LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG053019\
Data File : BG040959.D

Aca On : 30 May 2019 20:49

Operator : HP/JU

Sample : K3084-05

Misc :

ALS Vial : 5 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-BG052919 .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 3.123 3 6 16 rVB 123741 244783 5.17% 0.857%
2 3.206 16 20 33 rvB 397874 610314 12.89% 2.138%
3 5.656 430 437 451 rBVY 1226484 2008452 42 .41% 7.035%
4 7.266 703 711 721 rBVY 1312176 2273834 48.02% 7.964%
5 7.647 769 776 788 rBVY 1281115 2169392 45.81% 7.598%
6 8.123 849 857 868 rBV 239977 414213 8.75% 1.451%
7 8.446 904 912 921 rBV 899132 1543590 32.60% 5.406%
8 9.298 1046 1057 1067 rBV 787526 1432289 30.24% 5.017%
9 10.944 1329 1337 1346 rBV 305708 529230 11.18% 1.854%
10 13.376 1740 1751 1761 rBVY 1873175 2870321 60.61% 10.053%

11 14.193 1884 1890 1896 rBV 291416 418044 8.83% 1.464%
12 14.751 1978 1985 1993 rBvV2 500371 797511 16.84% 2.793%
13 16.237 2231 2238 2252 rBV 1944606 2920527 61.67% 10.229%
14 17.495 2445 2452 2463 rVB2 759536 1097854 23.18% 3.845%
15 18.352 2591 2598 2612 rBV 307658 489550 10.34% 1.715%

16 19.610 2808 2812 2826 rBV 136267 232636 4.91% 0.815%
17 20.092 2887 2894 2903 rBV 3595990 4735624 100.00% 16.587%
18 21.372 3107 3112 3124 rBV 113873 202626 4.28% 0.710%
19 21.772 3174 3180 3188 rBV2 739774 1286599 27.17% 4._.506%
20 21.925 3201 3206 3212 rBV2 63932 93172 1.97% 0.326%

21 22.548 3306 3312 3319 rBV2 84372 143283 3.03% 0.502%
22 23.259 3427 3433 3442 rBV2 94936 185208 3.91% 0.649%
23 23.458 3458 3467 3476 rBV 79155 169201 3.57% 0.593%
24 24.087 3568 3574 3582 rBV2 84290 169906 3.59% 0.595%
25 25.115 3734 3749 3762 rVB2 411248 1385014 29.25% 4_.851%

26 26.237 3931 3940 3949 rBV5 43618 127564 2.69% 0.447%

Sum of corrected areas: 28550737
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG053019\
Data File : BG040959.D

Aca On : 30 May 2019 20:49

Operator : HP/JU

Sample = K3084-05

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library
TIC Integration

C:\Database\NIST11.L
Parameters: LSCINT.P

Abundance
3500000

TIC: BG040959.D

3000000

2500000

2000000

1500000

5.66 7.27 7.65

1000000 8.45

3.21
2

350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 1000 1050 1100 1150 1200 1250
TIC: BG040959.D

500000
8. 12 10. 94

A

0

Time-->
Abundance
3500000

20109

3000000

2500000

2000000{  13.38 16.24

1500000

1000000

17.49 21.77

500000 14.75

14.19 18.35

19.61 21.37 1oy 2255
o | = R N e A RRLa
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: BG040959.D
3500000

3000000

2500000

2000000

1500000

1000000

500000 25.12

26.24

23.28.46 24.09
AN A

O AR R RS e O BB RN o S S S  RERE

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

Time-->
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG053019\
Data File : BG040959.D

Aca On : 30 May 2019 20:49

Operator : HP/JU

Sample = K3084-05

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919_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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.21 29.47 ng 610314 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 21 (3.211 min): BG040959.D (-16) (-) m/z 73.00 100.00%
73
5000 43
55 87
| o5 105 3.20 3.30 3.40 3.50 3.60
Obrrr et e e b e e e e || M/ 43.00  39.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 HUAN LA NN AR R AR
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 55.00 26.95%
fg i 80
e A R A AR AR AR LN RARES RARSN SRR RARSS RARRS AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87
3.20 3.30 3.40 3.50 3.60
5000 a1 55 m/z 87.00 26.68%
o 1L, \H Noeslll s | o7 12 1
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1877: Acetamide, N-ethyl-
30 3.20 3.30 3.40 3.50 3.60
m/z 41.00 13.43%
5000 43 87 M
15 72
0'“PJ”P'MM'“IL”?%E%'“J'”P'”P'“P'”P'”P'“P'” LN AR IUARAR A AR AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG053019\
Data File : BG040959.D

