LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011620\
Data File : BG044067.D

Aca On : 16 Jan 2020 14:04

Operator :© JU

Sample : L1125-02

Misc :

ALS Vial : 7 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-BG123019.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 3.117 3 5 36 rvB 329265 663467 17.63% 2.234%
2 5.044 327 333 351 rBV 242009 429114 11.40% 1.445%
3 5.520 407 414 430 rBV 996326 1756324 46.66% 5.914%
4 7.113 676 685 704 rBY 1055104 2005136 53.27% 6.751%
5 7.477 738 747 763 rBVY 1078397 1961944 52.12% 6.606%
6 7.941 818 826 836 rBV 311191 557303 14.81% 1.876%
7 8.264 873 881 898 rBV 828821 1508757 40.08% 5.080%
8 9.093 1014 1022 1034 rBV 615396 1168309 31.04% 3.934%
9 10.744 1294 1303 1315 rBV 412686 776184 20.62% 2.613%
10 13.200 1713 1721 1738 rBVY 1512886 2508931 66.66% 8.448%

11 14.028 1856 1862 1867 rBV 81416 123381 3.28% 0.415%
12 14.574 1948 1955 1964 rBV 675833 1047875 27.84% 3.528%
13 16.061 2201 2208 2226 rBV 1305053 2076959 55.18% 6.993%
14 17.318 2413 2422 2427 rBV 835608 1307572 34.74% 4._.403%

15 17.359 2427 2429 2434 rVB 64618 78397 2.08% 0.264%
16 17.712 2482 2489 2496 rBV5 16175 41000 1.09% 0.138%
17 18.217 2567 2575 2577 rBV4 38500 74871 1.99% 0.252%
18 18.382 2599 2603 2608 rBV3 22706 41145 1.09% 0.139%

19 19.369 2765 2771 2777 rBV 161994 240057 6.38% 0.808%
20 19.727 2823 2832 2840 rBV 152701 260699 6.93% 0.878%

21 19.933 2860 2867 2879 rBV 2802685 3764011 100.00% 12.674%
22 20.221 2912 2916 2919 rBV2 37808 43878 1.17% 0.148%
23 21.231 3084 3088 3096 rBV2 360299 572963 15.22% 1.929%
24 21.566 3137 3145 3150 rBV 901864 1657931 44.05% 5.582%
25 21.772 3178 3180 3186 rVB 42965 57015 1.51% 0.192%

26 22.371 3277 3282 3295 rVB3 133350 300279 7.98% 1.011%
27 23.041 3392 3396 3403 rVB 71380 126836 3.37% 0.427%
28 23.229 3421 3428 3437 rVB 304684 601299 15.97% 2.025%
29 23.376 3448 3453 3463 rVB3 85646 166039 4.41% 0.559%
30 23.687 3502 3506 3507 rBV 39640 52932 1.41% 0.178%

31 23.822 3524 3529 3536 rBV2 123650 246605 6.55% 0.830%
32 24.381 3620 3624 3635 rVB2 35501 93213 2.48% 0.314%
33 24.522 3643 3648 3657 rVB 42463 109055 2.90% 0.367%
34 24.674 3664 3674 3682 rBV 562174 1558444 41 .40% 5.247%

8270-BG123019.M Fri Jan 17 10:41:04 2020 Page: 1



LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011620\
Data File : BG044067.D

Aca On : 16 Jan 2020 14:04

Operator :© JU

Sample : L1125-02

Misc :

ALS Vial : 7 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z :\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 25.238 3762 3770 3783 rVB2 306199 839948 22.32% 2.828%
36 25.843 3866 3873 3883 rVB3 71218 206548 5.49% 0.695%
37 27.900 4214 4223 4239 rVB3 171839 674751 17.93% 2.272%

Sum of corrected areas: 29699172
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011620\
Data File : BG044067.D

Aca On : 16 Jan 2020 14:04

Operator :© JU

Sample : L1125-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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: BG044067.D

