LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111722\
Data File : BG@55679.D

Acqg On : 18 Nov 2022 00:07
Operator : CG/JU

Sample : N5607-01

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_ G\Methods\8270-BG111622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55679.D\data.ms

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

# min scan scan scan TY height area % max. total
1 5.308 337 344 352 rBV 94865 151177 9.01% 1.010%
2 5.784 418 425 435 rBV 609440 1038588 61.91% 6.939%
3 7.400 692 700 712 rBV 640804 1100945 65.63% 7.356%
4 8.252 838 845 852 rBV 189100 323509 19.28% 2.162%
5 9.427 1036 1045 1054 rBV 384919 697387 41.57% 4.660%
6 10.485 1216 1225 1233 rVB 72500 127367 7.59% 0.851%
7 10.825 1277 1283 1294 rBV 39554 73545  4.38% 0.491%
8 11.084 1319 1327 1334 rBV 253008 462550 27.57% 3.091%
9 13.499 1730 1738 1747 rVB 942879 1480445 88.25% 9.892%
10 14.497 1903 1908 1917 rVB4 8270 17386 1.04% 0.116%
11 14.603 1920 1926 1935 rBV 9646 19781 1.18% 0.132%
12 14.874 1963 1972 1979 rBV 399337 621024 37.02% 4.149%
13 15.643 2098 2103 2108 rBV4 9092 20469 1.22% 0.137%
14 16.354 2218 2224 2231 rBV 763499 1179509 70.31% 7.881%
15 16.906 2313 2318 2323 rBV 28341 46783  2.79% ©0.313%
16 17.335 2387 2391 2394 rBV3 13824 18368 1.09% 0.123%
17 17.476 2411 2415 2422 rBV4 33460 60127 3.58% 0.402%
18 17.541 2422 2426 2432 rVW5 18055 26190 1.56% ©0.175%
19 17.617 2433 2439 2443 rVWV 464180 716878 42.73% 4.790%
20 17.658 2443 2446 2452 rVB 103973 146446 8.73% 0.979%
21 17.752 2457 2462 2465 rBV 25663 34889 2.08% 0.233%
22 18.076 2514 2517 2522 rBV6 9997 17571 1.05% 0.117%
23 18.205 2533 2539 2544 rBV3 15540 36674 2.19% 0.245%
24 18.252 2544 2547 2551 rVB3 13687 17212 1.03% 0.115%
25 18.358 2559 2565 2571 rBV5 26713 64284 3.83% 0.430%
26 18.416 2571 2575 2580 rVWW2 42110 60818 3.63%  0.406%
27 18.475 2580 2585 2591 rvv2 249583 391590 23.34% 2.616%
28 18.534 2592 2595 2603 rVB2 62250 96277 5.74% 0.643%
29 18.616 2605 2609 2613 rBV 17377 24150 1.44% 0.161%
30 18.675 2614 2619 2623 rBV3 57975 111327 6.64% 0.744%
31 18.716 2623 2626 2630 rVB 35784 51223 3.05% 0.342%
32 18.769 2630 2635 2642 rBV6 47861 94261 5.62% 0.630%
33 18.875 2649 2653 2659 rVB5 12828 23664 1.41% 0.158%
34 18.975 2666 2670 2674 rBV 32179 45567 2.72% ©.304%
35 19.016 2674 2677 2683 rVv4 24197 39762 2.37% 0.266%
36 19.392 2736 2741 2745 rBV 71675 118490 7.06% 0.792%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111722\
Data File : BG@55679.D

Acqg On : 18 Nov 2022 00:07
Operator : CG/JU

Sample : N5607-01

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_ G\Methods\8270-BG111622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 19.533 2761 2765 2769 rBvV2 30549 57423 3.42% 0.384%
38 19.656 2781 2786 2792 rVB 315663 465649 27.76%  3.111%
39 19.733 2796 2799 2807 rVB3 96859 144763 8.63% 0.967%
40 20.015 2843 2847 2854 rVB 337259 510553 30.43% 3.411%
41 20.203 2874 2879 2884 rBV 1325823 1677611 100.00% 11.209%
42 20.802 2978 2981 2985 rBvV2 54419 69032 4.11% 0.461%
43 21.519 3099 3103 3108 rBv2 125341 186589 11.12% 1.247%
44 21.771 3142 3146 3154 rVB 261208 363028 21.64% 2.426%
45 21.912 3162 3170 3175 rBV2 487780 1148085 68.44% 7.671%
46 21.965 3176 3179 3187 rVB 192722 296348 17.66% 1.980%

