LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
Data File : BM@29636.D

Acqg On : 24 Apr 2021 14:18 Instrument :
Operator : CG/JU BNA_M

Sample : M2149-09 ClientSampleld :
Misc : SB-38-9.5-10.0

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 M\Methods\8270-BM042121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@29636.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.222 390 397 405 rBV 1125065 1583155 35.64% 4.372%
2 6.663 631 642 647 rBvV 29848 60532 1.36% 0.167%
3 6.804 655 666 680 rBV 1074055 1747276 39.33% 4.825%
4 7.622 797 805 815 rBV 282364 448454 10.09% 1.238%
5 7.763 821 829 834 rBV 112791 178318 4.01% 0.492%

6 8.775 995 1001 1011 rBV 662816 1129734 25.43%
7 9.745 1161 1166 1176 rBv4 21926 46936 1.06%
8 10.404 1270 1278 1284 rBV 332519 563440 12.68%
9 12.886 1692 1700 1709 rBV 1765772 2543750 57.26%
10 13.174 1741 1749 1758 rVB 196371 322709 7.26%
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11 13.733 1839 1844 1847 rBV 51970 76874  1.73%
12 14.269 1929 1935 1943 rVB 521720 748995 16.86%
13 15.404 2123 2128 2136 rBV 150327 201574  4.54%
14 15.763 2182 2189 2199 rBV 1452966 2031017 45.72%
15 16.433 2296 2303 2311 rBV3 58003 99250 2.23%
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16 17.015 2395 2402 2408 rBV 616189 876290 19.73% 2.420%

17 17.327 2451 2455 2462 rVB2 32893 45204 1.02% ©.125%
18 17.939 2551 2559 2579 rBV 2288685 3778584 85.06% 10.434%
19 18.221 2603 2607 2609 rBV2 37459 53944 1.21% 0.149%

20 18.304 2616 2621 2628 rVB 275420 389313 8.76%  1.075%

21 18.492 2649 2653 2659 rBv4 48044 98799 2.22%
22 18.639 2673 2678 2683 rVB 541005 696526 15.68%
23 18.774 2697 2701 2705 rBV2 122738 167452 3.77%
24 18.856 2712 2715 2722 rVB2 65867 91813 2.07%
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25 19.092 2747 2755 2758 rBV 834228 1307899 29.44% 612%
26 19.139 2758 2763 2770 rVV 3305788 4442473 100.00% 12.267%
27 19.215 2771 2776 2788 rVV 1308802 1782679 40.13%  4.923%
28 19.439 2811 2814 2816 rBV 70654 76879 1.73% 0.212%
29 19.527 2826 2829 2833 rVB3 65615 79255 1.78% 0.219%
30 19.651 2844 2850 2862 rVB 2709897 3426945 77.14%  9.463%
31 19.862 2881 2886 2894 rBV 1645164 2004498 45.12% 5.535%
32 19.968 2902 2904 2908 rVB 93009 94744  2.13% 0.262%
33 20.192 2939 2942 2947 rBV 272664 358264 8.06%  0.989%
34 20.398 2974 2977 2983 rVB 162124 249912 5.63% ©.690%
35 20.462 2984 2988 2993 rVB2 165356 241331 5.43% ©.666%

36 20.774 3038 3041 3044 rVB4 121980 122402 2.76% ©0.338%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
Data File : BM@29636.D

Acqg On : 24 Apr 2021 14:18
Operator : CG/JU

Sample : M2149-09

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 M\Methods\8270-BM042121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 20.903 3058 3063 3065 rBV 618272 880979 19.83%  2.433%
38 21.197 3109 3113 3122 rVB 962080 1227427 27.63% 3.389%
39 21.362 3138 3141 3147 rVB 156837 215423 4.85% 0.595%
40 21.786 3210 3213 3224 rVB2 204901 330682 7.44% 0.913%
41 22.239 3287 3290 3295 rVB 137377 172639 3.89% 0.477%

42 23.386 3480 3485 3493 rVB 702889 1219316 27.45% 3.367%

Sum of corrected areas: 36213686
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 24 Apr 2021 14:18
: CG/JU
: M2149-09

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
BM029636.D

: 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0
Time-->
Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BM029636.D\data.ms

5.222 6.804
8.775
7.622 10.404
6.66 163 9.745

300 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
TIC: BM029636.D\data.ms

19.139
19.651
17.939
19.862
12.886
15.763 19.215
14.269 ) 9225
aasay 19-
13.174
13.733 15.404

0
Time-->
Abundance

3000000

2500000

2000000

1500000

1000000

500000

12.00 12.50 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
TIC: BM029636.D\data.ms

21.197

1.36221.786 55 539

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 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_M\Data\BM@42421\
Data File : BM@29636.D

