LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111222\
Data File : BGO@55596.D

Acqg On : 12 Nov 2022 19:26
Operator : CG/JU

Sample : N5580-01

Misc :

ALS Vvial : 12 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-BG110922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55596.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.323 3 6 11 rVB 113624 149139 1.87% 0.390%
2 5.321 340 346 361 rVB 212805 354332 4.44% 0.926%
3 5.797 419 427 441 rBV 752934 1276337 16.01% 3.334%
4 7.401 692 700 713 rBV 773158 1364750 17.11% 3.565%
5 8.264 840 847 860 rVB 205924 367447 4.61% 0.960%

6 9.440 1037 1047 1054 rBV 455339 828400 10.39%
7 10.838 1279 1285 1294 rBV 47856 86361 1.08%
8 11.096 1322 1329 1343 rVB 297418 543757  6.82%
9 13.511 1733 1740 1748 rVB 1190658 1838353 23.05%
10 14.886 1966 1974 1981 rBV 461209 718445 9.01%

R AR ON
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N
[
R

11 16.367 2217 2226 2234 rBV 913681 1396434 17.51%
12 17.624 2434 2440 2445 rBV 513698 816375 10.24%
13 17.665 2445 2447 2456 rVB 161647 233391 2.93%
14 18.270 2545 2550 2557 rVB 1253531 1533484 19.23%
15 18.494 2582 2588 2594 rBV2 466074 713952  8.95%

R hoOMNMW
(9]
=
o
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16 18.547 2594 2597 2603 rVB 67144 96463 1.21%
17 18.699 2616 2623 2626 rBv4 83469 176838 2.22% 0.462%
18 19.404 2736 2743 2745 rBV 5984732 7974431 100.00% 20.834%
19 19.434 2745 2748 2757 rVB2 4491162 5995636 75.19% 15.664%
20 19.557 2764 2769 2774 rBV 982310 1122668 14.08%
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R

N
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w
w
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21 19.616 2774 2779 2781 rVWW 741624 1022583 12.82%
22 19.639 2781 2783 2785 rVV 620080 768496  9.64%
23 19.663 2785 2787 2792 rVW 611613 803388 10.07%
24 19.71@ 2793 2795 2799 rVV2 89206 126188 1.58%

OO NNDN
[
O
o]
B

25 19.751 2799 2802 2809 rVB2 195215 254240 3.19% 664%
26 19.904 2824 2828 2837 rVB5 70492 136899 1.72% 0.358%
27 19.986 2838 2842 2844 rVV2 70261 119406 1.50% ©.312%
28 20.027 2844 2849 2856 rVB 485691 719192 9.02% 1.879%
29 20.215 2876 2881 2886 rVB 1683981 2198620 27.57% 5.744%
30 20.509 2927 2931 2940 rVB3 126923 277224  3.48% 0.724%
31 20.609 2945 2948 2951 rBV 73401 92234 1.16% 0.241%
32 20.644 2951 2954 2956 rVwv2 92303 106651 1.34% 0.279%
33 20.679 2957 2960 2967 rVB4 80847 150601 1.89% 0.393%
34 21.531 3102 3105 3110 rVB2 99674 136489 1.71% ©.357%
35 21.696 3131 3133 3138 rVB 84396 100860 1.26% ©.264%

36 21.925 3164 3172 3177 rBV2 559345 1384372 17.36% 3.617%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111222\
Data File : BGO@55596.D

Acqg On : 12 Nov 2022 19:26
Operator : CG/JU

Sample : N5580-01

Misc

ALS Vvial : 12 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-BG110922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 21.972 3177 3186 3189 rVB 241134 421251 5.28% 1.101%
38 24.258 3563 3569 3577 rBV 208963 631867 7.92% 1.651%

39 25.186 3721 3727 3741 rVB 180469 536408 6.73% 1.401%
40 25.356 3749 3756 3767 rBV2 232883 702801 8.81% 1.836%

Sum of corrected areas: 38276763
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111222\
Data File : BG@55596.D

Acqg On : 12 Nov 2022 19:26
Operator : CG/JU

Sample : N5580-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG055596.D\data.ms
6000000

