LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32222\
Data File : BM@34319.D

Acqg On : 22 Mar 2022 20:39

Operator : CG/JU

Sample : N1977-06 :

Misc : SB-14-20220315-15.0-16.0

ALS vial : 9 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-BM@31522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@34319.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.084 138 144 151 rBV 156467 217208 4.53% 0.342%
2 5.019 295 303 308 rBV2 34164 52622 1.10% 0.083%
3 5.431 366 373 377 rBV 102540 150837 3.15% 0.237%
4 5.490 377 383 391 rBV 2186223 3138732 65.53% 4.937%
5 5.913 447 455 468 rBV2 76313 172581 3.60% 0.271%
6 7.096 648 656 665 rBV 2103049 3302546 68.95% 5.194%
7 7.5906 733 740 749 rVB4 46154 94522  1.97% 0.149%
8 7.937 792 799 808 rBV 624284 980435 20.47% 1.542%
9 8.078 816 823 828 rBV2 26123 53518 1.12% 0.084%
106 8.166 834 838 843 rVB 41375 65432 1.37% 0.103%
11 8.319 857 864 868 rBV 32880 55818 1.17% ©.088%
12 8.478 882 891 899 rBV 152693 256853 5.36% 0.404%
13 8.701 921 929 936 rBV 69852 125836 2.63% 0.198%
14 9.101 990 997 1008 rVB 1207325 2008271 41.93%  3.159%
15 10.160 1170 1177 1178 rBV3 59147 84222 1.76% 0.132%

16 10.748 1268 1277 1282 rBV 801126 1387338 28.96%
17 10.801 1282 1286 1296 rVB 348495 584537 12.20%
18 10.919 1302 1306 1312 rVB2 42360 72716  1.52%

OO0 O0ON
=
[
i
R

19 12.407 1551 1559 1568 rVB 64095 121384  2.53% 191%
20 12.625 1585 1596 1604 rBV2 148673 285622 5.96% 449%
21 13.207 1688 1695 1702 rVB 2812288 3977530 83.04%  6.256%
22 13.419 1725 1731 1736 rVB2 70980 109369 2.28% 0.172%
23 13.642 1765 1769 1776 rVB2 52495 88604 1.85% 0.139%
24 13.760 1781 1789 1794 rVV3 50021 115963 2.42% ©.182%
25 13.901 1808 1813 1818 rBV 72787 121482 2.54% ©.191%
26 14.136 1846 1853 1856 rBV 69981 120765 2.52% 0.190%
27 14.172 1856 1859 1864 rVB 77777 102201 2.13% 0.161%
28 14.301 1875 1881 1890 rBV 252141 415157 8.67% 0.653%
29 14.419 1896 1901 1908 rVB5 33793 63406 1.32% 0.100%
30 14.578 1921 1928 1934 rBV 1179156 1696998 35.43%  2.669%
31 14.642 1934 1939 1947 rVB 505352 736155 15.37% 1.158%
32 14.795 1960 1965 1973 rBV4 40162 87208 1.82% 0.137%
33 14.972 1991 1995 2003 rVB2 72887 135516 2.83% 0.213%
34 15.048 2003 2008 2012 rVB 45663 67976 1.42% ©.107%
35 15.142 2016 2024 2025 rBV2 66745 134615 2.81% 0.212%
36 15.342 2055 2058 2061 rBV3 38348 56708 1.18% ©.089%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32222\
Data File : BM@34319.D

Acqg On : 22 Mar 2022 20:39

Operator : CG/JU

Sample : N1977-06 :

