LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127026.D

Acqg On : 22 Feb 2022 23:39
Operator : CG\JU

Sample : N1626-04

Misc :

ALS Vvial : 20 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: BF127026.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.546 549 554 557 rBV 1697525 1518204 100.00% 9.609%
2 6.551 720 725 728 rVB 1670796 1488010 98.01% 9.418%
3 6.922 785 788 794 rBV 533612 443884 29.24% 2.809%
4 6.975 794 797 801 rBV 51582 56900 3.75% 0.360%
5 7.269 842 847 849 rBV 49452 58285 3.84% 0.369%
6 7.487 880 884 886 rBV 1118715 951413 62.67% 6.022%
7 7.934 951 960 965 rBvV2 108689 154994 10.21% 0.981%
8 8.134 991 994 998 rBvV2 67117 74170 4.89% 0.469%
9 8.204 1003 1006 1009 rBV 632686 494522 32.57% 3.130%
10 8.545 1059 1064 1066 rBV 133817 146486 9.65% 0.927%
11  9.110 1157 1160 1165 rBV 140884 136496 8.99% 0.864%
12 9.210 1171 1177 1181 rVB5 32990 55497 3.66% 0.351%
13 9.281 1185 1189 1192 rVV 2038207 1487589 97.98% 9.415%
14  9.375 1203 1205 1210 rVB2 84935 73052 4.81% 0.462%
15 9.651 1244 1252 1260 rBvV4 142476 204949 13.50% 1.297%

16  9.963 1302 1305 1310 rVB 597716 494105 32.55%
17 10.163 1335 1339 1344 rBV 308445 293599 19.34%
18 10.381 1369 1376 1380 rBv2 72583 108974  7.18%
19 10.598 1411 1413 1416 rVB 82920 75639  4.98%
20 10.645 1418 1421 1426 rVV 137542 125797 8.29%

OO0, W
o))
O
(]
R

21 10.757 1436 1440 1443 rBV 1013721 880902 58.02%
22 10.869 1455 1459 1462 rBV3 185967 293816 19.35%
23 11.110 1497 1500 1504 rBV 292908 270598 17.82%
24 11.310 1531 1534 1536 rBV 256749 254330 16.75%
25 11.333 1536 1538 1542 rVB 375482 374934 24.70%

NBR R ROV
N
=
w
3R

26 11.457 1555 1559 1562 rBV 564153 492561 32.44%
27 11.492 1563 1565 1569 rVB2 147751 152299 10.03%
28 11.551 1573 1575 1578 rBV2 128050 152796 10.06%
29 11.686 1596 1598 1601 rVB 248133 219247 14.44%
30 11.739 1604 1607 1612 rVV2 396489 454037 29.91%

NRFP OO W
Xe]
a
~N
R

31 11.981 1645 1648 1650 rBV ~ 782552 795643 52.41%
32 12.145 1674 1676 1679 rBV 424124 379437 24.99%
33 12.433 1722 1725 1727 rBV 490976 504730 33.25%
34 12.539 1741 1743 1746 rBV 398723 329171 21.68%
35 13.027 1824 1826 1827 rBV 575971 508375 33.49%

(VS \S IRV R \S BV, |
=
e}
Ul
B

36 13.051 1828 1830 1833 rVB 1603439 1293962 85.23%  8.190%

8270-BF021622.M Wed Feb 23 14:39:49 2022 Pag 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127026.D

Acqg On : 22 Feb 2022 23:39
Operator : CG\JU

Sample : N1626-04

Misc

ALS Vvial : 20 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
Sum of corrected areas: 15799403
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127026.D

Acqg On : 22 Feb 2022 23:39
Operator : CG\JU

Sample : N1626-04

Misc

ALS Vvial : 20 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: BF127026.D\data.ms
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2000000 5.546 6.551
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1000000
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Abundance TIC: BF127026.D\data.ms
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8270-BF021622.M Wed Feb 23 14:39:51 2022 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127026.D

Acqg On : 22 Feb 2022 23:39
Operator : CG\JU

Sample : N1626-04

Misc

ALS Vvial : 20 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 Octanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
7.934 6.27 ng 154994  Naphthalene-d8 8.204