5000000
4000000
3000000

2000000

1000000 5.797 7.401
11.096
323 5.321 A A 8.264 10.838

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

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50

Abundance TIC: BG055596.D\data.ms
6000000 19.404

9.440

5000000
19,434

4000000
3000000

2000000 20.215

13.511 18.270

1000000 16.367 21.925
14.886 17.624 8.494

14@65 18154599 2 NNWNW,WE§§¥@§#EZiWANme_

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: BG055596.D\data.ms
6000000

o

5000000

4000000

3000000

2000000

1000000
24.258 2523356

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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111222\
Data File : BG@55596.D

Acqg On : 12 Nov 2022 19:26
Operator : CG/JU

Sample : N5580-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 Butane, 2-methoxy-2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
3.323 8.12 ng 149139 1,4-Dichlorobenzene-d4 8.270

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
4 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 37
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 32
Abundance Scan 6 (3.323 min): BG055596.D\data.ms (-3) (-) m/z 73.00 100.00%
73.0
5000 43.0 A\
AR EaammaE RS
‘ J 88.0 3.403.503.603.70
Ol L 380 L 880 /2 43.e0  44.09%
miz--> 0 20 40 60 80 100 120
Abundance #5054: Butane, 2- methoxy -2-methyl-
73.0
5000 L BN B R B
43.0 3.403.503.603.70
‘ m/z 55.00 30.32%
27.0 8%.0
O\‘\\\\‘\“1\\“\\\\’\\\‘\’\\\\‘\\\\‘\\\\
miz--> 0 20 80 100 120
Abundance #15764 2 2,4- Tnmethyl -3-pentanol
73.0
N AR R e
3.403.503.603.70
5000 55.0 m/z 87.05 24.13%
39
0 L ‘ Al | 880 1150 1200
“““““ “““ ““,‘ e
miz--> 0 20 40 80 100 120
Abundance #2245.Suane,teUanKthL RAARARsazEsEEEEEEEE
73.0 3.403.503.603.70
m/z 41.00 13.66%
5000
43.0
T Ao o R ARREREE SRS
m/z--> 0 20 40 60 80 100 120 3.403.503.603.70
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111222\
Data File : BG@55596.D

Acqg On : 12 Nov 2022 19:26
Operator : CG/JU

Sample : N5580-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.321 19.29 ng 354332 1,4-Dichlorobenzene-d4 8.270

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 346 (5.321 min): BG055596.D\data.ms (-340) (-) m/z 43.00 100.00%
43.0
59.0
5000 J\
T
‘ 83.0 101.0 5.00 5.20 5.40 5.60
Ol et Tl m/z 59.08 51.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L L L B R B
5.00 5.20 5.40 5.60
101.0 m/z 58.00 16.44%
31.0 83.0
O\\‘\\\\‘\\\\‘\\\\“M\\\\‘\\‘}‘\‘\\\\‘\\\\‘\‘\\\‘\\\1‘\\\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9479: 2-Hexanol, 2-methyl-
59.0
H‘H‘W‘H“H‘w‘u“
5.00 5.20 5.40 5.60
5000 m/z 101.00 15.88%
410 101.0
27.0 '
obr 130 Tl Ll 710 830 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl- e
59.0 5.00 5.20 5.40 5.60
m/z 41.00 8.87%
5000 41.0
29.
87.0
“_“w‘H‘_“w‘H‘_“W‘H‘_“W‘H‘_“W‘H‘W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111222\
Data File : BG@55596.D

Acqg On : 12 Nov 2022 19:26
Operator : CG/JU

Sample : N5580-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.838 3.18 ng 86361 Naphthalene-d8 11.097
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 83
2 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
3 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 50
4 Propanoic acid, 2-(methoxymethoxy)- 134 C5H1004 081327-29-9 47
5 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 45
Abundance Scan 1285 (10.838 min): BG055596.D\data.ms (-1279) (- | m/z 45.00 100.00%
45.0
5000 [M
720 10,50 11.00
101.1
I “1”““‘ uw“u‘w““ B0 sz 57018 91.61%
miz--> 20 40 60 80 100 120 140
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 e
41.0 10. 50 11 00
75.0 m/z 41.00 40.017%
100.0
0 \1\5\? T “ ‘\ \“ ‘1‘\ \‘!‘HH\ \‘1“\“ \“\‘\ T [H\ \1\1\6‘0\1\3‘}2\0‘ T
m/z--> 40 60 80 100 120 140
Abundance #38409. Ethanol, 2-[2-(2-methylpropoxy)ethoxy]-
45.0
10. 50 11 00
5000 ITI/Z 75.00 18.24%
89.0
29.0
73
00 . Y Y
miz--> 20 40 60 80 100 120 140
Abundance #81996: Ethanol, 2-[2-(2-butoxyethoxy)ethoxy]- — 1k
45.0 10.50 11.00
m/z 56.00 15.39%
5000
89.0
29.0 ‘
72.
bt J AL TR0 ), 190 ses0 i u iy [\l g
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\BG111222\
Data File : BG@55596.D

