LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020723\
Data File : BG@56570.D

Acq On : 7 Feb 2023 16:40
Operator : CG/JU

Sample : 01463-12

Misc :

ALS vial : 8 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-BG012723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO56570.D\data.ms

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

# min scan scan scan TY height area % max. total
1 5.363 336 343 350 rBV 119006 180892 7.01% 1.477%
2 5.791 419 426 437 rBV 470922 764183 29.62% 6.241%
3 7.419 694 703 714 rBV 476689 818951 31.74% 6.689%
4 8.271 841 848 854 rBB 116131 195390 7.57% 1.596%
5 9.446 1040 1048 1056 rBV 278372 500014 19.38% 4.084%
6 11.102 1322 1330 1338 rBV 156439 283516 10.99%  2.316%
7 13.511 1733 1740 1747 rBV 1108547 1685537 65.32% 13.767%
8 14.886 1968 1974 1981 rVB 296525 457406 17.73%  3.736%
9 16.226 2196 2202 2208 rBV 45431 66500 2.58% 0.543%
10 16.373 2220 2227 2235 rBV 804909 1185216 45.93% 9.680%
11 17.630 2432 2441 2445 rBV 389130 588133 22.79% 4.804%
12 17.671 2445 2448 2453 rVB 69614 96592 3.74% 0.789%
13 18.476 2579 2585 2592 rBV3 62721 114446 4.44% 0.935%
14 18.547 2592 2597 2603 rVB2 21805 35245 1.37% 0.288%
15 18.694 2615 2622 2625 rBV2 22597 39818 1.54% ©.325%
16 19.663 2781 2787 2792 rBV 186363 253085 9.81% 2.067%
17 19.986 2838 2842 2844 rBV2 23008 33201  1.29% 0.271%
18 20.021 2844 2848 2854 rVB 169365 232893 9.03% 1.902%
19 20.204 2873 2879 2885 rBV 2038593 2580370 100.00% 21.075%
20 20.345 2897 2903 2908 rVB5 14831 34920 1.35% 0.285%
21 20.503 2928 2930 2935 rVB2 27200 33837 1.31% 276%

22 21.490 3094 3098 3109 rvVB3 67592 135476 5.25%
23 21.913 3162 3170 3176 rBV3 387282 790764 30.65%
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24 21.966 3176 3179 3185 rVB 65563 97195 3.77% 794%

25 23.629 3457 3462 3467 rVB 48063 85343 3.31% 697%

26 24.240 3561 3566 3576 rBV 45028 149153 5.78% 1.218%

27 25.016 3694 3698 3705 rVB2 30388 68819 2.67% 0.562%

28 25.168 3719 3724 3736 rVB 52916 152014 5.89% 1.242%

29 25.339 3744 3753 3761 rVB2 210236 584796 22.66% 4.776%
Sum of corrected areas: 12243705
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020723\
Data File : BGO56570.D

Acq On : 7 Feb 2023 16:40
Operator : CG/JU

Sample : 01463-12

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG056570.D\data.ms
2000000
1500000
1000000
500000 5.791 7.419
9.446
5.303 8.271 11.102
O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 350 4.00 450 500 550 6.00 650 7.00 7.50 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG056570.D\data.ms
2000000 20.204
1500000
13.511
1000000
16.373
500000 17.630 21.913
14.886 19,6620
. .021
21.4
16.2 17671 1 4 19. 261503 9021366
O B o B L L A e o o A L L B B e B LA LA e e B A R R B
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: BG056570.D\data.ms
2000000
1500000
1000000
500000
25.339
23.629 24.240 25251
O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\
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\BG020723\
Data File : BGO56570.D

Acq On : 7 Feb 2023 16:40
Operator : CG/JU

Sample : 01463-12

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.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 1
R.T. EstConc Area Relative to ISTD R.T.
5.303 18.52 ng 180892  1,4-Dichlorobenzene-d4 8.271

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 3-Heptanol, 4-methyl- 130 C8H180 014979-39-6 28
3 Guanidine 59 CH5N3 000113-00-8 25
4 6-Nitrohexan-2-ol 147 C6H13NO3 062224-53-7 25
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 25
Abundance Scan 343 (5.303 min): BG056570.D\data.ms (-336) (-) m/z 59.00 100.00%
59.0
43.0
101.0
5000
R RREEEE R
83.0 5.00 5.20 5.40 5.60
Obrrrrrreprrrrpretilie bbb b m/z 43.00 80.80%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 UL L R R I I |
5.00 5.20 5.40 5.60
101.0 m/z 101.00  65.04%
0 29\0 Ly m‘ 83\0 |
H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15705: 3-Heptanol, 4-methyl-
59.0
A REaEE
5.00 5.20 5.40 5.60
5000 m/z 58.00 20.18%
27.0 41.0
83.0 101.0
o130 U 1] L P s o0
e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #296: Guanidine R
43.0 59.0 5.00 5.20 5.40 5.60
m/z 41.00 9.85%
5000 18.0
o —— SNREBENE S SESSUNSN
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020723\
Data File : BGO56570.D

