LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG120318\
Data File : BG038307.D
Aca On : 3 Dec 2018 19:41 Instrument :
Operator : JU/SJ (B.‘,'I\!A_(t;S el

- _ lentosampleld :
3?22'6 - J6060-04 20180945-COMPOSITE-4
ALS Vial : 4 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG111318.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 3.749 74 78 84 rBv2 12335 22128 1.25% 0.162%
2 5.159 313 318 324 rBV 21303 36335 2.05% 0.266%
3 5.617 389 396 412 rBV 371847 662615 37.40% 4.857%
4 7.221 661 669 688 rVB 409296 802226 45.28% 5.880%
5 7.603 726 734 750 rBV 379848 698267 39.41% 5.118%
6 8.079 808 815 825 rBV 80542 146806 8.29% 1.076%
7 8.396 861 869 881 rBV 270505 516220 29.14% 3.784%
8 9.254 1006 1015 1030 rBV 247919 474134 26.76% 3.475%
9 10.899 1287 1295 1303 rBV 110928 213747 12.06% 1.567%
10 13.331 1699 1709 1718 rBvV 651130 1029901 58.13% 7 .549%

11 14.160 1843 1850 1857 rBV 68105 111097 6.27% 0.814%
12 14.712 1937 1944 1952 rBV2 212497 352920 19.92% 2.587%
13 16.199 2190 2197 2212 rBV2 594441 945614 53.37% 6.931%
14 17.462 2403 2412 2416 rBV 311146 485761 27.42% 3.561%

15 17.503 2416 2419 2425 rVB 63117 93055 5.25% 0.682%
16 18.320 2552 2558 2565 rBV3 80127 157693 8.90% 1.156%
17 18.384 2565 2569 2578 rVB2 33540 56747 3.20% 0.416%
18 18.525 2588 2593 2597 rBV3 22284 45638 2.58% 0.335%
19 18.561 2597 2599 2604 rVB2 15594 20749 1.17% 0.152%
20 19.242 2709 2715 2720 rBV 25153 44445 2.51% 0.326%
21 19.301 2720 2725 2729 rBV6 9185 18386 1.04% 0.135%
22 19.507 2755 2760 2768 rVB 91188 140036 7.90% 1.026%
23 19.589 2768 2774 2784 rBV5 42476 82821 4.67% 0.607%
24 19.841 2812 2817 2818 rBV3 13607 18015 1.02% 0.132%
25 19.871 2818 2822 2829 rVV 100749 155993 8.80% 1.143%
26 19.941 2829 2834 2839 rVB2 14313 20827 1.18% 0.153%
27 20.059 2848 2854 2861 rBV 1286693 1771658 100.00% 12.986%
28 20.194 2870 2877 2884 rBvV4 12528 31749 1.79% 0.233%
29 20.335 2895 2901 2903 rBV6 18359 30934 1.75% 0.227%
30 20.359 2903 2905 2912 rVB 23931 29658 1.67% 0.217%
31 20.458 2918 2922 2926 rBV2 21000 26367 1.49% 0.193%
32 20.517 2926 2932 2937 rBV2 21890 34031 1.92% 0.249%
33 20.658 2949 2956 2960 rBV3 16207 27901 1.57% 0.205%
34 20.705 2960 2964 2968 rBV2 14418 21516 1.21% 0.158%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG120318\
Data File : BG038307.D
Aca On : 3 Dec 2018 19:41 Instrument :
Operator : JU/SJ ?:II\!A_?S el

- _ lentosampleld :
3?22Ie - J6060-04 20180945-COMPOSITE-4
ALS Vial : 4 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 20.829 2979 2985 2989 rVB2 24501 32532 1.84% 0.238%
36 21.128 3032 3036 3041 rVB5 8807 19319 1.09% 0.142%
37 21.340 3063 3072 3080 rBv4 62740 118668 6.70% 0.870%
38 21.404 3080 3083 3089 rvB4 13407 21165 1.19% 0.155%
39 21.745 3132 3141 3146 rBV 360514 675029 38.10% 4.948%
40 21.792 3146 3149 3156 rVB 40350 62597 3.53% 0.459%