Acqg On : 12 Nov 2022 19:26
Operator : CG/JU

Sample : N5580-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.270  37.57 ng 1533480  Phenanthrene-d10 17.624
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 95
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 93
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
5 Dodecanoic acid, 10-methyl-, met... 228 C14H2802 005129-65-7 83
Abundance Scan 2550 (18.270 min): BG055596.D\data.ms (-2545) (- | m/z 74.00 100.00%
74.0
5000/ 430
143, — —
3.0 227.1 18.00 18.50
H I ‘ 185.1 270.1 309,
o p Ll “““ A m/z 87.00 71.40%
mfz--> 100 150 200 250 300
Abundance #161212. Hexadecanoic acid, methyl ester
74.0
5000 — ——
43.0 18.00 18.50
143.0 m/z 43.00 40.66%
‘ || \‘ 11,0 | 1850 2270 2700
O T T T ‘ T “ h L \‘\ ‘\ T ‘ ‘\ T \‘\ “ T T ‘\ ‘\ ‘ T } T T ‘ T
miz--> 100 150 200 250 300
Abundance #161236.PeMadecamﬂcacm,144nemyh,meﬂwlemer
74.0
— =
18.00 18.50
5000/ 43.0 m/z 55.00 32.81%
0 ‘L‘“Hm‘mlom?o 185.0 227.0 270.0
T T T ‘ i T T ‘ T T \‘\ “ T T \ T ‘ T \ T T ‘
miz--> 100 150 200 250 300
Abundance #109337:Tndecanok:add,nuﬁhyleﬁer =T T
74.0 18.00 18.50
m/z 41.00 29.77%
5000y 43.0
143.0
| | 1850 220
ob— sl L —— —
m/z--> 50 100 150 200 250 300 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111222\
Data File : BG@55596.D

Acqg On : 12 Nov 2022 19:26
Operator : CG/JU

Sample : N5580-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.494 17.49 ng 713952  Phenanthrene-di10 17.624
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Dodecanoic acid 200 C12H2402 000143-07-7 78
5 Pentadecanoic acid 242 C15H3002 001002-84-2 76

Abundance Scan 2588 (18.494 min): BG055596.D\data.ms (-2582) (- | m/z 43.05 100.00%

43.0
5000 129.0
83.0 : 192.0
=1
L, Ll L
- Ay L L2920 25 00 08739
mi/z--> 50 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid

.

60.0
5000 129.0 L
18.50
97.0 1710 2130 256.0 m/z 59.95 95.24%
05— ‘\‘ T ‘\“‘ \‘ T “\ \‘ \‘\ “ \“\‘\ T ‘L\ L —
0

\‘ H‘ \\hww r\‘\\‘\‘ mt
m/z--> 5 100 150 200 250 300
Abundance #179089: Octadecanoic acid

73.0
SRS
a1lo 18.50
5000 ' 129.0 m/z 57.05  82.64%
1850 541 284.0
0. TSP APSOO A
50 100

—

N

miz--> 150 200 250 300
Abundance #92063: Tridecanoic acid T
73.0 18.50
43,0 m/z 55.00  78.96%
5000 129.0
171.0
L L e
1 0 S J\
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\BG111222\
Data File : BG@55596.D