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 86
2 Hexanoic acid 116 C6H1202 000142-62-1 59
3 Butanoic acid 88 (C4H802 000107-92-6 50
4 Heptanoic acid 130 C7H1402 000111-14-8 50
5 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 47
Abundance Scan 960 (7.934 min): BF127026.D\data.ms (-951) (-) m/z 60.10 100.00%
60.1
- T /Aw
85.1 101.1 *J”’\‘Vﬁﬂ/‘?/\r“p\u,uu‘uu‘
m i H\ ‘ 1221 7.60 7.80 8.00 8.20
S Y MR m/z 73.80 67.64%
miz-> 20 40 60 80 100 120 140
Abundance #24058: Octanoic acid
60.0
43.0
5000 L L B B R
270 7.60 7.80 8.00 8.20
‘ 85.0 101.0 m/z 43.10 49.53%
0 \\\‘\‘}H\\i‘\‘\\“H“\‘\‘\‘\‘”H‘\\\“\\\‘\ ‘1\27\\0\1‘4\4\0\
miz-> 20 40 60 80 100 120 140
Abundance #9149: Hexanoic acid
60.0
R A maaREE
7.60 7.80 8.00 8.20
5000 m/z 41.10 44.28%
41.0
87.0
0150 Il ‘HH‘ o
miz--> 20 40 60 80 100 120 140
Abundance #2273: Butanoic acid R Ram A Ea R
60.0 7.60 7.80 8.00 8.20
m/z 55.10 37.91%
5000
27.0
43.0
m/z--> 20 40 60 80 100 120 140 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127026.D

Acqg On : 22 Feb 2022 23:39
Operator : CG\JU

Sample : N1626-04

Misc

ALS Vvial : 20 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 unknown8.134 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
8.134 3.00 ng 74170  Naphthalene-d8 8.204

Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,2,5-Trithiepane 152 C4H8S3 006576-93-8 49
2 2-Decanone 156 C10H200 000693-54-9 22
3 trans-0-Dithiane-4,5-diol 152 C4H802S2 014193-38-5 22
4 2-[2-[2-(2-Methoxyethoxy)ethoxy]... 250 C11H2206 1000351-91-4 14
5 1,3-Dioxane-2-propanol, 2-methyl- 160 C8H1603 036651-31-7 12

Abundance Scan 994 (8.134 min): BF127026.D\data.ms (-991) (-) m/z 55.05 100.00%

55.
152.0
87.0
5000
R A maaREE
37 ‘ m 112.0 7.80 8.00 8.20 8.40
0 ‘ﬂ u‘e‘ww““lu‘u‘““”“m‘l"u“”“m‘:_ m/z 58.05  99.47%
m/z--> 20 40 60 80 100 120 140 160
Abundance #29614: 1,2,5-Trithiepane
152.0
59.0
5000 L B B B B
87.0 7.80 8.00 8.20 8.40
124.0 .
106.0 m/z 43.10 81.65%
41. ‘ ‘ ‘
0 \\\‘\\\\“1‘\\\‘ ‘\‘i‘i“\i\1‘\!“\“}‘\\‘\\\\|\\ ‘\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #32843: 2-Decanone
58.0
R A maaREE
7.80 8.00 8.20 8.40
5000 m/z 152.00 80.29%
41,0
85.0
0280 Il [l %30 g0 1560
miz--> 20 40 60 80 100 120 140 160
Abundance #29600: trans-O-Dithiane-4,5-diol A R A
152.0 7.80 8.00 8.20 8.40
108.0 m/z 87.00 65.10%
5000 44.0
70.0 87.0
‘ 134.0
m/z--> 20 40 60 80 100 120 140 160 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127026.D

Acqg On : 22 Feb 2022 23:39
Operator : CG\JU

Sample : N1626-04

Misc

ALS Vvial : 20 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 Nonanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
8.545 5.92 ng 146486  Naphthalene-d8 8.204

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 90
2 Octanoic acid, silver(1+) salt 250 C8H15Ag02 024927-67-1 52
3 Octanoic acid 144 C8H1602 000124-07-2 50
4 Hexanoic acid 116 C6H1202 000142-62-1 50
5 3-Methyl-hexanoic acid 130 C7H1402 1000365-65-4 47

Abundance Scan 1064 (8.545 min): BF127026.D\data.ms (-1059) () m/z 60.00 100.00%

60.0
5000
115.1 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
‘ ‘ ‘ 8.20 8.40 8.60 8.80
0! MHJ‘M“U““‘W A b e M/z 73.05  79.87%
mlz--> 50 100 150 200 250 300 350
Abundance #35298: Nonanoic acid
6Q.0
5000 LI LA L L L L L B I
8.20 8.40 8.60 8.80
J 115.0 m/z 57.05 55.82%
01\5.\‘r‘ LH’H“ “‘M \‘H\ ““i‘ \“\ ‘\ \1‘5§\0\ L L B
miz--> 50 100 150 200 250 300 350
Abundance #136248: Octanoic acid, silver(1+) salt
60.0
R
127.0 8.20 8.40 8.60 8.80
5000 m/z 41.05 53.37%
oLl L MJ AL 2160 2730 3%
miz--> 50 100 150 200 250 300 350
Abundance #24056: Octanoic acid T
60.0 8.20 8.40 8.60 8.80
m/z 55.10 51.35%
5000
101.0
olsd [LII L | 1420
m/z--> 50 100 150 200 250 300 350 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127026.D

Acqg On : 22 Feb 2022 23:39
Operator : CG\JU

Sample : N1626-04

Misc

ALS Vvial : 20 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-Decanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
9.110 5.52 ng 136496  Acenaphthene-di10 9.963