2500000

2000000

1500000

7.11 7.48
5.52
1000000 8.26

9.09

500000 10.74
.12
5.04 7.94

Time--> 350 4.00 450 500 550 6.00 6.50 7.00 7.50 8.00 850 9.00 9.50 10.00 10.50 1100 1150 1200 1250
Abundance TIC: BG044067.D

1993
2500000

2000000

1500000 13.20
16.06

1000000 2157

500000

22.37

o 14.3617 71 181238

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: BG044067.D

2500000
2000000
1500000

1000000
24.67

5000001  23.23 25.24
23.043.387852 25.84

e et S e e e——

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

27.90
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011620\
Data File : BG044067.D

Aca On : 16 Jan 2020 14:04

Operator :© JU

Sample : L1125-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.12 23.81 ng 663467 1,4-Dichlorobenzene-d4 7.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 9
4 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 5

Abundance Scan 5 (3.117 min): BG044067.D (-3) (-) m/z 73.10 100.00%
7B
5000 43
55 87 J e
| 97 107 147 007 3.20 3.30 3.40 3.50
Ol e b 92207 A 9% m/z 43.10 35.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 HRUNE S LR AR R
43 3.20 3.30 3.40 3.50
55 87 m/z 87.10 26.71%
29
O'I”M'wj'wl"”'I”"I"'W""I'”'I""P"'I"'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
73
1320 330 340 350
5000 43 m/z 55.10 24 _.22%
58
S L S L L UL WL B LA WL L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4436: Pentane, 3-methoxy- S REAEEES R a ey sy
73 3.20 3.30 3.40 3.50
m/z 41.10 9.93%
5000 fs
45
29
0 H | ‘\‘ 5\5 Jl 101
m/z--> 20 40 60 80 100 120 140 160 180 200 3.20 3.30 3.40 3.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011620\
Data File : BG044067.D

Aca On : 16 Jan 2020 14:04

Operator :© JU

Sample : L1125-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.04 15.40 ng 429114 1,4-Dichlorobenzene-d4 7.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 1.3-Dioxolane-2-methanol. 2.4-di... 132 C6H1203 053951-43-2 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Acetone 58 C3H60 000067-64-1 10
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 332 (5.038 min): BG044067.D (-327) (-) m/z 43.05 100.00%

43
59
5000

480 500 520 540
73 83
0 ...,....,....,....',':...‘?.1.4I,....,....,....,....,|....,....,....,....,....}?.2].,. m/z 59.10 58.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LA L B L B L L L LB
480 5.00 5.20 5.40
59 m/z 101.10 19.11%
101
/35, 51 | 67 891 7]
N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
43
S EEREE
480 5.00 5.20 5.40
5000 m/z 58.10 15.82%
101
31 58
o 18 73 87 117 130
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester P o T T . .

59 480 500 520 5.40
m/z 41.05 9.11%

5000 41
68
1l 50 ) | 126 14
"'I""I""I""I""I""I""I""I""I""I""I""I""I""I""I""I'

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 4.80 5.00 5.20 5.40

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011620\
Data File : BG044067.D

Aca On : 16 Jan 2020 14:04

Operator :© JU

Sample : L1125-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 unknown7.48 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.48 70.41 ng 1961940 1,4-Dichlorobenzene-d4 7.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9
Abundance Scan 748 (7.483 min): BG044067.D (-738) (-) m/z 132.00 100.00%

132
5000 68

9% R R R R e RER
40 54 78 06 207 7.20 7.40 760 780 '
o e | m/z 68.10 39.20%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 ~

5000 L
7.20 7.40 7.60 7.80

s 51 m/z 134.00  34.56%
‘Hm H |

79
L |
R T R
miz--> 40 60 8 100 120 140 160 180 200 J\\

o

Abundance
132

7.20 7.40 7.60 7.80

5000 67 m/z 66.10 25.49%
41 53 97 117
79
107
Ottt gl ML 2 e W
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #52379: Tranylcypromine-propionyl . A
57 132 7.20 7. 40 7. 60 7. 80

m/z 69.10 15.86%

74
116

5000 98
‘ 158 189

m/z--> 40 60 100 120 140 160 180 200 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011620\
Data File : BG044067.D

Aca On : 16 Jan 2020 14:04

Operator :© JU

Sample : L1125-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Cyclohexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