Misc : SB-14-20220315-15.0-16.0

ALS vial : 9 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-BM@31522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 15.442 2071 2075 2082 rVB2 66720 121140 2.53% 0.191%
38 15.619 2100 2105 2117 rVB2 116673 235988 4.93% 0.371%
39 15.713 2117 2121 2124 rBV 91845 142805 2.98% 0.225%
40 15.748 2124 2127 2130 rVB2 76616 95722 2.00% 0.151%
41 15.836 2137 2142 2146 rBV2 124358 183117 3.82% ©0.288%
42 15.919 2151 2156 2162 rVB3 51103 104301 2.18% 0.164%
43 16.060 2174 2180 2189 rVB 2433578 3387501 70.72% 5.328%
44 16.295 2215 2220 2228 rVB3 95257 198298 4.14% 0.312%
45 16.624 2269 2276 2281 rBV5 61265 145823 3.04% 0.229%
46 16.672 2282 2284 2290 rBV6 31453 64282 1.34% 0.101%
47 16.777 2298 2302 2306 rVB 63866 92397 1.93% 0.145%
48 17.136 2359 2363 2372 rVB2 118077 195745 4.09% 0.308%
49 17.319 2388 2394 2398 rBV 1307409 1908592 39.85% 3.002%
50 17.360 2398 2401 2407 rVB 599845 771271 16.10% 1.213%
51 17.448 2412 2416 2421 rVB 203520 288676 6.03% 0.454%
52 17.901 2490 2493 2496 rBV 70310 84412 1.76% 0.133%
53 18.213 2540 2546 2549 rBV2 257952 522539 10.91% 0.822%
54 18.324 2562 2565 2569 rBV 92752 132164 2.76% 0.208%
55 18.389 2571 2576 2580 rBV2 360107 632148 13.20% 0.994%
56 18.518 2595 2598 2603 rBV4 91866 148937 3.11% 0.234%
57 18.801 2642 2646 2654 rBV4 179304 299049 6.24% 0.470%
58 19.118 2696 2700 2703 rBV 217026 343212 7.17% 0.540%
59 19.377 2739 2744 2750 rBV 1976205 2591451 54.10% 4.076%
60 19.430 2751 2753 2757 rVB2 216623 265366 5.54% 0.417%
61 19.518 2766 2768 2773 rVB 163889 196753 4.11% 0.309%
62 19.736 2796 2805 2814 rBV 2708540 4276225 89.28% 6.726%
63 19.936 2834 2839 2843 rBV 4068432 4711752 98.37% 7.411%
64 20.054 2856 2859 2867 rBV2 197404 434356 9.097% 0.683%
65 20.154 2871 2876 2880 rBV 1265425 1621566 33.85% 2.550%
66 20.224 2885 2888 2897 rVB2 527299 825263 17.23% 1.298%
67 20.330 2903 2906 2909 rVB 363833 401058 8.37% 0.631%
68 20.383 2913 2915 2920 rVB 326592 421255 8.79% 0.663%
69 20.524 2937 2939 2943 rVB2 208905 200713 4.19% 0.316%
70 21.177 3047 3050 3052 rBV 335192 386081 8.06% 0.607%
71 21.406 3085 3089 3092 rVB 1009533 1191756 24.88% 1.874%
72 21.483 3097 3102 3107 rVV2 2303867 4789828 100.00% 7.533%
73 21.530 3107 3110 3121 rVB 1422711 1928921 40.27% 3.034%
74 23.171 3384 3389 3395 rBV 988943 2404086 50.19% 3.781%
75 23.695 3473 3478 3488 rVB 769517 1602374 33.45%  2.520%

76 23.800 3490 3496 3503 rVV 1117812 2302120 48.06% 3.621%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32222\
Data File : BM@34319.D

Acqg On : 22 Mar 2022 20:39

Operator : CG/JU

Sample : N1977-06 :

Misc : SB-14-20220315-15.0-16.0

ALS vial : 9 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-BM@31522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
77 23.906 3509 3514 3520 rVB2 946256 1691392 35.31% 2.660%

Sum of corrected areas: 63581118
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 22 Mar 2022 20:39
: CG/IU
: N1977-06

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32222\
BM@34319.D

SB-14-20220315-15.0-16.0

: 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31522.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

