LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30921\
Data File : BM@29058.D

Acqg On : 09 Mar 2021 22:32
Operator : CG/JU

Sample : M1601-02

Misc :

ALS Vvial : 14 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 M\Methods\8270-BM022321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BM@29058.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 5.240 378 383 396 rBV 179983 259009 55.07% 6.405%
2 6.863 653 659 673 rBvV 169577 269788 57.36% 6.672%
3 7.663 790 795 802 rBB 41963 62107 13.21% 1.536%
4 8.839 989 995 1004 rBV 103734 165171 35.12% 4.085%
5 10.457 1262 1270 1276 rBV 51624 81869 17.41% 2.025%
6 12.945 1687 1693 1701 rBB 242992 337229 71.70% 8.339%
7 13.804 1834 1839 1843 rBB 4864 6196 1.32% ©.153%
8 14.333 1924 1929 1935 rBB 70411 97633 20.76% 2.414%
9 14.398 1935 1940 1944 rBB 5473 7837 1.67% 0.194%
10 14.733 1993 1997 2001 rBV2 3874 5683 1.21% 0.141%
11 15.386 2102 2108 2115 rVB 8575 11771 2.50% 291%

12 15.833 2179 2184 2191 rVB 172683 230835 49.08%
13 17.080 2391 2396 2400 rBV 81953 106747 22.70%

ORr NV
)
N
S
R

14 17.121 2400 2403 2410 rVB 47461 61627 13.10% 524%
15 17.210 2414 2418 2423 rVB 19180 24864  5.29% 615%
16 17.498 2459 2467 2473 rBV3 3357 6264 1.33% 0.155%
17 17.845 2523 2526 2530 rBV2 3358 5207 1.11% ©0.129%
18 17.974 2540 2548 2558 rBV3 33663 65094 13.84% 1.610%
19 18.080 2562 2566 2572 rVWV 5728 7929 1.69% 0.196%
20 18.145 2572 2577 2581 rVV3 18715 30214 6.42% 0.747%
21 18.180 2581 2583 2589 rVB 5814 7512 1.60% ©.186%
22 18.257 2591 2596 2600 rBV2 4388 5579 1.19% 0.138%
23 18.451 2623 2629 2634 rBvV4 7694 12638 2.69% 0.313%
24 18.715 2669 2674 2678 rBV 19010 24378 5.18% ©.603%
25 18.804 2683 2689 2693 rVB6 4759 8276 1.76% ©.205%
26 18.874 2696 2701 2703 rBV 10303 14629 3.11% 0.362%
27 18.898 2703 2705 2709 rVV2 6194 7438 1.58% ©.184%
28 19.015 2720 2725 2728 rBV4 3639 7367 1.57% ©.182%
29 19.139 2740 2746 2751 rBV = 121792 164156 34.90%  4.059%
30 19.256 2760 2766 2771 rBV2 10817 16788 3.57% 0.415%
31 19.415 2790 2793 2796 rVB4 4139 5059 1.08% ©.125%
32 19.498 2798 2807 2816 rBV 104153 186601 39.68% 4.614%
33 19.574 2816 2820 2826 rVB3 8149 12873 2.74% 0.318%
34 19.703 2835 2842 2847 rBV 383171 470317 100.00% 11.631%
35 19.815 2857 2861 2863 rBvV2 11196 15455 3.29% ©.382%
36 19.998 2883 2892 2899 rVB3 25992 60235 12.81% 1.490%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30921\
Data File : BM@29058.D

Acqg On : 09 Mar 2021 22:32
Operator : CG/JU

Sample : M1601-02

Misc :

