-10 P026-SS008-0002-01
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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 unknown7.29 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.29 80.11 ng 1855900 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 22
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
5 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 13
Abundance Scan 732 (7.293 min): BM020309.D (-725) (-) m/z 132.00 100.00%

132
5000

7.00 720 740 760

01 m/z 68.10 55.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 R RIS LRI e R

7.00 7.20 7.40 7.60
70 m/z 66.10 37.05%

31 60
0 b wa® Png e
T T T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132

7.00 7.20 7.40 7.60

5000 m/z 134.00 32.40%
92
65
o 27 39 bl L4 105147
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methy!- A R L
132 700 720 740 760

m/z 69.10 24 .11%

5000
63
15 28 39 52 ) 7 99 1?4 116

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM051219\

Data File : BM020309.D

Aca On : 12 May 2019 21:30

Operator : Ju/SJ

ﬁ?ggle : K2766-10 P026-SS008-0002-01
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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 12
R.T. EstConc Area Relative to ISTD R.T.
18.04 21.26 ng 1343070 Phenanthrene-d10 17.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 74
3 Undecanoic acid 186 C11H2202 000112-37-8 46
4 Tridecanoic acid 214 C13H2602 000638-53-9 45
5 Decane, l1l-iodo- 268 C10H211 002050-77-3 18
Abundance Scan 2559 (18.039 min): BM020309.D (-2555) (-) m/z 73.00 100.00%
7B
[ AM
43
5000
129
213 R BRI SRR SRR B
01115 143157171185 199 | 007 256 17.80 18.00 18.20 18.40
o] B m/z 59.95 65.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 o
5000 L SR BRI UL L
ﬂmmmmmmm
m/z 43.05 52.84Y%
. HmHmmmmmmmmmmmw%
m/z--> 25 Jo 60 80 100 120 150 160 180 200 220 240 260
Abundance
43 60 73
" 17.80 18.00 18.20 18.40
5000 - 129 m/z 55.10 51.64%
87 242
143 199
115 185
101 157171 213
O R o K O
m/z--> 25 Jo éo 85 160 150 150 160 180 200 220 250 2éo
Abundance #46615: Undecanoic acid e B e A A
60 7 17.80 18.00 18.20 18.40
m/z 41.10 50.89%
5000 43
29 129 43
101115 186
o ,;;SII\I‘II\I\,‘,,H, | \ Ll H \”,1;‘37,17,1, T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17. 80 18 00 18. 20 18 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM051219\

Data File : BM020309.D

Aca On : 12 May 2019 21:30

Operator : Ju/SJ

ﬁ?ggle : K2766-10 P026-SS008-0002-01
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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 1,1°-Biphenyl, 2,3%,4,4",5,... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
20.06 12.29 ng 1895520 Chrysene-di12 21.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1"-Biphenvl. 2.3".4.47.5.5"-he... 358 C12H4CIl6 052663-72-6 99
2 1.1°-Biphenvl. 3.3".4.4".5.5"-he... 358 C12H4CIl6 032774-16-6 99
3 1.1°-Biphenvl. 2.27.3.4.47.5"-he... 358 C12H4CIl6 035065-28-2 99
4 1.1"-Biphenvl. 2.2 .4.4"7 .6.6"-he... 358 C12H4CI6 033979-03-2 99
5 1,1"-Biphenyl, 2,2",3,4,5,5"-hex... 358 C12H4CI6 052712-04-6 99
Abundance Scan 2903 (20.062 min): BM020309.D (-2898) (-) m/z 289.90 100.00%
290 360
5000 218
325
3 254 19.80 20.00 20.20 20.40
ol WEDEE | N m/z 359.90 98.92%
miz--> 50 100 150 200 250 300 350
Abundance #143901: 1,1'-Biphenyl, 2,3',4,4',5,5"-hexachloro-
360
290
5000 145
218 19.80 20.00 20.20 20.40
109, ¢ 180 m/z 287.90 79.98%
74 ‘ | “ 252
oL, IIIIHJIMl L 1 SN N R | —
miz--> 50 100 150 200 250 300 350
Abundance
360
19.80 20.00 20.20 20.40
5000 e 290 m/z 361.90 78.58%
109
74 127 218
37 55 | 91 163180 254 304
T T S ST
miz--> 50 100 150 200 250 300 350
Abundance #143905: 1,1'-Biphenyl, 2,2',3,4,4',5'-hexachloro-
145 290 360 19.80 20.00 20.20 20.40
m/z 357.90 52.22%
109
5000 218
74 126
325
182 253
49 IH )
ol -‘.”-‘--M-H‘- IIMJI”\II T
miz--> 50 100 150 200 250 300 350 19.80 20.00 20.20 20.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM051219\