Acqg On : 24 Apr 2021 14:18
Operator : CG/JU

Sample : M2149-09

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.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 Hexanoic acid Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
6.663 2.70 ng 60532 1,4-Dichlorobenzene-d4 7.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid 116 C6H1202 000142-62-1 72
2 Octanoic acid 144 C8H1602 000124-07-2 59
3 Heptanoic acid 130 C7H1402 000111-14-8 59
4 Pentanoic acid, 3-methyl- 116 C6H1202 000105-43-1 59
5 D-Fucose 164 C6H1205 003615-37-0 45
Abundance Scan 642 (6.663 min): BM029636.D\data.ms (-631) (-) m/z 60.00 100.00%
60.0
‘ L 640 .60 6.80 700
3.0 281.C ’ : : :
ol mu‘ MH‘ w280 129 Tz 73.10 70.11%
miz-> 50 100 150 200 250
Abundance #8070: Hexanoic acid
60.0
5000
27.0 6.40 6.60 6.80 7.00
m/z 41.10 38.10%
0 \“\‘ W‘\ ‘\99‘0\ L I s s s B B B B L B
miz--> 50 100 150 200 250
Abundance #20837: Octanoic acid
60.0
T
6.40 6.60 6.80 7.00
5000 m/z 45.10 31.76%
101.0
29.0 ‘
SR 7 Y
miz--> 50 100 150 200 250
Abundance #13414: Heptanoic acid
60.0 6.40 6.60 6.80 7.00
m/z 39.00 25.57%
5000
0y 1)) doro
oHH‘ MH «‘um% ——— —— A -
m/z--> 50 100 150 200 250 6.40 6.60 6.80 7.00

8270-BM042121.M Mon Apr 26 15:05:08 2021 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
Data File : BM@29636.D

Acqg On : 24 Apr 2021 14:18
Operator : CG/JU

Sample : M2149-09

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.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 Benzene, 1l-methyl-3-(1-meth... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.763 7.95 ng 178318 1,4-Dichlorobenzene-d4 7.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95
2 o-Cymene 134 C10H14 000527-84-4 94
3 p-Cymene 134 C1leH14 000099-87-6 94
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C1eH14 000934-80-5 91
5 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 91
Abundance Scan 829 (7.763 min): BM029636.D\data.ms (-821) (-) m/z 119.10 100.00%
119.1
5000
A A RamaanET
390 77.0 ‘ ‘ ' 7.40 7.60 7.80 8.00
ol et e L 2201 2810y 91,05 28.43%
miz-> 50 100 150 200 250
Abundance #14907: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
5000 N R N N R N M
7.40 7.60 7.80 8.00
m/z 134.05 27.11%
65.0
70, 1% L0
O i”‘\”\”\ ‘\H“m\”\ LT B B e B I s
miz-> 50 100 150 200 250
Abundance #14811: o-Cymene
119.0
T e
7.40 7.60 7.80 8.00
5000 m/z 117.10 15.95%
41.0 77.0 ‘
ol e i i L
miz--> 50 100 150 200 250
Abundance #14808: p-Cymene R e AR R o
119.0 7.40 7.60 7.80 8.00
m/z 120.10 10.23%
5000
390 77.0 ‘
oldipd dba L
m/z--> 50 100 150 200 250 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
Data File : BM@29636.D

Acqg On : 24 Apr 2021 14:18
Operator : CG/JU

Sample : M2149-09

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.175 8.62 ng 322709  Acenaphthene-d10 14.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 68
2 Metacetamol 151 C8H9NO2 000621-42-1 58
3 3-Pyridinol, 4-methyl-, acetate ... 151 C8H9NO2 001006-96-8 53
4 Acetamide, N-(2-hydroxyphenyl)- 151 C8HINO2 000614-80-2 53
5 2,4-Heptadienal, 2,4-dimethyl- 138 C9H140 042452-48-2 43
Abundance Scan 1749 (13.174 min): BM029636.D\data.ms (-1741) (- 43.10 100.00%
431 109.1
151.1
5000
85.1
‘ ‘ ‘ 1300 1350
Ot et ol A L myz 1e9.10 84.58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 ‘Jk T T
13.00 13.50
69.0 m/z 151.05 63.33%
O \\\‘\‘\‘\ \"‘“\‘\“\‘H‘ \“\“\ \H“\‘\‘\H\ ’ \ \\M\ ‘ L ‘ TT 1 T ‘ T \‘\ T ‘ \\9\2\.(‘)\ TT \‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24779: Metacetamol
109.0
1300 13.50
5000 151.0 m/z 41.05 30.79%
43.0
80.0
150 | | I | |
Orrrr b et e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24915: 3-Pyridinol, 4-methyl-, acetate (ester)
109.0 1300 1350
43.0
m/z 85.10 18.12%
5000
80.0
‘ 151.0
oHWm,u”l‘wmWJH,‘:‘H‘MHwwwwww —
m/z--> 20 40 60 80 100 120 140 160 180 200 1300 1350
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
Data File : BM@29636.D

Acqg On : 24 Apr 2021 14:18
Operator : CG/JU

Sample : M2149-09

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.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 unknownl5.404 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.404 5.38 ng 201574  Acenaphthene-die 14.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 58
2 2-Propenal, 3-(2,2,6-trimethyl-7... 194 C12H1802 055759-91-6 43
3 N-Cyclopropyl-p-fluorobenzylamine 165 C1OH12FN 1000250-88-9 43
4 Metacetamol 151 C8HONO2 000621-42-1 38
5 Acetaminophen 151 C8HSNO2 000103-90-2 38

Abundance Scan 2128 (15.404 min): BM029636.D\data.ms (-2123) - m/z 43.10 100.00%
43.1