47 25.338 3746 3753 3762 rBV3 179770 491010 29.27%  3.281%

Sum of corrected areas: 14966324
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111722\
Data File : BG@55679.D

Acq On : 18 Nov 2022 00:07
Operator : CG/JU

Sample : N5607-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG055679.D\data.ms
1400000

1200000
1000000

800000

7.400
600000 5784

400000 9.427
11.084
200000 rk 8.252

5.308 }\ 107\1% -

o\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ i L B L B B B

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG055679.D\data.ms
1400000

20.203
1200000
10000001 13.499
800000 16.354
600000

400000 14.874

200000

144%D3 15.643 16.9061 7.¥24%:

e e

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: BG055679.D\data.ms
1400000

1200000
1000000
800000

600000
25.338

- WM\JW
200000
O T ‘ T 1T ‘ T 1T ‘ T 1T ‘ T 1T ‘ T 1T ‘ T 1T ‘ L ‘ T 1T ‘ T 1T ‘ L ‘ T 1T ‘ T 1T ‘ L ‘ T 1T ‘ T 1T ‘ T 1T ‘ T 1T ‘ T 1T ‘ L T

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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111722\
Data File : BG@55679.D

Acq On : 18 Nov 2022 00:07
Operator : CG/JU

Sample : N5607-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.308 9.35 ng 151177  1,4-Dichlorobenzene-d4 8.252

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
Abundance Scan 344 (5.308 min): BG055679.D\data.ms (-337) (-) m/z 43.00 100.00%
43.0
59.0
5000
1010 T T T rrrrrir]
5.00 5.20 5.40 5.60
| ‘\ | 83.0 9
-yt m/z 59.00 56.63%
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL L L IR BRI
59.0 5.00 5.20 5.40 5.60
m/z 101.00 17.90%
15.0 101.0
‘ wl ol | 83.0 !
O\\\\‘\\\\‘1\\‘\‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz—-> 20 40 60 80 100 120 140
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
R AAREEMERE T
5.00 5.20 5.40 5.60
5000 41.0 m/z 58.00 15.76%
| LT
sl bl L 1
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R EAmmaTE T
59.0 5.00 5.20 5.40 5.60
m/z 41.05 8.84%
5000 41.0
126.0
oMl L 128040
m/z--> 20 40 60 80 100 120 140 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111722\
Data File : BG@55679.D

Acq On : 18 Nov 2022 00:07
Operator : CG/JU

Sample : N5607-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 (+4)-2-Bornanone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.485 5.51 ng 127367 Naphthalene-d8 11.084
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 (+)-2-Bornanone 152 C10H160 000464-49-3 97
2 Camphor 152 C10H160 000076-22-2 97
3 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C10H160 000464-48-2 78
4 Bicyclo[3.1.0]hexan-2-one, 4-met... 152 C1@H160 002506-61-8 46
5 2-Butanone, 4-(5-methyl-2-furanyl)- 152 C9H1202 013679-56-6 43
Abundance Scan 1225 (10.485 min): BG055679.D\data.ms (-1216) (- | m/z 95.00 100.00%
95.0
41.0
5000
69.0
152.1 L —
‘ ‘ ‘ ‘ 119.0 10.50
OF el el A 90 L myz 8110 6e.90%
miz--> 20 40 60 80 100 120 140
Abundance #29108: (+)-2-Bornanone
95.0
5000 41.0 T
69.0 152.0 10.50
m/z 41.00 54.39%
O \1\5\.9\‘\‘\ \“’“\ \‘\“i ’ \‘H‘\ \HU} \‘\‘ !“ T \‘\ \1‘2\4.\0\ \“ T \‘\ ‘
miz—-> 20 40 60 80 100 120 140
Abundance #29050: Camphor
41.0 95.0
10.50
m/z 55.00 39.64%
5000 69.0 /
152.0
A T Y =7
m/z--> 20 40 60 80 100 120 140
Abundance #29381: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S
95.0 10.50
m/z 108.10 37.76%
69.0
5000
152.0
. o
NI 4 /0 - LI I
m/z--> 20 40 60 80 100 120 140 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111722\
Data File : BG@55679.D