41 21.886 3160 3165 3172 rVB 123878 178865 10.10% 1.311%
42 22.503 3263 3270 3277 rVB 173195 317198 17.90% 2.325%
43 22.779 3311 3317 3320 rBV4 17117 26642 1.50% 0.195%
44 23.208 3381 3390 3399 rBV 237301 465320 26.26% 3.411%
45 24.031 3514 3530 3544 rBV2 247834 643626 36.33% 4.718%

46 24.747 3645 3652 3666 rVB6 23944 66499 3.75% 0.487%
47 24.894 3669 3677 3685 rVv3 24902 69243 3.91% 0.508%
48 25.000 3686 3695 3699 rvv 171356 475344 26.83% 3.484%
49 25.065 3701 3706 3716 rVvV 210975 564448 31.86% 4._137%
50 25.135 3716 3718 3727 rVB4 14361 23792 1.34% 0.174%

51 26.152 3880 3891 3903 rVB2 103514 323645 18.27% 2.372%
52 27.538 4115 4127 4143 rVB3 44022 172491 9.74% 1.264%
53 29.213 4402 4412 4424 rVBS8 13741 59974 3.39% 0.440%

Sum of corrected areas: 13642387
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG120318\

Data File : BG038307.D

Aca On : 3 Dec 2018 19:41

Operator : JU/SJ

ﬁ?ggle : J6060-04 £0180945-COMPOSITE-4
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BG038307.D
1200000

1000000
800000

600000

400000 5.62 722 7.60

8.40 9.25
200000
8.08 10.90
3.75 5.16

T T T T
Time--> 3.50 4.00 450 5.00 550 6.00 650 7.00 7.50 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG038307.D

20,06
1200000

1000000

800000

13.33

600000 16.20

400000 21.75

200000

04
Time--> 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
Abundance TIC: BG038307.D

1200000
1000000
800000
600000

400000
23.21 24.03
5.06
200000 2% %
26.15

24 14 27:54 29.21
O B e R R B B e R B o RSN mE S e

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\HPCHEMI1\BNA G\DATA\BG120318\

Data File : BG038307.D

Aca On : 3 Dec 2018 19:41

Operator : JU/SJ

ﬁ?ggle : J6060-04 £0180945-COMPOSITE-4
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 unknown3.75 Concentration Rank 13

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

3.75 3.01 ng 22128 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butene. 4-methoxv 86 C5H100 004696-30-4 9
2 2-Butanol. 3-methvl- 88 C5H120 000598-75-4 9
3 L-Lactic acid 90 C3H603 000079-33-4 9
4 2-Propanol. 1-chloro- 94 C3H7CIO 000127-00-4 9
5 Hexane, 1-methoxy- 116 C7H160 004747-07-3 9

Abundance Scan 78 (3.749 min): BG038307.D (-74) (-) m/z 45.00 100.00%
45.0
5000
| 60.9 . 340 360 380 400
e L any s S m/z 43.00 15.22%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1748: 1-Butene, 4-methoxy
458.0
5000 AL A A A I
3.40 3.60 3.80 4.00
m/z 60.90 6.13%
20 56.0 7.0 850
1 1 L
miz--> 0 20 30 40 50 60 70 8 90
Abundance #2120: 2-Butanol, 3-methyl-
45.0
340 360 3.80 400
5000 m/z 41.00 4 _.00%
55.0
27.0 ‘ 720
"|'1?P'|"'“H' ?meﬁ"' I'"”IG?P"I""'I"8ZPI'"'I
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2252: L-Lactic acid
45.0 3.40 3.60 3.80 4.00
m/z 42.00 3.81%
5000
29.0
” 36.0 | 55.0 63.0 75.0 90.0
m/z--> 10 20 30 40 50 60 70 80 90 ' 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG120318\

Data File : BG038307.D

Aca On : 3 Dec 2018 19:41

Operator : JU/SJ

ﬁ?ggle : J6060-04 £0180945-COMPOSITE-4
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 10

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

5.16 4.95 ng 36335 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 23
3 3-Hexanol 102 C6H140 000623-37-0 9
4 1.2-Butanediol 90 C4H1002 000584-03-2 9
5 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9

