LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012721\
Data File : BGO48036.D

Acqg On : 27 Jan 2021 20:16 Instrument :

Operator : CG/JU BNA_G

Sample : M1226-01 ClientSampleld :

Misc : 0049-043-COMP-C-ELUTRIATE

ALS vial : 4 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_G\METHODS\8270-BG012521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO48036.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.677 390 398 406 rBV 448809 714876 25.36%  3.841%
2 7.269 661 669 680 rBv2 328190 651736 23.12% 3.502%
3 8.121 808 814 821 rBV 179706 302041 10.71% 1.623%
4 9.285 1003 1012 1021 rVB 432534 773260 27.43%  4.155%
5 10.936 1285 1293 1301 rBV 228821 410719 14.57% 2.207%
6 13.374 1700 1708 1717 rVB 1146957 1717873 60.93% 9.230%
7 13.574 1732 1742 1749 rBV3 29742 55167 1.96% 0.296%
8 14.191 1841 1847 1851 rBV 67548 94383 3.35% 0.507%
9 14.379 1875 1879 1886 rBV5 26340 43081 1.53% 0.231%
10 14.743 1935 1941 1950 rVB2 369320 599526 21.27% 3.221%
11 15.142 2004 2009 2014 rBv4 22768 37195 1.32% 0.200%
12 15.542 2072 2077 2082 rBV3 21693 40340 1.43% 0.217%
13 16.229 2186 2194 2200 rBV 999897 1516636 53.80% 8.149%
14 16.623 2255 2261 2267 rBVS9 14730 30516 1.08% 0.164%
15 16.723 2274 2278 2284 rBV2 27578 35249 1.25% 0.189%
16 17.399 2388 2393 2397 rVB3 26208 33830 1.20% ©0.182%
17 17.487 2402 2408 2415 rVV 531427 772213 27.39% 4.149%
18 17.763 2451 2455 2458 rBV 30544 43658 1.55% 0.235%
19 18.374 2553 2559 2567 rBV 850582 1151824 40.86% 6.189%
20 18.444 2567 2571 2576 rVB 50622 77312 2.74% 0.415%
21 18.879 2641 2645 2650 rBvV2 38468 62856 2.23% 0.338%
22 19.138 2684 2689 2694 rBV 307869 377602 13.39% 2.029%
23 19.226 2699 2704 2708 rBV 97338 118240 4.19% 0.635%
24 19.290 2711 2715 2721 rVB2 34864 49790 1.77% ©0.268%
25 19.490 2745 2749 2751 rBV2 31961 40176 1.43% 0.216%
26 19.637 2769 2774 2784 rBV 676447 862821 30.61% 4.636%
27 19.766 2792 2796 2803 rVB 105325 132798 4.71% 0.714%
28 19.831 2804 2807 2810 rBV2 30525 37822 1.34% 0.203%
29 19.896 2815 2818 2822 rVB6 22527 31037 1.10% 0.167%
30 20.089 2845 2851 2856 rBV2 2126627 2819212 100.00% 15.147%
31 20.295 2882 2886 2891 rVB 72468 96559 3.43% 0.519%
32 20.360 2891 2897 2900 rBV5 41842 75674 2.68% 0.407%
33 20.507 2920 2922 2926 rVB2 28329 29418 1.04% 0.158%
34 20.771 2964 2967 2973 rVB 139324 178780 6.34% 0.961%
35 20.994 3000 3005 3009 rBV 574930 729862 25.89%  3.922%
36 21.041 3009 3013 3017 rVV 143347 177928 6.31% 0.956%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012721\
Data File : BGO48036.D

Acqg On : 27 Jan 2021 20:16

Operator : CG/JU

Sample : M1226-01 :

