LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30822\
Data File : BF127255.D

Acqg On : 08 Mar 2022 13:34

Operator : CG\JU

Sample : N1763-02 :

Misc : 23-24-SAMPLE-LOCATION-12

ALS vial : 7 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: BF127255.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.11e 476 480 487 rVB 20279 27159 1.24% 0.180%
2 5.504 543 547 550 rBvV 2379167 2120640 96.94% 14.088%
3 6.510 713 718 721 rBV 2238972 2187483 100.00% 14.532%
4 6.875 777 780 784 rBV 731980 583033 26.65% 3.873%
5 7.439 871 876 879 rBV 1464322 1476883 67.52% 9.811%
6 7.604 901 904 908 rvVB 27836 27022 1.24% 0.180%
7 8.157 994 998 1002 rBV 741532 653674 29.88% 4.342%
8 8.739 1091 1097 1100 rVB 36915 29347 1.34% 0.195%
9 9.233 1176 1181 1184 rBV 2426757 2164616 98.95% 14.380%
10 9.304 1189 1193 1196 rwV 92633 74602 3.41% 0.496%
11  9.833 1280 1283 1288 rVB 88561 72846  3.33% 0.484%
12 9.922 1293 1298 1301 rBV 783204 705256 32.24% 4.685%
13 10.063 1319 1322 1325 rBV3 17399 24291 1.11% 0.161%
14 10.339 1366 1369 1371 rVB 86152 71692 3.28% 0.476%
15 10.551 1400 1405 1408 rBvV2 27659 44819 2.05% ©0.298%
16 10.710 1428 1432 1436 rBV 1562157 1390024 63.54% 9.234%
17 10.810 1446 1449 1453 rBV 79349 75659  3.46% 0.503%
18 11.263 1522 1526 1528 rBV 52020 52357 2.39% 0.348%
19 11.286 1528 1530 1537 rVB5 27229 38312 1.75% 0.255%
20 11.410 1548 1551 1554 rBV 740087 621465 28.41% 4.128%
21 11.686 1596 1598 1604 rVB 50667 48150 2.20% ©0.320%
22 11.757 1606 1610 1613 rVV 32985 52361 2.39% 0.348%
23 11.792 1613 1616 1619 rVB 66952 57896 2.65% 0.385%
24 12.098 1665 1668 1671 rBV 30903 27230 1.24% 0.181%
25 12.480 1730 1733 1735 rBV2 75966 69692 3.19% 0.463%

26 12.998 1817 1821 1824 rBV 1668229 1353052 61.85%
27 13.874 1967 1970 1974 rBV3 60732 63815 2.92%
28 13.921 1976 1978 1988 rVB4 54204 101545 4.64%
29 14.057 1998 2001 2005 rVB 397330 345762 15.81%
30 14.810 2126 2129 2136 rVB2 57876 70507 3.22%

ONOO
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R

31 15.551 2251 2255 2263 rVB2 301005 422104 19.30%  2.804%

Sum of corrected areas: 15053294
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030822\
Data File : BF127255.D

Acqg On : 08 Mar 2022 13:34

Operator : CG\JU

Sample : N1763-02 :

Misc : 23-24-SAMPLE-LOCATION-12

ALS vial : 7 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

Abundance TIC: BF127255.D\data.ms

5.304 6.510

2000000

1500000 7.439

1000000

6.875

500000

5.110 7.604

O\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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: BF127255.D\data.ms
9.233

2000000
12.998

10.710
1500000

1000000

9.922 11.410

8.157

500000

0—1— —T ‘ T T — — — — —
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: BF127255.D\data.ms

2000000
1500000
1000000

500000

0

T T ‘ T T ‘ T T ‘ T T T T ‘ T T ‘ T T T T ‘ 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\BF030822\
Data File : BF127255.D

Acqg On : 08 Mar 2022 13:34
Operator : CG\JU

Sample : N1763-02

Misc

ALS vial : 7 Sample Multiplier: 1

23-24-SAMPLE-LOCATION-12

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 Decane, 3,6-dimethyl-

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
9.304 2.12 ng 74602  Acenaphthene-dile 9.922
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 87
2 Undecane, 5-methyl- 170 C12H26 001632-70-8 86
3 Hexadecane 226 C16H34 000544-76-3 80
4 Dodecane 170 C12H26 000112-40-3 80
5 Tetradecane 198 C14H30 000629-59-4 64