21.23 6.91 ng 572963 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 94
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
3 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
5 1-Heneicosanol 312 C21H440 015594-90-8 93

Abundance Scan 3088 (21.231 min): BG044067.D (-3084) (-) m/z 57.10 100.00%

5000 111

133}
|

139 168 226 21.00 21.20 21.40 21.60
oAt 'l e 97 ) 202 281 sM 4 Tn/z 43.10  96.36%
m/z--> 50 100 150 200 250 300 350 400
Abundance #81246: Cyclohexadecane
55
5000 LA L L L L L LB

m/z 83.10 94 . 35%

29 nl 21.00 21.20 2140 21.60
\H ‘\ \

139 224
AT LN NN & -
m/z--> 50 200 250 300 350 400
Abundance
57
83 RS R R s S SR
21.00 21.20 21.40 21.60
5000 m/z 55.10 89.28%
111
29
— T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #177132: 1-Heneicosy! formate R e
57 83 21.00 21.20 21.40 21.60
m/z 97.10 84 _30%
5000 111
o “_ 1, 139 167 196 222 266 294 327
m/z--> 50 100 150 200 250 300 350 400 21. OO 21. 20 21. 40 21 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011620\
Data File : BG044067.D

Aca On : 16 Jan 2020 14:04

Operator :© JU

Sample : L1125-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Tetratetracontane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
22.37 3.62 ng 300279 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Tetracosane. 1ll-decvl- 479 C34H70 055429-84-0 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heneicosane. 11-(l1-ethvipropvl)- 366 C26H54 055282-11-6 90
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
Abundance Scan 3282 (22.371 min): BG044067.D (-3277) (-) m/z 57.10 100.00%

57
5000

99 SsasLal it adaas

22.00 22.20 22.40 22.60
141 183 229 281
Olrrrdy j,i,, ol N - — m/z 71.10 75.17%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane

57

5

5000 LA L L L L L B
22.00 22.20 22.40 22.60
m/z 43.10 66.17%
ol h | Hu 141 183 225 267 309 351 393 435 491 535 574 617
”w”wmmm.m””m.m”m“mww”wm
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
R
22.00 22.20 22.40 22.60
5000 m/z 85.10 52.17%
9
o 141 183 225 295 337 378 420
I T T ] T T e T e e e e e
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane T T T T T
57 22.00 22.20 22.40 22.60
m/z 55.10 28.59%
5000
99
| ; 141 183 225 267 309 367
Ol g AT T e R P A T e P

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

22. OO 22. 20 22. 40 22 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011620\
Data File : BG044067.D

Aca On : 16 Jan 2020 14:04

Operator :© JU

Sample : L1125-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Supraene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.23 7.72 ng 601299 Perylene-di12 24.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Saualene 410 C30H50 000111-02-4 91
3 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 87
1-(Phenvlthio)-3.7.11-trimethvl-... 314 C21H30S 028413-57-2 78
5 2,6,10,14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 72
Abundance Scan 3428 (23.229 min): BG044067.D (-3421) (-) m/z 69.10 100.00%
69
5000
41 o5
23.00 23.20 23.40 23.60
ol .[,-'. dlluy g, 175203231 273299 341367 401429 o7 g1 10 48.47%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
5000 LR SULRLR U B U
23.00 23.20 23.40 23.60
41 o 137 m/z 41.10 22 .30%
0 116 163 191 217 245 273299 341367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
2300 23.20 23.40 23.60
s000] 4L m/z 95.10 13.33%
95
o 137 161 101 217 273 299 341367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol R E B B e T
69 23.00 23.20 23.40 23.60
m/z 68.10 11.44%
5000
41
95 137
m/z--> 50 100 150 200 250 300 350 400 23.00 23.20 23.40 23.60

8270-BG123019.M Fri Jan 17 10:41:07 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011620\
Data File : BG044067.D