ALS Vvial : 14 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 M\Methods\8270-BM022321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 20.098 2905 2909 2913 rBV 20626 25615 5.45% 0.633%
38 20.151 2913 2918 2921 rBV2 12616 19886 4.23% 0.492%
39 20.233 2929 2932 2936 rVB6 4286 5712 1.21% 0.141%
40 20.292 2939 2942 2945 rWv2 11131 13478 2.87% 0.333%
41 20.339 2946 2950 2954 rVV2 16310 27510 5.85% 0.680%
42 20.386 2955 2958 2962 rVB5 13853 19049 4.05% 0.471%
43 20.503 2975 2978 2982 rBV 15242 15170 3.23% 0.375%
44 20.609 2994 2996 3001 rVB3 5821 7923 1.68% 0.196%
45 20.745 3017 3019 3023 rBvV3 5728 7013 1.49% 0.173%
46 20.880 3040 3042 3043 rBvV2 5409 4769 1.01% 0.118%
47 20.903 3043 3046 3050 rvV 15690 22614 4.81% 0.559%
48 20.939 3050 3052 3054 rvV 14985 17031 3.62% 0.421%
49 20.974 3054 3058 3068 rVB4 66858 116281 24.72% 2.876%
50 21.168 3088 3091 3096 rVB 16552 19008 4.04% 0.470%
51 21.256 3099 3106 3109 rvv2 141285 263051 55.93% 6.505%
52 21.292 3109 3112 3121 rVB 59814 84346 17.93% 2.086%
53 21.403 3127 3131 3134 rBV2 30458 37710 8.02%  0.933%
54 21.821 3199 3202 3204 rBV 15177 15205 3.23% 0.376%
55 22.262 3274 3277 3283 rBV2 23295 33322 7.09% 0.824%
56 22.774 3361 3364 3375 rVB 57570 164421 34.96% 4.066%
57 23.227 3439 3441 3446 rVB 28167 37070 7.88% 0.917%
58 23.321 3454 3457 3467 rVB 52762 89562 19.04%  2.215%
59 23.415 3468 3473 3477 rBv2 79171 135691 28.85% 3.356%

Sum of corrected areas: 4043812
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30921\
Data File : BM@29058.D

Acqg On : 09 Mar 2021 22:32
Operator : CG/JU

Sample : M1601-02

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM029058.D\data.ms

350000
300000
250000

200000
5.240 6.863

150000

8.839
100000

10.457

50000 7.663

0 \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 1050 11.00 11.50

Abundance TIC: BM029058.D\data.ms
19.703

350000
300000
250000 12.945
200000
15.833
150000

100000
14.333 17.080
17{121

50000 17.974
210 8,1
13.804 143984733  15.386 ) 17.4987.

0 e ] e oo A S e A e e A e A PRI B S

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 1750 18.00 1850 19.00 19.50 20.00
Abundance TIC: BM029058.D\data.ms

350000
300000
250000

200000 21.256 23.415

150000 22,774 23.321

100000

50000 o R

0 \\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 25.50 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\HPCHEM1\BNA_M\Data\BM@30921\
Data File : BM@29058.D

Acqg On : 09 Mar 2021 22:32
Operator : CG/JU

Sample : M1601-02

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Pentadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.974 12.20 ng 65094  Phenanthrene-die 17.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 81
2 Tetradecanoic acid 228 C14H2802 000544-63-8 74
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 68
5 Dodecanoic acid 200 C12H2402 000143-07-7 58
Abundance Scan 2548 (17.974 min): BM029058.D\data.ms (-2540) (-  m/z 43.05 100.00%
43.0 73.0
5000
129.0
171 281 .
| ‘ H(ﬂ : ‘ 256.1 18.00
oww}“”“mh“‘”“H”HH‘mwtm‘_h‘”_‘m““_www‘_ m/z 73.00 89.91%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 ,73.0
5000 129.0
18.00
199.0 m/z 60.00 89.09%
s ) e T
Oj\-ﬁl‘o\‘}\\‘w‘\\”\”\HH\‘H\‘}\‘\““H”‘M\H\‘H‘HH“H‘H‘\‘\H‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #84452: Tetradecanoic acid
73.0
43.0 ]
18.00
5000 129.0 m/z 41.10 87.70%
185.0
|
0%§Ry‘wumy”‘”k%“ﬂwJM‘_HJ_”‘_HNMH‘_M‘_H‘_
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #107547: n-Hexadecanoic acid T
43.0 73.0 18.00
m/z 55.05 76.41%
5000
129.0 256.0
L 3929 | 157038507130
Y 1 e TR o
m/z--> 20 40 60 80 100120140160 180200 220 240 260 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30921\
Data File : BM@29058.D

Acqg On : 09 Mar 2021 22:32
Operator : CG/JU

Sample : M1601-02

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.145 5.66 ng 30214  Phenanthrene-die 17.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual

H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 72
ethyl diselenide 190 C2H6Se2 007101-31-7 46
»2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 42
,4-Naphthalenedione, 2,5-dihydr... 190 C10H604 004923-55-1 17
-Ethylthio-5-chloro-pyrimidin-4... 190 C6H7C1N20S 106146-79-6 12

uih wNnR
NERE NS

Abundance Scan 2577 (18.145 min): BM029058.D\data.ms (-2572) (-  m/z 190.00 100.00%

190.0
5000
945 A o —
390 62.9 ‘ 123.0 16"‘5.0 18.00 18.50
e m/z 189.00  90.39%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #53203: 4H-Cyclopenta[deflphenanthrene
190.0
5000 ‘/\/\\/\‘ T
18.00 18.50

94.0 m/z 191.00  32.24%
o 39.0 630 | || 1150137.0 1630
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #53209: Methyl diselenide
93.0 190.0 A{\
LU L)
18.00 18.50
5000 m/z 192.00 24.71%
‘ 160.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52771: 2,2"-Bis(4,5-dimethylimidazole) AR A
420 190.0 18.00 18.50

m/z 94.50  19.56%

5000

m/z--> 20 40 60 80 100 120 140 160 180 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30921\
Data File : BM@29058.D

Acqg On : 09 Mar 2021 22:32
Operator : CG/JU

Sample : M1601-02

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 unknown18.451 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.451 2.37 ng 12638 Phenanthrene-die 17.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
15,16[1',2"']:8,13[1"'"',2""']-Dibenz... 408 C32H24 005672-97-9 43
2 Naphthalene, 2-phenyl- 204 C16H12 000612-94-2 30
3 Tricyclo[8.2.2.2(4,7)]hexadeca-2... 204 C16H12 006572-60-7 30
4 9,10-Bis(bromomethyl)anthracene 362 C1l6H12Br2 034373-96-1 16
5 Naphthalene, 1-phenyl- 204 C16H12 000605-02-7 12
Abundance Scan 2629 (18.451 min): BM029058.D\data.ms (-2623) (-  m/z 204.00 100.00%
204.0
97.1
5000 (\
— :
5#'0 N ‘ 18.50
ob M I w/z 97.18 77.42%
miz--> 50 100 150 200 250 300 350 400
Abundance #215197: 5,16[1',2']:8,13[1",2"]-Dibenzenodibenzo[a,g]cy
204.0
5000
18.50
m/z 202.00 38.09%
oL390, 1919 1520 313.0 408.(
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #64594: Naphthalene, 2-phenyl-
204.0
o by
18.50
5000 m/z 203.10 34.61%
101.0
510, | 1500
ol e e e e e e
m/fz--> 50 100 150 200 250 300 350 400
Abundance #64614: Tricyclo[8.2.2.2(4,7)]hexadeca-2,4,6,8,10,12,13, Co b
204.0 18.50
m/z 57.10 33.31%
5000
101.0
51.0 152.0 ‘
O\H\i‘w‘w“w‘\}‘\H\i“u‘“m“\\H‘HH‘HH‘HH‘H C
m/z--> 50 100 150 200 250 300 350 400 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30921\
Data File : BM@29058.D

Acqg On : 09 Mar 2021 22:32
Operator : CG/JU

Sample : M1601-02

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 2,4,4,6,6,8,8-Heptamethyl-1... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.715 4.57 ng 24378  Phenanthrene-die 17.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 74
2 Pentane, 2,2,4-trimethyl-4-nitro- 159 C8H17NO2 005342-78-9 43
3 Octane, 2-bromo- 192 C8H17Br 000557-35-7 43
4 1-Pentanol, 3-methyl-2-propyl- 144 C9H200 054004-40-9 38
5 Octane, 2-iodo- 240 C8H171I 000557-36-8 37
Abundance Scan 2674 (18.715 min): BM029058.D\data.ms (-2669) (- m/z 57.05 100.00%
57.0
5000 113.1
83.0 — -
“ ‘ ‘ 169.1 208.0 18.50 19.00
0 H‘_m‘,uHwHuWM‘m_‘H_Hww_wmu‘w m/z 113.10 41.58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57.0
5000 e —
18.50 19.00
113.0 m/z 97.05 38.54%
83.0
0 e oo ) 1870 1680
\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30652: Pentane, 2,2,4-trimethyl-4-nitro-
57.0
e P
18.50 19.00
5000 30.0 m/z 55.00 31.53%
97.0
oL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54934: Octane, 2-bromo- T ——
57.0 18.50 19.00
m/z 41.00 19.61%
s000{ 280
113.0
0 ‘\ | 830 135.0 192.0
‘,““““ P P
m/z--> 20 40 60 80 100 120 140 160 180 200 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30921\
Data File : BM@29058.D

