LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30722\
Data File : BF127248.D

Acqg On : 08 Mar 2022 04:43
Operator : CG\JU

Sample : N1805-01 5X

Misc :

ALS Vvial : 24 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_ F\Methods\8270-BF021622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF127248.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.493 542 545 555 rBV 519483 465665 5.95% 1.206%
2 6.504 714 717 733 rBV 547334 475856 6.08% 1.232%
3 6.875 777 780 784 rBV 729605 656534  8.38% 1.700%
4 7.440 872 876 879 rBV 387059 299167 3.82% 0.775%
5 8.163 995 999 1001 rBV 1051857 838789 10.71% 2.172%
6 9.234 1178 1181 1185 rBV 697589 529292 6.76% 1.371%
7 9.922 1295 1298 1301 rVW 906901 719933 9.19% 1.865%
8 9.951 1301 1303 1306 rVB 114444 87947 1.12% 0.228%
9 10.122 1329 1332 1336 rBV 85652 81688 1.04% 0.212%
10 10.469 1385 1391 1396 rBV 162729 144460 1.84% 0.374%
11 10.710 1429 1432 1436 rBV 320417 279803 3.57% 0.725%
12 10.922 1463 1468 1471 rBV 104581 89634 1.14% 0.232%
13 11.416 1548 1552 1554 rBV 657100 651237 8.32% 1.687%
14 11.439 1554 1556 1559 rVV 921247 680679 8.69% 1.763%
15 11.486 1561 1564 1567 rVV 319013 253518 3.24% 0.657%

16 11.645 1587 1591 1596 rBV2 60849 91814 1.17%
17 11.716 1600 1603 1606 rVB3 116933 106888 1.36%
18 11.798 1613 1617 1620 rBV 2953654 2395933 30.59%
19 11.916 1631 1637 1639 rBV 106324 107626 1.37%
20 11.945 1639 1642 1645 rVB 168457 144433 1.84%
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21 11.992 1645 1650 1652 rBV 102994 100098 1.28%
22 12.028 1652 1656 1658 rVVv2 225798 238143 3

23 12.210 1680 1687 1690 rBvV2 111151 136401 1.74%
24 12.492 1727 1735 1737 rBV 6515286 7831788 100.00% 20.
25 12.516 1737 1739 1744 rVV2 6488454 5729182 73.15% 14.838%

000
w
Ul
w
R

26 12.557 1744 1746 1748 rVV 118701 112033 1.43%
27 12.586 1748 1751 1755 rVB 1120347 1013073 12.94%
28 12.633 1755 1759 1763 rBV 1704333 1556890 19.88%
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29 12.869 1792 1799 1804 rBV2 1556065 1782942 22.77% 618%
30 12.916 1804 1807 1811 rVB2 87943 100197 1.28% 259%
31 12.998 1815 1821 1824 rVV2 446215 454238 5.80% 1.176%
32 13.075 1830 1834 1839 rBV2 138620 245347 3.13% 0.635%
33 13.163 1846 1849 1850 rBV2 107962 106648 1.36% 0.276%
34 13.192 1851 1854 1856 rVB 270224 254918 3.25% ©.660%
35 13.257 1863 1865 1867 rVV 225012 165268 2.11% 0.428%

36 13.292 1867 1871 1873 rVV2 182954 233111 2.98% 0.604%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30722\
Data File : BF127248.D

Acqg On : 08 Mar 2022 04:43
Operator : CG\JU

Sample : N1805-01 5X

Misc :

