LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022822\
Data File : BF127093.D

Acqg On : 28 Feb 2022 12:02
Operator : CG\JU

Sample : N1664-01

Misc :

ALS vial : 5 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: BF127093.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.475 26 32 39 rVB 56850 81568 2.73% 0.370%
2 4.928 445 449 453 rBV 38902 40014 1.34% 0.182%
3 5.134 478 484 492 rVB 48558 60834 2.03% 0.276%
4 5.528 546 551 554 rBV 2662026 2406475 80.49% 10.918%
5 6.528 716 721 724 rBV 2454412 2491375 83.33% 11.303%

6 6.899 781 784 788 rBV 814201 639459 21.39% 2

7 7.463 875 880 883 rBV 1878476 1701031 56.89% 7

8 8.081 981 985 992 rBV 120239 139670 4.67% ©.634%

9 8.181 998 1002 1006 rBV 996611 882625 29.52% 4
9.257 1180 1185 1189 rBV 3103940 2989904 100.00% 13.

11 9.751 1264 1269 1276 rBV5 36224 58448 1.95%
12 9.940 1298 1301 1305 rVB 1111280 958322 32.05%
13 10.734 1432 1436 1439 rBV 2438580 2028226 67.84%

o0V hoe
N
[
N
R

14 11.075 1490 1494 1500 rBV7 20312 40916 1.37% 186%
15 11.375 1539 1545 1551 rBV2 60991 97307 3.25% 441%
16 11.434 1551 1555 1558 rVB 1225538 960579 32.13% 4.358%
17 11.810 1616 1619 1627 rVB 55145 55602 1.86% ©0.252%
18 11.945 1638 1642 1647 rBV 154586 152218 5.09% ©0.691%
19 12.098 1665 1668 1673 rBV2 75402 87972  2.94%  0.399%
20 12.139 1673 1675 1683 rVB6 42745 74856  2.50%  0.340%

21 12.804 1782 1788 1789 rBV 88887 140831 4.71%
22 13.022 1820 1825 1828 rBV 3424787 2943793 98.46% 13.
23 13.633 1923 1929 1938 rVB2 193722 340753 11.40%
24 13.939 1973 1981 1988 rBV5 85784 200174 .69%
25 14.033 1993 1997 2001 rVVe 23581 43190 1.44%

)
OO Rr WO
Ul
I
o)
R

26 14.080 2001 2005 2008 rVB 706253 640842 21.43%
27 14.257 2030 2035 2043 rVB 252531 371526 12.43%
28 14.786 2119 2125 2131 rBV 206853 355792 11.90%
29 14.845 2131 2135 2140 rBV6 55068 91303 3.05%
30 14.922 2146 2148 2155 rVB 40517 46289 1.55%

OO0 RrRrEN
[0))
=
o
R

31 15.363 2218 2223 2232 rVB 152670 248972  8.33% 1.130%
32 15.575 2254 2259 2268 rBV = 399002 513545 17.18%
33 16.033 2331 2337 2344 rVB3 77952 157340 5.26% 0.714%

N
w
w
(]
3R

Sum of corrected areas: 22041751
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 28 Feb 2022 12:02
¢ CG\JU
. N1664-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022822\
BF127093.D

: 5 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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TIC: BF127093.D\data.ms

5.528

6.528

7.463

6.899

2.475 4.9285.134
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TIC: BF127093.D\data.ms
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= =
12.50 13.00

14.786
1A84p2

T ‘ T T ‘ T T T T ‘ T T ‘ T T T T ‘ T T ‘ T T
14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

Page: 2



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022822\
Data File : BF127093.D

Acqg On : 28 Feb 2022 12:02
Operator : CG\JU

Sample : N1664-01

Misc

ALS vial : 5 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 2-Butene, 1-chloro-2-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
2.475 2.55 ng 81568 1,4-Dichlorobenzene-d4 6.899