Aca On : 30 May 2019 20:49

Operator : HP/JU

Sample = K3084-05

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919_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 unknown7.65 Concentration Rank 1

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

7.65 104.75 ng 2169390 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 22
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22

Abundance Scan 776 (7.647 min): BG040959.D (-769) (-) m/z 131.95 100.00%
32
5000 68
0 g5 | T ® 104 e 740 7.60 7.80 8.00
o . N L | Y PSR- S T - | m/z 67.95 49.83%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
5000 S A
7.40 7.60 7.80 8.00
21 70 m/z 66.00 35.27%
. 44 51 €0 7 86 | 105 116
miz--> 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
89 o 740 7.60 7.80 8.00
5000 m/z 134.00 33.38%
78
31 35 ,, 5t
0”'Wh”wﬁl”JL'W'”lW””I”'W'”'P“”I”'W'”'I“”I”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!- R S R ma
132 7.40 7.60 7.80 8.00
m/z 69.00 22 .20%
5000
6 104
39 51 7 90 117
0'“'|“'”H"JH'“|lM'l”wlw"”“'“l”“'l“*“w"WH'“|" U SIS L LR
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG053019\
Data File : BG040959.D

Aca On : 30 May 2019 20:49

Operator : HP/JU

Sample = K3084-05

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919_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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.35 8.92 ng 489550 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 97
3 Octadecanoic acid 284 C18H3602 000057-11-4 81
4 Undecanoic acid 186 C11H2202 000112-37-8 70
5 Pentadecanoic acid 242 C15H3002 001002-84-2 68

Abundance Scan 2598 (18.352 min): BG040959.D (-2591) (-) m/z 72.95 100.00%

7

5000 129 .
97 157 185 256  REmmamEE S S
239 339 18.00 18.20 18.40 18.60
04 m/z 60.00 92 .29%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #107549: n-Hexadecanoic acid
60

5000 129 e e g
18. OO 18 20 18. 40 18.60
0
157 g5 213 256 m/z 43.05 89.19%
0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #72647: Tridecanoic acid
73

43 L B e e
18.00 18.20 18.40 18.60

5000 129 m/z 55.05 83.01%

—

?

%

o

O rFrr i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #131261: Octadecanoic acid R RREEEE e
43 73 18.00 18.20 18.40 18.60
m/z 41.00 75.84%
5000 129

;;::::==,

Oty R ma e e e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 18. OO 18 20 18. 40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG053019\
Data File : BG040959.D

Aca On : 30 May 2019 20:49

Operator : HP/JU

Sample = K3084-05

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919_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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.61 4.24 ng 232636 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 Pentadecanoic acid 242 C15H3002 001002-84-2 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 58
Abundance Scan 2812 (19.610 min): BG040959.D (-2808) (-) m/z 73.00 100.00%
5000 &
19.20 19.40 19.60 19.80 20.00
(o} m/z 43.05 95 .40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131258: Octadecanoic acid
48 57 7,
5000 NSRS N
19.20 19.40 19.60 19.80 20.00
m/z 55.00 86.75%
143,5,171
Obrrpr bl
m/z--> 26 4b 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 90
19.20 1940 19.60 19.80 20.00
5000 129 m/z 57.05 79.16%
83
14“ 143157171185 213
0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid AR Ras p e o
73 19.20 19.40 19.60 19.80 20.00
43 m/z 60.00 75.46%
5
5000 129
7 185 228
ZT \ m 15 1143157171 | 199
O.HPLJMHMNW4MwM”N,MHM.u.%.p”q.”.”u.“”,””“”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19.20 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG053019\
Data File : BG040959.D