Acq On : 18 Nov 2022 00:07
Operator : CG/JU

Sample : N5607-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.825 3.18 ng 73545  Naphthalene-d8 11.084
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Di-sec-Butyl ether 130 C8H180 006863-58-7 53
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 50
4 Propanoic acid, 2-(methoxymethoxy)- 134 C5H1004 081327-29-9 47
5 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 45
Abundance Scan 1283 (10.825 min): BG055679.D\data.ms (-1277) (- | m/z 45.00 100.00%
45.0
5000 /L
| ‘ 75"0 1010 131, 1050 11.00
) NSNS | /T ‘lu‘J“‘mgmw””_m m/z 57.10  93.25%
m/z--> 20 40 60 80 100 120 140
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000
29.0 10. 50 11 00
75.0 m/z 41.00 35.82%
0 T \‘H“\‘ T “‘H‘\ \‘! ‘UH\ \‘1“\“ \“\‘ \er(f:‘).\Owlwlwel‘Owlw\?’iz.\o‘ T
miz—-> 20 40 60 80 100 120 140
Abundance #15681: Di-sec-Butyl ether
45.0
10.50 11.00
5000 29.0 m/z 56.00 18.21%
101.0
83.0
0 A fLO YIRS N 2 —
miz--> 20 40 60 80 100 120 140 A
Abundance  #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- NEAN ‘A‘A‘AN
45.0 10.50 11.00
m/z 75.00 15.80%
5000
89.0
29.0
73
OO0 N Y S S L W
m/z--> 20 40 60 80 100 120 140 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111722\
Data File : BG@55679.D

Acq On : 18 Nov 2022 00:07
Operator : CG/JU

Sample : N5607-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.475 10.92 ng 391590  Phenanthrene-di0 17.617
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 58
5 Octanoic acid 144 C8H1602 000124-07-2 46

Abundance Scan 2585 (18.475 min): BG055679.D\data.ms (-2580) (- | m/z 73.00 100.00%

43.0 73.0
5000
129.1
213.1
T

‘ ‘ 157.1185/1 256.1 18.50
‘ il

m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143510: n-Hexadecanoic acid
60.0
T

5000 129.0

’ 157.01g85 213.0  256.0 :
O,
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #92069: Tridecanoic acid
73.0
s

43.0

o

18.50
5000 129.0 m/z 55.00 78.06%
171.0
‘ 214.0
o LA

m/z--> 20 40 60 80 100120140160180200220 240260
Abundance #126199: Pentadecanoic acid —

43.0 73.0 18.50

m/z 57.05 76.42%

5000 129.0
199.0
sol d g ) s L
0 HHH ‘\HHH\H \m Al \ ‘ ‘ :

o204 I Al HH_m_m‘w_m_mwH_Ww_m‘ —
miz--> 20 40 60 80 100120140160 180200220240 260 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111722\
Data File : BG@55679.D

Acq On : 18 Nov 2022 00:07

Operator : CG/JU

Sample : N5607-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Phenanthrene, 2-methyl- Concentration Rank 9

R.T EstConc Area Relative to ISTD R.T.
18.534 2.69 ng 96277  Phenanthrene-d10 17.617
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 95
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 95
3 1H-Indene, 1-phenyl- 192 C15H12 001961-96-2 94
4 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 94
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 90

Abundance Scan 2595 (18.534 min): BG055679.D\data.ms (-2592) (- | m/z 192.00 100.00%
192.0
18.50 |
94.5 .
50.0 148.9 236.1 ¢
e MR s w”‘u‘w“H‘ S0l 228 7 191,05 63.60%
miz--> 50 100 150 200 250
Abundance #67032: Phenanthrene, 2-methyl-
192.0
5000 = :
18.50
m/z 189.00  29.89%
T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #67035: Phenanthrene, 1-methyl-
192.0
T \
18.50
5000 ITI/Z 193.10 15.87%
o270 630 960 1390 | |
e —
miz--> 50 100 150 200 250
Abundance #67017: 1H-Indene, 1-phenyl- T
192.0 18.50
m/z 190.00 14.80%
5000
0280 650 1150 4550 M
e — i
m/z--> 50 100 150 200 250 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111722\
Data File : BG@55679.D

Acq On : 18 Nov 2022 00:07
Operator : CG/JU

Sample : N5607-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Phenanthrene, 1-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.675 3.11 ng 111327  Phenanthrene-di0 17.617
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 83
2 Anthracene, 9-methyl- 192 C15H12 000779-02-2 58
3 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 58
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 58
5 Naphtho[2,3-b]norbornadiene 192 C15H12 107426-38-0 53

Abundance Scan 2619 (18.675 min): BG055679.D\data.ms (-2614) (- | m/z 192.05 100.00%
1