109.1
213.2
5000 151.1
1
| ‘81.‘0 255.2 15.50
OLrrrprrr i JWH‘“J‘J‘a‘u b m/z 109.10 83.33%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 LN
15.50
m/z 213.20  45.09%
‘ | [BLe
O \H‘\‘\‘H“ P\‘\“\H‘\“\‘\ \H‘\\‘\H\‘\‘\H“\“H\‘\“\\1\‘\\‘\\%9\2\9\\\‘HH‘HH‘\
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #56286: 2-Propenal, 3-(2,2,6-trimethyl-7-oxabicyclo[4.1.0
109.0
T
15.50
m/z 151.05 37.82%
5000 43.0 151.0 /
81.0
‘ ‘ ‘ ‘ ‘ 179.0
RN A ) S —
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #34294: N-Cyclopropyl-p-fluorobenzylamine = T ‘Aw
109.0 15.50
m/z 41.10 32.22%
5000
43.0
L1 q; 150.0
0“w‘Hw‘L‘ﬂwﬂpwﬂ‘H‘quM‘L‘MH‘_‘H‘HH‘H‘W‘HW‘ ——
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
Data File : BM@29636.D

Acqg On : 24 Apr 2021 14:18
Operator : CG/JU

Sample : M2149-09

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.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 Tetradecanoic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
16.433 2.27 ng 99250  Phenanthrene-d10 17.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 91
2 Undecanoic acid 186 C11H2202 000112-37-8 78
3 Dodecanoic acid 200 C12H2402 000143-07-7 52
4 n-Decanoic acid 172 C10H2002 000334-48-5 50
5 Tridecanoic acid 214 C13H2602 000638-53-9 49

Abundance Scan 2303 (16.433 min): BM029636.D\data.ms (-2296) (- m/z 73.10 100.00%
73.1

a1 |
5000
—
16.50
0! m/z 60.00 86.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84452: Tetradecanoic acid
73.0
43.0
12
5000 90 ‘6‘6
185.0 / 41 i@ﬁ 79.45%
97.0 228.0 m/z . . 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50052: Undecanoic acid
60.0
—
16.50
5000 29.0 ITI/Z 43.05 66.25%
129.0
87.0
‘\H | ‘ ‘1570 186.0
o“w“u HN“H_‘m‘wu‘_‘uu‘u‘wh‘W‘H‘_“
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #61122: Dodecanoic acid —
73.0 16.50
m/z 55.10 56.67%
5000
43.0 129.0
157.0
I O O W
SN 1 | O A O .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
Data File : BM@29636.D

Acqg On : 24 Apr 2021 14:18
Operator : CG/JU

Sample : M2149-09

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.939 86.24 ng 3778580  Phenanthrene-d10 17.015
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 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 n-Decanoic acid 172 C10H2002 000334-48-5 43

Abundance Scan 2559 (17.939 min): BM029636.D\data.ms (-2551) (-  m/z 73.05 100.00%
3.0

431 7
5000
129.1
213.2
==
171.2 256.3 18.00
o} m/z 43.10 81.12%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 CTT
18.00
1710 2130 2560 m/z 60.05 79.36%
O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #84453: Tetradecanoic acid
73.0
=
43.0 18.00
5000 ITI/Z 41.10 76.76%
129.0
185.0 228.0
O bt e M bl bbb ey
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #72646: Tridecanoic acid —
430 73.0 18.00
' m/z 55.10 65.06%
5000
129.0
‘ ‘ 171.0 2140
Ol e el b b e T
m/z--> 20 40 60 80 100120140160180200220240260280 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
Data File : BM@29636.D

Acqg On : 24 Apr 2021 14:18
Operator : CG/JU

Sample : M2149-09

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.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 10,18-Bisnorabieta-8,11,13-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.304 8.89 ng 389313  Phenanthrene-d10 17.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10,18-Bisnorabieta-8,11,13-triene 242 C18H26 032624-67-2 64
2 s-Indacene-1,7-dione, 2,3,5,6-te... 242 C16H1802 055591-17-8 38
3 Dicyclopenta[a,d]benzene, 4,8-di... 242 C18H26 1000156-41-6 38
4 2-(4-((Trimethylsilyl)oxy)benzyl... 242 C13H14N20Si 1000297-99-1 38
5 3-(6-0x0-1-cyclohexen-1-yl)-2-in... 227 C14H13NO2 076325-86-5 30

Abundance Scan 2621 (18.304 min): BM029636.D\data.ms (-2616) (-  m/z 227.15 100.00%
227.2

5000 £51 123.1 172.1 j\
‘ ———
‘ 18.00 18.50
0 i LALL2OT.L 8410 0 533 20 54.88%
mlz--> 50 100 150 200 250 300 350
Abundance #96021: 10,18-Bisnorabieta-8,11,13-triene
227.0
143.0
5000 LS A
18.00 18.50
m/z 172.10 44.10%
O T T T “‘\“‘\‘ H\h ‘ M“ ‘H“ M‘ “h ‘];‘h L q ‘ \ ’ T T T 7T ‘ T T T 7 ‘ T
miz--> 100 150 200 250 300 350

Abundance #95949. s-Indacene-1,7-dione, 2,3,5,6-tetrahydro-3,3,5,5

227.0 o jL Jk

18.00 18.50
5000 m/z 123.10  37.97%
115.0
160 630 | 1570
0 \\ I \‘h‘\ N ‘\‘\‘\H ‘\u‘m‘ tpriih ‘\’ T
miz--> 50 100 150 200 250 300 350
Abundance #96028: Dicyclopenta[a,d]benzene, 4,8-diethyl-1,5-dimett P ——
227.0 18.00 18.50
m/z 242.20 36.12%
5000
m/z--> 50 100 150 200 250 300 350 18.00 18.50

8270-BM042121.M Mon Apr 26 15:05:12 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
Data File : BM@29636.D

Acqg On : 24 Apr 2021 14:18

Operator : CG/JU

Sample : M2149-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method :
Quant Title

Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
: 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 4b,8-Dimethyl-2-isopropylph... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
18.639 15.90 ng 696526  Phenanthrene-die 17.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 4b,8-Dimethyl-2-isopropylphenant...