0
Time-->
Abundance

4000000

3000000

2000000

1000000

TIC: BM034319.D\data.ms

5.490 7.096
9.101
10.748
7.937
10/801
4.084 5.019 5481 5913 7.590 mm&ﬁ@?Ol 10.160 919

S
T T T T T 1 U UL UL IR T T 1 T 1T T T T L =TT T T T T T T T T T T T T T T T 1
I I I I I I ! I I | | I I I I I I

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

TIC: BM034319.D\data.ms

19.936

19.734

A n ~

0
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Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50

Abundance

4000000

3000000

2000000

1000000

TIC: BM034319.D\data.ms

21.483

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@32222\
Data File : BM@34319.D

Acqg On : 22 Mar 2022 20:39

Operator : CG/JU

Sample : N1977-06 :

Misc : SB-14-20220315-15.0-16.0

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31522.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 1Indene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.478 5.24 ng 256853 1,4-Dichlorobenzene-d4 7.937

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indene 116 C9H8 000095-13-6 95
2 1-Propyne, 3-phenyl- 116 C9H8 010147-11-2 94
3 3-Methylphenylacetylene 116 CO9H8 000766-82-5 91
4 Benzene, 1,2-propadienyl- 116 C9H8 002327-99-3 91
5 Benzene, 1-propynyl- 116 CSH8 000673-32-5 91
Abundance Scan 891 (8.478 min): BM034319.D\data.ms (-882) (-) m/z 115.10 100.00%
115.1
5000
390 250 89‘-0 8.20 8.40 8.60 8.80
bbbl 2281 /7 116010 92.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9543: Indene
116.0
5000 L L B R BN LR
8.20 8.40 8.60 8.80
m/z 63.00 14.77%
39.0 63.0 gg.0
0 H\‘\‘WH“‘\\HH““‘\‘\\“\’\”i‘u‘u\““HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9545: 1-Propyne, 3-phenyl-
115.0
8.20 8.40 8.60 8.80
5000 m/z 89.00 14.28%
89.0
39.0 ‘ 6?'0 ‘
0Lt et e el e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9550: 3-Methylphenylacetylene At ‘/‘\‘ ammE A REAS
115.0 8.20 8.40 8.60 8.80
m/z 117.00 9.13%
5000
63.0 89.0
39.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32222\
Data File : BM@34319.D

Acqg On : 22 Mar 2022 20:39

Operator : CG/JU

Sample : N1977-06 :

Misc : SB-14-20220315-15.0-16.0

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31522.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 1-Isopropenylnaphthalene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.836 2.16 ng 183117  Acenaphthene-di10 14.578
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Isopropenylnaphthalene 168 C13H12 001855-47-6 76
2 Naphthalene, 1-(2-propenyl)- 168 C13H12 002489-86-3 64
3 Benzene, [1-(2,4-cyclopentadien-... 168 C13H12 002320-32-3 64
4 1,1'-Biphenyl, 2-methyl- 168 C13H12 000643-58-3 49
5 1,1'-Biphenyl, 3-methyl- 168 C13H12 000643-93-6 46

Abundance Scan 2142 (15.836 min): BM034319.D\data.ms (-2137) (-  m/z 153.05 100.00%

158.1
5000
57.1
= =
‘ 115.0 184.1 15.50 16.00
ol L, T " M‘w L 2238 28LU T cs a5 78.55%
miz--> 50 100 150 200 250
Abundance #43630: 1-Isopropenylnaphthalene
153.0
5000 = pae
15.50 16.00
m/z 152.00 48.52%
to % uso | |
O ‘\‘ i‘ \“\“H‘\“‘”\‘ B Pl i \“H\ LA B e B B e s
miz--> 50 100 150 200 250
Abundance #43643: Naphthalene, 1-(2-propenyl)-
153.0
— ——
15.50 16.00
5000 115.0 m/Z 165.10 39.84%
63.0
28.0 ‘ ‘
ol dul | W\H\‘HM“ bl — —
miz--> 50 100 150 200 250
Abundance #43646: Benzene, [1-(2,4-cyclopentadien-1-ylidene)ethyl] F —
153.0 15.50 16.00
m/z 169.10 34.88%
5000
114.0
miz--> 50 100 150 200 250 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32222\
Data File : BM@34319.D