Abundance Scan 318 (5.159 min): BG038307.D (-313) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 G S R UL
85.9 | 4.80 5.00 5.20 5.40
—r e e e e e e e m/z 59.00 62.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 5 5ho sk s
0
150 a0 1010 m/z 101.00 20.87%
el , 83.0 ,
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4119: Butyl aldoxime, 3-methyl-, syn-
54.0
410 480 500 520 540
5000 m/z 58.00 18.38%
86.0
500 | 890 \ 101.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4415: 3-Hexanol
54.0 480 5.00 5.20 5.40
m/z 41.00 10.33%
31.0
s ||,
...,.J..,..l.,...j,lU..,..lUi....,:...,§+9.,...}??P..,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG120318\

Data File : BG038307.D

Aca On : 3 Dec 2018 19:41

Operator : JU/SJ

ﬁ?ggle : J6060-04 £0180945-COMPOSITE-4
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 unknown7.60 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.60 95.13 ng 698267 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 16
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10
Abundance Scan 734 (7.603 min): BG038307.D (-726) (-) m/z 131.90 100.00%
1319

—

5000 68.0
I e
40.0 54.0 QTO 7.20 7.40 7.60 7.80 8.00
P ¥ m/z 68.00 42.93%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 670 | BN LN L L L L LB L LB

7.20 7.40 7.60 7.80 8.00
m/z 133.90  32.84%

e A o B
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
e e
7.20 7.40 7.60 7.80 8.00
5000 m/z 66.00 30.25%
70.
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R R
57.0 132.0 7.20 7.40 7.60 7.80 8.00
4.0 m/z 69.00 16.89%
116.0
5000 98.0 /\
S PO { I T YA .24 0 G A
m/z--> 40 60 80 100 120 140 160 180 720 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG120318\

Data File : BG038307.D

Aca On : 3 Dec 2018 19:41

Operator : JU/SJ

ﬁ?ggle : J6060-04 £0180945-COMPOSITE-4
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.32 6.49 ng 157693 Phenanthrene-d10 17.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 70
3 Tetradecanoic acid 228 C14H2802 000544-63-8 62
4 Tridecanoic acid 214 C13H2602 000638-53-9 58
5 Dodecanoic acid 200 C12H2402 000143-07-7 50
Abundance Scan 2558 (18.320 min): BG038307.D (-2552) (-) m/z 60.00 100.00%
6d.0
5000 129.0 192.0
83 213.1
39 Ji . 157.0 256.1 18.00 18.20 18.40 18.60
m/z 73.00 93.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0
83.0 18.00 18.20 18.40 18.60
‘J‘“ 1570 1gso 2130 2560 | | M/Z 43.00  93.49%
4 A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 | 73.0
18.00 18.20 18.40 18.60
5000 129.0 m/z 57.00 84.63%
15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid
73.0 18.00 18.20 18.40 18.60
43.0 m/z 55.00 72.15%
5000 129.0
15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG120318\

Data File : BG038307.D

Aca On : 3 Dec 2018 19:41

Operator : JU/SJ

ﬁ?ggle : J6060-04 £0180945-COMPOSITE-4
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Phenanthrene, 1-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.38 2.34 ng 56747 Phenanthrene-d10 17.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 96
2 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 93
3 Anthracene. 1-methvl- 192 C15H12 000610-48-0 91
4 Anthracene. 2-methvl- 192 C15H12 000613-12-7 90
5 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 87
Abundance Scan 2568 (18.378 min): BG038307.D (-2565) (-) m/z 191.95 100.00%
191.9
5000 /\M
94.5 164. 18.00 18.20 18.40 18.60
115.0 .
158.9 m/z 191.00 55.59%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54746: Phenanthrene, 1-methyl-
192.0 Ap&
5000 RN DR BN B B
1800 18,20 18.40 18.60
165.0 m/z 188.90 27 .91%
39.0 63.0 96.0 1150 139.0
m/z--> 20 40 60 80 160 120 140 160 180 260
Abundance #54750: Phenanthrene, 2-methyl-
192.0
ARAUNABAA RARRA RS B
18.00 18.20 18.40 18.60
5000 m/z 189.95 17.21%
165.0
39.0 630 \‘ 1150 1390 |
miz--> % 4 0 s 100 130 140 160 180 200
Abundance #54732: Anthracene, l—methyl— [T T Tt | L
192.0 18.00 18.20 18.40 18.60
m/z 164.95 12.82%
5000
83.0 50
150 390 630 | 9901150 139.0 ‘\ A
m/z--> 20 4'0 6|0 80 100 120 140 160 180 200 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG120318\
Data File : BG038307.D

