LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112020\
Data File : BP@04025.D

Acqg On : 20 Nov 2020 15:15
Operator : CG/JU

Sample : L4716-02

Misc :

ALS vial : 9 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_ P\METHODS\8270-BP110320.M
Title : D

Signal : TIC: BP@0@4025.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.923 3 6 24 rVB 2334710 3161576 58.41% 6.927%
2 3.081 27 33 43 rBV 75349 181878 3.36% 0.399%
3 3.170 43 48 55 rBv 278949 401219 7.41% 0.879%
4 5.270 399 405 412 rVB 47922 72304 1.34% 0.158%
5 5.805 488 496 509 rBV 1793638 2780236 51.37% 6.092%
6 7.452 768 776 791 rBV 1725933 3113024 57.51% 6.821%
7 8.269 908 915 922 rBV 483159 776541 14.35% 1.702%
8 9.428 1100 1112 1124 rBV 1153353 1960625 36.22% 4.296%
9 11.099 1387 1396 1402 rBV 633524 1067416 19.72% 2.339%
10 13.510 1799 1806 1816 rBV 2923236 4153617 76.74% 9.101%
11 13.710 1836 1840 1848 rBV3 22030 54750 1.01% 0.120%
12 14.310 1937 1942 1949 rBV 140268 224327 4.14% 0.492%
13 14.610 1988 1993 2000 rBV 50951 82497 1.52% 0.181%
14 14.887 2034 2040 2048 rVB 878043 1315449 24.30% 2.882%
15 16.375 2286 2293 2307 rBV 1998752 2895212 53.49% 6.344%
16 17.622 2499 2505 2509 rBV 1060631 1586658 29.31% 3.477%
17 17.663 2509 2512 2520 rVV 291931 436477 8.06% ©.956%
18 17.751 2523 2527 2532 rVB 111102 146453 2.71% 0.321%
19 18.469 2644 2649 2653 rBV2 138354 227020 4.19% 0.497%
20 18.516 2653 2657 2662 rVB2 114483 161503 2.98% 0.354%
21 18.657 2675 2681 2685 rVV3 102372 217086 4.01% 0.476%
22 18.692 2685 2687 2691 rVB 59278 65625 1.21% 0.144%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112020\
Data File : BP@04025.D

Acqg On : 20 Nov 2020 15:15
Operator : CG/JU

Sample : L4716-02

Misc :

ALS vial : 9 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_ P\METHODS\8270-BP110320.M
Title : D

23 18.787 2698 2703 2710 rBV 124016 185082  3.42%  0.406%

24 18.934 2725 2728 2732 rBV2 54550 71247 1.32% ©.156%
25 18.981 2732 2736 2744 rVB3 74536 139367 2.57% ©.305%
26 19.216 2772 2776 2781 rBV2 51730 93546 1.73% ©.205%
27 19.345 2793 2798 2803 rBv2 101703 175913 3.25% ©.385%
28 19.481 2817 2821 2828 rBV2 64765 125798 2.32% 0.276%
29 19.598 2836 2841 2847 rBV 928676 1204009 22.24%  2.638%
30 19.916 2891 2895 2896 rBV 115624 134997 2.49%  0.296%
31 19.945 2896 2900 2908 rVB 859059 1155291 21.34%  2.531%

32 20.010 2908 2911 2916 rBV2 54693 78509  1.45% 0.172%
33 20.122 2924 2930 2935 rBV 4604981 5412568 100.00% 11.860%

