LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31822\
Data File : BF127409.D

Acqg On : 18 Mar 2022 23:44
Operator : CG\JU

Sample : N1983-03

Misc :

ALS Vvial : 21  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-BF031022.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF127409.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.481 539 543 553 rBV 1661183 1514347 100.00% 13.040%
2 6.492 710 715 718 rBV 1403962 1335161 88.17% 11.497%
3 6.87 773 777 783 rBV 288589 253741 16.76%  2.185%
4 7.422 869 873 876 rBV 926948 911583 60.20% 7.849%
5 8.110 986 990 992 rBV 21823 19759 1.30% 0.170%
6 8.139 992 995 998 rBvV 389979 311220 20.55% 2.680%
7 8.716 1090 1093 1098 rVB 48772 35902 2.37% 0.309%
8 9.216 1173 1178 1181 rBV 1840049 1452604 95.92% 12.508%
9 9.280 1185 1189 1192 rBV 56985 46341 3.06% 0.399%
10 9.475 1219 1222 1227 rBvV3 16347 24111 1.59% 0.208%
11 9.551 1231 1235 1238 rVV2 22895 24288 1.60% 0.209%
12 9.669 1252 1255 1260 rVB3 16295 21520 1.42% 0.185%
13 9.810 1275 1279 1284 rVB 45915 42062 2.78% 0.362%
14  9.892 1290 1293 1297 rVV 428898 383085 25.30%  3.299%
15 9.927 1297 1299 1302 rVB 52394 37167 2.45% 0.320%
16 10.098 1325 1328 1331 rVB2 37431 36157 2.39% 0.311%
17 10.133 1331 1334 1338 rBV3 21955 21959 1.45% 0.189%
18 10.310 1358 1364 1367 rBv2 49859 55746 3.68% 0.480%
19 10.445 1382 1387 1393 rBV 46581 46022 3.04% 0.396%
20 10.527 1396 1401 1404 rVV2 24259 30670 2.03% 0.264%
21 10.692 1424 1429 1432 rBV 1278123 1138371 75.17% 9.802%
22 10.786 1442 1445 1450 rBV 54878 68092 4.50% 0.586%
23 10.992 1475 1480 1482 rBV5 13567 21742 1.44% 0.187%
24 11.233 1518 1521 1524 rBV 49616 40155 2.65% ©0.346%
25 11.386 1543 1547 1549 rBV 525335 428867 28.32% 3.693%
26 11.410 1549 1551 1554 rW 200643 150363 9.93% 1.295%
27 11.463 1554 1560 1564 rVB 27861 31739 2.10% 0.273%
28 11.621 1582 1587 1591 rBV2 19769 31352 2.07% 0.270%
29 11.663 1591 1594 1596 rVB 36915 30862 2.04% 0.266%
30 11.763 1608 1611 1614 rBV 26574 23325 1.54% 0.201%
31 11.886 1627 1632 1634 rBV 34387 38701 2.56% 0.333%
32 11.916 1634 1637 1641 rVB2 57383 76104 5.03% 0.655%
33 11.998 1648 1651 1654 rBV2 40511 44786 2.96% 0.386%
34 12.068 1660 1663 1666 rBV 40925 34213  2.26% 0.295%
35 12.327 1702 1707 1710 rBV2 12351 19879 1.31% 0.171%
36 12.433 1722 1725 1727 rBV 30583 30019 1.98% 0.258%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31822\
Data File : BF127409.D

Acqg On : 18 Mar 2022 23:44
Operator : CG\JU

Sample : N1983-03

Misc :