Aca On : 16 Jan 2020 14:04

Operator :© JU

Sample : L1125-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 1,19-Eicosadiene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
23.38 2.13 ng 166039 Perylene-di12 24 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.19-Eicosadiene 278 C20H38 014811-95-1 95
2 Z-2-Octadecen-1-ol 268 C18H360 1000131-11-0 93
3 Octadecanal 268 C18H360 000638-66-4 91
4 Bicvclol10.8.0leicosane. cis- 278 C20H38 1000155-82-2 89
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 89
Abundance Scan 3454 (23.382 min): BG044067.D (-3448) (-) m/z 57.10 100.00%
57
5000
109 ) e
137 281 23.00 23.20 23.40 23.60
3 155 176 222 325
0 oL 249 3B sz 82.10 98.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #126193: 1,19-Eicosadiene
55
5000 AR AU SOV I
23.00 23.20 23.40 23.60
109 m/z 43.10 93.07%
ol 138157 180 208 228 250 278
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
23.00 23!20 23)40 23)60 '
5000 m/z 55.10 61.23%
110 250

0 137154 180 208904 268

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #117606: Octadecanal L maa e
23.00 23.20 23.40 23.60

m/z 96.10 59.20%

5000

137 166 194 222 250268

ol
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

I T T
23.00 23.20 23.40 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011620\
Data File : BG044067.D

Aca On : 16 Jan 2020 14:04

Operator :© JU

Sample : L1125-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Octadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

23.82 3.16 ng 246605 Perylene-d12 24 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Octadecane. 2-methvl- 268 C19H40 001560-88-9 93
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heptacosane 380 C27H56 000593-49-7 90

Abundance Scan 3529 (23.822 min): BG044067.D (-3524) (-) m/z 57.10 100.00%

g7

5000 85

BN

23.60 23.80 24.00 24.20

“113 141 169 202221 255 281

0..3.,].... g 20200 20 2 327 369 401 Thnzz 71.10 68.00%
m/z--> 50 100 150 200 250 300 350 400
Abundance #105885: Octadecane
57
5000 85 LA B L B L L L L L LB
23 60 23 80 24. OO 24 20
29 m/z 43.10 59.27%
0 \‘ | ‘ It u‘ 1:}3 | 14\.1 169 197 225 254
At
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
R B
71 23.60 23.80 24.00 24.20
5000 m/z 85.10 48.21%
9
o 127 155 183 225 253
— T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane T T T
57 23.60 23.80 24.00 24.20
m/z 41.10 19.45%
” ] 'j\V“NVJWMVRA/\rWVMﬂVWMNWﬂNp
113
o 29 | ‘ Ll 141 169 197 225 267 295 365 393
A e B mam e N i B e T R B
m/z--> 50 100 150 200 250 300 350 400 23 60 23 80 24. OO 24 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011620\
Data File : BG044067.D

Aca On : 16 Jan 2020 14:04

Operator :© JU

Sample : L1125-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Octadecanal Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
25.24 10.78 ng 839948 Perylene-d12 24 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
4 1.19-Eicosadiene 278 C20H38 014811-95-1 90
5 1,13-Tetradecadiene 194 C14H26 021964-49-8 83
Abundance Scan 3770 (25.238 min): BG044067.D (-3762) (-) m/z 57.10 100.00%
5000
1‘]’9 17 " 25150 2520 2640 2660
ol Lik 1100 194 222 250 261306 334356 390 | “nsz 43.10 87.82%
miz--> 50 100 150 200 250 300 350 400
Abundance #117607: Octadecanal
3, 8
5000 L I S S B
25.00 2520 25.40 25.60
109 m/z 82.05 82.44%
. WW@M%M
miz--> 50 150 200 250 300 350 400
Abundance
43 82
" 25.00 25.20 25.40 25.60
5000 m/z 96.10 59.15%
109
o 138 166 208998250070
miz--> 50 100 150 200 250 300 350 400
Abundance #129467: Oxirane, heptadecyl- R L L R A ma e
3 8 25.00 25.20 25.40 25.60
m/z 55.10 58.66%
5000
110
o | 1258 165 104714200 204954
miz--> 50 100 150 200 2%0 300 350 400 25.00 2520 25.40 25.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011620\
Data File : BG044067.D