Data File : BM020309.D

Aca On : 12 May 2019 21:30

Operator : Ju/SJ

ﬁ?ggle : K2766-10 P026-SS008-0002-01
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 6 Ethanol, 2-(tetradecyloxy)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.04 31.09 ng 4796120 Chrysene-di12 21.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 96
2 1-Heneicosvl formate 340 C22H4402 077899-03-7 92
3 1-Octadecene 252 C18H36 000112-88-9 89
4 Cvclopentane. (4-octvldodecvl)- 350 C25H50 005638-09-5 83
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 68
Abundance Scan 3069 (21.039 min): BM020309.D (-3065) (-) m/z 57.10 100.00%
57
83
5000
111
3 139 20.80 21.00 21.20 21.40
o L7y, 168 197 228 252 280 308328 350 m/z 71.10 79.72%
m/z--> 50 100 150 200 250 300 350
Abundance #93396: Ethanol, 2-(tetradecyloxy)-
57
5000
20.80 21.00 21.20 21.40
29 n m/z 69.10 72.35%
168 196
o 1 \\ h 1‘\‘ o e A B
m/z--> 50 150 200 250 300 350
Abundance
57 83
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
20.80 21.00 21.20 21.40
5000 111 m/z 43.10 71.26%
. 139 167 196 222 266 294 390340
m/z--> 50 100 150 200 250 300 350
Abundance #89782: 1-Octadecene
43 20.80 21.00 21.20 21.40
83 m/z 83.10 69.33%
5000
111
o } I s h 140 168 196 224 252
m/z--> 50 100 150 200 250 300 350 2080 21.00 21.20 21.40

8270-BM043019.M Thu May 16 09:40:41 2019 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM051219\

Data File : BM020309.D

Aca On : 12 May 2019 21:30

Operator : Ju/SJ

ﬁ?ggle : K2766-10 P026-SS008-0002-01
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 7 3-Eicosene, (E)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.94 63.44 ng 9787190 Chrysene-di12 21.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
2 1-Heneicosvl formate 340 C22H4402 077899-03-7 91
3 Bromoacetic acid. hexadecvl ester 362 C18H35Bro02 005454-48-8 86
4 1-Heptadecanol 256 C17H360 001454-85-9 80
5 Dichloroacetic acid, tridecyl ester 310 C15H28CI1202 1000280-48-3 80
Abundance Scan 3222 (21.939 min): BM020309.D (-3214) (-) m/z 83.10 100.00%
57
5000 111 J\\
139 21.60 21.80 22.00 22.20
o3 LA 707 196 224 252 280 308 336 363 | 7, 69.10  99.31%
m/z--> 50 100 150 200 250 300 350
Abundance #106400: 3-Eicosene, (E)-
57
83
29 111 21.60 21.80 22.00 22.20
m/z 57.10 94 .63%
0 ,\‘,‘ 'y | \\“ ‘M‘ L KD 167 196 224 252 280
m/z--> 50 150 200 250 300 350
Abundance
57 83
21.60 21.80 22.00 22.20
5000 111 m/z 97.10 85.84%
o 139 167 196 202 266 294 32
m/z--> 50 100 150 200 250 300 350
Abundance #145521: Bromoacetic acid, hexadecy! ester AR
43 21.60 21.80 22.00 22.20
69 m/z 55.10 80.12%
97
5000
’ 123
141
0 I[I “\{I“IJ‘I I‘ 'H‘l ‘{ Ht “ \];6:6: 196 222 — |26|9| T Lo e
m/z--> 50 100 200 250 300 350 21.60 21.80 22.00 22.20

8270-BM043019.M Thu May 16 09:40:42 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM051219\

Data File : BM020309.D

Aca On : 12 May 2019 21:30

Operator : Ju/SJ

ﬁ?ggle : K2766-10 P026-SS008-0002-01
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

22.91 28.49 ng 2104120 Perylene-d12 23.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 90
4 Nonacosane 408 C29H60 000630-03-5 86
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 83