ALS Vvial : 21  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-BF031022.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.457 1727 1729 1731 rBV 25159 25733 1.70% ©0.222%
38 12.604 1751 1754 1758 rBV 153881 135716 8.96% 1.169%
39 12.833 1790 1793 1795 rW 111367 78733 5.20% 0.678%
40 12.886 1799 1802 1809 rVB 32695 39977 2.64% 0.344%
41 12.974 1812 1817 1820 rBV 1756279 1442955 95.29% 12.425%
42 13.186 1851 1853 1855 rVB 33168 24076 1.59% 0.207%
43 13.268 1862 1867 1869 rBv3 18972 23380 1.54% 0.201%
44 13.527 1908 1911 1914 rBV2 29622 25956 1.71% 0.223%
45 13.857 1962 1967 1970 rBv4 29592 33287 2.20% ©.287%
46 13.998 1987 1991 1993 rVB 71500 61414 4.06% 0.529%
47 14.033 1993 1997 2000 rBV 358230 321657 21.24% 2.770%
48 14.115 2008 2011 2017 rVB6 17257 23758 1.57% ©.205%
49 14.174 2017 2021 2023 rBV 28195 28336 1.87% 0.244%
50 14.421 2061 2063 2066 rVB 28947 22049 1.46% 0.190%
51 14.480 2071 2073 2078 rVB2 23944 24451 1.61% 0.211%
52 14.780 2121 2124 2127 rVB3 18505 22153 1.46% 0.191%
53 15.127 2179 2183 2186 rVB2 19980 25800 1.70% 0.222%
54 15.456 2236 2239 2244 rVB 16817 21948 1.45% ©0.189%
55 15.515 2244 2249 2256 rBV 241854 322076 21.27% 2.773%
56 15.945 2318 2322 2330 rVB3 21254 38139 2.52% ©0.328%
57 16.451 2404 2408 2414 rVB2 14747 24475 1.62% 0.211%
58 17.756 2620 2630 2636 rBvV9 11173 35377 2.34% ©.305%
Sum of corrected areas: 11613461
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031822\
Data File : BF127409.D

Acqg On : 18 Mar 2022 23:44

Operator : CG\JU

Sample : N1983-03

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031022.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF127409.D\data.ms
5.481
1500000 6.492
1000000 7.422
500000
6.857
0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
Time--> 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Abundance TIC: BF127409.D\data.ms
9.216 12.974
1500000
10.692
1000000
11.386
500000 8.139 9.892
114410
8.716 28 899250989, 1045, jLMB 5 1313986
ol_sgto 8716 2% ementiRAlonte 1aeteril Pl ool £33 AIRTE R0 GRS 14550 1ougpges
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF127409.D\data.ms
1500000
1000000
500000 14.033
15.515
gg_ ; 4144280
0 3‘52\7 T 13\ \57‘ é%ﬁW\ 6\ T \15\9?.5\ T \16\4‘51\ T T T T T \17\7\56\ T T T T T
Time->  13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031822\
Data File : BF127409.D

Acqg On : 18 Mar 2022 23:44
Operator : CG\JU

Sample : N1983-03

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031022.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 Tetradecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.716 2.31 ng 35902 Naphthalene-d8 8.139

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 80
2 Tridecane 184 C13H28 000629-50-5 72
3 Undecane, 2-methyl- 170 C12H26 007045-71-8 72
4 Hexadecane 226 C16H34 000544-76-3 64
5 1-Iodo-2-methylnonane 268 Cl1oH21I 1000101-47-9 64
Abundance Scan 1093 (8.716 min): BF127409.D\data.ms (-1090) (-) m/z 57.05 100.00%
57.0
5000
85.1
e e R RA R
H ‘ 1311 8.40 8.60 8.80 9.00
0““H“Hhuﬂwﬂh‘ﬂ“ww“‘_“‘_“w“‘w“u“ m/z 43.05 82.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74006: Tetradecane
57.0
5000 (R L R B B
85.0 8.40 8.60 8.80 9.00
290 m/z 41.05 46.64%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59029: Tridecane
57.0
A EARARES
8.40 8.60 8.80 9.00
5000 m/z 71.05 39.85%
85.0
29.0
0 d ‘ “ - n1130 141.0 184.0
e e e A e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45493: Undecane, 2-methyl-
43.0 8.40 8.60 8.80 9.00
m/z 85.10 26.82%
5000 71.0
L e 120 A
e e e e EARNEEESE RS
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031822\
Data File : BF127409.D

Acqg On : 18 Mar 2022 23:44
Operator : CG\JU

Sample : N1983-03

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031022.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 Hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.280 2.42 ng 46341  Acenaphthene-d10 9.898