ALS Vvial : 24 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_ F\Methods\8270-BF021622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.316 1873 1875 1878 rVB2 104298 97723 1.25% ©.253%
38 13.386 1884 1887 18990 rBV 91939 87762 1.12% ©.227%
39 13.422 1890 1893 1896 rBvV2 83636 101468 1.30% 0.263%
40 13.563 1914 1917 1920 rBV3 58436 79846 1.02% 0.207%
41 13.698 1937 1940 1944 rVB 136091 135572 1.73% ©.351%
42 13.810 1956 1959 1962 rBvV2 168028 161050 2.06% 0.417%
43 13.839 1962 1964 1966 rVV 166448 135047 1.72% 0.350%
44 13.863 1966 1968 1974 rVV3 163369 259893 3.32% 0.673%
45 13.910 1974 1976 1983 rVvB2 151107 182674 2.33% 0.473%
46 13.980 1986 1988 1993 rVB2 109838 112419 1.44% 0.291%
47 14.057 1994 2001 2005 rBv2 1353273 1939329 24.76% 5.023%
48 14.092 2005 2007 2014 rVB 1056485 855943 10.93% 2.217%
49 14.169 2018 2020 2023 rVW 211805 156173 1.99% 0.404%
50 14.451 2065 2068 2070 rVB 190178 178225 2.28% 0.462%
51 14.480 2071 2073 2076 rVB 103330 80624 1.03% ©.209%
52 14.598 2091 2093 2097 rVB3 104665 97920 1.25% 0.254%
53 15.121 2177 2182 2185 rBV 831895 1351713 17.26% 3.501%
54 15.227 2197 2200 2204 rBV 183424 199184 2.54% ©.516%
55 15.433 2231 2235 2241 rVB 461411 611616 7.81% 1.584%
56 15.498 2242 2246 2251 rVB 738630 908683 11.60%  2.353%
57 15.563 2252 2257 2260 rBV 341370 485606 6.20% 1.258%
58 15.592 2260 2262 2269 rVB 236255 274397 3.50% 0.711%
59 17.074 2509 2514 2523 rVB3 263423 506157 6.46% 1.311%
60 17.539 2588 2593 2605 rVB 215421 451851 5.77% 1.170%
Sum of corrected areas: 38612048
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 08 Mar 2022 04:43
¢ CG\JU
: N1805-01 5X

. 24

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030722\
BF127248.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30722\
Data File : BF127248.D

Acqg On : 08 Mar 2022 04:43
Operator : CG\JU

Sample : N1805-01 5X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 unknownl1©.122 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

10.122 2.27 ng 81688  Acenaphthene-d10 9.922
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibenzofuran 168 C12H80 000132-64-9 80
2 9H-Pyrido[3,4-b]indole 168 C11H8N2 000244-63-3 47
3 1H-Pyrido[2,3-b]indole 168 C11H8N2 000244-76-8 47
4 4-Fluoro-1,3-benzothiazol-2-ylamine 168 C7HS5FN2S 020358-06-9 47
5 1(2H)-Acenaphthylenone 168 C12H80 002235-15-6 42

Abundance Scan 1332 (10.122 min): BF127248.D\data.ms (-1329) (-] m/z 168.10 100.00%
168.1

5000 139.1
Ao o i
390 630 840 1131 L 10.00 10.50
bttt e Wl myz 139.05  49.38%
m/z--> 20 40 60 80 100 120 140 160
Abundance #43616: Dibenzofuran
168.0
5000 10000 iﬁ?o
84.0 139.0 : :
m/z 169.10 16.62%
63.0
PRY:
O‘\\\\‘\\H\\‘i\\H\‘\HU\\‘\\\H\‘\\\\}\\\\‘\‘ T
m/z--> 20 40 60 80 100 120 140 160
Abundance #43443: 9H-Pyrido[3,4-b]indole
168.0
Lo SRR
10.00 10.50
5000 ITI/Z 155.10 11.67%
114.0 1420
84.0 '
ol 410, 630 840 YT L
m/z--> 20 40 60 80 100 120 140 160 )\ f\ M
Abundance #43438: 1H-Pyrido[2,3-bjindole WA T WY
168.0 10.00 10.50
m/z 170.05 9.86%
5000
140.0
s o wa o
I Ll A Dy
m/z--> 20 40 60 80 100 120 140 160 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30722\
Data File : BF127248.D

Acqg On : 08 Mar 2022 04:43
Operator : CG\JU

Sample : N1805-01 5X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Methyl tetradecanoate Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
10.922 2.75 ng 89634  Phenanthrene-d1e 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl tetradecanoate 242 C15H3002 000124-10-7 91
2 Methyl 11-methyl-dodecanoate 228 C14H2802 1000336-45-1 87
3 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 86

4 Dodecanoic acid, methyl ester

214 C13H2602

000111-82-0 86

5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 86
Abundance Scan 1468 (10.922 min): BF127248.D\data.ms (-1463) (- m/z 74.10 100.00%
74.1
5000
43.0
s T VN Y
' 199.1 11.00
‘ NI - TN - ;
0 H‘_‘Hm‘w‘ﬂw‘L‘q‘HMMH‘_‘H‘HH‘H‘W‘W‘_H‘_“ m/z 87.10  73.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #126209: Methyl tetradecanoate
74.0
5000 A A L \A\
43.0 11.00
m/z 43.05 32.68%
143.0
15.0 199.0 242.C
O\\‘\‘\H‘\\“\\\M“\\“\‘\‘Hl]\.?“]-\\c\)\‘\\‘\\“\\\\‘]_\7\\1\‘0\\\\‘\\‘\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #109317: Methyl 11-methyl-dodecanoate
74.0
——
11.00
5000 m/z 55.10  32.23%
1430 1850
\M \‘\M‘ ‘\ \l?lo ‘ ‘ 22\80
Ol e pbe bt et b
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #60757: Decanoic acid, methyl ester —
74.0 11.00
m/z 41.10 27.18%
5000
43.0
143.0
bbbl b bbb 2880 -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30722\
Data File : BF127248.D