Abundance Scan 3387 (22.909 min): BM020309.D (-3381) (-) m/z 57.10 100.00%

57
85
5000

j 141 169 197 22160 2280 23,00 2320
[ || LT P.097.225 253 295316337 365 415 | nsz 71,10  94.63%

m/z--> 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane
57
85
_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—[

5000
22.60 22.80 23.00 23.20
m/z 85.10 64 .16%

29 113
0 \‘ Jl “\ h h‘ u‘ \141\169 197 225 253 296
T - T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—[

22.60 22.80 23.00 23.20

5000 m/z 43.10 52.28%
85
29
o 113 141 169 197 225 253 281 323 351 380
e e e e L e —
miz--> 50 100 150 200 250 300 350 400
Abundance #115577: Pentadecane, 8-hexyl- T T
48 2260 22.80 23.00 2320

m/z 55.10 24 .39%

71
5000
99 196
L LT BT 155 | 225 252 280

e i B s s

m/z--> 50 100 150 200 250 300 350 400 22 60 22. 80 23.00 23.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM051219\

Data File : BM020309.D

Aca On : 12 May 2019 21:30

Operator : Ju/SJ

ﬁ?ggle : K2766-10 P026-SS008-0002-01
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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 1-Heneicosyl formate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.96 42.93 ng 3170780 Perylene-di12 23.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosvl formate 340 C22H4402 077899-03-7 87
2 Dichloroacetic acid. tridecvl ester 310 C15H28C1202 1000280-48-3 86
3 1-Docosene 308 C22H44 001599-67-3 76
4 1-Tetracosanol 354 C24H500 000506-51-4 64
5 1-Hexacosanol 382 C26H540 000506-52-5 58
Abundance Scan 3396 (22.962 min): BM020309.D (-3391) (-) m/z 83.10 100.00%
57|83
5000 111
USRS SRR
139 213 22.60 22.80 23.00 23.20
O — 1 l ] (JOT1029.7 241 281308336362 401425 | 5 69 10  95.06%
m/z--> 50 100 150 200 250 300 350 400
Abundance #137330: 1-Heneicosyl formate
57 83
5000 AR SRR
i 2260 22.80 23.00 23.20
m/z 97.10 92.47%
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
22.60 22.80 23.00 23.20
5000 97 m/z 57.10 83.16%
mz-> 50 100 150 200 250 300 350 400
Abundance #121981: 1-Docosene S I L B B B B
55 22.60 22.80 23.00 23.20
o m/z 55.10 74.18%
5000
29
125
0 ‘ ) | 153 181 308
m/z--> 50 100 ﬁo 200 250 300 350 400 2260 22.80 23.00 23.20

8270-BM043019.M Thu May 16 09:40:44 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM051219\

Data File : BM020309.D

Aca On : 12 May 2019 21:30

Operator : Ju/SJ

ﬁ?ggle : K2766-10 P026-SS008-0002-01
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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, l-iodo- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
24.14 20.19 ng 1491360 Perylene-di12 23.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 1-iodo- 352 C16H33lI 000544-77-4 92
2 Heneicosane 296 C21H44 000629-94-7 87
3 Octacosane 394 C28H58 000630-02-4 83
4 Heptacosane 380 C27H56 000593-49-7 74
5 Tetratetracontane 619 C44H90 007098-22-8 74
Abundance Scan 3596 (24.139 min): BM020309.D (-3592) (-) m/z 57.10 100.00%
85
5000
ﬂ113141169197225253281 323 369 429 488 2380 24.00 24.20 2440
O A A A L7200 225 208 200 328 369 420 488 | hqyz 71.10 95.39%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #141774: Hexadecane, 1-iodo-
57
85
5000 VA AR BARRE
Bmmmmmmm
225 m/z 85.10 65.22%
29 141
o --“--‘.‘ Ll \ L e | %2
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance
57
o 23.80 24.00 24.20 24.40
5000 m/z 43.10 53.49Y%
29 113
o 141169197 225253 296
miz--> 0 §o 160 1%0 260 2éo 360 3%0 460 4éo
Abundance #155178: Octacosane  REaE
23.80 24.00 24.20 24.40
m/z 55.10 23.71%
5000
| 113 141 169 197 225 253 281 309 337 365 394
miz--> 0 50 100 150 200 250 300 350 400 450 2380 2400 2420 2440
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM051219\