Aca On : 30 May 2019 20:49

Operator : HP/JU

Sample = K3084-05

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919_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 Oxalic acid, isobutyl hexad... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.37 3.15 ng 202626 Chrysene-di12 21.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 91
2 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 90
3 Oxalic acid. isobutvl octadecvl ... 398 C24H4604 1000309-38-3 90
4 17-Pentatriacontene 491 C35H70 006971-40-0 68
5 1-Heptadecene 238 C17H34 006765-39-5 55
Abundance Scan 3112 (21.372 min): BG040959.D (-3107) (-) m/z 57.05 100.00%
57
LA SUNIE DU
155182207 21.00 21.20 21.40 21.60
ol 239 268 309 341 375 77z 4300 7 78
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #196922: Oxalic acid, isobutyl hexadecy! ester
57
5000 UL SUNIE DU
21.00 21.20 21.40 21.60
29 83 m/z 54.95 67 .25%
o J ,M JHl1s0 106204 269
LA ILRLELESS AR SARLELELN UL S UL SURLELEL UL SRR
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #235928: Octacosyl trifluoroacetate
57
o7 21,00 21.20 21.40 2160
5000 m/z 71.00 61.27%
125
0 ?PH 1] \l (153181208 250278 306334 364 392 437 488
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #211266: Oxalic acid, isobutyl octadecy! ester T R T T
57 21.00 21.20 21.40 21.60
m/z 83.05 54 .43%
5000
29 83
0 L1 M 1s0 160 224250 297
L ILELELARES AR SARLELELN UL S UL UURLELL DAL SRR UL SUNIE B
m/z--> 50 100 150 200 250 300 350 400 450 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG053019\
Data File : BG040959.D

Aca On : 30 May 2019 20:49

Operator : HP/JU

Sample = K3084-05

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919_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 Docosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22.55 2.23 ng 143283 Chrysene-di12 21.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 90
2 Tetracosane 338 C24H50 000646-31-1 90
3 Hexacosane 366 C26H54 000630-01-3 87
4 Heptadecane 240 C17H36 000629-78-7 87
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 86
Abundance Scan 3312 (22.548 min): BG040959.D (-3306) (-) m/z 57.00 100.00%
57
o T WJ\\M
13 1 2220 2240 2260 2250 |
ol LI LR gy T 165188 | 224 249268 295 326 355 383 | U506 69.82%
m/z--> 50 100 150 200 250 300 350
Abundance #153222: Docosane
57
5000 85 AR DAL BB UUREE B
nmnmnmnm
m/z 71.10 62.91%
. 21 | ad J1}3|1§1‘169 197 225 253 281 310
m/z--> 50 100 1éo 260 250 300 3éo
Abundance #175557: Tetracosane
57
22120 22.40 22.60 22.80
5000 P m/z 85.05 51.80%
29 113
0 | ‘ J [ J (141 169 197 225 253 281 309 338
m/z--> 56 100 1éo 260 2%0 360 3éo
Abundance #194493: Hexacosane
57 22.20 22.40 22.60 22.80
m/z 41.00 30.55%
5000 85
. %QJ 1 L ”1}3A141 169 197 225 253 205 323 367
m/z--> 5'0 100 1&'30 2(')0 250 3(')0 3&'30 22.20 22.40 22.60 22.80 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG053019\
Data File : BG040959.D

Aca On : 30 May 2019 20:49

Operator : HP/JU

Sample = K3084-05

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919_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 Hexacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

23.26 2.88 ng 185208 Chrysene-di12 21.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Tetratetracontane 619 C44H90 007098-22-8 86
3 Heneicosane. 1ll-pentvl- 366 C26H54 014739-72-1 86
4 Triacontane 422 C30H62 000638-68-6 83
5 Docosane 310 C22H46 000629-97-0 83

Abundance Scan 3433 (23.259 min): BG040959.D (-3427) (-) m/z 57.00 100.00%

57
5000

99 B B ARRER SRR SE e
141 210 205 343377 23.00 23.20 23.40 23.60
ob A G720 240 205 343877 m/z 43.10 67.70%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane
5|7
5000 LANLINL N L L L LB L L L B BB
23. OO 23 20 23. 40 23. 60
99 m/z 71.05 57.17%
0 , 141 183 225 267 309 367
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
517
T T T T T T T T
23.00 23.20 23.40 23.60
5000 m/z 85.00 50.61%

