LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040822\
Data File : BF127726.D

Acqg On : 08 Apr 2022 21:21
Operator : CG\JU

Sample : N2329-03

Misc :

ALS Vvial : 22 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-BF040622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF127726.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.334 3 8 14 rVB 299392 386448 7.39% 1.216%
2 2.452 23 28 36 rVB2 38835 56756 1.09% 0.179%
3 2.693 60 69 77 rVB2 34771 81779 1.56% 0.257%
4 3.769 214 252 254 rBV 706018 5227590 100.00% 16.443%
5 5.204 492 496 503 rVB 191089 205190 3.93% 0.645%

6 5.593 556 562 565 rBV 2743553 2910270 55.67%
7 6.587 724 731 734 rBV 2776830 3047151 58.29%
8 6.963 789 795 798 rBV 1091782 898603 17.19%
9 7.528 885 891 894 rBV 2067625 1968177 37.65%

8.245 1009 1013 1017 rBV 1244657 1104698 21.13%
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11  9.322 1191 1196 1200 rBV 3079800 2980533 57.02%
12 10.010 1307 1313 1316 rVB 1507435 1287852 24.64%
13 10.798 1443 1447 1450 rBV 2597686 2268323 43.39%

OO NP
=
w
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B

14 11.039 1485 1488 1491 rBV 141420 102246 1.96% 322%
15 11.304 1529 1533 1537 rBV 86085 99178 1.90% 312%
16 11.498 1563 1566 1569 rBV 1321933 1251995 23.95%  3.938%
17 11.522 1569 1570 1574 rVB 175088 118828 2.27% ©.374%
18 12.016 1648 1654 1660 rBv2 171511 295442 5.65% ©.929%
19 12.110 1668 1670 1673 rBvV2 79188 81157 1.55% 0.255%
20 12.474 1729 1732 1736 rBV 185512 200515 3.84% 0.631%
21 12.551 1742 1745 1748 rVB 80860 77923 1.49%  ©.245%
22 12.639 1757 1760 1766 rBV3 42511 56317 1.e8% 0.177%
23 12.716 1770 1773 1777 rVB 286543 235997 4.51% 0.742%
24 12.945 1807 1812 1819 rBV 277130 338463 6.47% 1.065%
25 13.092 1832 1837 1840 rBV 2660460 2358347 45.11% 7.418%
26 13.163 1845 1849 1856 rVB5 43842 75045 1.44% 0.236%
27 13.380 1882 1886 1889 rVB2 67032 62355 1.19% ©.196%
28 13.510 1904 1908 1919 rBV2 247869 317828 6.08% 1.000%
29 13.980 1985 1988 2001 rVB2 321376 353971 6.77% 1.113%
30 14.151 2009 2017 2019 rBV2 882592 967004 18.50%  3.042%
31 14.174 2019 2021 2027 rVB 137653 124308 2.38% ©.391%
32 14.245 2028 2033 2039 rBV3 74139 127577 2.44%  0.401%
33 14.427 2058 2064 2074 rBV 202303 274588 5.25% ©.864%
34 14.533 2078 2082 2086 rVV 54313 71853 1.37% 0.226%
35 14.621 2092 2097 2101 rBVv4 40956 78450 1.50% ©.247%
36 15.015 2161 2164 2169 rBV2 46210 54319 1.04% 0.171%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040822\
Data File : BF127726.D

Acqg On : 08 Apr 2022 21:21

Operator : CG\JU

Sample : N2329-03

Misc

ALS Vvial : 22 Sample Multiplier: 1
Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs : ©