2 Naphthalene, 6-ethyl-1,2,3,4-tet.

3 As-Indacene, 1,2,3,6,7,8-hexahyd...
-Quinolinone, hydrazone

4 2(1H)

256 C19H28

.. 256 C19H28

256 C19H28
159 CSHSN3

1000197-14-1 96
301643-35-6 38
017465-47-3 30
015793-77-8 27

5 Silane, diethylbutoxy(2-fluoroph... 270 C14H23F02Si 1000363-30-0 25

Abundance Scan 2678 (18.639 min): BM029636.D\data.ms (-2673) (-  m/z 159.10 100.00%

159.1 241.2
5000
117.1 —— ——
411 ‘ 92 ‘ 18.50 19.00
0l Mﬂ A A ] u‘ Lo 112810 84l u/7 241.15  86.82%
miz--> 50 100 150 200 250 300
Abundance #107705: 4b,8-Dimethyl-2-isopropylphenanthrene, 4b,5,6
241.0
159.0
5000 ——r ——
18.50 19.00
m/z 185.10 45.35%
43.0
O L \H “\ 7\9q L ‘ ?‘ h“ H‘ \M * ﬂ)\ T “ ‘ ‘\ LI ‘ L ‘
miz--> 100 150 200 250 300
Abundance #107707 Naphthalene, 6-ethyl-1,2,3,4-tetrahydro-1,1,4,4
241.0
s =
18.50 19.00
5000 ITI/Z 129.05 20.91%
143.0
41.0
At 1 |
miz--> 100 150 200 250 300
Abundance #107706: As—lndacene, 1,2,3,6,7,8-hexahydro-1,1,6,6-tet| o —
241.0 18.50 19.00
m/z 143.05 20.81%
5000
143.0
185.0
0 ‘\‘H“ \‘H‘H\H “\‘h‘ L “\H“\M‘u‘h“‘w“\‘ \‘\HH“H‘ e s
m/z--> 50 100 150 200 250 300 18.50 19.00

8270-BM042121.M Mon Apr 26 15:05:13 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
Data File : BM@29636.D

Acqg On : 24 Apr 2021 14:18

Operator : CG/JU

Sample : M2149-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042121.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST11.L
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 1,5,6,7-Tetramethyl-3-pheny... Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
18.774 3.82 ng 167452  Phenanthrene-die 17.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,5,6,7-Tetramethyl-3-phenylbicy... 224 C17H20 126584-00-7 53
2 3-(N-Methylamino)-9-methylcarbazole 210 C14H14N2 005416-98-8 43
3 Benzoic acid, 4-[(trimethylsilyl... 224 C11H1603Si 027739-17-9 38
4 Benzoic acid, 3-methoxy-, trimet... 224 C11H1603Si 959111-51-4 38
5 1,8-Naphthyridine, 1,2,3,4,4a,5,... 224 C13H24N20 069340-71-2 38

Abundance Scan 2701 (18.774 min): BM029636.D\data.ms (-2697) (-

m/z 209.15 100.00%

209.2
5000 165.1
850 | 1900
431 128.0 H ‘ . .
ob— d ‘\\“\‘8““ el ‘\\‘H‘\‘ \‘\‘ Hh u“\ Al MH | \“H ‘2‘5‘9‘1‘ - ‘3‘4‘1" m/z 224.15 53.58%
miz--> 50 100 150 200 250 300
Abundance #81281: 1,5,6,7-Tetramethyl-3-phenylbicyclo[3.2.0]hepta-
209.0
5000 T T T T /\\ T T T
18.50 19.00
91.0 17000 m/z 165.05 46.77%
41.0 1280 ‘
o — ‘\ ‘H ‘\\‘L\‘H“\‘\‘H‘\‘w“ ‘\ \H‘ N‘ “ | ‘H‘ e
miz--> 50 100 150 200 250 300
Abundance #69470: 3-(N-Methylamino)-9-methylcarbazole
209.0
— —
18.50 19.00
5000 ITI/Z 179.10 32.09%
91.0 167W
ARE RN ECIT00 00 SR
miz--> 50 100 150 200 250 300
Abundance #80635: Benzoic acid, 4-[(trimethylsilyl)oxy]-, methyl este — —
209.0 18.50 19.00
m/z 181.10 28.71%
5000
730 135.0
m/z--> 50 100 150 200 250 300 18.50 19.00

8270-BM@42121.M Mon Apr 26 15:05:14 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
Data File : BM@29636.D