Misc : 0049-043-COMP-C-ELUTRIATE

ALS vial : 4 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_G\METHODS\8270-BG012521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 21.106 3021 3024 3034 rVB2 52014 77624  2.75% 0.417%
38 21.400 3069 3074 3083 rBV 499820 768481 27.26%  4.129%
39 21.476 3084 3087 3094 rVB 33460 43430 1.54% 0.233%
40 21.552 3096 3100 3107 rVB2 63292 95908 3.40% ©.515%
41 21.629 3110 3113 3116 rBV3 23008 31564 1.12% ©0.170%
42 21.764 3129 3136 3142 rVB 574879 966390 34.28% 5.192%
43 21.964 3166 3170 3175 rVB3 36622 50877 1.80% ©.273%
44 22.592 3273 3277 3286 rVB5 40533 103652 3.68% ©.557%
45 23.297 3393 3397 3403 rVB4 37775 56598 2.01% ©.304%
46 23.497 3426 3431 3438 rVB2 34012 62813 2.23% 0.337%
47 24.126 3534 3538 3544 rVB4 42995 80568 2.86% ©.433%
48 25.043 3685 3694 3715 rVB2 335018 1053132 37.36% 5.658%
49 26.270 3897 3903 3911 rVB8 26072 70087 2.49% 0.377%
50 26.394 3917 3924 3935 rVB6 74071 228634 8.11% 1.228%

Sum of corrected areas: 18611768

8270-BG012521.M Thu Jan 28 14:20:45 2021 Pag 2



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 27 Jan 2021 20:16
: CG/JU
. M1226-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012721\
BGO48036.D

0049-043-COMP-C-ELUTRIATE

: 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012521.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

0
Time-->
Abundance

2000000

1500000

1000000

500000

TIC: BG048036.D\data.ms

5.677 9.285
7.269

8.121 10.936

L L e B L L L I Y Y L O T

350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

TIC: BG048036.D\data.ms
20.p89

13.374
16.229
18.374

20.99%1.40%1.764

14.743

478241.964 22.92

13.574 1448879 || 151425542 186723 17.39

0
Time-->
Abundance

2000000

1500000

1000000

500000

0

PV s A >
L I L L I L B B e B

13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
TIC: BG048036.D\data.ms

25.043

2329797 24.126 A 283754

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@12721\
Data File : BGO48036.D

Acqg On : 27 Jan 2021 20:16

Operator : CG/JU

Sample : M1226-01 :

Misc : 0049-043-COMP-C-ELUTRIATE

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

18.374 29.83 ng 1151820 Phenanthrene-d10 17.487
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 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 Dodecanoic acid 200 C12H2402 000143-07-7 72
5 Oxalic acid, allyl pentadecyl ester 340 C20H3604 1000309-24-3 20

Abundance Scan 2559 (18.374 min): BG048036.D\data.ms (-2553) (-  m/z 73.10 100.00%

431 731
5000
129.1 213.2
— re——
‘ ‘ 17% 256.1 18.00 18.50
oL W‘H‘\ H!\“H“‘ HH“\ \M‘\‘ ol L‘ “‘ S N “‘ ‘ m/z 60.10 87.52%
m/z--> 50 100 150 200 250
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T CTT
18.00 18.50
97.0 1710 2130 2560 m/z 43.10  84.47%
oLb— ‘M‘ U!\ Hu M‘H\ ‘H‘\ ul ‘ ‘ ‘ . \‘ ““ T “\‘ N
m/z--> 50 100 50 200 250
Abundance #72647: Tridecanoic acid
73.0
= e
43.0 18.00 18.50
5000 129.0 m/Z 41.10 72.95%
171.0
n
o — “‘ H\‘ ‘HM HH “HM‘ dm“\ ;\\H‘ h} “ ‘n“ L “‘ ‘ “\‘ —
m/z--> 50 100 150 200 250
Abundance #95851: Pentadecanoic acid T o
43.0 73.0 18.00 18.50
m/z 55.10 72.28%
5000 129.0
‘ 199.0 2420
oL | H H‘n MH um nhH \m ul ‘155(? ‘i o ““ ‘ — T
m/z--> 50 100 150 200 250 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@12721\

Data File : BG@48036.D

Acqg On : 27 Jan 2021 20:16

Operator : CG/JU

Sample : M1226-01 :

Misc . 0049-043-COMP-C-ELUTRIATE

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012521.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 1,2-Benzenedicarboxylic aci... Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
18.444 2.00 ng 77312  Phenanthrene-d10 17.487
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibutyl phthalate 278 C16H2204 000084-74-2 80
2 1,2-Benzenedicarboxylic acid, bu... 278 C16H2204 017851-53-5 80
3 Di-sec-butyl phthalate 278 C16H2204 1000373-65-4 78