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

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-BF040622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 15.221 2194 2199 2207 rBV 103562 241855 4.63% 0.761%
38 15.374 2222 2225 2234 rBV2 62978 104175 1.99% 0.328%
39 15.539 2249 2253 2260 rVB 70875 98527 1.88% ©0.310%
40 15.604 2260 2264 2269 rBV 91286 123149 2.36% 0.387%
41 15.680 2271 2277 2281 rBV 608798 837722 16.03% 2.635%
42 16.233 2367 2371 2375 rBV5 35579 56744 1.09% 0.178%
43 17.227 2534 2540 2551 rVB3 40735 100140 1.92% 0.315%
44 17.709 2613 2622 2627 rBvV2 33978 83094 1.59% 0.261%
Sum of corrected areas: 31792482
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040822\
Data File : BF127726.D

Acqg On : 08 Apr 2022 21:21
Operator : CG\JU

Sample : N2329-03

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF127726.D\data.ms
3000000
5.593 6.587

2500000

7.528

2000000

1500000

6.963
1000000

3.769

500000

334
2.452 2.693

T T
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: BF127726.D\data.ms
3000000 9.322

5.204

10.798 13.092

2500000

2000000

10.010
1500000 11.498

8.245

1000000

500000

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: BF127726.D\data.ms
3000000

11.03941 30311P22

2500000

2000000

1500000

1000000 14.151

500000

17.227 17.709

0 T LA L B B T T T [ T T T T ] 1T

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\BF040822\
Data File : BF127726.D

Acqg On : 08 Apr 2022 21:21

Operator : CG\JU

Sample : N2329-03

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
2.334 8.60 ng 386448 1,4-Dichlorobenzene-d4 6.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 22
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
Abundance Scan 8 (2.334 min): BF127726.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 43.0
87.1
R ARRAESEEEZECEE
2.402.502.602.70
U590 | P
O+ e e e e e e m/z 43.05 39.52%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 RN RN R R RN
43.0 2.402.502.602.70
' 87.0 m/z 55.05 27.86%
29.
30 \‘\“ %9.0 ‘\
O \H‘H\\‘HH‘HH‘HH‘H\‘\“HH’HH‘HH‘H\\‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 A e Sa—
2.402.502.602.70
5000 41.0 55.0 m/z 87.10 27.11%
27.0
Obrgrrerelrrt oo ey 120, 1290,
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #2104: Acetamide, N-ethyl- AT
30.0 2.402.502.602.70
m/z 41.10 12.97%
5000 87.0
44.0
15.0 72.0 //JM[\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.402.502.602.70

8270-BF040622.M Mon Apr 11 16:02:14 2022

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040822\
Data File : BF127726.D

Acqg On : 08 Apr 2022 21:21
Operator : CG\JU

Sample : N2329-03

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 Propylene Glycol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.769 116.35 ng 5227590 1,4-Dichlorobenzene-d4 6.963

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 86
2 Isopropyl Alcohol 60 C3H80 000067-63-0 56
3 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 40
4 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 9
5 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 9

Abundance Scan 252 (3.769 min): BF127726.D\data.ms (-214) (-) m/z 45.10 100.00%

45.1
5000
R  AAREEEE RS
61.0 3.40 3.60 3.80 4.00
Obrrrrrr et e e 289 m/z 42,95 19.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1083: Propylene Glycol
45.0
5000 B LR A B

3.40 3.60 3.80 4.00
m/z 61.00 6.58%

29.0
61.0
O\\‘]\-\5\-9‘\\\‘\“‘\\\\“}‘1}\‘\\\‘\“\\\\‘\\\.\‘\\\\‘\\\\’\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #342: Isopropyl Alcoho
45.0
PP e
3.40 3.60 3.80 4.00
5000 ITI/Z 44 .00 5.07%
15.0 27.0
il ‘ 59.0
N A P 1 A
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5320: Propanoic acid, 2-hydroxy-, methyl ester, (.+/-.)- R TR
45.0 3.40 3.60 3.80 4.00
m/z 42.00 3.26%
5000
29.0
0 M‘“ finne 6\1\.0 76.0 89.0 102.0
e e e e e e e R S RCua!
m/z--> 10 20 30 40 50 60 70 80 90 100 110 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040822\
Data File : BF127726.D

