LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100721\
Data File : BGO50496.D

Acqg On : 7 Oct 2021 23:55
Operator : CG/JU

Sample : M4134-01

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\8270-BG100621.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO50496.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.797 385 393 402 rBV 823506 1386838 53.39% 7.248%
2 7.395 656 665 675 rBv 860437 1528136 58.83% 7.986%
3 8.259 805 812 818 rBV 228352 389490 14.99%  2.035%
4 9.428 1002 1011 1019 rBV 530119 960733 36.98% 5.021%
5 10.826 1242 1249 1263 rBV 241689 402181 15.48% 2.102%
6 11.085 1284 1293 1300 rBV 295997 555371 21.38% 2.902%
7 13.500 1697 1704 1711 rBV 1245048 1982393 76.31% 10.360%
8 14.875 1929 1938 1944 rBV 478383 750985 28.91%  3.925%
9 16.355 2183 2190 2200 rVB 927541 1408223 54.21% 7.359%
10 17.618 2398 2405 2409 rBV 553755 877808 33.79% 4.587%
11 17.660 2409 2412 2418 rVB 148914 214343  8.25% 1.120%
12 17.748 2421 2427 2433 rVV 36916 55555 2.14% 0.290%
13 18.259 2509 2514 2518 rBV2 25827 34010 1.31% 0.178%
14 18.347 2524 2529 2536 rBV5 11824 27002 1.04% 0.141%
15 18.476 2543 2551 2557 rBV3 129760 252800 9.73% 1.321%
16 18.535 2557 2561 2568 rVV 77187 124189 4.78%  0.649%
17 18.617 2570 2575 2579 rVW3 27575 44875 1.73% 0.235%
18 18.676 2580 2585 2590 rVW4 68161 152653 5.88% 0.798%
19 18.717 2590 2592 2597 rVB 45394 56549 2.18% 0.296%
20 18.976 2631 2636 2640 rBvV2 35937 52787 2.03% 0.276%
21 19.017 2640 2643 2650 rVB5 19989 34681 1.34% 0.181%
22 19.217 2674 2677 2682 rVB4 23664 31270 1.20% 0.163%
23 19.269 2682 2686 26990 rBV 26880 34317 1.32% 0.179%
24 19.311 2690 2693 2700 rVB 20119 27662 1.06%  0.145%
25 19.393 2701 2707 2713 rBV 72422 148178 5.70% 0.774%
26 19.446 2713 2716 2720 rVV5 14930 25997 1.00% 136%
27 19.528 2726 2730 2738 rBV7 31073 79857  3.07% 417%

28 19.657 2746 2752 2757 rBV 337052 489569 18.85%

OO NOO
Ui
Ul
(o]
R

29 19.734 2758 2765 2774 rVB3 71469 128310  4.94% 671%
30 19.980 2801 2807 2809 rBV2 59078 97855 3.77% 511%
31 20.016 2809 2813 2820 rVV 353494 552069 21.25% 2.885%
32 20.080 2820 2824 2829 rVB 33825 53364 2.05% 0.279%
33 20.204 2839 2845 2851 rBV 1863992 2597685 100.00% 13.575%
34 20.345 2862 2869 2874 rBV3 39441 97359  3.75% 0.509%

35 20.497 2887 2895 2901 rVB2 70769 164087 6.32% ©.858%
36 20.603 2909 2913 2916 rBvV2 35723 52183 2.01% 0.273%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100721\
Data File : BGO50496.D

Acqg On : 7 Oct 2021 23:55
Operator : CG/JU

Sample : M4134-01

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\8270-BG100621.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 20.662 2919 2923 2927 rVB 60436 87379 3.36% 0.457%
38 20.803 2943 2947 2951 rBV 55785 86032 3.31% 0.450%
39 20.850 2951 2955 2964 rVB5 57297 109574 4.22% 0.573%
40 21.279 3025 3028 3034 rVB 41551 69440 2.67% 0.363%
41 21.520 3065 3069 3074 rVB 90067 134170 5.16% 0.701%
42 21.913 3128 3136 3142 rBvV2 501893 1146798 44.15% 5.993%
43 21.966 3142 3145 3152 rVB 143116 221268 8.52% 1.156%
44 24.240 3525 3532 3539 rBV2 74118 247723  9.54%  1.295%
45 25.010 3658 3663 3672 rVB3 51685 139240 5.36% 0.728%
46 25.163 3683 3689 3699 rVB2 73067 201444  7.75%  1.053%

47 25.327 3708 3717 3728 rBV3 267106 820763 31.60% 4.289%

Sum of corrected areas: 19135195
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100721\
Data File : BGO50496.D

Acqg On : 7 Oct 2021 23:55
Operator : CG/JU

Sample : M4134-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG050496.D\data.ms
1500000
1000000
5797 7.395
9.428
500000
085
8.259 10.8]2]6