Acqg On : 08 Mar 2022 04:43
Operator : CG\JU

Sample : N1805-01 5X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 7-Hexadecenoic acid, methyl... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.716 3.28 ng 106888  Phenanthrene-die 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Hexadecenoic acid, methyl este... 268 C17H3202 056875-67-3 95
2 (Z)-Methyl hexadec-11-enoate 268 C17H3202 000822-05-9 87
3 9-Hexadecenoic acid, methyl este... 268 C17H3202 001120-25-8 76
4 Methyl (Z)-1@-pentadecenoate 254 C16H3002 1000426-92-2 62
5 Methyl myristoleate 240 C15H2802 056219-06-8 60
Abundance Scan 1603 (11.716 min): BF127248.D\data.ms (-1600) (.  m/z 55.10 100.00%
5000 31 /J
M ‘ ‘12311522 195.1 236.3 1150 12.00
0 WHUM H_w\ 2 h ‘\www‘mww‘ b ietothire m/z 69.05  59.94%
m/z--> 20 40 60 80 100 120140160180200220240260
Abundance  #158437: 7-Hexadecenoic acid, methyl ester, (2)-
55.0
5000 T
4.0 1. 50 12.00
m/z 41. 58.45%
23.0152.0
2710 H 194.0 236.0
0 \H‘\‘i‘u‘i‘\‘u‘ ‘\M\H\H\‘ 268.¢
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158398: (Z)-Methyl hexadec-11-enoate
55.0
T
11 50 12 00
5000 m/z 74.0 52.15%
87.0
23.0152.0 1940 236.0
P 1 o -
m/z--> 20 40 60 80 100 120140160180200220 240260
Abundance #158444: 9-Hexadecenoic acid, methyl ester, (2)- —
55.0 11.50 12.00
m/z 43.10 39.87%
5000 3.0
110 4550 1040 2360
LA Hm 268,
Ot —T —T
m/z--> 20 40 60 80 100120140160180200220240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30722\
Data File : BF127248.D

Acqg On : 08 Mar 2022 04:43
Operator : CG\JU

Sample : N1805-01 5X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.798 73.58 ng 2395930  Phenanthrene-d10 11.416
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 92
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 90
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
5 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 83
Abundance Scan 1617 (11.798 min): BF127248.D\data.ms (-1613) (1 m/z 74.05 100.00%
74.0
5000
43.0
143.0 T tT
‘ M H 101.1 185.2 227.2 2702 11.50 12.00
Obprreeterad bl bl T m/z 87.e5  78.41%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 - ——
43.0 11.50 12.00
143.0 m/z 43.05 32.56%
‘u \“ ‘\‘ h\lc\)\lo | 17\10\199022\70 270.0
0\‘HH‘HH‘\\‘\\‘\‘H\“HH’\\H‘\H\‘HH’HH‘HH‘HH‘HH‘H‘H‘

m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester

74.0
— —
11.50 12.00
5000/ 43.0 m/z 55.05 30.03%
Ll Lo 189 1650 2270 o
“H‘w‘u‘_H‘_‘H‘H‘W‘H‘_‘H‘HH,H‘W‘H‘_‘H‘H‘W‘H‘
m/z--> 20 40 60 80 100120140160 180200220 240 260
Abundance #109337: Tridecanoic acid, methyl ester — T
74.0 11.50 12.00
m/z 41.05 26.16%
5000 43.0
o0 PO 1850 g9,
e e e e e e e e e —— —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00

8270-BF021622.M Tue Mar 08 11:42:06 2022 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30722\
Data File : BF127248.D

Acqg On : 08 Mar 2022 04:43
Operator : CG\JU

Sample : N1805-01 5X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.916 3.31 ng 107626  Phenanthrene-di10 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 98
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 97
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 96
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 95
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 94

Abundance Scan 1637 (11.916 min): BF127248.D\data.ms (-1631) (-] m/z 192.10 100.00%