Acqg On : 12 Nov 2022 19:26
Operator : CG/JU

Sample : N5580-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 Phenanthrene, 4-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.547 2.36 ng 96463  Phenanthrene-d1e 17.624
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 91
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 91
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 90
4 Anthracene, 9-methyl- 192 C15H12 000779-02-2 83
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 81
Abundance Scan 2597 (18.547 min): BG055596.D\data.ms (-2594) (- | m/z 192.00 100.00%
192.0
RN \
94.5 18.50
151. :
0. 390 L. 1519 | 225125612021 . 191 05 so.30%
miz-> 50 100 150 200 250 300
Abundance #67042: Phenanthrene, 4-methyl-
192.0
5000 = :
18.50
82.0 m/z 189.00  31.03%
0l 280 n H\ 139.0 | |
T \ T ‘ \ \ T T ‘ T ‘ T T T T ‘ T T T T ‘ T
miz--> 50 100 150 200 250 300
Abundance #67039: Phenanthrene, 2-methyl-
192.0
RN \
18.50
5000 m/z 193.00 13.96%
0 510 | M 152? Ll
e e — T
miz--> 50 100 150 200 250 300
Abundance #67029: Anthracene, 1-methyl- T ‘
192.0 18.50
m/z 165.00  13.82%
5000
82.0
0 390 n ‘ H 1399 [
e e e —
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\BG111222\
Data File : BG@55596.D

Acqg On : 12 Nov 2022 19:26
Operator : CG/JU

Sample : N5580-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 7 4H-Cyclopenta[def]phenanthrene Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
18.699 4.33 ng 176838  Phenanthrene-di10 17.624
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 68
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 59
3 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 38
4 2,3,5,6-Tetramethylterephthalald... 190 C12H1402 007072-01-7 35
5 Methyl diselenide 190 C2H6Se2 007101-31-7 27

Abundance Scan 2623 (18.699 min): BG055596.D\data.ms (-2616) (- | m/z 190.00 100.00%

19p.0
5000
243.1

945 18 50 19 OO
63.0 141.0 ‘
0Ly 3 S il L 2780 15000 97.70%
miz--> 50 100 150 200 250
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000
18 50 19 OO
94.0

m/z 192.00  28.19%

ol 310 630, \‘\ 1370 |

\\\\‘\\\\ \\\\‘\\\ ‘\\\\‘\\\\

m/z--> 50 100 150 200 250

Abundance #64922: 6H-Cyclobuta[jk]phenanthrene
189.0

18 50 19 OO
5000 m/z 191.00 24.72%
94.0
0 HH_‘HM‘HH_‘H
miz--> 100 150 200 250
Abundance #64350: 2,2'-Bis(4,5- d|methyl|m|dazole)
189. 18 50 19 OO

m/z 243.10  20.26%

5000
42.0 122.0 A
0 I \80 0 i h“ - ‘ “ " /\A f\l\

miz--> 50 100 150 200 250 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111222\
Data File : BG@55596.D

Acqg On : 12 Nov 2022 19:26
Operator : CG/JU

Sample : N5580-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 8 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.404 195.36 ng 7974430  Phenanthrene-d10 17.624
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
2 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
3 Methyl 9-cis,1l-trans-octadecadi... 294 C19H3402 013058-52-1 99
4 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 97
5 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 95
Abundance Scan 2743 (19.404 min): BG055596.D\data.ms (-2736) (- | m/z 67.00 100.00%
67.0
09.1 A
19.50
2631
oL— ‘H \Hhh M\ Hh “\ M ‘]787122‘02 ‘ ‘ , ‘29‘4‘1 ITI/Z 81.05 81.16%
miz--> 50 150 200 250 300
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)
67.0
5000 1
19.50
09.0 m/z 55.05 76.57%
[o LM‘ \H‘h‘ H“‘\ ‘““‘HH‘ “ ‘\‘ — ‘%6‘?‘0‘29“40
miz--> 50 150 200 250 300
Abundance  #191900: 9 12 Octadecadienoic acid, methyl ester
67.0
—r
19.50
5000 m/z 41.10 61.26%
29.0 09.0
294.0
ol L mH uh uhwm_ ‘;‘ L. 2230 263077
m/iz--> 50 150 200 250 300
Abundance  #191892: Methyl 9-cis,11-trans-octadecadienoate R
67.0 19.50
m/z 95.05 53.08%
5000
09.0 294.0
150.0
262.0
ol 1810 2200 A
m/z--> 50 100 150 200 250 300 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111222\
Data File : BG@55596.D

Acqg On : 12 Nov 2022 19:26
Operator : CG/JU

Sample : N5580-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 9 cis-10-Heptadecenoic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.434 146.88 ng 5995640  Phenanthrene-d10 17.624
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-10-Heptadecenoic acid, methy... 282 C18H3402 1000333-62-1 96
2 (Z)-15-Octadecenoic acid methyl ... 296 C19H3602 1000427-69-3 93
3 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 93
4 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 91
5 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 91

Abundance Scan 2748 (19.434 min): BG055596.D\data.ms (-2745) (- | m/z 55.00 100.00%