97
] |, 141 183 225 267 309 351 393 435 491 535 574 617

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194505: Heneicosane, 11-pentyl-

43 23.00 23.20 23.40 23.60

m/z 41.00 28.54%
5000 85
22 295
o | 127 169 | 336

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 23. 00 23 20 23. 40 23. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG053019\
Data File : BG040959.D

Aca On : 30 May 2019 20:49

Operator : HP/JU

Sample = K3084-05

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919_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 Squalene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
23.46 2.44 ng 169201 Perylene-di12 25.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 87
2 Supraene 410 C30H50 007683-64-9 83
3 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 72
4 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 64
5 Geranyl bromide 216 C10H17Br 006138-90-5 53
Abundance Scan 3467 (23.458 min): BG040959.D (-3458) (-) m/z 69.05 100.00%
60
5000
41 o
121 23.20 23.40 23.60 23.80
149 191
ol \ achdd AP 1215 267 296 841 882 | nsogl 00 66.28%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215932: Squalene
60
5000
a1 23.20 23.40 23.60 23.80
% o m/z 40.95 23 .54%
ol— | el .J|,.ﬂl.'7.l. LIS R —
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
23.20 23.40 23.60 23.80
5000 m/z 67.00 14 .35%
41
’ 95 137
oLl L L7 | 163 191 247 245 273 209 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p...
69 23.20 23.40 23.60 23.80
m/z 95.10 13.52%
5000 41
93
’ h 136 161 100
ol b b 1y ) 20T 192 231 273 815341 384
m/z--> 50 100 150 200 250 300 350 400 23.20 23.40 23.60 23.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG053019\
Data File : BG040959.D

Aca On : 30 May 2019 20:49

Operator : HP/JU

Sample = K3084-05

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919_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 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
24 .09 2.45 ng 169906 Perylene-di12 25.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Heptadecane 240 C17H36 000629-78-7 83
3 Hentriacontane 437 C31H64 000630-04-6 83
4 Tetracosane 338 C24H50 000646-31-1 83
5 Triacontane 422 C30H62 000638-68-6 83
Abundance Scan 3575 (24.093 min): BG040959.D (-3568) (-) m/z 57.05 100.00%
57
141 169 207 23.80 24.00 24.20 24.40
o 230 267 295317 350 376 m/z 43.05 62.19%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane
57
5000 UL PN SN BN B
85 23.80 24.00 24.20 24.40
29 m/z 71.05 61.89%
. L1 ) A28 142 160 197 225 253 282
m/z--> 55 160 1%0 260 250 360 3%0 460 !
Abundance #94346: Heptadecane
57
g5 | 23.80 24.00 24.20 24.40
5000 m/z 85.10 47 .24%
29
oL L 111 160 107 240
m/z--> 55 160 1%0 260 2%0 360 3%0 460 !
Abundance #223851: Hentriacontane
57 23.80 24.00 24.20 24.40
m/z 40.95 26.31%
5000
85
0 29 | | ”1}3J1ﬂ111§9 197 225 253 280 309 351 379 407 436
m/z--> 5'0 1(')0 1&1;0 2(')0 250 3(')0 3&1,0 4(|)O ! 23.I80 24.'00 24.'20 24.'40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG053019\
Data File : BG040959.D

Acq On : 30 May 2019 20:49

Operator : HP/JU

Sample - K3084-05

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG052919_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]
Butane, 2-methoxy... 3.21 29.5 ng 610314 1 8.12 414213 20.0
unknown? .65 7.65 104.8 ng 2169390 1 8.12 414213 20.0
n-Hexadecanoic acid 18.35 8.9 ng 489550 4 17.49 1097850 20.0
Octadecanoic acid 19.61 4.2 ng 232636 4 17.49 1097850 20.0
Oxalic acid, isob... 21.37 3.1 ng 202626 5 21.77 1286600 20.0
Docosane 22.55 2.2 ng 143283 5 21.77 1286600 20.0
Hexacosane 23.26 2.9 ng 185208 5 21.77 1286600 20.0
Squalene 23.46 2.4 ng 169201 6 25.12 1385010 20.0
Eicosane 24.09 2.5 ng 169906 6 25.12 1385010 20.0
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