192.1
5000
165.1
94.5 1200
39.0 630 | 139.0 N 2211
O b ettt b Ml - S522 m/z 191010 58.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67039: Phenanthrene, 2-methyl-
192.0
5000
1200
040 165.0 m/z 189.05 29.41%
0 39.0 630 | M 1390 W
\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67035: Phenanthrene, 1-methyl-
192.0
MR e
12.00
5000 ITI/Z 193.10 17.48%
165.0
0 39.0 630 960 1390 |
R e RN L e B B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67024: Anthracene, 2-methyl- ——
192.0 12.00
m/z 190.10 15.04%
5000
165.0
o150 390 %9 11501300

m/z--> 20 40 60 80 100 120 140 160 180 200 220 1200
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30722\
Data File : BF127248.D

Acqg On : 08 Mar 2022 04:43
Operator : CG\JU

Sample : N1805-01 5X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Phenanthrene, 1-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.945 4.44 ng 144433  Phenanthrene-di10 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 97
2 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 96
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 95
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 95
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 93

Abundance Scan 1642 (11.945 min): BF127248.D\data.ms (-1639) (1 m/z 192.10 100.00%

192.1
5000

T
94.7 165.1 Ju 12.00

63.0 139.1
0 ‘Hu‘m‘,‘Hm“‘m“\“um‘um“wm‘l‘mu“‘ 2202 2800 myz 191,10 55.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #67035: Phenanthrene, 1-methyl-
192.0
5000 1
12.00
m/z 189.10 30.11%
165.0
o270 630 960 1300 | |
‘\\\\‘\\\\’\\\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #67054: 1H-Cyclopropa[l]phenanthrene,1a,9b-dihydro-
192.0
M
12.00
5000 ITI/Z 193.10 16.15%
165.0
270 630 90 1390 | |
A e R A RR A RRRRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #67038: Phenanthrene, 2-methyl- ——
192.0 12.00
m/z 190.05 15.73%
5000
165.0
o270 630 960 1390”1 |
LR R Rl R L R e A4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30722\
Data File : BF127248.D

Acqg On : 08 Mar 2022 04:43
Operator : CG\JU

Sample : N1805-01 5X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 1H-Cyclopropa[l]phenanthren... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.992 3.07 ng 100098  Phenanthrene-die 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 96
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 96
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 95
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 95
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 94

Abundance Scan 1650 (11.992 min): BF127248.D\data.ms (-1645) (-] m/z 192.05 100.00%
192.1

= S

5000
e
165.1
96.0 12.00
63.0 139.0 m
030 i 200 24T s 101010 4s.e2%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67054: 1H-Cyclopropa[l]phenanthrene,1a,9b-dihydro-
192.0
5000 CTT
12.00
165.0 m/z 189.10  23.14%
Jzro G0 90 azso | |
‘\\\\‘\\\\’\\\\’\\\\’\\\\’\\\\’\\\\‘\\\\‘\\ \‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67030: Anthracene, 1-methyl-
192.0
LAY
12.00
5000 ITI/Z 193.05 17.55%
165.0
0 27.0 63'0 96\'0 139'0‘ h‘ 0 u“\
P e erpee e el e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67038: Phenanthrene, 2-methyl- ——
192.0 12.00
m/z 165.10 12.93%
- M/\MML/J
165.0
270 630 960 1390 | |

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.00

8270-BF021622.M Tue Mar 08 11:42:08 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30722\
Data File : BF127248.D

Acqg On : 08 Mar 2022 04:43

Operator : CG\JU

Sample : N1805-01 5X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 9 4H-Cyclopenta[def]phenanthrene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.028 7.31ng 238143  Phenanthrene-dio 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 190 ClsHle 000203-64-5 76

H-Cyclobuta[jk]phenanthrene 190 C15H10
hiophene-3-carboxaldehyde, 5-ch... 190 C5H4BC103S
,2'-Bis(4,5-dimethylimidazole) 190 C1OH14N4
»4(1H,3H)-Pyrimidinedione, 5-br... 190 C4H3BrN202

083469-43-6 64
036155-87-0 50
069286-06-2 38
000051-20-7 25

uih wNnPE
NN A O D

Abundance Scan 1656 (12.028 min): BF127248.D\data.ms (-1652) (-] m/z 189.05 100.00%

189.1
5000
94.6 A af

390 63.0 139.0 165.1 1 12.00
300 e 23902180 47 190.05  95.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 M s
94.0 12.00
' m/z 192.10 39.65%
ol 39.0 630 | 137.0 1630 w
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene
189.0
LIS el
12.00
5000 m/z 191.10 36.59%
94.0
163.0
o“"w“‘w“‘w“ﬂw“‘w“‘w“‘wt“w‘mu“‘u“‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #64996: Thiophene-3-carboxaldehyde, 5-chloro-2-dihydrc —= ‘
190.0 12.00

m/z 94.60  24.07%

5000

0! b e
miz-> 20 40 60 80 100 120 140 160 180 200 220 12.00

8270-BF021622.M Tue Mar 08 11:42:09 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30722\
Data File : BF127248.D