Data File : BM020309.D

Aca On : 12 May 2019 21:30

Operator : Ju/SJ

ﬁ?ggle : K2766-10 P026-SS008-0002-01
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 11 1-Hexacosanol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
24 .24 25.78 ng 1904040 Perylene-d12 23.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
2 l1-Hexacosanol 382 C26H540 000506-52-5 76
3 1-Docosene 308 C22H44 001599-67-3 62
4 1-Tetracosanol 354 C24H500 000506-51-4 58
5 17-Pentatriacontene 491 C35H70 006971-40-0 58
Abundance Scan 3613 (24.239 min): BM020309.D (-3607) (-) m/z 83.10 100.00%
57|88
R AU SRR B B
139 24.00 24.20 24.40 24.60
b AL 07206 201 omia0 soossasen a0 s 20 E0 PR G
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #137330: 1-Heneicosyl formate
57
5000 L BRI B IS B
mmmmmmmm
m/z 57.10 89.10%
miz--> 0 50 2%0 360 3%0 460 4éo '
Abundance
i o R A SRR B B
24.00 24.20 24.40 24.60
5000 m/z 97.10 88.17%
364
29 125
. 153181200237 280307 336
miz-> 0 50 100 150 200 250 300 350 400 450
Abundance #121981: 1-Docosene R L RaE EE R e
55 24.00 24.20 24.40 24.60
o m/z 55.10 69.15%
5000
29
125
0 iR . | 153181 308
miz--> 0 §o 160 1éo 260 2%0 360 3%0 460 4éo ' 2400 2420 2440 2460
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM051219\

Data File : BM020309.D

Aca On : 12 May 2019 21:30

Operator : Ju/SJ

ﬁ?ggle : K2766-10 P026-SS008-0002-01
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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 2-Nonacosanone Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
24 .35 13.12 ng 968976 Perylene-d12 23.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Nonacosanone 422 C29H580 017600-99-6 91
2 2-Tridecanone 198 C13H260 000593-08-8 47
3 Oxirane. 3-ethvl-2.2-dimethvl- 100 C6H120 001192-22-9 47
4 d-Ribo-tetrofuranose. 4-c-cvclop... 200 C10H1604 030571-50-7 43
5 2-Nonadecanone 282 C19H380 000629-66-3 27
Abundance Scan 3632 (24.350 min): BM020309.D (-3627) (-) m/z 59.05 100.00%
59
5000
85
111 422 24.00 24.20 24.40 24.60
Oty N ||- W37 168193 223 250 281306327 302 MY "m/z 58.10  84.44%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #160618: 2-Nonacosanone
59
5000 422
9% 24.00 24.20 24.40 24.60
m/z 71.10 80.63%
0 " ‘\‘u ‘H‘ ‘h“ \H\ H\ 151 177 209 237 267 295 320 ) 362 393“ “
miz--> 0 55 100 150 200 2éo 360 3éo 460
Abundance
58
24.00 24.20 24.40 24.60
5000 m/z 43.10 70.65%
29
85 110 140 149 198
O] R o I e e T o S e
miz--> 0 55 160 1%0 260 250 360 3éo 460
Abundance #3858: Oxirane, 3-ethyl-2,2-dimethyl- R Ramas L
59 24.00 24.20 24.40 24.60
m/z 57.10 36.23%
5000 31
85
0 'JH'I UL AR UL SURLELEL SN SURLELELI UL SR U SUNU BRI B
miz--> 0 50 100 150 200 250 300 350 400 24 00 24. 20 24. 40 24.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM051219\