4 1,2-Benzenedicarboxylic acid, bu... 304 C18H2404
5 1,2-Benzenedicarboxylic acid, bu... 334 C20H3004

000084-64-0 72
000084-78-6 72

Abundance Scan 2571 (18.444 min): BG048036.D\data.ms (-2567) (- m/z 149.00 100.00%
1

49.0
5000
18.50
56.1 104.0 223.1 :
Obprrrfrethpterbpreteberr st bt oo O b 200 m/z 150.00  10.69%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #125785: Dibutyl phthalate
149.0
5000 \h \M T r\\18t\‘5()\ \h \A T
m/z 104.00 7.48%
410 760104.0 2230 780
O ’\\“\\“\\‘\”‘\‘\\\‘\\\‘\‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\‘\\\“\\\\‘\\\\’\\\\"\\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #125900: 1,2-Benzenedicarboxylic acid, butyl 2-methylpr
149.0
T ‘ T T \m
18.50
5000 ITI/Z 223.10 6.48%
41‘.0 76.0 104.0 ‘ 22‘3.0 278.0
Ot b e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #125790: Di-sec-butyl phthalate ! AAL ‘A‘ | M ‘Mﬂﬁﬁ
149.0 18.50
m/z 56.10 6.32%
5000
o, 410 7601040 %230 780
[T T P e e e e e ‘ el
m/z--> 20 40 60 80 100120140160180200220240260280 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@12721\
Data File : BGO48036.D

Acqg On : 27 Jan 2021 20:16

Operator : CG/JU

Sample : M1226-01 :

Misc : 0049-043-COMP-C-ELUTRIATE

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 unknown19.138 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.138 9.78 ng 377602  Phenanthrene-d10 17.487
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4,4-Trimethyl-1-pentanol, pent... 276 C11H17F502 1000365-51-0 32
2 1-Pentanol, 3-methyl-2-propyl- 144 C9H200 054004-40-9 28
3 Formic acid, 2,4,4-trimethylpent... 158 C9H1802 1000368-95-2 25
4 Octane, 2-bromo- 192 C8H17Br 000557-35-7 25
5 4,4-Dimethyl-3-oxopentanenitrile 125 C7H11NO 059997-51-2 25

Abundance Scan 2689 (19.138 min): BG048036.D\data.ms (-2684) (- m/z 57.10 100.00%
57.1

- i QJMQJ
‘ 19.00 1950
169.2 . .
L — “ b o 12000 2810 8850 n; 97.85  47.61%
mlz--> 50 100 150 200 250 300 350
Abundance #123759: 2,4,4-Trimethyl-1-pentanol, pentafluoropropion:
57.0
5000 e SRS
97.0 19.00 19.50
m/z 113.10 42.80%
015.0 “‘\ | | [147.0 219.0 261.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #21167: 1-Pentanol, 3-methyl-2-propyl-
57.0
et e
19.00 19.50
5000 113.0 m/z 55.10  29.58%
miz--> 50 100 150 200 250 300 350
Abundance #30317: Formic acid, 2,4,4-trimethylpentyl ester = s
57.0 19.00 19.50
m/z 83.10 23.38%
97.0
5000
ol bd, dp tas0
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@12721\
Data File : BGO48036.D

Acqg On : 27 Jan 2021 20:16

Operator : CG/JU

Sample : M1226-01 :

Misc : 0049-043-COMP-C-ELUTRIATE

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 unknownl9.226 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

19.226 3.06 ng 118240  Phenanthrene-die 17.487
Hit# of 5 Tentative ID MW MolForm CASH# Qual
14,4'-Bi-1,3,2-dioxaborolane, 2,2... 198 C8H16B204 062337-94-4 43
2 (.+/-.)-Dethiobiotin 214 C10H18N203 000636-20-4 43
3 1-Pyrrolidinocarbonylmethyl pipe... 197 C1@H19N30 039890-45-4 43
4 Phosphoric acid, monododecyl ester 266 C12H2704P 002627-35-2 38
5 Hexanoic acid, 5-tridecyl ester 298 C19H3802 1000279-29-4 38

Abundance Scan 2704 (19.226 min): BG048036.D\data.ms (-2699) (-  m/z 57.10 100.00%
57.1 99.1