Acqg On : 08 Mar 2022 04:43
Operator : CG\JU

Sample : N1805-01 5X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 10 Naphthalene, 2-phenyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.210 4.19 ng 136401 Phenanthrene-di10 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-phenyl- 204 C16H12 000612-94-2 93
2 Tricyclo[8.2.2.2(4,7)]hexadeca-2... 204 C1l6H12 006572-60-7 90
3 6-Phenylbenzocyclohepten-7-one 232 C17H120 093327-56-1 86
4 9,10-Bis(bromomethyl)anthracene 362 C16H12Br2 034373-96-1 86
5 Benzene, 1,1'-(1-buten-3-yne-1,4... 204 C1l6H12 013141-45-2 64

Abundance Scan 1687 (12.210 min): BF127248.D\data.ms (-1680) (-] m/z 204.05 100.00%
204.1

5000
—— —
1011 12.00 12.50
74.0 126.0151.0176.1 . .
ol 300, i 2280 240 je2.e5  37.25%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #80574: Naphthalene, 2-phenyl-
204.0
5000 —— —
12.00 12.50
1010 m/z 203.10  29.54%
0270 51.0 760 | 126.0150.0176.0 w
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\‘\\\\‘\\\

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #80598: Tricyclo[8.2.2.2(4,7)]hexadeca-2,4,6,8,10,12,13,
2

04.0
——
12.00 12.50
5000 m/z 205.10 15.70%
101.0
27.0 51.0 760, | 176 0152.0176.0
L T e R R N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #114081: 6-Phenylbenzocyclohepten-7-one La. e —
204.0 12.00 12.50

m/z 101.10  12.85%

5000
232.0

101.0
o 5107?2‘\ peomooﬂﬁo |
e e b e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.00 12.50

8270-BF021622.M Tue Mar 08 11:42:09 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30722\
Data File : BF127248.D

Acqg On : 08 Mar 2022 04:43
Operator : CG\JU

Sample : N1805-01 5X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 9,15-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.492 240.52 ng 7831790  Phenanthrene-d10 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
2 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
3 Methyl 10-trans,12-cis-octadecad... 294 C19H3402 1000336-44-2 99
4 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
5 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 98

Abundance Scan 1735 (12.492 min): BF127248.D\data.ms (-1727) (-} m/z 67.05 100.00%

67.0
5000
09.1
i
150.1 12.50
220.2 2633
ol ‘;““ “ ‘”Lu‘“‘w“‘u | 8712202 “RPT2961 iy g1.85  86.93%
miz--> 50 100 150 200 250 300
Abundance #191927: 9,15-Octadecadienoic acid, methyl ester, (Z,2)-
67.0
5000 1
12.50
09.0 m/z 55.10 63.66%
‘ ‘ 294.0
O T T T ‘ T ‘ ‘” H‘ “‘ “ 187\ 02\20 O\ ‘ \H T T \‘ ‘ T T T
m/z--> 50 150 200 250 300
Abundance  #191900: 9 12—Octadecadienoic acid, methyl ester
64.0
—4
12.50
5000 m/z 95.05 59.01%
29. 09.0
0! \ Hh Hh\‘th‘ \lh ‘\\‘ b ?23 0‘ 26'1‘0 ‘ —
miz--> 50 100 150 200 250 300
Abundance  #191901: Methyl 10-trans,12-cis-octadecadienoate —
67.0 12.50
m/z 41.05 49.47%
5000
09.0 294.0
ol HH LA, \h m 1102200 , 1 LU
m/z--> 50 100 150 200 250 300 12.50

8270-BF021622.M Tue Mar 08 11:42:10 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30722\
Data File : BF127248.D

Acqg On : 08 Mar 2022 04:43
Operator : CG\JU

Sample : N1805-01 5X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.516 175.95 ng 5729180  Phenanthrene-d10 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
2 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 99
3 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 99
4 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 99
5 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 99

Abundance Scan 1739 (12.516 min): BF127248.D\data.ms (-1737) (- m/z 55.10 100.00%