34 20.422 2978 2981 2984 rVB 123532 151444  2.80% ©.332%
35 20.516 2994 2997 3001 rVB 76779 91143 1.68% 0.200%
36 20.716 3027 3031 3034 rBV 88848 112391 2.08% 0.246%
37 20.757 3035 3038 3046 rVvB2 92239 139118 2.57% ©.305%
38 21.139 3100 3103 3108 rVB 110977 147990 2.73% 0.324%
39 21.304 3128 3131 3140 rVB2 716100 1108092 20.47% 2.428%
40 21.380 3141 3144 3148 rVV2 151763 185767 3.43% 0.407%
41 21.422 3149 3151 3158 rVB2 123949 166671 3.08% 0.365%
42 21.657 3184 3191 3195 rBV2 1296713 2421270 44.73%  5.305%
43 21.692 3195 3197 3204 rVB 438883 495045 9.15% 1.085%
44 22.239 3283 3290 3295 rVvB3 275189 538599 9.95% 1.180%
45 22.963 3410 3413 3419 rVB 165359 243946  4.51% 0.535%
46 23.269 3460 3465 3470 rBV 488967 748924 13.84% 1.641%
47 23.322 3471 3474 3478 rBV2 132772 216474 4.00%  ©.474%

48 23.375 3478 3483 3488 rBV 329803 681640 12.59% 1.494%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112020\
Data File : BP@04025.D

Acqg On : 20 Nov 2020 15:15
Operator : CG/JU

Sample : L4716-02

Misc :

ALS vial : 9 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_ P\METHODS\8270-BP110320.M
Title : D

49 23.910 3569 3574 3582 rVB 273298 594043 10.98% 1.302%

50 24.016 3587 3592 3599 rVB 289319 570046 10.53% 1.249%
51 24.127 3605 3611 3617 rVB 703596 1307119 24.15% 2.864%
52 24.610 3687 3693 3701 rVB 634158 1305256 24.12% 2.860%
53 26.404 3993 3998 4008 rVB 235298 555738 10.27% 1.218%

Sum of corrected areas: 45638536
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112020\

Data File : BP@04025.D

Acqg On : 20 Nov 2020 15:15
Operator : CG/JU

Sample : L4716-02

Misc :

ALS vial : 9 Sample Multiplier: 1

LSC Report

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

- Integrated Chromatogram
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112020\
Data File : BP@04025.D

Acqg On : 20 Nov 2020 15:15
Operator : CG/JU

Sample : L4716-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 5k 3k >k 5k 3k 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 5k 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 unknown2.92 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.923 81.43 ng 3161580 1,4-Dichlorobenzene-d4 8.269

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 39
2 1,3-Diaminoguanidine 89 CH7N5 004364-78-7 9
3 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 9
4 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9
5 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9

Abunda&é:geg Scan 6 (2.923 min): BP004025.D\data.ms (-3) (-) m/z 73.10 100.00%

73.1
AR Raamamane s
0 ,J‘h‘ \ 130.9191.1249.8309.1 376.1436.0497.3 3.003.103.20 3.30
e T T e e e e T e
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 m/z 43.00  55.05%
Abunda&g:ge9 #4788: Propane, 2,2-dimethoxy- /k
73.0
\\\‘\\\\‘\\\\’\\\\’\\\\‘\
3.003.103.203.30
ol L m/z 89.05  30.99%
e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 /\
Abundanc
%59 43.0 \\\‘\\\\‘\\\\’\\\\’\\\\‘\
3.003.103.203.30
m/z 41.05 10.29%
O‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 N N —
Abundadgigeg #13551: Propanoic acid, 2-methyl-, propyl ester 3.003.10 3.20 3.30
43.0 m/z 45.05  8.40%
0_|1£1.o”‘ S
#9z-BP110300 . MO MO NP 280 12505300 $B589200 450 500 550 3.003.103.203.30 Page: 5




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112020\
Data File : BP@@4025.D