5000

-

SS =
‘ 1551 19.00 19.50
Ll ol

209.1 283. .
Muuwuh‘ku‘ﬂum‘mu_‘w_m‘_uw‘uwu‘wuu‘uu_“ m/z 99.10  98.88%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #60148: 4,4'-Bi-1,3,2-dioxaborolane, 2,2'-diethyl-, (R*,S*)
99.0

o

-

5000 P e
19.00 19.50
43.0 m/z 69.05 34.98%
i | IR N |, 139.0169.0198.0
’HH[HH‘\\H‘\\\\‘\\\\‘\\\\‘H\\‘H\\‘\H\‘HH‘HH‘HH‘HH‘H\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #72247: (.+/-.)-Dethiobiotin
99.0
L 0
19.00 19.50
5000 m/z 41.05 30.79%
44.0
bt 1550 214.0
’H‘H‘”H\‘\‘\\H‘\\\‘\“\\\\‘\\\\‘H\\‘H\\‘\H\“\H‘\‘HH‘HH‘HH‘H\
m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #58758: 1-Pyrrolidinocarbonylmethyl piperazine == 5
99.0 19.00 19.50
m/z 55.10 30.10%

5000 56.0

‘ 155.0
H ! u‘h \H il ‘ ‘ 197.0

m/z--> 20 40 60 80 100120140160180200220240260280 19.00 19.50

N

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@12721\
Data File : BGO48036.D

Acqg On : 27 Jan 2021 20:16

Operator : CG/JU

Sample : M1226-01 :

Misc : 0049-043-COMP-C-ELUTRIATE

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.637 17.86 ng 862821 Chrysene-d12 21.764
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
5 Tridecanoic acid 214 C13H2602 000638-53-9 68

Abundance Scan 2774 (19 637 min): BG048036.D\data.ms (-2769) (- m/z 73.00 100.00%

f

5000 129.1
185.1 241.2
T [
‘ ‘ 284.3 19.50 20.00
ok \H uhh M\ u ‘\ L ‘ L ‘ Ll ‘\ : “\‘ — ‘:‘3?6‘ m/z 43.05 89.82%
m/z--> 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid
73.0
129.0 284'0 T T T T

5000
185.0 241.0 19.50 20.00

‘ m/z 60.10 80.90%
u‘ uh\m\u‘\ il \ o

m/z--> 100 150 2000 250 300 350
Abundance #95851: Pentadecanoic acid

73.0
— —r—
19.50 20.00
5000 129.0 m/z 55.10 77.31%

:

199.0 242 0

\\H“\uh\\\\n‘m‘\ ‘ \‘\ ‘ HH‘HH‘HH"
100 150 200 250 300 350

.

%

m/z--> 50
Abundance #84452: Tetradecanoic acid ‘ I
73.0 19.50 20.00
m/z 57.10 74.53%
5000 129.0
185.0
29. H 2280
m/z--> 50 100 150 200 250 300 350 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@12721\
Data File : BGO48036.D

Acqg On : 27 Jan 2021 20:16

Operator : CG/JU

Sample : M1226-01 :

Misc : 0049-043-COMP-C-ELUTRIATE

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 unknownl9.766 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.766 2.75 ng 132798 Chrysene-d12 21.764
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentanol, 3-methyl-2-propyl- 144 C9H200 054004-40-9 33
2 1-Heptacosanol 396 C27H560 002004-39-9 25
3 5,11-Diethyl-8-methyl-7,9-dioxap... 286 C18H3802 1000334-83-1 23
4 Hexatriacontyl pentafluoropropio... 669 C39H73F502 1000351-89-0 17
5 Tetratriacontyl heptafluorobutyrate 691 C38H69F702 1000351-84-1 17

Abundance Scan 2796 (19.766 min): BG048036.D\data.ms (-2792) (- m/z 57.10 100.00%
57.1

5000 113.1

:

s s
19.50 20.00
N | ‘L‘ ||| 16925180 28303267 415

S

A L L A S e m/z 113.10 43.52%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #21167: 1-Pentanol, 3-methyl-2-propyl-
57.0
5000 113.0 g U
19.50 20.00
m/z 69.10 21.12%
013.1”
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #210517: 1-Heptacosanol
57.0
= —
19.50 20.00
111.0