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tetradecane 198 C14H30 000629-59-4 86
3 Tridecane 184 C13H28 000629-50-5 86
4 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 86
5 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 83
Abundance Scan 1189 (9.280 min): BF127409.D\data.ms (-1185) (-) m/z 57.05 100.00%
57.0
5000
85.0
RBALAREEE LT
9.00 9.20 9.40 9.60
113 2
0 1591 m/z 43.10  75.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
5000 L L L BN AL
9.00 9.20 9.40 9.60
290 85.0 m/z 71.10  46.51%
0 ‘\ “ L M‘ ,113.0 141.0 169.0 197.0 226.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74006: Tetradecane
57.0
9.00 9.20 9.40 9.60
5000 m/z 41.05 43,99%
85.0
29.0
ppe s e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59025: Tridecane  EREAREmanEE S
57.0 9.00 9.20 9.40 9.60
m/z 85.05 27.20%
5000
29.0 85.0
‘_“‘_“w‘“w"H“‘H“H“‘H“H“‘H“_“‘_“‘ A RRREE RIS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031822\
Data File : BF127409.D

Acqg On : 18 Mar 2022 23:44
Operator : CG\JU

Sample : N1983-03

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031022.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Tridecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.810 2.20 ng 42062  Acenaphthene-d10 9.898

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Hexadecane 226 C16H34 000544-76-3 87
3 Tetradecane 198 C14H30 000629-59-4 72
4 Sulfurous acid, 2-propyl undecyl... 278 C14H3003S 1000309-12-2 72
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 64

Abundance Scan 1279 (9.810 min): BF127409.D\data.ms (-1275) (-) m/z 57.05 100.00%

57.0
5000
85.1
— e
9.50 10.00
117.1 159.1
0 "m““1”“‘1‘_‘”““‘:Hu\HH‘HH_Mwwwwm m/z 43.05 71.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59025: Tridecane
57.0
5000 = A
9.50 10.00
29.0 85.0 m/z 71.10 43.15%
o \‘ | | | 1180 1410 1840
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
"“’\/w/\‘ : Y
9.50 10.00
5000 m/z 41.00 39.71%
85.0
29.0
0 \ ‘ L M‘ ,113.0 141.0 169.0 197.0 226.0
et e e e e e e e R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74006: Tetradecane “ —
57.0 9.50 10.00
m/z 85.10 27.88%
5000
85.0
29 0
oL 1120 110 100 1580
w‘H‘_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031822\
Data File : BF127409.D

Acqg On : 18 Mar 2022 23:44
Operator : CG\JU

Sample : N1983-03

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031022.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 Dodecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.310 2.91 ng 55746  Acenaphthene-d10 9.898
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 81
2 Hexadecane 226 C1l6H34 000544-76-3 68
3 Octadecane 254 C18H38 000593-45-3 58
4 Tridecane 184 C13H28 000629-50-5 58
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 58
Abundance Scan 1364 (10.310 min): BF127409.D\data.ms (-1358) (- m/z 57.10 100.00%
57.1
5000
85.1
i 5
170.1 10.00 10.50
1 2 Ty ;
0"WH‘qH‘ﬁwmwhmm‘wam‘pﬂ‘“m‘wu‘_‘uw‘uw‘uw m/z 43.05 89.81%
m/z--> 20 40 60 80 100120140 160 180 200220240
Abundance #45480: Dodecane
57.0
5000 = e
85.0 10.00 10.50
20.0 m/z 71.05 48.69%
112.0 170.0
141.0
O \H‘\‘\‘\\“‘}\\H‘\\“}\“1\HH‘\\U\‘\‘\\\‘\\\\‘\\H‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #107217: Hexadecane
57.0
i =y
10.00 10.50
5000 m/z 41.05 38.21%
85.0
29.0
0 “ H\ H\ i \11? 0141 0169.0 226.0
H‘_‘H‘H‘W‘H‘“‘H‘H‘w‘H‘_‘H,H‘W‘H‘_‘H‘H‘W‘H‘“
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #141056: Octadecane o 7
57.0 10.00 10.50
m/z 85.10 33.81%
5000 85.0
29.0 113.0
ol h L] 141.0169.0197.0225,0 2540
e e e e e e e e
m/z--> 20 40 60 80 100120 140160 180 200 220 240 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031822\
Data File : BF127409.D