Acqg On : 20 Nov 2020 15:15

Operator : CG/JU

Sample L4716-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 5k 3k >k 5k 3k 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 5k 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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
3.170 10.33 ng 401219 1,4-Dichlorobenzene-d4 8.269
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 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundaégzge Scan 48 (3.170 min): BP004025.D\data.ms (-43) (-) m/z 73.10 100.00%
9 731
A mma s S
o‘H‘xJuH‘L_“1‘?‘?:9“"?5‘2‘-5%‘%2‘9?‘m“‘l‘?-ﬁf“??a???ﬁ-ﬁ 3.00 320 340 3.60

miz--> 0 50 100 150 200 250 300 350 400 450 500 550 m/z 43.10 41.96%

82

Abundanc #4486: Butane, 2-methoxy-2-methyl-
W, .,
\‘\\\\‘\\\\‘\\\\‘\
3.00 3.20 3.40 3.60
ob I m/z 55.05 29.73%
[P T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
A
bund%&Q 73'0 \‘\\\\‘\\\\‘\\\\‘\
3.00 3.20 3.40 3.60
m/z 87.10 25.80%
015.0
‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 SR A S —
Abundadg:geg #2051: 1,3-Dioxolane, 2-methyl- 3.00 3.20 3.40 3.60
73.0 m/z 41.05 13.59%
0 I ” l |

#9z-8P110320 . BOMdA0 Nop 280 5D53600B3500200 450 500 550

3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112020\
Data File : BP@04025.D

Acqg On : 20 Nov 2020 15:15
Operator : CG/JU

Sample : L4716-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 5k 3k >k 5k 3k 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 5k 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 Anthracene, 2-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.469 2.86 ng 227020  Phenanthrene-die 17.622
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 92
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 92
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 90
4 Anthracene, 9-methyl- 192 C15H12 000779-02-2 83
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 83
Abund%gg Scan 2649 (18.469 min): BP004025.D\data.ms (-2644) (- m/z 192.05 100.00%
73.0 LA
0 MMWM13AQA J 2561 3251 4289 516.9 18.50
b e el T e e e
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 m/z 191.05  57.98%
Abunda&g:ge9 #54735: Anthracene, 2-methyl-
192.0
T ‘ T T T
18.50
150 830 ) m/z 189.00  33.97%
P e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 M
Abundanc
T 192.0 U
18.50
m/z 73.00 24.90%
. 28.0 95.0
‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 e T
Abund%ﬂg% #54743: Phenanthrene, 2-methyl- 18.50
192.0 9
m/z 60.00 23.21%
270 940
e e e e
#9z-BP110300 . MO M0 NP 280 12505300 13589200 450 500 550 18.50 Page: 7




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112020\
Data File : BP@04025.D

Acqg On : 20 Nov 2020 15:15
Operator : CG/JU

Sample : L4716-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 5k 3k >k 5k 3k 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 5k 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 Phenanthrene, 9-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
18.516 2.04 ng 161503  Phenanthrene-die 17.622
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 9-methyl- 192 C15H12 000883-20-5 93
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 93
3 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 90
4 Anthracene, 9-methyl- 192 C15H12 000779-02-2 90
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 90
Abund%gg Scan 2657 (18.516 min): BP004025.D\data.ms (-2653) (- m/z 192.10 100.00%
9 192.1 M
M ‘
01379, 948 | 2529 3550  460.8 538.9 18.50
AR R B e AR RSEAE LR e s S
miz--> 50 100 150 200 250 300 350 400 450 500 550 m/z 191.10  58.46%
Abunda&g:ge9 #54744: Phenanthrene, 9-methyl-
192.0
T ‘ T T T ‘
18.50
0300 %0 m/z 189.05  26.49%
A B B B
m/z--> 50 100 150 200 250 300 350 400 450 500 550 M
Abundanc
Voo 192.0 T \
18.50
m/z 193.05 16.65%
96.0
O \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 LSS AL AR, .
Abund%ﬂg% #54747: Phenanthrene, 3-methyl- 18.50
1990 m/z 190.05  15.95%
0,390 %% |
A B B B IR R
#P~BP11032058 MR Nofv 209 23Q 5300235004@0 450 500 550 18.50 Page: 8




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112020\
Data File : BP@04025.D