Acq On : 7 Feb 2023 16:40
Operator : CG/JU

Sample : 01463-12

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.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 Benzophenone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.226 2.91 ng 66500  Acenaphthene-d1e0 14.886
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 95
2 1,1'-Biphenyl, 3,4'-dimethyl- 182 C14H14 007383-90-6 46
3 2,4,6-Trimethoxytoluene 182 C10H1403 014107-97-2 43
4 9H-Pyrido[3,4-b]indole, 1-methyl- 182 C12H1ON2 000486-84-0 43
5 3,3'-Dimethylbiphenyl 182 C14Hi4 000612-75-9 43
Abundance Scan 2202 (16.226 min): BG056570.D\data.ms (-2196) (- | m/z 105.00 100.00%
105.0
182.0
77.0
5000
>0 16.00 16.50
152.1 : :
0 HwHH_mw‘mmHH_‘H“1‘2%9_”‘_‘”““” m/z 182.00  76.61%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 e P
16.00 16.50
510 m/z 77.00  60.36%
oL 210 L | 1260 1520
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #57018: 1,1'-Biphenyl, 3,4'-dimethyl-
182.0
T ‘ T T /\\ ‘ T
16.00 16.50
5000 m/z 51.00 17.81%
39.0 630 89\\0 1130 of0 ‘
[ A o | St
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56416: 2,4,6-Trimethoxytoluene —— it —
182.0 16.00 16.50
m/z 181.10 17.49%
5000 151.0
121.0
53.0 77.0
A ATV IS O B T
m/z--> 20 60 80 100 120 140 160 180 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020723\
Data File : BGO56570.D

Acq On : 7 Feb 2023 16:40
Operator : CG/JU

Sample : 01463-12

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.476 3.89 ng 114446  Phenanthrene-di0 17.630
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 46
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 46
4 n-Decanoic acid 172 C10H2002 000334-48-5 42
5 Tridecanoic acid 214 C13H2602 000638-53-9 38

Abundance Scan 2585 (18.476 min): BG056570.D\data.ms (-2579) (-~ | m/z 72.95 100.00%

73.0
5000 .
43.0 :
. vv‘.mA mr\/\\m

L 1650
Il

0 ‘H‘MH“HW m/z 60.00 50.55%
m/z--> 20 40 60 80 100120140160180200220240 260280
Abundance #143511: n-Hexadecanoic acid
73.0
43.0 129.0 256.0 . 5
A M AL
5000 213.0 18.‘50

15701850 m/z 213.10  45.51%

’\‘\‘H“‘i‘\\”\”‘\ ‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126203: Pentadecanoic acid
43.0 730

o

18.50
5000 129.0 m/z 55.00 40.58%
199.0 242.0
157. 0
oh ‘W“H‘H(‘m“\h\‘}“u‘\” ‘ m
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109284: Tetradecanoic acid osteprng

73.0 18 50

m/z 129.00  36.65%

129.0
5000, 43.0
185.0 228.0
.0
0 L % \'M L | Ty

m/z--> 20 40 60 80 100120140160180200220240260280 1&50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020723\
Data File : BGO56570.D

Acq On : 7 Feb 2023 16:40
Operator : CG/JU

Sample : 01463-12

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.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 Cyclohexane, 1,2-dimethyl-3... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.490 3.43 ng 135476  Chrysene-d12 21.913
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, 1,2-dimethyl-3-pent... 224 C16H32 062376-17-4 53
2 2-Thiopheneacetic acid, 6-ethyl-... 282 C16H2602S 1000278-92-3 38
3 Cyclopentane, (2-methylbutyl)- 140 CleH20 053366-38-4 35
4 1-Docosanol, methyl ether 340 C23H480 1000333-91-9 27
5 2-Thiopheneacetic acid, 3,5-dime... 252 C14H2002S 1000278-92-2 25
Abundance Scan 3098 (21.490 min): BG056570.D\data.ms (-3094) (- | m/z 83.00 100.00%
83.0
2000 J‘M}M
5
155.1 228.9 .
0 HNWMMAWWWUMNMMMMM%WT%ﬁﬁ€J§4ﬁ%"ﬁ¥§?w4?97 m/z 97.00 90.29%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #104615: Cyclohexane, 1,2-dimethyl-3-pentyl-4-propyl-
97.0
5000 4 1
153.0 21.50
m/z 69.60  77.12%
0 \“\‘\[l‘\‘!w“r“‘!l\\‘\“\\\‘\‘2\2\‘4\.9‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #175827: 2-Thiopheneacetic acid, 6-ethyl-3-octyl ester
97.0
——
21.50
5000 m/z 71.10 61.26%
43.
282.0
LY PO L R S
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #20729: Cyclopentane, (2-methylbutyl)- ——
69.0 21.50
m/z 57.00 49.50%
- WWMM
ARIHINETY |
m/z--> 50 100 150 200 250 300 350 400 450 21.50
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020723\