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 90
2 Decanoic acid, silver(1+) salt 278 C10H19Ag02 013126-67-5 53
3 Hexanoic acid 116 C6H1202 000142-62-1 52
4 Heptanoic acid 130 C7H1402 000111-14-8 50
5 Octanoic acid 144 C8H1602 000124-07-2 47

Abundance Scan 1160 (9.110 min): BF127026.D\data.ms (-1157) () m/z 60.00 100.00%

60.0
5000
129.1
s i R,
‘ 1721 8.80 9.00 9.20 9.40
0 O m/z 73.00 88.91%
mlz--> 50 100 150 200 250 300 350
Abundance #46965: n-Decanoic acid
60.0
5000 1290 I N RN RN R
8.80 9.00 9.20 9.40
m/z 41.10 58.75%
015. “‘M\“M\H U‘\ } \"]-\7\‘2\.0\ ‘ T T ‘ T T ‘ T T ‘ T T
miz--> 50 100 150 200 250 300 350
Abundance #170061: Decanoic acid, silver(1+) salt
73.0
e e
155.0 8.80 9.00 9.20 9.40
5000 ' m/z 43.10 57.35%
29.
ol WMMN Ll 217.0 279.0 330.0 387.
el Lo s SR BESE T
miz--> 50 100 150 200 250 300 350
Abundance #9146: Hexanoic acid R RamE AR ma R
60.0 8.80 9.00 9.20 9.40
m/z 55.10 54.24%
- W
otsgl 0 et
m/z--> 50 100 150 200 250 300 350 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127026.D

Acqg On : 22 Feb 2022 23:39
Operator : CG\JU

Sample : N1626-04

Misc

ALS Vvial : 20 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 Undecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.651 8.30 ng 204949  Acenaphthene-di10 9.963

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 83
2 n-Decanoic acid 172 C10H2002 000334-48-5 53
3 Octanoic acid 144 C8H1602 000124-07-2 47
4 Nonanoic acid 158 C9H1802 000112-05-0 43
5 Alpha-1-rhamnopyranose 164 C6H1205 035810-56-1 38

Abundance Scan 1252 (9.651 min): BF127026.D\data.ms (-1244) () m/z 73.00 100.00%
3.0

41.1
5000
129.1
P —
uu “97"0 ‘ ‘ 1571 1g6q 9.50 10.00
01 JWMw‘UHHWLVWM“;‘mH“‘W‘u]‘ m/z 60.00 98.90%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #60690: Undecanoic acid
60.0
5000 R P
29.0 oo 9.50 10.00
87.0 ' m/z 55.00 72.15%
\H | ‘ ‘ 157.0 186.0
01 \‘\ ‘H!‘{ \‘}h“\ \‘H‘“\‘H‘MH“HH‘\‘\H
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #46965: n-Decanoic acid
60.0
—— —
9.50 10.00
5000 129.0 m/z 41.18  70.26%
29.0 87.0
N 0 7 T L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24059: Octanoic acid T ——
60.0 9.50 10.00
m/z 43.10 62.06%
5000
M \‘\ ‘M \ H\ ‘ 150 1440
O T e AR — —
m/z--> 20 40 60 80 100 120 140 160 180 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127026.D

Acqg On : 22 Feb 2022 23:39
Operator : CG\JU

Sample : N1626-04

Misc

ALS Vvial : 20 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 Dodecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.163 11.88 ng 293599  Acenaphthene-di10 9.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 91
2 Undecanoic acid 186 C11H2202 000112-37-8 72
3 Nonanoic acid 158 C9H1802 000112-05-0 70
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Octanoic acid 144 C8H1602 000124-07-2 49

Abundance Scan 1339 (10.163 min): BF127026.D\data.ms (-1335) (- m/z 73.05 100.00%

73.0
41.1
5000
1571 1 T L
101.1 200.1 10.00 10.50
01 : m/z 60.00 91.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #75713: Dodecanoic acid
73.0
43.0
5000 = Pt
129.0 10.00 10.50
157.0 200.0 m/z 41.10 70.82%
‘ 101.0 ‘
O\\\‘\‘\\\“\‘\\H!M‘\w\\‘Hh‘\‘\\‘H“‘\\\!‘\\‘\\‘M\\\\‘\\‘\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #60689: Undecanoic acid
60.0
—— —
10.00 10.50
5000 ITI/Z 55.10 66.18%
29.0 85.0 129.0
186.0
157.0
Obrrr el Ll 07,9
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #35296: Nonanoic acid T ——
60.0 10.00 10.50
m/z 43.10 64.63%
5000
29.0 115.0
LT T o
om_m_“uw‘“uwmm“"wmwm‘mwmwu — —
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127026.D