92.1
5000

94.7 = =
62.9 163.0 a1 ) 18.50 19.00
0. 1260 i k02908 7 191,65 68.69%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67043: Phenanthrene, 1-methyl-
192.0
5000 T —
18.50 19.00

m/z 189.00 51.87%

95.0
,280 630 126.0 16ﬁ.0
- \‘H\\‘\\H‘H\\’\\\\‘\H\‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67020: Anthracene, 9-methyl-
192.0

s
18.50 19.00

5000 ITI/Z 189.95 40.92%
96.0
270 630 | 1260 1630 |
e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67041: Phenanthrene, 4-methyl- poasgeni o] I S
192.0 18.50 19.00

m/z 165.00  20.65%

5000
95.0
63.0 125.0 16%0

o e —r— —r—
m/z--> 20 40 60 80 100120140160180200220240260280 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111722\
Data File : BG@55679.D

Acq On : 18 Nov 2022 00:07
Operator : CG/JU

Sample : N5607-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 Ethanone, 1-cyclododecyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.769 2.63 ng 94261  Phenanthrene-d10 17.617
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanone, 1-cyclododecyl- 210 C14H260 028925-00-0 50
2 5-Octadecene, (E)- 252 C18H36 007206-21-5 47
3 5-Ethyl-2-nonen-4-one 168 C11H200 1000374-06-8 45
4 Octyl tetracosyl ether 467 C32H660 1000406-39-0 43
5 Oxalic acid, hexadecyl hexyl ester 398 C24H4604 1010309-25-0 43
Abundance Scan 2635 (18.769 min): BG055679.D\data.ms (-2630) (- | m/z 57.00 100.00%
57.0
20 L\M
97.0 T T ‘ .
149.0 ‘ ‘
184.9 222.9 967.1 326.1 18.50 19.00
ol—l m/z 43.10  91.44%
m/z--> 50 100 150 200 250 300
Abundance #87562: Ethanone, 1-cyclododecyl-
43.0
5000 —r— ——
18.50 19.00
97.0 m/z 55.80 69.31%
‘ H 1520 210.0
Ot } T \““’ ‘HU“‘ ‘\m‘u‘ b ‘“‘ T \“ L B B B B
miz--> 50 100 150 200 250 300
Abundance #138523: 5-Octadecene, (E)-
55.0
—— —
18.50 19.00
5000 97.0 ITI/Z 41.00 62.26%
AERETRRUEC TR TR T
miz--> 50 100 150 200 250 300
Abundance #43344: 5-Ethyl-2-nonen-4-one T —
55.0 18.50 19.00
m/z 71.00 45.79%
5000 139.0
97.0
m/z--> 50 100 150 200 250 300 18.50 19.00
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Quant Title

TIC Library
TIC Integration Parameters:

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111722\

BGO55679.D

: 18 Nov 2022 00:07
: CG/JU
: N5607-01

: 14  Sample Multiplier:

1

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number

19.392

Hit# of 5

3.31 ng

8 Phenanthrene, 2,5-dimethyl-

118490

Tentative ID

Concentration Rank 5

Relative to ISTD R.T.

Phenanthrene-di10

1 Phenanthrene, 2,5-dimethyl-
2 Phenanthrene, 2,3-dimethyl-
3 9,10-Dimethylanthracene

4 Phenanthrene, 1,7-dimethyl-
5 Phenanthrene, 2,7-dimethyl-

206 CleH14
206 CleH14
206 CleH14
206 Cl6H14
206 CleH14

003674-66-6 93
003674-65-5 91
000781-43-1 91
000483-87-4 90
001576-69-8 90

m/z 206.10 100.00%

:

19.00 19.50

m/z 191.05 45.51%

2

19.00 19.50

m/z 205.05  25.70%

1

19.00 19.50

m/z 189.00  25.11%

2

19.00 19.50

m/z 207.00 17.14%

¥

Abundance Scan 2741 (19.392 min): BGO55679 D\data.ms (-2736) (-
206.
5000
89.0
0 4% O‘\ \u \H[h 12\691\_6\\5\ ‘mhh \ 25612931 3410
— b el
m/z--> 50 100 150 200 250 300 350
Abundance #82944: Phenanthrene, 2,5-dimethyl-
206.0
5000
101 o‘
5.
O\\\\‘G\sg“‘h‘\\\\‘\\\“h‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #82943: Phenanthrene, 2,3-dimethyl-
206.0
5000
89.
ol 510, M%%f‘a@*“"’?\ |
m/z--> 50 100 150 200 250 300 350
Abundance #82932: 9,10-Dimethylanthracene
206.0
5000
89.
geasio oSS |
m/z--> 50 100 150 200 250 300 350