: | 1]

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BG050496.D\data.ms
20.204
1500000
13.500
1000000 16.355
500000 14.875
17//660
748 188 !
O LA e e o o e o L e e B R i e e e e e B A A B B A

Time--> 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: BG050496.D\data.ms

1500000

1000000

500000

25.327

24240 5528

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\|\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100721\
Data File : BG@50496.D

Acqg On : 7 Oct 2021 23:55

Operator : CG/JU

Sample : M4134-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
l0.826 14.48 ng 402181 Naphthaleme-d8 11.085
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 caHisos 000112-34-5 90

2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
3 Di-sec-Butyl ether 130 C8H180 006863-58-7 59
4 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 53

5 Ethanol, 2-[2-(2-methylpropoxy)e... 162

C8H1803

Abundance Scan 1249 (10.826 min): BG050496.D\data.ms (-1242) (-

018912-80-6 50

m/z 45.00 100.00%

458.0
5000
=0 10,50 11.00
101.0
ol tll “!“}‘u ml“u AL 8L w/z 57.60 92.52%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000
29.0 10 50 11 00
750 m/z 41.00  35.93%
O T ‘ \‘H“\‘\“‘H‘\ \‘!‘HH\ \‘1“\ ‘ \“1‘ \1\0‘0\0\ T ‘ \1\3\2\0‘ LU ‘ 1T
m/z--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
10 50 11 00
29.0 75.0
100.0
ol i ‘M Ao 120 630
m/z--> 20 40 60 80 100 120 140 160
Abundance #15681: Di-sec-Butyl ether
45.0 10 50 11 00
m/z 56.00 15.82%
5000
101.0
27.0
83.0
PN e O N 1 Bl
m/z--> 20 60 80 100 120 140 160 10 50 11 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100721\
Data File : BGO50496.D

Acqg On : 7 Oct 2021 23:55
Operator : CG/JU

Sample : M4134-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.476 5.76 ng 252800  Phenanthrene-die 17.619
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 84
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 70
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 64
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 64
Abundance Scan 2551 (18.476 min): BG050496.D\data.ms (-2543) (-  m/z 72.95 100.00%
73.0
430 192.0
5000
P
18.50
0! m/z 60.00 84.53%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 U
18.50
157.01g5 2130  256.0 m/z 43.00 80.72%
O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #92068: Tridecanoic acid
73.0
43.0
——
18.50
5000 m/z 192.00 74 .84%
129.0
‘ ‘ 171.0 2140
oLb AL
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67043: Phenanthrene, 1-methyl- e
192.0 18.50
m/z 57.05 67.55%
5000
95.0
4280 830 126.0 1630
A AAaaaesaTe —
m/z--> 20 40 60 80 100120140160180200220240260280 18.50

8270-BG100621.M Fri Oct 08 11:59:50 2021 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100721\
Data File : BGO50496.D

Acqg On : 7 Oct 2021 23:55
Operator : CG/JU

Sample : M4134-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Phenanthrene, 1-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.535 2.83 ng 124189  Phenanthrene-die 17.619
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 96
2 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 95
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 93
4 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 93
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 93
Abundance Scan 2561 (18.535 min): BG050496.D\data.ms (-2557) (-  m/z 192.00 100.00%
192.0
5000
N
39.0 QTS 1390 | | 326. 16.99
ob i SEEE A 2809 3260 s 191,00 64.84%

m/z--> 50 100 150 200 250 300
Abundance #67035: Phenanthrene, 1-methyl-
192.0

5000
1850

m/z 189.00  32.38%

o, 30 960 1330 |

T T T ‘ T T T ‘ T ‘ L ‘ L ‘ LI

miz--> 50 100 150 200 250 300

Abundance #67054: 1H-Cyclopropa[l]jphenanthrene,1a,9b-dihydro-
192.0

gy
1850
5000 ITI/Z 190.00 17.84%
ol 300 %60 1390 |
T e e B L e R B e A
m/z--> 50 100 150 200 250 300 jU\
Abundance #67029: Anthracene, 1-methyl- 7 AL ‘
192.0 18.50
m/z 193.00  15.53%
5000
82.0
PN I X 0 M Y1 T
m/z--> 50 100 150 200 250 300 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100721\
Data File : BG@50496.D

Acqg On 7 Oct 2021 23:55

Operator : CG/JU

Sample : M4134-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 G5H-Dibenzo[a,d]cycloheptene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.676 3.48 ng 152653  Phenanthrene-die 17.619
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5H-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 60
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 60
3 Propyne, 1,3-diphenyl- 192 C15H12 004980-70-5 60
4 Anthracene, 9-methyl- 192 C15H12 000779-02-2 58
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 53