Acqg On : 22 Feb 2022 23:39
Operator : CG\JU

Sample : N1626-04

Misc

ALS Vvial : 20 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 Hexadecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.381 4.41 ng 108974  Acenaphthene-di10 9.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Dodecane 170 C12H26 000112-40-3 50
3 Heptadecane 240 C17H36 000629-78-7 43
4 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 43
5 Tridecane 184 C13H28 000629-50-5 38

Abundance Scan 1376 (10.381 min): BF127026.D\data.ms (-1369) (- m/z 43.10 100.00%
1

43.
71.0
5000
1000 10.50
99.0 149.0 . .
177.0
o 2 2203 myz s7.10 90.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107217: Hexadecane
57.0
5000 — —
85.0 10.00 10.50
29.0 m/z 71.05 71.26%
0 ‘\‘ \‘\ M\ H\ A w\\11§'0‘14‘1'0 169.0 226.0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45479: Dodecane
43.0
— ——
71.0 10.00 10.50
5000 m/z 58.05 69.47%
‘ ‘ H 98.0 1270 1700
0 _L‘ﬂl‘mu‘m“h‘W_‘ﬂwuhﬂ(‘H‘,HM‘““W“H“H“H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123961: Heptadecane T —
57.0 10.00 10.50
m/z 41.10 46.57%
5000
85.0
29.0
o \\ L 301410 1680 240,
e e e e e e e e — ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50

8270-BF021622.M Wed Feb 23 14:39:59 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127026.D

Acqg On : 22 Feb 2022 23:39
Operator : CG\JU

Sample : N1626-04

Misc

ALS Vvial : 20 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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.598 3.06 ng 75639  Acenaphthene-d1e 9.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 46
2 Dodecane 170 C12H26 000112-40-3 38
3 Pentadecane, 2-methyl- 226 Cl6H34 001560-93-6 35
4 Nonane, 3-methyl- 142 C1eH22 005911-04-6 30
5 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 27

Abundance Scan 1413 (10.598 min): BF127026.D\data.ms (-1411) (- m/z 57.10 100.00%
7.1

5
5000

50 1271 —
f : 1831 o 10.50 11.00
S uw”w 1L Wi ' : m/z 43.10 58.51%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176403: Hexadecane, 2,6,10,14-tetramethyl-
57.0

5000

o

—
10.50 11.00
m/z 71.10 56.92%

113.0
27,0 ‘ 183.0
TT ‘ \‘\‘\ \“M T “ T \H} T ’w‘\ T \““ TT 1‘\ ’ \“\ TT ‘%\5\4\7(\)\‘\ T "‘\ TT i“ TTTT ’ TTT ‘%5‘§"0“2“8‘2‘;(
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45479: Dodecane
43.0

7
10.50 11.00

o

5000 m/z 81.10 53.56%
85.0
ALy e 0
0‘ww‘ﬂmmmﬂmﬂHﬂ‘wwmﬁp‘uwﬁw‘uwHH,HH_H‘_HW‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107235: Pentadecane, 2-methyl- —— ‘
43.0 10.50 11.00

m/z 41.10 42.06%

5000 85.0
‘ h 1270 183.0
|

ey Ll 2260

m/z--> 20 40 60 80 100120140160180200220240260280 10.50 11.00

o

8270-BF021622.M Wed Feb 23 14:40:00 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127026.D

Acqg On : 22 Feb 2022 23:39
Operator : CG\JU

Sample : N1626-04

Misc

ALS Vvial : 20 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 9 Tridecanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

10.645 5.09 ng 125797  Acenaphthene-di10 9.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 95
2 n-Decanoic acid 172 C10H2002 000334-48-5 62
3 Octanoic acid 144 C8H1602 000124-07-2 49
4 Undecanoic acid, 10-bromo- 264 C11H21Bro02 018294-93-4 47
5 .alpha.-D-Glucopyranose, 4-0-.be... 342 C12H22011 014641-93-1 47

Abundance Scan 1421 (10.645 min): BF127026.D\data.ms (-1418) (-1 m/z 73.00 100.00%
3.0

411 T
5000
129.0
97.1 171.1 T R
‘ ‘ H\ 214.2 10.50 11.00
0 rrprrrr el m/z 60.05 88.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #92063: Tridecanoic acid
430 | 130
5000 129.0 P e
10.50 11.00
171.0 m/z 41.10 81.58%
m970 ‘ 214.0
015'0 \‘\‘H!\\\‘H“‘\\M‘}‘\‘\‘\\‘\\\\“\\\\‘\‘\\\‘\\\‘\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #46963: n-Decanoic acid
60.0
— —
10.50 11.00
29.0 o
5000 ITI/Z 55.10 71.39%
1290
| M 8r.0 172.0
o! o "‘Huwl‘w"H_mewww
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #24060: Octanoic acid 7 —
60.0 10.50 11.00
m/z 43.10 68.64%
5000
101.0
N 0 N VY T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50 11.00

8270-BF021622.M Wed Feb 23 14:460:01 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127026.D