Acqg On : 20 Nov 2020 15:15
Operator : CG/JU

Sample : L4716-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 5k 3k >k 5k 3k 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 5k 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 4H-Cyclopenta[def]phenanthrene Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
18.657 2.74 ng 217086  Phenanthrene-die 17.622
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 55
2 SH-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 46
3 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 45
4 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 38
5 Naphtho[1,2-b]norbornadiene 192 C15H12 1000210-14-8 38

Abundaégzge Scan 2681 (18.657 min): BP004025.D\data.ms (-2675) (- m/z 189.10 100.00%
9 T M
94.6 /O
0h35.9, | ] 2552 344.9407.1 482.1541.7 18.50 19.00
L e e R RS AL RREESE
miz--> 50 100 150 200 250 300 350 400 450 500 550 m/z 190.05  99.27%
Abundadgtgeg #53203: 4H-Cyclopenta[deflphenanthrene h}\
190.0
T /\‘/\ T T T ‘ T
94.0 18.50 19.00
0310 | N m/z 192.10  98.45%
T T e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 N\/\j\/\
Abundanc
%59 192.0 LB L——
18.50 19.00
m/z 191.10 76.85%
pg.0 96.0
O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 ALVIVER
Abunda&g:ge9 #54727: 1H-Indene, 2-phenyl- 18.50 19.00
192.0 m/z 94.60  27.08%
o, 510 1150
e e e e e e —
#P~BP11032050 MO Mo 209 2505302 35002@0 450 500 550 18.50 19.00 Page: 9




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112020\
Data File : BP@04025.D

Acqg On : 20 Nov 2020 15:15
Operator : CG/JU

Sample : L4716-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 5k 3k >k 5k 3k 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 5k 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 2-Mercaptobenzothiazole Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.787 2.33 ng 185082  Phenanthrene-die 17.622
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Mercaptobenzothiazole 167 C7H5NS2 000149-30-4 96
2 Benzoic acid, 2,2'-dithiobis-, d... 334 C16H1404S2 005459-63-2 72
3 Mandelic acid, 3,4-dimethoxy-, m... 226 C11H1405 002911-73-1 56
4 Benzothiazole, 2-(2-hydroxyethyl... 211 C9HINOS2 004665-63-8 56
5 5-Fluoro-2-methyl-benzothiazole 167 C8H6FNS 000399-75-7 52
Abundanee, Scan 2703 (18.787 min): BP004025.D\data.ms (-2698) (- | m/z 167.00 100.00%
9 167.0
69.0 — =
bl Ly A, 2431 3450 435.0495.9 18.50 19.00
e L e e e e
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 m/z 109.00  14.04%
Abundadgigeg #36043: 2-Mercaptobenzothiazole
167.0
T ‘ T T T T ‘ T T
18.50 19.00
o m/z 69.60 13.50%
R R AR Ramas B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 W
Abundanc
%59 167_0 T ‘ T T T T ‘ T T
18.50 19.00
108.0 m/z 108.00 11.68%
‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 Se e -
Abundadgigeg #82283: Mandelic acid, 3,4-dimethoxy-, methyl ester 18.50 19.00
167.0 m/z 123.00 10.67%
Y R -
82#@~BP110300.MOMGAONGY 280 12505800 3519200 450 500 550 18.50 19.00 Page: 10




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112020\
Data File : BP@04025.D

Acqg On : 20 Nov 2020 15:15
Operator : CG/JU

Sample : L4716-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 5k 3k >k 5k 3k 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 5k 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 9,10-Dimethylanthracene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
19.345 2.22 ng 175913  Phenanthrene-die 17.622
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 90
2 Phenanthrene, 3,6-dimethyl- 206 Cl6H14 001576-67-6 89
3 Phenanthrene, 1,7-dimethyl- 206 Cl6H14 000483-87-4 89
4 Phenanthrene, 2,5-dimethyl- 206 C1l6H14 003674-66-6 81
5 di-p-Tolylacetylene 206 Cl6H14 002789-88-0 81
Abunda&é:geg Scan 2798 (19.345 min): BP004025.D\data.ms (-2793) (- m/z 206.10 100.00%
206.1
el
0 57.1 1260 j‘m 265.0 354.9 430.2490.1548. 19.00 19.50
e e e e e e e e
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 m/z 191.05 46.10%
Abundaggbcge9 #66249: 9,10-Dimethylanthracene
206.0
‘ T T T T ‘ T T T
19.00 19.50
27.0 8.0 m/z 205.10  22.94%
e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundanc
%59 206,0 T T T T ‘ T T T

