LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG110618\
Data File : BG037846.D

Acq On : 6 Nov 2018 20:02

Operator : JU/SJ

Sample - J5804-03

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 - 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-BG101818_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 height area % max. total

5.182 315 322 329 rVB2 16952 30622 1.08% 0.165%
5.635 392 399 412 rBV 353756 594682 20.94% 3.200%
rBv2 236626 486368 17.12% 2.617%
7.621 729 737 750 rBV 670645 1189427 41.88% 6.400%
8.096 811 818 825 rBV 184656 325092 11.45% 1.749%

abrwNPE
\l
N
w
©
(o)
(e}
I
()}
\]
N
(9}
o
I

8.420 863 873 882 rBvV 609870 1114189 39.23% 5.995%
9.272 1007 1018 1028 rBV 525441 980826 34.53% 5.278%
rBv 273086 511343 18.00% 2.751%
11.575 1403 1410 1419 rBV 44229 85977 3.03% 0.463%
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1 13.349 1703 1712 1720 rBV 1542397 2468612 86.92% 13.283%
11 13.978 1814 1819 1826 rBV 28702 43776 1.54% 0.236%
12 14.172 1846 1852 1857 rBV 50416 77423 2.73% 0.417%
13 14.730 1939 1947 1956 rBV2 454261 751272 26.45% 4.043%
14 15.523 2077 2082 2088 rVB4 35064 56810 2.00% 0.306%
15 15.934 2143 2152 2157 rBV4 18113 46211 1.63% 0.249%

16 16.216 2193 2200 2209 rBV 995835 1583183 55.74% 8.519%
17 16.410 2227 2233 2239 rBV2 95403 191354 6.74% 1.030%
18 16.998 2329 2333 2338 rBv4 47854 70894 2.50% 0.381%
19 17.239 2370 2374 2378 rBV2 46142 59569 2.10% 0.321%
20 17.474 2409 2414 2428 rVB2 502579 816049 28.73% 4_.391%

21 17.844 2474 2477 2483 rBv4 25142 43675 1.54% 0.235%
22 18.332 2556 2560 2564 rBV3 63556 101832 3.59% 0.548%
23 19.136 2693 2697 2705 rVB6 70848 133364 4._.70% 0.718%
24 19.536 2761 2765 2770 rBV 988105 1196839 42.14% 6.440%
25 20.077 2851 2857 2867 rVB 2091957 2840197 100.00% 15.283%

26 21.164 3037 3042 3048 rVB 168108 220771 7.77% 1.188%
27 21.610 3113 3118 3127 rVB 299687 433456 15.26% 2.332%
28 21.757 3137 3143 3155 rVB2 439625 811774 28.58% 4._.368%
29 22.527 3271 3274 3281 rVB2 30074 47002 1.65% 0.253%
30 22.926 3337 3342 3347 rVB5 24783 44336 1.56% 0.239%

31 23.243 3390 3396 3408 rVB4 54196 127750 4._50% 0.687%
32 23.437 3425 3429 3435 rBv4 20647 37967 1.34% 0.204%
33 24.066 3529 3536 3544 rVB4 43972 106299 3.74% 0.572%
34 25.088 3696 3710 3739 rVB2 215859 831311 29.27% 4.473%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG110618\
Data File : BG037846.D

Acq On : 6 Nov 2018 20:02

Operator : JU/SJ

Sample - J5804-03

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 - 0 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-BG101818_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 26.211 3892 3901 3911 rVB4 28196 89221 3.14% 0.480%
36 27.597 4129 4137 4139 rBV7 14818 34711 1.22% 0.187%

Sum of corrected areas: 18584184
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG110618\
Data File : BG037846.D

Acq On > 6 Nov 2018 20:02

Operator : JU/SJ

Sample - J5804-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG037846.D

2000000
1500000

1000000

7.62 8.42

500000 9.27
5.63 10.92
7.24 8.10

5.18 /k 11.57

T R e 7 IS | MSSREHIE SNUSSSSRE L SR YL RSP | MR | SHMUSMMRASU SRS, A St S oo,

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: BG037846.D

20.08
2000000

13.35
1500000

19.54
16.22
1000000

21.76

21.6
21.16

500000 14.73

13.134% 17 15.52 15.93 22.53
O I T T R Mt s

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: BG037846.D

2000000
1500000
1000000

500000
25.09
3, ;i
0832944 24,07 26.21 27.60

S A T T T e T T e T T e T e e e e e 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\HPCHEM1\BNA_G\DATA\BG110618\
Data File : BG037846.D