Data File : BM020309.D

Aca On : 12 May 2019 21:30

Operator : Ju/SJ

ﬁ?ggle : K2766-10 P026-SS008-0002-01
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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 unknown24.52 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
24.52 13.77 ng 1016930 Perylene-d12 23.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2-Dimethvl-2-12.3.5.6-tetramet... 206 C14H220 1000128-94-3 16
2 1H-Indene. 3-butvl-1-methvl- 186 C14H18 111400-84-1 12
3 3-t-Butvl-6.6.7.7-tetracvano-2-o... 313 C15H15N503 1000192-86-4 11
4 Borinic acid. diethvl-. 4-acetvl... 204 C12H17B02 061142-59-4 11
5 1H-Indole-2-carboxylic acid, 1-m... 175 C10H9NO2 016136-58-6 11
Abundance Scan 3661 (24.521 min): BM020309.D (-3656) (-) m/z 43.10 100.00%
81 143 175
5000
440 UL B R DU
24.20 24.40 24.60 24.80
351
o 299323 m/z 175.05  82.86%
m/z--> 50 100 150 200 250 300 350 400
Abundance #60217: 2,2-Dimethyl-2-[2,3,5,6-tetramethyl]ethanol
175
5000 A AU ARER
2420 24'40 2460 24.80
135 206 m/z 143.05  77.30%
,,‘fllssf},g}luzu\,\l,\”,I,m e —
m/z--> 50 100 15 200 250 300 350 400
Abundance
143
24,20 24.40 24.60 24.80
5000 m/z 81.10 75.22%
186
115
41 77
L L U L L UL UL B
m/z--> 50 100 150 200 250 300 350 400
Abundance #124326: 3-t-Butyl-6,6,7,7-tetracyano-2-oxa-4-azabicyclo[3... e  EaRmEamSTT
143 24.20 24.40 24.60 24.80
m/z 57.10 72.61%
57
5000
256
oL \{ il Ca08 | | 176,00220 | 282 213
m/z--> 100 150 200 250 300 350 400 ' 24120 2440 24.60 24.80 |
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM051219\

Data File : BM020309.D

Aca On : 12 May 2019 21:30

Operator : Ju/SJ

ﬁ?ggle : K2766-10 P026-SS008-0002-01
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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 14 1-Heneicosanol Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
25.97 13.27 ng 979665 Perylene-di12 23.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 Cvclodocosane. ethvl- 336 C24H48 1000151-22-6 87
3 1-Hexacosanol 382 C26H540 000506-52-5 72
4 7-Hexadecene. (2)- 224 C16H32 035507-09-6 64
5 Cyclohexane, 1,2-dimethyl-3-pent... 224 C16H32 062376-17-4 58
Abundance Scan 3907 (25.968 min): BM020309.D (-3903) (-) m/z 69.10 100.00%
97
43
5000
207 2en oe'en or'an oRon
153 180 281 429 25.60 25.80 26.00 26.20
ol L. 232256 316340 377401 /7 83 10 85 810
m/z--> 50 100 150 200 250 300 350 400
Abundance #124171: 1-Heneicosanol
57 83
5000 111 LUADAULRA BN UM
25.60 25.80 26.00 26.20
29 294 m/z 97.10 84.77%
“ 139 066
0 ..“.“.‘lu‘. I‘I\H\I H‘.J“.“l |“‘.“‘. I\llg‘sazlz?l Al e
m/z--> 50 100 150 200 250 300 350 400
Abundance
25.60 25.80 26.00 26.20
5000 m/z 57.10 78.14%
111
29
307
o 139 167 195 223 251 278 336
m/z--> 55 160 1%0 260 2éo 360 3%0 460
Abundance #152038: 1-Hexacosanol R BE T
48 25.60 25.80 26.00 26.20
m/z 55.10 68.56%
5000 83
18 ‘ 1111
o L Ll f 4] 139 168 106 224 252 278 308 336 364
m/z--> 5'0 1(')0 1&'30 2(')0 25'30 3(')0 350 4(')0 25.|60 25.|80 26.IOO 26.|20 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM051219\

Data File : BM020309.D

Aca On : 12 May 2019 21:30

Operator : Ju/SJ

ﬁ?ggle : K2766-10 P026-SS008-0002-01
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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 15 2-Heptacosanone Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
26.11 26.80 ng 1978960 Perylene-di12 23.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Heptacosanone 394 C27H540 007796-19-2 59
2 Oxirane. 3-ethvl-2.2-dimethvl- 100 C6H120 001192-22-9 47
3 2-Undecanone. 6.10-dimethvl- 198 C13H260 001604-34-8 38
4 2.15-Hexadecanedione 254 C16H3002 018650-13-0 35
5 Cyclohexanol, 5-methyl-2-(1-meth... 156 C10H200 000491-02-1 25
Abundance Scan 3931 (26.109 min): BM020309.D (-3923) (-) m/z 59.05 100.00%
99
5000 /\\
85
I
109 191 25.80 26.00 26.20 26.40
133 159 229 422 450
- 233, 297 331364390 m/z 71.10 83.50%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #155164: 2-Heptacosanone
59
5000 LN A SRR
25.80 26.00 26.20 26.40
85 394 m/z 58.10 83.13%
0 ‘L H‘h \H“ \hwl:kl '137 169 194 236 264 292 33\4 365\\ I
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
59
25.80 26.00 26.20 26.40
5000 g; m/z 43.10 71.98%
85
L A L UL UL A UL UL
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #54938: 2-Undecanone, 6,10-dimethyl- T T T T T
58 25.80 26.00 26.20 26.40
m/z 57.10 39.76%
5000
29 J 185 109 149 180
0'WMWMAMJH¥”'EI”"I""I""I""I”"I""I' LN A SRR
m/z--> 50 100 150 200 250 300 350 400 450 25.80 26.00 26.20 26.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM051219\