Acqg On : 22 Mar 2022 20:39

Operator : CG/JU

Sample : N1977-06 :

Misc : SB-14-20220315-15.0-16.0

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31522.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 unknownl6.295 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

16.295 2.08 ng 198298  Phenanthrene-di10 17.319
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1(2H)-Acenaphthylenone 168 C12H80 002235-15-6 42
2 2,4,6(1H,3H,5H)-Pyrimidinetrione... 184 C8H12N203 007391-61-9 35
3 Tridecane 184 C13H28 000629-50-5 35
4 4-Dimethylamino-3-dimethylaminom... 184 C9H16N202 1000427-46-3 30
5 Tetradecane 198 C14H30 000629-59-4 25

Abundance Scan 2220 (16.295 min): BM034319.D\data.ms (-2215) (- m/z 57.10 100.00%
ot

140.0
184.1
5000
99.1 — —
16.00 16.50
ol M ! A B30 2811 331 1s0.00  83.91%
m/z--> 50 100 150 200 250 300
Abundance #43619: 1(2H)-Acenaphthylenone
168.0
5000
16.00 16.50
m/z 139.05 80.46%
69"0 113.0
O\\\V\“Hh\‘w\“ \‘h\ \“‘ L ey s
m/z--> 50 100 150 200 250 300
Abundance #59402: 2,4,6(1H,3H,5H)-Pyrimidinetrione, 5-ethyl-1,3-dir
169.0
— —
16.00 16.50
5000 m/z 168.00 79.85%
41.0 126.0
83.0
m/z--> 50 100 150 200 250 300
Abundance #59027: Tridecane T P
57.0 16.00 16.50
m/z 169.05 77.49%
5000
| | 990 1410 1840
Y S L — A Y
m/z--> 50 100 150 200 250 300 16.00 16.50

8270-BM031522.M Wed Mar 23 15:29:27 2022 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32222\
Data File : BM@34319.D

Acqg On : 22 Mar 2022 20:39

Operator : CG/JU

Sample : N1977-06 :

Misc : SB-14-20220315-15.0-16.0

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31522.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 Naphtho[1,2-b]thiophene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
17.136 2.05 ng 195745  Phenanthrene-di10 17.319
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphtho[1,2-b]thiophene 184 C12H8S 000234-41-3 96
2 Naphtho[2,1-b]thiophene 184 C12H8S 000233-02-3 95
3 Dibenzothiophene 184 C12H8S 000132-65-0 91
4 Naphtho[2,3-b]thiophene 184 C12H8S 000268-77-9 90
5 Azuleno(2,1-b)thiophene 184 C12H8S 000248-13-5 87

Abundance Scan 2363 (17.136 min): BM034319.D\data.ms (-2359) (-  m/z 184.05 100.00%

184.1
5000
57.1 139.0 T L
‘ 85.1 1120 ‘ ‘ 0311 . 17.00 17.50
Obretrrdisdr bt 2120 L4 28L1 2826 L 57 9 18.48%
m/z--> 40 60 80 100120140160 180200220240 260 280
Abundance #58974: Naphtho[1,2-b]thiophene
184.0
5000 — —
17.00 17.50
139.0 m/z 139.00 17.92%
92.0
063-0
m/z--> 40 60 80 100120140160 180200 220 240 260 280
Abundance #58972: Naphtho[2,1-b]thiophene
184.0
e P
17.00 17.50
5000 ITI/Z 185.00 17.80%
139.0
m/z--> 40 60 80 100120140160 180200 220 240 260 280
Abundance #58967: Dibenzothiophene S T
184.0 17.00 17.50
m/z 71.10 17.10%
- W\/\/\W/U\/W
139.0
60 0
ol e e e e e o e e —r— —r—
m/z--> 40 60 80 100120140160 180200 220 240 260 280 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32222\
Data File : BM@34319.D