T
19.00 19.50
m/z 189.05 22.63%

39.0 102.0

I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundadg:geg #66261: Phenanthrene, 1,7-dimethyl- 19.00 19.50

206.0 m/z 207.10  15.08%

390 102.0 1]

bl

e
19.50 Page: 11

R LSRR ——.- —
#92BP110320 . 50 MO0 NoP 280 P5H530048509200 450 500 550 19.00




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112020\
Data File : BP@04025.D

Acqg On : 20 Nov 2020 15:15
Operator : CG/JU

Sample : L4716-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 5k 3k >k 5k 3k 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 5k 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 E-14-Hexadecenal Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.304 9.15 ng 1108090 Chrysene-d12 21.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 E-14-Hexadecenal 238 C16H300 330207-53-9 93
2 1-Heneicosanol 312 C21H440 015594-90-8 86
3 1-Hexacosanol 382 C26H540 000506-52-5 83
4 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 81
5 Eicosyl trifluoroacetate 394 C22H41F302 1000351-75-2 81
Abundaégzgeg Scan 3131 (21.304 min): BP004025.D\data.ms (-3128) (- m/z 57.10 100.00%
57.1
51 ‘ T T T T ‘ T T T
0 | | s 3232 4151 5123 21.00 21.50
e e P S e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 m/z 43.10  91.25%
Abunda&g:ge9 s #92510: E-14-Hexadecenal M/JL"N
‘ T T T T ‘ T T T
111.0 21.00 21.50
ol L ||| 18002380 m/z 55.10 87.17%
R e i B AAAama s B R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 MM}LMMA
Abundanc
%59 55.0 ‘ T T T T ‘ T T T
21.00 21.50
hbs o m/z 83.10 70.14%
0 196.0 266.0 /Mﬁwvwﬁwjtkwuwhﬁgk
‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 = ———
Abundadgigeg #203699: 1-Hexacosanol 21.00 21.50
‘ m/z 69.10 66.32%
5.0 MJLA
0 195.0 266.0 364.0
] ‘ T T T T ‘ T T T
#9z-BP1103020 .50 Md0O NP 280 12505 300 83509200 450 500 21.00 21.50 Page: 12




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112020\
Data File : BP@@4025.D

Acqg On : 20 Nov 2020 15:15

Operator : CG/JU

Sample L4716-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 5k 3k >k 5k 3k 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 5k 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 Chrysene, 6-methyl- Concentration Rank 9

82

R.T. EstConc Area Relative to ISTD R.T.
22.239 4.45 ng 538599 Chrysene-d12 21.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Chrysene, 6-methyl- 242 C19H14 001705-85-7 86
2 1H-Benz[f]indene, 2-phenyl- 242 C19H14 1000305-22-4 86
3 Triphenylene, 2-methyl- 242 C19H14 001705-84-6 83
4 Chrysene, 3-methyl- 242 C19H14 003351-31-3 66
5 Benz[a]anthracene, 7-methyl- 242 C19H14 002541-69-7 64