5000 ' m/z 97.10  19.33%

o

| § d‘h | 1670 222.0 278.0322.0 378.0
LA

miz—> 0 50 100 150 200 250 300 350 400
Abundance #133069: 5,11-Diethyl-8-methyl-7,9-dioxapentadecane — P
51.0 113.0 19.50 20.00
m/z 111.10 17.86%

:

157.0

5000

-

M 271.0
oH“‘MMmmn‘m‘,‘”H‘m‘_m_m_m_‘ — -

m/z--> 0 50 100 150 200 250 300 350 400 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@12721\
Data File : BGO48036.D

Acqg On : 27 Jan 2021 20:16

Operator : CG/JU

Sample : M1226-01 :

Misc : 0049-043-COMP-C-ELUTRIATE

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Isoxazole, 3,5-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.771 3.70 ng 178780 Chrysene-d12 21.764
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isoxazole, 3,5-dimethyl- 97 C5H7NO 000300-87-8 53
2 Cyclohexane, 1-bromo-2-methyl- 176 C7H13Br 006294-39-9 53
3 Sulfurous acid, cyclohexylmethyl... 276 C14H2803S 1000309-21-7 45
4 Sulfurous acid, di(cyclohexylmet... 274 C14H2603S 1000309-22-7 42
5 Cyclohexane, 1-bromo-4-methyl- 176 C7H13Br 006294-40-2 42
Abundance Scan 2967 (20.771 min): BG048036.D\data.ms (-2964) (-  m/z 97.10 100.00%
97.1
2050  21.00
41, : :
207.0
Obrdibh b d | 1581 2070 2670 3400 417. ., 5719  46.44%
mlz--> 50 100 150 200 250 300 350 400
Abundance #2967: Isoxazole, 3,5-dimethyl-
97.0
5000 == =
23, 20.50 21.00
m/z 55.10 17.10%
O \\“\U‘“‘w”‘\“\“\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #42811: Cyclohexane, 1-bromo-2-methyl-
97.0
= ~
20.50 21.00
5000 m/z 113.10 12.04%
39.
ol d a0
miz--> 50 100 150 200 250 300 350 400
Abundance #124142: Sulfurous acid, cyclohexylmethyl heptyl ester —— L
97.0 20.50 21.00
m/z 98.10 8.96%
5000
41.
O“WNNNW“W““,H“““W“““‘H“““H‘ P e
m/z--> 50 100 150 200 250 300 350 400 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@12721\
Data File : BGO48036.D

Acqg On : 27 Jan 2021 20:16

Operator : CG/JU

Sample : M1226-01 :

Misc : 0049-043-COMP-C-ELUTRIATE

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 unknown20.994 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.994 15.10 ng 729862 Chrysene-d12 21.764
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 40
2 Sulfurous acid, cyclohexylmethyl... 262 C13H2603S 1000309-21-6 38
3 2,4,4-Trimethyl-1-pentanol, pent... 276 C11H17F502 1000365-51-0 35
4 Sulfurous acid, cyclohexylmethyl... 276 C14H2803S 1000309-21-7 32
5 2,4,4-Trimethyl-1-pentanol, hept... 326 C12H17F702 1000365-01-4 27

Abundance Scan 3005 (20.994 min): BG048036.D\data.ms (-3000) (-  m/z 57.10 100.00%

57.1
97.1
5000 J\\
= =
‘ ‘ 169.2 21.00
o d L2070 2811 356, y/; 97.10  59.30%
m/z--> 50 100 150 200 250 300 350
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57.0
5000 T ‘ T J\
21.00
113.0 m/z 113.05 52.73%
168.0
O\\\\‘M\“\‘\h‘\‘\“‘\\\‘\‘\\\’\\\\‘\\\\‘\\\\’\
m/z--> 50 100 150 200 250 300 350
Abundance #112139: Sulfurous acid, cyclohexylmethyl hexyl ester
97.0
21.00
so00] 00 m/z 55.16  31.09%
m/z--> 0 100 150 200 250 300 350
Abundance #123759: 2,4,4-Trimethyl-1-pentanol, pentafluoropropion:
57.0 21 00
m/z 83.10 29.20%
5000
97.0
ol5.0 ‘\ | | | 1470 219.0 261.0

m/z--> 50 100 150 200 250 300 350 21 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@12721\
Data File : BGO48036.D