Acqg On : 09 Mar 2021 22:32
Operator : CG/JU

Sample : M1601-02

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 9,10-Dimethylanthracene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.874 2.74 ng 14629  Phenanthrene-die 17.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 93
2 Phenanthrene, 2,5-dimethyl- 206 Cl6H14 003674-66-6 91
3 Anthracene, 1,4-dimethyl- 206 Cl6H14 000781-92-0 90
4 Phenanthrene, 2,7-dimethyl- 206 C1l6H14 001576-69-8 90
5 Phenanthrene, 2,3-dimethyl- 206 C1l6H14 003674-65-5 87
Abundance Scan 2701 (18.874 min): BM029058.D\data.ms (-2696) (-  m/z 206.00 100.00%
206.0
5000 M
. T
57.0 99.0 : “ 18.50 19.00
L

‘H“H‘W“L‘«H‘ALeWH“_‘H‘Jﬂ“«‘m_“w‘lw m/z 191.00  51.41%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66249: 9,10-Dimethylanthracene
206.0
L] | Ay

o

5000
18.50 19.00
m/z 189.00 32.36%
51150 390 630 890 1270 1650 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66257: Phenanthrene, 2,5-dimethyl-
o I Lk
LI
18.50 19.00
5000 m/z 205.10 25.73%
101.0 ‘
76.0 165.0
.20 510 780 | 13000 | |
miz--> 20 40 60 80 100 120 140 160 180 200 ﬂ n ﬂ h nnn
Abundance #66250: Anthracene, 1,4-dimethyl- ——
206.0 18.50 19.00
m/z 207.00 19.75%
5000 WMwaMJmJVMWwwWVMW
89.0
390 630 | 1150 1520 1780

— \
m/z--> 20 40 60 80 100 120 140 160 180 200 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30921\
Data File : BM@29058.D

Acqg On : 09 Mar 2021 22:32
Operator : CG/JU

Sample : M1601-02

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 11H-Benzo[b]fluorene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.998 4.58 ng 60235 Chrysene-d12 21.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 96
2 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 93
3 Pyrene, 1-methyl- 216 C17H12 002381-21-7 90
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 87
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 81

Abundance Scan 2892 (19.998 min): BM029058.D\data.ms (-2883) (-  m/z 216.05 100.00%
216.1

5000
Nl

43.1 107.5
83.1 139.0163.0187.0 20.00
01 m/z 215.00 79.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74422: 11H-Benzol[b]fluorene
216.0

I

5000 L
20.00
108.0 ITI/Z 213.00 22.85%
. 570 | 13016301890
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74424: Fluoranthene, 2-methyl-
216.0 ﬂ /\ (W\
T T T ‘ T T t\ T T
20.00
5000 m/z 217.00 17.00%
108.0
o 510 810 m‘ 13001630 1990
e e A RAA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 m ﬂ rh
Abundance #74411: Pyrene, 1-methyl- ‘ M R 4 |
216.0 20.00
m/z 107.50 13.07%
5000
95.0 189.0
140 39.0 630 | 1220 1630 | A A A

o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30921\
Data File : BM@29058.D

Acqg On : 09 Mar 2021 22:32
Operator : CG/JU

Sample : M1601-02

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Pyrene, 1-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.339 2.09 ng 27510 Chrysene-d12 21.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 87
2 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 76
3 Pyrene, 2-methyl- 216 C17H12 003442-78-2 64
4 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 59
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 58

Abundance Scan 2950 (20.339 min): BM029058.D\data.ms (-2946) (-  m/z 216.05 100.00%