Abundance Scan 1193 (9.304 min): BF127255.D\data.ms (-1189) (-)
57.0

m/z 57.05 100.00%

- e NVJ\AA/J\A/\/
R ARAEaE
H 1121 1411 1700 9.00 9.20 9.40 9.60
Obrrrrreherab T oE T L 1700 1982 sz 43.05  67.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45506: Decane, 3,6-dimethyl-
57.0
5000 TT[T T I T[T T[T rrprrrr]|
85.0 9.00 9.20 9.40 9.60
20.0 m/z 71.05 59.55%
113.0
141.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45488: Undecane, 5-methyl-
43.0
R BawbE SR
9.00 9.20 9.40 9.60
5000 71.0 ITI/Z 85.05 40.61%
‘ ‘ 112.0
ok LT amo a0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane o ERAREEaL e e
57.0 9.00 9.20 9.40 9.60
m/z 41.05 38.11%
5000
85.0
29.0
0 ‘\ ““ L H‘ ,113.0 141.0 169.0 197.0 226.0
e e e e e e e e e e AR
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\BF030822\
Data File : BF127255.D

Acqg On : 08 Mar 2022 13:34

Operator : CG\JU

Sample : N1763-02 :

Misc : 23-24-SAMPLE-LOCATION-12

ALS vial : 7 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 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.833 2.07 ng 72846  Acenaphthene-dile 9.922

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Hexadecane 226 C16H34 000544-76-3 91
3 Tridecane 184 C13H28 000629-50-5 90
4 Pentadecane 212 C15H32 000629-62-9 90
5 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 80
Abundance Scan 1283 (9.833 min): BF127255.D\data.ms (-1280) (-) m/z 57.10 100.00%
57.1
5000
[ L —
9.50 10.00
112.1 1411

om_‘HWwhu‘u”:‘pm‘wu_uH‘mH_Wwwww,” m/z 43.10  74.07%

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

Abundance #123961: Heptadecane

57.0
5000 — e
85.0 9.50 10.00
290 m/z 71.10 57.80%
0 “ \‘\ uh\ H\ Il “‘11‘30”14‘10 169.0 249(
H\‘H\\‘H\\‘HH‘HH‘H\\‘HH‘HH‘HH‘HH‘\\H‘\\H’\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107217: Hexadecane
57.0
e —T
9.50 10.00
5000 m/z 85.10 36.61%
85.0
29.0
0 ‘\‘ \‘\ M\ H\ Il \\\11\\3'0‘14‘1'0 169.0 226.0
R A RARRAEREEEEER et e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59029: Tridecane T —
57.0 9.50 10.00
m/z 41.05 36.56%
5000
85.0
29.0
| “ | | | 11301410 1840
O b e et e P o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030822\
Data File : BF127255.D

Acqg On : 08 Mar 2022 13:34
Operator : CG\JU

Sample : N1763-02

Misc

ALS vial : 7 Sample Multiplier: 1

23-24-SAMPLE-LOCATION-12

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 3 Hexadecane

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
10.339 2.03 ng 71692  Acenaphthene-di1e 9.922
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, 6-propyl- 226 C16H34 055045-10-8 83
4 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 83
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 78

Abundance Scan 1369 (10.339 min): BF127255.D\data.ms (-1366) (1 m/z 57.10 100.00%
57.1
- T LMM
‘ 10,00 10,50
113.1 : :
ow_m\m!_“‘mmn_m"}f“l“l“lﬁ‘zﬁ?ﬁﬁ”?ﬁ?l‘ m/z 43.10 67.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107219: Hexadecane
57.0
5000 85.0 ‘\ —
10.00 10.50
m/z 71.10 62.02%
29.0 11
O\\\\‘\\\\‘\\\H‘\\Hl\‘w‘\\\H“\\‘H\‘\“\]\-\4'i‘].\9‘\]‘-\622\1\-\939\\2ﬁ6\\(\)
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74004: Tetradecane
57.0
T —
10.00 10.50
5000 85.0 m/z 85.05 45.46%
290‘
113.0 1980
O b L 203410 2600 1980
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107222: Tridecane, 6-propyl- T —
43.0 10.00 10.50
71.0 m/z 41.05 31.27%
5000
99.0 126.0 1540 183.0
0brrrereelec e et b 2280 VT T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030822\
Data File : BF127255.D

Acqg On : 08 Mar 2022 13:34

Operator : CG\JU

Sample : N1763-02 :

Misc : 23-24-SAMPLE-LOCATION-12

ALS vial : 7 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 Tetradecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.810 2.43 ng 75659  Phenanthrene-d1e 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Tetradecane 198 C14H30 000629-59-4 90
3 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 86
4 Heptadecane 240 C17H36 000629-78-7 86
5 Nonadecane 268 C19H40 000629-92-5 83

Abundance Scan 1449 (10.810 min): BF127255.D\data.ms (-1446) (- m/z 57.10 100.00%
57.1