Data File : BM020309.D

Aca On : 12 May 2019 21:30

Operator : Ju/SJ

ﬁ?ggle : K2766-10 P026-SS008-0002-01
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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 16 _.gamma.-Sitosterol Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
26.75 21.01 ng 1551970 Perylene-di12 23.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _agamma.-Sitosterol 414 C29H500 000083-47-6 99
2 Stiamasterol. 22.23-dihvdro- 414 C29H500 1000214-20-7 99
3 .beta.-Sitosterol 414 C29H500 000083-46-5 98
4 Prean-5-en-3-ol. 21-bromo-20-met... 394 C22H35BrO 055103-80-5 95
5 _beta.-Sitosterol acetate 456 C31H5202 000915-05-9 38
Abundance Scan 4040 (26.750 min): BM020309.D (-4033) (-) m/z 43.10 100.00%
a3
81 105
145
5000 213
255 303 329
381 414 NI SR
26.40 26.60 26.80 27.00
Ol m/z 55.10 70.14%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #159285: .gamma.-Sitosterol
43
5000 81 107 AL U B
145 414 26,40 26.60 26.80 27.00
‘ o B s a4y m/z 81.10 69.06%
04— .“. 1 |M.“£ “l“‘. ‘?“l“.Z.V.G. IH : ‘l |3$‘|1| .“ Imi .‘. .
mz-> 0 50 100 150 200 250 300 350 400
Abundance
43
26.40 26.60 26.80 27.00
5000 m/z 105.05 64 .88%
414
69 105
. 145 178 213,44 273 303329 55, 381
mz-> 0 50 100 150 200 250 300 350 400
Abundance #159283: .beta.-Sitosterol R R EEEEE T
43 26.40 26.60 26.80 27.00
m/z 69.10 64 .78%
5000 81 105
18 145 i 414
73 255 329
i 50 5
mz-> 0 50 100 150 200 250 300 350 400 26.40 26.60 26.80 27.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM051219\

Data File : BM020309.D

Aca On : 12 May 2019 21:30

Operator : Ju/SJ

ﬁ?ggle : K2766-10 P026-SS008-0002-01
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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 17 unknown26.94 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
26.94 31.26 ng 2308380 Perylene-di12 23.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 1.2.3.4.4a.9.10.10... 300 C21H320 015340-83-7 38
2 4H-1-Benzopvran-4-one. 3.7-dihyd... 300 C16H1206 057396-72-2 35
3 9(1HY-Phenanthrenone. 2.3.4.4a.1... 300 C20H2802 000511-05-7 35
4 1.1.4a-Trimethvl-5.6-dimethvlene... 204 C15H24 1000193-60-8 30
5 1H-Cycloprop[e]azulene, 1a,2,3,4... 204 C15H24 000489-40-7 25
Abundance Scan 4072 (26.938 min): BM020309.D (-4066) (-) m/z 204.20 100.00%
4
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—r
424 26.60 26.80 27.00 27.20

0 328 359 m/z 133.05  87.04%

m/z--> 50 100 150 200 250 300 350 400
Abundance #117844: Phenanthrene, 1,2,3,4,4a,9,10,10a-octahydro-7-met...
285

5000 e e
189 26.60 26.80 27.00 27.20

215 m/z 285.20 82.47%

0 4\1 69 91 129 ‘1?9“\ A \‘ ‘h il 25\7 ‘
L e e o e e e NN e e o LA B
m/z--> 50 100 150 200 250 300 350 400
Abundance
285
_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—r