“ T
19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111722\
Data File : BG@55679.D

Acq On : 18 Nov 2022 00:07
Operator : CG/JU

Sample : N5607-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.733 4.04 ng 144763 Phenanthrene-d10 17.617
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 74
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74
5 Tridecanoic acid 214 C13H2602 000638-53-9 59

Abundance Scan 2799 (19.733 min): BG055679.D\data.ms (-2796) (- | m/z 73.00 100.00%
73.0

129.0

19.50 20.00
0- m/z 43.05 99.57%

m/z--> 50 100 150 200 250 300 350
Abundance #179090: Octadecanoic acid
43.

5000 — —
129.0 19.50 20.00
3.0 284.0 m/z 60.00 99.11%
‘ ‘ 185 0 2410
O T “\ \“‘H\ “‘h“ \M‘\ b } \‘ ‘ ‘\ \‘ T \ ‘ \ T ‘\ \‘ ‘ T T ‘ T ‘ L ‘ 1
mi/z--> 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
S 5
19.50 20.00
5000 129.0 m/Z 55.00 83.87%
H 171.0 213.0 256.0
— ‘M‘ H“ﬂh“‘\ ‘ﬂ‘\ il ‘\ | “ “ “‘ \‘ “\‘ - “\‘ T
100 150 200 250 300 350

5000

0
m/z-->
Abundance #109281: Tetradecanoic acid —— ——
73.0 19.50 20.00
m/z 57.10  79.74%
5000
129.0
29. 185.0 228.0 WM
0 . ““ ‘M‘\‘H} “ i \‘\u“ “\‘ \‘ — ‘\‘ L L B e e . ‘ . . ‘ .
m/z--> 50 100 150 200 250 300 350 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111722\
Data File : BG@55679.D

Acq On : 18 Nov 2022 00:07
Operator : CG/JU

Sample : N5607-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 1-Docosene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.519 3.25 ng 186589  Chrysene-d12 21.918
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 91
2 Cyclohexadecane 224 C16H32 000295-65-8 60
3 10-Heneicosene (c,t) 294 C21H42 095008-11-0 51
4 Pentadecafluorooctanoic acid, he... 638 C24H33F1502 1000406-04-6 50
5 1-Hexacosene 364 C26H52 018835-33-1 46
Abundance Scan 3103 (21.519 min): BG055679.D\data.ms (-3099) (-~ | m/z 57.05 100.00%
57.0
228.0
5000
11.1 —— :
21.50
7.0 281.0 339.0
R l"' O A 2B0 300351/, 4310 81.56%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209741: 1-Docosene
558.0
5000 —— :
110 21.50
m/z 228.00  79.52%
O \\“f““\“\l‘“\““ “\‘\1\“6\7\\0\‘\\\\‘\\\:\3‘0\8\0\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #104594: Cyclohexadecane
55.0
7 \
21.50
5000 m/z 55.00 77 .85%
11.0
|| 1670 2280
oL WAL L3870 e
m/z--> 50 100 150 200 250 300 350 400
Abundance #192006: 10-Heneicosene (c,t) T
5.0 21.50
m/z 83.10 58.37%
5000
11.0
L
ol bbb 3870 —
m/z--> 50 100 150 200 250 300 350 400 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111722\
Data File : BG@55679.D

Acqg On : 18 Nov 2022 00:07
Operator : CG/JU

Sample : N5607-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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|
2-Pentanone, 4-... 5.308 9.3 ng 151177 1 8.252 323509 20.0
(+)-2-Bornanone 10.485 5.5 ng 127367 2 11.084 462550 20.0
Ethanol, 2-(2-b... 10.825 3.2 ng 73545 2 11.084 462550 20.0
n-Hexadecanoic ... 18.475 10.9 ng 391590 4 17.617 716878 20.0
Phenanthrene, 2... 18.534 2.7 ng 96277 4 17.617 716878 20.0
Phenanthrene, 1... 18.675 3.1 ng 111327 4 17.617 716878 20.0
Ethanone, 1-cyc... 18.769 2.6 ng 94261 4 17.617 716878 20.0
Phenanthrene, 2... 19.392 3.3 ng 118490 4 17.617 716878 20.0
Octadecanoic acid 19.733 4.0 ng 144763 4 17.617 716878 20.0
1-Docosene 21.519 3.3 ng 186589 5 21.918 1148090 20.0
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