Acq On > 6 Nov 2018 20:02

Operator : JU/SJ

Sample - J5804-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.62 Concentration Rank 1

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

7.62 73.17 ng 1189430 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 737 (7.621 min): BG037846.D (-729) (-) m/z 131.90 100.00%
5000 68
96 SR R R
40 54 & | 7.20 7.40 7.60 7.80 8.00
o T e B m/z 68.00 40.94%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ISR U LR
7.20 7.40 7.60 7.80 8.00
31 51 m/z 133.90 32.41%
0"hMI'Hw'l'L"'w"'w"""'w"'w"'w"'w"'
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
57 132
74 720 7.40 7.60 7.80 8.00
5000 gg 116 m/z 66.00 26.73%
158 189
e L S A L UL B WL B B B j\
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #102556: Amphetaminil e
132 7.20 7.40 7.60 7.80 8.00
m/z 69.00 15.56%
5000
91 105
39 51 65 77 117 | 146159 178 208 222
m/z--> 4'0 6|0 8|0 1(')0 120 140 160 180 200 220 720 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG110618\
Data File : BG037846.D

Acq On > 6 Nov 2018 20:02

Operator : JU/SJ

Sample - J5804-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Benzothiazole Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.57 3.36 ng 85977 Naphthalene-d8 10.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzothiazole 135 C7H5NS 000095-16-9 94
2 1,2-Benzisothiazole 135 C7H5NS 000272-16-2 80
3 3-Allylbenzothiazolium bromide 255 C10H10BrNS 016407-55-9 74
4 1H-Pyrazolo[3,4-d]pyrimidin-4-amine 135 C5H5N5 002380-63-4 59
5 Septacidin aminonucleoside 326 C12H18N605 003059-05-0 59
Abundance Scan 1409 (11.569 min): BG037846.D (-1403) (-) m/z 134.90 100.00%
135
5000 /\_
108
69 g, A RRERS RS SE e s e
45 54 | |m 11.20 11.40 11.60 11.80
o SN 1 A SO S PR W—— m/z 107.90  33.09%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15454: Benzothiazole
135
5000 UL B UL SRR B
108 11.20 11.40 11.60 11.80
69 m/z 68.90 19.64%

82
45 58 91
V2 A N 1Y N T P S S ' —
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
135

11.20 11.40 11.60 11.80

5000 m/z 82.00 13.33%
69 108
45 54 82 a
o e el e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #106063: 3-Allylbenzothiazolium bromide
135 11.20 11.40 11.60 11.80
m/z 62.90 10.97%
5000 a4l
108
54 69 g5 01 120
o S A R R M P VS .- A - RSN 'S E—
m/z--> 20 40 60 80 100 120 140 160 180 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG110618\
Data File : BG037846.D

Acq On > 6 Nov 2018 20:02

Operator : JU/SJ

Sample - J5804-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4 2(3H)-Benzothiazolone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.41 4.69 ng 191354 Phenanthrene-d10 17.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(3H)-Benzothiazolone 151 C7H5NOS 000934-34-9 93
2 Thieno[3,2-c]pyridin-4(56H)-one 151 C7H5NOS 027685-92-3 46
3 1,2-Benzisothiazol-3(2H)-one 151 C7H5NOS 002634-33-5 43
4 Thieno[2,3-b]pyridine-N-oxide 151 C7H5NOS 025557-50-0 38
5 Benzooxazole-2-thiol 151 C7H5NOS 1000318-31-6 22
Abundance Scan 2233 (16.410 min): BG037846.D (-2227) (-) m/z 150.90 100.00%
57 151
96
123
5000
3 5 183 16.00 16.20 16.40 16.60 16.80
o bt 2 e m/z 57.00  81.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #24724: 2(3H)-Benzothiazolone
151
96
123
5000 AU AR SRR R
16.00 16.20 16.40 16.60 16.80
69 m/z 95.90 66.67%
28 45
o —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
151
96 124 16.00 16.20 16.40 16.60 16.80
5000 45 m/z 71.00 58.16%
28
62
79
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #24728: 1,2-Benzisothiazol-3(2H)-one B AN R EE e
151 16.00 16.20 16.40 16.60 16.80
m/z 122.90 52.86%
5000
96
50 69 123
Ol H bbb
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16.00 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG110618\
Data File : BG037846.D

