LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@10522\
Data File : BP0O@8696.D

Acqg On : 05 Jan 2022 18:35
Operator : CG/JU

Sample : M5342-09

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_ P\Methods\8270E-BP122821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@8696.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.464 414 421 429 rBV 5896584 8692553 16.52% 4.572%
2 7.052 683 691 709 rBV 4801652 8216136 15.61% 4.321%
3 7.881 825 832 841 rBV 1544019 2429932 4.62% 1.278%
4 9.040 1012 1029 1038 rBV 3374699 5702966 10.84%  2.999%
5 10.681 1300 1308 1314 rBV 1819028 3114368 5.92% 1.638%

6 13.140 1719 1726 1753 rBV 7697633 12484018 23.72%
7 14.516 1951 1960 1966 rBV 2022684 3380583 6.42%
8 16.004 2206 2213 2237 rBV 5897176 9177655 17.44%
9 17.263 2421 2427 2431 rBV 2831032 4313309 8.19%
10 17.310 2431 2435 2441 rVV 2529708 3692305 7.02%

P NARO
2]
N
~N
R

11 17.398 2445 2450 2456 rVB 714824 1061535 2
12 18.163 2577 2580 2581 rBV 531008 553347 1
13 18.322 2601 2607 2611 rVV3 646235 1192402 2.27%
14 18.616 2652 2657 2660 rBV 3876051 540003 1
5

POOOO®
[e))
N
N
B

15 19.275 2763 2769 2776 rBV 5989508 7975057 15.15% 194%
16 19.392 2782 2789 2792 rBV2 440550 758788 1.44%  0.399%
17 19.622 2824 2828 2837 rVB 4856565 7101546 13.49%  3.735%

18 19.822 2855 2862 2867 rBV 13451837 17161457 32.61% 9.026%
19 19.945 2877 2883 2889 rBV3 396125 996819 1.89% ©0.524%

20 20.104 2907 2910 2915 rVB 762409 993681 1.89% 0.523%
21 20.204 2924 2927 2931 rBV 437034 526965 1.00% ©.277%
22 20.263 2932 2937 2941 rVV2 476663 776154  1.47%  0.408%
23 20.839 3031 3035 3042 rVB 511065 711358 1.35% ©.374%
24 21.069 3071 3074 3080 rVV3 975073 1649818 3.13% 0.868%
25 21.127 3081 3084 3089 rVB2 533001 718469 1.37% ©.378%

26 21.345 3115 3121 3125 rBV2 5675272 11022999 20.94% 5.797%
27 21.386 3125 3128 3134 rVB 2816303 3592001 6.82% 1.889%
28 21.475 3137 3143 3167 rVV 30286658 52633550 100.00% 27.682%
29 23.039 3403 3409 3414 rBV 2465478 6137228 11.66%  3.228%
30 23.563 3493 3498 3508 rVB 1549548 3163751 6.01% 1.664%

31 23.663 3510 3515 3524 rVB 2210256 4298642 8.17% 2.261%
32 23.774 3528 3534 3540 rBV2 2706259 5369788 10.20% 2.824%

Sum of corrected areas: 190139183
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: @5 Jan 2022 18:35
: CG/IU
: M5342-09

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010522\
BP008696.D

: 14  Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

3e+07

2.5e+07

2e+07

1.5e+07

1le+07

5000000

TIC: BP008696.D\data.ms

464
5.6 7.052

9.040
7.881 10.681

0

Time--> 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance

3e+07

2.5e+07

2e+07

1.5e+07

le+07

5000000

TIC: BP008696.D\data.ms

19.822

13.140
16.004

Lir2860
14.516 398 181%323 616

0

Time-->

Abundance

3e+07

2.5e+07

2e+07

1.5e+07

1le+07

5000000

0

12.00 12,50 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
TIC: BP008696.D\data.ms

21.475
21.345
4
20. {

Time--> 20.50 21.00 2150 22.00 2250 23.00 2350 24.00 24.50 25.00 2550 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_P\Data\BP010522\
Data File : BP0@8696.D

Acqg On : 05 Jan 2022 18:35
Operator : CG/JU

Sample : M5342-09

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.163 2.57 ng 553347  Phenanthrene-d10 17.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 86
4 Octadecanoic acid 284 C18H3602 000057-11-4 81
5 Undecanoic acid 186 C11H2202 000112-37-8 74

Abundance Scan 2580 (18.163 min): BP008696.D\data.ms (-2577) (- m/z 73.00 100.00%