Acqg On : 08 Apr 2022 21:21
Operator : CG\JU

Sample : N2329-03

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.204 4.57 ng 205190 1,4-Dichlorobenzene-d4 6.963

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 496 (5.204 min): BF127726.D\data.ms (-492) (-) m/z 43.00 100.00%

43.0
59.1
5000
1011 AR
83.0 4.80 5.00 5.20 5.40 5.60
0Frrrr e bl e m/z 59.10 54.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 | B B B
59.0 4.80 5.00 5.20 5.40 5.60
150 1010 m/z 101.10 17.87%
O \\\‘\f‘f‘f‘\\fﬁﬁ\.\o\\“u{\\‘\\}\‘\\\\‘\\\\8‘:\3‘\.(\)\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime
43.0
R A RARR
4.80 5.00 5.20 5.40 5.60
5000 m/z 58.00 16.15%
101.0
ol 20 310 | °89 700 86,0
e e e e
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4156: 1-Propen-2-ol, acetate R RARES R S
43.0 4.80 5.00 5.20 5.40 5.60
m/z 41.00 8.09%
5000
58.0
Ot e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040822\
Data File : BF127726.D

Acqg On : 08 Apr 2022 21:21
Operator : CG\JU

Sample : N2329-03

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 6
R.T. EstConc Area Relative to ISTD R.T.

12.016 4.72 ng 295442  Phenanthrene-di10 11.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Dodecanoic acid 200 C12H2402 000143-07-7 62

Abundance Scan 1654 (12.016 min): BF127726.D\data.ms (-1648) (- m/z 73.00 100.00%
43.0 730

5000 129.0
213.2 R
“ 185.2 ‘ 256.1 12.00
ol "H!‘HM“w”““l“u‘h“u“m‘u‘_“““N““‘“_m_\H‘ml_ m/z 43.05 85.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510:n-Hexadecanok:add
TWTJLJMMM

L

O F

5000 129.0 Tl
12.00
m/z 60.00 83.95%

157.0 185.0 213.0 256.0

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92068: Tridecanoic acid
73.0
43.0
— ‘
12.00
5000 ITI/Z 41.05 72.86%
129.0
e |
0‘WM“MN%MWHNM?MH\MM\MWwa\MH\MHLMH\MH\M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109281: Tetradecanoic acid ——
73.0 12.00
43.0 m/z 57.05 69.03%
5000
129.0
185.0 228.0
0?570 —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040822\
Data File : BF127726.D

Acqg On : 08 Apr 2022 21:21
Operator : CG\JU

Sample : N2329-03

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 Hexaethylene glycol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.474 3.20 ng 200515  Phenanthrene-di10 11.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexaethylene glycol 282 C12H2607 002615-15-8 87
2 Pentaethylene glycol 238 C10H2206 004792-15-8 86
3 Tetraethyleneglycol monomethylether 208 C9H2005 023783-42-8 78
4 Tetraethylene glycol 194 C8H1805 000112-60-7 72
5 Ethanol, 2-[2-(2-methoxyethoxy)e... 164 C7H1604 000112-35-6 64

Abundance Scan 1732 (12.474 min): BF127726.D\data.ms (-1729) (-, m/z 45.05 100.00%

45.0
5000
89.1
——
206.1 12.50
133.0
Obrer bty e 3L L2472 s 89,10 31.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #175222: Hexaethylene glycol
43.0
5000 T
89.0 12.50
m/z 87.00 11.34%
133.0
olt50y |y | 77 163.0 1950  239.0
\\\‘\\\\‘1\\\‘\\\\’\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #120150: Pentaethylene glycol
45.0
12.50
5000 ITI/Z 43.10 9.75%
89.0
o700 |y | 13301630 1950
At et e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #85785: Tetraethyleneglycol monomethylether e
45.0 12.50
m/z 44.05 9.19%
5000
89.0
o8Ol L L 00 Skt
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040822\
Data File : BF127726.D