55.1
5000 9r.1
264.3 U T
6371 1802 222.2 3 12.50
ob— H\‘ H‘\“H\“‘h“”“\M‘Hh oy \‘ P n‘ \‘H ‘2‘96"" m/z 69.10 68.89%
miz--> 50 100 150 200 250 300
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 U ‘
12.50
m/z 41.10  67.42%
O 0 222.0 264.0
0250 Hm ‘H“ \‘ \‘\m‘m‘mh\‘h ol ‘M‘ ‘ T ‘\‘ T ‘H‘ ‘2‘96‘C
miz-> 50 200 250 300
Abundance  #194453: 11—Octadecen0|c acid, methyl ester, (2)-
55.0
e ‘
12.50
m/z 74.10 58.06%
5000 87.0 /
264.0
222.0
L h\ b 296
oL \‘ Lu‘\ ‘ ‘M
miz-> 50 100 150 200 250 300
Abundance #194449: 9-Octadecenoic acid, methyl ester, (E)- 5 A
55.0 12.50
m/z 83.10 56.34%
5000 8
264.0
‘ ‘ 23.0 180.0 222.0
0“ H “‘uh\\‘ i A
m/z--> 50 100 150 200 250 300 12.50

8270-BF021622.M Tue Mar 08 11:42:11 2022 Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30722\
Data File : BF127248.D

Acqg On : 08 Mar 2022 04:43
Operator : CG\JU

Sample : N1805-01 5X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Cyclopenta(def)phenanthrenone Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.557 3.44 ng 112033  Phenanthrene-di10 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopenta(def)phenanthrenone 204 C15H80 005737-13-3 90
2 [1,1'-Biphenyl]-4,4"'-dicarbonitrile 204 C14H8N2 001591-30-6 59
3 5-(4-Ethoxy-phenyl)-2H-pyrazol-3-o0l 204 C11H12N202 1000278-26-8 53
4 3,4-Biphenyldicarbonitrile 204 C14H8N2 004128-63-6 53
5 5,6,7,8-Tetrahydrothieno[2,3-b]q... 204 C11H12N2S 122914-50-5 50

Abundance Scan 1746 (12.557 min): BF127248.D\data.ms (-1744) (-, m/z 204.10 100.00%

204.1
5000
41.0 880 1500 ‘ 12.50
Ol i ] W A 2391 28L1 844 ) 176.05  46.65%
miz--> 50 100 150 200 250 300
Abundance #80568: Cyclopenta(def)phenanthrenone
204.0
5000 ML
12.50
88.0 m/z 205.10 21.50%
150.0 ‘
O T T ‘ T \“\ ‘\ T ‘} T \“‘\ T ‘ T T T ‘ T T T ’ T T T
miz--> 50 100 150 200 250 300
Abundance #80074: [1,1'-Biphenyl]-4,4'-dicarbonitrile
204.0
. T
12.50
5000 ITI/Z 173.95 14.73%
e s e e
miz--> 50 100 150 200 250 300
Abundance #79512: 5-(4-Ethoxy-phenyl)-2H-pyrazol-3-ol i ‘
204.0 12.50
m/z 175.05 14.51%
) | JJL
65.0
o il “““%6‘01““‘HH_‘H,HH =
m/z--> 50 100 150 200 250 300 12.50

8270-BF021622.M Tue Mar 08 11:42:12 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30722\
Data File : BF127248.D

Acqg On : 08 Mar 2022 04:43
Operator : CG\JU

Sample : N1805-01 5X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 14 Pyrene, 1-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.075 2.53 ng 245347  Chrysene-di12 14.069
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 87
2 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 64
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 64
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 64
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 60

Abundance Scan 1834 (13.075 min): BF127248.D\data.ms (-1830) (-] m/z 216.05 100.00%

216.1
5000
94.8 iQod
163.1 .
39.0
0 L2660 3432 51565 99.60%
mlz--> 50 100 150 200 250 300 350
Abundance #94566: Pyrene, 1-methyl-
216.0
5000 — :
13.00
94.0 m/z 218.10 51.77%
Jso0 || o] |
\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #94574: 11H-Benzol[b]fluorene
216.0
108.0 13.00
5000 m/z 189.05 31.12%
039, \‘ 1630,
e
miz--> 50 100 150 200 250 300 350
Abundance #94578: Fluoranthene, 2-methyl- =T ‘
216.0 13.00
m/z 213.05 26.16%
5000
108.0
oS30 11 1630, |
m/z--> 50 100 150 200 250 300 350 13.00

8270-BF021622.M Tue Mar 08 11:42:13 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30722\
Data File : BF127248.D