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butene, 1-chloro-2-methyl- 104 C5HOC1 013417-43-1 83
2 1-Butene, 3-chloro-2-methyl- 104 C5H9C1 005166-35-8 83
3 3-Methyl-3-chloro-1-butene 104 C5H9Cl 002190-48-9 74
4 2-Butene, 2-chloro-3-methyl- 104 C5HOC1 017773-65-8 64
5 1-Butene, 2-chloro-3-methyl- 104 C5HOC1 017773-64-7 56
Abundance  Scan 32 (2.475 min): BF127093.D\data.ms (-26) (-) m/z 69.10 100.00%
69.1
41.0
5000 53.1
e
89.0 1039 240 260 2.80
0 ‘w"‘w"H_‘ul}1m}‘uJuwm!}m‘_m“m‘_hw m/z 41.05 73.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5471: 2-Butene, 1-chloro-2-methyl-
41.0 69.0
5000 L L L B B B
53.0 104.0 240 260 2.80
210 m/z 53.10  39.32%
‘ H 89.0
0 H‘HH‘\\}M‘\\M1!‘H\‘“}1HH‘\W\}H‘H‘HH“‘\H\‘H‘!\‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5463: 1-Butene, 3-chloro-2-methyl-
41.0 69.0
A e
240 2.60 2.80
m/z 39.05 31.51%
5000 530 /
21.0 104.0
‘ ‘ 89.0 ‘
0"‘H“_‘1MM‘HlLHNNHMW‘Wﬁ}‘u“u‘wﬁ“W“M“

miz--> 10 20 30 40 50 60 70 80 90 100 110

Abundance #5457: 3-Methyl-3-chloro-1-butene T AR M M

41.0 69.0 240 2.60 2.80
m/z 67.10 15.37%
5000
53.0
270 104.0
w0 | L mo

by e e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 240 2.60 2.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022822\
Data File : BF127093.D

Acqg On : 28 Feb 2022 12:02

Operator : CG\JU

Sample : N1664-01

Misc

ALS vial : 5 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 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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
s.es1  3.16ng 130670 Naphthalene-ds 8.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 066112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83

3 Ethylene glycol monoisobutyl ether 118 C6H1402
4 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803
5 Methoxyacetic acid, butyl ester 146 C7H1403

Abundance Scan 985 (8.081 min): BF127093.D\data.ms (-981) (-)
57.1

004439-24-1 72
018912-80-6 56
017640-22-1 53

m/z 57.10 100.00%

5000 ﬂ\iu
0 17.808.008.208.40
39 ‘ 101.1 :
0 m_m‘ﬁm HH‘J“_‘HH}MH‘,‘1‘3‘2‘2‘””,”‘ m/z 45.85 92.53%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 L B B B LR
29.0 7.80 8.00 8.20 8.40
750 m/z 41.10  37.14%
0 L ‘ \‘H“\‘\“‘H‘\ \MH\ \‘1“\ ‘ \‘\‘ \]-10}0‘\0\ T ’ \]_\3\2\0‘ T T ’ LI
m/z--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
ST T
7.80 8.00 8.20 8.40
5000 m/z 75.00 19.05%
29.0 75.0
100.0
0 Ll L0 1320 seeo
miz--> 20 40 60 80 100 120 140 160
Abundance #10089: Ethylene glycol monoisobutyl ether AR A mEERET
57.0 7.80 8.00 8.20 8.40
m/z 87.10 14.68%
5000
29.0 75.0
0 000
m/z--> 20 60 80 100 120 140 160 7.80 8.00 8.20 8.40

8270-BF021622.M Tue Mar 01 14:49:48 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022822\
Data File : BF127093.D

Acqg On : 28 Feb 2022 12:02
Operator : CG\JU

Sample : N1664-01

Misc

ALS vial : 5 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 3 1Isopropyl myristate

Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
11.375  2.03ng 57367 Phenanthrene-dio 11.434
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl myristate 270 C17H3402 000110-27-0 52