25 . .
5000
213.2
— —
NH 30 \ | o 18.00 18.50
okt \'W“w“‘ ﬂM‘H%H‘_‘?‘Sﬁ‘q““lﬁ?‘ 5070 . m/z 43.00 73.70%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T 1
18.00 18.50
H 213.0 m/z 60.00 72.14%
O\\i“ \l\‘i‘lll“\“\‘\‘\1\\\\\“\\‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid
73.0
—— —
18.00 18.50
5000 ITI/Z 55.00 61.61%
L 228.0
o M“‘mu* \
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92068: Tridecanoic acid T ——
73.0 18.00 18.50
m/z 41.00 60.92%
5000
L 214.0
ol n\u\ i ———
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010522\
Data File : BP0@8696.D

Acqg On : 05 Jan 2022 18:35
Operator : CG/JU

Sample : M5342-09

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 2 4H-Cyclopenta[def]phenanthrene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.322 5.53 ng 1192400  Phenanthrene-d10 17.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 93
2 Carbonic acid, ethyl 2-formyl-4,... 262 C1OH8C1204 1000331-34-4 50
3 Methyl diselenide 190 C2H6Se2 007101-31-7 45
4 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 40
5 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 38

Abundance Scan 2607 (18.322 min): BP008696.D\data.ms (-2601) (-  m/z 190.05 100.00%
190.

90.1
5000
94.5 T U
‘ 18.00 18.50
ol A 2771 355.0412.1474.95383 /7 189.00  94.97%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 — —
94.0 18.00 18.50
: m/z 192.10  47.24%
0BL0, \ )
\\\[\\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #149879: Carbonic acid, ethyl 2-formyl-4,6-dichloropheny
190.0
i s
18.00 18.50
5000 m/z 191.85  39.62%
PO 1330
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64929: Methyl diselenide = T
93.0 190.0 18.00 18.50
m/z 187.00 19.88%
) N\/\j\\#
Ll I
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010522\
Data File : BP0@8696.D

Acqg On : 05 Jan 2022 18:35
Operator : CG/JU

Sample : M5342-09

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 5,16[1',2']:8,13[1'',2"'']-D... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.616 2.50 ng 540003 Phenanthrene-d10 17.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
15,16[1',2"']:8,13[1"'"',2""']-Dibenz... 408 C32H24 005672-97-9 87
2 Naphthalene, 2-phenyl- 204 C16H12 000612-94-2 83
3 9,10-Bis(bromomethyl)anthracene 362 C16H12Br2 034373-96-1 49
4 Naphthalene, 1-phenyl- 204 C16H12 000605-02-7 46
5 1,4-Ethenoanthracene, 1,4-dihydro- 204 C16H12 027765-96-4 46

Abundance Scan 2657 (18.616 min): BP008696.D\data.ms (-2652) (-  m/z 204.10 100.00%

204.1
5000
—— —
43.0 101.0 18.50 19.00
0 o041 S87.0 46085211 /7 202.10  39.01%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #307050: 5,16[1',2']:8,13[1",2"]-Dibenzenodibenzo[a,g]cy
204.0
5000 LE -
18.50 19.00
m/z 203.05 31.50%
o300 00 3130 408.0
\\\\[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80582: Naphthalene, 2-phenyl-
204.0
e —
18.50 19.00
5000 ITI/Z 205.10 17.03%
101.0
0\7’3\9\"0\\H‘\il\Hu\"‘\"m}\m‘\m‘\m,\m‘uu‘mwmw
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #271143: 9,10-Bis(bromomethyl)anthracene T —
204.0 18.50 19.00
m/z 101.00 9.44%
5000
101.0
0 39.0 L J it 28:”3'0 364.0
A R ARa e o R R ARAR R 5 —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010522\
Data File : BP0@8696.D

Acqg On : 05 Jan 2022 18:35
Operator : CG/JU

Sample : M5342-09

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 unknown21.069 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

21.069 2.99 ng 1649820  Chrysene-d12 21.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 41
2 Acetamide, 2-(thiophen-2-yl)-N-m... 323 C19H33NOS 1000421-20-9 40
3 Heptadecafluorononanoic acid, he... 688 C25H33F1702 1000356-03-2 38
4 Cyclopenta[cd]pyrene 226 C18H1e 027208-37-3 30
5 2-Hexadecanol acetate 284 C18H3602 037590-88-8 30

Abundance Scan 3074 (21.069 min): BP008696.D\data.ms (-3071) (- m/z 226.10 100.00%