Aca On : 3 Dec 2018 19:41

Operator : JU/SJ

Sample = J6060-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Octadecanoic acid Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
19.59 3.41 ng 82821 Phenanthrene-d10 17.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 72
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
4 Pentadecanoic acid 242 C15H3002 001002-84-2 53
5 Tetradecanoic acid 228 C14H2802 000544-63-8 53

Abundance Scan 2774 (19.589 min): BG038307.D (-2768) (-) m/z 42.95 100.00%
43.0 73.0
5000 129.0
185.0 2411 2841 A
%l ||2 | l mmmmmmmmmm
AR I m/z 60.00 86.54%
m/z--> 50 100 150 200 250 300 350
Abundance #131258: Octadecanoic acid
43.0 73.0
5000 129.0
19.20 19.40 19.60 19.80 20.00
1850 o410 2840 m/z 56.95 86.48%
1.
15,0 by lpee |
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethy! ester
43.0
73.0 19.20 1940 19.60 19.80 20.00
5000 284.0 m/z 73.00 84 .70%
129.0
185.0
. \uu “Hl? | SO T AR | a0 smg
m/z--> 50 150 200 250 300 350
Abundance #107549. n-Hexadecanoic acid
60.0 19.20 19.40 19.60 19.80 20.00
m/z 55.00 81.81%
5000 129.0
h Hgﬂo 1570185021T0 256.0
| H ll m | { ! | {
m/z--> 5'0 1&'30 2(')0 250 3(')0 35'30 19.'20 19.40 19.60 19.|80 20.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG120318\

Data File : BG038307.D

Aca On : 3 Dec 2018 19:41

Operator : JU/SJ

ﬁ?ggle : J6060-04 £0180945-COMPOSITE-4
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Tridecane, 6-propyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.34 3.52 ng 118668 Chrysene-di12 21.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 6-propvl- 226 C16H34 055045-10-8 91
2 Tritetracontane 605 C43H88 007098-21-7 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Heneicosane 296 C21H44 000629-94-7 87
5 Tetratetracontane 619 C44H90 007098-22-8 87
Abundance Scan 3072 (21.340 min): BG038307.D (-3063) (-) m/z 56.95 100.00%
57.0 ﬂ
5000
1.0 2970 21.00 21.20 21.40 21.60
,....]1[,1#.‘..,1‘??.1. BB e e M/Z 43.00  74.21%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #83030: Tridecane, 6-propy!-
43.4
5000 R R B DU
mmmmmmmm
J m/z 71.00 59.72%
126.0 183.0
|
m/z--> éo 160 1éo 260 2éo 300 3éo 460 4%0 560 séo 660
Abundance #241174: Tritetracontane
57.0
21.00 21.20 21.40 21.60
5000 m/z 85.00 36.63%
1? 169.0 2250 281.0 3370 393.0 463.0 519.0 575.0
m/z--> éo 160 150 200 250 300 350 400 4%0 560 séo 660
Abundance #209566: Octacosane
57.0 21.00 21.20 21.40 21.60
m/z 55.00 29.46%
B M\MJ\NW
L] AE30 160.0 225.0 2810 337.0 394.0
m/z--> éo 160 1éo 200 250 300 350 400 4%0 560 séo 660 21. oo 21. 20 21. 40 21. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG120318\