Aca On : 16 Jan 2020 14:04

Operator :© JU

Sample : L1125-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Heneicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
25.84 2.65 ng 206548 Perylene-d12 24 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 93
2 2-methvloctacosane 408 C29H60 1000376-72-8 90
3 Eicosane 282 C20H42 000112-95-8 87
4 Hexadecane 226 C16H34 000544-76-3 87
5 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 87
Abundance Scan 3872 (25.838 min): BG044067.D (-3866) (-) m/z 57.10 100.00%
57
85
5000
R NI SRR BRI S
155 183 211 041 282 25.60 25.80 26.00 26.20
o....J,l ““ e 22355 S nyz 71.10  72.58%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141426: Heneicosane
57
85
5000 LB L B BURBLULN B
25 60 25. 80 26. oo 26 20
29 m/z 43.10 72 .56%
0 \‘ X ‘ “\ h h‘ \‘ \ \11169 197 225 253 296
miz--> 0 55 100 1éo 260 250 360 3éo 460 4%0 560
Abundance
57
' 25.60 25.80 26.00 26.20
5000 85 m/z 85.10 62 .55%
0 29 113141169197225 267 295 365393
miz--> 0 55 160 1éo 260 250 300 3éo 460 4%0 560
Abundance #129493: Eicosane R s B e
25.60 25.80 26.00 26.20
m/z 55.10 27 .02%
5000 85

282

5

113141169197225253

m/z--> 0 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\HPCHEMI\BNA G\DATA\BG011620\
Data File : BG044067.D

Aca On : 16 Jan 2020 14:04

Operator :© JU

Sample : L1125-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Heptadecanal Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
27.90 8.66 ng 674751 Perylene-di12 24.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecanal 254 C17H340 1000376-70-0 91
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 87
4 Octadecanal 268 C18H360 000638-66-4 86
5 2-Octadecyl-propane-1,3-diol 328 C21H4402 005337-61-1 76
Abundance Scan 4223 (27.900 min): BG044067.D (-4214) (-) m/z 57.10 100.00%
57 g
5000
LRI BRI SURISA S
166 208 27.60 27.80 28.00 28.20
I ¥ | gilassarr 342 m/z 82.10 83.42%
m/z--> 50 100 150 200 250 300 350 400
Abundance #105849: Heptadecanal
8 o
5000 AR AR AN AR
27.60 27.80 28.00 28.20
109 m/z 43.10 81.48%
o \‘ h HL 137158180 206 236
m/z--> 50 150 200 250 300 350 400
Abundance
82
57 27.60 27.80 28.00 28.20
5000 m/z 83.10 63.77%
110
29
. 138 166 211 250
mz-> 50 100 150 200 250 300 350 400
Abundance #129467: Oxirane, heptadecyl LI L L B L N DL
4 82 27.60 27.80 28.00 28.20
m/z 96.10 56.69%
5000
110
. ‘[ ﬂ 1138 166 194 236 264
miz--> o 0 10 Ao 2o o e ao 27.60 27.80 28.00 28.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG011620\
Data File : BG044067.D

Acq On : 16 Jan 2020 14:04

Operator : JU

Sample : L1125-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG123019.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... 3.12 23.8 ng 663467 1 7.94 557303 20.0
2-Pentanone, 4-hy... 5.04 15.4 ng 429114 1 7.94 557303 20.0
unknown7 .48 7.48 70.4 ng 1961940 1 7.94 557303 20.0
Cyclohexadecane 21.23 6.9 ng 572963 5 21.56 1657930 20.0
Tetratetracontane 22 .37 3.6 ng 300279 5 21.56 1657930 20.0
Supraene 23.23 7.7 ng 601299 6 24.67 1558440 20.0
1,19-Eicosadiene 23.38 2.1 ng 166039 6 24.67 1558440 20.0
Octadecane 23.82 3.2 ng 246605 6 24.67 1558440 20.0
Octadecanal 25.24 10.8 ng 839948 6 24.67 1558440 20.0
Heneicosane 25.84 2.6 ng 206548 6 24.67 1558440 20.0
Heptadecanal 27.90 8.7 ng 674751 6 24.67 1558440 20.0
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