2 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S
3 n-Capric acid isopropyl ester 214 C13H2602
4 Carbonic acid, eicosyl vinyl ester 368 C23H4403
5 Carbonic acid, dodecyl vinyl ester 256 C15H2803

Abundance Scan 1545 (11.375 min): BF127093.D\data.ms (-1539) (-]

1000309-12-4 30
002311-59-3 27

1000382-54-3 25
1000382-54-8 25

m/z 43.10 100.00%

43.1
5000 7.1
— —r
‘ m 11.00 11.50
Y m/z 57.10  84.25%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #161161: Isopropyl myristate
43.0
5000 102.0 T T
11.00 11.50
73.0 228.0 m/z 41.05 52.19%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #206621: Sulfurous acid, 2-propyl tridecyl ester
43.0
— —r
11.00 11.50
m/z 55.05 49.66%
5000 85.0
0 AL gm0 1820 070
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #92122: n-Capric acid isopropyl ester P ——
43.0 11.00 11.50
m/z 71.10 46.46%
5000
L
P Y MO B L G
m/z--> 20 40 60 80 100120140160180200220240260 11.00 11.50

8270-BF021622.M Tue Mar 01 14:49:49 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022822\
Data File : BF127093.D

Acqg On : 28 Feb 2022 12:02
Operator : CG\JU

Sample : N1664-01

Misc

ALS vial : 5 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 n-Hexadecanoic acid

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
11.945 3.17 ng 152218  Phenanthrene-di10 11.434
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 96
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 81
5 Undecanoic acid 186 C11H2202 000112-37-8 74

Abundance Scan 1642 (11.945 min): BF127093.D\data.ms (-1638) (-]
73.1

m/z 73.10 100.00%

43.1
5000 129.1
213.2 L —
| 1572185.1 256.1 12.00
y— m/z 43.10  92.62%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 rT
12.00
157.01g5 02130  256.0 m/z 60.00 91.57%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #109279: Tetradecanoic acid
73.0
43.0 T
12.00
5000 129.0 m/z 57.85 82.78%
185.0
|
0%§Ry‘wumy”‘”k%“ﬂwJM‘_HJ_”‘_HNMH‘_M‘_H‘_
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid —
43.0 73.0 12.00
m/z 41.10 82.29%
5000 129.0
199.0
s e
o%ﬁgkwﬁwwJMNMHNHM‘WH_‘JMJHJH‘_HW‘HWH‘W‘ —r—
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260 12.00

8270-BF021622.M Tue Mar 01 14:49:50 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022822\
Data File : BF127093.D

Acqg On : 28 Feb 2022 12:02
Operator : CG\JU

Sample : N1664-01

Misc

ALS vial : 5 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 Tetratetracontane

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.804 4.40 ng 140831  Chrysene-di12 14.081
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Hexatriacontane 507 C36H74 000630-06-8 91
3 Octacosane 394 C28H58 000630-02-4 90
4 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 90

5 Sulfurous acid, butyl dodecyl ester 306 C16H3403S

Abundance Scan 1788 (12.804 min): BF127093.D\data.ms (-1782) (-]
57.1

5000
70
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
5000
o ‘\mjﬁzm‘w?oze? 0337.0407.0 491.0562.0
‘\\\\‘\\H‘\\\\‘\H!]W\\T[HT\‘TFH}\H\‘\H\‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #339055:; Hexatriacontane
57.0
5000

ol L[ F#0197.0 281035104210 5060
AT 1970 281086104210 8060

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #298427: Octacosane
57.0
5000

[11]]2%7.0197.0 281.0 394.0

1000309-17-9 86

m/z 57.10 100.00%

5

12.50 13.00
m/z 71.10 55.00%

°

.