Data File : BG038307.D

Aca On : 3 Dec 2018 19:41

Operator : JU/SJ

ﬁ?ggle : J6060-04 £0180945-COMPOSITE-4
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.89 5.30 ng 178865 Chrysene-di12 21.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 3166 (21.892 min): BG038307.D (-3160) (-) m/z 57.00 100.00%
57.0
5000 J\
‘93-0 W10 1671 2479980 21,60 21.80 22.00 22.20
e b g T MOr 2092809 m/z 43.00 68.03%
m/z--> 50 100 150 200 250 300 350
Abundance #83025: Hexadecane
57.0
5000 RN U UL SULILE B
mmmmnmnm
m/z 71.00 53.73%
271}0J , Jgff-(’, 1410 183.0 226.0
m/z--> 55 160 1%0 260 2%0 300 350 '
Abundance #209566: Octacosane
57.0
21,60 21.80 22.00 22.20
5000 m/z 85.00 40.33%
99.0
2700 || Ly 1410 1830 225.0 281.0 337.0 394.0
m/z--> 50 160 150 200 2%0 360 3%0 '
Abundance #141426: Heneicosane B R A R
57.0 mmmmnmnm
m/z 55.00 23.09%
5000
99.0
2no] | | | J | 1410 1830 2250 26602960

T
m/z--> 50 100 150 200 250 300 350 21 60 21. 80 22. 00 22 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG120318\

Data File : BG038307.D

Aca On : 3 Dec 2018 19:41

Operator : JU/SJ

ﬁ?ggle : J6060-04 £0180945-COMPOSITE-4
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.50 9.40 ng 317198 Chrysene-di12 21.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Tetracosane 338 C24H50 000646-31-1 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 90
Abundance Scan 3269 (22.497 min): BG038307.D (-3263) (-) m/z 57.00 100.00%
57.0
5000

#0 22.20 22.40 22.60 22.80
155.1 242.0 )
...l,.-!.~‘.'|,.".1.:,~....2,1.1'.1..1,...2?5,-0....,...., m/z 43.00 63.85%

m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0

5000 R e R
22.20 22.40 22.60 22.80

m/z 71.00 54 .06%

99 0
240} {4, 1410 1830 2250 2820
Ll e T
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0
R N R Bamas!
22.20 22.40 22.60 22.80
5000 m/z 85.10 40.33%
99.0
27,0 ] Ly 1410 183.0 225.0 267.0 309.0338.0
L e e B B e e L/ B L e o e o |
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane e e B
57.0 22. 20 22. 40 22. 60 22. 80

m/z 54.95 24 .53%

5000
99.0
27,0 Ly 1410 183.0 225.0 281.0 337.0 394.0

m/z--> 50 100 150 200 250 300 350 22. 20 22. 40 22. 60 22. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG120318\

Data File : BG038307.D

Aca On : 3 Dec 2018 19:41

Operator : JU/SJ

ﬁ?ggle : J6060-04 £0180945-COMPOSITE-4
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 Octacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.21 13.79 ng 465320 Chrysene-di12 21.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Octadecane 254 C18H38 000593-45-3 90
Abundance Scan 3390 (23.208 min): BG038307.D (-3381) (-) m/z 57.00 100.00%
5%.0
5000 ]\
99.0 22.80 23.00 23.20 23.40 23.60
141.1
....|,.J. | g 7o 1881 2251 2671 | "n/z 43.00 61.69%
miz--> 0 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 SERUVABRUARR DR
22. 80 23. 00 23. 20 23. 40 23. 60
99.0 m/z 71.00 53.13%
270| J | |y, 1410 1830 2250 2810  337.0  394.0
miz--> 0 éo 160 1éo 200 2éo 360 3éo '
Abundance #202662: Heptacosane
57.0
22.80 23.00 23.20 23.40 23.60
5000 m/z 85.00 39.04%
99.0
27,0 || | j |, 1410 183.0 2250 267.0 323.0 380.0
miz--> 0 éo 160 1éo 260 2éo 360 3%0 '
Abundance #141425:; Heneicosane e B
57.0 22. 80 23. 00 23. 20 23. 40 23. 60
m/z 55.00 24 .43Y%
5000 /\\
99.0
2710 ‘ Jd |y 2410 1830 2250 2660296.0

m/z--> 0 50 100 150 200 250 300 350 22. 80 23. 00 23. 20 23. 40 23. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG120318\

Data File : BG038307.D

Aca On : 3 Dec 2018 19:41

Operator : JU/SJ

ﬁ?ggle : J6060-04 £0180945-COMPOSITE-4
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 Hexatriacontane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