26.60 26.80 27.00 27.20
5000 m/z 300.20 77 .54%

120 299 257

39 151 173

ol rudl pibibuph byttt i e b W
m/z--> 50 100 150 200 250 300 350 400
Abundance #117814: 9(1H)-Phenanthrenone, 2,3,4,4a,10,10a-hexahydro-6... R R R
26.60 26.80 27.00 27.20

m/z 205.15 62.71%

W)

T I I T
26.60 26.80 27.00 27.20

5000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM051219\

Data File : BM020309.D

Aca On : 12 May 2019 21:30

Operator : Ju/SJ

ﬁ?ggle : K2766-10 P026-SS008-0002-01
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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 18 1,4-Dimethyl-8-isopropylide... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
27.34 30.57 ng 2257630 Perylene-di12 23.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Dimethvl-8-isopropvlidenetri... 204 C15H24 1000140-07-7 55
2 1.2.4.8-Tetramethvlbicvclol6.3.0... 204 C15H24 137235-51-9 43
3 1H-Cvcloproplelazulene. 1la.2.3.4... 204 C15H24 000489-40-7 41
4 1.4-Methanoazulen-9-o0l. decahvdr... 222 C15H260 000465-24-7 38
5 2H-Cyclopentacyclooctene, 4,5,6,... 204 C15H24 1000221-85-8 35
Abundance Scan 4140 (27.338 min): BM020309.D (-4133) (-) m/z 204.20 100.00%
204

5000

27.00 27.20 27.40 27.60

o m/z 69.10 69.18%
m/z--> 50 100 150 200 250 300 350 400
Abundance #58755: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,10...
204
5000 LA L L L L L L L LB |
95 161 27.00 27.20 27.40 27.60
a o |2 m/z 133.05 57.46%
0 .“ I\‘I\‘\I ‘U MI ‘Hk“hM‘.hh. I .H.”. ‘. I" T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
204
B RE R R R
108 27.00 27.20 27.40 27.60
0
5000 133 161 m/z 135.10 57.19%
41 79
O T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #58927: 1H-Cycloprop[e]azulene, 1a,2,3,4,4a,5,6,7b-octahyd... R e REEmEmEmm
105 161 204 27.00 27.20 27.40 27.60
41 m/z 287.20 51.22%
133
5000 81
o2 Jt:ﬂu.,L...,....,....,....,....
m/z--> 50 100 150 200 250 300 350 400 27.00 27.20 27.40 27.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM051219\

Data File : BM020309.D

Aca On : 12 May 2019 21:30

Operator : Ju/SJ

ﬁ?ggle : K2766-10 P026-SS008-0002-01
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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 19 unknown27.61 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
27.61 20.64 ng 1524410 Perylene-d12 23.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.3.11non-6-ene-3.9-dione 150 C9H1002 1000193-44-0 47
2 Spirol4.51decane. 6-methvlene- 150 C11H18 019144-01-5 42
3 1H-Cvclooctapvrazole. 4.5.6.7.8.... 150 C9H14N2 015984-10-8 38
4 Butvramide. 3-(2-FfurvD)-N-phenvl- 229 C14H15N02 1000156-94-9 38
5 Cyclohexene, 2,4-dimethyl-1-(1-m... 150 C11H18 056763-60-1 30
Abundance Scan 4186 (27.609 min): BM020309.D (-4179) (-) m/z 229.20 100.00%
93 229
6 1p1 150
5000 a1 j 189
285 311 422 || 27.20 27.40 27.60 27.80 28.00
257 379
ol .',“.. : 33 A0 m/z 93.10 83.72%
m/z--> 50 100 150 200 250 300 350 400
Abundance #23405: Bicyclo[3.3.1]non-6-ene-3,9-dione
55 79 150
107
50007 27 LRSI BRI BN SUNILR I
27.20 27.40 27.60 27.80 28.00
m/z 91.10 75.19%
0 |M|M|‘|‘|||||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400
Abundance
93
135 LRSI BRI DA SUNILR B
27.20 27.40 27.60 27.80 28.00
5000 67 m/z 150.10 73 .86%
41
L L WL U L WL L DU
m/z--> 50 100 150 200 250 300 350 400
Abundance #23513: 1H-Cyclooctapyrazole, 4,5,6,7,8,9-hexahydro- R I RERAE RS S
94 150 27.20 27.40 27.60 27.80 28.00
m/z 79.05 73 .48%
121
50001 43
L 15 |
o w444 o 4 S N
m/z--> 50 100 150 200 250 300 350 400 27.20 27.40 27.60 27.80 28.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM051219\