%01 w050 1o
) 1410 217.3 : :
ol b i) 20 18282078 wjz 43.10 65.52%
miz--> 50 100 150 200 250 300
Abundance #107218: Hexadecane
57.0
5000 — —
10.50 11.00
m/z 71.10 59.93%
0 25J0‘L‘ L | “‘9%'0‘ 141.0 1830 226.0
T T T T ‘ T T T T ’ T T T T ’ T T T T ’ T T T T ’ T T T T ‘ T
miz--> 50 100 150 200 250 300
Abundance #74005: Tetradecane
57.0
— —
10.50 11.00
5000 m/z 85.10  44.05%
99.0
015-9\ lad, 2410 180
miz--> 50 100 150 200 250 300
Abundance #211086: Tridecane, 1-iodo- — —
57.0 10.50 11.00
m/z 41.10 34.85%
- ﬂmmeLNWWVANWWﬂMm&WJ&
99.0 183.0
o bbb e ST T
m/z--> 50 100 150 200 250 300 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030822\
Data File : BF127255.D

Acqg On : 08 Mar 2022 13:34

Operator : CG\JU

Sample : N1763-02 :

Misc 23-24-SAMPLE-LOCATION-12

ALS vial : 7 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 9,12-Octadecadienoic acid, ... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

12.480  2.2ang 69692 Phenanthrene-d1o 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual

,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 93
1-Octadecynoic acid, methyl ester 294 C19H3402 026543-37-3 89
,8,11-Heptadecatriene, (Z,Z)- 234 C17H30 056134-03-3 83
ethyl 9-cis,11-trans-octadecadi... 294 C19H3402 013058-52-1 83
,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 78

uih wNnPE
(o g Tl Vo)

Abundance Scan 1733 (12.480 min): BF127255.D\data.ms (-1730) (- m/z 81.10 100.00%

81.1
43.1
5000
—
169.1 207.0 263.1 298.1 12.50
ob—il, m/z 67.10  94.09%
miz--> 50 100 150 200 250 300
Abundance #191922: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
67.0
5000 T
29.0 294.0 12.50
09.0 ' m/z 57.10 72.30%
263.0
0 \ \H‘M ‘\H HH \‘h \hlalo 229‘0‘ | ‘“\‘ . ‘\‘ ,
miz--> 50 200 250 300
Abundance #191884 11- Octadecynoic acid, methyl ester
41.0
—
124.0 12.50
5000 ITI/Z 43.10 67.79%
238.0
oL ‘\‘\ \\Hh“h” h\‘\ \h \4\0‘ ‘\2?6‘0‘ . e ‘29‘4‘0
miz--> 50 100 150 200 250 300
Abundance #116386: 1,8,11-Heptadecatriene, (Z,2)- ——
67.0 12.50
m/z 41.10 66.76%
5000
110.0
29.
2L T 00 10 a0 _—
miz--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030822\
Data File : BF127255.D

Acqg On : 08 Mar 2022 13:34

Operator : CG\JU

Sample : N1763-02 :

Misc : 23-24-SAMPLE-LOCATION-12

ALS vial : 7 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 unknownl3.874 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.874 3.69 ng 63815 Chrysene-di12 14.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-(1,3,3-Trimethyl-bicyclo[4.1.0... 206 C14H220 077143-31-8 42
2 1,4-Methanonaphthalene, 6,7-diet... 206 C15H26 016539-02-9 41
3 4-(3,3-Dimethyl-but-1-ynyl)-4-hy... 234 C15H2202 930090-10-1 25
4 3-Octyne, 7-methyl- 124 C9H16 037050-06-9 22
5 Bicyclo[2.2.1]heptane, 2,2,3-tri... 138 C10H18 000473-19-8 18

Abundance Scan 1970 (13.874 min): BF127255.D\data.ms (-1967) (-] m/z 109.10 100.00%
109.1

5000
— P
13.50 14.00
0 m/z 95.10 85.98%
mlz--> 50 100 150 200 250 300 350
Abundance #82825: 4-(1,3,3-Trimethyl-bicyclo[4.1.0]hept-2-yl)-but-3-
109.0
43.0
5000 — e
13.50 14.00
149.0 m/z 81.05 83.82%
L2
O' “‘ “ \‘\‘\ \ “\ L ‘ T T T T ‘ T T T ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #82906: 1,4-Methanonaphthalene, 6,7-diethyldecahydro-
95.0
— P
41.0 1370 177.0 13.50 14.00 .
5000 m/z 177.10  57.96%