Acqg On : 22 Feb 2022 23:39
Operator : CG\JU

Sample : N1626-04

Misc

ALS Vvial : 20 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 Decane, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.869 11.93 ng 293816  Phenanthrene-di10 11.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2-methyl- 156 C11H24 006975-98-0 87
2 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 86
3 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 80
4 Undecane, 6-ethyl- 184 C13H28 017312-60-6 74
5 Heptacosane 380 C27H56 000593-49-7 64
Abundance Scan 1459 (10.869 min): BF127026.D\data.ms (-1455) (- m/z 57.10 100.00%
57.1
5000
85.1
— ——
10.50 11.00
1411 183.2
Obrrrprrrolerslh ‘ ‘_‘Hw“_ul“_mu‘uwH_Wz‘?‘z”?w‘_m m/z 71.10  74.95%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #33083: Decane, 2-methyl-
57.0
5000 O‘d ‘ ‘Od
85.0 10.5 11.
29.0 m/z 43.10 62.92%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #90208: Dodecane, 2,6,11-trimethyl-
57.0
— ——
10.50 11.00
5000 m/z 41.10 32.09%
85.0
29.0
o B moonre
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #176402: Hexadecane, 2,6,11,15-tetramethyl- — —
57.0 10.50 11.00
m/z 55.10  29.98%
5000
85.0
113.0 169.0
N 0 0 R 2 s
m/z--> 20 40 60 80 100120140160180200220240260 10.50 11.00

8270-BF021622.M Wed Feb 23 14:460:01 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127026.D

Acqg On : 22 Feb 2022 23:39
Operator : CG\JU

Sample : N1626-04

Misc

ALS Vvial : 20 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 Tetradecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

11.110 10.99 ng 270598  Phenanthrene-di10 11.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 93
2 n-Decanoic acid 172 C10H2002 000334-48-5 70
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Undecanoic acid 186 C11H2202 000112-37-8 53
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 49

Abundance Scan1500(11110num BF127026.D\data.ms (-1497) (- m/z 73.00 100.00%
431 | 730

5000

%

129.1
11.00 11.50
(o} m/z 59.95 97.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #109280: Tetradecanoic acid
73.0
41.0
=000 129.0 228.0 s A
185.0 11.00 11.50
970 m/z 43.16  85.33%
O ‘\H\\U\‘\\‘! ‘\\‘\‘\ ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #46964: n-Decanoic acid
60.0
—— —
11.00 11.50
m/z 41.10 82.95%
50001 29.0 1290
87.0
“ “ ‘ 172.0
P A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #92068: Tridecanoic acid T ——
73.0 11.00 11.50
43.0 o
m/z 55.10 80.44%
5000
129.0 214.0
s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.00 11.50

8270-BF021622.M Wed Feb 23 14:460:02 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127026.D

Acqg On : 22 Feb 2022 23:39
Operator : CG\JU

Sample : N1626-04

Misc

ALS Vvial : 20 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 Tridecane, 7-hexyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.310 10.33 ng 254330  Phenanthrene-di10 11.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 91
2 Tridecane, 1-iodo- 310 C13H271 035599-77-0 90
3 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 90
4 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 90
5 Tetradecane 198 C14H30 000629-59-4 86
Abundance Scan 1534 (11.310 min): BF127026.D\data.ms (-1531) (. m/z 57.10 100.00%
57.1
5000 MJM
— ——
99.1 1411 11.00 11.50
obA b, 1411 1822 22302543 m/z 43.10  66.72%
miz--> 50 100 150 200 250 300
Abundance #158602: Tridecane, 7-hexyl-
57.0
5000 — —
11.00 11.50
182.0 m/z 71.10  60.79%
90
o Ll L L]y 2e10 | 2250 2660
T T ‘ [ T T ‘ T T T T T ‘ T L ‘ T
miz-> 50 100 150 200 250 300
Abundance #211086: Tridecane, 1-iodo-
57.0
— ——
11.00 11.50
5000 m/z 85.10 43.96%
99.0 183.0
L N 71
miz--> 50 100 150 200 250 300
Abundance #261137: Hexadecane, 1-iodo- I —
57.0 11.00 11.50
m/z 41.10 34.95%
o JMMWJAAVW%ﬁKfmAJMVAﬂﬁ
‘ ‘ 990 155.0 225.0
02810 A W e — e
m/z--> 50 100 150 200 250 300 11.00 11.50

8270-BF021622.M Wed Feb 23 14:40:03 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127026.D

Acqg On : 22 Feb 2022 23:39
Operator : CG\JU

Sample : N1626-04

Misc

ALS Vvial : 20 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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