Acqg On : 18 Mar 2022 23:44
Operator : CG\JU

Sample : N1983-03

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031022.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 Dodecane, 2-methyl-6-propyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.786 3.18 ng 68092  Phenanthrene-die 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 Cl16H34 000544-76-3 72
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 72
3 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 72
4 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 72
5 Heptadecane 240 C17H36 000629-78-7 72

Abundance Scan 1445 (10.786 min): BF127409.D\data.ms (-1442) (- m/z 57.05 100.00%

57.0
5000
99.2 iO‘Sd ‘11‘00‘
’ 41.0 195.1 : :
ok ‘uh‘m‘l‘ AL B8R0 W 0 m/z 43.10 70.17%
miz-> 50 100 150 200 250
Abundance #107216: Hexadecane
57.0
5000 e i

10.50 11.00
m/z 71.05 52.54%

99.0
gied ||| 20 am0 ws0 zmo
miz--> 50 100 150 200 250
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
10150 11.‘00
5000 m/z 41.00  41.80%
99.0 140.0
o] I— \“\ “\‘ H\ i h“ MR- M = :‘1_8‘\‘2.‘0’ ‘2‘26\'9 T W
miz--> 50 100 150 200 250
Abundance #193302: Dodecane, 1-iodo- —— —
57.0 10.50 11.00

°

m/z 85.10  38.82%

99.0
0,260, || = 169.0 296.1 s o ) g

miz--> 50 100 150 200 250 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031822\
Data File : BF127409.D

Acqg On : 18 Mar 2022 23:44
Operator : CG\JU

Sample : N1983-03

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031022.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, 2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.916 3.55 ng 76104  Phenanthrene-dle 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 94
2 SH-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 94
3 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 93
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 93
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 93
Abundance Scan 1637 (11.916 min): BF127409.D\data.ms (-1634) (- m/z 192.10 100.00%
192.1
5000
165.1 e
12.00
410 63.0 945 19389
O it b T bl BE32 0 sz 191,10 67.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67039: Phenanthrene, 2-methyl-
192.0
5000 ey /\J\Mﬁ
12.00
040 165.0 m/z 189.10 30.80%
0 39.0 630 | M 115.0 13\9'0\” h‘\ T
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67048: 5H-Dibenzo[a,d]cycloheptene
192.0 )\)\
LT AL
12.00
5000 m/z 165.10 20.62%
165.0
280  63.0 9?'0 139.0 | m
(O e

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #67054: 1H-Cyclopropa[llphenanthrene,1a,9b-dihydro- ——
192.0 12.00

m/z 190.05 17.92%

5000

165.0
96.0
39.0 63.0 139.0 “‘H}‘H}wwuw\ N\ -

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

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031822\
Data File : BF127409.D

Acqg On : 18 Mar 2022 23:44
Operator : CG\JU

Sample : N1983-03

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031022.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 Benzaldehyde, 3,5-dichloro-... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.998 2.09 ng 44786  Phenanthrene-d10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzaldehyde, 3,5-dichloro-2-hyd... 190 C7H4C1202 000090-60-8 72
2 4-Bromothiophene-2-aldehyde 190 C5H3Bros 018791-75-8 58
3 5-Bromo-2-thiophenecarboxaldehyde 190 C5H3BroOS 004701-17-1 52
4 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 47
5 6H-Cyclobuta[jk]phenanthrene 196 C15H10 083469-43-6 46

Abundance Scan 1651 (11.998 min): BF127409.D\data.ms (-1648) (- m/z 189.05 100.00%
189.1

5000

[

12.00

0! m/z 190.10 96.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #65125: Benzaldehyde, 3,5-dichloro-2-hydroxy-
190.0
63.0 12.00
m/z 192.10 91.89%
O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64989: 4-Bromothiophene-2-aldehyde
189.0
T ‘ T \/\A’
12.00
5000 82.0 ITI/Z 191.10 67.15%
39.0
M ‘ M 1170 1630
0“H‘Hﬁhxﬂﬁww‘wiuu‘u‘ﬂ‘u“u‘wmu“uMW‘H“H‘W‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64992: 5-Bromo-2-thiophenecarboxaldehyde o ‘W‘A
191.0 12.00
m/z 187.10 27.04%
5000
390 g20
1170 1630 M
0120, —— L i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031822\
Data File : BF127409.D