Abundance Scan 2585 (18.676 min): BG050496.D\data.ms (-2580) (-  m/z 192.00 100.00%
192.0
5000
94.6 Y .
63.0 163.0 18.50 19.00
o 27.0 2432 2810 y/7 191.00  72.14%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67048: 5H-Dibenzo[a,d]cycloheptene
192.0
5000 ol s,
18.50 19.00
m/z 189.00  59.04%
L2280 630 %0 1260 1630 ||
’HH‘H‘H“\‘\‘H“H\\‘H‘HH‘HH“H}\H‘HH\W \‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67043: Phenanthrene, 1-methyl-
192.0
T ‘ T \W\ ‘ T
18.50 19.00
5000 ITI/Z 190.00 51.21%
95.0
j28.0 630 1260 1630
m/z--> 20 40 60 80 100120140160180200220240260280 ﬂA
Abundance #67031: Propyne, 1,3-diphenyl- 7 AL s p— I
192.0 18.50 19.00
m/z 164.95  22.05%
5000
115.0
m/z--> 20 40 60 80 100120140160180200220240260280 18.50 19.00

8270-BG100621.M Fri Oct 08 11:59:51 2021

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100721\
Data File : BGO50496.D

Acqg On : 7 Oct 2021 23:55
Operator : CG/JU

Sample : M4134-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 3,4-Dimethylphenanthrene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.393 3.38 ng 148178  Phenanthrene-die 17.619
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,4-Dimethylphenanthrene 206 Cl6H14 1000452-24-5 95
2 Phenanthrene, 2,5-dimethyl- 206 Cl6H14 003674-66-6 94
3 Phenanthrene, 2,3-dimethyl- 206 Cl6H14 003674-65-5 94
4 Phenanthrene, 3,6-dimethyl- 206 C1l6H14 001576-67-6 93
5 di-p-Tolylacetylene 206 Cl6H14 002789-88-0 93
Abundance Scan 2707 (19.393 min): BG050496.D\data.ms (-2701) (-  m/z 206.05 100.00%
206.1
5000
- ANV
570 100.9 165.1 h | . 19.00 19.50
0ot B3 bl BBES sz 101,00 48.98%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #82935: 3,4-Dimethylphenanthrene
206.0
5000 s —
19.00 19.50
89.0 m/z 189.00  27.07%
O‘HH‘SHJ.HO“H\‘M‘\‘\“\‘\iHH\]\_‘H\\‘\\‘}\‘w‘\\M‘H‘l\‘”\‘\\\‘\\\\‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #82944: Phenanthrene, 2,5-dimethyl-
206.0
FEWIPAN ERA
19.00 19.50
5000 m/z 205.05 22.16%
101.0
0270 830, || 1200 %0 |
m/z--> 20 40 60 80 100120140160180200220240260280 /\
Abundance #82943: Phenanthrene, 2,3-dimethyl- g B0
206.0 19.00 19.50
m/z 189.95 16.79%
5000
LW
0 Ll 1260 1650 | | T Al YA

m/z--> 20 40 60 80 100120140160180200220240260280 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100721\
Data File : BGO50496.D

Acqg On : 7 Oct 2021 23:55
Operator : CG/JU

Sample : M4134-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.734 2.92 ng 128310 Phenanthrene-die 17.619
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 64
4 Tetradecanoic acid 228 C14H2802 000544-63-8 59
5 Undecanoic acid 186 C11H2202 000112-37-8 49

Abundance Scan 2765 (19.734 min): BG050496.D\data.ms (-2758) (-  m/z 73.00 100.00%

73.0
5000 129.0
185.1 241.2 — e
‘ ‘ 284.1 19.50 20.00
0 H‘\mu\u\\u\hu‘ | ‘\‘w‘mum ok ‘L‘ R i m/z 43.00 89.95%
mlz--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid
73.0
5000 129.0 T U
19.50 20.00
m/z 59.95 75.14%
29. 185.0 47 o 284.0
O\‘\H‘ \HM“\““\““““‘\“““““““““
m/z--> 50 100 150 200 250 300 350
Abundance #126202: Pentadecanoic acid
43.0
19.50 20.00
5000 m/Z 56.95 75.00%
129.0 242.0
‘ ‘ 199.0
o“““‘\\‘\ HM‘“HHL\ ‘ \H\‘\“ H‘\“H“HH“H
miz--> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es ; ; ; :
\ \
43.0 19.50 20.00
m/z 41.00 68.06%
5000 284.0
3.0 129 0
1850 2410
0 NM w‘h\‘ Jv‘wH‘M JM Lo b 372 — —
mlz--> 100 150 200 250 300 350 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100721\
Data File : BGO50496.D