226.1
57.1
5000 JJL
[

—F——

o_u_Jmﬂ‘fuwﬂwm‘%H_ff’%@:ﬁf‘?ﬂ-‘l“‘WW,W m/z 57.10 67.88%
m/z--> 0 50 100150200250300350400450500550600650
Abundance #104595: Cyclohexadecane

55.0
5000 —— |
21.00
224.0 m/z 43.10 58.10%
9.0 \
O‘\H[HH‘JH\\‘\“\‘WH“\\‘H‘HH‘HH‘HH‘HH‘HH‘\\H‘HH‘HH’HH

m/z--> 0 50 100150200250300350400450500550600650
Abundance #228029: Acetamide, 2-(thiophen-2-yl)-N-methyl-N-dodec

-

57.0
1T I
226.0 21.00
5000 m/z 83.00 54.32%
ol kL1400 3230
A e e e e e e e e e
m/z--> 0 50 100150200250300350400450500550600650

Abundance #348970: Heptadecafluorononanoic acid, hexadecyl estel T ‘
57.0 21.00

m/z 97.10 52.65%

5000 224.0

31.0

(A L 3310 465.0 670.!
O b 2 e —

m/z--> 0 50 100150200250300350400450500550600650 21.00

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010522\
Data File : BP0@8696.D

Acqg On : 05 Jan 2022 18:35
Operator : CG/JU

Sample : M5342-09

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Triphenylphosphine oxide Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.474 95.50 ng 52633600 Chrysene-d12 21.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 96
2 (Carbethoxymethyl)-triphenylphos... 428 C22H22BrO2P 001530-45-6 78
3 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 59
4 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 53
5 3-(3,4-Dichlorophenyl)-2-thioxo-... 277 C9H5C12NOS2 017046-34-3 25

Abundance Scan 3143 (21.475 min): BP008696.D\data.ms (-3137) (- m/z 277.10 100.00%

277.1
5000
199.0
77.0 N
" 1o ‘ H 21.50
O 22| 355.1415.1474.35334  n/7 278.10  42.39%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171172: Triphenylphosphine oxide
277.0
5000 L
21.50
77.0 199.0 m/z 199.00  24.56%
0%479\‘[‘\\“\\‘\\\\‘i‘\\\‘I\U\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #317051: (Carbethoxymethyl)-triphenylphosphonium bror
277.0
=
21.50
5000 ITI/Z 201.05 23.58%
199.0
77.0 \
otsgy Lol ljsme
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y o
7.0 21.50
m/z 183.00 22.38%
5000
7.0 183.0
0 \‘ Ltk ‘l‘ 1 L H o

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010522\
Data File : BP0@8696.D

Acqg On : 05 Jan 2022 18:35
Operator : CG/JU

Sample : M5342-09

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Benzo[e]pyrene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
23.563 11.78 ng 3163750  Perylene-di12 23.774
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 99
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 98
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 94
4 Benzo[a]pyrene 252 C20H12 000050-32-8 94
5 Perylene 252 C20H12 000198-55-0 94
Abundance Scan 3498 (23.563 min): BP008696.D\data.ms (-3493) (- m/z 252.10 100.00%
252.1
o /\J\J
U T
125.0 23.50
ol 670 4l 1871, | 3410 4113 5043 ./ 756.10  29.68%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #138554: Benzo[e]pyrene
252.0
5000 = :
23.50
m/z 253.10  22.95%
125.0
ol 830 | 1870, |
\\‘\\\\‘f\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #138563: BenzolKk]fluoranthene
252.0
U \
23.50
5000 m/z 125.00 11.30%
126.0
0 H“‘H‘Jﬁu“‘u“wul“H“‘H“‘H“‘H““w“‘w‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #138568: Benzol[b]fluoranthene T
252.0 23.50
m/z 251.05 10.02%
5000
126.0
ob-20 b AR e
R I T R P
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010522\
Data File : BP0O@8696.D

Acqg On : 05 Jan 2022 18:35
Operator : CG/JU

Sample : M5342-09

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.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|
n-Hexadecanoic ... 18.163 2.6 ng 553347 4 17.263 4313310 20.0
4H-Cyclopenta[d... 18.322 5.5 ng 1192400 4 17.263 4313310 20.0
5,16[1',2']:8,1... 18.616 2.5 ng 540003 4 17.263 4313310 20.0
unknown21.069 21.069 3.0 ng 1649820 5 21.351 11023000 20.0
Triphenylphosph... 21.474 95.5 ng 52633600 5 21.351 11023000 20.0
Benzo[e]pyrene 23.563 11.8 ng 3163750 6 23.774 5369790 20.0
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