11.334 15.22ng 374934  Phenanthrene-d1o 11.457

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42

054833-48-6 87
000638-36-8 86

3 Heptadecane 240 C17H36 000629-78-7 86
4 Eicosane 282 (C20H42 000112-95-8 80
5 Heptacosane 380 C27H56 000593-49-7 80
Abundance Scan 1538 (11.333 min): BF127026.D\data.ms (-1536) (- m/z 57.10 100.00%
57.1
5000 M
P e
‘ “ 99.1 13‘5-0 1653 11.00 11.50
o L 1], 18832151 2523 m/z 71.10  64.12%
miz--> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 — —
11.00 11.50
m/z 43.10 43.90%
99.0
Ot \“‘ ”U‘ \‘H\ “‘ \“‘ T ‘-‘]\-4\‘1‘0\ %8\‘3\0‘ T \2\3\9.’0\ T \2\96‘(
miz--> 50 100 150 200 250
Abundance #176403: Hexadecane, 2,6,10,14-tetramethyl-
57.0
P e
11.00 11.50
5000 m/z 85.10 36.20%
113.0
183.0
0 26/0 bd Ly 2530
m/z--> 50 100 150 200 250
Abundance #123958: Heptadecane I —
57.0 11.00 11.50
m/z 41.10 23.10%
- f&ANJJAJWuﬁKf*AJWNAﬂMV
99.0
olasol || 7% par0 qmo a0 T
miz--> 50 100 150 200 250 11.00 11.50

8270-BF021622.M Wed Feb 23 14:40:03 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127026.D

Acqg On : 22 Feb 2022 23:39
Operator : CG\JU

Sample : N1626-04

Misc

ALS Vvial : 20 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 Pentadecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.551 6.20 ng 152796  Phenanthrene-di10 11.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 70
2 Carbonic acid, tridecyl vinyl ester 270 C16H3003 1000382-54-7 49
3 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 46
4 Dodecane, 1-fluoro- 188 C12H25F 000334-68-9 46
5 Tridecane 184 C13H28 000629-50-5 38

Abundance Scan 1575 (11.551 min): BF127026.D\data.ms (-1573) (- m/z 43.10 100.00%
43.1

71.1
5000
129.1 LN ‘
‘ ‘ Hgﬁ ‘ 199.1 9400 ) 11.50
o‘H‘AWNJW¢wMHMMNMMWJ‘meuﬂmw_muwuwhuw%7ﬁr m/z 71.10  75.21%
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #126203: Pentadecanoic acid
430 73.0
5000 129.0 — :
11.50
1990 2420 m/z 57.10  74.77%
? ‘1510 ‘
0 ‘\‘H\‘i‘}‘\\”\” \”H\‘HHH“‘H“”‘M\H\‘H‘HH“H‘H‘\‘\H‘\H‘\‘\\H’HH‘H\\‘\
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #160987: Carbonic acid, tridecyl vinyl ester
57.0
—— ‘
11.50
m/z 41.10 72.97%
5000 85.0 /
e | | (125015401820 2270

o

m/z--> 20 40 60 80 100120140160180200220240260

Abundance #197167: Carbonic acid, prop-1-en-2-yl tetradecyl ester
57.0 11.50

m/z 73.05 69.20%

é

5000
85.0
29.0

H‘M\\‘J\\h | 1250 168.0196.0 241.0

m/z--> 20 40 60 80 100120140160 180200 220240260 11.50

:

o

8270-BF021622.M Wed Feb 23 14:40:04 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127026.D

Acqg On : 22 Feb 2022 23:39
Operator : CG\JU

Sample : N1626-04

Misc

ALS Vvial : 20 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 Heneicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

11.686 8.90 ng 219247  Phenanthrene-die 11.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Eicosane, 2-methyl- 296 C21H44 001560-84-5 90
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
5 Tetratetracontane 619 C44H99 007098-22-8 90

Abundance Scan 1598 (11.686 min): BF127026.D\data.ms (-1596) (- m/z 57.10 100.00%
57.1

5000

s

9.1

L ‘ Il ] | 2432 ass. 12252 2785 383. 150 1200
L, \dhww‘MJ e e 02383 myz 71010 73.77%
m/z--> 0 50 100 150 200 250 300 350
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0

o

%

5000
11.50 12.00

m/z 43.10 65.47%

0 L‘ h\mJ\d\\ 0183.0 239.0 296.0
\\\\‘ \\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

m/z--> 0 50 100 150 200 250 300 350
Abundance #194588: Heneicosane

%

11.50 12.00
5000 m/z 85.10 47.11%
9.0
0 15. (J i H \“\ h‘ [ 141 0183 0225.0 296.0
i R e B e B e
miz--> 0 50 100 150 200 250 300 350
Abundance #194593: Eicosane, 2-methyl- —— —
57.0 11.50 12.00
m/z 41.10 24.85%
5000

9.0
‘ 1] ‘ 14101830 2530
o by L e - —
miz-> 0 50 100 150 200 250 300 350 11.50 12.00

8270-BF021622.M Wed Feb 23 14:40:05 2022 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127026.D