216.1
5000 /b\
55‘1 } 175. o‘ ‘ 2711 20.00 20,50
O m‘u‘w‘uAM‘”w‘wl‘”‘“““lJMH‘!”_‘me _‘!M‘!W‘w“m m/z 215.00  81.68%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #74412: Pyrene, 1-methyl-
216.0
5000 M\M
20. OO 20 50
94.0 m/z 189.00 21.87%
0270 630 “ l122.0150.0 1870 ‘H
’\\H‘HH‘HH‘HH‘HH‘HH‘H\\‘HH‘HH‘\H ‘HH‘HH‘HH‘H\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #74425: Fluoranthene, 2-methyl-
216.0
20. OO 20 50
5000 m/z 217.00  18.93%
108.0
ol 390 740 | 1500 1870 I
P pres et bt e e e el e oo
m/z--> 20 40 60 80 100120140160180200220240260280 N\ﬂ
Abundance #74413: Pyrene, 2-methyl- i
216.0 20.00 20.50
m/z 213.00 18.41%
5000 95.0
030 L 1500 1970 | [ i Lonf
m/z--> 20 40 60 80 100120140160180200220240260280 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30921\
Data File : BM@29058.D

Acqg On : 09 Mar 2021 22:32
Operator : CG/JU

Sample : M1601-02

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Trifluoroacetoxy hexadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.974 8.84 ng 116281 Chrysene-d12 21.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
2 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 93
3 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
5 Cyclohexadecane 224 C16H32 000295-65-8 91

Abundance Scan 3058 (20.974 min): BM029058.D\data.ms (-3054) (-  m/z 43.10 100.00%

43.1
5000
226.0
—
| H‘ ||| 169.0 281.9 21.00
Ol R R P b PRS0 m/z 57.18  95.58%
miz--> 50 100 150 200 250 300 350 400
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
5000 LN
11.0 21.00
m/z 55.05  83.40%
m/z--> 50 100 150 200 250 300 350 400
Abundance #224102: Heptafluorobutyric acid, hexadecyl ester
57.0
—
21.00
m/z 41.00 63.11%
5000 11.0
2240
ol UL 0 200200 o,
m/z--> 50 100 150 200 250 300 350 400
Abundance  #220103: Heptafluorobutyric acid, pentadecyl ester T
57.0 21.00
m/z 83.05 62.79%
5000
‘ 169.0
0 m\mu Ll 0 4060 i
m/z--> 50 100 150 200 250 300 350 400 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30921\
Data File : BM@29058.D

Acqg On : 09 Mar 2021 22:32
Operator : CG/JU

Sample : M1601-02

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 unknown21.403 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.403 2.87 ng 37710 Chrysene-d12 21.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,3,5-Triazine-2(1H)-thione, 4-(... 227 C9H17N5S 023613-02-7 43
2 Hexadecane 226 C16H34 000544-76-3 30
3 Anthacene, 1,2,3,4,6,7,8,9-octah... 228 C17H24 1000214-19-9 25
4 3,3,7,7-Tetramethyl-1,5-diazabic... 228 C10H16N2S2 096594-28-4 18
5 9-(Dicyanomethylene)fluorene 228 C16H8N2 001989-32-8 18

Abundance Scan 3131 (21.403 min): BM029058.D\data.ms (-3127) (-  m/z 228.05 100.00%

57.0 228.1
5000 1131
A N
155.1 21.50
oL— \“h ‘\‘h‘ “““““h““”“““\“"1 o L \‘\%9\2?‘@} Ll \%?5‘9 e ‘3‘4‘1-" m/z 57.05 86.76%
miz--> 50 100 150 200 250 300
Abundance #83757: 1,3,5-Triazine-2(1H)-thione, 4-(diethylamino)-6-(i
43.0 227.0
155.0
5000 LR
113. 21.50
m/z 227.10  79.76%

0! - ‘\‘ e R
m/z--> 50 100 150 200 250 300
Abundance #83026: Hexadecane f\/\m
57.0
‘ e’ V'

21.50
5000 ITI/Z 43.05 67 .89%
99.0
226.0
oiso L | |4 ] 1410m0 2200
m/z--> 50 100 150 200 250 300
Abundance #84648: Anthacene, 1,2,3,4,6,7,8,9-octahydro-2,2,5-trime T
43.0 21.50
228.0 m/z 226.80 61.51%
5000
| 950 143.0 186.0 ‘ Aj\
0t “““w “1 A \H‘ \‘\ ‘“} \“““‘“‘w 4t w“w “i w“‘ w“‘} L L L I L B L —
m/z--> 50 100 150 200 250 300 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30921\
Data File : BM@29058.D