Acq On > 6 Nov 2018 20:02

Operator : JU/SJ

Sample - J5804-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 10
R.T. EstConc Area Relative to ISTD R.T.
18.33 2.50 ng 101832 Phenanthrene-d10 17.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 68
5 Dodecanoic acid 200 C12H2402 000143-07-7 58
Abundance Scan 2560 (18.332 min): BG037846.D (-2556) (-) m/z 43.00 100.00%
B4 7B
5000
185 213 T
143157171 256 ., 18.00 18.20 18.40 18.60
Olrrrrrrrhfie m/z 72.95 96.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60
5000 129
83 18.00 18.20 18.40 18.60
157171 213 m/z 60.00 94 .92%
143 185199
0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 o, 783
18.00 18.20 18.40 18.60
5000 129 m/z 57.00 81.39%

29
87 9 242

143 19
101115 157171185

213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid R BRERREEEEE S
7. 18.00 18.20 18.40 18.60
43 m/z 55.00 73.41%
5000
o e
m/z--> 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG110618\
Data File : BG037846.D

Acq On > 6 Nov 2018 20:02

Operator : JU/SJ

Sample - J5804-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Benzenesulfonanilide Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.14 3.27 ng 133364 Phenanthrene-d10 17.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonanilide 233 C12H11NO2S 001678-25-7 70
2 Pyrido[3,2-d]pyrimidine-2,4(1H,3... 163 C7H5N302 037538-68-4 53
3 1H-Azepine, 1-(phenylsulfonyl)- 233 C12H11NO2S 020646-54-2 43
4 Pyridine, 3-butyl- 135 C9H13N 000539-32-2 43
5 Pyrido[3,4-d]pyrimidine-2,4(1H,3... 163 C7H5N302 021038-67-5 35

Abundance Scan 2698 (19.142 min): BG037846.D (-2693) (-) m/z 92.00 100.00%

%R 163
77
5000
51

255270286 305 18.80 19.00 19.20 19.40
0 m/z 162.90 83.25%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #88097: Benzenesulfonanilide
92
7

5000 233 LIS L L
18.80 19.00 19.20 19.40
51 141 168 m/z 232.90 66.68%
A .~ 2 S SO S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
92 163
18.80 19.00 19.20 19.40
5000 120 m/z 219.90 65.70%
65
38
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #88102: 1H-Azepine, 1-(phenylsulfonyl)-
o 18.80 19.00 19.20 19.40
m/z 76.95 60.72%
5000
65
39 233
ob Ly g | | 124141 168 |
I L e o o o N N N R R R R R R R e R EEE S s e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18 80 19. OO 19 20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG110618\
Data File : BG037846.D

Acq On > 6 Nov 2018 20:02

Operator : JU/SJ

Sample - J5804-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 7 unknownl9.54 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.54 29.33 ng 1196840 Phenanthrene-d10 17.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-tert-Butoxy-2-ethoxyethane 146 C8H1802 051422-54-9 43
2 2-[2-[2-[2-[2-[2-(2-Methoxyethox. .. 340 C15H3208 1000352-04-1 38
3 Butane, 1,2,4-trimethoxy- 148 C7H1603 020637-48-3 38
4 2,5,8,11,14-Pentaoxahexadecan-16-ol 252 C11H2406 023778-52-1 35
5 Butyl 2,5,8,11,14,17,20,23-octao... 454 C21H42010 1000366-81-8 35
Abundance Scan 2766 (19.542 min): BG037846.D (-2761) (-) m/z 57.00 100.00%
57
103
5000
4 87 e RasA—cCeSSeet
7 119 145161, 101 19.20 19.40 19.60 19.80
ol 176191 211 238254 278 298 n/z  45.00 74 65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #22114: 1-tert-Butoxy-2-ethoxyethane
57
5000 AR UL UL SRR B
4 89 19,20 19.40 19.60 19.80
73 m/z 103.00 64 .72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
45
o 19.20 19.40 19.60 19.80
5000 m/z 59.00 37.70%
- 73 133
ol 14 117 159 177 207 253 297
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #23082: Butane, 1,2,4-trimethoxy- REaEE T e e e
45 19.20 19.40 19.60 19.80
m/z 101.00 37 .45%
5000
103
71
0 IIII""Il""I"""I8'('3"I""ll""lIIII I S B SR DR S B B rprrrrprTrTprTrT T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 19.20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG110618\
Data File : BG037846.D