Abund%gg@Scan3290(22239nﬂm:BPOO40251ndmaJn303283)0 m/z 242.10 100.00%
242.1
55.1
Wl-l SISV -
O “.1 \| Jl | ‘I i |167:.I‘ A J 3240 4301 5361 2200 2250
B B B aa o e e
miz--> 50 100 150 200 250 300 350 400 450 500 550 m/z 55.10  61.06%
Abundangc #96038: Chrysene, 6-methyl-
aébgg 242.0
T ‘ T T ‘ T
22.00 22.50
0 1290 “l m/z 57.10 60.22%
e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundanc
%&9 242.0 T ‘ T T T T ‘ T T
22.00 22.50
m/z 83.10 59.19%
51.0 107.0165.0
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 S
Abundadg:geg #96045: Triphenylene, 2-methyl- 22.00 22.50
242.0 o
m/z 43.10 56.67%
440 121.0 1850 |
e e e e e e e —— ——
#8z-BP11032M M¥h 1§6v208 250:. 300285004 450 500 550 22.00 22.50 Page: 13




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112020\
Data File : BP@04025.D

Acqg On : 20 Nov 2020 15:15
Operator : CG/JU

Sample : L4716-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 5k 3k >k 5k 3k 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 5k 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 Octadecanal Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22.963 3.73 ng 243946 Perylene-di2 24.127
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanal 268 C18H360 000638-66-4 90
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 86
3 1,19-Eicosadiene 278 C20H38 014811-95-1 76
4 Oxirane, tridecyl- 226 C15H300 018633-25-5 76
5 17-Pentatriacontene 491 C35H70 006971-40-0 64
Abundaégzgeg Scan 3413 (22.963 min): BP004025.D\data.ms (-3410) (- m/z 57.10 100.00%
I uumk
‘11 3 1 1 T T T T ‘ T T T T
ok Ak, " » 1930 343.2 413.9475.3 543.C 23.00
i b L ‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 m/z 43.10  92.75%
Abundangc #117605: Octadecanal
adbgg 43. w
T T T T ‘ T T T T
} hl 23.00
250 0 o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 WNMWVMWMWWAWAAWM/J\Mx
Abundanc
%59 82.0 T T T T ‘ T T T T
23.00
m/z 55.10 64.55%
0 152.0 250.0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 —
Abundaggbcge9 #126192: 1,19-Eicosadiene 23.00
55.0 m/z 96.05 54.48Y%
ol i “ i ‘ “IF?-.O 194.0 2780
e R e e e e e e ——— ———
82i~BP1103020 . BOM®BO0 NP 280 12505300383519280 450 500 550 23.00 Page: 14




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112020\
Data File : BP@04025.D

Acqg On : 20 Nov 2020 15:15
Operator : CG/JU

Sample : L4716-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 5k 3k >k 5k 3k 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 5k 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 Hexacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.269 11.46 ng 748924 Perylene-di2 24.127
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 96
2 Tetracosane 338 C24H50 000646-31-1 95
3 Eicosane 282 C20H42 000112-95-8 94
4 Heneicosane, 11-decyl- 437 C31H64 055320-06-4 93
5 Tricosane, 2-methyl- 338 C24H50 001928-30-9 93
Abundaégzgeg Scan 3465 (23.269 min): BP004025.D\data.ms (-3460) (- m/z 57.10 100.00%
i ¢
T
obd | ‘ ‘ £27-1 196.1253.1 323.1 397.3 462.9 535.2 23.00 23.50
A T e e e e e
miz--> 50 100 150 200 250 300 350 400 450 500 550 m/z 43.10  60.52%
Abunda&g:ge9 ) #194494: Hexacosane
57.0
T ‘ T T T T ‘ T T
23.00 23.50
bk J 127.0 197.0 2670  366.0 m/z 71.10  60.31%
e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 ﬁu\L
Abundanc
%59 57.0 T ‘ T T T T ‘ T T
23.00 23.50
m/z 85.10 44.70%
0 127.0 197.0 267.0 338.0 Jhm
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 e ————
Abunda&g:ge9 10 #129492: Eicosane 23.00 23.50
' m/z 55.10 23.67%
ol ‘ 11270 1070 2820
“““““‘ —— ——
82i~BP11032050 MOA MoV 209 23Q 5308385002@0 450 500 550 23.00 23.50 Page: 15




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112020\
Data File : BP@04025.D