Acqg On : 22 Mar 2022 20:39

Operator : CG/JU

Sample : N1977-06 :

Misc : SB-14-20220315-15.0-16.0

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31522.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.213 5.48 ng 522539  Phenanthrene-d10 17.319
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 Octadecanoic acid 284 C18H3602 000057-11-4 76
5 Tetradecanoic acid 228 C14H2802 000544-63-8 62

Abundance Scan 2546 (18.213 min): BM034319.D\data.ms (-2540) (- m/z 72.95 100.00%
73.0

-

5000
— —
18.00 18.50
0! m/z 43.10 86.48%
m/z--> 50 100 150 200 250 300 350
Abundance #143511: n-Hexadecanoic acid
73.0
129.0 256.0
5000 — ——
213.0 18.00 18.50
171.0 m/z 60.00 79.99%
29. ‘ ‘
0! ”}“H\HM ‘\‘L‘ L \“ \‘\““ \‘\‘\ T “\ LA
m/z--> 50 100 150 200 250 300 350
Abundance #92069: Tridecanoic acid
73.0
e _—
18.00 18.50
5000 129.0 m/Z 57.10 73.88%
29.0 171.0
‘ 214.0
m/z--> 50 100 150 200 250 300 350
Abundance #126199: Pentadecanoic acid —— —
73.0 18.00 18.50
m/z 41.05 70.89%
5000 129.0
29.0
‘ 199.0 242.0
MERT N O N
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32222\
Data File : BM@34319.D

Acqg On : 22 Mar 2022 20:39

Operator : CG/JU

Sample : N1977-06 :

Misc : SB-14-20220315-15.0-16.0

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31522.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@ 4H-Cyclopenta[def]phenanthrene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.389 6.62 ng 632148  Phenanthrene-di10 17.319
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 81
2 Carbonic acid, ethyl 2-formyl-4,... 262 C1OH8C1204 1000331-34-4 50
3 Methyl diselenide 190 C2H6Se2 007101-31-7 49
4 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 42
5 2,4(1H,3H)-Pyrimidinedione, 5-br... 190 C4H3BrN202 000051-20-7 32

Abundance Scan 2576 (18.389 min): BM034319.D\data.ms (-2571) (-  m/z 189.10 100.00%

189.1
5000
94-6 ‘ T T ‘ T
620 ‘ L300 “AW 18.00 18.50
ob o P20l 1890 ] 22212562 3270 /7 196,10  97.96%
miz--> 50 100 150 200 250 300
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 — R
94.0 18.00 18.50
’ m/z 192.10 41.21%
o300 \‘\ 1370, |
L ‘ L ‘ L ‘ T T ‘ L ‘ L ‘ T T T
miz--> 50 100 150 200 250 300
Abundance #149879: Carbonic acid, ethyl 2-formyl-4,6-dichloropheny
190.0
e T
18.00 18.50
5000 m/Z 191.10 33.98%
9.0 63.0 97.0 133.0
ot S T
miz--> 50 100 150 200 250 300
Abundance #64929: Methyl diselenide R —
93.0 190.0 18.00 18.50
m/z 94.60 24.80%
5000
15?.
(R SR |1 — — S
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_M\Data\BM@32222\
Data File : BM@34319.D

Acqg On : 22 Mar 2022 20:39

Operator : CG/JU

Sample : N1977-06 :