12.50 13.00
m/z 43.10 52.29%

°

-

12.50 13.00
m/z 85.10 38.69%

°

:

12.50 13.00
m/z 55.10  25.52%

°

%

o_wwwww N —
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 600

8270-BF021622.M Tue Mar 01 14:49:51 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022822\
Data File : BF127093.D

Acqg On : 28 Feb 2022 12:02
Operator : CG\JU

Sample : N1664-01

Misc

ALS vial : 5 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 Heneicosane

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.634 10.63 ng 340753  Chrysene-d12 14.081
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
5 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91

Abundance Scan 1929 (13.633 min): BF127093.D\data.ms (-1923) (-]

m/z 57.05 100.00%

57.0
5000
1350  14.00
41.1 ) ’
- u‘u L u‘u‘L | Xi}118312058 2830 m/z 71.10  60.01%
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 R —
13.50 14.00
9.0 m/z 43.10 56.83%
Olwswd\ “‘ \“‘\ h“ \“‘ \JT\ \“ “\1\8\3\(‘)2\2\5\(\)| T \?9\6‘(\)\ L
m/z--> 50 100 150 200 250 300 350
Abundance #298426: Octacosane
57.0
— —
13.50 14.00
5000 ITI/Z 85.05 47.51%
oL \\ | 141018302250 2810 337.0 304
A e A A e
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane T —
57.0 13.50 14.00
m/z 55.10 25.05%
B ‘/\WJ\J\Wu
e e g B IR —— ——
m/z--> 50 100 150 200 250 300 350 13.50 14.00

8270-BF021622.M Tue Mar 01 14:49:52 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022822\
Data File : BF127093.D

Acqg On : 28 Feb 2022 12:02
Operator : CG\JU

Sample : N1664-01

Misc

ALS vial : 5 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 unknown13.939 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.939 6.25 ng 200174  Chrysene-di12 14.081
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 43
2 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206 1000366-99-4 35
3 2,5,8,11-Tetraoxatridecan-13-yl ... 312 C16H2406 1000366-96-7 27
4 1-Propanone, 2-bromo-1-phenyl- 212 C9H9BroO 002114-00-3 18
5 Phenacyl thiocyanate 177 CSH7NOS 005399-30-4 14
Abundance Scan 1981 (13.939 min): BF127093.D\data.ms (-1973) (-  m/z 105.10 100.00%
105.1
149.1
5000
57.1
S
14.00
.0 216.1 248.2 :
ob— u“ Mu by | 18202012482282.0 /) 149 05  71.22%
miz--> 50 100 150 200 250
Abundance #216951: Diethylene glycol dibenzoate
1050 1490
5000 T
14.00
m/z 77.05 45.74%
51.0
ols.o | | | 179.0
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #267814: 2,2'-(Ethane-1,2-diylbis(oxy))bis(ethane-2,1-diy
105.0
149.0 14.00
5000 m/z 57.10 36.71%
olso 10 L | 1790 2360
e e e
miz--> 50 100 150 200 250
Abundance  #214014: 2,5,8,11-Tetraoxatridecan-13-yl benzoate —
105.0 149.0 14.00
m/z 43.10 32.62%
59.0
5000
oL 200 Ll | 1e02200 2670 e
m/z--> 50 100 150 200 250 14.00

8270-BF021622.M Tue Mar 01 14:49:52 2022 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022822\
Data File : BF127093.D

Acqg On : 28 Feb 2022 12:02
Operator : CG\JU

Sample : N1664-01

Misc

ALS vial : 5 Sample Multiplier: 1

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 Eicosane, 7-hexyl-

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
14.257 11.59 ng 371526  Chrysene-d12 14.081
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
5 Octacosane 394 C28H58 000630-02-4 91

Abundance Scan 2035 (14.257 min): BF127093.D\data.ms (-2030) (-]
57.1

5000

27.1

Tl 10732671
0 e L e 2 e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #347241: Tetratetracontane
57.0
5000
ok [ 1 || £77:0197.0267.0337.0407.0 491.0562.0
‘\\\\‘\\f\‘\\\\‘\\\V]T\\T[\\T\‘Tr\}}\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #275543: Eicosane, 7-hexyl-
57.0
5000
ot f a0 280