Acqg On : 08 Apr 2022 21:21
Operator : CG\JU

Sample : N2329-03

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 2-[2-[2-[2-[2-[2-[2-(2-Hydr... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.510 6.57 ng 317828 Chrysene-d12 14.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409 005117-19-1 58
2 Heptaethylene glycol 326 C14H3008 005617-32-3 58
3 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydrox... 414 C18H38010 003386-18-3 58
4 Hexaethylene glycol 282 C12H2607 002615-15-8 58
5 Acetaldehyde, tetramer 176 C8H1604 000108-62-3 53

Abundance Scan 1908 (13.510 min): BF127726.D\data.ms (-1904) (-  m/z 45.05 100.00%

48.0
5000
89.0

133.0 216.1 13 50
ol d b b TITATTA [ 2831z go.es  37.17%
miz--> 50 100 150 200 250 300 350
Abundance #278601: 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]eth
45.0
89.0
5000
1350
133.0 m/z 87.05 12.10%
ol L i |, | 17702010 28303270
\\\\‘\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\
m/z--> 50 100 150 200 250 300 350
Abundance #231001: Heptaethylene glycol
45.0 W/L
1350
5000 89.0 m/z 43.05 10.60%

133.0
ol liul, | 1770 23002830
m/z--> 50 100 150 200 250 300 350
Abundance #3099

97: 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]e
45.0 13 50
m/z 59.10 9.24%

89.0
5000
133.0
ol L 1] ‘\ L “ 177022102630  327.0 371

m/z--> 50 100 150 200 250 300 350 13 50

8270-BF040622.M Mon Apr 11 16:02:18 2022 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040822\
Data File : BF127726.D

Acqg On : 08 Apr 2022 21:21
Operator : CG\JU

Sample : N2329-03

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 n-Nonadecanol-1 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.980 7.32 ng 353971 Chrysene-d12 14.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 1-Heptacosanol 396 C27H560 002004-39-9 94
4 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
5 Behenic alcohol 326 C22H460 000661-19-8 94

Abundance Scan 1988 (13.980 min): BF127726.D\data.ms (-1985) (- m/z 57.10 100.00%
57.1

a7
5000
14100
39.0 234.0 ;
182.2
[ — ‘u‘w 1L ]k btttk 280 m/z 43.05  97.81%
mlz--> 50 100 150 200 250 300 350
Abundance #179253: n-Nonadecanol-1
83.0
43.(
5000 T
14.00
25.0 m/z 55.05 96.44%
04 \“r‘ ‘\““\‘\‘\ \H‘ ‘\‘L\““\ “\‘ ‘:‘I“_\6§\0\ T \2:\3§‘0\ L B
m/z--> 50 100 150 200 250 300 350
Abundance #264236: n-Tetracosanol-1
57.0 97.0
——
14.00
5000 m/Z 83.10 96.23%
o
oLl ALLIL L 180222026403080
miz--> 50 100 150 200 250 300 350
Abundance #299848: 1-Heptacosanol -
57.0 97.0 14.00
m/z 69.10 83.92%
5000
39.0
oLt L1 1) 18102220264.03060 378«
R A e o e AL B S T
m/z--> 50 100 150 200 250 300 350 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040822\
Data File : BF127726.D

Acqg On : 08 Apr 2022 21:21

Operator : CG\JU

Sample : N2329-03

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 8 Triphenylphosphine oxide Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.245  2.64ng 127577  Chrysene-di2 14.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 ClsHisOP 000791-28-6 93

2 (Carbethoxymethyl)-triphenylphos... 428
3 2-Amino-4-chloro-5-piperonyl-6-m... 277
4 (E)-7-Benzylidene-1-azabicyclo[3... 293