Acqg On : 20 Nov 2020 15:15
Operator : CG/JU

Sample : L4716-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 5k 3k >k 5k 3k 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 5k 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 13 Cyclodocosane, ethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
23.322 3.31 ng 216474 Perylene-di2 24.127
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclodocosane, ethyl- 336 C24H48 1000151-22-6 98
2 Cyclotetracosane 336 C24H48 000297-03-0 95
3 Cyclooctacosane 392 C28H56 000297-24-5 91
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 90
5 17-Pentatriacontene 491 C35H70 006971-40-0 90
Abundaégzgeg Scan 3474 (23.322 min): BP004025.D\data.ms (-3471) (- m/z 57.10 100.00%
1.1
l 51 256 1 T T T T T T T T T
ol ALLLiiT 19512561 33524008 47615365 | 2300  23.50
I b S e R S e P
miz--> 50 100 150 200 250 300 350 400 450 500 550 m/z 55.10  87.73%
Abunda&g:ge9 4 #174181: Cyclodocosane, ethyl-
‘ T T T T ‘ T T T
23.00 23.50
ol 1111?50 1059 3070 m/z 43.10  85.56%
re e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundanc
%&9 83.0 ‘ T T T T ‘ T T T
23.00 23.50
336.0 m/z 83.10 76.52%
026:0 153.0210.0 279.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 — —
Abundadgigeg #208717: Cyclooctacosane 23.00 23.50
’ m/z 97.10 72.73%
0 125016 02300 33503920
R ‘ T T T T ‘ T T T
#9z-BP110320°@ MOA Nofy 209 23Q 53003850040@ 450 500 550 23.00 23.50 Page: 16




82

Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112020\
Data File : BP@04025.D

Acqg On : 20 Nov 2020 15:15
Operator : CG/JU

Sample : L4716-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 5k 3k >k 5k 3k 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 5k 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 14 Benzo[e]pyrene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.910 9.09 ng 594043 Perylene-di2 24.127
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Benzo[a]pyrene 252 C20H12 000050-32-8 93
3 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 90
4 Perylene 252 C20H12 000198-55-0 90
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 90
Abund%gg Scan 3574 (23.910 min): BP004025.D\data.ms (-3569) (- m/z 252.10 100.00%
9 250.1 L\
———
0/500 12201910 | 3289 3991 4761 549. 24.00
R R R R R AR R SN
m/z--> 50 100 150 200 250 300 350 400 450 500 550 m/z 250.10  26.90%
Abunda&g:ge9 #104217: Benzo[e]pyrene
252.0
T T T T ‘ T T T
24.00
0,630 1250 4670 m/z 253.10  21.63%
e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundanc
%59 252.0 T T T T ‘ T T T T
24.00
m/z 125.00 10.90%
0 63.0 126.0 187.0
\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 e S
Abundadgigeg #104227: Benz[e]acephenanthrylene 24.00
25¢.0 m/z 251.10  9.70%
126.0
0,630 " sTO 4 s UL N
#9~BP1103260M Mh 186v203 2659: 800335Q6H® 450 500 550 24.00

Page: 17




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112020\
Data File : BP@04025.D

Acqg On : 20 Nov 2020 15:15
Operator : CG/JU

Sample : L4716-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 5k 3k >k 5k 3k 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 5k 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 15 Tricosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
24.610 19.97 ng 1305260 Perylene-di2 24.127
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricosane 324 C23H48 000638-67-5 96
2 Tetratriacontane 479 C34H70 014167-59-0 94
3 Hexacosane 366 C26H54 000630-01-3 93
4 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 93
5 Docosane, 9-butyl- 366 C26H54 055282-14-9 93

Abundaégzge Scan 3693 (24.610 min): BP004025.D\data.ms (-3687) (- m/z 57.10 100.00%
9 57.1