Acq On > 6 Nov 2018 20:02

Operator : JU/SJ

Sample - J5804-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 8 Hexa(methoxymethyl)melamine Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
21.16 5.44 ng 220771 Chrysene-di12 21.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Hexa(methoxymethyl)melamine 390 C15H30N606 068002-20-0 56
2 2-Ethylacridine 207 C15H13N 055751-83-2 10
3 3-Methyl-2-phenylindole 207 C15H13N 010257-92-8 10
4 5-Methyl-2-phenylindolizine 207 C15H13N 036944-99-7 9
5 1H-Indole, 1-methyl-2-phenyl- 207 C15H13N 003558-24-5 9

Abundance Scan 3041 (21.158 min): BG037846.D (-3037) (-) m/z 45.00 100.00%
45
207
163
5000
267
. T SRR AR AT
99 134 \ 313 375 . . ) )
0 ...J,nl.nj. ...,.... ...I ...Jn:.. ™ m/z 206.95 63.53%
m/z--> 50 100 150 200 250 300 350
Abundance #207231: Hexa(methoxymethyl)melamine
45 343
267
207
5000 163 LA LI L L L L B LB B B
237 375 20 80 21. 00 21.20 21.40
313 m/z 163.00 53.70%
0 15 1L 09 ‘96 134 “ h ‘ \ L ‘\ i I
e T ....,....,....,
m/z--> 50 100 150 200 50 300 350
Abundance
207
I L e R
20.80 21.00 21.20 21.40
5000 m/z 177.00 43.10%
. 76 9 140 166
— T T
m/z--> 50 100 150 200 250 300 350
Abundance #66997: 3-Methyl-2-phenylindole
207 20.80 21.00 21.20 21.40
m/z 266.95 34.81%
5000
130
77 102
S =2 A
— e e B IR O e e
m/z--> 50 100 150 200 250 300 350 20 80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG110618\
Data File : BG037846.D

Acq On > 6 Nov 2018 20:02

Operator : JU/SJ

Sample - J5804-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Nonadecane, 9-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23.24 3.15 ng 127750 Chrysene-di12 21.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 78
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 76
3 2-Bromotetradecane 276 C14H29Br 074036-95-6 64
4 Octadecane 254 C18H38 000593-45-3 64
5 Hexadecane 226 Cl16H34 000544-76-3 64
Abundance Scan 3395 (23.238 min): BG037846.D (-3390) (-) m/z 57.00 100.00%
7
5000 85 PAJL/—\/\
113 141 183 207225 23.00 23.20 23.40 23.60
o A 199, N 20T 298 288 8% h/z 71.00  58.38%
m/z--> 50 100 150 200 250 300 350
Abundance #129502: Nonadecane, 9-methyl-
57
85
5000 L UL SN BN B
23.00 23.20 23.40 23.60
140 m/z 43.00 53.39%
3 113 168
o) — ‘:‘l”‘u \ h “ h‘ “ IMI — 2:|I-1| |23|8 |2§|7| —
m/z--> 50 100 150 200 250 300 350
Abundance
57
2300 23.20 23.40 23.60
5000 o m/z 85.00 37.57%
29 113
o 141 183 211 253 282
m/z--> 50 100 150 200 250 300 350
Abundance #124147: 2-Bromotetradecane A RRRAE S B
57 23.00 23.20 23.40 23.60
m/z 55.00 34.26%
85
5000
29
| } ‘113 141 197
OII\I\IIHI\IIJ\ILII‘I‘II\ ——— ——— T e e R M
m/z--> 50 100 150 200 250 300 350 23.00 23.20 23.40 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG110618\
Data File : BG037846.D