Acqg On : 08 Mar 2022 04:43
Operator : CG\JU

Sample : N1805-01 5X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 11H-Benzo[b]fluorene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.192 2.63 ng 254918  Chrysene-di12 14.069
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 90
2 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 87
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 87
4 Pyrene, 1-methyl- 216 C17H12 002381-21-7 80
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 72

Abundance Scan 1854 (13.192 min): BF127248.D\data.ms (-1851) (1 m/z 216.10 100.00%

216.1
5000
1076 13.00 13.50
163.1 ‘ : .
0 ‘6‘3'9“@‘1“ S 1 2809 8281 7 215.10  74.64%
miz--> 50 100 150 200 250 300
Abundance #94572: 11H-Benzol[b]fluorene
216.0
5000 —r L
13.00 13.50
m/z 213.10 21.27%
107.0
0280 630 | 1630 . ||
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #94578: Fluoranthene, 2-methyl-
216.0
e —
13.00 13.50
5000 m/Z 107.60 18.12%
108.0
m/z--> 50 100 150 200 250 300
Abundance #94575: 11H-Benzol[a]fluorene = — |
216.0 13.00 13.50
m/z 217.10 16.24%
5000
108.0
oL 630 | 1630,

e —
m/z--> 50 100 150 200 250 300 13.00 13.50

8270-BF021622.M Tue Mar 08 11:42:13 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30722\
Data File : BF127248.D

Acqg On : 08 Mar 2022 04:43
Operator : CG\JU

Sample : N1805-01 5X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Pyrene, 2-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.292 2.40 ng 233111  Chrysene-di12 14.069
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 97
2 Pyrene, 2-methyl- 216 C17H12 003442-78-2 83
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 55
4 Pyrene, 4-methyl- 216 C17H12 003353-12-6 50
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 49

Abundance Scan 1871 (13.292 min): BF127248.D\data.ms (-1867) (-] m/z 216.10 100.00%

216.1
5000
94,5 — T
13.00 13.50
o2+, 19204 | ““ ‘H‘u ““ 2711 8260 y/7 215,10 57.92%
miz--> 50 100 150 200 250 300 350
Abundance #94566: Pyrene, 1-methyl-
216.0
5000 — 5
13.00 13.50
94.0 m/z 232.10  45.96%
Joso0 || eso| |
\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #94567: Pyrene, 2-methyl-
216.0
ey —
13.00 13.50
m/z 94.50  23.02%
5000 95.0
0 53.0 ‘H 163.0 h‘ " h“
e “ e
m/z--> 50 100 150 200 250 300 350
Abundance #94579: Fluoranthene, 2-methyl- — —
216.0 13.00 13.50
m/z 231.10  22.02%
5000
108.0
R7.0 630 I \“ 163.0 R
B S B e T L S A el ——
m/z--> 50 100 150 200 250 300 350 13.00 13.50

8270-BF021622.M Tue Mar 08 11:42:14 2022 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30722\
Data File : BF127248.D

Acqg On : 08 Mar 2022 04:43
Operator : CG\JU

Sample : N1805-01 5X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 17 Cyclopenta[cd]pyrene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.863 2.68 ng 259893  Chrysene-di12 14.069
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopenta[cd]pyrene 226 C18H1e 027208-37-3 76
2 1,3-Diamino-5,6-dihydro-7-methyl... 226 C13H14N4 037436-37-6 53
3 Benzo[ghi]fluoranthene 226 C18H1e 000203-12-3 43
4 benzenamine, 4-(2-benzothiazolyl)- 226 C13H1@N2S 1000400-93-4 42
5 .beta.-Carboline, 7-methoxy-1,2-... 226 C14H14N20 006519-18-2 42

Abundance Scan 1968 (13.863 min): BF127248.D\data.ms (-1966) (- m/z 226.10 100.00%

226.1
5000
— —r
61 113.0 174 13.50 14.00
ob 87t | 1740, | 2811331037314183 [/, 55419 24.89%
m/z--> 50 100 150 200 250 300 350 400
Abundance #107261: Cyclopenta[cd]pyrene
226.0
13.50 14.00
m/z 227.05 19.23%
113.0
] 1740 |
0\\‘\\\\‘\\\\‘\\\\]\\\\’\\\\’\\\\’\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #106609: 1,3-Diamino-5,6-dihydro-7-methylbenzo[flquina
226.0
— =
13.50 14.00
5000 m/z 225.10 18.59%
43.0 112.0 183.0
0+ ““ el \““‘\“‘\‘u } ‘w“‘\ c“u‘,‘\‘ L L e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #107262: Benzo[ghi]fluoranthene = P
226.0 13.50 14.00
m/z 113.00 12.16%
5000
113.0
0 63.0 “A 174.0,
R I B e B B A I == =
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30722\
Data File : BF127248.D