58.0
5000

1801 2222 2641 19.50
296.1

0! m/z 41.00 64.76%
miz--> 50 100 150 200 250 300
Abundance #176265: cis-10-Heptadecenoic acid, methyl ester
55.0
5000 97.0 T ‘ T
19.50
166.0 208.0 250.0 ITI/Z 69.05 57.51%
0150 \%\ u\‘ﬁ m“u . \“ ey h‘\‘ S h . 2‘8‘\2 ‘0‘ ;
miz--> 50 100 200 250 300
Abundance #194435: (Z)—lS—Octadecenoic acid methyl ester
74.0
e
19.50
5000 m/z 43.05  55.20%
41.0 264.0
10.0
L] = |
oLl - mm th%sq A | 280
miz--> 50 200 250 300
Abundance #194426: 13—Octadecenoic acid, methyl ester —
55.0 19.50

m/z 74.00 53.70%

5000
' 264.0
23.0  180.0 222.0 .
o' e

m/z--> 50 100 150 200 250 300 19.50
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111222\
BGO55596.D

: 12 Nov 2022 19:26
: CG/IU
: N5580-01

: 12 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
ion 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

10 Methyl stearate

Concentration Rank 4

R.T. EstConc Area Relative to ISTD
19.557 27.50 ng 1122676 Phenanthrene-dle  17.624
Hit# of 5 Tentative ID MW MolForm
1 Methyl stearate 298 C19H3802  000112-61-8

000112-61-8 97
005129-61-3 95

2 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802

3 Methyl tetradecanoate

242

C15H3002

4 Pentadeca

noic acid, methyl ester 256 C16H3202

000124-10-7 90
007132-64-1 87

5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 87
Abundance Scan 2769 (19.557 min): BG055596.D\data.ms (-2764) (- | m/z 74.00 100.00%
74.0
5000 f&gﬂ
1431 pet
1991 2952 19.50
\ il L, 2981 s
ol Sl vl b L PP 896 s 87,00 76.99%
m/z--> 100 150 200 250 300 350
Abundance #197274: Methyl stearate
74.0
5000 L
19.50
143.0 298.0 m/z 43.00 45.08%
‘ ‘ ‘ 199.0 255.0
O\\\\“\“M“\‘\‘\\\\\‘\"\‘\\\‘\‘\\\“\\\\’\
miz--> 100 150 200 250 300 350
Abundance #197353. Heptadecanoic acid, 16-methyl-, methyl ester
74.0
T [
19.50
5000 ITI/Z 55.00 35.12%
143.0 255.0
‘ 199.0 298.0
m/z--> 100 150 200 250 300 350
Abundance #126210: Methyl tetradecanoate —7 ‘
74.0 19.50
m/z 41.00 29.58%
5000
?“ 143.0 199.0 242.0
m/z--> 100 150 200 250 300 350 19.50

8270-BG110922.

M Mon Nov 14 16:07:12 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111222\
Data File : BG@55596.D

Acqg On : 12 Nov 2022 19:26
Operator : CG/JU

Sample : N5580-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 11 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.751 6.23 ng 254240 Phenanthrene-di10 17.624
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 86
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 64
Abundance Scan 2802 (19.751 min): BG055596.D\data.ms (-2799) (- | m/z 43.00 100.00%
43.0
- e M
185.1 241.1
‘ ‘ ‘ 284.1 19.50 20.00
ob— ‘ w“”\m‘“‘\ gl peeg l Ay W“M I ‘\“ ‘w“u ???9‘ I m/z 73.00 86.33%
mlz--> 5 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid
43.0
5000 129.0
19 50 20 00
185.0 2410284-0 m/z 60.00  82.58%
O\\¢‘
miz--> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e
43.0 J\/L
. =
19.50 20.00
m/z 57.00 78.28%
5000 284.0 /
3.0 129 0
185.0 2410
0 \‘\M uhH ““‘\‘1 ‘\‘\‘ ‘\ “‘ \‘ ‘\‘\‘ “ - “‘ R ‘3‘7‘2"
m/z--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid T =
19.50 20.00
m/z 55.00 76.38%
5000 129.0
H 171.0 213.0 256.0
I 10 O 0 A W
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\BG111222\
Data File : BG@55596.D

