LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG061220\
Data File : BG045754.D

Aca On 13 Jun 2020 00:05

Operator : CG/JU

Sample : L2979-02

Misc :

ALS Vial : 16 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 5.582 417 424 436 rBV 750218 1330543 46.78% 7 .553%
2 7.091 674 681 688 rBV2 33586 67204 2.36% 0.381%
3 7.215 693 702 718 rBV 848886 1552997 54.60% 8.815%
4 7.949 820 827 836 rBV 216245 376483 13.24% 2.137%
5 8.272 874 882 891 rBV 693121 1230143 43.25% 6.983%

9.112 1016 1025 1037 rBV 537366 1001854 35.22% 5.687%
10.757 1297 1305 1312 rBV 283926 526002 18.49% 2.986%
13.213 1716 1723 1737 rBV 1552997 2439736 85.78% 13.849%
14.047 1858 1865 1871 rBV 79467 121655 4.28% 0.691%
14.593 1951 1958 1965 rBV2 448748 738609 25.97% 4.193%

=
QO ~NO®

11 16.097 2207 2214 2226 rBV 1136719 1844780 64.86% 10.471%
12 17.342 2420 2426 2430 rBvV 560678 847192 29.79%% 4_.809%
13 17.383 2430 2433 2440 rVB2 104000 165468 5.82% 0.939%
14 18.253 2573 2581 2592 rBV2 114399 228237 8.02% 1.296%
15 19.234 2744 2748 2750 rBv3 150919 245765 8.64% 1.395%

16 19.757 2833 2837 2845 rVB 121413 194875 6.85% 1.106%
17 19.956 2865 2871 2878 rVB 2218906 2844250 100.00% 16.145%
18 21.249 3088 3091 3100 rVvB3 152276 241374 8.49% 1.370%
19 21.601 3144 3151 3157 rBV 482887 857804 30.16% 4._.869%
20 24.750 3679 3687 3698 rVvB2 271369 762253 26.80% 4.327%

Sum of corrected areas: 17617224
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG061220\

BG045754.D

13 Jun 2020 00:05

CG/JuU

L2979-02

16 Sample Multiplier: 1

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

C:\Database\NIST11.L
LSCINT.P
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19
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Time-->
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061220\
Data File : BG045754.D

Aca On 13 Jun 2020 00:05

Operator : CG/JU

Sample : L2979-02

Misc :

ALS Vial : 16 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 n-Hexadecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
18.25 5.39 ng 228237 Phenanthrene-d10 17.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 72
3 Tetradecanoic acid 228 C14H2802 000544-63-8 50
4 Tridecanoic acid 214 C13H2602 000638-53-9 43
5 Trehalose 342 C12H22011 000099-20-7 38

Abundance Scan 2581 (18.253 min): BG045754.D (-2573) (-) m/z 73.05 100.00%
78
5000 43 5
, 129 213
l ﬂ (| et 100 | 27 286 || iglco 1320 1640 1660,
o —r m/z 60.05 66.33%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid
43 73
5
5000{ 29 256
18.00 18.20 18.40 18.60
21 m/z 43.05 51.25%
m/z--> ﬁo Jo eb 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 o, 783
"' 18.00 18.20 18.40 18.60
5000 - 129 m/z 41.00 48 .31%
87 242
43 199
115 185
101 157171 213
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid N e e L S
78 18.00 18.20 18.40 18.60
43 m/z 55.05 47 .50%
5
5000 129
- 185 228
01115 | 143,0171
Ol I””IIITI} H‘ |||‘||:!-|57|||||‘||1|99|?:|L|3|l‘||||||||||||||| L L

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18 00 18 20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061220\
Data File : BG045754.D

Aca On 13 Jun 2020 00:05

Operator : CG/JU

Sample : L2979-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

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

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 1,4,7,10,13,16-Hexaoxacyclo... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.23 5.80 ng 245765 Phenanthrene-d10 17.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
11.4.7.10.13.16-Hexaoxacvclooctad... 264 C12H2406 017455-13-9 78
2 1.4.7.10.13.16-Hexaoxacvclononad... 510 C24H46011 114014-94-7 64
3 3-(1.3-DihvdroxvisopropvI)-1.5.8... 264 C12H2406 109773-63-9 62
4 1-Chloro-3-methoxv-propan-2-ol. ... 238 C10H23Cl02Si 1000373-19-3 59
5 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydrox... 414 C18H38010 1000352-12-5 59
Abundance Scan 2747 (19.228 min): BG045754.D (-2744) (-) m/z 45.05 100.00%
9
5000 71 /\/JQ/\,L
133
R BRI SRR BN B
201 19.00 19.20 19.40 19.60
ol h.. A A92 l' o Z2L 298 281 307327 395375 | n757'89.05  97.61%
m/z--> 50 100 150 200 250 300 350
Abundance #113574: 1,4,7,10,13,16-Hexaoxacyclooctadecane
45
5000 LB BN LN BN B
89 19.00 19.20 19.40 19.60
m/z 43.05 48.92%
15 133
S I Y S AN~ S
m/z--> 50 100 150 200 250 300 350
Abundance
89
19,00 19.20 19.40 19,60
5000 133 m/z 71.05 46.75%
59
177 272 316
e L L s L WL L S B S
m/z--> 50 100 150 200 250 300 350
Abundance #113578: 3-(1,3-Dihydroxyisopropyl)-1,5,8,11-tetraoxacyclo... A B
9 19.00 19.20 19.40 19.60
m/z 57.05 46.48%
54 151
5000
113133
o MM \H T 216 264
m/z--> 50 100 150 200 250 300 350 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061220\
Data File : BG045754.D

Aca On 13 Jun 2020 00:05

Operator : CG/JU

Sample : L2979-02

Misc :

ALS Vial : 16 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 1-Docosene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.25 5.63 ng 241374 Chrysene-di12 21.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 93
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 93
3 9-Eicosene. (E)- 280 C20H40 074685-29-3 91
4 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 91
5 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 91
Abundance Scan 3091 (21.249 min): BG045754.D (-3088) (-) m/z 83.05 100.00%
97|88
R SUNII SIS B SUR
139 168 207 a9 281 429 21.00 21.20 21.40 21.60
ol 1L l, l b gt A g 000 3L 01D n/z 57.05  99.41%
m/z--> 50 100 150 200 250 300 350 400
Abundance #151538: 1-Docosene
55
97
5000 R SUNIR BRI B U
29 21.00 21.20 21.40 21.60
‘ 125 m/z 43.05 99.28%
oL ,d,\,\lm,\\, ,\H\,MI a3 w8
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
83 R SUNII SIS B U
21.00 21.20 21.40 21.60
5000 m/z 55.05 96.75%
29 111
0 139 167 196 224 252 280
m/z--> 55 160 1%0 260 2%0 360 3%0 460
Abundance #127770: 9-Eicosene, (E)- N A EREEE S S
7 83 21.00 21.20 21.40 21.60
m/z 69.05 96.14%
5000
29 | 111
o | | | 1239 168 196 223 252 280
m/z--> 50 1(')0 1&1;0 2(')0 250 3(')0 3&1,0 4(')0 21.'00 21.'20 21.'40 21.|60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG061220\
Data File : BG045754.D

Acq On 13 Jun 2020 00:05

Operator : CG/JU

Sample : L2979-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG051520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
n-Hexadecanoic acid 18.25 5.4 ng 228237 4 17.34 847192 20.0
1,4,7,10,13,16-He... 19.23 5.8 ng 245765 4 17.34 847192 20.0
1-Docosene 21.25 5.6 ng 241374 5 21.60 857804 20.0
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