0“\

MW\MMM
100 150 200 250 300 350

m/z--> 50
Abundance #116218: 4-(3,3-Dimethyl-but-1-ynyl)-4-hydroxy-2,6,6-trin P P
41.0 13.50 14.00
149.0 191.0 m/z 191.15  54.76%
91.0
5000
\“ | \‘ L 34.0
ol B SUTHE: — e
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\BF030822\
Data File : BF127255.D
Acqg On : 08 Mar 2022 13:34
Operator : CG\JU
Sample : N1763-02
Misc
ALS vial : 7 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 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 7 Benzoic acid, 2-(4-nitrophe... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.921 5.87 ng 101545  Chrysene-di12 14.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 2-(4-nitrophenoxy)... 287 C15H13NO5 1000368-92-7 72
2 2-(2-(2-Methoxyethoxy)ethoxy)eth... 268 C14H2005 1000366-99-1 72
3 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 59
4 3,6,9,12-Tetraoxatetradecane-1,1... 446 C24H3008 1000366-97-0 59
5 3H,4H-3-Methylpyrro(1,2-D)(1,2,4... 149 C7H7N30 1000434-18-9 43
Abundance Scan 1978 (13.921 min): BF127255.D\data.ms (-1976) (-  m/z 105.00 100.00%
105.0
149.1
5000
51.0 1400
14.00
1989 2551 3070
0b bbb 2900, 2900 3070 3844 19 05 74.21%
mlz--> 50 100 150 200 250 300 350
Abundance #182445: Benzoic acid, 2-(4-nitrophenoxy)ethyl ester
105.0 149.0
5000 T
14.00
m/z 77.05 45.28%
51.0
0 \‘ I \‘\ L L | 211.0 287.0
\\\\\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #157734: 2-(2-(2-Methoxyethoxy)ethoxy)ethyl benzoate
105.0
149.0 e
14.00
5000 59.0 m/z 51.00  13.49%
NI T
miz--> 50 100 150 200 250 300 350
Abundance #216953: Diethylene glycol dibenzoate MWW ;
105.0 149.0 14. 00
m/z 55.10 10.12%
5000
51.0
0 | 1 192.0
e P
m/z--> 50 100 150 200 250 300 350 14.00

8270-BF0216

22.M Wed Mar 09 16:07:36 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030822\
Data File : BF127255.D

Acqg On : 08 Mar 2022 13:34
Operator : CG\JU

Sample : N1763-02

Misc

ALS vial : 7 Sample Multiplier: 1

23-24-SAMPLE-LOCATION-12

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M

Quant Title

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

: 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 8 Octadecanamide

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
14.810 3.34 ng 70507  Perylene-di12 15.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual

283 C18H37NO
281 C18H35NO
255 C16H33NO
297 C19H39NO

1 Octadecanamide

2 9-Octadecenamide, (Z)-

3 Hexadecanamide

4 Nonadecanamide

5 N-Chloroacetyl-dl-erythro-0-meth...

Abundance Scan 2129 (14.810 min): BF127255.D\data.ms (-2126) (-]

209 C7H12C1NO4

000124-26-5 74
000301-02-0 74
000629-54-9 64
058185-32-3 64
1010214-48-1 43

m/z 59.10 100.00%

59.1
5000
187.0 249.12941 346.0 308.¢ 14. 50 15 00
0 m/z 72.05 57.29%
m/z--> 50 100 150 200 250 300 350 400
Abundance #177475: Octadecanamide
59.0
5000
14.50 15.00
m/z 55.10 41.89%
128.0 283.0
OL\S.\q H‘ H \“\“\H‘ \h\‘\ T ‘ \178\4.\0‘\ \2\4'9‘()\ T \‘\ ’ L ‘ T T 1T ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #174773: 9-Octadecenamide, (2)-
59.0
— —
14.50 15.00
5000 m/z 41.10 35.24%
114.0 281.0
0L%9 “H\,L\ baiud, 1820 2380 "
m/z--> 50 100 150 200 250 300 350 400
Abundance #142060: Hexadecanamide “ T
59.0 14.50 15.00
m/z 69.10 26.42%
5000
128.0
obrllli (1170021202850 S
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030822\
Data File : BF127255.D

Acqg On : 08 Mar 2022 13:34

Operator : CG\JU

Sample : N1763-02 :

Misc : 23-24-SAMPLE-LOCATION-12

ALS vial : 7 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|
Decane, 3,6-dim... 9.304 2.1 ng 74602 3 9.922 705256 20.0
Heptadecane 9.833 2.1 ng 72846 3 9.922 705256 20.0
Hexadecane 10.339 2.0 ng 71692 3  9.922 705256 20.0
Tetradecane 10.810 2.4 ng 75659 4 11.410 621465 20.90
9,12-Octadecadi... 12.480 2.2 ng 69692 4 11.410 621465 20.0
unknown13.874 13.874 3.7 ng 63815 5 14.057 345762 20.0
Benzoic acid, 2... 13.921 5.9 ng 101545 5 14.057 345762 20.0
Octadecanamide 14.810 3.3 ng 70507 6 15.551 422104 20.0
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