%

== e
J 2271 197.2 281.1 355.1415.2476.4534.9 24.50 25.00

O\\M\L\_\Hp«H‘H\w\u\_\u‘uu‘u\w\u\_\u‘
miz--> 50 100 150 200 250 300 350 400 450 500 550 m/z 71.10  61.09%
Abundanc #164578: Tricosane
adbéag 1.0 Jw\m

T ‘ T T ‘ T
24.50 25.00
| 127.0 1970 26703240 m/z 43.18  59.55%

‘ I, It
L L B L L B B L LS B L U R O
m/z--> 50 100 150 200 250 300 350 400 450 500 550 ﬁwﬂx4ukﬂﬂj\J\d\vﬁ~AJ
Aoucggg

57.0 —
24.50 25.00
m/z 85.18 47.00%

o 127.0 197.0 267.0 337.0 407.0 478.0 %/\/M
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350 400 450 500 550

Abundq&ﬁg #194493: Hexacosane 2450 2500
% 570
: m/z 55.10 23.82%

o

‘”127-0 197.0 267.0  367.0

|

\‘JH

—
82#~-BP110320°5M MEA Nofy 299 23Q 5300335004@ 450 500 550 24.50 25.00 Page: 18
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112020\
Data File : BP@04025.D

Acqg On : 20 Nov 2020 15:15
Operator : CG/JU

Sample : L4716-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 5k 3k >k 5k 3k 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 5k 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 16 Tridecane, 1-iodo- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
26.404 8.50 ng 555738 Perylene-di2 24.127
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 83
2 Hexacosane 366 C26H54 000630-01-3 83
3 Octacosane 394 C28H58 000630-02-4 64
4 Docosane 310 C22H46 000629-97-0 58
5 2-methyloctacosane 408 C29H60 1000376-72-8 58
Abundaégzgeg Scan 3998 (26.404 min): BP004025.D\data.ms (-3993) (- m/z 57.10 100.00%
57.1
276.1 N ———
0 LLLLAR721930 | 3422 4291 505.0 26.50
b e e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 m/z 71.10  60.45%
Abundangc #152416: Tridecane, 1-iodo-
W, ..,
T T T T ‘ T T T T
26.50
0 A “1}1‘4.‘0 1830 310.0 m/z 43.10 57.08%
e R e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundanc
%59 57'0 T T T T ‘ T T T T
26.50
m/z 85.10 45.88%
127.0 197.0 267.0 366.0
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112020\
Data File : BP@04025.D

Acqg On : 20 Nov 2020 15:15
Operator : CG/JU

Sample : L4716-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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|
unknown2.92 2.923 81.4 ng 3161580 1  8.269 776541 20.0
Butane, 2-metho... 3.170 10.3 ng 401219 1 8.269 776541 20.0
Anthracene, 2-m... 18.469 2.9 ng 227020 4 17.622 1586660 20.0
Phenanthrene, 9... 18.516 2.0 ng 161503 4 17.622 1586660 20.0
4H-Cyclopenta[d... 18.657 2.7 ng 217086 4 17.622 1586660 20.0
2-Mercaptobenzo... 18.787 2.3 ng 185082 4 17.622 1586660 20.0
9,10-Dimethylan... 19.345 2.2 ng 175913 4 17.622 1586660 20.0
E-14-Hexadecenal 21.304 9.2 ng 1108090 5 21.657 2421270 20.0
Chrysene, 6-met... 22.239 4.5 ng 538599 5 21.657 2421270 20.0
Octadecanal 22.963 3.7 ng 243946 6 24.127 1307120 20.0
Hexacosane 23.269 11.5 ng 748924 6 24.127 1307120 20.0
Cyclodocosane, ... 23.322 3.3 ng 216474 6 24.127 1307120 20.0
Benzo[e]pyrene 23.910 9.1 ng 594043 6 24.127 1307120 20.0
Tricosane 24.610 20.0 ng 1305260 6 24.127 1307120 20.0
Tridecane, 1-iodo- 26.404 8.5 ng 555738 6 24.127 1307120 20.0
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