C22H22Br0O2P
C13H12CIN302
C15H19NO3S

001530-45-6 59
1010257-38-4 50
1000483-83-4 49

5 2-Phenyl-6-(trifluoromethyl)-1H-... 277 C15H1@F3NO 1000387-59-3 47
Abundance Scan 2033 (14.245 min): BF127726.D\data.ms (-2028) (. m/z 277.10 100.00%
277.1
5000
77.0 199.1 — .
1521 14.00 14.50
38 11540 49,8 q
0' lv“—v—r—v—v—v—v—'—\ m/Z 278.09 29.04A
mlz--> 50 100 150 200 250 300 350
Abundance #171169: Triphenylphosphine oxide
277.0
51.0
5000 199.0 e
152.0 14.00 14.50
m/z 199.10 20.76%
\ 5.0
0 ‘\‘ \‘ “ ‘\ ‘M‘\H“ “ “\‘Muh‘\\‘ \H\ “\ \‘ "\‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #317051: (Carbethoxymethyl)-triphenylphosphonium bror
277.0
14.00 14.50
5000 m/z 201.05 18.74%
- 199.0
310 0 ‘
oL S L sl | | o, | | s
m/z--> 50 100 150 200 250 300 350
Abundance #169284: 2-Amino-4-chloro-5-piperonyl-6-methylpyrimidir iy 1 M
277.0 14.00 14.50
m/z 76.95 17.83%
5000
212.0
77 0114, 0 H ‘
oLb— ‘H I ‘\M‘ L Hh‘m ‘H\\m [ u‘ Ly M“ Al e —— ——
m/z--> 50 100 150 200 250 300 350 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040822\
Data File : BF127726.D

Acqg On : 08 Apr 2022 21:21
Operator : CG\JU

Sample : N2329-03

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 Heptaethylene glycol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.427 5.68 ng 274588  Chrysene-di12 14.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptaethylene glycol 326 C14H3008 005617-32-3 91
2 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydrox... 414 C18H38010 003386-18-3 91
3 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409 005117-19-1 91
4 2-T2-[2-[2-[2-[2-[2-[2-[2-(2-Hyd... 458 C20H42011 005579-66-8 83
5 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-... 502 C22H46012 006809-70-7 80

Abundance Scan 2064 (14.427 min): BF127726.D\data.ms (-2058) (-] m/z 45.10 100.00%

481
5000 89.1 L
—=
133.1 14. 50
ol dbudy [ 1780 2441 3020 oy go10  a1.43%
mlz--> 50 100 150 200 250 300 350
Abundance #231001: Heptaethylene glycol
45.0
5000 89.0
14 50
m/z 14.06%
133.0
0 \‘“\‘ \“‘ ‘“\ \H‘\“i ’H\ t \“\ T %\77\\0‘ T \2\3\9‘0\2\8\3\0’ LA
miz--> 50 100 150 200 250 300 350
Abundance #309997: 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]e
45.0
89.0 14 50
5000 m/z 133.0 11.26%
133.0
ol L ‘\ L “ 177.0 22102630 _327.0 371,
el I e e A A e
miz--> 50 100 150 200 250 300 350
Abundance #278601: 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]eth
45.0 14 50
m/z 10.27%
89.0
5000
133.0
ol d 4 \\ | a0 2210 2830 327.0
e e e R e
m/z--> 50 100 150 200 250 300 350 14 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040822\
Data File : BF127726.D

Acqg On : 08 Apr 2022 21:21
Operator : CG\JU

Sample : N2329-03

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 10 2,5,8,11,14-Pentaoxahexadec... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.

15.374 2.49 ng 104175  Perylene-di2 15.680

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexaethylene glycol 282 C12H2607 002615-15-8 90
2 Heptaethylene glycol 326 C14H3008 005617-32-3 87
3 2,5,8,11,14-Pentaoxahexadecan-16-0l1 252 C11H2406 023778-52-1 80
4 15-Crown-5 220 C10H2005 033100-27-5 78
5 Ethanol, 2-[2-(2-methoxyethoxy)e... 164 C7H1604 000112-35-6 64

Abundance Scan 2225 (15.374 min): BF127726.D\data.ms (-2222) (-, m/z 45.10 100.00%
45.1