Acqg On : 24 Apr 2021 14:18
Operator : CG/JU

Sample : M2149-09

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.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 9-Octadecenoic acid, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.092 29.85 ng 1307900  Phenanthrene-d10 17.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 97
2 6-Octadecenoic acid, (Z)- 282 (C18H3402 000593-39-5 96
3 Oleic Acid 282 (C18H3402 000112-80-1 95
4 Palmitoleic acid 254 C16H3002 000373-49-9 93
5 Octadec-9-enoic acid 282 C18H3402 1000190-13-7 91

Abundance Scan 2755 (19.092 min): BM029636.D\data.ms (-2747) - m/z 55.10 100.00%

5]:
o Jxx¢NA*MmJ\kA\w~fv»ﬁ
T \
DAL 372 1792 2222 2603 504 o
0l “‘w”“hm‘hcd“H‘N“““““'1 m/z 41.10 82.07%
m/z--> 50 150 200 250 300
Abundance #129349.94Ddadecenok:add,(E}
55
264.0
5000 — ‘
19.00
m/z 69.10 75.84%
sod L LILL Lg% 00 20
O bt H\‘\ u‘H\\‘\ ‘mm‘m“h‘\h\ \“\ ‘ u‘ ‘M\ ‘u‘\‘ - ‘H‘ .
m/z--> 50 150 200 250 300
Abundance #129348.64DMadecen0k:add,(Z}
55.0
R \
19.00
5000 ITI/Z 43.10 57.95%
37.0 222.0
siss |
m/z--> 50 100 150 200 250 300
Abundance #129335: Oleic Acid T ‘
41.0 19.00
m/z 83.10 57.73%
5000
83.0
264.0
ol h\u L M\L 1230 1660 2200 2040 =
m/z--> 50 0 150 200 250 300 19.00

8270-BM042121.M Mon Apr 26 15:05:14 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
Data File : BM@29636.D

Acqg On : 24 Apr 2021 14:18

Operator : CG/JU

Sample : M2149-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042121.M
: 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 11 10,18-Bisnorabieta-5,7,9(10... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
19.139 72.39 ng 4442470 Chrysene-d12 21.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10,18-Bisnorabieta-5,7,9(10),11,... 238 C18H22 006566-19-4 99
2 3,4'-Diisopropylbiphenyl 238 C18H22 061434-46-6 76
3 4,4'-Diisopropylbiphenyl 238 C18H22 018970-30-4 55
4 9-Acridinecarboxylic acid 223 C14H9NO2 005336-90-3 46
5 Anthracene, 1,4-dimethoxy- 238 C16H1402 013076-29-4 43

Abundance Scan 2763 (19.139 min): BM029636.D\data.ms (-2758) (-  m/z 223.20 100.00%
228.2
5000 181.1
A
89.0 141. ‘H : :
- vt “‘ My [ 12670 8410 /7 23820 66.94%
mlz--> 50 100 150 200 250 300 350
Abundance #92596: 10,18-Bisnorabieta-5,7,9(10),11,13-pentaene
2238.0
181.0
5000 — ——
19.00 19.50
m/z 181.10 45.68%
55.0 104.01 1 H “
0 “““\\“\“\’\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #92582: 3,4'-Diisopropylbiphenyl
223.0
—— —
19.00 19.50
5000 m/z 165.10 36.04%
43.0
165.0
104.0 ‘
miz--> 50 100 150 200 250 300 350
Abundance #92584: 4,4'-Diisopropylbiphenyl —— —
223.0 19.00 19.50
m/z 195.10 30.72%
5000
43.0 165.0 ‘ |
o — —r—
m/z--> 50 100 150 200 250 300 350 19.00 19.50

8270-BM@42121.M Mon Apr 26 15:05:15 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
Data File : BM@29636.D

Acqg On : 24 Apr 2021 14:18
Operator : CG/JU

Sample : M2149-09

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.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 12 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.215 29.05 ng 1782680 Chrysene-d12 21.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72

Abundance Scan 2776 (19 215 min): BM029636.D\data.ms (-2771) (- m/z 73.05 100.00%

5000 129.1
1852 2412
284.3 R LT
‘ ‘ 19.00 19.50
0 L bbb L3418 nys 43,10 95.86%
miz--> 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
3.0
5000 129.0 — —
19.00 19.50
185.0 241.0 284.0 m/z 60.05 82.23%
oL— “ \H‘ \‘h“\ u‘\\h‘\\‘\\“ L “ . \‘ \“‘\‘ “\ ‘\‘ , “L‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #95851: Pentadecanoic acid
73.0
— ==
19.00 19.50
5000 129.0 m/Z 41.10 78.25%
‘ 199.0 242 0
ok | \\H“\uh\\\\n‘m‘\‘\‘\“ H“HH’HH“
miz--> 50 100 150 200 250 300 350
Abundance #84453: Tetradecanoic acid — —
73.0 19.00 19.50
m/z 55.10 73.43%
5000
129.0
29. 185.0 228.0
O . ““ HH‘ h” ‘M‘\‘H‘\ “ \‘m‘\ “\‘ \‘ ; “\‘ L L A ; ‘ . . ‘ .

m/z--> 50 100 150 200 250 300 350 19.00 19.50

8270-BM042121.M Mon Apr 26 15:05:15 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
Data File : BM@29636.D