Acqg On : 22 Feb 2022 23:39
Operator : CG\JU

Sample : N1626-04

Misc

ALS Vvial : 20 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 Nonadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.739 18.44 ng 454037  Phenanthrene-d10 11.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 97
2 Heptadecane 240 C17H36 000629-78-7 97
3 Pentadecane 212 C15H32 000629-62-9 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Tetradecane 198 C14H30 000629-59-4 87

Abundance Scan 1607 (11.739 min): BF127026.D\data.ms (-1604) (- m/z 57.10 100.00%

57.1
5000
91 1150 1200
ol bl idy 1911072 2480 383 4310 g6.81%
miz--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane
57.0
5000 7 —
11.50 12.00
m/z 71.10 62.93%
\\\\‘ \\‘\\\\‘\\\\’!\\\‘\\\\‘\\\\‘\\\\
m/z--> 100 150 200 250 300 350
Abundance #123960: Heptadecane
57.0
— —
11.50 12.00
5000 m/z 85.10 44.24%
9.0
o —
miz--> 100 150 200 250 300 350
Abundance #90189: Pentadecane 7 —
57.0 11.50 12.00
m/z 41.10 33.30%
5000
il aao
omu_‘Mu‘m‘HH,HH_W‘HH_M — —
m/z--> 50 100 150 200 250 300 350 11.50 12.00

8270-BF021622.M Wed Feb 23 14:40:05 2022 Page: 19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127026.D

Acqg On : 22 Feb 2022 23:39

Operator : CG\JU

Sample : N1626-04

Misc

ALS Vvial : 20 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 17 n-Hexadecanoic acid Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
11980 32.31ng 795643  Phenanthrene-dio 11.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 Cl6H3202 000057-10-3 99

2 Tetradecanoic acid
3 Tridecanoic acid

4 Octadecanoic acid
5 Pentadecanoic acid

228 C14H2802
214 C13H2602
284 C18H3602
242 C15H3002

Abundance Scan 1648 (11.980 min): BF127026.D\data.ms (-1645) (-]

000544-63-8 93
000638-53-9 91
000057-11-4 87
001002-84-2 70

m/z 73.05 100.00%

73.0
5000
129.1
213.2 T
171.2 ‘ 256 12.00
ol 38 Al DT L 102000 387, L 60 00 90.91%
m/z--> 50 100 150 200 250 300
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 RJL\ T T ‘ T
129.0 12.00
3.0 213.0 m/z 43.10  89.12%
171.0 ‘
0! m}‘ﬂ‘\‘\m} ‘\‘ ‘ “‘ ‘L “‘u\‘ i L‘ . “‘ T
m/z--> 50 100 150 200 250 300
Abundance #109284: Tetradecanoic acid
73.0
——
129.0 12.00
5000 m/Z 41.10 79.49%
185.0 228.0
29. H‘
m/z--> 50 100 150 200 250 300
Abundance #92068: Tridecanoic acid —
73.0 12.00
m/z 57.10 74.04%
5000
29.
129.0
‘ 171.0 2140
OH“ ‘u‘\‘\ \uhh h\ ‘ \m‘ “‘\‘ ‘\H“HH“H‘ ——
m/z--> 50 100 150 200 250 300 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127026.D

Acqg On : 22 Feb 2022 23:39
Operator : CG\JU

Sample : N1626-04

Misc

ALS Vvial : 20 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 Dodecane, 2-methyl-6-propyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.145 15.41 ng 379437  Phenanthrene-d10 11.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 90
2 Tridecane, 7-propyl- 226 C1l6H34 055045-09-5 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 90
5 Heptacosane 380 C27H56 000593-49-7 90

Abundance Scan 1676 (12.145 min): BF127026.D\data.ms (-1674) (. m/z 57.10 100.00%
57.1

5000 MW
9.1 12.00 12:50
71411 1892 : '
ol bl 1AL 1892 27333173 m/z 43.10 64.15%
m/z--> 50 100 150 200 250 300 350
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
5000 — —
12.00 12.50
m/z 71.10 57.01%
9.0 140.0
182.0
0 \\‘ “\“‘\“‘\h“ \”‘\‘\ Th‘\\\“\ ‘\22\6\(\)‘ L B B
m/z--> 50 100 150 200 250 300 350
Abundance #107221: Tridecane, 7-propyl-
43.0
— —
12.00 12.50
5000 5.0 m/z 85.10  42.74%
140.0
‘ 183.0
ol b bud o 112260
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane 7 —
57.0 12.00 12.50
m/z 41.10 32.58%
5000 W
9.0
oLl 11|, 141.0183.0225.0 281.0 337.0 394.
A A A A A A e —— —
m/z--> 50 100 150 200 250 300 350 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127026.D