25.00 16.84 ng 475344 Perylene-d12 25.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexatriacontane 507 C36H74 000630-06-8 91
2 Heptacosane 380 C27H56 000593-49-7 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Octacosane 394 C28H58 000630-02-4 90

Abundance Scan 3695 (25.000 min): BG038307.D (-3686) (-) m/z 57.00 100.00%

24 60 24. 80 25 00 25 20 25. 40
4Ll 1071 2630 3001 m/z 43.00  56.74%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane

5000 J/\L

24,60 24.80 25.00 25.20 25.40
m/z 71.05 55.10%

5000

. " 141.0183.02250 281.0323.0 379.0421.0463.0 506.0
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #202662: Heptacosane
574.0
2460 24.80 25.00 25.20 25.40
5000 m/z 85.00 37.30%
9.0
| |, 141.0183.0225.0267.0 323.0 380.0
T e
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194493: Hexacosane S S S T T
57.0 2460 24.80 25.00 25.20 25.40
m/z 55.00 21.94%
5000
9.0
B | ; 141.0183.0225.0267.0309.0 367.0
e = SE

m/z--> 0 50 100 150 200 250 300 350 400 450 500 24.60 24.80 25.00 25.20 25.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG120318\

Data File : BG038307.D

Aca On : 3 Dec 2018 19:41

Operator : JU/SJ

ﬁ?ggle : J6060-04 £0180945-COMPOSITE-4
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 Hentriacontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

27.54 6.11 ng 172491 Perylene-d12 25.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Heptacosane 380 C27H56 000593-49-7 87
3 Tridecane. l-iodo- 310 C13H271 035599-77-0 86
4 Pentacosane 352 C25H52 000629-99-2 86
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 83

Abundance Scan 4127 (27.538 min): BG038307.D (-4115) (-) m/z 57.00 100.00%

.0

5000

99.0
27.20 27.40 27.60 27.80
141.1 183.1 ) 280.1 354.9
220.8 m/z 43.00 57.54%

m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57.0
5000

27.20 27.40 27.60 27.80
m/z 71.00 52.32%

99.0
J| 1‘ | ; 141.0 183.0 2250 267.0 309.0 351.0 393.0 436.0

m/z--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane
57.0
27.20 27.40 27.60 27.80
5000 m/z 85.00 34 .25%
99.0
25,00 | 4y, 1410 1830 2250 267.0 323.0 380.0
L I e o B e e LA e e e e L B e o
m/z--> 50 100 150 200 250 300 350 400
Abundance #152416: Tridecane, 1-iodo-
57.0 27.20 27.40 27.60 27.80
m/z 55.05 21.71%
5000
183.0
L) 290 aar0 3100
L o o L o e LA B o e e e o o e N o 1
m/z--> 50 100 150 200 250 300 350 400 27.20 27.40 27.60 27.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG120318\

Data File : BG038307.D

Acq On : 3 Dec 2018 19:41

Operator : JU/SJ

3?22'6 - J6060-04 20180945-COMPOSITE-4
ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG111318_M
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]
unknown3.75 3.75 3.0 ng 22128 1 8.07 146806 20.0
2-Pentanone, 4-hy... 5.16 5.0 ng 36335 1 8.07 146806 20.0
unknown7 .60 7.60 95.1 ng 698267 1 8.07 146806 20.0
n-Hexadecanoic acid 18.32 6.5 ng 157693 4 17.46 485761 20.0
Phenanthrene, 1-m... 18.38 2.3 ng 56747 4 17.46 485761 20.0
Octadecanoic acid 19.59 3.4 ng 82821 4 17.46 485761 20.0
Tridecane, 6-propyl- 21.34 3.5 ng 118668 5 21.75 675029 20.0
Hexadecane 21.89 5.3 ng 178865 5 21.75 675029 20.0
Eicosane 22.50 9.4 ng 317198 5 21.75 675029 20.0
Octacosane 23.21 13.8 ng 465320 5 21.75 675029 20.0
Hexatriacontane 25.00 16.8 ng 475344 6 25.06 564448 20.0
Hentriacontane 27 .54 6.1 ng 172491 6 25.06 564448 20.0
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