Acqg On : 27 Jan 2021 20:16

Operator : CG/JU

Sample : M1226-01 :

Misc : 0049-043-COMP-C-ELUTRIATE

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 unknown21.041 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.041 3.68 ng 177928 Chrysene-d12 21.764
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,2,4,4-Tetramethyloctane 170 C12H26 062183-79-3 43
2 4-Butoxy-2,4-dimethyl-2-pentene 170 C11H220 1000159-08-7 42
3 4-Decyl methylphosphonofluoridate 238 C11H24FO02P 1000216-71-5 38
4 2,2-Dimethyl-3-octanone 156 C10H200 005340-64-7 37
5 Hexanamide, N-hexanoyl-N-allyl- 253 C15H27N02 1000340-15-1 32

Abundance Scan 3013 (21.041 min): BG048036.D\data.ms (-3009) (-  m/z 99.10 100.00%

99.1
5000
55.11 155.2
T T
21.00
209.0
ol H Al L S R2529 8260 3870 sy s7.10 86.77%
mlz--> 50 100 150 200 250 300 350 400
Abundance #38352: 2,2,4,4-Tetramethyloctane
57.0
5000 = L
21.00
m/z 69.10 34.16%
‘ 13.0
O \“\‘\“‘\‘1‘\\"\“\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #38268: 4-Butoxy-2,4-dimethyl-2-pentene
99.0
T \
21.00
s000] 30 m/z 97.10  32.37%
155.0
miz--> 50 100 150 200 250 300 350 400 k
Abundance #91844: 4-Decyl methylphosphonofluoridate = ==
99.0 21.00
m/z 83.10 28.34%
55.0
5000
m/z--> 50 100 150 200 250 300 350 400 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@12721\
Data File : BGO48036.D

Acqg On : 27 Jan 2021 20:16

Operator : CG/JU

Sample : M1226-01 :

Misc : 0049-043-COMP-C-ELUTRIATE

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Cyclohexadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.400 15.90 ng 768481 Chrysene-d12 21.764
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 98
2 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 94
3 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 94
4 n-Tetracosanol-1 354 C24H500 000506-51-4 94
5 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94

Abundance Scan 3074 (21.400 min): BG048036.D\data.ms (-3069) (-  m/z 55.10 100.00%

)\4.
97.0
5000
200 | 250
391 207.0 : :
[ E— “‘u‘m L A 2803 38604020y 57 19 94.19%
M/zee> 50 100 150 200 250 300 350 400
Abundance #81246: Cyclohexadecane
55.0
5000 L M

21.00 21.50
m/z 43.05 93.63%

L \ 01810210
il \ - 1.
\\\\‘ \\‘ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\
m/z--> 50 100 150 200 250 300 350 400
Abundance  #190374: Pentafluoropropionic acid, tetradecyl ester
57.0

o

21f00 21f50
5000 11.0 m/z 83.10 90.22%
REXT ‘_\ ‘ \‘H\ 1e0™P0200 a0
miz--> 50 100 150 200 250 300 350 400
Abundance #197885: Trichloroacetic acid, pentadecyl ester P P
43.0 21.00 21.50

m/z 69.10  83.56%
5000

AR m

m/z--> 50 100 150 200 250 300 350 400 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@12721\
Data File : BGO48036.D

Acqg On : 27 Jan 2021 20:16

Operator : CG/JU

Sample : M1226-01 :

Misc : 0049-043-COMP-C-ELUTRIATE

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 1-Octadecanesulphonyl chloride Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
22.592 2.15 ng 103652 Chrysene-d12 21.764
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octadecanesulphonyl chloride 352 C18H37Cl02S 1000342-70-4 53
2 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 49
3 Sulfurous acid, butyl pentadecyl... 348 C19H4003S 1000309-18-2 49
4 Tritetracontane 605 C43H88 007098-21-7 49
5 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 49

Abundance Scan 3277 (22.592 min): BG048036.D\data.ms (-3273) (- m/z 57.10 100.00%