Acqg On : 22 Feb 2022 23:39
Operator : CG\JU

Sample : N1626-04

Misc

ALS Vvial : 20 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 Eicosane, 2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.433 20.49 ng 504730  Phenanthrene-d10 11.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 2-methyl- 296 C21H44 001560-84-5 86
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 80
3 Octacosane 394 C28H58 000630-02-4 80
4 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 80
5 Hentriacontane 437 C31H64 000630-04-6 72

Abundance Scan 1725 (12.433 min): BF127026.D\data.ms (-1722) (-, m/z 57.10 100.00%
57.1

5000 waﬁAAJWqu\ANANJMMﬁ
9.1 o
12.50
175.1
ol “‘u l % i 2l 2 267.33083 m/z 71.10  53.97%
m/z--> 50 100 150 200 250 300 350
Abundance #194593: Eicosane, 2-methyl-
57.0
5000 UL
12.50
m/z 43.10 44.74%
111} ‘ 114101830  253.0
0\“\"\H\‘\‘h\“\‘\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
—
12.50
5000 ITI/Z 85.10 33.97%
ol “‘ Hh H | 141.0183.0225.0267.0309.0 365.0 WW
iy ““““““““““‘“““,““‘
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane —
57.0 12.50
m/z 41.10 25.89%
5000 M
oLl L H | 141 0183.0225.0 281.0 337.0 394.
““‘“““““““‘“““““““““‘ e
m/z--> 50 100 150 200 250 300 350 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127026.D

Acqg On : 22 Feb 2022 23:39
Operator : CG\JU

Sample : N1626-04

Misc

ALS Vvial : 20 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 20 Heptadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.539 13.37 ng 329171  Phenanthrene-d10 11.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Octadecane 254 C18H38 000593-45-3 90
3 Tetracosane 338 C24H50 000646-31-1 87
4 Eicosane, 1-iodo- 408 C20H41I 1000406-31-8 86
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86
Abundance Scan 1743 (12.539 min): BF127026.D\data.ms (-1741) (- m/z 57.10 100.00%
57.1
5000
RN T
97 ! 1L 1 191.2 274.1 1250
ol A by 285y 1912 2322 2741 3202 ., 43,19 73.54%
miz-> 50 100 150 200 250 300
Abundance #123960: Heptadecane
57.0
5000 —— :
12.50
99.0 m/z 71.10 65.20%
OL\5-\Q‘\ ‘\“ ‘“\ ‘“‘ “‘ H‘ \“‘ \%4“1 9\ ]\-8\3\0‘ T \2\4?P\ T 1T ‘ T T T
miz-> 50 100 150 200 250 300
Abundance #141056: Octadecane
57.0
RN T
12.50
5000 m/z 85.10 51.11%
‘ 99.0
ol Ll a0 1m0 2a0
miz--> 50 100 150 200 250 300
Abundance #246481: Tetracosane T
57.0 12.50
m/z 41.10 32.15%
5000
99.0
oLl L i, 14101830 2250 267.0 338
“““‘ e B IS LA o a A ——
m/z--> 100 150 200 250 300 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127026.D

Acqg On : 22 Feb 2022 23:39
Operator : CG\JU

Sample : N1626-04

Misc :

ALS Vvial : 20 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|
Octanoic acid 7.934 6.3 ng 154994 2 8.204 494522 20.0
unknown8.134 8.134 3.0 ng 74170 2 8.204 494522 20.0
Nonanoic acid 8.545 5.9 ng 146486 2 8.204 494522 20.0
n-Decanoic acid 9.110 5.5 ng 136496 3 9.963 494105 20.0
Undecanoic acid 9.651 8.3 ng 204949 3 9.963 494105 20.0
Dodecanoic acid 10.163 11.9 ng 293599 3 9.963 494105 20.0
Hexadecane 10.381 4.4 ng 108974 3 9.963 494105 20.0
Hexadecane, 2,6... 10.598 3.1 ng 75639 3 9.963 494105 20.0
Tridecanoic acid 10.645 5.1 ng 125797 3 9.963 494105 20.0
Decane, 2-methyl- 10.869 11.9 ng 293816 4 11.457 492561 20.0
Tetradecanoic acid 11.110 11.0 ng 270598 4 11.457 492561 20.0
Tridecane, 7-he... 11.310 10.3 ng 254330 4 11.457 492561 20.0
Heptadecane, 2,... 11.334 15.2 ng 374934 4 11.457 492561 20.0
Pentadecanoic acid 11.551 6.2 ng 152796 4 11.457 492561 20.0
Heneicosane 11.686 8.9 ng 219247 4 11.457 492561 20.0
Nonadecane 11.739 18.4 ng 454037 4 11.457 492561 20.0
n-Hexadecanoic ... 11.980 32.3 ng 795643 4 11.457 492561 20.0
Dodecane, 2-met... 12.145 15.4 ng 379437 4 11.457 492561 20.0
Eicosane, 2-met... 12.433 20.5 ng 504730 4 11.457 492561 20.0
Heptadecane 12.539 13.4 ng 329171 4 11.457 492561 20.0
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