BGO56570.D
7 Feb 2023 16:40
: CG/JU
: 01463-12
: 8 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG012723.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4,8,12-Tetradecatrienal, 5,... Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T.
23.629 2.92 ng 85343 Perylene-d12 25.339
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 81
2 Supraene 410 C30H50 007683-64-9 78
3 Farnesol (E), methyl ether 236 C16H280 1000352-67-3 72
4 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 72
5 2,6,10-Dodecatrien-1-0l1, 3,7,11-... 264 C17H2802 004128-17-0 53

Abundance Scan 3462 (23.629 min): BG056570.D\data.ms (-3457) (- | m/z 69.00 100.00%
69.0
2350 2400
ol ‘M b ‘L‘ ““ b 2129 20008260 4011 g1 a0 4s.05%
m/z--> 100 150 200 250 300 350 400
Abundance #133568: 4,8,12-Tetradecatrienal, 5,9,13-trimethyl-
69.0
5000 — —
23.50 24.00
136.0 m/z 41.00 15.32%
p
O_\7“\' H “‘\‘ M ‘\‘\“\H‘\ ‘\‘“\“\ ’ \ T \2\95\\0\2\4?\0\ T ‘ L ‘ T T 1T ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
—— —
23.50 24.00
5000 ITI/Z 95.00 12.32%
137.0
o270y 1010 2730 3410 410
R T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #118839: Farnesol (E), methyl ether 7 —
69.0 23.50 24.00
m/z 137.00 11.84%
5000
‘ ‘ ‘ ‘ 191.0 236.0
o4y, MMM,‘u‘wmw_ww_‘ AR
m/z--> 50 100 150 200 250 300 350 400 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020723\
Data File : BG@56570.D

Acq On 7 Feb 2023 16:40

Operator : CG/JU

Sample : 01463-12

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.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 Perylene Concentration Rank 6
R.T EstConc Area Relative to ISTD R.T.
25.016 2.35 ng 68819  Perylene-d12 25.339
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Perylene 252 C20H12 000198-55-0 58
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 53
3 Benzo[a]pyrene 252 C20H12 000050-32-8 53
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 52
5 1-Phenyl-3-(4-methoxyphenyl)-2-p... 252 C16H16N20 003314-43-0 52
Abundance Scan 3698 (25.016 min): BG056570.D\data.ms (-3694) (- | m/z 252.00 100.00%
252.0
5000 \%W
‘ s
126.0 207.0 .
8 U 1679 | 303.1 357. 25.00 .
Ottt b S e bt e e m/z 250.00 36.54%
m/z--> 50 100 150 200 250 300 350
Abundance #138553: Perylene
252.0
5000 SAl w/\w
25.00
m/z 253.00 21.99%
126.0
ol 730 | 2000 |
\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\’\
miz--> 50 100 150 200 250 300 350
Abundance #138565: Benzo[K]fluoranthene
252.0
T \
25.00
5000 ITI/Z 207.00 12.64%
126.0
@0 |
0
m/z--> 50 100 150 200 250 300 350
Abundance #138557: Benzo[a]pyrene T ‘
252.0 25.00
m/z 125.95 9.96%
5000
126.0
oo w0 | o |
m/z--> 50 100 150 200 250 300 350 25.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020723\
Data File : BG@56570.D

Acq On : 7 Feb 2023 16:40
Operator : CG/JU

Sample : 01463-12

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.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-... 5.303 18.5 ng 180892 1 8.271 195390 20.0
Benzophenone 16.226 2.9 ng 66500 3 14.886 457406 20.0
n-Hexadecanoic ... 18.476 3.9 ng 114446 4 17.630 588133 20.0
Cyclohexane, 1,... 21.490 3.4 ng 135476 5 21.913 790764 20.0
4,8,12-Tetradec... 23.629 2.9 ng 85343 6 25.339 584796 20.0
Perylene 25.016 2.4 ng 68819 6 25.339 584796 20.0
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