Misc : SB-14-20220315-15.0-16.0

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31522.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 (1S,4aS,4bsS,7S,8aS,10aS)-7-... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.801 3.13 ng 299049  Phenanthrene-di10 17.319
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1S,4aS,4bs,7S,8aS,10aS)-7-Isopr... 262 C19H34 002221-95-6 90
2 1,3,12-Nonadecatriene 262 C19H34 1000131-11-1 43
3 3-Hexadecyne 222 C16H30 061886-62-2 41
4 Longipinane, (E)- 206 C15H26 1000156-14-5 38
5 2-n-Octylfuran 180 C12H200 004179-38-8 38

Abundance Scan 2646 (18.801 min): BM034319.D\data.ms (-2642) (-  m/z 109.10 100.00%

109.1
55.1 191.2
5000
262.3
—— —
149 { ‘ ‘ 18.50 19.00
0 b ook b 38 s g1es 73.71%
miz--> 50 100 150 200 250 300
Abundance #151062: (1S,4aS,4bS,7S,8aS,10aS)-7-Isopropyl-1,4a-di
109.0
55.0
5000 —r ——
2620 18.50 19.00
1910 m/z 95.10 71.16%
49,
0 ““:h \\\\ \‘}\\““h\‘\\\‘\\\\
m/z--> 50 100 150 200 250 300
Abundance #151054: 1,3,12-Nonadecatriene
67.0
—— —
18.50 19.00
5000 m/z 55.10 60.68%
09.0
262.0
149.0
LA L] ) zom0
(e ‘yJ _——
m/z--> 50 100 150 200 250 300
Abundance #102173: 3-Hexadecyne T ——
67.0 18.50 19.00
m/z 191.15 57.88%
5000 09.0
29.
0 ‘m \ | 151.0 193.0
! A e — —
m/z--> 50 100 150 200 250 300 18.50 19.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32222\
BM@34319.D

: 22 Mar 2022 20:39

: CG/JU

: N1977-06

: 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31522.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 9,10-Dimethylanthracene

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
19.118 3.60 ng 343212  Phenanthrene-d10 17.319
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 96
2 Phenanthrene, 2,5-dimethyl- 206 Cl6H14 003674-66-6 93
3 Phenanthrene, 2,3-dimethyl- 206 C1l6H14 003674-65-5 90
4 3,4-Dimethylphenanthrene 206 Cl6H14 1000452-24-5 90

5 1,3-Diphenyl-3-methylcyclopropene 206 Cl6H14

086544-79-8 87

Abundance Scan 2700 (19.118 min): BM034319 D\data.ms (-2696) (- m/z 206.10 100.00%

206.

%

5000
89.0 |, 1651 ‘ 19.00 19.50
ol 229 e L ‘w”‘uu e 2O9L 8420 n/7 191,10 51.00%
mlz--> 50 100 150 200 250 300 350
Abundance #82934: 9,10-Dimethylanthracene
206.0
5000 — e
19.00 19.50
m/z 189.10 28.69%
89.0 165.0
O T \\5]‘-\0\“\‘ “\“ [H }\27\(\)“‘\ \“‘\ “ H“\ LI ’ LI ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #82944: Phenanthrene, 2,5-dimethyl-
206.0
— —
19.00 19.50
5000 ITI/Z 205.10 21.19%
101.0 ‘
obeall RNl
miz--> 50 100 150 200 250 300 350
Abundance #82943: Phenanthrene, 2,3-dimethyl- —— —
206.0 19.00 19.50
m/z 207.10 16.62%
5000 MN’W
89.0
o 510 [jazeet®s0l ) I
m/z--> 50 100 150 200 250 300 350 19.00 19.50

8270-BM031522.M Wed Mar 23 15:29:31 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32222\
Data File : BM@34319.D

Acqg On : 22 Mar 2022 20:39

Operator : CG/JU

Sample : N1977-06 :