Data File : BM020309.D

Aca On : 12 May 2019 21:30

Operator : Ju/SJ

ﬁ?ggle : K2766-10 P026-SS008-0002-01
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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 20 Taraxasterol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
28.08 29.91 ng 2209010 Perylene-d12 23.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Taraxasterol 426 C30H500 001059-14-9 60
2 Hop-22(29)-en-3.beta.-ol 426 C30H500 058801-23-3 50
3 1.5-Cvcloundecadiene. 9-(l-methyv... 190 C14H22 062338-55-0 40
4 Naphthalene. 1.2.3.5.6.7.8.8a-oc... 204 C15H24 010219-75-7 25
5 1,5,9-Cyclododecatriene, 1,5,9-t... 204 C15H24 021064-19-7 25
Abundance Scan 4266 (28.079 min): BM020309.D (-4260) (-) m/z 93.10 100.00%
5000
57 pas 315 u36s 202 37180 28,00 2820 2840
0! m/z 81.10 99.23%
m/z--> 50 100 150 200 250 300 350 400
Abundance #161262: Taraxasterol
207
5000 135 B o I S B o
107 175 426 ﬂmmmmmmm
o9 272 315 357 m/z 95.05 89.79%
393
ol \‘l\ o ‘. I\‘\ - ‘I .”h‘. ; ‘.‘1 I ‘\I — 'MI LI\ ; ‘. ;
m/z--> 50 100 150 200 250 300 350 400
Abundance
189
95 UL AR SRR SR B
55 27.80 28.00 28.20 28.40
5000 135 m/z 107.10 85.67%
162
218 297 344 378 411
r——r—rr—rrr—r T T
m/z--> 55 160 1éo 200 250 300 350 460
Abundance #49320: 1,5-Cycloundecadiene, 9-(1-methylethylidene)- A EEEEE T
41 93 27.80 28.00 28.20 28.40
67 121 m/z 189.10 82.90%
5000
147 175
m/z--> 50 150 200 250 300 350 400 27. 80 28 00 28. 20 28 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM051219\
Data File : BM020309.D
Acqg On : 12 May 2019 21:30 Instrument :
Operator : JU/SJ EFAﬁg ol

- - lentosampleld :
3?22'6 : K2766-10 P026-SS008-0002-01
ALS Vvial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Toluene 3.98 13.3 ng 307569 7.76 463317 20.0
unknown7 .29 7.29 80.1 ng 1855900 7.76 463317 20.0
n-Hexadecanoic acid 18.04 21.3 ng 1343070 17.16 1263340 20.0
1,1*-Biphenyl, 2,... 20.06 12.3 ng 1895520 21.35 3085500 20.0
Ethanol, 2-(tetra... 21.04 31.1 ng 4796120 21.35 3085500 20.0
3-Eicosene, (E)- 21.94 63.4 ng 9787190 21.35 3085500 20.0

23.64 1477040 20.0
23.64 1477040 20.0
23.64 1477040 20.0

Heneicosane 22.91 28.5 ng 2104120
1-Heneicosyl formate 22.96 42.9 ng 3170780
Hexadecane, 1-i1odo- 24.14 20.2 ng 1491360

oNoNoNoNoNoNoNoNeNeNe)Neo)No) RO Mo No I o
N
w
(0}
I

1-Hexacosanol 24 .24 25.8 ng 1904040 1477040 20.0
2-Nonacosanone 24_35 13.1 ng 968976 23.64 1477040 20.0
unknown24 .52 24 .52 13.8 ng 1016930 23.64 1477040 20.0
1-Heneicosanol 25.97 13.3 ng 979665 23.64 1477040 20.0
2-Heptacosanone 26.11 26.8 ng 1978960 23.64 1477040 20.0
-.gamma.-Sitosterol 26.75 21.0 ng 1551970 23.64 1477040 20.0
unknown26.94 26.94 31.3 ng 2308380 23.64 1477040 20.0
1,4-Dimethyl-8-is... 27.34 30.6 ng 2257630 23.64 1477040 20.0
unknown27.61 27.61 20.6 ng 1524410 23.64 1477040 20.0
Taraxasterol 28.08 29.9 ng 2209010 23.64 1477040 20.0
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