Acq On > 6 Nov 2018 20:02

Operator : JU/SJ

Sample - J5804-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9
R.T. EstConc Area Relative to ISTD R.T.
24 .07 2.56 ng 106299 Perylene-di12 25.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Tetracosane, 1ll1-decyl- 479 C34H70 055429-84-0 91
3 Octacosane 394 C28H58 000630-02-4 87
4 Tetracosane 338 C24H50 000646-31-1 87
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 87
Abundance Scan 3537 (24.072 min): BG037846.D (-3529) (-) m/z 57.00 100.00%
57
2000 i /W\A/L/\/
AN SRR B B
127 23.80 24.00 24.20 24.40
169 210
ol ddh Ll JuTpeone, 210230 268 a5 077 71.00  65.19%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane
57
5000 AN SRR SR B
85 23.80 24.00 24.20 24.40
29 m/z 43.00 56.40%
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
| 23.80 24.00 24.20 2440
5000 85 m/z 85.05 49_.96%
113 141 337
ol 38l |y, 169197 225 253 295 %37 364 303 420
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane A B e
57 23.80 24.00 24.20 24.40
m/z 55.00 25.08%
5000 85
29
oL | M8 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 400 23.80 24.00 24.20 24.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG110618\
Data File : BG037846.D

Acq On > 6 Nov 2018 20:02

Operator : JU/SJ

Sample - J5804-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Docosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
26.21 2.15 ng 89221 Perylene-d12 25.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 74
2 Heneicosane 296 C21H44 000629-94-7 74
3 Heptacosane 380 C27H56 000593-49-7 74
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 72
5 Hentriacontane 437 C31H64 000630-04-6 72
Abundance Scan 3901 (26.211 min): BG037846.D (-3892) (-) m/z 57.00 100.00%
57
5000 85
Moo BT 25580 26100 26,20 26,40 2660
ol W 199 29 2 S Tw/z 43.00 57.03%
m/z--> 50 100 150 200 250 300 350
Abundance #153223: Docosane
57
5000 85 USRS
25. 80 26. oo 26. 20 26. 40 26 60
113 m/z 71.00 48.96%
0 L h “\ “M h‘ 1‘ “ 1ﬁ1 | 183 ‘211 239 267 3:!-0
m/z--> 55 160 1éo 200 250 300 3éo
Abundance
57
o 25.80 26.00 26.20 26.40 26.60
5000 m/z 84.95 41.66%
29 113
0 141 169 197 225 253 296
m/z--> 55 160 1éo 260 2éo 360 3éo
Abundance #202661: Heptacosane
57 25.80 26.00 26.20 26.40 26.60
m/z 54.95 19.92%
5000 85
29 113 14
ol ) 1 | 169 197 225 253 281 309 337 380
m/z--> 5'0 100 1&'30 2(')0 250 3(')0 3éo 25. 80 26. oo 26. 20 26. 40 26 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG110618\
Data File : BG037846.D

Acq On : 6 Nov 2018 20:02

Operator : JU/SJ

Sample - J5804-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818_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]
unknown7 .62 7.62 73.2 ng 1189430 1 8.10 325092 20.0
Benzothiazole 11.57 3.4 ng 85977 2 10.92 511343 20.0
2(3H)-Benzothiazo... 16.41 4.7 ng 191354 4 17.47 816049 20.0
n-Hexadecanoic acid 18.33 2.5 ng 101832 4 17.47 816049 20.0
Benzenesulfonanilide 19.14 3.3 ng 133364 4 17.47 816049 20.0
unknownl19 .54 19.54 29.3 ng 1196840 4 17.47 816049 20.0
Hexa(methoxymethy... 21.16 5.4 ng 220771 5 21.76 811774 20.0
Nonadecane, 9-met... 23.24 3.1 ng 127750 5 21.76 811774 20.0
Eicosane 24 .07 2.6 ng 106299 6 25.09 831311 20.0
Docosane 26.21 2.1 ng 89221 6 25.09 831311 20.0
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