Acqg On : 24 Apr 2021 14:18
Operator : CG/JU

Sample : M2149-09

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.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 13 Retene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.862 32.66 ng 2004500 Chrysene-d12 21.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Retene 234 C18H18 000483-65-8 98
2 2-Isopropyl-10-methylphenanthrene 234 C18H18 066552-97-4 95
3 Phenanthrene, 2,4,5,7-tetramethyl- 234 C18H18 007396-38-5 62
4 1-(10-Methylanthracen-9-yl)ethanone 234 C17H140 036778-18-4 58
5 3,5-di-tert-Butyl-4-hydroxybenza... 234 C15H2202 001620-98-0 50

Abundance Scan 2886 (19.862 min): BM029636.D\data.ms (-2881) (-  m/z 219.15 100.00%
219.2

5000
10.50 20.00
102.1 165.1H : :
ol 3L e ! Ll 2761 3411 401 ;93415  s58.19%
miz--> 50 100 150 200 250 300 350 400
Abundance #89260: Retene
210.0
5000 — —
19.50 20.00

m/z 204.10  34.43%

102.0
s |
27.0 il “\ I ol u”‘ i‘

|
O\\\\‘\\\\‘\\\\‘\\\ f\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #89274: 2-Isopropyl-10-methylphenanthrene
219.0
— —
19.50 20.00
5000 m/z 203.10 30.01%
102.0 ‘
o so0 RO seso ]
miz--> 50 100 150 200 250 300 350 400
Abundance #89276: Phenanthrene, 2,4,5,7-tetramethyl- — —
234.0 19.50 20.00
m/z 202.10 23.76%
5000
101.0 189W
m/z--> 50 100 150 200 250 300 350 400 19.50 20.00

8270-BM042121.M Mon Apr 26 15:05:16 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
Data File : BM@29636.D

Acqg On : 24 Apr 2021 14:18
Operator : CG/JU

Sample : M2149-09

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.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 14 Acridin-9-amine, 1,2,3,4-te... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

20.192 5.84 ng 358264 Chrysene-d12 21.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acridin-9-amine, 1,2,3,4-tetrahy... 226 C15H18N2 297758-19-1 64
2 Acridin-9-amine, 1,2,3,4-tetrahy... 226 C15H18N2 1000300-57-6 64
3 Benzenamine, N-[(4-nitrophenyl)m... 226 C13H10N202 000785-80-8 46
4 1,3-Diamino-5,6-dihydro-7-methyl... 226 C13H14N4 037436-37-6 43
5 Imidazole, 5-methyl-4-trifluorom... 226 C11H9F3N2 081769-66-6 43

Abundance Scan 2942 (20.192 min): BM029636.D\data.ms (-2939) (-  m/z 226.10 100.00%
1

226.
5000 165.1
—— —r=
55.1 115.1 ‘ ‘ 20.00 20.50
oL \‘M i“‘\“\uhm\‘\‘n\ m‘mm‘\ ‘\“ \“\‘ N “\‘“‘\‘h\‘ \h\““\ ‘\\‘u‘ \H\ Pl ‘2‘8§‘1‘ — ‘3‘57‘ m/z 165.10 48.76%
miz--> 50 100 150 200 250 300 350
Abundance #82946: Acridin-9-amine, 1,2,3,4-tetrahydro-5,8-dimethyl-
226.0
5000 — ——
20.00 20.50
m/z 225.10 42.86%
39.0 77-0 113.0 1 39
o] S v ‘h“m‘\h‘ " [ .
miz--> 50 100 150 200 250 300 350
Abundance #82945: Acridin-9-amine, 1,2,3,4-tetrahydro-5,7-dimethyl-
226.0
e e
20.00 20.50
5000 m/z 194.10 17.83%
39.0 77.0113.0 3.0
[o) \‘m ‘\u‘\‘\ \\“u “H\H‘H‘ ‘\‘h‘ iy sy A ‘h“ \U P
m/z--> 50 100 150 200 250 300 350
Abundance #82560: Benzenamine, N-[(4-nitrophenyl)methylene]- o ——
226.0 20.00 20.50
m/z 153.05 16.49%
5000
77.0 179.0
ol | o, |
m/z--> 50 100 150 200 250 300 350 20.00 20.50

8270-BM042121.M Mon Apr 26 15:05:17 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
Data File : BM@29636.D

Acqg On : 24 Apr 2021 14:18
Operator : CG/JU

Sample : M2149-09

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.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 15 Methyl dehydroabietate Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

20.398 4.07 ng 249912 Chrysene-d12 21.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl dehydroabietate 314 C21H3002 001235-74-1 90
2 trans-1,2-Bis(methyldichlorosily... 252 C4H8C14Si2 065899-10-7 47
3 9,10-Anthracenedione, 2-amino-3-... 239 C14H9NO3 000117-77-1 33
4 Phthalic acid, 4-bromophenyl 3-m... 410 C21H15Bro4 1000315-67-3 33
5 9,10-Anthracenedione, 1-amino-4-... 239 C14HSNO3 000116-85-8 9

Abundance Scan 2977 (20.398 min): BM029636.D\data.ms (-2974) (-  m/z 239.20 100.00%