Acqg On : 7 Oct 2021 23:55
Operator : CG/JU

Sample : M4134-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Fluoranthene, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.497 2.86 ng 164087 Chrysene-d12 21.919
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 89
2 Pyrene, 1-methyl- 216 C17H12 002381-21-7 87
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 81
4 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 76
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 68
Abundance Scan 2895 (20.497 min): BG050496.D\data.ms (-2887) (- m/z 216.00 100.00%
216.0
5000
NULSVERS S
107.4 M
57.0 20.50
152.9 .
oL st f 2 20 el 2920 3% 40 515,00 80.58%
mlz--> 50 100 150 200 250 300 350
Abundance #94579: Fluoranthene, 2-methyl-
216.0
5000 T
20.50
m/z 213.00 23.47%
108.0
0260630 | 1630, |
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #94565: Pyrene, 1-methyl- W/R
20.50
5000 m/z 217.00 15.02%
95.0
oL 20 11 wsol |
miz--> 50 100 150 200 250 300 350
Abundance #94575: 11H-Benzo[a]fluorene Ay e
216.0 20.50
m/z 107.40  13.82%
5000
108.0
o630 w0, |
m/z--> 50 100 150 200 250 300 350 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100721\
Data File : BGO50496.D

Acqg On : 7 Oct 2021 23:55
Operator : CG/JU

Sample : M4134-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 1-Hexacosene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.520 2.34 ng 134170 Chrysene-d12 21.919
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 50
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 50
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 45
4 Oxirane, [(dodecyloxy)methyl]- 242 C15H3002 002461-18-9 45
5 1-Octadecanol 270 C18H380 000112-92-5 42

Abundance Scan 3069 (21.520 min): BG050496.D\data.ms (-3065) (-  m/z 57.00 100.00%
57.0

228.1
5000
N \
‘ Ui dy, 3912 or,
Ot M it o e e e e m/z 228.05 83.97%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #273800: 1-Hexacosene
57.0
5000 ‘ J\\ ‘ \
21.50
5.0 m/z 43.05 81.09%
O H“\ LN Y‘Ai196029203640
m/z--> 50 00 150 200 250 300 350 400 450 500 550 600 650
Abundance #326113: Heptadecy! heptafluorobutyrate
57.0
N \
21.50
5000 ITI/Z 55.00 76.47%
h 238.0
0 W_‘Hwm‘M‘HwHMm‘HH_HwHH_ww_m‘w_
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecy! ester — I
57.0 21.50
m/z 69.00 67.60%
B ij\ww
Oth'.M%gow' -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100721\
Data File : BGO50496.D

Acqg On : 7 Oct 2021 23:55
Operator : CG/JU

Sample : M4134-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Benzo[e]pyrene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
25.010 3.39 ng 139240 Perylene-di2 25.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]fluoranthene 252 C20H12 000205-99-2 93
2 Benzo[e]pyrene 252 C20H12 000192-97-2 93
3 Benzo[a]pyrene 252 C20H12 000050-32-8 81
4 Perylene 252 C20H12 000198-55-0 74
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 72

Abundance Scan 3663 (25.010 min): BG050496.D\data.ms (-3658) (-  m/z 252.00 100.00%

252.0
5000
112.9 - 25.00 |
62.9 | 197.9 , , , :
Ob e bl 20893599 1 4290 053 10 29.16%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138562: Benzol[b]fluoranthene
252.0
5000 ——
25.00
126.0 m/z 250.00 26.44%
0390 83.0 “ﬂ 200.0, |
\\‘\\\\]\\\\’\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #138554: Benzo[e]pyrene
252.0
T \
25.00
5000 ITI/Z 251.00 12.83%
125.0
0 740 | 200.0, |
e
m/z--> 50 100 150 200 250 300 350 400
Abundance #138555: Benzo[a]pyrene T ‘
252.0 25.00
m/z 112.90  11.13%
5000
126.0
o740 | 2000 | upr A
T e B N L O B I IR : —
m/z--> 50 100 150 200 250 300 350 400 25.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100721\
Data File : BGO50496.D

Acqg On : 7 Oct 2021 23:55
Operator : CG/JU

Sample : M4134-01

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Ethanol, 2-(2-b... 10.826 14.5 ng 402181 2 11.085 555371 20.0
n-Hexadecanoic ... 18.476 5.8 ng 252800 4 17.619 877808 20.0
Phenanthrene, 1... 18.535 2.8 ng 124189 4 17.619 877808 20.0
5H-Dibenzo[a,d]... 18.676 3.5 ng 152653 4 17.619 877808 20.0
3,4-Dimethylphe... 19.393 3.4 ng 148178 4 17.619 877808 20.0
Octadecanoic acid 19.734 2.9 ng 128310 4 17.619 877808 20.0
Fluoranthene, 2... 20.497 2.9 ng 164087 5 21.919 1146800 20.0
1-Hexacosene 21.520 2.3 ng 134170 5 21.919 1146800 20.0
Benzo[e]pyrene 25.010 3.4 ng 139240 6 25.327 820763 20.0
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