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

m/z 57.10 100.00%

N

—T T
14.00 14.50
m/z 71.10 60.65%

N

—T T
14.00 14.50
m/z 43.10 54.32%

-

— —
14.00 14.50
m/z 85.10 46.01%

N

Abundance #275537: Hexacosane 7 T
57.0 14.00 14.50
m/z 55.05 22.76%
B m
oL 1L} 170197.0267.0 3670
et e e e —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022822\
Data File : BF127093.D

Acqg On : 28 Feb 2022 12:02
Operator : CG\JU

Sample : N1664-01

Misc

ALS vial : 5 Sample Multiplier: 1

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 9 Octacosane, 2-methyl-

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
14.786 11.10 ng 355792  Chrysene-d12 14.081
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
2 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 4-Methylheneicosane 310 C22H46 025117-29-7 91

Abundance Scan 2125 (14.786 min): BF127093.D\data.ms (-2119) (-]
57.0

5000

13.1
0 Ny VAT 002 2308 a002 3684

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

Abundance #307033: Octacosane, 2-methyl-
57.0
5000
L LT 1890 2250 2610 3650
\\1‘\\\\‘\\\1‘\1\\’\\\\’\\\\’\\\\’\\\\’\\\\’\

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

m/z 57.05 100.00%

%

14.50 15.00
m/z 71.10 62.69%

°

:

14.50 15.00
m/z 43.05 59.38%

°

:

o

°

Abundance #345481: Dotriacontane, 1-iodo-
57.0
14.50 15.00
5000 ITI/Z 85.10 45.41%
L | I \16?9‘2\250 2050 3510 4491
R o L o R B N R S
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #320591: Hentriacontane T —
57.0 14.50 15.00
m/z 55.10 22.54%
h MP\J\AW\/
.0
0 Lkﬁ JJ\\GQP‘%Zﬁo 309.0 365.0 437.0
e b e e e e e — —
m/z--> 50 100 150 200 250 300 350 400 450 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022822\
Data File : BF127093.D

Acqg On : 28 Feb 2022 12:02
Operator : CG\JU

Sample : N1664-01

Misc

ALS vial : 5 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 unknownl4.845 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.845 3.56 ng 91303  Perylene-di12 15.575
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Heptyne, 7-chloro-2,2-dimethyl- 158 C9H15C1 055402-10-3 15
2 4-Chloro-6-(methylamino)pyrimidine 143 C5H6CIN3 065766-32-7 11
3 2-Naphthalenamine, 1,2,3,4-tetra... 229 C16H23N 068157-17-5 11
4 1-Phenyl-1-cyclopropanecarbonitrile 143 C10HSN 000935-44-4 11
5 Isoquinoline, 7-methyl- 143 C10HSN 054004-38-5 11
Abundance Scan 2135 (14.845 min): BF127093.D\data.ms (-2131) (- m/z 57.10 100.00%
57.1
143.0
5000
394 .
— —
189.2 275.1 14.50 15.00
A — bl b L myz 43.10 70.14%
mlz--> 50 100 150 200 250 300 350
Abundance #35289: 3-Heptyne, 7-chloro-2,2-dimethyl-
148.0
5000 — ——
41.0 96.0 14.50 15.00
m/z 143.00 58.35%
O ‘
miz--> 100 150 200 250 300 350
Abundance #23233. 4-Chloro-6-(methylamino)pyrimidine
143.0
30.0 P DM
14.50 1500
5000 m/z 71.10 51.02%
87.0
0 ““WNMJL “M““‘““““““,““““‘
miz--> 50 100 150 200 250 300 350
Abundance #110524: 2-Naphthalenamine, 1,2,3,4-tetrahydro-N,N-din . —
143.0 14.50 15.00
m/z 135.05 46.69%
5000
99.0 229.0
42.0 ‘ “ ‘ 86.0
) SR o S TR S 15 O i E— — —
m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022822\
Data File : BF127093.D