Acqg On : 18 Mar 2022 23:44
Operator : CG\JU

Sample : N1983-03

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031022.M
Quant Title : 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 Phenanthrene, 2,3,5-trimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.886 2.49 ng 39977  Chrysene-di12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2,3,5-trimethyl- 220 C17H16 003674-73-5 90
2 1-(4-Methylphenyl)-4-phenylbuta-... 220 C17H16 037985-11-8 59
3 Tricyclo[9.2.2.2(4,7)]heptadeca-... 228 C17H16 049576-90-1 53
4 4-Phenyl-2-naphthol 220 C16H120 036159-74-7 53
5 Benzo[b]dihydropyran, 6-hydroxy-... 220 C14H2002 050442-70-1 52

Abundance Scan 1802 (12.886 min): BF127409.D\data.ms (-1799) (-} | m/z 220.15 100.00%
220.2
5000 /\J\M
| L.
889 1270 163.0 12,50 13.00
0+ m/z 205.05 45.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #99441: Phenanthrene, 2,3,5-trimethyl-
220.0
5000 \m i ad
12.50 13.00
110.0 189.0 m/z 189.05 23.08%
Joro s10 00, 7° 13901650 | | |
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\1’\111’\\1\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #99446: 1-(4-Methylphenyl)-4-phenylbuta-1,3-diene
220.0 M\
1250 1300
5000 m/z 219.10 21.40%
10501280
77.0
90 70 | o | |
)P P N W et M SR AW O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 An
Abundance #99450: Tricyclo[9.2.2.2(4,7)]heptadeca-1(14),2 4(17) 5,7 — n‘ —Hh
20.0 12.50 13.00
m/z 221.15 19.71%
5000
115.0
39.0 g30 91.0 165.0 191-0‘ r)l Wm\ m
o 290 O R i 11
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031822\
Data File : BF127409.D

Acqg On : 18 Mar 2022 23:44
Operator : CG\JU

Sample : N1983-03

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031022.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 Heptadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.857 2.07 ng 33287  Chrysene-di12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 55
2 Hexadecane 226 C16H34 000544-76-3 55
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 49
4 Hexacosane 366 C26H54 000630-01-3 49
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 46
Abundance Scan 1967 (13.857 min): BF127409.D\data.ms (-1962) (-} | m/z 57.05 100.00%
57.0
5000
230.1
99.1 — ——
L ) ‘ 267.0 13.50 14.00
oAby gy ol PR m/z 43.10  82.98%
m/z--> 50 100 150 200 250 300 350
Abundance #123961: Heptadecane
57.0
5000 — e
13.50 14.00
m/z 71.10 52.24%
99.0
0 \‘\ )y |, 14101830 2400
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #107218: Hexadecane
57.0
— ——
13.50 14.00
5000 ITI/Z 85.05 38.98%
99.0
oL il 0 oo ze0
m/z--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl- “ T
57.0 13.50 14.00
m/z 230.10 31.30%
- /\AWWW
99.0
239.0
ol Ll 10830 0 am0azm0 Y N M,
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031822\
Data File : BF127409.D

Acqg On : 18 Mar 2022 23:44
Operator : CG\JU

Sample : N1983-03

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031022.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 Nonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.945 2.37 ng 38139  Perylene-di2 15.521
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 64
2 Heptadecane 240 C17H36 000629-78-7 64
3 Hexadecane 226 C1l6H34 000544-76-3 60
4 Pentacosane 352 (C25H52 000629-99-2 49
5 Hexacosane 366 C26H54 000630-01-3 49
Abundance Scan 2322 (15 945 min): BF127409.D\data.ms (-2318) (- m/z 57.05 100.00%
57.0
200 Mm‘w/
99.0 266.1 LN
| || 1381 17902089 16.00
0 U ‘H‘ Ll \h Ly IS - 1 AL Al m/z 43.10 66.70%
miz-> 50 100 150 200 250
Abundance #158597: Nonadecane
57.0
5000 R
16.00
m/z 71.10 51.28%
0 270) |id H\ 110 1830 2250 2680
T T T T ‘ \ T \ \ T T T T ‘ T T T T ‘ T ! T T
m/z--> 50 100 150 200 250
Abundance #123960: Heptadecane
57.0
——
16.00
5000 m/z 85.00 36.54%
99.0
oL 210 L | u‘ 1410 1830 2400
i “‘ et
miz--> 50 100 150 200 250
Abundance #107219: Hexadecane —
57.0 16.00
m/z 55.10 17.18%
5000
99.0
oL 2700 || ||| 1410 1830 2260
il “‘ A R e e e ——
m/z--> 50 100 150 200 250 16.00
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Data Path :
Data File
Acqg On : 18