Acqg On : 09 Mar 2021 22:32
Operator : CG/JU

Sample : M1601-02

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 10 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.262 2.53 ng 33322 Chrysene-d12 21.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 86
2 Octadecane 254 C18H38 000593-45-3 70
3 Heptadecane 240 C17H36 000629-78-7 64
4 Octacosane 394 (C28H58 000630-02-4 64
5 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 62

Abundance Scan 3277 (22.262 min): BM029058.D\data.ms (-3274) - m/z 57.10 100.00%
57.1

5000 W
99.0 — —
‘ ‘ ‘ o 183.0 2410 22.00 22.50
ob— ‘h‘ L n‘m hm\m um\ Ll g Il \\\\\‘\2‘8‘2‘0 ‘ ‘3‘4‘1-‘ m/z 43.10 85.57%
m/z--> 50 100 150 200 250 300
Abundance #129492: Eicosane
57.0
5000 T ——
22.00 22.50
m/z 71.10 51.76%
O h H\ \h M‘ \\ :\L41 0 183 O 2250 282.0
\\\\‘ \\\\\\\\‘\\\\‘\\\\‘\\\\
m/z--> 100 150 200 250 300
Abundance #105885: Octadecane
57.0
— —
22.00 22.50
5000 ITI/Z 85.10 43.79%
99.0
L h || || 1410 1830  254.0
o ‘ e B T
m/z--> 100 150 200 250 300
Abundance #94346: Heptadecane T —
57.0 22.00 22.50
m/z 41.00 26.80%
5000 W
99.0
osd 1) om0 200
m/z--> 50 100 150 200 250 300 22.00 22.50
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30921\

BM029058.D

: 09 Mar 2021 22:32
: CG/JU
: M1601-02

: 14  Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L
tion 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

11 Benzo[e]pyrene

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
23.227 5.46 ng 37070 Perylene-di2 23.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 97
2 Benzo[j]fluoranthene 252 C20H12 000205-82-3 94
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 94
4 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 93
5 Perylene 252 C20H12 000198-55-0 93

Abundance Scan 3441 (23.227 min): BM029058.D\data.ms (-3439) (-  m/z 252.10 100.00%
252.1
5000
126.0 oa 0 paEn
23.00 23.50
73.0 193.0 291.0 356.!
ol— “wu‘w“u”w“ e m/z 250.05  26.25%
miz--> 50 100 150 200 250 300 350
Abundance #104217: Benzol[e]pyrene
252.0
5000 et saLe
23.00 23.50
m/z 253.10 19.84%
125.0
0.39.0 830 L 2000, |
\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #104223: Benzo[jlfluoranthene
252.0
— —
23.00 23.50
5000 m/z 125.95 14.57%
126.0
0. 510 87.0 HM 163.0200.0 ,
Bk o ki man
miz--> 50 100 150 200 250 300 350
Abundance #104226: Benzo[Kk]fluoranthene T —
252.0 23.00 23.50
m/z 251.05 13.02%
5000
126.0
0,390 840 u\d 163.02000
—— e e e e e ——
m/z--> 50 100 150 200 250 300 350 23.00 23.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@30921\
Data File : BM@29058.D

Acqg On : 09 Mar 2021 22:32
Operator : CG/JU

Sample : M1601-02

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@22321.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|
Pentadecanoic acid 17.974 12.2 ng 65094 4 17.080 106747 20.0
4H-Cyclopenta[d... 18.145 5.7 ng 30214 4 17.080 106747 20.0
unknown18.451 18.451 2.4 ng 12638 4 17.080 106747 20.0
2,4,4,6,6,8,8-H... 18.715 4.6 ng 24378 4 17.080 106747 20.0
9,10-Dimethylan... 18.874 2.7 ng 14629 4 17.080 106747 20.0
11H-Benzo[b]flu... 19.998 4.6 ng 60235 5 21.256 263051 20.0
Pyrene, 1-methyl- 20.339 2.1 ng 27510 5 21.256 263051 20.0
Trifluoroacetox... 20.974 8.8 ng 116281 5 21.256 263051 20.0
unknown21.403 21.403 2.9 ng 37710 5 21.256 263051 20.0
Eicosane 22.262 2.5 ng 33322 5 21.256 263051 20.0
Benzo[e]pyrene 23.227 5.5 ng 37070 6 23.415 135691 20.0
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