5000 89.0

= o
‘ 1331 15.00 15.50
M‘

175.0 270.1
ol ddad ] 17802172 2701 85517 og o 4g.00%

miz--> 5 100 150 200 250 300 350
Abundance #175222: Hexaethylene glycol

5000 s, e
89.0 15.00 15.50

m/z 87.00 17.71%

33.0
T ‘“\‘ \“‘ H\ fmf h\ i T \ T ‘ T ]\-9\5‘0\ \2\3\9 P\ LI ‘ T T T ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #231001: Heptaethylene glycol
45.0 ﬂﬁ
WWW ae!

o

15. 00 15. 50
5000 89.0 ITI/Z 58.95 13.99%
133.0
olwliyl | 1770 23902830
miz--> 50 100 150 200 250 300 350
Abundance #137459: 2,5,8,11,14-Pentaoxahexadecan-16-ol - —
45.0 15.00 15.50

m/z 133.05 13.54%

L 520 amo i
oLl i A l | - ———

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\BF040822\
Data File : BF127726.D

Acqg On : 08 Apr 2022 21:21
Operator : CG\JU

Sample : N2329-03

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 Benzo[e]pyrene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.539 2.35 ng 98527  Perylene-di12 15.680
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 93
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 90
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 89
4 Perylene 252 C20H12 000198-55-0 81
5 Benzo[a]pyrene 252 C20H12 000050-32-8 81
Abundance Scan 2253 (15.539 min): BF127726.D\data.ms (-2249) (-, 252.05 100.00%
252.1
T
B9.1 86.8 12‘5 ° 155.0 192.1223.1 M 290.1 15 50
o3t 2220 192 5 s L2991z 25@.05  26.43%
m/z--> 40 60 80 100120140160180200220240260280300
Abundance #138554: Benzo[e]pyrene
252.0
5000 o \
15 50

253.05 20.44%

125.0
50.0 83.0 , | 174.0 2230 |
H‘\H\‘HH‘HH‘\\H‘HH‘HH’\\H’HH‘HH‘HH‘H \‘HH‘HH‘H
m/z--> 40 60 80 100120140160180200220240260280300
Abundance #138563: BenzolKk]fluoranthene
252.0

o

1550
5000 124.95 14.74%
126.0
TR e e e
m/z--> 40 60 80 100120140160180200220240260280300
Abundance #138562: Benzol[b]fluoranthene
252.0 1550

m/z 251.10 10.16%

5000
126.0
0390 87.0 N 1740  223.0 hH

m/z--> 40 60 80 100120140160180200220240260280300 1550

%

8270-BF040622.M Mon Apr 11 16:02:22 2022
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040822\
Data File : BF127726.D

Acqg On : 08 Apr 2022 21:21
Operator : CG\JU

Sample : N2329-03

Misc

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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|
Butane, 2-metho... 2.334 8.6 ng 386448 1 6.963 898603 20.0
Propylene Glycol 3.769 116.3 ng 5227590 1 6.963 898603 20.0
2-Pentanone, 4-... 5.204 4.6 ng 205199 1 6.963 898603 20.0
n-Hexadecanoic ... 12.016 4.7 ng 295442 4 11.504 1252000 20.0
Hexaethylene gl... 12.474 3.2 ng 200515 4 11.504 1252000 20.0
2-[2-[2-[2-[2-[... 13.510 6.6 ng 317828 5 14.151 967004 20.0
n-Nonadecanol-1 13.980 7.3 ng 353971 5 14.151 0967004 20.0
Triphenylphosph... 14.245 2.6 ng 127577 5 14.151 0967004 20.0
Heptaethylene g... 14.427 5.7 ng 274588 5 14.151 967004 20.0
2,5,8,11,14-Pen... 15.374 2.5 ng 104175 6 15.680 837722 20.0
Benzo[e]pyrene 15.539 2.4 ng 98527 6 15.680 837722 20.0
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