Mar 2022 23:44

Operator : CG\JU

Sample
Misc
ALS vial : 21

Quant Method
Quant Title

TIC Library

: N1983-03

Sample Multiplier:

: Z:\svoasrv\HPCHEM1\BN
: ASP BNA STANDARDS FOR

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31822\
: BF127409.D

1

A_F\Methods\8270-BF031022.M
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 12

unknownl7.756

Concentration Rank 9

R.T. EstConc Area
17.756 2.20 ng 35377
Hit# of 5 Tentative ID

Relative to ISTD R.T.
Perylene-d12 15.521
MW MolForm CASH# Qual

1
2

uipHh wWN R
WkREr~RFR D

-(4-Methylpiperazino)benzoic ac...
,14-Dibromotetradecane

S, 2S,3E,7S,8R,115,12Z)-7-Aceto. ..
-.beta.-(3"'-Hydroxypropyl)deox...
-(3-tert-Butoxycarbonylamino-2-...

292 C15H24N202Si
354 C14H28Br2

1000496-77-8 9
037688-96-3 9

394 C22H3406 1000433-00-4 9
326 C18H3005 1000126-94-0 8
348 C18H24N205 1000317-74-6 7

Abundance Scan 2630 (17.756 min): BF127409.D\data.ms (-2620) (- | m/z 57.85 100.00%
57.0
5000 ”MNWWmﬁWWkaWMWNﬂWVV
2771 —— —
‘ H rl 213.1 ‘ ‘ 17.50 18.00
oHHU . ”‘H‘HW‘HH_WWH‘“m‘_m‘ m/z 43.00 91.23%
miz--> 50 100 150 200 250 300 350
Abundance  #188704: 4-(4-Methylpiperazino)benzoic acid, TMS
43.0 292.0
132.0
5000 — e
206.0 17.50 18.00
‘ m/z 55.10 46.70%
480 ‘
oL ‘L‘ ‘M“\ ! \HCM “\ \HH 1‘r " h“‘\\‘ ‘ H“ ‘\‘ e
miz--> 50 100 150 200 250 300 350
Abundance #263054: 1,14-Dibromotetradecane
57.0
—r —
17.50 18.00
5000 ITI/Z 71.10 40.30%
1350 275.0
oLl Im o e b 3580
m/z--> 50 100 150 200 250 300 350
Abundance #298125: (1S,2S,3E,7S,8R,11S,127)-7-Acetoxy-2,17-dih — —T
43.0 17.50 18.00
m/z 84.95 30.08%
5000
99.0
N “\LM | H\M\MA ww L2180 3760 . W‘Wﬂfh!
m/z--> 50 100 150 200 250 300 350 17.50 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31822\
Data File : BF127409.D

Acqg On : 18 Mar 2022 23:44
Operator : CG\JU

Sample : N1983-03

Misc

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031022.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|
Tetradecane 8.716 2.3 ng 35902 2 8.139 311220 20.0
Hexadecane 9.280 2.4 ng 46341 3 9.898 383085 20.0
Tridecane 9.810 2.2 ng 42062 3 9.898 383085 20.0
Dodecane 10.310 2.9 ng 55746 3 9.898 383085 20.0
Dodecane, 2-met... 10.786 3.2 ng 68092 4 11.386 428867 20.0
Phenanthrene, 2... 11.916 3.5 ng 76104 4 11.386 428867 20.0
Benzaldehyde, 3... 11.998 2.1 ng 44786 4 11.386 428867 20.0
Phenanthrene, 2... 12.886 2.5 ng 39977 5 14.033 321657 20.0
Heptadecane 13.857 2.1 ng 33287 5 14.033 321657 20.0
Nonadecane 15.945 2.4 ng 38139 6 15.521 322076 20.0
unknownl17.756 17.756 2.2 ng 35377 6 15.521 322076 20.0
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