Misc SB-14-20220315-15.0-16.0

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31522.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 Retene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.154 6.77 ng 1621576  Chrysene-d12 21.489
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 2,5-Diphenyl-2,4-hexadiene 234 C18H18 016819-47-9 64
4 Ethanone, 1-(4,6-dihydroxy-2,3,5... 234 C13H1404 021987-07-5 49
5 1-Ethanone, 1-(4-amino-7-chloro-... 234 C12H11CIN20 1010350-06-0 49

Abundance Scan 2876 (20.154 min): BM034319.D\data.ms (-2871) (- m/z 219.10 100.00%

219.1
5000
P =
101.1 1651‘ “ 20.00 20.50
o4l L PTidld | 28013265 4000 1/, 23420  59.37%
mlz--> 50 100 150 200 250 300 350 400
Abundance #116389: Retene
219.0
5000 e SR
20.00 20.50
m/z 204.10 34.04%
1920 sasg)|
0\2\7\0\‘\\\‘\“HM“\‘\\\]‘\“\“‘\‘“"H \‘\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #116403: 2-Isopropyl-10-methylphenanthrene
219.0
o= =
20.00 20.50
5000 m/z 203.10  28.36%
102.0 ‘
o0 10 teso )]
miz--> 50 100 150 200 250 300 350 400
Abundance #116400: 2,5-Diphenyl-2,4-hexadiene : : 7=
234.0 20.00 20.50
m/z 202.10 21.61%
5000
105.0
m/z--> 50 100 150 200 250 300 350 400 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32222\
Data File : BM@34319.D

Acqg On : 22 Mar 2022 20:39

Operator : CG/JU

Sample : N1977-06

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM031522.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 14 11H-Benzo[b]fluorene

Concentration Rank 10

SB-14-20220315-15.0-16.0

R.T. EstConc Area Relative to ISTD R.T.
20.224 3.45 ng 825263  Chrysene-di12 21.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 91
2 Pyrene, 1-methyl- 216 C17H12 002381-21-7 90
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 87
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 87
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 74

Abundance Scan 2888 (20.224 min): BM034319.D\data.ms (-2885) (-

m/z 216.10 100.00%

216.1
5000
107.7 e L
20.00 20.50
41.1 163.1 ‘
Ol 3 4, 273:2 8240 4150 g 15,10 77.15%
m/z--> 50 100 150 200 250 300 350 400
Abundance #94576: 11H-Benzo[b]fluorene
216.0
5000 — ~—
20.00 20.50
108.0 m/Z 107.70 22.44%
57.0 H“ 163.0‘ ‘
O\\\“\\\\“\\\‘\’\‘\\h\‘\h‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #94570: Pyrene, 1-methyl-
216.0
—— —
20.00 20.50
5000 ITI/Z 213.10 21.24%
108.0
o0l e}
m/z--> 50 100 150 200 250 300 350 400
Abundance #94577: 11H-Benzo[a]fluorene — —
216.0 20.00 20.50
m/z 217.10 19.87%
5000
108.0
63.0 163.0
ottt e —— —
m/z--> 50 100 150 200 250 300 350 400 20.00 20.50

8270-BM031522.M Wed Mar 23 15:29:33 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32222\
Data File : BM@34319.D

Acqg On : 22 Mar 2022 20:39

Operator : CG/JU

Sample : N1977-06 :

Misc SB-14-20220315-15.0-16.0

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31522.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 15 unknown21.407 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.407 4.98 ng 1191760  Chrysene-di12 21.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Hydroxy-7,8,9,10-tetramethyl-7... 252 C18H200 1000110-34-9 47
2 Quinoline, 2-chloro-6-methoxy-4-... 207 C11H10C1NO 006340-55-2 47
3 4-Quinolinecarboxylic acid, 2-ch... 207 C1OH6CINO2 005467-57-2 38
4 2-Butenenitrile, 2-chloro-3-(4-m... 207 C11H10CINO 1010305-66-7 38
5 6-Chloro-1-ethyl-4-oxo-N-(pyridi... 341 C18H16CIN302 1000409-38-7 38