239.2
5000
20.00 20.50
411 951 1431 299.1
Ol 3882 L L4290 /7 240,20 20.61%
m/z--> 50 100 150 200 250 300 350 400
Abundance #156722: Methyl dehydroabietate
239.0
5000 = T
43.0 20.00 20.50
314.0 m/z 299.10 7.50%
o) “ ‘\H‘ iy ‘\ ‘\‘\H‘\ i ““H‘\HJ‘%‘HM‘ By ‘h‘ o ‘i “‘ e
m/z--> 50 100 150 200 250 300 350 400
Abundance  #104235: trans-1,2-Bis(methyldichlorosilyl)ethylene
104.0 239.0
,J\ ‘ T T ‘ T
20.00 20.50
5000 m/z 143.05 4.62%
N I | S ¥ —
m/z--> 5 100 150 200 250 300 350 400
Abundance  #93137: 9,10-Anthracenedione, 2-amino-3-hydroxy- “ —
239.0 20.00 20.50
m/z 314.20 4.26%
5000
154.0
77.0
0280 TS vy \

m/z--> 50 100 150 200 250 300 350 400 20.00 20.50

8270-BM042121.M Mon Apr 26 15:05:17 2021 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
Data File : BM@29636.D

Acqg On : 24 Apr 2021 14:18
Operator : CG/JU

Sample : M2149-09

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.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 16 Nonane, 5-butyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
20.462 3.93 ng 241331 Chrysene-d12 21.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 5-butyl- 184 C13H28 017312-63-9 89
2 Hexacosane 366 C26H54 000630-01-3 87
3 Octacosane 394 C28H58 000630-02-4 81
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 80
5 Hexadecane, 5-butyl- 282 C20H42 006912-07-8 74

Abundance Scan 2988 (20.462 min): BM029636.D\data.ms (-2984) (- m/z 57.10 100.00%
57.1

5000 %Avwwwﬂijkﬁﬂﬂwwvxj\
9.1 ——
20.50
6.1
oLl “hw“ ’ H‘ W ik 250 287‘1 3909 m/z 43.10  84.97%
m/z--> 50 100 150 200 250 300 350
Abundance #48837: Nonane, 5-butyl-
43.0
5.0
5000 126.0 L
20.50
m/z 71.10  79.27%
O\\“‘“‘\“‘\h‘\\‘\\‘\]\-8\4.\(‘)\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
—
20.50
5000 ITI/Z 85.10 55.36%
oL ‘L‘ Hh‘ | M | 141.0183.0225.0267.0309.0 367.0
A e e T
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane T
57.0 20.50
m/z 41.10 38.06%
b NﬁwwﬂwﬂwmAw«waijN
oLl h‘ H | 141 0183.0225.0 281.0 337.0 394.
e H““‘““‘_“““““‘H“““ —
m/z--> 50 100 150 200 250 300 350 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
Data File : BM@29636.D

Acqg On : 24 Apr 2021 14:18

Operator : CG/JU

Sample : M2149-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042121.M
: 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 17 Dehydroabietic acid Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
20.903 14.35 ng 880979 Chrysene-d12 21.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dehydroabietic acid 300 C20H2802 001740-19-8 93
2 trans-1,2-Bis(methyldichlorosily... 252 C4H8C14Si2 065899-10-7 93
3 1-Phenanthrenecarboxylic acid, 1... 300 C20H2802 005155-70-4 93
4 Butanoic acid, 2-(cyano)(2,4,6-t... 300 C17H20N203 1000267-71-7 70
5 Ethyl 4-hydroxy-7-trifluoromethy... 285 C13H10F3NO3 000391-02-6 53

Abundance Scan 3063 (20.903 min): BM029636.D\data.ms (-3058) (-

m/z 239.20 100.00%

230.2 '
285.1
5000
141.1
—r
431 91.1 1 21.00
0" WWMmeu e 3691 43L n/7 285,15 60.38%
mlz--> 50 100 150 200 250 300 350 400
Abundance #144997: Dehydroabietic acid
285.0
239.0
5000 T
43.0 21.00
141.0 m/z 197.15  38.98%
‘ 90| 185%
[o “\‘\“ \\“ ‘\“\\I“\"‘H\‘HJ‘H ‘\I\“\WL uM‘H\‘Hl‘\I‘ e ‘\‘ —h \“ e B ma e
m/z--> 50 100 150 200 250 300 350 400
Abundance  #104235: trans-1,2-Bis(methyldichlorosilyl)ethylene
104.0 239.0
—
21.00
5000 m/z 141.05 21.85%
0 | IS | NS
miz--> 50 100 150 200 250 300 350 400
Abundance #145029: 1-Phenanthrenecarboxylic acid, 1,2,3,4,4a,9,1C P
285.0 21.00
239.0 m/z 240.20 20.81%
5000
141.0
10 oo % |
o“WpH‘u,mWwWwﬁwumu"H“NH“‘H“‘H“ —
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@42421\
Data File : BM@29636.D

Acqg On : 24 Apr 2021 14:18
Operator : CG/JU

Sample : M2149-09

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.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 18 Heneicosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

21.362 3.51 ng 215423 Chrysene-d12 21.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 96
3 Hexacosane 366 C26H54 000630-01-3 90
4 Octacosane 394 (C28H58 000630-02-4 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 90

Abundance Scan 3141 (21.362 min): BM029636.D\data.ms (-3138) (- m/z 57.10 100.00%
57.1

g

5000
127.1 207.1 21.00 21.50
ob AR 20T aos ssoaman asn 0 M
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141426: Heneicosane
57.0
5000 — ——

21.00 21.50
m/z 71.10  68.95%
|

\ |FFJ&{4970 296.0
O‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0

:

21.00 21.50
5000 m/z 85.10 57.12%

| 2270 2110 2960

:

0‘H“_‘H"H‘_“w‘H“H‘w“u‘u“_‘u“u‘_“w
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194493: Hexacosane
57.0 21.00 21.50
m/z 41.10 34.14%
5000

F

o \‘ || 1770 197.0 2670  367.0
LD, 070 2670 3670

— —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
Data File : BM@29636.D

Acqg On : 24 Apr 2021 14:18
Operator : CG/JU

Sample : M2149-09

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.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 19 Heptadecane, 9-octyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.786 5.39 ng 330682 Chrysene-d12 21.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 92
2 Octadecane 254 C18H38 000593-45-3 91
3 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 91
4 Tetracosane 338 (C24H50 000646-31-1 90
5 Heptacosane 380 C27H56 000593-49-7 90

Abundance Scan 3213 (21.786 min): BM029636.D\data.ms (-3210) - m/z 57.10 100.00%
57.1

1 2150 2200
131 1910 : :
U 253.2
okt Jﬁ‘ Lijuii 2p32 83023850 4890 .. 71 10 75.24%
mlz--> 50 100 150 200 250 300 350 400 450 500
Abundance #185535: Heptadecane, 9-octyl-
57.0
5000 L U
21.50 22.00
m/z 43.10 72.03%
113.0 239.0
ob [UT7 3690 2930403520
\\‘\\\\‘\\\\‘\\1\[\\\\‘\\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #105885: Octadecane
57.0
—— —
21.50 22.00
5000 m/z 85.10 49.37%
301600 2540
(LS A U
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #152416: Tridecane, 1-iodo- T T
57.0 21.50 22.00
m/z 41.10 30.52%
7 MM
183.0
113.0
ol T meo
m/z--> 50 100 150 200 250 300 350 400 450 500 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
Data File : BM@29636.D

Acqg On : 24 Apr 2021 14:18
Operator : CG/JU

Sample : M2149-09

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.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 20 Tetracosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

22.239 2.81 ng 172639 Chrysene-d12 21.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 95
2 Octadecane 254 C18H38 000593-45-3 93
3 Tricosane, 2-methyl- 338 C24H50 001928-30-9 93
4 2-methyloctacosane 408 C29H60 1000376-72-8 90
5 Octacosane 394 (C28H58 000630-02-4 90

Abundance Scan 3290 (22.239 min): BM029636.D\data.ms (-3287) - m/z 57.10 100.00%

57.1
5000
113.1 ‘22‘00‘ ‘22‘50‘
208.1 : :
ow_‘”}w\‘h Lottt g 2081 43024900 s 7100 72.94%
mlz--> 50 100 150 200 250 300 350 400 450 500
Abundance #175558: Tetracosane
57.0
5000 —r ——
22.00 22.50
m/z 43.10 72.45%
\\\\‘\\\\‘\\\1‘\1f\‘\\\\‘\\f\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #105885: Octadecane
57.0
—— —
22.00 22.50
5000 m/z 85.10 52.76%
| P P1e00 2540
O b e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #175566: Tricosane, 2-methyl- — —
43.0 22.00 22.50
m/z 41.10 29.80%
e W
295.0
ol li%nmﬁ?(’ﬂlol I
m/z--> 50 100 150 200 250 300 350 400 450 500 22.00 22.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
Data File : BM@29636.D

Acqg On : 24 Apr 2021 14:18
Operator : CG/JU

Sample : M2149-09

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.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|
Hexanoic acid 6.663 2.7 ng 60532 1 7.622 448454 20.0
Benzene, 1-meth... 7.763 8.0 ng 178318 1 7.622 448454 20.0
2,4,7,9-Tetrame... 13.175 8.6 ng 322709 3 14.269 748995 20.0
unknown15.404 15.404 5.4 ng 201574 3 14.269 748995 20.0
Tetradecanoic acid 16.433 2.3 ng 99250 4 17.015 876290 20.0
n-Hexadecanoic ... 17.939 86.2 ng 3778580 4 17.015 876290 20.0
10,18-Bisnorabi... 18.304 8.9 ng 389313 4 17.015 876290 20.0
4b,8-Dimethyl-2... 18.639 15.9 ng 696526 4 17.015 876290 20.0
1,5,6,7-Tetrame... 18.774 3.8 ng 167452 4 17.015 876290 20.0
9-Octadecenoic ... 19.092 29.9 ng 1307900 4 17.015 876290 20.0
10,18-Bisnorabi... 19.139 72.4 ng 4442470 5 21.198 1227430 20.0
Octadecanoic acid  19.215 29.1 ng 1782680 5 21.198 1227430 20.0
Retene 19.862 32.7 ng 2004500 5 21.198 1227430 20.0
Acridin-9-amine... 20.192 5.8 ng 358264 5 21.198 1227430 20.0
Methyl dehydroa... 20.398 4.1 ng 249912 5 21.198 1227430 20.0
Nonane, 5-butyl- 20.462 3.9 ng 241331 5 21.198 1227430 20.0
Dehydroabietic ... 20.903 14.4 ng 880979 5 21.198 1227430 20.0
Heneicosane 21.362 3.5 ng 215423 5 21.198 1227430 20.0
Heptadecane, 9-... 21.786 5.4 ng 330682 5 21.198 1227430 20.0
Tetracosane 22.239 2.8 ng 172639 5 21.198 1227430 20.0
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