Acqg On : 28 Feb 2022 12:02
Operator : CG\JU

Sample : N1664-01

Misc

ALS vial : 5 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 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.363 9.70 ng 248972  Perylene-di2 15.575
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Octacosane 394 (C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 87
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
5 Eicosane, 1-iodo- 408 C20H41I1 1000406-31-8 87

Abundance Scan 2223 (15.363 min): BF127093.D\data.ms (-2218) (-, m/z 57.10 100.00%

57.1
5000
9.1 N LN
15.00 15.50
141.0
- “u | u“‘w“L LT A832 2650 8561 ./ 43.05  61.96%
m/z--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0
5000 — ——
15.00 15.50
m/z 71.05 61.33%
9.0
oL L 2901018302050 2820
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #298426: Octacosane
57.0
— —T—
15.00 15.50
5000 m/z 85.10 50.42%
9.0
oL LI 4018300250 2610 3370 3040
gl e
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane . —
57.0 15.00 15.50
m/z 55.10 22.99%
5000
‘ 9.0
41.0
ol L1l |1 0ms0zs0 2060 T
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022822\
Data File : BF127093.D

Acqg On : 28 Feb 2022 12:02
Operator : CG\JU

Sample : N1664-01

Misc

ALS vial : 5 Sample Multiplier: 1

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 12 Pentadecane

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
16.033 6.13 ng 157340  Perylene-di2 15.575
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Pentacosane 352 C25H52 000629-99-2 87
3 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 86
4 Tetracosane 338 C24H50 000646-31-1 83
5 Hexacosane 366 C26H54 000630-01-3 83

Abundance Scan 2337 (16.033 min): BF127093.D\data.ms (-2331) (-]

m/z 57.10 100.00%

57.1
5000
16.00 |
2079 :
ol | A w“‘w} ! H“ ““‘%“80 b 2231 8L m/z 71.05  74.03%
m/z--> 50 100 150 200 250 300 350 400
Abundance #90193: Pentadecane
57.0
5000 —
16.00
m/z 43.10 64.35%
13.0 212.0
\‘ LT 1600 |
O\‘\‘\"\M\“\‘\“\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #262013: Pentacosane
57.0
T \
16.00
5000 m/z 85.05 52.21%
0 L h\ \h\ h u‘ \\ ] \1\8\39 239.0 295.0 352.0
i A e
m/z--> 50 100 150 200 250 300 350 400
Abundance #310570: Heptacosane, 1-chloro- T ‘
57.0 16.00
m/z 55.05 26.43%
w WWWM
0 \‘ wL\ u H Ll Ly 183 O 231 O 287 O 343 0 414(
“‘,‘ R T A e L S ——
m/z--> 50 100 150 200 250 300 350 400 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022822\
Data File : BF127093.D

Acqg On : 28 Feb 2022 12:02
Operator : CG\JU

Sample : N1664-01

Misc

ALS vial : 5 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|
2-Butene, 1-chl... 2.475 2.5 ng 81568 1 6.899 639459 20.0
Ethanol, 2-(2-b... 8.081 3.2 ng 139670 2  8.181 882625 20.0
Isopropyl myris... 11.375 2.0 ng 97307 4 11.434 960579 20.0
n-Hexadecanoic ... 11.945 3.2 ng 152218 4 11.434 960579 20.0
Tetratetracontane 12.804 4.4 ng 140831 5 14.081 640842 20.0
Heneicosane 13.634 10.6 ng 340753 5 14.081 640842 20.0
unknown13.939 13.939 6.3 ng 200174 5 14.081 640842 20.0
Eicosane, 7-hexyl- 14.257 11.6 ng 371526 5 14.081 640842 20.0
Octacosane, 2-m... 14.786 11.1 ng 355792 5 14.081 640842 20.0
unknown14. 845 14.845 3.6 ng 91303 6 15.575 513545 20.0
Eicosane 15.363 9.7 ng 248972 6 15.575 513545 20.0
Pentadecane 16.033 6.1 ng 157340 6 15.575 513545 20.0
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