Acqg On : 12 Nov 2022 19:26
Operator : CG/JU

Sample : N5580-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 12 11H-Benzo[b]fluorene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.509 4.01 ng 277224  Chrysene-di12 21.925
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 94
2 Pyrene, 2-methyl- 216 C17H12 003442-78-2 90
3 Pyrene, 1-methyl- 216 C17H12 002381-21-7 86
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 74
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 72
Abundance Scan 2931 (20.509 min): BG055596.D\data.ms (-2927) (- | m/z 216.00 100.00%
216.0
57.0 <Y :
‘ ‘ 10}74 164.0 254.0 3189 2050
0 HNM M DS | S s R e m/z 215.00  80.14%
miz-> 50 15 200 250 300
Abundance #94572.11H-Benzoﬂﬂﬂuorene
216.0
5000 =
20.50
m/z 57.05 25.81%
0L.27.0 630 ‘u 1630, |
\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #94567: Pyrene, 2-methyl-
216.0
RN
20.50
m/z 43.00  25.27%
5000 95.0
0 530 ‘“ 1630 h‘ J: h‘
““““‘ e
miz--> 50 100 150 200 250 300
Abundance #94565: Pyrene, 1-methyl- 7
216.0 20.50
m/z 217.00  20.74%
5000
95.0
o14.0 500 ‘\ | 1630 |
1 e
m/z--> 50 100 150 200 250 300 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111222\
Data File : BG@55596.D

Acqg On : 12 Nov 2022 19:26
Operator : CG/JU

Sample : N5580-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 13 unknown20.679 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
20.679 2.18 ng 150601  Chrysene-d12 21.925
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 49
2 Pyrene, 1-methyl- 216 C17H12 002381-21-7 43
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 38
4 Hydrazidiamantane 216 C14H20N2 1000138-39-6 35
5 1,3-Difluoro-fluoren-9-one 216 C13H6F20 1000443-10-1 22
Abundance Scan 2960 (20.679 min): BG055596.D\data.ms (-2957) (- | m/z 216.00 100.00%
216.0
55.0 i
5000
== =
20.50 21.00
0! m/z 55.00 80.93%
miz--> 50 100 150 200 250 300 350
Abundance #94571: 7TH-Benzo[c]fluorene
216.0
5000 —r —
20.50 21.00
108.0 m/z 215.00 57.78%
O\\\‘\\\‘\“‘H\\\\‘\\\“‘\‘\‘H\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #94566: Pyrene, 1-methyl-
216.0
= —
20.50 21.00
5000 m/z 94.30 52.11%
94.0
o || 130 |
e
miz--> 50 100 150 200 250 300 350 A m
Abundance #94575: 11H-Benzo[a]fluorene At A R e
216.0 20.50 21.00
m/z 81.00 49.15%
5000
108.0
oS30l o |
m/z--> 50 100 150 200 250 300 350 20.50 21.00

8270-BG110922.M Mon Nov 14 16:07:16 2022 Page: 16



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111222\
Data File : BGO@55596.D

Acqg On : 12 Nov 2022 19:26
Operator : CG/JU

Sample : N5580-01

Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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|
Butane, 2-metho... 3.323 8.1 ng 149139 1 8.270 367447 20.0
2-Pentanone, 4-... 5.321 19.3 ng 354332 1 8.270 367447 20.0
Ethanol, 2-(2-b... 10.838 3.2 ng 86361 2 11.097 543757 20.0
Hexadecanoic ac... 18.270 37.6 ng 1533480 4 17.624 816375 20.0
n-Hexadecanoic ... 18.494 17.5 ng 713952 4 17.624 816375 20.0
Phenanthrene, 4... 18.547 2.4 ng 96463 4 17.624 816375 20.0
4H-Cyclopenta[d... 18.699 4.3 ng 176838 4 17.624 816375 20.0
9,12-Octadecadi... 19.404 195.4 ng 7974430 4 17.624 816375 20.0
cis-10-Heptadec... 19.434 146.9 ng 5995640 4 17.624 816375 20.0
Methyl stearate 19.557 27.5 ng 1122670 4 17.624 816375 20.0
Octadecanoic acid 19.751 6.2 ng 254240 4 17.624 816375 20.0
11H-Benzo[b]flu... 20.509 4.0 ng 277224 5 21.925 1384370 20.0
unknown20.679 20.679 2.2 ng 150601 5 21.925 1384370 20.0

8270-BG110922.M Mon Nov 14 16:07:16 2022 Pag 17