Acqg On : 08 Mar 2022 04:43
Operator : CG\JU

Sample : N1805-01 5X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 18 Benzo[e]pyrene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.227 8.20 ng 199184  Perylene-di2 15.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 95
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 94
4 Benzo[a]pyrene 252 C20H12 000050-32-8 94
5 Perylene 252 C20H12 000198-55-0 89

Abundance Scan 2200 (15.227 min): BF127248.D\data.ms (-2197) (-] m/z 252.10 100.00%

252.1
5000
= 4
126.0 15.00 15.50
oftl _yl 2000, | 3021 3724 432 ., 550.19  29.64%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #138554: Benzo[e]pyrene
252.0
5000 B I L E
15.00 15.50
m/z 253.10  25.75%
125.0
ol 740 ] 200.0, |
\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #138563: BenzolKk]fluoranthene
252.0
T —
15.00 15.50
5000 m/z 126.00  12.20%
126.0
ol 740 | ‘ﬂ 200.0, |
L B i B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #138568: Benzol[b]fluoranthene T e
252.0 15.00 15.50
m/z 251.10  10.92%
5000
126.0
ol 740 | J\L 2000, |
L B e I O A RS e —
m/z--> 50 100 150 200 250 300 350 400 450 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30722\
Data File : BF127248.D

Acqg On : 08 Mar 2022 04:43
Operator : CG\JU

Sample : N1805-01 5X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 19 Perylene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.433 25.19 ng 611616 Perylene-di2 15.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 97
3 Benzo[a]pyrene 252 C20H12 000050-32-8 96
4 Perylene 252 C20H12 000198-55-0 95
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 93

Abundance Scan 2235 (15.433 min): BF127248.D\data.ms (-2231) (| m/z 252.10 100.00%

252.1
5000
125.1 ‘ 15.50
ol 740 1 2001, | 302234543892432: ./, 550.10  30.60%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138554: Benzo[e]pyrene
252.0
5000 T
15.50
m/z 253.10 21.18%
125.0
oL 740 1 2000 |
\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\’\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #138563: BenzolKk]fluoranthene
252.0
T
15.50
5000 ITI/Z 125.05 12.77%
126.0
o0 L mmo |
m/z--> 50 100 150 200 250 300 350 400
Abundance #138555: Benzo[a]pyrene 7
252.0 15.50
m/z 126.00  10.96%
5000
126.0
oL 740 | 2000 |
A B B e e IR B —
m/z--> 50 100 150 200 250 300 350 400 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30722\
Data File : BF127248.D

Acqg On : 08 Mar 2022 04:43
Operator : CG\JU

Sample : N1805-01 5X

Misc :

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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|
unknown10.122 10.122 2.3 ng 81688 3 9.922 719933 20.0
Methyl tetradec... 10.922 2.8 ng 89634 4 11.416 651237 20.0
7-Hexadecenoic ... 11.716 3.3 ng 106888 4 11.416 651237 20.0
Hexadecanoic ac... 11.798 73.6 ng 2395930 4 11.416 651237 20.0
Phenanthrene, 2... 11.916 3.3 ng 107626 4 11.416 651237 20.0
Phenanthrene, 1... 11.945 4.4 ng 144433 4 11.416 651237 20.0
1H-Cyclopropa[l... 11.992 3.1 ng 100098 4 11.416 651237 20.0
4H-Cyclopenta[d... 12.028 7.3 ng 238143 4 11.416 651237 20.0
Naphthalene, 2-... 12.210 4.2 ng 136401 4 11.416 651237 20.0
9,15-Octadecadi... 12.492 240.5 ng 7831790 4 11.416 651237 20.0
9-Octadecenoic ... 12.516 175.9 ng 5729180 4 11.416 651237 20.0
Cyclopenta(def)... 12.557 3.4 ng 112033 4 11.416 651237 20.0
Pyrene, 1-methyl-  13.075 2.5 ng 245347 5 14.069 1939330 20.0
11H-Benzo[b]flu... 13.192 2.6 ng 254918 5 14.069 1939330 20.0
Pyrene, 2-methyl- 13.292 2.4 ng 233111 5 14.069 1939330 20.0
Cyclopenta[cd]p... 13.863 2.7 ng 259893 5 14.069 1939330 20.0
Benzo[e]pyrene 15.227 8.2 ng 199184 6 15.563 485606 20.0
Perylene 15.433 25.2 ng 611616 6 15.563 485606 20.0
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