Abundance Scan 3089 (21.406 min): BM034319.D\data.ms (-3085) (-  m/z 207.10 100.00%

207.1
292.3
5000
1 2150
41.1 153 . .
ol b FoLLT l"uﬁ ‘1‘“"‘ b0k 4291 4900 /7 292,30 52.59%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #138518: 7-Hydroxy-7,8,9,10-tetramethyl-7,8-dihydrocycl
207.0
5000 T
21.50
m/z 208.10 36.62%
51430 850 1520, |
\\‘\\\1[\\\\‘\\!\‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #83523: Quinoline, 2-chloro-6-methoxy-4-methyl-
207.0
—r
21.50
5000 ITI/Z 209.10 34.42%
51.0 102.0
R TTIVINCE 1 I
miz--> 50 100 150 200 250 300 350 400 450
Abundance #83428: 4-Quinolinecarboxylic acid, 2-chloro- ——
207.0 21.50
m/z 193.10 30.60%
5000 Jw
101.0
51.0 ‘ 15110
L e
m/z--> 50 100 150 200 250 300 350 400 450 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32222\
Data File : BM@34319.D

Acqg On : 22 Mar 2022 20:39

Operator : CG/JU

Sample : N1977-06 :

Misc SB-14-20220315-15.0-16.0

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31522.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 16 Benzo[e]pyrene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
23.695 18.95 ng 1602370  Perylene-di12 23.906
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Benzo[b]fluoranthene 252 C20H12 000205-99-2 94
3 Perylene 252 C20H12 000198-55-0 93
4 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
5 Benzo[a]pyrene 252 C20H12 000050-32-8 93

Abundance Scan 3478 (23.695 min): BM034319.D\data.ms (-3473) (-  m/z 252.10 100.00%

252.1
5000
‘ =
1251 ‘ 23.50 24.00
0830 || 1930, | 85714205 491.0549. ./, 550.16  29.93%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #138554: Benzo[e]pyrene
252.0
5000 —— L
23.50 24.00
m/z 253.10 22.54%
125.0
O \\\\6‘3\.\(\)\‘\A\”\\’\J-\S\?.‘O\\h\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #138562: Benzol[b]fluoranthene
252.0
—— —
23.50 24.00
5000 ITI/Z 125.10 12.82%
126.0
ofr 830 L 280 |
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #138551: Perylene T —
252.0 23.50 24.00
m/z 126.00 9.47%
5000
125.0
ol7.0 | ﬂ 187.0, |
R R R AR AR RS R S S T T —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.50 24.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32222\
Data File : BM@34319.D

Acqg On : 22 Mar 2022 20:39

Operator : CG/JU

Sample : N1977-06 :

Misc : SB-14-20220315-15.0-16.0

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31522.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|
Indene 8.478 5.2 ng 256853 1  7.937 980435 20.0
1-Isopropenylna... 15.836 2.2 ng 183117 3 14.578 1697000 20.0
unknown16.295 16.295 2.1 ng 198298 4 17.319 1908590 20.0
Naphtho[1,2-b]t... 17.136 2.0 ng 195745 4 17.319 1908590 20.0
n-Hexadecanoic ... 18.213 5.5 ng 522539 4 17.319 1908590 20.0
4H-Cyclopenta[d... 18.389 6.6 ng 632148 4 17.319 1908590 20.0
(1S,4as,4bs,7s,... 18.801 3.1 ng 299049 4 17.319 1908590 20.0
9,10-Dimethylan... 19.118 3.6 ng 343212 4 17.319 1908590 20.0
Retene 20.154 6.8 ng 1621570 5 21.489 4789830 20.0
11H-Benzo[b]flu... 20.224 3.5 ng 825263 5 21.489 4789830 20.0
unknown21.407 21.407 5.0 ng 1191760 5 21.489 4789830 20.0
Benzo[e]pyrene 23.695 18.9 ng 1602370 6 23.906 1691390 20.0
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