57.1
5000
T T T
M “ ‘ L 223.0264.9 356.0 401. 22.50
0 “N‘M“mHmwﬂMWWWMHHHMJHHﬁJWJ“‘“‘HH“‘W‘ m/z 71.10 52.97%
mlz--> 50 100 150 200 250 300 350 400
Abundance #185101: 1-Octadecanesulphonyl chloride
57.0
5000 LA ‘
22.50
m/z 43.10 51.68%
O\\‘\‘“‘“‘\“\“‘\“H\m\‘\“\‘o\\\‘\\\\‘\\2\8\8‘0\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #134594: Octadecane, 1-chloro-
57.0
T T T
22.50
5000 ITI/Z 41.10 39.48%
0 \ \‘ ‘\ I \4\'\7 9189 0231.0 288.0
——————
miz--> 50 100 150 200 250 300 350 400
Abundance #182578: Sulfurous acid, butyl pentadecyl ester e ‘
57.0 22.50
m/z 85.10 36.81%
) V\Wwwj\wwww
m/z--> 0 100 150 200 250 300 350 400 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@12721\
Data File : BGO48036.D

Acqg On : 27 Jan 2021 20:16

Operator : CG/JU

Sample : M1226-01 :

Misc : 0049-043-COMP-C-ELUTRIATE

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 1-Heptacosanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
26.394 4.34 ng 228634 Perylene-di2 25.043
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 81
2 1-Triacontanol 438 C30H620 000593-50-0 58
3 n-Tetracosanol-1 354 C24H500 000506-51-4 58
4 1-Hexacosanol 382 C26H540 000506-52-5 58
5 Fumaric acid, 2-chloropropyl tri... 374 C20H35C1l04 1000348-57-1 58

Abundance Scan 3924 (26.394 min): BG048036.D\data.ms (-3917) (- m/z 69.10 100.00%

69.1
5000
125.1 207.0
) - —
283.1 26.00 26.50
‘ ‘ 411 429.1
0 BLL ‘\H‘\“M“HHI\H’\‘\‘H‘ u‘mh ‘ by H‘ : ‘H‘M‘ “‘3‘ ‘ ‘ e I | m/z 43.10 97.32%
m/z--> 50 100 150 200 250 300 350 400
Abundance #210517: 1-Heptacosanol
57.0
111.0
5000 o ——
26.00 26.50
m/z 57.10  93.88%
O T \‘\‘ \“ \‘\ \‘ T ‘ “ L‘ “h]ﬂ‘\h\ \‘()\ ‘2\2\2\0\‘??\8\()‘ T T ‘:\3\7§\0’ T TT
m/z--> 50 100 150 200 250 300 350 400
Abundance #224417: 1-Triacontanol
57.0
e —
26.00 26.50
5000 111.0 ITI/Z 55.05 90.45%
420.0
ol LA iy L0230 a0 w0 D
m/z--> O 100 150 200 250 300 350 400
Abundance #186968: n-Tetracosanol-1 o 7
57.0 26.00 26.50
m/z 83.10 88.51%
111.0
5000
ol LiALLLL ‘» AL 2220 3080 sl
m/z--> 50 100 150 200 250 300 350 400 26.00 26.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012721\
Data File : BGO48036.D

Acqg On : 27 Jan 2021 20:16
Operator : CG/JU

Sample : M1226-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG@12521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
n-Hexadecanoic ... 18.374 29.8 ng 1151820 4 17.487 772213 20.0
1,2-Benzenedica... 18.444 2.0 ng 77312 4 17.487 772213 20.0
unknown19.138 19.138 9.8 ng 377602 4 17.487 772213 20.0
unknown19.226 19.226 3.1 ng 118240 4 17.487 772213 20.0
Octadecanoic acid 19.637 17.9 ng 862821 5 21.764 966390 20.0
unknown19.766 19.766 2.8 ng 132798 5 21.764 966390 20.0
Isoxazole, 3,5-... 20.771 3.7 ng 1787860 5 21.764 966390 20.0
unknown20.994 20.994 15.1 ng 729862 5 21.764 966390 20.0
unknown21.041 21.041 3.7 ng 177928 5 21.764 966390 20.0
Cyclohexadecane 21.400 15.9 ng 768481 5 21.764 966390 20.0
1-Octadecanesul... 22.592 2.1 ng 103652 5 21.764 966390 20.0
1-Heptacosanol 26.394 4.3 ng 228634 6 25.043 1053130 20.0
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